Figure S7. ROC curves using molecular weight as classifier.
This graph shows the sensitivity versus 1-specificity. This indicates ROC curves when the active compounds in the top 1,000 compounds are considered as total the true positives. ROC curves for trypsin, HIV PR, AChE, and CDK2 were drawn in blue, red, yellow, and orange, respectively. These ROC values for trypsin, HIV PR, AChE, and CDK2 are 0.454, 0.674, 0.462, and 0.430. From statistical analysis, it is obvious that the differences in the ROC values between G06 and molecular weight were statistically significant for trypsin, HIV PR, AChE. The differences in the ROC values between molecular docking and molecular weight were not statistically significant for all proteins.
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