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Supplemental Table 1. Mean (t sd) leave-one-out and leave-out 50% x 100 cross-validation of Bayesian models

(ROC = receiver operator characteristic). Best Split for ARRA =-2.292, best split for combined = -0.712.

TAACF-CB2

Dataset Leave-one- Leave-out 50% | Leave-out Leave-out 50% | Leave-out Leave-out 50%
out ROC x 100 External | 50% x 100 x 100 50% x 100 x 100 Sensitivity
(number of
ROC Score Internal ROC | Concordance Specificity
molecules)
Score
ARRA dose
response &
. 0.87 0.85 + 0.02 0.86+0.02 |80.13+5.32 80.31+5.85 |75.85+8.74
cytotoxicity
(1924)
Combined
MLSMR, 0.71 0.74 + 0.01 0.75+0.01 |69.39 +1.98 70.79 + 3.85 | 65.34 + 4.1




and TAACF
Kinase dose
response
and
cytotoxicity

(5304)




Supplemental Table 2. GSK Mtb hits scored — see excel file

Supplemental Table 3. Clustering GSK Mtb hits using MDL fingerprints to infer Mtb targets — see excel file.



