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Abst ra c t

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, 6l 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 �1.80 Å) and four Pi-Alkyl
bond with LEU134, ILE10, VAL18 and ALA144 �4.47, 4.46, 5.29, 5.04 Å respectively) one carbon-hydrogen
bond with LEU83 �2.73 Å�, one Pi-Donor Hydrogen Bond interaction with GLU12 �3.18 Å) and one Pi-Anion
interaction with Asp145 �4.00 Å�.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-oxo-2���4-oxo-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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Virtual Screening �VS) has become an essential element in the drug discovery. Based on the 3Dstructure
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View

Read more

Request full-text

Export citation

https://www.researchgate.net/publication/377421552_Docking_Techniques_for_Unravelling_the_Molecular_Mechanisms_of_Specioside_of_Kigelia_africana_Fruits?_tp=eyJjb250ZXh0Ijp7InBhZ2UiOiJwdWJsaWNhdGlvbiIsInByZXZpb3VzUGFnZSI6bnVsbH19
https://www.researchgate.net/figure/Physical-data-of-2-Mercapto-Pyrimidine-derivatives-3a-h_tbl1_340833062
https://www.researchgate.net/publication/340833062_Synthesis_and_Antioxidnat_activity_of_novel_2-Mercapto_Pyrimidine_Derivatives?_tp=eyJjb250ZXh0Ijp7InBhZ2UiOiJwdWJsaWNhdGlvbiIsInByZXZpb3VzUGFnZSI6bnVsbH19
https://www.researchgate.net/publication/340833062_Synthesis_and_Antioxidnat_activity_of_novel_2-Mercapto_Pyrimidine_Derivatives
https://www.researchgate.net/publication/340833062_Synthesis_and_Antioxidnat_activity_of_novel_2-Mercapto_Pyrimidine_Derivatives
https://www.researchgate.net/profile/Mumtaz-Hussain-2
https://www.researchgate.net/scientific-contributions/D-R-Bharthi-2173821858
https://www.researchgate.net/profile/Revanasiddappa-Chandrashekara
https://www.researchgate.net/profile/Hemanth-Kumar-70
https://www.researchgate.net/publication/340833062_Synthesis_and_Antioxidnat_activity_of_novel_2-Mercapto_Pyrimidine_Derivatives?_tp=eyJjb250ZXh0Ijp7InBhZ2UiOiJwdWJsaWNhdGlvbiIsInByZXZpb3VzUGFnZSI6bnVsbH19
https://www.researchgate.net/figure/a-Performance-of-varCPSO-ls-and-genetic-algorithmsGA-and-LGA-on-1hvrpdb-b_fig1_200173170
https://www.researchgate.net/publication/200173170_PSOAutodock_A_Novel_Bio-Algorithm-Based_Fast_Flexible_DockingTool_for_Virtual_Screening?_tp=eyJjb250ZXh0Ijp7InBhZ2UiOiJwdWJsaWNhdGlvbiIsInByZXZpb3VzUGFnZSI6bnVsbH19
https://www.researchgate.net/publication/200173170_PSOAutodock_A_Novel_Bio-Algorithm-Based_Fast_Flexible_DockingTool_for_Virtual_Screening
https://www.researchgate.net/publication/200173170_PSOAutodock_A_Novel_Bio-Algorithm-Based_Fast_Flexible_DockingTool_for_Virtual_Screening
https://www.researchgate.net/profile/Vigneshwaran-Namasivayam
https://www.researchgate.net/profile/Robert-Guenther-4
https://www.researchgate.net/publication/200173170_PSOAutodock_A_Novel_Bio-Algorithm-Based_Fast_Flexible_DockingTool_for_Virtual_Screening?_tp=eyJjb250ZXh0Ijp7InBhZ2UiOiJwdWJsaWNhdGlvbiIsInByZXZpb3VzUGFnZSI6bnVsbH19
https://www.researchgate.net/publicliterature.PublicPublicationPromoRequestFulltext.signup.html?publicationUid=375978357&ev=su_requestFulltext
https://www.researchgate.net/publication/375978357_Molecular_Docking_Studies_of_substituted_3-methyl-4-oxo-sulfanylidene-1234-tetrahydropyrimidine-5-carbonitrile_derivatives/citation/download


9/13/24, 4:28 PM Molecular Docking Studies of substituted 3-methyl-4-oxo-sulfanylidene-1,2,3,4-tetrahydropyrimidine-5-carbonitrile derivatives

https://www.researchgate.net/publication/375978357_Molecular_Docking_Studies_of_substituted_3-methyl-4-oxo-sulfanylidene-1234-tetrahydropyrimi… 5/6

Company

About us

Blog

Careers

Resources

Help Center

Contact us

Business  Solut ions

Marketing Solutions

Scientific Recruitment

Publisher Solutions

Terms Privacy Copyright Imprint Consent preferences

© 2008�2024 ResearchGate GmbH. All rights reserved.

Request full-text

Export citation

https://www.researchgate.net/about
https://www.researchgate.net/blog
https://www.researchgate.net/careers
https://www.researchgate.net/deref/https%3A%2F%2Fexplore.researchgate.net?forcePage=false
https://help.researchgate.net/hc/en-us/requests/new?ticket_form_id=13146494812305
https://www.researchgate.net/marketing-solutions
https://www.researchgate.net/scientific-recruitment
https://www.researchgate.net/publisher-solutions
https://www.researchgate.net/go.GetApp.html?interested=true&originCh=footerLoggedOut
https://play.google.com/store/apps/details?id=net.researchgate.shellapp
https://www.linkedin.com/company/researchgate/
https://twitter.com/ResearchGate
https://www.facebook.com/ResearchGate/
https://www.instagram.com/researchgate_official/
https://www.researchgate.net/terms-of-service
https://www.researchgate.net/privacy-policy
https://www.researchgate.net/ip-policy
https://www.researchgate.net/imprint
https://www.researchgate.net/publicliterature.PublicPublicationPromoRequestFulltext.signup.html?publicationUid=375978357&ev=su_requestFulltext
https://www.researchgate.net/publication/375978357_Molecular_Docking_Studies_of_substituted_3-methyl-4-oxo-sulfanylidene-1234-tetrahydropyrimidine-5-carbonitrile_derivatives/citation/download


9/13/24, 4:28 PM Molecular Docking Studies of substituted 3-methyl-4-oxo-sulfanylidene-1,2,3,4-tetrahydropyrimidine-5-carbonitrile derivatives

https://www.researchgate.net/publication/375978357_Molecular_Docking_Studies_of_substituted_3-methyl-4-oxo-sulfanylidene-1234-tetrahydropyrimi… 6/6


