Table 1S. Correlation matrix of Eq. 3&4.

Eq. 3 BELe6 BELp8 RDF025v Morlse  Rée’
BELe6 1 0733 0528 0022 0355
BELpS 1 0.445 0150  0.432
RDF025v 1 0514  0.227
Mor15e 1 0.284
Rée’ 1
Eq.4 G(O.Cl) RDF025m RDF115m R4e" AE, .
G(0..Cl) 1 0.129 0027 0058  0.295
RDF025m 1 0219 0255  0.561
RDF115m 1 0.040 0371
Rée" 1 0.128
AE 1

homo-lumo




Table 2S. Values for molecular descriptors involved in the QSAR models.

Molecule  G(O..Cl) RDF025m  RDF115m R4e+ AE Homo-Lumo BELe6 BELp8 RDF025v Mor15e R4e+ DCW
1 0 18.148 0.205 0.049 -8.4927 1.003 0.925 15.937 -0.193 0.049 29.041067
2 0 22111 0.764 0.054 -8.2642 0.914 0.944 20.238 -0.089 0.054 35.0239432
3 32.12 20.508 0.016 0.054 -8.4372 0.807 0.938 18.597 -0.278 0.054 24.7536715
4 0 15.167 0.089 0.063 -9.6534 0.723 0.655 13.392 0.053 0.063 26.4416034
5 0 13.958 0.016 0.067 -9.552 0.718 0.51 12.215 -0.06 0.067 31.6547677
6 0 16.736 0.003 0.043 -9.1635 0.837 0.893 13.731 0.446 0.043 21.8217023
7 0 16.879 0.003 0.044 -9.2842 0.837 0.893 13.863 0.247 0.044 21.8217023
8 0 16.67 0.781 0.047 -9.2108 0.829 0.894 13.64 0.441 0.047 21.8217023
9 0 17.487 0.119 0.046 -8.928 0.837 0.893 13.823 0.82 0.046 23.7517958
10 0 17.425 0.006 0.048 -8.8889 0.835 0.894 13.819 0.775 0.048 27.2141538
11 0 16.73 0.007 0.058 -9.7147 0.807 0.8 15.273 -0.11 0.058 24.9866057
12 0 17.734 0.006 0.047 -0.7484 0.866 0.896 15.359 0.613 0.047 28.067946
13 0 15.721 0 0.047 -9.4436 0.839 0.892 13.338 0.557 0.047 19.8916089
14 0 17.214 0.013 0.04 -9.2114 0.903 0.923 14.139 0.609 0.04 21.3492188
15 0 16.119 0 0.045 -9.2193 0.889 0.895 13.727 0.47 0.045 21.8164011
16 0 17.483 0.141 0.043 -9.0118 0.912 0.976 14.67 0.612 0.043 23.274011
17 0 19.502 0.011 0.047 -0.1749 0.858 0.882 16.157 -0.117 0.047 25.8501806
18 0 20.749 0.007 0.049 -9.2239 0.888 0.891 17.253 0.027 0.049 31.4398952
19 0 16.429 0.009 0.048 -8.9421 0.894 0.894 13.798 0.402 0.048 23.0391821
20 0 17.108 0.006 0.049 -9.7608 0.842 0.892 13.682 0.173 0.049 21.9634732
21 0 17.87 0.223 0.039 -9.5188 0.807 0.906 16.02 -0.081 0.039 20.079641
22 0 16.131 0 0.048 -7.9399 0.803 0.673 14.293 0.006 0.048 31.472777
23 0 17.677 0.011 0.056 -9.6315 0.807 0.831 15.397 -0.116 0.056 27.0951263
24 0 16.586 0.095 0.048 -9.7205 0.807 0.799 13.35 0.479 0.048 27.5787326
25 0 23.441 0 0.036 -8.8231 0.827 0.976 20.033 0.398 0.036 29.0036728
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Figure 1S. Dispersion plot of the residuals for the o Calibration set and A test set
according to Eq. 3.
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Figure 2S. Dispersion plot of the residuals for the o Calibration set and A test set
according to Eq. 4.
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Figure 3S. Dispersion plot of the residuals for the o Calibration set and A test set
according to Eq. 5.
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