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Wewill reportthestatusof ourongoingcalculationsonspeciescontainingplutonium.Thesehavehadatwo-prongedapproach:Density
FunctionalTheoryMethods(usingADF) studyingthespeciationof thevariousplutoniumionsin waterandmulti-referencespin-orbit
configurationinteractioncalculations(usingCOLUMBUS) studyingthe electronicstructureof plutonyl ions. The speciationstudies
have concentratedon the comparisonof coordinationnumberand Pu-O bond lengthsto experimental(from XANES and eXAFS)
results. Recently, the electronicstructuremethodshave allowed us to calculatetransitionspectra. The resultsfor PuO�
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will be
reportedandcomparedto experiment.
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