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Study on achieving a drug that controls depressive

disorders by inhibiting the enzyme monoamine
oxidase A
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Abstract

Depression is one of the acute neurological disorders that affects many people in Iran and
around the world every year. The level of activity of the monoamine oxidase A enzyme
plays a role in the development of depression-related disorders, including various
psychological abnormalities. This study evaluated several ligands susceptible to inhibiting
the monoamine oxidase A. First, these enzyme ligands were selected, and their three-
dimensional structures were prepared from the PubChem structural database. Also, the
three-dimensional structure of the monoamine oxidase A was prepared from the PDB
protein database. Then, the molecular docking process was performed after preparing the
ligand and the receptor to examine their interaction. The results of this study showed that
these derivatives exert various effects in inhibiting the monoamine oxidase A by their
structural characteristics. Therefore, from the study of the changes in the desired chemical
structure among the investigated derivatives, dextroamphetamine (L5) is introduced as one
of the most important selegiline derivatives in inhibiting monoamine oxidase A.
Keywords: Monoamine oxidase A, neurological diseases, molecular docking,
dextroamphetamine
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