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HICHE% (100 words F2E) : Simulations of the protein-protein interactions in complex provide
important information at the stage of the finding druggable regions in proteins in the drug discovery
process. For the accurate estimation of the structural changes at the interaction, it is important to
do the molecular dynamics simulations for a relatively long time, and many computational resources
are needed for the purpose. Using crystal structure information of the cancer-related protein, we
conducted the molecular dynamics simulations of the interactions inside protein-protein and
protein-ligand complexes, and analyzed their related changes in the structure and energy, then we

got the results which suggest a mechanism of the bioactivity.
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