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Cartesian geometries of m-benzyne (bohr)

Singlet m-benzyne CASSCF(2,2)-Mk-MRPT2/cc-pVTZ (delocalized orbitals)
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Singlet m-benzyne CASSCF(2,2)-Mk-MRPT2/cc-pVTZ
(pseudo second-order energy, see Summary for details)
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Singlet m-benzyne RHF-CCSD/cc-pVTZ
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Singlet m-benzyne RHF-CCSD(T)/cc-pVTZ
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Triplet m-benzyne ROHF-CCSD(T)/cc-pVTZ
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