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EXPLORING MOLECULAR INTERACTIONS: A
COMPUTATIONAL STUDY ON 2-(2-(5-CHLORO-3-
METHYL-I-PHENYL-TH-PYRAZOL-4-YL)VINYL)-6-
METHYLPYRIMIDIN-4-OL DERIVATTIVES AS POTENTIAL
LYASE INHIBITORS

Meenakshi Tyagi*, Mayank Yadav'
Department of Pharmaceutical Sciences, Adarsh Vijendra Institute of Pharmaceutical Sciences, Shobhit University, Gangoh,
Saharanpar, UP.
Received: March 10,2024

An entirely with pyrazole Nonsteridal anti-inflammatary substances (NSAIDs), which are frequently employed in the treatment
of cancer.Pyrazole, a crucial heterocyelic scaffold in medicinal chemistry. has a wide range of biological actions including
antiviral, anticonvulsant, anticancer, antibacterial, and antifungal activity were the inspiration for the creation of pyrazole
bearing pyrimidine derivative. In order to evaluate pyrazole carrying Pyrimiding analogues as anti-inflammatary, anticancer,
and COX inhibitars, successful marketed medications with pyrazole as the central core (Celecoxib, Deracoxib) were used as a
foundatian.By enhancing specificity towards COX2 as opposed to GOX, it could possibly be feasible ta create Analgesics with
greater medical value as well as reduced imperilment. In the current investigation, the selective COXZ inhibitor celecoxib's
central pyrazale core. which is coupled to the phenylsulfonamide group, has been employed. Through chemical modification
novel pyrazole bearing Pyrimidine analogues were created. To explain the derivatives' binding affinities and their mechanisms
for interaction with the active site of the lyase enzyme, a molecular interaction investigation was also conducted.

Keywards: Cyclooxygenase-l, cyclooxygenase-Z, 4.9-dihydro-IH-pyrazole, inflammation, molecular docking
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