
CORRELATED AB INITIO STUDY OF THE GROUND ELECTRONIC STATE OF THE O2-HCN COMPLEXWAFAA M. FAWZY, Department of Chemistry, Murray State University, Murray, KY 42071.The potential energy surfae of the O2(X3��g )-HCN omplex has been investigated using the CCSD(T) level of theory with the aug--pVDZ and aug--pVTZ basis sets. Results of alulations with the aug--pVTZ basis set provided a minimum energy struture of aplanar bent geometry with a well depth of about 320 m�1. In Jaobi oordinates, the angles between the internulear axes of the O2and the HCN monomers with respet to the axis that onnets their enters of masses in the omplex are 48Æ and 6Æ, respetively. Thedistane between enters of masses of moieties of the omplex is 3.9 	A. Currently, alulations with the aug--pVQZ basis set as wellas effets of the BSSE orretions are being investigated. Results of the urrent work will be disussed and ompared to results of ourprevious ab initio study of the O2(X3��g )-H2 and O2(X3��g )-HF omplexes.


