Table S1 Chemical structures of training molecules.
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Table S3 Ligands with their activities (pICso), predicted activity(pICso) and fitness scores.

No. QSAR Set Activity Predicted Activity Pharm Set Fitness
1 Training 2.686 2.52 + 1.72
2 Training 3.978 3.49 ++ 1.81
3 Training 4.069 4.45 ++ 1.73
4 Training 2.597 2.78 1.47
5 Test 2.789 3.21 + 1.16
6 Test 2.483 3.18 + 1.13
7 Training 2.491 2.87 + 1.79
8 Training 2.608 3.18 + 1.49
9 Training 3.529 3.67 + 0.88
10 Training 3.567 3.75 ++ 1.30
11 Training 3.096 2.97 + 1.39




No. QSAR Set Activity Predicted Activity Pharm Set Fitness
12 Training 3.263 3.30 + 1.52
13 Test 2.959 3.06 + 1.25
14 Training 4.246 4.27 ++ 0.73
15 Training 4.196 3.98 ++ 1.47
16 Test 4.197 3.88 ++ 1.33
17 Test 3.619 3.39 ++ 1.69
18 Training 3.565 3.24 ++ 1.24
19 Test 4.347 3.94 ++ 0.65
20 Test 3.921 3.91 ++ 0.74
21 Training 3.745 3.65 ++ 0.58
22 Training 3.770 3.77 ++ 0.69
23 Training 3.585 3.71 ++ 1.58
24 Training 5.301 5.40 +++ 1.38
25 Test 5.000 3.74 +++ 1.19
26 Training 4.824 4.68 +++ 1.59
27 Training 4.602 4.64 +++ 1.76
28 Training 5.398 5.37 +++ 1.40
29 Test 4.620 4.22 +4++ 1.66
30 Training 4.921 4.63 +++ 1.54
31 Test 4.620 4.52 +4++ 1.63
32 Training 4.000 4.29 ++ 1.55
33 Training 4.523 4.52 +++ 1.69
34 Training 4.022 431 ++ 1.62
35 Training 4.553 4.52 +++ 1.60
36 Test 4.523 4.76 +++ 1.56
37 Test 4.237 4.7 ++ 1.57
38 Test 4.310 4.46 ++ 1.52
39 Training 4.569 4.52 +++ 1.70
40 Training 4.585 4.45 +++ 1.64
41 Training 4.187 4.46 ++ 1.61
42 Test 4.284 4.39 ++ 1.68
43 Training 5.046 4.81 +++ 1.66
44 Training 4.067 3.92 ++ 2.05
45 Training 4.110 4.29 ++ 1.70
46 Training 4.142 4.62 ++ 2.48
47 Training 4.811 4.70 +++ 3.00
48 Training 4.639 4.69 +++ 2.28
49 Training 5.027 4.99 +++ 1.88
50 Training 4.387 4.14 +++ 1.84
51 Training 4.300 3.99 ++ 1.29
52 Training 5.678 5.60 +++ 1.13
53 Training 3.983 3.80 ++ 1.59




No. QSAR Set Activity Predicted Activity Pharm Set Fitness
54 Training 3.499 3.52 + 1.21
55 Training 3.157 3.27 + 1.25
56 Training 3.399 3.42 + 1.25
57 Test 3.264 3.16 + 1.47
58 Training 3.721 3.27 ++ 1.18
59 Training 4.135 4.20 ++ 0.76
60 Training 4.254 4.17 ++ 0.80
61 Training 4.426 4.19 +++ 0.84
62 Training 3.724 3.99 ++ 1.09
63 Training 4.389 4.42 +++ 1.71

+ + + represents Activity, + + represent Moderate Activity, + represents Inactivity.

Table S4 AGgina_coutomb and AGging_solv_cs Of selected molecules

ZINC AGBind_Coulomb AGgind_solv_cB
ZINC00309019 -7.70 14.87
ZINC00286174 -10.76 13.02
ZINCO05706598 140.57 -106.20
ZINC00669639 -21.95 23.75
ZINC00662372 -12.43 14.75
ZINC41498620 -8.12 18.22
ZINC02366906 -142.38 150.70
ZINC04968357 -11.75 16.87
ZINC00309019 ZINC00286174
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Figure S1 2D interaction of selected ZINC00309019, ZINC00286174, ZINC05706598 and
ZINC00669639.

ZINC00662372 ZINC04968357

™ AL A R
201 2% 0 263 2% .
u e
4
2 Ly

1 rv
= s 191
a0 W @ W

W om
uy s
= e e e = ;
e HN = /K
310 & -~
20
m
o 200 o 0 Ol
o - O a A ar 15
L 193 208 09
X N

i ar
25 7
s
o8 ) Z \ o 20
l \ = ax
1y 182 N
o
2 N 08 ~
N my () @ / b
N L i 196
G VAL
193 £ ay ) TR
1% A 265
& 07
e
e 03
P
At ASK Ly
T 19 o
255
w
310
e v
9 21 &
e
i nr o 200
19 ol L
ax
s
wr
P~
ax
= s
E
& -0 e
ZINC41498620 .
a e wn g
&= ) o B B
12 .
L 181 4 .
N o u f ar oo
1 - Ity
| a0
s
e
0u) wx
P
ar
ar s P
P
"
A 25
Ity
o
@ X0 » HO'

ZINC02366906 @

Figure S2 2D interaction of selected seven hitsZINC00662372, ZINC02366906 ZINC41498620 and
ZINC04968357



