S1 ROC curves were generated during the 10-fold cross-validation phase, using the DPC     molecular descriptor, on the training data. (A) k-NN, (B) LightGBM, (C) LR, (D) MLP, (E) NB, (F) RF, (G) XGBoost, and (H) QDA.
S2 ROC curves were generated during the testing phase, using the DPC molecular descriptor, on the test data. (A) k-NN, (B) LightGBM, (C) LR, (D) MLP, (E) NB, (F) RF, (G) XGBoost, and (H) QDA. 
S3 ROC curves were generated during the 10-fold cross-validation phase, using the PAAC     molecular descriptor, on the training data. (A) k-NN, (B) LightGBM, (C) LR, (D) MLP, (E) NB, (F) RF, (G) XGBoost, and (H) QDA.
S4 ROC curves were generated during the testing phase, using the PAAC molecular descriptor, on the test data. (A) k-NN, (B) LightGBM, (C) LR, (D) MLP, (E) NB, (F) RF, (G) XGBoost, and (H) QDA.
S5 ROC curves were generated during the 10-fold cross-validation phase, using the PAAC and DPC molecular descriptors, on the training data. (A) LightGBM + QDA, (B) MLP + LightGBM, (C) MLP + QDA and (D) RF + LightGBM.
S6 ROC curves were generated during the testing phase, using the PAAC and DPC molecular descriptors, on the training data. (A) LightGBM + QDA, (B) MLP + LightGBM, (C) MLP + QDA and (D) RF + LightGBM.
