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Software
Gaussian — GaussView — GaussSum

Gaussian is proprietary software.

Software to be used (pre-installed on Aristotle)
1) Gaussian 16

2) GaussView

3) GaussSum

Software to install on local machine

1) Notepad++ (or any other text editor) (Windows specific)

https://notepad-plus-plus.org/downloads/

Download: Notepad++ 8.7.1 release
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https://notepad-plus-plus.org/downloads/

Software
ORCA and Gaussian

ORCA and Gaussian are proprietary software.
ORCA is distributed free for academic use.

Download the following software
1) ORCA 6

https://orcaforum.kofo.mpg.de/index.php

Downloads -> ORCA 6.0.1
choose depending on your system

2) GaussView — Avogadro (ORCA enhanced version)

https://orcaforum.kofo.mpg.de/index.php

Downloads -> Avogadro (ORCA enhanced version)
choose depending on your system
Warning. New version supports ORCA 6 but is beta.

3) Notepad++ (or any other text editor) (Windows specific)

https://notepad-plus-plus.org/downloads/

Download: Notepad++ 8.7.1 release
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https://orcaforum.kofo.mpg.de/index.php
https://orcaforum.kofo.mpg.de/index.php
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Case Study

Charge Transfer (CT) for NitroBenzene-Benzidine

Let's design a molecule that we (really!) expect to exhibit
some CT upon excitation.

The molecule should have at least two groups/regions with
very different electron availability.

—NO, electron

withdrawing
due highly. Bridging group.
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containing —NO, containing —NH,

Let’s build the molecule using GaussView!
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Processing Excited States
Gaussian Cube file format

Cubes file general format

Taken from our run.
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Interactively run cubegen preferably via GaussView:

cubegen <filename>.fchk

Detailed information are provided at:

https://gaussian.com/cubegen/

http://paulbourke.net/dataformats/cube/
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