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In SBDD, protein-ligand docking is a powerful method to identify its inhibitors.
We focused on residues involving in key interaction(s) such as H-bonds, ionic bonds, tight hydrophobic
contact with ligands. If a prediction method for importance measure of the binding site residues is given
beforehand, we could use the rank for the do rescoring and filtering. In this study, we newly set a
purpose to develop prediction methods to quantify the importance of residues with the key interaction(s)
around the pockets.
As a result of this study, interaction energies of probe molecules and information of amino acid were
selected as descriptors and these descriptors were used for constructing prediction models. Moreover, two
kinds of validation using data set based on experimental protein-ligand structures in PDB were performed
to evaluate the prediction model using performance indicators such as ROC score and correlation
coefficient.
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