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Neuware - Since the discovery of quantum mechanics,more
than fifty years ago,the theory of chemical reactivity has taken
the first steps of its development. The knowledge of the
electronic structure and the properties of atoms and molecules
is the basis for an un derstanding of their interactions in the
elementary act of any chemical process. The increasing
information in this field during the last decades has stimulated
the elaboration of the methods for evaluating the potential
energy of the reacting systems as well as the creation of new
methods for calculation of reaction probabili ties (or cross
sections) and rate constants. An exact solution to these
fundamental problems of theoretical chemistry based on quan
tum mechanics and statistical physics, however, is still
impossible even for the simplest chemical reactions.
Therefore,different ap proximations have to be used in order to
simplify one or the other side of the problem. At present, the
basic approach in the theory of chemical reactivity consists in
separating the motions of electrons and nu clei by making use of
the Born-Oppenheimer adiabatic approximation to obtain
electronic...
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Complete information for publication fanatics. It is actually rally intriguing throgh reading period of time. | am happy
to explain how this is actually the greatest publication i actually have read inside my own daily life and may be he
finest ebook for possibly.

-- Ms. Heidi Rath

It in a single of the most popular publication. It is loaded with wisdom and knowledge | am effortlessly will get a delight
of studying a published book.
-- Aisha Swift
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