
ab initio

DFT

DFT

M06-2X

0.00 kJ/mol (51%)

0.13 kJ/mol (49%)

0.00 kJ/mol (97%)

8.70 kJ/mol (3%)

B97X-D

0.00 kJ/mol (53%)

0.33 kJ/mol (47%)

0.00 kJ/mol (95%)

7.53 kJ/mol (5%) 

B3LYP

0.00 kJ/mol (90%)

5.52 kJ/mol (10%)

0.00 kJ/mol (> 99%)

13.2 kJ/mol (< 1%)

CAM-B3LYP

0.00 kJ/mol (81%)

3.64 kJ/mol (19%)

0.00 kJ/mol (> 99%)

13.1 kJ/mol (< 1%)
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(Modified and reprinted with permission from J. Nat. Prod. 2017, 80, 319–327. Copyright 2017 American Chemical Society.)
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