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Table S1. Distribution of 2D structural duplicates for the NCGC CYP dataset. Out of 1,280 

duplicate couples identified among the 17,000 screened chemicals, 874 pairs of chemicals were reported 

with biological profile differences (∆logAC50 ≥ 1). A total of 1,535 discrepancies were found for the 874 

couples of duplicates.  

CYP2C19 CYP2D6 CYP3A4 CYP1A2 CYP2C9 
 

170 422 426 363 154 
# of 

discrepancies  

 


