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Table S2  Examples of compound modifications described in the text

Modificati Parent Modified
No. N M | F(-1.0)  F(1.0 MW logP APSA
° on Structure  Structure (-1.0) F(1.0) A AClogP  APS

2587 30 0.031 0.066 18.0 0.1 0.0

%

3885 30 | 0.063 0.078 34.4 0.7 0.0

1048 29 0.115  0.093 78.9 0.9 0.0

%%

o]
=

95 21| 0.135  0.125 125.9 11 0.0

9867 30 | 0.053 0.101 14.0 0.5 0.0

1425 29  0.077 0.115 28.1 1.0 0.0

7 CcC

503 28| 0.074 0.153 421 1.6 0.0

8 CCCC 233 26| 0.094 0.162 56.1 2.1 0.0

9 CCcCcC 73 18| 0.081 0.189 70.2 2.6 0.0

Q

10 c(c)cC 528 29| 0.101 0.144 421 14 0.0

11 Cc(C)C 172 | 25 0.129 0.208 56.1 2.0 0.0
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