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Such combination is very beneficial because the number of advantages which 

theory brings to research:

The best results can be taken in combination with experiment



Computational Chemistry Software

Gaussian Inc.



Theory & Modeling Group at NINT

http://www.cein.ualberta.ca/research/nint/theory-modeling-group/

The Kovalenko Theory and Modeling Group at the National Institute for Nanotechnology is a 
multidisciplinary group of scientists developing theory, modeling, and simulation of nanosystems on 
multiple length and time scales: from electronic structure and molecular interactions, through statistical-
physical theory,toward modeling of system functioning.
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