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Table S1 Structure of compounds with skeleton 1 in the data set

H
o R

\H/N\N/

o)

Skeleton 1

NO R ICso (uM)

N\
1 [/l 1.67
N" “cN
N N CN
2 C( 0.99
NT X
3 LN/ 3.57

N 0.204

SN
5 Q 0.87
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Table S2 Structure of compounds with skeleton 2 in the data set

o
A
N \N

0 N
\H/\N

(@]
Skeleton 2
NO R ICso (uM)
6 H 1.86
7 CH; 0.25

8 CO,CH; 1.04




Electronic Supplementary Material (ESI) for Molecular BioSystems
This journal is © The Royal Society of Chemistry 2013

Table S3 Structure of compounds with skeleton 3 in the data set

R
\ N
o _
\H/ \N \ \
o} \ N
Skeleton 3
NO R ICso (uM)
9 F 0.583
10 Br 0.092
11 Cl 0.144
12 NO, 0.026
13 CH; 1.15
14 CF; 0.066
N
15 @ 2.07

16 5.33

y

CF3

17 CH;0 2.39
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Table S4 Structure of compounds with skeleton 4 in the data set

y N
9P
%OTN\N AN

(0] R
Skeleton 4

NO R ICs (M)
18 ~_ ™~ 0.255
19 NN 0.125
20 AVAVAN 0.256
21 NNV 1.05
22 o 0.138

23 \/é 0.283
OH
24 SN 0.178

25 TN 0.187
26 \/C 0.273
27 - 0.054

28 < 0.115

29 1.33

30 — 375
31 \/A 0413
2 \/D 0.062

33 0.01
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To be continued

NO R ICs0 (uM)
34 \/O 0.146
35 \>© 0.121
36 V\O 0.86
37 \/\O 0.504
38 \/@ 0.347
39 V\Q 0.557
40 \/@ 0.035
41 \/@ 0.041
42 \/\® 0311
43 {> 0.297
44 «O 0.056
45 —<:> 0.008
46 AZS 0.447
47 4<j 0.053
48 é, 0.407
49 é 0.006
50 —@ 0.021

(o]
51 \/Q 0.112
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To be continued

NO R ICso (uM)
52 é/ 0.098
O
53 \/@ 0.085
54 \/® 0.14
O

55 \/QO 0.183
56 @o 0.028

57 0.038
N

58 @N« 0.135
0
59 @N{ 5.235

60 ~<DN% 0.033
0]
61 _<:> ““““ Ve 0.067
H
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Table S5 Structure of compounds with skeleton 5 in the data set

N

.
Br.
\N
\T N \\N
O

R
Skeleton 5

NO R ICs0 (uM)
62 ~_ ™~ 0.446
63 o 0.105
64 AVA VAN 0.097
65 NN 0.126
66 /\< 0.055
67 v< 0.158
68 v vd 0.068
69 \/\< 0.039
70 \/C 0.044
71 ¥< 0.802
72 ¥< 0.656
73 - 0.035
74 < 0.052
75 { 1.37
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To be continued

NO R ICso (LM)
76 { 2.04
77 \/A 0.33
78 \/D 0.111
79 \/Q 0.006
80 \/O 0.016
81 \>© 0.017
82 V\O 0.045
83 v@ 0.335
84 V\Q 0.105
85 \/@ 0.016
86 {> 0.173
87 —O 0.011
88 {> 0.006
89 %S 0.11
90 AO/ 0.045
91 é/ 0.041
92 é 0.003

(0]
93 \/Q 0.099
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To be continued

NO R ICso (uM)
94 é/ 0.075
O
95 \/QO 0.135
96 \/® 0.18
(0]
97 \/@0 0.133
98 —<:>o 0.017
99 @N{ 0.026
o
Q
100 < > NE_ 0.088
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Table S6 Structure of compounds with skeleton 6 in the data set

Y

a

N

Skeleton 6

N

N

NO X R ICso (uM)
101 Br @ 0.055
102 cl @ 0.08
103 Br F{% 0.036
104 Br Q\ 0.854
F
105 Br Q\ 0.464
N
O
106 Br N ) 1.05
Cl =
107 cl | 0.227
Nx
108 Br \_/ 0.291
109 Br W, 0.093
N
N
110 Br @7 0.575
—N
N
11 cl </:>7 0.116
—
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To be continued

No X R ICSO (MM)
/
112 cl N@* 0.08
—
113 Br @ 0.22
0
114 Cl / \g 0.109
0
115 Br & 0.058
0
116 Br @\ 0.178
S
117 Br / \g 0.229
S
118 Br /U\ 0.1
S
119 Br [N_>\ 0.433
H
O
120 Br N 0.161
|
N
121 Br 4 \ 0.161
0
N
122 Br (—B\ 0.068
S
B
123 B 3\ 0.092
' Br/Qs

S
124 Br A\X 0.113
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To be continued

NO X R ICso (LM)
S
125 cl 4\3\ 0.143
N
\
126 Br ( 0.119
X
N)\
127 Br o 0.496
O ~
N
128 Br N/\ \ 0.028
@)
129 Br I\ 0.034
N\
o)
N=—
/
130 Br O/ 1.22

131 Br 0.645
N\
132 Br [ jij\ 1.44
=
N
X
133 cl D 0.254
N

X

134 Cl N 0.197
N

135 Cl 0.333
/N

N\
136 cl m 0.126
G
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To be continued

NO X R ICso (uM)
N\
137 cl P 0.044
0]
138 Br @:)7 0.563
O
139 Br @i%* 1.43
(0
140 Br - @, 1.24
O
O/
141 Br 0 0.399
/
@)
142 Br @\ 0.069
S
143 Br @i}f 0.365
S
144 Br Y, 0.748
S
145 Br §:©\ 0.154
H
146 Br N 0.641
) .
H
147 Br N 1.53
) .
H
N
148 Br m 4.65

X
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To be continued

NO X R ICso (uM)
149 Br ©E\§ 0.311
N
\
H
150 Br N 0.342
\

N
151 Cl @[ > 0.112
S
H
N
152 Cl < j@\ 0.093
N
§
153 Br < D\ 0.027
N
H
N
154 Br N j@\ 0.04
\\N

F 0]
155 Br Ny Iy 0.073
156 Br 0.0 0.329
(0]

157 Br Q‘O 0.067
158 Br O.O 0.831

159 Br 1.46

(@)
160 cl 0.037
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To be continued

NO X R ICs0 (LM)
161 Br 0.962
0]

162 Br 0.115

O
163 cl O \Q\ 0.896
164 Br @ Q\ 0.116

165 Br @\ /© 0.066
O

166 Br M 0.104
—

NN

167 Br L 0.015
N
</ A\

168 Br - 0.012
N
7\

169 Br o 0.004
N
7\

170 Cl 0.026

7N\
N
171 Cl o 0.03
N
7\
172 Br N 0.165

N
173 Br \(/J—Q* 0.164
S
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To be continued

NO X R ICsp (uM)

174 Cl | \/N@ 0.239
175 Cl _ /N@ 0.148
N

I
176 Cl F%-CN@— 0.144
= N

N=N

177 Br g ,N@ 0.052
N

178 Br @—Q\ 0.039

179 Br cl / O\ 0.351
F
F
180 Br F [\ 0.097
(0]
@]
181 Br M 0.837
182 Br / S\ 0.549
183 Br Q4 0.374

O
184 Br EI@ 0.374
S
185 cl @‘QNI 0.054

S
186 Br ) 0.13
I
N
187 cl @—{ I 0.999
S
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To be continued

NO X R ICs0 (LM)

N
188 cl (D% I 0.95
0 S

/|

189 cl @/gl 0.198
R N

190 Br et I 1.54
F S

H
N

191 Br ®—<l 0.146
N

/N\O
192 Cl / 0.12
/ 0
193 Br / 0.359
AN O~y
194 Cl 0 \ 0.692
P
195 Br N 0.128
O\N
196 Cl \_/ 0.071
l/\l*O
197 Br 7 0.571
Cl
N\
7/ "NH

198 Cl

N
=\
199 Br L(N@ 0.063
NS
200 Br \N o 1.1

0.352
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To be continued

NO X R ICso (uM)
s.  O—n

201 Cl ) 0.218
H
s N.

202 Br waw 0.451
203 Br Q/\ 0.006
o
204 Cl Q/\ 0.005
o
205 Br Q/\ 0.004
F

F
206 Br @i\ 0.008
F
Cl
207 Br ©i\ 0.066
Cl
208 Br /@i\ 0.021
209 Br @—é 0.06
210 Br C|—©—< 0.018
211 Br %@—é 0.034
212 Br W 0.102
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To be continued

NO X R ICso (LM)
5 b @Q 0216
215 Br @Q 0.137
216 Br Cl@Q 0.184
217 Br CI‘@Q 1.65
NH,
218 Br @ 0.034
219 B N ‘N@ 0.032
__/
220 Br N N 0.032
(\N/\/O
221 Br 0.145
SRR
(\N/\/O
222 Cl 0.09
SRR
223 B d n 0.053
r \ .
NEVAR W/
N
N/w
224 Br &N v@\ 0.012
(@)
AN
N
225 Br 0.012
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To be continued

NO X R ICso (LM)
N
N
226 Br Q“\/@\ 0.046
227 Br @ 0.061
N N
N
228 Br /Gm 0.029
O
O
229 cl HNCN m 0.107
O
\Nﬁ
230 Br Lo N 0.038
P
oy
231 Br /NJ N 0.026
\P
232 Br /NCN &9 0.004
N
233 Br 'O' /o\ 0.005
234 Br U\/\ /@A 0.005
O
235 cl U\/\ /@A 0.008
O
N
236 Br QQA 0.005
N
237 Cl O@A 0.005




Electronic Supplementary Material (ESI) for Molecular BioSystems

This journal is © The Royal Society of Chemistry 2013

To be continued

NO X R ICso (M)
NG
238 Br Q@A 0.003
N~
239 cl O@A 0.006
240 B oY Qk 0.013
' bN\/\o
241 cl o7 @k 0.018
bN\/\O
242 Br \NO \/Q/Z 0.021
N
243 Cl \D VO/Z 0.046
N
N
’\O\‘\/\ B
N
244 Br N jQ\ 0.027
m NH/N \
o N
N
I\O\‘\/\ cl A
N
245 Cl N j\ﬂ/& 0.078
(0] N
N
@
Br
246 Br 0.078

e

Zz

/

Z
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Z>_</
f\ g
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To be continued

NO X R ICsp (UM)

~

@
F. Wﬁ Br. N
247 Br rN 0.105
N N/&
N
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Table S7 Experimental and predicted activities (pICsp) for the training and test set
compounds employed in CoMFA and CoMSIA analyses from the PCA division.

NO Observed activity Predicted
1 5.78 5.643
2% 6 6.492
3 5.45 5.67
4 6.69 6.287
5 6.06 6.179
6 5.73 6.177
7 6.6 6.475
8* 5.98 6.426
9 6.23 6.37
10 7.04 6.739
11 6.84 6.59
12 7.59 7.54
13 5.94 5.926
14 7.18 7.355
15 5.68 5.705
16 5.27 5.381
17 5.62 5.758
18 6.59 6.61
19 6.9 6.724
20 6.59 6.676
21% 5.98 6.363
22% 6.86 6.896
23 6.55 6.445
24 6.75 6.521
25 6.73 6.643
26 6.56 6.953
27 7.27 6.934
28%* 6.94 6.811
29 5.88 6.693

30 5.43 5.998
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To be continued

31 6.38 6.883
32 7.21 6.749
33 8 7.284
34* 6.84 6.678
35 6.92 6.822
36* 6.07 6.231
37 6.3 6.457
38 6.46 6.526
39 6.25 6.431
40 7.46 7.263
41 7.39 7.336
42 6.51 6.556
43 6.53 6.655
44 7.25 7.049
45 8.1 7.878
46 6.35 6.388
47 7.28 7.262
48 6.39 6.803
49 8.22 7.278
50 7.68 6.851
51 6.95 6.888
52 7.01 6.696
53 7.07 7.089
54* 6.85 6.717
55 6.74 6.803
56* 7.55 7.488
57 7.42 7.417
58%* 6.87 7.662
59 5.28 5.096
60* 7.48 7.331
61 7.17 7.055
62 6.35 6.773
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To be continued

63 6.98 6.986
64 7.01 6.863
65 6.9 6.64
66* 7.26 7.3

67 6.8 7.048
68 7.17 7.253
69 7.41 7.486
70 7.36 6.884
71 6.1 6.461
72 6.18 6.312
73 7.46 7.243
74* 7.28 7.202
75 5.86 6.193
76%* 5.69 5.744
77 6.48 6.763
78 6.95 6.984
79 8.22 7.626
80 7.8 7.689
81 7.77 7.894
82 7.35 6.948
83 6.47 7.062
84 6.98 7.006
&5 7.8 7.46
86 6.76 6.451
87 7.96 7.884
88* 8.22 7.814
&9 6.96 7.244
90 7.35 7.515
91 7.39 7.829
92 8.52 8.619
93 7 7.211
04 7.12 7.169
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To be continued

95 6.87 7.045
96 6.74 6.931
97 6.88 6.59
98* 7.77 7.453
99 7.59 7.797
100 7.06 7.133
101 7.26 6.667
102* 7.1 6.491
103 7.44 6.935
104 6.07 6.61
105 6.33 6.636
106 5.98 6.441
107 6.64 6.826
108 6.54 6.447
109 7.03 6.855
110* 6.24 7.236
111 6.94 6.933
112 7.1 6.924
113 6.66 7.123
114 6.96 7.286
115 7.24 6.842
116 6.75 6.868
117 6.64 6.443
118 7 6.812
119 6.36 6.599
120 6.79 7.076
121 7.12 6.775
122 7.17 6.945
123 7.04 7.041
124 6.95 7.049
125 6.84 7.099
126 6.92 7.064
127* 6.3 6.303
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To be continued

128 7.55 7.306
129 7.47 7.113
130 591 6.14
131 6.19 6.46
132%* 5.84 6.433
133 6.6 6.528
134 6.71 6.786
135 6.48 6.512
136* 6.9 6.125
137 7.36 7.141
138* 6.25 6.2

139 5.84 6.301
140* 591 6.25
141 6.4 6.413
142 7.16 6.874
143%* 6.44 6.421
144* 6.13 6.338
145 6.81 6.772
146* 6.19 6.058
147* 5.82 5.868
148* 5.33 6.383
149 6.51 6.55
150 6.47 6.265
151 6.95 6.599
152 7.03 7.258
153* 7.57 7.204
154* 7.4 7.617
155%* 7.14 6.879
156* 6.48 7.23
157* 7.17 7.333
158* 6.08 6.55
159 5.84 6.141
160* 7.43 7.204
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To be continued

161
162*
163
164*
165
166
167
168
169
170
171%*
172%*
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188*
189
190*
191
192

6.02
6.94
6.05
6.94
7.18
6.98
7.82
7.92
8.4
7.59
7.52
6.78
6.79
6.62
6.83
6.84
7.28
7.41
6.45
7.01
6.08
6.26
6.43
7.03
7.27
6.89

6.02
6.7
5.81
6.84
6.92

5.831
7.15
6.087
6.871
7.22
6.978
7.782
7.61
8.169
7.947
6.899
6.848
6.518
6.616
6.796
6.65
7.199
7.023
6.615
6.979
6.116
6.676
6.77
7.252
7.141
6.935
6.1
5.955
6.632
6.04
6.77
6.648
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To be continued

193 6.44 6.493
194 6.16 6.617
195 6.89 6.98
196* 7.15 7.252
197 6.24 6.322
198 6.45 6.158
199 7.2 7.668
200* 5.96 6.643
201 6.66 6.78
202%* 6.35 6.253
203 8.22 8.257
204* 8.3 8.452
205 8.4 7.965
206* 8.1 7.646
207 7.18 7.537
208 7.68 7.85
209 7.22 7.167
210* 7.74 7.524
211 7.47 7.296
212 6.99 6.893
213 7.16 7.205
214* 6.67 7.151
215 6.86 6.776
216 6.74 6.721
217 5.78 5.312
218* 7.47 7.614
219 7.49 7.667
220 7.49 7.175
221 6.84 6.924
222 7.05 6.765
223 7.28 7.397
224%* 7.92 8.076
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To be continued

225 7.92 7.796
226% 7.34 6.968
227 7.21 7.147
228% 7.54 7.668
229 6.97 7.046
230%* 7.42 7.523
231 7.59 7.633
232% 8.4 7.443
233 8.3 8.428
234% 8.3 8.414
235% 8.1 8.619
236* 8.3 8.117
237 8.3 8.323
238 8.52 8.76
239% 8.22 8.767
240%* 7.89 7.397
241 7.74 7.847
240% 7.68 7.724
243% 7.34 7.753
244% 7.57 7.274
245 7.11 7.282
246 7.11 7.316
247 6.98 6.695
248% 4.74 5.237
249% 5.72 5.031
250° 5.80 6.464
251% 6.52 7.298
2528 6.96 6.891
2538 4.80 5.917

*Molecules Belonged to the Test Set.

$ Molecules Belonged to the external validation set
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Table S8 Structure of compounds from the external validation set.
R ICso (M)

NO

248 )k - 18.00

(0]

N
250 )k AN 1.60

(0]

)L N A
251 N 0.30

(v
249 1 s 1.90
©A PN ﬁo; w”
(=
(-

(0]
(|
Z
252 ©/\O)k” N\N/ 011
(0]

16.00

Iz

253 W
@AO* N
O ;
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Table S9 Experimental and predicted activities (pICsp) for the training and test set
compounds employed in CoMFA and CoMSIA analyses from the random division.

NO Observed activity Predicted
1 5.78 5.524
2 6 5.965
3 545 5.627
4 6.69 6.053
5 6.06 6.318
6% 5.73 6.335
7* 6.6 6.342
8 5.98 6.247
9% 6.23 6.405
10 7.04 6.71
11* 6.84 6.577
12 7.59 7.573
13% 5.94 6.224
14 7.18 7313
15 5.68 5.643
16 5.27 5.266
17 5.62 5.907
18%* 6.59 6.599
19 6.9 6.682
20%* 6.59 6.628
21%* 5.98 6.358
22 6.86 6.83
23%* 6.55 6.631
24%* 6.75 6.559
25 6.73 6.675
26 6.56 6.837
27* 7.27 6.857
28 6.94 6.738
29 5.88 6.726

30 5.43 6.104
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To be continued

31 6.38 6.894
32 7.21 6.799
33 8 7.242
34% 6.84 6.775
35 6.92 6.893
36 6.07 6.234
37 6.3 6.513
38 6.46 6.675
39% 6.25 6.72
40 7.46 7142
41 7.39 7131
42% 6.51 6.634
43%* 6.53 6.707
44 7.25 7.121
45 8.1 7.7789
46 6.35 6.462
47 7.28 7.197
48 6.39 6.809
49 8.22 7.247
50 7.68 6.96
51 6.95 6.872
52 7.01 6.78
53 7.07 7.199
54* 6.85 6.758
55 6.74 6.755
56 7.55 7.627
57* 7.42 6.768
58%* 6.87 7.444
59 5.28 5313
60* 7.48 7214
61 7.17 7106
62 6.35 6.689
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To be continued

63* 6.98 6.987
64 7.01 6.852
65 6.9 6.633
66* 7.26 7.431
67 6.8 7.12
68 7.17 7.155
69 7.41 7613
70 7.36 6.877
71 6.1 6.461
72 6.18 6218
73 7.46 7.184
74 7.28 7.207
75 5.86 6.255
76 5.69 5.442
77 6.48 6.652
78%* 6.95 6.944
79 8.22 7513
80 7.8 7.624
81 7.77 7.987
82 7.35 7.097
83 6.47 7249
84* 6.98 7.022
85 7.8 7.473
86 6.76 6.438
87 7.96 7.904
88 8.22 8.037
89 6.96 716
90* 7.35 7.469
91 7.39 7.686
92 8.52 8.709
93 7 7.06
94 7.12 7.231
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To be continued

95 6.87 6.966
96 6.74 6.857
97 6.88 6.59
98 7.77 7731
99%* 7.59 7.843
100 7.06 7.14
101 7.26 6716
102* 7.1 6.438
103 7.44 7.047
104 6.07 6.684
105% 6.33 6.9
106* 5.98 6.685
107 6.64 6.91
108* 6.54 6.574
109 7.03 6.854
110 6.24 7.1
111* 6.94 6.749
112 7.1 6.88
113 6.66 7177
114 6.96 7.422
115 7.24 6.889
116 6.75 6.926
117 6.64 6.572
118 7 6.959
119 6.36 6.472
120* 6.79 7214
121 7.12 6.57
122 7.17 6.916
123 7.04 6.991
124 6.95 7.126
125 6.84 7163
126* 6.92 6.941
127 6.3 6.266
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To be continued

128 7.55 7.137
129 7.47 7.063
130 5.91 6.133
131 6.19 6.559
132%* 5.84 6.502
133 6.6 6.827
134 6.71 6.731
135% 6.48 6.725
136 6.9 6.383
137 7.36 7.046
138%* 6.25 6.154
139 5.84 6.358
140* 5.91 6.214
141* 6.4 6.321
142%* 7.16 6.937
143 6.44 6.422
144%* 6.13 6.354
145 6.81 6.837
146 6.19 6.087
147%* 5.82 5.834
148 5.33 5.501
149 6.51 6.669
150 6.47 6.309
151 6.95 6.537
152 7.03 7.42
153* 7.57 7.126
154 7.4 7.187
155% 7.14 6.914
156 6.48 7

157 7.17 7.425
158 6.08 6.301
159%* 5.84 6.312
160 7.43 7.34
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To be continued

161
162*
163
164
165%*
166
167
168
169
170
171
172
173
174%*
175
176
177
178
179
180*
181
182
183
184
185
186*
187
188
189*
190
191
192

6.02
6.94
6.05
6.94
7.18
6.98
7.82
7.92
8.4
7.59
7.52
6.78
6.79
6.62
6.83
6.84
7.28
7.41
6.45
7.01
6.08
6.26
6.43
7.03
7.27
6.89

6.02
6.7
5.81
6.84
6.92

5.858
6.952
6.284
6.776
7.364
6.76
7.811
7.685
7.956
7.914
7.093
6.71
6.729
6.787
6.884
6.723
7.052
7.023
6.615
6.901
6.056
6.599
6.696
7.15
7.215
6.994
6.203
5.946
6.598
5.806
6.49
6.496
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193 6.44 6.32
194 6.16 6.568
195%* 6.89 6.843
196 7.15 7202
197 6.24 6.64
198* 6.45 6.232
199 7.2 7513
200 5.96 6.437
201 6.66 6.81
202 6.35 6.149
203 8.22 8.284
204 8.3 8.532
205 8.4 7.993
206 8.1 7827
207 7.18 7441
208 7.68 7.979
209 7.22 7357
210%* 7.74 7.553
211 7.47 7.537
212 6.99 6.976
213* 7.16 7.122
214 6.67 7.087
215 6.86 6.891
216%* 6.74 6.817
217 5.78 5512
218 7.47 7.409
219* 7.49 7612
220 7.49 7278
221 6.84 6.912
222 7.05 6.934
223 7.28 7.33
224 7.92 7.989
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225 7.92 7.581
226 7.34 6.991
227 7.21 7.265
228%* 7.54 7.388
229%* 6.97 6.901
230 7.42 7.59
231 7.59 7516
232 8.4 8.515
233 8.3 8.308
234%* 8.3 8.452
235% 8.1 8.684
236 8.3 8.09
237 8.3 8.263
238 8.52 8.431
239 8.22 8.443
240 7.89 8.012
241 7.74 7.981
242 7.68 7602
243* 7.34 7.664
244 7.57 7.7

245 7.11 7249
246%* 7.11 6.896
247 6.98 6.854
248° 4.74 5.636
249° 5.72 6.2

250° 5.80 5.306
251% 6.52 7.272
252° 6.96 6.967
253° 4.80 6.008

*Molecules Belonged to the Test Set.

$ Molecules Belonged to the external validation set
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