FICHA DE DISCIPLINA DE POS-GRADUACAO

Sigla e titulo: FQ-294 /2020 Introducéo a Estrutura Eletronica

Acronym and title: | FQ-294 / 2020 Introduction to Electronic Structure

Ementa:

Modelagem de sistemas em mecénica classica. Problemas da fisica classica no final do século XIX.
Equacdo de onda classica e quantica. Interpretacdo de Copenhagen. Exemplos de potenciais com
solugdo analitica. Atomos multieletrénicos e orbitais atdmicos. Moléculas e aproximagdo de Born-
Oppenheimer. Orbitais moleculares. Curvas de energia potencial. Formacao de bandas. Ligacdo quimica
de metais simples e do grupo principal. Metais de transicdo e tendéncias na tabela peridédica. Quimica
computacional: espectroscopia, reatividade e estabilidade de sistemas moleculares.

Syllabus:

Modelling systems in classical mechanics. Problems of classical physics in the late nineteenth century.
Classical and quantum wave equation. Copenhagen interpretation. Examples of potentials with analytical
solution. Multielectronic atoms and atomic orbitals. Molecules and the Born-Oppenheimer approximation.
Molecular orbitals. Potential energy curves. Formation of energy bands. Chemical bonding of simple
metals and main group elements. Transition metals and trends in the periodic table. Computational
chemistry: spectroscopy, reactivity and stability of molecular systems.

Carga horaria semanal 2-0-1-3 Crédito méximo 3
. Recomendado N&o ha
Requisitos
Exigido Néo ha
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