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Table S1. Calculated values of the selected variables for training and test sets. 

Compound ELUMO (a.u.) QR2 QR4 Volume (Å3) Polarizability (Å3) 
Training set 

1 −0.05 −0.58 −0.47 1475.95 57.74 
2 −0.05 −0.50 −0.52 1427.44 57.74 
3 −0.04 −0.52 −0.52 1436.85 58.38 
4 −0.04 −0.55 −0.45 1421.79 57.74 
5 0.20 −0.70 −0.53 1388.53 55.36 
6 −0.04 −0.59 −0.51 1362.46 54.07 
7 −0.04 −0.51 −0.45 1421.40 57.74 
8 −0.04 −0.42 −0.50 1365.96 52.76 
9 −0.04 −0.55 −0.46 1366.94 55.91 
10 −0.06 −0.54 −0.44 1354.56 54.73 
11 −0.07 −0.71 −0.27 1474.13 62.53 
12 −0.04 −0.54 −0.57 1382.26 55.91 
13 −0.07 −0.53 −0.47 1398.68 56.66 
14 −0.04 −0.53 −0.51 1298.70 51.56 
15 −0.04 −0.52 −0.52 1342.81 53.40 
16 −0.04 −0.35 −0.43 1301.86 51.56 
17 −0.04 −0.57 −0.56 1404.80 53.40 
18 −0.04 −0.51 −0.46 1321.06 52.76 
19 −0.08 −0.38 −0.20 1453.44 62.86 
20 −0.05 −0.55 −0.31 1413.86 57.82 
21 −0.07 −0.53 −0.47 1398.07 56.66 
22 0.17 −0.68 −0.58 1411.68 57.29 
23 −0.06 −0.51 −0.60 1465.41 59.13 
24 0.21 −0.74 −0.52 1416.95 55.91 
25 −0.05 −0.50 −0.53 1427.55 57.74 
26 −0.04 −0.53 −0.52 1327.97 52.76 
27 −0.04 −0.56 −0.48 1340.68 53.44 
28 −0.04 −0.51 −0.47 1429.05 58.46 
29 −0.05 −0.46 −0.51 1382.38 57.83 
30 −0.05 −0.86 −0.46 1185.77 46.62 
31 −0.07 −0.91 −0.42 1201.97 48.45 
32 −0.04 −0.86 −0.57 1042.74 38.87 
33 −0.03 −0.63 −0.37 1079.81 40.89 
34 −0.04 −0.97 −0.20 944.67 39.41 
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Table S1. Cont. 

Compound ELUMO (a.u.) QR2 QR4 Volume (Å3) Polarizability (Å3) 
Training set 

35 −0.04 −0.87 −0.44 1069.62 41.26 
36 −0.07 −0.88 −0.41 1067.54 42.43 
37 −0.04 −0.86 −0.56 1038.91 40.07 
38 −0.02 −0.97 −0.52 984.52 37.67 
39 −0.03 −0.81 −0.35 989.99 36.25 
40 −0.04 −0.57 −0.32 985.22 36.16 
41 −0.04 −0.86 −0.51 1303.37 50.29 
42 −0.06 −0.94 −0.41 733.28 27.92 
43 −0.03 −0.68 −0.33 1022.22 36.73 
44 −0.04 −0.90 −0.17 1063.16 40.30 
45 −0.05 −0.94 −0.43 1008.78 39.58 
46 −0.04 −0.87 −0.47 972.85 36.96 
47 −0.04 −0.90 −0.17 873.86 32.15 
48 −0.06 −0.88 −0.54 950.52 35.90 
49 −0.02 −0.83 −0.27 771.80 26.50 

Test set 
50 −0.04 −0.68 −0.49 1549.31 62.05 
51 −0.07 −0.48 −0.52 1516.73 59.58 
52 −0.04 −0.49 −0.49 1493.03 58.94 
53 −0.05 −0.45 −0.52 1539.07 61.50 
54 −0.05 −0.47 −0.52 1394.89 55.91 
55 0.21 −0.76 −0.53 1394.45 55.27 
56 0.21 −0.66 −0.60 1467.98 59.03 
57 −0.05 −0.48 −0.54 1403.44 56.56 
58 −0.04 −0.53 −0.33 1082.42 41.88 
59 −0.04 −0.87 −0.48 1053.74 39.43 
60 −0.06 −0.90 −0.50 1134.25 46.27 
61 −0.03 −0.87 −0.56 1050.11 40.07 
62 −0.03 −0.88 −0.47 997.36 37.59 
63 −0.06 −0.87 −0.59 938.91 36.48 
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