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Structure and dynamics based drug development to obtain highly active compounds

Takeuchi, Koh
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Dynamic properties are extremely important for proteins to perform their
functions. The same is true in drug discovery, where protein functions are controlled by compounds.
In this study, we examined the possibility of utilization of dynamic information obtained by

solution NMR in structure-guided drug discovery. As a result, we established a strategy to quantify

the mobility of each site in compounds in the target protein bound state. In addition, we succeeded
in developing a strategy to identify and utilize

cryptic sites,” hidden compound binding sites,
on the surface of drug-target proteins.
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