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Development of novel computational method for identification of druggable
cryptic pocket on protein surface
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Cryptic ligand binding sites, which are not evident in the unliganded
structures, are beneficial in tackling with difficult but attractive drug targets. However, cryptic
pockets have thus far not been rationally pursued in the early stages of drug development. In this
study, we optimized the protocol of our in silico fragment mapping method for discovery of the
cryptic pockets, and then successfully identified the lead compounds for the development of the
inhibitors for several drug targets. These results demonstrated the utility of our in silico
fragment mapping method as a novel computational fragment-based drug design (FBDD) methodology
targeting the cryptic pockets.
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