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Panda , b Riham A. El-Shiekh , c ElSayed
M. Shalaby , d Dalia R. Aboshouk , e
Walid Fayad , f Nehmedo G. Fawzy e and
Adel S. Girgis * e
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Synthesis, Biological Activity, and
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and Triazole Derivatives as Selective
COX-2 Inhibitors Mohyeddin Assali , 1
Murad Abualhasan , 1 Hadeel Sawaftah ,
1 Mohammed Hawash , 1 and Ahmed
Mousa 2
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This paper consists of synthesis of novel
TZD's tagged with 1,2,3-triazoles and
evaluation of their antidiabetic and
anticancer activity profiles. Finally,
molecules that showed potential α-
glucosidase inhibition were subjected to
docking studies using molecular
modeling tools. 2. Results and discussion
2.1. Chemistry
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Synthesis, Biological Evaluation, and
Molecular Modeling Studies of New
Thiadiazole Derivatives as Potent P2X7
Receptor Inhibitors 1 Departamento de
Síntese de Fármacos Manguinhos,
Fundação Oswaldo Cruz, Instituto de
Tecnologia em Fármacos,... 2 Instituto
Biomédico, Centro Universitário Estadual
da ...
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Design, synthesis, molecular modeling,
... M.A. Elhendawy, M.M. Radwan, M.A.
ElsohlyDesign, synthesis, molecular
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modeling, in vivo studies and anticancer
evaluation of quinazolin-4 (3H)-one
derivatives as potential VEGFR-2
inhibitors and apoptosis inducers ...

Design, synthesis, molecular
modeling, in vivo studies and ...
Synthesis, molecular modeling studies
and evaluation of antifungal activity of a
novel series of thiazole derivatives. Lino
CI (1), Gonçalves de Souza I (1), Borelli
BM (2), Silvério Matos TT (2), Santos
Teixeira IN (1), Ramos JP (3), Maria de
Souza Fagundes E (3), de Oliveira
Fernandes P (4), Maltarollo VG (1),
Johann S (2), de Oliveira RB (5).

Synthesis, molecular modeling
studies and evaluation of ...
Molecular modeling studies were carried
out with an interactive graphics
molecular program . Energy
minimization was repeated several times
to obtain the global minimum. The
Leonnard-Jones equation was applied on
M–N bond to obtain a configuration with
minimum repulsion and hence minimum
steric strain.

Synthesis, Molecular Modeling, and
Biological Activity of ...
Synthesis, Gene Silencing, and Molecular
Modeling Studies of 4′-C-Aminomethyl-2′-
O-methyl Modified Small Interfering
RNAs Kiran R. Gore,† Ganesh N. Nawale,†
S. Harikrishna,† Vinita G. Chittoor,†
Sushil Kumar Pandey,† Claudia
Höbartner, ‡ Swati Patankar,§ and P. I.
Pradeepkumar*,† †Department of
Chemistry, Indian Institute of Technology
Bombay, Mumbai 400076, India

Synthesis, Gene Silencing, and
Molecular Modeling Studies ...
This letter reports the synthesis,
evaluation, and SAR studies of 1,2,3-

triazole based D 3 receptor ligands and
molecular modeling studies with these
ligands. These analogues were
evaluated using in vitro receptor binding
assays to determine the binding affinity
and selectivity at D 2 and D 3 receptors.

Synthesis, Pharmacological
Evaluation and Molecular ...
Synthesis, biological evaluation and
molecular modeling studies of N-aryl-2-
arylthioacetamides as non-nucleoside
HIV-1 reverse transcriptase inhibitors
Chem Biol Drug Des. 2010
Oct;76(4):330-9. doi:
10.1111/j.1747-0285.2010.01017.x.
Epub 2010 Aug 20. Authors Zhu Xiaohe 1
...

Synthesis, biological evaluation and
molecular modeling ...
Synthesis, Molecular Modeling, and
Evaluation of Novel Sulfonylhydrazones
as Acetylcholinesterase Inhibitors for
Alzheimer's Disease. ... Molecular
dynamics studies of compound 6d
showed that the interaction with the
peripheral binding site of AChE was
similar to donepezil, ...

Synthesis, Molecular Modeling, and
Evaluation of Novel ...
Synthesis, Biological Activity, and
Molecular Modeling Studies of Pyrazole
and Triazole Derivatives as Selective
COX-2 Inhibitors March 2020 Journal of
Chemistry 2020(9)

Synthesis, Biological Activity, and
Molecular Modeling ...
Title:Synthesis, Anticancer Activity on
Prostate Cancer Cell Lines and Molecular
Modeling Studies of Flurbiprofen-
Thioether Derivatives as Potential Target
of MetAP (Type II) VOLUME: 16 ISSUE: 6
Author(s):Özgür Yılmaz, Burak Bayer,
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Hatice Bekçi, Abdullahi I. Uba, Ahmet
Cumaoğlu, Kemal Yelekçi and Ş.Güniz
Küçükgüzel* ...

Synthesis, Anticancer Activity on
Prostate Cancer Cell ...
MOLECULAR MODELLING STUDIES,
SYNTHESIS AND ANTIMICROBIAL
SCREENING OF SOME NOVEL
SULPHONAMIDE QUINAZOLIN-4(3H)-ONE
FUSED DERIVATIVES. BAHAR AHMEDa,
ABDUL SAMADb AND MOHSIN HASANb
aDepartment of Pharmaceutical
Chemistry, Faculty of Pharmacy, Jamia
Hamdard, New Delhi-65, India. b
Department of Pharmaceutical

MOLECULAR MODELLING STUDIES,
SYNTHESIS AND ANTIMICROBIAL ...
2 Synthesis, in vitro Antifungal Activity
and Molecular Modeling Studies of New
Mannich Bases J. Braz. Chem. Soc. C.
albicans species, an increased incidence
has been observed of invasive ...

Article
Compound 26 was the most selective
inhibitor with excellent potency against
pjDHFR. Molecular modeling studies with
a pjDHFR homology model explained the
potency and selectivity of 26. Structural
data are also reported for 26 with
pcDHFR and 16 and 22 with variants of
pcDHFR.

Design, synthesis, and molecular
modeling of novel pyrido ...
Two woven covalent organic framework
materials (COF-505 and COF-506) have
been synthesized since 2016, and the
latter demonstrated the ability to take
up dyes and other small molecules. This

opens the door to applications such as
separations, sensing, and catalysis.
However, accelerating the design of
future woven materials by changing the
chemistry of the “threads” will require a
...

Transferable Molecular Model of
Woven Covalent Organic ...
The journal focuses on all fields of drug
design including drug discovery, drug
design by rational approach, target-
based design, drug synthesis, drug
metabolism, structure-based drug
design, molecular modeling, ligand-
based interaction, development of the
generic drug, in silico chemoinformatics
and bioinformatics technologies,
receptor ...

Drug Designing: Open Access - Open
Access Journals
Modi, Gyan Prakash, "Design, Synthesis,
Biological Evaluation And Molecular
Modeling Studies Of Novel
Multifunctional Neuroprotective Drugs
For The Treatment Of Parkinson's
Disease: An Effort Towards The
Improvement Of In Vivo Efficacy And
Modulation Of Alpha Synuclein
Aggregation Property Of The
Neuroprotective Parent" (2013).

Design, Synthesis, Biological
Evaluation And Molecular ...
With the help of computational modeling
from collaborator Kendall Houk, Ph.D.,
the Saul Winstein Distinguished
Research Chair in Organic Chemistry at
UCLA, and a formal theory of
"molecular...


