Supplementary Table 4. ADME (Adsorption, Distribution, Metabolism, Excretion) properties of selected compounds.
	site for screening
	Number
	Compounds
	Solubility Level
	BBB
	CYP2D6
	Hepatotoxicity Level
	Absorption Level
	PPB level

	site 1
	1
	ZINC000014951658
	3
	4
	0
	0
	3
	0

	
	2
	ZINC000044281738
	0
	4
	0
	1
	3
	1

	
	3
	ZINC000014951634
	3
	4
	0
	0
	3
	0

	
	4
	ZINC000011616634
	2
	4
	0
	0
	3
	0

	
	5
	ZINC000011616635
	2
	4
	0
	0
	3
	0

	
	6
	ZINC000011616636
	2
	4
	0
	0
	3
	0

	
	7
	ZINC000028541549
	3
	4
	0
	0
	2
	0

	
	8
	ZINC000000537805
	2
	4
	0
	0
	2
	1

	
	9
	ZINC000027646038
	3
	1
	0
	0
	0
	0

	
	10
	ZINC000014883348
	0
	4
	0
	0
	3
	1

	
	11
	ZINC000002146627
	1
	1
	0
	0
	0
	1

	
	12
	ZINC000027646631
	3
	1
	0
	0
	0
	0

	
	13
	ZINC000013374323
	2
	2
	0
	0
	0
	0

	
	14
	ZINC000013431283
	2
	3
	0
	0
	0
	1

	
	15
	ZINC000004097985
	3
	4
	0
	0
	1
	0

	
	16
	ZINC000003809850
	3
	0
	0
	0
	0
	0

	
	17
	ZINC000003981490
	3
	0
	1
	0
	1
	1

	
	18
	ZINC000004521879
	2
	4
	0
	0
	1
	1

	
	19
	ZINC000003947515
	2
	3
	0
	0
	0
	1

	
	20
	ZINC000004098458
	3
	4
	0
	0
	3
	0

	site 2
	1
	ZINC000044352341
	4
	4
	0
	0
	3
	

	
	2
	ZINC000072131515
	0
	4
	0
	0
	3
	

	
	3
	ZINC000027646038
	3
	1
	0
	0
	0
	

	
	4
	ZINC000011616636
	2
	4
	0
	0
	3
	

	
	5
	ZINC000030729923
	0
	4
	0
	0
	3
	

	
	6
	ZINC000004654841
	0
	4
	0
	0
	3
	

	
	7
	ZINC000053147179
	3
	4
	0
	1
	3
	

	
	8
	ZINC000013760073
	3
	1
	0
	0
	0
	

	
	9
	ZINC000028539727
	4
	4
	0
	1
	3
	

	
	10
	ZINC000027646621
	3
	1
	0
	0
	0
	

	
	11
	ZINC000027646638
	3
	1
	0
	0
	0
	

	
	12
	ZINC000008689961
	3
	0
	0
	0
	0
	

	
	13
	ZINC000014825436
	1
	4
	0
	0
	3
	

	
	14
	ZINC000002528509
	2
	4
	1
	1
	0
	

	
	15
	ZINC000004654969
	3
	4
	0
	0
	1
	

	
	16
	ZINC000015122022
	2
	4
	1
	0
	2
	

	
	17
	ZINC000002526388
	2
	4
	1
	1
	0
	

	
	18
	ZINC000002526389
	2
	4
	1
	1
	0
	

	
	19
	ZINC000013378641
	2
	4
	1
	0
	2
	

	
	20
	ZINC000038143594
	3
	4
	0
	0
	3
	　


BBB (blood-brain barrier); CYP2D6 (cytochrome P-450 2D6); PPB (plasma protein binding) 
Aqueous-solubility level: 0, extremely low; 1, very low, but possible; 2, low; 3, good. 
BBB level: 0, very high penetrant; 1, high; 2, medium; 3, low; 4, undefined. 
CYP2D6 level: 0, noninhibitor; 1, inhibitor. 
Hepatotoxicity: 0, nontoxic; 1, toxic. 
Human-intestinal absorption level: 0, good; 1, moderate; 2, poor; 3, very poor. 
PPB: 0, absorbent weak; 1, absorbent strong.


