
Accepted Manuscript

Title: Structural insight into the glucokinase-ligands
interactions. Molecular docking study

Author: Elena Ermakova

PII: S1476-9271(16)30264-X
DOI: http://dx.doi.org/doi:10.1016/j.compbiolchem.2016.08.001
Reference: CBAC 6571

To appear in: Computational Biology and Chemistry

Received date: 27-5-2016
Revised date: 27-7-2016
Accepted date: 7-8-2016

Please cite this article as: Ermakova, Elena, Structural insight into the glucokinase-
ligands interactions.Molecular docking study.Computational Biology and Chemistry
http://dx.doi.org/10.1016/j.compbiolchem.2016.08.001

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.

http://dx.doi.org/doi:10.1016/j.compbiolchem.2016.08.001
http://dx.doi.org/10.1016/j.compbiolchem.2016.08.001


1 
 

Structural insight into the glucokinase-ligands interactions. Molecular docking study. 

 

Elena Ermakova 

 

Kazan Institute of Biochemistry and Biophysics RAS, Kazan 420111, P. B. 30, Russia 

Email: ermakova@kibb.knc.ru 

Tel. +7 843 2319037  FAX: +7 843 2927347 

 

Graphical abstract 

 

HIGHLIGHTS: 

 Docking simulation was performed to study interaction of glucokinase with ligands  

 AutoDock and Vina programs accurately reproduce the experimental ligand poses 

 Correlation between free energy of binding and bioactivity of activators is discussed 

 

 

Abstract 

Glucokinase (GK) plays a key role in the regulation of hepatic glucose metabolism. Inactivation 

of GK is associated with diabetes, and an increase of its activity is linked to hypoglycemia. 

Possibility to regulate the GK activity using small chemical compounds as allosteric activators 



Download English Version:

https://daneshyari.com/en/article/6487063

Download Persian Version:

https://daneshyari.com/article/6487063

Daneshyari.com

https://daneshyari.com/en/article/6487063
https://daneshyari.com/article/6487063
https://daneshyari.com

