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Abstract

A molecular docking study is advance technique of structure based drug discovery and help to develop
more heterocyle with promising pharmacological activity. In the present study molecular docking analysis
was carried out for the various pyrimidine fused heterocycle derivatives (6a-y and 7a-r)which are
planned, using the C-Docker protocol. Roscovitine-complexed X-ray crystallographic enzyme (CDK2)
substrate.The result of molecular docking studies showed that 6r, 61 and 6p compounds showed higher
docking scores compared to those in the series. Compound 6rexhibited one H-bonding interaction
between the nitrogen of Cyanide group of pyrimidine at 5th position with LYS89 (180 A) and four Pi-Alky!
bond with LEU134, ILE10, VAL18 and ALA144 (4.47, 4.46, 5.29, 5.04 A respectively) one carbon-hydrogen
bond with LEU83 (2.73 A), one Pi-Donor Hydrogen Bond interaction with GLU12 (318 A) and one Pi-Anion
interaction with Asp145 (4.00 A) All synthesized derivatives (6a-y and 7a-r) will be confirmed by the TLC,
IR, NMR and MASS spectroscopy. Molecular docking studies give idea regarding the interaction of
synthesized compound with protein of interest. The series of 6a-y and 7a-r will be synthesized,
confirmed and tested for the in-vitro anticancer activity using human cancer cell line using MTT assay.
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A series of substituted 1-methyl-6-o0x0-2-[(4-0x0-1,3-thiazolidin-3-yl)amino]-4-phenyl-1,6-

dihydropyrimidine-5-carbonitrile were synthesized by multicomponent type of reaction using ethyl
cyanoacetate, thiourea and aromatic aldehyde. The anticancer potential of every produced substance...
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In this study, the inhibitors of a-amylase and aldose reductase, the key of proteins in diabetes mellitus,

were isolated as compound speciosides from the Kigelia africana fruit Benth. Speciosides were selected
as ligands for the receptors of a-amylase and aldose reductase in the molecular docking studies used ...
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Virtual Screening (VS) has become an essential element in the drug discovery. Based on the 3Dstructure
of the receptor, molecular docking studies can be applied to screen large libraries ofcompounds for
candidate molecules specific for the particular target. Molecular docking sim-ulation methods describe...
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