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Title : Docking studies of indole derivatives as selective COX-2 inhibitors

Alm and Objectives : An area of design and synthesis of novel COX-2 Inhibitors i
being explored for drugs with better efficacy and safety profile. Novel indole
derivatives were synthesized, purified and characterized. The compounds showing

comparable analgesic and anti-inflammatory actlvities were selected for
docking studies.

Materials and Methods : In the present work, docking studies were carried out using
CYCLOOXYGENASE-2 complexed with a selective inhibitor, 5C-558. The docking studles
were carrled out in VLife Molecular Docking Suite 3.5 by using Blopredicta. Twenty
four malecules from six series were studied by docking with an aim to further

confirm the binding affinities of synthesized molecules (ligands) to COX-2 enzyme
and also to reveal their binding Interactions with the enzyme.,

Results and Discussion : The results of docking studies indicates that the
compound IIIB17  with highest docking score, was found to be Involved in
the hydrogen bonding with a residue Lys 97. The hydrogen bonding distance
between NH group of TIIB17 with NH of lysine97A was found to be 1.599 AD
(M:==-H]. The pyrimidine ring at 3 pasition was surrounded by active site amino
acid residues His 3564, Gly 350A, His 351A, and Asn SE1A, The indole ring found

to interact with residues His 356A, Lysine37A.The benzene ring on pyrimidine
nucleus was faund to interact with Asn5814 and Gly 1924,

Concluslon : Compounds [11B17, 11IB11,11B2, [1A2, 11B4, 1144, 1183, 1IAS, 1185 '

and I1B7 have shown good docking scores comparable to SC558 promoting
us to conduct enzyme Inhibition assays, f

Keywords : COX-2 enzyme, docking, indole derivatives,
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Title : In sllico design, synthes|s,
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as potential antimicrobial agents

Alm and Objectives : Development of resistance to antimicrobial agent by microorganisms Is
causing the decrease in efficiency of existing antimicrobial agents. Ignoring this problem
today can create a serious hazard to life. Hence there js urgent need for development of
newer antimicrobial agents which will help in curing the infections, Quinazolinene derivatives
also showed antimicrobial activity through DNA gyrase and topoisomerase Inhibition. So,
present work aims at synthesizing the benzothiazole derivatives with quinazoline-4-one and
to evaluate it for antimicrabial activity, 5o we have designed a new series of benzothiazale
derivatives. Docking studies have been carried out on DNA gyrase enzyme to check the
probable Interactions of synthesized compounds. So our aim is to design the newer
antimicrobial analogue of benzothiazole,

Materials and Methods : 3-{5ub5tituted-benzn[d]thlazﬂl-l-},rll-l-substitul:ed-quinaznlln-d{EH]-nne
5(1-7) were synthesized by reaction of substituted Z-amincbenzothiazole B(1-7) with
benzoxazin-4-one . The physical properties and spectral characteristic of synthesized
compounds were Iidentified with the help of, M.P. and FTIR, NMR respectively. The completion
of reaction was monitored by TLC, The compounds S (1-7) were evaluated for antimicrobial
activity, The designed compounds were docked in 3G75 protein molecule and interactions
were recorded.

Results and Discussion ; Compound 53 was found to be significant and also compaounds4
and 55 significant antimicrobial activity. Compounds 51, 52, 56, and S7 showed moderate
activity,

Conclusion : Thus, we conclude that the synthesized compounds have a potential for
further development as novel antimicrobial agents.

Keywords : Benzothlazole, quinazolinone.
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