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MP2 energetics
(ZPE corrected)

∆∆∆∆Eb (kcal/mol)

aug-cc-pVDZ   4.16 (3.61)
aug-cc-pVTZ    4.27 (3.72)

∆∆∆∆Eb (kcal/mol)

aug-cc-pVDZ   1.83 (1.37)
aug-cc-pVTZ    1.69 (1.22)

∆∆∆∆Eisom (kcal/mol)

cc-pVDZ 1.69 (1.46)          aug-cc-pVDZ   1.26 (1.03)
cc-pVTZ 1.31 (1.08)          aug-cc-pVTZ    1.27 (1.04)
cc-pVQZ 1.27 (1.04)          aug-cc-pVQZ    1.26 (1.03)

Note:  CCSD(T) differs by < 0.05 kcal/mol with the aug-cc-pVDZ basis set for all quantities


