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The Soft X-ray spectrunof Denningandco-workersfor the high-lying excitedlevelsatthe oxygenK-edgefor C;UO,Cly wasstudied
theoretically The absorptiondataconsistsof the X-ray absorptionspectrumat the oxygenK-edgefor Cs;UO.Cl, with the X-ray
polarizationvectoralignedboth paralleland perpendiculato the uraryl bondaxis. We performeda detailedtheoreticalanalysisof the
K-edgeabsorptionspectrumfor both the uraryl ion andthe uraryl ion in the crystallineervironmentof C5UO,Cls. In additionto
gettinginsightsinto the wave function characteof the excited state we werealsointerestedn studyingthe natureof the 1sholein the
final state.In theuraryl ion, theexcitationenegy wasloweredby 11eVwhensymmetryrestrictionswverereleasean thelocalizationof
the 1sholestate.Our analysisshavs thatthelocalizationof the holeis favoreddueto thelarge chage transferbetweerthe two oxygen
atoms.All calculationsvereperformedusingthe COLUMBUS suiteof programsWe carriedoutself-consistenfield (SCF)calculations
(without spin-orbit)andsingle-excitation configurationinteraction(Cl) calculationgwith spin-orbit). Correlation-consistergolarized
double-zetdasissetswereused.Thetreatmenbf complecescontainingheary atomslik e uraniumimpliesthe inclusionof relatiistic
effects. Theserelatiistic effectsaretreatedhroughanimplementatiorof the 68-electrorrelatiistic effective corepotentialf RECPs).



