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H. Kokubo, A. Yokota, A. Okabe, Ensemble (Molecular Simulation Society of Japan), 2015, 17(2), 72-76. 5553REAREY¥F =, 3Pos031, 2015.
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H. Kokubo, N. Miyamoto, Y. Nara, S. Itono, “Autodesign —an automated drug design by using molecular simulation data of protein-ligand systems”. 5th International Symposium for Medicinal Sciences, 2019.
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CYPs

Property

PAMPA, BA, MDR1
MS, CYPS

hERG, Cytotox.
Solubility, LogD

*: matched molecular pair
**: multiple parameter optimization

Hara, H., Development of a novel matched molecular pair methodology,
SABUN. P038, 19th Euro QSAR, Vienna Austria (2012)
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