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The development of accurate and efficient methods for electronic coupling in
excitation energy transfer and its application to biomolecules

Fujimoto, Kazuhiro
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1. An extension of the TDFI method to large systems was performed, and it was
applied to two types of solid-state tetracenes, red (BUR) and yellow (BUY) solids. The difference in
absorption spectra between BUR and BUY resulted from intermolecular orbital interactions. 2. A TrESP-CDQ
method for electronic coupling calculations was developed. This method successfully reduced the
cgmggg?tional costs, compared with the TDFI method, while the accuracy of TrESP-CDQ was similar to that
) ;
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