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Fig. S1. The Franck-Condon simulation and the assignment of its bands calculated based on B3LYP/aug-
cc-pvtz. The black vertical line represents the vibration mode, and its height represents the strength of the
vibration mode. The big red number represents the serial number of all calculated vibration frequencies in
ascending order, and the superscript number represents the over-frequency of the vibration mode. The insert

shows the details of the simulated spectrum.
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