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This system was built using the adverse effect database JAPIC AERS.
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toxicity ROR p-value toxicity ROR p-value toxicity ROR p-value toxici

Negative 0.371  1.41x10"  Negative 0.457 1.63x10° Negative 0540 4.88x10"  Nega'
144 276 12

Negative 0663 0.600 Negative  1.02 1.00 Negative  2.64 0.434 Negat

Positive  1.78 153x10"  Positive 256  111x10"  Positive 154 0.000682  Positi
34 302

Positive 3.30 0.00894  Positive 235 0.00677  Positive 7.28 0.0472 Negat

Negative 157  1.00 Negative 290 0217 Negative 104  1.00 Negat
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Performance of Prediction Models

Hepatotoxicity Prediction Models

Type AUC Sensitivity Specificity Cutoff
Cholestatic Liver Injury 0.807 0.735 0.768 0.831
Cytotoxic Liver Injury 0.836 0.765 0.764 0.752
Liver Cancer 0.815 0.736 0.754 0.161

Pulmonary toxicity Prediction Models
Type AUC Sensitivity Specificity Cutoff

Drug-Induced Pulmonary Toxicity 0.850 0.748 0.842 0134

MIE Prediction Models

Criteria: 1 Criteria: 40
Index Description AID AUC Sensitivity ~ Specificity  Cutoff AUC Sensitivity  Specificity  Cutoff
1 ATADS_ind (ATADS 720516 0845 0.744 0.847 0.0370 0.840 0.750 0.843 0.0280
genotoxic inducer) (PubChem)
2 p53_ago (p53 agonist) 720552 0.845 0804 0.793 0142 0899 0.824 0.830 0.0269
(PubChem)
3 MMP_disr 720637 0795 0698 0.788 0.368 0919 0.845 0.846 0.0635
(mitochondrial (PubChem)
membrane potential
disruptor)
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AUC ST — & 2 W TCESE L7
ROC #i# @ Area Under Curve OfH

Sensitivity TFRET VORE (TP /(TP + FN))

Specificity TRET VOREE (TN /(TN + FP))

Cutoff ROC i @  Youden Index (Z5:-3 < Cutoff Ofh

Index AT LANTO MIE O LUE &

Description MIE D4 36 L OFEA4

AID PubChem (BT 57 v A F LI 7
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