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Springer-Verlag Gmbh Jan 2018, 2018. Buch. Condition: Neu. Neuware - This graduate textbook,

L]
Re a ctl 0 n S written by experienced lecturers, features the study and computation of efficient reactive
processes. The text begins with the problem of determining the chemical reaction properties by
Basic Theory and Computing first decomposing complex processes into their elementary components. Next, the problem of two

colliding mass points is investigated and relationships between initial conditions and collision
outcomes are discussed. The failure of classical approaches to match experimental information is
discussed and a quantum formulation of the calculation of the properties of two colliding bodies is
provided. The authors go onto describe how the formalism is extended to structured collision
partners by discussing the methods used to compute the electronic structure of polyelectronic
reactants and products and the formalism of atom diatom reactions. Additionally, the relationships
between the features of the potential energy surface and the outcomes of the reactive dynamics,
s, arediscussed. Methods for computing quantum, classical, and semi-classical reactive probabilities
E@ﬁfi@ r@ (é) based on the already discussed concepts and tools are also featured and the resulting main typical

reactive behaviors are analyzed. Finally, the possibility of composing the computational tools and
technologies needed to tackle more complex simulations as well as the various...
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Reviews

This publication may be worth purchasing. it was actually writtern quite flawlessly and valuable. | am just happy to tell you that this is actually the very
best book i actually have studly inside my personal life and can be he best ebook for actually.
-- Frank Nienow

This is the greatest book we have study right up until now. This can be for all those who statte that there was not a worth reading. Your lifestyle period will
probably be enhance when you complete looking at this ebook.
-- Santos Koelpin
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