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Development of a convenient tool for the calculation of transition states iIn
complex molecules and its application to the synthesis of natural products.
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In this research project, the program library ACCelL was developed and
applied to transition state analysis of complex molecular reactions. ACCeL has a wide range of
applications, including not only reactivity prediction but also spectral calculation of novel
natural products. Throughout the research period, papers on reaction mechanism analysis in natural
product synthesis and structure determination of new natural products based on DFT calculations were

reported. Recently, ACCeL was used as a reactivity prediction program and succeeded in the total
synthesis of natural products.
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