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Supplemental Figure 1. ARRA dose response and cytotoxicity Bayesian model: good features from FCFP_6.
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Bayesian Score: 1.945
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G2: -1449793464
12 out of 23 good
Bayesian Score: 1.902

G3: -60038150
47 out of 151 good
Bayesian Score: 1.900

G4: 1209850658
27 out of 79 good
Bayesian Score: 1.890
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G5: -278994470
26 out of 85 good
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G6: 363977085
48 out of 175 good
Bayesian Score: 1.793
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G7: -312381965
35 out of 128 good
Bayesian Score: 1.753

oA

G8: -1883081175
8 out of 14 good
Bayesian Score: 1.744

G9: -1387481105
14 out of 45 good
Bayesian Score: 1.664

Bayesian Score: 1.797
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G10: 1670875748
16 out of 56 good
Bayesian Score: 1.642
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G11: 854938188
10 out of 29 good
Bayesian Score: 1.616

G12: 428284881
12 out of 39 good
Bayesian Score: 1.611

G13: 1669687439
13 out of 44 good
Bayesian Score: 1.609

G14: -1048017265
14 out of 49 good
Bayesian Score: 1.608

G15: 1941608633
14 out of 49 good
Bayesian Score: 1.608

G16: 1476473713
14 out of 49 good
Bayesian Score: 1.608

G17: -1700730929

14 out of 49 good
Bayesian Score: 1.608

G18: -180483964
12 out of 40 good

Bayesian Score: 1.596

G19: -891643182
13 out of 45 good
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G20: 1953499806

Bayesian Score: 1.595

30 out of 137 good
Bayesian Score: 1.546




Supplemental Figure 2. ARRA dose response and cytotoxicity Bayesian model: bad features from FCFP_6.

B1: -1280036918
0 out of 154 good
Bayesian Score: -1.988
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B2: 368675221
0 out of 147 good
Bayesian Score: -1.948

B3: -743321149

0 out of 128 good
Bayesian Score: -1.830

B4: -1076532720
0 out of 126 good
Bayesian Score: -1.817

B5: 1704324327
1 out of 258 good
Bayesian Score: -1.754

B6: 1160440068
1 out of 258 good
Bayesian Score: -1.754

B7: -1775135141
1 out of 258 good
Bayesian Score: -1.754

"
|
. /\H/N\\*
(0]
B8: 193617513

0 out of 114 good
Bayesian Score: -1.734
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B9: -581879738
1 out of 252 good
Bayesian Score: -1.732

B10: -1388275145
1 out of 242 good
Bayesian Score: -1.696
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B11: 1790572653
0 out of 107 good
Bayesian Score: -1.682

B12: 2015833643
0 out of 106 good
Bayesian Score: -1.674

B13: 1919278075
0 out of 106 good
Bayesian Score: -1.674

B14: 1915183124
0 out of 105 good
Bayesian Score: -1.667
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B15: 436975416
0 out of 101 good
Bayesian Score: -1.635

B16: 2109546364
0 out of 98 good
Bayesian Score: -1.611

B17: 1956934524
0 out of 96 good
Bayesian Score: -1.595

B18: 1593831848
0 out of 96 good
Bayesian Score: -1.595

B19: 2006426266
1 out of 213 good
Bayesian Score: -1.580

B20: -1266529233
1 out of 213 good
Bayesian Score: -1.580




Supplemental Figure 3. Combined dose response and cytotoxicity Bayesian model: good features from FCFP_6.
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Bayesian Score: 1.084

G4: 92779600
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7 out of 7 good
Bayesian Score: 1.075

G6: 529664119
7 out of 7 good
Bayesian Score: 1.075

G7:-634910424
7 out of 7 good
Bayesian Score: 1.075

G8: 628932230
7 out of 7 good
Bayesian Score: 1.075

G9: -92657515
7 out of 7 good
Bayesian Score: 1.075

G10: 504464533
16 out of 20 good
Bayesian Score: 1.051

G11: -583648804
16 out of 20 good
Bayesian Score: 1.051
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G12: 1023493548
13 out of 16 good
Bayesian Score: 1.039

G13: 1925706152
15 out of 19 good
Bayesian Score: 1.033

G14: 883653880

8 out of 9 good
Bayesian Score: 1.026

G15: -1355870860
8 out of 9 good
Bayesian Score: 1.026

G16: -861283934
8 out of 9 good
Bayesian Score: 1.026

G17: 1426656980
8 out of 9 good
Bayesian Score: 1.026

G18: -648390934
10 out of 12 good
Bayesian Score: 1.020
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G19: 1773007393
12 out of 15 good
Bayesian Score: 1.016
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G20: 900585349
17 out of 23 good
Bayesian Score: 0.990




Supplemental Figure 4. Combined dose response and cytotoxicity Bayesian model: bad features from FCFP_6.
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0 out of 59 good
Bayesian Score: -2.746
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0 out of 43 good
Bayesian Score: -2.454

B3: -437082084
0 out of 37 good
Bayesian Score: -2.317

B4: 1813774889
0 out of 36 good
Bayesian Score: -2.292

B5: -1528325941
0 out of 36 good
Bayesian Score: -2.292

B6: 2024954534
0 out of 36 good
Bayesian Score: -2.292

B7: 1236091207
0 out of 36 good
Bayesian Score: -2.292

B8: 438280287
0 out of 36 good
Bayesian Score: -2.292

B9: 267940428
0 out of 36 good
Bayesian Score: -2.292

B10: -1731186150
0 out of 36 good
Bayesian Score: -2.292

B11: 2056975573
0 out of 36 good
Bayesian Score: -2.292

B12: -1227636663
0 out of 36 good
Bayesian Score: -2.292

B13: 2101570543
0 out of 36 good
Bayesian Score: -2.292

B14: -1185638464
0 out of 33 good
Bayesian Score: -2.215

B15: 100031611
0 out of 30 good
Bayesian Score: -2.130

B16: 1058561716
0 out of 29 good
Bayesian Score: -2.100

B17: -1208154531
0 out of 28 good
Bayesian Score: -2.070

B18: 747352596
0 out of 26 good
Bayesian Score: -2.005

B19: 91575904
0 out of 26 good
Bayesian Score: -2.005
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B20: 374776331
0 out of 26 good
Bayesian Score: -2.005




Supplemental Figure 5. Examples of GSK compounds (see Molecule Name) clustering
with TB Mobile compounds known to target specific Mtb targets (see Target Gene 1).

Structure Molecule Name Cluster(1) TargetGenel
N
NH

GSK1829660A 21

21 qarB (Rv2196)
N
GSK762874A 21
23 panC (Rv3602c)
SB-204804-A 23

GSK636544A 23
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