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Development of automated methods for generating chemical reaction networks based
on phase space geometry
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We have deveIoEed algorithms based on phase space geometry, aiming to
generate chemical reaction networks taking dynamic effects into account. Specifically, to
efficiently compute phase space structures called “ reactive islands,” which are the basis for
generating “ dynamic” chemical reaction networks, we developed algorithms using (1) Voronoi
tessellation and (2) supervised principal component analysis.
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