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Supplementary Figures

KDM4B

KDM4D

Supplementary Figure 1. Shared ligands between the KDM4 subfamily. The Venn diagram shows
the intersections for the top 100 ligands predicted to bind to each KDM4 subfamily member (results
are only for the HOLO form). The compounds for each intersection are listed in the Supplementary
File 3



Supplementary Material

A

-10 b
s b .
20 F
25+ .

30F e .

Binding Energy (kcal/mol)

-35 A

10 15
Time (ns)

110 T

AE 1 (kcal/mol)
£

]‘0 l.5
Time (ns)

20

25

AEwm (kcal/mol)

A\Enonpolar (kCHI/mOI)

95

-105
-110
-115
-120
-125
-130

oy
=)

-
£

'
w

Y
(¥

bty
'

(v
[=,]

w
s

&

« * 1
. . .
L] L]
L]
L] L]
L]
L]
* * e .
L .
5 10 15 20 25
Time (ns)
° .
*e
oo ) ® e ° . |
L]
. . )
L]
. . e
- 10 15 20 25
Time (ns)

Supplementary Figure 2. Binding energies for the KDM4A-CNP0371131 complex through the
molecular dynamics simulation. (A) AGPBSA binding energy. (B)Molecular Mechanics (MM)
energy. (C) polar solvation free energy estimated with the Poisson-Boltzmann (PB) model. (D)Binding
nonpolar contribution energy estimated from the solvent accessible surface area.



