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ABSTRACT

Piperazine 4-hydroxynitrobenzene (P4HB) is an organic compound. Piperazine consist of a six-
membered ring containing two opposing nitrogen atoms. 4-hydroxynitrobenzene is a phenolic compound that
has a nitro group at the opposite position of the hydroxyl group on the benzene ring. The molecular structure of
P4HB was optimized by B3LYP method with 6-311 G (d.p). Optimized geometrical parameters such as bond
lengths, bond én'gles and dihedral angles have been compared with experimental values obtained from single
XRD data. Bonding analysis was. executed to establish charge transfer, conjugative interactions and the
formation of intermolecular hydrogen bonding interactions. HOMO-LUMO energy gap indicates the possibility
of a charge transfer within the molecule.
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