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Descriptor Chemical meaning ME VIF
Constant Intercept _ _

P Polarizability 4.230 1.173
Ms Mean electrotopological state(Constitutional descriptors) -3.667 1.104
X index Balaban X index (topological descriptors) 0.437 1.236
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p Ms Xindex
p 1
Ms 0.26 1
Xindex -0.29 -0.34 1
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No Compounds Exp GA-MLR
Train
1 Benzene 2.13 2.2
2 Toluene 2.73 2.74
3 Cyclopentane 3.01 2.92
4 p-Xylen 3.15 3.25
5 Ethylbenzene 3.15 3.28
6 m-Xylen 3.2 3.26
7 2-Methylpentane 3.21 3.2
8 Methylcyclopentane 3.37 3.23
9 2,3-Dimethylbutane 3.42 3.66
10 Cyclohexane 3.44 3.31
11 trans-1,2-Dimethylcyclopentane 3.52 3.6
12 cis-1,3-Dimethylcyclopentane 3.52 3.59
13 3-Methylpentane 3.6 3.22
14 Methylcyclohexane 3.61 3.67
15 1-Methyl-4-Ethylbenzene 3.63 3.79
16 1,2,4-Trimethylbenzene 3.63 3.78
17 3-Methylhexane 3.63 3.66
18 Isopropylbenzene 3.66 4.06
19 1-Ethyl-1-methylcyclopentane 3.67 3.64
20 3,3-Dimethylpentane 3.67 3.67
21 2-Methylhexane 3.71 3.69
22 3,3-Dimethylpentane 3.71 3.71
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23 cis-trans-cis-1,2,4- 3.94 3.99
24 2,2-Dimethylpentane 4.01 4.07
25 trans-1,2-Dimethylcyclohexane 4.05 4.06
26 1,3,5-Triethylbenzene 4,09 4.08
27 tert-Butylbenzene 411 4.23
28 3-Methylheptane 4,12 4.15
29 2,3-Dimethylhexane 412 4.14
30 2,5-Dimethylhexane 4.16 4.12
31 2,2-Dimethylhexane 4.2 4.16
32 3-Ethylhexane 4.2 4.21
33 3-Methylheptane 4.2 4.18
34 1,3-Dimethyl-2-Ethylbenzene 4.28 4.31
35 n-Butylbenzene 4.38 4.32
36 1-Methyl-3-1sopropylbenzene 4.5 4.26
37 1,2-Dimethyl-4-Ethylbenzene 4.5 4.3
38 sec-Butylbenzene 4,57 4.29
39 2,3-Dimethylheptane 4.61 4.59
40 3,5-Dimethylheptane 4.61 4.63
41 3,4-Dimethylheptane 4.61 4.65
42 3,3-Diethylpentane 4.65 4.71
43 3,3-Dimethylpentane 4.65 4.65
44 1-Methyl-3-n-Propylbenzene 4.67 4.32
45 2-Methyloctane 4.69 4.65
46 3-Methyloctane 4.69 4.67
47 n-Pentylbenzene 4.9 4.83
48 1,2,4-Triethylbenzene 5.11 5.33
49 3,3-Dimethyloctane 5.14 5.12

Test
50 0-Xylene 3.12 3.26
51 1,3,5-Trimethylbenzene 3.42 3.77
52 2,2,3-Trimethylbutane 3.59 3.6
53 2,4-Dimethylpentane 3.63 3.63
54 n-Propylbenzene 3.69 3.83
55 trans-1,2-Dimethylcyclohexane 4.01 4.07
56 2,5-Dimethylhexane 4,12 4.12
57 4-Methylheptane 4.2 4.19
58 2-Methylbutylbenzene 4.43 5.44
59 1,3,5-Triethylbenzene 5.11 5.33
60 Isopropylbenzene 4.68 4.27
61 2,5-Dimethylheptane 4.61 4.61
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