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Fig. S1. Optimized structural descriptors for NBO analysis of important TS (7β-F and 7’β-F) and 
coordination complexes (5β-F and 5’β-F ) catalyzed by A’ and by A. All the hydrogen atoms are 
omitted for clarity.
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Fig. S2. Optimized structures for coordination complexes 9’VF12, 9’VC112, 10’VF12, and 10’VF12 

after β-X elimination along with TSs 11’VF12 and 11’VC112 to the products 12’VF12 and 12’VC112.
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Fig. S3. The RDG vs sign(λ2)ρ plot of 11VF12 and 11’VF12.
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Fig. S4. (a) IRC plot and (b) the energy profile of (5β-F→6β-F→7β-F→8β-F) process in gas phase.


