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LAP Lambert Academic Publishing . Paperback. Condition: New. 152 pag es. Dimensions: 8.7in. x
5.9in. x 0.3in.Quantum mechanical calculations are frequently used in computational surface
science for predicting  catalytic activities, for elucidating  chemical processes, and for
interpreting  spectroscopic experiments. In recent years, several methods have been developed
to extend the application of electronic-structure methods to surface electrochemistry.
Nevertheless, computational approaches to treat electrochemical systems (e. g . , fuel cells and
batteries) as a function of the applied voltag e had been lacking . We have developed an atom-
continuum model for the first-principles simulation of catalytic systems under electrochemical
conditions. We have implemented and validated an efficient alg orithm to solve the underlying
nonlinear g eneralized Poisson equations. The approach is applied to the first-principles
description of the voltag e dependence of vibrational frequencies (the vibrational Stark effect) for
CO on platinum electrodes, finding  excellent ag reement with electrochemical spectroscopic
experiments and resolving  previous controversies. This item ships from multiple locations. Your
book may arrive from Roseburg ,OR, La Verg ne,TN. Paperback.
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created publication.
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