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By Lachlan T Belcher

Biblioscholar, United States, 2012. Paperback. Condition: New. Language: English . This book usually
ship within 10-15 business days and we will endeavor to dispatch orders quicker than this where
possible. Brand New Book. Analytic gradients of electronic eigenvalues require one calculation per
nuclear geometry, compared to 3n calculations for finite difference methods, where n is the
number of nuclei. Analytic non-adiabatic derivative coupling terms, which are calculated in a
similar fashion, are used to remove non-diagonal contributions to the kinetic energy operator,
leading to more accurate nuclear dynamics calculations than those that employ the Born-
Oppenheimer approximation and assume off-diagonal contributions are zero. The current
methods and underpinnings for calculating both of these quantities for MRCI-SD wavefunctions in
COLUMBUS are reviewed. Before this work, these methods were not available for wavefunctions of
a relativistic MRCI-SD Hamiltonian. A formalism for calculating the density matrices, analytic
gradients, and analytic derivative coupling terms for those wavefunctions is presented. The results
of a sample calculation using a Stuttgart basis for K He are presented.
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This is actually the very best book i actually have read till now. This is for all those who statte that there was not a worth studying. Its been written in an
remarkably straightforward way which is merely following i finished reading this publication by which in fact altered me, modify the way i believe.
-- Mr . Jer a m y Leuschke IV-- Mr . Jer a m y Leuschke IV

Very beneficial to all category of folks. I really could comprehended every little thing out of this created e publication. I found out this book from my dad
and i encouraged this ebook to discover.
-- Ma ia  O 'Ha r a-- Ma ia  O 'Ha r a
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Rarebooksclub.com, United States, 2013. Paperback. Book Condition: New. 246 x 189 mm. Language: English . Brand New Book *****
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