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-Research Note-
High Pressure Protein Research Center's Efforts to Explore Allosteric Regulators

Takuma Shirakil, Kazumasa Sakurai?, Yasushige YonezawaZ

Abstract

Many cancer drugs competitively inhibit intracellular signaling pathway proteins, but due to the
problem of drug resistance, there is a need for a different approach to cancer drug discovery. We are
collaborating to establish a method to search for allosteric regulators that control the fluctuations of
their target molecules using our method that combines NMR and computer science. As a model target
molecule, we have performed molecular dynamics simulation calculations and basic data analysis of
ENTPD5, which is one of the proteins related to the common metabolic state shown by cancer cells

(cancer metabolism).
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