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Ourgoalis to computetheground-staténteractionenepy of theiodideion with decaborane thecomplex, B;0H1 41—, andto compare
with the interactionbetweerthe xenonatomandB;0H: 4 in theisoelectroniccompoundB;0H; 4Xe.Undercertainexperimentalcon-
ditionsB10H; 4l ~ is foundto be stablebothin the solid stateandin solution. Experimentainvestigation of this systemrevealsa Cov
pointsymmetrywhichis consistentith the symmetryof the B;0 cage.Theformationof this comple, though,resultsin somepertur
bationof the B, 0 framework; the uniqueiodine is situatedat the openendof the decaboraneeffectively restingon the four bridging
hydrogens.Theinteractioninvolvesdistancesvhich areconsistentvith vanderWaalsinteractions Ontheotherhand,thedipolenature
of decaboranandthe chage of iodideion areexpectedto have somecontributionin theinteractionenegy of this system.Our hopeis
to sufiiciently interpetthe natureof thisinteractionandefficiently describeheelectronicchagetransferfrom theiodideion to B;0H1 4,
aconsequencef theion-dipoleinteractionbetweerthe fragments.Predictionof anaccuratemolecularbinding enegy involvesuseof
anaccurateorrelationtreatmentindadequatéasissets. Theabinitio methodghatwe applyarerestrictedHartree-ock self-consistent
field of theoryandsingle-referencsingleanddoubleexcitationconfigurationinteraction(CISD). We userelativistic coreandspin-orbit
potentialsandalsocorrelationconsistenpolarizedvalencebasissets.



