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Table Si. Total Energies (hartrees), Spin-Squared Values, and Zero-point Energies (kcal/mol)
Using the DFT(Becke3LYP) and MP2/QCI Methodsa
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aBasis set "a" is 6-31+G(d); basis set "b" is 6-311+G(2d); basis set "c" is 6-31+G(2df)

bSpin-squared value ir parentheses.

'Zero-point energies with number of imaginary frequencies in parentheses.
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Table S2. Total Energies (hartrees), Spin-Squared Values, and Zero-
Point Energies (kcal/mol) Using the DFT Methoda
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aBasis set "a" is 6-31+G(d); basis set "b" is 6-311+G(2d)

bSpin-squared value in parentheses.

cZero-point energies with number of imaginary frequencies in parentheses.
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