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Neural Networks in Chemical Reaction Dynamics

By Lionel Raff

Oxford University Press. Hardcover. Condition: New. 312 pages. Dimensions: 9.3in. x 6.3in. x 1.0in.This
monograph presents recent advances in neural network (NN) approaches and applications to

NE U q ni [,“ —L-T Ll [I r% i; 5 | \ chemical reaction dynamics. Topics covered include: (i) the development of ab initio potential-
neunn L‘ L 'J I ) energy surfaces (PES) for complex multichannel systems using modified novelty sampling and
[:H EM | E H L H EH E“ I] N feedforward NNs; (ii) methods for sampling the configuration space of critical importance, such as
trajectory and novelty sampling methods and gradient fitting methods; (iii) parametrization of
ﬂ IEN HM | EE interatomic potential functions using a genetic algorithm accelerated with a NN; (iv)
ins ::J:::;um, parametrization of analytic interatomic potential functions using NNs; (v) self-starting methods for
;‘,‘A,DZ,”.::F;E::‘;:L&;W obtaining analytic PES from ab inito electronic structure calculations using direct dynamics; (vi)

development of a novel method, namely, combined function derivative approximation (CFDA) for
simultaneous fitting of a PES and its corresponding force fields using feedforward neural networks;
(vii) development of generalized PES using many-body expansions, NNs, and moiety energy
approximations; (viii) NN methods for data analysis, reaction probabilities, and statistical error

dr_‘; DOWMNLOAD PDF reduction in chemical reaction dynamics; (ix) accurate prediction of higher-level electronic
structure energies (e. g. MP4 or higher) for large databases using NNs, lower-level (Hartree-Fock)
energies, and small subsets of the higher-energy database; and finally (x) illustrative...
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Thorough information for publication lovers. it was actually writtern extremely properly and useful. | found out this publication from my i and dad
suggested this book to learn.
-- Dr. Garnett McLaughlin Il

Completely essential read publication. | am quite late in start reading this one, but better then never. You wont truly feel monotony at at any moment of
your time (that's what catalogs are for regarding should you question me).
-- Nels Runte IV

DMCA Notice | Terms


http://www.bookdirs.com/neural-networks-in-chemical-reaction-dynamics.html
http://www.bookdirs.com/neural-networks-in-chemical-reaction-dynamics.html
http://www.bookdirs.com/dmca.html
http://www.bookdirs.com/terms.html

	Neural Networks in Chemical Reaction Dynamics

