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The purpose of this study was to develop a fast prediction method for
cryptic binding sites in protein structures and to provide useful information for drug target
protein selection.

By creating protein structures in which cryptic binding sites appeared through mixed-solvent
molecular dynamics (MSMD) simulations, we augmented the training data and achieved prediction by
deep learning.

In FY2023, Meller et al. developed a fast prediction method using AlphaFold, thus we improved the
MSMD simulation method to develop a cryptic binding site search method specifically for cyclic
peptides, a drug discovery modality that has been attracting attention in recent years.
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