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Study of Adsorption of Isocarboxazid on Fullerene as anti-
depression drug carriers

M. Aletaha Koohbanani, S.A. Ahmadi*, D.Ghazanfari, M.Akhgar

Department of Chemistry, Kerman Branch, Islamic Azad University, Kerman, Iran

Abstract: [socarboxazid is an antidepressant used to treat depression, panic attacks, obsessive-compulsive
disorder, post-traumatic stress disorder, social anxiety disorder, body dysmorphic disorder, and severe
premenstrual syndrome (PMS). In the present work, using the quantum mechanical method of density functional
theory and using the base set B3LYP / 6-311 + G (d, p), chemical reactivity properties and adsorption of
isocarboxazid on the surface of fullerene C60 molecule (ih) as carriers of the antidepressant drugs was calculated
in the gas phase. Among the chemical properties, dipole moment was calculated in the study of solution
properties, thermodynamic properties (Gibbs free energy, enthalpy, entropy, and heat capacity) and to detect the
reactivity of electronic parameters (o, U, ®, %, ). According to the calculated amounts of HOMO and LUMO
energy, isocarboxazid is a stable and reactive compound that acts as a chemically active substance. This
chemically active compound has seven active sites that lead to adsorption in the C60 nanocage as a drug carrier.
This adsorption helps transport isocarboxazid to biological systems.

Keywords: DFT, Isocarboxazid, C60, Bucky ball, Reactivity.
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