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Table S1. Final 20 PubChem assays manually evaluated for consideration into the final biological response profile
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NCI In Vivo Anticancer Drug Screen. Data
for tumor model P388 Leukemia
(intraperitoneal) in B6D2F1 (BDF1) mice
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Luminescence Cell-Based Primary HTS to
2330 11 6 111 152 | 095 | 0.07 | 0.51 | 1.13 21 5 48 147 | 091 | 0.13 | 0.52 | 1.10 | Identify Inhibitors of STK33

gHTS for Inhibitors of human tyrosyl-DNA
phosphodiesterase 1 (TDP1): gHTS in cells
686978° 74 46 139 | 200 | 0.75| 0.27 | 0.51 | 1.06 99 31 80| 218 | 0.72 | 0.31 | 0.52 | 1.08 | in absence of CPT

gHTS for Inhibitors of human tyrosyl-DNA
phosphodiesterase 1 (TDP1): gHTS in cells
686979 67 31 144 | 201 | 0.82 | 0.25 | 0.54 | 1.37 86 29 85| 220 | 0.75| 0.28 | 0.51 | 1.07 | in presence of CPT

gHTS for Inhibitors of binding or entry
720532 39 25 159 236 | 0.86 | 0.14 | 0.50 | 1.00 40 10 102 | 273 | 091 | 0.13 | 0.52 | 1.30 | into cells for Marburg Virus

gHTS assay to identify small molecule
antagonists of the thyroid receptor (TR)
743065 61 44 122 163 | 0.73 | 0.27 | 0.50 | 1.00 96 27 79| 203 | 0.75| 0.32 | 0.53 | 1.22 | signaling pathway

gHTS assay to identify small molecule
antagonists of the thyroid receptor (TR)
743067° 18 10 117 162 | 092 | 0.10 | 0.51 | 1.15 29 8 76 | 197 | 0.90 | 0.13 | 0.52 | 1.20 | signaling pathway: Summary®

gHTS assay to identify small molecule
agonists of the peroxisome proliferator-
activated receptor gamma (PPARg)
743140° 18 3 147 196 | 0.98 | 0.08 | 0.53 | 3.15 17 3 94 | 256 | 0.97 | 0.06 | 0.52 | 1.51 | signaling pathway: Summary®

gHTS assay for small molecule agonists of
the antioxidant response element (ARE)
743202° 20 10 88 142 | 090 | 0.12 | 0.51 | 1.10 26 5 56 174 | 0.92 | 0.13 | 0.52 | 1.32 | signaling pathway®

Abbreviations: TP, true positive; TN, true negative; FP, false positive; FN, false negative; Sens, sensitivity; Spec, specificity; CCR,
correct classification rate; L, likelihood parameter.

The first three criteria used to in the automated selection process were that the assay had to “appear in both profile groups, "contain >
10 active responses that matched the inputted data, and “correlation was better than random (CCR > 0.5 and L > 1). ‘Manual
evaluation was required to determine if it was an in vitro assay and relevant to liver toxicity or oxidative stress. “AIDs 686978,
743067, and 743140, 743202 sufficed the criteria described.




® Sensitivity ™ Specificity = CCR
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Figure S1. Performance of all individual models and the consensus model in the 5-fold cross
validation





