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Chemical reaction rates are greatly affected by the surrounding solvent.
Microscopic solvation clusters are clusters of molecules surrounded by a small number of solvent
molecules, and can be regarded as nanoscale solutions in which the solvent around the solute is
partially cut out. In this research project, the direct ab-initio molecular dynamics (AIMD) method
was applied to the theoretical elucidation of reaction dynamics in microscopic solvation clusters.
In particular, we theoretically predicted the effect of microscopic solvation by tracking the
reaction after light irradiation in real time. The results revealed that the reaction mechanism is
greatly affected by microscopic solvation.
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