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3. Table CS1. Calculated Relative Energies (Kcal/mol) and Boltzmann distributions of the 

optimized 1 at B3LYP/6-31G (d, p) level in MeOH with PCM model. 

 

Calculated Relative Energies (Kcal/mol) and Boltzmann distributions of the optimized 1 at 

B3LYP/6-31G (d, p) level in MeOH with PCM model . 

Conformations G ΔE % 

1a -1734.188528 0.00 46.17 

1b -1734.187682 0.53 18.83 

1c -1734.187238 0.81 11.76 

1d -1734.186488 1.28 5.31 

1e -1734.186236 1.44 4.06 

1f -1734.186121 1.51 3.60 

1g -1734.185879 1.66 2.78 

1h -1734.185724 1.76 2.36 

1i -1734.185229 2.07 1.40 

1j -1734.185155 2.12 1.29 

ΔE: Relative to 1a; %: Boltzmann distributions, using the relative Gibbs free energies as weighting factors 
 

 

4. Figure CS2. Optimized geometries of predominant conformers for 2 (a–j) at the 

B3LYP/6-31G (d, p) level in MeOH with PCM model  
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