AB INITIO INVESTIGATION OF C_2H_2/X VAN DER WAALS COMPLEXES (X=NOBLE GAS, CO_2, N_2O).

C. LAUZIN, E. CAUET, J. DEMAISON, J. LIEVIN, Service de Chimie quantique et Photophysique CP160/09, Faculté des Sciences, Université Libre de Bruxelles (U.L.B.), Av. Roosevelt, 50, B-1050, Bruxelles, Belgium.

We will present ab initio calculations performed at the MP2 and CCSD(T) levels of theory on acetylene containing complexes. We used large basis sets including or not midbond functions and corrected all results for the basis set superposition error. The influence of the monomer geometries on the properties of the complexes has been investigated. The topology of the intermolecular potential energy surfaces of the various complexes will be compared and the methodological approach adapted to the considered systems will be discussed.