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B X : Simulation of protein-inhibitor complex for molecularly-targeted pesticide development
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We are conducting research and development of molecularly targeted agrochemicals by applying the
same technology used for pharmaceuticals. The development of molecularly targeted agrochemicals
requires information on the complex structure of candidate compounds, which is more difficult than for
pharmaceuticals in the development of agrochemicals that target a wide range of organisms. In this
research project, we investigated the conditions for fragment molecular orbital method of target
protein-inhibitor complexes to obtain information that will lead to the research and development of
specific molecularly targeted pesticides using TSUBAME.
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