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    Computer Instructions and Tutorials



    Gaussian


The objective of using Gaussian in this course is to understand better chemical reactions and transition state theory, in addition to the computations of thermochemistry. With this in mind, our objective is to give you simple, illustrative calculations, and to sacrifice accuracy for speed and simplicity.

Additional information can be found at the General Gaussian Web site.

At this site, you can download or access the on line Gaussian03 manual. The syntax should not be too much different for Gaussian98 and Gaussian03.

Class notes on Basics of Running G03 on a PC (PDF)


    Car-Parrinello Molecular Dynamics (CPMD)


You can get extensive information, in addition to instructions on how to download CPMD and the online manual.

CPMD Manual
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