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Difficulties in quantum chemical calculations for (CSz). and (CO2).

DFT calcs. (B3LYP) do not provide isomers with the dimer ion core.
Ab initio MO calcs. (HF, MP2) show unphysical values for the vibrational analysis.
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The MP2 calcs. overestimate force constants.
—  Symmetry breaking effects

Single-reference calcs. cannot describe the wavefunctions correctly.
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between one (n =4 and 6-8) and two (n = 3 and 5).
Multi-reference calculations such as CASSCEF for (CS»),* and (CO»),*
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