S7 Table: 2-fold cross validation for optimizing Path and Model Scores

Group 1 testing performance
Bound PDB ID Recall (%) RFH Unbound PDBID Recall (%) RFH

lycrA 19.8 1 1zlmA 15.2 3
IwkwA 5.3 46 1lipbA 4.1 23
1sbOA 14.1 4  4i90A 27 107
2bzwA 31.1 1 1pqO0A - -
IdevA 1.1 13 1khxA 1.1 7
IjpwA 2.3 2 2z6hA 13.1 8
2cltA - - 1bk5A - -

Group 2 testing performance
Bound PDB ID Recall (%) RFH Unbound PDBID Recall (%) RFH

1fv1AB 10.1 11 4ah2AB 10.1 1
2cpkE 33 7 1j3hA 24 12
1sqkA 103 17 lijjA 20.3 6
3owtAB 3.5 2 3cz6AB 39 49
1p4qB 109 9 113¢B 116 2
118cA 46 93 1u2nA 57 15
IxtgA 100.0 1 IxtfA - -

Group 1 testing performance shows prediction results using the weights trained on the group 2
complexes, and vice versa. Recall: the number of hits retrieved by the trained score divided by the
total number of hits. This is to evaluate the performance of Path Score. RFH: numerical rank of
the first hit (good model). This is to evaluate the performance of Model Score. Dash (-) indicates
that the complex had no hits.



