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Table S1. Structures and bioactivities

ID Structure \ ACS Registry Number pEC50 | CoMFA | CoMSIA
3
G1-1 Ve’ 1187776-07-3 75376 | 76866 | 7.5514
B
G1-2 LD 1187776-06-2 7.2628 | 76737 | 7.2973
B
G1-3 e 0O 1187776-05-1 72083 | 73624 | 7.4020
G1-4 vvb 1187776-04-0 6.9747 | 7.4232 | 7.0470
X
G1-5* (§- 1187776-03-9 6.5452 | 65680 | 6.2370
2
G1-6* & 1187776-02-8 6.0467 | 63659 | 65209
\ZS |
G1-7 o 1187776-01-7 6.6383 | 6.8704 | 66906
_‘_{;:




G1-8 _ /(% 1187775-94-5 8.3010 8.2893 8.1056
b Sl
&
G1-9 CL)“\; ° /@J\I/ 1187775-93-4 8.0458 8.1423 7.9182
G1-10 )V\gg% 1187775-91-2 6.1518 6.1437 6.7625
/\/5\%3?
G1l-11* R 1187775-90-1 7.7212 7.6439 6.8944
G1l-12* \M{j{% 1187775-89-8 7.3372 71.4745 7.8387
G1-13* Vwé&;\ 1187775-88-7 6.5302 6.5031 6.4473
9
G1l-14 1187775-87-6 6.8508 6.7963 6.7634




G1-15 e 1187775-86-5 6.6234 | 6.4887 | 6.4580
ki
G1-16 L f% 1187775-85-4 6.5376 | 6.6688 | 6.4382
&
O
|
G1-17* s 1187775-84-3 6.1662 | 6.1603 | 6.0602
—at
S
G1-18 L (% 1187775-83-2 6.6198 | 6.7638 | 6.5285
&
R
G1-19 VV\H{’; 1187775-82-1 6.4318 | 6.3484 | 6.1742
G1-20 o N 1187775-81-0 75850 | 7.6263 | 7.6951
G1-21 o 1187775-80-9 72076 | 7.1145 | 7.3191




G1-22 . fiﬁ; 1187775-79-6 7.1871 | 7.2868 | 7.2314
&
G1-23 o j{é; 1187775-78-5 7.1024 | 6.7242 | 6.8044
&
b
3
G1-24 o (% 1187775-77-4 7.1938 | 7.0635 | 6.9119
&
G1-25* Q} 1187775-76-3 6.7167 | 6.7016 | 6.7091
&/:M
G1-26 MC{?) 1187775-75-2 6.5850 | 6.6339 | 6.8360
G1-27 \/%8(' \?‘j 1187775-74-1 6.3686 | 6.5914 | 6.7963
G1-28 Cé‘n 1187775-73-0 6.7258 | 6.7366 | 6.6168




G1-29 vwz% 1187775-71-8 6.5834 | 6.9735 | 6.7778
S
G1-30 . ;% 1187775-70-7 6.9031 | 6.8960 | 6.8587
G1-31 o~ 1187775-69-4 6.8327 | 7.0454 | 7.0583
G1-32 ww{% 1187775-68-3 6.4157 | 6.5803 | 5.9417
.
Q
G1-33 . 4%; 1187775-67-2 6.8182 | 7.1620 | 6.4352
G1-34 \_,wé% 1187775-66-1 6.1858 | 6.5901 | 6.5309
3
G1-36* MA’% 1187775-64-9 6.6091 | 7.0244 | 6.5386




" '\/‘(—\'

G1-37* M(é % 1187775-63-8 7.0177 | 6.8227 | 6.5359
G1-38 Mg % 1187775-62-7 6.0292 | 6.2816 | 6.4571
>
G1-39 Mé(% 1187775-61-6 6.5901 | 6.4169 | 6.6358
¥
G1-40* »Mé% 1187775-60-5 7.1487 | 7.4811 | 7.1206
)
G1-41 Mé(% 1187775-59-2 72291 | 6.7645 | 6.8833
G1-42 “Mé% 1187775-58-1 75229 | 7.3559 | 7.2004
G1-43 Yvwg% 1187775-57-0 75229 | 7.7732 | 7.2677




G1-44* 1187775-56-9 8.0000 | 7.5606 | 7.5466
G2-45 )\/Eg 950668-30-1 5.4318 | 5.1612 | 5.8135
:%
G2-46 /L:é( 950668-29-8 3.6091 | 3.4015 | 3.4902
MO )
Y
i
G2-47* (ggrf( 950668-28-7 3.6383 | 3.5819 | 3.8798
o
}f
G2-48 )V\’( 950668-27-6 3.7167 | 3.7811 | 3.4434
L4 /,__\
QZH)_
L
G2-49 jj 950668-26-5 3.9101 | 4.1585 | 3.7609
_3?_.\_)‘
AL
G2-50 ﬂ 950668-25-4 3.6234 | 3.5870 | 3.7399




T

"
AL
G2-51* p 950668-24-3 7.3565 | 7.1395 | 7.7145
e @
L0
G2-52* é:)} 950668-23-2 3.7375 | 3.7192 | 3.7270
=})—
J Oy
G2-53 g 950668-22-1 3.6383 | 3.6529 | 3.6300
ol
JL
G2-54 1ﬁj 950668-20-9 3.6478 | 3.6794 | 3.5271
G2-55 At 950668-19-6 3.5784 | 3.4963 | 3.6669
k};
>
I 00
G2-56 q 950668-18-5 3.6216 | 3.8179 | 4.1753
G3-57 ' 948864-12-8 6.5800 | 6.6549 | 6.3910




ot
G3-59* 5 948864-09-3 7.2596 7.3086 7.1315
y
o
G3-60* 'LW . 948864-08-2 5.8729 6.0247 6.1544
o
9
X
G3-61 g 948864-07-1 7.3372 7.2162 7.6456
.
7
G3-62* Gﬁi 948864-06-0 6.2596 6.5877 6.3927
§
oY
G3-63 6}{ 948864-05-9 6.7696 6.8355 6.4081
G3-64 '\»)A 948864-04-8 8.0458 8.2855 7.5388
Ty
$
G3-65 - 948864-03-7 6.5850 6.7511 6.8913




G3-66* % 948864-02-6 5.7430 5.4755 5.9697
o
A
G3-67* @jz 948864-01-5 5.2808 5.6159 5.9190
)
G3-68* ;/) : 948864-00-4 6.5406 6.8086 6.4386
2
-
asy
G3-70 é:'\';:rs 948863-98-7 7.0862 6.6725 7.0044
G3-71 Q:J\r, 948863-97-6 7.4437 7.3471 7.3730
O
G3-72* ’J\l . 948863-96-5 6.3410 6.0634 6.8082
y
o
G3-73* N 948863-95-4 5.9559 6.3684 6.5975




G3-75 @ 948863-93-2 5.6003 | 5.6240 | 6.1504
(
G3-76 FQ;@Q‘ 792184-48-6 8.0458 | 8.0646 | 7.9461
G3-77 (2), 791583-23-8 8.0969 | 8.2849 | 7.9852
-
G3-78* "\r: 785773-56-0 77447 | 75549 | 7.7862
%‘V
-
ey
G3-79 J\g 778572-60-4 76778 | 7.6503 | 7.9842
r
i
X
G3-80 Cﬁ)\«y 775576-32-4 85229 | 85926 | 8.2905
(
rQJ
G3-81 O 765267-71-8 8.0069 | 8.1651 | 8.4326




G3-82 - 754182-82-6 8.0458 | 8.0235 | 7.9132
v
veq
A

G3-83 @m) 752980-90-8 7.9586 | 7.8149 | 7.9096
e

G2-84* @1 751477-81-3 6.0862 | 6.2409 | 6.1049
&'A
A

G3-85 Ajﬁ) 749845-87-2 6.1035 | 6.4728 | 6.6149
A \/}/
e

G2-86 S 748766-54-3 6.1457 | 6.2680 | 6.1463

G1-87 @Zh;r /@/k 735259-03-7 7.7959 | 7.8028 | 7.6718
Kh’v\%ﬂ

G2-88 e 720662-44-2 3.6716 | 3.5154 | 3.8490




~
G2-89* "‘j~i 554458-79-6 3.6308 3.4332 3.9202
O
/(-3?_,)—
/]\/\_\ i
G2-90 @m 554458-75-2 3.6180 3.8595 3.8214
)\/\/(
G2-91 d 554458-74-1 5.1249 4,9855 5.2147
55
)\/\- 2 -
G2-92 @\\ 554458-70-7 6.0862 6.1719 6.2187
)\/\J\\/ ! P
G2-93* @( g 554458-69-4 3.6383 3.8557 4.3869
ol
AL
G2-95 554458-48-9 4.6655 5.0741 4.6760
G2-96 Ad 554458-47-8 6.9547 6.8241 6.8359
>

<




.

b
G2-100* q 554457-86-2 6.1586 5.7461 6.0448
ol
Il
G2-101 p 554457-64-6 5.1481 5.0281 5.3778
°}_\)~
AL
G2-102 b 554457-62-4 7.2441 7.4337 7.2810
\ -
e
G2-103* éf_j 554457-61-3 3.7399 3.6330 3.2739
-
J\-/\/( e
G2-104 Q 554457-59-9 6.8729 6.9305 7.0508
.
e}_.\F
G2-105 ;_’]j 554457-54-4 7.0223 7.1461 6.9213
G2-106 q 554457-49-7 6.1599 6.6069 6.6736




3
ff\

G2-107 - 554457-48-6 6.2007 | 6.3430 | 6.7126
o}_\>—-

G2-108 Q 554457-47-5 6.9031 | 6.9343 | 7.0865

G2-109 A~ ot 554457-45-3 7.7447 | 7.7088 | 7.4076
Oy

G2-110* ™ 554457-30-6 7.5086 | 7.5610 | 7.7921
}_ch

G2-111 T 554457-29-3 8.0458 | 7.9796 | 8.1423
}_\_{*j(

G2-112 et 554457-28-2 7.7959 | 7.9648 | 7.5246
o

G2-113* ™ 554457-22-6 8.3979 | 8.0013 | 8.3632




G2-114 T~ 554457-21-5 8.3010 | 8.0123 | 8.4416
!}_\)—
AL
G2-115* q 554457-20-4 7.3279 | 7.1798 | 7.5286
}y
A0
G2-116 Q 554457-19-1 5.3635 | 5.4791 | 5.4485
‘.
bl
JOVa
G2-117 Q 554457-18-0 6.9318 | 6.9451 | 6.6343
P
})_
SOy
G2-118 é} 554457-17-9 6.4401 | 6.2259 | 6.6273
S
s
AL
G2-119* s’f} 554457-16-8 7.2441 | 7.7042 | 7.7880
G2-120 Y\”"C} 554457-14-6 6.7799 | 6.5717 | 6.7258




Lo
eas

G2-121 554457-13-5 4.6055 | 45352 | 4.4994
ba
}J—
JSVa's
G2-122 Q 554457-12-4 7.3010 | 7.0466 | 7.2119
G2-123 Y\/‘{_f 554457-11-3 3.6234 | 3.7764 | 3.5886
Iy
s
o
G2-124* 554457-10-2 6.1397 | 6.1344 | 6.6869
>
G2-125 \r\fé 554457-09-9 6.2000 | 5.8208 | 6.3516
H
Sy
e?ﬁ.»
I A
G2-126 Q 554457-08-8 8.6090 | 8.7043 | 8.3397
Y
AL
G2-127 554457-07-7 6.3224 6.1842 6.4143




G2-128 vvg ; 543700-68-1 7.6778 7.6678 7.9162
oS
G3-129 )\/6( 443987-52-8 7.3565 7.0565 7.4366
)
G3-130 CE;E:Q 443987-46-0 6.0448 6.1097 6.1749
G3-131 &;/ 443987-44-8 6.6757 6.8096 7.0038
G3-132 Q% ) 443987-43-7 6.1035 6.1294 6.0340
L
)f
G3-133* QD\ ) 443987-42-6 5.6373 5.4474 5.9468
of
G3-134 443987-41-5 6.8327 6.9162 6.7686




G3-135* (:&;(' 443987-40-4 4.5864 4.5669 4.4791
G3-136 C}‘i\ 443987-32-4 5.1152 5.3793 4.9215
.
G3-138 @"1 443987-28-8 6.6402 6.3486 6.7532
{
G3-139 Q‘:Iﬁ ) 443987-27-7 5.9905 5.8269 6.5165
oy
CLL,
G3-140 Q:i 443987-26-6 5.8729 | 6.1659 | 5.8642
G3-141~* Q;l\l . 443987-25-5 6.5622 6.7989 6.9010
Cr
X
G3-142 G’j{ 443987-21-1 7.7212 7.7220 7.5760




ad

G3-143 C}i 443987-20-0 5.2418 | 5.4513 | 4.9915
‘J’

G3-144 C}R 443987-19-7 7.4318 | 7.2872 | 7.1334
"YI

G3-145 qu 443987-18-6 6.3645 | 6.6924 | 6.5601
L

G3-146 Q’ﬁ v 443987-09-5 6.7670 | 6.3699 | 6.7636
Oiz(\v
-
o

G3-147 ’]p 443987-08-4 7.6021 | 7.5968 | 7.5269
(Im
)j
Qx

G3-148 ) 443987-07-3 7.3010 | 7.5059 | 7.3239
@r\_\v
cod
A,

G3-149 ' 443987-06-2 8.0458 | 7.9815 | 7.3401




G3-150* 443987-05-1 5.7317 5.9483 | 5.8633
:

G3-151 C}j))\ 443987-04-0 6.3788 6.2187 6.3501
1.

G1-152 ’WE%\- 443986-99-0 7.7471 7.6304 | 7.8738

G1-153 W’(% 443986-96-7 7.5100 | 7.5310 7.8171

4

G1-154 ,_MS% 443986-94-5 7.9066 7.6229 7.9381
5
o X

G1-155 vaﬁ 443986-93-4 7.2660 | 7.5551 7.7376
5
s ¥

G1-156 :){vgg% 443986-91-2 7.9031 7.6198 7.9786




e,

G1-157 @ 443986-85-4 7.5346 7.4212 7.4933
G1-158 W“(% 443986-84-3 7.5058 7.4216 7.5226
&
G1-159 o &% 443986-83-2 8.1367 8.0295 8.1325
&
5
G1-160 ww{g’ % 443986-82-1 7.3655 7.4100 7.4475
& ¥
G1l-161 Wé% 443986-81-0 7.0980 7.1129 6.9815
G1-162 vag% 443986-80-9 7.3036 7.2556 14774
G1-163 %\/‘“8(% 443986-78-5 7.0325 7.1163 7.2751




G1-164 ,N\,(% 443986-77-4 7.2418 | 7.3672 | 7.3564
G1-165 WANC% 443986-76-3 6.9508 | 6.9553 | 7.4274
o
G1-166* /\f\é{ N 443986-75-2 7.6440 | 7.4963 | 7.7432
G1-167* 3% 443986-71-8 4.9922 | 5.0407 | 4.7678
/\’“&S
G1-168 - J:% 443986-70-7 4.9749 | 5.1087 | 4.5344
&
_\_6-:
X
G1-169* O \/Q)\, 443986-40-1 7.2924 | 7.4514 | 7.6497
G1-170* 443986-39-8 7.1805 | 7.2874 | 7.5792




G1-171 (j 443986-38-7 7.3468 7.4858 7.2193
G1-172 O:)‘\ : \/@A, 443986-35-4 7.5229 7.4733 7.4197
AT

G1-173* - . v©*/ 443986-33-2 7.3010 | 7.3116 | 7.2327
3

G1-174 \M% 443986-30-9 6.6162 6.6848 6.5086

G1-175 VVEL;% 443986-29-6 7.1805 7.1901 7.1607
.

G1-176 vwg% 443986-28-5 6.8125 6.6797 6.7510

G1-177 & s /@/’\ 443986-23-0 7.7825 7.9118 7.7001




G118 | Q*’ 443986-22-9 7.6383 | 7.4658 | 7.4717

G1-179 VVB’ | 443986-20-7 5.9469 | 59630 | 6.2163

G1-180 PN 443986-19-4 7.9208 | 8.0308 | 8.0360
&

G1-181 CC/L\; s 0 443986-15-0 7.6383 | 7.7728 | 7.5344
g

G1-182 e 443986-08-1 6.6046 | 6.6250 | 6.6454

G1-183 )\,\8’ % 443986-07-0 6.4260 | 6.3651 | 6.6107

G1-184 )\/6(% 443986-05-8 7.0605 | 7.2311 | 7.2095




G1-185 443986-04-7 8.0000 | 8.0455 | 7.5576
&
G3-186 443985-86-2 7.0132 | 7.1859 | 7.0583
G3-187 )\/\/I i\/ 443985-85-1 6.7852 | 6.5615 | 6.9803
3

G3-188 0 443985-82-8 7.7212 | 7.4593 | 7.8902
s

G3-189* Q\/\ A L \—>~ 443985-80-6 6.4214 | 6.4250 | 6.4841

G3-190 ,k,\é(%( 443985-79-3 6.9586 | 6.8908 | 6.9148
\3:-—

G3-191 AL 443985-78-2 6.6882 | 6.7500 | 6.6649




G3-192 Y\/i : 443985-77-1 6.1518 | 6.1026 | 6.2727
¢

G3-193* /L/\/I i: 443985-76-0 7.4948 | 7.2612 | 7.6503
)

G3-194* )\/\/Ié 443985-74-8 6.6383 | 6.9948 | 5.9464
k!

G2-195 T 406944-77-2 6.7144 | 6.3843 | 6.5188
a}_’"\

G2-196* At 406944-75-0 6.7471 | 6.3261 | 6.2753
>

G2-197 A 406944-73-8 55935 | 5.6564 | 5.2523
:}_'\\-{:
,..l(

G2-198 T 406944-70-5 7.2441 | 7.2010 | 6.8546
s




:?_‘\
G2-199 )\/\8/ 406940-52-1 8.3979 | 8.2568 | 7.9406
7 )
%
G2-200 oo~ 928164-16-3 7.1871 | 6.9642 | 7.3041
ps
:}_XF
G2-205 /‘/?3\@ 406942-50-5 8.3010 | 8.2653 | 8.0175
L
J
Qvl
G2-206 l 380604-55-7 7.7696 | 7.5222 | 7.8324
b
v T
G2-212* Y\’\é 380604-26-2 7.2924 | 75672 | 7.4348
:.\HP
G2-213 Y\/\é\Q 380604-25-1 8.2218 | 7.9770 | 7.9818
k!
G2-214 NN @ 380604-23-9 7.8239 | 7.3315 | 8.3220




o P
G2-215 V“‘f‘g ~ 380604-21-7 8.0000 7.7313 7.4693
%Y
G2-216* ”LCE‘F 380604-10-4 7.6778 1.2297 7.5443
o
;}_:\P
G2-217 ngﬁ 380604-02-4 6.6861 6.6212 6.7424
G2-218 r'/w v 380604-00-2 7.9586 7.8253 8.3535
7
o P
G2-219 \/‘/vgﬁ 380603-98-5 8.2218 8.4693 8.4820
::?__“_/jﬂ,_,
G2-220 /Wég @ 380603-86-1 7.8239 7.7603 8.1157
&
J
Q
G2-221 C?F 380603-79-2 7.7959 7.9515 7.6418




G2-222 380603-57-6 8.0969 8.0563 | 8.1364
G2-223 380603-55-4 8.1549 7.9633 | 8.1695
G2-224* 380603-45-2 7.4318 7.2945 7.5456
G2-225 380603-32-7 6.5143 6.4865 6.1597
G2-226 380603-27-0 8.0969 7.9867 | 8.4777
G2-227* 380603-22-5 6.9245 7.0565 6.6121
G2-228 380603-19-0 7.8697 8.2063 | 8.1766
G2-229 380603-16-7 7.6778 7.6650 7.3947




G2-230 L 380603-10-1 7.3665 | 7.3422 | 7.1020
b
:Q:
G2-232 WB’: b 380602-63-1 8.5229 | 82046 | 8.0551
&
7
G2-233 /V\Sf 7 380602-60-8 7.8239 | 7.9638 | 7.9570
:=.‘L,
G2-234 ng 380602-59-5 8.3010 | 8.2436 | 8.3723
b
oy
G2-236* - 380602-55-1 75229 | 7.3713 | 7.6157
+
:}_:‘/—__q
G2-237 ’/\”‘8/ \O 380602-54-0 8.5229 | 84141 | 8.3353
G2-238 E’ 380602-53-9 8.0000 | 7.9942 | 7.8698




G2-239*

380602-52-8

8.3979

8.0150

8.1401

G2-240

380602-51-7

8.2218

8.4524

8.1001

G2-241

380602-35-7

7.1249

7.2302

7.4416

G2-242*

380602-34-6

6.2062

6.3480

6.3619

G2-243

380602-33-5

6.6253

6.7043

6.8455

G2-244

380602-31-3

5.2434

5.0109

5.2084

G2-245

380602-28-8

6.6946

6.7663

6.7109




G2-248

880550-47-0

6.4342

6.4988

6.5548

G2-249

880550-46-9

7.8861

8.0408

7.7675

G2-250

880550-45-8

6.8097

6.7889

7.0977

G2-251

880550-44-7

6.4776

6.3759

6.6596

G2-252

880550-43-6

6.9431

6.8895

6.6962

G2-253*

880550-42-5

5.0738

5.1317

5.5766

G2-254

880550-41-4

8.5229

8.3743

8.4644




G2-255 S ONPe N 880550-40-3 7.4685 7.5401 7.7183
&
O
G2-256 /J\/\é\@ 880550-39-0 8.1549 8.1639 7.9712
G2-257 )VB \© 880550-38-9 7.2924 7.4157 7.1191
J
G2-258* o \_\( Y\/\I/ 880550-37-8 7.3188 7.2304 7.6679
O
N N |I R
G2-259 Y\/{"Q 880550-36-7 7.5686 7.5407 1.4776
N
G2-260 J\/\g ﬁ‘ 880550-35-6 7.2840 7.4040 7.2676
G2-261 ’1\/\)( 880550-34-5 7.4202 7.4295 7.4274




G2-262 \@ 880550-33-4 7.8861 7.8953 | 8.3039
e s
G2-263 /J\/\éj; s 880550-32-3 6.6289 7.0212 6.5866
y\’“{:ﬁ
G2-264 /I\/\’\( 880550-31-2 6.3010 | 6.2740 6.1939
a
X
T ‘
G2-265* P 880550-30-1 5.9158 6.0213 | 5.8942
T
G2-266 }—L{ . 880550-29-8 6.2125 | 6.5345 | 5.4260
- o
G2-267 /J\/Eg) 880550-28-7 7.8239 | 7.5358 | 7.6140
G2-268 Y\/i 880550-27-6 6.7878 | 6.7625 | 6.8163




i \C
G2-269 )/_Q . 792899-80-0 8.3979 8.0936 8.4428
o \—(\J’“{_
°}_x/:é3
G2-270 /lmg 777846-71-6 6.8962 7.0364 6.9811
G2-271 \}_ 769112-50-7 8.0000 7.9514 7.5618
Ve
@i
1~
G2-272 (,(:’el,\ 767280-09-1 8.1549 7.9130 8.0635
°}_x/%
G2-273 )\/\g\@ 755746-27-1 7.9586 7.8903 7.6748
oj\-;i_j\/‘g\/g\&}/_}—
G2-274* 750563-87-2 8.0969 8.0031 8.0089
=
G2-276 — 724420-50-2 7.2007 7.1996 6.9591
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Table S2. Selected descriptors in the VS-RF classification

Descriptor Definition Class
D299 The largest eigenvalue Eigenvalue-
based indices
D347 Molecular topological path index of order 07 Walk and path
counts
D490 Moran topological structure autocorrelation length- 2D
4 weighted by atomic van der Waals volumes autocorrelation
D503 Moran topological structure autocorrelation length- 2D
1 weighted by atomic polarizabilities autocorrelation
D513 Molecular topological order-3 charge index Topological
charge indices
D528 Mean molecular topological order-8 charge index Topological

charge indices




