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Microscopic understanding of charge-transport properties of organic
semiconductors is very important to develop new organic molecules with high performance. However,
traditional theoretical methods cannot explain experimentally observed transport prpoerties. To
solve the problem, 1 developed a new transport simulation method, called "Time-Dependent Wave Packet

Diffusion” method. It enable us to quantitately evaluate the mobility and its temperature
dependence of organic semiconductor and understand the transport mechanism from an atomistic

viewpoints.
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