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The groundelectronicstatefor 2,6-stelladione(
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 ), hasbeenstudiedusingquantummechanicalcalculationssuchas
densityfunctional theory (DFT) calculations. Basedon thesecalculationsand the planewave impluseapproximation(PWIA), the
momentumdistributions(MDs) of a setof representableoutervalenceMOs for the2,6-stelladionehave beensimulated.Thesimulated
MDs are comparedagainst our first time measurementsusing high-resolutionelectronmomentumspectroscopy (HREMS). Sucha
detailedcomparisonbetweentheexperimentalMDs andsimulatedMDs providesinsightandunderstandingof theelectroncorrelation
effectsaswell astheorbital relaxationeffectson theMOs. In addition,theaccuracy of theDFT exchange-correlation(XC) functionals
usedandthebasissetstested.


