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Molecular design of non-steroidal ecdysone-like compounds
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It is known that the binding sites of natural steroid hormones to the
molting hormone receptor differ from those of dibenzoylhydrazine and imidazole derivatives, which
are non-steroidal compounds. In this study, we aimed to find non-steroidal compounds that are active

against all insects by searching for compounds that can bind to the binding sites of natural
steroidal hormones such as 20-hydroxyecdysone and ponasterone A. In this study the software for in
silico screening was used to find new compounds. To obtain the information for the ligand binding to
the receptor, the molecular dynamics and the binding energy calculation were performed. Here, the
binding free energy of compounds were positively correlated with their receptor binding. This result
will be useful for the future in silico screening.
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