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Parameter Name Weight
1 | Number of Sulfur atoms -1.08478
2 | Number of Chlorine atoms -1.97868
3 | Number of single bonds -1.20646
4 | Number of double bonds -0.92856
5 Kappa 3 index (heteroatom corrected) -0.31604
6 ALLP 3/number of atoms in structure -2.67357
7 | 4th order cluster MC Number -5.67726
8 | 6th order cluster MC Number 0.804397
9 3rd order cluster MC Simple 3.383971
10 | 4th order cluster MC Simple -1.98152
11 | 5th order cluster MC Simple 6.933323
12 | 5th order chain MC Simple 8.934093
13 | 6th order path MC Valence 1.336674
14 | 4th order cluster MC Valence 4.316408
15 | Path-2 molecular connectivity 0.968758
16 | Path-4 molecular connectivity -0.23298
17 | Cluster-3 molecular connectivity 2.028023
18 | Path-cluster-4 molecular connectivity -0.15609
19 | Balabans topological index J 0.260166
20 | WTPT 1/number of atoms in the structure 16.6772
21 | Sum of atom IDs for all heteroatoms 0.017547
22 | Sum of atom IDs for oxygen atoms 0.207641
23 | Sum of atom IDs for nitrogen atoms -0.05725
24 | Topological symmetry -3.35183
25 | Geometrical symmetry -14.0137
26 | Combined symmetry 0.912276
27 | Third moment of inertia with H -0.00405
28 | First/second moment of inertia with H -5.16949
29 | Shadow area 1 (XY plane) 0.197213
30 | Shadow area 2 (XZ plane) 0.074972
31 | Shadow area 3 (YZ plane) 0.082065
32 | Shadow area 4 (normalized SHDW1) 29.21819
33 | Shadow area 5 (normalized SHDW2) -35.1958




34 | Shadow area 6 (normalized SHDW3) 13.63438
35 | Length-to-breath ration (Minimum area) -7.43351
36 | Bond strain energy of molecule 0.104397
37 | Mass weighted Thickness -6.49193
38 | Mass weighted Width/Thikcness -5.1E-05
39 |logP -3.58264
40 | Molecular distance edge between all primary sec C 0.722229
41 | Molecular distance edge between all primary quat C 0.276122
42 | Molecular distance edge between all sec sec C -0.60317
43 | Molecular distance edge between all sec tert C 0.297054
44 | Molecular distance edge between all sec quat C 0.416563
45 | Minimum E-State value 0.868206
46 | Average E-State value over all hetero-atoms -0.81648
47 | Difference between Max and Min E-State values -0.38178
48  3-D Wiener Index Calculations -0.00168
49 | Superpendentivity index 0.000077
50 | Superpendentivity index Nitrogen only 0.290039
51 | Superpendentivity index Oxygen only 0
52 | Superpendentivity index Halogen only -0.04216
53 | Molecular mass of rotatable atoms -0.00825
54 | Fractional mass of rigid atoms -21.8814
55 | Distance weighted flexibility 0.241456
56 | Primary sp3 carbon count -3.47564
57 | Secondary sp3 carbon count -2.7197
58 | octanol-water partition coefficient 0.587578
59 | Number of H-bond donors -2.58731
60 | Water solubility -2.67364
61 | Topological Polar Surface Area -0.04022
62 | Average Energy Resulting from All Group Energies 0.115954
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