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Quimica Computacional - Aulas Praticas

Objectivos

® Familiarizagdo com a linguagem de programacgao python e sua aplicagdo em quimica
computacional

® Resolucdo de exercicios em quimica computacional

® Demonstra¢do de cdlculos de estrutura electrénica (mecanica quéntica), Dindmica
Molecular e Monte Carlo
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Quimica Computacional - Aulas Praticas
Métodos de Avaliacao

® Nota Tedrica - Exame (50 %)
® Nota Pratica - Notebooks, trabalhos, participagao, assiduidade (50 %)

A aprovagdo a disciplina pressupde a aprova¢do a ambas as componentes (> 9.5
valores)

Avaliacdo Pratica
® Resolugdo e entrega dos notebooks preenchidos + problemas

® Resolugdo e entrega dos exercicios de avaliagdo (python, aplicagdes)

A entrega podera ser feita até a aula seguinte. Notebooks enviados por email;
resolucdo dos problemas por email (scan) ou em papel
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Quimica Computacional - Aulas Praticas

Abrir um notebook no Google Colab

Source: https://www.geeksforgeeks.org/getting-started-with-google-colab/
Q. google colab O [
O\ SEARCH a CHAT IMAGES VIDEOS MAPS NEWS SHOPPING i MORE
About 61,40,000 results
~ Google Colab
— https:/colab.research.google.com
Google Colab
web Welcome to Colab! If you're already familiar with Colab, check out this vi gy Locstemve Code + Text
interactive tables, the executed code history view, and the command palette = Open in playground mode
[
Notebook a New notebook
D
with Colab you can import an image dataset, train an image cl - Open notebook / Ctrl+0 ython program
Sign In : | Upload notebook | « Anumberis eVte\ ifdi
Not your computer? Use a private browsing window to sign in OE GeskstorGeeks Rename + Iftheremainderis 1, i
O GeekstorGesks
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