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Improvement of virtual screening accuracy by postprocess based on
interaction energy

Yasuo NoBuaki!:®)

SEKIJIMA MASAKAZUL2

Abstract: Virtual screening is often used in order to obtain novel compound for specific target protein. In
this study, we proposed a new reranking method of the result of docking simulation to improve the accuracy
of virtual screening. We made a new score named SIEVE-Score (Similarity of Interaction Energy VEctor
Score) based on the interaction energy of ligand and each amino acid residue of protein. SIEVE-Score is
calculated by the distance of interaction energy between ligand and ligands known actives and non-actives.
We also evaluated this method using Glide the DUD-E Diverse set.
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