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Hartree-Fock Implementation for Pedagogical & Research Purposes
Gary Zeri, Jerry LaRue

Computational Chemistry Is the use of computers and quantum mechanics to simulate chemical experiments, saving time and money for scientists and
researchers. Despite the benefits of computational chemistry, few undergraduate students are exposed to computational chemistry methods. Because of this, there
IS a need for an easily understandable computational-chemistry code with a focus on pedagogical use, leading to the implementation of the Hartree-Fock method In
Python, with a focus on legibility and conceptual understanding for undergraduate students. The overall logic flow of the program is depicted below.
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