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i - What Can Computational Chemistry Do - General Background
and Some Real-Life Examples

afefill : Dr. Bun Chan SE42  (RIFF KRR ZF 6 L 5ERE - BhZ0

Computational quantum chemistry is now an indispensable tool for many chemists. It
enables the prediction of chemical properties for a wide range of systems. We can
calculate, for example, reaction energies, kinetics, and spectroscopic properties, with
applications found in the areas of organic chemistry, catalysis, materials chemistry, and
chemical biology, to name but a few. Such a diversity is a result of continuous active
development in quantum chemistry theories, as well as in computer hardware and
software. In this seminar, | will give a brief introduction to some commonly-used
methodologies in computational chemistry, and illustrate their usage with my research.
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