rank cmap namean n enrichmep specifici percent non-null
1 trichostatii-0.264 182 -0.299 O 0.5941 50
2 rottlerin  -0.633 3 -0.928  0.00054 0.0252 100
3 PF-01378.0.488 4 0.847 0.00076 O 100
4 nitrofurant -0.522 5 -0.771 0.00118 O 100
5 sulfadoxin-0.683 3 -0.909 0.00132 O 100
6 pirlindole 0.552 3 0.901 0.00194 O 100
7 CP-690330.394 8 0.602 0.00249 0.0606 75
8 alverine 0.198 4 0.8 0.003 0 50
9 triflusal  -0.643 3 -0.883  0.00318 0.0051 100
10 betonicine-0.261 6 -0.672  0.00334 O 50
11 cytisine  0.385 4 0.79 0.00388 0 75
12 etoposide 0.356 4 0.786 0.00408 0.0923 75
13 primaquin 0.26 4 0.785 0.0041 0.0049 50
14 5224221 -0.696 2 -0.952  0.00489 0.1203 100
15 chlorzoxa: -0.563 4 -0.777  0.00511 0.0201 100
16 Gly-His-Ly 0.489 3 0.852 0.00613 0.0225 100
17 flunarizine-0.587 4 -0.765  0.00627 0.0061 100
18 calcium fo 0.516 5 0.697 0.00627 0.0663 80
19 etiocholan-0.376 6 -0.64 0.00628 0.1429 66
20 florfenicol -0.63 4 -0.762  0.0066 0.0252 100
21 raloxifene 0.332 7 0.592 0.00685 0.019 71
22 Prestwick- 0.512 3 0.843 0.00759 0.0106 100
23 nimesulide-0.501 4 -0.752  0.00762 0.0065 100
24 Prestwick- 0.278 4 0.733 0.00993 0.014 50
25 oxedrine 0.305 4 0.732 0.01017 0.0055 50
26 alprostadil 0.359 7 0.572 0.0105 0.1016 71
27 BCB0000:-0.581 3 -0.819 0.01174 O 100
28 suxibuzon-0.375 4 -0.716  0.01325 0.0057 75
29 etomidate -0.638 3 -0.811  0.01346 0.0049 100
30 testostero -0.479 5 -0.646  0.01368 0.0194 80
31 betamethe 0.462 3 0.806 0.01466 O 66
32 hydrastinir-0.358 5 -0.641  0.01506 0.0146 60
33 Prestwick--0.521 4 -0.704  0.01581 0.0248 75
34 bupivacair 0.252 4 0.704 0.01583 0.0067 50
35 gemfibroz -0.519 5 -0.637  0.01616 0.0526 80
36 dropropizii -0.257 4 -0.697 0.01784 O 50
37 streptozoc -0.293 4 -0.693 0.01884 0.0417 50
38 rifabutin  -0.549 3 -0.788  0.01941 0.1833 100
39 benzamil -0.252 6 -0.577  0.02038 0.0323 66
40 (+/-)-catec 0.448 4 0.685 0.02097 0.0192 75
41 strophantt 0.461 4 0.685 0.02109 0.157 75
42 cyclopentc0.245 4 0.684 0.02129 O 50
43 dirithromy:-0.546 3 -0.777  0.02275 0.0056 100
44 parthenolii0.286 4 0.678 0.02335 0.2814 50
45 quinostatit -0.701 2 -0.891 0.02378 0.1985 100
46 carcinine -0.516 4 -0.677 0.02421 0.016 75
47 iopromide 0.497 4 0.672 0.0252 0.0284 75
48 natamycin-0.467 4 -0.666  0.02801 0.0964 75
49 pyrazinam 0.355 4 0.665 0.02851 0.0315 75
50 depudecir 0.549 2 0.879 0.02919 0.025 100
51 rimexolon(-0.497 4 -0.662 0.02954 0.1036 75
52 pentetic a-0.377 5 -0.593  0.03228 0.05 80
53 naringenir 0.49 4 0.656 0.03264 0.2394 75



54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107

CP-863180.449
nadide  -0.239
sulfachlor}-0.455
megestrol -0.25
tolfenamic 0.203
vorinostat -0.283
apramycin -0.447
flavoxate -0.414
ciprofibrat 0.424
theobromi -0.483
chlorhexid -0.299
oxamniqui-0.43
metaramir -0.486
BCB0000:0.268
carmustini-0.285
iproniazid 0.288
5194442 0.217
perhexiline-0.449
octopamir -0.395
dacarbazii-0.391
prochlorpe -0.206
bambuterc0.275
dihydroerc 0.275
mesalazin -0.451
meprylcair -0.274
lactobionic-0.465
betulin -0.345
suprofen -0.44
metrizamii 0.259
5279552 -0.555
dequaliniu-0.351
alvespimy -0.267
bupropion -0.368
amiodaror -0.319
chloropyre 0.37
fenbendaz 0.359
guanfacini-0.42
semustine 0.187
fenoterol -0.286
dexameth 0.187
roxarsone -0.493
(+)-isopre1 0.254
cromoglici-0.516
AG-01255-0.339
isoproparn -0.333
pentoxyve -0.276
pinacidil  -0.409
fludroxyco -0.375
cyclic adel-0.274
imipramin:-0.286
corticoster 0.291
tiratricol  -0.353
halcinonid -0.383
arachidon'-0.543

0.654
-0.653
-0.588
-0.651
0.65
-0.391
-0.646
-0.644
0.643
-0.641
-0.578
-0.64
-0.639
0.639
-0.726
0.577
0.635
-0.633
-0.631
-0.626
-0.328
0.626
0.623
-0.558
-0.62
-0.617
-0.699
-0.614
0.615
-0.83
-0.609
-0.366
-0.607
-0.544
0.599
0.598
-0.538
0.597
-0.675
0.432
-0.59
0.587
-0.799
-0.658
-0.586
-0.585
-0.585
-0.524
-0.584
-0.583
0.58
-0.582
-0.522
-0.793

0.03322
0.03416
0.03477
0.03503
0.03565
0.03664
0.03756
0.03811
0.03923
0.03965
0.04021
0.04024
0.04076
0.04142
0.0426

0.04288
0.04351
0.04434
0.04502
0.04812
0.04871
0.04904
0.05047
0.05167
0.05236
0.05427
0.05552
0.05588
0.05624
0.05696
0.05954
0.06027
0.06145
0.06324
0.0671

0.06829
0.06843
0.06901
0.06931
0.0701

0.07649
0.07718
0.07897
0.0797

0.08003
0.08031
0.08039
0.08123
0.08184
0.08307
0.08319
0.08343
0.08345
0.08382

0.0775
0.0581
0.032
0.034
0.0352
0.6018
0.1422
0.0121
0.0263
0.0479
0.0602
0.0265
0.0223
0.0407
0.0541
0.1285
0.0903
0.1261
0.0143
0.0777
0.3396
0.0397
0.1538
0.0535
0.0121
0.0226
0.0455
0.061
0.1301
0.0476
0.1379
0.2826
0.1
0.2036
0.2025
0.1361
0.1326
0.2486
0.0654
0.0914
0.1353
0.0933
0.0553
0.0707
0.0514
0.264
0.0718
0.1452
0.1948
0.0949
0.1443
0.1353
0.1076
0.1307

75
50
80
50
50
50
75
75
75
75
60
75
75
50
66
60
50
75
75
75
50
75
75
80
50
75
66
75
50
100
75
58
75
60
75
75
60
75
66
50
75
75
100
66
50
75
75
60
50
50
50
75
60
100



108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161

hexetidine -0.292
glibenclan -0.447
isocarboxi 0.369
benzathinc0.367
PNU-023(-0.173
monensin 0.276
MG-262 0.26
5253409 0.284
imipenem -0.388
phenazoni0.307
ramifenaz 0.227
ciclosporir -0.378
ronidazole -0.484
suloctidil 0.228
glycocholii0.309
amitriptylir 0.333
methocart -0.352
terazosin -0.279
hydroxyzir 0.338
prenylamii 0.077
loperamid 0.131
levodopa -0.362
metolazon -0.405
4-hydroxy| 0.3
velnacrine -0.255
co-dergoc -0.218
F0447-01:0.292
chlortetrac-0.375
bergenin 0.27
nisoxetine 0.27
spiramycir 0.107
benzbrom -0.296
levcyclose -0.387
fluticasone 0.292
vinblastine 0.385
11-deoxy- 0.268
tranexami 0.377
NU-1025 -0.177
omeprazo -0.261
dihydroerc 0.206
cefalexin -0.373
staurospo -0.404
labetalol -0.297
dicloxacilli -0.39
propidium 0.244
16,16-dim 0.362
cefalotin  -0.234
isotretinoir-0.215
debrisoqui-0.346
corbadrine 0.176
oxymetaz(-0.218
azathioprii-0.231
sulfinpyra: -0.201
chloroquin 0.216
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-0.581
-0.578
0.52
0.569
-0.412
0.468
0.634
0.771
-0.559
0.627
0.553
-0.461
-0.624
0.551
0.551
0.453
-0.612
-0.541
0.487
0.536
0.445
-0.484
-0.483
0.484
-0.531
-0.53
0.527
-0.477
0.523
0.522
0.434
-0.593
-0.522
0.518
0.591
0.517
0.47
-0.716
-0.515
0.466
-0.465
-0.511
-0.511
-0.51
0.508
0.581
-0.508
-0.507
-0.507
0.504
-0.505
-0.391
-0.503
0.5

0.08427
0.08667
0.0886
0.09374
0.09822
0.09922
0.10101
0.10585
0.10627
0.10818
0.10975
0.11042
0.11115
0.11208
0.11307
0.12018
0.12573
0.12823
0.13057
0.13092
0.1323
0.13265
0.13512
0.13534
0.14033
0.14223
0.14285
0.14331
0.14868
0.14967
0.15025
0.15103
0.1526
0.15519
0.15532
0.157
0.15781
0.16019
0.16332
0.16427
0.16495
0.16814
0.16883
0.16927
0.16985
0.17078
0.17261
0.17414
0.17462
0.17621
0.17774
0.17972
0.18154
0.18288

0.1648
0.1709
0.2071
0.2686
0.1875
0.5714
0.4703
0.118

0.2541
0.1007
0.0968
0.1667
0.3033
0.4455
0.0857
0.5631
0.1755
0.2985
0.0503
0.5222
0.3687
0.2172
0.162

0.1126
0.0947
0.2632
0.2667
0.1507
0.1646
0.1487
0.1697
0.283

0.2784
0.2194
0.3536
0.1902
0.4969
0.1344
0.4975
0.1105
0.5027
0.1644
0.1151
0.1534
0.1242
0.2575
0.1759
0.246

0.1333
0.2252
0.2048
0.0861
0.3231
0.1471

50
75
60
50
50
50
66
50
75
66
50
66
66
50
50
50
66
50
60
50
50
60
60
60
50
50
50
60
50
50
50
66
75
50
66
50
60
50
50
60
60
75
75
75
50
66
50
50
75
50
75
57
75
50



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
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215

econazole-0.212
aciclovir 0.317
practolol -0.281
BAS-01240.404
MS-275 0.286
pivmecillir -0.283
felodipine -0.282
tetracaine 0.343
dexpropra-0.411
pronetalol 0.231
dexpanthe -0.277
C-75 0.36

carbamaz -0.266
pimethixer 0.332
clomifene -0.332
gramine -0.25

S-propran -0.353
baclofen -0.365
butein 0.262
mepyrami -0.157
pyrvinium -0.196
naringin - -0.295
niflumic ac-0.341
tridihexeth 0.119
valdecoxit 0.328
cefamand 0.333
tremorine -0.265
procainan -0.326
meteneprc0.327
ipratropiur -0.385
noretynod 0.104
LM-1685 0.368
valinomyc -0.109
carbenoxc-0.217
proglumid -0.299
amrinone -0.266
Prestwick--0.368
streptomy 0.377
dimethadii-0.251
vinpocetin -0.356
ticarcillin  -0.207
tiaprofenic 0.204
benfluorex-0.293
PF-00875 0.186
enoxacin -0.243
BCB0000:0.31

clidinium t-0.29

scopolami-0.328
isoflupredi0.359
spaglumic -0.352
bacampici0.19

convolami-0.243
aminohipg -0.264
5707885 0.186
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-0.502
0.417
-0.501
0.573
0.695
-0.499
-0.387
0.57
-0.569
0.494
-0.496
0.493
-0.36
0.564
-0.492
-0.492
-0.491
-0.446
0.681
-0.489
-0.407
-0.486
-0.482
0.477
0.551
0.477
-0.478
-0.478
0.474
-0.547
0.473
0.545
-0.474
-0.473
-0.429
-0.471
-0.428
0.467
-0.469
-0.465
-0.533
0.461
-0.463
0.533
-0.462
0.459
-0.46
-0.417
0.529
-0.632
0.455
-0.455
-0.454
0.452

0.1829

0.18372
0.18383
0.18442
0.18565
0.18676
0.18776
0.18907
0.18953
0.19153
0.19193
0.19463
0.19608
0.19924
0.19937
0.19937
0.20114
0.20232
0.20249
0.2039

0.20806
0.20951
0.21741
0.22348
0.2238

0.22425
0.22728
0.22754
0.23002
0.23041
0.2308

0.23418
0.23617
0.23708
0.23899
0.24055
0.24167
0.24574
0.2458

0.25604
0.25751
0.25815
0.25934
0.2603

0.26098
0.26432
0.26571
0.26709
0.26867
0.27246
0.27363
0.27848
0.27952
0.28031

0.2564
0.4658
0.2143
0.1242
0.5325
0.2762
0.3727
0.2588
0.3316
0.1786
0.16
0.2663
0.2606
0.2843
0.2464
0.1967
0.1829
0.2169
0.2222
0.1607
0.4742
0.301
0.1932
0.2105
0.1824
0.5417
0.3151
0.285
0.5652
0.4577
0.2373
0.2312
0.4
0.3082
0.1858
0.3409
0.4316
0.3333
0.2879
0.3968
0.2298
0.2297
0.1214
0.2289
0.2284
0.2686
0.2515
0.455
0.7552
0.3548
0.2881
0.3135
0.4954
0.5907

75
50
50
66
50
50
57
66
66
50
50
50
50
66
50
50
50
60
50
50
50
50
50
50
66
50
50
50
50
66
50
66
50
50
60
50
60
50
50
50
66
50
50
66
50
50
50
60
66
50
50
50
50
50



216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269

trichlorme -0.278
proadifen -0.254
caffeic aci -0.346
flurbiprofe -0.296
vincamine 0.094
nefopam -0.182
paclitaxel 0.294
mexiletine -0.284
arecoline -0.286
PHA-00840.14
ketoconaz -0.224
mometasc0.28
Prestwick-0.236
bemegride -0.206
tetrandrine 0.287
bepheniur-0.218
pizotifen 0.296
diethylstilt 0.145
chloropyre -0.334
norethiste -0.37
trifluprome 0.198
cyclobenz 0.206
zalcitabine 0.291
ifenprodil -0.325
santonin 0.178
diflunisal -0.23
kaempferc-0.168
scriptaid -0.197
anisomyci 0.283
H-89 0.297
yohimbic ¢0.178
5255229 -0.285
cefoxitin  0.258
beta-escir -0.106
mephenyt 0.137
vancomyc 0.266
sitosterol -0.219
aminophyl -0.294
ketorolac -0.279
colecalcife -0.34
diltiazem -0.309
CP-319740.109
cinchonidi 0.114
pyrithyldio 0.289
etynodiol 0.098
dipheman -0.3
famotidine -0.233
iohexol -0.17
zoxazolan -0.202
cortisone -0.386
tetraethyle -0.156
remoxipric-0.221
clomipram -0.251
meclozine -0.226
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-0.454
-0.454
-0.521
-0.41
0.375
-0.406
0.372
-0.372
-0.446
0.513
-0.445
0.443
0.443
-0.443
0.441
-0.399
0.44
0.366
-0.44
-0.439
0.437
0.436
0.436
-0.437
0.434
-0.392
-0.434
-0.499
0.432
0.499
0.498
-0.585
0.426
-0.354
0.424
0.424
-0.425
-0.425
-0.424
-0.424
-0.381
0.417
0.417
0.416
0.415
-0.375
-0.374
-0.415
-0.415
-0.476
-0.343
-0.414
-0.412
-0.371

0.28075
0.28113
0.28363
0.28437
0.28543
0.29246
0.29389
0.29641
0.29965
0.30152
0.30225
0.30323
0.30357
0.30727
0.30872
0.31134
0.31214
0.31218
0.31604
0.31787
0.31896
0.32235
0.32235
0.32543
0.32764
0.33109
0.33331
0.33349
0.3343

0.33455
0.33671
0.34719
0.34888
0.35136
0.35471
0.35604
0.35736
0.35931
0.36086
0.36205
0.36457
0.37367
0.37466
0.37749
0.38159
0.38282
0.38566
0.38682
0.38682
0.38933
0.38956
0.38962
0.39641
0.39742

0.2381
0.2522
0.412
0.3174
0.493
0.2897
0.2984
0.2824
0.4691
0.1691
0.1801
0.5026
0.3077
0.2552
0.5343
0.452
0.4796
0.7
0.329
0.439
0.5051
0.5521
0.2563
0.6035
0.2358
0.3317
0.3917
0.5521
0.768
0.2441
0.4437
0.1885
0.3241
0.3884
0.4556
0.5928
0.6786
0.4362
0.4536
0.3207
0.625
0.4098
0.3675
0.5824
0.5342
0.3986
0.3539
0.6204
0.601
0.5759
0.4114
0.5978
0.5954
0.5786

50
50
66
60
50
60
50
50
50
66
50
50
50
50
50
60
50
50
50
50
50
50
50
50
50
60
50
66
50
66
66
50
50
50
50
50
50
50
50
50
60
50
50
50
50
60
60
50
50
66
50
50
50
60



270
271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
201
292
293
294
295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323

gabexate 0.274
7-aminoce-0.16
telenzepin -0.269
crotamitor -0.314
etofename-0.278
fursultiami 0.15
methacho -0.424
finasteride -0.084
pseudopel-0.278
corynanthi-0.358
sulfabenzi0.212
kinetin -0.283
sulfamethi-0.241
STOCK1M-0.206
dipyridam(-0.254
5155877 0.048
physostigr 0.296
methyldog 0.308
fenoprofer -0.281
harman 0.135
probenecii-0.187
isoconazo -0.349
metitepine -0.127
isomethef 0.258
docosahe:; -0.232
tobramycii -0.306
lobeline -0.085
praziquan'-0.249
tocainide 0.227
cefuroximi-0.298
succinylsu 0.256
amantadir -0.237
fusaric aci-0.245
etacrynic ¢-0.403
metergolir 0.046
iopanoic a-0.27
SR-95639 0.249
coralyne -0.315
pilocarpin¢0.241
zidovudine -0.136
iopamidol 0.247
L-methion -0.175
mecamyla-0.139
dyclonine 0.197
ampicillin 0.232
N6-methyl -0.225
bicuculline -0.152
ioxaglic ac-0.14
CP-94462-0.141
nicardipin¢-0.265
adenosine 0.053
5252917 -0.388
cefadroxil -0.273
penbutolol-0.046
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0.41
-0.411
-0.411
-0.41
-0.41
0.407
-0.469
-0.337
-0.407
-0.467
0.404
-0.406
-0.406
-0.543
-0.334
0.401
0.401
0.4
-0.329
0.397
-0.398
-0.357
-0.396
0.395
-0.526
-0.394
-0.394
-0.392
0.388
-0.389
0.387
-0.387
-0.387
-0.443
0.383
-0.384
0.382
-0.384
0.382
-0.383
0.381
-0.381
-0.433
0.369
0.368
-0.37
-0.368
-0.419
-0.368
-0.368
0.366
-0.488
-0.366
-0.416

0.39804
0.39909
0.40064
0.40104
0.40363
0.40554
0.40796
0.40884
0.40984
0.41419
0.41558
0.41706
0.41706
0.41745
0.41935
0.42627
0.42686
0.43007
0.43586
0.43884
0.44099
0.44292
0.4458
0.44719
0.44775
0.45412
0.45467
0.46006
0.46824
0.46858
0.46937
0.47558
0.47749
0.47833
0.48457
0.48547
0.48674
0.48688
0.48726
0.48992
0.49
0.49394
0.50517
0.53198
0.53427
0.5349
0.54103
0.5414
0.542
0.542
0.54342
0.54491
0.54706
0.55134

0.5886
0.4721
0.3908
0.4689
0.5354
0.2281
0.6126
0.7439
0.5616
0.5163
0.3597
0.3711
0.4011
0.4768
0.6748
0.5688
0.3072
0.6
0.7755
0.3864
0.4136
0.459
0.5044
0.6168
0.4237
0.6854
0.3864
0.4625
0.586
0.5439
0.331
0.6536
0.6175
0.515
0.7005
0.52
0.4303
0.4161
0.7233
0.5034
0.7296
0.3943
0.5191
0.5625
0.5686
0.5793
0.5706
0.6105
0.6813
0.4516
0.4721
0.6928
0.515
0.6963

50
50
50
50
50
50
66
50
50
66
50
50
50
50
50
50
50
50
50
50
50
60
50
50
50
50
50
50
50
50
50
50
50
66
50
50
50
50
50
50
50
50
66
50
50
50
50
66
50
50
50
50
50
66



324
325
326
327
328
329
330
331
332
333
334
335
336
337
338
339
340
341
342
343
344
345
346
347
348
349
350
351
352
353
354
355
356
357
358
359
360
361
362
363
364
365
366
367
368
369
370
371
372
373
374
375
376
377

droperidol -0.295
luteolin  -0.278
proxyphyll -0.184
famprofaz -0.213
nifuroxazic-0.243
sulfadimid -0.247
estriol -0.278
ketoprofer -0.212
amphoteri 0.046
propranolc-0.28

IC-86621 -0.144
chlorphen. 0.087
drofenine -0.094
papaverin -0.317
5248896 -0.365
5182598 0.075
cinchonine0.215
pridinol  -0.301
dextromet -0.275
myosmine -0.148
piroxicam 0.047
stachydrin-0.137
chlorampl -0.326
chenodeo: 0.145
hecogenin-0.082
propafeno 0.046
ribavirin  0.098
melatonin 0.189
lovastatin 0.234
exisulind 0.31

amodiaqu -0.205
atropine  -0.313
pregnenol 0.242
nimodipin¢-0.155
capsaicin -0.312
cefepime -0.281
prasterone 0.042
securinine -0.198
lobelanidir -0.267
ciclohexinr 0.225
5230742 -0.003
estropipat -0.206
progesterc0.193
PHA-007€-0.031
nifurtimox 0.044
pentetrazc-0.274
MK-886 0.292
gabapenti-0.18

altizide  -0.109
esculin  -0.175
cetirizine -0.291
idazoxan -0.188
ioversol -0.297
tacrine  -0.102
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-0.364
-0.364
-0.364
-0.3
-0.363
-0.299
-0.362
-0.299
0.36
-0.361
-0.36
0.359
-0.359
-0.358
-0.478
0.475
0.351
-0.352
-0.352
-0.291
0.349
-0.35
-0.35
0.348
-0.348
0.346
0.345
0.344
0.344
0.465
-0.341
-0.341
0.338
-0.339
-0.339
-0.337
0.336
-0.336
-0.336
0.335
0.458
-0.335
0.332
0.329
0.328
-0.328
0.449
-0.325
-0.323
-0.322
-0.32
-0.318
-0.317
-0.314

0.55468
0.55527
0.55571
0.55651
0.55814
0.55933
0.56202
0.56283
0.56299
0.56621
0.56757
0.56761
0.57063
0.57604
0.58102
0.59356
0.59583
0.59631
0.59762
0.59767
0.60079
0.60224
0.60325
0.60703
0.60849
0.61358
0.61537
0.61782
0.61847
0.62935
0.63371
0.63604
0.6396

0.64055
0.64099
0.64785
0.64827
0.65012
0.65052
0.65159
0.65211
0.65396
0.66134
0.67079
0.67348
0.67935
0.68098
0.68905
0.69639
0.70017
0.70584
0.71211
0.71442
0.72412

0.4889
0.8514
0.6881
0.7644
0.6312
0.5115
0.7871
0.5604
0.5897
0.5778
0.6846
0.496
0.5849
0.566
0.7697
0.6994
0.84
0.6203
0.7919
0.8177
0.5887
0.5528
0.6667
0.8297
0.674
0.7533
0.7688
0.7372
0.7978
0.6232
0.7895
0.8404
0.7032
0.62
0.7104
0.6561
0.7594
0.8165
0.6748
0.8249
0.4806
0.6621
0.6319
0.7032
0.6204
0.6965
0.7143
0.6389
0.6928
0.7592
0.8744
0.7663
0.7222
0.4837

50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50



378
379
380
381
382
383
384
385
386
387
388
389
390
391
392
393
394
395
396
397
398
399
400
401
402
403
404
405
406
407
408
409
410
411
412
413
414
415
416
417
418
419
420
421
422
423
424
425
426
427
428
429
430
431

bendroflur -0.1
rifampicin -0.145
pipenzolat-0.124
tubocurari -0.139
calcium pé-0.302
spiperone -0.252
N-acetylm -0.273
Y-27632 -0.3
clopamide -0.129
vitexin -0.09
ribostamy-0.249
propofol -0.086
monobenz-0.263
pheneticill -0.1
urapidil  -0.25
diflorason(-0.246
imatinib  -0.077
alcuroniun -0.006
solanine -0.235
W-13 -0.077
riboflavin -0.268
molindone -0.246
budesonid -0.094
calmidazo 0.184
fluorocura-0.171
fluvoxamir -0.246
buflomedil-0.261
profenami -0.137
lomustine -0.083
ethosuxim-0.141
ketanserir -0.225
loxapine -0.044
AH-6809 -0.25
scopoletin -0.223
oxamic ac 0.676
phenanthr-0.741
5186223 0.645
5151277 0.639
5140203 0.564
cytochalas 0.54
5162773 0.404
mercaptof 0
celastrol -0.477
irinotecan 0
camptothe O
azacitidine 0.21
fisetin 0
2-deoxy-D-0.422
5152487 -0.416
uoi2s 0
1,5-isoquil-0.366
0175029-(0

HC toxin -0.296
phenyl big 0
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-0.258
-0.307
-0.307
-0.304
-0.301
-0.417
-0.297
-0.417
-0.296
-0.29
-0.289
-0.288
-0.285
-0.282
-0.281
-0.281
-0.388
0.388
-0.272
-0.381
-0.267
-0.265
-0.263
0.374
-0.262
-0.262
-0.26
-0.256
-0.255
-0.254
-0.25
-0.25
-0.333
-0.3
0.981
-0.981
0.974
0.972
0.939
0.924
0.845
0.817
-0.817
0.801
0.801
0.785
0.783
-0.777
-0.773
0.76
-0.754
0.746
-0.746
0.745

0.73912
0.74581
0.7474
0.75444
0.7649
0.77582
0.777
0.77759
0.78002
0.80025
0.80457
0.80559
0.81456
0.82383
0.82482
0.82715
0.84799
0.84852
0.85114
0.86302
0.86622
0.8708
0.87557
0.87753
0.87814
0.87959
0.88444
0.89308
0.89508
0.89972
0.9067
0.9067
0.94455
0.97938

50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
100
100
100
100
100
100
100

100
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432
433
434
435
436
437
438
439
440
441
442
443
444
445
446
447
448
449
450
451
452
453
454
455
456
457
458
459
460
461
462
463
464
465
466
467
468
469
470
471
472
473
474
475
476
477
478
479
480
481
482
483
484
485

alsterpaull 0.162
hycanthon 0.133
GWwW-8510 0
tomelukas 0
mycophen 0.23
oligomycir 0
lidoflazine 0.224
gliclazide 0
dexverape 0
decitabine 0

H-7 0
simvastati 0
benzethor -0.175
prometha:0.144
Prestwick--0.202
pararosan O
HNMPA-(; 0
DL-PPMP 0
N-phenyla 0
5114445 0
thioguano: 0.116
5186324 0
aminocap! 0
pancuroni 0
5149715 0
tioguanine 0
sulindac s 0
cantharidii 0
cephaeline-0.103
blebbistati 0
topiramate O
piperlongL 0
N-acetyl-L 0
menadion 0
isocorydin 0.123
sanguinari 0
etanidazol 0.126
12,13-E0I0
SC-560 O
PHA-006€0
lomefloxac0.094
naltrexone -0.231
furaltadon 0.106
methoxsal -0.168
tenoxicam-0.161
ionomycin 0.194
STOCKI1NMNO
tetramisoli 0
fluocinonic 0.076
carteolol -0.171
diazoxide -0.203
bacitracin -0.157
5109870 0O
bufexama 0.135

AP WORUTRWWRNWOUORWRANANANRPRNUORRPRPRPAORPARRPRPRPRPOMAWODNMRARPAWRWRE MM

0.732
0.73
0.729
-0.722
0.719
-0.712
0.711
0.708
0.704
-0.698
0.697
0.695
-0.689
0.688
-0.686
-0.685
0.682
-0.677
0.677
-0.673
0.673
-0.67
0.669
0.669
-0.668
0.668
0.663
0.659
-0.656
0.652
-0.651
0.651
0.647
0.647
0.642
0.641
0.64
-0.638
-0.636
0.633
0.633
-0.63
0.629
-0.627
-0.627
0.627
0.625
0.624
0.622
-0.622
-0.62
-0.62
-0.619
0.619
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486
487
488
489
490
491
492
493
494
495
496
497
498
499
500
501
502
503
504
505
506
507
508
509
510
511
512
513
514
515
516
517
518
519
520
521
522
523
524
525
526
527
528
529
530
531
532
533
534
535
536
537
538
539

seneciphy 0.161
doxylamin -0.1
exemestal 0
sulmazole -0.223
5286656 0
demecloc 0.078
emetine -0.155
hexestrol 0
norcyclob¢0.143
nortriptylin 0
proscillaric0.185
piromidic 0
dimethylo; 0
trazodone 0
daunorubi 0.134
MG-132 O
moxonidin 0.173
doxorubici0
tyrphostin 0
(-)-catechiO
levothyrox -0.129
berberine 0.109
cobalt chlc-0.148
butamben -0.134
tribenosidi 0
5666823 0
mebendaz 0.129
loracarbef -0.208
chrysin 0
clindamyc -0.211
ergocalcifi 0.153
4,5-dianilir 0
ebselen 0
flunixin 0
flunisolide 0.071
artemisinii 0.129
3-aminobe 0
methapyril 0.11
clofibrate 0
PNU-029:0.212
monocrote 0.164
demecolci0
furosemid -0.144
5213008 O
guanethidi 0
ajmaline 0
thiostreptc 0.148
splitomicir O
ikarugamy -0.168
tyrphostin 0
propanthe 0.141
ceftazidim -0.159
oxybutynir 0.123
thioperam -0.198
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0.618
-0.617
0.617
-0.613
-0.61
0.609
-0.609
0.607
0.607
0.605
0.601
0.599
-0.597
0.597
0.595
-0.593
0.592
0.591
0.59
0.586
-0.585
0.584
-0.584
-0.584
-0.581
-0.578
0.577
-0.576
0.574
-0.573
0.568
0.568
0.567
0.564
0.561
0.559
-0.558
0.558
-0.557
0.556
0.555
0.555
-0.554
-0.552
0.552
-0.55
0.55
0.549
-0.548
-0.548
0.546
-0.544
0.543
-0.543



540
541
542
543
544
545
546
547
548
549
550
551
552
553
554
555
556
557
558
559
560
561
562
563
564
565
566
567
568
569
570
571
572
573
574
575
576
577
578
579
580
581
582
583
584
585
586
587
588
589
590
591
592
593

fenbufen -0.016
BW-B70C 0
CAY-103€0.223
lisuride O
nicotinic a 0
Prestwick--0.155
withaferin 0.176
NS-398 -0.216
enalapril -0.17
scopolami0.135
benfotiam 0
xamoterol -0.117
methoxarr -0.148
ursodeoxy 0
carbimazc 0
atovaquor 0
lincomycir -0.209
vigabatrin -0.165
8-azaguar 0.183
nadolol 0
benzthiazi -0.134
betahistine0
esculetin -0.157
dihydrostr 0.22
fipexide O
digoxin  0.116
1,4-chryse0
sulfanilam 0.116
dioxybenz 0
thiamine 0.178
glycopyrra 0.211
carbachol 0.131
etifenin  0.112
ifosfamide -0.132
triamteren -0.183
AR-A01440.212
Prestwick--0.25
DL-thiorpt 0
butirosin  -0.032
gefitinib 0
rofecoxib 0.127
hydrochloi-0.093
sulfaquinc 0
clofilium tc-0.214
aceproma 0.161
biotin 0.155
cyclizine 0.138
sulfaguani 0.231
procarbaz -0.188
hemicholir-0.179
dopamine 0
flupentixol 0
mifepristol 0
cefaloniun 0
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0.543
-0.542
0.54
-0.539
0.538
-0.536
0.534
-0.534
-0.533
0.533
0.531
-0.53
-0.53
0.528
-0.527
0.527
-0.527
-0.526
0.526
-0.526
-0.524
0.524
-0.523
0.522
0.519
0.519
0.517
0.515
0.515
0.514
0.514
0.514
0.514
-0.513
-0.511
0.511
-0.51
0.51
0.51
0.509
0.508
-0.508
0.507
-0.506
0.506
0.505
0.504
0.503
-0.503
-0.502
-0.502
0.502
-0.501
0.499



594
595
596
597
598
599
600
601
602
603
604
605
606
607
608
609
610
611
612
613
614
615
616
617
618
619
620
621
622
623
624
625
626
627
628
629
630
631
632
633
634
635
636
637
638
639
640
641
642
643
644
645
646
647

procyclidir 0.183
tiletamine -0.101
etamivan 0
mitoxantrc 0
aminogluti-0.158
fluoromett O
PHA-00810
fluspirilene 0.129
dimenhydi 0.21
phenformi 0.014
amoxicillir 0
mephenes 0.082
iloprost -0.216
quinidine 0.177
oxantel 0
vinburnine 0.25
moracizin¢-0.181
kanamycir -0.036
lansopraz(-0.114
ellipticine 0
(-)-MK-80:0.095
ciclopirox 0.175
torasemid O
xylometaz 0.157
clobetasol 0
ethaverine 0
gliquidone -0.133
Prestwick- 0
aminophe 0.05
salsolidin 0.102
benzonate -0.058
biperiden 0
methylerg 0
minaprine -0.124
meclofene 0.228
lumicolchi -0.181
clorsulon 0.149
metixene 0.172
oxytetracy -0.25
flucloxacill 0
desoxycor -0.041
buspirone -0.144
articaine 0.223
tropine 0
Prestwick--0.121
butoconaz 0.108
benzydam-0.124
metaneph -0.238
ganciclovi -0.127
xylazine 0.065
laudanosit 0.145
pralidoxim -0.156
3-acetami 0
ethotoin 0
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0.499
-0.498
0.496
0.495
-0.494
0.494
-0.493
0.491
0.491
0.491
0.491
0.489
-0.488
0.488
0.487
0.487
-0.485
0.485
-0.484
0.484
0.483
0.482
-0.481
0.481
0.481
0.48
-0.48
0.479
0.479
0.479
0.478
-0.478
0.478
-0.477
0.476
-0.476
0.475
0.474
-0.474
-0.473
0.472
-0.472
0.471
0.47
-0.469
0.468
-0.468
-0.468
-0.467
0.466
0.466
-0.466
-0.466
0.465



648
649
650
651
652
653
654
655
656
657
658
659
660
661
662
663
664
665
666
667
668
669
670
671
672
673
674
675
676
677
678
679
680
681
682
683
684
685
686
687
688
689
690
691
692
693
694
695
696
697
698
699
700
701

conessine 0.182
SB-20358 -0.088
tropicamic 0.081
thioproper 0
nilutamide 0
lasalocid -0.127
zardaverir O
amproliurr -0.273
vidarabine 0
paracetar -0.16
azapropaz0.19
oxolinic ac0.095
mestranol 0
citiolone -0.081
indoprofer 0
alfadolone 0
verteporfir -0.155
quinethaz(0.096
cefotetan -0.001
amoxapini-0.098
equilin 0.099
glimepiride 0.106
rotenone -0.122
syrosingo; 0.14
mebeverir -0.101
triamcinol(-0.122
chlorambt -0.115
trifluridine 0.032
isradipine 0
PF-00539' 0
beclomete 0.012
doxepin  0.141
harmol -0.163
alclometa: 0.108
harmaline O
sulfamonc -0.142
cefotiam O
Prestwick-0.132
phenoxyb¢-0.094
naftifine -0.011
amiloride -0.258
Prestwick- 0
mefexami 0
sulfamethi-0.122
hydralazin 0.092
nifenazon(0.068
fusidic aci 0
anabasine-0.171
fluvastatin 0
thalidomid 0.058
levopropo: 0
PNU-02510.097
prazosin 0.131
latamoxef -0.294
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0.464
-0.464
0.461
-0.46
0.459
-0.459
-0.459
-0.459
0.459
-0.458
0.457
0.457
0.457
0.457
0.457
-0.457
-0.456
0.456
0.455
-0.455
0.454
0.452
0.451
0.45
-0.45
-0.449
0.449
0.449
0.447
0.446
0.444
0.443
-0.443
0.442
-0.442
-0.442
-0.441
0.441
0.44
-0.44
-0.439
-0.439
0.439
-0.437
0.437
0.437
0.437
-0.436
0.436
0.434
0.434
0.433
0.432
-0.432



702
703
704
705
706
707
708
709
710
711
712
713
714
715
716
717
718
719
720
721
722
723
724
725
726
727
728
729
730
731
732
733
734
735
736
737
738
739
740
741
742
743
744
745
746
747
748
749
750
751
752
753
754
755

0179445-(-0.034
protoverat O
STOCKI1MNO
nitrofural -0.162
disulfiram 0.238
lynestrenc 0.246
isosorbide-0.113
sulfathiaz¢-0.241
acebutolol-0.12
nordihydrc 0.177
glipizide 0.105
hydroquini-0.13
levamisole -0.109
cefmetazc 0
0173570-(0.065
6-bromoin 0
etilefrine 0.122
perphenaz0.237
novobiocir 0.147
hesperetir 0
dilazep O
digitoxiger 0.15
phentolarr 0.072
thiethylper 0
sertacona -0.131
ceforanide 0
dl-alpha tc0.147
mepacrine 0
bezafibrat 0
astemizole 0.254
piperine 0
rescinnamr -0.021
tracazolat(-0.16
piracetam 0.135
tolnaftate -0.007
cimetidine 0.098
midecamy 0.132
nystatin  0.027
retrorsine 0
piperacete 0.082
citaloprarr 0
idoxuridine-0.083
diethylcart 0.008
chlorprope 0.013
asiaticosic-0.175
sisomicin 0.128
homatropi 0.173
ivermectin-0.125
epitiostanc-0.166
bumetanic 0.159
sparteine 0.119
cinnarizine -0.006
aztreonarr -0.103
pentamidii 0.091
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0.431
0.431
-0.43
-0.427
0.426
0.426
-0.426
-0.425
-0.424
0.424
0.422
-0.422
0.422
0.422
0.421
0.421
0.421
0.42
0.419
0.418
0.417
0.415
0.415
0.414
-0.412
0.411
0.41
-0.409
0.408
0.408
0.408
0.407
0.407
0.406
-0.406
-0.406
0.406
0.404
-0.404
0.404
-0.403
-0.403
0.403
0.402
-0.402
0.401
0.4
-0.4
-0.399
0.399
0.398
-0.398
0.398
0.398

25

25
40
40
25
40
40
40
20
25

16

25
40
44

25
28

25

25

40

33

25
20

20
33

25

20
25
33
25
25
40
20
25
25
25
25

40



756
757
758
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764
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766
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769
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772
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7
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782
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784
785
786
787
788
789
790
791
792
793
794
795
796
797
798
799
800
801
802
803
804
805
806
807
808
809

zimeldine -0.091
memantin -0.021
trimethadi 0.037
nipecotic ¢-0.124
6-azathymr -0.14
Prestwick-0.16
cloperastit 0
netilmicin -0.101
butacaine 0
adrenoste -0.141
rolitetracy(-0.126
sulfamethi 0
thiamazol¢-0.126
butyl hydrc0
Prestwick-0.13
hesperidin 0
resveratro -0.074
puromycin -0.025
tranylcyprc0.077
arachidon 0.003
alprenolol -0.068
clemastine 0.064
flumetasoi-0.14
tetrahydro 0.135
sulfadimei 0.105
flucytosine -0.16
TINPB O
flufenamic -0.032
sulfapheni 0
azaperone 0.074
paroxetine O
tetroquino -0.09
tolazoline 0.125
hexylcaine 0.124
celecoxib 0
medryson -0.057
methanthe-0.17
atracuriur 0.269
carbarson 0
etodolac 0.077
dehydroct -0.001
domperidc-0.039
dobutamir -0.118
piretanide -0.12
troleandor -0.133
eticlopride -0.096
hydrastine-0.131
trimethylcc-0.144
terfenadin 0.141
furazolido1 0.128
solasodine-0.002
phenelzine0.06
cloxacillin 0.129
captopril  0.107
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-0.397
-0.397
0.397
0.396
0.396
0.396
0.395
-0.395
-0.394
-0.394
-0.394
0.394
-0.391
0.391
0.39
0.39
0.389
-0.388
0.388
-0.387
0.386
-0.386
0.385
0.383
0.383
0.381
0.381
0.381
0.38
0.38
-0.379
0.379
0.378
0.378
0.378
0.377
-0.377
0.376
0.376
0.374
-0.374
-0.374
-0.373
-0.373
0.373
-0.373
0.372
0.372
0.371
0.371
0.37
0.369
-0.369
0.369

20
25
25

33

25

25
25

33

25

25
40
33
25
33

25
20

16

25

20
25

25
33

40
20
25
25
25

25
33
25
16
16

40



810
811
812
813
814
815
816
817
818
819
820
821
822
823
824
825
826
827
828
829
830
831
832
833
834
835
836
837
838
839
840
841
842
843
844
845
846
847
848
849
850
851
852
853
854
855
856
857
858
859
860
861
862
863

nabumeto -0.195
cefapirin  -0.167
metyrapor -0.15
dicyclover 0
5211181 O
pentoloniu 0.031
picrotoxini -0.1
tinidazole -0.115
ozagrel O
chlorproth 0.035
pyrimetha -0.081
methotrex 0.008
etofylline -0.184
pempidine -0.062
desipramii-0.107
sulfadiazir 0.121
estrone  0.098
trapidil  0.172
pivampicil 0
alpha-yohi0.167
dapsone 0
pyridoxine -0.194
nitrendipin 0.009
nalbuphin-0.227
procaine -0.29
isoniazid 0.087
Prestwick--0.214
merbromir 0.014
lycorine -0.094
epirizole -0.271
ketotifen 0.203
diphenhyd 0.13
ranitidine -0.214
cyclopentt 0
eucatropir -0.09
fosfosal 0
betulinic a0.048
calycanthi 0.067
colchicine 0
iobenguar -0.205
clemizole -0.113
thiocolchic 0
deferoxar -0.005
(-)-atenolc -0.142
cisapride -0.119
selegiline -0.047
ciclacillin 0.1
PHA-00740.064
cefaclor -0.103
letrozole 0.131
zuclopentt 0.222
amylocain -0.273
pergolide 0.157
hydrocorti:-0.022
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-0.368
0.368
-0.368
-0.368
0.368
0.368
0.367
-0.367
0.367
-0.367
-0.366
0.366
-0.366
0.366
-0.365
0.365
0.365
0.364
0.364
0.364
-0.364
-0.362
0.362
-0.361
-0.361
-0.361
-0.361
-0.361
-0.36
-0.36
0.36
0.36
-0.359
0.359
0.358
-0.357
-0.357
0.357
0.356
-0.356
0.356
0.354
0.354
-0.353
0.353
0.353
0.352
-0.351
-0.351
0.351
0.351
-0.351
0.35
0.349

25

25

20

33

25
20
12
40
20
25
20
25
33

33

25
20
40
40

40
20
20
40
25
20
40

25
25

25
20

25
25

25
25
12
25
25
25
40
25
33



864
865
866
867
868
869
870
871
872
873
874
875
876
877
878
879
880
881
882
883
884
885
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887
888
889
890
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892
893
894
895
896
897
898
899
900
901
902
903
904
905
906
907
908
909
910
911
912
913
914
915
916
917

napelline -0.032
disopyram 0.021
pipemidic -0.181
neomycin 0
piribedil  -0.134
2-aminobe 0.168
mevalolac 0.002
hydrocotal-0.129
cyanocobi 0.048
CP-645520.188
adipiodon(0
terconazol-0.052
molsidomi-0.129
moroxydin 0.115
chlorpheni-0.031
repaglinidi-0.126
3-hydroxy- 0.161
allantoin  0.136
doxazosin 0
fendiline 0.025
lymecyclin-0.167
josamycin 0.126
clofazimin -0.086
meglumini0.14
ciprofloxac-0.155
hyoscyam -0.118
metoprolo 0.007
chlormeze 0.004
harpagosi 0.134
tyloxapol -0.198
pargyline -0.149
thapsigarc -0.006
adiphenin(0.2
sulpiride -0.069
trimetazidi-0.14
viomycin 0.156
nafcillin ~ -0.175
15(S)-15-tr0
dipivefrine -0.127
lanatoside 0
dexibupro 0
pimozide 0.016
gelsemine 0.1
iodixanol 0
cyprohepti-0.14
fenspiride -0.003
diclofenan -0.106
felbinac 0.124
diprophylli -0.081
mimosine 0.13
metoclopr -0.234
atractylosi 0.015
helveticos 0.154
16-phenylt0
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0.349
-0.348
-0.348
0.348
-0.348
0.347
0.347
-0.346
0.346
0.346
0.346
0.346
-0.345
0.345
0.345
0.344
0.344
0.344
0.344
-0.343
0.343
0.343
-0.342
0.342
-0.342
-0.342
-0.342
0.342
0.341
-0.341
-0.341
-0.339
0.339
-0.339
-0.339
0.339
0.339
0.338
0.338
0.336
0.335
0.335
0.335
-0.334
-0.334
0.333
-0.333
-0.333
-0.332
0.332
0.331
-0.331
0.331
0.331



918
919
920
921
922
923
924
925
926
927
928
929
930
931
932
933
934
935
936
937
938
939
940
941
942
943
944
945
946
947
948
949
950
951
952
953
954
955
956
957
958
959
960
961
962
963
964
965
966
967
968
969
970
971

levomeprc0.114
doxycyclin 0.009
spiradoline-0.043
piperacillir -0.19
isoxsuprin -0.124
propoxyca 0
alpha-ergc0.211
boldine -0.106
eldeline -0.106
niclosamic 0.025
aceclofeni 0.016
dienestrol -0.093
guaifenesi-0.09
mephente 0.006
isoxicam 0.151
androsterc-0.122
deptropine -0.143
canrenoic 0
flumequini-0.131
miconazol -0.158
dorzolamii-0.15
carisoproc 0.119
methyldog -0.011
3-acetylco-0.085
bromphen -0.004
fenofibrate 0.203
apomorph -0.202
protriptylin -0.048
diphenylpy-0.095
phenindiol-0.138
naloxone 0.053
tacrolimus 0.033
trimethobe -0.082
methazolz-0.176
parbendaz -0.055
propylthior-0.128
levocabas 0.079
ouabain 0.015
myricetin 0.187
sulfamera 0.052
cycloserin -0.116
nizatidine 0.191
genistein -0.074
podophyllc0.154
amikacin -0.075
metampici 0.047
Prestwick-0.176
phthalylsu -0.242
atropine m 0.021
salsolinol 0.145
piperidolal O
riluzole  0.031
erythromy -0.016
timolol 0.137
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033 -
0.33
033 -
033 -
0329 -
0.329 -
0.329 -
0329 -
0329 -
-0.328 -
0.328 -
-0.328 -
0.328 -
0.327 -
0.327 -
-0.327 -
0.327 -
0.327 -
-0.327 -
-0.326 -
-0.326 -
0.325 -
0325 -
-0.325 -
0.324 -
0.324 -
0323 -
0.323 -
-0.323 -
-0.323 -
0.323 -
0322 -
0.322 -
0322 -
0.322 -
0322 -
0321 -
0321 -
0.321 -
0321 -
0.32
0.32
032 -
032 -
0.319 -
0.319 -
0.318 -
-0.318 -
0.318 -
0.318 -
0317 -
0.317 -
0317 -
0.317 -

40
25
40
40

33
25
16
20
25
33
16
20
40
25

25
40
25
25
20
20
25
33
40
25
33
25
33
33
40

25

25
25
25
40

25
35

25
40
33
40
33
33

40
40
25



972
973
974
975
976
977
978
979
980
981
982
983
984
985
986
987
988
989
990
991
992
993
994
995
996
997
998
999
1000
1001
1002
1003
1004
1005
1006
1007
1008
1009
1010
1011
1012
1013
1014
1015
1016
1017
1018
1019
1020
1021
1022
1023
1024
1025

betaxolol -0.118
metamizol-0.124
cyproteror -0.133
(+)-chelidc-0.031
spectinom-0.117
troglitazon 0.221
nomifensii-0.243
cefotaxim¢-0.173
terbutaline -0.092
tetryzoline -0.235
tiabendaz(-0.147
pyrantel -0.111
Prestwick--0.044
ethoxyquir -0.094
sulfasalaz 0.01
Prestwick--0.141
minocyclir 0.097
vanoxerint0.104
bisacodyl -0.044
pirenzepin-0.259
todralazin¢-0.152
harmine -0.167
raubasine 0.008
monastrol 0.2
orphenadr 0.207
minoxidil -0.122
indapamic-0.111
Trolox C -0.132
proxymete -0.072
homosalat0.03
sulconazo -0.169
nomegest 0.164
albendazc -0.204
cefsulodin 0.167
metronida 0.19
dosulepin 0.057
probucol 0.08
demecariL 0
PF-00539-0.146
SR-955310
ramipril  -0.078
alfaxalone -0.141
midodrine 0.089
sulfapyridi 0.157
lorglumide -0.279
tetracyclin -0.075
epivincam -0.118
milrinone -0.235
proguanil 0
SC-19220-0.113
risperidon -0.073
zomepirac-0.119
verapamil -0.086
dinoprost 0.048
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0.316
0.316
0.316
0.315
-0.315
0.315
-0.315
-0.315
-0.315
-0.314
0.314
-0.313
0.313
0.313
0.312
-0.312
0.312
0.312
0.312
0.311
-0.311
-0.311
0.311
0.31
0.31
-0.31
-0.31
-0.309
0.308
-0.308
-0.308
0.308
-0.308
0.308
0.307
0.307
0.307
0.307
-0.307
0.306
0.306
0.306
0.306
0.305
-0.305
-0.305
-0.305
-0.305
0.304
-0.304
-0.303
-0.303
-0.303
-0.303

25
25
43
40
40
25
33

40
25

20
25
40
25
25

40
25
25
37
33
40
33
25
25
25
25
33
33
25
40
25
33

33

40
25
40
40
25
33

25
33
25
16
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1026
1027
1028
1029
1030
1031
1032
1033
1034
1035
1036
1037
1038
1039
1040
1041
1042
1043
1044
1045
1046
1047
1048
1049
1050
1051
1052
1053
1054
1055
1056
1057
1058
1059
1060
1061
1062
1063
1064
1065
1066
1067
1068
1069
1070
1071
1072
1073
1074
1075
1076
1077
1078
1079

bromocrip -0.106
meptazinc 0
flutamide 0.003
meticrane -0.093
nialamide 0.109
ricinine  0.04
liothyronin O
theophyllir -0.146
oleandom'-0.183
Prestwick- 0.098
acenocoul 0
clenbuterc0.171
hydroflum:-0.136
difenidol -0.229
etamsylat¢-0.145
ritodrine  0.038
clebopride -0.147
scoulerine 0
imidurea -0.117
bisoprolol 0.105
Prestwick--0.227
zaprinast -0.153
naftopidil -0.221
chlorogeni 0.117
heptaminc0.1
benserazi(-0.129
Prestwick- 0.14
lysergol 0.025
naftidrofur O
palmatine 0
tolazamid¢-0.226
trimiprami -0.123
prednicart 0.198
orciprenal 0
rolipram -0.125
paromomy0.18
nicergolin¢0.074
STOCK1MNO0.16
AH-23848 -0.141
6-benzylar-0.009
0225151-(0.003
spironolac-0.16
acacetin  -0.199
colistin ~ 0.15
diclofenac 0.01
karakoline -0.177
mafenide 0.219
phenirami 0.1
trinexyphe 0.199
fluoxetine 0
PF-00562 -0.015
benzocain-0.01
salbutamc 0.02
niridazole -0.253

PO, woooooupr,oiwWOWWOaOarrMA,PhwWwbhbhwpbrpdrppphpbooaoprbwbwbowbbrprphbpbowoooaoproaobrphbphbpbooabo

-0.303
0.302
0.302
0.302
0.301
0.301
0.3
-0.3
-0.3
-0.3
-0.3
0.3
-0.3
-0.3
-0.299
0.298
-0.298
0.298
-0.297
0.297
-0.297
-0.297
-0.296
0.296
-0.296
0.295
0.295
0.295
0.295
-0.295
-0.294
-0.294
0.294
0.294
-0.293
0.293
0.292
0.291
-0.29
0.29
-0.29
-0.29
-0.29
0.289
0.289
-0.289
0.289
0.288
0.288
-0.288
0.288
0.288
0.288
0.288
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20

25
25

25
40

40
40
33
25
25
25
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25
33
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25
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20
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1080
1081
1082
1083
1084
1085
1086
1087
1088
1089
1090
1091
1092
1093
1094
1095
1096
1097
1098
1099
1100
1101
1102
1103
1104
1105
1106
1107
1108
1109
1110
1111
1112
1113
1114
1115
1116
1117
1118
1119
1120
1121
1122
1123
1124
1125
1126
1127
1128
1129
1130
1131
1132
1133

halofantrir 0.141
copper su 0.058
denatoniui-0.131
neostigmil-0.148
oxybuproc-0.101
phensuxin-0.125
serotonin -0.11
gentamicit 0.001
naphazolir-0.191
apigenin -0.116
pirenperor 0.213
2,6-dimett -0.238
R-atenolol-0.208
roxithromy-0.116
pepstatin 0
altretamin -0.144
aconitine -0.143
levonorge: -0.097
harmalol 0.006
mianserin -0.139
decameth 0.181
quinisocai -0.137
ofloxacin -0.106
diperodon 0.189
gibberellic 0
ticlopidine -0.124
cinoxacin -0.148
delsoline 0.013
reserpine -0.188
clotrimazc 0.087
galantamii-0.169
glafenine 0.13
sodium pr 0.079
tolmetin - -0.115
foliosidine 0.055
sulfacetan 0.118
rosiglitazo 0.089
ginkgolide -0.134
dicoumarc 0.038
guanadrel 0.108
cefoperaz -0.152
heliotrine -0.074
pramocair -0.232
methylben-0.068
bucladesit 0
edrophoni -0.143
morantel -0.034
atropine 0 -0.197
trioxysaler -0.191
AG-02867-0.016
gallamine -0.092
SC-58125-0.059
carbinoxal -0.097
lisinopril  -0.211
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-0.287
0.287
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-0.287
0.286
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-0.285
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-0.285
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-0.282
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-0.281
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-0.28
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-0.279
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-0.273
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-0.273
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1134
1135
1136
1137
1138
1139
1140
1141
1142
1143
1144
1145
1146
1147
1148
1149
1150
1151
1152
1153
1154
1155
1156
1157
1158
1159
1160
1161
1162
1163
1164
1165
1166
1167
1168
1169
1170
1171
1172
1173
1174
1175
1176
1177
1178
1179
1180
1181
1182
1183
1184
1185
1186
1187

ambroxol 0.098
alfuzosin -0.161
LY-29400:-0.158
digoxigeni -0.018
maprotilini0.137
benperido -0.078
terguride -0.105
N-acetyl-L -0.132
fasudil 0
wortmann 0.024
pentoxifyll -0.086
alimemazi-0.194
bretylium 1-0.019
tomatidine -0.11
prednison 0
canadine 0.148
folicacid O
iocetamic -0.127
guanaben 0.134
dinoprostc-0.115
quercetin -0.117
Prestwick- 0.104
nifedipine 0.053
azlocillin  0.115
racecadot 0.029
ondansetr 0.032
ursolic aci 0.017
epiandros -0.035
danazol -0.104
mesoridaz 0.025
bethanect O
fluphenazi 0.045
PHA-008E -0.059
levobunolc-0.119
phenazop'-0.153
clonidine -0.007
kawain  -0.181
oxprenolol-0.108
hymecromn -0.136
khellin 0.041
talampicill -0.101
triprolidine 0.194
acetylsalic -0.032
lidocaine -0.088
meropene 0.067
methylpre -0.023
noscapine -0.095
antazoline -0.143
picotamid¢-0.103
sulfameto;-0.211
oxetacain¢-0.015
0316684-(0.006
homochloi-0.142
3-nitropro}-0.016

ArhhpoaoprbroaobrrprbdbbhboaobdbdbdboaoprdboaordbhoORMAMAMADMMDISAADIINPPOPMODRADdDOSADDPMOORNDPOMADDOOIO OGN

=

(o]

oo

0.271
-0.271
-0.271
0.271
-0.271
-0.27
-0.27
0.27
0.269
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-0.269
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0.25
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-0.247
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40
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40

25
37

16
20
25
25
25

25

25
40

33
25
28
25
25
25
25
25
25
25

27
12
25
25
25
40
25
25
20
25
25
25
20
25
25

25
40
25
20
25
25
25



1188
1189
1190
1191
1192
1193
1194
1195
1196
1197
1198
1199
1200
1201
1202
1203
1204
1205
1206
1207
1208
1209
1210
1211
1212
1213
1214
1215
1216
1217
1218
1219
1220
1221
1222
1223
1224
1225
1226
1227
1228
1229
1230
1231
1232
1233
1234
1235
1236
1237
1238
1239
1240
1241

norfloxacit-0.152
oxybenzor 0.091
pioglitazor 0.074
flecainide -0.023
fludrocorti: 0.102
abamectir 0.021
0297417-(0.029
primidone -0.154
ethambutc-0.011
tretinoin  -0.186
cefixime -0.005
hydroxyac -0.016
acetazolar-0.159
meclocycl 0.01
cinchocair 0.043
meclofenc-0.189
sulfafurazi-0.234
mepenzoli-0.151
erastin 0.004
thiampher 0.104
amiprilose -0.131
yohimbine -0.008
CP-320650.018
clorgiline -0.11
skimmiani 0.002
canavanin-0.177
Prestwick--0.167
leflunomid 0.012
moxisylyte 0.013
prednisolc 0.033
(-)-isoprer -0.06
quipazine -0.118
betazole -0.08
acetohexa -0.155
arcaine  0.039
sotalol -0.021
lithocholic -0.018
mefenami 0.017
promazine -0.239
sulindac -0.004
Prestwick- 0.063
mebhydro 0.041
brinzolami-0.014
ornidazole-0.194
bromoprid -0.033
ascorbic a-0.132
etidronic -0.119
alexidine -0.164
Chicago £0.057
ampyrone 0.043
benzylpen -0.138
oxyphenbi-0.133
15-delta p 0.079
phenylpro|-0.122
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1

-0.245
0.245
0.243
0.243
0.242
-0.242
0.242
-0.242
0.242
-0.242
-0.24
0.24
-0.239
0.239
0.239
0.239
-0.239
-0.238
0.238
0.238
-0.238
-0.238
0.238
-0.237
0.237
-0.237
-0.237
-0.237
0.236
0.236
0.236
-0.236
0.235
-0.235
0.235
-0.235
-0.235
0.234
-0.234
0.232
0.232
0.231
0.231
-0.23
-0.229
-0.228
0.228
-0.228
0.227
0.226
-0.226
-0.225
0.223
-0.223

20
25
27
16
37
25
33
25
20
36
25
25
25
25
40

40
20
25
40
25
20
12
25
25
33
33
25
20
20
25
25

25
25
25
16
20
33
14
25
25
25
40
16
25

25
25
20
25
25
33
25



1242
1243
1244
1245
1246
1247
1248
1249
1250
1251
1252
1253
1254
1255
1256
1257
1258
1259
1260
1261
1262
1263
1264
1265
1266
1267
1268
1269
1270
1271
1272
1273
1274
1275
1276
1277
1278
1279
1280
1281
1282
1283
1284
1285
1286
1287
1288
1289
1290
1291
1292
1293
1294
1295

colforsin -0.014
0198306-(-0.126
diloxanide 0.026
gossypol 0.103
thioridazin 0.109
nalidixic a-0.016
pindolol -0.08
AG-01360-0.04
cefazolin 0.006
Prestwick--0.187
acetylsalic-0.151
dantrolene 0.048
orlistat 0.043
griseofulvi 0.055
Prestwick-0.016
phenacetii-0.12
acemetaci 0.035
trimethopr -0.125
bromperid -0.044
saquinavir -0.032
metformin -0.086
enilconazc¢-0.01
hexameth -0.038
tiapride  0.027
isoetarine 0.02
clozapine 0.047
mefloquin-0.096
pirinixic ac-0.008
ethionami-0.015
tonzonium-0.124
clioquinol -0.237
oxolamine 0.016
antimycin -0.128
Prestwick--0.082
dizocilpine -0.106
0317956-(-0.049
oxaprozin -0.08
10-methoy 0.02
tamoxifen 0.052
metacyclir -0.077
naproxen 0.118
SB-20219 -0.082
dydrogest -0.016
azacyclon -0.014
metrifonat 0.039
nocodazol 0.021
tolbutamic -0.094
bepridil  0.02
rilmenidine-0.084
monorden -0.062
chlorcycliz-0.154
sirolimus -0.095
cotinine -0.016
quinpirole -0.028
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0.222
-0.222
0.221
0.221
0.22
0.218
-0.218
0.218
0.217
0.216
-0.216
0.216
-0.215
0.215
0.215
-0.215
0.213
-0.213
-0.213
-0.213
-0.212
0.212
0.212
0.211
0.21
0.209
-0.209
0.206
-0.205
-0.204
-0.203
0.201
0.2
-0.197
-0.197
-0.194
0.193
0.192
0.192
-0.192
0.191
-0.19
0.19
-0.187
-0.187
0.187
-0.187
0.186
-0.185
-0.184
0.182
-0.182
-0.181
0.18

20
25
25
33
30
20
40
12
20

30
33
20
20
25
25
25
40
33
25
20
25
20
20
25
35
20
20
33
25
40
25
20
16
20
25
16
25
28
25
33
20
25
20
20
16
28
25
25
22

36
16
25



1296
1297
1298
1299
1300
1301
1302
1303
1304
1305
1306
1307
1308
1309

suramin s:-0.03
chlortalido -0.009
chlorprom 0.013
prilocaine 0.006
geldanam' -0.024
ethisteron -0.13
indometac 0.034
haloperidc 0.028
alpha-estr -0.166
fulvestrani 0.011
estradiol 0.017
trifluopera -0.058
valproic ac-0.101
tanespimy -0.034

4

19

15

32
16
40
37
16
57
62

-0.179
0.171
0.168
0.166
-0.163
-0.159
0.158
0.15
-0.143
0.142
0.121
-0.116
-0.109
0.083

25
25
21
16
26
33
25
25
37
20
27
31
28
14



