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The DFT studies on molecular configurations of Azacitidine

Abolghasem Shameli'*, Samira Naseri?
!Department of Chemistry, Faculty of Science, Omidiyeh Branch, Islamic Azad University, Omidiyeh, Iran

2Department of Chemistry, Faculty of Pharmaceutical Chemistry, Tehran Medical sciences, Islamic Azad
university, Tehran,Iran

Submited: 29 May 2019, Revised: 09 September 2019, Accepted: 19 September 2019

Abstract

In this study investigates the structural properties of Azacitidine as a drug for the treatment of myelodysplastic
syndrome using computational methods based on quantum mechanics. The an alysis of 3 configurations of the Azacitidine
molecule has been thoroughly investigated by calculating the density function theory at the computational level of B 3 LYP
and with the base function 6 - 31 1 G/ d p. For this purpose, transient analyzes were per formed to examine the structure,

including optimization of compounds, ultraviolet spectroscopy ( UV - Vis ) calculations by time - dependent DFT (TD -
DFT) calculations.
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