
Accepted Manuscript

In Silico study of the active site of Helicobacter pylori urease and its inhibition by
hydroxamic acids

Richa Arora, Upasana Issar, Rita Kakkar

PII: S1093-3263(17)30890-2

DOI: 10.1016/j.jmgm.2018.04.018

Reference: JMG 7163

To appear in: Journal of Molecular Graphics and Modelling

Received Date: 23 November 2017

Revised Date: 26 April 2018

Accepted Date: 27 April 2018

Please cite this article as: R. Arora, U. Issar, R. Kakkar, In Silico study of the active site of Helicobacter
pylori urease and its inhibition by hydroxamic acids, Journal of Molecular Graphics and Modelling
(2018), doi: 10.1016/j.jmgm.2018.04.018.

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service to
our customers we are providing this early version of the manuscript. The manuscript will undergo
copyediting, typesetting, and review of the resulting proof before it is published in its final form. Please
note that during the production process errors may be discovered which could affect the content, and all
legal disclaimers that apply to the journal pertain.

https://doi.org/10.1016/j.jmgm.2018.04.018


M
ANUSCRIP

T

 

ACCEPTE
D

ACCEPTED MANUSCRIPT

Helicobacter pylori urease

In Silico Study of the Active Site of Helicobacter pylori Urease and its Inhibition by Hydroxamic Acids

Biological 
Target

Biological 
Target

Receptor 
Selection & 
Preparation

Receptor 
Selection & 
Preparation

Binding 
Site 

Identifica
tion

Binding 
Site 

Identifica
tion

Designing & 
Preparation of 
Ligand Library

Designing & 
Preparation of 
Ligand Library

Docking 
& 

Scoring

Docking 
& 

Scoring
ADMETADMET

Active site of acetohydroxamate-bound urease



Download English Version:

https://daneshyari.com/en/article/6877376

Download Persian Version:

https://daneshyari.com/article/6877376

Daneshyari.com

https://daneshyari.com/en/article/6877376
https://daneshyari.com/article/6877376
https://daneshyari.com

