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Figure S1. Compounds for the excluded test set were chosen based on the maximum structural dissimilarity to both train and validation set compounds. Selection was performed by the clustering of the whole dataset of 1202 compounds by fingerprints similarities and choosing molecules forming singlets for RMSD threshold of 0.5 Å.
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Figure S2. Test run for Random Forest model to determine the optimal number of estimators.
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Figure S3. The trend of loss function during the DNN model training.
Kinase dataset, list of PDB IDs: 1CM8, 1Q41, 1S9I, 1T46, 1UA2, 1XJD, 2C47, 2CMW, 2DQ7, 2HW7, 2I1M, 2JDO, 2NRU, 2QD9, 2RKU, 2V7O, 2VZ6, 2WEL, 2X2M, 2X4Z, 2XNM, 2Y7J, 2YCF, 2YEX, 3BBT, 3BHY, 3BLR, 3E7O, 3EQR, 3F66, 3FHR, 3FXZ, 3FZT, 3HDM, 3HNG, 3KN5, 3MPM, 3NR9, 3PLS, 3POZ, 3PP0, 3Q4U, 3R04, 3RGF, 3S95, 3V8S, 3VO3, 3VVH, 3WF7, 3ZBF, 4AT5, 4AU8, 4B6L, 4BKY, 4CLJ, 4CRS, 4E93, 4EYJ, 4F9C, 4FYO, 4GCJ, 4GIH, 4GV1, 4HCU, 4HGS, 4HVD, 4I4E, 4IM0, 4IVA, 4K33, 4KIK, 4KWP, 4L7F, 4MXO, 4NW6, 4OBO, 4PMM, 4QTE, 4RFZ, 4RT7, 4TND, 4TWC, 4U8Z, 4USF, 4WOT, 4X7Q, 4YLK, 4YMJ, 5BX6, 5EAK, 5EBZ, 5EZV, 5G1X, 5GRN, 5H2U, 5HES, 5HU9, 5JIX, 5JZN, 5L0N, 5LI9, 5MY8, 5NKF, 5U6B
