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Theoretical Study on Singlet Fission Dynamics in Pentacene Multi-ring aggregate Models
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Singlet Fission (SF) is a photophysical process in which one singlet exciton S; splits into
two triplet excitons in organic molecular aggregates. SF is expected to improve the
photoelectric conversion efficiency in organic solar cells. In this study, we have investigated
the SF dynamics in pentacene multi-ring aggregate systems shown in Figure 1 by using
quantum master equation approach. We focused on the aggregate configuration dependences
(represented by inter-ring and intra-ring relative configuration) of site selectivity of correlated-
double triplets pair (TT) generated by SF process.
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