Description of Additional Supplementary Files





File name: Supplementary Data 1
Description: Supplementary Table 1. (Calculated by Q-chem) Total potential (E), Total Enthalpy (H), and Total Entropy (S) of all structures optimized at the CAM-B3LYP-CPCM/6-31G(d) level of theory along with the total potential energies calculated by CAM-B3LYP-CPCM/def2-TZVP//CAM-B3LYP-CPCM/6-31G(d) and Cartesian coordinates for all of the calculated structures.

[bookmark: _GoBack]File name: Supplementary Data 2
Description: Supplementary Table 2 (Calculated by Gaussian). Total potential (E), enthalpy (H) and Gibbs free energies (G) of all structures optimized at the M06-2X-SMD/6-31G(d) level of theory along with the total potential energies calculated by M06-2X-SMD/def2-TZVP//M06-2X-SMD/6-31G(d) and Cartesian coordinates for all of the calculated structures.


