[bookmark: _GoBack]Table S3. Values of the significant descriptors used in the MLR/QSPR-logkBMC, SVM/QSPR-logkBMC and ANN/QSPR-logkBMC models
	Training Set
	P_VSA_s_5
	VE1_RG
	P_VSA_p_2
	GATS1e

	bromazepam
	63.965
	4.312
	76.727
	0.688

	clonazepam
	18.011
	3.726
	116.358
	0.434

	efaroxan
	33.571
	2.598
	44.571
	0.996

	fluoxetine
	0
	2.938
	29.011
	0.615

	guanabenz
	0
	2.637
	99.12
	0.861

	harmin
	16.173
	2.509
	43.346
	0.909

	idazoxan
	33.571
	3.04
	55.571
	0.97

	clonidine amine
	51.582
	3.127
	51.582
	0.869

	clonidine imine
	51.582
	3.132
	51.582
	0.869

	xylometazoline
	33.571
	5.002
	33.571
	1.241

	moxonidine
	52.807
	2.631
	96.765
	0.997

	naphazoline
	34.796
	3.026
	34.796
	1.192

	oksazepam
	18.011
	4.088
	102.625
	0.772

	olanzapine
	18.011
	2.704
	39.82
	1.125

	Prazepam
	0
	2.477
	45.055
	0.575

	rilmenidine amine
	18.011
	3.398
	45.796
	0.894

	rilmenidine imine
	18.011
	3.242
	45.796
	0.894

	risperidone
	0
	2.98
	74.675
	0.609

	tizanidine
	36.022
	3.062
	79.466
	0.843

	trimazoline
	33.571
	3.993
	33.571
	1.235

	viloxazine
	0
	2.9
	51.01
	0.971

	ziprasidone
	18.011
	4.484
	64.38
	0.68

	Test Set
	P_VSA_s_5
	VE1_RG
	P_VSA_p_2
	GATS1e

	brimonidine amine
	98.761
	3.16
	84.54
	1.075

	brimonidine imine
	97.536
	3.157
	83.315
	1.075

	carbamazepine
	0
	2.041
	59.557
	0.771

	citalopram
	14.764
	3.283
	43.346
	0.686

	clozapine
	18.011
	2.724
	41.045
	0.922

	guanfacine
	18.011
	2.281
	104.89
	0.816

	harman
	16.173
	2.544
	32.346
	0.971

	lamotrigine
	0
	2.016
	114.681
	0.888

	lorazepam
	18.011
	2.967
	102.625
	0.75

	mianserin
	0
	2.632
	6.249
	0.992

	tetrahydrozoline
	34.796
	3.05
	34.796
	1.195



