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Abstract

The interacting quantum atoms (IQA) is an energy decomposition of the energy of an electronic
system which has found several applications® in virtue of its description of bonded, non-bonded and
intermolecular interactions on the same footing. The IQA approach has been implemented for HF,
full and truncated CI as well as CASSCF wavefunctions. Therefore, it is desirable to expand the
IQA methodology so that it can be used along with methods which include electron correlation such
as coupled cluster of Mgller-Plesset perturbation theory. This seminar presents the construction
of first and second-order density matrices in compliance with a closed shell coupled cluster energy.
These density matrices provide the required input to carry out the energy partition in compliance
with the IQA methodology. The present developments are discussed as potential tools for the study

of non-covalent interactions.
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