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Supplementary Figures S1 – S3



Figure S1. Activity prediction. For the all activity classes, predicted pKi values are plotted against the scaled distance of the corresponding compounds to the optimized coordinates. Training data (cyan squares), test data (magenta squares), and optimized coordinates (green circle) are shown.
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Figure S2. Projection of optimized coordinates. For all the activity classes, training data (cyan squares), test data (magenta squares), and optimized coordinates (green circle) are projected onto a principal component (PC) plot obtained from training data. For PC1 and PC2, contributions to data set variance are reported in %.
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Figure S3. Activity prediction for ChEMBL compounds. For all activity classes, predicted pKi values are plotted against the scaled distance of corresponding compounds to the optimized coordinates. ChEMBL compounds (cyan squares) and test compounds (true positives; magenta squares) falling inside the applicability domain are shown. Optimized coordinates are displayed as a green circle.
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