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Springer-Verlag New York Inc., United States, 2011. Paperback. Condition: New. Language: English .
Brand New Book ***** Print on Demand *****.Thisvolume isdevotedtomethodsfor
thestudyoftheeffectsofrelativity on theelectronicstructure ofatomsand molecules. The accurate
descrip- tionofrelativisticeffectsinheavyatomshaslongbeenrecognizedasoneof the central problems
ofatomic physics. Contemporary relativistic atomic structure calculations can be performed almost
routinely. Recent years have seen agrowinginterestin thestudyoftheeffects ofrelativityon the
structureofmolecules. Even for molecularsystemscontainingatoms from
thesecondrowoftheperiodictable theenergyassociatedwith relativistic effects is often larger than
that arising from electron correlation. For moleculescontainingheavieratoms relativistic effects
become increasingly important,andforsystemscontainingveryheavyatomsrelativityisknown
todominatemanychemicalproperties. In this volum~, one of the pioneers of relativistic atomic
structure calculations,Ian P. Grant,providesadetailedsurveyofthecomputational
techniquesemployedincontemporarystudiesoftheeffectsofrelativityon atomicstructure.
Thisisanareaofresearchinwhichcalculationscanoften lead to a particularly impressive
degreeofagreement between theoryand experiment. Furthermore, theseatomicstudies
haveprovided manyofthe foundations of a fully relativistic quantum chemistry. However, the
spherical symmetry ofatoms allows significantsimplificationsto bemade in their quantum
mechanical treatment, simplifications which are not possibleinstudiesofmolecules. Inparticular, as is
wellknown from non- relativistictheoriesofmolecularelectronicstructure,itisalmostobligatory to
invoke the algebraic approximation in molecular work and use finite basis set expansions. The
problem of describing relativistic effects in molecules is addressed in Chapter2 by Stephen Wilson.
This chapter is devotedtoab initiorelativisticmolecularstructurecalculationsinwhichall electrons are
explicitly considered. The problem of induding relativistic effects in molecular studies is also
addressed in Chapters3 and 4. In Chapter 3, Odd...
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If you need to adding benefit, a must buy book. It really is writter in straightforward words and phrases and not confusing. You will not feel monotony at
anytime of your respective time (that's what catalogues are for concerning if you ask me).
-- Dr . Celestino Tr eutel-- Dr . Celestino Tr eutel

Extensive guide! Its such a very good read. I really could comprehended almost everything out of this created e ebook. You will like how the writer write this
ebook.
-- K a ther ine Feil-- K a ther ine Feil
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