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Ab initio Molecular Dynamics Study of

Energy Transport in Light-Harvesting Denderimer
Satoshi Ohmura#, Ichiro Akai® and Fuyuki Shimojo4

Department of Physics, Kumamoto University

Shock Wave and Condensed Matter Research Center, Kumamoto University®

The mechanism of energy transport in light-harvesting dendrimer is clarified by ab initio
molecular dynamics (MD) simulation incorporating nonadiabatic electron transitions. Our
simulation reveals that thermal atomic motions promote energy level crossing, thereby enhancing
the energy transport. We also investigate the effect of the anhydrous tetrahydrofuran (THF) solvent
used in experiment. The acceleration is less pronounced in the presence of solvent which explains

recent experimental observation.
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