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Supplementary Materials: Pharmaceutical Machine
Learning: Virtual High-Throughput Screens
Identifying Promising and Economical Small
Molecule Inhibitors of Complement Factor Cl1s.

Jonathan Jun Feng Chen " 1, Lyndsey N. Schmucker >* and Donald P. Visco Jr 3%*

Table S1. Training Data. All data used to train the first-round classification and regression vHTS model.
The same data is augmented with the in vitro experimental results and used to train the second-round
classification and regression vHHTS models. SID= PubChem Substance ID
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