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The groundelectronicstatefor 2,6-stelladiondCs HgO-, X1A1), hasbeenstudiedusing quantummechanicakalculationssuchas
densityfunctional theory (DFT) calculations. Basedon thesecalculationsand the planewave impluse approximation(PWIA), the
momenturmdistributions(MDs) of a setof representableutervalenceMOs for the 2,6-stelladionénave beensimulated.The simulated
MDs are comparedagainst our first time measurementsasing high-resolutionelectronmomentumspectroscop (HREMS). Sucha
detailedcomparisorbetweerthe experimentalMDs andsimulatedMDs providesinsightandunderstandingf the electroncorrelation
effectsaswell asthe orbital relaxationeffectsonthe MOs. In addition,the accurag of the DFT exchange-correlatioXC) functionals
usedandthebasissetstested.



