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Research Interests

The electron correlation problem in molecules and molecular
complexes

Intermolecular interactions

Presently I am working on a new conceptual and computational



model for describing the electronic structure in molecules and solids:

the PATMOS model ( Perturbed Atoms in Molecules and Solids ). A key

element in this approach is the definition of a perturbed atom in the
complex. The perturbed atom is at the lowest level described by an UHF-
function( The UHF orbitals are localized). Energy corrections are calculated
according to the energy incremental scheme. In the calculation of intra- and
interatomic energies, model systems are introduced. To each atom is associ-
ated a set of partner atoms defined by a vicinity criterion. In the
independent calculations of intra —and interatomic energies, the
calculations are performed on model systems comprising the atoms considered
and their partner atoms.
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