
UNISA9962091022033161. Record Nr.

Titolo Laibacher Wochenblatt zum Nutzen und Vergnugen

Pubbl/distr/stampa Laibach, 1804-1819

Descrizione fisica Online-Ressource

Disciplina 070
910
940

Soggetti Zeitung
Lokalpresse

Lingua di pubblicazione Tedesco

Formato

Livello bibliografico

Note generali Gesehen am 15.11.10

Materiale a stampa

Periodico

UNINA99101399595033212. Record Nr.

Titolo Methods of molecular quantum mechanics : an introduction to
electronic molecular structure / / Valerio Magnasco

Pubbl/distr/stampa Hoboken, N.J., : Wiley, 2009

ISBN 9786612384998
9780470684559
0470684550
9781282384996
1282384996
9780470684542
0470684542

Descrizione fisica 1 online resource (312 p.)

Disciplina 541/.28

Soggetti Quantum chemistry
Molecular structure
Electrons

Lingua di pubblicazione Inglese

Edizione [1st ed.]

Autore Magnasco Valerio



Formato

Livello bibliografico

Note generali Bibliographic Level Mode of Issuance: Monograph

Nota di bibliografia

Nota di contenuto

Includes bibliographical references and index.

Sommario/riassunto

Preface. 1. Principles. 1.1 The Orbital Model. 1.2 Mathematical
Methods. 1.3 Basic Postulates. 1.4 Physical Interpretation of the Basic
Principles. 2. Matrices. 2.1 Definitions and Elementary Properties. 2.2
Properties of Determinants. 2.3 Special Matrices. 2.4 The Matrix
Eigenvalue Problem. 3. Atomic Orbitals. 3.1 Atomic Orbitals as a Basis
for Molecular Calculations. 3.2 Hydrogen-like Atomic Orbitals. 3.3
Slater-type Orbitals. 3.4 Gaussian-type Orbitals. 4. The Variation
Method. 4.1 Variation Principles. 4.2 Nonlinear Parameters. 4.3 Linear
Parameters and the Ritz Method. 4.4 Applications of the Ritz Method. 5.
Spin. 5.1 The Zeeman Effect. 5.2 The Pauli Equations for One-electron
Spin. 5.3 The Dirac Formula for N-electron Spin. 6. Antisymmetry of
Many-electron Wavefunctions. 6.1 Antisymmetry Requirement and the
Pauli Principle. 6.2 Slater Determinants. 6.3 Distributions Functions. 6.4
Average Values of Operators. 7. Self-consistent-field Calculations and
Model Hamiltonians. 7.1 Elements of Hartree-Fock Theory for Closed
Shells. 7.2 Roothaan Formulation of the LCAO-MO-SCF Equations. 7.3
Molecular Self-consistent-field Calculations. 7.4 H&uuml;ckel Theory.
7.5 A Model for the One-dimensional Crystal. 8. Post-Hartree-Fock
Methods. 8.1 Configuration Interaction. 8.2 Multiconfiguration Self-
consistent-field. 8.3 M&oslash;ller-Plesset Theory. 8.4 The MP2-R12
Method. 8.5 The CC-R12 Method. 8.6 Density Functional Theory. 9.
Valence Bond Theory and the Chemical Bond. 9.1 The Born-
Oppenheimer Approximation. 9.2 The Hydrogen Molecule H 2 . 9.3 The
Origin of the Chemical Bond. 9.4 Valence Bond Theory and the
Chemical Bond. 9.5 Hybridization and Molecular Structure. 9.6 Pauling's
Formula for Conjugated and Aromatic Hydrocarbons. 10. Elements of
Rayleigh-Schroedinger Perturbation Theory. 10.1 Rayleigh-
Schroedinger Perturbation Equations. 10.2 First-order Theory. 10.3
Second-order Theory. 10.4 Approximate E 2 Calculations: The
Hylleraas Functional. 10.5 Linear Pseudostates and Molecular
Properties. 10.6 Quantum Theory of Magnetic Susceptibilities. 11.
Atomic and Molecular Interactions. 11.1 The H-H Nonexpanded
Interactions up to Second Order. 11.2 The H-H Expanded Interactions
up to Second Order. 11.3 Molecular Interactions. 11.4 Van der Waals
and Hydrogen Bonds. 11.5 The Keesom Interaction. 12. Symmetry. 12.1
Molecular Symmetry. 12.2 Group Theoretical Methods. 12.3 Illustrative
Examples. References. Author Index. Subject Index .
This provides an advanced text introducing graduate students to the
mathematical foundations of methods needed to do working
applications in molecular quantum mechanics.
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