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Basis set superposition error-counterpoise corrected potential

energy surfaces. Application to hydrogen peroxide

..X(X=F-,Cl-, Br-,Li+,Na+...) complexes
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V. CONCLUSION

Five new HP complexeshave beencharacterizedat the B3LYP/6-311+
G(3df ,2p) and MP2(full)/6-311 +G(3df ,2p). The levels and basissetused
were adequategiven the small BSSE obtained.The computedbinding ener-
giesof thecomplexes/ieldedmediumto stronghydrogen-bondnteractionsor
1-3 and strong electrostatianterac-tionsfor 4 and 5. The resultsobtainedat
both levelswerehighly similar, showingthatthe DFT B3LYP modelis a good
choice for medium intermolecular interactions. The BSSE-counterpoise
correctedPESgeometryminimawere calculated giving valuesvery similar to
theuncorrectednes.Theseresultswerecompatiblewith the smallBSSEerrors
found. The applicationof the counterpoiseorrected?ESmethodhasshownits
utility in describing the intermo-lecular vibrational modes, and will be
particularly useful for systemswhere the BSSE is difficult to reduce(large
systemsandmediumbasissetswith correlatednethods).
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