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In this article, we provide new formulas to compute the reduced reciprocal randi¢ index,
Arithmetic geometricy index, SK index, SK1 index, SK» index, edge version of the first
zagreb index, sum connectivity index, general sum connectivity index, and the forgotten
index using the M-polynomial and finding these topological indices for a boron triangular
nanotube. We also elaborate the results with graphical representations.
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1. INTRODUCTION

A chemical molecular structure is composed of atoms that join together with chemical bonds.
This molecular structure is responsible for the chemical, physical, and biological properties of the
chemical compound. A chemical graph theory is an important field of science, in which we study
the formation and behavior of a chemical structure with the help of graph theory tools.

In graph theory a set of points is referred as graph G. These points are known as vertices. An
edge is a line joining the two vertices. The number of edges that coincide at a vertex is considered
to be the degree of the vertex and is represented as d; and the degree of the edge is defined as
djk = dj + di — 2. E(G) represents the set of edges and V(G) shows the set of vertices. In the
chemical graph, an atom of the molecule is represented with the vertex of the graph, and the bond
is considered as an edge.

There are many uses of chemical graph theory in different subjects, such as quantum chemistry,
computer sciences, biology, stereochemistry, and engineering, which is explained by Gutman and
Trinajsti¢ (1972), Balaban (1985), Trinajstiéc (1992), Shirinivas et al. (2010), and Vergniory et al.
(2017). With the help of chemical graph theory techniques, we convert a chemical molecule into
a real number, which is referred to as a topological index and the molecular structure is examined
through the topological indices. In this study, we try to develop mathematical methods for the
calculation of topological indices. With the help of topological indices, Hosamani et al. (2017)
studied the different physical properties like the molar volume, boiling points, and molar refraction,
of the molecular structure. Rouvray (1986) and Ramakrishnan et al. (2013) describe the biological
behavior, such as nutritive, stimulation of cell growth, toxicity, and pH regulation, of the chemical
species, which are also characterized through topological indices.
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These topological indices are widely used in chemical graph
theory to explain the different properties of the chemical
structure. The carbon-hydrogen bond is not considered during
the computation of topological indices because this bond does
not have a serious effect on the properties of the chemical
compound. During the QSAR and QSPR analysis, topological
indices are widely used.

Gutman et al. (2014) formulated a reduced reciprocal randic

index defined as RRR = ijeE(G) V/(dj — 1)(dy — 1). Shigehalli

and Kanabur (2015) presented the arithmetic geometric; index

defined as AG1 = ) e % Shigehalli and Kanabur

(2016) also introduced the new indices defined as SK index
di+d . dj-d -

= ijEE(G) ]Tk, SK] index = ijeE(G) ]Tk, and SK2 index

= Ykero) (4392 Milicevié et al. (2004) presented the first

Zagreb index in term of edge degree defined as EM; =
ijeE(G)(djk)z' Du et al. (2011) formulated the general sum-

o _ 1
connectivity index defined as SCI = ijeE(G) NG and
SCIL, = ijeE(G) (dj + dk))‘. Gutman and Furtula (2015)

presented the forgotten index represented with F and defined as
2, 72
F =3 ier (d +df).

2. BORON TRIANGULAR NANOTUBE

The analysis of a chemical molecular structure smaller than
100 nm is known as nanotechnology. Nanomaterials have

many applications in different fields of nanoscience. The
boron triangular nanotube BTnt), is a well-known structure in
nanomaterials with a wide range of applications in medicine,
electronics, and computers as discussed by Menuel (2010),
Bezugly et al. (2011), and Liu et al. (2018). With the help of this,
experts are expected to revolutionize the world. The formation
of the boron triangular nanotube is formed by a 2-D boron
triangular nanosheet consisting of  rows and g columns. The first
and the last column of the 2-D boron triangular nanosheet are
connected to form a boron triangular nanotube.

A detailed analysis of Figures 1, 2 shows that there are only
two types of vertex present in BTnfj;. One which has a degree
of four and the other has a degree of six. Now count the edges
with smaller dimension and then by generalization and we obtain
Table 1.

3. M-POLYNOMIAL

An algebraic polynomial has the ability to elaborate the chemical
molecular structure. M-polynomial is such a polynomial
that represents the graph. Deutsch and Klawzar (2015)
formulated the M-polynomial and defined as M(G,x,y) =
> mu(G)x¥yY. Where § represents the minimum degree
§<u<v=<A
of the vertex belonging to the vertex set V(G), A represents the
maximum degree of the vertex belonging to the vertex set V(G)
and my,(G) is the total number of edges jk € E(G) such that

{dj, dk} = {u, U}.

FIGURE 1 | Boron triangular nanosheet.
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FIGURE 2 | Boron triangular nanotube (BTntjg).

TABLE 1 | Edge partition of boron triangular nanotube (BTnt).

TABLE 2 | Topological indices derive from M(BTntg; X, y).

(du,dy) Number of edges Topological index Derivation from M(BTnty; x,y) = g(x,y)
(4.4) 3q RRRIBTnt] = D} Dﬁ Qye 1) Qu= gk, Y)lemy—1
69 AG:[BTt] - 10,8757 [gl, Ve
3000 -24) SKIBTnt] - 10 + D)lgt, Yhay=t
SK1[BTntjg) = SDDy g, )lxmy—1
Ska[BTntyq] = FD2JI0, Yoy =1
Deutsch and Klawzar (2015) introduced M-polynomial and EM; [BTnt] - D%QX(’Z)J[Q(X')/ s
in the same article nine topological indices closed formulas — S¢E7"l = Si gyt
are given via m-polynomial. Some indices are calculated by  SC:BTl = D3 JIgle, Ylbe=s
Munir et al. (2016). In the past, Kang et al. (2018), Afzal et al. FIBTntio] = (0% + D)lg Yl=1
(2020a,b), Cancan et al. (2020a,b), and Khalaf et al. (2020)  yhere the operator used are defined as
used these formulas to compute topological indices via M- D, y)—xa‘g‘””, Dyglx,y) =y 90, Jglx, y) = g, X, Quegl ¥) = xglx,y),
polynomial and a lot of work has been done in this area. One DE g, y) = x2GID  foix,y), y% 0, y) =y 28 - gy,
more set of nine topological indices has been computed b ! [ atn F o) = | gt
Afzal et al. (2020c). %he %—index is also computed b}}) Monda}{ Sk = ofT Rl e of St JoR

et al. (2020). In this article, we formulated a new set of nine
topological indices shown in Table 2. These formulas are used
to compute the topological indices via M-polynomial for the
chemical structure. This formulation is a useful achievement in
the field the topological indices and opens a new research field.
We apply the newly formulated indices on BTnty,.

4. M-POLYNOMIAL OF BORON
TRIANGULAR NANOTUBE

Theorem 4.1. Let BTnty,; be a Boron triangular nanotube where
lq is the dimension of the BTnty, then M-polynomial of BTnty, is

M([BTntg; x,y] = 3gxty* 4 6gxty® + g(9l — 24)x%5

Proof: Let BTnt); be a boron triangular nanotube then by using
Figures 1, 2 and Table 1 the edge partition of boron triangular
nanotube is consisting of three type of sets. The first edge
partition represented with E; contains 3q edges, in which d; and
di have the same value equal to 4. The second edge partition

referred to as E, consists of 6q edges jk, in which the value of
d; is 4 and value of dj is 6. The third edge partition named as E3
contains %(91 —24) edges jk, in which d; = d;. = 6. Now, by using
the definition of M-polynomial, we have

M(BTl’lth; xXy) = Z Myy (BaNTmn)xu)’U

S<u<v<A

= Z myy (BTntig)x"y",

4<u<v<6

M(BTntyy; x,y) = Z m44(BTnt1q)x4y4 + Z m46(BTnth)x4y6
4<4 4<6

+ Z mes(BTnty)xy°,
6<6

M(BTntyg; x,y) =|Esalx*y* + |Esglx*y° + |Eo61x%y°,

M([BTntg; x, ] =3qx*y* + 6qx*y° + %(91 —24)x5y°

The plot of M[BTnt,; x, y] is shown in Figure 3.
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FIGURE 3 | 3D plots of M-polynomial of boron triangular nanotube BTnt), for
I=qg=4.

5. TOPOLOGICAL INDICES OF BORON
TRIANGULAR NANOTUBE

Theorem 5.1. Let BTnty; be a boron triangular nanotube and

then

o 2 Nk W

M[BTntyg; x,y] = 3gxtyt + 6gxty® + g(9l —24)x5y5,

RRR[BTnt)] = £ql+ (6v/15 - 51)g,
AGI[BTnt,) = g1+ (348 —9)q,

SK[BTnt,y] = 274l — 30q,

SKi[BTnt,] = 81ql — 120q,

SK>[BTnty] = 162q] — 234q,

EM, [BTnt,;] = 450ql — 708,

SCI[BTnt,] = 33q14+ (32 4+ N0 _3./3),

SCI [BTnty] = 5(12)*ql+ {3(8)" + 6(10)* — 24(12)*}q,
F[BTnt,] = 324ql — 4564.

Proof: Let M[BTnty,; xy] = g(xy)

Qu-1nglx,y) = 3qx3y4 + 6qx3y6 + 2(91 - 24)x5y6,

Q1 Qu-18(ny) =3gxy° +6qx°y° + 2(91 - 24)x%y,

1
D; Qy-1)Qu-ng(x.y) =3v3qx°y* +6v/5qx%°

5

5
+ 7q(9l — 24)x5y5,

1l 1
DD} Qy—1)Qu—1g(x%:y) =9qx’y’ + 63/15gx°y°

5
+ 5q(9l —24)x°y°,

1 3
Syg(x,y) = qu‘*y“ +V6gxty® + ﬁ@l — 24)x5y°,

NG
11 3 NG
SiSyg(xy) = qu“y“ + qu‘*yé + %(91 — 24)x%5,

11 3 6
JSiS;g(x,y) = qus + %qx10 + %(91 —24)x2,

11
DyJS:S}g(x,y) = 6gx® + 5v/6qx"" + q(9] — 24)x'?,
56

1 L1 6

SDAISES] glny) =3+ + = =gx" + gwl —24)x12,
Dag(x,y) = 12qx*y* 4 24gx*y5 + 3q(91 — 24)x%5,
Dyg(x,y) = 12gx*y* + 36gx*y° + 3q(91 — 24)x°y°,

(Dx + Dy)g(x,y) = 24qx*y* + 60gx*y° + 6g(91 — 24)x%y5,
1
E(Dx +Dy)g(x,y) = 12gx*y* + 30gx*y + 3q(91 — 24)x°y°,

DyDyg(x,y) = 48qx*y* + 144qx*yS +18q(91 — 24)x%y°,
1
E(Dny)g(x, y) = 24qx*y* + 72qx*y + 9g(91 — 24)x%5,

Jg(x,y) = quS + 6qx10 + %(91 —24)x12,
D2Jg(x,y) =192gx® 4+ 600gx"" + 72(91 — 24)x'2,
1
ZD,%]g(x, y) = 48gx® + 150qx"" + 18(91 — 24)x'2,
Qu-2)Jg(x,y) = 3qx6 + 6qx8 + g(9l —24)x1°,

D2Qy(_2)Jg(x,y) = 108gx° + 384gx® + 50q(9] — 24)x'°,

3 s 6 10 9 12
——qx° + —qx° + ——=(9] — 24)x"",
Wk aVITE. 2 ﬁ( )
Di‘]g(x,y) = 3(8)’\qx8 + 6(10)}‘qx10

+ g(lz)'\@l —24)x'2,

1
Selg(x,y) =

Dlg(x,y) = 48qx*y* + 96qx*y° + 184q(91 — 24)x°)°,
Dig(x,y) = 48qx*y* + 216gx"y° + 18q(91 — 24)x%°,
(D} + D))glx,y) = 96gx"y* + 312qx"y° + 36q(91 — 24)x°°.

11

1. RRR[BTnth] = Da?D}% Qy(—l)Qx(—l)[g(xa)’)]x=y=1>

RRR[BTnty] = £ql+ (6v/15 — 51)q.
11

2. AG[BTnty] = 3D.JS2S; [g(% y)]x=1,
AGI[BTnt,) = g1+ (348 —9)q.

3. SK[BTntyy] = 3(Dx+ D,)[g(x,»)]x=y=1,
SK[BTnty,] = 274l — 30q.

4. SKI[BT”th] = %Dny[g(x:)’)]xzy:l,
SKl[BTnth] = 8lql — 120q.

5' SkZ[BTnth] = %D,ch[g(x)y)]x:y:b
SK>[BTnty] = 162q] — 234q.
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FIGURE 4 | 3D plots of topological indices of BTnty,. (A) Reduced reciprocal randié index. (B) Arithmetic geometrics index. (C) SK index. (D) SK; index. (E) SK»
index. (F) Edge version of first Zagreb index. (G) Sum connectivity index. (H) General sum connectivity index. (I) Forgotten index.

6. EM,[BTnty] = D2Qy—2)J[g(% »)]x=1,
EM[BTntj] = 450q] — 708q.
1
7. SCI[BTntyy] = S{J[g(x,y)]x=15
SCI[BTnt] = gl (32 4 310 _ 5. /3)q.
8. SCI)L[BTnth] = Dﬁ][g(x,y)]x=1,
SCI,,[BTnty] = 512*ql+{3(8)*+6(10)*—24(12)"}q.

9. F[BTnty] = (D} + D})[g(x y)li=1,
F[BTntyy] = 324q] — 4564.

Figure 4 shows a graphical analysis of topological indices of
BTnt;. With the help of these graphs, we observe the behavior
of the topological indices regarding the different parameters
involved. These visualizations are shown to be identical but have
different gradients.

6. CONCLUSION

The formulation of new formulas, placed in Table 2, to compute
the topological indices for the molecular structure via M-

polynomial lead to a new era in the computational field. In this
research work, we compute M(BTnty; x,y) and with the help of
this polynomial, we find the various topological invariants given
in Table 2. We also presented the graphical presentation of M-
Polynomial and topological indices. This visualization helps us
to understand results against parameters.
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