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Theory of Active Sites of Organic Semiconductors
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We studied the following three issues: Themel Theory of electronic/atomic
structures and active sites of organic semiconductor by first-principles calculations. Theme2
Theory of carrier transport and active sites of organic semiconductors. Theme3 Theory of
interactions with photon/phonon fields and active sites of organic semiconductors. We performed
detailed structural analysis of organic semiconductors cooperating within the area. We analyzed
transport properties and interaction with phonons and photons, and developed a theory for high
performance new materials for organic semiconductors.
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