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Editorial on the Research Article

The Future of Nuclear Structure: Challenges and Opportunities in the Microscopic Description
of Nuclei

The past two decades have witnessed tremendous progress in the microscopic description of atomic
nuclei. Within this approach, nuclei are described in terms of nucleons interacting via realistic two-
and three-body forces, constrained to accurately reproduce a large body of data for few nucleons
systems. The goal of the nuclear theory community is to gain an accurate and predictable
understanding of how the properties of many-body systems, along with their dynamics and
structure, emerge from internucleon correlations induced by the strong interaction.

Progress in the microscopic (or, ab initio) theory has been quite notable and it has been supported
by two major pillars: First, thanks to the advent of Effective Field Theories (EFTs), we can now
systematically develop nuclear Hamiltonians that are rooted in the fundamental properties and
symmetries of the underlying theory of QCD. Second, advances in computational resources and
novel powerful algorithms allow us to solve 1) the many-nucleon problem efficiently, and 2) quantify
the degree of reliability of theoretical calculations and predictions. In many cases, microscopic
computations achieve an accuracy that is comparable or superior to the precision delivered by
current EFT interactions. This sparked a renewed interest to further broaden the focus of ab initio
theory and address open problems in nuclear physics.

While the status of the first pillar has been recently discussed by “The Long-Lasting Quest for
Nuclear Interactions: The Past, the Present and the Future” Topical Review on this Journal, here we
focus on the exciting new developments in microscopic theory. At present, ab initio computations of
nuclear structure include up to medium-mass isotopes. The heaviest systems currently
reached—with different degrees of accuracy—have mass number A = 140. These computational
limits are constantly being pushed forward. At the same time, the community is expanding into new
directions, in particular toward the study of electroweak observables and nuclear reactions, that
nowadays require predictions with an accuracy never reached before for similar mass ranges.

In collecting the contributions for this Research Topic, we sought to gather contributions from
authors who could summarize the current state-of-the-art microscopic calculations in Nuclear
Theory, favoring a selected but broad view over an attempt to cover every application. All presented
contributions stem from well-established methods in computational nuclear structure, and indicate
recent theoretical advances and prospective outlooks, challenges and opportunities for Nuclear
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Theory. Most importantly, it is our hope that this collection will
confer a big picture, including references to basic material, that
will be valuable for young researches who intend to enter this
exciting discipline.

The richness of applications in modern ab initio nuclear theory
can be appreciated in Hergert’s contribution that provides us with a
general overview of the most successful microscopic many-body
approaches currently in use. Traditionally, the refinement and
sophistication of these computational tools has given fundamental
support to advance the theories of nuclear forces. Quantum Monte
Carlo (QMC) techniques allow to solve the many-body
Schrodinger equation with high accuracy for light nuclei up to
masses A ~ 16-40. Gandolfi et al. discuss the use of QMC
methods (namely, Variational, Green’s Function, and Auxiliary
Diffusion Monte Carlo methods) in combination with local chiral
interactions in coordinate space. QMC methods are used in lattice
effective field theory, where the EFT Lagrangian is implemented in
momentum space with nucleons and pions placed on a lattice. Lee
discusses the basic features of this approach and its high potential
for understanding clustering phenomena.

For heavier isotopes, ab initio theories can be pushed to masses
A~ 140 provided that one retains only the relevant nuclear
excitations, as it is done through all-orders resummations. Among
these methods, the self-consistent Green’s function (SCGF) theory
gives direct access to the spectral information probed by a wide
range of experiments as reviewed in detaill by Somd’s
contributions. Once in the region of the nuclear chart that
corresponds to medium masses, open shell isotopes become the
next challenge to be addressed by the theory. In fact, resolving the
degeneracy in wuncorrelated systems requires large scale
configuration mixing. Coraggio and Itaco demonstrate how this
can be handled by projecting the correlated many-body states into
a shell model Hamiltonian, using the so-called “Q-box”
formalism. A similar strategy is shared by other computational
frameworks, such as coupled cluster and in-medium SRG, that are
touched upon in the contribution by Hergert. A less conventional
approach to open shells is to break SU(1) symmetry (in short,
allowing for breaking particle number conservation). This is
discussed by Soma within SCGFs and by Tichai et al. in the
framework of many-body perturbation theory.

The remainder of this topical review focuses on selected open
challenges in Nuclear Theory that require an ab initio approach.

Editorial: Modern Ab Initio Nuclear Theory

Two contributions show different aspect of studying infinite
nucleon systems and the implications for astrophysical
scenarios. Tews covers QMC calculations of the equation of
state (EoS) of dense matter in neutron stars. With the recent
observation of star mergers and the birth of multi-messenger
astronomy, it has become of prime importance to understand the
finite temperature properties of the EoS. Rios discusses this topic
and how the structure of neutron matter depends on temperature,
using SCGF theory.

In the quest for physics beyond the Standard Model, Nuclear
Theory, and in particular accurate calculations of neutrino-
nucleus interactions at all energy scaler, plays a crucial role.
This is carefully analyzed by Rocco’s contribution that address
this challenge with emphasis on impacts to neutrino oscillations
experimental programs. The last contribution of this Topical
Review addresses one of the hardest open challenges in the
interpretation of experimental data: the lack of a truly first-
principles theory that can describe consistently both structure
and reaction processes. Rotureau highlights recent steps in
deriving an ab inito optical potential using the coupled cluster
method (that, together with SCGF, is one of the two possible
approaches to this problem).

We are really grateful to all the scientists participating in this
project and hope that the reader will enjoy this Topical Review.
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A Guided Tour of ab initio Nuclear
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Heiko Hergert*
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Over the last decade, new developments in Similarity Renormalization Group techniques
and nuclear many-body methods have dramatically increased the capabilities of ab
initio nuclear structure and reaction theory. Ground and excited-state properties can
be computed up to the tin region, and from the proton to the presumptive neutron
drip lines, providing unprecedented opportunities to confront two- plus three-nucleon
interactions from chiral Effective Field Theory with experimental data. In this contribution,
| will give a broad survey of the current status of nuclear many-body approaches, and |
will use selected results to discuss both achievements and open issues that need to be
addressed in the coming decade.

Keywords: similarity renormalization group, nuclear theory, many-body theory, ab initio nuclear structure, ab initio
nuclear reactions

1. INTRODUCTION

Over the past decade, the reach and capabilities of ab initio nuclear many-body theory have grown
exponentially. The widespread adoption of Renormalization Group (RG) techniques, in particular
the Similarity Renormalization Group (SRG) [1], and Effective Field Theory (EFT) [2-4] in the
2000s laid the foundation for these developments. Consistent two-nucleon (NN) and three-nucleon
(3N) interactions from chiral EFT were quickly established as a new “standard” inputs for a variety
of approaches, which made true multi-method benchmarks possible. The SRG equipped us with
the ability to dial the resolution scale of nuclear interactions, accelerating model-space and many-
body convergence alike. Suddenly, even (high-order) Many-Body Perturbation Theory (MBPT)
became a viable tool for rapid benchmarking [5, 6], and exact diagonalization approaches were
able to extend their reach into the lower sd-shell [7-9]. A variety of computationally efficient
techniques with controlled truncations were readied, like the Self-Consistent Green’s Function
method (SCGF) [10], the In-Medium SRG (IMSRG) [11] and Coupled Cluster (CC) [12], the
prodigal son [13, 14] who returned home after finding success in foreign lands, i.e., quantum
chemistry and solid state physics.

At the start of the last decade the race was on, and Figure 1 documents the progress that ensued.
Calculations started at closed-shell nuclei [15-19] and their vicinity before extending to semi-magic
isotopic chains with the development of the Multi-Reference IMSRG [20, 21] and Gor’kov SCGF
[22, 23] techniques, and just a couple of years later, the use of CC [24, 25] and IMSRG [26, 27]
techniques to construct valence-space interactions opened all nuclei that were amenable to Shell
Model calculations for exploration. Owing to very recent developments that extend these combined
approaches to multi-shell valence spaces, the open region between the nickel and tin isotopic chain
is poised to be filled in rapidly [28]. Development of the no-core versions of these methods has
continued as well, and made direct calculations for intrinsically deformed nuclei possible [29].
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Ab initio Nuclear Many-Body Theory

The growing reach of ab initio many-body methods made
it possible to confront chiral NN+3N forces with a wealth of
experimental data, revealing shortcomings of those interactions
and sparking new efforts toward their improvement. There were
other surprises along the way, some good, some bad. Due to the
benchmarking capabilities and further developments in many-
body theory, we are now often able to understand the reasons
for the failure of certain calculations (see, e.g., reference [27])—
hindsight is 2020, as they say’.

The present collection of Frontiers in Physics contributions
provides us with a timely and welcome opportunity to attempt a
look back at some of the impressive results from the past decade
and the developments that brought us here, as well as a look
ahead at the challenges to come as we enter a new decade.

Let us conclude this section with a brief outline of the
main body of this work. In section 2, I will discuss the main
ingredients of modern nuclear many-body calculations: The
input interactions from chiral EFT, the application of the SRG
to process Hamiltonians and operators, and eventually a variety
of many-body methods that are used to solve the Schrodinger
equation. I will review key ideas but keep technical details to a
minimum, touching only upon aspects that will become relevant
again later on. Section 3 presents selected applications from the
past decade, and discusses both the advances they represent as
well as open issues. This will provide a starting point for section
4, which presents ideas for addressing the aforementioned issues
and highlights important directions for the next decade.

Naturally, the discussion in sections 3 and 4 is highly
subjective. While this work grew from a more restricted scope
into a rambling, albeit not random, walk through the landscape
of modern nuclear many-body theory, it still cannot encompass
the field in its entirety. The upside is that this reflects the breadth
of ideas that are being pursued by the ab initio nuclear theory
community, including those with cross-disciplinary impact, as
well as our community’s ability to attract junior researchers. The
downside is that the present work can only scratch the tip of the
iceberg of impressive results from the past decade. I hope that the
readers will use it as a jumping-off point for delving into the cited
literature, including the contributions to this volume.

2. PLAYERS ON A STAGE: ELEMENTS OF
NUCLEAR MANY-BODY THEORY

2.1. Interactions From Chiral Effective Field

Theory

Quantum Chromodynamics (QCD) is the fundamental theory
of the strong interaction between quarks and gluons. One of its
characteristic features is that the strong coupling, which governs
the strength of interaction processes, is sufficiently small to
allow perturbative expansions at high energies, but large in the
low-energy domain relevant for nuclear structure and dynamics
[30, 31]. This makes the description of all but the lightest
nuclei at the QCD level ineflicient at best, and impossible at
worst. However, strongly interacting matter undergoes a phase

!"This exhausts my contractually allowed contingent of 2020 vision puns, I swear.

transition that leads to the confinement of quarks in composite
hadronic particles, like nucleons and pions. These particles can
be used as the degrees of freedom for a hierarchy of EFTs that
describe the strong interaction across multiple scales.

Following Weinberg [32, 33], one can construct effective
Lagrangians that consist of interactions that are consistent with
the symmetries of QCD and organized by an expansion in
(Q/A). Here, Q is a typical momentum of the interacting
system, and A is the breakdown scale of the theory, which
is associated with physics that is not explicitly resolved. In
chiral EFT with explicit nucleons and pions, A = A, is
traditionally considered to be in the range 700 — 1000 MeV,
although newer analyses of observable truncation errors using
Bayesian methods favor slightly lower values [34-36]. From a
chiral EFT Lagrangian, one can then construct a systematic
low-momentum expansion of nuclear interactions, as shown in
Figure 2 (see references [2, 3, 32, 37, 39]). These interactions
consist of (multi-)pion exchanges between nucleons, indicated by
dashed lines, as well as nucleon contact interactions. The different
types of vertices are proportional to the low-energy constants
(LECs) of chiral EFT, which encode physics that is not explicitly
resolved because it involves either a high momentum scale or
excluded degrees of freedom. Eventually, one hopes to calculate
these LECs directly from the underlying QCD either through
matching or renormalization group evolution of the couplings
(see section 2.2), but at present, the LECs are fit to experimental
data [3, 4, 39-41].

The power counting scheme shown in Figure2 vyields
consistent two-, three- and higher many-nucleon interactions,
and explains their empirical hierarchy, i.e., VNn > Van > Van >
.. .. Moreover, one can readily extend the chiral Lagrangian with
couplings to the electroweak sector by gauging the derivatives. In
this way, nuclear interactions and electroweak currents depend
on the same LECs, and one can use electroweak observables to
constrain their values [42-45]. Last but not least, the existence of
a power counting scheme offers inherent diagnostics for assessing
the theoretical uncertainties that result from working at a given
chiral order [34-36]. This is especially useful since issues relating
to the regularization and renormalization of these interactions
remain (see, e.g., references [2, 46-51] and section 4.4).

2.2. The Similarity Renormalization Group
Renormalization group methods are a natural companion to the
hierarchy of EFTs for the strong interaction. They provide the
means to systematically dial the resolution scales and cutoffs of
these theories, and this makes it possible, at least in principle,
to connect the different levels in our hierarchy of EFTs. The
RGs also expand the diagnostic toolkit for assessing the inherent
consistency of EFT power counting schemes, e.g., by tracing
the enhancement or suppression of specific operators, or by
identifying important missing operators.

In nuclear many-body theory, the SRG has become the
method of choice. In contrast to Wilsonian RG [52], which
is based on decimation, i.e., integrating out high-momentum
degrees of freedom, SRGs decouple low- and high-momentum
physics using continuous unitary transformations. Note that this
concept is not limited to RG applications: we can construct
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FIGURE 1 | Progress in ab initio nuclear structure calculations over the past decade. The blue arrow indicates nuclei that will become accessible with new advances

N

transformations that adapt a many-body Hamiltonian or other
observables of interest to our needs, e.g., to extract eigenvalues
[11, 53], or impose specific structures on the operator [1, 26, 27,
54, 55].

We define the flowing Hamiltonian

H(s) = U(s)H(0)U(s), (1)

where H(s = 0) is the starting Hamiltonian, and the flow
parameter s parameterizes the unitary transformation. Instead of
making an ansatz for U(s), we take the derivative of Equation (1)
and obtain the operator flow equation

d
d_H(S) = [}”(S), H(S)] > (2)
S

where the anti-Hermitian generator 7(s) is related to U(s) by

du(s
n(s) = d( L ut(s) = —n'(s). 3)

We can choose 7(s) to achieve the desired transformation of the

Hamiltonian as we integrate the flow Equation (2) for s — oo.
Wegner [56] originally proposed a class of generators of the form

n(s) = [Ha(s), Hoa(s)] » 4)

that is widely used in applications, although it gives rise to stiff
flow equations, and more efficient alternatives exist for specific
applications [1, 11, 53]. Wegner generators are constructed by
splitting the Hamiltonian into suitably chosen diagonal (H(s))
and off-diagonal (H,4(s)) parts. These labels are a legacy of
applying this generator to drive finite-dimensional matrices
toward diagonality. For our purposes, they reflect the desired
structure of the operator in the limit s — oco: We want to keep
the diagonal part and drive H,;(s) to zero by evolving it via
Equation (2) (see references [1, 11, 53, 56, 57]).

To implement the operator flow equation (23), we need to
express 1)(s) and H(s) in a basis of suitable operators {O;};eN,

n(s) =Y mi(s)0;, (5)

H(s) = Y Hi(s)0i(s), (6)

where 7;(s) and H;(s) are the running couplings of the operators.
If the algebra of the operators O; is closed naturally or with some
truncation, we have

(05,01 = ) " cjwOx (+...) (7)

k
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FIGURE 2 | Chiral two-, three-, and four nucleon forces through next-to-next-to-next-to-leading order (N3LO) (see, e.g., [2, 37, 38]). Dashed lines represent pion
exchanges between nucleons. The large solid circles, boxes and diamonds represent vertices that are proportional to low-energy constants (LECs) of the theory (see

and Equation (2) becomes a system of flow equations for the
coupling coefficients:

d
%Hi(s) :fi(c> )](S),H(S)), (8)

where the bold quantities collect the algebra’s structure constants
and the running couplings, respectively. From this discussion, it
is clear that the choice of the O; can have a significant effect on
the size of the system of flow equations, as well as the quality of
any introduced truncations.

An important application of the SRG in nuclear many-body
theory is the dialing of the operators’ resolution scales. This is
achieved by using the Wegner-type generator

n() = [T,H)] €

to band-diagonalize the Hamiltonian in momentum space, and
thereby decouple low- and high-momentum physics in the
operators and eigenstates. As indicated in Equation (9) the flow

is typically re-parameterized by » = s~!/4, which characterizes
the width of the band in momentum space and controls the
magnitude of the momentum transferred in an interaction
process. For example, |k; — k¢| < A in a two-nucleon system
1, 58].

Nowadays, the momentum space evolution is regularly
performed for two- and three-nucleon forces [1, 59-62]. In light
of the previous discussion, it can be understood as choosing the
operator basis

Tt tot T

B= {a;aq, Ay a5, Aya,0a, Aydtds

pagdsdr: @ (10)

.. ~}pqrstu...€N >
with creation and annihilation operators referring to
(discretized) single-particle momentum modes, and truncating
four- and higher-body terms that appear when the commutators
of the basis operators are evaluated. Since the commutator of an
M-body and an N-body operator in the basis (10) acts at least
on K = max(M, N) particles, the SRG evolution is exact for
A < 3 systems under this truncation [59, 61]. It is implemented
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by working with the matrix representations of H(s) in two- and
three-nucleon systems, whose entries correspond to the coupling
constants in our chosen operator basis (cf. Equation 6). For
efficiency, an additional basis change is made to center-of-mass
and relative coordinates.

In principle, the strategy for evolving nuclear interactions
toward some form of “diagonality” could be used to determine
eigenvalues of many-body Hamiltonians, but the computational
cost for dealing either with exponentially growing matrix
representations or induced terms of high particle rank is
prohibitive. This motivates the implementation of the flow
equation with a different choice of basis operators in the In-
Medium SRG (see section 2.3.3).

2.3. Many-Body Methods

Let us now discuss commonly used many-body methods for
solving the nuclear Schrédinger equation. Roughly speaking, they
fall into two categories: configuration space methods that expand
the nuclear eigenstates on a basis of known many-body states,
or coordinate-space methods that work directly with the wave
function and optimize them in some fashion. Our goal is to
use approaches that systematically converge to an exact result,
e.g., by adding more and more particle-hole excitations of a
selected reference state to the many-body basis of a configuration
space, or by exhausting the distribution of meaningful wave
function parameters.

The discussion in the following sections will be light on
mathematical details, which can be found in more specialized
articles and reviews, including other contributions to the present
volume. The goal is to review only certain ideas that will become
relevant later on.

2.3.1. The Many-Body Problem in Configuration
Space

Let us briefly discuss the general setup of the configuration-
space approaches. We choose a single-particle basis, e.g., the
eigenstates of a harmonic oscillator, and use it to construct a
basis of Slater determinants for the many-body Hilbert space.
Usually, the many-body basis is organized by selecting a reference
state |®) and constructing its particle-hole excitations in order
to account for the natural energy scales of the system under
consideration. For further use, we define

={al.. .a.. }|®),

|®7) = {ag (11)
where particle (a,b,...) and hole (i,,...) indices run over
unoccupied and occupied single-particle states, respectively?.
The parentheses indicate that the strings of creation and
annihilation operators are normal ordered with respect to the

reference state. They are related to the original operators by

+

afag = (alag) + Cyp, (12)
a;a;rasar = {a;a;asar} + Crp{a;ras} - Csp{a:;ar} (13)

+ qu{a;ar} - er{a;as} + CipCsq — CspCrq >

2This labeling scheme is commonly used in chemistry [63], and it is used with
increasing frequency in nuclear physics as well.

where the indices p, g, ... run over all single-particle states, and
the contractions are defined as

Cop = (®| afay |®) = pgp (14)

(see, e.g., references [11, 53] for more details).
Let us now consider a Hamiltonian containing up to two-body
interactions, for simplicity. In normal-ordered form, it is given by

1
H=E,+ Zﬁ,q{a;aq} + Z Z qurs{a;a;asar} > (15)

paq pars

where E is the energy expectation value of the reference state,
while f and I' are the mean-field Hamiltonian and residual
two-body interaction, respectively [11, 53]. Our task is to
solve the many-body Schrodinger equation for this Hamiltonian
to determine its eigenvalues and eigenstates, either in an
approximate fashion or by exactly diagonalizing its matrix
representation, which is shown in Figure 3A.

2.3.2. Many-Body Perturbation Theory
Many-Body Perturbation Theory (MBPT) is the simplest
configuration-space approach for capturing correlations in
interacting quantum many-body systems. It has enjoyed
widespread popularity in treatments of the many-electron system
since the early days of quantum mechanics, and it comes in
a myriad of flavors (see, e.g., reference [64] and references
therein). A major factor in its success is that the Coulomb
interaction is sufficiently weak to make perturbative treatments
feasible. Applications in nuclear physics had long been hindered
by the strong short-range repulsion and tensor interactions in
realistic nuclear forces, despite the introduction of techniques
like Brueckner’s G matrix formalism that were meant to resum
the strong correlations from these contributions [65-68]. These
issues were overcome with the introduction of the SRG evolution
to low resolution scales, which makes nuclear interactions
genuinely perturbative, albeit at the cost of inducing three-and
higher many-body interactions [1]. As a consequence, MBPT has
undergone a renaissance in nuclear physics in the past decade
[69], leading to efficient applications for the computation of
ground-state properties [5, 6, 70] and the construction of effective
Shell Model interactions and operators (see, e.g., references [71-
74], or the reviews [75, 76], and references therein). These
successes have also motivated the development of novel types of
MBPTs [69, 77, 78].

In a nutshell, MBPT assumes that the Hamiltonian can be
partitioned into a solvable part Hy and a perturbation Hy,

H = Hy + Hj, (16)

which then allows an order-by-order expansion of its eigenvalues
and eigenstates in powers of Hj, usually starting from a mean-
field solution. In the Rayleigh-Schrédinger formulation of MBPT,
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FIGURE 3 | Decoupling of particle-hole excitations from a OpOh reference state: the schematic matrix representation of the initial Hamiltonian Ho (A) and the
transformed Hamiltonians obtained from IMSRG (B) and CC (C), respectively (see text for details).

(il Hoe 1g)

which is widely used for its convenience,

+Z<HO_ ) @), 17)
_ O H \"
E=E +Z(<I>|H1 Fogw) 1o ®

n=0

where E(© is the unperturbed energy. If we assume that
the reference Slater determinant |®) has been variationally
optimized by solving the Hartree-Fock equations, Ep in
Equation (15) is the Hartree-Fock energy and f is diagonal. Then
we can introduce the so-called Moller-Plesset partitioning,

1
T
£ Pl

pqgrs

H; = a;asar} , (19)

Hy = Ey+ pr{a;rap} N
p

and note that the Slater determinants of the basis introduced in
section 2.3.1 are eigenstates of Hy:
a...
Hy |®5)

= (Bo +fa + (20)

c—fim ) 1@E).
The eigenvalues of Hy then become the unperturbed energies
appearing in Equations (17), (18), and the energy including
a finite number of correction terms can be evaluated
straightforwardly. For example, the ground-state energy
through second order is given by

|Fah1]|

Zfa +h—fi—fi

abij

(21)

For a more detailed discussion, we refer to reference [69] and
references therein.

The expression (21) can serve to illustrate both advantages
and drawbacks of an MBPT treatment of nuclei. We see that
the second-order energy can be evaluated very efficiently, since

it requires a non-iterative calculation whose computational
effort scales polynomially in the single-particle basis size N,
namely as O(N*). The reason is that the construction of the
Hamiltonian matrix (Figure 3A) can be avoided. In fact, the
computational scaling is even more favorable, because we can
distinguish particle and hole states and achieve O(N;Nﬁ), and we
typically have N, ~ A <« N,. Although there is a proliferation
of terms with increasing order [63, 69, 79], MBPT is still
fundamentally polynomial and therefore more efficient than
an exact diagonalization, whose cost scales exponentially with
N. It is also clear from Equation (21) that the expansion of
the exact eigenvalue will break down if one (or more) of the
energy denominators become small due to (near-)degeneracies
of the unperturbed energies. Thus, MBPT works best for ground
states in systems with a strong energy gap, i.e., closed-shell
nuclei, although extensions for more complex scenarios exist (see
references [63, 68, 69] and references therein). A noteworthy
new development is Bogoliubov MBPT, in which particle number
symmetry is broken and eventually restored [77, 80, 81].

As mentioned at the beginning of this section, MBPT can
be used to derive effective interactions and operators. The
primary tool for such efforts is the Q-box or folded-diagram
resummation of the perturbative series (see references [75, 76, 82]
and references therein).

2.3.3. In-Medium Similarity Renormalization Group

As already mentioned in our discussion of the SRG in section
2.2, we could envision applying SRG techniques not only
to preprocess the nuclear interactions, but also to compute
eigenvalues and eigenstates. For all but the lightest nuclei,
applying the SRG to the Hamiltonian matrix is hopeless, so we
work with the operators instead.

Let us again consider the matrix representation shown in
Figure 3A. We want to design a transformation that will
decouple the one-dimensional OpOh block in the Hamiltonian
matrix, spanned by a reference state Slater determinant |®), from
all excitations as the flow equation (2) is integrated. The matrix
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element in this block will then be driven toward an eigenvalue (up
to truncation errors), and the unitary transformation becomes
a mapping between the reference Slater determinant and the
exact eigenstate (see below). In principle, we could use a suitably
chosen reference to target different eigenstates, e.g., by taking
references which are expected to have a large overlap with the
target state (see section 10.3 in reference [58]). In practice, we
usually target the ground state by using a Hartree-Fock Slater
determinant as our reference.

To implement the operator flow, we need to choose an
operator basis to express H(s) and the generator 7(s). Instead
of using the basis (10), we switch to operators that are normal
ordered with respect to the reference state |®):

B = [{a;raq}, {a;aTaSa,}, {a;a;a;rauatas}, .. } (22)

1 pqrstu...eN '
Commutators of these operators can feed into terms of lower
particle rank: For instance, a commutator of M-body and
N—body operators generates |M — N|-body through (M +
N — 1)-body operators, while the lower bound for the basis
(10) is max(M, N) (cf. section 2.2). As a result, the complexity
of the flow equations for the operators’ coupling coefficients
increases due to the appearance of additional terms that depend
on the contractions introduced in Equations (12) and (13).
These contractions translate into density matrices (or occupation
numbers)—hence the name In-Medium SRG. At the same time,
we achieve a reduction of the truncation error because only the
residual, contraction-independent parts of the operators (12) and
(13) are omitted. In the majority of applications to date, we
truncate all operators and their commutators at the two-body
level, defining the IMSRG(2) truncation scheme. More details can
be found in references [11, 53, 58, 76].

In the chosen basis we now identify the parts of the
Hamiltonian that are responsible for coupling the reference
state to 1plh and 2p2h excitations, and define the off-diagonal
Hamiltonian (cf. 2.2) as

Hyy = me-{alai} + i Z Fabij{aZaZajai} +H.c.. (23)
ai abij

We use this H,; to construct a generator, either using Wegner’s
ansatz (4) or an alternative choice [11, 53]. Plugging the
generator into the operator flow equation (2), we obtain a
system of flow equations for the energy E(s) and the coefficients
Jpq(8)s Upgrs(s), ... (cf. Equation 8 and references [11, 53, 76]).
By integrating these flow equations, we evolve the Hamiltonian
operator so that its matrix representation assumes the shape
shown in Figure 3B. We note that the suppression of H,; not
only leads to the desired ground-state decoupling, but also
eliminates the outermost band in the Hamiltonian matrix. This
simplification makes the evolved Hamiltonian an attractive input
for other approaches, e.g., configuration interaction (CI) or
equation-of-motion methods (see references [27, 29, 76, 83-86]
and discussion below).

Valence-space IMSRG. Soon after introducing the IMSRG in
nuclear physics [87], Tsukiyama, Bogner, and Schwenk proposed

the use of the IMSRG flow to derive Hamiltonians (and other
effective operators) for use in nuclear Shell Model calculations
[88]. This is achieved by partitioning the single-particle basis
into core, valence, and beyond-valence states, normal ordering
all operators with respect to a Slater determinant describing the
closed-shell core, and extending the definition of the off-diagonal
Hamiltonian (23) to include all terms that couple valence and
non-valence states. The eigenvalue problem for the evolved
Hamiltonian can then be solved in the valence space with widely
available Shell model codes [89-93]. After a study of the oxygen
isotopic chain revealed an increasing overbinding away from the
chosen core [26], we adopted a normal-ordering scheme that uses
an ensemble of Slater determinants to account for partially filled
shells in open-shell nuclei [27, 54]. This improved operator basis,
along with the valence decoupling procedure and subsequent
Shell Model diagonalization defines what is nowadays called
the valence-space IMSRG (VS-IMSRG)—see reference [76] for a
recent review.

Correlated reference states and multi-reference IMSRG.
Another important development was the extension of the
IMSRG formalism to correlated reference states, in the so-called
Multi-Reference IMSRG (MR-IMSRG) [20, 53, 58]. The unitarity
of the IMSRG transformation allows us to control to what extent
correlations are described by either the Hamiltonian or the
reference state. We can see this by considering the stationary
Schrédinger equation and applying U(s):

[VHU O] U6 W0 = BUG 0. @4

The transformation shifts correlations from the wave
function into the evolved, RG-improved Hamiltonian
H(s) U(s)HUT(s), and any many-body method that uses
this Hamiltonian as input now needs to describe U(s) |Wy),
which should be less correlated than the exact eigenstate |Wy).
In the extreme cases, U(s) = 1 and the wave function carries
all correlations, or U(s) has shifted all correlations into the
Hamiltonian and |®) = U(s) | W) is a simple Slater determinant.

Correlated reference states can be particularly useful for the
description of systems with strong static or collective correlations,
like open-shell nuclei with strong intrinsic deformation or
shape coexistence. Reference states that describe these types
of correlations efficiently, e.g., through symmetry breaking and
restoration (also see section 2.3.4), are an ideal complement to
the IMSRG transformation, which excels at capturing dynamic
correlations, involving the excitation of a few particles up to
high energies. This complementarity is schematically illustrated
in Figure 4: Collective correlations that would require as much
as an IMSRG(A) calculation in the conventional approach are
built into the reference state, and an MR-IMSRG(2) calculation
is sufficient to treat the bulk of the dynamical correlations in
the system.

Reference state correlations are built into the MR-IMSRG
framework by using a generalized normal ordering [53, 94, 95]
that is extended with contractions of higher rank, namely the
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¢ ————MR-IMSRG(2) ———

FIGURE 4 | Schematic view of correlations in nuclei. Solid circles indicate
nucleons, transparent circles hole states, and dashed ellipses indicate
correlations between nucleons. Certain 2p2h, 3p3h and higher correlations
(indicated in blue) are built into a correlated wave function that then serves as
the reference state for an MR-IMSRG(2) calculation (capturing correlations
indicated in red), while up to an IMSRG(A) calculation would be needed for an
equivalent description in the conventional framework.

irreducible k-body density matrices »():

(25)
(26)

Apq = Ppq>
Apgrs = Ppgrs — PprPgs + PgrPps >

etc. The irreducible densities matrices encode the correlation
content of an arbitrary reference state |®), hence they vanish
for Slater determinants. While the basis of normal-ordered
operators superficially is the same as in the conventional
IMSRG, shown in Equation (22), the inclusion of the irreducible
densities (cf. Equations 12 and 13) equips the basis with the
capability to describe the correlations that are present in the
reference state, which in turn should help to reduce MR-IMSRG
truncation errors. To understand this, let us assume that we
know the ground state of our system, and we normal order the
Hamiltonian with respect to this correlated state. Then the zero-
body part of the normal ordered Hamiltonian already is the
exact ground-state energy, and the normal-ordered one-, two-,
and higher-body parts do not matter at all for our result, and
neither does their evolution under an exact or truncated MR-
IMSRG flow. Thus, the better the reference state matches the
ground state, the less work the MR-IMSRG evolution and any
subsequent many-body method have to do to obtain the correct
ground-state energy.
Computational scaling and Magnus expansion. The
computational scaling of all three IMSRG flavors discussed
here—traditional, VS-IMSRG, and MR-IMSRG—is governed
by the truncation scheme. If we truncate operators and
commutators at the two-body level, as briefly mentioned
above, the number of flow equations scales as O(N*) with the
single-particle basis size N, and the computational effort for
evaluating the right-hand sides as O(N®). This holds despite
the greater complexity of the MR-IMSRG flow equations, which
contain terms containing irreducible two- and higher-body
density matrices.

Any observables of interest must, in principle, be evolved
alongside the Hamiltonian for consistency, which would create

a significant overhead. In practice, we can address this issue by
using the so-called Magnus formulation of the IMSRG [58, 76,
83, 96]: Assuming that the IMSRG transformation can be written
as an explicit exponential, U(s) = exp €2(s), we can solve a single
set of flow equations for the anti-Hermitian operator 2(s) instead
of evolving observables separately. All operators of interest can
then be computed by applying the Baker-Campbell-Hausdorft
expansion to O(s) = exp[2(s)]O exp[—(s)].

IMSRG hybrid methods. As noted earlier in this section, the
conventional IMSRG evolution makes the matrix representation
of the Hamiltonian more diagonal by suppressing couplings
between the npnh excitations of the reference state. This implies a
decoupling of energy scales of the many-body system, analogous
to the decoupling of momentum scales by the free-space SRG,
although there are differences in detail that are associated with
the operator bases in which the flow is expressed (cf. Equations 10
and 22).

From this realization, it is not a big step to consider using the
IMSRG to construct RG-improved Hamiltonians for applications
in other methods, defining novel hybrid approaches. In fact, even
the original IMSRG formulation can be understood from this
perspective: The evolution generates a Hamiltonian that yields
the exact ground-state energy (up to truncations) in a Hartree-
Fock calculation, except the HF equations are automatically
satisfied for the evolved H, and we can read off the ground-state
energy directly. The same Hamiltonian can then be used as input
for EOM methods to compute excitation spectra [83]. Likewise,
the VS-IMSRG produces an RG-improved Hamiltonian that
serves as input for a Shell Model diagonalization.

Applying the same logic as in the VS-IMSRG case, the
IMSRG has been merged with the No-Core Shell Model
(NCSM, see section 2.3.6) into the In-Medium NCSM [84,
97]. In this approach, the IMSRG improves the Hamiltonian
with dynamical correlations from high-energy few-nucleon
excitations that would require enormously large model spaces
in the conventional NCSM, and the exact diagonalization in
a small model space describes the dynamics of many-nucleon
excitations. The NCSM as the “host” method is rooted in the
same particle-hole expansion picture as the IMSRG itself, but
this is not a requirement. Another new hybrid method is the In-
Medium Generator Coordinate Method (IM-GCM), which relies
on the GCM as a host method to capture collective correlations
[29, 85, 86]. In this approach, a many-body basis is generated
by restoring the symmetries of mean field solutions with various
types of shape and gauge configuration constraints, which is very
different from the particle-hole excitation basis discussed so far.

2.3.4. Coupled Cluster Methods

The Coupled Cluster (CC) method [12, 63] is an older cousin of
the IMSRG approach. It can also be understood as a decoupling
transformation of the Hamiltonian, but in contrast to the
IMSRG, it relies on a non-unitary similarity transformation
(see Figure 3). Traditionally, CC is motivated by an exponential
ansatz for the exact wave function of a system,

|Wee) = e |®), 27)
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where |®) is a reference Slater determinant, and T is
the so-called cluster operator. This operator is expanded on
particle-hole excitations,

T= Z tai{a;a,‘} + % Z tabij{a;ralrajai} +..., (28)
ph abij

with the cluster amplitudes tai, tpij, - - .. In practical applications,
the T is truncated to include up to 2p2h (CC with Singles and
Doubles, or CCSD) or 3p3h terms (CCSDT, including Triples).
Various schemes exist for iteratively or non-iteratively including
subsets of Triples [12, 63, 98-100]. When it acts on the reference
state |®), el admixes arbitrary powers of few-particle, few-hole
excitations. Note, however, that the cluster operator T is not anti-
Hermitian because it lacks de-excitation operators, and therefore
el is not unitary.

The cluster amplitudes are determined by demanding that the
transformed Hamiltonian,

Hee = e THe', (29)
does not couple the reference to 1plh and 2p2h states
(see Figure3). Using notation introduced in section 2.3.1,
the decoupling conditions lead to the following system of
non-linear equations:

(@] e~ THe! |®) = Ecc, (30)
(Y] e THeT |®) =0, (31)
(@5l e”THe" |@) = 0. (32)

Here, Ecc is the CC ground-state energy, which corresponds
to the one-dimensional block in the upper left of Figure 3C
and is analogous to the zero-body part of the IMSRG-evolved
Hamiltonian, as discussed in the previous section. The other
blocks in the first column of the matrix vanish because of the CC
Equations (30)-(32).

Since the CC transformation is non-unitary, one needs
to be careful when one evaluates observables using the
CC wave function, or uses Hcc as input for equation-
of-motion calculations or other applications [12, 63]. For
instance, the non-Hermiticity of Hcc forces us to consider
left and right eigenstates separately. This is a drawback
compared to unitary transformation methods like the
IMSRG. Coupled Cluster also has advantages, though: For
instance, the Baker-Campbell-Hausdorft expansion appearing
in Equations (30)-(32) automatically terminates at finite order
because the cluster operator only contains excitation operators.
For the same reason, Equation (31) will automatically solve
the Hartree-Fock equations, so any Slater determinant is
equally well-suited as a reference state, while MBPT, IMSRG,
and even exact diagonalization approaches exhibit (some)
reference-state dependence.

Symmetry breaking and collective correlations. While most
applications of CC theory in nuclear physics have enforced and
exploited spherical symmetry, the capabilities for performing
M-scheme calculations that allow nuclei to develop intrinsic

deformation have existed for more than a decade. This is a
more natural approach for capturing collective correlations than
the construction of Triples, Quadruples (4p4h), and ever higher
particle-hole excitations of a spherical reference (cf. section
2.3.3). Converging such calculations is challenging because the
single-particle basis typically grows by an order of magnitude
or more, and the broken symmetries must eventually be
restored. The formalism for symmetry restoration in CC has
been developed in references [101-104]. In fact, the work of
Duguet et al. forms the basis of recent works on symmetry
breaking and restoration in MBPT [77, 80, 81]. Applications are
currently underway.

Shell-model CC. Like the IMSRG, the CC framework can be used
to construct effective interactions and operators for Shell model
calculations. Initial work in that direction applied Hilbert space
projection techniques (cf. section 2.3.6) to construct a so-called
CC effective interaction (CCEI) [24, 105], but the construction of
the model spaces via Equation-of-Motion CC methods proved
to be computationally expensive. The CCEI approach is now
superseded by the Shell Model CC method [25], which applies
a second similarity transformation to Hcc in Fock space, similar
to VS-IMSRG decoupling (cf. section 2.3.3).

Unitary CC. While almost all applications of CC in nuclear
physics use the traditional ansatz (27), unitary CC (UCC)
approaches that parameterize the wave function as [Wycc) =
-1 |®) have been used in numerous studies in quantum
chemistry (see, e.g., [106, 107]). Unitary CC wave functions
have also become a popular ansatz for the Variational Quantum
Eigensolver (VQE) algorithm on current and near-term quantum
devices [108, 109]. It is also worth noting that the recently revived
Unitary Model Operator Approach (UMOA) is closely related to
UCC[110, 111].

2.3.5. Self-Consistent Green’s Functions
Self-Consistent Green’s Function (SCGF) theory is another
prominent approach for solving the nuclear many-body
problem with systematic approximations [112-115]. The Green’s
Functions in question are correlation functions of the form

Gars = (W Tlap(ty)ag(ty) . .. al(t)al ()] 1WE),  (33)

which describe the propagation of nucleons in the exact ground
state |W4') of the system. Using Wick’s theorem, the exact A-body
propagator (33) can be factorized into products of irreducible
one-, two-, etc. propagators, similar to the decomposition of
density matrices briefly touched upon in section 2.3.3. One can
then formulate coupled equations of motion for propagators, and
introduce truncations to obtain polynomially scaling methods,
again somewhat analogous to IMSRG and CC. We must remain
aware that the propagators of SCGE the induced operators of
IMSRG, and the CC amplitudes are all different objects, and
while their definitions may make the seem complementary to
each other, there are subtle distinctions. One of these is that
the g are formally defined with respect to the exact wave
function, while IMSRG and CC use definitions with respect to a
reference state.
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Practical implementations of the SCGF technique usually
work with the Fourier transforms of the propagators to the energy
domain. One needs to solve integral equations of motion of
the form

g=29 +gZ2g, (34)

where gy is the propagator of the non-interacting system and
% a kernel that encodes the particles interactions, which is
constructed using diagrammatic techniques. For example, the
one-body propagator is obtained by solving

gpq(w) = g;(;(;)(w) + Zg}gg)zrs(w)gsq > (35)

rs

the so-called Dyson equation. From this propagator, one can
compute the one-body density matrix

do

o = Wi lafa 9) = [ (), GO

+ 2mi

where CT indicates an integration contour in the complex upper
half plane. Higher-body density matrices are connected to the
corresponding higher-body propagators in analogous fashion.
Using the density matrices, one can then evaluate any operator
expectation values of interest. For more details, we refer to the
contributions [10, 115] to the present volume, and the works
cited therein.

Current applications of SCGF techniques in nuclear physics
make use of the so-called Algebraic Diagrammatic Construction
(ADC) scheme, with increasing orders, denoted by ADC(n),
converging to an exact solution. For closed-shell nuclei,
calculations up to ADC(3) are be performed regularly, which
contain correlations that are roughly comparable to IMSRG(2)
with a perturbative 3p3h correction (see section 2.3.3 and
references [83, 86, 116]) and CCSD(T) (cf. section 2.3.4). Soma
and collaborators have extended the ADC scheme to open-
shell nuclei by using Gor’kov Green’s Functions with explicitly
broken particle number symmetry [117, 118]. Applications of
this framework have used a self-consistent second-order scheme,
denoted Gor’kov-ADC(2), and the extension to Gor’kov-ADC(3)
as well the integration of particle-number projection to restore
the broken number symmetry are in progress [80, 114].

While the computation of the Green’s Functions tends to be a
more involved task than solving the IMSRG flow equations or CC
amplitude equations, the propagator contains more information
from a single computation than these other methods. For
instance, one can immediately extract spectral information about
the neighboring nuclei and the response of the system [119,
120], which requires the application of additional techniques
in the IMSRG [83] and CC approaches [12, 121, 122], or,
indeed, the computation of the Green’s Function using similarity-
transformed operators. Furthermore, the kernels of the equations
of motion (34) are energy-dependent effective interactions that
govern the dynamics of (few-)nucleon-nucleus interactions. For
example, the one-nucleon self-energy in Equation (35) is an ab
initio version of an optical potential, as used in reaction theory
[123-125]. We will return to this discussion in section 4.5.

2.3.6. Configuration Interaction Approaches

No-core configuration interaction methods. The most
straightforward but also most computationally expensive
approach to solving the many-body Schrodinger equation is to
exactly diagonalize the Hamiltonian in a basis of many-body
states. In general, we refer to such approaches as No-Core
Configuration Interaction (NCCI). “No core” makes it explicitly
clear that all nucleons are treated as active degrees of freedom, in
contrast to the nuclear Shell model discussed below.

In light nuclei, the exact diagonalization can be directly
formulated in Jacobi coordinates, using translationally invariant
harmonic oscillator [126] or hyperspherical harmonic wave
functions [127, 128]. Since the construction of the basis states
themselves and the matrix representation of the Hamiltonian
becomes increasingly complicated and computationally
expensive as the particle number grows, one eventually has to
switch to Slater determinants in the laboratory system, using a
construction along the lines discussed in section 2.3.1.

A common choice for the single-particle basis in the

laboratory system are spherical harmonic oscillator (SHO) states,
because they allow an exact separation of center-of-mass and
intrinsic degrees of freedom provided one uses an energy-based
truncation for the model space [129, 130]. These choices define
what we specifically call the No-Core Shell Model (NCSM). A
disadvantage of using SHO orbitals is that they are not optimized
to the energy scales of specific nuclei, and they are poorly suited
for describing physical features like extended exponential wave
function tails. Other popular choices are Hartree-Fock single-
particle states, and perturbatively [131] or non-perturbatively
enhanced natural orbitals [132-134]. Model spaces built on
these bases no longer guarantee the separation of center-of-
mass and intrinsic coordinates, but fortunately, center-of-mass
contaminations either remain small automatically [135], or they
can be suppressed using techniques like the Lawson method
[136].
Importance truncation and symmetry adaptation. As indicated
above, the main issue with exact diagonalization approaches is the
exponential (or greater) growth of the Hilbert space dimension,
which is proportional to (IX) with single particle basis size N and
particle number A. A variety of strategies can be used to address
this often-quoted “explosion” of the basis size. One direction is to
avoid the construction of the full model space basis by applying
importance-based truncation or sampling methods, leading to
the Importance-Truncated NCSM [9] or Monte-Carlo (No-Core)
Cl approaches [137, 138].

Another important research program is the exploration of
many-body states that are constructed from the irreducible
representations (irreps) of the symplectic group Sp(3,R), which
describes an approximate emergent symmetry of finite nuclei
[139, 140]. An exact diagonalization in such a symmetry-adapted
basis will offer a much more efficient description of nuclear
states with intrinsic deformation than the conventional NCSM,
which would need to use massive model spaces with many-
particle-many-hole excitations. This reduction of the model
space dimensions also allows such symmetry-adapted NCSM
[139, 140] and NCCI approaches [141] to reach heavier nuclei
than the conventional versions.
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Interacting nuclear shell model with a core (valence CI). Instead
of treating all of the nucleons as active, one can also factorize
the nuclear wave function by introducing an inert core and only
treat the interactions of a smaller number of valence nucleons via
appropriately transformed interactions:

W) = [W)core ® |W)valence - (37)
This, of course, is the traditional nuclear Shell model approach.
Even with the substantial reduction of the single-particle basis
to a relatively small number of valence orbitals, the numerical
cost for an exact diagonalization quickly becomes unfeasible for
many medium-mass and heavy nuclei, especially if one needs
multi-shell valence-spaces to capture complex nuclear structure
features like coexisting intrinsic shapes.

In previous sections, we have discussed how a variety of many-
body methods can be used to derive valence-space interactions,
hence it is not a surprise that this is possible in NCCI
approaches as well. One strategy is to project solutions of no-
core calculations for the core and its neighboring nuclei onto a
valence-configuration space to extract the effective Hamiltonian.
The viability of this approach has been demonstrated in several
publications [142-145], although there are ambiguities in the
extraction of the valence-space Hamiltonian, and the initial
NCCI calculations that serve as input for the projection rapidly
become expensive.

Description of continuum effects and nuclear dynamics. An
important breakthrough in ab initio calculations for light nuclei
has been the merging of the NCSM with resonating group
method (RGM) techniques [130, 146]. This makes it possible
to describe clustered states as well as reactions between light
projectile(s) and targets. In the original NCSM/RGM approach,
compact clusters of nucleons are described by NCSM states,
which are then used to construct a basis of configurations |y;)
that place such clusters at different relative distances. In this basis,
one can then solve the generalized eigenvalue problem, known as
the Griffin-Hill-Wheeler equation [147] in the RGM context:

H V) =EN V), (38)
where H and V are the so-called Hamiltonian and norm kernels.
The latter appears because the chosen basis configurations are
not orthogonal in general. The dimension of Equation (38)
is typically small, certainly compared to the NCSM model
space, but the computation of the kernels is computationally
expensive since it relies on the construction of up to three-body
transition density matrices. In recent years, the NCSM/RGM has
been extended to the NCSM with Continuum (NCSMC), which
accounts for the coupling between the NCSM and RGM sectors
of the many-body basis [130]. It requires solving the generalized
eigenvalue problem

hh\ (@) _ (1) (®

hi)\x) “\nNJ\x)’
where hand 1 are the Hamiltonian and norm kernel in the NCSM
sector (the latter being diagonal), H and A the corresponding

(39)

kernels in the RGM sector (cf. Equation 38), and h and 7 encode
the coupling between the sectors of the basis.

Alternative approaches to the description of continuum effects
in the NCSM are the Single-State HORSE (Harmonic Oscillator
Representation of Scattering Equations) method [148-150], for
which the nomen is omen, as well as the No-Core Gamow
Shell Model (GSM), a no-core CI approach that constructs
Slater determinants from a single-particle Berggren basis [151]
consisting of bound, resonant and scattering states [152-155].

2.3.7. Quantum Monte Carlo
The most commonly used Quantum Monte Carlo (QMC)
techniques in nuclear physics make use of many-body wave
functions in coordinate space representation [156-159]. As such,
they are well-suited for the description of nuclear states with
complex intrinsic structures, and they can readily use interactions
with a high momentum cutoft, as opposed to the configuration
space methods which would exhibit poor convergence in such
cases. This allows QMC calculations to explore physics across
the interfaces of the hierarchy of EFTs for the strong interaction
(cf. sections 2.1 and 4.4), e.g., for processes that explore energies
approaching the breakdown scale of chiral EFT [160-163].
A typical ansatz for a QMC trial state is

|®7) = Fa) |D(b)), (40)
where F(a) is an operator that explicitly imprints correlations
on the mean-field like state |®(b)), and a,b are vectors of
tunable parameters. The first step of most QMC calculations is
a variational minimization of the energy in the trial state,

(@1l H|®r)

(®71P7) ()

n
a,b

followed by an imaginary-time evolution to project out the true
ground state in a quasi-exact fashion:

[Wo) o lim e H=F17 @), (42)

This projection can be implemented using Monte Carlo
techniques in a variety of ways, which gives rise to different
approaches like Green’s Function Monte Carlo (GFMC) or
Auxiliary-Field Diffusion Monte Carlo (AFDMC) [156, 158].

A major challenge in QMC calculations is that most
commonly used algorithms suffer from some form of sign
problem [156, 158]. Many quantities of interest like the wave
functions or local operator expectation values in these wave
functions are not positive definite across their entire domain,
which means that they cannot be immediately interpreted as
probability distributions that the algorithms sample. This is one
of the main reasons why QMC methods can only be used with
Hamiltonians that are either completely local, or have a non-
locality that is at most quadratic in the momenta, e.g., p? or I°.

While QMC applications in ab initio nuclear structure have
been focused on coordinate space, there are a wide variety of
approaches that merge QMC techniques with the configuration
space approaches discussed in previous sections. Examples
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include sampling the intermediate-state summations in MBPT
[164], diagrammatic expansions [165-167], or the coeflicients of
correlated CC [168] or (No-Core) CI wave functions [137, 138,
169-171].

2.3.8. Lattice Effective Field Theory
Lattice methods are nowadays widely used to simulate the
dynamics of non-perturbative field theories on finite space-
time lattices. The most prominent example is Lattice QCD,
but implementations of various Effective Field Theories
on the Lattice have been developed and applied with
impressive outcomes in the past two decades—see, for example,
references [172-175] and references therein, which also provide
pedagogical introductions to Lattice EFT for nuclear systems.

Lattice EFT simulations are built around the partition
function, which is defined for a pure state |\W) as

Z(t) = (V(r =0)|exp (—Hrt) |¥(r =0)). (43)

Here, H is an EFT Hamiltonian, typically truncated at a given
order of the EFT’s power counting scheme. In practice, the
partition function is evaluated as a path integral in which field
configurations are sampled using Monte Carlo techniques. At
large 7, one can extract information about the ground state and
low-lying excited states of the system directly from Z (cf. section
2.3.7), and general expectation values can be evaluated using

1
(O)r = ——(Wol exp(=H7/2) O exp(—Ht/2) Vo).

7 (44)

The use of discretized spatial lattices makes Lattice EFT
particularly suited for the description of nuclear states with
complex geometries like cluster structures [176-178]. Depending
on the size of the lattices, it will also typically require less
computational effort than the imaginary-time evolution of states
that are formulated in continuum coordinates, as in AFDMC or
GFMC (see section 2.3.7). Moreover, the development of the so-
called adiabatic projection method (APM) [179, 180] in recent
years has made it possible to compute scattering cross sections for
reactions of (light) clusters on the lattice. Conceptually, the APM
is reminiscent of the resonating-group method used to describe
reactions in the NCSMC framework discussed in section 2.3.6.
Of course, Lattice EFT is not free of disadvantages, which
are usually caused by the discretization of space(time). The
finite size and lattice spacing are related to infrared (long-range,
low-momentum) and ultraviolet (short-range, high-momentum)
cutofts of a calculation, which need to be carefully considered.
Since the recognition of cutoff scales is an inherent aspect of
EFTs, one can systematically correct for these effects [181, 182].
The discrete lattice also breaks continuous spatial symmetries
that may need to be restored approximately or exactly before
comparisons with experimental data are made [172, 182].

3. THE PAST IS PROLOGUE:
ACHIEVEMENTS IN THE LAST DECADE

In this section, I will discuss selected achievements of the ab
initio nuclear many-body community in the past decade, and

the issues that were encountered in the process. As stated in the
introduction, this selection is subjective, and giving full justice
to the breadth of research accomplishments is beyond the scope
of this work. I hope that the present discussion will serve as an
invitation for further exploration, for which the cited literature
may serve as a useful starting point.

3.1. Benchmarking Nuclear Forces

One of the biggest issues in nuclear theory was the lack
of comparability between different approaches for describing
the structure of medium-mass or heavy nuclei. These nuclei
were well in reach of the Shell Model and nuclear Density
Functional Theory (DFT), but whenever issues emerged, it was
unclear whether they resulted from approximations in the many-
body method, or deficiencies in the effective interactions, i.e.,
the valence-space Hamiltonians or energy density functionals
(EDF). Moreover, one cannot simply perform a valence CI
calculation with an EDE or a DFT calculation with a Shell Model
interaction, because the interactions are tailored to their specific
many-body method.

The development of the RG/EFT and many-body methods
discussed in section 2 has opened up a new era for benchmarking
the same nuclear interactions across multiple approaches, and on
top of that, these methods provide a systematic framework for
analyzing, and eventually quantifying, the reasons for differences
between the obtained results.

One of the earliest testing grounds for ab initio calculations of
medium-mass nuclei was the oxygen isotopic chain, which was
accessible to all of the approaches that emerged at the beginning
of the past decade. Figure 5 shows the ground-state energies of
even oxygen isotopes for the same chiral NN+3N interaction,
obtained with several of the configuration space approaches
introduced in section 2.3. In addition, results for applying various
types of MBPT to the same interaction and nuclei are presented
in reference [69]—I only refrained from including them here
to avoid overloading the figure. As we can see, the ground-
state energies obtained from the different approaches are in
good agreement with each other and with experiment. Since
our results include quasi-exact IT-NCSM values, the deviation
of the other methods’ energies from these values provide us
with an estimate of the theoretical uncertainties due to any
employed truncations, which is on the order of 1-2%. As we
can see from Figure 5, essentially all of the used many-body
methods place the drip line in the oxygen isotopic chain at 2O,
although the signal is exaggerated. Continuum effects that have
been omitted in these calculations would lower the energy of the
260 resonance, which is experimentally constrained to be a mere
18(7) keV above the two-neutron threshold [185], and produce a
very flat trend in the energies toward 280. Similar features were
found in calculations for other isotopic chains and other chiral
interactions [21, 114, 118, 186]. The %O ground state energies
obtained for the employed chiral NN+3N Hamiltonian are also
compatible with a Lattice EFT result that was obtained at a similar
resolution scale [177].

This last comparison shows that some obstacles to the ideal
cross-validation scenario still remain. Since coordinate-space
approaches like Lattice EFT or QMC are truly complementary
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FIGURE 5 | Ground-state energies of the oxygen isotopes for various many-body approaches, using the chiral NN-+3N(400) interaction at A = 1.88fm~" [183]. Details
on the Lattice EFT calculation can be found in reference [177]. Gray bars indicate experimental data [184].

to configuration-space methods, it would be highly desirable
to test the same chiral NN+3N Hamiltonians in both types of
calculations. However, the Hamiltonians used in configuration
space are typically given in terms of harmonic oscillator matrix
elements (especially if SRG evolved) instead of the coordinate-
space operators required by Lattice EFT or QMC calculations.
Furthermore, Lattice EFT and QMC cannot handle all possible
types of non-locality in the Hamiltonian (cf. section 2.3.7),
including the forms generated by the non-local regulators that
are favored for configuration-space Hamiltonians. Conversely,
local chiral interactions that have been constructed explicitly for
QMC applications [4, 158, 187-190] exhibit slow model-space
convergence in configuration-space calculations because they still
tend to require a significant repulsive core at short distance to
describe nucleon-nucleon scattering data, albeit a far weaker one
than interactions like Argonne V18 [191].

3.2. Extending the Reach of ab initio Theory
The reach of ab initio many-body theory has increased
dramatically over the past decade. Figurel illustrates this
growing coverage of the nuclear chart, but it tells only part of
the story. The expansion has happened in many “dimensions”
besides the mass number A, namely by pushing toward exotic
nuclei via improved treatments of the continuum degrees of
freedom, filling in gaps in the coverage that are occupied by
doubly open-shell nuclei with strong intrinsic deformation, and
expanding the types of observables that can be computed from
first principles. Recalling section 3.1, the ongoing push against
the limitations of our many-body approaches will continue to
grow the opportunities for benchmarking current- and next-
generation chiral Hamiltonians.

3.2.1. Pushing the Mass Boundaries

First calculations for selected nuclei and semi-magic isotopic
chains up to tin were already published in the first half of the
last decade [19, 21, 23]. For the most part, they were using a

family of chiral NN+3N interactions that gave a good description
of the oxygen ground-state energies (cf. Figure5) as well as
the spectroscopy of the lower sd-shell region [24, 26]. However,
the same interactions underpredict nuclear charge radii [192],
and start to overbind as we approached the calcium chain
(cf. Figure 7), eventually leading to an overbinding of 1 MeV per
nucleon in tin. While model-space convergence in CC, IMSRG
and SCGF calculations suggested that calculations for heavier
nuclei would have been technically possible, it made little sense
to pursue them.

The growing number of results for medium-mass nuclei and
the problems they revealed motivated a new wave of efforts
to refine chiral interactions. One direction of research aimed
to achieve a simultaneous description of nuclear energies and
radii up to *8Ca by including selected many-body data in the
optimization protocol of the chiral LECs. This work resulted
in the so-called NNLOg, interaction [194]. While NNLOg,¢
definitely improved radii [195], its model-space convergence was
found to become problematically slow already in lower pf-shell
nuclei [114, 196, 197].

Simultaneously with the efforts to develop new interactions,
attention also turned toward an older, less consistently
constructed family of chiral NN+3N interactions that exhibited
reasonable saturation properties in nuclear matter calculations
[198, 199]. These forces are referred to as EMA/A, where A
indicates the resolution scale of the NN interaction, the SRG-
evolved N3LO potential of Entem and Machleidt [200], and
A is the cutoff of an NNLO three-nucleon interaction whose
low-energy constants have been adjusted to fit the triton binding
energy and *He charge radius [198, 199]. In CC calculations for
the nickel isotopes, Hagen et al. demonstrated that the EM1.8/2.0
interaction, in particular, allowed a good description of the
energies of nuclei in the vicinity of 78Ni [196]. As shown in
Figure 6, these findings have been reinforced by subsequent
VS-IMSRG calculations, as well as the experimental observation
of the first excited 27T state in this nucleus [201].
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FIGURE 6 | Energies of the first excited 2* states from VS-IMSRG [201] and
Equation-of-Motion CC [196] calculations for several chiral two- plus
three-nucleon interactions. Experimental values [201, 202] are indicated as
black bars. Data courtesy of J. D. Holt, J. Menéndez, and G. Hagen.

Since this initial application in medium-mass nuclei,
the EMA/A family has seen widespread use in ab initio
calculations due to its empirical quality, although the
Hamiltonian’s theoretical uncertainties are less well-defined
than for interactions that obey the chiral power counting more
rigorously. Indeed the EM1.8/2.0 interaction was used in VS-
IMSRG calculations to produce what is to my knowledge the first
attempt at producing an ab initio mass table for nuclei up to the
iron isotopes [186]. For selected nuclei up to the tin region, it also
yields converged energies for ground and low-lying states that
are in good agreement with experimental data [203, 204]. It also
yields slightly larger radii than previous interactions, although
the underprediction is not eliminated entirely (see references
[195,203] and section 3.2.3).

Multiple applications of the EMA /A Hamiltonians in support
of spectroscopy experiments have been published in recent
years (see, e.g., [197, 205-208]), and additional studies are
underway, including an effort to better understand what makes
the EM1.8/2.0 Hamiltonian so successful. Furthermore, a new
generation of chiral NN+3N interactions is now available for
applications in medium-mass and heavy nuclei [46, 114, 209-
211].

3.2.2. Toward the Drip Lines
Neutron-rich  nuclei are excellent laboratories  for
disentangling the interplay of nuclear interactions, many-
body correlations and the continuum. Thus, data from the
experimental push toward the drip line can offer important
constraints for the refinement of chiral interactions if
the many-body truncations and continuum effects are
under control.

In practice, ab initio results for observables like the absolute
energies of states still exhibit significant scale and scheme
dependence due to truncations that are made in the EFT,

the potential implementation of SRG evolutions, and the
many-body methods. Since such variations tend to be
systematic within families of interactions (and sometimes
even across multiple families), differential quantities like
separation and excitation energies or transition matrix elements
often exhibit a weaker scale and scheme dependence—
note, for example, the small systematic variation of the
first excited 27 states of the neutron-rich nickel isotopes
for EMA/A interactions. This makes energy differences
an ideal observable for confronting ab initio results with
experimental data.

Let us consider two-neutron separation energies as a concrete
example. Sudden drops in these observables are a signal of
(sub)shell closures (albeit not universally [195]) and in the
neutron-rich domain, they are important indicators for the
proximity of the drip line. Figure 7 shows MR-IMSRG ground-
state and two-neutron separation energies of the calcium
isotopes, obtained with the NN+3N(400) interaction used in
Figure 5, as well as the NNLOg,¢ and EM1.8/2.0 interactions
briefly discussed in the previous section. We note the overbinding
produced by NN+3N(400) and the baffling accuracy of the
EM1.8/2.0 results, given the approximations that went into
the construction of this force, as well as the MR-IMSRG
truncation. Common to all three interactions is the emergence
of a very flat trend in the ground-state and separation
energies in neutron-rich calcium isotopes, which will likely be
further enhanced by the inclusion of continuum effects, and
extended beyond the shown mass range. Similar flat trends
emerge in many isotopic chains, as shown both in ab initio
surveys based on chiral interactions [10, 114, 186] as well
as a sophisticated Bayesian analysis of empirical EDF models
[212]. Naturally, this will make the precise determination
of the neutron drip line in the medium-mass region a
challenging task, but also suggests that interesting features
like alternating patterns of unbound odd nuclei and weakly-
bound even nuclei with multi-neutron halos could emerge.
This is an exciting prospect for the experimental programs at
rare-isotope facilities.

With the exception of the NCSMC and HORSE methods
discussed in section 2.3.6, the inclusion of continuum degrees
in configuration-space techniques has been focused on the
use of the Berggren basis [151]. While such calculations
are challenging due to the significantly increased single-
particle basis size and the difficulties of handling the resulting
complex symmetric Hamiltonians, applications in CC (see
references [12, 213] and references therein), both valence
and No-Core Gamow Shell Model [153-155, 214, 215] and
IMSRG [216] calculations have been published. Common to
all these approaches is that a configuration space interaction
that is given in terms of SHO matrix elements is expanded
on a basis containing SHO and Berggren states, hence it is
still an open question how a direct implementation of the
interactions in a basis with continuum degrees of freedom
might modify existing results. It is worth noting that such
a construction has been achieved for phenomenological GSM
interactions that have been tuned for light nuclei [217-
222].
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In light nuclei, the NCSMC has been applied with impressive
success to describe a variety of exotic nuclei with up to
three-cluster structures. For example, Calci et al. [223] carried
out NCSMC calculations for !!Be with several chiral NN+3N
interactions to investigate the parity inversion of the ground
and first-excited states in this nucleus from first principles.
The authors found that the coupling between the NCSM and
RGM sectors of the generalized eigenvalue has strong effects,
but that among the tested interactions, only NNLOg, can
produce the experimentally observed ordering of the states (see
Figure 8). However, it still underpredicts the splitting of these
levels and as a result, overestimates the cross section for the
photodisintegration 'Be(y, n)!°Be. Additional applications of
the NCSMC for exotic nuclei can be found in the review [130]
and references therein, as well as the more recent works [224-
226].

3.2.3. Accessing More Observables

The capabilities of ab initio approaches have also significantly
expanded when it comes to the evaluation of observables other
than the energies.

Nuclear radii. Figure 9 shows MR-IMSRG results for the charge
radii of calcium isotopes. The left panel illustrates the reasonable
reproduction of the 4°Ca and *8Ca charge radii that can be
obtained for NNLOg,. The MR-IMSRG(2) results are slightly
smaller than the experimental data due to differences in the
truncations from the CCSD charge radius calculations that were
used in the NNLOg, optimization protocol [194]. Note the
steep increase in the experimental charge radii beyond *¥Ca:
At the time of the measurement, NNLOg,; was the only chiral
NN+3N interaction exhibiting this feature, although other more
recent interactions can replicate this trend as well [10, 114]. Also
note that none of the calculations are able to reproduce the
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inverted arc of the charge radii between “°Ca and **Ca. In a CI
picture, it is caused by strong mixing with 4p4h excitations into
the pf-shell [229]. Since the MR-IMSRG(2) calculations shown
here included only up to (generalized) 2p2h excitations and
used particle-number projected Hartree-Fock Bogoliubov vacua
as reference states that do not contain collective correlations
(cf. section 2.3.3), it is not surprising that the inverted arc
cannot be reproduced. We will return to this issue of missing
collectivity later.

While the EMA/A interactions underpredict the absolute

charge radii, they fare quite well in the description of radius
differences, as suggested in the previous section. Figure 9B
is adapted from a recent study that suggests a correlation
between the charge radius difference of mirror nuclei, ARy,
and the slope of the symmetry energy in the nuclear
matter equation of state [228]. We see that the MR-IMSRG
results for ARy, are actually compatible with results from
a multitude of Skyrme EDFs, and the value for the magic
EM1.8/2.0 interaction falls into the uncertainty band of the
experimental result.
Electromagnetic transitions. Since the second half of the past
decade, ab initio calculations for transitions in medium-mass
nuclei have become more frequent, owing to the appropriate
extensions of the IMSRG, CC and SCGF methods [205, 230,
231]. While results for transitions that are dominated by a
few nucleons, e.g., M1 transitions [230] or B decays (see
reference [232] and the discussion below) can be quite good,
the description of collective transitions is hampered by inherent
truncations of these many-body methods, which are better suited
for dynamical, few-particle correlations (see sections 2.3.3 and
2.3.4). Results from the SA-NCSM [139, 140] and the IM-
GCM discussed in section 2.3.3 show that the modern chiral
interactions themselves adequately support the emergence of
nuclear collectivity.

Consider for example Figure 10, which shows VS-IMSRG(2)
results for the quadrupole transition from the first excited 2+
state to the ground state in *C, 220 and 32S [230]. The picture
is fairly consistent for all four chiral NN+3N interactions that
were used in the study: The 27 energies are described quite well,
but energies are not very sensitive to the details of the nuclear
wave functions. In 4C, the E2 transition is weakly collective, so
the E2 matrix element is reasonably reproduced, while the matrix
element for the collective transition in *2S is underpredicted by
25-50%. The NN+3N(400) interaction gives a particularly poor
result, but this is also related to the significant underestimation
of the point-proton radius we obtain for this Hamiltonian, as
discussed earlier.

The result for 220 deserves special attention. The E2 transition
matrix element is only a third of the experimental value, although
the transition is only weakly collective. However, 220 only has
neutrons in an sd valence space, so the E2 matrix element would
vanish in a conventional Shell Model calculation unless the
neutrons have an effective charge. Such effective charges must
be introduced by hand and fit to data in phenomenological Shell
Model calculations. Here, we see that the VS-IMSRG decoupling
naturally induces a non-vanishing quadrupole moment through
an effective neutron charge in the one-body transition operator

as well as an induced two-body contribution (see reference [230],
and reference [231] for an analogous effort in SCGF theory). It is
likely that the E2 strength could be improved by performing the
VS-IMSRG calculation in a psd valence space, so that the proton
dynamics is treated explicitly instead of implicitly by valence-
space decoupling. Until recently, we were unable to perform
such a multi-shell decoupling because of the IMSRG version of
the intruder-state problem, but a promising workaround was
introduced in reference [28].

Gamow-Teller transitions. In recent years, there have been
concerted efforts to understand the mechanisms behind
the empirically observed quenching of Gamow-Teller (GT)
transitions in medium-mass nuclei, in part due to its relevance
to neutrinoless double-beta decay searches (see below). In
reference [232], the authors show that this issue is largely
resolved by properly accounting for the scale and scheme
dependence of configuration-space calculations. By dialing the
resolution scale to typical values favored by approaches like
NCSM, CC, and VS-IMSRG, correlations are shifted from the
wave functions into induced two- and higher-body contributions
to the renormalized transition operator, just as in the quadrupole
case discussed above.

The transition operator, including two-body currents, is
consistently evolved to lower resolution scale alongside the
nuclear interactions, keeping the induced contributions. The
transition matrix elements of the evolved operator are then
computed with the NCSM in light nuclei, and VS-IMSRG in sd-
and pf-shell nuclei, leading to agreement with experimental GT
strengths within a few %. In contrast, the bare GT operator must
be quenched by 20-25% via the introduction of an effective axial
coupling, gjﬂ < ga, to yield agreement with experimental beta
decay rates.

The GT transitions in light nuclei have also been evaluated

in the GFMC, most recently with consistently constructed local
chiral interactions and currents [234, 235]. Interestingly, the
inclusion of two-body currents seems to consistently enhance the
GT matrix elements, while it tends to quench the matrix element
in NCSM calculations. Since this is almost certainly related to
the differences in the resolution scale and calculation scheme,
the disentanglement of these observables might yield further
insights into the interplay of wave function correlations and the
renormalization of the transition operators.
Neutrinoless double beta decay. Due to the high impact the
observation of neutrinoless double beta decay (or lack thereof)
would have on particle physics and cosmology, the computation
of nuclear matrix elements (NMEs) for neutrinoless double beta
decay is a high priority for nuclear structure theory. Precise
knowledge of the NMEs for various candidate nuclei is required
to extract key observables like the absolute neutrino mass scale
from the measured lifetimes (or at least, any new bounds that
would be provided by experiment). Most calculations of the
NME to date were subject to the lack of comparability between
phenomenological nuclear structure results that was discussed in
section 3.1, hence a new generation of ab initio calculations with
quantified uncertainties is required.

A major step in that direction was the first calculation of the
NME for the decay “*Ca —*® Ti based on chiral interactions
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[29]. The IM-GCM approach discussed in section 2.3.3 was used  further through the admixing of cranked configurations (red
to describe the structure of the intrinsically deformed daughter  spectra), without affecting the NME (Figure 11B). Work on
nucleus *8Ti, achieving a satisfactory reproduction of the low-  quantifying the uncertainties due to the many-body method,
lying states and their quadrupole transitions (see Figure 11).  the Hamiltonian, and the transition operator is underway, in
Since the initial publication (blue spectra in Figure 11A),  preparation for the computation of the NMEs of more realistic
the description of the excited states has been improved  candidate nucleilike 7°Ge and '3®Xe.
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3.2.4. Response and Scattering

From the computation of transitions between low-lying
levels, it is only a small step to the computation of
nuclear response functions and cross sections, although the
implementation can be challenging and the applications are
often computationally expensive.

Nuclear response functions. In light nuclei, GFMC is a
powerful yet numerically heavy tool for computing exact nuclear
response functions (see, e.g., references [236, 237]). In medium-
mass nuclei, applications of SCGF and CC techniques to the
computation of the nuclear response have been published in
recent years. As mentioned in section 2.3.5, the Green’s functions
computed in the standard or Gorkov ADC Green’s function
schemes inherently contain information about the nuclear
response that has been used to study both electromagnetic and
weak processes of medium-mass nuclei [119, 120, 238-240].

In the Coupled Cluster framework, response functions have
been computed by merging CC with up to Triples excitations
with the Lorentz Integral Transformation (LIT) technique [241-
245]. Immediately after its inception, this approach was used
to for the first ab initio calculations of dipole response and
the related photodisassociation cross section of medium-mass
closed-shell nuclei [241, 242]. More recently, it was used to
compute the electric dipole polarizability ap of nuclei like *Ca
[243, 244, 246] and %®Ni [247]. Together with measurements
of the charge radius, this quantity can be used to constrain ab
initio calculations that will in turn allow the theoretical extraction
of the neutron point radius as well as the thickness of the
neutron skin.

An important application for nuclear response calculations
is to map out the neutrino response of *°Ar, the primary
target material in detectors for the short-baseline [248] and
long-baseline neutrino experiments, like the Deep Underground
Neutrino Experiment (DUNE) Far Detector [249, 250]. At low
energies, the cross section for coherent neutrino elastic scattering
is essentially determined by the weak form factor of “°Ar, which

has recently been computed using CC techniques [251]. This
work is complementary to SCGF calculations of the neutrino
response in the region of the quasi-elastic peak by Barbieri
etal. [238].
Nuclear reactions. As discussed in section 2.3, there has been
enormous progress in the development of unified treatments of
ab initio nuclear structure and reactions. Here, I want to highlight
two among a bevy of impressive results. Figure 12A shows S—
and D—wave phase shifts for @ — o scattering, computed order
by order in Lattice EFT [179, 180]. These calculations are made
possible by the lattice’s capability to describe clustered states (also
see references [176-178]), as well the development of the APM
and associated algorithms. The results for the phase shifts show
the desired order-by-order improvement, and the inclusion of
higher-order terms of the chiral expansion is expected to improve
agreement with experimental data. The near identical NLO and
NNLO phase shifts in the S—wave appear to be the result of
an accidental cancellation that is not occurring in the D—wave
phase shifts.

In reference [252], the authors studied deuterium-tritium (D-
T) fusion using the NCSMC. One of the main results of this
work is shown in Figure 12B, which compares the NCSMC D-T
reaction rates for polarized and unpolarized fuels to each other, as
well as rates obtained with several widely used parameterizations
of the D-T fusion cross section. The NCSMC calculations
indicate that for an experimentally realizable polarized fuel with
aligned spins, a reaction rate of the same magnitude as for
unpolarized fuel can be achieved at about half the temperature.
Naturally, this suggests that polarized D-T fuels will allow a more
efficient power generation in thermonuclear reactors.

3.3. Emergence of Empirical Nuclear
Structure Models From ab initio

Calculations
The progress in ab initio calculations over the past decade has not
only led to impressive results for nuclear observables, but also
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revealed the long-surmised underpinnings of empirical models
of nuclear structure. In many cases, the ideas that led to the
formulation of such models were shown to be correct, but they
could not be verified at the time because RG and EFT techniques
or sufficient computing power for a more thorough exploration
were not available.

The Nuclear Shell Model. The first prominent example I want
to discuss is the nuclear Shell Model and some of the “folklore”
surrounding it. We can immediately make the observation
that the Shell model picture is inherently a low-momentum
description of nuclear structure. It is based on the assumption
that nucleons are able to move (almost) independently in a mean
field potential, and that nuclear spectra can be explained by
the mixing of a few valence configurations above an inert core
via the residual interaction. As we know now, the existence of
a bound mean-field solution and a weak, possibly perturbative

residual interaction relies on the decoupling of low and high
momenta in the nuclear Hamiltonian [1, 6, 253], e.g., by an SRG
transformation. Historical approaches to exploit this connection
to construct the Shell model from realistic nuclear forces [254-
256] failed in part because the decoupling of the momentum
scales via Brueckner’s G—matrix formalism [65-67] was not as
good as believed [1].

In addition to the momentum-space decoupling, one must
also decouple the valence space configurations from the
excluded space. This can be achieved using a variety of
techniques (cf. sections 2.3.3-2.3.6), and either by performing
transformations in sequence, or designing a single procedure that
achieves both types of decoupling simultaneously. In practice,
the former strategy tends to be more efficient and less prone
to truncation errors—an example is the VS-IMSRG decoupling
of Hamiltonians that have been evolved to a low resolution
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scale by means of a prior SRG evolution (see sections 2.2 and
2.3.3, as well as reference [76]). An added benefit of using low-
momentum interactions is that the Shell Model wave functions
will qualitatively resemble those obtained by a no-core method
using the same Hamiltonian without valence decoupling. This
facilitates qualitative comparisons and allow us to apply the same
intuitive picture. For quantitative comparisons, the effects of all
unitary transformations must be carefully taken into account
[257].

Figure 13  illustrates the effect of the discussed
transformations via the deviations between the computed
and experimental energies of close to 400 levels in the sd-shell.
Since the EM1.8/2.0 interaction used in these calculations has
a low resolution scale, simply using the valence-space matrix
elements of the input Hamiltonian without any further valence-
space decoupling yields a root-mean-square (rms) deviation of
“only” about 1.7 MeV, which is not outright disastrous. When
we apply the VS-IMRSG to decouple the valence space, the newly
evolved interaction yields a much improved rms deviation of
~ 650 keV, which is better than for some of the older sd-shell
interactions, albeit not as good as the USDB Hamiltonian,
which is shown for comparison [258, 259]. This is not really
surprising: USDB essentially represents the best possible fit to
experimental data under the model assumptions, i.e., the choice
of a pure sd-shell valence space, the restriction to a two-body
Hamiltonian, the omission of isospin-breaking effects from
the Coulomb interaction and the nuclear interactions, and
the empirical A-dependence multiplying the two-body matrix
elements (TBMEs). The accuracy of the VS-IMSRG results,
on the other hand, is affected by possible deficiencies in the
input Hamiltonian and the use of the VS-IMSRG(2) truncation.
Naturally, both of these aspects will be improved systematically
in future calculations.

Phenomenological adjustments of effective Shell Model
interactions like the A-dependent scaling factors in the USD
Hamiltonians or Zuker’s monopole shift [260] are typically
attributed to the changes in the nuclear mean field away from the
core, as well as missing three-body interactions. In reference [76],
the VS-IMSRG is used to demonstrate that this is indeed the case.
As described in section 2.3.3, upon normal ordering, the three-
body force gives contributions to operators of equal and lower
particle rank, which in the Shell Model case amounts to the core
energy, single-particle energy, and two-body matrix elements. All
of these contributions become A-dependent in the VS-IMSRG,
but one can shift the A-dependent parts completely into the
TBMEs, like in phenomenological interactions, without changing
the Hamiltonian matrix in the many-body Hilbert space or
its eigenvalues.

Procedures like the VS-IMSRG decoupling also let us track
in detail how operators besides the nuclear interactions evolve
when they are subject to the valence-decoupling transformation.
Recall from the discussion in section 3.2.3 that this can
even quantitatively explain the quenching of the Gamow-Teller
strength in phenomenological Shell Model calculations, provided
two-body current contributions to the initial transition operator
are taken into account as well. For electromagnetic transitions,
the renormalization of the one-body transition operator and

the appearance of induced terms generate at least some part
of the usual phenomenological effective charges, but a more
complete treatment of nuclear collectivity (cf. section 2.3.3) as
well the inclusion of current contributions to these operators are
developments that need to be undertaken in the coming years.
Emergence of collectivity. Both NCCI and VS-IMSRG
calculations with chiral NN+3N interactions have demonstrated
that these interactions do indeed produce the telltale features of
collective behavior in nuclear spectra [26, 141, 213, 261, 262].
Upon a bit of reflection, it is not surprising that reasonable
results on rotational bands, for instance, should be found in these
approaches: While they rely on particle-hole type expansions,
the exact diagonalization is done in a complete model space of
up to A,hA,p excitations, where A, is the number of valence
nucleons. In contrast, equation-of-motion methods that typically
employ 1plh or 2p2h truncations struggle with the description
of collectivity in low-lying states [83, 122, 204], but they do work
reasonably well for giant resonances [241, 242].

As argued in sections 2.3.3 and 2.3.6, bases built on particle-
hole type expansions are not ideally suited to the description
of collective correlations. The SA-NCSM [139] instead uses
irreducible representations of SU(3) or Sp(3, ), the dynamical
symmetry groups of collective models [263], to achieve a much
more efficient description of collective behavior in nuclei. This
is illustrated for the case of 2°Ne in Figure 14. The SA-NCSM
calculations [140] based on the two-nucleon NNLO,,; potential
[264] describe the ground-state rotational band extremely well,
all the way to the ] = 87 state. It is dominated by a single SU(3)
irrep, associated with the axially elongated shape of the computed
intrinsic density profile that is also shown in the figure.

4. THE FUTURE TO BE WRITTEN: A LOOK
AT THE CHALLENGES AHEAD

4.1. Rethinking the Many-Body Expansion
A substantial part of the appeal of methods like CC, IMSRG and
SCGF is their polynomial scaling. For the purposes of uncertainty
quantification (UQ), we need to be able to evaluate at least two
consecutive truncation levels to assess the convergence of the
many-body expansion in nuclei for which exact calculations are
not feasible. Efforts in that direction have been in progress for
some time, and while some methods are at a more advanced stage
than others, the improved truncations should be available for
regular use within the next couple of years [10, 12, 86, 100, 116,
244, 265]. In part, this is owing to the development of computer
tools that automate tasks like diagrammatic evaluation or angular
momentum coupling [266, 267]. The computational scaling of
these approaches will be of order O(N®) or O(N?), which makes
applications a task for leadership-class computing resources for
the foreseeable future. It is clear that it will not be feasible to just
push the calculations further, since we would then face a (naive)
O(N'?) scaling.

Applications where we would expect to need high-order
truncations involve nuclear states with strong collective
correlations, provided we work from a spherical reference
state. As explained in section 2.3, this issue can likely be
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FIGURE 14 | SA-NCSM results for *°Ne in an SU(3)-adapted basis, using the two-nucleon interaction [264]. (A) Excitation energies (horizontal axis) of the
ground-state rotational band (J* = 0* through 8%) and 0" states, and the dominant shape in each state (vertical axis), indicated using the ab initio one-body density
profiles in the intrinsic (body-fixed) frame. (B) Distribution of the equilibrium shapes that contribute to the ground state and first excited 2" state, indicated by the
average deformation parameters (8, y). See reference [140] for additional details. Figure reprinted with permission from the American Physical Society.

addressed either by using mean-field reference states with
spontaneously broken symmetries (cf. section 2.3.4) or using
correlated reference states in the first place (cf. section 2.3.3),
and the first applications of the IM-GCM give credence to that
idea. Moreover, there is first evidence that the CC and IMSRG

truncations converge much more rapidly for observables that
are sensitive to collectivity [268], i.e., the current state-of-the-art
truncations may be sufficiently precise.

The IMSRG framework also offers perspectives for the
construction of further IMSRG hybrid methods (cf. section
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2.3.3). Based on the successes of both the IM-NCSM and
IM-GCM it would be worthwhile to use IMSRG-evolved
Hamiltonians in the SA-NCSM or techniques like the Density
Matrix Renormalization Group, which is also capable of
efficiently describing strong collective correlations under certain
conditions [269, 270].

4.2. Leveraging Computational and

Algorithmic Advances

The progress in ab initio many-body calculations is not simply
due to the availability of increasingly powerful computational
resources, but also due to dedicated collaborations with
computer scientists to ensure that the available high-performance
computers are used efficiently. Such collaborations will only
grow more important as hardware architectures change rapidly
and a growing demand for computing time requires users
to demonstrate sufficient efficiency to be granted access
to supercomputers.

Measures to boost the numerical efficiency can also be taken at
the many-body theory level. Efficient calculations rely on finding
optimal representations of the relevant physical information
that is encoded in the Hamiltonian. Algorithmic gains are
possible whenever there is a mismatch, either because we made
convenient choices, e.g., by expanding many-body states in terms
of simple Slater determinants, or because we were not able
to recognize simplifications beforehand, e.g., due to hidden or
dynamical symmetries.

The SRG has played a key role in addressing the first
points at the level of the nuclear interaction over the past
two decades, and SRG and IMSRG can be applied in novel
ways to explore dynamical symmetries [55]. In the construction
of a configuration space, the selection of the single-particle
basis leaves room for optimization. Indeed, the natural orbitals
introduced in reference [131] lead to faster model-space
convergence in NCSM and CC calculations, implying a more
compact Hamiltonian matrix in natural orbital representation.
The efficiency of this representation can be leveraged further
by making robust importance truncations based on analytical
measures, e.g., in MBPT, CC, or IT-NCSM [9, 271].

The aforementioned steps make use of prior theoretical
knowledge, e.g., to identify desired decoupling patterns in
interactions, or define analytical measures for the importance
of basis states. If such knowledge is not available, or we
want to avoid bias, we can leverage a myriad of Principal
Component Analysis (PCA) methods to factorize interactions
or intermediate quantities in many-body calculations [271, 272].
This can potentially even give us control over the computational
scaling of nuclear many-body methods (see, e.g., [273-277]).

A very noteworthy development with origins in nuclear
physics is Eigenvector Continuation (EVC) [278, 279], a method
for learning manifolds of eigenvector trajectories of parameter-
dependent Hamiltonians. The method has been employed in
several contexts, e.g., to stabilize high-order MBPT expansions
[81] and to construct emulators for nuclear few- and many-body
calculations [280, 281]. As an example, Figure 15 shows a global
sensitivity analysis of CC results for '°O under variations of the

chiral LECs [281]. Eigenvector continuation was used to learn
representations of the CCSD Hamiltonian and charge radius
operators in a 64-dimensional subspace of the space of CCSD
ground-state wave functions for interactions with 16 varying
LECs. The subspace-projected Hamiltonian was then sampled
more than a million times on laptop, while full CCSD calculations
of the same ensemble would be completely unfeasible. The
successful applications of EVC suggest that the method should be
further explored as a tool for improvement, emulation and UQ in
other many-body methods in the (near) future.

4.3. Uncertainty Quantification

In typical nuclear many-body calculations as discussed in
sections 2 and 3 the main sources of theoretical uncertainties
are the EFT truncation of the observables and the many-body
wave function, either due to many-body expansion and/or model
space truncations in configuration space approaches, lattice
discretization effects in Lattice EFT, or the specific form of the
wave function ansatz in QMC. If an SRG evolution is applied,
there is an additional uncertainty associated with the truncation
of induced operators (see section 2.2).

The application of Bayesian methods has led to enormous
progress in the quantification of the EFT uncertainties [34-
36, 282-285], and it would be highly desirable to apply the
same approach to the many-body uncertainties as well. The
most challenging amongst these are the truncation of the many-
body expansion in methods like CC, IMSRG or SCGE and the
truncation of the free-space SRG flow of observables. In contrast,
the infrared effects of finite-basis size truncations in HO bases—
or general orbitals that are at some point expanded in an HO
basis—are well-understood for the energy and other observables,
and they can be systematically corrected for [286-290]. The
situation is less clear for ultraviolet basis-size errors [291], but
this error can be suppressed by working at appropriate values of
the HO frequency.

An ideal uncertainty analysis would combine the exploration
of EFT and many-body uncertainties for nuclear observables
of interest, using EC or Machine Learning (ML) to construct
emulators that allow an efficient sampling of the parameter space.
In such an effort, the generation of sufficient training data poses
a significant challenge, because it would require calculations at
several truncation levels (see section 4.1). A possible strategy for
mitigating this issue is to combine non-perturbative methods
with cheaper high-order MBPT in Bayesian mixed models (see
references [212, 292, 293] for applications in nuclear physics).
The successful application of factorization methods to the nuclear
many-body problem could likely resolve the issue once and for all
by reducing the computational scaling of high-order truncations,
at the cost of introducing an additional uncertainty from the
factorization procedure.

On the road toward the destination represented by such
a “complete” UQ framework, the intermediate milestones will
already provide valuable insights into open issues in the EFTs of
the strong interactions, and enable the design of better protocols
for constraining and refining EFT-based interactions and
operators (see, e.g., references [294, 295] and references therein).
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4.4. Strengthening and Employing the

Hierarchy of Strong Interaction EFTs

Strong interaction physics is a multi-scale problem, and there are
good reasons for making better use of the hierarchy of Effective
(Field) Theories at our disposal. At the top level, we have QCD,
followed by EFTs involving hyperons that can be eliminated
progressively until we arrive at the “traditional” pionful and
pionless chiral EFTs (see references [296, 297] and references
therein). At even lower scales, one can formulate an EFT for
nuclear halos (or clusters) [297] and make the connection to
nuclear DFT and collective models, which can be understood as
EFTs as well [298-305].

At least in principle, the different levels of this hierarchy can
be connected either by computing observables with different
theories and matching the LECs, or using RG flows to track
in detail how the theories evolve from one into another.
While matching procedures have been applied successfully to
modern EFts in nuclear physics [306-311] as well as efforts
to match more traditional models of nuclear structure to ab
initio calculations [312-314], making the connection through
RG methods is a more daunting task. While I must admit
to bias in this regard, I still consider this an effort worth
undertaking. The success of SRG techniques in nuclear physics
demonstrate how these methods reveal the most effective degrees
of freedom even in situations were the separation of scales is
not perfectly clear. Moreover, RGs would also reveal unexpected
features of the power counting schemes, like the enhancement or
inadvertent omission of certain operators (see reference [51] and
references therein).

Tackling power counting issues. Throughout this work, I have
alluded to shortcomings and issues of the current generation
of chiral interactions, like the struggle to achieve a good
simultaneous description of nuclear binding energies and radii
(see section 3.1). Recent efforts to construct new, accurate
chiral interactions have revealed that this issue is connected to
the use of local or non-local regulators, with the latter being
favored for better descriptions [114, 209]. In another exploration
of non-locally regularized chiral forces [210, 211], a tension
between the simultaneous description of nuclear matter and
finite was observed in the attempts to fit the chiral LECs. In
QMC calculations, it was demonstrated that the use of local
regulators breaks the equivalence of parameterizations of the
interaction that are connected by Fierz identities, in certain
cases with disastrous consequences [188]. Meanwhile, Epelbaum
et al. have proposed the use of a more nuanced semilocal
regularization scheme that applies local regulators to the long-
range pion exchange and non-local regulators to the short-range
contact terms [3, 46]. While physical arguments can be made in
favor of different regularization schemes, perhaps especially the
semilocal one, the significant scheme dependence is at odds with
the principles of EFT, which would predict regulator artifacts to
be pushed beyond the order at which one currently works.

It has also been suggested that the scales of the chiral
EFT interaction and the inherent scales of the many-body
configuration space (e.g., IR and UV cutofs inherited from a HO
basis, see section 4.3) or coordinate space wave functions should
not be treated independently, and that by doing so, current many-
body approaches might at least contribute to power counting
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issues. There have been a few efforts to explore this problem, but
more work is clearly required [315-320].

Application needs. Aside from the formal need to make progress
on the power counting issue, there are also concrete application
needs that call for a tighter coupling between QCD and the
nuclear EFTs. For example, the chiral EFT transition operator
for neutrinoless double-beta decay (see section 3.2.3) contains
counter terms whose LECs can only be determined from Lattice
QCD [321-324].

The dawning of a new age in our understanding of neutron
stars, heralded by the detection of gravitational waves from
the neutron-star merger GW170817, has taken the demand for
accurate neutron and nuclear matter equations of state to a new
level (see, e.g., reference [159] and references therein). While
ab initio calculations of infinite matter up to the saturation
region based on chiral interactions are reasonably well-controlled
[159, 190, 285, 325], the supranuclear densities probed in merger
events are beyond the range of validity of regular pionful
chiral EFT. To increase its validity, hyperons must be taken
into account as dynamical degrees of freedom (see [296] and
references therein), and the entire set of nuclear and hyperon
LECs must be readjusted at the increased breakdown scale. For
the NN sector, this is unproblematic due to the plethora of
available scattering data. Since no direct experiments on three-
neutron or three-proton systems are feasible, the only available
experimental constraints come from finite nuclei, which implies
that the corresponding channels of the 3N interaction are only
constrained at sub-saturation densities. The world database of
hyperon-nucleon scattering data is also quite limited. Thus, a
high-precision interaction for describing the equation of state
at high density can only be constructed with the help of Lattice
QCD constraints on the 3N and hypernucleon LECs.

4.5. Interfacing With Reaction Theory

The final important research direction for the coming decade I
want to discuss here are efforts to interface the advanced ab initio
nuclear structure methods at our disposal with reaction theory
[326].

As discussed in sections 2.3.6 and 3.2.4, the NCSMC has been
applied with great success to the reactions of light nuclei at low
energies, but its computational complexity makes this approach
unfeasible for nuclei beyond A 10 — 20. Work has begun
on a similar approach that combines SA-NCSM with the RGM,
leveraging the efficiency of the symmetry-adapted basis to reach
medium-mass nuclei [327] (cf. sections 2.3.6 and 3.3). Since the
RGM is just a special case of a Generator Coordinate Method,
the IM-GCM discussed in sections 2.3.3 and 3.2.3 is a promising
candidate for extending this type of reaction calculations to even
heavier nuclei.

Methods that are similar in spirit to these combinations of
structure approaches with the RGM are the APM, which can
provide an interface between structure and scattering in Lattice
EFT (cf. sections 2.3.8 and 3.2.4), as well as the GSM Coupled
Channel (GSM-CC) approach, which was developed to describe
reactions between light projectiles and targets that are treated in
the GSM with a core [221, 328, 329]. Thus far, applications of the
GSM-CC have been based on phenomenological valence-space

~
~

interactions, but new efforts are underway to directly construct
suitable Hamiltonians based on EFT principles [220, 330], or
derive the effective interactions from chiral forces with the
techniques discussed in section 2.3 (see [214, 215]). Of course,
the GSM-CC ideas could also be applied to the No-Core GSM
[153, 155, 218], although the computational complexity would
limit such an approach to light nuclei.

A complementary strategy for bridging nuclear structure and
reactions for medium-mass nuclei is the construction of optical
potentials for use in traditional reaction calculations. In SCGF
theory, the optical potential for elastic nucleon-nucleus scattering
is given by the one-body self energy, which is obtained as a
byproduct of a nuclear structure calculation, and can be used
with little effort in reaction codes [125]. Similarly, Rotureau
et al. constructed optical potentials by extracting the self-energy
from the Coupled Cluster Green’s Function [123, 124, 331]. One
can roughly view this procedure as performing a GF calculation
with the similarity-transformed CC Hamiltonian, which does not
require self-consistent iterations because of the CC decoupling
(cf. section 2.3.4). Optical potentials can also be constructed by
folding scattering T-matrices with ab initio density matrices.
This technique was applied for NCSM density matrices by
two collaborations in references [332, 333] and [334, 335],
respectively, and more applications are underway.

While the published results from the optical-potential
based approaches are promising, an important aspect of
these calculations must be checked carefully in the near
term: The optical potential depends on the resolution scale
of the used chiral interactions, and the calculation scheme,
which encompasses the truncations in the operators and
many-body method, as well as the choice of regulator in
the interaction [257, 336]. To produce scale- and scheme-
independent observables, these choices must be matched by
the reaction theory. Matching the resolution scales is probably
the easier of the two checks, but it will require the analysis
of free-space SRG transformations on the reaction theory side.
Once structure and theory are defined at a matching resolution
scale, any residual scheme dependence of the observables
will give rise to the remaining theoretical uncertainty of the
combined calculation.

5. EPILOGUE

Thus concludes our little excursion through the landscape of
state-of-the-art ab initio nuclear many-body theory, but of
course, the road goes ever on. I hope that this guided tour
has contributed to your appreciation of the immense progress
the community has made in the last 10 years, as well as the
challenges that we are facing on the next stage of the road.
None of the obstacles in our path are unsurmountable, and
while we chip away at them, results from ab initio calculations
can make meaningful contributions to the analysis and planning
of nuclear physics and fundamental symmetry experiments.
With new facilities launching in the next couple of years, the
fun will begin in earnest, so heres looking forward to the
next decade!
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GLOSSARY

ADC

AFDMC
APM
BMBPT
Cl

cCc
CCSD
CCSDT
CCSD(T)
XEFT
DFT
EVC
EDF
EFT
GCM
GFMC
GHW
HF

HFB
IM-GCM

IM-NCSM
IMSRG
LEFT
LO
MBPT
MR-
IMSRG
NCCI
NCSM
NCSMC
NLO
NNLO
N°LO
N4LO
QCD
Qwvic
RG
RGM
SCGF
SRG
TBME

ucc
UMOA
uQ
VMC
VS-
IMSRG

Algebraic Diagrammatic Construction (for Self-Consistent Green’s
Functions)

Auxiliary Field Diffusion Monte Carlo

Adliabatic Projection Method (in Lattice EFT)

Bogoliubov Many-Body Perturbation Theory

Configuration Interaction

Coupled Cluster

Coupled Cluster with Singles and Doubles excitations

Coupled Cluster with Singles, Doubles and Triples excitations

Coupled Cluster with Singles, Doubles and perturbative Triples excitations
Chiral Effective Field Theory

Density Functional Theory

Eigenvector Continuation

Energy Density Functional

Effective Field Theory

Generator Coordinate Method

Green'’s Function Monte Carlo

Griffin-Hill-Wheeler (equation)

Hartree-Fock

Hartree-Fock-Bogoliubov

In-Medium Generator Coordinate Method (a combination of IMSRG and
GCM)

In-Medium No-Core Shell Model (a combination of IMSRG and NCSM)
In-Medium Similarity Renormalization Group

Lattice Effective Field Theory

Leading Order (Effective Field Theory)

Many-Body Perturbation Theory

Multi-Reference In-Medium Similarity Renormalization Group

No-Core Configuration Interaction

No-Core Shell Model

No-Core Shell Model with Continuum

Next-to-Leading Order (EFT)

Next-to-Next-to-Leading Order (EFT)
Next-to-Next-to-Next-to-Leading Order (EFT)
Next-to-Next-to-Next-to-Next-to-Leading Order (EFT)
Quantum Chromodynamics

Quantum Monte Carlo

Renormalization Group

Resonating Group Method

Self-Consistent Green'’s Functions

Similarity Renormalization Group

two-body matrix elements (typically in the discussion of Shell Model
interactions)

Unitary Coupled Cluster

Unitary Model Operator Approach

Uncertainty Quantification

Variational Monte Carlo

Valence-Space In-Medium Similarity Renormalization Group
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Quantum Monte Carlo methods are powerful numerical tools to accurately solve the
Schrédinger equation for nuclear systems, a necessary step to describe the structure
and reactions of nuclei and nucleonic matter starting from realistic interactions and
currents. These ab-initio methods have been used to accurately compute properties
of light nuclei—including their spectra, moments, and transitions—and the equation of
state of neutron and nuclear matter. In this work we review selected results obtained by
combining quantum Monte Carlo methods and recent Hamiltonians constructed within
chiral effective field theory.

Keywords: quantum Monte Carlo methods, variational Monte Carlo, Green’s function Monte Carlo, auxiliary field
diffusion Monte Carlo, chiral effective field theory, nuclear Hamiltonians, nuclear structure

1. INTRODUCTION

The study of nuclear properties as they emerge from the individual interactions among protons and
neutrons is a fascinating long-standing problem, subject of both theoretically and experimentally
research activities. From a theoretical point of view, a truly ab-initio description of nuclei is still very
challenging at present. The underlying theory of strong interactions, Quantum Chromodynamics
(QCD), that describes how quarks and gluons interact to form nucleons and nuclei, in the low-
energy regime is non-perturbative in its coupling constant. Despite remarkable progresses [1, 2],
realistic computations of many-body nuclear systems in terms of the fundamental degrees of
freedom of QCD—quarks and gluons—are still extremely challenging.

A more feasible approach to the problem consists in assuming that at the energy regime relevant
to the description of atomic nuclei, quarks, and gluons are confined within hadrons. The latter
are the active degrees of freedom at soft scales, and they interact among themselves through
non-relativistic effective potentials that are consistent with the symmetries of QCD. The solution
of nuclear many-body problems requires two main ingredients: an Hamiltonian that accurately
models the interactions among the nucleons, and reliable numerical many-body methods to solve
the corresponding Schrodinger equation.

Microscopic nuclear Hamiltonians, capable of reproducing nucleon-nucleon scattering data
and the properties of few-body systems, have been successfully used to describe light nuclei.
For example, the highly-realistic Argonne vig two-body potential [3] combined with the
phenomenological Illinois-7 three-body force have been employed to predict several properties of
nuclei up to A = 12 with great accuracy [4]. Several calculations of energies, rms radii, transitions,
and densities turn out to be in excellent agreement with experimental data. The main limitation
of these phenomenological Hamiltonians is that it is not clear how they can be systematically
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improved, and how to quantify theoretical, i.e., systematic,
uncertainties related to the specific interaction model. Another
approach that became very popular in the last two decades consist
in deriving nuclear interactions within the framework of chiral
Effective Field Theory (x EFT). The advantage of this approach
is that it provides the necessary tools to systematically improve
the interaction models, to estimate uncertainties related to the
truncation of the chiral expansion, and to consistently derive
electroweak currents.

Several many-body methods have been developed to
numerical solve the many-body Schrédinger equation. Most
of them rely on basis expansions, for example the coupled
cluster method [5, 6], the no core shell model [7], the similarity
renormalization group [8], and the self consistent Green’s
function [9]. Each of these methods has distinct advantages,
and many are able to treat a wider variety of nuclear interaction
models. These many-body techniques are very effective and
achieve a good convergence only when relatively soft potentials
are used.

Quantum Monte Carlo (QMC) methods are ideally suited
to study strongly correlated many-body systems, and have no
difficulties in treating “stiff” nuclear interactions, but are limited
to nearly local nuclear potentials. For this reason, until fairly
recently, the applicability of QMC methods was limited to
phenomenological interactions, as xEFT Hamiltonians were
typically written in momentum space. Over the past few years, the
situation has drastically changed with the development of local
xEFT potentials, both with [10, 11] and without explicit delta
degrees of freedom [12, 13], that have provided a way to combine
an EFT-based description of nuclear dynamics with precise QMC
techniques. In this work we will review selected results of nuclei
obtained using QMC methods and chiral Hamiltonians.

2. NUCLEAR INTERACTIONS

The microscopic model of nuclear theory assumes that nuclear
systems can be described as point-like nucleons, whose dynamics
is characterized by a non-relativistic Hamiltonian

H:ZTi+ZVij+ Z Vigg + -+
i

i<j i<j<k

(1)

where T; is the one-body kinetic energy operator, v;; is the
nucleon-nucleon (NN) interaction between particles i and j, Vij
is the three-nucleon (3N) interaction between particles i, j, and k,
and the ellipsis indicate interactions involving more than three
particles. There are indications that four-nucleon interactions
may contribute at the level of only ~ 100keV in “He [14] or
pure neutron matter [15], and therefore are negligible compared
to NN and 3N components. Hence, current formulations of
the microscopic model do not typically include them (see, for
example, reference [4]).

The NN interaction term in the nuclear Hamiltonian is
the most studied of all, with thousands of experimental data
points at laboratory energies (E},,) from essentially zero to
hundreds of MeV. It consists of a long-range component, for
inter-nucleon separation r 2 2 fm, due to one-pion exchange

(OPE) [16], and intermediate- and short-range components, for,
respectively, 1 fm < r < 2 fm and r < 1 fm, derived,
up to the mid 1990’, almost exclusively from meson-exchange
phenomenology [3, 17, 18]. These models fit the large amount of
empirical information about NN scattering data contained in the
Nijmegen database [19], available at the time, with a x 2/datum =~
1 for Ej,p up to pion-production threshold. Two well-known and
still widely used examples in this class of NN interactions are the
CD-Bonn [18] and the Argonne vig (AV18) [3] potentials.

The AV18 interaction is a local, configuration-space NN
potential that has been extensively and successfully used in
a number of QMC calculations. It is expressed as a sum
of electromagnetic and OPE terms and phenomenological
intermediate- and short-range parts:

vij:vg—l—vg—}-vfj—}—vfj. (2)
The electromagnetic term vZ has one- and two-photon exchange
Coulomb interaction, vacuum polarization, Darwin-Foldy, and
magnetic moment terms, with appropriate form factors that keep
terms finite at r = 0 (see reference [3] for more details). The
OPE part includes the charge-dependent (CD) terms due to the

difference in neutral () and charged pion (my, ) masses, and
in coordinate-space it reads

Vi =[v5.(Nei-0j + v (1) Sy] it 4+ [Vip(Dai- o+ vip(n) S] Ty
3)

where ¢ adn t are the Pauli matrices that operate over the spin
and isospin of particles, and S;; = 30 - t; 0 - t;; — 0; - 0j and
Tij = 3717, — T; - Tj are the tensor and isotensor operators,
respectively. The functions, v (), v (1), VZ’T(T’), and va(r) are
defined as

o) +2Y4(n) To(r) +2 T4 (1)

Vi = e V) = e
a2 BRIy T

where Y,(r) and T,(r) are the Yukawa and tensor functions
given by

3

2 —X
g T, € 3 3
Yo(r) = 24 L T =Yer) (14 =4+ 2 ),
o= e 2 =0 (14 2+ )
©)
with x, = mg, 1, and g4 = 1.267, f = 92.4MeV being the

axial-vector coupling constant of the nucleon and the pion decay
constant, respectively.

The intermediate-range region, ij, is parametrized in terms of
two-pion exchange (TPE), based on, but not consistently derived
from, a field-theory analysis of box diagrams with intermediate
nucleons and A isobars [20]. The short-range region, vfj, is
instead represented by spin-isospin and momentum-dependent
operators multiplied by Woods-Saxon radial functions [3].
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The AV18 model can be written as an overall sum of eighteen
operators (N = 18)

N
vij =y WO, (6)
p=1
where the first eight are given by
=1-8
05» ! =[1,0,’~(Tj,S,’j,L-S]®[1,T,‘~‘[j], (7)

with the spin-orbit contribution expressed in terms of the relative
angular momentum L = %(ri —1j) x (Vi — V;) and the total
spin § = %(ai + o) of the pair. There are six additional charge-
independent operators corresponding to p = 9 — 14 that are
quadraticin L

(95:9_14 =[L%L%0; 0, (L-8]@[LTi-1j], (8)

while the p = 15 — 18 are charge-independence breaking terms

05_15_18 = [Tij: Tij g;-0j T,'j Sij) Tiz + Tj,z] . 9)
The AV18 model has a total of 42 independent parameters.
A simplex routine [21] was used to make an initial fit to the
phase shifts of the Nijmegen partial-wave analysis (PWA) [19],
followed by a final fit direct to the database, which contains 1,787
pp and 2,514 np observables for Epy, up to 350 MeV. The nn
scattering length and deuteron binding energy were also fit. The
final x2/datum = 1.1 [3]. While the fit was made up to 350 MeV,
the phase shifts are qualitatively good up to much larger energies,
E < 600 MeV [22].

Simplified versions of these interactions, including only a
subset of the operators in Equation (7), are available. For instance,
the Argonne vy (AV8') contains a charge-independent eight-
operator projection, O‘Zzl_s =[L0i-0),8;L-S]®[L 7 1/],
of the full NN potential, constructed to preserve the potential in
all S and P waves as well as the D, and its coupling to the 381,
while over-binding the deuteron by 18keV due to the omission
of electromagnetic terms [23]. The main missing features of these
simplified interactions is the lack of terms describing charge
and isospin symmetry breaking, as well as a slightly poorer
description of nucleon-nucleon scattering data in higher partial
waves. However, these contributions are very small, as outlined
in reference [23].

Already in the 1980s, accurate three-body calculations showed
that contemporary NN interactions did not provide enough
binding for the three-body nuclei, *H and *He [24]. In the late
1990s and early 2000s this realization was also extended to the
spectra (ground and low-lying excited states) of light p-shell
nuclei, for instance, in calculations based on QMC methods [25]
and in no-core shell-model studies [26]. Consequently, the
microscopic model with only NN interactions fit to scattering
data, without the inclusion of a 3N interaction, is no longer
considered realistic.

In addition to NN forces, sophisticated phenomenological
3N interactions have been then developed. They are generally

expressed as a sum of a TPE P-wave term, a TPE S-wave
contribution, a three-pion-exchange contribution, and a 3N
contact [4]. More specifically, two families of 3N interactions
were obtained in combination with the AV18 potential: the
Urbana IX (UIX) [27] and Illinois 7 (IL7) [28] models. The
UIX potential contains two parameters fit to reproduce the
ground-state energy of *H and the saturation-point of symmetric
nuclear matter, while the IL7 potential involves five parameters
constrained on the low-lying spectra of nuclei in the mass
range A = 3 — 10.

Despite their success in predicting a wide range of nuclear
properties [4], the phenomenological potentials suffer from
several drawbacks. For example, the resulting AV18+IL7
Hamiltonian leads to predictions of &~ 100 ground- and excited-
state energies up to A 12 in good agreement with the
corresponding empirical values. However, when used to compute
the neutron-star equation of state, such Hamiltonian does
not provide sufficient repulsion to guarantee the stability of
the observed stars against gravitational collapse [29]. On the
other end, the AV18+UIX model, while providing a reasonable
description of s-shell nuclei and nuclear matter properties, it
somewhat underbinds light p-shell nuclei.

Thus, in the context of the phenomenological nuclear
interactions, we do not have a Hamiltonian that can explain
the properties of all nuclear systems, from NN scattering
to dense nuclear and neutron matter. Furthermore, this
phenomenological approach does not provide a rigorous scheme
to consistently derive two- and many-body forces and compatible
electroweak currents. In addition, there is no clear way to
properly assess the theoretical uncertainty associated with the
nuclear potentials and currents.

These shortcomings were addressed when a new phase in
the evolution of microscopic models began in the early 1990’
with the emergence of xEFT [30-32]. xEFT is a low-energy
effective theory of QCD and provides the most general scheme
accommodating all possible interactions among nucleons and
pions (A-less x EFT) compatible with the relevant symmetries
and symmetry breakings—in particular chiral symmetry—of
low-energy QCD. In some modern approaches, the choice of
degrees of freedom also includes the A isobar (A-full xEFT),
because the A-nucleon mass splitting is only 300 MeV ~ 2m,,.

By its own nature, the xEFT formulation has an expansion
in powers of pion momenta as its organizing principle. Most
chiral interactions employed in recent nuclear structure and
reaction calculations are based on Weinberg power counting.
Within Weinberg power counting, the interactions are expanded
in powers of the typical momentum p over the breakdown
scale A, ~ GeV, Q = p/Ap, where the breakdown scale
denotes momenta at which the short distance structure becomes
important and cannot be neglected and absorbed into contact
interactions anymore (see references [33-36] for recent review
articles). It is important mentioning that alternative power-
counting schemes have been also suggested [37-42] but not
fully explored.

This expansion introduces an order by order scheme, defined
by the power v of the expansion scale Q associated with each
interaction terms: leading order (LO) for v = 0, next-to-leading
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order (NLO) for v = 2, next-to-next-to-leading order (N2LO)
for v 3 and so on. Similarly as for nuclear interactions,
such a scheme can also be developed for electroweak currents.
Therefore, xEFT provides a rigorous scheme to systematically
construct many-body forces and consistent electroweak currents,
and tools to estimate their uncertainties [43-48].

Chiral nuclear forces are comprised of both pion-exchange
contributions and contact terms. Pion-exchange contributions
represent the long-range part of nuclear interactions and some of
the pion-nucleon (7w N) couplings entering sub-leading diagrams
can consistently be obtained from low-energy wN scattering
data [49-54, 54-56]. On the other end, contact terms encode the
short-range physics, and their strength is specified by unknown
low-energy constants (LECs), obtained by fitting experimental
data. Similarly to the phenomenological interactions, the LECs
entering the NN component are obtained by fitting NN scattering
data up to 300 MeV lab energies, while the LECs involved in
the 3N terms are fixed by reproducing properties of light-nuclei.
This optimization procedure involves separate fit of the NN and
3N terms. Recently, a different strategy has been introduced
by Ekstréom et al. [57]. This new approach is based on a
simultaneous fit of the NN and 3N forces to low-energy NN data,
deuteron binding energy, and binding energies and charge radii
of hydrogen, helium, carbon, and oxygen isotopes.

Within x EFT, many studies have been carried out dealing with
the construction and optimization of NN and 3N interactions [34,
42,44,49,57-81] and accompanying isospin-symmetry-breaking
corrections [82-84]. These interactions are typically formulated
in momentum space, and include cutoff functions to regularize
their behavior at large momenta. This makes them strongly
non-local when Fourier-transformed in configuration space, and
therefore unsuitable for use with QMC methods. In this context,
an interaction is local if it depends solely on the momentum
transfer ¢ = p — p’ (p and p’ are the initial and final relative
momenta of the two nucleons), which, upon Fourier transform,
leads to dependencies solely on r. However, interactions in
momentum-space can also depend on the momentum scale k =
(p’ + p)/2, whose Fourier transform introduces derivatives in
coordinate space. These k dependencies, and thus non-localities,
come about because of (i) the specific functional choice made to
regularize the momentum space potentials in terms of the two
momentum scales p and p’, and (ii) contact interactions that
explicitly depend on k.

In recent vyears, local configuration-space chiral NN
interactions have been derived by two groups. On the one
side, the authors of references [12, 85] constructed NN local
chiral potentials within A-less xEFT by including one- and
two-pion exchange contributions and contact terms up to N>LO
in the chiral expansion. The contact terms are regularized
in coordinate space by a cutoff function depending only
on the relative distance between the two nucleons, and use
Fierz identities [86] to remove completely the dependence
on the relative momentum of the two nucleons, by selecting
appropriate combinations of contact operators. Their strength is
characterized by 11 LECs, fixed by performing order by order x>
fit to NN phase shifts from the Nijmegen PWA up to 150 MeV
lab energy. The fitting procedure is carried out for different
values of the cutoff Ry in the range of Ry = 1.0 — 1.2fm. The

motivations why the authors of references [12, 85] truncated the
chiral expansion of these local potentials at N?LO is because at
this order it is (i) possible to have a fully local representation of
the NN chiral interactions and (ii) the inclusion of consistent 3N
force is straightforward. In their models, the unknown 3N LECs
are obtained by reproducing the binding energy of *He as well as
the P-wave n — « elastic scattering phase shifts. In addition, they
explore different parametrization for the 3N, force accordingly
to Fierz identities [87-89]. In the present work, we are referring
to a set of these local chiral interactions, specifically the (D2, ET)
model with Ry = 1.0 fm of reference [89], as GT+Et-1.0.

On the other side, the authors of references [10, 90]
developed a different set of NN local chiral interactions by
(i) including diagrams with the virtual excitation of A-isobars
in the TPE contributions up to N2LO (A-full xEFT), ii)
retaining contact terms up to N3LO. The LECs entering the
NN contact interactions in this model are constrained to
reproduce NN scattering data from the most recent and up-
to-date database collected by the Granada group [91-93]. The
contact terms are implemented via a Gaussian representation of
the three-dimensional delta function with Rg as the Gaussian
parameter [10, 90, 94]. The pion-range operators are regularized
at high-value of momentum transfer via a special radial function
characterized by the cutoft Ry [10, 90, 94]. There are two classes
of these potentials. Class I (II) are fit to data up to 125MeV
(200 MeV). For each class, two combinations of short- and long-
range regulators have been used, namely (Rs,R) = (0.8,1.2) fm
(models NV2-Ia and NV2-IIa) and (Rs,Rp) (0.7,1.0) fm
(models NV2-Ib and NV2-IIb). Class I (II) fits about 2,700
(3,700) data points with a x?/datum < 1.1 (< 1.4) [10, 90].
In conjunction with these models, two distinct sets of A-full
3N interactions have also been constructed up to N2LO. In the
first, the 3N unknown LECs were determined by simultaneously
reproducing the experimental trinucleon ground-state energies
and neutron-deuteron (nd) doublet scattering length for each
of the NN models considered, namely NV2-Ia/b and NV2-
Ia/b [11, 95]. In the second set, these LECs were constrained by
fitting, in addition to the trinucleon energies, the empirical value
of the Gamow-Teller matrix element in tritium S-decay [94].
The resulting Hamiltonians were labeled as NV2+3-Ia/b and
NV2+3-IIa/b (or Ia/b and IIa/b for short) in the first case, and
as NV2+3-Ia*/b* and NV2+3-IIa*/b* (or Ia*/b* and IIa*/b*) in
the second.

The interactions between external electroweak probes—
electrons and neutrinos—and interacting nuclear systems is
described by a set of effective nuclear currents and charge
operators. Analogously to the nuclear interactions, electroweak
currents can also be expressed as an expansion in many-body
operators that act on nucleonic degrees of freedom. Electroweak
currents have been developed in both meson-exchange and
XEFT approaches. We refrain to discuss them in this work,
redirecting the interested reader to dedicated reviews [4, 96-98]
and references therein.

3. QUANTUM MONTE CARLO METHODS

The xEFT Hamiltonians and the consistent electroweak
currents discussed in the previous section are the main
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input of sophisticated many-body methods aimed at solving
with controlled approximations the nuclear many-body
Schrédinger equation

H|Wy,) = En|Wa) . (10)
This is a highly non-trivial problem, mainly because of the non-
perturbative nature and the strong spin-isospin dependence of
realistic nuclear forces. In this work, we will focus on QMC
techniques, namely the variational Monte Carlo (VMC), the
Green’s function Monte Carlo (GFMC), and the auxiliary-field
diffusion Monte Carlo (AFDMC) methods.

3.1. Variational Monte Carlo

The variational Monte Carlo method is routinely used to
obtain approximate solutions to the many-body Schrodinger
equation for a wide range of strongly interacting nuclear systems,
including few-body nuclei, light closed-shell nuclei, and nuclear
and neutron matter [4]. The VMC algorithm relies on the
Rayleigh-Ritz variational principle

(Wr|HWr) _ o> By (11)
(Wr|Wr)

to find the optimal set of variational parameters defining the trial

wave function Wr. As far as the nuclear many-body problem is

concerned, it is customary to assume that the trial state factorizes

into long- and short-range components

wn) = (1= 3 Fa) (STTEs)1op,

i<j<k i<j

(12)

where Fj and Fy; are two- and three-body correlations,
respectively. The symbol S indicates a symmetrized product
over nucleon pairs since, in general, the F;; do not commute.
VMC calculations explicitly account for the underlying strong
alpha-cluster structure of light nuclei. For instance, the totally
antisymmetric Jastrow wave function of p-shell nuclei is
constructed from a sum over independent-particle terms, @4,
each having four nucleons in an «-like core and the remaining
(A — 4) nucleons in p-shell orbitals [99]:

o) =A| [] ik [T T fotw

i<j<k i<j<4 k<4<I<A

x (,BLS w1 Fop 1) | @ ALS[MI T 1234 5., A))
LS[n] 4<l<m<A
(13)

The operator A stands for an antisymmetric sum over all possible
(’Z) partitions of the A particles into four s-shell and (A — 4)
p-shell states. As suggested by standard shell-model studies, the
independent-particle wave function |®4(LS[n]J];T;)1234:5..4)
with the desired JM value of a given nuclear state is obtained
using LS coupling, which is most efficient for nuclei with up to
A = 12. The symbol [n] is the Young pattern that indicates
the spatial symmetry of the angular momentum coupling of

the p-shell nucleons [25]. Note that |®4(LS[n]]];T;)1234:5...4) is
chosen to be independent of the center of mass as it is expressed
in terms of the intrinsic coordinates

r; — ri — Reu, Rem = (14)

1A
Syt

i=1
The pair correlation for particles within the s-shell, f;, arises
from the structure of the a particle. The f;, is similar to the
fss at short range, but with a long-range tail that goes to unity
at large distances, allowing the wave function to develop a
cluster structure. Finally, f,, is set to give the appropriate cluster
structure outside the « core. The three-body central correlations,
induced by the two-body potential has the following operator
independent form

oo =1 — i (g ) (x - 1) (g - e BT (15)

where g{ and g5 are variational parameters. In addition the scalar
correlations of Equation (13), VMC trial wave functions include
spin-dependent nuclear correlations, whose operator structure
reflects the one of the NN potential of Equation (6)

(1 + Z up(r,])Ol])

More sophisticated trial wave functions can be constructed
by explicitly accounting for spin-orbit correlations, as, for
instance, in the cluster variational Monte Carlo calculations
of reference [100]. However, the computational cost of these
additional terms is significant, while the gain in the variational
energy is relatively small [101]. The radial functions u”(r;;) are
generated by minimizing the two-body cluster energy of the
interaction v — A, with

Fj=(14Uy) = (16)

18

Por=) (apvp(rij)(’)f; - '\p(’ij)> :

p=1

17)

The variational parameters «) simulate the quenching of spin-
isospin interactions between particles i and j due to interactions
of these particles with others in the system. The Lagrange
multipliers A,(r;) account for short-range screening effects, and
are fixed at large distances by the asymptotic behavior of the
correlation functions, which is encoded by an additional set of
variational parameters. The quality of the trial wave function
is improved by reducing the strength of the spin- and isospin-
dependent correlation functions u”(r;;) when a particle k comes
close to the pair ij [102]

() — | [T futesra) | (),
ket i

(18)
where the three-body operator-dependent correlation induced by

the NN interaction is usually expressed as

ﬁ'ﬁ')k(rij) i) =1— g (1 — Fy - Bg)e” RO (19)
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with q‘ll) and qg being variational parameters [25]. The three-body
correlation operator Fjj turns out to be particularly relevant for
when 3N interactions are present in the nuclear Hamiltonian. In
this case, its form is suggested by perturbation theory

Fij = Zqugk()’quj))’qrik>yqrjk)’ (20)
q

where y, is a scaling parameter, and €; a small, constant. The
superscript g indicates the various terms of the 3N force. It has
been shown that the vast majority of the 3N correlations can
be recovered by omitting the commutator term ec Vijck’ provided
that the strength of the anticommutator term €4 is opportunely
adjusted. This allows to save a significant amount of computing
time, since anticommutators involving pairs ij and jk can be
expressed as a generalized tensor operators involving the spins
of nucleons i and k only. Hence, the computing time scales as the
number of pairs rather than the number of triplets [25].

The expectation values of the form of Equation (11) contain
multi-dimensional integrals over all particle positions

[ dRVLR)OVL(R) on

J ARWTRWT(R)
A deterministic integration of the above integral is
computationally prohibitive, therefore Metropolis Monte

Carlo techniques are employed to stochastically evaluate it. The
order of operators in the symmetrized product of Equation
(12), denoted by p and g for the left and right hand side wave
functions, respectively, is also sampled. The 3A-dimensional
integration is facilitated by introducing a probability distribution,
Wpq(R), such that

xpTP(R OWr,(R)

(0) = qu f dR 4(R) WP‘I(R) (22)
qudeMWPq(R)

In standard VMC calculations, one usually takes Wp,(R) =
[Re(W; (R)Wry(R))|,
be used to reduce the computational cost. The Metropolis
algorithm is used to stochastically sample the probability
distribution W4(R) and obtain a collection of uncorrelated or
independent configurations.

Since the nuclear interaction is spin-isospin dependent, the
trial state is a sum of complex amplitudes for each spin-isospin
state of the system

even though simpler choices might

Wr) = Y alisis R Xi) - (23)
is<ns,iy<ny
The ny = 24 many-body spin states can be written as
xn) =142 14)
x2) =1"1642...51a)
Ixs) =14 125 da)
Ixn) =111 12,5 ta) (24)

and the isospin ones can be recovered by replacing |, with #n and 1
with p. Note that, because of charge conservation, the number of
isospin states reduces to n; = (‘;) To construct the trial state, one
starts from the mean-field component |® 4 (LS[n]]];T;)1234:5...4)-
For fixed spatial coordinates R, the spin-isospin independent
correlations needed to retrieve |®j) are simple multiplicative
factors, common to all spin amplitudes. The symmetrized
product of pair correlation operators is evaluated by successive
operations for each pair, sampling their ordering as alluded to
earlier. As an example, consider the application of the operator
01 - 03 on a three-body spin state (for simplicity we neglect the
isospin components). Noting thato; -0 = 2 771-‘; —1, where 2 ’Pg
exchanges the spin of particles i and j, we obtain:

arts arts
arty arty
iy 2ay1p — ayyy
010y | A | = | 2R T A (25)
art 2apit —ajpe
ayry 2aryy —apn)
ayyr ayyr
ay) ay)

Hence, the many-body spin-isospin basis is closed under the
action of the operators contained in the nuclear Hamiltonian.

Most of the computing time is spent on spin-isospin
operations like the one just described. They amount to an
iterative sequence of large sparse complex matrix multiplications
that are performed on-the-fly using explicitly coded subroutines,
which mainly rely on three useful matrices. The first matrix
m(i, is) gives the z-component of the spin of particle i associated
to the many-body spin-state i;. A second useful matrix is
Nexch (Kij, i), that provides the number of the many-body spin
state obtained by exchanging the spins of particles i and j,
belonging to the pair labeled k; in the state i;. The matrix
ngip (i, is) yields the number of the spin state obtained by flipping
the spin of particle i in the spin state. The action of the operator
01 - 03 can then be expressed as

102 Y alis i R)| i, Xi)

iS)it

= [2a(isis; R) —

is>it

a(nexch (kij» is)» i R) | xis i) . (26)

By utilizing this representation, we only need to evaluate 24
operations for each pair, instead of the 24 x 24 operations that
are required using a simple matrix representation in spin space.
The tensor operator is slightly more complicated to evaluate and
requires both matrices m(i, ;) and ng;p(i, i) [103]. Analogous
matrices are employed to perform operations in the isospin space,
as the two representations are practically identical.

The expectation values of Equation (21) are evaluated by
having the operators act entirely on the right hand side of the
trial wave function. The matrix machinery used to apply the spin-
dependent correlation operators is also used to evaluate O|Wr,).
A simple scalar product of this quantity with (Wr 4|, provides the

numerator of the local estimate \IJ;E q(R)O\IJT,p(R) /Wpq(R) and
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Wp4(R) is computed in a similar fashion. The first and second
derivatives of the wave function are numerically computed by
means of the two- and three-point stencil, respectively. Hence,
to determine the kinetic energy, 6A + 1 evaluations of Wr(R)
are needed. Finally, using the trick described in reference [104],
we can evaluate the action of the angular momentum dependent
terms in the potential evaluating Wr(R) an additional 3A(A —
1)/2 times.

Not only does the size of the wave vector grows exponentially
with the number of nucleons, but so does the number of
evaluations necessary to calculate the energy, limiting the
applicability of the VMC method to A < 12 nuclei. Sampling
the spin-isospin state and evaluating the trial wave function’s
amplitude for that sampled state still requires a number of
operations exponential in the particle number, bringing little
savings in terms of computing time. Extending VMC calculations
to larger nuclear systems requires devising trial wave functions
that can capture most of physics of the system while requiring
computational time that scales polynomially with A.

3.2. Green’s Function Monte Carlo

Green’s function Monte Carlo overcomes the limitations intrinsic
to the variational ansatz by using an imaginary-time projection
technique to enhance the true ground-state component of a
starting trial wave function

o) oc lim e~ FT=F07 ) (27)

In the above equation, 7 is the imaginary time, and Er is a
parameter used to control the normalization. In addition to
ground-states properties, excited states can be computed within
GFMC. The imaginary-time diffusion yields the lowest-energy
eigenstate with the same quantum numbers as |W7). Thus, to
obtain an excited state with distinct quantum numbers from the
ground state, one only needs to construct a trial wave function
with the appropriate quantum numbers. If the excited-state
quantum numbers coincide with those of the ground state, more
care is needed, but precise results for such states can still be
obtained [105].

Except for some specific cases, the direct computation of the
propagator e~ I7 for arbitrary values of 7 is typically not possible.
For small imaginary times §7 = 7 /N with N large, the calculation
is tractable, and the full propagation to large imaginary times ¢
can be recovered through the following path integral

N-1

\p(f,RN)=/HdRi<RN‘e—(H—ET)5f
i=0

<R1 le—(H—ET)ar

Rt}

Ro)(Ro) W . (28)

The GFMC wave function at imaginary time 7487 can be written
in an integral form

W(r + 87, Rip1) = / dRGs: (Ris, R)W(T,R),  (29)

where we defined the short-time propagator, or Green’s function,

Gsr(Ris1,R)) = (Rip1 |[e 7| Ry) . (30)

Monte Carlo techniques are used to sample the paths
by simultaneously evolving a set of configurations—dubbed
walkers—in imaginary time, until the distribution converges
to the ground-state wave function [106]. To avoid the large
statistical errors arising from configurations that diffuse into
regions where they make very little contribution to the
ground-state wave function, the diffusion process is guided by
introducing an importance-sampling function W(R), which has
the same quantum numbers as the ground-state. The importance
function is typically taken to coincide with the variational wave
function, but different choices are possible. Multiplying Equation
(29) on the left by W/ (R;; ) yields

\IJIT(RiH)\IJ(r + 37, Riy1)

= / dR; [\v} (Ri+1)Gsf(Ri+1,Ri)qJT1} W (R)W(z,R)).
7\

(31)

The quantity within squared brackets is the importance-sampled
propagator G{sf(Ri+1> R;). Note that a set of walkers can be
sampled from \IJIJr (R)W(t + 87, R;) only if this density is positive
definite. In this case, the latter can be interpreted as a probability
density distribution and its integral determines the size of the
population, i.e., the number of walkers. In Fermion systems,
however, the positiveness of \I»';r (R)W(t + 671, R;) is only granted
for exact importance-sampling functions. In general, the nodal
surface of the ground state can be different from that of W;. We
will return to this point later on. The importance function can be
expanded in terms of eigenstates of the Hamiltonian as

WI(R) = ) caWn(R). (32)

The Green’s function can also be expressed in terms of the
same eigenstates:

Gor(Rix 1, Ry) = Y Wy(Ripp)e” B ETwlR) . (33)
n

Inserting the last two relations into Equation (29) and integrating
over R; 11, we get

ZC:/dRHI\DnT(RHI)\D(T + 07, Riy1)

n

=>c / dR W] (R) e”EETQ(z Ry, (34)
n

If the importance-sampling function closely resembles the
ground-state wave function, then ¢ 840 and Er
Ey, implying

~

[ R @iy ic 4 on R = [ arw RO R).
33)
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Therefore, having accurate importance function reduces the
fluctuations in the population size from one time step to the next,
thereby reducing the statistical errors in the calculation.

A common approximation for the short-time propagator is
based upon the Trotter-Suzuki expansion

Gse (Riy1, Ry) = e VRHIT/2(R, e T07 Ry e VRDIT/2 4 o(573),
(36)

Here, T is the kinetic energy giving rise to the free-particle
propagator that, for non-relativistic systems, can be expressed as
a simple Gaussian in configuration space

1 A
: 3/2] o (Risi R 02
AT

(Ri+1|€7T&|Ri> = GgT(RiJrl)Ri) = |:
(37)

with A2 = 4%81 The exponentials of the two-body potentials
can be approximated to first order by turning the sums over pairs
in the exponent into a symmetrized product of exponentials of
the individual pair potentials. The first six terms of the potential
can be easily exponentiated, while momentum dependent terms
cannot be treated this way. A simple way to include them consists
in expanding the exponential of the momentum dependent
terms to first order in 7 and use integration by parts to let
the derivatives act on the free-particle Green’s function. This
approach can only be successfully applied to the terms in the
potential that are linear in momentum, suchasL-Sand (L-S) t;-
7 [107]. On the other hand, contributions to the potential that
are quadratic in the momentum cannot be evaluated to first order
in this manner. For this reason we use approximations to the full
NN potentials, such as the AV8' interaction, that only contain the
first eight operators. The difference between AV18 and AVS' is
treated in perturbation theory.

More sophisticated alternatives of reducing the time-step
error exist and are routinely used in GFMC calculations. The
most common one consists in building the Green’s function
operator as a product of exact two-body propagators

8ik(Tjk, i> Lik, i+1)

G(ST (RH‘ISRI) = 0
i<k ix(Xjk, i Tk, i1)

S G, (Riy1,R;), (38)

where gix(rjx i» Uik, i+1) is the exact two-body propagator and
g]%(l'jk,i,l'jk, i+1) is the two-body free- particle propagator [108].
Atvariance with the propagator of Equation (36), terms quadratic
in the angular momentum can in principle be accounted for
into the exact pair propagator. However, the inclusion of these
terms requires the sampled distribution to have the same locality
structure to keep statistical errors under control. Thus, simplified
AVS' potentials are also used in the pair propagator, even though
in this case no approximations in treating L - Sand (L - S) 7; - 7;
terms are necessary.

Since the matrix V is the spin/isospin-dependent interaction,
the propagator is in turn a matrix in spin-isospin space. To deal
with it, first a scalar approximation to the importance sampled

Green’s function, denoted as G(IST (Ri+1,R;j), is introduced.
Recalling the form of the importance sampled Green’s function

lI’IT(R1'+1)

‘I’;r(i

Gl (Riy1,R) = Gsr(Riy1,Ri), (39)

constructing its scalar counterpart requires defining a scalar
approximation for the importance-sampling function, which can

be taken to be W;(R) ‘~Il;r (R)¥;(R). As for the potential,

we can use the average of the central parts in the 'Sy and 3S;
channels, thus

~ WIRi11)  [Vi0(Renr)+ Vor (Ris1)]67 /4 -0
Gt (Ris1,R) = — e [VioRir1)+Vor (Ri+1)]67/4
St \Ri+ i qjl(Ri) St

(Rit1, Ri)e*[VIO(RiH’VOl(Ri]BT/‘l . (40)

At each time-step, the walkers are propagated with Ggr (Ri+1,R))
by sampling a 3A-dimensional vector from a gaussian
distribution to shift the spatial coordinates. To remove the
linear terms coming from the exponential of Equation (37), we
use two mirror points Ri1; = R; & §R and we consider the
corresponding two weights

— Yi(R; £ 3R) o~ [V10(RiESR)+ Vo (Ri£8R)+ V1o (Ri)+Vor (Ri]87/4 ErdT
Vi(R;)
(41)

One of the two walkers is kept in the propagation according
to a heat-bath sampling among the two normalized weights
w+ /(34 w+) and the average weight ), w /2 is associated to
the propagated configuration.

In terms of the scalar Green’s function, the propagation of
Equation (29) reads

Gs: (Riy1, R;)

W(t + 87, Riy) = /dR‘ =
1 1 G}, (Riy1,Ry)

} G (Riy1, R)W(T,R;).
(42)

Since the new positions are sampled according to GéT(RH_l, R)),
we can conveniently define

Gsr(Ri+1,R;)

— Y(z,R;).
GL (Ri+1,Ry) l

V(t 4+ 67, Rip1) = (43)

The imaginary-time evolution of the walker density is given by

I
:| G(Sr

W (R )W (T + 87, Rip) =
dei [‘IJITEFRI'HZG&(RiH,Ri)‘II(I,R,-)
U/ (R)GL, (Riy1, R)W(T,Ry)
(Rit1, Ri)\lf;r(R,-)\IJ(r, R,).

(44)
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Iterations of Equation (44) amount to

matrix multiplications

multiple

Gsz(Ry,Ry—1)
Gi, (RN, Ry_1)

‘J/(T,RN) = |:

I

that are performed using the same matrices used to construct
[Wr). It has to be stressed that W(z,Ry) is not the ground-
state wave function. It rather represents a spin-isospin set of
amplitudes that, when taken in product with the Hermitian
conjugate of the importance function, gives an overlap for each
component of the wave function. Are the changes in these
overlaps that drive the distribution of walkers toward that of the
true ground state.

Gs:(Ry—1,Ry_2)
Gi, (Rn—1,Ry_2)
G(ST (Rl > RO)

= 45
G(Igf (Rl > RO) ( )

:| Wr(Ry),

To avoid sign fluctuations in \IIIT(R,-)\IJ(‘E, R;), we sample the
walkers from the positive-definite density distribution

IR) = | Y (Wr(R)Ixi, Xir) (i, x| W (7, R)

init

e 0 [CWHRII i) Ot il W (. R)|

isit

(46)

The first term simply measures the magnitude of the overlap of
the wave functions, while the second, with a small coefficient
€ =~ 0.01, ensures a positive definite importance function
to allow diffusion across nodal surfaces. This choice for the
sampling distribution is monitored by checking how much this
estimate of the population size deviates from the actual number
of configurations. Since the configurations are distributed
according to I(R;) defined in Equation (46), the expectation
values of observables that commute with the Hamiltonian are
estimated as

(Wr|O[W(z)) 2 g (VRO (7, Ry))/I(R;)
(WrlW(r)) g (Wr(R)|W(r, Ry))/I(R;)
(47)

(0(0)) =

For all other observables, we compute the mixed estimates

(Wr|O|W(r))  (Yr|O|W¥r)

O ~2 —
OO =270 Wy~ (wriwn)

, (48)

where the first and the second term correspond to the DMC and
VMC expectation value, respectively.

As in standard Fermion diffusion Monte Carlo algorithms,
the GFMC method suffers from the Fermion sign problem
that arises from stochastically evaluating the matrix elements
in Equation (47). The imaginary-time propagator is a local
operator, while antisymmetry is a global property of the system.
As a consequence, |W(r)) can contain bosonic components
that have much lower energy than the Fermionic ones and
are exponentially amplified during the propagation. When the
dot product with the antisymmetric Wy is taken, the desired

Fermionic component is projected out in the expectation
values, but the variance—and hence the statistical error—grows
exponentially with 7. Because the number of pairs that can
be exchanged grows with A, the sign problem also grows
exponentially with the number of nucleons. Already for A
8, the statistical errors grow so fast that convergence cannot
be achieved.

To control the sign problem, we adopt the so-called
“contrained-path” method [101], originally developed to study
condensed matter systems [109]. This method is based on
discarding those configurations that in future generations will
contribute only noise to expectations values. If we knew the exact
ground state, we could discard any walker for which

W) (R)W (1, R) =0, (49)
where a sum over spin-isospin states is implied. The sum of these
discarded configurations can be written as a state | W), which has
zero overlap with the ground state. Disregarding |W,) is justified
because it only contains excited-states components and should
decay away as T — oo. However, in general, the exact ground
state is not known, and the constraint is approximately imposed
using Wr in place of Wy:
(Wr|Wg) =0. (50)
The GFMC wave function evolves smoothly in imaginary time
and changes can be made arbitrarily small by reducing 7. Hence,
if the wave function is purely scalar, any configuration which
yields a negative overlap must first pass through a point at
which Wr—and hence the overlap—is zero. Discarding these
configurations is then sufficient to stabilize the simulation and
produce “fixed-node” variational solutions, to the many-Fermion
problem. However, the GFMC trial wave function is a vector
in spin-isospin space, and there are no coordinates for which
all the spin-isospin amplitudes vanish. In addition, the overlap
\IJ; P(R,-)‘-IJ(I,Ri) is complex and depends on the particular
sampled order p. As a consequence, it does not evolve smoothly
and can pass through zero. The constraint of Equation (50)
cannot be satisfied for individual configurations, but rather
only on average for the sum of discarded configurations. To
circumvent these difficulties, we define the overlap
Or,p = E?t[\ll},p(Ri)\I/(r,R,-)] . (51)
We can then introduce a probability for discarding a
configuration in terms of the ratio Or,,/Ir,, where It
corresponds to choosing the ordering p in Wy as defined in
Equation (46)

0 O/I > a.
PIW (R, W(r, R)) = { %290 o, > O/1 > p,
1 O/I < B¢

The constants o, and S, are adjusted such that the average of the
overlap Or, , /I, p is zero within statistical errors.
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In a few cases the constrained propagation converges to
the wrong energy (either above or below the correct energy).
Therefore, a small number, n, 10-80, of unconstrained
steps are made before evaluating expectation values. These few
unconstrained steps appear to be sufficient to remove the bias
introduced by the constraint but do not greatly increase the
statistical error.

3.3. Auxiliary Field Diffusion Monte Carlo
Over the last two decades, the auxiliary field diffusion Monte
Carlo method [110] has become a mainstay for studying atomic
nuclei [89, 111-113] and infinite neutron matter [13, 87, 114].
The AFDMC overcomes the exponential scaling with the number
of nucleons of the GFMC by using a spin-isospin basis given by
the outer product of single-nucleon spinors

@ lsa)s

Ixic Xie) = 1S) = [51) ® [s2) ® (52)

where

I5) = @irpl 1 9 + aipl 4 p) + aigal 1 1) + aiyl 4 m). (53)
The state vector is fully specified by a set of 4A complex
coeflicients. As opposed to the many-body spin-isospin basis
defined in Equation (23), the single-particle one is not closed
under the action of two-body operators. To see this, lets apply
again the operator o - 03 on a three-body spin state

g1 -

o[ (a4l D)+ a0 1) ® (a2g] 1) + a2y 1) ®
(as] 1) +asyl 0) | =2[ (@2n] D) + a2yl W) @
(an ] 1) +aryl 1) @ (sl 1) +asyl 1) |
~[(@al 1)+ @yl 1) @ (@l 1) + a2yl V) @

(asp 1) +asyl 1) ]. (54)
In general, the action of all pairwise spin/isospin operators
needed to construct the trial state defined in Equation (12)
generates all the 244 (‘é) amplitudes of the many-body spin-isospin
basis. For this reason, the trial wave function typically used in
AFDMC calculations [89, 115] is simpler than the one of the
GFMC and takes the form

(1=2F— Y Fa)iop,

i<j i<j<k

W) = (55)

where Fj; and Fy are defined in Equations (16) and (20),
respectively. Since it contains a linearized version of spin/isospin-
dependent two-body correlations, this wave function is
significantly cheaper to evaluate than the one used in GFMC,
as it scales polynomially with the number of nucleons rather
than exponentially. However, because only pairs of nucleons are
correlated at a time, the cluster property is violated. Nevertheless,
the use of these linearized spin-dependent correlations has
enabled a number of remarkably accurate AFDMC calculations,
in which properties of atomic nuclei up to A = 16 [89, 111, 112]

have been investigated utilizing the local xEFT interactions
of references [12, 87]. Very recently, the AFDMC trial wave
function has been improved by including quadratic pair
correlations [89, 116].

The Jastrow component of |Wr) is also simpler than the one
of Equation (13),

|®) (56)

=TT T1 £l ®@a0™. 1 o),

i< i<j<k

where the two-body scalar correlation are obtained consistently
with the uf(r;;) minimizing the two-body cluster energy. The
three-body scalar correlation is the one defined in Equation
(15). The mean-field component is modeled by a sum of
Slater determinants,

(XIDT™ Jos T = Y _cn | Y, CpoAl da (¥1) - by (xa) ]
n JI= 1.
(57)
In the above equation we have introduced X = {x,...,x4},

where the generalized coordinate x; = {r;, s;} represents both the
position R = ry,...,rq and the spin-isospin coordinates S =
S1,...,s4 of the A nucleons. The determinants are coupled with
Clebsch-Gordan coefficients Cj;, in order to reproduce the total
angular momentum, total isospin, and parity. The single-particle
orbitals are given by

o (xi) = Ry(ri) Yllz(?i) Xssz(U) Xttz(f)» (58)

where Ry, (r) is the radial function, Yy, is the spherical harmonic,
and x,(0) and xu, (7) are the complex spinors describing the
spin and isospin of the single-particle state.

The AFDMC imaginary-time propagation can be broken up in
small time steps similarly to what is done in Equation (28) for the
GFMC method. This time however, the generalized coordinate
X is used instead of R and the spin-isospin degrees of freedom
are also sampled. The AFDMC wave function at imaginary time
7 4 87 can be written in an integral form analogous to the one of
Equation (29)

W(t 4687, Xit1) = Z/dRiGar(Xiﬂ,Xi)‘I’(f,Xi)- (59)

Using the Trotter decomposition of Equation (36), the short-time
Green’s function factorizes as

Gor (Xis1, Xi) = G (Riy1, Ry (Si1 e~ (VR 2HVIR)2=ED)ST | g
+ 0(873). (60)

Quadratic spin-isospin operators contained in the nuclear
potential can connect a single spin-isospin state |S;) to all
possible [S;11) states. In order to preserve the single-particle
representation, the short-time propagator is linearized utilizing
the Hubbard-Stratonovich transformation

—AOZSI/Z dx e—x2/2 ex«/—)\ér (@] (61)

-7l
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where x are the auxiliary fields and the operators O are obtained
as follows. The first six terms defining the NN potential can
be conveniently separated in a spin/isospin-dependent Vsp and
spin/isospin-independent Vg contributions. To see this in more
details, lets consider purely neutron systems, where 7; - 7; = 1,
since the extension to isospin-dependent terms is trivial [89]. In
this case, Vgp can be cast in the form

3A
1 1
Vip =2 Aiajp of of = 52 Onns (62)
iajp n=1

where the operators O,, are defined as

On=) of ¥l (63)
o

In the above equations A, and ¥, are the eigenvalues and
eigenvectors of the matrix A. Hence, applying the exponential
of the spin-dependent terms of the NN interaction amounts to
rotating the spin-isospin states of nucleons

1 2
—V(Ri)ST/2 )¢\ —x5/2 Xna/—A8T Oy | Q.
e i) —| | /dxne nre [Si), (64)
. V2m

and the imaginary-time propagation is performed by sampling
the auxiliary fields x,, from the Gaussian probability distribution

[Sit1 (65)

) — l_[ e.i‘n\/_)\.at On|Si) .

The spin-orbit term of the NN potential—p = 7 in Equation (6)—
is implemented in the propagator as described in reference [117],
and appropriate counter terms are included to remove the
spurious contributions of order §t. Presently, the isospin-
dependent spin-orbit term of the NN potential, corresponding
to p = 8 in Equation (6), cannot be properly treated within
the AFDMC algorithm, as its counter term contains cubic spin-
isospin operators, preventing the straightforward use of the
Hubbard-Stratonovich transformation.

Importance sampling techniques are also routinely
implemented in the AFDMC method—in both the spatial
coordinates and spin-isospin configurations—to drastically
improve the efficiency of the algorithm. To this aim, the
propagator of Equation (60) is modified as

Vi(Xit1)

Gl (Xit1,Xi) = Gsr (Xig1, Xi) ——— ™,

66
Wi (X;) (66)

and we typically take W;(X) = Wr(X). At each time step,
each walker is propagated sampling a 3A-dimensional vector to
shift the spatial coordinates and a set of auxiliary fields A from
Gaussian distributions. To remove the linear terms coming from
the exponential of both Equations (37) and (64), in analogy to
the GFMC method, we consider four weights, corresponding
to separately flipping the sign of the spatial moves and spin-
isospin rotations

_ Ui(£Riy1, Siy1 (£X))

T Yi(R;, i) (67)

In the same spirit as the GFMC algorithm, only one of the four
configurations is kept according to a heat-bath sampling among
the four normalized weights w;/ W, with W = Z?:l w;/4 being
the cumulative weight. The latter is then rescaled by
W — We™Var(R)/2+Vsi(Riy1)/2—Er]dt , (68)
and associated to this new configuration for branching and
computing observables. This “plus and minus” procedure,
first implemented in the AFDMC method in reference [115]
significantly reduces the dependence of the results on §7.
Expectation values are estimated during the imaginary-time
propagation in a similar fashion as for the GFMC

(Wr|O|W(x)) 2y, (Yr(X)IOIW (7, Xi))/ Wi(Xi)
(WrlW(r)) Yy (Wr(X)W (T, X))/ Wr(Xi)
(69)

(0(0)) =

>

To alleviate the sign problem, as in reference [118], we
implement an algorithm similar to the constrained-path
approximation [119], but applicable to complex wave functions
and propagators. The weights w; of Equation (67) are
evaluated with

— Re{ } s

and they are set to zero if the ratio is negative. Unlike the fixed-
node approximation, which is applicable for scalar potentials
and for cases in which a real wave function can be used, the
solution obtained from the constrained propagation is not a
rigorous upper-bound to the true ground-state energy [101].
To remove the bias associated with this procedure, the
configurations obtained from a constrained propagation are
further evolved using the following positive-definite importance
sampling function [89, 120]

Vi (Xiv1)
Wi (X;)

Wi (Xiy1)

Wi (X;) (70)

W1(X) = [Re{Wr(X)}| + o [Im{Wr (0}, (71)
where we typically take 0.1 < o < 0.5. Along this unconstrained
propagation, the expectation value of the energy is estimated
according to Equation (69). The asymptotic value is found
by fitting the imaginary-time behavior of the unconstrained
energy with a single-exponential function, as in reference [25].
Unconstrained propagations have been performed in the latest
AFDMC studies of atomic nuclei [89, 111] and infinite nucleonic
matter [116, 121]. An example of unconstrained propagation in
®Li for the GT+E7-1.0 local chiral Hamiltonian is reported in
Figure 1, where the blue dots with error bars are the AFDMC
unconstrained energies, the red curve is the exponential fit,
and the green band represents the final result including the
uncertainty coming from the fitting procedure.

In summary, the VMC method is used to find the best
possible guess for the wave function for a given nucleus, i.e.,
it is used to optimize the wave function variational parameters.
VMC energies are usually above the ones coming from GFMC
and AFDMC calculations, while other observables, such as
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FIGURE 1 | Unconstrained evolution in 6Li for the GT+Ez-1.0 local chiral
Hamiltonian. Blue dots with error bars bands are AFDMC energies. The red
curve is a single-exponential function fit to the AFDMC results. The green band
represents the final energy result including the uncertainty coming from the
fitting procedure.

radii and density distributions are in closer agreement. The
variationally optimized wave function is then used as input for
the (statistically) exact GFMC and AFDMC algorithms. The
difference between these two methods relies in their accuracy and
limitations. The GFMC method is very accurate in predicting
several observables with very small statistical error bars, but its
applicability is limited up to 12 nucleons. The AFDMC method
can tackle larger systems, but its precision is somewhat reduced
and it is currently limited to somewhat simplified interactions [4].

4. NUCLEAR STRUCTURE RESULTS

GFMC and AFDMC are complimentary methods that have been
extensively used in the past to accurately calculate ground-state
properties of light nuclei (A < 16). In the following we will
present results obtained using the GFMC method for A-full
XEFT potentials, and using the AFDMC method for A-less
xEFT interactions. In Figure 2 we show the binding energies
of nuclei up to °O as calculated with GEMC for the NV2+3-Ia
potential (red, left) [11], and with AFDMC for the GT+E7-1.0
interaction (blue, right) [89, 111]. The central green bars are
the experimental data. GFMC results only carry Monte Carlo
statistical uncertainties, while for AFDMC results, theoretical
uncertainties coming from the truncation of the chiral expansion
are also included. For an observable X at order i = 0,2,3,...,
the theoretical uncertainty X is estimated according to the
prescription of Epelbaum et al. [74]:

sx© — Q? |X(0) ”

sx = max

2<j<i

<Qi+l‘X(0)|, Qi+1—j‘AX(i)|) fori> 2,

6X > max (| X0=9 — x(= |) , (72)

where

AX(Z) = X(Z) _ X(O),

AXD = xD _ x(=D " fori> 3, (73)

For the local chiral interaction GT+Et-1.0, results are presented
at N2LO (i = 3) considering Q = my /Ay, with m; ~ 140 MeV
and A, = 600 MeV [89, 111].

The NV2+3-Ia interaction provides an overall good
description of the ground-state energy of light nuclei, including
neutron-rich systems with isospin asymmetry as large as 0.6
(1°He). This can be appreciated even more by looking at
Figure 3, where the ratio between QMC results and experimental
data is shown. Above A 8, the NV2+3-Ia description
of binding energies looks slightly less accurate, with some
nuclei slightly underbound (!°He, !'B) and some other sightly
overbound (°Be, 1°B, 2C). However, the difference with the
experimental values is always < 0.2 MeV /A, discrepancy that we
expect to be fully covered by the uncertainty coming from the
truncation of the chiral expansion (i.e., theoretical uncertainty
from the interaction model), currently not available for the
NV2+3-Ia potential.

The binding energy of very light nuclei is also well-reproduced
by the GT+E7-1.0 interaction, with ®He slightly underbound
(0.37MeV/A difference compared to the experimental value),
but compatible with observations within the estimated statistical
plus systematic uncertainties (see Figure 3). Differently from
GFMC calculations, AFDMC results for 8 < A < 11 open-shell
nuclei are currently not available. The ground-state energy of
heavier closed-shell systems, such as '>C and '°0, for the GT+Ez-
1.0 potential is higher than the expected result. However, the
binding energy of 160 is still compatible with the experimental
value within the fully uncertainty estimate. As discussed in
reference [89], the discrepancy found for '2C is due to the
somewhat too simplistic A = 12 AFDMC wave function, that
only includes couplings in the p-shells, rather than a deficiency
of the interaction itself. It has to be noted that AFDMC results
for the GT+Et-1.0 interaction carry larger overall uncertainties
compared to GFMC results for the NV2+3-Ia potential. This is
because the full uncertainty evaluation includes both statistical
and theoretical errors. Both QMC methods imply statistical
uncertainties of the order of few percent. For the A-less
potential, the theoretical errors coming from the truncation of
the chiral expansion dominate compared to the statistical errors.
Considering the next order in the chiral expansion should reduce
theoretical uncertainties, and work is currently being done in
developing such potentials.

Figure 4 shows the charge radii of A < 16 nuclei for
the NV2+3-Ia and GT+E7-1.0 potentials, with respect to the
available experimental data. The expectation value of the charge
radius is derived from the point-proton radius rpc using
the relation

Z

3n?
4M‘t%c2 + (rszo) ’

<r§t> + (Rf,) + (RY) + (74)
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FIGURE 2 | Ground-state energies in A < 16 nuclei. For each nucleus, experimental results [122] are shown in green at the center. GFMC (AFDMC) resullts for the
NV2+3-la [11] (GT+Ez-1.0 [89]) potential are shown in red (blue) to the left (right) of the experimental values. For the NV2+3-la (GT+Ez-1.0) potential, the colored
bands include statistical (statistical plus systematic) uncertainties.
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FIGURE 3 | Energy ratio between the calculated binding energies and the experimental data. The color scheme is the same as Figure 2.

where <R12)> = 0.770(9) fm? is the proton radius [127], (Rf,) = halo nuclei [129]. The point-nucleon radius rp is calculated as

—0.116(2) fm? is the neutron radius [127], (3h%)/(4M2c2) 1

2. : : b (k)= =(¥| > Pylnl’|w), (75)
0.033fm” is the Darwin-Foldy correction [128], and (rw) is a N -

spin-orbit correction due to the anomalous magnetic moment in

A
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AV18+IL7 potential [130]. Blue dots are AFDMC resullts for the GT+Ez-1.0 results for the AV18+UIX potential [100]. Blue dots are AFDMC resullts for the
interaction [89]. The green band corresponds to the experimental results, GT+Et-1.0 interaction [89].
unfolded from electron scattering data (see text for details).

where r; is the intrinsic coordinate of Equation (14), A is the
number of protons or neutrons, and

_lxry,

3 (76)

Pn;

is the projector operator onto protons (+) or neutrons (—). The
charge radius is a mixed expectation value, and it requires the
calculation of both VMC and DMC point-proton radii, according

to Equation (48). Even though mixed expectation values typically
depend on the quality of the employed trial wave functions, for
the highly-accurate wave functions employed in the GFMC and
AFDMC methods, the extrapolation of the mixed estimate <r§h> is
always small.

Both chiral interactions nicely reproduce the charge radius
of helium isotopes. The NV2+3-Ia potential also reproduces
the radius of lithium, beryllium, and boron isotopes, with
new predictions for 3Be and '"Be. The charge radius of
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°Li is underpredicted, whereas that of '2C is overestimated.
The GT+E7-1.0 potential works remarkably well in predicting
the charge radius of 12C and !0, even though theoretical
uncertainties, that dominate over the statistical one, are large. As
discussed in the previous paragraphs, going to the next order in
the chiral expansion will reduce such theoretical uncertainties.
For the GT+E7-1.0 interaction, the charge radius of °Li turns
out to be smaller compared to the experimental value. Once
again, this is not a feature of the employed interaction, rather
a deficiency of the AFDMC wave function. In fact, differently
from GFMG, the current AFDMC wave function does not include
dedicated «-deuteron-like correlations, necessary to capture the
structural properties of OLi.
In QMC methods, single-nucleon densities are calculated as

1
() = (V] ZPN,a(r — |ri)|w), (77)

where Py, is the projector operator of Equation (76) and pn
integrates to the number of nucleons. In Figures 5, 6 we show
the QMC proton density in '2C and 'O for the available
phenomenological (black) and chiral EFT (blue) potentials. Error
bars correspond to statistical uncertainties only. The green bands
are the experimental single-nucleon densities, obtained from
the “sum-of-Gaussians” parametrization of the charge densities
given in reference [132] by unfolding the nucleon form factors
and subtracting the small contribution of the neutrons. As can
be seen, both phenomenological and chiral EFT interactions
provide a good description of the proton density in 2C. The
small discrepancy with the experimental curve at short distance
is due to two-body meson exchange currents, not included in the
proton density presented here. As shown in reference [130], such

10° poww
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=
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=
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.
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FIGURE 7 | Longitudinal elastic form factor in 6Li for different nuclear
potentials. For the NV2+3-la (solid red line) and AV18+UIX (black triangles)
potentials, errors correspond to statistical Monte Carlo uncertainties. The blue
band for the GT+E7-1.0 potential also includes the uncertainties coming from
the truncation of the chiral expansion. Green stars are the experimental
values [131]. Adapted from reference [89)].

currents have little effect on the single-nucleon density for A >
12, slightly reducing its value at small r. The phenomenological
AV18+UIX potential underestimates the proton density a short
distance in '°0. As indicated by the cluster VMC analysis
of reference [100], the three-body potential UIX introduces
repulsion in the system, pushing nucleons far away from the
nucleus center of mass, and thus resulting in larger radius
and smaller central density. The '®0 AFDMC density for the
GT+Et-1.0 potential is instead in better agreement with the
experimental curve.

As opposed to the charge radius, densities are not observables
themselves. However, the single-nucleon density can be related
to the longitudinal elastic (charge) form factor, physical quantity
experimentally accessible via electron-nucleon scattering

510 1
B
m— NV2-+3-Ia
103 F === GT+Er10 :
v~ AVI18+IL7 ﬁ
% Exp H
1
1
10-4 L i W 1
0 1 2 3 4

q (fm'l)

FIGURE 8 | Same as Figure 7 but for '>C. Experimental data are taken from
reference [132]. Adapted from reference [89].
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FIGURE 9 | Same as Figure 7 but for '°0. Experimental data are from Sick,
based on references [136-138]. Adapted from reference [89].
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processes. In fact, the charge form factor can be expressed as
the ground-state expectation value of the one-body charge
operator [133], which, ignoring small spin-orbit contributions in
the one-body current, results in the following expression:

_ 1 GH(Q}) Ayp(@) + GHQE) fn(@)

z /1+ Q% /(dm})

where pn(g) is the Fourier transform of the single-nucleon
density defined in Equation (77), and le = ¢ - le is the

(78)

Fr(q)

four-momentum squared, with wy q>+mi — my the
energy transfer corresponding to the electron scattering elastic
peak, m, being the mass of the target nucleus. Gy (Q?) are
the nucleon electric form factors, for which we adopt Kelly’s
parametrization [134].

In Figures 7-9 we show the charge form factor in °Li, 2C,
and !°0. Lines with bands correspond to chiral interactions, solid
red for NV2+3-Ia from GFMC calculations and dotted blue for
GT+E7-1.0 from AFDMC calculations. The black triangles are
the results for the phenomenological potentials: AV18+UIX in
8Li from VMC calculations [135], AV18+IL7 in '2C from GFMC
calculations [130], and AV18+UIX in 'O from cluster VMC
calculations [100]. Green stars are the available experimental
results [131, 132, 136-138]. Note that for all QMC calculations
of the charge form factor only one-body charge operators
are considered, i.e., no two-body electromagnetic currents are
included. However, as shown in references [130, 135, 139], such
operators give a non-negligible contribution only for g > 2 fm~1,
as they basically include relativistic corrections.

In °Li all interactions provide a consistent description of the
charge form factor, with NV2+3-Ia and AV18+UIX compatible
with the experimental results up to ¢ &~ 2fm~!, where two-
body currents start playing a role. In the same range, the
GT+Et-1.0 results are slightly higher, as already indicated by
the too small charge radius (see Figure 4). Interestingly, only
the phenomenological potential is capable of reproducing the
kink in the experimental data, while chiral interactions predict
a smooth charge form factor also above g 3fm~!. The
inclusion of two-body currents could improve the description
of the charge form factor at high momentum. However, this is
a momentum range roughly corresponding to the characteristic
cut-off of chiral potentials, hence their description of observables
in such regime is not supposed to hold. Similar conclusions can
be drawn for the charge form factor in 12C and '°O, where chiral
forces produce results compatible with the experimental data,
in particular for the position of the first diffraction peak. This
is slightly underestimated for 12C with the NV2+3-Ia potential,
but we expect it to be consistent with the experimental results
once the uncertainties coming from the truncation of the chiral
expansion are taken into consideration.

Note that the “zero” in the form factor is due to the presence
of a term like sin?(gR), where R is related to the nucleus charge
radius. The zero is obtained when gR = 7. Therefore, a smaller
(larger) g value for the zero compared to the experimental data
suggests a larger (smaller) R value, i.e., a larger (smaller) r, value.
This is indeed verified by QMC calculations. For instance, in

~

Figure 8, the NV2+3-Ia potential predicts a smaller g value for
the zero of the charge form factor in 12C, hence a larger value for
the charge radius, as confirmed by Figure 4.

5. CONCLUSIONS

In this work we have reviewed recent advancements in the
development of realistic nuclear interactions and of ab-initio
many-body methods for nuclear physics. In particular, we have
discussed the recent integration of nearly-local interactions
derived within chiral effective field theory, both with and without
the inclusion of A degrees of freedom, in quantum Monte Carlo
methods, namely variational Monte Carlo, Green’s function
Monte Carlo, and auxiliary field diffusion Monte Carlo. Such a
successful combination lead to accurate and realistic calculations
of ground- and excited-state properties of nuclei, that include but
is not limited to spectra, charge radii, and longitudinal elastic
form factors. Even though the chiral interactions discussed in this
work have been constructed using few-body observables only,
nucleon-nucleon scattering data and properties of nuclei up to
A = 5, they provide a remarkable description of the physics of
nuclei up to, at least, A = 16, with excellent agreement with
experimental data.

The same techniques and nuclear potentials reviewed here
have also been used to calculate the equation of state of infinite
nuclear and neutron matter [116, 121], and to infer properties
of neutron stars, with results compatible with astrophysical
observations including constraints extracted from gravitational
waves of the neutron-star merger GW170817 by the LIGO-Virgo
detection [140].

Future efforts will be dedicated to i) further improve the
employed local chiral interactions, by extending to higher order
in the chiral expansion, ii) calculate electroweak properties in
nuclear systems, by consistently deriving electroweak currents,
and iii) extend the calculations to heavier nuclei, by improving
the AFDMC variational wave functions and the scaling of
the algorithm.
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We review several recent results on lattice simulations by the Nuclear Lattice Effective
Field Theory Collaboration. In the first part we discuss the implementation of nuclear
forces on the lattice using chiral effective field theory. The new development we highlight
is the use of non-local lattice operators to achieve a simpler spin channel decomposition,
in contrast with previous studies that considered only local interactions. In the second
part, we present evidence that nuclear physics is close to a quantum phase transition.
This development is also linked to the study of the differences between local and
non-local interactions. In the final part we further explore the link between the nuclear
forces and nuclear structure. We consider the simplest possible nuclear interaction
which can accurately reproduce the ground state energies of neutron matter, light nuclei,
and medium-mass nuclei. We discuss what these recent developments say about the
emergence of nuclear structure from nuclear forces and the road ahead for nuclear
lattice simulations.

Keywords: nuclear structure, nuclear forces, lattice effective field theory, nuclear lattice simulations, quantum
phase transition

1. INTRODUCTION

In this article we review several recent advances by the Nuclear Lattice Effective Field Theory
Collaboration that combine of chiral effective field theory with lattice methods, an approach that
we call nuclear lattice effective field theory. See Epelbaum et al. [1] and Machleidt and Entem [2]
for reviews of chiral effective field theory (EFT) and Lee [3] and Lahde and Meifiner [4] for reviews
of nuclear lattice EFT. We begin the article by presenting some technical developments regarding
the nuclear lattice interactions. The new technology that makes this possible is the use of non-local
smearing for the operator interactions. These are important for producing interactions that can
give accurate reproductions of the empirical nucleon-nucleon phase shifts.

In the second part of the article we consider the features of the nuclear interactions which are
responsible for the bulk binding properties of atomic nuclei. From ab initio lattice simulations we
present numerical data showing that nature sits near a quantum phase transition. It turns out that
the differences between local and non-local interactions will again be important. In the last part
of the review we continue with our first principles investigations of nuclear forces and nuclear
structure. This time we discuss a simple nuclear interaction which gives the correct ground state
energies of neutron matter, light nuclei, and medium-mass nuclei with no more than a few percent
error. We then conclude by discussing the connection between nuclear structure and nuclear forces
and some possible future directions for nuclear lattice simulations.
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2. IMPROVED LATTICE INTERACTIONS

Simulations using lattice chiral EFT have been applied to predict
the scattering and structure of nuclei [5-7]. The application
of nuclear forces at higher chiral orders are problematic
on the lattice due to the breaking of rotational invariance
produced by the lattice regularization [8, 9]. In this review we
focus only on the short-range interactions since this is where
the new developments have been made. We use the terms
leading order (LO), next-to-leading order (NLO), next-to-next-
to-leading order (N’LO), and next-to-next-to-next-to-leading
order (N3LO) for the successive orders in chiral EFT.

In Li et al. [10], we introduce a set of short-range interactions
in lattice chiral EFT that decompose more naturally into spin
channels. In the following we explain how to construct two-
nucleon operators on the lattice with intrinsic spin S, S;, orbital
angular momentum L, L,, and isospin I, I,. Since orbital angular
momentum is not exactly conserved on the lattice, we enforce the
required orbital angular momentum projection by hand using
smeared distributions of annihilation and creation operators
whose angular dependence are given by spherical harmonics.
The use of these smeared annihilation and creation operators
has the effect of controlling the range of the interaction as well
as reducing lattice artifacts. Since the annihilation and creation
operators are no longer at the same point in space, the resulting
interaction depends on the particle velocities and is therefore a
non-local interaction. This is in contrast with local interactions,
where the annhiliation and creation operators are at the same
point in space. Previous lattice studies had only considered local
interactions [8].

We will work with lattice units where quantities are multiplied
by the corresponding power of the spatial lattice spacing a to
make the object dimensionless. Let (n'n) denote the nearest
neighbors n’ of lattice site n. Our starting point is a; j(n), the
nucleon annihilation operator for lattice site n with spin i
and isospin j. We then add lattice operators on neighboring
lattice sites with coefficient, syp. This defines the smeared
annihilation operator

anLij(n) = a;j(n) + sNL Z aij(n’). (1)

(n'n)

The overall normalization of the smeared annihilation operators
is not important since any normalization factors can be absorbed
into the definition of the interaction coeflicients that we build
with these smeared operators.

This process can easily be extended to lattice sites beyond the
nearest neighbors of n. After this we construct combinations with
spin S, Sz, and isospin I, I,

[a(n)a(n/)]?ﬁst,],lz

= Z ant,i,j(m)Mii (S, S:)Mjj (I, I )axy i y ().
ijid '

(2)

Let us define the lattice derivative V; along the I spatial direction
as

V) = S+ Lfn ) )

We can also define the lattice derivative V ; with half steps in
the forward and backward directions,

Vi) = f(n+ 5D~ fn 2 (4)

This yields a well-defined function on the lattice sites when we
take double derivatives,

Vi f ) = fn +1) = 2f(n) + f(n - 1). (5)
The lattice Laplacian operator is defined as
Viof(n) =) Vi, f(n). (6)
1

We select orbital angular momenta with the help of solid
spherical harmonics,

4
Ry (r) =,/ ﬁfLYL,Lz(gdﬁ).

We work with polynomials of the lattice derivatives that act on
one of the annihilation operators, with coefficients prescribed by
the solid spherical harmonics,

7)

2M,sNL _ 2M SNL
Pss np,r, ™) = [am)VisrRT ; (V)am)lgg 1) .

®)
This ensures the lattice operators have the correct rotational
properties in the continuum limit. We use Clebsch-Gordan
coeflicients to put together the required spin and orbital angular
momentum combinations,

2M,s;
Og1, /,7;,1,12 (m)
2M,
= Z (SSZLLZ|Hz>Ps)5:]IjEZ)[,[Z (n). 9
Sz.Lz

In Li et al. [10], we consider the neutron-proton system up
to N°LO. The chosen lattice spacings are 1.97, 1.64, 1.32, and
0.99 fm. In Figure S1 we show the phase shifts and mixing
angles for neutron-proton scattering vs. relative momenta for
lattice spacing a 1.32 fm. In Figure S2 we show the phase
shifts and mixing angles for neutron-proton scattering for lattice
spacing a 0.99 fm. The estimated uncertainties at NLO,
N2LO, and N?LO are labeled with the blue, green, and red bands,
respectively. The Nijmegen partial wave analysis results are
shown with black solid lines, and the lattice results at N3>LO are
shown with diamonds. These results show marked improvement
over previous studies of the lattice chiral EFT interactions [8]. We
see that in most cases the error bands at LO, NLO, N°LO, and
N3LO are overlapping with each other and decreasing in width
with each successive order. This indicates the consistency of the
effective field theory expansion as well as its convergence rate.
There are however some exceptions such as the high-momentum
region of the >P, and *D, phase shifts where the convergence is
not yet optimal. We have work in progress now that indicates
these problems are resolved with a better lattice treatment of

Frontiers in Physics | www.frontiersin.org

60

May 2020 | Volume 8 | Article 174


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Lee

Nuclear Lattice Simulations

the tensor force in the one-pion exchange potential and will be
discussed in a forthcoming publication. As one would expect, we
also see a general improvement of the lattice phase shifts as we
decrease the lattice spacing. We see both better agreement with
the empirical data as well as smaller error bands.

3. NUCLEAR PHYSICS NEAR A QUANTUM
PHASE TRANSITION

In Elhatisari et al. [11], we investigate two different LO
interactions in chiral EFT, which we call interactions A and B.
Both are defined with lattice spacing a = 1.97 fm and have nearly
the same nucleon-nucleon scattering phase shifts and binding
energies for the three- and four-nucleon systems. However, for
heavier nuclei the binding energies are very different. Interactions
A and B each have the same one-pion exchange interaction as
well as the same Coulomb potential between protons. The only
distinction between the interactions A and B is the form of the
short-range interactions, and we limit our discussion here to the
short-range interactions.

We write og with § = 1,2, 3 for the spin Pauli matrices, and
77 with I = 1,2,3 for the isospin Pauli matrices. We will write
a(n) for the column vector of annihilation operators a;;(n), and
we will write a'(n) for the row vector of creation operators azj(n).
For our chosen non-local smearing parameter sni,, we construct
the smeared operators as in Equation (1),

anL(n) = a(n) +sni. Y a(n'), (10)
(n'n)
alym) =a'm) +ox Y alm). (11)
(n'n)

The point-like density operators are defined as
p(n) = a'(n)a(n), (12)
ps(n) = a'(n)[os]a(n), (13)
pi(n) = a'(n)[z7]a(n), (14)
ps1(n) = a'(n)[os ® 7la(n). (15)

The smeared non-local densities are defined as
pNL(n) = al; (n)any(n), (16)
pPsNL(n) = aLL(n)[US]aNL(n), (17)
pinL(n) = al; (n)[77]anL(n), (18)
psNL(n) = al; (m)[os ® 17lanL(n), (19)

while the smeared local densities for local smearing parameter s,
are

prom) = a'm)[zlam) + s Y a'm)[zam), (22)
(n"n)
psiL(n) =a'(m)[os ® 7rla(n) +s. Y a'(n)[os ® la(n’).
(n"n)
(23)

The non-local short-range interactions have the form

CNL CINL
VNL = —= D pn(m)pni(n): t=- > prm)prNi (),
n n]

(24)

while the local short-range interactions are given by

2

cL CsL

Vi=" ) onmpn(m):+=5 3 i psimps ()
n n,S

cLL

T3

CsIL
> prm)pr(n): +— > i psiimpsii(n):.
n,/ n,S,I

(25)

The : : symbol indicates normal ordering where the annihilation
operators are pushed to the right and the creation operators are
pulled to the left.

For interaction A we take the short-range interaction to
have the purely non-local form described in Equation (24).
For interaction B we take the short-range interaction to have
a combination of the non-local and local forms described in
Equations (24), (25), respectively. In Table 1, we show results for
the ground state energies of 8Be, 12C, 1°0, and 2’Ne. We present
results for interactions A and B at LO, including Coulomb
interactions, and the comparison with experimental data. While
the ground state energies for B are close to the experimental data,
the binding energies for A are not.

To identify the reason for the disagreement, we compute the
ground state energies of 3Be, 12C, 1°0, and 2°Ne for interaction
A with the Coulomb interactions turned off. When we turn off
Coulomb and divide the ground state energy for each nucleus
with that of “He, we find the ratios

E E
“"Be _ 1.997(6), —2C — 3.00(1), (26)
E4He 4He
E E

0 _ 400(2), =Ne _ 5.03(3). 27)
E4He 4He

TABLE 1 | Results for the ground energies of 8Be, '°C, 160, and ?°Ne using
interactions A and B at LO with Coulomb interactions and the comparison with
experimental data.

Nucleus A (LO + Coulomb) B (LO + Coulomb) Experiment
pL(n) = a' (m)a(n) + s Z a'(n)a(n'), (20) e —56.51(14) ~57.29(7) —56.591
(n"n) 12¢ ~84.09) ~89.9(5) —92.162
ps1(m) = a'(m)[oslam) +s. Y a'(n)[os]a(n’), (1) "o ~1105(©) ~126.00) ~127.619
(' n) 20Ng ~137(1) —164(1) —160.645
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These consecutive integer numbers are an indication of a Bose
condensate of alpha particles filling the periodic box. In Elhatisari
et al. [11] this interpretation is confirmed by showing that the
alpha-alpha interactions are indeed very weak for interaction A.

These results shows that nature sits near a quantum phase
transition. Along the N = Z line where the number of neutrons
equals the number of protons, there is a first-order quantum
transition separating a Bose gas of alpha particles from a nuclear
liquid. The strength of the alpha-alpha interactions determines
whether one has a Bose gas of alpha particles or a nuclear liquid.
In turn, the alpha-alpha interactions are impacted by the strength
and range of the local part of the nucleon-nucleon interactions.
The local part of interaction B is stronger than the local part of
interaction A, and hence the different behaviors that we see.

The phase diagram of nuclear matter at zero temperature is
in Figure S3. The parameter A indicates the strength of the local
part of the nucleon-nucleon interactions. This can be constructed
explicitly by taking a linear combination of the interactions
used for interactions A and B. Nuclear matter is in a Bose gas
phase of alpha particles when A is below the critical value, and
nuclear matter is in a nuclear liquid phase if A crosses above
the critical value. When A increases even further, finite A-body
nuclei become stable as their energy fall below the threshold value
EyA/4 associated with multi-alpha continuum states.

4. ESSENTIAL ELEMENTS FOR NUCLEAR
BINDING

In Lu et al. [12], we investigate a basic question connecting
nuclear forces and nuclear structure. What are the essential
elements for nuclear binding? For this analysis we work with a
simple leading order effective field theory without pions. This
simple pionless EFT theory is SU(4)-invariant, where the SU(4) is
Wigner’s approximate symmetry where the four nucleon degrees
of freedom can be rotated into each other [13]. The lattice
Hamiltonian has the form

1 - 1 -
Hsu = Hiree + G2 ) 770 + G Y 5% (), (28)
: n : n

where Hp. is the free nucleon Hamiltonian and

A(n) = pni(n) + 51 Y pxi(n), (29)

(n'n)

and pni(n) was defined in Equation (16). The local part of the
interaction is adjusted using the parameter s, while the non-local
part of the interaction is controlled by the parameter sx, which
appears implicitly in the definition of pnp(n). The parameter
C, controls the strength of the two-nucleon interaction, and C3
controls the three-nucleon interaction. For these calculations the
lattice spacing is a = 1.32 fm.

The two-nucleon interaction coeflicient C, and interaction
range, controlled jointly by sn1 and sp, are set by fitting the
scattering length ag and effective range ry averaged over the
two S-wave channels, 'Sy and 3S;. The three-nucleon coupling
strength Cj is set according to the binding energy of *H. At the

empirical binding energy BCH) = 8.48 MeV, the *He binding
energy is 28.9 MeV, and this is near the empirical value B(*He) =
28.3 MeV. This fitting process is carried out for several pairs
of values for sy and sp.. We calculate several nuclear ground
states for each pair using auxiliary-field lattice Monte Carlo
simulations. We find that syp = 0.5 and sp = 0.061 gives the
best agreement overall. We note that the rather large value of s;,
as compared with sy, is an indication that the local interaction
plays an important role in nuclear binding. The corresponding
couplings are C; = —3.41 x 1077 MeV 2 and C;3 = —1.4 x
1014 MeV . Overall about 20% of the binding is coming from
the three-body interaction. This is consistent with the expected
hierarchy of forces in effective field theory, with three-body forces
being less important than two-body forces.

We present binding energies and charge radii in Table 2
for selected nuclei together with the experimental values and
the computed Coulomb energy. Although the *H energy is a
constraint in the fitting process, the other values are predictions.
We have included the charge radius of the proton for calculations
of the nuclear charge radii, but have not included smaller effects
arising from the charge distribution of the neutron, relativistic
corrections, and spin-orbit terms. In Figure S4 we show the
binding energies for 86 bound nuclei with up to A = 48
nucleons in comparison with empirical data. The Monte Carlo
error bars are not visible as they are smaller than the symbol
size. The errors associated with Euclidean time extrapolation
and volume extrapolation are less than 1% relative error, and
these errors are not shown. In Figure S4 one can see that the
agreement with empirical results is fairly good. The remaining
discrepancies are a sign of missing effects such as interactions
which are spin dependent.

In Figure S5 we show the charge densities of 1°0 and “’Ca.
These densities are calculated using the pinhole algorithm [16]
where a barrier is placed in the middle of the Euclidean time
evolution, and the amplitude vanishes unless each nucleon passes
through a pinhole. As the number of pinholes are set to equal the
number of nucleons, the sampling over pinholes yields a classical
distribution of the nucleon positions. We show the comparison

TABLE 2 | Left side: Computed binding energies of several nuclei compared with
experimental values.

B Exp. Coulomb B/Exp. Rch Exp. Rch/Exp.
SH 8.48 (2)(0) 8.48 0.0 1.00 1.90(1)(1) 1.76 1.08
SHe 7.75 (2)(0) 7.72 07310 1.00 1.99 (N)(1) 1.97 1.01
‘He 28.89 (1)(1) 28.3 0.80(1)(1) 1.02 1.72(1)@3) 1.68 1.02
60 121.9(1)@) 1276 139(1)2) 096 2.74(1)(1) 2.70 1.01
ONe 161.6(1)(1) 160.6 20.2(1)1) 1.01 2.95(1)1) 3.01 0.98
Mg 193.5(02)(17) 198.3 28.0(1)2 0.98 3.13(1)©2) 3.06 1.02
285 235.8(04)(17) 236.5 37.1(2)(3) 1.00 3.26(1)(1) 3.12 1.04
OCa 346.8(6)5) 342.1 71.7(4)@4) 1.01 3.42(1)Q) 3.48 0.98

Right side: Computed charge radii of several nuclei compared with empirical values. The
first parenthesis denotes the Monte Carlo error, and the second parenthesis is the time
extrapolation error. All energies are in MeV, and all lengths are in fm. Experimental data is
from Wang et al. [14]. Table from Lu et al. [12].
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with electron scattering data, as well as the lattice results with
the Coulomb interaction included via first order perturbation
theory. The Coulomb force suppresses the densities near the
nucleus center, bringing the results in better agreement with the
experimental data. The results are surprisingly accurate in view
of the simple nuclear interaction.

The ground state energy of pure neutron matter is shown
in Figure S6 as a function of the neutron density. We show
the results of several other calculations for comparison. For the
lattice results the number of neutrons ranges from 14 to 66. The
calculations are done with three box sizes L = 5,6, 7. Our lattice
results, shown as the filled red polygons, are generally in good
agreement with the other calculations for densities higher than
0.05 fm—3. For lower densities the disagreement is larger due
to the neutron-neutron scattering length being incorrect. The
open red polygons correspond to an improved calculation where
a contact interaction is included to give the correct neutron-
neutron scattering length. There is also a correction included to
restore invariance with respect to Galilean boosts [17]. In spite of
the simplicity of the interaction, the results are quite good.

5. DISCUSSION

We have reviewed several recent results by the Nuclear Lattice
EFT Collaboration. We presented the improved description of
scattering phase shifts in chiral effective field theory up to N°LO.
We then showed evidence that nuclear physics is close to a
quantum phase transition. After this we described the minimal
nuclear interaction that can accurately reproduce the ground
state energies of neutron matter, light nuclei, and medium-mass
nuclei. A common theme flowing through all aspects of our
review was the notable difference between local and non-local
interactions. We now put some of these findings into context.

Numerous calculations show the reliability of chiral EFT for
the properties of light nuclei [18-22]. However, the binding
energies as well as the charge radii of medium mass nuclei are
sometimes not well reproduced [20, 23-29]. One notable case is
that the charge radius of 160, which is often too small [23, 25-28].
Without further input, chiral EFT calculations do not yet provide
accurate predictions at higher nuclear densities.

One practical approach is to put constraints on the nuclear
force by fitting the properties of medium mass nuclei and nuclear
matter saturation [29]. This strategy has been used in several
calculations [30-33]. The approach we have pursued in nuclear
lattice studies is to focus on the microscopic origins of the
problem. In Elhatisari et al. [11], we find that nuclear matter
resides near a quantum phase transition that lies at the boundary
between a Bose condensate of alpha particles and a nuclear liquid.
There we show that local interactions are especially important
for nuclear binding. In Lu et al. [12], we construct a simple
nuclear interaction that can produce, with no more than a few
percent error, the ground state energies of neutron matter, light
nuclei, and medium-mass nuclei. From that analysis we see the
importance of the range and locality of the SU(4)-invariant forces
in determining the bulk properties of nuclei.

The dominance of SU(4)-invariant interactions can be
explained in terms of coherent enhancement. Upon summation
over nucleonic spin configurations, much of the effect of spin-
dependent forces cancel. In a similar manner, isospin-dependent
forces will cancel in symmetric nuclear matter due to the protons
and neutrons being equal in number. One important exception
though is the Coulomb interaction. SU(4) symmetry and large
scattering length universality have a long history in nuclear
physics. It is well-known that the Tjon line connecting *H and
“He binding energies is a manifestation of universality in nuclear
systems [9, 34-36].

SU(4)-symmetric short-range interactions are now being used
with local and non-local smearing and one-pion exchange. These
improved calculations of light and medium-mass nuclei will use
chiral forces up to N3LO. One of the central questions that we
seek to address is why the straightforward application of chiral
EFT does not give reliable and accurate predictions at higher
nuclear densities. While more investigations are needed, it seems
that part of the answer to this question is related to the emergence
of a physical length scale relevant to many-body nuclear systems,
the size of the alpha particle. The amount of fine tuning needed
to reproduce the alpha-alpha and alpha-nucleon scattering
phase shifts can be understood as the competition between
Pauli repulsion and attractive nucleon-nucleon interactions. This
important and delicate balance is amplified by the fact that
the range of the nucleon-nucleon interaction is comparable to
the size of the alpha particle. Hence small differences in the
range or locality of the interaction can have a large impact
on the interactions of the alpha particle. This is turn has
consequences for nuclear systems with increasing numbers
of nucleons.

DATA AVAILABILITY STATEMENT

The datasets analyzed in this article are not publicly
available. Requests to access the datasets should be directed
to leed@frib.msu.edu.

AUTHOR CONTRIBUTIONS

The author confirms being the sole contributor of this work and
has approved it for publication.

ACKNOWLEDGMENTS

I thank my wonderful collaborators Serdar Elhatisari, Evgeny
Epelbaum, Hermann Krebs, Timo A. Lihde, Ning Li, Bing-
Nan Lu, Thomas Luu, Ulf-G. Meifiner, Gautam Rupak, for their
insight, work, and determination that made on the collaborative
work reported here possible. Partial support provided by the
U.S. Department of Energy (DE-SC0018638 and DE-AC52-
06NA25396). The computational resources were provided by
the Julich Supercomputing Centre at Forschungszentrum Jiilich,
Oak Ridge Leadership Computing Facility, RWTH Aachen, and
Michigan State University.

Frontiers in Physics | www.frontiersin.org

May 2020 | Volume 8 | Article 174


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Lee

Nuclear Lattice Simulations

SUPPLEMENTARY MATERIAL

The Supplementary Material for this article can be found
online at: https://www.frontiersin.org/articles/10.3389/fphy.
2020.00174/full#supplementary-material

Figure S1 | Results for the neutron-proton scattering phase shifts and mixing
angles vs. the relative momenta for lattice spacing a = 1.32 fm. The blue, green
and red bands show the estimated uncertainties at NLO, N2LO and N°LO
respectively. The black solid line and diamonds denote phase shift or mixing angle
from the Nijmegen partial wave analysis and lattice calculation at N3LO,
respectively. Figure from Li et al. [10].

Figure S2 | Results for the neutron-proton scattering phase shifts and mixing
angles vs. the relative momenta for lattice spacing a = 0.99 fm. The blue, green
and red bands show the estimated uncertainties at NLO, N°LO and N°LO
respectively. The black solid line and diamonds denote phase shift or mixing angle
from the Nijmegen partial wave analysis and lattice calculation at N3LO,
respectively. Figure from Li et al. [10].
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Vittorio Soma*
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Nuclear structure theory has recently gone through a major renewal with the development
of ab initio techniques that can be applied to a large number of atomic nuclei, well-beyond
the light sector that had been traditionally targeted in the past. Self-consistent Green’s
function theory is one among these techniques. The present work aims to give an
overview of the self-consistent Green’s function approach for atomic nuclei, including
examples of recent applications and a discussion on the perspectives for extending the
method to nuclear reactions, doubly open-shell systems, and heavy nuclei.

Keywords: nuclear theory, many-body theory, ab initio nuclear structure, Green’s function theory, open-shell nuclei

1. INTRODUCTION

The theoretical description of atomic nuclei is particularly challenging, for several reasons. First,
different energy scales are at play, which is manifest in the rich set of observables and phenomena
one is confronted with!. As a consequence, the choice of relevant degrees of freedom might not
be universal but depend on the particular properties one is interested in. The standard description
in terms of nucleons, i.e., protons and neutrons, leads to a many-body Schrédinger equation for
up to a few hundred particles, which are too many to be easily treated exactly but too few to
be amenable to a statistical treatment®. Furthermore, interactions between nucleons should be
derived from quantum chromodynamics (QCD) in its nonperturbative regime, which prevents
direct calculations and requires an additional modelization effort. In the past, all these features
have hindered full solutions of the many-body Schrodinger equation and favored the development
of a plentitude of models, following different strategies and characterized by different ranges
of application. Although successful in reproducing experimental observations, these models are
not always comparable to each other and do not provide a coherent and unified description of
nuclear systems.

Only relatively recently so-called ab initio calculations of atomic nuclei, i.e., systematically
improvable solutions of the many-body Schrédinger equation that start solely from the knowledge
of inter-nucleon interactions, have become available for a large number of isotopes. These advances
were made possible by the concomitance of different factors. First, new formal developments
of many-body techniques were carried out. Second, chiral effective field theory (x-EFT) was
introduced in nuclear physics [3-5], providing a systematic and consistent framework in which the
nuclear Hamiltonian can be modeled. Third, similarity renormalization group (SRG) techniques
were applied to x-EFT Hamiltonians [6], which largely improves the convergence of actual

'One could further recall the large variety of experimental probes used to study nuclear properties, as well as the diversity of
processes that can concern atomic nuclei, for which three of the four fundamental interactions (strong, electromagnetic and
weak) are involved.

2This characteristic is usually associated to the definition of nuclei as mesoscopic systems.

3Recently, pioneering lattice QCD calculations have produced the first usable nucleon-nucleon potentials [1, 2]. However,
complications still exist in the derivation of three-nucleon forces such that the systematic implementation of lattice QCD
interactions is not envisaged in the very near future.
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calculations with respect to basis truncations, thus enabling
the handling of heavier nuclei. Finally, the availability of
computational tools and in particular high-performance
computing resources largely increased. As a result, at present,
ab initio calculations (with two- and three-nucleon interactions)
can be performed for a considerable fraction of the nuclei with
mass number A < 100.

Among the techniques applicable to the nuclear many-body
problem, one can distinguish “virtually exact” and “approximate”
approaches. Approaches in the first category do not impose
any formal approximation on the solution of the many-body
Schrodinger equation, which is thus affected only by basis
truncation and numerical errors. Typical examples of such
methods are Quantum Monte Carlo [7, 8], no-core shell model
(or configuration interaction) [9] or nuclear lattice EFT [10].
The second category includes techniques that do approximate the
solution of the Schrodinger equation in a systematic way. This
solution can be improved, in principle, up to the recovery of the
exact one. This is typically achieved by first selecting a reference
state and then defining an expansion on top of it, usually in
terms of particle-hole correlations (whence the denomination
correlation-expansion methods). In doing so, the main advantage
resides in the scaling with the basis size: while exact methods
scale factorially or exponentially with the system size, correlation-
expansion methods only scale polynomially and can be thus
applied to a much wider set of nuclei.

The simplest (and most inexpensive) among correlation-
expansion approaches is many-body perturbation theory
(MBPT) [11]. Following the belief that the nuclear many-body
problem is intrinsically non-perturbative, MBPT was put aside
for several decades after its development in the 1950s. Only
relatively recently, with the advent of EFTs and, specially,
SRG techniques applied to nuclear Hamiltonians, MBPT was
revived [12, 13] and it is now considered as a convenient
approach for large-scale systematic calculations. Moreover,
it can be easily complemented with resummation techniques
like Padé or eigenvector continuation [14, 15] (see [16] for
a recent review). Other methods rely on the MBPT concept
but are built such that infinite subsets of MBPT contributions
are resummed by construction. The three typical examples
employed in the nuclear context are in-medium similarity
renormalization group (IMSRG), coupled-cluster (CC) and
self-consistent Green’s function (SCGF) methods. While IMSRG
has been originally designed for the nuclear many-body problem
not long ago [17, 18], CC and SCGE, although initially proposed
for nuclear systems, have been largely developed in quantum
chemistry and solid-state physics before being reimported into
nuclear physics starting from the 1990s [19, 20] (see [21] for
a recent CC review). IMSRG [22], CC [23], as well as no-core
shell model [24] have also been adapted to derive a valence-space
interaction that can be used in standard shell-model codes, thus
further enlarging the reach of ab initio calculations.

The present manuscript deals with one of such correlation-
expansion approaches, the self-consistent Green’s function
method. Although GFs have been and are implemented in
different ways in the context of atomic nuclei (see e.g., [25]),
here the focus is on ab initio SCGFs. Early SCGF calculations

with realistic nucleon-nucleon potentials dealt mainly with
infinite nuclear matter [19]. Formal developments setting the
bases for modern implementations in finite nuclei date back to
the early 2000s [26-28]. By the end of the decade advanced
SCGF implementations were routinely applied [29, 30]. In
2011, standard (i.e., Dyson) SCGF theory was generalized to a
particle-number-breaking (i.e., Gorkov) framework [31, 32]. In
2013 the inclusion of three-body interactions was formalized
in Dyson theory [33]. In 2018, working equations for the
state-of-the-art many-body truncation used in nuclear structure
calculations (algebraic diagrammatic construction at third order,
see section 3.1) were derived [34].

Building on these formal advances, several applications (based
on either Dyson or Gorkov frameworks) have been carried
out in the past decade. Typical examples are ground-state
properties of medium-mass nuclei, going from the oxygen
region [35, 36] to silicon and sulfur [37], calcium [38, 39], and
nickel [40] regions, up to the very recent computation of tin
and xenon isotopes [41]. As discussed in sections 2 and 4.2,
excited spectra of odd-even nuclei are also easily accessible in
SCGF theory and were studied in particular in [36, 37, 40].
Excited states of even-even systems were addressed in the form
of the electromagnetic dipole response in [42]. In [43], ab
initio optical potentials were computed and applied in elastic
scattering off 1°0 and *°Ca. Barbieri et al. [44] instead discussed
lepton-nucleus scattering, with particular attention to neutrino
scattering off “CAr. Dedicated applications studied effective
charges (typically employed in shell-model calculations) [45]
and the scale dependence of effective single-particle energies
and other non-observable quantities [46]. The possibility of
using nucleon-nucleon interactions derived from lattice QCD
calculations was also explored in [2]. Last but not least, several
collaborations with experimental groups have led to testing
the method on e.g., state-of-the-art measurements of nuclear
masses [47, 48], energies and spins of excited states [49-52],
charge and matter radii [53].

The present article discusses a few of these examples, without
any pretension of exhaustivity but with the aim of giving the
reader a perception of the reach and versatility of SCGF method,
as well we the great deal of possible applications to atomic nuclei.
A short introduction to the formalism and implementation in
finite nuclei is presented beforehand; however, again, it is far
from being complete. The reader interested in a comprehensive
treatment of GF theory in a modern form is referred e.g., to
the book of Dickhoff and Van Neck [54]. Older, yet valuable
sources are the books of Noziéres [55] and Abrikosov et al. [56].
An interesting work, although tailored to solid-state physics,
is the one of Economou [57]. An extensive review covering
SCGF applications to nuclear physics appeared in 2004 [28].
A more recent pedagogical introduction to the basics of SCGF
formalism and implementation in both finite nuclei and infinite
nuclear matter (including computational details and examples
of numerical codes) can be found in [58]. A numerical code
including a second-order evaluation of the self-energy in the
Dyson framework is publicly available [59].

This manuscript is organized as follows. In section 2, the
most important concepts and equations of GF theory are
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introduced. Section 3 describes the actual implementation of
the methods in calculations of finite nuclei, briefly reviewing
the most commonly used self-energy truncations, the working
equations, the choice of basis and interaction. In section 4,
some representative applications to ground-state properties,
excitation spectra, and lepton-nucleus collisions are discussed.
Finally, section 5 addresses perspectives and present as well
as future challenges, focusing on three directions of research:
the consistent treatment of nuclear structure and reactions, the
generalization to doubly open-shell systems and the extension to
heavy nuclei.

2. BASIC CONCEPTS AND EQUATIONS

Many-body Greens function* theory comprises a set of
techniques that originated in quantum field theory (QFT)
and have been subsequently imported in the (non-relativistic)
quantum many-body problem. The late 1950’s and the 1960’
marked the beginning of the field, with flow of QFT ideas
and development of formalism. Since the 1970’s technical
developments were realized and the approach was applied
throughout several disciplines and types of many-body problems,
ranging from many-electron systems such as crystals, molecules,
and atoms to many-nucleon systems such as nuclei and
nuclear matter. Starting from the 1990’ such techniques were
implemented as an ab initio method in nuclear physics.

As for other many-body methods, the purpose of such
techniques is to achieve an approximate (yet systematically
improvable) solution of the A-body Schrédinger equation. In
standard (or Dyson) many-body Green’s function theory, this is
realized by rewriting the Schrodinger equation in terms of one-
A-body objects g'(= g),g", ....g* named propagators
or, indeed, Green’s functions (GFs). Each of these objects is then
expanded in a perturbation series, which in practical applications
is truncated to include a subset of all possible contributions.
In self-consistent schemes such series are themselves expressed
in terms of the exact GFs, which requires an iterative solution
and makes the method intrinsically non-perturbative, effectively
resumming an infinite subsets of perturbative terms. The x-
body GF g* allows one to compute all x-body observables in the
A-body ground state®. Therefore, for most applications one is
mainly interested in the one-body GF.

Formally g is defined as the expectation value of a time-
ordered product of annihilation and creation operators in the
A-body ground state |Wg')

, two-, ...,

Gop(tar tg) = —1 (W | Tlaa (t)aftp)1195), (1)
with Greek indices labeling basis states of the one-body Hilbert

space #H;. One usually works with the Fourier transform

4Let us remark that many-body Green’s functions and Green’s function Monte Carlo
are not the same thing. The latter refers to a (virtually exact) technique that aims at
projecting out the ground-state wave function typically from a variational solution
of the Schrodinger equation [7, 8].

One notable exception is the ground-state energy Ej: for a Hamiltonian
containing up to y-body operators the knowledge of one- up to (y—1)-body Green’s
functions is sufficient (see Equations 5, 6).

of Equation (1) in the energy domain and recasts its perturbation
series into the Dyson equation

Gup (@) = gaﬁ<w)+zgay(w)z s gp@), ()

where g(o) represents some initial ansatz for g, e.g., stemming
from the solution of Hartree-Fock (HF) equations. The
(irreducible) self-energy X* encodes all terms of the expansion,
which is truncated in actual calculations.

Once the one-body GF is obtained as the solution of
Equation (2), the expectation value of any one-body operator
O'F = > p O;[g alaﬂ can be computed as

-3 [ =30l o

22 08 gal 3)

2mi

where C?1 denotes an integral closed on the upper imaginary
plane and the one-body density matrix

pup = (Vi lafay| W) = fc ¢ %gaﬁ(a» @)
has been introduced.

Additionally, for a Hamiltonian with one- and two-body
operators, the one-body propagator gives access to the total
energy by means of the Galitski-Migdal-Koltun (GMK) sum-
rule [60, 61]

SR ] s T+ odelgpe@). O

where Tyg denote the matrix elements of the one-body operator.
Nowadays, realistic nuclear structure calculations require the
inclusion of at least a three-body interaction in the starting
Hamiltonian. In this case, the GMK sum rule needs to be
generalized to [33]

1
B Z /T T + 080 1 gpal@) = 5 (W), ()

where the ground-state expectation value of the three-nucleon
operator W has to be evaluated. Such a term requires in principle
the knowledge of the three-body propagator g'!. This is however
currently out of reach and in most of practical applications the

last term in Equation (6) is computed as

(W) =~ - Z Waﬁu,yév Pya PsB Pvu > (7)

afuydv

i.e., by approximating the full three-body density matrix with the
antisymmetrized product of the one-body one. In [35], this was
shown to introduce errors smaller than 250 keV for the binding
energy of oxygen isotopes.

In addition to giving access to the ground-state properties of
the A-body system, the one-body GF contains information on

Frontiers in Physics | www.frontiersin.org

68

September 2020 | Volume 8 | Article 340


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Soma

SCGF Theory for Atomic Nuclei

neighboring (A £ 1) nuclei. It becomes evident when rewriting
the propagator (Equation 1) in the Lehmann representation

(Wi lag | WA (WA |l [ wgh)

gapl@) = Y

- w—E; +in
(W laf ) (W ag W)
+> — , 8
. o —E —in

where |\IJlAi1) represent eigenstates of (A+1)-body systems while
En+ = (Eﬁ+1 — Eé) and E, = (EOA — E‘]?_l) are one-nucleon
addition and removal energies, respectively.

In Dyson GF theory the expansion starts from a particle-
number conserving (e.g., a Hartree-Fock) reference state
providing ¢g(®. On top of this, spherical symmetry is typically
imposed. While such an expansion can suitably address closed-
shell systems, it becomes inefficient or even breaks down as soon
as pairing and/or quadrupole correlations become important. If
one wishes to stick with a single-reference method, a possible
solution consists in working, from the outset, with a symmetry-
breaking reference state. In particular, breaking U(1) symmetry
associated with particle number conservation® while maintaining
spherical symmetry allows one to efficiently capture pairing
correlations, thus gaining access to singly open-shell nuclei.

Dyson GFs were thus generalized to a U(1) symmetry-
breaking (typically Hartree-Fock-Bogolyubov) reference state
originally by [62]. The formalism was then adapted and
implemented for applications to finite nuclei in [31]. Technically,
the extension is achieved by working with an A-body ground
state that is a linear combination of states with different
particle numbers

W — W= cag 9)
A/

This leads to the definition of four one-body propagators
gab(tt) = —i (V| Tlaa(t)a) ()] W) , (10a)
ap (1,1) = —i (Wo| T lag (Dap(t)]| W) , (10b)

21 N —t T,y
Zap(t:1) = —i (Wo| Tlag (Hag(t)]1Wo) , (10¢)
g3 (t,t) = —i (Wo| T[al (Dap(t)]|Wo) » (10d)

two of which (¢'! and g?2) involve normal combinations of a and
a' and are associated to the standard density matrix (Equation
3). The remaining two propagators (g'? and g?!) invoke so-
called anomalous contributions of a and a' (interpreted as the

In the case of atomic nuclei proton and neutron numbers are conserved
individually, therefore it is always intended U(1)y®U(1)z where one of the two
or both are broken.

annihilation or the creation of a nucleon pair) and lead to the
definition of an anomalous (or pairing) density matrix

T27Tl

Pup = (Wolapay | Wo) = /C Lw.

In Equation (10), creation operators {a] } define a one-body basis
dual to {al} and are obtained via

al(t) = naal(t),  Galt) = naaa(t), (12)
which correspond to exchanging the state a with its time-
reversal partner a up to the phase n, [31]. The four Gorkov
propagators (Equation 10) can be conveniently recast in a 2 x 2
matrix notation via Nambu’s formalism [63]

Lptt)  gptt)
8ap(t, 1) = (13)

Sptt)  gtt)

All quantities (operators, self-energy, ...) can be generalized
in an analogous fashion such that one ends up with the
Gorkov equation

8o (@) = gy (@) + Y 80 (0) T35(@) gsp(@) . (14)
12

Similarly, all standard GF equations including Equations (3)-(8)
are rewritten in a matrix form. Last but not least, a chemical
potential A needs to be introduced to guarantee that the number
of particles is the correct one on average. This amounts to
replacing the Hamiltonian H with the grand potential

(15)

As a consequence of the symmetry breaking, observables might
be contaminated by components associated to different particle
numbers. Even if in practice the variance is expected to remain
small’, the broken symmetry has to be eventually restored. While
symmetry-restored formalism has been developed for other
(post-Hartree-Fock-Bogolyubov) many-body methods [64, 65],
it remains to be formulated for Gorkov GFs.

3. IMPLEMENTATION FOR ATOMIC
NUCLEI

3.1. Choice of Approximation Scheme

Self-consistent GF approximation schemes are defined by the
content of the irreducible self-energy, which is expressed as
a function of the exact GFs and encodes its perturbative
expansion. There exist several ways of approximating the self-
energy. The most basic one simply amounts to truncating

7 Away from closed-shell systems, contributions from components with A’ # A
are assumed to cancel out to some extent. The largest contamination is expected in
differential observables across closed shells, where one of the two systems does not
spontaneously break particle-number symmetry.
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the perturbative expansion at a certain order. More refined
techniques resort to including infinite subsets of perturbation-
theory terms via the definition of implicit equations. This
is the case, e.g., of the so called ladder or in-medium T-
matrix approximation that resums all multiple particle-particle
scattering contributions®. This approximation scheme gained
considerable attention in early ab initio applications because
of its ability of tackling nucleon-nucleon interactions with
strong short-range components [67-72]. These truncations and
resummations are typically conveniently expressed in terms of
Feynman diagrams, which facilitate the manipulation of the
various terms and give an insight in their physical content.

An alternative, although not orthogonal, route was proposed
in the context of quantum chemistry [73, 74] and instead exploits
the analytical structure of the self-energy. Similarly to the one-
body GF, the exact (dynamical, i.e., energy-dependent, part of
the) self-energy displays a Lehmann representation

e
nn'

] kk'

where the matrices M,N couple the single-particle motion
of the nucleons (i.e., the one-body propagator in which the
self-energy is inserted) to intermediate multiparticle-multihole
configurations, whose energies (“bare” and resulting from the
interference between them) are encoded in the matrices E~, E<,
and C, D, respectively. The algebraic diagrammatic construction
at order n [ADC(n)] is built by demanding that, in addition
to including all perturbation-theory contributions up to a given
order n, the approximated self-energy has the same analytical
structure as the exact one, ie., in particular, is the same
function of the energy. The latter condition requires the self-
energy to contain additional sets of contributions, e.g., infinite
resummations that would necessitate ad-hoc procedures are in
this way automatically included in the ADC formalism. The first
order, ADC(1), is simply the standard Hartree-Fock (or Hartree-
Fock-Bogolyubov, in the case of Gorkov GFs) approximation.
ADC(2) introduces lowest-order dynamical correlations in terms
of two particle-one hole and two hole-one particle contributions.
ADC(3) builds couplings between such configurations and, as
a result, includes infinite-order resummations of both particle-
particle/hole-hole and particle-hole ladders. Higher orders build
on higher-rank particle-hole excitations in a similar but not
identical fashion as in other popular many-body methods like
coupled-cluster (CC) or in-medium SRG (see e.g., [75] for
a connection between GF and CC formalisms). Importantly,
by preserving at each order the analytical properties of the
exact self-energy, the ADC expansion ensure that causality
is not violated. Moreover, this form allows the derivation
of an energy-independent auxiliary eigenvalue problem that

1
* _ T
Eaﬂ(w) = ZMom |:CL) . (E> + C) + ”7
nn'

+ 2Ny

kk'

Nt

lss )

1
[w—(E<+D)—in

80ther types of resummation are employed in other domains. For instance, in
solid-state physics the resummation of particle-hole (i.e., ring) diagrams (typically
in the so-called GW approximation) allows resolving the long-range features of the
Coulomb force [66].

significantly simplifies the numerical solution of Dyson and
Gorkov equations, as discussed in section 3.2.

The ADC scheme has been developed in the context of
finite nuclei in the past few years. At present, ADC(1), ADC(2),
and ADC(3) self-energies are implemented in the Dyson
framework [35, 37], while ADC(1) and ADC(2) are available in
the Gorkov case [31, 32]. Gorkov-ADC(3) is under construction
within a project whose goal is to automatize the generation
of the associated self-energy diagrams. In Dyson theory, the
ADC formalism has been recently generalized to the presence of
three-body interactions [34].

Generally speaking, ADC(n) defines a truncation scheme
that is systematically improvable in the sense that going to
higher orders should provide results closer and closer to the
exact solution, recovered in the limit of ADC(00). Nevertheless,
in the case of perturbation theory (and, by consequence,
resummation methods building on MBPT), there does not exist
a well-defined expansion parameter informing on the accuracy
associated to a certain truncation level. Hence, there are two
ways of assessing the accuracy of a given approximation: (i)
by comparing successive orders in the expansion and (ii) via
benchmarks with exact methods. Concerning the first possibility,
a typical convergence behavior for ADC(1-3) is shown in
Figure 1 for ground-state energies and root-mean-square (rms)
charge radii of two representative medium-mass nuclei. Two
different interactions are used, the “soft” NN+3N(Inl) and the
“harder” NNLOg,(see section 3.4 for details). One observes a
clear pattern going from ADC(1) to ADC(3) for all quantities.
For total energies, while ADC(2) already yields a qualitatively

or A Ts 10
r 36Ca 68Ni ]
2F T q1-2
= [ —o— NN+3N(Inl) T ]
ﬁ 4 [ ——NNLO,, 1 ] “
< [ 1 ]
b 6 r T 1-6
1 1 1 1 1 1 1
[ C ID ]
4 - 36C3 T A\A‘“N’: —- )
— 38F I 1338
E I I ]
. F — " {36
T A\A—_A T 1
34r T 734
wf $s2
L 1 i 1 1 1
1 2 3 1 2 3
ADC(n) ADC(n)
FIGURE 1 | Ground-state energies (top) and rms charge radii (bottom) of
36Ca and %8Ni computed within different ADC(n) truncation schemes. Results
for the NNLOgar and NV+3N(Inl) interactions are displayed. Reprinted figure
with permission from [40], copyright (2020) by the American Physical Society.
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good account, additional correlations introduced at the ADC(3)
level are deemed necessary for an accurate description. In
contrast, charge radii are already largely converged at the ADC(2)
level. After analysing the ADC convergence behavior, one expects
ADC(4) corrections to be small for total energies and negligible
for charge radii. The accuracy of the ADC(3) scheme is also
confirmed by a direct benchmark against no-core shell model in
160, with total energies computed in the two approaches differing
by less than 1% for any tested interaction [40].

3.2. Working Equations

In practice, solving Dyson or Gorkov equations in their forms
Equations (2) and (14) is problematic, specially for finite systems
where a solution has to be achieved for numerous (discrete)
values of the energy w. A method to overcome the problem
was proposed once again in quantum chemistry [76], and
consists of two steps. In the first one, after exploiting the
analytical energy dependence of the propagator, Equation (2)
is transformed into an eigenvalue equation where the (energy-
dependent) self-energy acts as an effective one-body potential.
The second steps makes use of the analytical energy dependence
of the self-energy in the form of Equation (16) and rewrites
the problem as an energy-independent eigenvalue equation. The
latter constitutes the working equation to be solved iteratively,
and whose solutions directly provide amplitudes and energies
entering Equation (8) for the one-body propagator (see [58]
for a more detailed discussion). The derivation of this energy-
independent eigenvalue problem has been generalized to Gorkov
theory in [31].

One disadvantage of the energy-independent formulation is
that the number of energy poles, i.e., the eigenvalues and the
dimensionality of the energy-independent Dyson or Gorkov
matrix, increases at each self-consistent iteration. In practice,
this growth is reduced via the application of Krylov projection
techniques [76, 77], typically implemented by means of a
Lanczos algorithm (see [32] for a detailed discussion and a
numerical study).

3.3. Choice of Basis

Equations presented in section 2 are general, i.e., are valid in any
basis of choice’. In an actual calculation, one needs to specify a
basis in which operators, together with all relevant quantities, are
expanded on. In the case of atomic nuclei one typically employs
a one-body spherical harmonic oscillator (HO) basis, whose
eigenfunctions are well suited to the description of a confined

9Since the present formalism is written in single-nucleon coordinates, the
appearance of center-of-mass (c.o.m.) contributions might pollute the
computation of different quantities/observables and must be taken care of.
As for energies, the c.o.m. kinetic energy Tc.o.m, is subtracted from the total
Hamiltonian from the outset, such that one eventually works with the intrinsic
Hamiltonian I:Iim =H- %c.o,m.- Although in the present truncation scheme this
does not lead to an exact factorization of c.0.m. and intrinsic wave functions, it has
been demonstrated in similar correlation-expansion methods [18, 78] that such an
approximate c.o.m. correction is sufficient for all practical purposes. Furthermore,
specific a posteriori corrections are applied for radii and densities [see discussion
in section 4.1 and, e.g., [36] for more details].

_ -1-460
230fA 30, —e— NN+3N(nl) B oo N
4 A NNLO, b 4480
240 F
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Q L
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M 260 | -540
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280 1580
1 1 1 1 1 1 1 1 1 1 1 1 1 1
C D H4.1
35F
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E 341 439
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T W
137
32F .~
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3.1 _I L 1 1 1 1 1 1 1 1 1 1 1 - 35
12 14 16 18 20 22 24 12 14 16 18 20 22 24
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FIGURE 2 | Ground-state energies (top) and rms charge radii (bottom) of
36Ca and %8Ni computed with the ANN+3N/(Inl) and NNLOgs Hamiltonians as a
function of the harmonic oscillator parameter h€2 and for increasing size €max
of the one-body basis. In all cases esmax = 16 was used. Reprinted figure with
permission from [40], copyright (2020) by the American Physical Society.

system!®. A HO basis is characterized by two parameters: the
oscillator inverse length A2 and the number of considered HO
wave functions. The latter is usually determined by the parameter
€max max(2n + [), which sets the energy threshold of a
basis eigenfunction. Many-body bases are subsequently built as
direct products of one-body bases. While naturally for a k-body
operator one would set ey = k- emay, the storage of three-body
matrix elements for realistic values of ep,x presently constitutes
an issue and obliges one to work with e3max (3 - emax. In current
state-of-the-art implementations, typical values of ey, = 12 —
15, e2max = 2 * €max, and e3max = 14 — 18 are used.

The first step of a calculation consists in studying the
convergence properties (of the observables of interest) with
respect to the basis size and oscillator parameter. An example is
shown in Figure 2, where the basis dependence of ground-state
energy and charge radius is investigated for two different nuclei
and two different Hamiltonians with ADC(2) calculations. One
sees that in 3°Ca an epx = 13 model space guarantees sufficiently
converged results. In ®Ni and for the higher-cutoff Hamiltonian
NNLOg, (see next section for details) the convergence is not
yet optimal.

Combining uncertainties from basis truncation, discussed
here, and from many-body expansion, discussed in section 3.1,

190n the other hand, the asymptotic behavior of HO wave functions do not
correctly account for the fall-off of the nuclear wave function. As a consequence, a
HO basis is not well-suited to describe states near the particle continuum, where
the long-range part of the wave function is particularly important. In this case, a
possibility consists in complementing the HO with a basis specifically designed to
account for resonances and non-resonant continuum, e.g., the Berggren basis [79,
80].
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one can evaluate the total theoretical error of the method
for a given input interaction. To give an example [40], for
soft potentials, like the NN+3N(400) and the NN+3N(Inl)
Hamiltonians presented in the next section, one estimates an
error of about 2% (< 0.5%) associated to ground-state energies
(radii) of medium-mass nuclei. For harder potentials, like the
NNLOg,: Hamiltonian, the errors rise to 4 and 1% for energies
and radii, respectively. To a good extent, these uncertainties
cancel out when differential observables are considered, as in the
case of one- or two-nucleon separation energies. In the results
presented in the following such systematic uncertainties are not
explicitly reported in the figures (except for Figures 8, 10) and
should be kept in mind by the reader.

3.4. Choice of Input Interaction

Like most of ab initio techniques, self-consistent GFs can take
in principle any nucleon-nucleon plus three-nucleon (NN+3N)
Hamiltonian as input. In the early 2000s, nearly all applications
were performed using semi-phenomenological'! potentials like
CD-Bonn [84] or Nijmegen [85], possibly complemented with
three-nucleon forces [72, 86]. Although these interactions had
proven successful in the description of light nuclei, their “hard”
character, i.e., the associated large momentum cutoff, required
the use of sophisticated resummation schemes, thus hindering
applications in medium-mass nuclei. Starting from 2010, the
use of Hamiltonians derived in the context of chiral effective
field theory (x-EFT) [5] began to spread. Compared to the
previous phenomenological models, x-EFT interactions present
several advantages:

1. By explicitly taking into account only low-energy degrees of
freedom, they have a much smaller associated cutoff;

2. All many-body (i.e., 2N, 3N, 4N, ...) operators and currents are
derived consistently without any ad-hoc assumption, which
augments the predictive power;

3. A theoretical error can be associated to a given x-EFT
Hamiltonian (which relates to the employed truncation in the
EFT expansion).

Nowadays, x-EFT interactions constitute the standard for ab
initio nuclear structure calculations. The first feature, i.e.,
their “softness,” is often further amplified by the use of
similarity renormalization group (SRG) techniques [6], i.e.,
unitary transformations of the Hamiltonian that further decouple
low- and high-momentum modes, leading to much improved
convergence properties. The third point implies that the EFT
error can (and should) be subsequently propagated to many-body
observables. This has been done in practice only very recently (see
e.g., [16, 87-92]) and more formal and technical developments
along these lines will be required in the future.

Mainly three different x-EFT Hamiltonians have been
employed in recent GF calculations, all of which are discussed
here. The first one, labeled NN+3N(400), is based on the next-to-
next-to-next-to-leading order (N?LO) nucleon-nucleon potential
from Entem and Machleidt [4, 93] combined with the N2LO

Eor

3N interaction with a local regulator [94]. The 2N interaction
of [93] was built with a cutoff of 500 MeV/c, however, a
400 MeV/c regulator was used for the 3N sector [95]. This
Hamiltonian has been systematically applied to p- and sd-shell
nuclei and yields a good reproduction of oxygen, nitrogen and
fluorine binding energies [35, 36, 96]. Nevertheless, it leads to
overbinding in medium-mass nuclei starting in the calcium chain
and underpredicts nuclear radii even for O isotopes [39, 53, 97].

With the main objective of improving on the description of
radii, a chiral Hamiltonian with terms up to N2LO was developed
in [98]. It is characterized by a simultaneous fit of 2N and 3N
LECs that does not rely solely on two-nucleon and A = 3,4
data, but also on binding energies of '4C and 62224250 as well
as charge radii of '*C and '°O. The resulting interaction, named
NNLOyy, successfully describes the saturation of infinite nuclear
matter [98] as well as various observables in mid-mass nuclei,
including charge radii [42-44, 53]. Unlike the NN+3N(400)
interaction, NNLOg,: employs a non-local regulator.

Motivated by the success of NNLOs,, a novel interaction
named NN+3N(Inl) was presented recently [40]. The goal was to
amend the original NN+3N(400) interaction, and in particular its
3N part. While the latter has been shown to be problematic, its 2N
part is instead believed to perform relatively well and thus is kept
unchanged. Being based on the N>LO potential, which provides
a better description of nucleon-nucleon data compared to the
lower-order NNLOgy, it yields superior features in light systems,
e.g., a better reproduction of spectroscopy of natural parity states
in p- and light sd-shell nuclei. NN+3N(Inl) has been also shown to
provide a very good description of energy observables (ground-
state energies and energy spectra) in medium-mass nuclei up to
mass A ~ 60 [40].

3.5. Computational Requirements
As any other state-of-the-art ab initio nuclear structure approach,
the SCGF method requires the development of an advanced
numerical code. The computational cost of a simulation strongly
depends on (i) the size of the model space, (ii) the chosen level of
approximation'?, and (iii) the two- or three-body character of the
input Hamiltonian. ADC(1) calculations with only NN forces can
be easily performed on a laptop also in large bases (in few CPU
minutes). Going to ADC(2) limits a laptop calculation to a small,
yet (semi-)realistic model space, typically epmax = 8 — 9 (doable
in a few CPU hours). If larger bases are needed (to ensure model-
space convergence, e.g., typically ep,x = 12 — 13), then one has
to resort to a dedicated computer cluster (with a corresponding
cost of few hundred CPU hours). ADC(3) is doable on a laptop
only for very small model spaces and any realistic calculation
requires the implementation of MPI parallelization and the use
of a high-performance computing center (with running times of
several thousand CPU hours).

The inclusion of 3N forces results into an increase of both
CPU time (due to the higher rank of the tensors at play) and

2For a given approximation, a Gorkov calculation is more costly than a
Dyson one because of the increased dimensionality of the quasiparticle space.

example, based on a one-boson exchange model plus Estimates presented in this section refer to Dyson calculations of typical medium-
phenomenological corrections. mass nuclei.
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FIGURE 3 | (Left) ADC(3) calculations of closed-shell oxygen isotopes performed with the N\+-3N(400) Hamiltonian (blue points and lines). For reference, results with
only original 2N operators are displayed (red points and lines). (Top) One-neutron addition and removal energies associated to dominant quasiparticle peaks. (Bottom)
Ground-state energies compared with experimental values (gray bars). Adapted figure with permission from [35], copyright (2013) by the American Physical Society.
(Right) ADC(2) calculations of even-even calcium isotopes performed with the NN+3N(400), NNLOgzt, and N\+3N(Inl) Hamiltonians (colored points and lines),
compared with measured and extrapolated data (black points). ADC(3) results are depicted as horizontal lines when available. (Top) Total ground-state energies.
(Bottom) Two-neutron separation energies. Adapted figure with permission from [40], copyright (2020) by the American Physical Society.

memory usage (due to the larger amount of matrix elementstobe =~ ADC(3) ground-state energies are displayed for closed-shell
stored). As a consequence, on a laptop and for realistic bases, even ~ oxygen isotopes, computed with the NN+3N(400) interaction,
an ADC(1) calculation becomes heavy in terms of CPU and one  respectively excluding and including original 3N operators!4.
quickly reaches the limits in terms of available RAM!. ADC(2)  One notices that the addition of 3N forces is crucial for a
and ADC(3) calculations require optimized implementationsand ~ quantitative reproduction of experimental data. In particular,
the use of a high-performance computing center, with typical =~ when only a 2N interaction is considered, the neutron dripline
running times of a few thousand and tens of thousands CPU  is wrongly located at N = 20, while it is correctly reproduced at
hours, respectively. 240 in the presence of 3N forces.
In such a context it can be instructive to inspect one-
neutron addition and removal energies associated to dominant

4. RECENT APPLICATIONS quasiparticle peaks, see top-left panel of Figure 3. One sees

4.1. Ground-State Properties that the 3/2% fragment becomes bound in neutron-rich
The total ground-state energy, or binding energy, of a nucleus }sotopes‘ when the _ZN'OHIY I—I‘arpl}tonlan is employed. When _3N
constitutes the most basic nuclear structure observable. In  !hteractionsare switched on, it is instead pushed up and remains

28 o e oy
Green’s function theory, total energies are preferably computed unboqnq all th? way to . O, thus explaining the. position of
via the generalized GMK sum-rule (Equation 6). While earlier the dripline. This observation confirmed the repulsive character

applications made use of a 2N-only Hamiltonian, possibly of the Fujita-Miyazawa 3N interaction, as previously discussed

: : in [99].
complemented by a phenomenological correction to compensate Thi i £ the fi ol icati
for missing 3N [29, 30, 38], starting from 2013 calculations 18 .r(.es.ut was one 0 the r§t successiul. app lcations
with realistic 2N + 3N interactions could be routinely of ab initio techniques beyond light nuclei. The oxygen

performed. A representative example concerns the oxygen
chain [35] and is shown in Figure 3 (left). In the bottom panel, "The SRG evolution described in section 3.4 and standardly applied to nuclear
Hamiltonians induces additional many-body operators that need to be taken into
account [6]. Hence, one has to distinguish between original and induced e.g., 3N
13See also discussion in section 5.3 on storage of 3N matrix elements. forces.
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FIGURE 4 | (Left) Point-proton and charge densities of 3*Si and *®S computed at the ADC(3) level with the NNLOs interaction. The experimental charge density of
363 is taken from [114]. (Right) Angular dependence of the charge form factor computed for 300 MeV electron scattering. Modified figure with permission from [37],
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chain also constituted, for a few vyears, a testbed where
calculations from various approaches could be benchmarked,
demonstrating the reliability of the different many-body
truncations [23, 96, 100, 101]. More recently, the availability of
new Hamiltonians prompted calculations of heavier systems,
from calcium up to the nickel chain. An example is constituted
by Gorkov GF calculations exploring the performance of
three interactions along few semi-magic chains, as reported
in [40]. A typical outcome is the one displayed in Figure 3
(right), where ground-state energies of calcium isotopes as
well as their differences, two-neutron separation energies, are
shown as a function of neutron number. The overbinding
generated by the older NN+3N(400) clearly stands out. In
contrast, the newer Hamiltonians NNLOg,; and NN+3N(Inl)
yield an excellent reproduction of total as well as differential
ground-state energies, specially once ADC(3) corrections
are taken into account. A good performance is found
also in the nickel chain, up to the point where current
computational limitations hinder a complete model-space
convergence of the calculations [40]. In addition to semi-
magic chains, the theory was tested in relation to novel
experimental measurements in potassium [47], titanium [48],
and argon [102] chains.

The performance of these three Hamiltonians was further
investigated on nuclear radii in [40]. It was found that
NNLOg,: provides a good account of rms charge radii all
the way up to nickel. Specifically, the bulk contributions
are well-described already at the ADC(2) level, while finer
details (e.g., the parabolic behavior observed between 4°Ca
and “8Ca) need further improvement of the many-body
truncation and/or the interaction. Density distributions
provide even further insight into the way nucleons arrange
themselves in the correlated nuclear medium. The nuclear
charge density distribution is typically obtained as a sum of three

contributions [103],

Pen(r) = 5 (1) + o5 (1) + o5, (1), (17)
where ,ofh (p5,) is determined by folding the point-proton
(point-neutron) density with the finite charge distribution
of the proton (neutron) and pish is a relativistic correction
that depends on spin-orbit terms. In addition, center-
of-mass and relativistic Darwin-Foldy corrections are
taken into account by employing an effective position
variable [104]. Finite nucleon charge distributions can
be expressed as a sum of Gaussians, with the parameters
adjusted to reproduce form factors from electron scattering
data [105]. The relativistic spin-orbit correction is usually
computed within the factorization approximation introduced
in [106]. Even though pfh largely dominates, the other two
contributions can visibly alter the total charge distribution in
some cases.

As for radii, densities are computed directly from the one-
body GF and can therefore be routinely evaluated for medium-
mass systems. An interesting example relates to the possible
presence of a depletion in the central part of the charge density
profile, usually referred to as bubble. One of the most likely
candidates has been identified in the nucleus 34Si [107-113].
In [37] this system, together with its Z + 2 partner 3°S, has been
thoroughly investigated by means of both Dyson and Gorkov
GF calculations. The resulting point-proton and charge density
distributions are shown in Figure 4 (left). The effect of folding
with the finite size of the proton is specially visible in the
center, with an attenuation of oscillations in the charge profiles.
The agreement between the computed and the measured charge
distribution for the stable nucleus 3°S is excellent, which gives
confidence in the prediction for the unstable 34Si, yet unknown
experimentally. For the latter, a depletion in the region below 2
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fm is indeed found. Its magnitude is comparable or even larger
than what previously obtained in EDF [111, 112] or shell model
calculations [110].

A measurement of the charge distribution of 3*Si would
require electron scattering on radioactive These
experiments are becoming feasible only now [115], with
first results on the heavier !*?Xe obtained by the SCRIT
collaboration [83]. In the coming years, the case of >4Si will thus
constitute an interesting objective for electron-nucleus scattering
facilities. Such a measurement would extract the electromagnetic
charge form factor, related to the charge profile via

ions.

H@=/ﬁhdﬂf”, (18)

where g is the transferred momentum, itself related to the
incident momentum p and the scattering angle 6 via q =
2psinf/2. The calculated charge form factors for 300 MeV
electron scattering on >*Si and %6Si are displayed in Figure 4
(right). Clear differences appear in the angular dependence for

the two systems, with a higher magnitude and a displaced
position of the second minimum for 3!Si. This analysis
gives indications on what range of transferred momenta, and
consequently which luminosities, are necessary for identifying
possible depleted density profiles in this mass region.

4.2. Excited-State Properties

An asset of GF theory resides in the rich content of the one-
body propagator, which does not solely provide information
on the targeted (even-even) system with mass number A but
also on the four neighboring (odd-even) A £ 1 nuclei. This
information is explicit in the Lehmann representation of the GF
(Equation 8). The poles Eli of the function correspond to one-
nucleon addition and removal energies, as schematically depicted
in Figure5 (top left). In addition, the associated amplitudes
in the numerator represent the probabilities to reach a specific
eigenstate |WA*1) (|\I/]‘?'1)) ofthe A+ 1 (A — 1) system by adding
(removing) a nucleon in a single-particle state to (from) the
ground state |W{') of the even-even system. Those amplitudes
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FIGURE 5 | (Top left) Schematic view of the A 4 1 states (and associated energies) reached via one-nucleon addition and removal. (Top right) Neutron spectral
strength distribution in 3*Si computed at the ADC(1) level with the NNLOs,: interaction. The four panels display different angular momentum and parity channels. The
dashed vertical line represents the Fermi energy, separating the spectra of 33Si and %°Si. (Bottom) Same as above but for ADC(2) and ADC(3) calculations. Data
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can be expanded in a single-particle basis {a]} according to
Uy = (¥g'laq|¥;"),

n
Ve = (Walwity.

(19a)
(19b)

Next, spectroscopic probability matrices for the nucleon
addition U, U}

and removal can be built!®, SF

and § = V;:V]{, respectively. Their elements read as
stoeb = <w§|aa|\yﬁ“><\lfﬁ“|a;|\y§> , (20a)
S = (W ay WA (U g W) (20b)
Taking  the trace over the one-body  Hilbert
space Hy leads to spectroscopic factors
SEF = Tryg, [S5]= > |Ue]”, (21a)

aeH,

_ - 2

SFe = T [S¢ ] = > [VE[°, (21b)

aeH

which are the norms of the spectroscopic amplitudes.
A spectroscopic factor thus sums the probabilities that
an eigenstate of the A + 1 (A — 1) system can be
described as a nucleon added to (removed from) a
single-particle state on top of the ground state of the
A-nucleon system.

The complete spectroscopic information associated with one-
nucleon addition and removal processes can be collected into the
spectral function S(w), defined as the energy-dependent matrix
on ’H]

S) =) 8§ 8w —E))+Y_ S 8w —E),

neHan keHaq

(22)

where the first (second) sum runs over eigenstates of H in the
Hilbert space Hay (Ha1) associated with the A + 1 (A — 1)
system. Taking the trace of S(w) gives the spectral strength
distribution (SDD)

S(w) = Try, [S(a))]
=Y SEf 8w —EN+ Y SF 8(w—E), (23)
neHan keH

which is a basis-independent function of the energy. Equations
(19)-(23) can be generalized to the Gorkov formalism [31].

An example of SDD computed at three different levels
of approximation, ADC(1-3), is shown in Figure5 for the
nucleus 3*Si. ADC(1), i.e., Hartree-Fock, is a mean-field (or
independent-particle) approximation, which translates into a
series of quasiparticle peaks with unity spectroscopic factors, i.e.,
there is a one-to-one correspondence between the single-particle

15Here bold symbols denote matrices in the one-body Hilbert space ;.

basis {a];} and the many-body states |\I/l-Ai1) accessible via the
process of adding or removing a nucleon. One can nevertheless
identify the main qualitative features of the SDD, e.g., associate
the ground state of 336i (3°Si) with the first peak on the left (right)
of the Fermi energy characterized by spin and parity 3/2% (7/27).
ADC(2) introduces the lowest-order dynamical correlations that
lead to a first fragmentation of the spectral distribution. A
number of fragments with small spectroscopic factors appear in
the vicinity of the ADC(1) peak, which is now shifted in energy
and reduced in strength, i.e., it has SFilL < 1. ADC(3) correlations
further fragment the quasiparticle strength, giving rise to a large
number of small peaks and a further reduction of the main-
peak spectroscopic factor. One notices that, around the Fermi
energy, fragments with a good quasiparticle character, i.e., large
spectroscopic factors, survive, in accordance to Landau’s Fermi
liquid theory. In contrast, away from the Fermi level the strength
is spread over a wide energy interval and one can hardly identify
single-particle-like excitations.

From the SDD depicted in Figure5 one can extract an
excitation spectrum of the A — 1 (A + 1) system, by looking at
increasingly negative (increasingly positive) energies on the left
(right) of the Fermi surface (see top-left panel for a schematic
representation). By comparing ADC(2) and ADC(3) truncations,
one concludes that the latter is necessary for an accurate
description of the main energy peaks [37, 40], in accordance
with analogous calculations in quantum chemistry [116-119].
Conservatively, one can associate uncertainty bands with
ADC(2)-ADC(3) differences, as done in Figure 6 where spectra
resulting from one-nucleon addition and removal from and
to **Ca are displayed. These four systems sit at the limits of
what can be presently studied in radioactive ion beam facilities.
Yet, not many experimental data are available, such that these
calculations mostly represent predictions that can be presumably
tested in the near future. In >>Ca, where the ground state and
two excited states are identified, NN+3N(Inl) GF calculations
succeed in reproducing the measured spectrum in with good
accuracy. NNLOg,¢ instead mildly overestimates the splitting
between the two excited states. In >3K, the difference between
the two interactions is even more striking. While NN+3N(Inl)
reproduces the measured first excited state with good precision,
NNLOg,; predicts a wrong ordering of the 3/2% and 1/27 states,
resulting in a ground state with incorrect spin. The potassium
chain indeed constitutes an interesting case because of an unusual
inversion (at N = 28) and re-inversion (at N = 32) of the spins of
the ground- and first excited states [50, 120]. As discussed in [40,
52], Gorkov GF calculations with the NN+3N(Inl) Hamiltonian
yield ax excellent reproduction of the whole trend, from 3’K to
3K. Such studies, complementary to those focusing on ground-
state observables, are not only relevant in relation to current
experimental programs, but also provide a unique testing ground
for the development of nuclear interactions.

The spectral representation of the one-body GF thus gives
access to spectroscopic studies of odd-even nuclei. If one is
interested in the excitations of an even-even system, the two-body
GF (in one of its possible time orderings) has to be considered
instead. A typical example is the polarization propagator, which
provides the response of the nuclear system to an external
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operator. In analogy to Equation (8), its Lehmann representation
reads as

(Wit lajay (WA V(WA alag W)

nys,otﬂ(w) = -
nnz;é:o o — (B}, —Ep) +1n
> (Wladag| WA (WA |ala, |wg) -

g o+ (B —Ey) —in

where n, label the excited states of the A-body system. In the
numerators, the residues

Z' =

= (WA abap| g

(25)
represent particle-hole matrix elements between excited states of
the A-nucleon system. The poles appearing in the denominator

e =E) —Ej (26)

Ny
instead constitute energy differences between excited states of
the A-nucleon system and its ground-state. The polarization
propagator (Equation 24) is obtained as a solution of the Bethe-
Salpeter equation,

Mysap(@) = N8 4@)

h
+ 570G (@K e (@) ap(@) ,
upvo

(27)

where T (w) is the free polarization propagator, and the
particle-hole irreducible interaction K" plays a similar role
as that of the self-energy in Equation (2) for the single-
particle propagator. While the corresponding formalism has been
developed and implemented for Dyson GFs, the generalization to
the Gorkov framework remains to be carried out.

In [42, 121], the polarization propagator was calculated with
the aim of accessing the nuclear isovector electric dipole (E1)
response. A dressed random phase approximation (DRPA) was
adopted for the computation of IT(w). The scheme makes
use of a correlated, e.g., ADC(3), one-body propagator as the
starting point for the RPA equations, thus going beyond a
simple HF-based particle-hole resummation. Figure 7 shows
results for the integrated isovector E1 photoabsorption cross
section, which is directly obtained from the polarization
propagator [42]. Two representative examples are shown here,
160 and *8Ca. Calculations make use of the NNLOg, interaction,
ensuring that nuclei have the correct size, which is a crucial
property for this application. In O the peak associated
to the giant dipole resonance (GDR) is well-reproduced. At
higher excitation energies, the calculation underestimates the
experimental spectrum, presumably due to missing correlations
beyond the simple RPA. A similar picture emerges for *3Ca,
with the GDR peak in good agreement with recent experimental
measurements [124] and the high-energy tail missing some
strength. Several other closed-shell nuclei, for some of which
experimental data are not yet available, are discussed in [42]. A
generalization of this formalism to the Gorkov framework would
allow us to extend these promising results to a large number of
open-shell nuclei.

4.3. Lepton-Nucleus Scattering

The spectral function introduced in Equations (22)-(23) carries
information about the energy-momentum distribution of the
correlated nucleons. Certain scattering processes, where an
external probe scatters off the nucleus, under certain kinematical
conditions (e.g., characterized by a sufficiently large momentum
transfer), can be described as an incoherent sum of scattering
amplitudes on bound nucleons. Then, the cross section can be
computed in the so-called impulse approximation and expressed
as a sum of one-body terms containing a convolution with the
nucleon spectral function.
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This is the case, e.g., of electron and neutrino scattering in the
region of the quasielastic peak. Here the double differential cross
section for inclusive lepton-nucleus scattering can be written
as [125]

E/

k
_x L/w wWHY ,
k

z (28)

() =

where L, is the leptonic tensor and k (Ex,k) and k' =
(E;,K/) are the laboratory four-momenta of the incoming and

outgoing leptons, respectively. The factor C, = a/(k — k')* for
electrons and C; = G/87? for neutrinos, where G Gr for
neutral current (NC) and G = Gp cos 6, for charged current (CC)
processes. The electroweak coupling constants are o >~ 1/137,
Gr = 1.1803 x 10~° GeV~2 [126] and cosf, = 0.97425 [127].
The hadron tensor W*V incorporates the transition matrix
elements from the target ground state W) to the final states
I\IJ;‘) due to the hadronic currents, including additional axial

terms for neutrino scattering. The impulse approximation
consists in factorizing |\IJJf) - p)® |\IJ;?_1), ie. it allows

to work with the outgoing nucleon of momentum p’ and the

residual nucleus, left in a state | WA~1). This leads to [128, 129]

d*p’ dE m3,

@r)* e(p)e(p’'—q)

x Y U —a. D't Ip ~a) ' —alil1p)
N

Wi (g o) = 8(w + E — e(p'))

(29)

where o represents the energy transfer, My is the nucleon mass,
e(p) the energy of a nucleon with momentum p. The one-
body current operators j; depend on the spin-isospin degrees
of freedom s and Sﬁ‘(p,E) is the one-body spectral function
normalized to the total number of nucleons. For two-body
currents and hadron production, Equation (29) extends non
trivially in terms of one- and two-body spectral functions [129-
132].

Following the above formalism, electron and neutrino
scattering off argon and titanium isotopes was investigated
in [44]. The interest in studying lepton scattering off these
nuclei resides in the fact that future-generation neutrino
experiments (e.g, DUNE [133]) will use liquid-argon time-
projection chambers, which rely on scattering of neutrinos off
40Ar. The nuclear component of the cross section has to be
well determined for a meaningful interpretation of the measured
events, in particular to reconstruct the neutrino energy with
sufficient accuracy. In this respect, a tailored electron scattering
experiment!'® was designed and recently performed at JLab [81,
82, 134]. In [44], nuclear spectral functions of stable argon,
calcium and titanium isotopes were computed at the ADC(2)
level with the NNLOg, interactions. A good reproduction of
available charge radii and density distributions was found.
Starting from these spectral functions, inclusive electron-*8Ti and
electron-*°Ar cross sections were computed. They are shown in
Figure 8 (left) as a function of the energy transfer and compared
to the recent experimental data from the JLab E12-14-012
collaboration [81, 82]. Calculations closely follow the quasi elastic
peak, thus validating the theoretical approach and the impulse
approximation in particular. Next, the quasielastic neutral and
charged current cross sections were studied for 1 GeV neutrino
scattering. Results are displayed in the right panel of Figure 8,
also compared to scattering off 2C. The quasielastic peak is
found at a similar energy, with an increase in the magnitude of the
cross section consistent with super scaling properties of inclusive
reactions. The use of a Ti proton spectral function instead of an
Ar neutron spectral function was also tested and found to be
an excellent approximation. Further studies will be needed to
thoroughly assess theoretical uncertainties.

16Since the neutron spectral function is not easily accessed by electrons, a
complementary study with titanium, which has as many protons (22) as the
neutrons in “*Ar, was carried out.
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FIGURE 8 | (Left) Inclusive Ti(e, €') (top) and Ar(e, €') (bottom) cross sections at 2.2 GeV and 15.5° scattering angle. The solid (dashed) line shows the quasielastic
cross section with (without) the inclusion of finals-state interactions (FSI, see [44] for details). For the FSI results, the theoretical uncertainties coming from
model-space convergence are also shown as a shaded band. Experimental data are taken from [81, 82] and show both the quasielastic peak and the contribution
from meson production at larger missing energies. (Right) Quasielastic neutral (top) and charged current (bottom) cross sections for 1 GeV neutrino scattering.
Dot-dashed lines refer to a '2C target and solid lines refer to “°Ar. The colored band represents theoretical uncertainties due to model-space convergence. The dotted
lines result from using the “8Ti proton spectral function as an approximation for neutrons in “CAr. The insets show the difference between the latter and calculations
where the full spectral distribution of “°Ar is used. Adapted figure with permission from [44], copyright (2019) by the American Physical Society.
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5. PERSPECTIVES AND CHALLENGES

5.1. Toward the Description of Nuclear

Reactions

While the good knowledge of electro(weak) interactions facilitate
the modeling of lepton-nucleus scattering, nuclear reactions,
because of the complexity of strong interactions, require a
more involved theoretical description. As a consequence, very
few ab initio methods are presently capable of going beyond
structure properties and directly computing reaction observables.
Nevertheless, nucleon-nucleus and nucleus-nucleus reactions
constitute nowadays the tools of choice to study the properties
of atomic nuclei, such that progress on their ab initio description
would be highly valuable.

A relatively clean process that can be used as a training field
for ab initio reaction theory is quasifree nucleon knockout [135].
Quasifree scattering represents a process in which an incident
nucleon (typically a proton'”) with an energy of few hundred
MeV knocks out a bound nucleon from the isotope of interest
(see Figure 9, left panel, for a schematic illustration). Kinematical
conditions are chosen such that the process can be preferentially
described by a single, localized interaction between the incident
and the struck nucleons, thus minimizing multiple collisions for

17Since many current experiments concern unstable nuclei, they are performed in
inverse kinematics, whence the use of a proton target. In the following, the case of
an incident proton will be thus considered.

the incoming nucleon. This sudden removal mechanism suggests
that the remaining A — 1 nucleons can be treated as spectators,
which translates into an impulse approximation analogous to the
one discussed in section 4.3. As a result, the total cross section
can be separated into a structure and a reaction part. The latter
involves nucleons that are usually described in terms of distorted
waves to account for their propagation under the influence of the
nuclear medium. Under these assumptions the differential cross
section, labeled distorted-wave impulse approximation (DWIA),
can be schematically written as

(da ) SF <deN> (Spas S Wy) . (30)
a0 _ gpux [N\ ) _ |
#Q/ pwia N\ ag PASP(A-1)ON(A-1)WN

The first factor on the right-hand side is the spectroscopic factor
of the struck nucleon, encoding the structure properties of the
nucleus. The second term represents an in-medium proton-
nucleon cross section, determining the probability of the collision
between the projectile and one of the bound nucleons. The third
term contains the scattering matrices for the (effective) degrees
of freedom at play, i.e., respectively (i) proton and initial A-body
system, (ii) proton and final (A — 1)-body system, (iii) struck
nucleon and final (A — 1)-body system, plus the scattering wave
function of the outgoing nucleon.

An ab initio calculations for some of the above quantities was
recently performed within the GF formalism, in connection with
a quasifree neutron knockout study on **Ca [51]. Specifically,
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FIGURE 9 | (Left) Schematic representation of quasifree nucleon knockout: an incoming proton p scatters off an A-body nucleus, knocking out a nucleon N. (Right)
One-proton overlap functions (squared) computed at the ADC(3) level using NNLOgs: and NNV+3N(Inl) interactions [136]. OFs corresponding to the main quasiparticle
fragments for three angular momentum and parity channels J™ = 1/2+,3/2%,5/2% are shown. For comparison, EDF calculations [137, 138] performed with the SLy4
parameterization are displayed. These OFs were employed in the calculation of one-proton knockout cross sections in [52].

spectroscopic factors and one-body overlap functions for the  e.g.,[139]). Moreover, a nucleon-nucleus potential can be directly
struck neutron were computed. The latter enter the evaluation = computed from the one-body self-energy (see [43]), for the
of the scattering matrices, where they are convoluted with  first applications to oxygen and calcium isotopes. Thus, in the
nucleon-nucleus optical potentials. Overlaps functions (OFs) for  future the full ab initio calculation of the cross section (30) can
three different neutron states, corresponding to the first three  be envisaged.
(ground and excited) states in >>Ca, are shown in Figure 9
(right). GF calculations were performed at the ADC(3) level 5.2. Toward Doubly Open-SheII Nuclei
with two different interactions, NNLOgyc and NN+3N(Inl). For ~ The development of Gorkov GF theory [31], and its subsequent
comparison, OFs from an EDF calculation with the SLy4 Skyrme  implementation to finite nuclei [32, 38] proved that symmetry
parameterization are displayed. An overall good agreement is  breaking can be a powerful tool in the context of ab
found between the three sets of calculations. Looking more in  initio calculations. The generalization of other many-body
detail, one notices that NNLOg, better reproduces the maximum  techniques to a symmetry-breaking scheme [13, 96, 140]
of the overlap at around 2-5 fm, i.e,, the region of the nuclear  further confirmed the validity of this strategy. Such advances
surface. This clearly relates to the ability of this interaction towell =~ have allowed to extend the reach of ab initio calculations
describe nuclear sizes (cf. discussion in section 4.1). In contrast, ~ in mid-mass systems from a few closed-shell nuclei to
NN+3N(Inl) is in better agreement in the tail of the OF. Thisisin ~ a large number of open-shell isotopes, e.g., to complete
line with the more accurate description of the low-lying spectrum  semi-magic isotopic or isotonic chains. In their current
of >>Ca (cf. Figure 6). implementation, however, these methods do not break
In order to compute the cross section (Equation 30)  rotational symmetry. This results in an inefficient account
for the 54Ca(p, pn)53Ca reaction, in [51] the GF input was  of quadrupole correlations, such that the description of (doubly)

complemented by phenomenological optical potentials and in-  open-shell systems displaying significant deformation can
medium nucleon-nucleon cross sections, yielding results in  be problematic.

good agreement with shell model calculations. An analogous As opposed to pairing, where the strong static correlations
study had been performed previously for the 1*O(d,#)!*0 and  at the Fermi surface cause the breakdown of the particle-hole
140(d,> He) PN reactions, leading to similar conclusions [49].  expansion, in the presence of deformation one can usually

These applications might be seen as a first step toward a  produce converged calculations, i.e., compute few orders in the
consistent approach to structure and reaction, and show that  many-body expansion. Nevertheless, one expects the accuracy
ab initio ingredients can be as efficient as phenomenological  to deteriorate with the strength of the deformation. This has
ones. In fact, the in-medium nucleon-nucleon cross section  been indeed observed in Gorkov GF calculations around the
could be already extracted from nuclear matter calculations (see  calcium chain, in particular for titanium and chromium isotopes

Frontiers in Physics | www.frontiersin.org 80 September 2020 | Volume 8 | Article 340


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Soma SCGF Theory for Atomic Nuclei
M mm 138X%e Peereeenaaa,, *+++ 2-point Fermi
0.15F mm 136Xe I SCGF
M . 132X 0.06 -
—_— ; 1328y —
Too010F " N\ 1005, T ’
é ~ - g Bid
0.05F 0.02F
0'00 C 1 1 1 1 _ 1 1 O'OO B 1 1 1 1 1 1
0 2 4 6 8 10 0 2 4 6 8 10
r[fm] r[fm]

FIGURE 10 | (Left) Charge density distributions of selected Sn and Xe isotopes computed with the NNLOsy interaction in Gorkov GF theory at the ADC(2) level. Each
curve is shifted upwards with respect to the one below by 0.025 fm=2 for clarity purposes. Colored band account for uncertainties stemming from model-space
convergence. (Right) Charge density distributions of '¥?Xe computed with the NNLOs; interaction in Gorkov GF theory at the ADC(2) level. The dotted line with gray
band corresponds to the two-point Fermi distribution with parameter and error bars extracted from [83]. Adapted figure with permission from [41].

characterized by mid-shell protons. For instance, by studying
neutron gaps'® at the neutron traditional magic number N = 28
one finds an excellent agreement with experiment up to Z = 22,
after which symmetry-restricted GF calculations clearly depart
from data [102]. Furthermore, one can identify a correlation
between the deviation to experimental data and the amount
of deformation (e.g., estimated by EDF calculations [141]).
This situation suggests that the additional breaking of the
SU(2) symmetry associated to rotational invariance will be
needed in the extension of correlation-expansion methods to
doubly open-shell nuclei. Some of the existing approaches are
indeed being generalized along these lines [142]. In the case
of Gorkov GF such an extension will presumably require the
use of importance truncation [143] and/or tensor factorization
techniques [144].

5.3. Toward Heavy Nuclei

Over the past years, GF ab initio calculations have extended their
reach across the Segreé chart, going from the first application to
the oxygen chain (A ~ 20) [35] to recent computations of nickel
isotopes (A ~ 70) [40]. Such calculations rely on sophisticated
numerical codes that make extensive use of available high-
performance computing resources. Although the management
of the computing time!® could be problematic, the bottleneck
that currently prevents (converged) calculations beyond A ~
100 is related to the storage of the matrix elements of 3N
operators. Indeed, presently employed truncations on the three-
body basis of esmaxy = 14 — 18 allow keeping the size of
3N matrix elements below 100 GB, which is roughly the order
of magnitude of the available memory on a single node of a

¥Neutron gaps, defined as differences of two-neutron separation energies, are
one of possible observables that meaningfully estimate the “magic” character of
a neutron number.

91n this respect, while the numerical cost of Dyson GF calculations grows with the
mass number, the one of Gorkov GFs solely depend on the basis dimension [32].

state-of-the-art supercomputer. Going considerably beyond this
size thus constitutes an issue. At the same time, such values
of e3max are enough to achieve reasonably converged results in
the (A ~ 60 — 70), while they become insufficient for larger
isotopes [40, 145].

Different strategies are being explored to overcome this
issue. One possibility would be to discard beforehand, for
a given esmay, a subset of the initial 3N matrix elements.
While performing a selection?® directly on the original set
might be problematic, a promising technique based on tensor
factorization algorithms has been put forward recently [143].
Since in the majority of applications 3N forces are included in
the normal-ordered two-body approximation?!, another option
could consist in performing the normal ordering procedure
in a different (smaller) basis than the HO one, e.g., in
momentum space.

Even with current limitations, however, some meaningful
results can be produced for nuclei above mass A = 100. Indeed,
as discussed in section 3.3, not all observables show the same
convergence pattern. In particular, while ground-state energy
curves get lower and lower as the basis size is increased, radii
tilt around a fixed point that can be assumed to correspond to
the infinite-basis result. This allow to provide an estimate of
the radius (and, correspondingly, of the density distribution) in
bases for which the energy is far from being converged. Based
on this observation, charge densities of closed- and open-shell
tin and xenon isotopes have been recently calculated within
GF theory [41]. Examples are reported in Figure 10, where
the NNLOg,; interaction has been employed. In the left panel,
the charge distribution of several nuclei is shown, exemplifying

20That is, using a different truncation than the e3pmqy truncation.

211t consists of two steps: (i) a normal ordering of the (3N) Hamiltonian with
respect to a reference state and (ii) the disregard of operators of rank higher than
two (see [146] for a pedagogical description and the generalization to the case of
symmetry-breaking reference states).
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the typical range of system that can be presently accessed.
In the right panel, the charge density of !¥2Xe is displayed
and compared to a two-point Fermi distribution fitted on the
recent experimental data from the SCRIT collaboration [83].
The two are in very good agreement at the surface and in the
tail of the distribution. In the interior, the two-point Fermi
distribution and the lack of high-momentum transfer data lead
to flat behavior for the experimental distribution, whereas the
computed density shows a well defined oscillation pattern. This
example shows that even in present implementations of GF
calculations it is possible to provide relevant predictions in the
region A = 100 — 150.
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This article presents an overview of the derivation of effective shell-model Hamiltonian and
decay operators within the framework of many-body perturbation theory, and discusses
the results of selected shell-model studies based on these operators. More precisely,
we give technical details that non-experts will need in order to derive shell-model
Hamiltonians and operators starting from realistic nuclear potentials, and provide some
guidance for shell-model calculations where the single-particle energies, two-body matrix
elements of the residual interaction, effective charges, and decay matrix elements are
all obtained without resorting to empirical adjustments. We report results of studies of
double-g decay of heavy-mass nuclei where the shell-model ingredients are derived from
theory, so as to assess the reliability of such an approach to shell-model investigations.
Attention will be also focused on aspects relating to the behavior of the perturbative
expansion, knowledge of which is needed for establishing limits and applying this
approach to nuclear structure calculations.

Keywords: nuclear shell model, effective interactions, many-body perturbation theory, nuclear forces, double-
beta decay

1. INTRODUCTION

This article presents formal details of the derivation of effective shell-model Hamiltonians (Hef)
and decay operators by a perturbative approach, and reviews a large sample of recent applications
to the study of spectroscopic properties of atomic nuclei. The goal of this work is to provide a useful
tool for practitioners who are interested in using shell-model single-particle energies, two-body
matrix elements, effective charges, and magnetic-dipole and S-decay operators, which are derived
from many-body theory, to reproduce a selection of observables without resorting to parameters
that are empirically adjusted.

The well-known nuclear shell model (SM) is widely considered a basic theoretical tool for the
microscopic description of nuclear structure properties. The nuclear SM is based on the ansatz
that each nucleon inside the nucleus moves independently of other nucleons, in a spherically
symmetric mean field plus a strong spin-orbit term. This first-approximation depiction of a nucleus
is supported by the observation of “magic numbers” of protons and/or neutrons, corresponding to
nuclei which are more tightly bound than their neighbors.

These considerations have led to depictions of nucleons arranging themselves into groups of
energy levels, called “shells,” that are well-separated from each other. The main result of the SM
scheme is the reduction of the complex nuclear many-body problem to a very simplified setting
where only a few valence nucleons interact in a reduced model space spanned by a single major
shell situated above an inert core.
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The cost of such a simplification is that shell-model wave
functions, which describe the independent motions of individual
nucleons, do not include the correlations induced by the
strong short-range bare interaction, and therefore could be very
different from the real wave functions of the nuclei. The SM
Hamiltonian, which will be introduced in the next section,
contains one- and two-body components whose characterizing
parameters, namely the single-particle (SP) energies and two-
body matrix elements (TBMEs) of the residual interaction,
account for the degrees of freedom that are not explicitly included
in the truncated Hilbert space of the configurations. As a matter
of fact, SP energies and TBMEs should be determined to include,
in an effective way, the excitations of both the core nucleons and
the valence nucleons in the shells above the model space.

Derivation of the effective SM Hamiltonian may follow two
distinct paths. One approach is phenomenological: that is,
the one- and two-body components of the Hamiltonian are
adjusted to reproduce a selected set of experimental data. This
can be done either by using an analytical expression for the
residual interaction with adjustable parameters, or by treating
the Hamiltonian matrix elements directly as free parameters
(see [1, 2]).

Over more than 70 years of SM calculations, this approach
has been very successful at reproducing a huge amount of
data and describing some of the most fundamental physical
properties of the structure of atomic nuclei. In this regard, it
is worth mentioning the review by Caurier et al. [3], which
contains an interesting discussion about the properties of the
effective SM Hamiltonian; additional references will be given in
the following section.

Another way of constructing Hg is to start from realistic
nuclear forces—two- and three-body potentials if possible—and
derive the effective Hamiltonian in the framework of many-body
theory, i.e., obtain an H.t whose eigenvalues belong to the set of
eigenvalues of the full nuclear Hamiltonian defined in the whole
Hilbert space.

To do this, one needs a similarity transformation which,
within the full Hilbert space of the configurations, leads to a
decoupling of the model space P, where the valence nucleons are
constrained, from its complement Q = 1 — P. Nowadays this can
be achieved within the framework of ab initio methods, which
aim to solve the full Hamiltonian of A nucleons by employing
controlled truncations of the accessible degrees of freedom.
However, this approach is strictly limited by the computational
power available and, even if successful, is currently confined
to just a few nuclear mass regions. A comprehensive survey of
possible ways to tackle the problem of deriving H.g starting from
ab initio methods can be found in reference [4], where some SM
applications and results are also reviewed.

The present work focuses on perturbative expansion of
the effective SM Hamiltonian, grounded in the energy-
independent linked-diagram perturbation theory [5], which has
been extensively used in SM calculations over the past 50 years
(see also the review papers [6, 7]).

An earlier attempt along this line was made by Bertsch [8],
who employed as interaction vertices the matrix elements of
the reaction matrix G derived from the Kallio-Kolltveit potential

[9] to study the role played by the core-polarization diagram
at second order in perturbation theory, accounting for one-
particle-one-hole (1p-1h) excitations above the Fermi level of
the core nucleons. The results of this work showed that the
contribution of such a diagram to H.g was about 30% of the
first-order two-body matrix element, when considering the open-
shell nuclei 0 and *2Sc outside doubly closed cores O and
40Ca, respectively.

Then came the seminal paper by Tom Kuo and Gerry Brown
[10], which represents a true turning point in nuclear structure
theory. It includes the first successful attempt at performing a
shell-model calculation starting from the free nucleon-nucleon
(NN) Hamada-Johnston (HJ) potential [11], and resulted in a
quantitative description of the spectroscopic properties of sd-
shell nuclei.

The TBME:s of the sd-shell effective interaction in reference
[10] were derived starting from the HJ potential, with the hard-
core component renormalized via calculation of the reaction
matrix G. The matrix elements of G were then used as interaction
vertices in the perturbative expansion of Hg, including terms up
to second order in G.

The TBME:s obtained by this approach were used to calculate
the energy spectra of 80 and '®F and yielded results in good
agreement with experiments. Moreover, these matrix elements,
as well as those derived 2 years later for SM calculations in the
fp-shell [12], have become the backbone of the fine-tuning of
successful empirical SM Hamiltonians, such as the USD [13] and
the KB3G potentials [3, 14].

Between the late 1960s and early 1970s the theoretical
framework evolved thanks to the introduction of the folded-
diagrams expansion, which formally defined the correct
procedure for the perturbative expansion of effective SM
Hamiltonians [15, 16].

In the forthcoming sections we will present in detail the
derivation of Hg and consistent effective SM decay operators,
within the theoretical framework of many-body perturbation
theory. At the core of our approach is the perturbative expansion
of two vertex functions, the so-called Q—box and ©-box, in terms
of irreducible valence-linked Goldstone diagrams. The Q-box is
then employed to solve non-linear matrix equations in order to
obtain Hg by way of iterative techniques [17], and the latter
together with the ®-box are the main ingredients for deriving the
effective decay operators [18].

This paper is organized as follows. In the next section we
present a general overview of the SM eigenvalue problem and
the derivation of the effective SM Hamiltonian. In section
3 we tackle the problem on the basis of the Lee-Suzuki
similarity transformation [17, 19] and introduce the iterative
procedures for solving the decoupling equation that provides
this similarity transformation into H.g, for both degenerate and
non-degenerate model spaces. Two subsections are devoted to
the perturbative expansion of the Q-box vertex function and
the derivation of effective SM decay operators. In section 4
we summarize results of investigations into the double-8 decay
of 13%Te and '*°Xe, and discuss the perturbative properties of
Heg and effective SM decay operators. The final section gives a
summary of the present work.

Frontiers in Physics | www.frontiersin.org

87

October 2020 | Volume 8 | Article 345


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Coraggio and Itaco

Perturbative Approach to Effective Shell-Model Hamiltonians

2. GENERAL OVERVIEW

As mentioned in the Introduction, the SM, introduced 70
years ago [20, 21], is based on the assumption that, as a
first approximation, each nucleon (proton or neutron) inside
the nucleus moves independently in a spherically symmetric
potential representing the average interaction with the other
nucleons. This potential is usually described by a Woods-Saxon
or harmonic oscillator potential plus a strong spin-orbit term.
Inclusion of the latter term is crucial to producing single-particle
states clustered in groups of orbits that are close in energy
(shells). Each shell is well-separated in energy from the other
shells, and this enables the nucleus to be schematized as an inert
core, made up of shells filled with neutrons and protons paired
to give a total angular momentum of ] = 0%, plus a certain
number of external nucleons, the so-called “valence” nucleons.
This extreme single-particle SM is able to successfully describe
various nuclear properties [22], such as the angular momentum
and parity of the ground states in odd-mass nuclei. However, it is
clear that in order to describe the low-energy structure of nuclei
with two or more valence nucleons, the “residual” interaction
between the valence nucleons has to be considered explicitly,
where the term “residual” refers to that part of the interaction
which is not taken into account by the central potential. The
inclusion of the residual interaction removes the degeneracy of
states belonging to the same configuration and produces a mixing
of different configurations.

Let us now use the simple nucleus 30 to introduce some
common terminology used in effective interaction theories.

Suppose we want to calculate the properties of the low-lying
states in '80. Then we must solve the Schrédinger equation

H|W,) = E,|W¥,), (1)
where
H = Hy + H; (2)
with
A pz
Hy = ; (ﬁ + Ui) (3)
and
A A
H=Y viN-%"u. (4)
i<j=1 i=1

An auxiliary one-body potential U; has been introduced to
decompose the nuclear Hamiltonian as the sum of a one-
body term Hy, which describes the independent motion of the
nucleons, and the residual interaction Hj. It is worth pointing
out that in the following, for the sake of simplicity and without
any loss of generality, we will assume that the interaction between
the nucleons is described by a two-body force only, neglecting

2s1dog
empty
shells
ipof
valence
1sod
:l shells
0
p filled
0s shells
FIGURE 1 | Energy shells that characterize the core, valence space, and
empty orbitals for '80.

three-body contributions. The generalization of the formalism to
include three-nucleon forces may be found in references [23, 24].

It is customary to choose an auxiliary one-body potential
U of convenient mathematical form, such as the harmonic
oscillator potential

A
1
U= Z 3 mwriz. (5)
i=1

In Figure 1 we show the relevant portion of the Hy spectrum
for 180.

We expect the wave functions of the low-lying states in 0 to
be dominated by components with a closed '°O core (i.e., the 0s
and 0p orbits are filled) and two neutrons in the valence orbits 1s
and 0d. Hence, we choose a model space spanned by the vectors

2

a,Bevalence space

|Di)

= > d) (6)

Céﬁ[aia};],-lc), i=1,...

where |c) represents the unperturbed °O core obtained by
completely filling the Os and Op orbits,

[

aefilled shells

le) = a}|0), ?)

and the index i stands for all the other quantum numbers needed
to specify the state (e.g., the total angular momentum).

To illustrate the situation, we show in Figure2 some SM
configurations labeled in terms of particles and holes with respect
to the 1°O core.

Solving Equation (1) using basis vectors like those shown
in Figure 2 amounts to diagonalizing the infinite matrix H in
Figure 3. This is infeasible, so we seek to reduce this huge matrix
to a smaller one, Hg, with the requirement that the eigenvalues
of the latter should belong to the set of eigenvalues of the former.
The notation |2p’ Oh) represents a configuration with a closed
160 core plus two particles constrained to interact in the sd-shell.
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[2p Oh > |3p 1h> |4p 2h>
oflp — -
0dis o0 — oo :E
0D sttt -o+— -1o-
O prort\ttits — —
p n p n p n
FIGURE 2 | Some 80 shell-model configurations.
[2p Oh> [3p 1h> |4p 2h> ... |2p’ Oh>
< 2pOh|
<3plh| H 20 0h> - Hy
< 4p2h|
(a) (B)
FIGURE 3 | Representation of the matrices H and Heg for '€0.

More formally, it is convenient to define the projection
operators P and Q = 1 — P, which project from the complete
Hilbert space onto the model space and its complementary space
(excluded space), respectively. The operator P can be expressed
in terms of the vectors in Equation (6) as

The projection operators P and Q satisfy the properties

PP=P, Q=Q PQ=QP=0. )
The key idea of the effective SM interaction theory is to transform
the eigenvalue problem of Equation (1) into a reduced model-
space eigenvalue problem
PHeffP|\IJ0t> = (Ea - EC)PN"a): (10)

where Ec is the true energy of the core, i.e., the true ground-state
energy of 1°0 in the present case.

As mentioned in the Introduction, there are two main
approaches to deriving Hg:

e a phenomenological approach;
e an approach that starts from the bare nuclear interactions and
makes use of an appropriate many-body theory.

In the phenomenological approach, empirical effective
interactions containing adjustable parameters are introduced

and modified to fit a certain set of experimental data, or the two-
body matrix elements themselves are treated as free parameters.
This approach has been very successful, and we refer to several
excellent reviews [2, 3, 25-27] for a comprehensive discussion of
the topic.

Currently there are several ways to derive an effective
SM Hamiltonian starting from the bare interactions between
nucleons. In fact, besides the well-established approaches based
on many-body perturbation theory [5] or the Lee-Suzuki
transformation [17, 19], novel non-perturbative methods, such
as valence-space in-medium similarity renormalization group
(VS-IMSRG) [28], shell-model coupled cluster (SMCC) [29],
or the no-core shell model (NCSM) with a core based on the
Lee-Suzuki similarity transformation [30-33], are now available.
These non-perturbative approaches are firmly rooted in many-
body theory and provide somewhat different paths to Heg. They
can be derived in the same general theoretical framework by
expressing Heg as the result of a similarity transformation acting
on the original Hamiltonian,

Heg = ¢9He 9, (11)
where the transformation is parameterized as the exponential of
a generator G, such that the decoupling condition

QHegP = 0 (12)

is satisfied. Reference [4] contains a very detailed discussion of
how the different methods (perturbative and non-perturbative)
can be derived within such a general framework, as well
as descriptions of the corresponding approximation schemes
employed in each approach.

As stated in the Introduction, the present review aims to
describe in detail the perturbative approach to the derivation
of Heg; this is the focus of the next section. We refer to the
already cited review paper by Stroberg et al. [4] for an exhaustive
description of alternative methods.

3. PERTURBATIVE EXPANSION OF
EFFECTIVE SHELL-MODEL OPERATORS

3.1. The Lee-Suzuki Similarity

Transformation
In this subsection we present the formalism of the derivation
of the effective SM Hamiltonian based on the similarity
transformation introduced by Lee and Suzuki [19]. It is worth
noting that this approach has been very successful since it makes a
straightforward perturbative expansion of H.g possible for open-
shell systems outside a closed core, whereas in other approaches,
such as the oscillator-based effective theory (HOBET) proposed
by Haxton and Song [34] or the coupled-cluster similarity
transformation [35], factorization of the core configurations
with respect to the valence nucleons is far more complicated
to perform.

We start from the Schrédinger equation for the A-nucleon
system, defined in the whole Hilbert space:

H|W,) = E,|¥,). (13)
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As already mentioned, within the SM framework an auxiliary
one-body potential U is introduced to express the nuclear
Hamiltonian as the sum of an unperturbed one-body mean-field
term Hy and the residual interaction Hamiltonian H;. The full
Hamiltonian H is then rewritten in terms of Hy and Hj, as in
Equations (2)-(4).

According to the nuclear SM described in the previous section,
the nucleus may be thought of as a frozen core, composed of a
number of nucleons which fill a certain number of energy shells
generated by the spectrum of the one-body Hamiltonian Hy, plus
a remainder of n interacting valence nucleons moving in the
mean field Hy.

The large energy gap between the shells allows us to regard
the A — n core nucleons, which completely fill the shells that
are lowest in energy, as inert. The SP states accessible to the
valence nucleons are those belonging to the major shell situated
(in energy) just above the closed core. The configurations allowed
by the valence nucleons within this major shell define a reduced
Hilbert space, the model space, in terms of a finite subset of d
eigenvectors of Hy, as expressed in Equation (6).

We then consider the projection operators P (see Equation 8)
and Q = 1 — P, which project from the complete Hilbert space
onto the model space and its complementary space, respectively,
and satisfy the properties in Equation (9).

The goal of an SM calculation is to reduce the eigenvalue
problem of Equation (13) to the model-space eigenvalue problem

HogP|Wy) = EoP|W,), a=1,....d, (14)
where Heg is defined only in the model space.

This means that we are looking for a new Hamiltonian H
whose eigenvalues are the same as those of the Hamiltonian H for
the A-nucleon system but which satisfies the decoupling equation
between the model space P and its complement Q:

QHP =0, (15)
which guarantees that the desired effective Hamiltonian is
Heg = PHP.
The Hamiltonian H should be obtained by way of a similarity
transformation defined in the whole Hilbert space:
H =X 'HX. (16)
Of course, the class of transformation operators X that satisfy the
decoupling Equation (15) is infinite, and Lee and Suzuki [17, 19]
proposed an operator X defined as X = . Without loss of
generality, w can be chosen to satisfy the following properties:

o = QwP, (17)
PwP = QwQ = PwQ = 0. (18)

Equation (17) implies that
W =w =---=0. (19)

According to the above equation, X may be writtenas X = 14w,
and consequently we have the following expression for Hg:
H.g = PHP = PHP + PHQw. (20)
The operator @ may be calculated by solving the decoupling
Equation (15), and the latter can be rewritten as
QHP 4+ QHQw — wPHP — wPHQw = 0. (21)
This matrix equation is non-linear, and once the Hamiltonian
H is expressed explicitly in the whole Hilbert space, it can be
easily solved. Actually, this is not an easy task for nuclei with
mass A > 2, and, as mentioned in the previous section, this
approach has been employed only for light nuclei within the ab
initio framework.
A successful way to solve Equation (21) for SM calculations
is to use a vertex function, the Q-box, which is suitable for a
perturbative expansion. We now explain the Q-box approach to
deriving H.g. It is important to note that in the following we
assume our model space to be degenerate:
PHoP = ,P. (22)
Then, thanks to the decoupling Equation (15), the effective
Hamiltonian H fff = H.g — PHyP can be expressed as a function
of w:

HST = PIP — PH,P = PH, P + PH,Qu. (23)

The above identity, the decoupling Equation (21), and the
properties of Hy and H; allow us to define recursively the effective
Hamiltonian Hfﬂ. First, since Hy is diagonal, we can write the
following identity:

QHP = QH; P + QHoP = QH P. (24)

Then, the decoupling Equation (21) can be rewritten in the form

QH;P + QHQw — w(PH,P + PH, P + PH;Quw)

= QH,P + QHQw — w(egP + H:M) = 0. (25)

Using this expression for the decoupling equation, we can write a
new identity for the operator w:

w=Q QH,P - Q oHS. (26)

€0 — QHQ € — QHQ

Finally, we obtain a recursive equation by substituting
Equation (26) into the identity (23):

1
H(w) = PH,P + PH,Q ————— QH/P
1 (o) 1P+ IQEQ—QHQQ 1
1 fF
—PH|Q ————— oH"(w). (27)
e —QHQ !
We now define the Q-box vertex function as
a 1
= PH|P+ PHQ ——— QH, P, 28
Q(e) 1P+ lQe—QHQQ 1 (28)
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and this allows us to express the recursive Equation (27) as

n 1
H(0) = Q(eo) — PH1Q o — QHQ oHM (w).  (29)

QHQ
As can be seen from both of the Equations (28) and (29),
configurations belonging to the Q space that have energy
close to the unperturbed energy of model-space configurations
(intruder states) may give unstable solutions of Equation (29).
This is the so-called “intruder-state problem” as pointed out
in references [36, 37] by Schucan and Weidenmiiller. In the
following we first present two possible iterative techniques for
solving Equation (29), as suggested by Lee and Suzuki [17]. These
methods, which are based on calculation of the Q-box and its
derivatives, are known as the Krenciglowa-Kuo and Lee-Suzuki
techniques. In particular, we point out that in reference [17] it is
shown that the Lee-Suzuki iterative procedure is convergent even
when there are some intruder states. We will then present some
other approaches that generalize the derivation of H.g, based on
calculation of the Q-box, to unperturbed Hamiltonians Hy which
provide non-degenerate model spaces.

3.1.1. The Krenciglowa-Kuo Iterative Technique
The Krenciglowa-Kuo (KK) iterative technique for solving the
recursive Equation (29) is based on the coupling of Equations
(29) and (26), which gives the iterative equation

H; (w,) = )

-1 m+1
—PH _— HP
m=0|: 1Q<€0—QHQ> QH, :|

[H (w,-1)]".

o0

(30)

The quantity inside the first set of square brackets in
Equation (30), which will be denoted by Q,,(e¢) from now on,
is proportional to the mth derivative of the Q-box calculated at
€ = €(:

_ m+1
Qm(ep) = —PH;Q <m)
QHP = [de(e)} . (31)
m! de™
€=€()

We may then rewrite
identity as

Equation (30) according to the above

1 [amae
m! de™ e

Qnleo) [H5T(@a-)] "

Hf (0,) =

(32)

M 1M

[ @]

The starting point of the KK iterative method is the assumption
that H fﬂ(wo) = Q(€p), which enables us to rewrite Equation (32)
in the form

oo
HT =) F, (33)
i=0

where

FO = Q(GO)’
F = Qi(e0)Qleo),

Fy = Qu(e0)Qle0)Qe0) + Qu(e) (e0)Qler), Y

Expression (33) is the well-known folded-diagram expansion
of the effective Hamiltonian introduced by Kuo and
Krenciglowa. In reference [38] they demonstrated the following
operatorial identity:

a0=-afa 63)
where the integral sign corresponds to the so-called folding
operation introduced by Brandow in reference [15].

3.1.2. The Lee-Suzuki lterative Technique

The Lee-Suzuki (LS) technique is another iterative procedure,
which is carried out by rearranging Equation (29) to obtain an
explicit expression for the effective Hamiltonian Hfff in terms of
the operators w and Q [17]:

-1
Hfﬂ(w)=<1+PH1Q ) Qleo).  (36)

v
€0 — QHQ

The iterative form of the above equation is

1 A
H%(w,) = (1 +PHIQ ————— w,— ), (37
M wn) ( +PHIQ g o 1) Q). (37)
and we may also write an iterative expression for Equation (26):

1
wp=Q QHIP = Q — o @p 1 Hf (). (38)

1
€ — QHQ QHQ

The standard procedure is to start the iteration by choosing wy =
0, so that we may write

HT () = Q(eo),

1
=Q—— QH,P.
wr =Q 0 — QHQ QH,
After some algebra, the following identity can be established:
Quler) = ~PHIQ — - Q —
€) = —
o e~ QHQ & — QHQ
1
HiP = —PH|1Q ————— oy. 39
QH, 1Q60—QHQw1 (39)

Then for the n = 2 iteration we have

1 -1
mCm) Q(eo)

Q(eo),

H(w;) = (1 + PH,

1o Qi(eo)
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Q QHP - Q o1 H (@),

1
€ — QHQ

Wy =Q————
€ — QHQ (40)
40

Finally, the LS iterative expression for Hg is

—1

n—1 n—1
H (wn) = [ 1= Qu(e0) Y Quico) [] Hiwr) | Qleo).

m=2 k=n—m-+1

(41)
It is important to realize that the KK and LS iterative techniques,
which allow the solution of the decoupling Equation (25), do not
in principle provide the same Hg. Suzuki and Lee have shown
that the KK iterative approach provides an effective Hamiltonian
whose eigenstates have the largest overlap with the eigenstates of
the model space, and that Hg obtained from the LS technique
has eigenvalues that are lowest in energy among those belonging
to the set of the full Hamiltonian H [17].

Both the KK and the LS procedures are limited to employing
an unperturbed Hamiltonian Hy whose model-space eigenstates
are degenerate in energy. However, reference [39] introduced
an alternative approach to the KK and LS techniques, which
extends these methods to the case of non-degenerate Hy by
using multi-energy Q-boxes. This approach is quite involved in
practice, and the only existing application in the literature is that
in reference [40].

We next outline two methods [41, 42] for deriving effective
SM Hamiltonians which may be implemented straightforwardly
with Hy’s that are non-degenerate in the model space.

3.1.3. The Kuo-Krenciglowa Technique Extended to
Non-degenerate Model Spaces
The extended Kuo-Krenciglowa (EKK) method is an extension
of the KK iterative technique that can be used to derive an Heg
within non-degenerate model spaces [41, 43]. We summarize the
EKK method as follows.

First, a shifted Hamiltonian H is defined in terms of an energy
parameter E:

H=H-E. (42)

Then we rewrite Equation (25) in terms of H:

(E — QHQ)w = QH,P — wPHP — wPH;Qw = QH P — wH.g.
(43)
Equation (43) may be solved by an iterative procedure analogous
to the KK technique, in terms of the Q-box and its derivatives as
defined in Equations (28) and (31), respectively.
The effective Hamiltonian Heg at the nth step of the iterative
procedure may then be expressed as [41]

o0
. . . Ak
A = Fyn(0) + Y Qul0) [G]
k=1

(44)

where Hpyy is the solution of the Bloch-Horowitz equation [44]:

Hpy(E) = PHP + PH;Q QH, P. (45)

1
E — QHQ

We note that the EKK method does not require Hy to be
degenerate within the model space; it has therefore been applied
to derive Hg in a multi-shell valence space [45, 46] and in
Gamow SM calculations with realistic NN potentials [47, 48].

It is worth pointing out that, since H.g

lim I:I("), we
n—oo eff
can write

e = Hpu(0) + > Qu(0) [Heg]” (46)

k=1

Equation (46) may be interpreted as a Taylor series expansion of
H,g about Hpyy, and the parameter E corresponds to a shift of the
origin of the expansion and a resummation of the series [45]. In
fact, by virtue of Equation (42) we may express Heg as

Het = Heg + E = Hpn(0) + 3 QO [Aer].  47)

k=1

Now, both sides of the above equation are independent of E
provided that the summation is carried out at infinity, and
the parameter E may be tuned to accelerate the convergence
of the series when in practical applications a numerical partial
summation needs to be employed and a perturbative expansion
of the Q—box is carried out [45].

3.1.4. The 2(e) Vertex Function

Suzuki and coworkers proposed in reference [42] an approach
to the derivation of H.g that aims to avoid the divergences of
the Q-box vertex function when a non-degenerate model space is
considered. In fact, the definition of the Q-box in Equation (28)
shows that if € approaches one of the eigenvalues of QHQ, then
instabilities may arise if one employs a numerical derivation,
since these eigenvalues are poles of Qe).

We now sketch the procedure described in reference [42]
and, for the sake of simplicity, consider the case of a degenerate
unperturbed model space (i.e., PHyP = €,P).

A new vertex function Z (e) is introduced and defined in terms
of Q(¢) and its first derivative as

Z(e) = — o - —€9)P]|. 48

©= 55 QO -Q@E-awr]. @)

It can be demonstrated that Z(e) satisfies the equation [42]
[co+ 2B | PIWe) = EuPI%e), a=1,....d.  (49)

Consequently, H‘fﬁr may be obtained by calculating the Z-box
for those values of the energy, determined self-consistently, that
correspond to the “true” eigenvalues E,.

To calculate Ey, we solve the eigenvalue problem

[0+ 2] 100 = Fu@lg), k=12....d  (50)

where Fi(e) are d eigenvalues that depend on €. Then, the true
eigenvalues E, can be obtained by solving the d equations
€ =F(e), k=1,2,..

d. (51)
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First, it is worth pointing out some fundamental properties of
2(6) and the associated functions Fy(e¢). We then proceed to
discuss the solution of the Equations (50) and (51).

The behavior of Z(e) near the poles of Q(e) is dominated by
Q1(e), and we may write 2(6) ~ (e — €g)P. This means that 2(6)
has no poles and so the Fi(€)’s are continuous and differentiable
functions for any value of €.

The Equations (51) may have solutions that do not correspond
to the true eigenvalues E,, i.e., spurious solutions. In reference
[42] it is shown that since the energy derivative of Fy(e)
approaches zero at € Eq, study of this derivative provides
a criterion for locating and rejecting spurious solutions. The
solution of Equations (50) and (51), which is necessary for
deriving the effective interaction, may be achieved through both
iterative and non-iterative methods.

We describe here a graphical non-iterative method for solving
Equation (51). As mentioned before, the Fi(€)’s are continuous
functions of the energy, and hence the solutions of Equation (51)
may be determined as intersections of the graphs y = ¢ and
y = Fi(€), using one of the well-known algorithms for solving
non-linear equations.

More precisely, if we define the functions fi(€) as fi(€)
Fi(€) — €, the solutions of Equation (51) can obtained by finding
the roots of the equations fi(€) 0. From inspection of the
graphs y = € and y = Fj(¢), we can locate for each intersection
a small surrounding interval [e,, €] where fi(e)fi(ep) < 0.
The assumption that fi(€) is a monotone function within this
interval implies the existence of a unique root, which can be
accurately determined by means of the secant algorithm (see e.g.,
reference [49]).

After we have determined the true eigenvalues Eg, the effective
Hamiltonian H' fff is constructed as

d
HT =" Z(Ea) b)) (P

a=1

(52)

where |¢y) is the eigenvector obtained from Equation (50)
ar~1d (¢o| is the corresponding biorthogonal state (such that
(Palbar) = Saar)-

As mentioned at the beginning of this subsection, we focus on
the case of a degenerate unperturbed model space (i.e., PHyP =
€oP), but the above formalism can easily be generalized to the
non-degenerate case by replacing 9P with PHyP in Equations
(48)-(50).

3.2. Diagrammatic Expansion of the Q-box
Vertex Function

The methods of deriving Hg presented in the preceding sections
require the calculation of the Q-box vertex function

Q(¢) = PH,P + PH,Q QH,P.

1
€ — QHQ
For our purposes, the term 1/(¢ — QHQ) is expanded as a
power series

P (QH1Q>’ -
€ — QHoQ \ € — QH(Q

n=0

1 —_—

€ — QHQ

leading to a perturbative expansion of the Q-box. It is useful
to employ a diagrammatic representation of this perturbative
expansion, which is a collection of Goldstone diagrams that
have at least one Hj-vertex, are irreducible (i.e., at least one
line between two successive vertices does not belong to the
model space), and are linked to at least one external valence line
(valence-linked) [16].

The standard procedure for most perturbative derivations
of Heg is to deal with systems that have one and two valence
nucleons, but later we will show how include contributions from
three-body diagrams, which come into play when more than
two valence nucleons are considered. The Helg of single-valence-
nucleon nuclei provides the theoretical effective SP energies,
while TBMEs of the residual interaction Ve are obtained from
the Hgg for systems with two valence nucleons. This can be
achieved by a subtraction procedure [50], namely removing from
Hgg the diagonal component of the effective SP energies derived

from the H ;g of the one-valence-nucleon systems.

A useful resource for practitioners who want to acquire
sufficient knowledge about the calculation of Q-box diagrams in
an angular-momentum coupled representation is the paper by
Kuo and coworkers [51].

It is worth pointing out that in the current literature effective
SM Hamiltonians are derived accounting for Q-box diagrams
up to at most third order in perturbation theory, as it is
computationally highly demanding to perform calculations
including higher-order sets of diagrams. A complete list of
diagrams can be found in reference [52], Appendix B, and
consists of 43 one-body and 135 two-body diagrams. We
remark that lists of diagrams can easily be obtained using
algorithms which generate order-by-order Hugenholtz diagrams
for perturbation theory applications (see e.g., reference [53]).

Because the aim of this article is to provide practitioners
with useful tips for deriving effective SM Hamiltonians within
the perturbative approach, we give some examples of Q-box
diagrams and their analytical expressions. Our first example is the
third-order ladder diagram Vj,44e, shown in Figure 4. To obtain
an explicit expression for it, we will use the proton-neutron
angular-momentum coupled representation for the TBMEs of
the input potential Viyn:

(1,2; JIVNNI3, 45 ) = (nilijitzy nabajats, s JIVNNIn3 13tz nalsjatz; ).
(54)

The TBMEs of Vyy are antisymmetrized but not normalized
to ease the calculation of the Q-box diagrams; #,,, Ly, jm, and
t;,, indicate the orbital and isospin quantum numbers of the SP

state m.
The analytical expression for Viuqger is

(a, b;]‘vladderlc)d; T)

1 (a, b: JIVNN 1, p2: 1) (P1s p2: JIVNN P35 pai 1) (p3 pai JI Ve, d: )
Sy

4 PLPIPIP [eo — (€p1 + epz)][f[) - (Epg + €p4)]

5

(55)

where €,,, denotes the unperturbed SP energy of the orbital j,, and
€ is the so-called starting energy, i.e., the unperturbed energy of
the incoming particles, €9 = €. + €.
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We point out that the factor +1/4 is related to rules that
characterize the calculation of overall factors in Q-box Goldstone
diagrams; for any diagram we have a phase factor

(— 1)("h+"1+"c+ﬂexh)

whose value is determined by the total number of hole lines
(ny,), the total number of closed loops (1), the total number
of crossings of different external lines as they trace through the
diagrams (n.), and the total number of external hole lines that
continuously trace through the diagrams () [51]. There is also
a factor of (1/2)", which accounts for the pairs of lines that start
together from one interaction vertex and end together at another
one (7ep).

The diagram in Figure4 has ny, = n; = n. = negp 0,
and consequently the phase is positive. The number of pairs
of particles starting and ending together at the same vertices is
fep = 2, and so the overall factor is +1/4.

The factorization of Goldstone diagrams, such as the
ladder diagram in Figure4 in terms of their interaction
vertices is quite simple. There is a large class of diagrams,
like the three-particle-one-hole diagram (3p-1h) in Figure 5,
which require some additional considerations to obtain a
straightforward factorization.

J J
Ca by la by
J
5 A P [ P1 1,2}
1 2 p1 1;’
MWW — J 7
7 ay
B 1 2 Py
VWV
J
¢ d 1 d}
J J
FIGURE 4 | Two-body ladder diagram at third order in perturbation theory:
lines with arrows represent incoming/outgoing and intermediate particle
states; wavy lines represent interaction vertices.

The factorization can easily be performed by taking into
account the fact that the interaction operator Vyy transforms
as a scalar under rotation, and so we introduce the following
cross-coupling transformation of the TBMEs:

1 N jC ja ]
(a,b; JIVNle, ds e = = D TX |ja jv ]
7 J'J 0

(aa b7 ]/|VNN|C>da ]/>’ (56)

where X = (2x+1)'/2 and X is the so-called standard normalized
9-j symbol, expressed in terms of the Wigner 9-j symbol [54] as

rst rst
Xluvw]=twxyjuvw
Xy z Xy z

The orthonormalization properties of X allow us to then write the
direct-coupled TBMEs in terms of the cross-coupled TBMEs:

1 R jC jd J
(@b JI\Vanleds 1y ==Y X |ja ju ]
T 7T 0

(a,b; ' IVanle, d; ] )ec. (57)
Equations (56) and (57) help us to perform the factorization
of the diagram in Figure5. First, a rotation according to
Equation (57) transforms the direct coupling to the total angular
momentum J into the cross-coupled one J' (diagram A going to
diagram A in Figure 5). This allows us to cut the inner loop and
factorize the diagram into two terms, aladder component («) and
a cross-coupled matrix element (8) (diagram A, in Figure 5):

() = (a, p3: J'|Ale, h: ') ces

(B) = (h,b; J'| VNP3, d: ]')cc.
Next, we transform the ladder diagram (A) back to a direct
coupling to J” by way of Equation (56), and factorize it into the
TBME:s (I) and (II) (diagram A3 in Figure 5):

@ = (ap3: ] |VanIp1p2:T7),

— -y —
la J bY a b a
A A
—_—J’ S —J
R A R A h
1€ J d’ c d c

lines indicate interaction vertices.

b

FIGURE 5 | Two-body 3p-1h diagram at third order in perturbation theory: lines with arrows represent incoming/outgoing and intermediate particle/hole states; wavy

- Ia J’ pj -
b b
J’
3 {W J SR J
——
h P |—*,, P
3 ) J ) 3
J’ J’
d d
— cl y»lh —
A, Ay
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FIGURE 6 | (V-U)-insertion diagram: graph A is the self-energy diagram, and
graph B represents the matrix element of the harmonic oscillator potential
U= %mwz/’z.

(1D = (p1.p2; J"IVanle, by J7).
The analytical expression for the diagram in Figure 5 is then
Je ja J je Ja T
SN X G o T X \n dp T
hp1.p2.ps J']" JJ o J7 ] 0

o (h, b; J'IVNNIp3> d; T ) ccla, p3s T IVaN P p2s ) (p1spas T/ 1 Vnle by J7)
[eo — (Spl + Epz)][€0 - (€p3 + qu)]

1
(a,b; ]| Vspiule, d; J) = >

\o\ —_

>

(58)

The factor of —1/2 accounts for the facts that ne, = 1, ny, =

= 1, and an extra phase factor (—1)"rh is needed for the total
number of cuts of particle-hole pairs (r,,) [51], since in order to
factorize the diagram we have to cut the inner loop.

We remark that there are another three diagrams with the
same topology as the one in Figure 5, which corresponds to the
exchange of external incoming and outgoing particles.

Let us now turn our attention to one-body diagrams. First,
we consider the contribution of diagrams, such as the one in

Figure 6.

The diagram in Figure 6 is the so-called (V-U)-insertion
diagram and is composed of the self-energy diagram (V-insertion
diagram) minus the auxiliary potential U-insertion. The U-
insertion diagrams are due to the presence of the U term in H;.
The analytical expression for this diagram is

5. .
(all(v-0)l1b) = ﬁ Z(ZH- 1) {jas h: 1V jb b3 J) — (al|U][b)
(59)
=% ’"jﬁ ; 2(21+ D) i J1V s 15 1) = (all S mes? s [1B).

The calculation of the self-energy diagram A is performed by
coupling the external lines to a scalar, which leads to the SP total
angular momentum and the parity of j,, j, being identical. Then
we cut the inner hole line and, since the SP states a and b are
coupled to J] = 0T, apply the transformation in Equation (56)
with J = 07.

Since the standard choice for the auxiliary potential is the
harmonic oscillator potential, we also have the reduced matrix
element of U = —mw 212 between the SP states a and b (graph B
in Figure 6).

It is worth pointing out that the diagonal contributions of
(V-U)-insertion diagrams, for SP states belonging to the model
space, correspond to first-order contributions of the perturbative
expansion of the effective SM Hamiltonian Helg of single-valence-
nucleon systems.

Moreover, (V-U)-insertion diagrams turn out to be identically
zero if a self-consistent Hartree-Fock (HF) auxiliary potential is
used [40], and reference [52] discusses the important role played
by these terms, comparing different effective Hamiltonians
derived by starting from Q-boxes with and without contributions
from (V-U)-insertion diagrams.

Now we will give an example of a one-body diagram and
comment briefly on its analytical calculation. We consider the
diagram in Figure 7; the complete list of third-order one-body
diagrams can be found in reference [52], Figure B.19.

We call this diagram Vj,1,, since between the upper
interaction vertices two particles and one hole appear as
intermediate states. This diagram belongs to the group of non-
symmetric diagrams, which always occur in pairs that give equal
contributions. Its analytical expression is

. A 1
GVl = =3 25 (60)

Z (2]+1) (] hos JIVaN P pai 1P pas JIVan |y, b T) (| V-UL )
I pz (fpu + €, — 6hz)][Eo - (fj +€p T €p, —€n —€ny )]
hyhy

where €9 = ¢; is the unperturbed SP energy of the incoming
particle j.

To factorize the diagram, we first cross-couple the incoming
and outgoing model-space states j to J/ = 0T (diagram A,
in Figure 7). Then we cut the hole line h, and, by way of
Equation (56), obtain a sum of two-body diagrams which are
direct-coupled to the total angular momentum J [51] (diagram
A, in Figure 7). These operations are responsible for the factors
1/(2j + 1) and (2] + 1); the overall factor 1/2 is due to the pair
of particle lines (p1, p2) starting and ending at the same vertices,
while the minus sign comes from the two hole lines and one
loop appearing in the diagram. The factorization also takes into
account the (V-U)-insertion (h;||V-Ulj).

As mentioned before, this diagrammatic approach is valid
for deriving H.g for one- and two-valence-nucleon systems; the
situation is different and more complicated if one wishes to derive
Heg for systems with three or more valence nucleons.

Actually, none of the available SM codes can perform
diagonalization of SM Hamiltonians with three-body
components; the exception is the BIGSTICK SM code [55],
but it works only for light nuclei.

In order to incorporate the contribution to Heg of Q-
box diagrams with at least three incoming and outgoing
valence particles, we resort to the so-called normal-ordering
decomposition of the three-body component of a many-body
Hamiltonian [56]. To this end, we also include in the calculation
of the Q-box second-order three-body diagrams, which, for those
nuclei with more than two valence nucleons, account for the
interaction via the two-body force of the valence nucleons with
core excitations as well as virtual intermediate nucleons scattered
above the model space (see Figure 8).
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FIGURE 7 | An example of a one-body diagram (see text for details).
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FIGURE 8 | Second-order three-body diagrams. The sum over the
intermediate lines runs over particle and hole states outside the model space,
shown in A and B, respectively. For the sake of simplicity, for each topology we
show only one of the diagrams which correspond to permutations of the
external lines.

For each topology shown in Figure8 there are nine
diagrams, corresponding to the possible permutations of the
external lines. The analytical expressions for the second-
order three-body contributions are reported in reference [57],
and we derive from those expressions a density-dependent

two-body term.

To this end, for each (A, B) topology we calculate nine one-
loop diagrams, i.e., graphs of the form « in Figure9. Their
explicit form, in terms of the three-body graphs (4, B), is

~2
(Gaio)r V1 Gegar) = D pm 5 [Gagedrsjm ]y VA2 [Gegadrsjm] )

< (61)
m,J’ J

where the summation over the index m runs over the model
space and py, is the unperturbed occupation density of the orbital
m according to the number of valence nucleons.

Finally, the perturbative expansion of the Q-box contains
one- and two-body diagrams up to third order in Vyy, along
with a density-dependent two-body contribution that accounts
for three-body second-order diagrams [57, 58]. We point

out that the latter term depends on the number of valence
protons and neutrons, thus leading to the derivation of specific

FIGURE 9 | Density-dependent two-body contribution obtained from a
three-body one; « is obtained by summing over one incoming and one
outgoing particle of the three-body graphs A in Figure 8.

effective SM Hamiltonians that differ only in the two-body
matrix elements.

3.3. Effective Shell-Model Decay Operators
In the SM approach, we are interested not only in calculating
energies but also in finding the matrix elements of operators
© that represent physical observables (such as electromagnetic
transition rates, multipole moments, etc.).

Since the wave functions |,) obtained from diagonalizing
Heg are not the true ones |W,) but their projections onto the
chosen model space (|/y) = P|Wy)), it is obvious that one has
to renormalize ® to take into account the neglected degrees of
freedom corresponding to the Q-space. In other words, one needs
to consider the short-range correlation “wounds” inflicted by the
bare interaction on the SM wave functions. Formally, one seeks
to derive an effective operator ®.¢ such that

(Wa|OWg) = (Yo |Ocft|Vp)- (62)
The perturbative expansion of effective operators has been
studied since the earliest attempts to employ realistic potentials
for SM calculations; among the many studies we mention the
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fundamental and pioneering work carried out by L. Zamick on
the problem of electromagnetic transitions [59-61] and by L.
S. Towner on the quenching of spin-operator matrix elements
[62, 63].

In this subsection we discuss the formal structure of non-
Hermitian effective operators, as introduced by Suzuki and
Okamoto in reference [18]. More precisely, we give an expansion
formula for the effective operators in terms of the ©®-box,
which, analogous to the O-box in the effective interaction
theory (see section 3), is the building block for constructing
effective operators.

According to Equation (20) (and keeping in mind that o =
QwP), we may write Hg as

Heg = PH(P + w), (63)

so that we can express th~e true eigenstates |W,) and their
orthonormal counterparts (W, | as
W) = P+ 0)lYe),  (Wal = (ulP+ o 0)(P+ o). (64)

On the other hand, a general effective operator expression in the
bra-ket representation is

Oci = D [Va) (Wal O W) (Y], (65)
o.f

where ® is a general time-independent Hermitian operator.
Therefore, we can write O in operator form as

O = P+ o) '(P+ 0"OP + ). (66)

It is worth noting that Equation (62) holds independently of
the normalization of |W,) and |/ ), but if the true eigenvectors
are normalized, then (V| = (W] and the |/g) should be
normalized in the following way:

(Val(P+ o 0)|Ye) = 1. (67)
To explicitly calculate ®.g, we introduce the ©-box, defined as
0 =(P+0HOP+w), (68)
so that O can be factorized as
O = (P+ 0'w)716. (69)

The derivation of ®. is divided into two steps: the calculation of
© and the calculation of w .

According to Equation (68) and taking into account the
expression for w in terms of Hg, i.e.,

- " 1 n+1 .
o g(_l) (W) QHP(H")",  (70)

we can write
6 = Opp + ((:)pQ +he)+ é)QQ> 1)

where
Opp = POP, (72)
oo
Opq = POwP =y O,(HM", (73)
n=0
o
Oqq=Po'@wP = Y (H{N"®,,(HT™,  (74)
n,m=0
and (:)m and (:)mn are given by
. 1 d"®
®m = — (6) 5 (75)
m! de™ | _.
N 1 dm d" .
® = ————0O(e1; 6) (76)
T i del" delf €1=€0,62=€0
with
N 1
B(e) = POP + POQ ———— QH, P, 77
() +POQ o QH (77)
~ 1 1
O(eq; = PH|1Q ——— Q®Q———— QH,; P. 78
(€1 €2) 1Q€1 ~QHQ Q Q62 — QHQQ 1 (78)

As regards the product w'w, using the definition (31) we
can write

o'w==23" (HH)""Qeo)ntm-1(HH"".

n=1m=1

(79)

Upon expressing Hfff in terms of the Q-box and its derivatives
(see Equations 33 and 34), the above quantity may be rewritten as

oo = —Q 4+ (QQ+h.c)+ (Q:QQ + h.c.)

+(QQQ+he)+---. (80)

Putting together Equations (77) and (80), we can write the final
perturbative expansion of the effective operator ®g:

Ocf = (P+Q1+Q1 Q1 +QQ+QQ+- - ) x (xo+x1+x2+- )

(81)
where
xo = (O + h.c.) + O , (82)
x1=(©1Q+hc)+ (0 Q+hc), (83)
x2 = (©1Q1Q +hc) + (©:QQ + h.c)
+(002Q0 + h.c) + Q611Q. (84)

It is worth elucidating the strong link that exists between Hg and
any effective operator. This is achieved by inserting the identity
QQ~! = 1into Equation (81) to obtain the following expression:

O = P+ Q1 + Q1 Q1 + QQ+ QQ +---)QQ™!
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FIGURE 10 | One-body second-order diagrams included in the perturbative
expansion of ®o; an asterisk indicates the bare operator ©.

b b

X(o+xi+x2+-+)

= HegQ ' (X0 + 21 + X2+ ). (85)
In actual calculations the yx,, series is truncated to a finite order
and the starting point is the derivation of perturbative expansions
for (:)0 = @(60) and @00 @(60; €0), including diagrams up
to a finite order in the perturbation theory, consistently with the
expansion of the Q—box. The issue of convergence of the x, series
and of the perturbative expansions of (:)0 and (:)00 will be treated
extensively in section 4.1.

In Figure 10 we display all the diagrams up to second order
appearing in the ©, expansion for a one-body operator ©®.

The evaluation of the diagrams involved in the derivation of
O follows the same procedure as described in the previous
section. Therefore, in the following we will just outline the
procedure for calculating such diagrams with one ® vertex.

Let us suppose that the operator ® transforms like a spherical
tensor of rank A and with component p:

®=T, (86)

with

(T = (=1 nT1 . (87)
By using the Wigner-Eckart theorem, it is possible to
express any transition matrix element in terms of a reduced
transition element:

Gall TH1jo) = (=1 Gal T 1) (88)
where in the right-hand side j, and j, are coupled to a
total angular momentum and projection equal to A and —pu,
respectively, and we have assumed without lack of generality that
we are dealing with single-particle states.

Therefore, we evaluate each diagram as a contribution to
the reduced matrix element of the effective operator. To be
more explicit, we consider as an example the calculation of
the following second-order diagram that takes into account the
renormalization of the operator due to 1p-1h core excitations.

The first step is to couple j, and j, to a total angular
momentum equal to A. This enables us to factorize the diagram as
the product of a cross-coupled matrix element of the interaction
and the reduced matrix element of the operator (see the right-
hand part of Figure 11).

!

g

b

FIGURE 11 | One-body second-order 2p-1h diagram included in the
perturbative expansion of @q; an asterisk indicates the bare operator .

Explicitly, we can evaluate the diagram as

(Gall©2p1nlli)

(it oo MVl i M tHIT 1)
€ — (€a+ €, —e€p) '

(89)

poh

The minus sign in front is due to the fact that n, = nj = 1 and

that an extra phase factor (—1)"" is needed for the total number
of cuts of particle-hole pairs (nph) [51], since we have to cut the
inner loop to factorize the diagram.

4. APPLICATIONS

In this section we present a specific example of SM calculations
performed by employing effective SM Hamiltonian and decay
operators derived from realistic nuclear potentials within the
many-body perturbation theory.

These kinds of calculations have actually been carried out
since the mid-1960s, but they mostly involved retaining only
the TBMEs, since the single-body components of Heg were not
considered accurate enough to provide SM results that would
agree well with experiments. A large sample of calculations
performed in that successful framework can be found in previous
reviews of the topic [6, 7].

Here we present results of a calculation where both the SP
energies and the TBMEs that are needed to diagonalize the SM
Hamiltonian have been obtained by deriving Hg according to
the procedures described in the previous section. Besides Heg,
the many-body perturbation theory has been used to derive
consistently effective operators to calculate electromagnetic
transition rates and Gamow-Teller (GT) strengths without
resorting to the use of empirical effective charges or quenching
factors for the axial coupling constant g4.

The following are some motivations for performing SM
calculations by deriving and employing all SM parameters—SP
energies, TBMEs, and effective transition and decay operators—
starting from realistic nuclear forces:

e the need to study the soundness of many-body perturbation
theory so as to provide reliable SM parameters;

e the need to determine the ability of classes of nuclear potentials
to describe nuclear structure observables;
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e the opportunity to compare and benchmark SM calculations
against other nuclear structure methods that employ
realistic potentials.

The goal of these studies is to assess the reliability of
such an approach to investigating the nuclear SM, especially
its predictiveness, which is crucial for describing physical
phenomena that are not yet accessible experimentally.

4.1. The Double-8 Decay Around Doubly
Closed 1328n

Neutrinoless double-8 (0vS8) decay is an exotic second-order
electroweak process predicted by extensions of the Standard
Model of particle physics. Observation of such a process
would demonstrate the non-conservation of the lepton number
and provide evidence that neutrinos have a Majorana mass
component (see references [64, 65] and references therein).

In the framework of light-neutrino exchange, the half-life of
the OvBB decay is inversely proportional to the square of the
effective Majorana neutrino mass (m,):

(m)[*

e

-1
[10] = ™M™ gl , (90)

where g4 is the axial coupling constant, m, is the electron mass,
G is the so-called phase-space factor (or kinematic factor), and
MO is the nuclear matrix element (NME), which is related to the
wave functions of the nuclei involved in the decay.

At present, the phase-space factors for nuclei that are possible
candidates for OvBp decay can be calculated with great accuracy
[66, 67]. It is therefore crucial to have precise values for the NME,
both to improve the reliability of the 0vg8 lifetime predictions—
a fundamental ingredient in the design of new experiments—
and to extract neutrino properties from the experimental results,
when they become available.

Several nuclear structure models have been exploited to
provide NME values that are as precise as possible, the most
commonly used being the interacting boson model [68-70],
the quasiparticle random-phase approximation [71-74], energy
density functional methods [75], the covariant density functional
theory [76-78], the generator-coordinate method [79-82], and
the shell model [83-87].

All of the above models use a truncated Hilbert space to
reduce the computational complexity, and each can be more
efficient than the others for a specific class of nuclei. However,
when comparing the calculated NMEs obtained via different
approaches, it is seen that, at present, the results can differ by a
factor of two or three (see for instance the review in reference
(88]).

Reference [89] reports on the calculation of the OvSS-decay
NME for #8Ca, 7°Ge, #2Se, '*0Te, and 13Xe in the framework
of the realistic SM, where the Hgs and OvpBf-decay effective
operators are consistently derived starting from a realistic NN
potential, the high-precision CD-Bonn potential [90].

We remark that the above work is not the first example of such
an approach, which was pioneered by Kuo and coworkers [91, 92]
and more recently pursued by Holt and Engel [93].

Here we restrict ourselves to the results obtained in reference
[89] for the heavy-mass nuclei around '328n, 13Te, and !3®Xe.
At present, these nuclei are under investigation as OvBp-decay
candidates by some large experimental collaborations. The
possible 0vBp decay of 3%Te is being studied by the CUORE
collaboration at the INFN Laboratori Nazionali del Gran Sasso
in Italy [94], while 13¢Xe is being investigated by both the EXO-
200 collaboration at the Waste Isolation Pilot Plant in Carlsbad,
New Mexico [95], and the KamLAND-Zen collaboration at the
Kamioka mine in Japan [96].

The starting point of the SM calculation is the high-precision
CD-Bonn NN potential [90], whose non-perturbative behavior
induced by its repulsive high-momentum components is treated
with the so-called Vjyy-x approach [97]. This yields a smooth
potential which exactly preserves the onshell properties of the
original NN potential up to a chosen cutoff momentum A. As
in other SM studies [98-101], the value of the cutoff has been
chosen as A = 2.6 fm~!, since the role of the missing three-
nucleon force (3NF) decreases as the Vi, cutoff is increased
[99]. In fact, in reference [99] it is shown that H.g’s derived from
View-k s with small cutoffs (A = 2.1 fm~!) have SP energies that
are in worse agreement with experiments, as well as unrealistic
shell-evolution behavior. This may be attributed to a greater
impact of the induced 3NF, which becomes less important with
a larger cutoft.

In our experience, A 2.6 fm~!, within a perturbative
expansion of the Q-box, is an upper limit, since a larger
cutoff worsens the order-by-order behavior of the perturbative
expansion; at the end of this section we report a study of the
perturbative properties of Heg and of the effective decay operators
derived using this V}y,-x potential.

The Coulomb potential is explicitly taken into account in the
proton-proton channel.

The SM effective Hamiltonian H.g is derived within the
framework of the many-body perturbation theory as described
in section 3, including diagrams up to third order in H; in the
Q-box-expansion, while all the effective operators, both one-
and two-body, are obtained consistently using the approach
described in section 3.3, including diagrams up to third order
in perturbation theory in the evaluation of the ®-box and
truncating the x, series in Equation (81) to x».

The effective Hamiltonian and operators are defined in a
model space spanned by the five proton and neutron orbitals,
0g7/2, 1ds/2, 1d3)2, 2512, and Ohy1/2, outside the doubly closed
1008n core. The SP energies and TBMEs of Heg can be found in
reference [101].

Before showing the results for the Ov8f NME obtained
in reference [89], it is worth checking the reliability of
the approach we have adopted. To this end, we present
some results obtained from the calculation of quantities for
which there exist experimental counterparts to compare
with. In particular, we show selected results for the
electromagnetic properties, GT strength distributions, and
2vBp decays in 130Te and !3¢Xe, which have been reported in
references [101, 102].

Figures 12, 13 show experimental [103, 104] and calculated
low-energy spectra and B(E2) strengths of parent and
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FIGURE 12 | Experimental and calculated spectra of 139Te and '3°Xe; the arrows are proportional to the B(E2) strengths, whose values are reported in e2fm®*.
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granddaughter nuclei involved in double-B decay of '*0Te
and %6 Xe, respectively.

By inspection of Figures 12, 13 it can be seen that, as regards
the low-lying excited states and the B(E2) transition rates, theory
and experiment agree quite well for *°Te, 1*°Xe, and !*°Ba,
but less so for '*Xe, whose theoretical spectrum is expanded
compared with the observed one. As regards the electromagnetic
properties, in reference [102] they are calculated along with
some B(M1) strengths and magnetic dipole moments using an
effective spin-dependent M1 operator, and comparison with the
available data (see Tables VII and IX in reference [102]) shows
good agreement.

Two kinds of experimental data related to GT decay are
available for 139Te and 13Xe: GT strength distributions and the
NMEs involved in 2vBf decays. The GT strength B(GT) can
be extracted from the GT component of the cross-section at
zero degrees of intermediate energy charge-exchange reactions,
following the standard approach in the distorted-wave Born
approximation [105, 106]:

GT o 2 k
doCT(0%) _ <L> INGT o PBGT),  (91)

da k) ki

where NJ* is the distortion factor, |J5¢| is the volume integral
of the effective NN interaction, k; and kf are the initial and final
momenta, respectively, and  is the reduced mass.

On the other hand, the experimental 2v38 NME MéVT can be
extracted from the observed half-life Tf}’z of the parent nucleus
as follows:

-1
(73] = 6> ©2)
Both of the above quantities can be calculated in terms of the
matrix elements of the GT™ operator 67 ~:

- 2
(o} cO;T: qD,'
B(GT) (@l 3,577, 1193)] |

Ui+ 1 ©3)

(OF 16T 111 (15T 107)

E, + Ey

, (94)

M=
n
where E,, is the excitation energy of the J* = 1} intermediate
state and Ey = %Qﬁﬁ(O*) + AM, with Qpg(0") and AM
being the Q-value of the BB decay and the mass difference
between the daughter and parent nuclei, respectively. The nuclear
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TABLE 1 | Experimental [109] and calculated NMEs (in MeV~") of the 2v88 decay
for 1%0Te and "% Xe.

Decay NMEEg;pt Bare Effective
180T — 1380Xe 0.031 + 0.004 0.131 0.061
136Xe — 136Ba 0.0181 £+ 0.0007 0.0910 0.0341

matrix elements in Equations (93) and (94) are calculated within
the long-wavelength approximation, including only the leading
order of the GT operator in a non-relativistic reduction of the
hadronic current.

In reference [102] the GT strength distributions and 2vSf8
NMEs were calculated for 1*9Te and !**Xe using an effective spin-
isospin-dependent GT operator, derived in a manner consistent
with Hg by following the procedure described in section 3.3.

Figure 14 shows the theoretical running sums of the GT
strengths X B(GT), calculated with both bare and effective GT
operators, plotted against the excitation energy and compared
with the available data extracted from (*He, t) charge-exchange
experiments [107, 108] for 130Te and '3Xe. It can be seen
that in both nuclei, the GT strength distributions calculated
using the bare GT operator overestimate the experimental
ones by more than a factor of two. Including the many-body
renormalization of the GT operator brings the predicted GT
strength distribution into much better agreement with that
extracted from experimental data.

In reference [102] the NMEs Mé"T involved in the decay
of %Te and '*Xe are calculated using the definition in
Equation (94), by means of the Lanczos strength function method
as in reference [3]. The results obtained with the bare GT
operator and with the effective one are reported in Table 1 and
compared with experimental values [109].

The effective operator induces a relevant quenching of the
calculated NME, 47% for *°Te and 37% for 1*°Xe decay, leading
to fairly good agreement with the experimental value for both
nuclei, of the same quality as for other SM calculations where all
parameters (SP energies and TBMEs) were fitted to experimental
values and a quenching factor g was introduced to reproduce GT

data (see, for example, reference [110]). The overall agreement
between theory and experiment shows that the many-body
perturbation theory can be used to derive consistently effective
Hamiltonians and transition operators that are able to reproduce
quantitatively the observed spectroscopic and decay properties,
without having to resort to any empirical adjustments, such as
quenching of the axial coupling constant g4. This supports the
reliability of this approach to calculating the NMEs involved in
0vpBp, the results of which were reported in reference [89] and
are briefly summarized in the following.

The OvBp two-body operator for the light-neutrino scenario
can be expressed in the closure approximation (see e.g.,
references [111, 112]) in terms of the neutrino potentials H, and
form functions hy (q) (0 = F, GT, or T) as

Ogr = 61 - 0Hgr(N1] 75 5 (95)
®F = HF(T’)'L'I_‘EZ_, (96)
@T = [3 (5‘1 . TA’) ((_):1 . /T;) — 5’1 . 5’2]HT(1’)‘L'1_‘L'2_, (97)
where
2R [*] ho (¢%)q d
Ho(r) = — f ny (e (T)q 4 (98)
7 Jo q+ (E)
The value of the parameter R is 1.2 AY/3 fm, and the j,, (qr) are
the spherical Bessel functions, with n, = 0 for the Fermi and
GT components and n, = 2 for the tensor one. The explicit

expressions for the neutrino form functions h,(g) can be found
in reference [89], and the average energies (E) are evaluated as in
references [111, 112].

Apart from effects related to sub-nucleonic degrees of
freedom, which were not accounted for in reference [89], the
OvBpB-decay operator has to be renormalized to take into account
both the degrees of freedom that are neglected in the adopted
model space and the contribution of short-range correlations
(SRCs). The latter arise because the action of a two-body decay
operator on an unperturbed (uncorrelated) wave function, such
as the one used in the perturbative expansion of ®., differs from
the action of the same operator on the real (correlated) nuclear
wave function.
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TABLE 2 | Calculated values of M for *9Te and '%®Xe decay.

Decay Bare operator Oett
130Tg — 130Xe 3.27 3.16
136Xe — 136Bg 2.47 2.39

The first column of values correspond to results obtained using the bare OvpB-decay
operator, and the second column to results calculated with Ogf.

It is worth pointing out that the calculations for 2v88 decay
are not affected by this renormalization, since, as mentioned
before, we retain only the leading order of the long-wavelength
approximation, which corresponds to a zero-momentum-
exchange (¢ = 0) process. On the other hand, the
inclusion of higher-order contributions or corrections due to
the sub-nucleonic structure of the nucleons [113-116] would
connect high- and low-momentum configurations, and this
renormalization should be carried out for the two-neutrino
emission decay too.

In reference [117] the inclusion of SRCs was realized by means
of an original approach [117] that is consistent with the Vjy-x
procedure. The 0vBB operator ®, expressed in the momentum
space, is renormalized by the same similarity transformation
operator Qo,-x that defines the Vj,,-x potential. This enables
us to effectively take into account the high-momentum (short-
range) components of the NN potential, in a framework where
their direct contribution is not explicitly considered above a
cutoft A. The resulting ©j,,-; vertices are then employed
in the perturbative expansion of the O-box to calculate O
using Equation (85). More precisely, the perturbative expansion
considers diagrams up to third order in perturbation theory,
including those related to the so-called Pauli blocking effect (see
Figure 2 in reference [89]), and the y,, series is truncated to x».

In reference [89] the contribution of the tensor component of
the neutrino potential (Equation 97) is neglected, and therefore
the total NME M is expressed as

2
MW:M%—<&0Z%K (99)
8A
where g4 = 12723, gy = 1 [118], and the matrix elements

between the initial and final states M2" are calculated within the
closure approximation

MY = " (flajanalawli) X (pip | O | juju).  (100)

Jiatdpdy

The NMEs calculated using the 0vBS-decay effective operator are
reported in Table 2 and compared with the values obtained using
the bare operator without any renormalization.

The most striking feature that can be inferred from inspection
of Table 2 is that the effects of the renormalization of the Ov3S-
decay operator are far less relevant than those observed in the
2vBB-decay case.

A long-standing issue related to the calculation of M%
is possible interplay between the derivation of the effective

one-body GT operator and the renormalization of the two-
body GT component of the OvBS operator, with some authors
assuming that the same empirical quenching used to reproduce
the observed GT-decay properties (single-8 decay strengths,
Mé“T’ , etc.) should also be employed to calculate MO (see
for instance references [119, 120]). In fact, comparison of the
results in Tables 1, 2 shows that the mechanisms underlying
the microscopic derivation of the one-body single-8 and the
two-body OvBp-decay effective operators lead to a considerably
different renormalization, at variance with the above hypothesis.

The SM calculations of this section have been performed by
employing, as interaction vertices of the perturbative expansion
of the Q-box, a realistic potential derived from the high-precision
CD-Bonn NN potential [90]. This potential is characterized
by strong repulsive behavior in the high-momentum regime,
so, as mentioned before, it is renormalized by deriving a low-
momentum NN potential using the V}yy-x approach [97].

As in other SM studies [98-101], the value of the cutoff
is chosen as A = 2.6 fm™!, since the role of the missing
3NF decreases as the Vi, cutoff is increased [99]. This value,
within a perturbative expansion of the Q-box, is an upper limit,
since a larger cutoff worsens the order-by-order behavior of the
perturbative expansion. Here, we discuss some implications for
the properties of the perturbative expansion of Heg and the SM
effective transition operator when this “hard” Vjoy-x is employed
to derive the SM Hamiltonian and operators.

Studies of the perturbative properties of the SP energy
spacings and TBMEs are reported in references [99, 121], where
H.g is derived within the model space outside '*2Sn starting
from the “hard” Vjg-f. reference [122] contains a systematic
investigation of the convergence properties of theoretical SP
energy spectra, TBMEs, and 2v88 NMEs as functions of both
the dimension of the intermediate state space and the order of
the perturbative expansion. Moreover, reference [89] discusses
convergence properties of the perturbative expansion of the
effective OvBB-decay operator with respect to the number of
intermediate states and the truncation of both the order of the
Xn operators and the perturbative order of the diagrams. Here,
we briefly sketch these results in order to assess the reliability of
realistic SM calculations performed starting from a “hard” Vigy-x.

The model space employed for the SM calculations
in reference [122] is spanned by the five proton and
neutron orbitals outside the doubly closed '°°Sn, namely
0g7/2, 1ds/2, 1d3)2, 25172, and Ohyy 2, to study the 2v88 decay of
130Te and 136Xe.

The left panel of Figure15 shows the behavior of the
calculated SP spectrum of '°'Sn with respect to the 0g7/> SP
energy as a function of the maximum allowed excitation energy
of the intermediate states expressed in terms of the oscillator
quanta Npax. It is clear that convergence is achieved at Np,x =
14, which, for the perturbative expansion of the effective SM
Hamiltonian and decay operators, justifies the decision to include
intermediate states with an unperturbed excitation energy of up
t0 Emax = Nmaxhiw where Ny = 16 [89, 101, 102, 122].

As regards the order-by-order convergence of the SP energies,
the right panel of Figure 15 plots the calculated neutron SP
energies, using a number of intermediate states corresponding
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to Nmax = 16, against the order of the perturbative expansion
up to third order. The calculated neutron SP energies are also
compared with the Padé approximant [2|1] of the Q-box, which
estimates the value to which the perturbative series may converge.
The results at third order are very close to those obtained with the
Padé approximant, indicating that the truncation to third order
should provide a reasonable estimate for the sum of the series.

As regards the TBMEs, we plot in Figure 16 the neutron-
neutron diagonal J” = 01 TBMEs as a function both of Nyax
and of the perturbative order. These TBMEs, which contain the
pairing properties of the effective Hamiltonian, are the largest in
size of the calculated matrix elements and the most sensitive to
the behavior of the perturbative expansion.

From Figure 16, the convergence with respect to Np,x seems
to be very fast for the diagonal matrix elements (lds/z)z,
(1d3/2)2, and (251/2)2, whereas elements corresponding to
orbitals that lack their own spin-orbit partner, ie., (0g7/2)*
and (0hyy /2)2, show slower convergence. The order-by-order
convergence seen in Figure 16 is quite satisfactory, and again
the results at third order are very close to those obtained
with the Padé approximant. Therefore, we can conclude
that H.g calculated from a Vju,-x with cutoff equal to
2.6 fm~! by way of a perturbative expansion truncated
at third order is a good estimate of the sum of its
perturbative expansion, for both the one-body and the two-
body components.

Frontiers in Physics | www.frontiersin.org

October 2020 | Volume 8 | Article 345


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Coraggio and Itaco

Perturbative Approach to Effective Shell-Model Hamiltonians

We now turn our attention to the perturbative expansion
of the GT effective operator GT.g. The selection rules of the
GT operator that characterize a spin-isospin-dependent decay
drive fast convergence of the matrix elements of its SM effective
operator with respect to Npa. In fact, if the perturbative
expansion is truncated at second order, their values do not change
from Npax = 2 onward [62]; and at third order in perturbation
theory, their third decimal digit values do not change from
Nmax = 12 onward.

TABLE 3 | Order-by-order M2}’s (in MeV~") for *0Te and '%0Xe [122).

Decay 1st 2nd 3rd Experiment
order order order
Mg M2 Mg
130Tg — 130Xe 0.142 0.040 0.044 0.031 + 0.004
136Xe — 136Bg 0.0975 0.0272 0.0285 0.0181 £ 0.0007
SF 76
Ge *Xo
4.5 B u XO i Xl
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2 4 6 10 12 14 16
N
max
FIGURE 17 | Calculated M values for the "®Ge —76Se decay as a function
of Nmax: shown are truncations of the x, expansion up to xo (red diamonds),
up to x1 (blue squares), and up to x» (black dots). Reproduced from
reference [89].

Table 3 reports the calculated NMEs of the 2v88 decays
130Teg_s‘ — 130Xeg,5, and 136Xeg,5. —>136Bag_s, obtained with
effective operators at first, second, and third order in perturbation
theory [with the x, series in Equation (85) truncated to xo] and
compares them with experimental results [109].

As can be seen, the order-by-order convergence of the MZ;s is
also very satisfactory; for both transitions the results change by
about 260% from the first- to the second-order calculations, while
the changes are 9 and 5% from the second- to third-order results
for the 130Te and '3%Xe decays, respectively. This suppression of
the third-order contributions relative to the second-order ones is
favored by the mutual cancelation of third-order diagrams.

In reference [89] a study was also conducted on the
convergence properties of the effective decay operator © for the
0vBp decay with respect to the truncation of the y, operators, the
number of intermediate states accounted for in the perturbative
expansion, and the order-by-order behavior up to third order in
perturbation theory.

Figure 17 displays the calculated values of M® for the
7Ge — 76Se decay as a function of the maximum allowed
excitation energy of the intermediate states expressed in terms
of the oscillator quanta Np,y, including x, contributions up to
n 2. We can see that the MV values are convergent from
Nmax = 12 onward and that contributions from x; are quite
relevant, whereas those from x; can be considered negligible.

We point out that, according to expression (84), x3 is defined
in terms of the first, second, and third derivatives of (:)0 and @00,
as well as the first and second derivatives of the Q-box. This
means that one could estimate x3 as being about one order of
magnitude smaller than the x, contribution.

On the above grounds, in reference [89] the effective
SM OvpBp-decay operator was obtained by including in the
perturbative expansion diagrams of up to third order, with the
number of intermediate states corresponding to oscillator quanta
of up to Npmax = 14, and up to x» contributions.

Now, to examine the order-by-order convergence behavior, in
Figure 18 we plot the calculated values of M%7, M%"T, and MY
for 139Te and '3Xe0vBp decay at first, second, and third order in
perturbation theory. We also compare the order-by-order results

1
Pade’ [211]
perturbative order

FIGURE 18 | Calculated M values for the '3Xe — %®Ba decay (left) and the '*°Te — '3°Xe decay (right) as a function of the perturbative order. The green triangles
correspond to M2, the blue squares to M%VT, and the black dots to the full M®. Reproduced from reference [89).
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with their Padé approximant [2|1], to get an idea of the quality of
the perturbative behavior [123].

It is worth noting that the perturbative behavior is dominated
by the GT component, with the Fermi matrix element MY
being only slightly affected by the renormalization procedure.
Moreover, if the order-by-order perturbative behavior of the
effective SM OvpBp-decay operator is compared with that of the
single B-decay operator, we observe less satisfactory perturbative
behavior for the calculation of M, the difference between the
second- and third-order results being about 30% for the *°Te
and 1*°Xe 0vBp decays.

5. SUMMARY

This paper has presented a general overview of the perturbative
approach to deriving effective SM operators, in particular the SM
Hamiltonian and decay operators.

First, we described the theoretical framework, which is
essentially based on the perturbative expansion of a vertex
function—the Q—box for the effective Hamiltonian and the ®-box
for effective decay operators—whose calculation is pivotal in the
Lee-Suzuki similarity transformation. The iterative procedures
used to solve the recursive equations that yield effective SM
Hamiltonians have been presented in detail, along with tips
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AUTHOR CONTRIBUTIONS

All authors listed have made a substantial, direct and intellectual
contribution to the work, and approved it for publication.

Poves A, Sanchez-Solano J, Caurier E, Nowacki F. Shell model study of the
isobaric chains A = 50, A = 51 and A = 52. Nucl Phys A. (2001) 694:157.
doi: 10.1016/S0375-9474(01)00967-8

Brandow BH. Linked-cluster expansions for the nuclear many-body
problem. Rev Mod Phys. (1967) 39:771. doi: 10.1103/RevModPhys.39.771
Kuo TTS, Lee SY, Ratcliff KF. A folded-diagram expansion of the
model-space effective Hamiltonian. Nucl Phys A. (1971) 176:65.
doi: 10.1016/0375-9474(71)90731-7

Suzuki K, Lee SY. Convergent theory for effective interaction in nuclei. Prog
Theor Phys. (1980) 64:2091. doi: 10.1143/PTP.64.2091

Suzuki K, Okamoto R. Effective operators in time-independent approach.
Prog Theor Phys. (1995) 93:905. doi: 10.1143/ptp/93.5.905

Lee SY, Suzuki K. The effective interaction of two nucleons in the sd shell.
Phys Lett B. (1980) 91:173. doi: 10.1016/0370-2693(80)90423-2

Mayer MG. On closed shells in nuclei. II. Phys Rev. (1949) 75:1969-70.
doi: 10.1103/PhysRev.75.1969

Haxel O, Jensen JHD, Suess HE. On the “magic numbers” in nuclear
structure. Phys Rev. (1949) 75:1766. doi: 10.1103/PhysRev.75.1766.2

Mayer MG, Jensen JHD. Elementary Theory of Nuclear Shell Structure. New
York, NY: John Wiley (1955).

Fukui T, De Angelis L, Ma YZ, Coraggio L, Gargano A, Itaco N,
et al. Realistic shell-model calculations for p-shell nuclei including
contributions of a chiral three-body force. Phys Rev C. (2018) 98:044305.
doi: 10.1103/PhysRevC.98.044305

Ma YZ, Coraggio L, De Angelis L, Fukui T, Gargano A, Itaco N, et al.
Contribution of chiral three-body forces to the monopole component of
the effective shell-model Hamiltonian. Phys Rev C. (2019) 100:034324.
doi: 10.1103/PhysRevC.100.034324

Brown BA. The nuclear shell model towards the drip lines. Prog Part Nucl
Phys. (2001) 47:517. doi: 10.1016/S0146-6410(01)00159-4

Alex Brown B. The nuclear configuration interations method.
In: Garcia-Ramos JE, Andrés MV, Valera JAL, Moro AM, Pérez-
Bernal F editors. Basic Concepts in Nuclear Physics: Theory,
Experiments and  Applications. RABIDA  2018. Cham: Springer
International Publishing (2019). p. 3-31. doi: 10.1007/978-3-030-22
204-8_1

20.

21.

22.

23.

24.

25.

26.

Frontiers in Physics | www.frontiersin.org

105

October 2020 | Volume 8 | Article 345


https://doi.org/10.1007/0-306-47916-8_1
https://doi.org/10.1103/RevModPhys.77.427
https://doi.org/10.1146/annurev-nucl-101917-021120
https://doi.org/10.1016/0370-1573(95)00012-6
https://doi.org/10.1016/j.ppnp.2008.06.001
https://doi.org/10.1016/0029-5582(65)90262-2
https://doi.org/10.1016/0029-5582(64)90588-7
https://doi.org/10.1016/0029-5582(66)90131-3
https://doi.org/10.1016/0029-5582(62)90228-6
https://doi.org/10.1016/0375-9474(68)90353-9
https://doi.org/10.1146/annurev.ns.38.120188.000333
https://doi.org/10.1016/S0375-9474(01)00967-8
https://doi.org/10.1103/RevModPhys.39.771
https://doi.org/10.1016/0375-9474(71)90731-7
https://doi.org/10.1143/PTP.64.2091
https://doi.org/10.1143/ptp/93.5.905
https://doi.org/10.1016/0370-2693(80)90423-2
https://doi.org/10.1103/PhysRev.75.1969
https://doi.org/10.1103/PhysRev.75.1766.2
https://doi.org/10.1103/PhysRevC.98.044305
https://doi.org/10.1103/PhysRevC.100.034324
https://doi.org/10.1016/S0146-6410(01)00159-4
https://doi.org/10.1007/978-3-030-22204-8_1
https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Coraggio and Itaco

Perturbative Approach to Effective Shell-Model Hamiltonians

27.

28.

29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

40.

41.

42.

43.

44.

45.

46.

47.

48.

49.

Otsuka T, Gade A, Sorlin O, Suzuki T, Utsuno Y. Evolution of
shell structure in exotic nuclei. Rev Mod Phys. (2020) 92:015002.
doi: 10.1103/RevModPhys.92.015002

Morris TD, Parzuchowski NM, Bogner SK. Magnus expansion and in-
medium similarity renormalization group. Phys Rev C. (2015) 92:034331.
doi: 10.1103/PhysRevC.92.034331

Sun ZH, Morris TD, Hagen G, Jansen GR, Papenbrock T. Shell-model
coupled-cluster method for open-shell nuclei. Phys Rev C. (2018) 98:054320.
doi: 10.1103/PhysRevC.98.054320

Lisetskiy AF Barrett BR, Kruse MKG, Navratil P, Stetcu I, Vary JP.
Ab-initio shell model with a core. Phys Rev C. (2008) 78:044302.
doi: 10.1103/PhysRevC.78.044302

Lisetskiy AF, Kruse MKG, Barrett BR, Navratil P, Stetcu I, Vary JP. Effective
operators from exact many-body renormalization. Phys Rev C. (2009)
80:024315. doi: 10.1103/PhysRevC.80.024315

Dikmen E, Lisetskiy AF, Barrett BR, Maris P, Shirokov AM, Vary JP. Ab
initio effective interactions for sd-shell valence nucleons. Phys Rev C. (2015)
91:064301. doi: 10.1103/PhysRevC.91.064301

Smirnova NA, Barrett BR, Kim Y, Shin IJ, Shirokov AM, Dikmen E,
et al. Effective interactions in the sd shell. Phys Rev C. (2019) 100:054329.
doi: 10.1103/PhysRevC.100.054329

Haxton WC, Song CL. Morphing the ShellModel into an effective theory.
Phys Rev Lett. (2000) 84:5484-7. doi: 10.1103/PhysRevLett.84.5484

Kimmel H, Lithrmann KH, Zabolitzky JG. Many-fermion theory
in expS- (or coupled cluster) form. Phys Rep. (1978) 36:1.
doi: 10.1016/0370-1573(78)90081-9

Schucan TH, Weidenmiiller HA. The effective interaction in nuclei and its
perturbation expansion: an algebraic approach. Ann Phys. (1972) 73:108.
doi: 10.1016/0003-4916(72)90315-6
Schucan TH, Weidenmiiller — HA.
the effective interaction in nuclei
doi: 10.1016/0003-4916(73)90044-4
Krenciglowa EM, Kuo TTS. Convergence of effective Hamiltonian expansion
and partial summations of folded diagrams. Nucl Phys A. (1974) 235:171.
doi: 10.1016/0375-9474(74)90184-5

Kuo TTS, Krmpoti¢ F Suzuki K, Okamoto R. Summation of time-
dependent folded diagrams for effective interactions with a non-degenerate
model space. Nucl Phys A. (1995) 582:205. doi: 10.1016/0375-9474(94)
00456-W

Coraggio L, Itaco N. Self-consistent nuclear shell-model calculation
starting from a realistic NN potential. Phys Lett B. (2005) 616:43.
doi: 10.1016/j.physletb.2005.04.060

Takayanagi K. Effective interaction in non-degenerate model space. Nucl
Phys A. (2011) 852:61-81. doi: 10.1016/j.nuclphysa.2011.01.003

Suzuki K, Okamoto R, Kumagai H, Fujii S. Graphical method for deriving
an effective interaction with a new vertex function. Phys Rev C. (2011)
83:024304. doi: 10.1103/PhysRevC.83.024304
Takayanagi ~ K.  Effective ~ Hamiltonian
Krenciglowa — Kuo method. Nucl Phys A.
doi: 10.1016/j.nuclphysa.2011.06.025

Bloch C, Horowitz J. Sur la détermination des premiers états d’un
systéme de fermions dans le cas dégénéré. Nucl Phys. (1958) 8:91.
doi: 10.1016/0029-5582(58)90136-6

Tsunoda N, Takayanagi K, Hjorth-Jensen M, Otsuka T. Multi-
shell effective interactions. Phys Rev C. (2014) 89:024313.
doi: 10.1103/PhysRevC.89.024313

Tsunoda N, Otsuka T, Shimizu N, Hjorth-Jensen M, Takayanagi K, Suzuki T.
Exotic neutron-rich medium-mass nuclei with realistic nuclear forces. Phys
Rev C. (2017) 95:021304. doi: 10.1103/PhysRevC.95.021304

Sun ZH, Wu Q, Zhao ZH, Hu BS, Dai SJ, Xu FR. Resonance and continuum
Gamow shell model with realistic nuclear forces. Phys Lett B. (2017) 769:227-
32. doi: 10.1016/j.physletb.2017.03.054

Ma YZ, Xu FR, Coraggio L, Hu BS, Li JG, Fukui T, et al. Chiral three-nucleon
force and continuum for dripline nuclei and beyond. Phys Lett B. (2020)
802:135257. doi: 10.1016/j.physletb.2020.135257

Press WH, Teukolsky SA, Vetterling WT, Flannery BP. Fortran Numerical
Recipes. Vol. 1. Cambridge: Cambridge University Press (1992).

Perturbation
Ann  Phys.

theory  for
(1973)  76:483.

extended
864:91-112.

in the
(2011)

51.

52.

53.

54.

55.

56.

57.

58.

59.

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

70.

71.

72.

73.

. Shurpin J, Kuo TTS, Strottman D. Folded diagrams and 1s-0d effective

interactions derived from Reid and Paris nucleon-nucleon potentials. Nucl
Phys A. (1983) 408:310. doi: 10.1016/0375-9474(83)90586-9

Kuo TTS, Shurpin J, Tam KC, Osnes E, Ellis PJ. A simple
method for evaluating Goldstone diagrams in an angular
momentum coupled representation. Amn Phys. (1981) 132:237.

doi: 10.1016/0003-4916(81)90068-3

Coraggio L, Covello A, Gargano A, Itaco N, Kuo TTS. Effective shell-model
hamiltonians from realistic nucleon-nucleon potentials within a perturbative
approach. Ann Phys. (2012) 327:2125. doi: 10.1016/j.a0p.2012.04.013
Paldus J, Wong HC. Computer generation of Feynman diagrams for
perturbation theory I. General algorithm. Comput Phys Commun. (1973)
6:1-7. doi: 10.1016/0010-4655(73)90016-7

Edmonds AR. Angular Momentum in Quantum Mechanics. Princeton, NJ:
Princeton University Press (1957).

Johnson CW, Ormand WE, Krastev PG. Factorization in large-scale
many-body calculations. Comput Phys Commun. (2013) 184:2761-74.
doi: 10.1016/j.cpc.2013.07.022

Hjorth-Jensen M, Lombardo MP, van Kolck U, editors. Lecture Notes in
Physics. Vol. 936. Berlin: Springer (2017).

Polls A, Mither H, Faessler A, Kuo TTS, Osnes E. Three-
body forces in sd-shell nuclei. Nucl Phys A. (1983) 401:124.
doi: 10.1016/0375-9474(83)90340-8

Ellis PJ, Osnes E. An introductory guide to effective operators in nuclei. Rev
Mod Phys. (1977) 49:777. doi: 10.1103/RevModPhys.49.777

Mavromatis HA, Zamick L, Brown GE. First and second order corrections
to the magnetic moments of nuclei using realistic interactions. Nucl Phys.
(1966) 80:545-64. doi: 10.1016/0029-5582(66)90063-0

Mavromatis HA, Zamick L. Magnetic moments of nuclei with closed j-
j shells plus or minus one nucleon. Nucl Phys A. (1967) 104:17-34.
doi: 10.1016/0375-9474(67)90754-3

Federman P, Zamick L. State-dependent effective charge in the 2p — 1f shell.
Phys Rev. (1969) 177:1534-40. doi: 10.1103/PhysRev.177.1534

Towner IS, Khanna KFC. Corrections to the single-particle M1 and
Gamow — Teller matrix elements. Nucl Phys A. (1983) 399:334.
doi: 10.1016/0375-9474(83)90252-X

Towner IS. Quenching of spin matrix elements in nuclei. Phys Rep. (1987)
155:263. doi: 10.1016/0370-1573(87)90138-4

Avignone FT, Elliott SR, Engel J. Double beta decay, Majorana
neutrinos, and neutrino mass. Rev Mod Phys. (2008) 80:481-516.
doi: 10.1103/RevModPhys.80.481

Vergados JD, Ejiri H, Simkovic F. Theory of neutrinoless double beta
decay. Rep Prog Phys. (2012) 75:106301. doi: 10.1088/0034-4885/75/10/
106301

Kotila J, Iachello F. Phase-space factors for double-f decay. Phys Rev C.
(2012) 85:034316. doi: 10.1103/PhysRevC.85.034316

Stoica S, Mirea M. New
involved in double-B decay. Phys
doi: 10.1103/PhysRevC.88.037303

Barea ], Iachello F. Neutrinoless double-f decay in the microscopic
interacting  boson model. Phys Rev C. (2009) 79:044301.
doi: 10.1103/PhysRevC.79.044301

Barea ], Kotila J, Tachello F. Limits
neutrinoless double-8 decay. Phys Rev Lett.
doi: 10.1103/PhysRevLett.109.042501

Barea J, Kotila J, Iachello F. Nuclear matrix elements for double-8 decay. Phys
Rev C. (2013) 87:014315. doi: 10.1103/PhysRevC.87.014315

Simkovic E TFaessler A, Rodin V, Vogel P, Engel J. Anatomy of
the OvBB nuclear matrix elements. Phys Rev C. (2008) 77:045503.
doi: 10.1103/PhysRevC.77.045503

Simkovic F, Faessler A, Miither H, Rodin V, Stauf M. 0vpf-decay nuclear
matrix elements with self-consistent short-range correlations. Phys Rev C.
(2009) 79:055501. doi: 10.1103/PhysRevC.79.055501

Fang DL, Faessler A, Rodin V, Simkovic F. Neutrinoless double-
B decay of deformed nuclei within quasiparticle random-phase
approximation with a realistic interaction. Phys Rev C. (2011) 83:034320.
doi: 10.1103/PhysRevC.83.034320

calculations  for
Rev C.

phase space factors
(2013)  88:037303.

on neutrino masses from
(2012)  109:042501.

Frontiers in Physics | www.frontiersin.org

106

October 2020 | Volume 8 | Article 345


https://doi.org/10.1103/RevModPhys.92.015002
https://doi.org/10.1103/PhysRevC.92.034331
https://doi.org/10.1103/PhysRevC.98.054320
https://doi.org/10.1103/PhysRevC.78.044302
https://doi.org/10.1103/PhysRevC.80.024315
https://doi.org/10.1103/PhysRevC.91.064301
https://doi.org/10.1103/PhysRevC.100.054329
https://doi.org/10.1103/PhysRevLett.84.5484
https://doi.org/10.1016/0370-1573(78)90081-9
https://doi.org/10.1016/0003-4916(72)90315-6
https://doi.org/10.1016/0003-4916(73)90044-4
https://doi.org/10.1016/0375-9474(74)90184-5
https://doi.org/10.1016/0375-9474(94)00456-W
https://doi.org/10.1016/j.physletb.2005.04.060
https://doi.org/10.1016/j.nuclphysa.2011.01.003
https://doi.org/10.1103/PhysRevC.83.024304
https://doi.org/10.1016/j.nuclphysa.2011.06.025
https://doi.org/10.1016/0029-5582(58)90136-6
https://doi.org/10.1103/PhysRevC.89.024313
https://doi.org/10.1103/PhysRevC.95.021304
https://doi.org/10.1016/j.physletb.2017.03.054
https://doi.org/10.1016/j.physletb.2020.135257
https://doi.org/10.1016/0375-9474(83)90586-9
https://doi.org/10.1016/0003-4916(81)90068-3
https://doi.org/10.1016/j.aop.2012.04.013
https://doi.org/10.1016/0010-4655(73)90016-7
https://doi.org/10.1016/j.cpc.2013.07.022
https://doi.org/10.1016/0375-9474(83)90340-8
https://doi.org/10.1103/RevModPhys.49.777
https://doi.org/10.1016/0029-5582(66)90063-0
https://doi.org/10.1016/0375-9474(67)90754-3
https://doi.org/10.1103/PhysRev.177.1534
https://doi.org/10.1016/0375-9474(83)90252-X
https://doi.org/10.1016/0370-1573(87)90138-4
https://doi.org/10.1103/RevModPhys.80.481
https://doi.org/10.1088/0034-4885/75/10/106301
https://doi.org/10.1103/PhysRevC.85.034316
https://doi.org/10.1103/PhysRevC.88.037303
https://doi.org/10.1103/PhysRevC.79.044301
https://doi.org/10.1103/PhysRevLett.109.042501
https://doi.org/10.1103/PhysRevC.87.014315
https://doi.org/10.1103/PhysRevC.77.045503
https://doi.org/10.1103/PhysRevC.79.055501
https://doi.org/10.1103/PhysRevC.83.034320
https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Coraggio and Itaco

Perturbative Approach to Effective Shell-Model Hamiltonians

74.

75.

76.

77.

78.

79.

80.

81.

82.

83.

84.

85.

86.

87.

88.

89.

90.

91.

92.

93.

94.

95.

96.

Faessler A, Rodin V, Simkovic F. Nuclear matrix elements for neutrinoless
double-beta decay and double-electron capture. J Phys G. (2012) 39:124006.
doi: 10.1088/0954-3899/39/12/124006

Rodriguez TR, Martinez-Pinedo G. Energy density functional study of
nuclear matrix elements for neutrinoless B decay. Phys Rev Lett. (2010)
105:252503. doi: 10.1103/PhysRevLett.105.252503

Song LS, Yao JM, Ring P, Meng J. Relativistic description of nuclear matrix
elements in neutrinoless double-8 decay. Phys Rev C. (2014) 90:054309.
doi: 10.1103/PhysRevC.90.054309

Yao JM, Song LS, Hagino K, Ring P, Meng J. Systematic study of nuclear
matrix elements in neutrinoless double-f decay with a beyond-mean-
field covariant density functional theory. Phys Rev C. (2015) 91:024316.
doi: 10.1103/PhysRevC.91.024316

Song LS, Yao JM, Ring P, Meng J. Nuclear matrix element of neutrinoless
double-B decay: relativity and short-range correlations. Phys Rev C. (2017)
95:024305. doi: 10.1103/PhysRevC.95.024305

Jiao CF, Engel J, Holt JD. Neutrinoless double-p decay matrix elements in
large shell-model spaces with the generator-coordinate method. Phys Rev C.
(2017) 96:054310. doi: 10.1103/PhysRevC.96.054310

Yao JM, Engel J, Wang LJ, Jiao CE Hergert H. Generator-coordinate
reference states for spectra and OvBp decay in the in-medium
similarity renormalization group. Phys Rev C. (2018) 98:054311.
doi: 10.1103/PhysRevC.98.054311

Jiao CE, Horoi M, Neacsu A. Neutrinoless double-$ decay of 124y 130Te,
and 1*®Xe in the Hamiltonian-based generator-coordinate method. Phys Rev
C. (2018) 98:064324. doi: 10.1103/PhysRevC.98.064324

Jiao C, Johnson CW. Union of rotational and vibrational modes in generator-
coordinate-type calculations, with application to neutrinoless double-8
decay. Phys Rev C. (2019) 100:031303. doi: 10.1103/PhysRevC.100.031303
Menéndez J, Poves A, Caurier E, Nowacki F. Occupancies of individual
orbits, and the nuclear matrix element of the 7°Ge neutrinoless B8 decay.
Phys Rev C. (2009) 80:048501. doi: 10.1103/PhysRevC.80.048501

Menéndez ], Poves A, Caurier E, Nowacki F. Disassembling the nuclear
matrix elements of the neutrinoless S8 decay. Nucl Phys A. (2009) 818:139.
doi: 10.1016/j.nuclphysa.2008.12.005

Horoi M, Brown BA. Shell-model analysis of the '3Xe double beta
decay nuclear matrix elements. Phys Rev Lett. (2013) 110:222502.
doi: 10.1103/PhysRevLett.110.222502

Neacsu A, Horoi M. Shell model studies of the 3°Te neutrinoless double-8
decay. Phys Rev C. (2015) 91:024309. doi: 10.1103/PhysRevC.91.024309
Brown BA, Fang DL, Horoi M. Evaluation of the theoretical nuclear
matrix elements for S8 decay of 7°Ge. Phys Rev C. (2015) 92:041301.
doi: 10.1103/PhysRevC.92.041301

Engel J, Menéndez J. Status and future of nuclear matrix elements for
neutrinoless double-beta decay: a review. Rep Prog Phys. (2017) 80:046301.
doi: 10.1088/1361-6633/aa5bc5

Coraggio L, Gargano A, Itaco N, Mancino R, Nowacki F. Calculation of the
neutrinoless double-8 decay matrix element within the realistic shell model.
Phys Rev C. (2020) 101:044315. doi: 10.1103/PhysRevC.101.044315
Machleidt R. High-precision, charge-dependent Bonn nucleon-nucleon
potential. Phys Rev C. (2001) 63:024001. doi: 10.1103/PhysRevC.63.024001
Song HQ, Wu HE Kuo TTS. Effect of nuclear core polarization on
neutrinoless double beta decay of *Ca. Phys Rev C. (1989) 40:2260-4.
doi: 10.1103/PhysRevC.40.2260

Staudt A, Kuo TTS, Klapdor-Kleingrothaus HV. B decay of '*Te,
130Te, and 7Ge with renormalized effective interactions derived
from Paris and Bonn potentials. Phys Rev C. (1992) 46:871-83.
doi: 10.1103/PhysRevC.46.871

Holt JD, Engel J. Effective double-8-decay operator for 7Ge and $2Se. Phys
Rev C. (2013) 87:064315. doi: 10.1103/PhysRevC.87.064315

Alfonso K, Artusa DR, Avignone FT, Azzolini O, Balata M, Banks TI, et al.
Search for neutrinoless double-beta decay of 13*Te with CUORE — 0. Phys
Rev Lett. (2015) 115:102502. doi: 10.1103/PhysRevLett.115.102502

Auger M, Auty DJ, Barbeau PS, Beauchamp E, Belov V, Benitez-Medina C,
et al. Search for neutrinoless double-beta decay in '3°Xe with EXO — 200.
Phys Rev Lett. (2012) 109:032505. doi: 10.1103/PhysRevLett.109.032505
Gando A, Gando Y, Hachiya T, Hayashi A, Hayashida S, Ikeda
H, et al. Search for Majorana neutrinos near the inverted mass

97.

98.

99.

100.

101.

102.

103.

104.

105.

106.

107.

108.

109.

110.

111.

112.

113.

114.

115.

116.

117.

118.

hierarchy region with KamLAND — Zen. Phys Rev Lett. (2016) 117:082503.
doi: 10.1103/PhysRevLett.117.082503

Bogner S, Kuo TTS, Coraggio L, Covello A, Itaco N. Low momentum
nucleon-nucleon potential and shell model effective interactions. Phys Rev
C. (2002) 65:051301(R). doi: 10.1103/PhysRevC.65.051301

Coraggio L, Covello A, Gargano A, Itaco N, Kuo TTS. Shell-model study of
quadrupole collectivity in light tin isotopes. Phys Rev C. (2015) 91:041301.
doi: 10.1103/PhysRevC.91.041301

Coraggio L, Gargano A, Itaco N. Role of three-nucleon forces in
neutron-rich nuclei beyond '¥Sn. JPS Conf Proc. (2015) 6:020046.
doi: 10.7566/JPSCP.6.020046

Coraggio L, Gargano A, Itaco N. Double-step truncation procedure
for large-scale shell-model calculations. Phys Rev C. (2016) 93:064328.
doi: 10.1103/PhysRevC.93.064328

Coraggio L, De Angelis L, Fukui T, Gargano A, Itaco N. Calculation of
Gamow — Teller and two-neutrino double-g decay properties for *°Te
and 13°Xe with a realistic nucleon-nucleon potential. Phys Rev C. (2017)
95:064324. doi: 10.1103/PhysRevC.95.064324

Coraggio L, De Angelis L, Fukui T, Gargano A, Itaco N, Nowacki
F. Renormalization of the Gamow — Teller operator within the realistic
shell model. Phys Rev C. (2019) 100:014316. doi: 10.1103/PhysRevC.100.
014316

Data extracted using the NNDC On-line Data Service from the ENSDF
database, file revised as of April 3, 2020 (2020).

Data extracted using the NNDC On-line Data Service from the XUNDL
database, file revised as of April 6, 2020 (2020).

Goodman CD, Goulding CA, Greenfield MB, Rapaport ], Bainum DE, Foster
CC, etal. Gamow — Teller matrix elements from 0° (p, ) cross sections. Phys
Rev Lett. (1980) 44:1755-9. doi: 10.1103/PhysRevLett.44.1755

Taddeucci TN, Goulding CA, Carey TA, Byrd RC, Goodman CD, Gaarde C,
etal. The (p, n) reaction as a probe of beta decay strength. Nucl Phys A. (1987)
469:125. doi: 10.1016/0375-9474(87)90089-3

Puppe P, Lennarz A, Adachi T, Akimune H, Ejiri H, Frekers D, et al.
High resolution (*He,t) experiment on the double-f decaying nuclei
128Te and 13Te. Phys Rev C. (2012) 86:044603. doi: 10.1103/PhysRevC.86.
044603

Frekers D, Puppe P, Thies JH, Ejiri H. Gamow — Teller strength
extraction from (*He,t) reactions. Nucl Phys A. (2013) 916:219.
doi: 10.1016/j.nuclphysa.2013.08.006

Barabash AS. Average and
two-neutrino double beta decay. Nucl Phys
doi: 10.1016/j.nuclphysa.2015.01.001

Caurier E, Nowacki F, Poves A. Shell model description of the B
decay of **Xe. Phys Lett B. (2012) 711:62. doi: 10.1016/j.physletb.2012.
03.076

Haxton WC, Stephenson GJ Jr. Double beta decay. Prog Part Nucl Phys.
(1984) 12:409. doi: 10.1016/0146-6410(84)90006-1
Tomoda T. Double beta decay. Rep Prog Phys.
doi: 10.1088/0034-4885/54/1/002

Park TS, Min DP, Rho M. Chiral dynamics and heavy-fermion
formalism in nuclei: exchange axial currents. Phys Rep. (1993) 233:341.
doi: 10.1016/0370-1573(93)90099-Y

Pastore S, Girlanda L, Schiavilla R, Viviani M, Wiringa RB. Electromagnetic
currents and magnetic moments in chiral effective field theory (x EFT). Phys
Rev C. (2009) 80:034004. doi: 10.1103/PhysRevC.80.034004

Piarulli M, Girlanda L, Marcucci LE, Pastore S, Schiavilla R, Viviani M.
Electromagnetic structure of A 2 and 3 nuclei in chiral effective
field theory. Phys Rev C. (2013) 87:014006. doi: 10.1103/PhysRevC.87.
014006

Pastore S, Carlson J, Cirigliano V, Dekens W, Mereghetti E, Wiringa RB.
Neutrinoless double-8 decay matrix elements in light nuclei. Phys Rev C.
(2018) 97:014606. doi: 10.1103/PhysRevC.97.014606

Coraggio L, Itaco N, Mancino R. Short-range correlations for neutrinoless
double-beta decay and low-momentum NN potentials. arXiv. (2019)
191004146[nucl-th].

Tanabashi M, Hagiwara K, Hikasa K, Nakamura K, Sumino Y, Takahashi
E et al. Review of Particle Physics. Phys Rev D. (2018) 98:030001.
doi: 10.1103/PhysRevD.98.030001

recommended half-life  values for
A. (2015) 935:52.

(1991) 54:53.

Frontiers in Physics | www.frontiersin.org

107

October 2020 | Volume 8 | Article 345


https://doi.org/10.1088/0954-3899/39/12/124006
https://doi.org/10.1103/PhysRevLett.105.252503
https://doi.org/10.1103/PhysRevC.90.054309
https://doi.org/10.1103/PhysRevC.91.024316
https://doi.org/10.1103/PhysRevC.95.024305
https://doi.org/10.1103/PhysRevC.96.054310
https://doi.org/10.1103/PhysRevC.98.054311
https://doi.org/10.1103/PhysRevC.98.064324
https://doi.org/10.1103/PhysRevC.100.031303
https://doi.org/10.1103/PhysRevC.80.048501
https://doi.org/10.1016/j.nuclphysa.2008.12.005
https://doi.org/10.1103/PhysRevLett.110.222502
https://doi.org/10.1103/PhysRevC.91.024309
https://doi.org/10.1103/PhysRevC.92.041301
https://doi.org/10.1088/1361-6633/aa5bc5
https://doi.org/10.1103/PhysRevC.101.044315
https://doi.org/10.1103/PhysRevC.63.024001
https://doi.org/10.1103/PhysRevC.40.2260
https://doi.org/10.1103/PhysRevC.46.871
https://doi.org/10.1103/PhysRevC.87.064315
https://doi.org/10.1103/PhysRevLett.115.102502
https://doi.org/10.1103/PhysRevLett.109.032505
https://doi.org/10.1103/PhysRevLett.117.082503
https://doi.org/10.1103/PhysRevC.65.051301
https://doi.org/10.1103/PhysRevC.91.041301
https://doi.org/10.7566/JPSCP.6.020046
https://doi.org/10.1103/PhysRevC.93.064328
https://doi.org/10.1103/PhysRevC.95.064324
https://doi.org/10.1103/PhysRevC.100.014316
https://doi.org/10.1103/PhysRevLett.44.1755
https://doi.org/10.1016/0375-9474(87)90089-3
https://doi.org/10.1103/PhysRevC.86.044603
https://doi.org/10.1016/j.nuclphysa.2013.08.006
https://doi.org/10.1016/j.nuclphysa.2015.01.001
https://doi.org/10.1016/j.physletb.2012.03.076
https://doi.org/10.1016/0146-6410(84)90006-1
https://doi.org/10.1088/0034-4885/54/1/002
https://doi.org/10.1016/0370-1573(93)90099-Y
https://doi.org/10.1103/PhysRevC.80.034004
https://doi.org/10.1103/PhysRevC.87.014006
https://doi.org/10.1103/PhysRevC.97.014606
https://doi.org/10.1103/PhysRevD.98.030001
https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Coraggio and Itaco

Perturbative Approach to Effective Shell-Model Hamiltonians

119.

120.

121.

122.

123.

Suhonen J. Impact of the quenching of ga on the sensitivity
of OvBB  experiments. Phys Rev C. (2017)  96:055501.
doi: 10.1103/PhysRevC.96.055501

Suhonen JT. Value of the axial-vector coupling strength in 8 and Bf decays:
a review. Front Phys. (2017) 5:55. doi: 10.3389/fphy.2017.00055

Coraggio L, Covello A, Gargano A, Itaco N, Kuo TTS. Shell-model study of
the N = 82 isotonic chain with a realistic effective Hamiltonian. Phys Rev C.
(2009) 80:044320. doi: 10.1103/PhysRevC.80.044320

Coraggio L, De Angelis L, Fukui T, Gargano A, Itaco N. Two-neutrino
double-beta decay within the realistic shell model. J Phys Conf Ser. (2018)
1056:012012. doi: 10.1088/1742-6596/1056/1/012012

Baker GA, Gammel JL. The Padé Approximant in Theoretical Physics. Vol. 71
of Mathematics in Science and Engineering. New York, NY: Academic Press
(1970).

124. Coraggio L, Covello A, Gargano A, Itaco N. Shell-model calculations for
neutron-rich carbon isotopes with a chiral nucleon-nucleon potential. Phys
Rev C. (2010) 81:064303. doi: 10.1103/PhysRevC.81.064303

Conflict of Interest: The authors declare that the research was conducted in the
absence of any commercial or financial relationships that could be construed as a
potential conflict of interest.

Copyright © 2020 Coraggio and Itaco. This is an open-access article distributed
under the terms of the Creative Commons Attribution License (CC BY). The use,
distribution or reproduction in other forums is permitted, provided the original
author(s) and the copyright owner(s) are credited and that the original publication
in this journal is cited, in accordance with accepted academic practice. No use,
distribution or reproduction is permitted which does not comply with these terms.

Frontiers in Physics | www.frontiersin.org

108

October 2020 | Volume 8 | Article 345


https://doi.org/10.1103/PhysRevC.96.055501
https://doi.org/10.3389/fphy.2017.00055
https://doi.org/10.1103/PhysRevC.80.044320
https://doi.org/10.1088/1742-6596/1056/1/012012
https://doi.org/10.1103/PhysRevC.81.064303
http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/
https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

1' frontiers
in Physics

HYPOTHESIS AND THEORY
published: 05 June 2020
doi: 10.3389/fphy.2020.00164

OPEN ACCESS

Edited by:
Carlo Barbieri,
University of Surrey, United Kingdom

Reviewed by:

Furong Xu,

Peking University, China
Artur Polls,

University of Barcelona, Spain

*Correspondence:
Alexander Tichai
alexander.tichai@
physik.tu-darmstadt.de

Specialty section:

This article was submitted to
Nuclear Physics,

a section of the journal
Frontiers in Physics

Received: 28 January 2020
Accepted: 20 April 2020
Published: 05 June 2020

Citation:

Tichai A, Roth R and Duguet T (2020)
Many-Body Perturbation Theories for
Finite Nuclei. Front. Phys. 8:164.
doi: 10.3389/fphy.2020.00164

Check for
updates

Many-Body Perturbation Theories for
Finite Nuclei

Alexander Tichai?%#, Robert Roth? and Thomas Duguet®®

" Max-Planck-Institut fir Kernphysik, Heidelberg, Germany, 2 Institut fir Kernphysik, Technische Universitat Darmstadt,
Darmstadt, Germany, ° ExtreMe Matter Institute EMMI, GSI Helmholtzzentrum fiir Schwerionenforschung GmbH, Darmstadt,
Germany, * ESNT, Irfu, DPhN, CEA Saclay, Gif-sur-Yvette, France, ° Irfu, DPhN, CEA Saclay, Gif-sure-Yvette, France, ° Instituut
voor Kern- en Stralingsfysica, KU Leuven, Leuven, Belgium

In recent years many-body perturbation theory encountered a renaissance in the
field of ab initio nuclear structure theory. In various applications it was shown that
perturbation theory, including novel flavors of it, constitutes a useful tool to describe
atomic nuclei, either as a full-fledged many-body approach or as an auxiliary method
to support more sophisticated non-perturbative many-body schemes. In this work the
current status of many-body perturbation theory in the field of nuclear structure is
discussed and novel results are provided that highlight its power as a efficient and yet
accurate (pre-processing) approach to systematically investigate medium-mass nuclei.
Eventually a new generation of chiral nuclear Hamiltonians is benchmarked using several
state-of-the-art flavors of many-body perturbation theory.

Keywords: many-body theory, ab initio, perturbation theory, correlation expansion, open-shell nuclei

1. INTRODUCTION

A major goal of quantum many-body theory is to provide accurate solutions of the stationary
Schrédinger equation

HIWP) = EX ) (1)

for a given input Hamiltonian H, where |\IJ]?) denotes the k-th eigenstate of the A-body system with

eigenvalue Ef. As for the study of the atomic nucleus at low energy, the starting point is a realistic
Hamiltonian arising from the modeling of the strong interaction

H=T+V+W+., (2)

in terms of nucleonic degrees of freedom. In Equation (2), T denotes the intrinsic kinetic energy,
V the two-nucleon (2N) potential, W the three-nucleon (3N) potential, and so on. Nowadays,
high-precision Hamiltonians are systematically constructed within the framework of chiral effective
field theory (x EFT) [1-6]. Earlier on, more phenomenological models were employed that fitted
a somewhat ad hoc parametrization to reproduce few-body observables, e.g., 2N scattering data.
Examples of such potentials are the Argonne [7] or Bonn [8] potentials. It was recognized in various
many-body studies that the inclusion of three-nucleon interactions is mandatory to reproduce
nuclear phenomenology, e.g., nuclear saturation properties or the correct prediction of the oxygen
neutron dripline [9, 10]. The relevance of three-nucleon interactions constitutes a key difference
from other fields of many-body research like atomic physics, molecular structure, or solid-state
physics, and poses significant challenges.
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Over the past two decades, the range of applicability of ab
initio nuclear many-body theory has been extended significantly.
While 20 years ago first-principle solutions of the quantum
many-body problem were restricted to nuclei lighter than A ~
12, formal and computational developments have made it
possible to investigate a much wider range of masses. Initially, the
ab initio treatment employed mostly large-scale diagonalization
methods like the no-core shell model (NCSM) [11-13], or
quantum Monte Carlo (QMC) [14-17] techniques. In addition,
the few-body (A = 3, 4) solution could be constructed using the
Fadeev approach or its Fadeev-Yakubowski extension [18, 19].
A major breakthrough occurred in the early 2000s when the re-
import of so-called expansion methods from quantum chemistry
provided systematically improvable many-body approximations
for medium-mass closed-shell systems up to '*2Sn. In such
approaches an initial guess for the exact wave function is
taken as a reference state and corrections to this starting point
are constructed through a chosen expansion scheme. Initially,
this was done within the framework of self-consistent Green’s
function (SCGF) [20-25] and coupled cluster (CC) [26-31]
theories that had proven to be extremely efficient at grasping
dynamical correlations in electronic systems. Later on, the same
strategy was transferred to other many-body expansion methods
such as many-body perturbation theory (MBPT) [32-37], in-
medium similarity renormalization group (IMSRG) [10, 38-44]
or the unitary model operator approach (UMOA) [45, 46]. All
of these methods provide a consistent description of ground-
state energies of closed-shell mid-mass nuclei even though the
rationales behind their expansions are not trivially related to one
another. For sure, this consistency is a remarkable sign of success
for ab initio nuclear many-body theory.

While closed-shell systems, dominated by so-called dynamical
correlations, transparently allow for the use of single-reference
techniques, the extension to open-shell systems requires a
different strategy due to the degeneracy of single Slater-
determinant reference states with respect to elementary
excitations. Open-shell systems located in the vicinity of
shell closures can be targeted via equation-of-motion (EOM)
techniques where one or two nucleons are attached to the
correlated ground state of a closed-shell nucleus [47, 48]. In
nuclear systems, however, the strong coupling between spin
and orbital angular momenta is such that long sequences
of nuclei with open-shell character arise as the mass increases.
Consequently, EOM approaches do not provide a viable option to
tackle most of the open-shell systems that differ from closed-shell
ones by more than one or two mass units. Two different routes
have been followed in recent years to overcome this difficulty:
(i) the construction of ab initio-rooted valence-space (VS)
interactions used in a subsequent shell-model diagonalization
and (ii) the use of correlated reference states capturing so-called
static correlations and thus lifting from the outset the degeneracy
with respect to elementary excitations. The design of VS
interactions has been performed in various frameworks, going
from simple low-order MBPT approaches [49] to more advanced
non-perturbative schemes like IMSRG [39, 44] or CC [30]. While
the design of the effective interaction can be performed at low
polynomial cost, the final diagonalization, even though taking

place in a limited valence space, still exhibits factorial scaling in
the number of active nucleons pointing to the hybrid scaling of
the approach.

In this article, the construction of VS interactions is not
discussed and the focus is rather on the alternative strategy
to overcome the limitations of single Slater-determinant-based
expansions via the use of more general reference states. Reference
states handling the bulk of static correlations from the outset
re-introduce an energy gap in open-shell systems such that
expanding the exact ground-state via elementary excitations of
the reference state becomes well-defined again. In practice, this
is done by resorting to either a multi-determinantal reference
state or to a single symmetry-broken determinantal reference
state. In an ab initio spirit, this was first done within the
frame of SCGF theory, i.e., through the Gorkov extension of
SCGF (GSCGF) [50] formulated on the basis of a Hartree-Fock-
Bogoliubov (HFB) reference state breaking U(1) global-gauge
symmetry associated with particle number conservation. Soon
after, a multi-reference version of IMSRG (MR-IMSRG) was
designed based on a particle-number-projected HFB state [51].
Around 2013, these two methods provided the first ab initio
description of arbitrary mid-mass singly open-shell nuclei.
Later on, expansion methods were merged with configuration
interaction (CI) technology by using reference states from a
prior NCSM calculation performed in a model space of limited
size. In this way, one can systematically improve the many-body
solution, either by increasing the size of the reference space or by
relaxing the truncation of the many-body expansion. Within the
framework of perturbative approaches this strategy yields multi-
configurational perturbation theory (MCPT) [36] whereas for
IMSRG it leads to the introduction of the in-medium no-core
shell model (IM-NCSM) [52].

More recently, the use of particle-number-breaking reference
states has been exploited in MBPT and CC theory, thus
giving rise to Bogoliubov MBPT (BMBPT) and Bogoliubov
CC (BCC). While BCC has only undergone proof-of-principle
applications in limited model spaces so far [53], BMBPT has been
applied successfully in large-scale applications up to medium-
heavy isotopic chains [37]. Next, the additional or alternative
breaking of SU(2) rotational symmetry associated with angular-
momentum conservation will provide a systematic access to
doubly open-shell nuclei [54]. While intensive efforts are already
dedicated to this extension, no systematic result are available yet.

Whenever using a symmetry-broken reference state, an
additional step must be envisioned to account for the quantum
fluctuations eventually responsible for the lifting of the fictitious
degeneracy associated with the broken symmetry. Indeed, the
latter is only emergent in finite systems [55-57] such that it
is mandatory to restore good symmetry quantum numbers.
Doing so does not only change the energy (dramatically in
certain situations) but also allows for the proper handling of
transition operators characterized by symmetry selection rules.
The formalism to achieve this step was proposed recently [54, 58,
59], but only applied to a schematic solvable model so far in the
nuclear context [60] and will thus not be covered in the present
article. Another topic of importance not presently covered relates
to the benefit of applying so-called resummation methods to
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the Taylor expansion associated with perturbation theory. While
traditional methods such as Padé resummation [32, 33, 61]
can typically be employed with success, the newly formulated
eigenvector continuation method [62, 63] was recently applied
successfully to BMBPT [64] and show great promises for the
future. Last but not least, and since the present document focuses
on finite nuclei, the recent efforts made to describe nuclear
matter, at zero and finite temperature, on the basis of MBPT are
not discussed [65-68].

Eventually, the objective of the present article is to describe
the on-going revival of MBPT, both in its basic form and
in some of its novel extensions, to describe finite closed-shell
and open-shell nuclei. Furthermore, the goal is to demonstrate
how MBPT complement non-perturbative methods in two ways,
ie, (i) it can act as an inexpensive pre-processing method
to accelerate non-perturbative techniques and (ii) as a post-
processing tool to further improve upon non-perturbative many-
body approaches.

While the present document discusses in detail many-
body perturbation theory for (ground-state) energies, the
discussion of other observables is intentionally left out.
Targeting other observables via MBPT has never been
investigated in depth in nuclear physics. Contrary to the
energy that is evaluated projectively, other observables must
be computed as the expectation value of the associated
operator in the perturbatively-determined many-body
state. Within CC theory, this is typically achieved via a
linear-response treatment, giving rise to its so-called A-CC
extension [69]. Employing perturbative CC amplitudes, the
A-MBPT variant could be obtained to evaluate arbitrary
observables. Most recently, various groups identified a
resummation method called eigenvector continuation [70-
73] (EC) as a powerful tool to robustly extract energies
from the MBPT expansion, even in the case of a divergent
perturbative expansion. Formally, the EC framework can be
straightforwardly extended to deliver an expectation value
estimate of arbitrary observables.

The present document is structured as follows. Before actually
coming to perturbation theory, its possible sources of breakdown
are discussed in section 2. The nuclear Hamiltonian and
softening techniques are introduced in section 3. In section 4,
formal perturbation theory is laid out. Section 5 is then dedicated
to the standard Slater-determinant-based MBPT applicable to
closed-shell systems. Multi-configurational perturbation theory
and Bogoliubov many-body perturbation theory are discussed as
open-shell extensions in sections 6 and 7, respectively. In the
next two sections, MBPT is employed as a cheap and efficient
pre-processing tool for non-perturbative many-body methods. In
section 8 MBPT is used to pre-select important configurations,
i.e., as a data compression tool, in a non-perturbative calculation
whereas in section 9 it is used to pre-optimize single-particle
states, thus accelerating the convergence of the non-perturbative
calculation with respect to the one-body basis dimension. In
section 10, MBPT is eventually employed as an inexpensive
method to provide systematic tests of a newly designed family
of xEFT nuclear Hamiltonians over a large set of nuclei.
Conclusions and outlooks are provided in section 11.

2. PERTURBATIVE VS.
NON-PERTURBATIVE PROBLEM

Before actually discussing MBPT, it is useful to consider
the possible reasons for the failure of expansion methods.
With these considerations at hand, various MBPT flavors
can be better understood based on the interplay between
the symmetries characterizing the reference state around
which the exact eigenstate is expanded, its single- or multi-
determinantal character as well as the resolution scale of the
employed Hamiltonian.

2.1. Rationale

It has often been argued in the past that the nuclear many-
body problem is “intrinsically non-perturbative” such that MBPT
is bound to fail to describe correlations between nucleons.
The statement is, in such generality, not true and the strong
disfavor against MBPT techniques is, to a large extent, based on
historically grown bias.

It is crucial to understand the basic fact that the
“(non-)perturbative” character of a system characterized by
a Hamiltonian H has no meaning in absolute and can only
be stated with respect to a chosen starting point. This notion
relates, at least implicitly, to an “unperturbed problem,” defined
through an unperturbed Hamiltonian Hj and its associated
eigenstates, with respect to which the targeted solution is meant
to be expanded. If the expansion can be written as a converging
powers series in Hy = H — Hy, the problem is perturbative.
Consequently, the more optimized Hy, the better the chances
for the problem of actual interest to be made perturbative.
For example, taking free particles as a reference point!, the
description of any bound state can only be non perturbative with
respect to it. However, more optimized choices of Hy, making
the description, perturbative might be accessible.

The critical point really resides in the cost required to find
an appropriate Hy and its exact eigensolutions, i.e., if the cost to
do so is similar to the one needed to employ a non-perturbative
method, the perturbation theory built on top of it is not so
appealing. In the end, the question is rather: can one find Hp
and solve for its eigenstates at a moderate cost such that the
eigenstates of H are obtained from them through a converging
power series in H} = H — Hy? While success is certainly not
guaranteed in general, the search for an optimal, yet simple
enough, Hy must be performed in the most open-minded way.
Typically, the statement that the nuclear many-body problem is
“intrinsically non-perturbative” has been based on too restrictive
assumptions of what Hy is allowed to be.

2.2. Ultra-Violet and Infra-Red Divergences
Whether a perturbative approach is viable or not certainly
depends on the nature of the Hamiltonian, i.e., on the nature
of the elementary degrees of freedom at play and of their
interactions. As a matter of fact, two characteristics of the 2N
interaction make the many-body problem hard to solve, e.g.,
possibly non-perturbative. The first one relates to the strong

"The unperturbed Hamiltonian Hy sums individual kinetic energies in this case.
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FIGURE 1 | Schematic matrix representation of the residual nuclear two-body
interaction at play in perturbation theory. The size of the matrix elements is
proportional to the darkness of the pixel while the red (blue) color indicate
schematically a negative (positive) sign. In the present case, typically
associated to MBPT on top of a closed-shell Slater determinant, the IR (UV)
couplings translate into large negative (positive) matrix elements between pairs
of unoccupied and occupied states near the Fermi level (between any pairs of
occupied and highly excited virtual states).

short-range central and tensor-forces between the nucleons
inducing strong correlations in the ultra-violet (UV) regime.
The second one relates to the large scattering lengths associated
with the existence of a weakly bound proton-neutron state and
of a virtual di-neutron state, which induce strong many-body
correlations in the infra-red (IR) regime. These characteristics
induce typical patterns, i.e., large matrix elements, of the residual
interaction as schematically depicted in Figure 1: the upper-
left corner corresponds to nuclear matrix elements between
high-lying occupied and low-lying virtual states, i.e., to physics
around the Fermi surface. Those matrix elements involve strong
attractive IR couplings that fall off when moving further away
from the Fermi surface. Complementary, repulsive UV couplings
become more prominent if energetically higher virtual states
are considered, independently of the particular pair of occupied
states they interact with.

The potential occurrence of a UV-driven divergence is not
nucleus specific and concerns all expansion methods, not just
MBPT. Still, specific non-perturbative expansions may, at a given
truncation order, resum a specific infinite subset of perturbation
theory contributions that appropriately handles the divergence
driven by the large UV couplings displayed in Figure 1. In the
end, a pure power series in H; is certainly the most sensitive
expansion to strong low-to-high momentum couplings in the
Hamiltonian that typically make the series to diverge after a few
reasonable low-order contributions. It happens, however, that
UV-driven divergences can be tamed to a large extent via a pre-
processing of the Hamiltonian through renormalization group
transformations. These transformations are briefly introduced in

section 3.2 and their consequences on the MBPT expansion is
illustrated in section 5.6.2.

The potential occurrence of a IR-driven divergence is
nucleus specific but concerns all expansion methods, not just
MBPT. Infra-red-driven divergences occur whenever the A-body
unperturbed reference state, i.e., the ground state of Hy, is
(nearly) degenerate with respect to elementary, e.g., particle-hole,
excitations. Considering a standard Slater-determinant reference
state, and as illustrated in the top panel of Figure 2, this situation
occurs whenever the number of constituents is such that the
highest occupied shell is only partially filled (is too close to
the first empty shell), thus defining so-called open-shell (closed-
sub-shell) nuclei. Combined with large IR matrix elements (see
Figure 1), this cancelation (reduction) of the particle-hole gap
makes the perturbative expansion (nearly) singular from the
outset such that even the few first terms (e.g., Equation 45) are
not well behaved. A numerical illustration of the emergence of
such a IR divergence is provided in the bottom panel of Figure 2.
This major difficulty can be controlled to a large extent via the
use of more general classes of unperturbed Hamiltonians Hy and
reference states than typically considered in the past. This idea
and the corresponding results are discussed in sections 6 and 7.

Of course, even with the use of renormalization group
transformations of the Hamiltonian and rather general classes
of reference states, the two characteristics of the nucleon-
nucleon interaction in the UV and IR regimes may eventually
compromise the convergence of any practical perturbative
expansion and call for resummation techniques or the use of
explicitly non-perturbative methods.

3. THE NUCLEAR HAMILTONIAN
3.1. The Bare Operator

As briefly mentioned in the introduction, chiral effective field
theory (xEFT) provides a convenient framework to construct
systematically improvable nuclear Hamiltonians valid in the low-
energy regime relevant to nuclear structure [4, 6]. Starting from
nucleons and pions as explicit degrees of freedom, the long- and
mid-range parts of the interaction are mediated by multiple-pion
exchanges whereas the unresolved short-range part is modeled
via contact terms and derivatives of contact terms. In the early
1990’s Weinberg paved the way for a systematic treatment of
the strong interaction by introducing a power-counting scheme
stipulating the a priori importance of the infinite number of
allowed contributions in the operator expansion [1-3]. Operators
with higher particle rank naturally arise at higher orders in this
scheme. Eventually, the parameters, i.e., the low-energy constants
(LECs), entering the operator expansion are fitted to low-energy
experimental data [74, 75].

Eventually, the second-quantized form of the many-body
c;|0)} of the

Hamiltonian takes, in an arbitrary basis {|p)
one-body Hilbert space H, the form

H=T+V+W+... 3)

1
_ T
= (112 Z tpq CpCq
Pq
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FIGURE 2 | (Top) Schematic representation of neutron or proton energy shells and associated occupations corresponding to a two-particle/two-hole excitation on
top of the reference Slater determinant, i.e., the ground state of Ho, appropriate to a '8O-like nucleus (N = Z = 8). The last occupied shell in the reference state is the
Fermi level and its energy separation to the first empty level is denoted as AEg. Left: closed-shell nucleus for which the number of nucleons is such that (i) the Fermi
level is fully occupied and (i) AEr > 0. Center: sub-closed shell nucleus for which the number of nucleons is such that (i) the Fermi level is fully occupied and (i) AEr is
small. Right: open-shell nucleus for which the number of nucleons is such that the Fermi level is only partly occupied such that AEr = 0. (Bottom) Emergence of an
infra-red divergence in the MBPT expansion of the ground-state energy of '®0 induced by a step-wise reduction (going from blue, to yellow, to green, to purple, and
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The Hamiltonian is, thus, represented via a set of one-, two-, and
three-body matrix elements #,4, Vpgrs and Wpgrstu, respectively.
In a modern language the above matrix elements define tensors
of mode n = 2,4,6, respectively, where the mode specifies the
number of indices.

3.2. Similarity Renormalization Group
While the tensors defining the Hamiltonian built within x EFT
may display large low-to-high momentum couplings, pre-
processing tools can be used to tame them. During the past
decade the (free-space) similarity renormalization group (SRG)
approach has become the standard technique to generate a
“softened” basis representation of an operator more amenable to
many-body calculations [76].

The SRG approach is based on a unitary transformation of
the initial operator O parameterized by a continuous parameter

o € R, ie,
O(e) = UT()OU(a). (4)

Equation (4) can be re-cast into a first-order differential equation

d
d—O(a) = [n(a), O(a)] (5)
o

involving an anti-Hermitian generator n(a) that can be chosen
freely to achieve a desired decoupling pattern in the transformed
operator. A convenient choice employed in many calculations is
given by

n(e) = [T, O(a)], (6)

such that the SRG evolution can be interpreted as a pre-
diagonalization of the operator in momentum space, thus
suppressing the coupling between high- and low-momentum
modes. This procedure thus drives the Hamiltonian toward a
band-diagonal form. Writing H(a) = T + V(&) + W(a) + ...
in the same single-particle basis as the starting Hamiltonian,
the SRG transformation corresponds to generating o-dependent
tensors Vpgrs (@), Wpgrstu(@) . . . whose UV elements linking single-
particle states corresponding to low and high momenta are
strongly suppressed.
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In many-body applications SRG-evolved operators display
highly improved model-space convergence, thus facilitating
studies of mid-mass nuclei. The impact on the convergence
properties of the MBPT series will be illustrated in section 5.6.2.
However, the numerical improvements come at the price of
induced many-body operators, i.e., the unitary transformation
shifts information to operators with higher particle ranks. For
instance, employing an initial two-body operator O?” leads to

SRG
_

0% 0%(@) + 0% (@) + 0¥(@) + ... ~ (7)
In practice, Equation (7) must be truncated at a given operator
rank, thus discarding higher-body operators. This approximation
formally violates the unitarity of the transformation in Fock space
and eventually induces a dependence of many-body observables
on the SRG parameter «. A reasonable trade-off must be found
for the value of o employed, i.e., it must improve the model-
space convergence while keeping the effect of induced many-
body operators at a minimum. The optimal parameter range may
vary depending on the operator one starts from.

For the evaluation of nuclear properties, it is crucial to
consistently transform all other operator representations to the
same resolution scale as the Hamiltonian in order to provide a
meaningful comparison in terms of a consistent operator basis
smoothly connected in terms of the RG flow.

3.3. The “Standard” Hamiltonian

All many-body applications discussed below, except for the
novel ones presented in section 10, employ a chiral Hamiltonian
containing a 2N interaction at next-to-next-to-next-to-leading-
order (N3LO) with a cutoft value of Ay = 500 MeV/c [77, 78].
Three-body forces are included up to next-to-next-to-leading
order (N2LO) with a local regulator [78] based on a cutoff
value of Asy = 400MeV [79]. This constitutes a “standard”
Hamiltonian used in many recent ab initio studies of light and
medium-mass nuclei.

Additionally, the intrinsic Hamiltonian is consistently SRG-
evolved in the two- and three-body sectors [80, 81]. The
particular value of the SRG parameter is specified in each
individual application. To avoid the complication of dealing
with genuine three-body operators various forms of so-
called normal-ordered two-body approximations (NO2B) are
employed, depending on the particular nature of the A-body
reference state [79, 82, 83].

4. FORMAL PERTURBATION THEORY

The presentation of perturbation theory can be separated
into formal perturbation theory and many-body perturbation
theory [69]. Formal perturbation theory allows one to understand
the general rationale and most relevant properties of the
formalism. This is done by employing abstract Dirac notations
and by specifying the initial assumptions via the action of Hilbert
or Fock space operators on basis vectors. In particular, many
key results can be obtained without specifying the content of
the Hamiltonian (e.g., the rank of the operators it contains), the

nature of the partitioning (e.g., the symmetries characterizing
each contribution) and the associated reference state.

4.1. Partitioning

The starting point of perturbation theory relates to a partitioning
of the Hamiltonian

H=H,+ H, (8)

into an unperturbed part Hy and a perturbation H; = H —
Hp. The main assumption relies on the fact that the eigenvalue
equation for Hy is numerically accessible, i.e.,

Ho|®y) = E|@p), )

delivering the set of unperturbed eigenstates and eigenergies
{|Dk), E,((O); k € N} making up an orthonormal, i.e.,

(Pk|Pr) = i, (10)
basis of the many-body Hilbert space.
Remark: A large part of this document is dedicated to the
description of nuclear ground states, i.e., k = 0. Consequently,
the corresponding index is dropped in the following whenever
targeting the ground state, e.g., |‘~Il§) = |WA), |Dg) = |P) or
EY = EO.

One typically employs intermediate normalization, i.e., the
ground state | W) of H is connected? to the unperturbed ground-
state |®) of Hy such that

1= (0|wh). (11)
Associated  with  the above partitioning are the
projection operators

P=10)(®], (12a)

Q=1-P, (12b)

where P|®) = |®) and Q|®) = 0 by orthonormality. It can
be shown that P and Q do meet the requirements of projection
operators, i.e., Hermiticity and idempotency [69]. The operator
Q can be explicitly written as
/
Q=) DDl = Y D)k, (13)
k

| D) | D)

where the primed sum indicates the exclusion of the reference
state from the summation. With these operators at hand, the
exact ground-state can be written as

|WA) = PIU) + QA

=|P®) + x) (14)

where the correlated part | x) = Q| WA, which is the unknown to
be solved for, denotes the orthogonal complement of |®).

2Both states are supposed to be adiabatically connected when the perturbation H;
is switched on.
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Eventually, the exact ground-state energy is typically accessed
in a projective way® by left-multiplying Equation (1) with the
reference state (®| such that

EA = (®|H|VA)
= (®|Ho|®) + (®|H|P) + (P|H:|x)
= E,t + AE, (15)

where E,os = (®|H|®) = EO + (®|H;|®) and AE = E* —
Ef = (®|H;|x) denote reference and correlation energies,
respectively. When using a reference state of product type, e.g.,
a Slater determinant, AE accounts for correlations between the
nucleons beyond the mean-field approximation.

4.2. Resolvent Operator

The complete derivation of formal perturbation theory is best
performed in terms of the (Rayleigh-Schrédinger) many-body
resolvent operator

RRS — Z’ | D) (P (16)
= - E(O) _ El({o) >

which, due to orthonormality of the employed many-body basis,
annihilates the reference state

RRS|9) = 0. (17)

It is possible to employ alternative choices, such as the Brillouin-
Wigner resolvent

1| D) (Pl
RBW = § : R, AN 10 (18)
0)
k EA_Ek

which differs from RRS by the presence of the exact energy
in the denominator instead of the unperturbed energy E©.
In practice, Brillouin-Wigner perturbation theory requires an
(computationally intensive) iterative solution and, additionally,
suffers from a lack of size-extensivity?. Therefore, this choice
is only scarcely used in many-body applications. All of the
subsequent results are obtained using a Rayleigh-Schrodinger
resolvent. Consequently, the upper-case label “RS” is dropped to
avoid notational clutter.

4.3. Power-Series Expansion

After a long but straightforward derivation [69], one obtains the
correlated part of many-body ground-state and associated energy
under the form [84-86]

Ix) =Y (RH)!|®)., (192)

k=1

3The projective character of standard MBPT or CC s to be distinguished from an
expectation value approach, where the correlated state appears both as the bra and
the ket in the evaluation of the energy.

4A quantum-mechanical method is coined as size-extensive if the energy of a
systems computed with this method scales linearly in the number of particles.

AE = (®[H; Yy (RH)|®)..
k=1

(19b)

« »

The lower index “c” stipulates the connected character of
the expansion ensuring its size-extensivity, i.e., proper scaling
of observables with system size®. Combining Equations (15)
and (19b), one obtains the total ground-state wave-function and
energy as power series in H;

o0

(wh)y =" jw?), (20)
p=0
o

E* =" EP), (21)
p=0

such that [¥(©) = |®) and E.. = E© + ED)| ie,, the first non-
trivial correction contributing to the ground-state correlation
energy corresponds to the second-order term of the power series.
It reads as

E@ = (®|H,RH; | D)., (22)

and can be re-written more explicitly by expanding the
resolvent as

(23)

@ — Z’ (PH) | D) (P Hi| P)
B ©)
p EO® — E;

Equation (23) provides a prototypical example of a PT expression
associated with ground-state energy corrections involving a
resolvent operator connecting the unperturbed reference state
(i.e., the P space) to excited states of Hy (i.e., the Q-space), and
then going back to the reference state through the perturbation
Hj. As will be seen with explicit MBPT, the nature of the
elementary excitations of the reference state effectively involved
at a given order depend on the rank, i.e., the k-body character, of
the perturbation H;.

4.4. Recursive Formulation
Equations (19a) and (19b) conveniently provide explicit
expressions for the energy and state corrections whenever
working at rather low orders. To go to high orders and study the
convergence properties of perturbation theory as a power series,
a different scheme becomes more useful. It relates to (i) making
more explicit that the perturbative expansion relates to the power
series expansion of a mathematical function taken at a particular
value of its variable and to (ii) computing the coefficient of the
series in a recursive way.

On the basis of the partitioning introduced in Equation (8),
one defines a one-parameter family of Hamiltonians

H(\) = Hy + AHj, (24)

SThe first disconnected contribution originally appears at fourth order. It can be
shown that the renormalization terms cancel such disconnected contributions at
every order [69, 85, 86], thus providing the final connected form.
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such that H(0) = Hp and H(1) = H. Perturbation theory
assumes that the exact eigenstates and eigenenergies of H(1) can
be parameterized through the power series ansatz

E) = EQ 4+ xEW 4+ 22E@ 4
W) = (W) + A wDy 422 w@y

(25a)
(25b)

Setting A = 0, the problem becomes equivalent to
Equation (9) while setting A = 1, one recovers the
expansions of Equations (20) and (21) associated with the
fully interacting problem.

Inserting the power series ansatz into the stationary
Schrédinger equation for H(1) and grouping together the terms
proportional to A? leads to

o
EQ(®) + 33 (Hy w0 D) + Holw?) ) = £ o)
p=1

P
+ iAP(ZEU)l\IJ(p_j)>)'
=1 j=0

Left multiplying Equation (26) with (®| and using intermediate
normalization yields

(26)

oo oo
Z)\P<¢|Hl|\p(1’*1)) — ZAPE(P), 27)
p=1 p=1

which allows one to write the p-order ground-state energy

correction as
EP) = (@|H, |wP~Y). (28)

Left multiplying Equation (26) with (®,,|, m # 0, and matching
the terms proportional to A? provides the relation

p
(EO — D) (0,107 = (@ |Hy |07 D) = 3 ED (@, w0 ).
j=1

(29)
Introducing the coefficients
Cl) = (@, W)
p - -
= — @ | (@nlHWOT) = 3 B (@, w0
E©® — EY =
(30)

allows one to expand the p-order ground-state correction |W®)
on the unperturbed basis {|®,,)} according to

WPy =3 cho,,), (31)
m
such that Equation (28) becomes
—1
E? =Y (0|H, @) Cy V. (32)

m

Inserting Equation (31) into Equation (30) further provides a

recursive scheme to compute C%

1 IPTR
P = O > (@l Hi|@g)CH Y - ZE(J)cfij“
q =1
(33)
with the initial condition C,(g()) = 8,0.

Eventually, Equations (32) and (33) form a set of recursive
relations from which the ground-state energy and state
corrections can be obtained to all orders. In practice, the
eigenbasis of Hy and the associated matrix elements of H; are
built such that the latter is stored in memory. The recursive steps
are then identified as large-scale matrix-vector multiplications,
thus, using the same technology as configuration-interaction
approaches like the NCSM. While being formally convenient
and obviating the explicit algebraic computation of order-
p corrections, this approach is limited by the storage of
the Hamiltonian due to the extensive size of the many-
body basis. Therefore, only proof-of-principle studies in model
spaces of limited dimensionality can be performed and realistic
calculations of mid-mass nuclei are out of reach in this way.

5. CLOSED-SHELL MANY-BODY
PERTURBATION THEORY

With the results of formal perturbation theory at hand, one can
envision to apply them to specific many-body systems. To do so,
one must further specify the nature of the partitioning and of
the associated reference state. In particular, the maximum rank
and symmetries of Hy must be characterized. Additionally, the
goal of MBPT is to express all quantities, e.g., many-body matrix
elements and unperturbed eigenenergies, entering the formulae
at play in terms of the actual inputs to the many-body problem,
i.e., the mode-2k tensors defining the k-body contributions to the
Hamiltonian (Equation 3).

A series of tools exists to compute the expectation value
of products of (many) operators in a vacuum state in an
incrementally faster, more flexible and less error-prone way.
The first step in this series corresponds to using the second-
quantized representation of many-body operators in a chosen
single-particle basis and to performing canonical commutations
of fermionic operators. Next comes Wick’s theorem [87], which
is nothing but a procedure to capture the result in a condensed
and systematic fashion. Still, the combinatorics associated
with the application of Wick’s theorem quickly becomes
cumbersome whenever a long string of creation and annihilation
operators is involved. Furthermore, many terms thus generated
give identical contributions to the end result. Many-body
diagrams address this issue [69] by providing a pictorial
representation of the contributions and, even more importantly,
by capturing at once all identical contributions, thus reducing the
combinatorics tremendously. While being incredibly useful, the
number of diagrams itself grows tremendously when applying
MBPT beyond the lowest orders, thus leading to yet another
combinatorial challenge. This translates into the difficulty to
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both generate all allowed diagrams at a given order without
missing any and to evaluate their expression in a quick and error-
safe way. Consequently, the last tool introduced to tackle this
difficulty consists of an automatized generation and evaluation
of diagrams [88-95]. All these technical, yet crucial, aspects of
MBPT are not addressed in the present article and the interested
reader is referred to the references.

5.1. Reference State

The present chapter is dedicated to the simplest form of MBPT
appropriate to closed-shell systems. This first version relies on the
use of a symmetry-conserving Slater determinant reference state

A
=[]0,
i=1

(34)

where the set of single-particle creation operators {c;,r} acts on
the physical vacuum |0). This constitutes an appropriate starting
point of the perturbative expansion as long as |®) denotes a
closed-shell Slater determinant in agreement with the left-hand
case in Figure 2. While, in principle, the single-particle basis
is completely arbitrary, applications will reveal its significant
impact on the qualitative behavior of the perturbative expansion.

5.2. Normal Ordering
Applying Wick’s theorem with respect to |®), the Hamiltonian
can be rewritten in terms of normal-ordered contributions

H=H4> " HE) clepi - ZH},‘;L cheleceri+..., (35)

pq pqrs

where : : denotes the normal order of the involved creation and
annihilation operators. Thus, H [O] is the expectation value of
H in |®) whereas H,, 2] and H qrs define matrix elements of
effective, i.e., normal- ordered one-body and two-body operators,
respectively. The dots denote normal-ordered operators of higher
ranks, up to the maximum rank kmax characterizing the initial
Hamiltonian (Equation 3). Through the application of Wick’s
theorem, an effective operator of rank k. receives contributions
from all initial operators with rank k, where kg < k <
kmax. Using an initial Hamiltonian with up to three-nucleon
interactions and working in the normal-ordered two-body
approximation (NO2B) [79, 82], the residual three-body part
H®l is presently discarded. For explicit expressions of the matrix
elements defining the normal-ordered operator (see [79, 82, 83]).

5.3. Partitioning

To explicitly set up the partitioning of the Hamiltonian
(Equation 8), one adds and subtracts a diagonal normal-ordered
one-body operator

(36)

A =Y e, ey
p

such that

H[O]

Zep' Spp >

(37a)

H, = g% 4+ g4, (37b)

with

7 = gl _ gl

_ 2. t. .
—ZHM 1Cpq

p#q

(38)

Introducing the set of Slater determinants obtained from |®) via
n-particle/n-hole excitations

@) = clej . geil@), (39)

one obtains an orthonormal basis of the A-body Hilbert space

A= (1), 199), 1P, 196, ), (40)
which is nothing but the eigenbasis of Hy
Hy|®) = H|®), (41a)
Hol®§"") = (HI + )| o), (41b)
where
=(eatept--)—(eite+---) (42)

sums (subtracts) the n one-body energies of the particle (hole)
states the nucleons are excited into (from). Equation (41)
corresponds to the explicit form of Equation (9) in the case of
a Slater determinant reference state.

Convention: One-body states occupied (unoccupied) in the
reference determinant are labeled by i,j, k, ... (a,b,¢,...) and are
referred to as hole (particle) states. Genenc one-body states are
denoted by p, g, 1, ....

The single-particle energies {€,} are parameters of the theory
that are fixed by the partitioning, which itself defines the
reference state. They can be chosen arbitrarily as long as the
A occupied hole states have lower energies than the remaining
particle states, such that elab > 0. A simple choice employed in
nuclear physics consists of building |®) by filling up the A lowest
single-particle eigenstates of the spherical harmonic oscillator
Hamiltonian [32, 33], i.e., setting

p* 1
Hy = Z 4+ “mo’72, (43)
2m 2

where the oscillator frequency w specifies the width of the
potential. A more standard choice throughout various fields of
many-body physics and chemistry relates to the so-called Moller-
Plesset partitioning that corresponds to taking H??! = 0, ie.,
H, = HWY. This is obtained by using the reference Slater
determinant |®) solution of the Hartree-Fock (HF) variational
problem and by defining H?! from the eigenvalues of the one-
body HF Hamiltonian.
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5.4. Perturbative Expansion
Given the eigenbasis of Hy characterized by Equations (34), (39),
and (41), the many-body resolvent (Equation 16) takes the form

b ab
PH(@F (1) 5 125
R==> —a(q) 2~

(44)
ai ! abij €ij
1\? o [O5NPE]
a ; Z eabe R
abcijk ijk

and is to be fed into Equation (19b) that, once truncated at
a given power in Hj, provides the correlation energy at the
corresponding perturbative order.

5.5. Low-Order Formulas
As alluded to above, the evaluation of low-order corrections
is facilitated by representing the MBPT expansion
diagrammatically. This is typically done using either Hugenholtz
or (anti-)symmetrized Goldstone diagrams, i.e., the time-ordered
counterpart of Feynman diagrams that are used to compute
matrix elements in quantum field theory. The interested reader
is referred to the literature, e.g., Shavitt and Bartlett [69], for an
elaborate discussion of the diagrammatic rules and their relation
to WicK’s theorem.

Focusing on the first non-trivial correction to the reference
energy (Equation 23), the second-order correction takes the
algebraic form

[2] 2] g4 g
H' " H. 1 b b
(2 _ _ ai “Tia __avy yav
EY = Z € 4 Z cab > (45)
ai ! abij ij

and is, thus, expressed in terms of the tensors defining the
residual interaction H; (Equation 37b) in normal-ordered form.
The first contribution in Equation (45) relates to a so-called non-
canonical diagram that vanishes if the reference state is taken to
be the HF Slater determinant. The second term constitutes the
genuine and dominant second-order correction that contributes
for any Slater determinant reference state. Using the HF Slater
determinant reference state has the practical benefit of lowering
the number of many-body diagrams to be considered. While
this feature is not relevant at second-order, the proliferation of
non-canonical diagrams at higher order [95] makes the writing
of numerical codes more cumbersome. Still, at a given order
non-canonical diagrams are always of sub-leading complexity
from a computational point of view, i.e., they involve fewer
single-particle summations, such that they do not drive the
computational cost.

Since E® provides the leading contribution to the
perturbative expansion, one observes that dynamical correlations
are dominated by low-lying 2p2h-contributions. Most
importantly, it is clear from Equation (45) that the second-
order correction is manifestly negative, ie., it increases the
binding energy. This stems from the fact that the numerators
are squared norms of matrix elements contributing to H;
and that the denominators are positive as long as the Slater

determinant reference state displays a non-zero shell gap
between occupied and unoccupied states, i.e., as long as one deals
with a closed-shell nucleus.

5.6. Results

The first goal of the present analysis is to study the convergence
characteristics of the perturbative expansion. In absence of
analytical knowledge, this study must be based on empirical
observations of high-order corrections, which is achieved
through the recursive formulation of section 4.4 in small model
spaces. Following this analysis, results of low-order MBPT
calculations in realistic model spaces are presented to illustrate
state-of-the-art ab initio applications to doubly closed-shell
nuclei [34].

5.6.1. Impact of Partitioning

While perturbation theory defines a general framework to access
nuclear observables, the performance strongly depends on the
choice of the partitioning H = Hy + H; or, equivalently, on the
underlying vacuum fixing the starting point for the expansion.
Subsequently, two choices for Hy are presently compared in the
calculation of the ground-state energy of °0, i.e., the one-body
(i) spherical harmonic oscillator (HO) and (ii) self-consistent
HEF® Hamiltonians (cf. section 5.3). The model space is truncated
employing the Npx-truncation similar to the NCSM. Figure 3A
shows the sequence of partials sums using a HO partitioning
for a set of model spaces. The partial sums are divergent in all
cases, which can equally be seen from the exponential divergence
of high-order energy corrections in Figure 3C. On the other
hand, using a HF reference state yields a rapidly converging
perturbation series (Figure 3B) and the energy corrections are
exponentially suppressed as a function of the perturbative order
(Figure 3D), indicating robust convergence. In all cases the
converged results agree up to numerical accuracy with the exact
CI diagonalization.

Obviously, the reference state heavily affects the performance
of MBPT. In the above case, this can be understood by the poor
quality of the HO reference, e.g., the wrong asymptotic radial
dependence of single-particle HO eigenstates (Gaussian instead
of exponential suppression). Consequently, in the following a HF
determinant is used as a reference state when results are reported
for closed-shell nuclei.

5.6.2. SRG Dependence

Using a HF partitioning, the impact of the SRG transformation
of the Hamiltonian on the perturbative series is now illustrated.
In Figure4, the ground-state energy of *He, °O, and 2*O
is displayed while varying the value of the flow parameter «
defining the SRG transformation. The left-hand panels show that
the perturbative series converge in all cases thus demonstrating
the reliability of HF-MBPT. For the light *He, the results are
independent of the flow parameter and the MBPT expansion
converges rapidly in all cases. For 1°0O and 2?0, the rate of
convergence is slower for harder interactions, i.e., for lower
values of «. Furthermore, the partial sums admit a damped

%The HF problem is solved in a symmetry-restricted way, enforcing rotational
invariance of the resulting single-particle basis.
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FIGURE 3 | Partial sums (A,B) and order-by-order corrections (C,D) for the ground-state energy of 60 using the Hamiltonian described in section 3. Top (bottom)
panels correspond to the HO (HF) partitioning. All calculations are performed using Nimax = 2,4, 6 (s, 4,*) and an oscillator frequency of hw = 24 MeV. The SRG
parameter is set to o = 0.08fm*. Reproduced from Tichai et al. [34] under the Creative Commons CC-BY license.

oscillatory behavior in the oxygen isotopes for @ = 0.02fm®*.
These features can be better seen from the right-hand panels,
where lower values of « induce a slower suppression of higher-
order corrections (Figures 4E,F).

5.6.3. Realistic Calculations

The previous results reveal that using an optimized HF reference
state combined with a sufficiently soft interaction defines a well-
controlled regime where perturbation theory can be robustly
applied to closed-shell nuclei. For heavier nuclei and larger model
spaces the high-order perturbative series cannot be computed
recursively and, rather, low-order expressions are evaluated via
explicit single-particle summations’.

In Figure 5, the ground-state energy per particle (top panel)
and the correlation energy per particle (bottom panel) of a
selection of doubly closed-shell nuclei ranging from *He to
13281 is displayed at second- and third-order in MBPT [34].
A model space built out of 13 major harmonic oscillator shells
is employed. Since the target nuclei are out of reach of exact
diagonalization, MBPT results are compared to state-of-the CC
calculations employing the same input Hamiltonian and the same
HF determinant reference state.

The top panel demonstrates that third-order calculations fully
capture the bulk part of the ground-state energy and are in
remarkable agreement with more sophisticated non-perturbative

7Using the notion of tensors, the summation over a common index of several
tensors defines a tensor contraction.

CC results, i.e., the deviation with CR-CC(2,3) is less than 1%
in all cases. A more refined analysis can be deduced from the
bottom panel where the mean-field binding energy has been
subtracted. The correlation energy accounts in most mid-mass
systems for about 1 —2 MeV/A such that the reference HF results
capture roughly 60 — 70% of the overall binding energy. The
CCSD correlation energy lies between second- and third-order
results even though the CCSD wave function resums correlation
effects beyond third order, thus indicating a repulsive effect
on the binding from 2-particle/2-hole-excitations at 4th order
and beyond. When (approximately) including triple excitations
through CR-CC(2,3), slightly stronger binding than in third-
order MBPT is generated.

Of course, the enormous benefit of low-order MBPT is that
it excellently reproduces highly sophisticated CC results at a
computational cost that is two orders of magnitude lower due to
its non-iterative character.

6. MULTI-CONFIGURATIONAL
PERTURBATION THEORY

Driven by the capacity of HF-MBPT to grasp dynamical
correlations induced in closed-shell systems by soft chiral
Hamiltonians, extensions to genuine open-shell systems were
envisioned. As alluded to in section 2, the presence of
degeneracies with respect to particle-hole excitations does not
allow the use of a single symmetry-conserving Slater-determinant
reference state. A first possibility is to use a multi-determinantal
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reference state, which was shown to be very useful in electronic
structure applications [96, 97] and as a pre-processing tool in
NCSM calculations [98].

6.1. Rationale
The starting point of multi-configurational perturbation theory
(MCPT) is the definition of an initial reference space

Mt = Span{|q>v>} (46)

built from a set of orthonormal many-body Slater determinants
|®,). The extended reference space redefines the nature of the
P-space (and thus of the Q-space) introduced in Equation (12).
The multi-configurational reference state |W ) is chosen to be a
normalized vector obtained from a diagonalization in M, i.e.,

[Wier) = Z oy D),

VEMef

(47)

where ¢, denotes the expansion coefficients, typically obtained
from a NCSM calculation. The initial diagonalization provides
a set of non-degenerate but multi-determinantal reference states
carrying good symmetry quantum numbers. At the price of
giving up the product-type character of the reference state, the
degeneracy is lifted and a well-defined perturbative expansion
can be designed [36].

Convention: The symbol |¥) is used to emphasize the multi-
determinantal character of the reference state and distinguish
it from a single product state. Furthermore, two different
notations are employed to designate the Slater determinants
spanning the complete Hilbert space: (i) Slater determinants
belonging to M are denoted by |®,), ie., as a capital
Greek letter carrying a lower-case Greek index, whereas
(ii) Slater determinants outside M, are denoted by |¢;),
ie, as a lower-case Greek letter carrying a lower-case
Roman index.
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frequency of hw = 20 MeV. The SRG parameter is set to o = 0.08fm*. Reproduced from Tichai et al. [34] under the Creative Commons CC-BY license.

It is worth noting that MCPT naturally accesses excited states
by building the perturbation theory on top of the various vectors
produced through the prior diagonalization in M. Of course, it
is not guaranteed that the energetically lowest state in the initial
NCSM calculation eventually corresponds to the ground state in
the fully correlated limit, i.e., perturbative corrections may induce
level crossings among the various states.

6.2. Partitioning
Formally, the unperturbed Hamiltonian is written in the spectral
representation as

Ho= Y EQw(Wl+ Y E g, (48)

kEMref i¢ Mef

where |W;) denote the NCSM eigenvectors within M.,
including the particular one, e.g., the lowest state, playing the role
of the reference state. Consequently, one obtains the following
eigenvalue relation for the unperturbed Hamiltonian
Ho |Wy) = B W), (49)
since the set of determinants {|®;) ¢ My} is orthogonal
to |Wg). In principle, the construction of Hy requires a full
diagonalization in the reference space, i.e., the solution of all
eigenvectors and eigenvalues making the construction of the
unperturbed solution rapidly unfeasible if the dimension of the
reference state grows significantly. As will become clear below,
the computation of the lowest-order correction only require to
access the reference state, which is thus the only the eigenvector
that needs to be solved for explicitly in this case. In that case
one may resort to Lanczos algorithms, thus targeting a limited
number of extremal eigenstates.
Zeroth-order energies EEO) of the unperturbed Slater
determinants making up the Q space, i.e., {|®;) ¢ M.}, are

given by the sum of occupied single-particle energies defined as
diagonal matrix elements of the one-body Hamiltonian

_ 41 (o
o = tpg + 3 HLZL O, (50)
rs

where the one-body density matrix of the reference state®
is introduced

Phi = (Wretlcpeq| Wrer). (51)
In principle, an explicit three-body term can be included as well at
the price of invoking the two-body density matrix. However, for
the sake of computational simplicity a normal-ordered two-body
(NO2B) approximation is employed to approximately account
for the inclusion of 3N interactions [82].

The zeroth-order energy of the reference state is also defined
via the single-particle energies defined in Equation (50) while
taking into account the multi-determinantal character of the
reference state through the mean occupation of single-particle
states, i.e., the diagonal elements of the one-body density matrix

,olgg), so that

(0) (0)
Eref = ZGP'OPP . (52)
p

6.3. Low Orders
With the partitioning of the Hamiltonian defined above, zeroth-
and first-order MCPT contributions to the energy read as

EO = (W, | Ho| Wyep) = E)

ref”

(53)

81f the density matrix involved in Equation (50) were the one of the fully correlated
eigenstate of H, the one-body operator & would be nothing but the Baranger
Hamiltonian [99, 100]. Whenever the reference state reduces to the HF Slater
determinant, h identifies with the HF one-body Hamiltonian.
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0
<“I}ref|H|\I’ref) - E( )

ref’

EWV = (W, Hy [Wyep) = (54)

such that their sum reproduces the full reference energy EifCSM
obtained via the diagonalization of the full Hamiltonian H
in Mf.

The second-order energy correction reads similarly to the one
at play in standard MBPT, i.e,,

2
@y Wudidd
BT = EO _ g ’ (55)
i Myef i ref

where the sum runs over states outside of the reference space
and where the contribution from Hj vanishes by orthogonality
(Weef|@;) = 0. To explicitly evaluate E®@ the reference state is
expanded according to Equation (47)

o (. [H|) (i HID,0)
E¥=— 3 dew E9 _ (O :

M €M et i€ Mef ref

(56)

All many-body matrix elements appearing in the algebraic
expressions of the perturbative corrections involve Slater
determinants only and can be readily evaluated using standard
NCSM technology. As an efficient alternative, normal-ordering
techniques and standard WicK’s theorem are employed such that
an associated diagrammatic can be designed. It is worth noting
that intermediate states from within M.¢ only start contributing
at fourth order [36] such that they do not appear in the evaluation
of E@. In Equation (56), the Hamiltonian is normal ordered with
respect to the rightmost determinant |® /) for each term in the
sum over u’ and the two matrix elements are evaluated using the
associated Wick’s theorem. Similar techniques have been applied
in quantum chemistry [101, 102]. The computational scaling of
the second-order correction for large reference spaces is given
by dim(M,f)? - 12 - ny, where np and ny, denote the number of

P
particle and hole states, respectively.

6.4. Results

In the following the performance of MCPT, specifically denoted
as NCSM-PT in the present case, is gauged in a similar spirit as
for HE-MBPT in section 5.

6.4.1. High-Order Corrections in Light Systems

The recursive treatment of HF-MBPT laid out in section 4.4 has
proven invaluable to understand the convergence characteristic
of the perturbative expansion. While NCSM-PT does not employ
a Slater-determinant reference, the recursive formulation can
be extended in a straightforward way [36]. Figure 6 displays
the convergence behavior of the perturbative series for®’Li
built on top of the four lowest states of the Npox = 0
NCSM diagonalization. The left-hand panels show that the
perturbative series is convergent for both systems and all target
states with a slight overbinding of the second-order partial
sum for many states. In all cases the converged results agree
with exact diagonalization. Furthermore, right panels reveal
an (almost) exponential suppression of higher-order energy
corrections indicating rapid convergence of the expansion. The
rate of convergence is mostly independent of the target state or

the nucleus, except for the ground and first 2% states in ®Li that
both converge slightly slower.

The high-order benchmarks strongly motivate the use of
low-order partial sums as good approximations to the binding
energies of heavier systems. Subsequently, systems with mass
number A ~ 30 are investigated through realistic MCPT
calculations in large model spaces.

6.4.2. Low Orders in A ~ 30 Nuclei

In Figure7, ground-state energies of carbon, oxygen, and
fluorine isotopes are shown and compared to large-scale
importance truncated NCSM (IT-NCSM) diagonalization
whenever available. The reference states are obtained from a
diagonalization in a Np,x = 0 or 2 space. In all cases a HF
single-particle basis is employed in order to minimize the
dependence on the oscillator frequency®.

For all nuclei the reference energies and second-order NCSM-
PT results show a sizeable dependence on the size of the
reference space. Throughout all investigated isotopic chains
though, results from reference states built within a Nf = 2
space almost perfectly reproduce the exact (IT-)NCSM ones.
This significant improvement in ground-state energies hints
at important correlations incorporated through the reference
states obtained from a N'{ = 2 diagonalization that are
absent for Nf = 0, thus providing an ideal compromise
between computational efficiency and accuracy. In particular,
neutron-rich fluorine isotopes are out of reach of conventional
NCSM calculations and NCSM-PT provides an efficient ab
initio approach to investigate the neutron drip line. A single
NCSM-PT calculation requires typically two to three orders of
magnitude less computational resources than the corresponding
IT-NCSM calculation.

In practice, the reference states employed in the above
calculations contain between several hundreds of thousands up to
a few million determinants, thus, providing an excellent account
of static correlations. Note that in most cases the reference state
accounts for up to 80% of the overall binding energy such that
residual dynamical correlations can indeed be grasped efficiently
from low-order perturbation theory.

6.4.3. Low-Lying Spectroscopy

As already exemplified in the high-order investigation, excited
states can be straightforwardly accessed through NCSM-PT by
targeting different reference states from the NCSM spectrum.
From absolute NCSM-PT binding energies, excitation energies
are obtained by subtracting the correlated ground-state energy.
In Figure 8, the associated NCSM-PT spectra are compared to
bare NCSM calculations for a selection of open-shell carbon
and oxygen isotopes. All calculations employ a HO single-
particle basis to separate center-of-mass degrees of freedom in
the many-body wave function. It is well-known that NCSM
excitation energies of states with identical parity display a

9The HF problem is solved employing a so-called equal-filling approximation to
ensure rotational invariance of the mean-field density. The underlying NCSM-
PT formulation is based on m-scheme quantities and does not employ angular-
momentum coupling techniques as most correlation expansions do. Consequently,
even- and odd-mass systems can be described on equal footing.
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is set to @ = 0.08fm*. Importance-truncated NCSM calculations (4) are shown for comparison. Experimental values are indicated by black bars. Reproduced from

much faster convergence than absolute binding energies, thus
yielding stable results in the right-hand columns of each panel.
When a level re-ordering appears with increasing Ny in the
NCSM calculation, e.g. for the two lowest states in 2C or
the third and fourth states in '°0, NCSM-PT reproduces the
correct level ordering at small values of N . As for ground-
state energies, NCSM-PT results based on a reference state
with Nref 2 reproduce well the NCSM spectra, while

going to N
excitation energies.

The NCSM-PT framework is thus highly valuable to
perform light-weighted perturbative calculations in medium-
light systems up to mass numbers A < 40. Due to its
versatility and conceptual simplicity the low-lying spectrum
of genuine open-shell nuclei can be described at low

computational cost.

4 only refines the quality of a subset of
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7. BOGOLIUBOV MANY-BODY
PERTURBATION THEORY

While the use of multi-configurational reference states can
efficiently resolve situations of strong static correlations, it
displays several limitations, i.e., (i) the physical origin of the
underlying correlations in the reference state is unclear, (ii) it
does not easily ensure size-extensivity, and (iii) it is numerically
prohibitive in heavy nuclei. The objective is thus to present an
alternative based on single-reference product states that bypasses
these limitations.

7.1. Rationale

An alternative route to lift the particle-hole degeneracy of the
reference state in open-shell systems is to authorize the reference
state to break a symmetry of the underlying Hamiltonian.
In semi-magic nuclei, the relevant symmetry is U(1) global
gauge symmetry associated with particle-number conservation!?.
Breaking U(1) symmetry permits to efficiently deal with Cooper
pair instability associated with the superfluid character of open-
shell nuclei. The degeneracy of a Slater determinant with respect
to particle-hole excitations is lifted via the use of a Bogoliubov
reference state and transferred into a degeneracy with respect
to transformations of the symmetry group. As a consequence,
the ill-defined (i.e., singular) expansion of exact quantities with
respect to a symmetry-conserving Slater determinant is replaced

101 fact the relevant symmetry group is the direct product Uy(1) x Uz(1) since
both proton and neutron number are conserved separately.

by a well-behaved one. Extending the treatment to doubly open-
shell nuclei requires a similar treatment of SU(2) symmetry
associated with the conservation of angular momentum.

Eventually, the degeneracy with respect to U(1)
transformations must also be lifted by restoring the symmetry.
However, BMBPT only restores the symmetry in the limit
of an all-order resummation, and thus displays a symmetry
contamination at any finite order. While BMBPT can still be
used as a stand-alone approach as is done in the present work,
it eventually provides the first step toward the implementation
of the so-called particle-number projected BMBPT (PNP-
BMBPT) [58] that restores good particle number at any
truncation order.

7.2. Bogoliubov Algebra
The BMBPT formalism is based on the introduction of the
Bogoliubov reference state

|@) =C] [ Blo), (57)
k

where C is a complex normalization constant and |0) denotes
the physical vacuum. The Bogoliubov product state presently
defining the P-space of perturbation theory is a vacuum for the

quasi-particle operators { ﬂ,:r , Brh 1e.,
Brl®) =0 Vk, (58)

obtained from the creation and annihilation operators associated
with a basis of the one-body Hilbert space via the unitary

Frontiers in Physics | www.frontiersin.org

124

June 2020 | Volume 8 | Article 164


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Tichai et al.

MBPT for Finite Nuclei

Bogoliubov transformation [103]

Bi=) Uncy+ Ve, (59a)
P

Bl =" Upel + Ve (59b)
»

Generically speaking, the Bogoliubov transformation is only
constrained by unitarity such that a large manifold of Bogoliubov
states is at hand. To actually set up the perturbation theory, a
particular Bogoliubov reference state must be specified. Typically,
the transformation matrices (U, V) are obtained by solving
the Hartree-Fock-Bogoliubov (HFB) variational problem that
naturally extends the simpler HF approximation to treat pairing
correlations while sticking to a single reference product state. The
columns of the transformation matrices (U, V) correspond to
the eigenvectors of the HFB eigenvalue equation [103] whereas
the associated eigenvalues {Ex > 0} deliver the so-called quasi-
particle energies'!. Since Bogoliubov states are not eigenstates
of the particle-number operator A, the expectation value of A
is constrained to match a specific number of particles, e.g., the
particle number Ag of the target system. In the HFB method
for example, the constraint is enforced via the use of a Lagrange
multiplier A in the minimization of the expectation value of the
grand potential

Q=H - )A. (60)

In actual applications, separate Lagrange multipliers Ay and Az
are used to constrain proton and neutron numbers N and Z,
respectively. In the subsequent formalism A stands for either one
of them.

7.3. Quasi-Particle Normal Ordering
In the next step, Wick’s theorem is employed to normal order the
grand potential Q with respect to the Bogoliubov reference state

Q= Q% +Q?+!+Q”
—_ —

= QM =l
L0 LN QR B LMy (61)
=l

where ¥ denotes the normal-ordered component involving i (j)
quasi-particle creation (annihilation) operators, e.g.,

31 T ot ot
31 Z Qk1k2k3k4/3k1ﬁkz'Bks’Bk‘l' (62)
" kikaksky

The tensors defining each normal-ordered term display
antisymmetry properties, i.e.,

ij _ (_1\o(P) ol
kb ki = OO0 ki ki (63)

T the present work, the Bogoliubov transformation is limited to treat the like-
particle pairing although it could be further generalized to address neutron-proton
pairing as well.

where o (P) refers to the signature of the permutation P. The
notation P(...|...) denotes a separation into the i quasiparticle
creation operators and the j quasiparticle annihilation operators
such that permutations are only considered among members
of the same group. Thus, Q% is the expectation value
of Q in |®) whereas Q2 and QM define effective, ie.,
normal-ordered, one-body and two-body operators, respectively.
Working in the particle-number-conserving normal-ordered
two-body approximation (PNO2B) [83], the effective three-body
part Q[0 is presently discarded?. Details on the normal-ordering
procedure as well as expressions of the matrix elements of
each operator Q7 in terms of the original matrix elements of
the Hamiltonian and of the (U, V) matrices can be found in
Signoracci et al. [53] and Ripoche et al. [83].

7.4. Partitioning

To set up the perturbation theory, the Hamiltonian (i.e., grand

potential) must be partitioned into an one-body unperturbed part

Qo and a residual part Q, i.e.,
Q=9+ Qr (64)

Focusing on the case where the Bogoliubov reference state

is the solution of the HFB variational problem, ie., using a

Moller-Plesset scheme, €2 appearing in Equation (61) is naturally
partitioned given that

Q=% =0 (65)
and that Q!! is in diagonal form, i.e.,
Q="+ > EBlpi (66a)
k
Q =01 o3 4024 Qb " (66b)

with Ex > 0 for all k. Introducing all many-body states obtained
via an even number of quasi-particle excitations of the vacuum
jofky = glgl @), (67)

the unperturbed system is fully characterized by its complete set
of orthonormal eigenstates in Fock space

Q@) = Q% |2), (68)
Qo [@M1) = [Q + g, ] [917),  (68b)

where the strict positivity of unperturbed excitations
Exk,.. = Eg, +Eg, + ... (69)

characterizes the lifting of the particle-hole degeneracy
authorized by the spontaneous breaking of U(1) symmetry
in open-shell nuclei at the mean-field level.

12The particle-number-conserving nature of the PNO2B approximation further
requires to drop specific contributions to 4! as well; see Ripoche et al. [83] for a
detailed discussion.
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With these ingredients at hand, the perturbation theory can
be entirely worked out algebraically or diagrammatically. This
can be done on the basis of a (imaginary) time-dependent
formalism or of a time-independent formalism. While the former
framework leads to working with Feynman (time-dependent)
diagrams, the latter makes use of Goldstone (time-ordered)
diagrams. Recently, the complete Rayleigh-Schrédinger BMBPT
formalism, including the automatic generation and algebraic
evaluation of all possible diagrams appearing at an arbitrary order
n on the basis of 2N and full 3N interactions has been published
in Arthuis et al. [95].

Eventually, the BMBPT expansion of the correlation energy
can be written in compact form as a superfluid extension of the
Goldstone formula (Equation 19b)

o0
1 k
AQ = (<I>|Q;<QOO_QIS21) ), (70)

where the Hamiltonian is replaced by the grand potential.

7.5. Low Orders

As a result of Wick’s theorem with respect to |®), the first few
orders contribute to Equation (70), with Q) = E?® — xA® and
Qrer = QO 4+ QW according to'?

Qref = +QOO> (71a)
40 04
1 Q Q
Q(Z) _ Z klszk3k4 kskskykz , (71b)
24 ks kukzksks
40 22 04
9(3) — +1 Qk1k2k3k4 kskskske kakéklkZ . (71(:)

krkakskakske Exykaksks Ekskski ks
The lifting of the degeneracy with respect to particle-hole
excitations is embodied in the fact that the energy denominators
in Equation (71) are non-singular and well behaved. Indeed,
quasi-particle energies are bound from below by the superfluid
pairing gap at the Fermi energy, i.e.,

Ming{E} > Ap > 0. (72)

This would not be true in standard MBPT based on a
Slater determinant reference state, where energy denominators
associated with particle-hole excitations within the open shell
would be zero in Equation (45). Of course, BMBPT does
strictly reduce to standard MBPT in a closed-shell system [95].
In particular, the single third-order diagram whose algebraic
expression is given in Equation (71c) generates the three, i.e.,
particle-particle, hole-hole and particle-hole, third-order HF-
MBPT diagrams [95]. This reduction of the number of diagrams
at any order p is a consequence of working in a quasi-
particle representation that does not distinguish particle and
hole states. Conversely, all summations over quasi-particle labels

13 Non-canonical contributions are set to zero here given that we use the HFB
reference state. When using an arbitrary Bogoliubov reference state, additional
non-canonical contributions arise [95].

run over the entire dimension of the one-body Hilbert space,
which significantly increases the computational cost compared
to standard MBPT. In any case, low-order BMBPT corrections
only induce low polynomial scaling with respect to quasi-particle
summation and do not suffer from the storage of large tensors as
in more sophisticated all-order many-body approaches such as
(B)CC or IMSRG.

Extracting the p-order contribution to the binding energy
from Equation (70) requires the subtraction of the Lagrange
term AA®). Computing A®) can be done straightforwardly by
replacing the leftmost operator 2 by A in Equation (70) [95].
As the reference state is constrained to have the correct particle

number on average, it implies that A(()l) = Ag. Working with the

HEB reference state, it can be shown that Af)z) = 0 due to the fact
that Q20 = Q% = 0. Consequently, the first correction to the
average particle number appears at third order such that

AD 4+ AD £ A, (73)

i.e., the computed average particle number does not match the
targeted number A of the physical system. This feature requires
an iterative BMBPT scheme in order for the particle number to be
correct at the working order, e.g., p > 3, of interest [104]. To do
so0, one needs to rerun the HFB calculation with a p-dependent
chemical potential such that, through a series of iterations,

one eventually obtains, e.g., A(()l) + ...+ Aép ) = Ag. Such
a costly algorithm can fortunately be very well approximated
by an a posteriori correction scheme that entirely bypasses the
iterative scheme [104]. The third-order results presented in
section 7.6.1 have been computed without any adjustment of
the average particle number whereas the novel ones discussed in
section 10.2 have been obtained on the basis of the a posteriori
correction scheme.

While the BMBPT expansion efficiently grasps static
correlation effects associated to nuclear superfluidity, the
breaking of a continuous symmetry in a finite quantum system
is always fictitious. Consequently, a full-fledged many-body
formalism requires the additional restoration of the broken
symmetry, i.e., a mixing of gauge-rotated Bogoliubov vacua
which are connected to each other via (highly non-perturbative)
symmetry transformations. While the formalism has already
been laid out [58], realistic calculations remain yet to be
performed. Still, proof-of-principle applications to the model
pairing Hamiltonian employing particle-number-projected BCC
theory [60] revealed the significant impact of the symmetry
projection in the weakly broken regime corresponding to
open-shell nuclei in the vicinity of shell closures.

7.6. Results

7.6.1. Low-Order Calculations in Mid-Mass Nuclei
Figure 9 displays ground-state energies, two-neutron separation
energies, particle-number variance and perturbative particle-
number corrections along oxygen, calcium, and nickel isotopic
chains at the mean-field (i.e., HFB) level, as well as at second-
and third-order in the BMBPT expansion. Top panels reveal
that, while static correlations have partially been accounted
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for by employing a symmetry-broken reference state, the bulk
of dynamical correlations are efficiently grasped via low-order
BMBPT corrections. For (sub-)closed-shell nuclei the third-
order correction is consistently suppressed indicating rapid
convergence. In open-shell systems third-order partial sums are
strongly contaminated due to a significant excess of neutrons
brought by the third-order contribution to the average neutron
number. As discussed earlier, calculations at third-order and
beyond must eventually be done while constraining the average
particle number to match the physical value [104]. This is
reported on in section 10.2.

Figure 9B exhibits a qualitative reproduction of two-neutron
separation energies already at the mean-field level. Results
are quantitatively improved once second-order effects are
incorporated. Figure 9C shows the neutron-number dispersion
(A%) — (A)? that grows with mass number. While the
second-order contribution does not decrease yet the neutron-
number dispersion, one expects higher orders to do so [104].
In closed-shell systems, the particle-number dispersion is zero
as a hallmark of the particle-number-conserving character of the
wave function throughout the expansion.

A detailed study of the convergence characteristics of the
BMBPT expansion via the calculation of high-order corrections
similar to the ones presented in section 5 (section 6.4.1) for
HF-MBPT (NCSM-PT) calculations of closed-shell (open-shell)
nuclei has just be completed [104] and is thus not reported
on here.

o =

7.6.2. Comparison to Non-perturbative Calculations
Figure 10 compares second-order BMBPT ground-state and
two-neutron separation energies with results obtained from
state-of-the-art non-perturbative many-body frameworks along
oxygen, calcium, and nickel isotopic chains. In particular, IT-
NCSM provides essentially exact reference results along the
oxygen chain. In heavier closed-shell nuclei, advanced CR-
CC(2,3) calculations also provide reference results.

In all cases, second-order BMBPT is in excellent agreement
with other methods, displaying deviations of <2%. In particular,
IT-NCSM results are very well reproduced in oxygen isotopes.
While NCSM-PT (see section 6) and MR-IMSRG systematically
generate stronger binding, GSCGF at the ADC(2) level is very
close for all systems investigated. In the case of closed-shell nuclei
the stronger binding obtained in the CR-CC(2,3) calculation
highlights the importance of an (approximate) incorporation of
3-particle/3-hole excitations.

As seen from two-neutron separation energies, all ab initio
methods consistently predict the same shell structure and
location of the neutron trip line. This feature highlights both the
great success of recently developed many-body methods and the
excellent performance of perturbative techniques such as NCSM-
PT and BMBPT in particular. On the other hand, the strong
deviation of absolute binding energies'* from experimental data,
most pronounced in neutron-rich calcium and nickel isotopes,
is common to all employed frameworks and clearly points to
defects of the employed Hamiltonian. A detailed discussion

4The strong deviation also concerns charge radii that are not presently discussed.

of this crucial issue is postponed to section 10, where a new
family of chiral Hamiltonians is tested with the goal to cure
the poor agreement presently obtained for nuclear ground-state
observables of mid-mass nuclei.

8. IMPORTANCE TRUNCATION

In previous sections, MBPT was considered as a full-fledged
standalone framework to access the solution of the quantum
many-body problem. However, MBPT techniques can also be
used to support non-perturbative approaches by pre-processing
the many-body configuration space. Subsequently, the concept
of importance truncation (IT) is presented as a procedure to a
priori remove a set of tensor entries to be solved for on the
basis of an importance measure [98, 105-107]. Historically, this
idea was first applied in electronic structure theory to perform a
pre-selection of multi-reference CI amplitudes [108, 109].

8.1. Original Context: Configuration

Interaction Methods

The IT concept is ideally suited for basis expansion methods, such
as general configuration interaction (CI) approaches or, more
specifically, the NCSM. Given the expansion of an eigenstate
|W,) of H in some many-body basis |¢;), the importance of each
basis state can be quantified through the associated expansion

coefficient CE”) = (¢i|¥,). This importance measure can
be estimated within first-order MCPT, discussed in section 6,
starting from a multi-configurational reference state |W,.f)

) _ (@il H|Wrep)

1

= EEO) - Eigz . (74)
The reference state provides an initial approximation of |¥,,)
within the reference space M f and «; is used to assess a priori
the importance of each basis state |¢;) & M .r. Only states with
importance measures above an importance threshold xmin are
included into the model space for the subsequent CI calculation.

Since the eigenvalue problem is solved exactly in the
importance-truncated model space, IT provides a variational
approximation to the full solution. Moreover, the effect of
discarded configurations can be estimated via the second-order
MCPT energy correction (56). This together with extrapolations
to vanishing importance thresholds kmin — 0 can be used to
reconstruct the energies in the full model space. As testified by the
results already presented in Figures 7, 8, 10, the IT concept has
allowed one to push NCSM calculations beyond p-shell nuclei,
up to neutron-rich oxygen isotopes. More details on importance-
truncated CI approaches are discussed in Roth [98] and Stumpf
etal. [106].

8.2. New Context: Coupled-Cluster Method
In the context of non-perturbative expansion methods, the
general idea is to discard irrelevant entries of the largest mode-
n tensor that needs to be solved for and that drives the numerical
scaling as well as the storage cost of the method. This is done by
a priori estimating the importance of each of its entries on the
basis of a less costly many-body method, e.g., MBPT. While the
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FIGURE 9 | BMBPT systematics along O, Ca, and Ni isotopic chains: (A) absolute binding energies, (B) two-neutron separation energies, (C) neutron-number
dispersion, and (D) perturbative correction to the average neutron number. The employed Hamiltonian is defined in section 3. Plot markers correspond to HFB (s),
second-order BMBPT (M), and third-order BMBPT without particle-number adjustment (#). All calculations are performed using 13 oscillator shells and an oscillator
frequency of hw = 20 MeV. The SRG parameter is set to « = 0.08fm*. Reproduced from Tichai et al. [37] under the Creative Commons CC-BY license.
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FIGURE 10 | Absolute ground-state binding energies (top) and two-neutron separation energies (bottom) along O, Ca, and Ni isotopic chains using the Hamiltonian
defined in section 3. Plot markers correspond to second-order BMBPT (M), second-order NCSM-PT (), large-scale [T-NCSM (x), GSCGF-ADC(2) (4), MR-IMSRG(2)
(#), and CR-CC(2,3) (#). All calculations are performed using 13 oscillator shells and an oscillator frequency of hw = 20 MeV. The SRG parameter is set to

« = 0.08fm*. Reproduced from Tichai et al. [37] under the Creative Commons CC-BY license.
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underlying formalism is only sketched in this section, the reader
is referred to Tichai et al. [107] for a detailed discussion.

8.2.1. Wave-Function Ansatz

To illustrate the concept, BMBPT is employed as a method to pre-
process the cluster amplitudes constituting the unknown tensors
to be solved for within the BCC method. This non-perturbative
approach is based on the wave-function ansatz [53]

) = e” | ), (75)

where the connected quasiparticle cluster operator 7 = 7;+7,+
T3 + ... is defined through

_ 1 2n0 t
= ,,T Z b anﬂkl ﬂkzn’ (76)

an

etc. The BCC amplitudes t2"0 &y, CODStitute the unknown mode-n
tensors of present interest.

Instead of solving for all unknown cluster amplitudes,
IT selects a subset of tensor entries that are determined
non-perturbatively by solving BCC amplitude equations while
residual corrections from the discarded tensor entries are
treated in low-order BMBPT. Consequently, the ground-state
energy & consists of a contribution from BCC in the IT

subspace £ and a residual BMBPT correction 5 from the
complementary subspace

& = MM 450, (77)

Of course, the selection of the IT subspace must be performed
without the knowledge of the full solution, which is where low-
order BMBPT estimates enter into play.

8.2.2. Importance-Truncated Tensor

Considering the n-tuple BCC amplitude tensor 7, = {1‘2”0

b
ki...kay
the corresponding importance-truncated tensor based on the IT

measure K(P)(ti?_(_)vkn) from BMBPT at order p is obtained as

2n0

TP emin) = (8270 such that (2" ) > kmin),  (78)

Zn
where kpin defines the IT threshold. The original tensor is
recovered in the limit of kin — 0, i.e.,

lim 7,7 (kemin) = Ty, (79)

Kmin—>0

With an importance-truncated tensor comes the associated data
compression ratio

R — # elements of 7, 30
= . (80)
# elements of 7,;"" (Kmin)

which relates the initial amount of data to the compressed one
resulting from the IT process. Whenever R, > 1, the compressed
tensor requires less storage than the original one.

8.2.3. Results

Applying IT to 73, the goal is eventually (not done here) to solve
BCCSDT equations for the retained entries and correct for the
omitted ones in perturbation. The feasibility of the approach
directly depends on the reduction offered by the IT for a desired
accuracy given that a full BCCSDT calculation is currently
undoable in realistic model spaces, even when employing an
angular-momentum-coupled scheme.

Figure 11 displays the impact of the data compression
obtained by applying IT for 0 as a function of the HO single-
particle basis size. To provide a reference, the compression of
T, is illustrated first in the left panel before coming to the real
challenge constituted by the treatment of 73. Three different
storage schemes are displayed corresponding to a full storage
of all tensor entries (diamonds), the tensor entries allowed by
fundamental symmetries of the interaction (squares) and the
IT-compressed entries from perturbative estimate (circle) for
different values of kmin. The percentage associated with the
IT-data indicates the corresponding error on the second-order
contribution to the ground-state energy

@_1 w0(1) 2
ALY = o D0 Miakok P Brakokok (81)

" kikaksky

Results demonstrate that even for 73, i.e., a mode-4 tensor, the
storage of all index combinations requires tremendous amounts
of memory (> 200 GB per working copy) that is at the edge
of supercomputing facilities'>. Employing a symmetry-adapted
storage scheme, several orders of magnitude can be saved. More
importantly, discarding irrelevant tensor entries through IT
additionally compresses the data by three orders of magnitude
at the price of inducing a systematic error of <1%, i.e., a
few hundreds of keV, on the second-order correlation energy.
Correspondingly, the storage of the 7, amplitudes is lowered to
less than 1 MB per working copy. One can assign an “effective
one-body dimension” to this number of tensor entries yielding
el(ﬁa,z < 5, i.e., converged BCCSD results could be obtained using
an effective model space including less than six major shells.

While the storage of 7, amplitudes is actually within reach
of state-of-the-art capacities, the extension to 73 amplitudes
poses a severe computational problem. Performing the same
analysis as above, even the symmetry-adapted tensor requires
more than 100 TB of memory. Performing the IT-compression of
T3, the corresponding fourth-order contribution to the ground-
state energy

4T] 60(2) 2
Z |tk1k2k3k4k5k6| Ek1k2k3k4k5k5’ (82)
kikaoks
kakske

can be evaluated with 1% accuracy while discarding 99.99% of all
73 tensor entries. Because triples correction to the ground-state
energy first appear at fourth order, a 1% relative error on AQ([)4T]
relates to an absolute error of a few keV, which is negligible in

mid-mass ab initio studies.

15Solving non-linear problems requires the storage of various copies of the
coupled-cluster amplitudes.
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FIGURE 11 | Number of tensor entries of 7, amplitudes (left) and 73 amplitudes (right) as a function of model space using the Hamiltonian described in section 3.
The oscillator frequency is given by ho = 20 MeV. Different plot markers indicate different storage scheme including all entries (¢), symmetry-allowed entries (™), and
[T-compressed entries (s). For emax > 10 an additional Esmax-truncation (KJ) for the 73 amplitudes is introduced. All calculations employ a canonical HFB reference
state. Reproduced from Tichai et al. [107] with permission from European Physical Journal (EPJ).
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Eventually, the use of IT shifts the boundary of what is
computationally unfeasible such that, in the following years, the
implementation of IT-BCCSDT defines an ambitious and yet
reachable goal.

9. BASIS OPTIMIZATION

The present section discusses how MBPT can be used as an
auxiliary tool to construct an alternative single-particle basis
accelerating the convergence of non-perturbative many-body
methods as compared to commonly employed bases.

9.1. Rationale

In nuclear structure calculations, tensors defining H are typically
expressed in the eigenbasis of the spherical HO Hamiltonian.
Next, a self-consistent mean-field, e.g., HE, calculation is typically
performed to generate the reference state such that the beyond-
mean-field step and the associated tensors are transformed into
the corresponding mean-field, e.g., HE, one-body basis.

While the use of HO orbitals authorizes the rigorous center-
of-mass factorization in NCSM calculations, they are plagued
at long distances with a pathological Gaussian falloft and a
strong dependence of the many-body results on the width of
the confining HO potential. Contrarily, HF orbitals display a
proper exponential falloff but may induce a sizeable center-of-
mass contamination and a slower convergence in large-scale
NCSM diagonalizations compared to HO orbitals.

9.2. Natural Orbitals

Naturally, one wonders about the existence of a single-particle
basis that admit only little sensitivity to the oscillator frequency
while maintaining rapid model space convergence. Because the

exact one-body density matrix

 (Wigheg W)

contains information about the fully correlated wave function,
its eigenbasis, defining so-called natural orbitals, is expected to
deliver an optimal choice.

This expectation was confirmed by employing the one-
body density matrix obtained from a large-scale NCSM
calculation [110]. For mid-mass nuclei, this strategy has
the downside to require a full CI solution to obtain the
optimized single-particle basis. However, as already observed
several decades ago in quantum chemistry calculations [111,
112], approximate natural orbitals perform surprisingly well in
applications. Instead of using the exact CI wave function, a
correlated density matrix is constructed within a polynomially
scaling expansion method, MBPT providing a particularly simple
example to do so [113]. Similar approaches can be followed by
using the A-extension of CC theory or by diagonalizing the
dressed one-body propagator in SCGF theory. Note, however,
that the construction of an auxiliary basis already involves a
computationally non-trivial solution within a non-perturbative
many-body approach.

9.3. Density Matrix in Closed-Shell MBPT

Starting from Equation (25b) and following Strayer et al. [114],
the one-body density matrix up to second order in the residual
interaction can be written as [113]

p=p" 4o 4 o0 4 oI L OG%),  (89)
where
N
(Plepeq| D)
p}ggo) = P (85)
(@ D)
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denotes the zeroth-order HF density matrix whereas

(20)*

02
phg = (@0 cleg |07 = o, (862)

Py = (@[ cheq |01), (86b)
denote its MBPT corrections whose matrix elements are
expressed in the HF basis. Explicit expressions for the individual
corrections to the mean-field density in terms of two-body
matrix elements can be found in Strayer et al. [114] and
Tichai et al. [113].

9.4. Results

The impact of using natural orbitals is now gauged by performing
a systematic variation of the underlying single-particle basis in
NCSM calculations. Figure 12 displays '°O ground-state energy
as a function of the frequency characterizing the underling HO
basis for various values of Njax. Results obtained from the NCSM
diagonalization performed in the HO and HF bases as well as in
the natural-orbital basis extracted from second-order HF-MBPT
are displayed.

The left panel shows the typical strong dependence of NCSM
results on the underlying frequency when using HO one-body
basis states, thus yielding a pronounced parabolic shape around
the variational minimum for all values of Np,.x. While the use of
HF orbitals (middle panel) lowers the sensitivity to /i@ the model
space convergence is not improved and the ground-state energy
has a linear falloff at higher frequencies. Finally, the NCSM
ground-state energy obtained using the natural-orbital basis
(right panel) is almost independent of the oscillator frequency
and displays a faster model-space convergence as a function
of Npax. Similar conclusions hold for other observables, e.g.,
charge radii, low-lying excitation energies and electro-magnetic
transition strengths, as discussed in Tichai et al. [113].

Eventually, the use of one-body density matrices from low-
order MBPT to construct of an optimal computational basis is a
simple yet powerful tool to account for high-lying particle-hole
excitations that are otherwise hard to grasp in configuration-
driven methods like NCSM.

10. TESTING NOVEL xEFT NUCLEAR
HAMILTONIANS

The computational efficiency of perturbative approaches makes
them ideally suited for survey calculations over a large range
of nuclei. A specific scenario for such survey calculations is
the development of novel chiral EFT interactions, where large
numbers of many-body calculations are necessary to constrain
or validate the choice of low-energy constants as well as
to characterize the effect of different regulator formulations.
Recently, a new family of consistent chiral 2N plus 3N
interactions up to N3LO based on non-local regulators was
developed [115]. This new set of interactions is able to
simultaneously reproduce ground-state energies and charge radii
up into the medium-mass regime. Moreover, the full sequence of
chiral orders from LO to N3LO is available for different cutoff
values, which facilitates a rigorous uncertainty quantification.

In the applications discussed below, the new interactions are
consistently SRG-evolved in the 2N and 3N sectors down to
o = 0.04 fm* and tested through non-expensive perturbative
methods over a larger set of nuclei than those addressed in
Hiuther et al. [115].

10.1. NCSM-PT

First, NCSM-PT is employed to calculate ground-state energies
along the oxygen chain using interactions from Hiither
et al. [115]. In Figure 13, results obtained from N2LO and
N3LO interactions are compared to experiment including a
quantification of systematic theoretical uncertainties resulting
from both the many-body and interaction truncations. The
benchmarks discussed in section 6 showed that calculations with
the N'f = 2 typically provide a good agreement with non-
perturbative methods and that ground-state energies for larger
reference spaces typically fall between N'f = 0 and 2 results.
Therefore, the difference between these two calculations offers a
convenient way to estimate many-body uncertainties in NCSM-
PT calculations. Uncertainties resulting from truncating the
chiral expansion of nuclear interactions are estimated from the
order-by-order variation of the energies using the prescription
discussed in Epelbaum et al. [116], Binder et al.[117, 118]. The
interaction-induced uncertainty of an observable Xn310 at order
N3LO, e.g., is given by max(Q |Xn3ro — Xnarol Q% [Xn2ro —
Xnwol, @ [Xnto —Xiol, Q° [Xiol) with the expansion parameter
Q estimated as the ratio of a typical momentum scale
characterizing mid-mass systems over the breakdown scale,
which results in Q =~ 1/3 [118]. The uncertainty band shown
in Figure 13 combines both uncertainties, where many-body
uncertainties are typically larger than interaction uncertainties.
The NCSM-PT ground-state energies can be compared
with results from the in-medium no-core shell model (IM-
NCSM) displayed on the right-hand side of Figure 13. The
non-perturbative IM-NCSM method combines a multi-reference
in-medium SRG transformation of the Hamiltonian that
decouples a small NCSM model space, with a subsequent
NCSM calculation using the transformed Hamiltonian [52]. The
associated uncertainty bands include once again both many-
body and interaction uncertainties. The comparison reveals an
excellent agreement between NCSM-PT and IM-NCSM, which
themselves agree with experiment within estimated uncertainties.

10.2. BMBPT

In addition to low-order NCSM-PT benchmarks in oxygen
isotopes, the novel set of interactions is tested on a large set of
mid-mass semi-magic nuclei up to third-order in BMBPT!®.

In Figure 14, ground-state energies of oxygen and calcium
isotopes are displayed for two different values of Ezmax =
14,16. The first striking result is that the overbinding
obtained in Ca isotopes with the ’standard’ Hamiltonian (see
Figure 10) is resolved, ie., the systematic trend throughout

16 As compared to Figure 9, third-order are presently corrected for the particle-
number contamination via the so-called a posteriori correction studied and
validated in Demol et al. [104].
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FIGURE 12 | NCSM ground-state energy of 'O as a function of the frequency hw (denoted as h$2 on the figure) of the underling HO basis for Niax = 2, 4,6, 8,10

spaces. The NCSM diagonalization itself is performed either in the initial HO basis (left), in the HF basis (center), or in the natural-orbital basis from second-order
HF-MBPT (right). The Hamiltonian described in section 3 is employed. Reproduced from Tichai et al. [113] with permission from the American Physical Society.
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FIGURE 13 | Even oxygen isotopes ground-state energies from reference (empty symbols) and second-order (full symbols) NCSM-PT with Nﬁﬁgx = 2 (left) and from
IM-NCSM (right). The consistent non-local 2N plus 3N chiral interactions at NLO () and N3LO (m) presented in Hiither et al. [115] are employed with a cutoff

A = 500 MeV. The uncertainty bands represent both many-body and interaction uncertainties (see text). Both many-body calculations make use a natural-orbital
basis obtained in 13 oscillator shells with hw = 20 MeV.

O and Ca isotopes is now consistent with experimental energy) than with the “standard” Hamiltonian, thus indicating
data. In particular, low-order BMBPT results provide a much  a “harder” interaction!”. Moreover, the third-order correction is
better reproduction of experimental ground-state energies  typically larger in the present case. While the first three BMBPT
of very neutron-rich Ca isotopes than with the “standard”  orders are systematically and strongly suppressed, this indicates
Hamiltonian for which the degrading increases systematically
with neutron number.

Going in more details, one observes that the reference HFB
energy, i.e., the lowest order in the BMBPT expansion, accounts themselves and the fact that the “standard” Hamiltonian was SRG-evolved down
for much less binding (i.e., less than half of the total binding  to« = 0.08 fm? instead of @ = 0.04 fm* for the new ones.

7 This feature reflects both the different characters of the chiral Hamiltonians
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FIGURE 15 | BMBPT ground-state energies for oxygen and calcium isotopes at third order of the perturbative expansion using consistent non-local chiral two- plus
three-nucleon interactions at N2LO (blue) and N3LO (red). Open symbols show the corresponding HFB ground-state energies. The uncertainty bands represent both,
many-body and interaction uncertainties (see text). All calculations are performed using 15 oscillator shells and an oscillator frequency of hw = 20 MeV. The

that the new interactions are indeed less perturbative. One can
thus expect higher orders to contribute non-negligibly.

Focusing now on two-neutron separation energies, the end
results are very satisfactory and of similar or even greater quality
than with the “standard” Hamiltonian. Interestingly, HFB results
are further away in the present case, indicating that not only
absolute values but also the trend with neutron number is
different. Still, second and third order contributions consistently
compensate for this apparent, but in fact fictitious, degrading at

the HFB level. One eventually observes that results are still less
accurate near major shell closures, which is consistent with the
expectation that restoring particle-number symmetry through
PBMBPT [58] will have the largest impact near shell closures.
While the results in oxygen isotopes are virtually identical for
both E3max values, the truncation in E3max plays an increasingly
important role in neutron-rich calcium isotopes, i.e., ground-
state energies beyond A 50 obtained for E3max = 14 and
16 start deviating more strongly, pointing to the importance
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of truncated three-body matrix elements as already shown in
Hither et al. [115]. This constitutes a technical challenge for the
future when ab initio calculations move to even heavier and more
neutron-rich nuclei.

Let us now further discuss these novel results by adding
both many-body and interaction uncertainties to BMBPT(3)
calculations. Interaction uncertainties are estimated as discussed
previously. To estimate the many-body uncertainty arising from
the finite truncation of the BMBPT expansion, a nucleus-
independent error of 3% is assumed. A recent study of high-
order BMBPT calculations revealed that the third-order partial
sum typically induces a many-body error of about 2% [104].
Because the employed Hamiltonian was softer and further
SRG-evolved to lower resolution scale, a more conservative
3%-error in the current setting seems plausible. The overall
uncertainty is then given by summing this many-body error
and the interaction uncertainty. Additional uncertainties due to
the finite single-particle basis are presently not incorporated.
Clearly, the construction of reasonable models of many-body
uncertainties is highly nontrivial and employing simplistic
parametric models, e.g., geometric sums for perturbation series,
can lead to wrong estimates if the perturbation series does not
obey the underlying assumptions.

In Figure 15, ground-state energies of oxygen and calcium
isotopes are displayed for both N2LO and N3LO Hamiltonians.
In each case, results are accompanied by a band combining the
two sources of uncertainty according to the method outlined
above. While the mean value of the results only slightly changes
when going from N2LO to N3LO, the uncertainty is consistently
reduced. Furthermore, N3LO results are essentially consistent
with experimental data within the error band, although the
narrowing of that uncertainty allows one to stipulate that this
agreement is deteriorating when going to neutron-rich isotopes.

Clearly, the above features points toward a systematically
improved quality of the novel set of interactions compared
to prior generations of chiral Hamiltonians that tend to fail
in mid-mass systems. In the future, this statement will be
further benchmarked by validating the consistency of low-lying
spectroscopy and charge radii with experimental data in the
mid-mass region.

11. CONCLUSIONS AND OUTLOOK

The present paper reviewed the status of MBPT techniques in
the field of ab initio many-body calculations of finite nuclei.
After discussing formal properties of the power-series ansatz,
the main goal was to provide an in-depth understanding of
the MBPT expansion and its range of applicability. Most
importantly, two ways of extending Slater-determinant-based
MBPT toward open-shell systems were discussed. Multi-
configurational perturbation theory and Bogoliubov MBPT were
shown to provide complementary ways to tackle the particle-
hole degeneracy and the associated strong correlations in open-
shell nuclei.

Each of the subparts dedicated to the various flavors of
many-body perturbation theory displayed results of large-scale

calculations touching upon the very frontier of current ab
initio studies dedicated to mid-mass (open-shell) nuclei. While
highly accurate non-perturbative alternatives are available, the
formal and computational simplicity is at the very heart
of perturbative approaches. Indeed, these features enable
large surveys along complete isotopic chains at a small
fraction of the computational cost necessary to utilize more
sophisticated approaches. In view of the increasing activity
related to the construction of improved generations of nuclear
Hamiltonians, simple and yet accurate many-body schemes
constitute a very valuable tool to quickly characterize their
overall performance.

Furthermore, MBPT provides not only a standalone
many-body framework, but can also be used as an inexpensive
pre-processing tool to accelerate non-perturbative methods.
Two facets discussed in this work are data compression from
MBPT-based importance truncation and basis optimization
from low-order MBPT density matrices. Both tools have been
used with great success to either tame the curse of dimensionality
or cure pathological defects in the computational basis at low
computational price.

This (by far not exhaustive) list of MBPT-related
applications in nuclear theory highlights the start of a
renaissance of perturbation theory fostered by renormalization
group techniques used to soften nuclear Hamiltonians.
In parallel, the deepened wunderstanding of infrared-
divergences, their origin in open-shell systems and systematic
ways to overcome them will hopefully help cure the
(unfortunately still present) disfavor against MBPT for nuclear
structure research.

Future developments will expand many of the ideas
laid out in this work. Better control on uncertainties in
the nuclear Hamiltonian pave the way for targeting more
exotic systems in the upcoming years. In particular, a
proper account of static correlations associated with nuclear
deformation has been identified as a critical goal by various
groups worldwide. Consequently, the implementation of
frameworks employing a systematic breaking (and restoration)
of SU(2) symmetry will be of high relevance. However,
due to the increasing number of basis states these efforts
will require significant computational resources as well as
extensive formal developments. To control the increase of
computational requirements (memory and runtime), so-
called tensor factorization techniques have been proposed
recently where high-mode tensors are decomposed into
sums of product of lower-rank ones [107, 119]. While
initial proof-of-principle applications have demonstrated
the high potential, extensive additional research is required in
this direction.

On a short timescale the benchmarking of importance
truncation and natural orbitals in non-perturbative medium-
mass applications will deepen the understanding of the role of the
computational basis and distribution of correlations in Hilbert
space. Furthermore, by employing data compression tools will
greatly help relax the many-body truncation at play such that
first-principle calculations will witness a level of accuracy that has
been out of reach so far.
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In recent years, new astrophysical observations have provided a wealth of exciting input
for nuclear physics. For example, the observations of two-solar-mass neutron stars put
strong constraints on possible phase transitions to exotic phases in strongly interacting
matter at high densities. Furthermore, the recent observation of a neutron-star merger
in both the electromagnetic spectrum and gravitational waves has provided compelling
evidence that neutron-star mergers are an important site for the production of extremely
neutron-rich nuclei within the r-process. In the coming years, an abundance of new
observations is expected, which will continue to provide crucial constraints on the nuclear
physics of these events. To reliably analyze such astrophysical observations and extract
information on nuclear physics, it is very important that a consistent approach to nuclear
systems is used. Such an approach consists of a precise and accurate method to solve
the nuclear many-body problem in nuclei and nuclear matter, combined with modern
nuclear Hamiltonians that allow to estimate the theoretical uncertainties. Quantum Monte
Carlo methods are ideally suited for such an approach and have been successfully
used to describe atomic nuclei and nuclear matter. In this contribution, | will present
a detailed description of Quantum Monte Carlo methods focusing on the application
of these methods to astrophysical problems. In particular, | will discuss how to use
Quantum Monte Carlo methods to describe nuclear matter of relevance to the physics
of neutron stars.

Keywords: neutron stars, dense-matter equation of state, nuclear interactions, chiral effective field theory,
ab-initio calculations, Quantum Monte Carlo methods

1. INTRODUCTION

There are four fundamental forces in nature: gravity, the electromagnetic force, the weak nuclear
force, and the strong nuclear force. While gravity describes the motion of the largest systems that we
can observe, i.e., celestial bodies in the solar system and beyond, over very long distances, it is the
weakest of the four fundamental forces. On the other end of the spectrum, the strong nuclear force
is the strongest of the fundamental forces, but it acts only over very short distances and describes
the interactions of some of the smallest building blocks of nature. In particular, it determines how
neutrons and protons interact to form, e.g., atomic nuclei that make up all the matter that surrounds
us everyday.

The strong interaction is described by its fundamental theory, Quantum Chromodynamics
(QCD). QCD describes the strong interaction in terms of six quarks and eight gluons, which are
elementary particles in the standard model. At low energies, these elementary particles can not be
observed in isolation. Instead, they are confined to form so-called hadrons: mesons, e.g., the pion,
or baryons, e.g., neutrons and protons. Furthermore, at these energies QCD is non-perturbative.
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Hence, it is computationally very demanding and costly to
describe nuclear systems in terms of quarks and gluons by
solving QCD explicitly. While Lattice QCD, which is a numerical
approach to solve QCD on finite space-time lattices, attempts
to achieve exactly that, such calculations are limited to systems
with small nucleon numbers A < 5 and/or for large values of
the quark masses, where simulations become cheaper. Instead, at
low energies it is a very good approximation to describe nuclear
systems, e.g., atomic nuclei, in terms of protons and neutrons
which interact via some effective model of strong interactions,
i.e., nuclear forces. One of the major goals of theoretical nuclear
physics is to unravel the exact nature of nuclear forces and to
understand how these forces lead to the properties of the nuclear
systems that we can observe.

Nuclear systems that can be explored in terrestrial laboratories
are atomic nuclei, and nuclear theory tries to explain their
structure, i.e, energy levels, radii, separation energies, decays,
etc. (see, e.g., Hagen et al. [1], Elhatisari et al. [2], Lynn et al.
[3], Klos et al. [4], Calci et al. [5], Piarulli et al. [6], Lonardoni
et al. [7], and Gysbers et al. [8]). Of particular interest are exotic
nuclei far from stability, because they probe nuclear interactions
at larger proton-to-neutron asymmetries [9-12]. The Coulomb
interaction does not allow the ratio of protons to neutrons,
the proton fraction, to become too large because in such cases
the Coulomb repulsion among the protons would overcome the
short-range nuclear attraction and make nuclei fall apart. On the
other hand, neutron-rich nuclei, which explore smaller proton
fractions, can be bound in nature, but the most exotic among
them are extremely short-lived. The limits of existence of these
nuclei are described by the neutron dripline, where one- and
two-neutron separation energies become negative [13].

Neutron-rich nuclei are relevant for the so-called rapid
neutron-capture process (r-process), a nucleosynthesis process
that creates nearly half of all the elements heavier than iron
in the universe. Hence, neutron-rich nuclei are extensively
studied in nuclear-structure calculations and experiments. Our
experimental knowledge will be significantly expanded in
experiments at the upcoming Facility for Radioactive Ion
Beams (FRIB) in the US and the Facility for Antiproton
and Ion Research (FAIR) in Germany. But even with these
advanced facilities, exotic nuclei with the most extreme neutron-
to-proton ratios will not live long enough to be studied
experimentally. Hence, the determination of their properties,
which are very important as input in r-process studies, relies
on theoretical models and astrophysical observations [14]. To
improve theoretical models, the interactions in many-body
systems with small proton fractions need to be understood better
and tested against experimental data where available.

Luckily, atomic nuclei are not the only systems where one
can test nuclear interactions at neutron-rich extremes. Neutron
stars, which are one of the final stages of stellar evolution, are
supported against gravitational collapse by strong interactions
among its constituents, mainly neutrons with only around 5-
10% of protons. In addition, with typical masses of 1.4 times
the mass of our sun compressed into a star with a radius of 11—
12 km, the densities in the core of neutron stars are extremely
high. While atomic nuclei explore densities of the order of the

nuclear saturation density, ng; = 0.16fm > which corresponds
to a mass density of 2.7 - 10'* g/cm?®, neutron stars explore
strong interactions at much larger densities of up to 10 times
nsat. Hence, neutron-star observations allow us to test nuclear
interactions at low proton fractions and high densities, which
provides important complimentary information to experiments
here on Earth. As a consequence, the study of these astrophysical
systems is very fascinating and important, and allows to probe
nuclear interactions under extreme conditions.

The crucial quantity relating both experiments and
astrophysical observations is the equation of state (EOS),
which provides a relation between the energy density, pressure,
temperature, and the proton fraction of the matter in nuclear
systems. For neutron stars, due to the very high densities in
these systems, the Fermi energy of the nucleons is typically
much larger than thermal energies. For example, while neutron
stars typically have temperatures of the order of T = 10 K,
the corresponding thermal energy of about 10 keV is much
smaller than typical particle energies of the order of a few tens of
MeV. Hence, one can neglect thermal effects, except in the most
catastrophic astrophysical scenarios. Then, the EOS is simply
relating the energy density € and the pressure P, or alternatively
the energy per particle E/A and the baryon density #, for a given
proton fraction x.

Astrophysical observations of neutron stars allow us
to constrain the EOS, and hence, the strong interactions
that determine its properties. In recent years, exciting new
astrophysical observations of neutron-star properties have
provided a wealth of input for nuclear physics, and I will address
these observations in section 2.2. Additional observations in
the coming years, for example by the Neutron-Star Interior
Composition Explorer (NICER) mission that recently reported
its first measurement [15, 16], will add even more information.
However, if we want to reliably analyze such astrophysical
observations with the goal of constraining the nuclear EOS,
we need to relate observations and nuclear interactions in a
consistent and model-agnostic way, to avoid any model-related
biases and to minimize systematic uncertainties.

In a microscopic approach, one would start from a
Hamiltonian that describes the interactions among the relevant
degrees of freedom of the system at hand, and solve the many-
body Schrédinger equation for that system (e.g., nucleonic matter
in neutron stars). Such an approach should consist of a precise
and accurate method to solve the nuclear many-body problem
in nuclei and nuclear matter, combined with modern nuclear
Hamiltonians that allow to estimate the theoretical uncertainties
of the nuclear interactions. Quantum Monte Carlo (QMC)
methods [17] are ideally suited for such an approach and have
been successfully used to describe atomic nuclei and nuclear
matter. On the other hand, chiral effective field theory (EFT) [18-
21] provides a systematic expansion of the nuclear forces, that
allows to estimate theoretical uncertainties.

In this contribution, I will present a detailed description of
Quantum Monte Carlo methods, focusing on the application
of these methods to astrophysical problems. In particular, I
will discuss how to use Quantum Monte Carlo methods to
describe nuclear matter of relevance to the physics of neutron
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stars. I will also discuss how the combination of these methods
with systematic interactions from chiral EFT allows us to
extract information on the nuclear EOS in a reliable fashion.
This contribution is organized as follows. In section 2, I will
review neutron stars and the most important recent neutron-star
observations. In section 3, I will address how to study the nuclear
matter in neutron stars using Quantum Monte Carlo methods
and modern nuclear interactions. In section 4, I will then show
results and explain how to use these results to study neutron stars.
Finally, I will summarize in section 5.

2. NEUTRON STARS AND THEIR
PROPERTIES

In this section, I will review neutron stars and their
relevant equations, as well as the most important recent
neutron-star observations.

2.1. Describing Neutron Stars

Neutron stars are one of the final stages of stellar evolution.
While low-mass stars like our sun end their life as white dwarfs,
neutron stars are remnants of core-collapse supernova explosions
of medium-mass stars in the range of 8-20 solar masses (heavier
stars will collapse to black holes; see, e.g., Fryer [22]). Hence,
neutron stars are the most compact stars in the Universe.

While stars in their burning stages are supported against
gravitational collapse by the thermal energy released in nuclear
fusion, these processes have stopped in white dwarfs and neutron
stars. White dwarfs are the remaining cores of lighter stars that
have shed their outer layers. They typically consist of Carbon
and/or Oxygen, and have masses of the order of the mass of
our sun compressed to the size of a typical planet, with radii
of the order of several 1,000 km. Due to the resulting densities
and the fermionic nature of electrons, the electrons in white
dwarfs form a degenerate gas. It costs energy to compress this
electron gas, leading to a degeneracy pressure exerted outwards
that balances the gravitational force that otherwise would collapse
the star. Such a degenerate electron gas can typically support
a white dwarf with a maximum mass of ~ 1.4Mg, the so-
called Chandrasekhar mass [23]. If a white dwarf accretes mass
and surpasses this limit, the electron pressure does not suffice
anymore to stabilize the star against gravitational collapse. This is
what happens in core-collapse supernovae of heavier stars, where
the white-dwarf-like core collapses due to continued accretion
of fusion products. This collapse then triggers the supernova
explosion of the star.

As a consequence of the core collapse, the densities of
the electrons and nuclei increase dramatically, leading to an
increasing Fermi energy for the electrons. At some point, it
becomes energetically favorable for protons in the core to absorb
electrons and form neutrons, lowering the proton fraction. As the
collapse continues, at the largest densities in the core neutron-
rich nuclei begin to dissolve into free nucleons, mostly neutrons.
The collapse is halted when the core reaches radii of the order
0O(10) km. The abrupt stop of the contraction causes a so-
called bounce that ultimately leads to a supernova explosion and

ejects the remaining outer layers of the star, leaving a dense
remnant. Due to their small proton fraction of the order of 5-
10%, these young stars are called proto-neutron stars. They will
cool over time and form cold neutron stars. Similar to white
dwarfs, neutron stars are stabilized against gravitational collapse
by the degeneracy pressure of their fermionic constituents, the
neutrons. The discovery of the neutron by Chadwick [24] led to
the postulation of neutron stars [25] long before their discovery
in the 1960s [26, 27].

To investigate how the degeneracy pressure exerted by the
neutron gas stabilizes neutron stars, one needs to start from
the equations that describe the neutron-star structure. A less
compact cold star (e.g., a white dwarf) would be described by the
following structure equations:

@ . _Gm(r)e(r) dﬂ

i 2 C = 47‘[6(1’)1’2 R (1)

where P is the pressure, G is the gravitational constant, m is the
mass, € is the energy density, and r is the radial coordinate. The
first equation describes hydrostatic equilibrium and states that
the pressure exerted outwards has to match the gravitational force
acting inwards. The second equation is the conservation of mass.
These equations are derived within Newtonian gravity, but since
neutron stars are very compact, the structure equations need to
be modified by general-relativistic extensions of Equation (1).
These are the so-called Tolman-Oppenheimer-Volkoft (TOV)

equations [31, 32]:
n 43P 1+ p
m(r)c? e(r)c?

dP _Gm(r)e(r) (1

dr r2

2Gm(r) -1
d
d—rf = dme(r)r?,

where c is the speed of light. In the following, we will write all
equations in natural units and set ¢ = 1. The energy density for
non-relativistic nucleonic matter is given by

€:n~<mN+§(n,x)> . (3)
A

Here, n is the baryon number density and my the nucleon mass.
The first term of the energy density reflects the rest-mass density,
while the second term is the specific internal energy.

To solve the TOV equations, the only required input is a
relation between the pressure P and the energy density €. This
relation is the EOS, P = P(¢). With the EOS as input, the
TOV equations can be solved by integrating from the stars center
atr = 0 (where P = P, and m = 0) to the stars edge at
radius R (where P = 0 and m(R) = M). Hereby, the central
pressure P, is an input parameter, that determines the mass M
and the radius R for the given EOS. Solving the TOV equations
for many different values for P, maps out the mass-radius (MR)
relation, that describes the radius of a NS for a given mass, see
Figure 1 for an example EOS. The EOS and the resulting MR
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FIGURE 1 | The equation of state (left) and the resulting mass-radius relation (right) upon solving the TOV equations for an example equation of state, i.e., the
Skyrme model “NRAPR” constructed in Steiner et al. [28] which was fit to the APR equation of state of Akmal et al. [29]. Republished with permission of IOP
Publishing, from Gandolfi et al. [30]; permission conveyed through Copyright Clearance Center, Inc.

relations are in a 1-to-1 correspondence: given an EOS, one can
predict the structure properties of neutron stars, but neutron-star
observations also allow to determine the EOS.

Analogously to white dwarfs, Tolman and Oppenheimer
inserted the EOS of a free and degenerate neutron gas to estimate
the properties of neutron stars. They found a maximum mass
of only 0.7M and, hence, concluded that neutron stars are not
very important in nature. But, as we now know, the neutron-
star EOS is much more complicated because strong interactions
among neutrons, protons, and maybe other constituents at larger
densities lead to many different effects. Including interaction
effects can drastically increase the maximum mass of neutron
stars to values as large as 3 — 4M(, [33], while observations have
established the existence of neutron stars with masses as high as
2M¢ (see next section). Hence, strong interactions are extremely
important to stabilize neutron stars against gravitational collapse.

Generally, one can divide a neutron star into several layers.
The neutron-star crust, the star’s outer layer, can be separated
into two regions. The outer crust consists of a lattice of neutron-
rich nuclei of the iron region. With increasing density, these
nuclei become more and more neutron-rich. At a density of
approximately 4 - 10'! g/cm?, the inner crust begins. Here, the
neutron chemical potential is so large that neutrons begin to drip
out of the nuclei and form a neutron gas around the lattice of
nuclei. With increasing density, the density of the neutron gas
increases and the nuclei slowly dissolve. At the bottom of the
inner crust, the lattice of nuclei can form exotic structures, called
pasta phases, by merging into rods and slabs [34].

The crust connects to the neutron-star core at about half
nuclear saturation density. Here, all nuclei have dissolved and
the neutron star consists of a fluid of neutrons, protons, and
electrons. At even larger densities, in the so-called inner core of

neutron stars, exotic phases of matter might appear. The neutron-
star might experience phase transitions to hyperonic matter [35],
deconfined quark matter [36], or other exotic phases. However,
there is no reliable experimental information on matter at such
high densities and, hence, on the relevant degrees of freedom
that are present in the neutron-star core. Therefore, theoretical
models for the EOS have a large spread.

Due to the 1-to-1 correspondence between the EOS and
the MR relation, neutron-star observations are an ideal way
to constrain EOS models. While we can observe masses quite
accurately, neutron-star radii are very uncertain, and typically
range from 9 — 15 km for a typical 1.4Mg star [37]. This situation
improves with new observations, e.g., from missions like NICER.
For example, in the last years several observations have put tight
constraints on the EOS and reduced the radius uncertainty quite
dramatically. I will discuss these observations in the following,
and show how they informed the EOS in section 4.

2.2. Recent Neutron-Star Observations
2.2.1. Two-Solar-Mass Neutron Stars

Neutron stars are typically observed as pulsars, i.e., rotating
neutron stars that emit beams of electromagnetic signals (mostly
radio signals) that can be detected on Earth. When these
pulsars are in a binary with another star, it is possible to
accurately measure the masses of the objects by making use
of general-relativity effects, e.g., Shapiro delay [38]. As a
consequence, neutron-star masses could historically be inferred
quite precisely [37]. Neutron-star masses can provide strong EOS
constraints because they require the EOS to be sufficiently stiff,
i.e., the pressure inside the neutron star has to be sufficiently high
to support a star of a certain mass against gravitational collapse.
The heavier an observed neutron star is, the stiffer the EOS has
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to be. This can be used to rule out too soft EOS models, or EOS
with very strong phase transitions that experience regions with a
sudden and too strong softening.

Since the discovery of pulsars in the late 1960s, most neutron-
star masses that were measured precisely are of the order of
1.4Mg, [37]. This constraint is rather weak, and most EOS models
can easily reproduce neutron stars of that mass. However, there
have been a few exciting additional observations in the past
decade. The first such observation was reported in 2008 [39, 40],
when the mass of the binary pulsar J1903+0327 was determined
to be of the order of 1.7M¢. Only a few years later, in 2010, the
first neutron star with a mass of the order of two solar masses
was observed using Shapiro delay [41]: the pulsar PSR J1918-0642
with M = 1.97 & 0.04Mg. This value was later corrected to be
M = 1.93 £ 0.02Mg [42]. In 2013, the existence of two-solar-
mass neutron stars was firmly established with the observation of
PSR J0348+0432 with a mass of M = 2.01 £0.04M¢, [43]. Finally,
only recently an even heavier neutron star was observed [44]:
MSP J0740+6620 with a mass of M = 2.14 &+ 0.10Mg. These
measurements put very strong constraints on the EOS of dense
matter, and on possible phase transitions to exotic phases in
strongly interacting matter at high densities.

2.2.2. Neutron-Star Mergers

In contrast to masses, it is quite difficult to infer neutron-star
radii. X-ray observations, which are typically used to determine
radii, have large uncertainties due to poorly understood
systematics [45]. Recently, with the first observation of
gravitational waves from a neutron-star merger and its
electromagnetic counterpart [46, 47], a new possibility to
constrain neutron-star radii was established.

As a consequence of general relativity, two neutron stars in a
binary system emit gravitational waves. Hence, the system slowly
looses energy and the distance of the two neutron stars slowly
decreases. This leads to an even stronger emission of gravitational
waves and so on. Finally, after a time scale of the order of
gigayears, the two neutron stars will merge and form either a
heavier neutron star or a black hole.

Neutron-star mergers are fascinating events because they
simultaneously emit gravitational waves and electromagnetic
signals in form of gamma-rays, X-rays, optical, infrared, to radio
signals, and neutrinos. On August 17, 2017, the first such event
was observed in gravitational waves and the electromagnetic
spectrum [46-49]. The gravitational-wave signal was called
GW170817 and I will focus on it in the following.

The crucial quantity that allows to extract radius information
from neutron-star mergers is the tidal polarizability, A, which
describes how a neutron star deforms under an external
gravitational field, e.g., the field of the second neutron-star in
a binary systems. The quadrupole deformation Q; of a star,
given an external field E;; = —dU(r)/dx;dx; with gravitational
potential U(r), is given by Q;; ~ AE;;. The tidal polarizability
depends on neutron-star properties as [52]

2 R >
a=ln (5M> . (4)

Here, k; is the tidal Love number which is computed together
with the Tolman-Oppenheimer-Volkoff equations; see, for
example, Flanagan and Hinderer [52], Damour and Nagar [53],
and Moustakidis et al.[54] for more details. For a neutron star of
a given mass, one can immediately see that the tidal polarizability
is strongly related to the radius of the neutron star. In particular,
a larger neutron star will have a large tidal polarizability, while a
small neutron star will have a small polarizability. In a neutron-
star binary, one typically defines the binary tidal polarizability
parameter A as a mass-weighted average of the individual
tidal polarizabilities,

i 16 [(Ml + 12My)M{ Ay

(M + 12M)M3 A %)
B 13 Mfot ’

5
M tot

where M and M, are the individual masses of the two neutron
stars, Aj and A; are the two star’s tidal polarizabilities, and Mo
is the total mass of the system. In the left panel of Figure 2, I show
the correlation of the average radius of the two neutron stars in a
binary with the binary tidal polarizability, in this case for a system
like GW170817. However, such a relation exists for any neutron-
star binary. By measuring A from the gravitational-wave signal,
one can constrain the radius.

The LIGO-Virgo collaboration (LVC) was able to observe
the signal GW170817 for about 100s (several 1000 revolutions,
starting from 25 Hz). A detailed analysis of the signal [49] allowed
a precise determination of the chirp mass Mpirp, defined as

3/5
Mchirp = (1\/[11\/[72)1 . (6)
(My + Mp)'/3

From the signal, the LVC could also extract the mass ratio g =
M;/Mj, where M; is the mass of the heavier and M, the mass
of the lighter neutron star in the binary. Finally, several groups
have analyzed the gravitational-wave data and provided posterior
probability distributions for the binary tidal polarizability, p(A).
These probability distributions are normalized to 1 and are
marginalized over the systems properties, like the EOS, the
individual neutron-star masses and spins, etc. Hence, these
distributions define the probability p that the two neutron stars
in GW170817 had the binary tidal polarizability A. I show the
result from several extractions in the right panel of Figure 2.

In particular, I show the probability distributions extracted by
the LVC [49] and from the analysis of De et al. [51] for the two
extreme cases [uniform mass prior (u) and mass prior informed
by double neutron stars (d)], as well as fits to the LVC distribution
of Tews et al. [50]. In these analyses, parametric models for the
EOS have been tested against the observed gravitational-wave
data for varying system parameters using Bayesian statistical
inference tools. The result of these analyses are multidimensional
posterior functions for the tidal polarizability. Marginalizing
over the various system parameters results in the function p(A).
For more details on the extractions I refer the reader to the
corresponding references. Because the neutron-star deformation
appreciably impacts the gravitational-wave signal only during
the last few of several thousand observed orbits [52, 53], the
uncertainty of the extracted tidal polarizability is rather large.
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In addition, there are ambiguities among several parameters,
e.g., the neutron-star spins and the tidal polarizability, which
additionally increase the uncertainties.

The results for p(A) were used by several groups to constrain
the MR relation of neutron stars [55-59]. It was found that
enforcing the constraint on A rules out equations of state that
are rather stiff and produce neutron stars with large radii. In
particular, it was found that the radius of a 1.4Mg neutron
star, Rj4, can be constrained to be R;4 < 13.6 km. The
observation of the first neutron-star merger, GW170817, was
also very remarkable because the gravitational-wave signal was
not the only observed signal. In addition, the electromagnetic
counterpart, or kilonova, was observed in multiple wave lengths,
and allows to impose additional constraints on the EOS. The
kilonova seems to be inconsistent with a direct collapse of the
merger remnant to a black hole and, hence, rules out very
soft EOS that cannot support sufficiently large neutron-star
masses [60]. The kilonova is also inconsistent with the formation
of a long-lived neutron star [61] and, hence, rules out EOS with
maximum masses larger than about 2.2-2.3 M, [61, 62]. Hence,
the kilonova observations seem to prefer a delayed collapse of the
merger remnant to a black hole. I will discuss the impact of these
observations later.

3. MICROSCOPIC APPROACH FOR
ASTROPHYSICAL APPLICATIONS

To constrain the neutron-star EOS from microscopic
calculations, we need to understand the properties of the
nuclear matter in the core of neutron stars. This system is
described by a fluid of neutrons at nuclear densities with a small
fraction of protons and electrons in B-equilibrium. Calculating
the EOS of neutron-star matter is a challenging task because the
interactions among nucleons are usually non-perturbative and

have a complicated spin-isospin structure. Furthermore, given
any nuclear interaction, an accurate and precise way of solving
the many-body Schrodinger equation is needed to solve the
many-body problem.

For strongly-interacting matter, there are several
computational methods that have been used to solve the
many-body problem. These methods include, for example,
many-body perturbation theory (MBPT) [63-67], the coupled-
cluster method [68], the self-consistent Green’s function
method [69, 70], or the Brueckner-Hartree-Fock approach [71].
Here, I illustrate how to calculate properties of the EOS of
neutron stars using precise and accurate quantum Monte Carlo
methods [17] combined with modern nuclear Hamiltonians that
allow to estimate the theoretical uncertainties.

3.1. Quantum Monte Carlo Method

Quantum Monte Carlo methods are one among several many-
body methods to solve the Schrodinger equation for strongly
interacting nucleonic matter. In particular, QMC methods
solve the nuclear many-problem non-perturbatively and with
controlled approximations, which makes QMC methods quasi-
exact. They have been very successfully used in studies of nuclear
matter and light nuclei [17, 72]. Several implementations of
QMC methods have been developed over the years, e.g., Green’s
function Monte Carlo (GFMC) [73] or auxiliary-field diffusion
Monte Carlo (AFDMC) [74]. In this contribution, I will focus
on the AFDMC method that has been used extensively to study
nuclear matter for astrophysical applications [3, 33, 75-80].

The main idea of Quantum Monte Carlo methods is to
stochastically solve the many-body Schrédinger equation to
extract the ground state of a system, by evolving a given trial wave
function of the many-body system, Wy, in imaginary time T = it,

W(r)=e HT Wy, . (7)
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Here, H is the Hamiltonian of the system, given by a collection of
point-particles interacting via two-, three-, and other many-body
forces (indicated by ellipses),

ZmN sz +Y v+ Y Vgt (®)

i<j i<j<k

The first term is the nucleon kinetic energy with nucleon mass
my, vij is the nucleon-nucleon (NN) interaction, Vi describes
three-nucleon (3N) interactions, and so on. I will discuss the
Hamiltonian in the next section.

When expanding the trial wave function Wy in eigenfunctions
of the Hamiltonian ®;, Wy = Y ,¢;®P;, one can rewrite
Equation (7) as

W(r) = e H* Z ci®; = Z cie BT,
i i
= ¢ For co®o + Z Cie_(Ei_EO)TQi , )
i>1
where the index i = 0 describes the lowest-energy eigenstate

in the trial wave function (typically the ground state of the
system). As a consequence, when evolving Wy in imaginary time
as shown above, excited states (with E; > Ej) are exponentially
suppressed and will be projected out from the trial wave function
for evolutions to sufficiently large imaginary times. Only the ®g
contribution will remain after this process. Hence, given a good
trial wave function with overlap with the true ground state of the
system, the imaginary-time evolution projects out this ground
state and allows to access its properties.

Let us discuss this process in more detail. QMC methods
formulate the many-body problem in coordinate space. Then,
the many-body Schrodinger equation in imaginary time for N
nucleons reads

d

H|VR,1))=—— |¥U(R,7)), (10)

ot
where the vector R = {ry,...,rn,81,...8y} contains the
configurations of all N particles with respect to all degrees of
freedom, i.e., their positions r; and their spin-isospin spinors
s;, that contain amplitudes for all possible spin-isospin states:
|p T), ),In 1), and |n |). In bra and ket notation, n and
p denote neutrons and protons, respectively, and the arrow-up
and -down indicate spin-up and -down. One can rewrite the
Schrodinger equation, and obtain the wave function at imaginary
time 7, |V (R, 1:)), from the wave function at 7y (which I set to
79 = 0 in the following for simplicty) due to time evolution,

|¥(R, 7)) = e HO) |W(R, 1)) . (11)
Projecting this equation into coordinate space and inserting a
completeness relation, this leads to the general solution for the

Schrédinger equation:

U(R,T) = f d*R' GR, R, 7)¥(R’,0), (12)

with the Green’s function or propagator

GR,R,7) = (Rl 7 [R) = Rl THIT|R) . (13)
Here, T denotes the kinetic energy part of the Hamiltonian
and V the potential part. By solving this integral equation for
large imaginary times, one projects out the ground state, as
discussed before. The crucial ingredient to accomplish that task
is to compute the Green’s function.

The simplest case for the Green’s function is given for the
free system with vanishing interactions, V' = 0. In this case, the

propagator can be computed analytically:
Go(R,R,7) = (R|e" 17 |R))
7
= (Rle 2 =" |R)
3N
= (7}’" ) e Zz (1',—1')

2T (14)

Adding an interaction is non-trivial. Ideally, one would like to
be able to compute the matrix elements for T and V separately,
because the element for T can be calculated analytically.
However, T and V cannot simply be separated as they are both

arguments of the exponential function. A solution is offered by
the Trotter-Suzuki formula [81], which allows to simplify the
propagator for a small timestep At < 1:

_h (P47 ~(+5+5)ar
eHAt:e(T+V)Ar:e( 7T73

o7 AT~ TAT =T A +0(AaT). (15)

The smaller the imaginary time step, the smaller is the error of
this approximation. This approximation is now used to calculate
the propagator in Equation (13) for very large imaginary times t,
by splitting the total propagator into n small time steps, and using
Equation (15) at each time step:

GR,R,7) = (Rl " |R) =
= (RI(12)"[R)

= /d3R1/d3R2.../d3Rn G(R,Ry, AT)G(R{, Ry, AT) - - -
G(RnyR/, AT),

R| —HnAt |R/)
(16)

where the R; describe paths in configuration space.
To add an interaction in Quantum Monte Carlo methods,
it is important that the interactions are local, i.e., (R| v |R’ > =
V(R)S(R — R’), and, thus, the potential is only a function of
particle separations. In this case, the propagator for small time
steps simplifies to
T —TAc —EAT
e TR [R))

R
G(R;, R}, A1) = (Rj|e 2 (17)

VR)LVR)

Go(R;,Rj, AT)e” 2

To write the propagator in this form, it is necessary to being
able to separate all momentum dependencies as a quadratic
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Zfil p? term like above, which can generally be done only
for local interactions. In this case, the interaction parts can
be easily evaluated by exponentiating a small spin-isospin
matrix. For non-local potentials, the evaluation of the propagator
would involve the numerical calculation of derivatives, which is
computationally too expensive.

Inserting this solution into Equation (12), one obtains

(R)+V(R)
(R, T+ A7) = /d3R/ Go(R, R, Ar)e 5 ATY(R, 7).

(18)
This equation is then solved consecutively for many small time
steps until convergence is achieved. The remaining integrals are
solved stochastically using Monte Carlo techniques, by averaging
over a large number of configurations, or walkers, that are
simultaneously evolved in imaginary time. Hence, this method is
called Quantum Monte Carlo method. Each walker is propagated
along a path sampled according to the Gaussian factor in
the integral and observables are calculated once convergence
is reached. During the evolution, additional techniques like
importance sampling and branching are implemented to improve
convergence and reduce the computational cost.

For fermionic systems of interest in nuclear physics, the wave
function is antisymmetric and contains many changes in sign.
Hence, the integrands in the previous QMC integrals are highly
oscillatory and lead to very large statistical uncertainties, so that
no information can be obtained from the calculation. This is
known as the fermion sign problem. The QMC algorithms I
discuss here need the trial wave function to have a definite sign
to mediate the sign problem. In practice, the wave function space
is split into regions of positive and negative wave functions,
defining a nodal surface at which the wave function changes
sign. Generally, walkers that cross the nodal surface are removed
from the evolution. This approximation is called fixed-node
approximation [82, 83]. A generalization of this approximation to
complex wave functions is called constrained-path method [84-
86], constraining the path of walkers to regions of space where the
overlap of walker and the trial wave function has a positive real
part. In the following, I will present results that were obtained
using the constrained-path method.

To estimate the impact of this approximation, one can
perform a so-called unconstrained evolution after the
constrained-path evolution is completed. In this process,
the approximation is abandoned and the walkers are allowed to
cross the nodal surface. The simulation is performed until the
sign problem creates noise that is too large. If a good trial wave
function was chosen in the beginning of the QMC calculation,
the change from the constrained to unconstrained result is very
small, because the nodal surface of the trial wave function is
sufficiently close to the nodal surface of the true ground state. In
that case, the constrained-path approximation is good and leads
to results close to the true answer.

In Figure 3, I show an example for the ground-state energy
of *He from Lynn et al. [89]. In the example, first a constrained-
path evolution was performed using the GFMC method until an
imaginary time of T &~ 0.5 MeV L. It can be seen that the energy
drops fast and levels off after sufficiently large imaginary times.

At this point in the evolution, all excited state contributions
have been projected out and differences to the true ground-
state energy are due to the constrained-path approximation.
Afterwards, an unconstrained evolution was performed, which is
shown in more detail in the inset. The unconstrained evolution
presents only a small correction to the constrained result, which
highlights the quality of the trial wave function in this case. This
does not need to be the case, as I show in the right panel of
Figure 3, where the unconstrained evolution is presented for a
calculation of °0O using AFDMC. In this case, the trial wave
function leads to a constrained-path result far from the true
ground state of the system (at ¢ = 0), and the unconstrained
evolution is necessary to extract the final answer.

Typically, the unconstrained evolution is very important for
nuclei and considered less important when calculating nuclear
matter relevant for astrophysics. Hence, in the following I will
only show results obtained using the constrained-path evolution.
However, please see Piarulli et al. [79] for a recent analysis of the
quality of the constrained-path approximation when calculating
neutron matter with realistic Hamiltonians.

In the following, I will explain how a Quantum Monte
Carlo calculation is done in practice. The first step of a QMC
calculation of infinite matter is a Variational Monte Carlo (VMC)
calculation. The VMC method is used to calculate the properties
of the given many-body system starting from a trial wave
function, Wy, which is usually chosen of the form

[Wy(R)) = [Fc + F2 + F3]|®(R)) , (19)

where the factor F¢ accounts for all the central spin/isospin-
independent correlations, and F, and Fs are linear spin/isospin
two- and three-body correlations; see Carlson et al. [17] for
details. The part |d>(R)) is usually given by a Slater determinant,

|®(R)) = A []‘[ |¢a(ri,s,~))} , (20)

where the index o labels the single-particle states which depend
on the studied system, and set the correct quantum numbers.
For nuclear matter of interest here, |®) is built from a Slater
determinant of plane-wave states with momenta k;. The k; are
given by quantized momenta in a finite box with periodic
boundary conditions, whose dimensions are determined by the
chosen density and number of particles. The choice of periodic
boundary conditions allows to study the infinite system [76]. The
energy at the VMC level can be calculated as

_ <\IIV|H|\IIV> _ ZU‘[ de‘Ij;I;(R)O> f)H\IJV(R,O,T)

U Wy T Y, JdRY (R0, 1)Uy (R0, )
(21)

and provides an upper bound to the true ground-state energy,
Ey < Ey. Here, 0 = {o1...0Nn},and T = {11 ... 17N} include
all particles’ spins o, and isospins ;. The above equation can be
written as

_ Yor JARP(R, 0, T1)HYV(R,0,7)/ ¥y (R, 0, 7)

E
v > .. [dRP(R,0,7)

» (22)
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FIGURE 3 | Left: The imaginary time evolution for the ground state energy of “He in the GFMC method using the local chiral two- and three-nucleon interactions of
Gezerlis et al. [87], Gezerlis et al. [88], and Lynn et al. [3] at cutoff Ry = 1.0 fm. The figure shows the constrained evolution, i.e., an evolution where the nodal surface is
fixed, while the inset shows the unconstrained evolution. Reprinted figure with permission from Lynn et al. [89]. Copyright 2017 by the American Physical Society.
Right: The unconstrained evolution for the ground-state energy of '°0 in the AFDMC method (blue points) using the same local interactions. The red line represents
an exponential fit to the data to extrapolate to the final result (green band). Reprinted figure with permission from Lonardoni et al. [90]. Copyright 2018 by the American
Physical Society.

where P(R,o0,7) is a probability distribution. Typically, one
chooses, P(R,0,7) = Wy (R,0,7)¥y(R,0, 7). The probability
distribution P is then used to sample the configurations that
are used to stochastically solve the multidimensional integral
by employing Monte Carlo integration methods, e.g., the
Metropolis algorithm.

It is obvious that the results of a VMC calculation depend
strongly on the choice of the variational wave function, because
no diffusion as described in the beginning of this section is
performed. However, since the VMC method offers an upper
bound to the true ground state of the system, it allows to improve
the variational wave function for a given system, which feeds
into all subsequent parts of the calculation. This is done by
varying all the parameters that describe the trial wave function,
e.g., the correlations in Equation (19), and minimizing the
variational energy. For the optimal set of variational parameters,
the optimized trial wave function serves as input for the next step
of the calculation, where diffusion Monte Carlo methods are used
to perform the imaginary time evolution.

The most accurate diffusion Monte Carlo technique is GFMC,
where each walker contains not only the nucleon positions
but also a complex amplitude for each possible 24 () spin-
isospin configuration of the A nucleons including Z protons.
In particular, in addition to the Monte Carlo integration over
all spatial coordinates described above, summations in spin-
isospin space are performed explicitly in GFMC. Because nuclear
forces contain quadratic spin-isospin operators, components for
all possible nucleon pairs have to be retained and accounted for
explicitly. Hence, the scaling of the GFMC method with A is
exponential, which makes it suitable to study light nuclei but
unsuitable to study systems with large numbers of nucleons, like

nucleonic matter. GEMC calculations are presently limited to 12
nucleons or 16 neutrons [91].

Instead, for nuclear matter discussed in this contribution,
the AFDMC method [74] is more suitable. In AFDMC, all the
summations in spin-isospin space are performed stochastically
and quadratic spin-isospin dependences are linearized, which
improves the scaling behavior but at the cost of less accuracy.
This is made possible by using a Hubbard-Stratonovich
transformation for an operator O,

1o\ 1 x> A
exp <—£AO ) = ﬁ/dxexp (—? + \/—_)»xO) . (23)

As a consequence, dependences on spin-isospin operators can
be changed from quadratic to linear, at the cost of additional
integrations over the variables x;, called auxiliary fields. The
Hubbard-Stratonovich transformation is exact when the integrals
are exactly solved, but only statistically exact when Monte Carlo
sampling is used like in the AFDMC method. As a consequence
of applying the Hubbard-Stratonovich transformation, the wave
function can be written as a product of single-particle spin-
isospin states, which is a large simplification and improves the
scaling behavior from exponential like in GFMC to linear or
polynomial in the nucleon number A.

Following Schmidt and Fantoni [74] and considering only
quadratic spin, isospin, and tensor operators, the potential can
be written as

1 1
V =Vg+ 3 Z UiaAgg,;ﬂUjﬁ + 3 Z GiaAgg’]T-/;OjﬁTi ‘T
i,jf iojp

1 (1)
+5§4Awn~q, (24)
B
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where the first term contains all spin-isospin-independent
parts of the interaction, the second term absorbs the isospin-
independent but spin-dependent parts, and so on. Here,
Latin indices label nucleons and Greek indices label Cartesian
components. For the m eigenvectors and eigenvalues of these
matrices, one finds

(o)
ZAW s = MV (25)
). ( (o1)
Z AT = 2w, (26)
jB
ZA(T),(/I — )L(T I)0(7) . (27)

j

For the matrices Afg;ﬁ and A(U;3 the index m ranges from 1 to
3A, while there are A eigenvectors and eigenvalues for the matrix
A(T) Using this set of eigenvectors and the eigendecomposition
of the A matrices, the potential can be rewritten as

V = VSI + = Z O(U)ZA(U) + = 23: Z O((T‘E)Z}\(Jr

oz 1m=1
13 A
EEPIDIL @8)
a=1m=1
where

09 = Zajﬂwfgjﬁ, (29)

O(or) Z Tia OjB Wr(:;p) > (30)

(31)

Oﬁ;a = ijawm,j
i

The Hubbard-Stratonovich transformation is now applied to this
interaction to linearize all spin-isospin dependences. Hence, wave
functions only need to depend on single-particle spinors,

Isi)y =ailpt)+bilpd)+cilnt)+dilnl). (32)
This allows to treat O(10)-O(100) nucleons in AFDMC.

When calculating nuclear matter, one typically simulates N
particles in a cubic box with size L, where L is determined in
such a way that the number density n in the box reflects a
chosen value, L = (N/n)'/3. To avoid finite-size effects, the
particle number N has to be chosen sufficiently large to probe
the thermodynamic limit. As stated before, for nuclear matter
the trial wave function is constructed from plane waves in a
box with periodic boundary conditions (the implementation of
twist-averaged boundary conditions [92] is currently explored).
For periodic boundary conditions, the momenta are defined as
ki = 2T’T(nx, ny, nz). Here, the numbers ny, ny, and n, are integer
numbers. In this case, the system acquires a shell structure, and
the shell number is given by I = n? + nﬁ + n?. Typically, since

a homogenic and isotropic system is considered, calculations
are only performed with closed shells. For I = 0 there is
one combination of ny,ny, and n;, for I = 1 there are six
combinations, etc. Then, shell closures are given for 1, 7, 19,
27, 33, etc. particles for a given spin-isospin configuration. In
pure neutron matter, this leads to shell closures for N =
2,14, 38,54, 66, etc., as neutrons can be spin-up and spin-down.
Due to growing computational costs associated with larger and
larger particle numbers, for neutron matter one typically chooses
N = 66 (33 spin up and 33 spin down neutrons). When
comparing results for the free Fermi gas in a box as a function
of particle number, it was found that N = 66 gives results close
to the thermodynamic limit [75, 93].

3.2. Local Chiral Interactions

In addition to the many-body method, it is necessary to specify
a model for the nuclear interaction that defines the interaction
terms in Equation (8). In the past, Quantum Monte Carlo
methods have been used with phenomenological interactions of
the Argonne type [94, 95] and 3N interactions of the Urbana [96]
and Illinois [97] families with great success. However, the last
years have seen the development of new local interactions within
the framework of chiral effective field theory (EFT) [3, 87, 88,
98-100]. This enabled QMC calculations with a much greater
number of nuclear interactions. While the interactions are not
the focus of this review, in this section I briefly discuss local
chiral interactions. For more details, I refer the reader to the more
detailed reviews in Lynn et al. [72] and Piarulli et al. [101].

Chiral EFT [18-20] is a low-energy effective theory for QCD
in terms of nucleon and pion degrees of freedom. It is naturally
formulated in momentum space in terms of the momentum
transfer ¢ = p’ — p and the momentum transfer in the
exchange channel, k = (p + p’)/2, where p and p’ are the
average momenta of the incoming and outgoing particles. When
performing a Fourier transformation to coordinate space, all q
dependences transform to dependences on the relative distance
of particles i and j, r = r; — rj and, hence, are local, while k
dependences transform to gradients and, hence, non-localities.
As a consequence, to implement a chiral interaction in QMC
methods the interaction can only depend on q.

Chiral EFT is grounded in a separation of scales between
the typical momentum scale of nucleons in nuclear systems Q,
of the order of the pion mass, Q ~ my, and high-energy
scales that denote the appearance of new degrees of freedom that
are not explicitly accounted for in chiral EFT. The appearance
of these high-energy degrees of freedom is marked by the
so-called breakdown scale Ay, and beyond this scale, chiral
EFT interactions can not be reliably employed in many-body
calculations anymore. The nuclear interaction is then expanded
in terms of (Q/Ay)" according to a so-called power counting
scheme. This scheme leads to a systematic expansion for nuclear
interactions that makes chiral EFT very powerful. First, one can
work up to a desired accuracy by going to higher and higher
orders in the expansion. Second, one can estimate theoretical
uncertainties based on the order-by-order contributions to a
certain observable [102]. Another powerful advantage of chiral
EFT interactions is that many-body forces naturally appear in
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the expansion and are intimately connected to the two-nucleon
sector. This provides a systematic guiding principle to improve
all individual parts of the nuclear Hamiltonian, in contrast to
phenomenological interactions.

In chiral EFT, all the unresolved, short-range, high-energy
physics beyond the breakdown scale is parameterized by a
set of short-range contact operators among nucleons, which
obey all the relevant symmetries [101]. For example, at leading
order (LO), where v = 0 and the interaction is momentum-
independent, the contact part is given by

V!“o?lt(q;k) VCLO?u ajl+ar01-02+a3T1-T2+0401-02T1-T2,

(33)
where the «; are low-energy couplings (LECs) that absorb the
contributions of high-energy degrees of freedom. These LECs
are typically fit once to experimental data, e.g., NN scattering
phase shifts or cross sections. The resulting Hamiltonian can
then be used to make predictions for all nuclear systems, e.g.,
the nuclear matter of interest to this contribution. At next-to-
leading order (NLO), where v = 2, the contact interactions are

momentum-dependent:

Vi @k = v +ng oo+ yqd T
+ yaqior 02T Ta+ s K+ vk or 0y
+ y kT T+ sk - oaT T
+ 19 (01 +02)(@x k) +y0(01 +02)(@x KTy -7
+ yulor-q@)(o2-q) + yi2(o1 - Qo2 @1 - 72
+ yi3(01 -k)(02 - k)
+ yualor -K)(o2 - K71 - 72, (34)

where the y; are the LECs at NLO.

In addition to contact interactions, chiral EFT explicitly
includes long-range pion exchange contributions. At LO for
example, chiral interactions include the one-pion-exchange
interaction (OPE), given in momentum space by

gA gi-

4f2

0i-q0j-q

(0)
VOPE(Q) 2y m2

— 5 Ti- Tj: (35)

where g4 is the axial-vector coupling constant of the nucleon, f;
is the pion decay constant, and my is the pion mass. Similarly
to the short-range part, at higher orders more involved pion
exchange contributions need to be accounted for.

These interactions are then Fourier transformed from
momentum to coordinate space. To implement chiral
interactions in QMC methods, local interactions need to be
constructed. There are two sources of possible non-localities: (i)
non-local operators that depend on k, see, e.g., Equation (34), or
(ii) non-localities originating in the choice of so-called regulator
functions, that are necessary in many-body calculations to cut off
diverging momentum dependences.

The first source of non-localities can be avoided by choosing
a local set of contact interactions. Let me explain the basic
idea. Since chiral forces describe fermionic interactions that
are typically used between antisymmetrized wave functions,

it is intuitive to define the antisymmetrized interaction
Vas = 1/2 (V — A[V]), with the antisymmetrizer

AV@W] = {1+ ai-0)(1 47 T)

1
><V<q—> -2k k — —Eq> . (36)

Constructing the antisymmetrized LO interaction, one obtains

1
Vc(g;t,as = 2 <1 - 7(1 +oi- GJ)(I +Ti- T]))

3 3 3 9
=(-a1—-ay— 03— —«
R R S

vy

cont

1 5 3 3
+ <—§Ol1 + 3% T g® + 8“4) 0i-0j
1 3 5 3
+ <—§0t1 e + e + 8“4)
1 1 1 3
+ < gal + 8a2 + 80[3 =+ 80{4) c0; T

- - 2. -
ZC5+CT6i~(Tj+<—§C5—CT>T,‘-T]‘

1.
+<_5CS>Ui'UjTi'Tj~

Hence, one finds that if the LO chiral interactions are used
between antisymmetrized wave functions, only two out of the
four couplings are linearly independent. This is also intuitive, as
the LO interactions describe the two possible S-wave scattering
channels. As a consequence, it is sufficient to choose two out of
the four operators and the common choice is

(37)

V(O)t—Cs—i-CTO','-O'j. (38)

con
Similarly, at NLO, it is possible to choose only 7 out of
the 14 operators given in Equation (34). To construct local
interactions, one chooses the 6 local terms as well as the spin-
orbit interaction ~ yy that can be treated within QMC methods.
All the additional operator structures are then generated through
antisymmetrization. Furthermore, pion-exchange interactions
are local up to next-to-next-to-leading order (N>LO).
To avoid the non-localities due to the choice of regulator
function, one typically defines these functions directly in
coordinate space, e.g., by

C(ry1\ "™ n ("
Siong(r) = (1 —e (Ro) ) s fohort(r) = Wl’(%)e (RO)

(39)
where fiong(r) is a long-range regulator and fiort(r) is a short-
range regulator, and Ry is the cutoff scale. The long-range
regulator function is applied to pion-exchange contributions, and
cuts off short-range divergences ~ 1/r", while the short-range
regulator smears out short-range delta-like contact interactions.
When applying these regulator functions, regulator artifacts
might appear that have to be carefully analyzed [103, 104].
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It can be shown that it is possible to construct local
chiral interactions up to N2LO [87, 88, 98, 100] using the
ideas described above. These interactions can then be used in
QMC methods. The N2LO interactions used in the following
describe nucleon-nucleon phase shifts up to laboratory energies
of 500 MeV within uncertainties, except the triplet D-wave
phase shifts. To properly describe these phase shifts, it is
necessary to construct interactions at next-to-next-to-next-to-
leading order (N3LO), because only at that order D-wave
contact interactions appear. At N°LO, however, only 8 out of
30 operators are local and, hence, there are too many non-local
operators for this approach to work. Possible solutions are the
definition of maximally local potentials [6], or the perturbative
treatment of non-localities. The continued development of local
chiral interactions is work in progress. However, I would like
to stress that when describing neutron matter the triplet D
waves vanish.

A detailed discussion of local interactions is not within the
scope of this contribution and I refer the interested reader to
Piarulli and Tews [101], where the derivation of local chiral
interactions in both the delta-full and delta-less approaches (i.e,
including explicitly delta-isobar degrees of freedom or not) is
explained. In addition, Piarulli and Tews [101] explains the
regularization scheme and appearing regulator artifacts in great
detail. Local chiral interactions have been successfully used in
calculations of nuclei [6, 7, 90] and I refer to Lynn et al. [72]
for a review of recent results. In section 4, I will show how
to use QMC calculations with chiral interactions to understand
neutron stars.

3.3. Strengths and Weaknesses of the QMC
Approach

Before discussing results, I would like to discuss strengths and
weaknesses of the QMC approach with local chiral interactions
compared to other many-body approaches mentioned before.

A major weakness of QMC methods is that they can only
employ local interactions. This makes many contemporary
nuclear Hamiltonians, especially many chiral Hamiltonians, not
suitable at the moment. For example, as stated before, this
currently limits the order of the chiral interactions employed
in QMC methods to be below N3LO, while other many-body
methods can typically employ interactions at higher orders. The
need for local interactions presents a very strong limitation
of QMC methods, and leads to additional problems, e.g., the
appearance of regulator artifacts due to the violation of Fierz
rearrangement freedom [104]. These regulator artifacts increase
the uncertainties of the calculations [3].

However, even though QMC methods can only explore local
interactions up to NLO, they are capable of solving the many-
body problem also for hard, high-cutoff interactions in an
accurate and precise manner. While other many-body methods,
can employ a wider range of interactions, they are typically
limited to perturbative, low-cutoff interactions, for which these
methods converge. Typically, bare chiral interactions have large
Weinberg eigenvalues [105] and need to be softened to be
implemented in most many-body methods. This is done by either
employing low cutoffs of the order of 400 MeV from the start or
by using softening transformations, e.g., the similarity RG (SRG).

The ability to employ hard and/or bare interactions presents a
major strength of QMC methods.

Work on constructing NLO interactions for QMC methods is
under way, see, e.g., Piarulli et al. [6]. Furthermore, work on high-
cutoff local interactions is in progress, which will allow to explore
cutoff regions where regulator choices become less important and
where uncertainties from regulator artifacts are reduced [106].

4. RESULTS FOR NEUTRON STARS
4.1. The Dense-Matter Equation of State

To describe neutron stars, one needs access to the EOS, i.e., the
relation of energy density and pressure; see section 2. In the
following I will discuss how to extract this information from
QMC simulations of nuclear matter.

Quantum Monte Carlo simulations are typically performed
for A nucleons in a box with volume V = L3. The result of
these simulations is the total energy per nucleon in the box, E/A,
as a function of the number density n = A/V and the chosen
proton fraction, x = n,/(n, +np) = Z/A, where n, is the proton
density, n,, is the neutron density, and Z is the number of protons
in the box. The proton fraction determines the ratio of protons to
neutrons, and is typically less than 10% in the core of neutron
stars. Given the quantity E/A(n, x), it is easy to reconstruct the
energy density and pressure:

my-A+E E
= =" -, 40
€ % n <mN+A> (40)
9E  ,0E/A
= —-—— = . 41
P="5v =" Ton (41)

The proton fraction is determined by the B-equilibrium between
protons, neutrons, and electrons and results from the condition

/VLH(”) x) - Mp(n)x) + Me(”>x) > (42)

where the u; are the chemical potentials of neutrons, protons,
and electrons, respectively. The chemical potential can also be
obtained from E/A(n,x). At a given density, Equation (42)
determines the proton fraction x. Hence, if one calculates
E/A(n,x), one can obtain p(n) and €(n) in B-equilibrium, and
from this the EOS.

Ideally, a calculation of E/A(n, x) at arbitrary proton fraction
would be desirable to compute the EOS in B equilibrium.
However, this is computationally expensive because several
values of x would need to be computed for each density.
Furthermore, with the addition of protons, interactions become
more complicated to treat in QMC methods for nucleonic matter.
For neutron stars, due to the small proton fraction, one generally
starts from calculations of the pure neutron system with x = 0,
called pure neutron matter (PNM), because the calculation is
much easier as only certain parts of the interaction contribute.
The AFDMC method is ideally suited to study pure neutron
systems, and has been extensively used in the past for calculations
of neutron drops and PNM [3, 33, 75, 76, 79, 99, 107, 108]. From
PNM, one can typically extrapolate to small proton fractions
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FIGURE 4 | EOS of PNM obtained from QMC calculations with local chiral
interactions at N2LLO from Tews et al. [33]. The band indicates the theoretical
uncertainty of the calculation, which mainly originates in the uncertainty of the
nuclear interaction [3]. The chiral EFT band is compared with several model
EOS for astrophysical calculations. Republished with permission of IOP
Publishing, from Gandolfi et al. [30]; permission conveyed through Copyright
Clearance Center, Inc.

by using empirical information from symmetric nuclear matter
(SNM) with x = 1/2:

E

X(n’x) = Esnm(n) + (1 — 2x)%S(n), (43)
where S(n) = Epnm(n) — Esnm(n) is the symmetry energy and
denotes the difference between SNM and PNM. The SNM EOS
can be expanded around saturation density as

K() (n — Ny (44)

2
Esnm(n) = Ep + — + 0,
2! 31’1()

where Ey ~ —16 MeV, ny ~ 0.16 fm~3, and Ky ~ 230 MeV
are empirical parameters that can be constrained experimentally.
Using this information, the EOS of PNM can be easily extended to
the small proton fractions of the order of 5% in S-equilibrium; see
also Hebeler et al. [109]. I would like to note that, instead of using
empirical values for the SNM parameters, it is also possible to
calculate these parameters using QMC methods and local chiral
interactions. This has very recently been achieved in Lonardoni
et al. [80].

In Figure 4, I show AFDMC results for the energy per particle
for 66 neutrons in a box as a function of density [3, 33].
The results have been obtained with local chiral interactions
at N?LO with coordinate-space cutoff Ry = 1.0fm (red
band), where the band denotes the theoretical uncertainty

from the nuclear interactions as estimated from the order-by-
order results [102]. In addition, the results are compared to
results for astrophysical model EOS that are commonly used
in astrophysical simulations: the Lattimer-Swesty EOS with
incompressibility K = 220 [110], the TM1, SFHo, and SFHx
EOSs (Hempel, private communication), the FSU and NL3
EOSs (Shen, private communication), and the DD2 EOS (Typel,
private communication). It is obvious that the QMC calculations
put strong constraints on the EOS of PNM, and disfavor several
EOS, in particular EOS that lead to large pressures (large slopes of
E/A with density). The L parameter, which is defined as the slope
of the symmetry energy at saturation density and is connected to
the pressure of PNM at saturation density, is found to lie in the
range L = 24 — 68 MeV [80]. The calculation of PNM is now the
starting point to construct the neutron-star EOS.

To study neutron stars, we have to extend these calculations
threefold. First, as discussed before, we have to extend the
PNM EOS to finite proton fractions in -equilibrium. Second,
at low densities, neutron stars have a crust that consists of a
lattice of nuclei and has to be taken into account. It is possible
to replace the EOS at low densities, below ~ 1/2ng, with
phenomenological crust EOS models. In Tews [111], I have
shown how to use neutron-matter calculations and information
on SNM to construct a crust EOS with theoretical uncertainties
in the Wigner-Seitz approximation. In this approximation, the
Wigner-Seitz cell is modeled as a nucleus with density ny,c and
proton fraction xnuc surrounded by a pure neutron phase in
equilibrium. The two phases can be modeled using the results of
many-body calculations and I refer the reader to Tews [111] for
more details. The results of this crust model are also in excellent
agreement with phenomenological crust models. This crust EOS
replaces the EOS at low densities. Third and final, as one can see
in Figure 4, the uncertainty from calculations with chiral EFT
interactions grows fast with density because momenta approach
the breakdown scale. Beyond approximately 2ng,, calculations
with local chiral interactions are not reliable anymore [33].

To reliably extract neutron-star properties, it is crucial to
find a way of extending QMC calculations to higher density
in a model-agnostic way, to avoid introducing any systematic
uncertainties. In Tews et al. [33, 50, 59], we have developed an
extension of QMC calculations to higher densities using the speed
of sound cs; see also Greif et al. [112]. This extension uses the
QMC calculations, extended to B-equilibrium and including a
crust, up to a certain density n,, which is varied between 1—2#n,;.
From these results, the speed of sound up to ny is calculated.
We do not know the speed of sound at higher densities, but we
know that it has to be smaller then the speed of light, due to
causality, and larger than 0, as the neutron star would otherwise
be unstable: 0 < ¢s < c¢. Hence, by sampling many curves
in the speed of sound plane, that are constrained up to ny by
QMC calculations and above by 0 < ¢s < ¢, we can gauge
the uncertainty in the neutron-star EOS. In practice, we sample
these curves as piecewise linear segments in the speed-of-sound
plane. From the resulting curves for cs, we then can reconstruct
the EOS and solve the TOV equations. The only observational
requirement we enforce is that each EOS has to reproduce the
heaviest observed neutron stars.
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I show the resulting EOS envelopes in Figure5 for ny =
nsat (left panel) and ny = 2ngy (right panel). These envelopes
include all EOS that are consistent with QMC calculations at low
densities. The range where low-density constraints from QMC
calculations are enforced can easily be identified from the plots.
Atlarger densities, there is a great freedom for the EOS. However,
even though uncertainties of the QMC calculations grow fast with
density, the additional information from such calculations in the
density range between 1 — 2ng, constrains the EOS significantly.

4.2. Neutron-Star Structure

Using these two sets of EOSs and solving the TOV equations (2),
we can obtain the masses and radii of neutron stars as constrained
by microscopic QMC calculations with uncertainty estimates
from chiral EFT. We show the resulting MR envelopes in
Figure 6 again for the cases ny = ng, (left panel) and ny = 2ng,,
(right panel). In the first case (left panel), the radius of a typical
1.4M¢ neutron star is constrained to be between 8.4 — 15.2km.
The maximum mass can reach values as high as 4 solar masses. It
is interesting to note that the observation of heavy neutron stars
directly impacts this uncertainty band, by ruling out too soft EOS.
We indicate the excluded region by the gray-shaded area. The
observation of heavier neutron stars, for example in Cromartie
et al. [44], would allow to place even stronger constraints on
soft EOS that produce low-radius neutron stars. Hence, neutron-
star mass observations are a powerful tool to constrain the EOS
of dense matter. However, even with such observations, the
uncertainty remains quite large.

As in the EOS case, a possible improvement for the radius
uncertainty is given by pushing the low-density constraints from
QMC calculations to higher densities. We show the resulting MR
envelope in the right panel of Figure 6 (for ny = 2ng,:), where
the gray-shaded area is shown for comparison. It is found that the
radius range for a typical neutron star reduces to 8.7 — 12.6 km,
much narrower than in the previous case. In this case, the upper
limit on the maximum mass reduces to 2.9Mg.

4.3. Neutron-Star Mergers

Finally, I address the recently observed neutron-star merger
GW170817 [46-49] and its impact on inferring the MR
relation. Using the information obtained from GW170817 and
its electromagnetic counterpart, the EOS in our set can be
analyzed according to their consistency with the gravitational-
wave and EM signals. In particular, the EM signal constrains
the EOS twofold: it disfavors a prompt collapse of the merger
remnant to a black hole (which requires the maximum mass
to be sufficiently large) [60, 61] and it disfavors a longer-
lived neutron star as merger product (which requires the
maximum mass to be sufficiently small) [61, 62]. This allows
to constrain each EOS by computing its threshold mass for
prompt collapse to a black hole [113, 114], Mresh, comparing
it with the total gravitational mass of GW170817, M, and
keeping only EOS where Mpresh > Mior- Also, each EOS
is required to have a maximum mass below 2.3Mq [61, 62].
Enforcing the gravitational-wave constraints as well as the
constraints due to the energetics of the kilonova using a Bayesian
analysis [115], this approach allows one to compute a posterior
probability for each EOS in our EOS sets. I show the results
in Figure 7.

It is found that the gravitational-wave data from GW170817
constrains the maximum radius of neutron stars but is not
informative for small radii [51, 116]. The observation of an
electromagnetic counterpart for GW170817 and the deduction
that there cannot have been a prompt collapse to a black hole, on
the other hand, eliminates EOS that are too soft and produce a too
small maximum mass, analogous to NS mass observations. This,
in turn, places alower limit on neutron-star radii. The upper limit
on the maximum mass, however, does not significantly constrain
the EOS posterior.

Assuming that local chiral EFT interactions remain valid up
to nuclear saturation density, one finds that very stifft EOS can
be ruled out by the tidal polarizability of GW170817. I show the
results in the left panel of Figure 7. If, instead, local chiral EFT
interactions remain valid up to twice nuclear saturation density,
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FIGURE 6 | Mass-radius envelopes for ny = neat (left) and ny = 2ns, (right). We show the EOS envelope given all constraints (red area), as well as the MR space
that is ruled out by the two-solar mass constraint and/or when enforcing chiral EFT constraints up to larger densities (gray areas). The results are compared to the
same EOSs shown in Figure 4. Adapted by permission from Springer Nature, Tews et al. [50], copyright 2019.

Ry=THA0% 12 i, = PRI

= Tw

+8P'T

9z =& L2

v1'0

Ry = 11.03%386 R, = 10.94+190

)

3

251 Il

........................................................... b=

o

\le]

| +

PR . S

A

R

= ”

° 3
= 15

= 1

= p

N

wu

1.0 s — I+
051

14 18

12
R (km)

FIGURE 7 | Mass-radius posteriors after constraints from the binary neutron-star merger GW170817 are enforced for the EOS set with ny = ngat (left) and nyy = 2ngat
(right). The shading of the individual MR curves corresponds to their posterior probability. The red-dashed lines indicate the mass range spanned by the prior, and the
red-dotted line indicates the maximum neutron-star mass constraint as inferred from GW170817. The colored contours indicate the 50th and 90th percent credibility

regions for the two neutron stars in GW170817, with the corresponding 1D marginalized posteriors plots on the sides. Figure taken from Capano et al. [115].

theoretical predictions for the EOS and gravitational-wave
observations agree from the start, and enforcing gravitational-
wave constraints does not impact the MR relation significantly
(right panel of Figure7). In both cases, the final results are
consistent with each other and provide the most stringent
constraints on the radius of a typical neutron star to date, R; 4 =
11.0707 km.

5. CONCLUSION AND OUTLOOK

In this review, I have discussed how to use QMC methods
in combination with local interactions from chiral effective
field theory up to N?LO to address the structure of neutron
stars. I have shown how to obtain constraints on the
EOS of dense matter, probed in the core of neutron stars,
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from microscopic calculations, and how these constraints
impact the mass-radius relation. I have addressed the impact
of the observation of heavy two-solar-mas neutron stars
and the first observed binary neutron-star merger and its
electromagnetic counterpart.

Quantum Monte Carlo methods have proven to be a
reliable tool to investigate the EOS of neutron and neutron-
star matter. Its recent combination with interactions from
chiral effective field theory allows to build a systematic
framework for the EOS with theoretical uncertainty estimates.
However, current uncertainties are still sizable due to limitations
in the employed interactions. Results for the mass-radius
relation highlight that theoretical predictions need to be
improved in the density range between 1 — 2ng in order
to provide accurate theoretical predictions of neutron-star
structure observables. Work to improve the interactions is
under way.
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Infinite Nuclear Systems

Arnau Rios*

Department of Physics, Faculty of Engineering and Physical Sciences, University of Surrey, Guildford, United Kingdom

| review the application of self-consistent Green’s function methods to study the
properties of infinite nuclear systems. Improvements over the last decade, including
the consistent treatment of three-nucleon forces and the development of extrapolation
methods from finite to zero temperature, have allowed for realistic predictions of the
equation of state of infinite symmetric, asymmetric and neutron matter based on chiral
interactions. Microscopic properties, like momentum distributions or spectral functions,
are also accessible. Using an indicative set of results based on a subset of chiral
interactions, | summarize here the first-principles description of infinite nuclear systems
provided by Green’s function techniques, in the context of several issues of relevance for
nuclear theory including, but not limited to, the role of short-range correlations in nuclear
systems, nuclear phase transitions and the isospin dependence of nuclear observables.

Keywords: nuclear and particle physics, neutron stars - general, short-range action of nuclear forces, spectral
function, theoretical nuclear physics

1. INTRODUCTION

The recent discoveries of neutron-star binaries GW170817 [1] and GW 190425 [2] are formidable
feats in gravitational-wave (GW) and multimessenger astronomy. These events provide unique
insight into a great variety of astrophysical questions, from stellar physics to cosmology. In dense
matter physics, the analysis of multimessenger data is providing a unique way forward in our
understanding of matter in its most neutron-rich form. Gravitational waves from the inspiral
carry imprints of the equation of state (EoS) of neutron-star matter [3]. The initial analysis of
the source GW170817 has already provided significant constraints on the masses, radii and EoSs
of neutron stars [4]. The expectation is that, as more of these GW sources are detected in the
next few years, they will provide more and more accurate observational constraints. Simultaneous
developments in X-ray burst observations are also providing equally important and independent
constraints on the EoS and the physical properties of neutron stars (NSs) [5]. Soft X-ray waveforms
of rotation-powered pulsars also provide promising NS constraints [6, 7].

Theoretical nuclear physics tools provide relevant input for dense matter physics. Among others,
there have been several significant efforts trying to put constraints on the symmetry energy [8, 9]
or the EoS itself [10]. The data in the new generation of astrophysical observations will tighten
these constraints, and may even allow for further relevant conclusions on macroscopic observables,
like the EoS [11]. Connecting these bulk observable constraints to the strong interaction among
neutrons requires significant efforts on the nuclear theory side. There is a stringent need for the
development of realistic predictions with systematic errors based on our understanding of the
physics of dense systems. This necessarily requires the use of ab initio nuclear theory techniques
that can provide a solid, quantifiable link between macro- and micro-physics [12, 13]. For the case
of GW inspirals, this link also demands for an understanding of dense matter properties not only
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in the zero-temperature domain, but at temperature scales which
are significant enough to modify some nuclear properties (e.g.,
temperatures in the range of tens of MeV) [14-18]. There is a
similar need for microphysics inputs in the case of core-collapse
supernovae, where the formation process of proto-NSs [19] and
the subsequent development of a neutrino-heated shock wave
require an understanding of neutrino emission from compact
objects [20, 21].

The accuracy of theoretical nuclear physics predictions is
hampered by a variety of different factors. First, the strong
interaction among nucleons is difficult to pin down. Scattering
experiments provide extremely useful insight at the two-body
level, but three-neutron forces remain relatively unconstrained
[22]. For neutrons, four-body and higher level forces are expected
to play a small role for the EoS [23]. Chiral effective field theory
(xEFT) [24, 25] and Lattice QCD [26, 27] efforts in the next
decade will be crucial to provide clear limits on these terms. As
a first approximation, one can estimate the uncertainty in the
strong force by considering different input Hamiltonians that fit
scattering phase-shifts and few body data [28, 29].

In addition, even if the interaction is perfectly understood,
one still needs to solve a many-body multicomponent! problem
to link the NN force to the macroscopic properties related to
the EoS. While several methods have been devised to attack
this problem, a clear-cut solution is difficult, if not impossible.
The treatment of many-body correlations differs depending
on the method that is used to describe dense neutron-rich
systems [30, 31]. In particular, the structure of the strong force
itself—particularly its short-range core—may preclude low-order
perturbative treatments. Self-consistent Green’s function (SCGF)
techniques can be used to obtain both perturbative and non-
perturbative results from these interactions of relevance for
nuclear physics [32-34]. This approach offers the promise to
simultaneously tackle issues that are relevant for neutron-star
astrophysics, while providing insight into problems that are
appropriate for nuclear structure (particularly in terms of short-
range correlations).

My aim with this review is to provide a summary of the recent
advances of the SCGF treatment of infinite nuclear systems. I
will only explore the uncertainty associated to the Hamiltonian
by looking at calculations performed with three different chiral
interactions. This represents a small subset of possible forces,
and is by no means representative of the overall uncertainty due
to the strong interaction in infinite systems. Even then, these
interactions predict relatively different micro- and macroscopic
properties below, around and above saturation density. A
benchmark analysis with different methods, while necessary to
fully understand the limitations of nuclear theory, lies beyond
the scope of this contribution. I will instead provide a qualitative,
and somewhat limited discussion of the many-body scheme
dependence of the results, by providing comparisons to many-
body perturbation theory results based on similar Hamiltonians.

I start this review with a brief summary of the formal tools
associated to the SCGF formalism in the following section. I

"Multicomponent in the sense that it requires both neutrons and protons.

note that there are monographs [32, 34] and books [33, 35,
36] that provide many more details, and I refer the interested
reader to those. Section 3 is devoted to a discussion of recent
numerical results that concern single-particle properties in
dense matter. These include spectral functions, self-energies and
momentum distributions. In section 4, the discussion turns into
the macrophysics of infinite nuclear systems, with a particular
emphasis on the EoS. I finally provide some conclusions and an
outlook in section 5.

2. SELF-CONSISTENT GREEN’S
FUNCTION APPROACH

2.1. Formalism

Many-body Green’s function are a natural starting point in the
discussion of quantum many-body systems [33, 37]. Green’s
function (or propagators) arise naturally in diagrammatic
treatments, and provide a description of several real or
virtual excitation processes within the many-body system.
Formally, these propagators take the form of time-ordered
correlation functions associated to the creation and annihilation
of excitations and can be expressed in terms of Feynman
diagrams [38, 39]. Broadly speaking, Green’s function
techniques attempt to sum series of the most physically
relevant diagrams to describe the system under consideration.
For instance, in the case of thermodynamics of correlated
infinite systems, one often resorts to an expansion that involves
renormalized interactions treating the short-range core non-
perturbatively via infinitely repeated scattering processes [40].
When it comes to the response of finite systems, one instead
considers diagrams that describe relevant excitations within
the system [32]. This allows SCGF practitioners to look at
many-body systems from different perspectives, providing a
characterization of the system that includes microscopic and
macroscopic properties.

In SCGFs methods, internal propagators of all diagrams are
consistently dressed. In other words, renormalization effects
are introduced from the onset in the formalism - and hence
the monicker “self-consistent.” At a diagrammatic level, this
means that only skeleton (or 1-particle-irreducible) diagrams
are required for single-particle self-energies. In practice, one
pays the price of having to run simulations iteratively for
a given system which, in infinite matter, translates into a
fixed density (or temperature) [33]. A key advantage of SCGF
methods is the direct access to the propagators themselves. These
contain relevant information for the system’s microphysics,
in terms of spectroscopy and strength distributions [32].
Moreover, propagators can also be used to compute bulk
properties, including total energies, thermodynamical properties
and pressures. Within a single SCGF simulation, one therefore
obtains a significantly broad scope in terms of physical
information. This goes beyond the reach of other many-body
approaches which are mostly tailored to address the energy of
the system, either by minimizing it using quantum Monte-Carlo
[31, 41] techniques, or addressing it by means of diagrams, like
the Brueckner-Hartree-Fock (BHF) approach [30].
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Another strategic advantage of the SCGF formalism is its
generality. Within the very same formalism, one can tackle
both finite and infinite systems—see [42] for a contribution
in this volume that specifically discusses recent applications
of SCGF techniques to finite nuclei. More importantly in the
context of astrophysics, SCGF methods can be formulated
consistently at finite temperature [33, 37]. In fact, fully-
fledged infinite nuclear matter studies are usually performed at
finite temperature [43-45]. For sufficiently large temperatures
(typically T 2 2 — 5 MeV), this treatment avoids the
complications associated to nuclear superfluidity [43, 46] that
plagued early attempts of SCGF calculations in the 1990s
[47]. Furthermore, a finite temperature formulation allows for
access to astrophysically-relevant temperature dependences of
observables [18], and provides insight into liquid-gas, thermally-
induced phase transitions in dense systems [48, 49]. It is
now possible to use these non-superfluid finite temperature
calculations to perform meaningful extrapolations to zero
temperatures for both microscopic [50] and bulk properties [51],
as we shall see in the following.

A key quantity in the SCGF formalism is the so-called
spectral function Ay(w). This characterizes fully the one-body
propagator G, which is generally defined as a time-ordered
product of a creation and a destruction operator [33, 36]. Upon
a Hilbert transform with a complex energy variable z, the
spectral function and the one-body propagator are related via a
spectral decomposition,

Gi(2) = / do A(w) 1)

2Tz —

Different time orderings give rise to different components of the
propagator, including the retarded and advanced components
that can be addressed by taking z = w = in, with 7 infinitessimal
[35]. All time-ordered components can be accessed through the
spectral function Ai(w), which also has the advantage of having
a probabilistic interpretation. The spectral function provides
the probability distribution associated to either extracting or
attaching a particle with well-defined momentum k, and energy
o, to the infinite system. In the finite-temperature Matsubara
formalism, the Lehmann representation of Aj(w) takes into
account not only the thermal excitations on the ground state
of the system, but also the presence of excited states that are
populated according to a thermal distribution,

e*ﬂ(En*l/«Nn)

Aplw) =2 ) —————[(mlagIm)|* 81> — (Ey — Ey)]

e_ﬁ(En_MNn)

+27rZ -

n,m

[(mlag|n)|* 8[w — (En — Em)].
)

In this equation aj (&z) are destruction (creation) operators of
single-particle states with well-defined momentum k. A many-
body system with N, particles can have different eigenstates of the
many-body Hamiltonian with energy E,, labeled with quantum
number n. Z = Y, e PEn=1Na) is the corresponding partition

function and, in the grand-canonical ensemble, the system is
described in terms of a given temperature T = 1/, and a
chemical potential .

As a well-defined probability distribution, the spectral
function is normalized f doAy(w)/2w = 1. When this integral is
weighted by the corresponding thermal population of hole states,
one obtains the momentum distribution of the system,

d
e = f 2 A (@), 3)

In turn, even though the formulation of the problem is
grand-canonical in nature, the momentum distribution
can be used to fix the density of the system by requiring
that the chemical potential x in the Fermi-Dirac function

f@ = [1+explw—w)/TI]"" is such that the
normalization condition
&’k
= 4
p=v [ @
is fulfilled. Here v = 2 represents the degeneracy in spin for

neutron or asymmetric matter, and v = 4 is the degeneracy in
spin and isospin for symmetric matter.

The Dyson equation [z — K2/2m — p(2)1Gk(z) = 1 provides
a connection between the one-body propagator G and the self-
energy 2. The latter is traditionally decomposed into a real and
an imaginary part, and the spectral function is then connected to
the retarded self-energy by the equation:

—2Im¥(w)
[a) — % — ReEk(a))]2 + [ImEk(a))]2 .

Ap(w) = (5)

The real part of the self-energy ReXy(w), is often interpreted as
an energy-dependent mean-field potential [52]. Systems with a
well-defined quasi-particle structure have spectral functions with
strong peaks around the energy for which the denominator of
Equation (5) is smallest. This happens at the so-called quasi-
particle energy, which can be accessed from ReX(w) by solving
the self-consistent equation

k2
e = — + ReXi(er), (6)
2m

at each momentum k. This on-shell condition provides a
one-to-one correspondence between energy and momentum—
a dispersion relation that is often used to characterize relevant
single-particle properties. Other many-body approaches, like
many-body perturbation theory or the BHF diagrammatic
method, make use of such on-shell dispersion relations
throughout [39]. The SCGF method, in contrast, considers all
energy-dependent, offshell components in the self-energy and
the spectral function. These effects are relevant to describe the
fragmentation of single-particle strength [33].

The imaginary part of the self-energy is usually discussed
in terms of quasi-particle lifetimes [33]. For the retarded self-
energy, the imaginary component is negative, and is directly
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related to the available phase space. Indeed, for an energy-
independent self-energy, the Fourier transform of Equation (5) to
the time domain provides a propagator that decays exponentially
in time with a characteristic timescale,

rk_l =T = -2ImXZ(ep). (7)

The energy and momentum dependence of the self-energy can be
characterized in some domains by a model-independent analysis
[33, 52]. According to Luttinger’s theorem for normal fermionic
systems, at zero temperature the imaginary part of the self-energy
should be exactly zero at the Fermi energy and, close to this
energy, it should behave quadratically, so that ImX; (w0 = p) ~
ar(w—p)? [53]. When temperature sets in, ImX at w = grows
quadratically with T [37].

Expressions for the self-energy can be derived at different
orders in many-body perturbation theory [33, 36]. I will present
results here based on the ladder approximation [33]. A summary
in terms of diagrams of this approximation is provided in
Figure 1. The key ingredient in this approach is the T—matrix
shown in diagram (c), which is obtained from a Lippman-
Schwinger equation where the intermediate kernel involves a
particle-particle and hole-hole two-body propagator at finite
temperature. This energy-dependent in-medium interaction
describes re-scattering effects in the medium and can therefore
capture short-range effects. Three-nucleon forces are included in
the ladder approximation by constructing an effective two-body
force, diagram (a) of Figure 1. This is the result of adding up the
bare two-nucleon force (dashed line), V, and a three-body force
(dotted line) that has been appropriately averaged over a third
nucleon [54-56].

In the ladder approximation, the imaginary part of the self-
energy is given by the expression:

&k, [ d
mzio) = [ 555 [ S KalimT( -+ onikk)a Ay @)
27) 2
[f(w1) + blw + w1)], (8)
where b(Q2) = [exp[(Q —2u)/T] — 1]_1 is a Bose-Einstein

distribution and ImT is the imaginary part of the T—matrix.
In SCGF methods, one generally computes the imaginary part
first, which tends to be simpler to evaluate thanks to energy and
momentum conservation. Whereas explicit expressions for the
real part are normally available too, one can avoid a series of
complex integrals over momentum and energy phase-space by
computing the real part from the dispersion relation,

Ld ImXZ (o)

T ow—o

ReZi(w) = £° — 7>/ ; )

where P denotes the principal value. The energy-independent
(but momentum-dependent) component X7°, is akin to a
Hartree-Fock self-energy. This effective one-body interaction
is built by averaging the two-nucleon and the three-nucleon
interaction over the Fermi sea of one or two particles, as depicted

A

MNP = o---0 + ..Q

‘\/\/\N\)<=o----©+%o----©-©
| |
T |=94YVWe + ] |
T

FIGURE 1 | Diagrammatic representation of the ladder approximation to the
self-energy, X, including three-nucleon interactions. Diagram (A) describes the
two-body effective interaction (wiggly line) obtained from the sum of the
two-body interaction V' (dashed line) and an averaged three-nucleon force W
(dotted line). Diagram (B) shows the one-body effective interaction. Diagram
(C) provides the self-consistent equation for the T—matrix. Finally, diagram (D)
represents the two components of the self-energy: an energy-independent
one-body effective interaction, and a dispersive contribution arising from

the T—matrix.

in diagram (b) of Figure 1 [54]. This average includes propagator
renormalization effects via a correlated momentum distribution,

- &’k
Ek =V W(kkl"/“(k])/\nkl
v [ &Pk [ Ph
— kkiko|Wkkik . 10
+ 2] Gy (271)3( 1ka|Wlkkika) ang, ng, . (10)

In this expression, the matrix elements correspond to
antisymmetrized two-nucleon (V) and three-nucleon (W)
interactions, respectively. The chiral interactions that are used in
this work are discussed in more detail in the following section.
The self-energy operator can be defined diagrammatically
and encodes different many-body processes depending on the
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level of approximation [33]. At the lowest order, the so-
called mean-field or Hartree-Fock approximation, the self-
energy is energy-independent and formally given by the
same expression as in Equation (10), but with internal
momentum distributions #, computed from on-shell Fermi-
Dirac distributions #n; = f(gx). Second-order self-energies
are instead energy-dependent, proportional to V2 and have
already a non-trivial imaginary part [33, 51]. These account
for 2p-1h and 1p-2h excitations within the system. In infinite
matter applications, non-perturbative approximations beyond
the second order are typically considered. A self-energy arising
from a ladder resummation of the in-medium interaction deals
effectively with the strong short-range and tensor components of
the NN force, and leads to stable numerical results even for hard
core interactions—for details see [57, 58].

When a SCGF calculation converges for a given set of external
parameters, one typically stores the complex self-energy Xi(w).
All other microscopic properties, including spectral functions,
can be derived from it according to Equation (5). The energy
per particle of the system is then accessed by an energy-weighted
integral over the spectral function, the so-called Galitskii-Migdal-
Koltun sum-rule [33],

A pl) @n)

E v d3k1/da)1 K2
2w 2

1
m + w] A (o)f () — E<W> .
(11)

Here, we also incorporate a correction term proportional to
the expectation value of the 3NF (W). This is computed by
using an additional integral over momentum of the second term
in Equation (10). In other words, we keep the lowest order
approximation to the expectation value of the 3NF, in agreement
with techniques typically employed in finite nuclei [59]. The
formal procedure to go beyond this approximation exists, as
discussed in [54], but has not been implemented in infinite
systems yet.

At finite temperature, the system is described in terms of
thermodynamical potentials like the Helmholtz free energy F =
E — TS. This requires an explicit calculation for the entropy
S, based on Green’s function methods. A proposal to compute
S from spectral functions in dense matter was put forward
in [58, 60] based on the formal techniques derived by Pethick
and Carneiro [61, 62]. With access to the entropy, one can then
derive all thermodynamical properties, including the pressure
p = p(F/A — ). Formally, the SCGF method is known to
give rise to thermodynamically consistent results [33, 63]. For
instance, a zero-temperature calculation of the chemical potential
i, from the Fermi energy of the system &y, or from the density
derivative of the free energy density, provides the same result.
This formal agreement has also been demonstrated numerically
in the past [45, 60].

In terms of formalism, there is no inconvenience to extend
the SCGF method to asymmetric, multicomponent systems.
In fact, the SCGF method has already been used to describe
isospin asymmetric matter in the past [64, 65]. One can
therefore characterize correlations and fragmentation in isospin-
imbalanced systems [66, 67]. In asymmetric matter, all quantities

become functions of isospin—i.e., the spectral functions for
neutrons Aj(w) and protons Ai(w) are different, as are the
self-energies and all other one-body properties. In addition to
the isospin splitting, one must also consider changes in the
effective interactions, so that neutron-neutron (nn), neutron-
proton (np), proton-neutron (pn), and proton-proton (pp) in-
medium T-matrices are explicitly different. Extensions of the
normal ordering procedure to compute effective one and two-
body forces from 3NF matrix elements are also necessary [56],
but relatively straightforward [68]. The results for asymmetric
matter presented here within the SCGF formalism include
explicitly the effect of isospin asymmetry in the normal-ordering
of 3NFs and in the extrapolation procedure from finite to
zero temperature.

2.2. Interactions

For consistency in the presentation, all the results that follow have
been generated with the same set of interactions. I will consider
three sets of x EFT-inspired forces. At the NN level, these three
interactions have been introduced in [69]: they have been fitted
to the same NN scattering data and incorporate different cutoffs
in the relative momentum: A = 414 MeV, 450 MeV and 500
MeV. These forces also differ slightly in the shape (particularly
the sharpness) of the regulator in relative momentum. 3NFs
arise naturally in the x EFT formalism [24, 25]. Reference [70]
introduced a set of N2LO 3NF forces based on the previous
three NN interactions. The associated 3NF low-energy constants
cp and cg were fitted to the binding energies of A = 3 nuclei
and to the >H->He Gamow-Teller transition matrix element [70].
Calculations are performed for two-body matrix elements with
partial wavesup to ] = 9.

The 3NFs are included in the SCGF simulations by building
effective one- and two-body density-dependent forces using a
procedure that is akin to normal ordering [71, 72], but includes
a renormalization of occupation probability in ny. Diagrams (a)
and (b) in Figure 1 show the corresponding one- and two-body
effective interactions. Diagrams (c) and (d) indicate how these
are used in the T—matrix calculation and the corresponding
self-energy, respectively. This method is rooted on an extension
of the SCGF formalism to multi-body forces [54], and has
been implemented in symmetric nuclear matter and neutron
matter simulations in [55, 56]. We resort to some numerical
approximations in this averaging procedure. First, the normal-
ordering procedure ignores the center-of-mass dependence of the
3NE which is set to P = 0. Second, matrix elements off the
diagonal in relative momentum g # ¢, are extrapolated from
diagonal matrix elements using the prescription g — %(q2 +4?).
This procedure also involves a 3NF regulator, which is chosen
to be non-local f(p,q) = exp [— (%)n], and is based on
the two-body relative momentum g and the internal, integrated
single-particle momentum p. The exponent n is chosen in
accordance to the regulator in the 2NF [70]. Within the P = 0
approximation, the off-shell prescription provides results of very
similar quality to many-body perturbation theory calculations
that incorporate fully-fledged 3NFs from the outset [73].
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FIGURE 2 | Left: energy dependence of the zero-momentum spectral function Ax—o(w) at different temperatures. Central: the same for Im x_o(w). Right:
momentum distribution as a function of k/ke. All results have been obtained in symmetric nuclear matter, at a density of p = 0.16 fm=3 for the A = 500 MeV N3LO
NN plus N2LO 3NFs forces.

2.3. Extrapolation Procedure to Zero

Temperature

Finite-temperature calculations are useful on their own, but
benchmark comparisons with other methods are typically
performed in the zero-temperature limit [30, 31]. A zero-
temperature extrapolation procedure for SCGF simulations was
developed in the context of beyond-BCS pairing [50, 74]. This
procedure is now available generically and can be used to
provide zero-temperature data for symmetric and asymmetric
systems. For a given fixed density, the extrapolation requires as
input a few (typically 4 — 10) finite-temperature simulations.
One typically performs simulations from high temperatures of
order 20 MeV, and subsequently dials down the temperature
to values that are closer to zero. Too close to zero, though,
the simulations will not converge as one enters into the
superfluid regime - so an intermediate range must be found. It
is also important to note that the dependence on temperature
typically scales with the dimensionless degeneracy parameter
T/ep, where ep is the Fermi energy. Because ep typically
increases with density, the expansion is closer to the zero-
temperature result (and therefore more accurate) at higher than
at lower densities.

The extrapolation from finite temperature to zero temperature
works in three independent steps. In a first step, the self-
energies from different temperatures are remeshed to the same
values of momentum and energy. In the second step, the
temperature dependence of the real and imaginary parts of
the self-energy (for each value of k and w) are fitted to a
polynomial function in temperature. The third step is to use
not one, but different polynomial fits to extrapolate to T
0. A series of tests are run on these different extrapolations,
and a quality measure is built based on a series of consistency
checks. For instance, the renormalization factor Zj [1—
0 ReXi(w) |w=€k]_1 is compared to the size of the discontinuity

in the momentum distribution at k = kr. In a consistent theory,
the two quantities should provide the same value [33]. The

quality measure penalizes fits where these values are significantly
different. Importantly, some of these fits have a built-in parabolic
energy dependence of ImX around w = p. Additional details of
this extrapolation procedure are discussed in [50].

I provide an example of this extrapolation procedure in
Figure 2. This shows the temperature dependence of three
properties that are representative of the system’s behavior as a
function of temperature at a fixed density of p = 0.16 fm=>,
Calculations have been performed with the N3LO A 500
MeV NN force, supplemented with 3NFs at the N2LO level.
The averaging procedure for these 3NFs consistently takes into
account the density and temperature dependence of the internal
propagators. Qualitatively similar results are obtained for the
A = 450 and 414 MeV interactions.

The energy dependence of the spectral function Ag_q(w) and
the imaginary part of the self-energy ¥;_(w) are displayed in the
left and central panels, respectively. I focus on the k = 0 value for
simplicity, but the calculation and extrapolation procedure are
performed for all available momenta. The effect of temperature
in the spectral function is concentrated in the region near w =
p. The quasi-particle peak and the positive and negative high-
energy tails are insensitive to thermal effects. For the self-energy,
there is also a relatively strong temperature dependence near
w 1, which is known to scale with T? [37]. The phase-
space dominated peaks in the particle and hole domains at
energies about 200 MeV away from g are also sensitive to the
temperature. The extrapolated T = 0 result is able to capture
the temperature dependence of these quantities, while providing
consistent results.

The right panel of Figure 2 shows the associated momentum
distribution 7y, obtained under the same conditions. Thermal
effects provide additional depletion at low momenta and
populate moderately the vicinity of the Fermi surface. In fact,
temperature modulates substantially the momentum distribution
around k = kr even for relatively low values of T ~ 4 — 5 MeV.
The extrapolation procedure, however, captures the energy- and
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momentum-information sufficiently well to produce a sharp
transition at the Fermi surface, as expected from Luttinger’s
theorem [37]. The size of this discontinuity is also in agreement
with the renormalization parameter associated to the self-energy
itself. This extrapolation procedure has been implemented not
only in the symmetric nuclear matter and pure neutron matter
[74], but also in asymmetric infinite matter, as I shall discuss in
the following sections.

3. MICROSCOPIC PROPERTIES

In the following, I provide an overview of the microscopic
properties predicted by the SCGF approach for symmetric,
asymmetric and pure neutron matter. The aim of this section is
to show the broad scope of information that can be generated in
SCGF simulations. I focus for simplicity on a single value of the
density p = 0.16 fm~3, which is representative of both nuclear
systems and of neutron stars. Note however that the method is
customarily used at other densities. The majority of the results are
presented in their zero-temperature extrapolated form, although
the temperature dependence of most quantities is available and
has been used for extrapolation purposes. I leave a full analysis of
the density, isospin asymmetry and temperature dependence of
these results for future studies.

3.1. Spectral Functions

Figure 3 provides an example of the structure of the zero-
temperature spectral function in nuclear systems. The three
panels illustrate the energy dependence of the spectral function at
three different momenta: k = 0, below the Fermi surface; k = kg,
at the Fermi surface; and k = 2kg, above the Fermi surface.
Results are shown for three interactions: A = 414 MeV (red

dotted lines); A = 450 MeV (yellow dashed lines); and A = 500
MeV (blue solid lines).

The general features of the spectral strength in infinite systems
are well-understood [44, 47, 57, 75]. At all momenta other than
kg, the spectral strength has a prominent quasi-particle peak. In
infinite nuclear matter, the peak is very close to the quasi-particle
energy @ = &y obtained from Equation (6). The quasi-particle
energy for the A = 500 MeV interaction is displayed in the
three panels of Figure 3 with vertical lines. The solid dot is shown
for illustrative purposes, and its height is chosen arbitrarily. The
quasi-particle peak is well-defined in infinite nuclear systems, in
the sense that the peak of Ax(w) and @ = ¢ agree relatively
well. At this density, the quasi-particle peak is independent of the
interaction under consideration. In fact, the cutoff dependence of
the quasi-particle peak is not resolvable on the scale of this graph.
I note, however, that while the peaks are well-defined, they are
also relatively broad. Typical widths at k = 0 and k = 2kp are of
the order of I';, & 40 MeV.

Spectral functions in infinite nuclear matter display slowly
decaying high (positive and negative) energy tails. These are
particularly prominent at the Fermi surface k = kg, where
the zero-temperature spectral function should be a combination
of a broad energy-dependent background and a zero-width §
function centered at @ = &g, [33]. In practice, the T = 0
results at k = kpr do show some minor structures around
® = p as the non-analytical behavior of the § function is
not built in the extrapolation procedure. The results of Figure 3
clearly show a substantial cutoff dependence in these high-energy
components. This is relatively unsurprising, since these tails are a
direct consequence of the short-range core in the NN force [32].
As expected, the interaction with the largest momentum cutoff
(A = 500 MeV), and hence the largest resolution in real space,
provides the largest high-energy components. These include a
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shoulder at positive energies in the region 100—500 MeV which is
characteristic of a relatively strong short-range core. In contrast,
the lower cutoff interactions provide much faster (exponential)
decaying spectral functions beyond the quasi-particle peak. For
positive energies, they provide very little single-particle strength
beyond 500 MeV. The A 414 MeV interaction has faster
decaying tails than the 450 MeV force, which agrees with
intuition. Note that this sharply decaying spectral strength is at
odds with calculations employing traditional phenomenological
NN forces, which typically populate these offshell regions with
higher probabilities [57, 76]. Off-shell high-energy components
are observed in electron-scattering experiments [77] and may
provide a way to quantify the short-range component of NN
forces [78].

The results presented so far concerned symmetric nuclear
matter, where by construction one assumes the same fraction
of neutrons and protons. Isospin asymmetric systems,
however, are interesting on their own. The deep interior
of heavy stable and unstable isotopes is expected to be
a neutron-rich environment, characterized by an isospin

asymmetry parameter,
_ P . (12)
Pn + pp
of order n = 0.2 [79]. In contrast to this relatively mild

isospin asymmetry, the core of neutron stars is expected to be
extremely asymmetric with 7 0.8 [80]. Finite-temperature
SCGF simulations including explicitly isospin asymmetry have
been available for over a decade [64]. In these simulations 7
is an external, tuneable parameter. SCGF calculations then give
isospin-dependent self-energies, spectral functions and quasi-
particle properties, as well as the corresponding bulk properties.
These calculations provided insight into the isospin-asymmetry
dependence of the fragmentation of the single-particle strength
[66, 67], but were somewhat limited by two factors. First,
finite temperature effects have a larger importance in the
minority component as asymmetry is turned on, because the
corresponding degeneracy parameter T/ef decreases. Second,
the calculations were performed with two-body interactions only
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and thus missed the effects of 3NFs. None of these factors is
particularly critical. Temperature effects can be controlled, and
the effect of 3NFs on the spectroscopic strength is small below
saturation density for both symmetric nuclear and pure neutron
matter [55, 56].

Having said that, recent technical developments have allowed
us to overcome these two shortcomings recently. Figure 4 shows
the spectral functions of neutrons (top panels) and protons
(bottom panels) as a function of energy for different values of
the isospin asymmetry 7, at a fixed density of p = 0.16 fm>.
Results are presented for the A = 500 MeV N3LO potential
supplemented with 3NFs2. The results for the isospin dependence
of these spectral functions are qualitatively similar to previously
obtained results which lacked 3NFs. The evolution of the neutron
spectral function from symmetric (1 = 0) to neutron (n = 1)
matter is relatively mild. The quasi-particle peaks with respect to
the corresponding chemical potential 1" become slightly more
(attractive) repulsive for the (hole) particle components. The high
energy tails are relatively insensitive to the isospin asymmetry,
and are mostly affected for the negative energy components at
momenta above the Fermi surface. All in all, this agrees with
the generic picture of a neutron majority component evolving
from a symmetric situation, where tensor correlations provide
larger correlations, to neutron matter, where only the short-range
component is responsible for fragmentation.

In contrast, the proton spectral function (bottom panels)
is much more affected by isospin asymmetry. In asymmetric
conditions, the relative importance of np pairs increases for the
minority proton component. Since #np interactions are mediated
by the tensor component of the NN force, one naively expects

2 note here for completeness that the n = 0 and i = 1 calculations are performed
with independent codes that do not include isospin asymmetry explicitly, and
hence provide a good numerical test of the arbitrary isospin simulations.

enhanced correlation effects for protons in neutron-rich matter.
Simultaneously, for neutron-rich conditions the overall proton
density decreases, so the proton component should somehow
become “less interacting.” SCGF simulations allow us to provide
quantitative predictions to distinguish between these scenarios.

As the isospin asymmetry increases, the single-particle peak
for protons becomes more repulsive with respect to wu?.
Importantly, the width of the quasi-particle peak for components
below the Fermi surface (see k = 0 panel) also decreases
substantially. As a consequence, positive high-energy tails
increase with isospin. Interestingly, the central panel (k = k‘;),
shows a background component that behaves differently for the
addition and removal energy components. Whereas for v < p?,
the background of the spectral function decreases with isospin
asymmetry, at @ > P it increases. Above the Fermi surface
(k > kg), the quasi-particle peak is more compressed with
increasing isospin asymmetry, both in terms of a lower peak and a
significantly decreased width. The limit case of a proton impurity
in an n = 1 system cannot be tackled with the present set of
SCGF technology.

While a full analysis is beyond the scope of this initial
presentation of results, the isospin dependence shown here
is relevant for both nuclear experiments and astrophysics.
Hadronic and electron two-nucleon knock-out reactions from
the early 2000s up to the present have shown that np pairs,
rather than pp or nn pairs, are more likely to be knocked off
isospin symmetric targets [81, 82]. Further electron-scattering
results in isospin asymmetric nuclei have provided additional
evidence for this neutron-proton dominance [83]. It is likely
that the tensor component preferentially acts in relatively high-
momentum pairs and provides the physical mechanism behind
these strong isophobic correlations [66, 84]. Extending the np
dominance picture to isospin imbalanced systems would naively
indicate that protons should be more correlated than neutrons in
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FIGURE 5 | Density plot of the imaginary part of the self-energy ImXx(w) as a function of momentum and energy. Dashed lines represent contours at constant values
spaced by 10 MeV. Extrapolated zero-temperature results for symmetric nuclear matter at a density p = 0.16 fm=2 are shown for the N3LO NN and N2LO 3NF
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neutron-rich systems, although quantitative statements depends
sensitively on the definition of a correlation measure [85-87]. In
the astrophysical context, the strong modification of the proton
spectral function in isospin asymmetric nuclear matter predicted
by SCGF simulations has been explicitly explored at the level of
the symmetry energy in [88-90]. The fragmentation of strength
in neutron matter has also been used to provide a description of
the pairing properties in dense matter [50, 74].

3.2. Self-Energies

Within the SCGF formalism, the spectral strength is directly
related to the self-energy. The imaginary part of the retarded
self-energy encodes information on both the phase space and the
NN interaction, and can even be used to diagnose interactions
by means of sum rules [76]. I present a density plot of the
zero-temperature extrapolated imaginary part of the self-energy
at p = 0.16 fm~> in Figure 5. Left, central, and right panels
correspond to chiral interactions with cutoffs A 414, 450,
and 500 MeV, including in all cases 3NFs. As expected, ImXj is
zero at @ = p throughout all momenta. For energies o < pu,
this function has a hole component with support below k ~
kr = 263 MeV. The size and shape of this pocket is relatively
interaction-independent. In contrast, the positive energy (v >
) components of ImX; show a clearer cutoft dependence. The
deep pocket around k = 0 in this component is sensitive to
the underlying NN force. Typical phenomenological interactions
have deep pockets, and these extend to very high positive energies
(into the GeV domain). For this set of chiral interactions, the
depth of the pocket is relatively insensitive to the cutoff and of
order 50 — 70 MeV. The tails of ImX;_ fall off relatively quickly
with energy. In fact, the A = 414 and 450 MeV self-energies
are almost zero beyond an energy of about 500 MeV. The cutoft
also has a clear effect on the momentum dependence of Im X
in the positive energy region. Generally speaking, higher-cutoft

forces allow the imaginary part of the self-energy to extend to
higher momenta.

The solid lines in Figure5 show the trajectory of the
quasi-particle peak in the energy-momentum plane. Quasi-
particle lifetimes t; in Equation (7), are computed along
these trajectories. The plot indicates that the lifetimes are
relatively insensitive to the differences in self-energies. In other
words, largely different offshell self-energies can give rise to
relatively similar on-shell properties. On-shell components will
be discussed in detail in section 3.4.

The isospin asymmetry dependence of ImX/ () is explored
in Figure 6. Results are shown for the A = 500 interaction only
at a fixed density of p 0.16 fm~3, for a variety of isospin
asymmetries. The leftmost panel corresponds to the symmetric
system (n = 0), and is the same as the right panel of Figure 5. The
top panels indicate that the effect of asymmetry in the neutron
self-energy is relatively mild. The pocket at negative energies
o < p'", associated to neutron holes, is relatively unchanged as n
increases. In contrast, the positive energy (particle) components
evolve with isospin in a substantially different way. The pocket
that in the symmetric situation decayed relatively quickly
with momentum, becomes an almost momentum-independent
structure in the most asymmetric case explored here.

In contrast, proton self-energies show a strong dependence
on isospin asymmetry. As the proton fraction decreases, the
negative-energy (hole) components of ImEf disappear steadily.
This reflects the decrease in density, and hence of available phase
space of protons. The corresponding low-momentum (k < kf:)
inverse quasi-particle lifetime is small, which in turn gives rise
to an increasingly narrow spectral function. This is clearly in
agreement with the results in the bottom left panel of Figure 4.
On the positive energy side of the self-energy @ > uf, the deep
pocket at low momenta becomes noticeably deeper as 7 increases
but, unlike the neutron component, the momentum dependence
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FIGURE 6 | The same as Figure 5 but in isospin asymmetric nuclear matter for the A = 500 MeV interaction. Top panels focus on neutrons, and bottom panels on
protons. The panels from left to right correspond to different isospin asymmetries, from n = 0 (symmetric nuclear matter, leftmost panel) to the neutron-rich domain
with n = 0.8 (rightmost panel).
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FIGURE 7 | Extrapolated zero-temperature momentum distribution obtained with different NN interactions for symmetric nuclear matter at p = 0.16 fm=2. The left
panel shows the distribution on a linear scale as a function of k/kr. The right panel shows the same results on a logarithmic scale and as a function of momentum k, in
units of MeV. The black dashed-double-dotted line corresponds to the free Fermi gas (FFG). The green dashed-dotted line is obtained from a calculation with the
A = 500 MeV interaction without 3NFs. Other lines follow the convention of Figure 3.

remains relatively unchanged. The increase in depth of ImXj;
can be interpreted in terms of an increase in the interaction
strength, as expected in the asymmetric case with an increase in
the number of np pairs.

In other words, the imaginary component of the self-energy
for protons in asymmetric matter shows the competition of the
two effects discussed earlier in two different energy regimes. On
the one hand, proton holes, associated to the negative energy
components, are dominated by phase-space and their self-energy
decreases steadily as the proton density decreases. On the other
hand, proton particles at positive energies show an increase in
interaction strength as expected in a more imbalanced strongly
interacting system. The real part of the self-energy is not shown
here for brevity. I note, however, that this is connected to ImX;
by the dispersion relation in Equation (9).

3.3. Momentum Distributions

A useful characterization of beyond mean-field correlations is
obtained with the momentum distribution in Equation (3). For
a non-interacting Fermi gas or within the lowest-order Hartree-
Fock approximation at zero temperature n; = 1 (0) for momenta
below (above) the Fermi surface. This behavior is illustrated
by the double-dotted-dashed line in the left panel of Figure 7.
In contrast, the momentum distribution of correlated infinite
nuclear matter shows a characteristic depletion below the Fermi
surface. This depletion is of the order of 7 — 12%, with small
quantitative differences between different interactions.

In turn, a depletion of momentum eigenstates below kp
means that ny above the Fermi surface must be populated. The
logarithmic scale in the right panel of Figure 7 illustrates the
effects of such high-momentum components. These components
are noticeably different depending on the cutoff. Smaller cutoff
interactions give rise to momentum distributions that decay
faster and start decaying at lower momenta, than larger cutoft

forces. To illustrate the relatively small effect that 3NF have
on correlations, I show in Figure 7 the momentum distribution
obtained in a SCGF calculation without 3NFs (dashed-dotted
line). Remarkably, the difference between the calculation with
and without 3NFs is substantially smaller than the cutoff
dependence of the interaction. This bodes well with previous
observations indicating that the effect of 3NFs on fragmentation
properties is quantitatively small, even though they have a
substantial influence on the energetics and thermodynamics of
the system [55].

The evolution of the momentum distribution with isospin also
provides an illustrative understanding of the interplay between
short-range and tensor correlations and isospin asymmetry.
Figure 8 shows the momentum distribution as a function of
momentum for different isospin asymmetries. These results
have been obtained with the A = 500 MeV interaction, but
qualitatively similar plots are found for the other two forces.
The left panel shows the results for neutrons. Isospin asymmetry
has two main effects on the majority component. On the one
hand, the discontinuity in n; moves to higher momenta, as the
Fermi momentum changes from kr = 263 MeV in symmetric
nuclear matter to kr = 331 MeV in pure neutron matter. This
effect would be identical in the free Fermi gas (FFG). In contrast,
the distinct increase of #j below the Fermi surface is specific to
correlated systems. The depletion of strength decreases (or gets
closer to 1) linearly with the increase of asymmetry. Whereas
in symmetric nuclear matter it is around 10%, in pure neutron
matter it goes down to a level of around 4 — 5%. In fact, this
isospin dependence is rather universal and independent of the
NN interaction under consideration [66, 67]. A similar effect is
expected for the size of the discontinuity across the Fermi surface,
which decreases as isospin asymmetry increases.

The right panel of Figure 8 provides insight on the asymmetry
evolution of the minority component (protons). Mirror effects
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FIGURE 8 | Left: neutron momentum distribution ny as a function of momentum. Extrapolated zero-temperature calculations at different values of isospin asymmetry
7 are shown at a fixed density of p = 0.16 fm=3. Results have been obtained for the A = 500 MeV interaction including 3NFs. Right: the same for the proton

momentum distribution nfj.

are obtained in this case. The discontinuity of n; occurs at smaller
and smaller momenta, as expected from FFG considerations. The
depletion below the Fermi surface departs further away from 1 as
the isospin asymmetry increases. In other words, by this measure,
protons (or minority components) become more correlated in a
neutron-rich environment. Close to the astrophysically relevant
condition at n & 0.8, protons are depleted by about 15% for this
specific interaction. This depletion goes in hand with a change
of high-momentum components for the proton, which become
more important as asymmetry increases [67].

The picture obtained by these complete calculations including
zero temperature extrapolations and 3NFs is qualitatively and
quantitatively very similar to the one discussed in [66, 67].
Overall, the effect of isospin asymmetry on occupation numbers
is relatively small. For the characteristic isospin asymmetry in the
interior of nuclei (n = 0.2), the change in occupation below
the Fermi surface is of the order of only a few percent. Overall,
this shallow asymmetry dependence is at odds with some of
the past and recent experimental analysis in both electron- and
hadron-induced knock-out reactions [85, 87, 91]. Importantly,
however, these calculations at fixed density do not account for
the density and isospin-asymmetry dependence within nuclei,
which is likely to be relevant for the description of nuclear
momentum distributions.

3.4. On-Shell Properties

A unique advantage of SCGF simulations is the access to both off-
shell, energy-dependent quantities, as well as the corresponding
information on the energy shell—at the quasi-particle energy
® = gk. On-shell properties are often used in interpreting the
properties of the system and are the input to most astrophysical
simulations. In particular, quasi-particle potentials in asymmetric
matter at relatively low densities (neutrino-sphere) are important
for charged-current neutrino opacities [20, 92]. The quasi-
particle spectrum of Equation (6) is a key quantity that allows

for a characterization of single-particle excitations in the system.
Since the kinetic term in the quasi-particle energy obscures the
many-body effects at large momentum, I instead focus on the
single-particle potential U = ReX/(ef). This is shown as a
function of momentum in Figure 9. Top panels correspond to
neutrons, whereas bottom panels correspond to protons. From
left to right, the isospin asymmetry of the system changes from
symmetric nuclear matter (n = 0) to pure neutron matter
(n = 1) at a constant density of p = 0.16 fm 3. I show results
for the A = 500 (solid), 450 (dashed) and 414 MeV (dotted
lines) interactions.

As discussed previously, these results are obtained from
a zero-temperature extrapolation of finite temperature SCGF
simulations. As an illustration of the importance of thermal
effects, I also show in the top left and top right panels the
A = 500 MeV results for U/ at temperatures up to T = 20
MeV. The thermal effects are clearly small on the scale of this
figure, particularly in comparison to the cutoff and the isospin
dependence of the results. I note in passing that the temperature
dependence is not monotonous. At momenta below the Fermi
surface U]f becomes more attractive as temperature increases.
Above the Fermi surface and up to about 500 MeV, the potential
instead becomes more repulsive with temperature. This is in
agreement with previously reported SCGF results that did not
incorporate 3NFs [44].

In terms of isospin dependence, the results also agree with
previously reported outcomes in the SCGF approach [64],
and in other many-body calculations [93-95]. In symmetric
nuclear matter, the single-particle potential has a minimum
at low momenta close to Uy—y ~ —60 MeV, and increases
steeply with momenta. At k = 0, the lowest cutoff interaction
produces a potential that is about 5 MeV more attractive than
the highest cutoff force. This cutoff-dependence is relatively
constant as a function of momentum up to k ~ 600 MeV,
where regulator artifacts start to dominate. Above this value of
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momentum, the results of the 414 MeV and 450 MeV force
go to zero relatively quickly, whereas the potential for the
500 MeV interaction shows a characteristic shallow minimum
around k = 800 MeV.

As asymmetry increases, the neutron single-particle potential
becomes more repulsive and shallower in terms of momentum
dependence. In contrast, protons experience a larger attraction
when they become the minority species. Their single-particle
potentials become significantly more attractive, and in the
astrophysically relevant region of n ~ 0.8, they reach values
of 80 — 90 MeV at k 0. The isospin dependence is to a
good approximation linear with isospin asymmetry, as expected
on general grounds [94]. I note however that the momentum
and isospin dependence of these single-particle potentials is
significantly different from those predicted by phenomenological
mean-field approaches [96].

Interestingly, the cutoff dependence of the results depends
on isospin asymmetry and on the specific nucleon. As neutrons
become the predominant species and their single-particle
potentials become shallower, the cutoff dependence in the low-
momentum single-particle potential below 400 MeV decreases.
In neutron matter, the differences between the potentials are of
the order of 1 MeV. On the contrary, as the isospin asymmetry
increases and the proton spectrum becomes more attractive, the
differences between interactions with different cutoffs increase
and become of the order of more than 10 MeV.

These differences can be explained by two interrelated factors.
One is of a relatively straightforward nature. np interactions play
no role in neutron matter, and hence the intrinsic differences
in the NN interaction are less likely to appear as several
partial waves channels are suppressed. In other words, if the
fits to the nn channels have intrinsically smaller differences
between forces than the corresponding np channels, neutron-
rich systems will show less cutoff dependence. Another factor

that plays an important role is the strength (in the sense of
“perturbativeness”) in different channels. In terms of xEFT,
the small cutoff dependence in neutron matter agrees with the
idea that neutron matter is a more perturbative system than
symmetric nuclear matter [69, 97, 98], because the strong np
components are missing. It is important to emphasize here that
the strong cutoff dependence of the impurity spectrum may not
be identified in the energetics of the system, but will clearly have
an impact on the dynamics of isospin asymmetric systems.

The momentum dependence of Uy is directly related to the
concept of the effective mass. SCGF simulations can be used
to extract not only the mass associated to the single-particle
spectrum, but also to the so-called w— and k—effective masses.
A detailed analysis of these properties within the SCGF approach
is ongoing.

The on-shell imaginary part of the self-energy, Equation (7),
is interpreted as an inverse quasi-particle lifetime. For a normal
correlated many-fermion system at zero temperature I'j_,
should be zero, thus signaling an infinite lifetime of quasi-
particles at the Fermi surface. The lifetime should be non-zero
everywhere else and, as discussed in the context of section 3.2,
its magnitude is a combination of phase-space and interaction
effects. Figure 10 provides an overview of the momentum
dependence of I'; for neutrons (top panels) and protons (bottom
panels) as a function of isospin asymmetry. As in the previous
figure, extrapolated zero-temperature results are shown.

The isospin and cutoft dependence of the results is very
different above and below the Fermi surface. Below the Fermi
surface, the SCGF simulations predict a non-zero width. Unlike
in BHF calculations, intermediate hole states account explicitly
for this non-zero width of hole states k < kr [94]. For
neutrons, this hole component is relatively independent of the
isospin asymmetry. In fact I'}_, increases from values around
30 — 40 MeV in symmetric nuclear matter to 40 — 50 MeV
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FIGURE 10 | Neutron (top) and proton (bottom) inverse single-particle lifetimes as a function of the momentum. For details, see the caption of Figure 9.
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around 7 0.6, and decreases again to values around 20 —
30 MeV in neutron matter. In contrast, for protons the hole
component decreases steadily with asymmetry. This reflects the
decrease in phase space of protons as asymmetry increases. For
both neutrons and protons, the cutoff dependence of the hole
component is of the order of 10 MeV and relatively independent
of isospin asymmetry.

Around the Fermi surface, for all isospin asymmetries, the
momentum dependence of I/ is rather universal. In most cases,
one cannot distinguish the curves from different interactions
within about 100 MeV of the Fermi surface. I demonstrate
again the importance of thermal effects for the A = 500 MeV
interaction at the two extreme asymmetries n = 0 (top left) and
n = 1 (top right panel). Whereas regions away from the Fermi
surface are temperature independent, these panels show that the
temperature dependence in I'f is prominent around k = k.
There, the quasi-particle width switches from zero at T = 0 to
a finite (and increasing) value with temperature. This is to be
expected, as the behavior around kr is governed by phase space
arguments [33, 53].

The particle component (at k > k) of ' is remarkably more
cutoft dependent. The momentum dependence immediately
above kj and up to about 500 — 600 MeV is very similar in
all cases, and shows an increase from zero up to an isospin-
dependent maximum for the A = 450 MeV and 414 MeV cases.
For neutrons (protons), the peak height decreases (increases)
from around 30 MeV in symmetric nuclear matter n = 0, to
around 25 MeV (50 MeV) in pure neutron matter = 1. For
these two forces I';, becomes a decreasing function of momentum
above k &~ 500 MeV and eventually vanishes above k ~ 1 GeV.
This is stark contrast to the A = 500 MeV interaction, where the
peak of the particle component occurs at much higher momenta
in the vicinity of k ~ 1 GeV.

The peak is also relatively independent of the isospin
asymmetry, and very similar for neutrons and protons. This peak
and, in general, the relatively large values of I' in this region are

indicative of the short lifetime of high-momentum states. The
cutoff dependence clearly indicates that this component of I'y
depends strongly on the interaction, and the isospin dependence
suggests that it is mediated by isoscalar short-range physics
independently of the density of the individual components.

These results match with the findings for the spectral
functions reported in Figure 4. Whereas the width of the neutron
spectral function is qualitatively unaffected by a change in isospin
asymmetry, the width of the proton spectral function changes
significantly with asymmetry for the hole states k < k. Single-
particle widths provide an alternative way of characterizing
beyond mean-field correlations, since in the Hartree-Fock
approximation I'y = 0. The results in Figure 10 indicate that
some of the features of I'y are robust against isospin asymmetry
changes, whereas others are not. In particular, the relative
strong dependence of proton single-particle widths with isospin
asymmetry may be related to the isospin dependence of the
absorptive component of optical potentials [99].

3.5. Other Microscopic Properties

The microscopic results presented so far provide a very
complete picture of the dynamics of infinite nuclear systems.
The versatility and wide range of applications is an advantage
of SCGF techniques. On-shell and off-shell quantities provide
valuable information which, when complemented with modern
interactions based on xEFT, can help provide estimates
of systematic theoretical errors in simulations. A useful
characterization of in-medium nuclear properties can be
obtained from energy-weighted moments (or sum-rules) of the
spectral function. The first moment is connected to effective
single-particle energies [100, 101] and has been studied in
the context of both symmetric and asymmetric nuclear mater
at zero and finite temperatures [102-104]. The conclusions
reached by these studies in the early 2000s indicated that the
first moment is sensitive to NN interactions, and provides a
useful characterization of correlations. The second moment has
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only been studied more recently [76]. It measures fluctuations
around the single-particle peak, and is a connected to the energy
dependence of the imaginary part of the self-energy. Because the
latter is also particularly sensitive to the NN force, the second
moment can provide a measure of the Hamiltonian properties in
both nuclei and infinite nuclear matter.

The SCGF method can be used to study a variety of in-
medium quantities which are relevant for nuclear physics
experiments. For instance, in the late 1990s, SCGF methods were
used to provide a formal redefinition of scattering phaseshifts
in the medium [105]. Practical calculations also allowed for
predictions of in-medium scattering cross sections in dense
matter [106]. The finite lifetime of quasi-particles away from
the Fermi surface can be formally translated into an in-medium
nucleon mean-free path. This mean-free path is relevant for a
variety of nuclear physics considerations, from the validity of the
shell model [107] to the characterization of multi-fragmentation
reactions [108]. The consistent description of the real and
imaginary parts of the self-energy via dispersion relations
makes SCGF techniques particularly appealing in this context.
In [109], the mean-free path of nucleons in dense infinite
matter was computed by means of an extension of the SCGF
formalism to the complex plane. Calculations agree well with
results obtained with other methods and, most importantly,
with a variety of nuclear experiments at intermediate
energies [109].

Superfluidity in nuclear systems can be detected by the
appearance of in-medium bound states in the two-body
scattering matrix, or the two-body propagator. This can be
used to characterize the normal-superfluid phase diagram of
dense matter. Extensions of the SCGF method to the superfluid
domain are possible, by means of the symmetry-breaking
Gorkov formalism [43, 46]. Simulations in the normal phase,
however, can already provide relevant information for superfluid
properties, by extrapolating normal self-energies and spectral
functions to zero temperature as discussed above. With this data,
one can build effective gap equations that contain the effects
associated to the fragmentation of strength [110]. Results with the
three chiral interactions presented here indicate that short-range
correlations reduce the pairing gap, and provide a gap closure
at lower density compared to BCS solutions for both the singlet
and the triplet channel [74]. In principle, SCGF calculations
at different orders can also be used to estimate systematic
uncertainties in this method. This approach may provide a better
handle on the role of superfluidity at intermediate and high
densities, where the role of long-range correlations is poorly
understood [50, 111].

4. MACROSCOPIC PROPERTIES

Simulations based on SCGF methods can access the
thermodynamics of the system. A wide range of other many-body
methods have been extended to the finite temperature domain,
including diagrammatic BHF approaches [112], variational
methods [113], and many-body perturbation theory techniques
[68, 114, 115]. All of these methods share common limitations

in terms of the definition of quasi-particles [116]. This can lead
to an inconsistency in terms of the chemical potential. On the
one hand, the chemical potential is typically obtained from a
normalization condition like Equation (4). On the other, one can
find p from the thermodynamical relation

de

uw

where € is the energy density. Formally and numerically, these
two values may be different depending on the theoretical
framework under consideration.

A key advantage of the SCGF formulation at finite
temperature is that it guarantees that the two quantities are the
same, as long as the self-energy fulfills basic criteria [33]. These
criteria are related to the so-called ®—derivability, and lead to
a thermodynamically consistent theory [63]. In practice, this
means that in SCGF calculations there is no need to perform
numerically the derivative in Equation (13). This is particularly
convenient in calculations of the pressure, which can directly be
computed from the relation p = p(F/A — p). I note, however,
that differences between microscopic and macroscopic chemical
potentials may arise at a numerical level, particularly when the
approximated treatment of 3NFs is considered [51].

I show the pressure as a function of density for symmetric
nuclear matter (left panel) and pure neutron matter (right panel)
in Figure 11. These have been computed with the three chiral
interactions discussed in this work and include the effect of 3NFs.
The results are computed at two finite temperatures T = 20
and 10 MeV, and are also extrapolated to T = 0. Note that
the extrapolation uses many more temperatures, which are not
displayed here for simplicity. The discussion below is brief, and
details of similar calculations can be found in [44, 48, 49].

For symmetric nuclear matter, the zero-temperature pressure
shows a characteristic van der Waals shape, with an area of
negative pressure that extends from zero up to the corresponding
saturation density of each interaction. This structure signals
the existence of a liquid-gas phase transition in nuclear matter
[48, 49, 112, 115]. At zero temperature, the pressure vanishes
at zero density and at the saturation point. Figure 11 indicates
that the three chiral interactions have significantly different
saturation densities, in the region py = (0.14 — 0.165) fm=3. As
temperature increases, the spinodal region (where dp/dp < 0)
shrinks, until it disappears. At that stage, the pressure can still
have an inflection point, which will smoothen out only at the
corresponding critical temperature T, of the liquid-gas phase
transition. Different many-body approaches based on the same
NN interaction predict different critical points [48]. Similarly,
the same many-body set-up with different interactions can yield
different critical points [115].

The recent SCGF analysis presented in [49] suggests that
the critical temperature predicted by several different x EFT
interactions can range from T, &~ 11.0 MeV to T, ~ 18 MeV. The
cutoff dependence in Figure 11 falls within this rage, and T, lies
between about T, ~ 11 MeV for the A = 500 MeV interaction
and T. ~ 16,5 MeV for the A = 414 MeV interaction.
There is a clear correlation between the saturation energy and
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FIGURE 11 | Pressure as a function of density for symmetric nuclear matter (left) and pure neutron matter (right). Results for three NN interactions are shown at
three different temperatures: 7 = 0 10 and 20 MeV. At low density for neutron matter, the two bands display the results from the virial expansion.

the critical temperature, with more attractive saturation energies
leading to higher critical temperatures [49]. This intuitive
behavior is not supported by the analytical predictions of
mean-field models [117]. The relatively wide range of critical
temperatures dominates over the uncertainties associated to
the many-body approximation. Indeed, in [49], the maximum
difference obtained between BHF and SCGF predictions for the
critical temperature was about 2 MeV. While further many-body
benchmarks may be necessary to understand the full many-
body dependence of this result, it is clear that the Hamiltonian
uncertainty is relevant for finite temperature predictions [51]. In
fact, the cutoff dependence of a sub-saturation density property
like T, can be taken as a sign that finite-temperature many-body
correlations are significant in this region.

The temperature dependence of the pressure in neutron
matter is relevant for astrophysical considerations, particularly
in the context of neutron star mergers [16] and proto-neutron
star formation [19]. The right panel of Figure 11 shows the
pressure on a semilogarithmic scale as a function of density. The
same three temperatures (0, 10 and 20 MeV) are presented. At
low densities, the pressure should be well-described in terms of
the model-independent virial expansion, which only depends on
neutron-neutron scattering phaseshifts [118]. The pressure for
fugacities z < 0.5 at T = 10 MeV and 20 MeV is shown with two
solid bands at low densities in the figure. Clearly, the low-density
SCGF results agree well with virial predictions. The low-density
pressure is in fact remarkably cutoff independent, and the first
distinguishable cutoff-dependent features only show up above
p ~ 0.10 fm~3. This is in stark contrast to the case of symmetric
nuclear matter. Noticeably, this cutoff independence also holds
for the low-density, zero-temperature extrapolated results. All in
all, the cutoft and many-body dependence of low-density neutron
matter predictions are well under control (independently of
temperature), as already discussed elsewhere [23, 28, 29, 69, 97].

The cutoff dependence in neutron matter is only clearly
distinguishable above saturation density. There, and toward the

high density limit of applicability of chiral interactions, the
A = 500 MeV interaction is providing more pressure at a
given density. This is followed by a decreasing pressure from the
A =414 MeV and A = 450 MeV forces. It is interesting to note
that the last two switch orders with respect to symmetric nuclear
matter, where for a given density the A = 450 MeV interaction
provides more pressure than the A = 414 MeV interaction. The
cutoff dependence is only one of several systematic uncertainties
in these results. SCGF can also provide an estimate of the many-
body uncertainties, by performing calculations with self-energies
obtained not only at a ladder level, but also at the first- and
second-order level. The results of a recent analysis indicate that
the many-body uncertainty is smaller than that associated to the
underlying NN force by a factor of 2 — 3 at twice saturation
density [51].

With respect to the temperature dependence, one can
distinguish two distinct regimes. At sub-saturation densities,
cutoff independent results dominate. At higher densities,
reaching the degenerate supra-saturation regime, the cutoff
dependence overtakes temperature effects. A more quantitative
analysis of the temperature dependence can be obtained
by looking at the so-called thermal index (or adiabatic
index) of the equation of state [14]. It characterizes the
temperature dependence of the pressure (or energy) of
the system. Carbone and Schwenk have recently provided
an in-depth analysis of the density, temperature and
Hamiltonian dependence of the thermal index obtained
in SCGF simulations [18]. They find that some of the
assumptions made in previous literature regarding the
temperature and density independence of this quantity do
not hold. In addition, the effect of 3NFs is important in the
high-density regime.

The two extreme limits of isospin asymmetry are interesting
on their own, and provide insight into different relevant
phenomena. However, both in the study of the liquid-phase
transition [119] and in neutron-star astrophysics [73], the actual
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isospin dependence of the results is relevant. Arbitrary isospin-
asymmetric systems can be explored with SCGF simulations, and
the results in Figure 12 provide both the energy per particle
(top) and the pressure (bottom panels) as a function of density
for several asymmetries. Results are presented for the three
interactions with different cutoffs.

For comparison, I show two different sets of results based on
similar ab initio calculations. The narrow lines, labeled Sx450
and Sx414, correspond to Skyrme parametrizations derived
in [120]. These density functionals were in turn fit to asymmetric
matter calculations performed at second order in many-body
perturbation theory for the A = 450 MeV and 414 MeV
chiral interactions. I do not show the corresponding Sx500
Skyrme results, which were fitted to data with free-particle (rather
than self-consistently dressed) intermediate states. The internal
dressing of fermion lines is closer in spirit to the SCGF results
presented here, and one thus expects to find a better agreement. I
note that if non-perturbative effects were small, one would expect
an agreement between the fits and the SCGF data.

The bands in the different panels of Figure 12 have been
obtained from fits to second-order many-body perturbation
theory calculations for seven different chiral interactions in [73].
These fits reproduce the results obtained at second order in
perturbation theory with internal Hartree-Fock propagators.
These calculations are different to the SCGF approach in that
they implement a different averaging procedure for the 3NFs,
including an average value of the center-of-mass momentum.

The results from other methods are provided here for
reference and only represent a crude estimate of the many-
body uncertainties. The discussion below is therefore qualitative,
rather than quantitative. The top left panel of Figure 12 clearly
indicates that all these interactions and approximations are able
to provide saturation for symmetric nuclear matter. The SCGF
A = 500 MeV results saturate at a too low density and a too

high energy per particle. In contrast, the 450 MeV and 414 MeV
interactions predict better saturation energies, but are slightly
off in terms of density. This may be due to deficiencies of the
interactions, the many-body scheme or the implementation of
the 3NFs into the SCGF approach [29]. I note however that the
saturation energy itself is an extrapolated quantity and a recent
reanalysis based on nuclear data suggests it may be a bit more
repulsive than anticipated [121].

Comparing the energy per particle to the results of the Sx
parametrizations, I find that the SCGF results for the 414 MeV
and 450 MeV chiral interactions are qualitatively similar to
those obtained in perturbation theory calculations in [70] (for
symmetric nuclear matter) and [120] (for asymmetric nuclear
matter). The ladder resummation in the SCGF calculations
seems to bring in repulsion at intermediate densities for isospin-
symmetric systems. This repulsive effect, of the order of a couple
of MeV in symmetric nuclear matter, reduces as the isospin
asymmetry increases.

As it is well-known, the energy per particle becomes more
repulsive as 1 increases. For pure neutron matter, and in the sub-
saturation region shown in the figure, the cutoff dependence of
the SCGF results is very small, certainly within 1 MeV. The size
of the cutoff dependence is in agreement with the initial findings
reported in [69], although the latter were obtained using third-
order perturbation-theory calculations. In fact, as the isospin
asymmetry of the system increases, the differences in energy
between the Sx414 and Sx450 results and the SCGF calculations
become much smaller. For densities above 0.06 fm~3, all
calculations agree in the density dependence of the energy per
particle of neutron matter. This is to be expected if one assumes
that neutron matter is more perturbative than symmetric nuclear
matter. The SCGF and the Sx414 and Sx450 results lie in the lower
range of the band provided by [73], which indicates that the cutoff
dependence associated to the three chiral interactions presented
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in this work is not necessarily representative of the systematic
uncertainty due to different Hamiltonians.

The reduced cutoff dependence of the results, as the isospin
asymmetry evolves from the left to the right panels, has
clear implications on the symmetry energy. Because symmetric
nuclear matter is more bound for the A = 414 MeV and 450
MeV forces, and the neutron matter energy is basically the same,
one expects the symmetry energies of these two forces to be
relatively larger than that of the 500 MeV interaction. Indeed,
computing the symmetry energy as the difference between the
two extremes of isospin at p = 0.16 fm~3, one finds values
that range from Sy = 31.5 MeV for the 414 MeV force up to
29.8 MeV and 25.4 MeV for the 450 MeV and 500 MeV forces.
These values are in agreement with those previously reported for
these forces in [122], and are somewhat smaller than empirical
determinations [8].

The bottom panels of Figure 12 provide a relatively similar
picture in terms of the pressure. In symmetric nuclear matter
(left panel), the pressure is negative at sub-saturation densities
and, other than the A = 500 MeV SCGF results, all results
agree qualitatively. The picture evolves as isospin asymmetry
increases. The spinodal, negative pressure zone decreases as 1
becomes larger, as expected in general grounds [119]. For most
interactions, the critical asymmetry where the spinodal area
vanishes is in the range n = 0.6 to 0.8. At these relatively
large asymmetries, all the different many-body predictions are
contained with the bands obtained by Drischler et al. [73].
Noticeably, the results of the A = 500 MeV interaction that
were off the band at small asymmetries, fall into the band as
isospin asymmetry increases and neutron matter is approached.
This indicates that the discrepancies associated to this force with
respect to other simulations lie in the isovector component of
the interaction.

The cutoff dependence of the SCGF results offers only an
initial indication of the size of uncertainties associated to the
NN force. In qualitative terms, however, the behavior is similar
to that predicted by the bands in [73] which could be explored
with non-perturbative methods in the future. At the level of
the interaction, there are other sources of uncertainty (like
the low-energy constants or the regulator dependence) that are
not really considered by these exploratory considerations [51].
The dependence on the many-body method is also relevant
as the system becomes more and more isospin symmetric,
and quantities like the thermal index or the symmetry energy
may be substantially affected by the many-body method under
consideration. As such, benchmark comparisons in asymmetric
systems would provide an interesting testing ground for newly
developed forces.

5. CONCLUSIONS

In this work, I have briefly reviewed a set of SCGF techniques
that have been used over the last couple of decades to study
infinite nuclear systems. SCGF approaches are unique in terms
of their flexibility, which allows for both perturbative and non-
perturbative studies. The SCGF formalism can be formulated at

finite temperature and provide thermodynamically consistent
results. The same approach can be used to study the properties
of finite nuclei with similar many-body approximations
and equivalent interactions [42]. A single SCGF calculation
yields not only bulk nuclear properties, including binding
energies and thermodynamics, but also a wide range of
microphysics information, ranging from predictions associated
to the fragmentation of the single-particle strength to the
characterization of quasi-particle lifetimes. With an appropriate
account of 3NFs, this method can now competitively tackle
issues in infinite nuclear matter physics with the same level
of predictive power as other many-body approaches. The
predictions in terms of the density and isospin dependence
of fragmentation strengths are unique and provide an insight
that is also relevant for the understanding of the evolution of
correlations with isospin.

In this review, I have focused on the properties of symmetric
and asymmetric nuclear matter and neutron matter as obtained
from a set of three yEFT interactions based on N3LO NN
interactions and N2LO 3NFs. This provides a limited but already
illustrative set of results that spans a wide range in terms of
short-range physics. Of course, one would ideally perform these
simulations with the largest possible set of interactions to get a
more quantitative estimate of the dependence of the results on
the Hamiltonian. A more sophisticated treatment using Bayesian
analysis techniques could eventually improve the estimates of
systematic uncertainties [9].

The results indicate that the N3LO A = 500 MeV interaction
produces significantly different strength distributions than the
A = 450 MeV and 414 MeV forces. As expected, the 500
MeV interaction provides high momentum components in the
momentum distribution, and also large additional components
in the self-energy. The two softer interactions provide results
which are significantly more perturbative. In other words, their
momentum distributions die out quicker in momenta and the
energy dependence of the associated self-energies is much more
limited. These generic results hold independently of the isospin
asymmetry. In fact, the results for the 450 MeV and 414 MeV
interactions are very similar across a wide range of density,
isospin asymmetry and temperatures. In pure neutron matter,
the 500 MeV interaction results are also very close to the 450
MeV and 414 MeV interactions. This can be translated into
a strong isospin dependence of the overall cutoff dependence.
This point has already been discussed in the past in [69, 122],
and our SCGF simulations confirm these trends from a different
many-body perspective.

SCGF provide access to quasi-particle properties that are
relevant in various contexts. Single-particle potentials for
neutrons and protons in neutron-rich matter show interesting
asymmetry dependences. It is well-known that the single-particle
potential for neutrons becomes less attractive with increasing
isospin asymmetry. At the same time, it becomes less sensitive
to the cutoff. In contrast, the proton potential becomes more
attractive in neutron-rich matter and, as the isospin asymmetry
increases, the cutoff dependence is enhanced. This behavior
should be reflected in the corresponding effective masses. The
asymmetry dependence of the single-particle width is also
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interesting, and again suggests substantial differences in the
minority and majority components.

When it comes to bulk properties, I find results that
are qualitatively close to those established with many-body
perturbation theory methods. Again, the predictions of the A =
500 MeV interaction are noticeably different than the lower cutoff
results in the isospin symmetric case. In fact, the saturation
energy of this interaction is about 4 — 5 MeV more repulsive than
empirical estimates, in contrast to the lower cutoff simulations.
Results for the 450 MeV-414 MeV forces are more consistent
with each other. These also agree well with previous many-body
perturbation theory calculations based on these interactions in
isospin-symmetric, isospin-asymmetric nuclear matter and pure
neutron matter [68].

One can draw several conclusions from this analysis. The
isospin dependence of short-range correlations can be predicted
with SCGF techniques and appears to be less pronounced in
bulk systems than it is in finite nuclei [66, 67, 85, 87]. The
cutoft dependence of the results in isospin asymmetric systems
affects more the single-particle properties of protons than those
of neutrons. In this sense, the simulations of proton impurities in
pure neutron matter could provide some insight into the model-
dependence of neutron-proton forces. I also note that ab initio
simulations of single-particle potentials are significantly different
from those predicted by phenomenological approaches [96].

Looking forward, the SCGF method is at an advantage
with respect to some other methods in its handling of finite
temperature and isospin-asymmetry effects. For supra-saturation
densities, this is relevant for neutron star mergers, as well
as for neutron-star formation. There, the non-perturbative
nature of SCGF methods can handle short-range correlation
effects and hence provide meaningful results up to presumably
higher densities than perturbative calculations [51]. The effects
associated to the fragmentation of strength are also relevant
in a variety of high-density astrophysical settings, where

REFERENCES

1. Abbott BP, Abbott R, Abbott TD, Acernese F, Ackley K, Adams
C. et al. GWI170817: observation of gravitational waves from a
binary neutron star inspiral. Phys Rev Lett. (2017) 119:161101.
doi: 10.1103/PhysRevLett.119.161101

. Abbott BP, Abbott R, Abbott TD, Abraham S, Acernese F, Ackley K. et al.
GW190425: observation of a compact binary coalescence with total mass ~
3.4 M ©. Astrophys ] Lett. (2020) 892:L3. doi: 10.3847/2041-8213/ab75f5

. Abbott BP, Abbott R, Abbott TD, Acernese F, Ackley K, Adams C. et al.
GW170817: measurements of neutron star radii and equation of state. Phys
Rev Lett. (2018) 121:161101. doi: 10.1103/PhysRevLett.121.161101

. Abbott BP, Abbott R, Abbott TD, Abraham S, Acernese F, Ackley K. et al.
Properties of the binary neutron star merger GW170817. Phys Rev X. (2019)
9:011001. doi: 10.1103/PhysRevX.9.011001

. Raaijmakers G, Greif SK, Riley TE, Hinderer T, Hebeler K, Schwenk A,
et al. Constraining the dense matter equation of state with joint analysis
of NICER and LIGO/Virgo measurements. Astrophys ] Lett. (2020) 893:L21.
doi: 10.3847/2041-8213/ab822f

. Miller MC, Lamb FK, Dittmann AJ, Bogdanov S, Arzoumanian Z, Gendreau
KC, et al. PSR J0030+0451 mass and radius from NICER data and
implications for the properties of neutron star matter. Astrophys J Lett. (2019)
887:1.24. doi: 10.3847/2041-8213/ab50c5

they have often been ignored. These include predictions
for the equation of state, but also for pairing properties
and response functions. Broadly speaking, previous SCGF
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The advent of high precision measurements of neutrinos and their oscillations calls for
accurate predictions of their interactions with nuclear targets utilized in the detectors.
Over the past decade, ab initio methods based on realistic nuclear interactions and
current operators were able to provide accurate description of lepton-nucleus scattering
processes. Achieving a comprehensive description of the different reaction mechanisms
active in the broad range of energies relevant for oscillation experiments required the
introduction of controlled approximations of the nuclear many-body models. In this
review, we give an overview of recent developments in the description of electroweak
interactions within different approaches and discuss the future perspectives to support
the experimental effort in this new precision era.

Keywords: lepton-nucleus interactions, ab-initio nuclear methods, electroweak interactions, nuclear structure
and interactions, neutrino-nucleus cross-sections

1. INTRODUCTION

Understanding neutrino properties and interactions is the main focus of the world-wide
accelerator-based neutrino-oscillation program. The new generation of short [1] and long-
baseline [2] neutrino experiments—such as the Deep Underground Neutrino Experiment
(DUNE)—will address fundamental questions and play a key role in the search of physics beyond
the Standard Model. In particular, the absolute scale of neutrino masses and the presence of charge
parity (CP) violation in the leptonic sector, which may contribute to our understanding of the
matter-antimatter asymmetry of the universe, will be determined. The existence of a fourth (sterile)
neutrino will be investigated, this could explain the excess of electron neutrinos from charged
current quasi-elastic events reported by the MiniBooNe collaboration [3].

Studying neutrino-nucleus interactions in the energy region of interest for oscillation
experiments is a multi-scale problem. In fact, the experiments [4-9] are sensitive to a broad
range of energy where different reaction mechanisms contribute [10, 11]. Quasielastic scattering
is dominant for energies of hundreds of MeVs, in this case the lepton interacts with individual
bound nucleons. In addition to this, there are corrections accounting for coupling of the probe
to interacting nucleons, belonging to a correlated pairs on connected via two-body currents.
For larger values of the energy, a struck nucleon can be excited to a baryon resonance state
and subsequently decays into pions, or give rise to deep-inelastic scattering (DIS) processes.
Constructing a framework able to describe these diverse reaction mechanisms on the same footing
is a formidable nuclear-theory challenge. Nuclear effective field theory (EFT) provides a systematic
way to construct nuclear interactions and currents performing a low-momentum expansion. In
addition, an estimate of the theoretical uncertainty-which will be crucial for the neutrino data
analyses— can be properly assessed. In the last decade there has been a tremendous progress in
the field of nuclear ab initio methods made possible by the increasing availability of computing
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resources and the development of new algorithms. Within these
approaches the nucleus is treated as a collection of nucleons
interacting with each other via two- and three-body forces
obtained within nuclear EFTS. The interaction with external
electroweak probes is described by one- and two-body effective
currents that are consistent with the nuclear potentials [12-17].

Among these ab initio many-body methods, the Green’s
Function Monte Carlo (GFMC) method utilizes quantum
Monte Carlo (QMC) techniques [18] to perform first-principle
calculations of nuclei up to '2C [19, 20]. More recently the
GFMC method has also been applied to the calculation of
the electroweak sum rules and response functions of *He and
12¢, including one and two-body currents [21-23]. In order to
do that, integral transform techniques have been utilized. The
accuracy of the inversion procedure adopted within the GFMC
to obtain the response function from its integral transform has
been compared and benchmarked with the Lorentz Integral
Transform method [24]. The GFMC electroweak responses
computed in the quasielastic sector are virtually exact for low
and moderate values of the momentum transfer. Initial and final
state correlations are fully retained within this approach [25,
26]. In order to extend the predictive power of this approach,
relativistic effects in nuclear kinematics were included [24]
leading to an excellent agreement with electron scattering data
off *“He. However, within this approach it is not possible to access
more exclusive channels, the calculations are fully inclusive. The
inclusion of explicit pion degrees of freedom in the nuclear wave
function [27], necessary to describe the resonance production
region, is extremely complicated and its achievement is still a long
way ahead.

The short-time approximation (STA) method has been
recently proposed to overcome some of the limitations of
GFMC [28]. In particular, this approach allows to compute
both the inclusive and exclusive response of nuclei in the high-
energy (short-time) limit-corresponding to the Fermi energy
and above- utilizing realistic nuclear interactions and currents.
In the STA the full ground-state dynamics is retained while
the hadronic final state is factorized at the two-nucleon level,
this approximation is expected to be valid at high-energy and
momentum transfer. It allows to account for the final state
interactions of the pairs involved in the interaction vertex and
to incorporate two-nucleon correlations and currents as well as
their interference, which are known be sizable in the GFMC
results [22-26]. While keeping consistently two-body physics
and ensuing quantum interference contributions, the STA is not
expected to accurately model the correct physics for low-lying
excitations or collective behavior like giant resonances. A good
agreement with the GEMC electromagnetic responses of “He is
observed after enforcing the correct threshold behavior. Since the
STA involves only two active nucleons, it suitable to be improved
and include relativistic currents and kinematics as well pion
production channels.

In the past years, the framework based on the impulse
approximation (IA) and realistic spectral-functions (SFs) has
been largely utilized to describe electron-nucleus scattering data
in the limit of moderate and high momentum transfer [29, 30].
This scheme combines a realistic description of the initial target

state with a fully-relativistic interaction vertex and kinematics.
This is achieved factorizing the hadronic final state in terms
of a free nucleon state and enclosing all the information on
nuclear structure in the SF. The latter does not depend on
the momentum transfer and can be computed within non-
relativistic nuclear many-body approaches. In this review we
consider two nuclear SFs, derived within the correlated basis
function (CBF) formalism [31] and the self-consistent Green’s
function (SCGF) theory [32, 33]. These two approaches utilize
different nuclear forces and involve different approximations in
each of the SF calculations. Within the factorization scheme
lepton-nucleus scattering is rewritten as an incoherent sum
of elementary processes involving individual nucleons. This
framework has been extended and generalized to include two-
nucleon emission processes induced by relativistic meson-
exchange currents [34] and applied to calculate the electroweak
inclusive cross sections of carbon and oxygen [35, 36]. In
order to tackle the resonance production region, the electroweak
pion production amplitudes generated within the dynamical
coupled-channel (DCC) model [37-39] have been included in
the IA formalism. The results obtained convoluting the DCC
elementary amplitudes with the CBF SF will also be reported.

In this review, we present lepton-nucleus interaction results
obtained within different many-body methods. In section 2 we
outline the formalism and define the electroweak cross sections,
nuclear interactions and currents. In section 3 we discuss the
integral transform techniques utilized in the GFMC to obtain
the nuclear response functions. Sections 4 and 5 are devoted
to the STA and extended factorization scheme, respectively. We
present recent results obtained within each of the aforementioned
approaches for different nuclei. In section 6 we state out
conclusions and discuss future directions.

2. FORMALISM

We consider the scattering of an initial electron of four-
momentum k = (E,k) off a nucleus A at rest; in the final
state only the outgoing electron with momentum k = (E',K) is
detected. The inclusive double differential cross section for this
process can be written in Born Approximation as

d*o o?

<7dE’dQ’ )e = @ ELWRW (1)
where @ >~ 1/137 is the fine structure constant and ' is the
scattering solid angle in the direction specified by k. The energy
and the momentum transfer are denoted by w and q, respectively,
with @* = —¢*> = q* — w?. The lepton tensor is fully determined
by the lepton kinematical variables. It can be written neglecting
the electron mass as

1 ’
L,uv = ﬁ(kﬂki) + kukv — uv k- k/) . (2)

The hadronic tensor describes the transition between the initial
and final nuclear states |Wo) and |Wy), with energies Ep and Ej.
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For nuclei of spin-zero, it can be written as

R*(q,w) =

> (Wl (g, )| W) (Wr 1] (q, )| Wo) S (Eg + o — Ef) . (3)
f

where we sum over all hadronic final states and J*(q, @) is the
nuclear current operator whose structure will be discussed in
detail in section 2.1. For inclusive processes, the cross section
of Equation (1) only depends on the two response functions,
Ry (q,w) and Rr(q,w), which describe the interactions with a
virtual photon longitudinally (L) and transversely (T) polarized.
It is given by

d*o

(aaer). = (

where the lepton kinematical factors are given by

do
asy

) [Arritalo) + ar Reta0)] . @
M

2\2 14 0
_ (T . 27
AL—(qZ) , Ar= 2qz+tan > (5)
and
<do> B |: a cos(0/2) ]2 ©)
ay )y L2E sin%(0/2)

is the Mott cross section depending on the scattering angle 6.
The extension to neutral- and charge-current electroweak

processes is straightforward. Let us consider the scattering of a

neutrino (v¢) or an anti-neutrino (vy) off a nuclear target. In

analogy with the electromagnetic case, we denote by k = (E, k)

and k (E,X') the momentum of the initial and outgoing

lepton; the double-differential cross section can be written as [40,

do

41]
(M)WW

where G = Gr and G = Gpcos0, for neutral current (NC)
and charge current (CC) processes, respectively, with cosf, =
0.97425 [42] and for the Fermi coupling constant we use G =
1.1803 x 107> [43]. The leptonic tensor contains an extra-
contribution proportional to the Levi Civita

:izk/E/

4772 LR,

(7)

1

Lw =g

(kuk, + K ko — guv k- K T i€upuok®K 7)), (8)
where the + (—) sign is for v, (vg) initiated reactions. The
hadronic tensor is the same as Equation (3) but the current
operator will have a vector and axial component, its explicit
expression will be given in section 2.1. We perform the
Lorentz contraction of the leptonic and hadronic tensor of
Equation (7), yielding

do

(7> B G% cos? 0, K
dE'dSY

v 4m? 2E,
+£LLRLL + iTRT + ZiT’RT’:I .

I:iCCRCC +2LcrRer

)

Taking the three-momentum transfer along the z axis and the
total three-momentum in the x — z plane, we can define g and

Qas

q=k-kK =(»q), q=1(0,0.4.)
Q=k+K=(2Q, Q=(Qx0,Qy), (10)
and write the leptonic kinematical factors as
Loc =9 — ¢* —m?, Lo = (—9Q, + 0q2)
L = Q% — o* +ml, iT=Qsz—q2+m§
Ly = Qq: — 0Q., (11)

with m? k'? the mass of the outgoing lepton. The

five electroweak response functions correspond to different
components of the hadro tensor

1
Rec = R”, Rcr = —5(R°3 + R

Ry = R33, Rr = Rll +R22

Rp = —%(R12 R, (12)

Note that electron and neutrino scattering cross sections are
written in a similar fashion as a contraction of the leptonic
and the hadronic tensor. This analogy will become even more
apparent in section 2.1 where we introduce the explicit expression
of the current operators and use the conserved vector current
(CVC) hypothesis to connect the vector part of the electroweak
current with the electromagnetic one. For this reason, any model
of neutrino-nucleus scattering has to be capable of describing
electron-scattering cross sections first [44].

2.1. Nuclear Hamiltonian and Current
Operator

The internal structure of nuclei and their reactions can be
described within non-relativistic many body approaches utilizing
an Hamiltonian in which the nucleons are the only active degrees
of freedom. Its general expression is given by

Dovit Y Viks

i<j i<j<k

2
H=Y" P 4 (13)
; 2mN

where p; is the momentum of the i-th nucleon having mass
my, while the potentials v;; and Vjj model the nucleon-nucleon
(NN) and three-nucleon (3N) interactions, respectively. A model
of NN interaction has to be constrained by the large number
of NN scattering data available. Currently, very accurate results
have been obtained from both phenomenological approaches and
chiral effective field theory able to accurately fit these data.

The Argonne v18 is a finite, coordinate space NN potential
that has been fit to the full Nijmegen phase-shift database and
to low energy scattering parameters and deuteron properties.
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It can be written as a product of radial functions and spin-
isospin operator

vi= ) vp)0;

p=1,..,18

(14)
where rjj = [r;—r;|. The first 14 operators are charge independent
(corresponding to the older Argonne v14 model)

OZZIW’M = [1, ;- 0j Sij; L-S, Lz, LZ(T,' 10, (L- S)z],

X [I,Ti . Tj:l

where ¢ and 7 are the Pauli matrices operating over the
nucleon spin and isospin degrees of freedom, respectively,

(15)

Sij = 30, - 70 -7 — 0; - 0; is the tensor operator, L; =
%(r,- —1j) x (V; — Vj) is the relative angular momentum,
and §; = %(ai + o) is the total spin. The terms p =

15... 18 areincluded in the formulation of the Argonne potential
to account for small violations of charge symmetry [45]. In
addition to the NN interactions, also phenomenological 3N
interactions have been developed. In particular the Illinois 7
(IL7) interaction is expressed as a sum of a two-pion-exchange
P-wave term (Fujita-Miyazawa), a two-pion-exchange S-wave
contribution, a three-pion-exchange contribution, and a 3N
central interaction [46]. These phenomenological NN and 3N
interactions were successfully utilized in QMC calculations of
nuclear properties, neutron drops, and neutron-star matter [18,
47-50].

In the last decades there has been a tremendous progress
in development of chiral EFT interactions as proven by
the availability of a number of different potentials [13, 51-
54]. However, it is only recently with their formulation in
coordinate space that the application of chiral forces within
QMC approaches became possible. These new local potentials
have been computed up to N2LO with consistent 3N terms in
Gezerlis et al. [55, 56], the A-isobar degrees of freedom were fully
accounted for in the derivation of Piarulli et al. [57, 58].

In analogy with the nuclear Hamiltonian, the current operator
can be expressed as a sum of one- and two-body terms

JE= 0+ Y ) (16)
i i<j
The one-body electromagnetic current is given by
. _ P )
i = @[ Ay io g lup), (17

where p and p’ are the initial and final nucleon momentum. The
isoscalar (S) and isovector (V) form factors, 71 and >, are given
by combination of the Dirac and Pauli ones, F; and F,, as

1
Fia=- [F}, + Fl, ] (18)
where 7, is the is the isospin operator and
F,=F,+F,  F,=F,—F,. (19)

The Dirac and Pauli form factors can be expressed in terms of the
electric and magnetic form factors of the proton and neutron as

N 1 N N
pn _GE +TG  n_ G —Gp

1 > 2 1471

147 (20)

with T = Q?/4m%,. Therefore, the electromagnetic current can
be schematically written as Ji,; = ];/L,s + Jiy.- where the first is
the isoscar term and the second is the isovector multiplied by the
isospin operators 7. The one-body charge and current operator
are obtained from the non-relativistic reduction of the covariant
operator of Equation (17) including all the terms up to 1/ mlz\, in
the expansion. It leads to the following expression for isoscalar
charge, transverse (L) and longitudinal (||) to q component of
the current operator

S S S
o G} 2G5, -G

Jy,s = —1 82 Eq'(GiXPi)
2,/1+ Q*/4m3, my

. G G

Jys =3P i@ x o)

]y,S |q|]y,S

Note that the last relation has been obtained from current
conservation relation discussed in Equation (30). Analogously
to Equation (19), the isoscalar and isovector component of the
electric and magnetic form factors are written as

Gim = Gipn+Ghap  Gia = Goar — G- (22)
The isovector contribution to the current Jj, is obtained by
replacing G%,M - G}E/)Mrz. The electroweak interactions of
a neutrino or anti-neutrino with the hadronic target can be
induced by both CC and NC transitions. The current operator
is written as a different combination of vector and axial
terms. Note that in both cases the Conserved Vector Current
(CVC) hypothesis allows to relate the vector form factor to the
electromagnetic ones

]gC :]5,2 +]tl1/:z

Jhe = — 2sin? Owll s+ (1 =2 sin® Ow)JL, + T4, (23)
where 6y is the Weinberg angle (sin? 8y = 0.2312 [42]). The
fully relativistic expression of the axial one-body current operator
reads

. — 7 -F
jiy = u(p )[ — yrysFa — gty ]u(p)-
myN

(24)
For CC processes the axial and pseudo-scalar form factors can be
written as

Fa = Faty, Fp = Fpty, (25)
with i+ = (7ix £ 7iy)/2 being the isospin raising-lowering
operator.
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The dipole parametrization for the axial form factor is
routinely adopted in most of the calculations, it reads

8A

Fp=—>"——
AT 0T m)y

(26)

where the nucleon axial-vector coupling constant is assumed
to be g4 = 12694. The impact of the Q* dependence
of the axial form factor on neutrino-nucleus cross-section
predictions has been discussed in Aguilar-Arevalo et al. [59] and
Bernard et al. [60]. The validity of the dipole parametrization
has been questioned and in these regards both lattice-QCD
calculations [61] and the so called “z-expansion” analysis [62]
has been recently proposed. The pseudo-scalar form factor is
obtained by using Partially Conserved Axial Current (PCAC)
arguments to write it in terms of the axial one

2
2my

Fp= — N
P=m+ @

Fy. (27)

For NC transitions, we report the non-relativistic reduction of the
charge- and axial-current operator [63] (for brevity we neglect
order 1/ m%\, terms)

.. Ga
joo () = ———07i .
4dmy

(28)

0 Ga
jo i) = —mfi,zﬁi -(q+pi)»

The CC non-relativistic current is obtained by substituting in
the non-relativistic isovector term j), . and j, . of Equation (28),
Tjz/2 — T;+ and adding a pseudoscalar contribution

Ga

———11q9"0;-q. 29
m%Jeru,iq oi-q (29)

i
Japs =
The electromagnetic current must satisfy the continuity equation
Vgl =0 (30)

which links the two-body exchange current operator to the NN
interaction and leads to separate continuity equations for the
one- and two-body current operators. Chiral EFT formulations
allow to construct electroweak currents which are fully consistent
with the nuclear forces entering the hamiltonian. The gauge
invariance of the theory implies that the nuclear current
operators satisfy the continuity equation with the potentials order
by order of the chiral expansion. The calculation of the two-
body electromagnetic currents has been the subject of extensive
study carried out by different groups [64-68]. Another important
advantage of chiral EFT consists on having connected three-
nucleon interaction and the two-nucleon axial current; their
derivation up to one-loop is reported in Krebs et al. [69]
and Baroni et al. [70] while the A-full expression obtained
consistently with the nuclear forces of Piarulli et al. [57, 58] can
be found in Baroni et al. [71].

The majority of the results that will be presented in this
review have been obtained utilizing the aforementioned AV18

p| ko ko

k k’ k k’
FIGURE 1 | Feynman diagrams of the A contribution to two-body currents.

Solid, thick, and dashed lines represent nucleons, deltas, pions, respectively
while the wavy line correspond to the vector boson.

potential and related semi-phenomenological currents. The spin
and isospin dependence of the NN potential leads to a non-
vanishing commutator with the non-relativistic one-body charge
operator. In order to satisfy the continuity equation, the so-
called “model-independent” two-body currents jy(if) have to
be introduced; their longitudinal part is directly constrained by
the NN interaction while their transverse components are not
uniquely defined. The main contributions comes from the one-
pion and one-rho exchange current operator, their expression
is well-known and reported in Rocco et al. [72], Dekker et
al. [36] and Schiavilla et al. [73] both in their relativistic and
non-relativistic formulation.

In addition to the model-independent two body currents a
significant contribution comes from model dependent terms in
which the exchange of a pion is followed by the excitation of
a A-resonance in the intermediate state. Due to the transverse
nature of this current, its expression is model dependent. In fact,
the form of the vector part is not determined from current-
conservation constraints [74].

Analogously to the one-body case, the two-body CC operator
is the sum of a vector and axial component. The relativistic
expression of the two-body current operator we present in
this work has been obtained following the parametrization of
Ruiz Simo et al. [75] where the pion-production amplitudes of
Hernandez et al. [76] are coupled to a second nucleonic line.
Starting from the vector component of ji, the electromagnetic
current operators can be obtained using the CVC hypothesis.
Adopting the momentum variables specified in Figure 1, the
expression of the CC A-current reads

3 fonnf* 2
(ec = 2 ng {n(kz><2>[( -3

2
I 2 I

+ ) (k) Exna ()G — (572 + 5),

X FnNN(kz)FnNA(kz)(]'Z)(n] +(1 < 2)} (31)
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where k; = p’ — k' is the momentum of the 7 exchanged in the
two depicted diagrams, f* = 2.14 and

ysk
k) = ———, 32
0= 5= (32)
A2
Fana(k) = zﬂiNAz > (33)
aNA — k
A2 —m?
Frnn(k) = ﬁ > (34)

with Aznya = 1150 MeV and A, = 1300 MeV. In the above
equations, I1(k) describes the pion propagation and absorption,
while the 7 NN and 7 NA couplings depend on the form factors
Frna(k) and Fynn(k), respectively, accounting for the off-
shellness of the 7 and A. The operator (Iy)+ = (z x @),
with + — x =% iy raises-lowers the isospin components. In
Equation (31), ]g and ]g denote the N — A transition vertices
of the left and right diagrams, respectively. They are expressed as

E =0+,
. CY L
(1)yv = m—;[kz Gaﬁ(PA)(gﬁMﬂ —~ q’sy“)]ys ,

()4 = C&[ K5 Gup(pa)g™ (33)

where k is the momentum of the initial nucleon, q is the
momentum transfer and pp = g + k, yielding p§ = e(k) + .
For the left diagram we have

iy =Gv+Gyas
v

v = %ys[(g"‘“g — 47" ) Gap P |
Ga = C2[g Gup(p2)K] . (36)

where p is the outgoing nucleon four-momentum and pp =
p — g. The vector and axial form factors, denoted by C; and C%,
are obtained from general principles and experimental results as
discussed in Hernandez et al. [76] where their explicit expressions
is also reported. In the above equations all nucleons are on the

\/m% +p 2. For
the A-propagator we adopted the Rarita-Schwinger convention
where Gaﬂ(pA) = peb (pA)/(pzA — MZA) is proportional to the
spin 3/2 projection operator

mass-shell with the time component p° =

B
l o ﬁ_%p%pA
3 3 M3

PP (pa) = (p +Ma)[g” -
L Lpar? —P’ZV"‘] .

3 Ma (37)

In order to account for the possible decay of the A into a physical
7N we replace its real mass Ma = 1,232 MeV entering the
denominator of the free propagator, i.e., pA — M%, by Ma —
il'(pa)/2 [72,77]. The decay width I'(pa)/2 is not a constant but
explicitly depends upon the energy, its expression can be found
in Dekker et al. [72].

3. INTEGRAL TRANSFORM TECHNIQUES

Evaluating the hadronic tensor of Equation (3) is highly non-
trivial as it requires to sum over the entire excitation spectrum of
the nucleus and to include one- and two-body current operators.
Integral transform techniques are extremely useful in reducing
the problem to a ground-state one instead of explicitly evaluating
each transition amplitude |Wy) — |Wf). We consider the
convolution of the response function with a smooth kernel

Eup(q,0) = /da)K(U,a))Raﬁ(q, w) =

> (ol (@1W)K(o, Ef — Eo)(WflT5(q) | Wo) , (38)
f

using the closure property Zf [Wr)(Wr| = 1 a generalized sum
rule depending on a continuous parameter ¢ can be obtained

Eop(q,0) = (WolIT(Q)K (0, H — Eo)Jg(@)|Wo) . (39)

With an appropriate choice of the kernel K, the right-hand
side of the above equation can be accurately computed within
different ab-initio methods. In order to retrieve the energy
dependence of the response function, the integral transform has
to be accurately inverted.

3.1. Lorentz Integral Transform Technique
The kernel used to compute the integral transform is a Lorentzian

1

where o is a complex parameter, generally defined for
convenience as

o = Ey+or+ioy. (41)

For simplicity we leave the Lorentz indices implicit and rewrite
Equation (39) substituting the Lorentz kernel as

E > 5 = (W T - -~ . .
(q,01,0R) = (Wol] (q)H—Eo—aR+icri

1 -
J(@IWo) = (V|¥),  (42)

H—Eo—UR—iO','

implying that the Lorentz Integral Transform (LIT) of the
response function is given by the norm of the | W) state. This
state is determined by solving a Schrodinger-like equation for a
quantum mechanical bound system

(H — Eo — o — io)|¥) = J(q)| o) (43)

for different values of o7 and og. In order to obtain the response
function, one first computes ]_E(q, o1,0r) and then inverts it
numerically. This second step is highly non-trivial and belongs to
the class of so-called “ill-posed” problems. The devised method
consists on: (i) making an ansatz to write down the expression of
the response function as a function of a set of parameters ¢; (ii) the
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corresponding LIT is computed using this parametrization of the
nuclear response function (iii) the parameters ¢; are determined
from a least-squares fit of the LIT computed in (ii) with the
one calculated at the beginning, }_E(q, o1,0R). A more detailed
discussion of the inversion procedures utilized can be found in
Efros et al. [78] and Reiss et al. [79].

A very accurate determination the electromagnetic responses
of light nuclei has been achieved, for different values of q,
combining the LIT method with the hyperspherical harmonic
(HH) formalism [80-82]. This expansion method has been
successfully utilized to study nuclear, atomic and molecular few-
body systems; the wave function of the system is expanded in a
series of products of HH basis functions and hyperradial basis
functions allowing for a correct description of the large distance
components. The predictive power of the HH approach is limited
to relatively light mass number, to overcome this limitation the
Couple Cluster (CC) theory has been recently combined with the
LIT approach to tackle medium and large mass nuclei [83, 84].
The photoabsorption cross sections of '%?2 O and ** Ca and
electromagnetic sum rules have been recently computed using
the LIT-CC approach in Simonis et al. [85].

3.2. Green’s Function Monte Carlo

The Green’s Function Monte Carlo (GFMC) is an ab-initio
method that allows to predict with high accuracy the structure
and low-energy transitions of A < 12 nuclei [19]. This method is
utilized to project out the ground state starting from a trial wave
function |W¥r)

[Wo) o< lim exp[—(H — Eo)t]|¥r),
T—>00

where Ej is a parameter used to control the normalization and
7 is the imaginary time. Recently, exploiting integral transform
techniques accurate predictions for the electromagnetic response
functions of *He and '2C in the quasielastic sector have been
obtained. The inclusion of two-body currents yields to a very
good agreement between GFMC predictions and experimental
data [23, 25]. The integral transform of Equation (38) is evaluated
using a Laplace kernel and denoted as Euclidean response. Its
inelastic contribution is obtained as

o0
Eup(q,0) = / . dwRap(q, @)™, (44)
wel

where w,; is the energy of the recoiling ground state. Using the
closure property, the sum over the final states can be removed,
the inelastic Euclidean responses can be written as the following
ground-state expectation value

Eq(Iql,0) = (WolJ} (e F=E0T 15 (q)|Wo) — |Fu(g)]?e o
(45)

where F,(q) is the longitudinal elastic form factor and the
nucleon form factors entering in the current operator are
evaluated at the quasielastic peak Qée =q*- a)ée.

In order to obtain the response function the Laplace transform
has to be inverted. This is achieved exploiting maximum

entropy techniques, as described in Lovato et al. [25] and
in the supplemental material of Lovato et al. [86]. The LIT-
HH and GFMC results for the longitudinal electromagnetic
responses of “He have been recently compared to benchmark the
inversion procedure used in the two approaches. The calculations
presented are based on the AV18 and IL7 combination of two-
and three-nucleon potential for the GFMC method and AV18
and UIX for the LIT-HH [45, 87]. The results are displayed
in Figure 2 for |q| = 300 and 500 MeV, the (red) dashed and
solid (blue) lines corresponding to the LIT-HH and GFMC
predictions, respectively, are found in good agreement and
correctly reproduce the experimental data taken from Carlson
et al. [88]. The small discrepancies between the two curves have
been discussed in Rocco et al. [24] and they do not originate from
the inversion techniques utilized in the two approaches.

Because of the non-relativistic nature of the GFMC approach,
it can be safely applied to compute electroweak responses in the
high momentum transfer region relevant for neutrino-nucleus
scattering. Relativistic corrections are in both one- and two-body
current operators up to order 1/m%; as discussed in Carlson and
Schiavilla [63] for the one-body case. However, the quantum
mechanical framework is non-relativistic; an attempt of including
relativistic corrections in the kinematics has been recently carried
out in Rocco et al. [24]. The strategy consists on performing
the calculation in a reference frame that minimizes nucleon
momenta in the final state.

In electron-nucleus scattering processes, the quasielastic
region is dominated by a one-nucleon knock-out and this
condition is satisfied by the active nucleon Breit (ANB) frame
in which the target nucleus has a momentum —A q/2. In this
reference frame the momentum of the nucleons in the initial
state is about —q/2 while the one of the emitted particle is >~
q/2. The momentum of the final state is higher in all the other
reference frames like for example the laboratory (LAB) system
where the emitted knocked-out nucleon has a momentum of
about q. Therefore, the ANB system can be utilized to minimize
relativistic corrections.

In order to compare with experimental data measured in the
LAB system, the results from the ANB need to be boosted back
to the LAB frame. The solid blue and red curves in Figure 3
performing the calculation of the longitudinal electromagnetic
response of *He at |q| = 700 MeV in the LAB and ANB frame,
respectively, and boosting back to the LAB frame using Lorentz
transformation. The two curves peak in different positions and
have different strengths, this frame dependence of the results is a
clear indication that relativistic effects are sizable for these values
of q.

Relativistic effects in the kinematics can be included
employing the two-fragment model of Efros et al. [89] which
presents strong analogies with the procedure used to determine
NN potentials. In this case, the relative momentum of the two-
nucleon system pj, is determined in a relativistic fashion and
utilized to solve the Schrodinger equation with a non-relativistic
kinetic energy E;, = p%2/2u12, 112 being the reduced mass.

The two-fragment model relies on the assumption that the
dominant reaction in the quasielastic region consists on the
break-up of the nucleus into a knocked-out nucleon with
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FIGURE 2 | Longitudinal electromagnetic response functions of “He at |g| = 300 MeV (left) and |g| = 500 MeV (right) obtained inverting the Laplace and Lorentz
integral transforms compared to the experimental data of Carlson et al. [88].
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FIGURE 3 | (Left) Longitudinal electromagnetic response functions of “He at |q| = 700 MeV computed in the LAB and in the ANB frame are displayed by the blue
and red solid curves, respectively. The dashed curves have been obtained by applying the two-fragment model to consider two-body relativistic kinematics for the final
state energy. (Right) Double-differential electron-*He cross sections for £, = 1108 MeV and # = 37.5. The short-dashed red and dashed blue curves are the GFMC
calculation were only one- body and one- plus two-body contributions in the electromagnetic currents are accounted for. The results obtained in the ANB frame
corrected by the two-fragment model are displayed by the red solid line. The experimental data are taken from Benhar et al. [44].

The results computed within the two-fragment model are
displayed by the dashed curves in Figure 3. Note that, now the
position and the strength of the LAB rel and ANB rel curves are
the same. This implies that the position of the quasielastic peak

momentum pg\r, and a remaining (A — 1) system in its ground
state p, respectively. The relative and center-of-mass momenta
of the nucleon and spectator system are obtained as

; P?rz pg ; ; ; in the electromagnetic responses no longer depends upon the
pr = M(; - M7X) , P/ =py +px> (46)  reference frame and coincides with that of the ANB frame (solid

blue curve).

In order to compute the inclusive electromagnetic cross
section of Equation (4), Ry and Ry have to be evaluated for several
. o e o values of w and |q|. Hence, due to the sizable computational
computed in a relativistic way utilizing the correct definition of : . . ] .

effort associated with the inversion of the Euclidean response

where My and p are the mass of the residual nucleus and the
reduced mass, respectively. The relative momentum pJff can be

the final hadronic energy for a given value of |q|, the direct evaluation of Equation (4) is
Lj[r ; - : not feasible within GFMC. In order to overcome this limitation,

.= \/ m* + (Pf +(M/MA71)Pfr)2 an interpolation procedure based on the concept of scaling

5 o . was devised in Rocco et al. [24] and used for an accurate

+ \/MAfl + (Pf - (V“/m)Pf) ’ and efficient interpolation of the GFMC responses. The right

panel of Figure 3 displays the double-differential electron-*He
and used to determine the relativistically “fake” kinetic energy  cross sections for E, = 1108 MeV and § = 37.5. The red
(p)ff)2 /21 entering in the energy conserving §-function of  and blue lines have been obtained including the one- body

Equation (3). A more detailed discussion of the approach canbe ~ and one- plus two-body contributions in the electromagnetic
found in Rocco et al. [89] and Efros et al. [24]. currents. The inclusion of the meson exchange current leads
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to a substantial enhancement in the quasielastic region. The  separately in all cases but for Ry, the entire strength is given
same feature is present in the results of Lovato et al. [23, 25] by the axial-vector interference. The dashed and solid lines have
where the electromagnetic responses of “He and '2C have been  been obtained including the one-body and one- and two-body
calculated and compared with the experimental data. Separating  currents, respectively. Note that also in this case the two-body
the longitudinal and transverse channel it has been observed  term significantly increases in magnitude the response functions
that the two-body term has a predominantly transverse nature;  in the quasielastic region. At variance with the electromagnetic
its contribution is almost vanishing in the longitudinal channel  results, the axial component of the two-body operator in the
when electromagnetic processes are considered. The red solid = weak neutral charge produce substantial excess strength in the
line indicates one plus two-body current results obtained in the  longitudinal channels as clearly visible in the upper figure. While
ANB frame, employing the two-body fragment model to account  in the transverse response, shown in the middle panel, we have
for relativistic kinematics. The inclusion of relativistic effects  a two-body enhancement both from the axial and vector terms.
leads to a shift of the peak position toward lower values of w and ~ The xy response function in the lower panel which arises solely
to a reduction of its width. on account of this interference is also modified by the two-body

Recently, GFMC calculations of the neutral-current responses  contribution. In the right panel of Figure 4 the CC responses
and cross sections for neutrino scattering off 12C have also  in *He at momentum transfer |q| = 600 MeV are displayed.
been performed [26]. A description of the two-body charge and  In analogy the NC case, we see that the enhancement given by
current operators used in this work is provided in Lovato et  the inclusion of two-body currents is present in all the different
al. [23] and Shen et al. [40] and references therein. The left  channels. However, in the longitudinal one it is not as significant
panel of Figure 4 shows the different spatial components of the  as for the NC scattering. This has to be ascribed to the relative
neutral-current response functions in >C at momentum transfer  strength of the axial contribution to the total response which in
|ql = 570 MeV. The vector and axial contributions are shown  this case is much smaller than the vector one.

————— VNC 1b
— VNC 12b
————— ANC 1b
77 2 —— ANC 12b
s [ - NC 1b
o —— NC 12b
g
=

R,, |GV

90 . . . . . . . ) ) . . )
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w[MeV
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FIGURE 4 | (Left) Adapted from Lovato et al. [26] under the Creative Commons CCBY license. Neutral-current response functions in '2C at momentum transfer |q| =
570 MeV obtained with one-body only (dashed lines) and one- and two-body (solid lines) currents. The vector and axial contribution corresponds to the red and green
curves, the black curves display the full result in which the axial-vector interference is accounted for. The upper, middle, and lower panel corresponds to the charge,
transverse and xy component of the response function. (Right) Charge-current response functions in “He at momentum transfer |g| = 600 MeV. The different lines are
the same as for the left panel.
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4. SHORT TIME APPROXIMATION

A novel approach to calculate the short-time propagation
resulting from two- nucleon dynamics has been recently
developed [28]. The STA method utilizes QMC techniques to
evaluate path integrals of one- and two-nucleon currents in
real time and predict the response function of nuclei in the
quasielastic region. The expression of this response is reported
in Equation (3) and can be rewritten as

oo 2T
D (Wl (g )W) (W 1] (q, )| Wo)
f
_ % dt i(w+Ep)t nt —iHt v
= [ e g o) e g 0l

(47)

where the sum over final states has been replaced with a real-
time propagator. In the following, we drop the Lorentz indices to
simplify the notation and replace J(q, w) — J(q) with © = wge,
the one- and two-body current operators utilized are the same
as for the GFMC results [40]. The main assumption underlying
the STA is that only the active pair of nucleons propagate, this
qualitatively amounts to rewrite the final state as Zf [Wr) —

Zf’ 12 |¢J§,)|\IJ;},72) where |¢J§,) is the correlated two-nucleon

state. To evaluate the response function, two completeness
relations on the coordinate states are inserted, yielding

(W T e 1V 1) =/dr1...drAdr;...drg<w0|]“*|r1...m>

HOp O T )
(48)

X (ry...rale”

In the STA the current-current correlator is rewritten keeping the
one- and two-body terms

]MT el Y — (Zj,u T(i) + Zj/t T(ij))e—th( Zjv(i/)

i<j i
+ Y 7))

i'<j
— Z]-u T(i)e_iH'j”(i) + Z]-u ’r(l-)e—in]-u(]-)

i i#j

+ ) (e ™ () + e ()

i#j
4—j“4(ﬁ)e_”ﬂ7”(ﬁ)) (49)

the contributions with three or more active nucleons have
been neglected. This amounts to include only two-nucleon
interactions in the Hamiltonian; the A-nucleon particle

propagator is approximated as

_thlr/l LT

ra) = (N fAle_i(H§m+H{jEI+HA72)t|

(r1...rale oot
—iH™t —iHt —iFa_ot

= (Rjjle ™7 |R§j>(ﬂ'j|€ v |V§j>€ a2

A

[8c—10 (50)

ki

where Hl-cjm = Pfj/(4mN) and Hirjel = pfj/mN + vjj. The A
2 nucleons are treated as static spectators and their energy is
assumed to be peaked around a constant value E4_;.

We put the two equations together and define j;' Tj}’2

(" (@)Y G) + * T G) + 7 T()j" (i) yielding

w2 [ st
2

/ dri2dR12dr},dR},dRa—> (¥oljf T1raR12: Ra_2)

My _ipgrel i
x (Riale ™M R, ) (riale™ 12|, ) (1, R15: Ra—aljR|Wo) -
(51)

The two-nucleon propagator (r12|e”'H{621t |r},) is obtained by
summing over the bound and continuum eigenstates of HI.
Note that the interaction effects in the active pair are exactly
accounted for. It is convenient to rewrite the STA response in
terms of an integral over the relative- and center-of-mass energy

of the pair as

oo o0
R*(q,w) = / de/ AdEcn8(w + Ey — e — Ec;y)D*V (e, Ecry) -
0 0
(52)

Within the factorization scheme outlined above, interaction
effects at the two-nucleon level are fully retained, and
the interference between one- and two-body terms in the
electromagnetic current operator are consistently accounted for.
The low-energy properties of the system (discrete transition
and collective excitation of the nucleus) and the correct energy
threshold for the quasielastic region can not be described within
the STA. For this reason, some corrections have to be introduced
in order to recover the exact value of the threshold for the
quasielastic scattering. In particular, the response density is
folded with a gaussian kernel

D(¢, Ecp) = /-00 deD(e, Ecyy)N exp { — [6/_&)(8)]2] (53)
0

Wth

where w(e) = ,/e* + a)tzh exp —e/w and N is defined requiring

that the sum rules are preserved

/:OdeNexp{—[e/;::(e)]Z]=l. (54)

The two parameters controlling the shift and width of the
gaussian folding are wy, and @, respectively. The values chosen
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adapted from Pastore et al. [28].

FIGURE 5 | Transverse electromagnetic response of “He obtained within the STA and GFMC approaches. The left and right panel corresponds to |g| = 300 and 500
MeV, respectively. The dashed (blue) and solid (red) lines are STA calculations prior and including the shift; the solid (black) line displays the GFMC resullts. Figure
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to reproduce the physical threshold of ~ 20 MeV of *He are
wgp = 35 MeV and a 15 MeV width.

A comparison between the STA and GFMC electromagnetic
response function of *He is shown in Figure5 for |q| = 300
and 500 MeV. The dashed line displays the STA results without
any knowledge of the threshold while in the full red line the
correct behavior at threshold has been enforced as explained in
Equation (53). Including these corrections leads to a shift of
the response toward larger values of the energy transfer and a
redistribution of the strength; while for |q| = 300 MeV this effect
is sizable the results at |q| = 500 are only slightly modified. In both
configurations the STA results which include the shift accurately
reproduce the GFMC ones.

The role played by final-state interactions within the pair is
analyzed in the left panel of Figure 6 where the solid and dashed
lines correspond to the transverse electromagnetic response of
*He obtained with and without interactions effects, respectively.
Their inclusion leads to a visible shift in the position of the
quasielastic peak toward left. The breakdown of the response into
one-body current diagonal and off-diagonal terms, interference
between one- and two-body currents, and two-body currents
only, is also shown. It is interesting to note that the off-diagonal
terms, routinely neglected in the IA scheme, provide a negative
contribution depleting the response strength. In analogy with
the GFMC findings, the interference between one-and two-body
currents provides an important enhancement in the quasielastic
region; contrary to the pure two-body current which does not
provide a significant contribution to the response function in
this kinematics. This is likely to be ascribed to the static limit
adopted in both the GFMC and STA approaches to derive the
non-relativistic expression of the A current. As discussed in
Dekker et al. [72] in the static limit all energy dependence of the
A propagator disappears and the resonance behavior in the dip
region is not present.

The isospin dependence of pairs in the back-to-back
kinematics, i.e., pairs with low initial center-of-mass momentum
and high relative momentum, is studied in the right panel of

Figure 6. These pairs can be singled-out in the response densities
by requiring the pair center-of-mass momentum P being close
to |q| and the relative momentum in the final state being large.
Figure 6 displays the response densities at fixed energy Ecp, =
Iq|?/(4my) as a function of the relative energy of the pair e.
The solid and dot-dashed curves have been obtained with and
without interactions within the pair. The comparison between
the full results (black line) and the one-body total (magenta
line) shows that the two-nucleon currents do not provide a
large contribution at low relative energies. While, the full result
becomes substantially larger than the one-body current term for
e > 250 MeV. The back-to-back momentum distributions of
np pairs are known to dominate over pp or nn pairs at high
relative momenta because of tensor correlations as discussed in
Schiavilla et al. [90]. In addition to that, the two-nucleon currents
are almost entirely in the np pairs, and increase the response by
roughly a factor of ~ 2 around at e = 300 MeV.

5. EXTENDED FACTORIZATION SCHEME

For large values of w and |q|, a non-relativistic calculation of
the hadron tensor is no longer reliable. Since both the final
state and the transition currents depends upon the momentum
transfer, relativity has to be properly accounted for. Factorizing
the hadronic final state allows one to overcome these difficulties
by providing a relativistic description of |Wf) and of the current
operator. In addition to that, realistic spectral functions are used
to accurately model the dynamics of the target nucleus and
account for correlation effects. We start by only retaining the
one-body current terms and rewriting the hadronic final state as

= 00, 19— @y (55)

where [p) is a plane wave describing the propagation of the
final-state nucleon with momentum [p| and energy e(p) =

JIpl2+ m%\,, while |1ﬂjf\_1) describes the (A — 1)-body spectator
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FIGURE 6 | (Left) Transverse electromagnetic response of “He at |q| =

Figure adapted from Pastore et al. [28].

500 MeV without (dashed lines) and with (solid lines) interacting two-nucleons in the final state.
The different contributions corresponding to one-body current diagonal terms, one-body current off-diagonal terms, interference between one- and two-body
currents, and two-body currents only are separately shown. (Right) Transverse response densities of “He at || =
Eem = |912/(2mp). The solid cyan and magenta solid line display the diagonal only and diagonal plus off-diagonal one-body term, respectively. The solid black curve
corresponds to the total one- plus two-body current result while in the blue dashed and red dashed isolate the contribution of the nn and pp pairs is singled-out.

500 MeV and final center of mass energy

system. The energy and momentum of the latter are obtained by

energy and momentum conservation relations
E?_lza)—l—EO—e(p), p}*—lzq_p. (56)

The incoherent contribution to the one-body hadron tensor

can be easily obtained from Equation (55) and by inserting a
single-nucleon completeness relation

V[ Pk
Ry = [ S Ssdepin) )Z KTk + g

(k—i-qu})lk)f?(d)—l—e(k) —e(k+q)), (57)
where my is the rest mass of the initial nucleon. We introduced
@ defined as ® = w — E + my — e(k). To describe the scattering
off a bound nucleon with momentum k, the four-momentum
transfer employed in the hadronic tensor is replaced by q =
(w,q) - g = (®,q). The factors my/e(k) and my/e(k + q)
ensures the implicit covariant normalization of the nucleon
quadri-spinors. The hole-spectral function Py (k, E) provides the
probability distribution of removing a nucleon with momentum
k from the target nucleus, leaving the residual (A — 1)-nucleon
system with an excitation energy E. The calculation of the spectral
function of finite nuclei is a challenging problem that has seen the
endeavor of multiple theory groups. In this work we will focus on
the results obtained within the Correlated Basis Function and the
Self Consistent Green’s Function many-body methods, shortly
outlined in section 5.1.

For low and moderate values of |q|, interactions between the
struck particle and the spectator system become relevant. For this
reason, the IA results must be modified to include them [30].
This is achieved by including in the energy spectrum of the
propagating nucleon the real part of the optical potential U of
Cooper et al. [91] which accounts for its interactions with the

mean-field created by the residual system. This potential has to
be evaluated for a given kinetic energy of the nucleon f;,,(p) =

V/p? + m?> — m, and modifies its energy as

ékk+q) =e(k+q) + U (fhin(k+q)) . (58)
The rescattering processes of the propagating nucleon are
described by a convolution scheme which amounts to fold the
IA responses with a function fi.y4, normalized as

+00
/ dofirq(@) = 1. (59)

—0o0

The one-body hadron tensor then reads

R‘“’( FSI / e dEPy, (k, E)/dw firq(w — )
_omy
e(k)e(k + q)
x 8(w' 4+ E — e(k + q)0(|k + q

>kl Tk + a) (k + gl 1K)
i

—pr). (60)

where a generalization of the Glauber theory is utilized to derive
the folding function [92]

o) =)+ [ e [0 - /1, ]
= (), [Ty + (1 = /Ty Fy(e).

A more detailed discussion on how to obtain the nuclear
transparency T} and the finite width function Fy(w) can be found
in Benhar et al. [29] and Benhar et al. [93].

The inclusion of two body-currents requires an extension of
the factorization ansatz of Equation (55). In Benhar et al. [34]

(61)
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and Rocco et al. [35, 36] the amplitudes involving two-nucleon
currents have been included by rewriting the hadronic final state
as

W) = 1pp)a ® 7 7) (62)
where |pp'Ya = |pp’) — |p'p) is the anti-symmetrized two-

nucleon plane wave state. The two-body current component of
the hadron tensor reads [34]

W,U»V(q) Cl)) h(k) k/,E)

V/ Bk B dp mi,
(27)3 (2m)3 (27)* e(k)e(K)e(p)e(p’)

x2Z kk/lJl, P p)alppliglk K)8(w — E+2my — e(p) — e(p))).

(63)

where Py, (k, K/, E) is a two-hole spectral function which in Benhar
et al. [34] and Rocco et al. [35, 36] has been approximated as the
product of the one-nucleon ones. Note that, while this is correct
for infinite nuclear matter, its application to medium mass nuclei
such as 12C is questionable and should be further investigated.

The production of real pions in the final state will be crucial
for the correct understanding of the DUNE results. In order to
include this reaction mechanism, we can write the hadronic final
state as

V7Y = lpxp) @ 19771, (64)

where p, denotes both the four-momentum (pg,pﬂ) and the
isospin f; of the emitted pion. In analogy with the one-body
case reported in Equation (57), the one-body one-pion (1blx)
incoherent contribution to the hadron tensor is given by

d *pr m
iy -] == >
Wipiz (@ @) _/ )3 Pull, E) 2m)? e(k)e(k + q — pr)

> kit 1o p) (pplil 1)
X 8(w—E+ my —e(k+q—pr) —ex(pr)),
(65)

p=k+q—px

where e, (p7) = /p? + mZ is the energy of the outgoing pion.
The expression of @ is the same as for the one-body current

process. In order to describe the real emission of a pion we
need the transition amplitude between the initial one-nucleon
state |k) to the pion-nucleon |p,p) final state. These matrix
elements have been obtained within the sophisticated dynamical
couple-channel (DCC) model able to describe the 1N — 7N,
yN — nN, and N(e, ¢ )N reactions accounting for meson-
baryon channels and nucleon resonances up to an invariant of
W = 2 GeV. About 26,000 data points of the #N,yN —
wN,nN,KA,KX data from the channel thresholds to W <
2.1 GeV have been fitted to obtain the parameters adopted within
the DCC model. The extension to the electroweak sector has been
recently performed [38].

Within the DCC model the following Hamiltonian is defined

Hpo = Ho+ ) vee +ZZ T+ Tl 1

oc

(66)

to generate the matrix element (p,plj}|k) of Equation (65).
In the above equation Hy is the free Hamiltonian while the
production of an N* state from a meson-baryon channel c is
described by the vertex I'y+ .. The energy independent meson-
exchange potentials v, «—where ¢, = yN,7N,nN,KA, KX~
are derived from phenomenological Lagrangians by using the
unitary transformation method [94, 95]. This hamiltonian is
used to generate (p;plj;|k) of Equation (65). Convoluting the
DCC elementary current matrix elements for 7 -production with
the spectral function formalism allows to predict electroweak
interactions of finite nuclei in large energy transfer region
presented in section 5.2.

5.1. Determination of the Hole Spectral

Function of Finite Nuclei

The accurate determination of SFs suitable to encompass both
single-particle aspects and short-range dynamics is crucial for the
theoretical description of lepton-nucleus scattering. Its definition
can be given either in terms of nuclear overlaps or as the
imaginary part of a two-point hole Green’s Function

Py E) = 1w 11k ® [w/~H]IP8(E + B~ — Eg)
f

= YimwAtal !

= 7ol (H—E}) —ie

alydy.  (67)

Within the CBE the hole SF of finite nuclei is written as a sum
of two terms [31], Py(k, E) = PM¥(k, E) + P{°"(k, E) displaying
distinctly different energy and momentum dependences. The first
term is associated to the low momentum and removal-energy
region. The spectroscopic factor obtained from (e, ¢’p) scattering
measurements are utilized to obtain the first term within a
modified mean field (MF) picture. The correlated contribution
Pz"" (k, E) includes the unbound states of the A — 1 spectator
system in which at least one of the spectator nucleons is in
a continuum state. The local density approximation (LDA) is
adopted to compute this term for finite nuclei

P E) = [ R puRF (kB pa(R).  (69)

where the correlation component of the SF obtained within the
CBF theory for isospin-symmetric nuclear matter for a given
density p is convoluted with the density profile of the nucleus
pA(R). The applicability of the LDA in obtaining the correlation
part of the SF in finite nuclei relies on the observation that
short-range nuclear dynamics is not affected by surface and shell
effects. This strength of P;°"(k, E) is concentrated in the high
momentum and removal energy region as opposed to PhMF(k, E).
For momenta larger than the Fermi one, the spectral function
coincides with the correlation term.

Frontiers in Physics | www.frontiersin.org

April 2020 | Volume 8 | Article 116


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Rocco Electroweak Interactions Within ab initio Methods

60— |
] ‘ WOAr
— 50 f
T T —'> ] | neutrons
~_ = ] AR
0.08} B e =
5 %~ — NNLOsat -
) \\ A
o \ =
X 0.04f 4 \ 40Ar Lﬁ»_
S \ <
U 17
0.02F \ g
\\
0 s P
0 0o 1 2 3 4 5 6 17
¥ [fm]

10
E [Mev;

FIGURE 7 | (Left) Results obtained SCGF approach are compared to experimental data (dotted lines and square points) from references Emrich et al. [100] and
Ottermann et al. [101] for the charge density distributions of “°Ca (left) and “CAr (right). The shaded areas represent the total experimental error, while the colored
bands displays the theoretical uncertainties due to model-space convergence. (Right) Neutron spectral function of “°Ar computed within the SCGF. The particle and

hole spectral function corresponds to the region above and below the Fermi level E = 6.3 MeV, respectively, indicated by the red arrow.

The SCGF approach is a many-body approach which scales
polynomially with the number of particle and allows reach nuclei
with A up to ~100. The spectral function is determined within
an ab initio theory starting from individual interactions among
the nucleons. The central quantity of the SCGF formalism is
the one-body Green’s function which is directly related to the

spectral function through Py (k,E) = —%Im[Gh(p,p; n— E)],

as expressed in the last equality in Equation (67). This is obtained
by adopting an iterative procedure to solve the associated Dyson
equation [96, 97] where the irreducible self-energy -which
encodes nuclear medium effects in the particle [98]- explicitly
depends on the propagator itself. To extend the predictive power
of the approach to open shell nuclei, the SCGF has been recently
reformulated within Gorkov’s theory. The particle number is
no longer conserved in this new formulation of the propagator
in which a grand canonical Hamiltonian is utilized. Breaking
of the particle-number symmetry allows one to include pairing
correlations and eliminate the degeneracies that would otherwise
prevent microscopic calculations for open-shell systems.

The results obtained for the neutron and proton spectral
functions of “°Ar, ¥°Ca, and **Ti isotopes have been recently
presented in Barbieri et al. [99]. The SCGF calculations are
performed employing a spherical harmonic oscillator basis in
a model space of 14 major shells and varying the frequency
hQ to study the uncertainties resulting from the truncation
of the model space. The saturating chiral interactions at next
to next to leading order (NNLOgy) are utilized in order to
correctly reproduce radii as well as charge density distributions
of nuclei. In the left panel of Figure 7 the charge density profiles
computed within the SCGF (solving the Gorkov’s equations) or
40Ca and “0Ar are compared to experimental data from Emrich
et al. [100] and Ottermann et al. [101]. The shaded area in
the theoretical curves has been obtained by performing the

calculation at the extremes of the range Q2 = 14 — 20 MeV-
which from the analysis of Somad et al. [102] turns out to be
the optimal one for the convergence of radii and energies—
and taking the differences between the results. The authors of
Barbieri et al. [99] interpreted this band as a conservative estimate
for the theoretical errors due to model space convergence. The
right panel of Figure 7 displays the computed hole (particle)
Ph(p)(p, E) spectral function for neutron removal (addition)
from “0Ar.

In analogy with PhMF(k, E) introduced in the discussion of
the CBF results, the peaks present at low E and k correspond
to nucleons that occupy the valence shell close to the Fermi
surface. In the high momentum and removal energy region,
which is typically associated with short range correlation physics,
the SCGF spectral function presents a mild tail (not shown
in Figure7). In this regards, it has to be noted that the
CBF spectral function relies on the semi-phenomenological
AV18 Hamiltonian, which naturally encompass short-range
correlations. On the other hand, the NNLOy,; interaction is a
relatively soft interaction, with a cutoff of 450 MeV which is able
to produce tails for large values of the momentum. However,
the strength in that region is significantly smaller than the one
obtained using AV18 [103].

5.2. Results

In this section we present different scattering results obtained
using the CBF and SCGF spectral function. In the left panel
of Figure 8 we gauge the differences between the two spectral
functions by comparing the results obtained for the double-
differential cross section of electron-'2C scattering at E, =
620 MeV and 6, = 36°. In the theoretical results we
focused on the quasielastic region, including only the one-
body current operator of Equation (17). The dashed and solid
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FIGURE 8 | (Left) Inclusive '>Cfe,e’) cross sections at 620 MeV and 36° scattering angle. The solid and dashed curves correspond to the SCGF and CBF SF
calculations, respectively. The red lines correspond to the IA calculation in which the outgoing nucleon is free while in the blue ones FSI corrections have been taken
into account. (Right) Inclusive Ar(e,e’) cross section at 2.2 GeV and 15.5° scattering angle. The solid (dashed) line shows the quasielastic cross section without (with)
the inclusion of FSI obtained utilizing the SCGF spectral function calculations. Experimental data are taken from Dai et al. [104, 105] and show both the quasielastic

peak and the contribution from meson production at larger missing energies.
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FIGURE 9 | (Left) Inclusive '°C(e,e’) cross sections at 730 MeV and 37° scattering angle. The short-dashed (blue) line and dashed (red) line correspond to one- and
two-body current contributions, respectively. The dash-dotted (magenta) lines represent 7 production contributions. The solid (black) line is the total results obtained
summing the three different terms. (Right) Same as left panel but for CC v,, scattering on '>C. The energy of the v, is 1 GeV and the scattering angle is 30°.
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curve correspond to the CBF and SCGF SFs, the blue and
red lines have been obtained with and without including FSI
effects. Calculations carried out employing the two different
many-body approaches are in very nice agreement, although
they are obtained from different nuclear interactions. FSI effects
have been introduced following the procedure discussed in
Equation (60). The overall effect is a shift in the position
of the quasielastic peak to the left and a redistribution of
the strength which leads to a correct reproduction of the
experimental data. The right panel of Figure8 shows the
inclusive electron scattering on “’Ar at the energy and kinematics
of the E12-14-012 JLab experiment compared with the SCGF
results with and without FSI displayed by the dot-dashed blue
and solid red curve, respectively. The real part of the “°Ca
optical potential taken from Cooper et al. [106]-the one of Ar
in not available in the literature-and the folding function of
Benhar et al. [93] were adopted to obtain the FSI corrections.
The prediction based on the NNLO ¢, interaction and SCGF
spectral function slightly underestimates the experimental data

at the quasielastic peak. Overall, there is a small discrepancy
which is compatible with the errors associated to the nuclear
forces [54].

The left panel of Figure9 shows the double-differential
electron-12C cross sections for E, = 730 MeV, 6, = 37°. The
theoretical results have been obtained using the CBF spectral
function and correcting for FSI effects in the quasielastic region.
The solid black line corresponds to the total cross section
obtained summing up the contributions associated with the
different reaction mechanisms. The dashed blue line displays
the one-body current contribution while MEC leading to two-
nucleon emission are given by the short-dashed red line. The
dot-dashed magenta line corresponds to the emission of a real
pion and a nucleon. A good agreement between theory and data
is observed for the different kinematics analyzed. Note that, the
strength associated with pion production is necessary to correctly
reproduce the peak in the A-production region.

The interference between one- and two-body currents has
not yet been included. Although the authors of Benhar et
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al. [34] argue that the inclusion of this contribution within
the factorization scheme leads to a small enhancement the
dip region, the GFMC and STA calculations presented in
sections 3 and 4 display a significant increase in the transverse
response due to the interference contribution. Therefore, the
consistent implementation of this term within the spectral
function formalism is a necessary step to be undertaken in order
to properly compare with the GFMC and STA results.

The results obtained for the double-differential CC v/L-IZC
scattering cross sections are shown in the right panel of Figure 9
for E, = 1 GeV, 6, = 30°. The calculations have been carried
out within the same framework employed in the electromagnetic
case, utilizing the CBF spectral function and including an axial
term in all the current operators. In order to compare with
experimental data a folding with the energy distribution of a
given neutrino flux is needed.

6. CONCLUSIONS

The success of current- and next- generation of neutrino-
oscillation experiments strongly depend on the availability of
accurate nuclear physics calculations of the dynamics and
electroweak interactions of nuclei with quantified theoretical
uncertainties. This motivated the advent of many recent
theoretical works focused on improving the description of lepton
interactions with nuclei. In this review we outlined the main
features of three different many-body approaches.

The GEMC is an ab-initio method which provides extremely
accurate predictions for the electroweak response functions of
nuclei up to '2C in which correlations are fully retained. In
these results the strength and energy-dependence of two-nucleon
processes induced by correlation effects and interaction currents
provide a sizable contribution in the quasielastic region. The
main limitations of this method come from its non-relativistic
and fully inclusive nature, i.e., the transition to a given hadronic
final state can not be easily identified. Choosing a reference
frame that minimizes nucleon momenta allows to extend the
applicability of GFMC to larger lepton energies, correctly
reproducing experimental data for a large set of kinematics.
For moderate values of momentum transfers, comparing the
predictions based on more approximate schemes of nuclear
dynamics with the accurate GFMC results in the quasielastic
region is extremely important in order to test and validate them.

In the STA, two-nucleon physics is fully accounted for
including ground-state correlations and final state interactions
among the pair. Within this approach the interference between
one- and two-nucleon current is included. When the physical
threshold is enforced in the STA calculations, a very good
agreement with the GFMC quasi-elastic response of light nuclei
is observed for momentum transfers near and above the
Fermi momentum.

The formalism based on IA and realistic SF combines a
non-relativistic description of the target nucleus including

realistic interactions with relativistic currents and kinematics.
The results obtained utilizing two-different spectral functions
corresponding to the CBF and SCGF calculations have been
compared in the quasielastic region. The original formulation
of the factorization scheme utilized in the IA only included
one-nucleon matrix elements, its recent generalization allowed
to include meson-exchange currents and pion-production
mechanisms. The elementary amplitudes corresponding to
pion-production processes were computed capitalizing on
the sophisticated DCC model [37-39], which provides robust
predictions up to an invariant mass of W < 2.1 GeV. Theoretical
calculations that include different reaction mechanisms
are in good agreement with inclusive electron-scattering
off 12C.

Over the last decade, we witnessed a great progress in
the development of many-body techniques aimed at studying
nuclear properties and interactions. These methods rely on
nuclear EFT to consistently derive the nuclear Hamiltonian and
many-body currents. Despite this success, their application on
the broad energy region explored by oscillation experiments
involves non-trivial difficulties that have to be explored and
understood, such as how to transition to regions where
resonance-production occur and how to correctly include
relativistic effects. To address these points, models based on a
factorization of the hadronic final state have been developed.
Benchmark these models with the low-energy description
provided by correct many-body calculations and understand
the limit of validity of the approximations done will play a
crucial role in providing robust predictions of neutrino-nucleus
interactions.

AUTHOR CONTRIBUTIONS

The author made a substantial, direct and intellectual
contribution to the work, and approved it for publication.

FUNDING

This work has been supported by the U.S. DOE, Office of
Science, 1811 Office of Nuclear Physics, under contract DE-
AC02-06CH11357 1812, by the NUCLEI SciDAC program and
by Fermi Research Alliance, LLC, under Contract No. DE- 1813
AC02-07CH11359 with the U.S. Department of Energy, Office of
1814 Science, Office of High Energy Physics.

ACKNOWLEDGMENTS

The author would like to thank her collaborators C. Barbieri,
O. Benhar, T. S. H. Lee, W. Leidemann, A. Lovato, S.
Nakamura, G. Orlandini, S. Pastore, and V. Soma for their
contributions to the studies presented in this work and for many
valuable discussions.

Frontiers in Physics | www.frontiersin.org

April 2020 | Volume 8 | Article 116


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Rocco

Electroweak Interactions Within ab initio Methods

REFERENCES

o= B ) |

11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

27.

. Acciarri R, Adams C, An R, Andreopoulos C, Ankowski AM, Antonello M,

et al. A Proposal for a Three Detector Short-Baseline Neutrino Oscillation
Program in the Fermilab Booster Neutrino Beam. (2015).

. Abi B, Acciarri R, Acero MA, Adamowski M, Adams C, Adams D, et al.

The DUNE Far Detector Interim Design Report Volume 1: Physics, Technology
and Strategies. (2018). Available online at: https://lss.fnal.gov/archive/design/
fermilab-design-2018-02.pdf

. Aguilar-Arevalo AA, Brown BC, Bugel L, Cheng G, Conrad JM, Cooper

RL, et al. Significant excess of electronlike events in the MiniBooNE
short-baseline neutrino experiment. Phys Rev Lett. (2018) 121:221801.
doi: 10.1103/PhysRevLett.121.221801

. The MicroBooNE Experiment. Available online at: http://www-microboone.

fnal.gov

. The NOvA Experiment. Available online at: http://www-nova.fnal.gov

. The T2K Experiment. Available online at: http://t2k- experiment.org

. The MINERvA Experiment. Available online at: http://minerva.fnal.gov

. The Deep Underground Neutrino Experiment. Available online at: http://

www.dunescience.org

. Hyper-Kamiokande. Available online at: http://www.hyperk.org
10.

Katori T, Martini M. Neutrino-nucleus cross sections for oscillation
experiments. ] Phys G. (2018) 45:013001. doi: 10.1088/1361-6471/aa8bf7
Benhar O, Huber P, Mariani C, Meloni D. Neutrino-nucleus interactions
and the determination of oscillation parameters. Phys Rept. (2017) 700:1-47.
doi: 10.1016/j.physrep.2017.07.004

Weinberg S. Nuclear forces from chiral Lagrangians. Phys Lett B. (1990)
251:288-92. doi: 10.1016/0370-2693(90)90938-3

Epelbaum E, Hammer HW, Meissner UG. Modern theory of nuclear forces.
Rev Mod Phys. (2009) 81:1773-825. doi: 10.1103/RevModPhys.81.1773
Machleidt R, Entem DR. Chiral effective field theory and nuclear forces. Phys
Rept. (2011) 503:1-75. doi: 10.1016/j.physrep.2011.02.001

Machleidt R, Sammarruca F. Chiral EFT based nuclear forces:
achievements and challenges. Phys Scripta. (2016) 91:083007.
doi: 10.1088/0031-8949/91/8/083007

Epelbaum E, Krebs H, Meiner UG. Improved chiral nucleon-nucleon
potential up to next-to-next-to-next-to-leading order. Eur Phys J A. (2015)
51:53. doi: 10.1140/epja/i2015-15053-8

van Kolck U. Few nucleon forces from chiral Lagrangians. Phys Rev C. (1994)
49:2932-41. doi: 10.1103/PhysRevC.49.2932

Carlson J, Gandolfi S, Pederiva F, Pieper SC, Schiavilla R, Schmidt KE, et al.
Quantum Monte Carlo methods for nuclear physics. Rev Mod Phys. (2015)
87:1067. doi: 10.1103/RevModPhys.87.1067

Carlson J. Green’s function Monte Carlo study of light nuclei. Phys Rev C.
(1987) 36:2026-33. doi: 10.1103/PhysRevC.36.2026

Carlson J. Alpha particle structure. Phys Rev C. (1988) 38:1879-85.
doi: 10.1103/PhysRevC.38.1879

Lovato A, Gandolfi S, Butler R, Carlson ], Lusk E, Pieper SC, et al. Charge
form factor and sum rules of electromagnetic response functions in '2C. Phys
Rev Lett. (2013) 111:092501. doi: 10.1103/PhysRevLett.111.092501

Lovato A, Gandolfi S, Carlson J, Pieper SC, Schiavilla R. Neutral weak current
two-body contributions in inclusive scattering from '2C. Phys Rev Lett.
(2014) 112:182502. doi: 10.1103/PhysRevLett.112.182502

Lovato A, Gandolfi S, Carlson J, Pieper SC, Schiavilla R. Electromagnetic
and neutral-weak response functions of “He and '2C. Phys Rev C. (2015)
91:062501. doi: 10.1103/PhysRevC.91.062501

Rocco N, Leidemann W, Lovato A, Orlandini G. Relativistic effects
in ab-initio electron-nucleus scattering. Phys Rev C. (2018) 97:055501.
doi: 10.1103/PhysRevC.97.055501

Lovato A, Gandolfi S, Carlson ], Pieper SC, Schiavilla R. Electromagnetic
response of !2C: a first-principles calculation. Phys Rev Lett. (2016)
117:082501. doi: 10.1103/PhysRevLett.117.082501

Lovato A, Gandolfi S, Carlson J, Lusk E, Pieper SC, Schiavilla R. Quantum
Monte Carlo calculation of neutral-current v —'2 C inclusive quasielastic
scattering. Phys Rev C. (2018) 97:022502. doi: 10.1103/PhysRevC.97.022502
Madeira L, Lovato A, Pederiva F Schmidt KE. Quantum Monte Carlo
formalism for dynamical pions and nucleons. Phys Rev C. (2018) 98:034005.
doi: 10.1103/PhysRevC.98.034005

28.

29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

40.

41.

42.

43.

44,

45.

46.

47.

48.

49.

50.

Pastore S, Carlson J, Gandolfi S, Schiavilla R, Wiringa RB. Quasielastic Lepton
Scattering and Back-to-Back Nucleons in the Short-Time Approximation.
(2019).

Benhar O, Day D, Sick L. Inclusive quasi-elastic electron-nucleus scattering.
Rev Mod Phys. (2008) 80:189-224. doi: 10.1103/RevModPhys.80.189
Ankowski AM, Benhar O, Sakuda M. Improving the accuracy of neutrino
energy reconstruction in charged-current quasielastic scattering off nuclear
targets. Phys Rev D. (2015) 91:033005. doi: 10.1103/PhysRevD.91.033005
Benhar O, Fabrocini A, Fantoni S, Sick I. Spectral function of finite
nuclei and scattering of GeV electrons. Nucl Phys A. (1994) 579:493-517.
doi: 10.1016/0375-9474(94)90920-2

Dickhoff WH, Barbieri C. Selfconsistent Green’s function method for
nuclei and nuclear matter. Prog Part Nucl Phys. (2004) 52:377-496.
doi: 10.1016/j.ppnp.2004.02.038

Barbieri C, Carbone A. 11. In: Hjorth-Jensen M, Lombardo MP, van Kolck
U, editors. Self-Consistent Green’s Function Approaches. Vol. 936 of Lect.
Notes Phys. Cham: Springer International Publishing (2017). p. 571-644.
doi: 10.1007/978-3-319-53336-0_11

Benhar O, Lovato A, Rocco N. Contribution of two-particle-two-hole
final states to the nuclear response. Phys Rev C. (2015) 92:024602.
doi: 10.1103/PhysRevC.92.024602

Rocco N, Lovato A, Benhar O. Unified description of electron-nucleus
scattering within the spectral function formalism. Phys Rev Lett. (2016)
116:192501. doi: 10.1103/PhysRevLett.116.192501

Rocco N, Barbieri C, Benhar O, De Pace A, Lovato A. Neutrino-nucleus
cross section within the extended factorization scheme. Phys Rev C. (2019)
99:025502. doi: 10.1103/PhysRevC.99.025502

Kamano H, Nakamura SX, Lee TSH, Sato T. Nucleon resonances within a
dynamical coupled-channels model of 7N and y N reactions. Phys Rev C.
(2013) 88:035209. doi: 10.1103/PhysRevC.88.035209

Nakamura SX, Kamano H, Sato T. Dynamical coupled-channels model
for neutrino-induced meson productions in resonance region. Phys Rev D.
(2015) 92:074024. doi: 10.1103/PhysRevD.92.074024

Kamano H, Nakamura SX, Lee TSH, Sato T. Isospin decomposition of
yN — N* transitions within a dynamical coupled-channels model. Phys
Rev C. (2016) 94:015201. doi: 10.1103/PhysRevC.94.015201

Shen G, Marcucci LE, Carlson ], Gandolfi S, Schiavilla R. Inclusive neutrino
scattering off the deuteron from threshold to GeV energies. Phys Rev C.
(2012) 86:035503. doi: 10.1103/PhysRevC.86.035503
O, Meloni D. Total neutrino and
cross-sections around 1-GeV. Nucl Phys A.
doi: 10.1016/j.nuclphysa.2007.02.015

Nakamura K, Particle Data Group. Review of particle physics. ] Phys G.
(2010) 37:075021. doi: 10.1088/0954-3899/37/7A/075021

Herczeg P, Hoffman CM, Klapdor-Kleingrothaus HV. In: Physics Beyond
the Standard Model. (1999). p. 1-802. Available online at: https://www.
worldscientific.com/doi/abs/10.1142/9789814527514

Benhar O, Day D, Sick I. An Archive for Quasi-Elastic Electron-Nucleus
Scattering Data. (2006). Available online at: https://arxiv.org/pdf/nucl-ex/
0603032.pdf

Wiringa RB, Stoks VGJ, Schiavilla R. An Accurate nucleon-nucleon
potential with charge independence breaking. Phys Rev C. (1995) 51:38-51.
doi: 10.1103/PhysRevC.51.38

Pieper SC, Pandharipande VR, Wiringa RB, Carlson J. Realistic models of
pion exchange three nucleon interactions. Phys Rev C. (2001) 64:014001.
doi: 10.1103/PhysRevC.64.014001

Gandolfi S, Carlson J, Pieper SC. Cold neutrons trapped in external fields.
Phys Rev Lett. (2011) 106:012501. doi: 10.1103/PhysRevLett.106.012501
Maris P, Vary JP, Gandolfi S, Carlson ], Pieper SC. Properties of trapped
neutrons interacting with realistic nuclear Hamiltonians. Phys Rev C. (2013)
87:054318. doi: 10.1103/PhysRevC.87.054318

Gandolfi S, Lovato A, Carlson J, Schmidt KE. From the lightest
nuclei to the equation of state of asymmetric nuclear matter
with realistic nuclear interactions. Phys Rev C. (2014) 90:061306.
doi: 10.1103/PhysRevC.90.061306

Buraczynski M, Gezerlis A. Ab initio and phenomenological studies of
the static response of neutron matter. Phys Rev C. (2017) 95:044309.
doi: 10.1103/PhysRevC.95.044309

antineutrino nuclear
(2007) 789:379-402.

Benhar

Frontiers in Physics | www.frontiersin.org

195

April 2020 | Volume 8 | Article 116


https://lss.fnal.gov/archive/design/fermilab-design-2018-02.pdf
https://lss.fnal.gov/archive/design/fermilab-design-2018-02.pdf
https://doi.org/10.1103/PhysRevLett.121.221801
http://www-microboone.fnal.gov
http://www-microboone.fnal.gov
http://www-nova.fnal.gov
http://t2k-experiment.org
http://minerva.fnal.gov
http://www.dunescience.org
http://www.dunescience.org
http://www.hyperk.org
https://doi.org/10.1088/1361-6471/aa8bf7
https://doi.org/10.1016/j.physrep.2017.07.004
https://doi.org/10.1016/0370-2693(90)90938-3
https://doi.org/10.1103/RevModPhys.81.1773
https://doi.org/10.1016/j.physrep.2011.02.001
https://doi.org/10.1088/0031-8949/91/8/083007
https://doi.org/10.1140/epja/i2015-15053-8
https://doi.org/10.1103/PhysRevC.49.2932
https://doi.org/10.1103/RevModPhys.87.1067
https://doi.org/10.1103/PhysRevC.36.2026
https://doi.org/10.1103/PhysRevC.38.1879
https://doi.org/10.1103/PhysRevLett.111.092501
https://doi.org/10.1103/PhysRevLett.112.182502
https://doi.org/10.1103/PhysRevC.91.062501
https://doi.org/10.1103/PhysRevC.97.055501
https://doi.org/10.1103/PhysRevLett.117.082501
https://doi.org/10.1103/PhysRevC.97.022502
https://doi.org/10.1103/PhysRevC.98.034005
https://doi.org/10.1103/RevModPhys.80.189
https://doi.org/10.1103/PhysRevD.91.033005
https://doi.org/10.1016/0375-9474(94)90920-2
https://doi.org/10.1016/j.ppnp.2004.02.038
https://doi.org/10.1007/978-3-319-53336-0_11
https://doi.org/10.1103/PhysRevC.92.024602
https://doi.org/10.1103/PhysRevLett.116.192501
https://doi.org/10.1103/PhysRevC.99.025502
https://doi.org/10.1103/PhysRevC.88.035209
https://doi.org/10.1103/PhysRevD.92.074024
https://doi.org/10.1103/PhysRevC.94.015201
https://doi.org/10.1103/PhysRevC.86.035503
https://doi.org/10.1016/j.nuclphysa.2007.02.015
https://doi.org/10.1088/0954-3899/37/7A/075021
https://www.worldscientific.com/doi/abs/10.1142/9789814527514
https://www.worldscientific.com/doi/abs/10.1142/9789814527514
https://arxiv.org/pdf/nucl-ex/0603032.pdf
https://arxiv.org/pdf/nucl-ex/0603032.pdf
https://doi.org/10.1103/PhysRevC.51.38
https://doi.org/10.1103/PhysRevC.64.014001
https://doi.org/10.1103/PhysRevLett.106.012501
https://doi.org/10.1103/PhysRevC.87.054318
https://doi.org/10.1103/PhysRevC.90.061306
https://doi.org/10.1103/PhysRevC.95.044309
https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Rocco

Electroweak Interactions Within ab initio Methods

51.

52.

53.

54.

55.

56.

57.

58.

59.

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

70.

71.

Epelbaum E, Krebs H, Meissner UG. Precision nucleon-nucleon potential
at fifth order in the chiral expansion. Phys Rev Lett. (2015) 115:122301.
doi: 10.1103/PhysRevLett.115.122301

Ekstrom A, Jansen GR, Wendt KA, Hagen G, Papenbrock T, Carlsson BD,
et al. Accurate nuclear radii and binding energies from a chiral interaction.
Phys Rev C. (2015) 91:051301. doi: 10.1103/PhysRevC.91.051301

Entem DR, Machleidt R, Nosyk Y. High-quality two-nucleon potentials
up to fifth order of the chiral expansion. Phys Rev C. (2017) 96:024004.
doi: 10.1103/PhysRevC.96.024004

Hebeler K, Holt JD, Menéndez J, Schwenk A. Nuclear forces and their impact
on neutron-rich nuclei and neutron-rich matter. Annu Rev Nucl Part Sci.
(2015) 65:457-84. doi: 10.1146/annurev-nucl-102313-025446

Gezerlis A, Tews I, Epelbaum E, Gandolfi S, Hebeler K, Nogga
A, et al. Quantum Monte Carlo calculations with chiral effective
field theory interactions. Phys Rev Lett. (2013) 111:032501.
doi: 10.1103/PhysRevLett.111.032501

Gezerlis A, Tews I, Epelbaum E, Freunek M, Gandolfi S, Hebeler
K, et al. Local chiral effective field theory interactions and
quantum Monte Carlo applications. Phys Rev C. (2014) 90:054323.
doi: 10.1103/PhysRevC.90.054323

Piarulli M, Girlanda L, Schiavilla R, Pérez RN, Amaro JE, Arriola
ER. Minimally nonlocal nucleon-nucleon potentials with chiral two-
pion exchange including A resonances. Phys Rev C. (2015) 91:024003.
doi: 10.1103/PhysRevC.91.024003

Piarulli M, Girlanda L, Schiavilla R, Kievsky A, Lovato A, Marcucci LE, et al.
Local chiral potentials with A-intermediate states and the structure of light
nuclei. Phys Rev C. (2016) 94:054007. doi: 10.1103/PhysRevC.94.054007
Aguilar-Arevalo AA, Anderson CE, Bazarko AO, Brice SJ, Brown BC,
Bugel L, et al. First measurement of the muon neutrino charged current
quasielastic double differential cross section. Phys Rev D. (2010) 81:092005.
doi: 10.1103/PhysRevD.81.092005

Bernard V, Elouadrhiri L, Meissner UG. Axial structure of the nucleon:
topical review. ] Phys G. (2002) 28:R1-35. doi: 10.1088/0954-3899/28/1/201
Gupta R, Jang YC, Lin HW, Yoon B, Bhattacharya T. Axial vector form
factors of the nucleon from lattice QCD. Phys Rev D. (2017) 96:114503.
doi: 10.1103/PhysRevD.96.114503

Meyer AS, Betancourt M, Gran R, Hill RJ. Deuterium target data for
precision neutrino-nucleus cross sections. Phys Rev D. (2016) 93:113015.
doi: 10.1103/PhysRevD.93.113015

Carlson J, Schiavilla R. Structure and dynamics of few-nucleon systems. Rev
Mod Phys. (1998) 70:743-841. doi: 10.1103/RevModPhys.70.743

Pastore S, Schiavilla R, Goity JL. Electromagnetic two-body currents
of one- and two-pion range. Phys Rev C. (2008) 78:064002.
doi: 10.1103/PhysRevC.78.064002

Pastore S, Girlanda L, Schiavilla R, Viviani M, Wiringa RB. Electromagnetic
currents and magnetic moments in (chi)EFT. Phys Rev C. (2009) 80:034004.
doi: 10.1103/PhysRevC.80.034004

Pastore S, Girlanda L, Schiavilla R, Viviani M. The two-nucleon
electromagnetic charge operator in chiral effective field theory (x EFT) up to
one loop. Phys Rev C. (2011) 84:024001. doi: 10.1103/PhysRevC.84.024001
Kolling S, Epelbaum E, Krebs H, Meissner UG. Two-pion exchange
electromagnetic current in chiral effective field theory using the
method of unitary transformation. Phys Rev C. (2009) 80:045502.
doi: 10.1103/PhysRevC.80.045502

Kolling S, Epelbaum E, Krebs H, Meissner UG. Two-nucleon
electromagnetic current in chiral effective field theory: one-pion
exchange and short-range contributions. Phys Rev C. (2011) 84:054008.
doi: 10.1103/PhysRevC.84.054008

Krebs H, Epelbaum E, Meissner UG. Nuclear axial current operators to
fourth order in chiral effective field theory. Ann Phys. (2017) 378:317-95.
doi: 10.1016/j.a0p.2017.01.021

Baroni A, Schiavilla R. Inclusive neutrino scattering off the deuteron at
low energies in chiral effective field theory. Phys Rev C. (2017) 96:014002.
doi: 10.1103/PhysRevC.96.014002

Baroni A, Schiavilla R, Marcucci LE, Girlanda L, Kievsky A, Lovato A,
et al. Local chiral interactions, the tritium Gamow-Teller matrix element,
and the three-nucleon contact term. Phys Rev C. (2018) 98:044003.
doi: 10.1103/PhysRevC.98.044003

72.

73.

74.

75.

76.

77.

78.

79.

80.

81.

82.

83.

84.

85.

86.

87.

88.

89.

90.

91.

92.

93.

94.

Dekker MJ, Brussaard PJ, Tjon JA. Relativistic meson exchange and isobar
currents in electron scattering: Noninteracting Fermi gas analysis. Phys Rev
C. (1994) 49:2650-70. doi: 10.1103/PhysRevC.49.2650

Schiavilla R, Pandharipande VR, Riska DO. Magnetic form factors of the
trinucleons. Phys Rev C. (1989) 40:2294-309. doi: 10.1103/PhysRevC.40.2294
Bacca S, Pastore S. Electromagnetic reactions on light nuclei. J Phys G. (2014)
41:123002. doi: 10.1088/0954-3899/41/12/123002

Ruiz Simo I, Amaro JE, Barbaro MB, De Pace A, Caballero JA, Donnelly
TW. Relativistic model of 2p-2h meson exchange currents in (anti)neutrino
scattering. J Phys G. (2017) 44:065105. doi: 10.1088/1361-6471/aa6a06
Hernandez E, Nieves ], Valverde M. Weak pion production off the
nucleon. Phys Rev D. (2007) 76:033005. doi: 10.1103/PhysRevD.76.
033005

De Pace A, Nardi M, Alberico WM, Donnelly TW, Molinari A. The 2p-2h
electromagnetic response in the quasielastic peak and beyond. Nucl Phys A.
(2003) 726:303-26. doi: 10.1016/S0375-9474(03)01625-7

Efros VD, Leidemann W, Orlandini G. Electromagnetic few-body response
functions with the Lorentz integral transform method. Few Body Syst. (1999)
26:251-69. doi: 10.1007/s006010050118

Reiss C, Leidemann W, Orlandini G, Tomusiak EL. Application of the
Lorentz transform technique to meson photoproduction. Eur Phys J A.
(2003) 17:589-94. doi: 10.1140/epja/i2003-10027-1

Leidemann W. Electromagnetic reactions of few-body systems with the
Lorentz integral transform method. Nucl Phys A. (2007) 790:24-9.
doi: 10.1016/j.nuclphysa.2007.03.052

Yuan L, Leidemann W, Efros VD, Orlandini G, Tomusiak EL. Transverse
electron scattering response function of 3He in the quasi-elastic peak region
and beyond with—isobar degrees of freedom. Phys Lett B. (2011) 706:90-3.
doi: 10.1016/j.physletb.2011.10.066

Bacca S, Barnea N, Leidemann W, Orlandini G. Role of final state interaction
and of three-body force on the longitudinal response function of He-4. Phys
Rev Lett. (2009) 102:162501. doi: 10.1103/PhysRevLett.102.162501

Bacca S, Miorelli M, Hagen G. Electromagnetic reactions from
coupled-cluster theory. ] Phys Conf Ser. (2018) 966:012019.
doi: 10.1088/1742-6596/966/1/012019

Xu T, Miorelli M, Bacca S, Hagen G. A theoretical approach to
electromagnetic reactions in light nuclei. EP] Web Conf. (2016) 113:04016.
doi: 10.1051/epjconf/201611304016

Simonis J, Bacca S, Hagen G. First principles electromagnetic
responses in medium-mass nuclei. Eur Phys ] A. (2019) 55:241.
doi: 10.1140/epja/i2019-12825-0

Lovato A, Rocco N, Schiavilla R. Muon capture in nuclei: An ab initio
approach based on Green’s function Monte Carlo methods. Phys Rev C.
(2019) 100:035502. doi: 10.1103/PhysRevC.100.035502

Pieper SC. The Illinois extension to the Fujita-Miyazawa three-
nucleon force. AIP Conf Proc. (2008) 1011:143-52. doi: 10.1063/1.293
2280

Carlson ], Jourdan J, Schiavilla R, Sick I. Longitudinal and transverse
quasielastic response functions of light nuclei. Phys Rev C. (2002) 65:024002.
doi: 10.1103/PhysRevC.65.024002

Efros VD, Leidemann W, Orlandini G, Tomusiak EL. Improved (e, e,)
response functions at intermediate momentum transfers: the >He case. Phys
Rev C. (2005) 72:011002. doi: 10.1103/PhysRevC.72.011002

Schiavilla R, Wiringa RB, Pieper SC, Carlson J. Tensor forces and
the ground-state structure of nuclei. Phys Rev Lett. (2007) 98:132501.
doi: 10.1103/PhysRevLett.98.132501

Cooper ED, Hama S, Clark BC, Mercer RL. Global Dirac phenomenology
for proton nucleus elastic scattering. Phys Rev C. (1993) 47:297-311.
doi: 10.1103/PhysRevC.47.297

Benhar O, Fabrocini A, Fantoni S, Miller GA, Pandharipande VR, Sick
I. Scattering of GeV electrons by nuclear matter. Phys Rev C. (1991)
44:2328-42. doi: 10.1103/PhysRevC.44.2328

Benhar O. Final state interactions in the nuclear response
at large momentum transfer. Phys Rev C. (2013) 87:024606.
doi: 10.1103/PhysRevC.87.024606

Sato T, Lee TSH. Meson exchange model for pi N scattering

and gamma N -> pi N reaction. Phys Rev C. (1996) 54:2660-84.
doi: 10.1103/PhysRevC.54.2660

Frontiers in Physics | www.frontiersin.org

196

April 2020 | Volume 8 | Article 116


https://doi.org/10.1103/PhysRevLett.115.122301
https://doi.org/10.1103/PhysRevC.91.051301
https://doi.org/10.1103/PhysRevC.96.024004
https://doi.org/10.1146/annurev-nucl-102313-025446
https://doi.org/10.1103/PhysRevLett.111.032501
https://doi.org/10.1103/PhysRevC.90.054323
https://doi.org/10.1103/PhysRevC.91.024003
https://doi.org/10.1103/PhysRevC.94.054007
https://doi.org/10.1103/PhysRevD.81.092005
https://doi.org/10.1088/0954-3899/28/1/201
https://doi.org/10.1103/PhysRevD.96.114503
https://doi.org/10.1103/PhysRevD.93.113015
https://doi.org/10.1103/RevModPhys.70.743
https://doi.org/10.1103/PhysRevC.78.064002
https://doi.org/10.1103/PhysRevC.80.034004
https://doi.org/10.1103/PhysRevC.84.024001
https://doi.org/10.1103/PhysRevC.80.045502
https://doi.org/10.1103/PhysRevC.84.054008
https://doi.org/10.1016/j.aop.2017.01.021
https://doi.org/10.1103/PhysRevC.96.014002
https://doi.org/10.1103/PhysRevC.98.044003
https://doi.org/10.1103/PhysRevC.49.2650
https://doi.org/10.1103/PhysRevC.40.2294
https://doi.org/10.1088/0954-3899/41/12/123002
https://doi.org/10.1088/1361-6471/aa6a06
https://doi.org/10.1103/PhysRevD.76.033005
https://doi.org/10.1016/S0375-9474(03)01625-7
https://doi.org/10.1007/s006010050118
https://doi.org/10.1140/epja/i2003-10027-1
https://doi.org/10.1016/j.nuclphysa.2007.03.052
https://doi.org/10.1016/j.physletb.2011.10.066
https://doi.org/10.1103/PhysRevLett.102.162501
https://doi.org/10.1088/1742-6596/966/1/012019
https://doi.org/10.1051/epjconf/201611304016
https://doi.org/10.1140/epja/i2019-12825-0
https://doi.org/10.1103/PhysRevC.100.035502
https://doi.org/10.1063/1.2932280
https://doi.org/10.1103/PhysRevC.65.024002
https://doi.org/10.1103/PhysRevC.72.011002
https://doi.org/10.1103/PhysRevLett.98.132501
https://doi.org/10.1103/PhysRevC.47.297
https://doi.org/10.1103/PhysRevC.44.2328
https://doi.org/10.1103/PhysRevC.87.024606
https://doi.org/10.1103/PhysRevC.54.2660
https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

Rocco

Electroweak Interactions Within ab initio Methods

95.

96.

97.

98.

99.

100.

101.

102.

Kobayashi M, Sato T, Ohtsubo H. Effective for
mesons and baryons in nuclei. Prog Theor Phys. (1997) 98:927-51.
doi: 10.1143/PTP.98.927

Barbieri C, Hjorth-Jensen M. Quasiparticle
states of nuclei around Ni-56. Phys Rev C.
doi: 10.1103/PhysRevC.79.064313

Cipollone A, Barbieri C, Navratil P. Isotopic chains around oxygen from
evolved chiral two- and three-nucleon interactions. Phys Rev Lett. (2013)
111:062501. doi: 10.1103/PhysRevLett.111.062501

Dickhoff WH, Van Neck D. Many-Body Theory Exposed! 2nd ed. London:
World Scientific Publishing (2008).

Barbieri C, Rocco N, Soma V. Lepton scattering from *0Ar and
Ti in the quasielastic peak region. Phys Rev C. (2019) 100:062501.
doi: 10.1103/PhysRevC.100.062501

Emrich HJ, Fricke G, Mallot G, Miska H, Sieberling HG, Cavedon JM, et al.
Radial distribution of nucleons in the isotopes 48,40ca. Nucl Phys A. (1983)
396:401-8. doi: 10.1016/0375-9474(83)90034-9

Ottermann CR, Schmitt C, Simon GG, Borkowski F, Walther VH.
Elastic electron scattering from 40Ar. Nucl Phys A. (1982) 379:396-406.
doi: 10.1016/0375-9474(82)90004-5

Soma V, Navratil P, Raimondi E Barbieri C, Duguet T. Novel
chiral Hamiltonian and observables in light and medium-mass
nuclei. Phys Rev C. (2019) 101:014318. doi: 10.1103/PhysRevC.101.
014318

interactions

and  quasihole
(2009)  79:064313.

103.

104.

105.

106.

Rocco N, Barbieri C. Inclusive electron-nucleus cross section within the
self-consistent Green’s function approach. Phys Rev C. (2018) 98:025501.
doi: 10.1103/PhysRevC.98.025501

Dai H, Murphy M, Pandey V, Abrams D, Nguyen D, Aljawrneh B, et al. First
measurement of the Ti(e, ¢ )X cross section at Jefferson Lab. Phys Rev C.
(2018) 98:014617. doi: 10.1103/PhysRevC.98.014617

Dai H, Murphy M, Pandey V, Abrams D, Nguyen D, Aljawrneh B, et al. First
measurement of the Ar(e, ¢ )X cross section at Jefferson Laboratory. Phys Rev
C. (2019) 99:054608. doi: 10.1103/PhysRevC.99.054608

Cooper ED, Clark BC, Kozack R, Shim S, Hama S, Johansson ]I,
et al. Global optical potentials for elastic P +* 0Ca scattering using the
Dirac equation. Phys Rev C. (1987) 36:2170-2. doi: 10.1103/PhysRevC.
36.2170

Conflict of Interest: The author declares that the research was conducted in the
absence of any commercial or financial relationships that could be construed as a
potential conflict of interest.

Copyright © 2020 Rocco. This is an open-access article distributed under the terms
of the Creative Commons Attribution License (CC BY). The use, distribution or
reproduction in other forums is permitted, provided the original author(s) and the
copyright owner(s) are credited and that the original publication in this journal
is cited, in accordance with accepted academic practice. No use, distribution or
reproduction is permitted which does not comply with these terms.

Frontiers in Physics | www.frontiersin.org

197

April 2020 | Volume 8 | Article 116


https://doi.org/10.1143/PTP.98.927
https://doi.org/10.1103/PhysRevC.79.064313
https://doi.org/10.1103/PhysRevLett.111.062501
https://doi.org/10.1103/PhysRevC.100.062501
https://doi.org/10.1016/0375-9474(83)90034-9
https://doi.org/10.1016/0375-9474(82)90004-5
https://doi.org/10.1103/PhysRevC.101.014318
https://doi.org/10.1103/PhysRevC.98.025501
https://doi.org/10.1103/PhysRevC.98.014617
https://doi.org/10.1103/PhysRevC.99.054608
https://doi.org/10.1103/PhysRevC.36.2170
http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/
http://creativecommons.org/licenses/by/4.0/
https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles

1' frontiers
in Physics

REVIEW
published: 31 July 2020
doi: 10.3389/fphy.2020.00285

OPEN ACCESS

Edited by:

Saori Pastore,

Washington University in St. Louis,
United States

Reviewed by:

Marco La Cognata,

Laboratori Nazionali del Sud (INFN),
Italy

Norbert Kaiser,

Technical University of Munich,
Germany

*Correspondence:
Jimmy Rotureau
Jimrotureau@gmail.com

Specialty section:

This article was submitted to
Nuclear Physics,

a section of the journal
Frontiers in Physics

Received: 21 April 2020
Accepted: 24 June 2020
Published: 31 July 2020

Citation:

Rotureau J (2020) Coupled-Cluster
Computations of Optical Potential for
Medium-Mass Nuclei.

Front. Phys. 8:285.

doi: 10.3389/fohy.2020.00285

Check for
updates

Coupled-Cluster Computations of
Optical Potential for Medium-Mass
Nuclei

Jimmy Rotureau*

NSCL/FRIB Laboratory, Michigan State University, East Lansing, Ml, United States

Recent progress in the numerical solution of the nuclear many-body problem and in
the development of nuclear Hamiltonians rooted in Quantum Chromodynamics, has
opened the door to first-principle computations of nuclear reactions. In this article,
we discuss the current status of ab initio calculations of nucleon-nucleus optical
potentials for medium-mass systems, with a focus on results obtained with the
coupled-cluster method.

Keywords: nuclear reactions, nuclear structure, optical potential, ab-initio method, Green’s function, chiral
effective field theory

1. INTRODUCTION

Understanding the structure and dynamics of atomic nuclei in terms of nucleons and their mutual
interactions is one of the main goals of nuclear physics. At the typical energy scale of nuclear
phenomena, the quarks and gluons degrees of freedom are not resolved. As a consequence, in this
context, nucleons can be treated as point-like particles and the nuclear problem with protons and
neutrons can be viewed as a low-energy effective approximation to QCD. Within the framework
of Effective Field Theory (EFT), inter-nucleon interactions consistent with the chiral symmetry
can nowadays be derived systematically in terms of nucleon-nucleon, three-nucleon, and higher
many-nucleon forces [1-6]. Starting with a given Hamiltonian, ab initio calculations of nuclei aim
at solving the many-body Schrédinger equation without any uncontrolled approximations. Within
the last decades, the increase in computing power and the development of powerful many-body
methods, combined with the use of chiral-EFT interactions, have enabled a quantitative description
of light and medium-mass nuclei ab initio [7-12]. With the inclusion of continuum effects in many-
body methods, ab-initio calculations have also reached parts of the nuclear chart far from stability
where the coupling to continuum states and decay channels plays an important part in the structure
of nuclei [13-21].

A lot of progress has been made as well in the development of ab initio methods for nuclear
reactions. The No-Core Shell Model with the Resonating Group Method (NCSM/RGM) or with
continuum (NCSMC) have successfully described scattering and transfer reactions for light targets
[22-24], the Green’s Function Monte Carlo [25, 26] has recently been applied to nucleon-alpha
scattering using chiral NN, 3N forces [27], and lattice-EFT computations of alpha-alpha scattering
have recently been reported [28]. For medium-mass nuclei, nucleon-nucleus optical potentials and
elastic scattering cross sections have been computed with chiral forces within the Self Consistent
Green’s Function (SCGF) approach [9, 29-31] and the coupled-cluster method [32-34].

The optical potential plays an important role in reaction theory. It is usual (and practical) in
this context to reduce the many-body problem into a few-body one where only the most relevant
degrees of freedom are retained [35]. Correspondingly, the many-body Hamiltonian is replaced
by a few-body Hamiltonian expressed in terms of optical potentials, i.e., effective interactions

Frontiers in Physics | www.frontiersin.org

198 July 2020 | Volume 8 | Article 285


https://www.frontiersin.org/journals/physics
https://www.frontiersin.org/journals/physics#editorial-board
https://www.frontiersin.org/journals/physics#editorial-board
https://www.frontiersin.org/journals/physics#editorial-board
https://www.frontiersin.org/journals/physics#editorial-board
https://doi.org/10.3389/fphy.2020.00285
http://crossmark.crossref.org/dialog/?doi=10.3389/fphy.2020.00285&domain=pdf&date_stamp=2020-07-31
https://www.frontiersin.org/journals/physics
https://www.frontiersin.org
https://www.frontiersin.org/journals/physics#articles
https://creativecommons.org/licenses/by/4.0/
mailto:jjmrotureau@gmail.com
https://doi.org/10.3389/fphy.2020.00285
https://www.frontiersin.org/articles/10.3389/fphy.2020.00285/full
http://loop.frontiersin.org/people/517931/overview

Rotureau

Coupled-Cluster Computations of Optical Potential

between the particles considered at the few-body level.
Traditionally, optical potentials have been constructed by
fitting to data, particularly data on S-stable isotopes [36, 37]. For
instance, global phenomenological nucleon-nucleus potentials
enable the description of scattering processes for a large range
of nuclei and projectile energies. However, extrapolation of
these phenomenological potentials to exotic regions of the
nuclear chart are unreliable and have uncontrolled uncertainties.
Moreover, since fitting to two-body elastic scattering data (as it
is most often done) does not constrain the off-shell behavior of
potentials!, a dependence on the choice of potentials may arise
in transfer reactions observables (and other reactions) as shown
in e.g., [38-40]. It is then critical, in order to advance the field
of nuclear reactions and notably for reactions with exotic nuclei
undertaken at rare-isotope-beam facilities [41, 42], to connect the
optical potentials to an underlying microscopic theory of nuclei.
Since potentials derived from ab initio approaches are built up
from fundamental nuclear interactions without tuning to data,
they may have a greater predictive power in regions of the nuclear
chart that are unexplored experimentally. Furthermore, they
can guide new parametrization of phenomenological potentials
by providing insights on form factors, energy-dependence and
dependence on the isospin-asymmetry of the target.

It is useful for pedagogical purpose and the introduction
of key concepts, to start with the derivation of the optical
potential within the Feshbach projection formalism [43, 44].
Let us consider the process of scattering of a nucleon on a
target A. One can partition the Hilbert space for this A + 1
system into P the subspace of elastic scattering states and Q
the complementary subspace. Denoting P and Q the projectors
operators on respectively P and Q, by construction one has
P+ Q = Id. We introduce H the Hamiltonian of the system and
E its energy. The optical potential describing the elastic scattering

process can be identified with the effective Hamiltonian H;ﬁ(E)
acting in P, which by construction, reproduces the eigenvalues of
H with a model wavefunction in P. One can show that

1
HY (E) = Hpp + Hpp——————H, 1
b (E) pp + PQE_HQQ+1.)7 QP (1)

where Hpp = PHP, Hpg = PHQ,... and n — 0. The optical

potential Hf;,ﬁ(E) is non-local and from Equation (1), it is clear
that it is also energy-dependent and complex. The imaginary
(absorptive) component of the potential represents the loss of
flux in the elastic channel due to the opening of other channels,
for instance, the excitation of the target to a state of energy E4
for E > E{ or breakup channels. By adding the Hilbert space of
the A — 1 system (hole states in the target) in the formalism, it has
been shown that the resulting optical potential corresponds to the
self-energy defined in Green’s function theory [45]. The particle
part of the self-energy is equivalent to the optical potential (1),
whereas the hole part describes the structure of the target. By
including information on both the (A + 1)- and (A — 1)-system
in the formalism, the Green’s function approach, which will be

'Two phase-equivalent potentials will reproduce the same elastic two-body
scattering data but may have different off-shell behavior.

used in this paper, provides a consistent treatment of scattering
and structure.

In this article, we present some recent results for the ab-initio
computation of nucleon-nucleus optical potential for medium-
mass nuclei, constructed by combining the Green’s function
approach with the coupled-cluster method [10]. The coupled-
cluster method is an efficient tool for the computation of
ground- and low-lying excited states in nuclei with a closed
(sub-)shell structure and in their neighbors with £2 nucleons.
By including complex continuum basis states in the formalism,
it also provides a versatile framework to consistently compute
bound, resonant states and scattering processes [13, 15-17, 32].
In our approach, the optical potential is obtained by solving
the Dyson equation after a direct computation of the Green’s
function with the coupled-cluster method. As we will see in
section 2, the inclusion of complex continuum basis states
enables also a precise computation of Green’s functions and
optical potentials.

We want to point out here that there has been a lot
of work over the years to compute optical potentials from
various microscopic approaches. In the following, we mention
some of the most recent works dedicated to that goal (for
a more exhaustive review we refer the reader to, e.g., [46]).
The authors in [47] have computed optical potentials for
neutron and proton elastic scattering on “’Ca based on the
application of the self-consistent Hartree-Fock and Random-
Phase Approximations to account for collective states in the
target. Using the phenomenological Gogny interaction, a good
reproduction of data for scattering at E <30 MeV has been
reported in [47]. In Whitehead et al. [48, 49], nucleon-nucleus
potentials are computed for finite nuclei from a folding of
optical potentials obtained by many-body perturbation theory
calculations in nuclear matter with chiral forces. In these
papers, several calcium isotopes are considered and an overall
satisfactory agreement with data is achieved. For the scattering
of nucleons at intermediate and high energy (E 2 100 MeV)
optical potentials can be derived within the multiple scattering
formalism [50, 51] where the optical potential is obtained
based on the folding of the nucleon-nucleon T-matrix or G-
matrix with the nuclear density [52-54]. Recent applications
of this approach, in which the nucleon-nucleus T-matrix
and the density are computed consistently starting from the
same chiral-EFT interaction, have been reported and shown
a successful reproduction of data [55, 56]. In the Dispersive
Optical Model [46, 57-59], a (semi-) phenomenological potential
is constructed by exploiting formal properties of the Green’s
function, such as the dispersion relation, which connects the
real part and imaginary part of the potential [60]. Applications
of this data-driven approach have been made using local
and non-local form factors of the potential for Ca and
Pb isotopes.

This paper is organized as follows. In section 2, we will
briefly review the formalism to construct optical potentials by
combining the Green’s function approach and the coupled-
cluster method. In section 3, recent results for neutron-4>*8Ca
optical potentials at negative and positive energies are presented.
In section 4, we will discuss challenges and possible solutions
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for the construction of fully predictive optical potentials with the
coupled-cluster method. Finally, we will conclude in section 5.

2. COUPLED CLUSTER GREEN’S
FUNCTION

In this part, we will briefly review the formalism for deriving
ab-initio nucleon-nucleus optical potentials by combining the
Green’s function approach and the coupled-cluster method. We
start first by introducing below, key quantities of the Green’s
function formalism.

2.1. Green’s Function and Dyson Equation
Given a single-particle basis {|a), |8),. ..}, the Green’s function
[61] of a nucleus A has matrix elements

1
E—(H—EL)+in

Gla, B, E) = (Wola a}| W)

1
+(Wola e ay|Wo). )

s — H) —in

Here, H is the Hamiltonian and |Wy) the ground state of A with
the energy E?S and by definition  — 0. The operators a} and
ag create and annihilate a fermion in the single-particle state o
and S, respectively. « is shorthand for the quantum numbers
o = (n,1,j,j,, 7). By inserting completeness relations expressed
with the eigenstates of the A & 1 systems in (2), one obtains the
Lehmann representation of the Green’s function:

o (Wolaa | W) (9 a1 wo)
Gla, B, E) = Z A+1 ;
- E—(ET — E?S) +in
(Wolag W) (WA~ jay | Wo)

; E—(E4 —Ej“l) —in

, (3)

where |lIJiA+1) (] \IJ]-Afl)) is an eigenstate of H for the A+1(A—1)
system with energy E?'H (E]A_l). To simplify the notation, the
completeness relations are written in (3) as discrete summations
over the states in the A 4= 1 systems. The Lehmann representation
has the merit to reveal somewhat more clearly some of the
information content of the Green’s Function. As one can see from
(3), the poles of the Green’s function correspond to the energies
of the eigenstates of H in the A = 1 systems.
The Green’s function fulfills the Dyson equation

G(E) = GO(E) + G*(B)T*(E)G(E), (4)
where G(E) is the Green’s function associated with a single-
particle potential U and X*(E) the irreducible self energy. The

optical potential is given by

VPYE) = =*(E) + U. (5)

2n,1,j,jz, T, label the radial quantum number, the orbital angular momentum,
the total orbital momentum, its projection on the z-axis, and the isospin
projection, respectively.

The potential U is usually taken as the Hartree-Fock (HF)
potential since the corresponding Green’s function is a first-
order approximation to G(E) in Equation (4). In our approach,
since the Green’s function is directly computed with the coupled-
cluster method and is input of Equation 4, the resulting optical
potential is independent of the choice of U.

For Et = E — Egs > 0, V%YE) corresponds to the
optical potential for the elastic scattering from the A-nucleon
ground state [61]. In other words, the scattering amplitude
Ep+(r) = (Wolar|WEs) (here [Wg+) is the elastic scattering state
of a nucleon on the target with the energy E* and a, is the
annihilation operator of a particle at the position r) fulfills the
Schrédinger equation

2
- %Vzé(r) +/dr’V°Pt(r, v EE(K) =EYE(),  (6)

where 1 is the reduced mass of the nucleus-nucleon system. For
simplicity, we have suppressed any spin and isospin labels. The
optical potential is non-local, energy-dependent and complex
[61] and for E* > 0, its imaginary component describes the loss
of flux in the elastic channels to other channels. For Et < 0,
Equation (6) admits a discrete number of physical solution at
E, = EAt1 - E?s» which corresponds to the bound states energies
in A+1. In that case, the solutions are given by the overlap &,(r) =
(Wolar|WAH!) where | WA+ is a bound state of energy EA*! in
the A + 1 system?.

In the following section, we present the main steps
involved in the computation of the Green’s function with the
coupled-cluster method.

2.2. Coupled-Cluster Green’s Function

We start with the computation of the ground state |Wy) of the
A-nucleon system. Working in the laboratory frame, the intrinsic
Hamiltonian reads

H—XAIE—E-FZV--—FZV“ 7)
o P 2m  2mA v ik

i<j i<j<k

with p; the momentum of nucleon i of mass m and P= Zf‘:l pi
the momentum associated with the center of mass motion.
The terms Vj; and Vjj; are nucleon-nucleon (NN) and three-
nucleon forces (3NFs), respectively. It is useful to rewrite the
Hamiltonian as

A = -
Pi 1 pipj
H=§2m<1—A>+Z(Vﬁ—Wi>+ Y Vi (8)

i<j i<j<k

where one separates the one-body and two- (three-)body
contributions. The single-particle basis solution of the HF
potential generated by H in Equation (8) is a good starting point
for coupled-cluster calculations. Denoting by |®¢) the HF state,
the ground state of the target is represented as

|Wo) = e[| ®o), )

3Similarly, for E = E‘;s — E4~1, the solution of the optical potential V°/*(E) are the
radial overlap &, (r) = (‘L’olalllllﬁ"l) [61].
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where T denotes the cluster operator

T=T+Ty+--- .. (10)

Tt
Z 18 tjapasayaja; +
ljab

= Z ala, + -

ia
The operators T} and T; induce 1p — 1h and 2p — 2h excitations
of the reference state, respectively. Here, the single-particle states
i, j, ... refer to hole states occupied in the reference state |®g)
while a, b, ... denote valence states above the reference state. In
practice, the expansion (10) is truncated. In the coupled cluster
method with singles and doubles (CCSD) all operators T; with
i > 2 are neglected. In that case, the ground-state energy and
the amplitudes ¢{, t“b are obtained by projecting the state (9) on
the reference state and on all 1p-1h and 2p-2h configurations
for which

(®o|H|Pg) = E,
(®F|H|Do) = 0,
(@f[H|®o) = 0. (11)
Here,
H=e¢THe' =H+[H,T) +2 [[H T, T] + (12)

denotes the similarity transformed Hamiltonian, which is
computed by making use of the Baker-Campbell-Hausdorff
expansion [10]. For two-body forces and in the CCSD
approximation, this expansion terminates at 4-fold nested
commutators®. The CCSD equations (11) show that the CCSD
ground state is an eigenstate of the similarity-transformed
Hamiltonian H = e~ THe! in the space of Op — Ok, 1p — 1h,
2p — 2h configurations. The operator e’ being not unitary, H is
not Hermitian. As a consequence, its left- and right-eigenvectors
form a bi-orthonormal set [10].

Denoting (P | the left eigenvector for the ground state of
A, we can now write the matrix elements of the coupled cluster
Green’s function G as

1 _
G (. B.E) = (Po1ldg —= —a}|®o)
E—(H—E}) +in p
(b la; ! @l o) (13)
o,Lla — g | Po)-
PE—(EA—H)—in
Here, au = e Lagel and al = e’Ta;geT are the

similarity-transformed annihilation and creation operators,
respectively. These are computed with the Baker-Campbell-
Hausdorff expansion (12).

In principle, the Green’s function could be computed from
the Lehman decomposition (3) with the solutions of the particle-
attached equation of-motion (PA-EOM) and particle-removed
equation-of motion (PR-EOM) for the A + 1 and A — 1

4The 3NFs component Vi of the Hamiltonian in (8) is truncated at the normal-
ordered two-body level in the HF basis (see section 3).

systems, respectively [10]. However, as the sum over all states
in Equation (3) involves also eigenstates in the continuum, this
approach is difficult to pursue in practice. Instead, we make use
of the Lanczos continued fraction technique, which allows for
an efficient and numerically stable computation of the Green’s
function [33, 62-66].

By definition of the Green’s function, the parameter 7 in the
matrix elements (2) is such that n — 07. However, in this limit,
because of the appearance of poles at energies E = (EI{H'1 — E?S)
in the Green’s function (see Equation 3), the calculation of optical
potential for elastic scattering becomes numerically unstable. In
order to resolve this issue, we compute an analytic continuation
of the Green’s function in the complex-energy plane by working
in a Berggren basis [17, 67-73] (generated by the HF potential)
that includes bound, resonant, and complex-continuum states.
The solutions of the (PA-EOM) and (PR-EOM) in the Berggren
basis, i.e., the eigenstates of the A £ 1 systems, are either bound,
resonant or complex-scattering states. In other words, the poles
of the analytically continued Green’s function are located either at
negative real or complex energy. As a result, the Green’s function
matrix elements for E > 0 smoothly converge to a finite value as
n — 07T (this is illustrated below in Figure 1).

The scattering states entering the Berggren basis are defined
along a contour Lt in the fourth quadrant of the complex
momentum plane, below the resonant single-particle states.
According to the Cauchy theorem, the shape of the contour L+
is not important, under the condition that all resonant states lie
between the contour and the real momentum axis. The Berggren
completeness reads

S il + [ dkiuti) il = (14)

where |u;) are discrete states corresponding to bound and
resonant solutions of the single-particle potential, and |u(k))
are complex-energy scattering states along the complex-contour
L*. In practice, the integral along the complex continuum is
discretized yielding a finite discrete basis set.

In Figure 1, we illustrate the numerical stability provided by
the use of the Berggren basis for the computation of the Green’s
function. We are interested in the level density [74, 75]

1
p(E) = =~ Tr [Im(Glj(E) - Gg”(E))], (15)

where Gj;(E) and GZ(E) are respectively the component of the
Green’s functions and the HF Green’s function in the (/) partial
wave®. We show in Figure 1, the J* = 3/27 level density in
170 calculated with the NNLOgy interaction. The ground state
in 80 is computed at the CCSD level while the Green’s function
is computed with the PA-EOM and PR-EOM Lanczos vectors
truncated at the 2p — 1/ and 1p — 2h excitation level, respectively
(other details of the calculation are also the same as in section 3).
As n approaches 0, the level density smoothly converges, and

>Since the Green’s functions are here defined by adding (and removing) a nucleon
from the 0 ground state in the target A, the quantum number (/, j) are conserved.
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FIGURE 1 | Computed level densities in '7O. For the J* = 3/27 level density,
results are shown for several values of the parameter n to illustrate the smooth
convergence pattern for n — 0. The inset shows the energies of the ground
state, first excited and 3/2* resonant states in 7O calculated at the
PA-EOM-CCSD truncation level (see text for details).

the position of the peak at n = 0 corresponds, as expected, to
the position of the J* = 3/27 resonance in 7O (see inset in
Figure 1, which shows the PA-EOM-CCSD energies in !”0). For
completeness, we also show the J* = 5/2%,1/27 level densities.
In these cases, the level density at negative energies are equal to
a Dirac delta function peaked at respectively the ground state
and first excited state energies in 17O (see inset in Figure 1). For
purpose of illustration in Figure 1, we have used a finite value
of n for the J™ = 5/2%,1/2" densities and set the height of the
corresponding peaks to 1.

3. SELECTED RESULTS

We now show in this section a few results of the computation
of neutron optical potentials for the double-magic nuclei “°Ca
and *8Ca.

All calculations presented here are performed using the
NNLOg, chiral interaction [5], which reproduces the binding
energy and charge radius of both systems [76, 77]. We want to
point out here that a proper reproduction of the distribution of
nuclear matter, and, more specifically, nuclear radii is critical in
order to obtain an accurate account of reactions observables. All
results are obtained from coupled-cluster calculations truncated
at the CCSD level, while the Lanczos vectors in the PA-EOM
(PR-EOM) have been truncated at the 2p — 1h (1p — 2h)
excitation level. Since the computation of the Green’s function is
performed using the laboratory coordinates [the Hamiltonian H
in Equation (8) is defined with these coordinates], the calculated
optical potential is identified with the optical potential in the
relative coordinates of the n —* Ca system. This identification
will result in a small error, which is a decreasing function of the
target mass number A [33, 34] (see also section 4).

The HF calculations are performed in a mixed basis of
harmonic oscillator and Berggren states, depending on the partial
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FIGURE 2 | Diagonal part of the n +*° Ca optical potential for the bound
states in #'Ca computed with the NNLOsg; interaction. Results are shown for
several values of Ny and the corresponding bound state energies (with
respect to the “°Ca ground state) are shown in the table (in MeV). The
components of the HF potential in the associated partial waves are shown for
(Nmax, N3) = (14, 16) (see text for details).

wave. The NNLOg, interaction contains two-body and three-
body terms. Denoting N, and N3 the cutoffs in the harmonic
oscillator (HO) basis of respectively, the two-body and three-
body part of the interaction, we set Ny = N3 = Nyqy except
for the most extensive calculations where N, = 14 and N3 =
16. Finally, we truncate the three-nucleon forces at the normal-
ordered two-body level in the HF basis. This approximation has
been shown to work well in light- and medium mass nuclei [78,
79]. The harmonic oscillator frequency is kept fixed at ho =16
MeV (for more details see [33, 34]).

We start with the computation of the n+4*° Ca optical
potentials associated with the bound states in *!Ca. At the PA-
EOM-CCSD level of truncation considered here, there are only
three bound states supported by the NNLOg,¢ Hamiltonian. In
order to show the convergence pattern of the potentials, we
present in Figure 2 results at several values of N, with the
corresponding bound state energies. We present the diagonal
part of the potentials, and for comparison the HF potential
[for (Niax> N3) = (14,16)] in each partial wave is also shown
in Figure 2. The energies are shown in the table in Figure 2
along with the experimental values. As expected, the convergence
of energies is slower for higher-energy states. The difference
between the *'Ca energies at (Nyax, N3) = (14,14) and (14,16)
is ~220 keV in the case of the ground-state, whereas it is
~350 keV in the case of the J* = 1/27 second excited state.
Even though the absolute binding energy is underestimated in
the CCSD approximation, when compared to experiment [the
CCSD binding energy of “°Ca is 299.28 MeV for (Nyax, N3) =
(14, 16), whereas the experimental value is 342.05 MeV], the
neutron separation energies are consistently within 600 keV of
the experimental values for 4%43Ca. The eigenenergies of these

%By including both perturbative triple excitations and perturbative estimates for
the neglected residual 3NFs (3NF terms beyond the normal-ordered two-body
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FIGURE 3 | Differential elastic cross section for “°Ca(n, n)*°Ca at 5.2 MeV
(top) and *8Ca(n, n)*¢Ca at 7.8 MeV (bottom) calculated with the NNLOgat
interaction. Results obtained with the phenomenological Koning-Delaroche
potential potential are shown (dashed line) for comparison. Data points are
taken from Koning and Delaroche[36] (errors on the data are smaller than the
symbols).

potentials are equal, by construction, to the bound states energies
when using the effective mass mA/(A — 1) instead of the actual
reduced mass. This can be traced to Equation (8) where the
effective mass associated with the one-body kinetic operator is
equal to mA /(A — 1) (see also section 4).

We now consider the neutron elastic scattering on “’Ca and
48Ca. The phase shift is computed in each partial wave with the
optical potential calculated in the largest space (Npax, N3) =
(14, 16). The angular distributions are then obtained by summing
the contributions from each partial wave. Figure 3 shows the
resulting differential elastic cross section for 40Ca(n,n)*Ca at
5.2 MeV and “8Ca(n, n)*¥Ca at 7.8 MeV. We find that at these
energies the inclusion of partial waves with angular momentum
L < 5and L < 6 is sufficient for °Ca and *8Ca, respectively,
the contribution of partial waves with higher L being negligible
(see also the computations of elastic scattering on 4*#8Ca at
other energies in Rotureau et al. [34]). The angular distributions
obtained with the phenomenological Koning Delaroche (KD)
potential [36] and the measured cross sections are also shown
in Figure 3 for comparison. As Figure 3 indicates, the data at
small angle where the cross section is larger, are well-reproduced
for “8Ca whereas the computed cross section is slightly above
the data for “°Ca. Overall, the shape of the experimental cross
sections and the positions of the minima are well-reproduced for
both nuclei, as expected from the correct reproduction of matter
densities in 4%48Ca by the NNLOyg,; interaction.

approximation), a good agreement with experimental binding energies can be
obtained for %48 Ca [76].

The experimental energy of the first two excited-states in
40Ca, namely E(0T) = 3.35 MeV and E(37) = 3.74 MeV are
below the scattering energy Escor = 5.2 MeV of the elastic process
40Ca(n,n)*Ca shown in Figure 3. In other words, the channels
for excitation of the *Ca target are open at this scattering energy.
This should result in a loss of flux in the initial elastic channel
and the corresponding occurrence of an absorptive imaginary
part in the phase shifts. The first excited 0T state, which has a
strong 4p —4h components, cannot be properly reproduced at the
truncation level considered here: its computed energy, solution of
the EOM-CCSD equations, is ~16 MeV above the ground state.
On the other hand, the 37 excited state is well-reproduced with
Egom—ccsp(37) = 3.94 MeV. Nevertheless, we have found that
the computed absorption is practically negligible and none of
the computed phase shifts at Eqco = 5.2 MeV have a significant
imaginary part. A similar pattern happens for *3Ca(n, n)*3Ca at
7.8 MeV: in that case, the first excited state E(2T) = 3.83 MeV is
fairly well-reproduced, the computed value is Egop—ccsp(2T) =
4.65 MeV, but again the absorption in that case is negligible too.

Although some excited states below the scattering energy
are reproduced by the EOM-CCSD calculations, the absorption
is negligible in both situations. This suggests that at the
level of truncation considered here, namely 2p — 1h above
the CCSD ground state, the computed wavefunctions are not
correlated enough (in the perturbative expansion of the Dyson
equation Equation (4), the absorption appears at second-
order, beyond the HF contribution [61]). In other words,
at these energies, the computed level density (15) in the
n+4 Ca system is too small. We have observed that only at
higher energy E 2 20 MeV the absorption starts to increase
significantly (a similar pattern can be seen in Figure4 of
Rotureau et al. [33] for the CCSD computation of n +'° O optical
potential). It is possible to increase artificially the absorption
by using a finite value of 1 in Equation (13). This amounts
to increasing the correlations content of the coupled-cluster
wavefunctions and as shown in Rotureau et al. [33, 34], the
computed elastic cross section in that case will decrease. In
section 4, we will return to this lack of absorption in the
computed potential.

We should emphasize here that the computation of the
optical potential with the coupled-cluster method is carried out
without any free parameter. It is then not surprising that it
does not allow for the same quality of reproduction of data
as a phenomenological potential, such as the KD interaction
(see Figure3). But still, since microscopic optical potentials
are built up from fundamental nuclear interactions without
tuning to data, they may yield guidance for parameterizations
of phenomenological potential, by providing information on the
form factor, energy dependence and dependence on the isospin
asymmetry of the targets. A recent series of studies has shown that
non-locality can affect transfer reaction observables (e.g., [38-
40]) and it is expected that it can equally affect other reaction
channels. Microscopic potential can provide guidance on this
aspect of the optical potential. Keeping in mind that a potential
is not an observable and is not uniquely defined (for a given
potential, it is possible to modify its high-energy component
with a unitary transformation without affecting experimental
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FIGURE 4 | Real part of the neutron potential in several partial waves for
40.48Ca at respectively 5.2 and 7.8 MeV. The potentials are shown at fixed
values of R (equal to the charge radius in both nuclei) and as a function of

r —r'. Symbols corresponds to the calculated potentials and the lines are the
results of a fit with a Gaussian form factor (see text for details).

predictions [80, 81]), we focus in the following on the non-
locality of the CCSD optical potential.

We plot in Figure4, the n +*%® Ca potentials in several
partial waves, at a fixed value of R = (r + /)/2 and as a
function of r — r’. We fix R to be equal to the charge radius in
both nuclei, namely 3.48 and 3.46 fm for respectively “°Ca and
48Ca [5]. We consider the same energy as previously, namely
5.2 MeV for “°Ca and 7.8 MeV for *Ca. A fit of the potential
using a Gaussian form factor, is also shown in Figure 4. As one
can see, the shape of potentials in Figure 4 are well-reproduced
by the fit. For 4°Ca, the values of the range B of the fitted
Gaussian somehow varies slightly with the partial wave: we obtain
B = 1.02,0.94,0.98 fm for the f7/2,p3/2 and p1/2 component
of the potentials, respectively. For #Ca, 8 = 1.04,0.93,0.91
fm for the f5,5, p1/» and and ds;, partial waves, respectively.
We have observed even smaller variations of the range with the
energies although a more exhaustive study would be required
to draw definitive conclusion about the dependence of 8 on
the value of R and the energy. Nevertheless, in all cases, the
non-local pattern of the optical potential display a Gaussian
dependence, which corresponds to the choice made for the non-
local form factor in the phenomenological potentials by Perey
and Buck [82]. Note that due to the non-hermiticity of the
Coupled Cluster Hamiltonian (see section 2.2) the potential is
slightly non-symmetric in r and r’. However, since this effect is
small [33, 34], it is hardly noticeable in Figure 4.

4. CHALLENGES

In this section, we discuss some challenges and possible solutions
for the development of fully predictive ab-initio optical potentials
with the coupled-cluster method.

We saw in the previous section that with the ab-initio optical
potentials computed at the CCSD level, one can arrive at
an overall fair reproduction of data for medium-mass nuclei.
However, the absorptive part of the potential was shown to be
negligible at low energy. This lack of absorption was linked to
neglected configurations in the computed Green’s function.

Currently, ab-initio computation of optical potentials for
medium-mass nuclei using chiral NN and 3NFs, have only
been performed with the coupled-cluster method and the Self
Consistent Green’s Function (SCGF) method [31]. The SCGF is
based on an iterative solution of the Dyson equation performed
until a self-consistency between the input Green’s function and
the result of the Dyson equation has been reached [9]. In Idini
et al. [31], the authors compute neutron optical potential for
160 and *°Ca with the NNLOg, interaction and include up to
2p — 1h configurations in the Green’s function. In that work,
the minima in the elastic cross sections are well-reproduced for
both systems, and as in the CCSD computation of the potential,
an overall lack of absorption was observed and attributed to
neglected configurations in the model space.

The natural next step to address the lack of absorption at
the CCSD level would be to include higher-order correlations
in the Green’s function by considering next order excitations
in the coupled-cluster calculations, namely triple corrections.
One should expect in that case an increased level density in
the A + 1 system and as a result, a larger absorptive part of
the optical potential. Coupled-cluster calculations with triple
corrections are routinely used for nuclear spectroscopy [10] and
have recently been implemented in the computation of the dipole
polarizability of #Ca [83]. In that paper, the authors show that by
including 3p — 3h excitations in the computation of the nuclear
response function to an electromagnetic probe (the Green’s
function is a similar object since it is the response function to
the addition/removal of a nucleon), the results improve over
previous computations at CCSD.

For most nuclei, and particularly for heavier systems, there
are many compound-nucleus resonances above the particle
threshold. Since these states consist of a high number of particle-
hole excitations they cannot be reproduced accurately by ab-
initio methods and are usually best described by a stochastic
approach [84]. In order to account for the formation of the
compound nucleus and the resulting loss of flux in the elastic
channel, one could add a polarization term to the ab-initio
potential. A possible way to compute this term would be to use
Random Matrix Theory to generate an effective Hamiltonian
belonging to a Gaussian Orthogonal Ensemble [85].

Since the coupled-cluster Green’s function is computed in
the laboratory frame, the optical potential solution of the Dyson
equation is defined with respect to the origin of that frame O.
As mentioned in section 3, we have identified this potential with
the potential in the relative n — A coordinate. For the medium-
mass nuclei considered here, this prescription creates a small
error, which decreases with A [33, 34, 86]. For light systems, a
correction to the optical potential becomes necessary to account
for the identification between laboratory and relative coordinates.
It has been demonstrated that the coupled cluster wavefunction
factorizes to a very good approximation into a product of an
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intrinsic wave function and a Gaussian in the center-of-mass
coordinate [87]. Since both the potential and the center-of-mass
wavefunction of the target are computed in the laboratory frame,
it seems reasonable to suggest that such a correction could be
introduced in the form of a folding of the potential with the
center-of-mass wavefunction (nevertheless, such a prescription
would have to be worked out and checked). Another possible
way to introduce a correction of the potential could be to use the
integral method utilized in the GFMC approach (see e.g., [88])
for computation of overlap functions (see also e.g., [89, 90]).

5. SUMMARY

In this article, we have presented recent developments in the
computation of nucleon-nucleus optical potential constructed by
combining the Green’s function and the coupled-cluster method.
A key element in this approach is the use of the Berggren basis,
which enables a consistent description of bound, resonant states
and scattering process of the (nucleon-target) system and at the
same time, allows to properly deal with the poles of the Green’s
function on the real energy axis.

We have shown results for optical potentials at negative and
positive energy for the double magic systems “’Ca and *8Ca
using a chiral NN and 3NFs that reproduces the binding energy
and charge radii in both systems. We pointed out that a proper
reproduction of the distribution of nuclear matter, and, more
specifically, nuclear radii, by the Hamiltonian, is essential to give
an accurate account of reaction observables. At the truncation
level considered here, namely 2p —2h and 2p — 1h / 2h — 1p in the
computation of the target and the Green’s function, respectively,
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