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Quantum Chemical Study on the Structure of Ar,/NH; Van der Waals Trimer
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Abstract: The study of intermolecular interactions is a useful step toward gaining a basic understanding of the dynamic

behaviour of molecules in various environments. Especially, interactions of the ammonia (NH;) molecule with other

molecules provide valuable information on protein-protein interactions or protein-solvent interactions in biological

systems. From this point of view, high-level ab initio calculations [MP2] using correlation consistent basis sets of

Dunning [aug-cc-pVTZ] were carried out to study the structure and stability of Ar,/NH; Van der Waals trimer and to

clarify the nature of three-body interactions. The details of the potential energy surface and the effect of the basis set

superposition error (BSSE) are discussed.
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