Electronic Supplementary Material for PCCP

This Journal is © The Owner Societies 2005


Electronic Supplementary Information 

The characterisation of the water/o-nitrophenyl octyl ether system in terms of the partition of nonelectrolytes and of ions.†

-----------------------------------------------------------------------------------------------------------Michael H. Abraham* and Yuan H. Zhao

Department of Chemistry, University College London, 20 Gordon Street, London, UK 

WC1H 0AJ.  E-Mail: m.h.abraham@ucl.ac.uk
Table S1. Solutes, their descriptors and log Pnpoe values

	Solute
	E
	S
	A
	B
	V
	log Pnpoe

	3-Chlorobenzoic acid
	0.840
	0.98
	0.65
	0.28
	1.0541
	0.94

	4-Chlorobenzoic acid
	0.840
	1.02
	0.63
	0.27
	1.0541
	0.88

	4-Iodobenzoic acid
	1.310
	1.27
	0.63
	0.30
	1.1899
	1.46

	(-Methyl-4-isobutyl

phenylacetic acid
	0.730
	0.59
	0.59
	0.81
	1.7771
	2.72

	Naproxen
	1.510
	1.98
	0.60
	0.68
	1.7821
	2.51

	Ketoprofen
	1.650
	2.26
	0.55
	0.89
	1.9779
	1.81

	Indomethacin
	2.236
	1.35
	0.57
	1.57
	2.5299
	3.03

	Benzoic acid
	0.730
	0.90
	0.59
	0.40
	0.9317
	0.50

	Phenylacetic acid
	0.730
	1.01
	0.59
	0.61
	1.0726
	0.12

	3-Phenylpropanoic acid
	0.730
	1.20
	0.60
	0.58
	1.2135
	0.51

	4-Phenylbutanoic acid
	0.730
	1.20
	0.55
	0.58
	1.3544
	1.28

	Antipyrine
	1.320
	1.50
	0.00
	1.48
	1.5502
	-0.03

	Diazepam
	2.078
	1.57
	0.00
	1.25
	2.0739
	2.96

	Nicotine
	0.865
	0.92
	0.00
	1.08
	1.3710
	0.60

	5-Ethyl-5-phenylbarbital
	1.630
	1.80
	0.73
	1.15
	1.6999
	0.02

	5,5-Diphenylhydantoin
	1.713
	2.19
	0.85
	1.00
	1.8693
	0.80

	4-Nitrophenol
	1.070
	1.72
	0.82
	0.26
	0.9493
	1.10

	Methyl acetate
	0.142
	0.64
	0.00
	0.45
	0.6057
	0.28

	Ethyl acetate
	0.106
	0.62
	0.00
	0.45
	0.7466
	0.91

	Butyl acetate
	0.071
	0.60
	0.00
	0.45
	1.0284
	1.86

	Acetonitrile
	0.237
	0.90
	0.07
	0.32
	0.4042
	-0.22

	Proprionitrile
	0.162
	0.90
	0.02
	0.36
	0.5450
	0.27

	N,N-Dimethylacetamide
	0.363
	1.35
	0.00
	0.77
	0.7877
	-0.64

	Ethanol
	0.246
	0.42
	0.37
	0.48
	0.4491
	-1.29

	Propan-1-ol
	0.236
	0.42
	0.37
	0.48
	0.5900
	-0.76

	Pentan-1-ol
	0.219
	0.42
	0.37
	0.48
	0.8718
	0.39

	Hexan-1-ol
	0.210
	0.42
	0.37
	0.48
	1.0127
	0.94

	Pentanoic acid
	0.205
	0.63
	0.62
	0.45
	0.8875
	-0.06

	1-Nitrobutane
	0.227
	0.95
	0.00
	0.29
	0.8464
	1.99

	Acetophenone
	0.818
	1.01
	0.00
	0.48
	1.0139
	2.00

	Nitrobenzene
	0.871
	1.11
	0.00
	0.28
	0.8906
	2.44

	1-Chloro-2-nitrobenzene
	1.020
	1.24
	0.00
	0.24
	1.0130
	2.88

	Phenylacetonitrile
	0.751
	1.15
	0.00
	0.45
	1.0120
	2.12

	Benzylmethylketone
	0.748
	0.90
	0.00
	0.66
	1.1548
	1.86

	2-Phenylethyl acetate
	0.788
	1.10
	0.00
	0.50
	1.3544
	2.54

	Pyridine
	0.631
	0.84
	0.00
	0.52
	0.6753
	0.26

	Acridine
	2.356
	1.32
	0.00
	0.58
	1.4133
	3.61

	1-Naphthoic acid
	1.460
	1.20
	0.65
	0.46
	1.3007
	1.81

	1-Naphthylamine
	1.670
	1.26
	0.20
	0.57
	1.1852
	2.49

	Aniline
	0.955
	0.96
	0.26
	0.41
	0.8162
	1.08

	N-Ethylaniline
	0.945
	0.85
	0.17
	0.43
	1.0980
	2.36

	2-Chloroaniline
	1.033
	0.92
	0.25
	0.31
	0.9390
	2.12

	2-Aminobiphenyl
	1.600
	1.48
	0.26
	0.41
	1.4240
	3.20

	4,4'-Diaminobiphenyl
	1.900
	1.90
	0.50
	0.85
	1.5238
	1.82

	4-Nitroaniline
	1.220
	1.93
	0.46
	0.35
	0.9904
	1.52

	Phenol
	0.805
	0.89
	0.60
	0.30
	0.7751
	0.58

	3-Chlorophenol
	0.909
	1.06
	0.69
	0.15
	0.8975
	1.48

	3-Methylbenzoic acid
	0.730
	0.90
	0.60
	0.40
	1.0726
	1.01

	3-Chlorophenylacetic acid
	0.840
	1.02
	0.61
	0.57
	1.1950
	0.93

	Benzyl alcohol
	0.803
	0.87
	0.39
	0.56
	0.9160
	0.36

	4-Methylbenzyl alcohol
	0.810
	0.88
	0.39
	0.60
	1.0569
	1.27

	4-Nitrophenol
	1.070
	1.72
	0.82
	0.26
	0.9493
	0.94

	Dimethylsulfoxide
	0.522
	1.72
	0.00
	0.97
	0.6126
	-1.42

	Triethylamine
	0.101
	0.15
	0.00
	0.79
	1.0538
	0.81

	N,N-Dimethylbenzylamine
	0.668
	0.78
	0.00
	0.70
	1.2389
	1.64

	Decanoic acid
	0.124
	0.64
	0.62
	0.45
	1.5920
	2.94


