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SUPPORTING INFORMATION

Table S1. Probability of a bonds, where the second atom is not in a ring, in the first 1000 molecules in
the ZINC dataset.

bond prob. bond prob.

C-C  3787% C=N  041%
CN  1407% N 033%

N-C 13.76% N-O 0.31%
C=0 828% S-N  0.30%
C-O0 7.96% O-N  0.29%
0O-C 4.83% N=O 0.25%
C-S 227% C=N 0.23%
C-F 223% C=S 0.18%
S=0 1.62% N=C 0.15%
C-Cl 144% C=C 0.12%
S-C 1.10% S=C  0.06%
C=C 091% O-S 0.02%
N-S 0.56% S-O  0.02%
C-Br 041% C-I 0.01%

Tanimoto score = 0.27 Tanimoto score = 0.12
J(m)=0.9 J(m)=-2.4
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Tanimoto score = 0.26 .
Jm)=2.3 Tanimoto score = 0.24

J(m)=0.9

Figure S1. Molecules from the ZINC data set with the highest Tanimoto similarity to the molecules
shown in Figure 3, together with their J(m) values. The Tanimoto score is calculated using ECFP4
fingerprints.



