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Abstract

Potential energy curves of Glycosidic bond rotation of (D4T) (2'-3'-dide- hydro-2'-
3'-dideoxythymidine) molecule an HIV-1 reverse transcriptase inhibitor is
calculated by used B3LYP/6-31G(d) level theory, for knowing number of
conformations of this system. The calculations has been showed that, there are two
minima conformers of D4T molecule Syn and Anti. The last conformer is
energetically preferred by (2.28 kcal/mol) .From pseudorotation cycle, to knowing
modes of puckering and determine the maximum amplitude puckering of five
sugar member ring, it is showed that the puckering of Anti conformer ring is large
relative to Syn. Generally the sugar ring into both conformers is semiplanar, with
significant in total energy, dipole moment, potential energy, heat of formation,
frontal molecular orbitals values.
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