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A research paper/publication as an evidence in International Database accepted by the Office of the Civil Service Commission (OCSC) list in attachment page.

1. Scopus
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3D QSAR and in silico docking studies of natural flavonoid
derivatives as acetylcholinesterase inhibitors (e

Gunda, SK I, Pasula, S, Gurram, V., Shaik, M &

Bioiformatics Divsion, Osmania Universty, Hyderabad, India

¥ Viewreferences (33)

Abstract

Comparative molecular field analysis (COMFA) and comparative molecular similarty indices analysis
(COMSIA). three-dimensional quantitative structure activity relationship (3D-QSAR) techniques, were
applied to a set of 53 natural flavonoids as Acetylcholinesterase inhibitors (training set 46 molecules.
test set 7 molecules) The best CoMFA model yielded the cross-validated 2 -0.810 and the non-cross-
validated 12 0.961. The derived model indicated the importance of steric (63.2%) as well as electrostatic
(36.8%) contributions. For CoMSIA studies, different combinations of the fields were tested. The best
CoMSIA model gave g2 -0.583 and r2 -0.947. This model showed that steric (20.7%), electrostatic
(23.0%). hydrophobic (21.3%) hydrogen bond donor (20.0%) and hydrogen bond acceptor (15.0%)
properties played major role in Alzheimer's. FlexX were employed to dock the inhibitors into the active
site of the acetyl-cholinesterase enzyme and these docking studies revealed the vital interactions and
binding conformation of the inhibitors. © 2015, Global Research Online. All rights reserved

Author keywords

3D-QSAR: Acetylcholinesterase: Alzheimer's: CoMFA; CoMSIA: FlexX docking: Natural flavonoids

Indexed keywords

EMTREE drug terms: cholinesterase inhibitor; flavon
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‘applied to flavone derivates for drug discovery
Smica, K.B., Belai, ., Benbrahim, |

(2015) Ressarch Journal of Pharmac eutcal, Biological and
Chemical Sciences

View details of this citation

Inform me when this documents cited in Scopus:
W setctation alrt Setctaton feed

Related documents

Flavonoids as acetylcholinesterase inhibitors,
Uriarte-Pueyo, 1., Calvo, M.
(2011) Current Mediinal Chemistry

Implications of some selected flavonoids towards
Alzheimer's disease with the emphasis on
cholinesterase inhibition and their bioproduction by
metabolic engineering

Orhan, LE.

(2014) Current Pharmaceutizal Botechnobogy

‘The use of flavonoids in central nervous system
disorders

Grosso, C., Valentio, P, Ferreres, .

(2013) Current Medicinal Chemistry

Viewall related documents based on references

Find more related documents in Scopus based on:
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effect of aloe vera on glycemic control in prediabetes and type 2 diabetes

Create RSS Create alert Advanced

Format Abstract +

Send to~

See 1 citation found using an altemative search:
L Cin Pharm Ther 2016 Apr;41(2):180-8. doi: 10,1111/t 12362, Epub 2016 Mar 23.

Effect of Aloe vera on glycaemic control in prediabetes and type 2 diabetes: a
systematic review and meta-analy:
Suksomboon N', Poolsup N, Punthanitisam S'.

uthor information

Abstract
WHAT IS KNOWN AND OBJECTIVE: Aloe vera (Aloe vera (L) Burm ., Xanthorrhoeaceae family) has long been
used in folk or traditional medicine for diabetes. Several studies have been conducted on the effect of Aloe vera
on glycaemic control, but the results appear inconsistent. We undertook a systematic review and meta-analysis to
assess the effect of Aloe vera on glycaemic control in prediabetes and type 2 diabetes.

METHODS: A comprehensive literature search was conducted through MEDLINE, CENTRAL, CINAHL, Scopus,
hitp:/iclinicaltrials. gov, Web of Science, Proquest, LILACS, HerbMed, NAPRALERT and CNKI to the end of
January 2016 without language restriction. Historical search of relevant articles and personal contact with
experts in the area were also undertaken. Studies were included f they were (1) randomized controlled trials of
Aloe vera aimed at assessing glycaemic control in prediabetes or type 2 diabetes and (2) reporting fasting
plasma glucose (FPG) or haemoglobin Alc (HbA1c ). Treatment effect was estimated with mean difference in the
final value of FPG and HbA1c between the treatment and the control groups.

RESULTS AND DISCUSSION: Eight trials involving 470 patients (235 each for prediabetes and type 2 diabetes)
were included. In prediabetes, Aloe vera significantly improved FPG (mean difference -0-22 mmoliL, 95% CI
-0-32 mmoliL to -0-12 mmol/L, P < 0-0001), with no effect on HbA1c (mean difference -2 mmolmol. 95% Cl -5
mmolimol to 1 mmol/mol). Aloe vera may improve glycaemic control in type 2 diabetes, with a marginal
improvement in es 117

Full text links

similar articles S

T Effects of coenzyme Q10
‘supplementatior [J Ciin Pharm Ther 2015]

T Effect of vitamin D
‘supplementation on in [Diabet Med. 2016]

Efficacy of Aloe Vera Supplementation
on Prediabetes and Earl [Nutrients. 2016]

T Systematic review and meta-
analysis of the [J Clin Pharm Ther 2014]

T Treatment of periodontal disease
for ¢ [Cochrane Database Syst Rev. 2015]
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Academic journals that follow the guidelines set by OCSC such as journals whose names are in the database that is recognized nationally and internationally are as follows. 




1. Internation Database 

- ERIC (http://www.eric.ed.gov/) 

- MathSciNet (http://www.ams.org/mathscinet) 

- Pubmed (http://www.ncbi.nlm.nih.gov/pubmed/) 

- Scopus (http://www.info.scopus.com) 

- Web of Science (Only in the database SCIE, SSCI and AHCI) (http://wokinfo.com) 

- JSTOR (https://www.jstor.org/)

- Project Muse (https://muse.jhu.edu/)



2. National Database 




- Thai Journal Citation Index -- TCI) Specialized journal in the group 1 and group 2.



(http://www.kmutt.ac.th/jif/public_html/list%20journal.php) 

Note: In case list of International Database accepted by OCSC is changed, there will be further announced.

Bibiography: 

1. The Government Gazette (http://www.ratchakitcha.soc.go.th/RKJ/announce/search.jsp)

2. The Office of the Civil Service Commission (OCSC) (http://www.ocsc.go.th/)

3. Ratchakitcha (http://www.ratchakitcha.soc.go.th/DATA/PDF/2562/E/151/T_0013.PDF)
Page 2 of 5
Updated December 16, 2020

