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Analysis of dynamic factors controlling photochemical reaction pathways using a
combination of quantum mechanical and molecular dynamics methods
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In recent years, photoisomerization has been widely applied to organic
materials for optical switches and the syntheses of natural products. This reaction proceeds through
a conical intersection between different electronic states, and the selection of the reaction
channel at the conical intersection is crucial in controlling the reaction. In this study, we
examined the dynamic factors that influence channel selection at the conical intersection for the
photoisomerization of butadiene and azobenzene. Our results showed that dynamic factors such as
thermal fluctuations and energy redistribution at the conical intersection play a significant role
in channel selection.
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