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Small Molecular Crystallography
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crystallographic packages such as SHELXS97, SHELXL97 &
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Research Work

The research work presented in my Ph.D work is designed to
establish the crystal structure and conformation of some organic compounds. A

docking study has also been carried out.

Heterocyclic compounds, especially five- and six-membered rings, have
occupied an important place among organic compounds in view of their biological
activities. Piperidine-4-ones are the important group of heterocyclic compounds in
the field of medicinal chemistry due to their biological activities, including
cytotoxic and anticancer properties. The skeletal ring of piperidine is contained in
the molecules of many synthetic and natural medicaments. In view of this, crystal

structure and conformation of some piperidine derivativesare elucidated.

The indole ring system is present in a number of natural products, many of
which are found to possess antibacterial, antitumour, antidepressant,
antimicrobial, and anti- inflammatory activities. In view of the medicinal
importance, the crystal structure and conformation of some indole derivatives are
studied.

Benzodiazepines are the important class of psychotherapeutic compounds.
They are useful in treating anxiety, insomnia, agitation, seizures, and muscle

spasms. In view of these importance crystal structures of two benzodiazepine



derivatives have been carried out.

Crystal  structures  of  three  organic  compounds, namely
Imidazolidine, pyridine and carbazole derivatives have been studied for their

biological importance.

Hepatitis C is an infectious disease affecting the liver, caused by the hepatitis
C virus (HCV). Nearly 3% of the world’s population is infected with Hepatitis C
virus, and 3-4 million are infected every year. The extent and severity of hepatitis C
has stimulated the development of many new antiviral compounds. The RNA
dependent RNA polymerase (NS5B) from Hepatitis C virus (HCV) is a key enzyme
in HCV replication and is a major target for the development of antiviral
compounds. An attempt was made to dock four benzodiazepine derivatives with
RNA dependent RNA polymerase (RdRp).
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