
Table S9. Compounds used for toxicity prediction. 

Compound 

The highest 

tested 

concentration 

(mM) 

Label1,2 Toxicity mechanism 

Acetaminophen 3 Representative drug 
Bioactivation; Mitochondrial 

dysfunction 

Aflatoxin B1 1 Representative drug DNA damage, Bioactivation 

Maraviroc 3 DILI concern by FDA 
Immunoreaction; 

Bioactivation 

Carbamazepine 3 DILI concern by FDA 
Bioactivation; Mitochondrial 

dysfunction 

Bosentan 3 DILI concern by FDA Direct toxicity; Bioactivation 

Etodolac 3 DILI concern by FDA Idiosyncratic toxicity 

Fenoprofen 3 DILI concern by FDA Idiosyncratic toxicity 

Flutamide 3 DILI concern by FDA Bioactivation 

Cyclosporine A 3 DILI concern by FDA Reactive oxygen species 

Trazodone 1.5 DILI concern by FDA 
Reactive oxygen species; 

Bioactivation 

Leflunomide 3 DILI concern by FDA Bioactivation 

Rifampin 1.5 DILI concern by FDA Reactive oxygen species 

Tolcapone 3 DILI concern by FDA 
Bioactivation; Mitochondrial 

dysfunction 

Diclofenac 3 DILI concern by FDA 
Bioactivation; Mitochondrial 

dysfunction 

Tacrine 3 DILI concern by FDA Reactive oxygen species 

Ticlopidine 3 DILI concern by FDA Idiosyncratic toxicity 

Docetaxel 3 DILI concern by FDA Mitochondrial dysfunction 

Zafirlukast 3 DILI concern by FDA Idiosyncratic toxicity 

Simvastatin 3 DILI concern by FDA Mitochondrial dysfunction 

Nortriptyline 3 DILI concern by FDA Idiosyncratic toxicity 

Tipranavir 3 DILI concern by FDA Bioactivation 

Nefazodone 1 DILI concern by FDA 
Bioactivation; Mitochondrial 

dysfunction 

Chlorpromazine 3 DILI concern by FDA 
Bioactivation; Idiosyncratic 

toxicity 

Amiodarone 0.3 DILI concern by FDA 
Phospholipidosis; Steatotic; 

Mitochondrial dysfunction 

Sunitinib 1.5 DILI concern by FDA Hyperammonemia 
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