Supplementary Figure 1. Performance change by different cutoff
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A. Performance change in cross-validation by different cutoff (Random Forest). B. Performance change in cross-
validation by different cutoff (SVM). C. Performance change in independent test by different cutoff (Random Forest).

D. Performance change in independent test by different cutoff (SVM). The cutoff value ranges from 0.5 to 2.5.



Supplementary Figure 2. Performance change by weight values
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A. Performance change in cross-validation by weight values (Random Forest). B. Performance change in cross-
validation by weight values (SVM). C. Performance change in independent test by weight values (Random Forest). D.
Performance change in independent test by weight values (SVM). The x-axis indicates the multiplied number to selected
substructures ranging from 5 to 20.



