Table SI. Physicochemical properties of the 9 compounds
	
	Molecular weight
	PSA
	log P
	log D 
(pH 7.4)
	No. of H donors
	No. of H acceptors
	pKa 
(Acid)
	pKa 
(Base)

	Acetaminophen
	151
	49
	0.5
	0.5
	2
	2
	9.5
	-4.4

	Atenolol
	266
	85
	0.2
	-1.7
	3
	4
	14.1
	9.7

	Methotrexate
	454
	211
	-1.9
	-2.5
	5
	12
	3.4
	2.8

	Morphine
	285
	53
	0.9
	-0.4
	2
	4
	10.3
	9.1

	Paliperidone
	426
	82
	1.8
	2.1
	1
	5
	13.7
	8.8

	Phenytoin
	252
	58
	2.47
	2.5
	2
	2
	9.47
	-9

	Quinidine
	324
	46
	3.4
	2.0
	1
	4
	13.9
	9.1

	Remoxipride
	371
	51
	2.1
	0.7
	1
	4
	13.1
	8.4

	Risperidone
	410
	62
	2.5
	2
	0
	4
	 
	8.8

	from DrugBank (http://www.drugbank.ca/)



