Table 1.  Theoretical calculation of Log D and the percentage of water distribution of PMQ and CPMQ.

	
	

PMQ
	
 
CPMQ

	pH
	Log D
	% in water
	Log D
	% in water

	0
	-3.96
	99.99
	-0.18
	60.22

	1
	-3.40
	99.96
	0.34
	31.37

	2
	-3.20
	99.94
	0.52
	23.20

	3
	-2.81
	99.85
	0.88
	11.65

	4
	-2.19
	99.36
	1.30
	4.773

	5
	-1.90
	98.76
	0.92
	10.73

	6
	-1.80
	98.44
	0.03
	48.27

	7
	-1.42
	96.34
	-0.91
	89.04

	8
	-0.60
	79.92
	-1.60
	97.55

	9
	0.36
	30.39
	-1.80
	98.44

	10
	1.17
	6.333
	-1.83
	98.54

	11
	1.52
	2.932
	-1.84
	98.58

	12
	1.58
	2.563
	-1.84
	98.58

	13
	1.58
	2.563
	-1.84
	98.58

	14
	1.58
	2.563
	-1.84
	98.58


Note: The pH dependent octanol/water partition coefficient, Log D, has been extensively used to evaluate the solubility of compounds under different pH conditions. To do calculation, open the structure files by Marvin sketch 15.6.29 (a free edition), click “calculation”, select “partitioning”, select “log D”, then on the parameter panel select log P method “ChemAxon”, then press “ok”. CPMQ stands for carboxyl primaquine.
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