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Fig S1. Relative energies (kcal/mol) of the isomers calculated at CCSD(T)/aug-cc-pVTZ//TPSS-
D3(BJ)/def2-TZVP level. T; diagnostic values are shown in red font and within parenthesis.



Cartesian coordinates of the optimized geometries shown in Fig S1 at TPSS-D3(BJ)/aug-cc-pVTZ

level.
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