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Fig.S2 The NBO charges of BFP-AC, BFP-C and BFP-CC in both S, and S;

states.
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Fig. S3 The potential energy lines of BFP-AC molecule with a serious of bonds
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and angles.

Table S1 The potential energy barriers.

BFP BFP-C BFP-AC BFP-CC BFP-MC BFP-MN
14.62 15.38 15.51 16.09 17.02 17.28
9.08 10.69 10.17 10.38 9.69 1.17
14.26 15.81 15.73 16.11 14.79 14.98
12.94 7.77 10.32 8.01 23.11 23.98




