Table S5. Performance of four models in identifying P450 inhibitors and multi-P450 inhibitors.
	model
	Spearman’s rho
	AUROC (P450 inhibition)
	AUROC (multi-P450 inhibition)

	ANN I
	0.677
	0.862
	0.836

	NNC I
	0.713
	0.876
	0.860

	ANN II
	0.652
	0.844
	0.828

	NNC II
	0.684
	0.863
	0.844


[bookmark: _GoBack]ANN: artificial neural network; NNC: neural network cascade; AUROC: area under the ROC curve.
