Table 1. 1 values from ACD/Labs v 5.0.0.184; 2 values from experimental database VCCLAB (ALOGPS 2.1.); 3 values from ACD/ChemSketch v 2.0; 4 miLogP – www.molinspiration.com.
	
	Lomefloxacin hydrochloride
	Levofloxacin hemihydrate
	Moxifloxacin hydrochloride

	Free Energy of Solvation (kcal/mol)
	in water
	-55.41
	-7.89
	-51.63

	
	in diethyl ether
	-66.06
	-18.27
	-61.57

	Electrostatic Potential (kcal/mol)
	-30.63 - +160.51
	-64.41 - +47.99
	-3.27 - +152.40

	Experimenatal Partition Coefficient
	LogPn-oct/buf pH=6.8
	-0.47
	-0.25
	-0.28

	
	LogPi
	0,19
	0,74
	0,96

	Protonation Macroconstants
	LogK1
	8,81
	8,20
	9,28

	
	LogK2
	5,94
	6,23
	6,30

	Protonation Microconstants
	Logk1
	8,24
	7,31
	8,15

	
	Logk2
	8,71
	8,22
	9,19

	
	Logk3
	6,35
	7,14
	7,52

	
	Logk4
	5,82
	6,29
	6,23

	In Silico Obtained Partition Coefficient Data
	ACD/logP1
	1.71±1.45
	0.84±1.5
	1.6±1.54

	
	AC/logP2
	0.28(+0.6)
	0.26(+0.6)
	0.58

	
	AB/logP3
	-0.67
	0.01
	0.79

	
	miLogP4
	0.08
	-0.262
	0.39


