
Accepted Manuscript

Investigations of binding mode insight in bacterial type-III secretion system tip protein
(SipD): A molecular docking and molecular dynamics simulation study

Gopinath Samykannu, Princy Vijayababu, Christian Bharathi Antonyraj,
SundaraBaalaji Narayanan, Syed Ibrahim Basheer Ahamed

PII: S2352-9148(17)30049-7

DOI: 10.1016/j.imu.2017.08.002

Reference: IMU 57

To appear in: Informatics in Medicine Unlocked

Received Date: 22 May 2017

Revised Date: 16 July 2017

Accepted Date: 6 August 2017

Please cite this article as: Samykannu G, Vijayababu P, Antonyraj CB, Narayanan S, Basheer Ahamed
SI, Investigations of binding mode insight in bacterial type-III secretion system tip protein (SipD): A
molecular docking and molecular dynamics simulation study, Informatics in Medicine Unlocked (2017),
doi: 10.1016/j.imu.2017.08.002.

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/10.1016/j.imu.2017.08.002


M
ANUSCRIP

T

 

ACCEPTE
D

ACCEPTED MANUSCRIPT

•3D  model of SipD interact with 

TTSS inhibitors • SipD interact with Caminoside A 

• Higher G-score and reliable interaction

•The different conformational variations of  SipD with Caminoside A 

by  Molecular Dynamics Simulation  
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