CHE 316 – Computational Chemistry – Final Exam – 2006
Name:________________________________________
1. Select a single issue of the Journal of the American Chemical Society in SET 312.

2. Prepare a table showing the number of articles that contained no computational chemistry, and the number that contained each of the methods discussed in this course (Molecular Mechanics, Hückel, Extended Hückel, semi-empiricals, Hartree-Fock, or DFT)
3. Select one of the articles that utilizes computational chemistry and has relevance to biotechnology (or biochemistry). Discuss in detail:


(a) The objectives of the project in general.


(b) How the computational part of the project complements the experimental work.


(c). The advantages of the computational method chosen.


(d). The disadvantages of the computational method chosen (i.e., why might you select another method if you had to recreate the project)


(e). How the project relates to biotechnology or biochemistry.
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