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Table s1. Averaged/collapsed AUC for 65 Tox21 assays

ASSAY Positive Negative AUC AUC_TEST
tox21-er-luc-bg1-4e2-agonist-p4 (1) 104 6364 0.93 0.90
tox21-pr-bla-agonist-p1 (1) 103 6465 0.90 0.95
tox21-erb-bla-p1 (1) 85 6296 0.88 0.92
tox21-ms-ache-p2 (-1) 93 6586 0.87 0.81
tox21-mitotox-p1 (-1) 745 4551 0.87 0.85
tox21-ahr-p1 (1) 692 5321 0.86 0.89
tox21-pr-bla-antagonist-p1 (-1) 667 4919 0.86 0.89
tox21-hdac-p1 (-1) 251 6287 0.86 0.89
tox21-ar-bla-agonist-p1 (1) 216 6149 0.85 0.88
tox21-pxr-p1 (1) 1288 4259 0.85 0.85
tox21-luc-biochem-p1 (-1) 592 5702 0.85 0.87
tox21-ar-mda-kb2-luc-agonist-p3 (1) 167 6190 0.85 0.88
tox21-car-agonist-p1 (1) 671 5288 0.84 0.86
tox21-car-antagonist-p1 (-1) 810 4443 0.84 0.88
tox21-ar-mda-kb2-luc-antagonist-p2 (-1) 650 4577 0.84 0.83
tox21-rar-agonist-p1 (1) 265 5196 0.84 0.89
tox21-ache-p1 (-1) 601 5540 0.83 0.87
tox21-err-p1 (1) 818 4784 0.83 0.84
tox21-pgc-err-p1 (-1) 303 4542 0.83 0.85
tox21-er-luc-bg1-4e2-antagonist-p1 (-1) 334 5611 0.81 0.86
tox21-ar-bla-antagonist-p1 (-1) 386 5265 0.81 0.84
tox21-gr-hela-bla-agonist-p1 (1) 156 6224 0.81 0.90
tox21-rar-antagonist-p2 (-1) 495 4155 0.81 0.88
tox21-ache-p3 (-1) 292 6068 0.81 0.84
tox21-gr-hela-bla-antagonist-p1 (-1) 281 5270 0.81 0.86
tox21-ache-p5 (-1) 190 6396 0.81 0.82
tox21-erb-bla-antagonist-p1 (-1) 342 5073 0.81 0.77
tox21-aromatase-p1 (-1) 402 5081 0.80 0.83
tox21-shh-3t3-gli3-antagonist-p1 (-1) 633 4133 0.80 0.86
tox21-err-p1 (-1) 373 4828 0.80 0.81
tox21-ar-mda-kb2-luc-agonist-p1 (1) 256 6573 0.79 0.86
tox21-er-bla-agonist-p2 (1) 328 6161 0.79 0.81
tox21-pgc-err-p1 (1) 290 5427 0.79 0.84
tox21-ror-cho-antagonist-p1 (-1) 291 4349 0.79 0.65
tox21-er-luc-bg1-4e2-antagonist-p2 (-1) 277 5380 0.78 0.84
tox21-p53-bla-p1 (1) 415 6031 0.78 0.80
tox21-ar-mda-kb2-luc-antagonist-p1 (-1) 299 5339 0.77 0.73
tox21-are-bla-p1 (1) 750 4377 0.77 0.82
tox21-h2ax-cho-p2 (1) 259 5985 0.77 0.76
tox21-pparg-bla-antagonist-p1 (-1) 295 5101 0.77 0.81
tox21-fxr-bla-antagonist-p1 (-1) 163 5364 0.77 0.81
tox21-rxr-bla-agonist-p1 (1) 254 4982 0.77 0.81
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tox21-er-bla-antagonist-p1 (-1)
tox21-apl-agonist-p1 (1)
tox21-sbe-bla-antagonist-p1 (-1)
tox21-gh3-tre-agonist-p1 (1)
tox21-casp3-hepg2-p1 (1)
tox21-tshr-antagonist-p1 (-1)
tox21-elg1-luc-agonist-p1 (1)
tox21-gh3-tre-antagonist-p1 (-1)
tox21-tshr-agonist-p1 (1)
tox21-vdr-bla-agonist-p1 (1)
tox21-vdr-bla-antagonist-p1 (-1)
tox21-pparg-bla-agonist-p1 (1)
tox21-hre-bla-agonist-p1 (1)
tox21-er-luc-bg1-4e2-agonist-p2 (1)
tox21-esre-bla-p1 (1)
tox21-trhr-hek293-p1 (-1)
tox21-sbe-bla-agonist-p1 (1)
tox21-hse-bla-p1 (1)
tox21-trhr-hek293-p1 (1)
tox21-fxr-bla-agonist-p2 (1)
tox21-ppard-bla-agonist-p1 (1)
tox21-casp3-cho-p1 (1)
tox21-ppard-bla-antagonist-p1 (-1)
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Table s2. Full Dataset of the Chemicals and Endpoints used in this study

(separately attached)
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