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Singlet fission (SF) is a photophysical process where a singlet exciton is converted into a
correlated triplet pair. The important factors governing SF dynamics are: (i) excitation
energies (or diradical characters) of monomer, (ii) intermolecular electronic coupling, and (iii)
vibronic coupling (VC). VC is one of the factors that are expected to affect the SF efficiency.
For efficient SF materials design, constructing realistic models and establishing calculation
methods for analysis of VC are needed. In this study, we investigate VCs in the excited states
contributing to SF process by quantum chemical calculations.
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