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Abstract:

Cancer is one of the most dangerous diseases for humanity, resulting from the
abnormal growth of cells in the body, which leads to their destruction of neighboring
tissues and their spread to other parts. Therefore, researchers seek to develop new,
more effective drugs using different methods, including computational chemistry. In this
work, we conducted a computational study to study the biological effectiveness of some
molecules extracted from the aromatase plant to inhibit both the polymerase enzyme and
the 5-alpha-reductase enzyme for breast and prostate cancer, respectively, where we
used the following theoretical methods: Molecular geometry optimization using the
Gaussview()9 program. . Molecular docking study using the MOE program where we
studied the interactions between these molecules and the active site for each enzyme

based on a reference ligand. Finally, we predicted the kinetics of the drug ADMET.

Key words: Cancer, DFT density function, aromatase, polymerase and 5—alpha-

reductase, molecular docking, ADMET pharmacokinetics.
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