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Experimental and computational studies of solvent dynamics in organic
liquid-phase reactions
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The dynamic solvent effect of cyclization reaction of chromene derivatives
having several polar substituents was studied by experimental and computational methods. Larger
dynamic solvent effect in protic solvent might be indicated the hydrogen bonding interaction would
be a large microscopic friction. In computationally studies, the non-equilibrium solvation effect
was analyzed by molecular dynamics simulation. The solute-solvent coupling parameter was
successfully estimated by the ratio of the solvent fluctuation Gibbs energy over the corresponding
isomerization activation Gibbs energy.
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