Supplementary Table S1. Uni-column statistics of the training and test datasets used for generating 2D and 3D-QSAR model 

	Parameters
	2D-QSAR
	3D-QSAR

	
	Training set
	Test set
	Training set
	Test set

	Average
	7.5354
	7.8907
	7.6502
	7.4508

	Max.
	8.96
	8.96
	8.96
	7.92

	Min.
	6.18
	7.11
	6.18
	6.37

	Std. Dev.
	0.6995
	0.6343
	0.7345
	0.4965

	Sum
	406.91
	118.36
	428.41
	96.86


Legend:

Max. = maximum, Min. = minimum, Std. Dev. = standard deviation

