Table 2. Correlation analysis between molecular or physicochemical descriptors and logIC50 or log hDAT/hSERT ratio values of monoamine uptake in transfected HEK293 cells.
	
	Log IC50 hDAT
	Log IC50 hSERT
	Log hDAT/hSERT ratio

	
	r2
	p
	r2
	p
	r2
	p

	CLogP
	0.082
	P > 0.05
	0.917
	P <  0.05
	0.806
	P <  0.05

	Total Surface Area (Å2)
	0.013
	P > 0.05
	0.922
	P <  0.05
	0.639
	P > 0.05

	Volume (Å3)
	0.024
	P > 0.05
	0.925
	P <  0.05
	0.677
	P > 0.05

	CMR
	0.045
	P > 0.05
	0.926
	[bookmark: _GoBack]P <  0.05
	0.734
	P > 0.05















CLogP: partition coefficient
CMR: calculated molar refractivity

