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For drug discovery of protein-protein interaction (PPI), it is important to understand how PPI
inhibitors can recognize and bind to a target protein. In this article, we calculated interaction and
binding of mS-11, alpha-helical mimetic compound of NRSF/REST protein, and its binding protein
mSin3 using GA-based mD-VcMD method. The calculation results showed that mS-11 binds to
"LIML" sequence region, which is an alpha-helical part of NRSF/REST and corresponds to the
mimetic region of mS-11. We also found ordering of molecular orientation during its binding process.
These results indicate that our drug design strategy using alpha-helical mimetic compound is

effective for PPI drug discovery.
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