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Table S1. Structure of compounds with different skeletons in the data set.

No. Structure pKi (uM)  No. Structure pKi (uM)

1 9.398 95 8.097
28 9.222 10s 7.886
3 7.959 11 7.770
4 7.125 12 8.538
5 9.048 12 8.770
65 8.032 14 8.538
7 8.301 155 8.398
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§ Test set.



