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Supplementary Materials

Table S1. Chemical structures of the 22 training set inhibitors for building the 3D QSAR model with
their ICso and pICso values.

Compound code Chemical structure ICso (M)  pICso

A\ F
o 5
[N

126 6.89963

z

-
B

ZE/;
B

Z
—z

2 246 6.60907

O\C\Z{

3 261 6.58336

480 6.31876

5 493 6.30715

Molecules 2020, 25, x; doi: FOR PEER REVIEW www.mdpi.com/journal/molecules



Molecules 2020, 25, x FOR PEER REVIEW

6 533 6.27327
N
~&o
o
SN
/N{ W
NN
7 710 6.14874
N
O=g=
/So
aa \
/N TJ\\}\Q\F
8 N 771 6.11295
0
Vs
Nf
//N ,/\IJ\\N F
9 804 6.09474
N
Oxd
/\0
Y /Nl)
S
— N N NS \
/ N
10 \H cl 1,210 5.91721
o
P
Nf F
/N N/L\N
1 = 1212 59165
O\\’N
~o
/N/
s
— N
! F
12 1,614 5.7921
N
o
HN)>
AN
M L}/QF
{ \
13 7 1,624 5.78941

2 0of 6



Molecules 2020, 25, x FOR PEER REVIEW

[ \
14 = 1,684  5.77366
N
O:F:O
f .
i /N\ Ti}\QF
15 ) 1,708  5.76751
7
o\’:;\ﬂ
A\ F
B L?’Q
B F
16 ~ 1,899 572148
N
OQ?:O
.
SO EaY
I N N N
17 ~ 2,021  5.69443
N
T$0o
o)
/Nf s
/ N N/k\N E
18 = 2266  5.64474
o
\/Sto
Q A\
/ N Ni}\Q
19 = F 4246 537202
N
0\/5:0
[N
20 0Py 6,555  5.18343
O
j&o
F
N
21 U 6,800  5.16749
)
[e)
ot O+
_ \
22 7,609  5.11867

30f6



Molecules 2020, 25, x FOR PEER REVIEW 40f6

Table S2. Chemical structures of the 9 test set inhibitors for building the 3D QSAR model with their
ICs0 and pICso values.

Compound code Chemical structure ICso(nM)  pICso
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Figure S1. ROC curves of pharmacophore models 5M7M 01-04.
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Figure S2. ROC curves of pharmacophore models 5MHP 01-10.



