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The groundandexcited electronicstatesof linear CUO have beencomputedusingrelativistic spin-orbitconfigurationinteractionas
implementedin the COLUMBUS suiteof programs.Four setsof geometriesoptimizedby ADFa andCASPT2b methodhave been
investigated. ADF andCASPT2singletgeometriesgive that

������ is 0.198eV and0.181eV lower than
����	

respectively. ADF and
CASPT2triplet geometriesgive that

� ��	
is 0.306eV and0.455eV lower than

� � �� respectively. However, the loweststateat the
triplet geometryis higherthantheloweststateat thesingletgeometryby 0.100eV (ADF geometry)and0.118eV (CASPT2geometry).
Calculations



by the CASPT2methodgive the

����	
statelower in energy at all geometries.Theexperiments� indicatethat in the Ne

matrixCUOis in the
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stateandin theAr matrixCUOis in the
� �

state.Theelectronicstatesof thesystemof CUO-noblegasatoms
arealsobeinginvestigated.
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