

	Table 1 Values of the coefficients of Eq. 2 and standard deviation between calculated and experimental for Abraham A and Kamlet–Taft α values a 

	
	Ab
	αc

	
	DF
	HF
	DF
	HF

	Intercept, A0 or α0
	−0.21±0.01
	−0.17±0.01
	−0.58±0.1
	−0.49±0.1

	
d
	  0.86±0.02
	  0.78±0.02
	  3.34±0.3
	  2.70±0.2

	

	  0.12
	  0.13
	  0.25
	  0.26

	a uncertainties (±0.X) are standard deviations of the coefficients
b 127 Data points
c 59 data points
d Charges calculated using Hirshfeld’s model [Y]




	
Table 2 Values of the coefficients of Eq. 2 and standard deviation between calculated and experimental for Abraham S values a b

	
	DF
	HF

	Intercept, S0
	−0.05±0.03
  0.15±0.02
	0.04±0.05
0.15±0.02

	
 
	  0.36±0.05
  0.35±0.05
	0.31±0.06
0.31±0.06

	
 
	  0.46±0.07
–
	0.29±0.14
–

	
 
	  0.81±0.03
  0.77±0.04
	0.85±0.04
0.86±0.04

	
 
	  0.46±0.04
  0.51±0.05
	0.53±0.05
0.55±0.05

	
 
	0.13
0.14
	0.14
0.14

	a Upper values are for fits to four molecular properties and the lower values for fits excluding the energy of the acceptor orbital see text)
b uncertainties (±0.X) are standard deviations of the coefficients





	
Table 2 Values of the coefficients of Eq. 2 and standard deviation between calculated and experimental for Abraham S values a

	
	DF
	HF

	Intercept, S0
	  0.15±0.02
	0.15±0.02

	
 
	  0.35±0.05
	0.31±0.06

	
 
	  0.77±0.04
	0.86±0.04

	
 
	  0.51±0.05
	0.55±0.05

	
 
	0.14
	0.14

	a uncertainties (±0.X) are standard deviations of the coefficients





	Table 3 Experimental S values for aromatic substances a

	benzene 
	0.52
	naphthalene 
	0.92

	toluene
	0.52
	diphenylmethane
	1.04

	ethyl benzene
	0.51
	biphenyl
	0.99

	o-xylene
	0.56
	
	

	m-, p-xylene
	0.53
	anthracene
	1.34

	n-butylbenzene
	0.51
	phenanthrene
	1.29

	1,3,5-methylbenzene
	0.52
	
	

	styrene
	0.65
	
	

	allylbenzene
	0.60
	
	

	a Values taken from [4]




	Table 4 Experimental S values for substituted phenols a

	Substance
	S
	Substance
	S
	Substance
	S

	2-fluorophenol
	0.61
	3-Fluorophenol
	0.68
	4-fluorophenol
	0.63

	2-chlorophenol
	0.32
	3-chlorophenol
	0.60
	4-chlorophenol
	0.68

	2-bomomphenol
	0.35
	
	
	4-bomomphenol
	0.67

	2-methoxyphenol
	0.22
	3-methoxyphenol
	0.59
	
	

	2-nitrophenol
	0.05
	3-nitrophenol
	0.79
	4-nitrophenol
	0.82

	a Values taken from [4]






	
Table 5 Values of the coefficients of Eq. 2 and standard deviation between calculated and experimental for Kamlet, Abboud and Taft π* and Dimroth and Reichardt  values  a

	
	
	
	
	

	
	π* b
	
c

	
	DF
	HF
	DF
	HF

	
π*0 or 
	0.03
	0.01
	0.05
	0.05

	

	−0.51 
	−0.58
	−0.24
	−0.24

	

	  0.63
	  0.63
	  0.19
	  0.18

	

	  0.68
	  0.74
	  0.19
	  0.19

	

	  0.40
	  0.45
	–
	–

	

	–
	–
	0.58
	0.62

	σ
	0.11
	0.11
	0.07
	0.07

	a Data from [18]

b Experimental values for aromatic and polychloro solvents corrected as (this is similar to the introduction of δ to correct π* for aromatic and polychloro compounds [3]; see [16] for details)


c the normalized  rather than  was analysed to allow comparability of the  recovered coefficients
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