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What are the three levels of calculations used in computational chemistry 7 Tidféate which
levels of theory use Schrodinger equation and which level of theory use classical mechanics.
Give an example for each level of theory. (25 mark)

Explain how hartree fock (HF), Moller-Plessant (MP), and Density functional theory (DFT)

vary in terms of electron correlation. (25 mark)
a. What is a basis set? (5 mark)
b. List four diifrent types of basis sets used in computational chemistry. (10 mark)
c. Give one example for each kind mentioned above (10 mark)
List two software used to conduct electron structure calculations (25 mark)
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