Code: QF852

Name: Modelagem Molecular

Name in English: Molecular Modelling

Name in Spanish: Modelizacion Molecular

Subject type: Weekly

Approval Type: Grade and Attendance

Characteristic: Regular

Frequency: 75%

Period Type / Offering Period: Semester / All periods

Requires Final Exam: Yes

Vectors
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Occurrence on curriculum:

Pre requirement:

Summary: Introduction to computational simulation methods; description of atomic and molecular
models; chemical reactivity; biological systems; solids and materials.

Program:

A. Introduction to computational chemistry
Atomic and molecular models (ab initio, semi-empirical, and DFT methods).
Electronic and molecular properties.
Applications.

B. Biological systems

Force fields.

Molecular dynamics simulations.
Applications.

C. Solids and materials

Computational chemistry in Nanoscience.
The Density Functional Theory revolution.
Applications.
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