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Figure S1. Gibbs energy profiles of the C-H σ-bond activation of Cyclohexane by 1BCF. 

 

 

 

 

Figure S2. Optimized geometries of all species involved in the C-H σ-bond activation of Cyclohexane 

by 1BCF. Distances are in Å. The Gibbs energy changes are given in parentheses (kcal/mol). 
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Figure S3. The intrinsic reaction coordinate of 𝐓𝐒𝟐/𝟑
𝐁𝐂𝐅. 

 

 

Figure S4. The intrinsic reaction coordinate of TS3/4.  
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Figure S5. The intrinsic reaction coordinate of TS5/6.  

 

 

Figure S6. The intrinsic reaction coordinate of TS7/8.  


