
Accepted Manuscript

Title: Binding Affinity between Small Molecules in Solvent
and Polymer Film using Molecular Dynamics Simulations

Author: Enqiang Lin Xiaorong You Robert Kriegel Ronald
Moffitt Romesh C. Batra

PII: S0927-7757(17)30208-X
DOI: http://dx.doi.org/doi:10.1016/j.colsurfa.2017.02.075
Reference: COLSUA 21430

To appear in: Colloids and Surfaces A: Physicochem. Eng. Aspects

Received date: 14-10-2016
Revised date: 8-2-2017
Accepted date: 24-2-2017

Please cite this article as: E. Lin, X. You, R. Kriegel, R. Moffitt, R.C. Batra, Binding
Affinity between Small Molecules in Solvent and Polymer Film using Molecular
Dynamics Simulations, Colloids and Surfaces A: Physicochemical and Engineering
Aspects (2017), http://dx.doi.org/10.1016/j.colsurfa.2017.02.075

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.colsurfa.2017.02.075
http://dx.doi.org/10.1016/j.colsurfa.2017.02.075


Page 1 of 20

Acc
ep

te
d 

M
an

us
cr

ip
t

Deposition of external 
Gaussian potentials 

, to detach 
the molecule from 
polymer surface

H2O

Polymeric 
Film

Rigid Wall

Nonanal (C9)    
Molecule

Reconstruction the 
free energy profile 
from attached to 
detached states



Download English Version:

https://daneshyari.com/en/article/4982219

Download Persian Version:

https://daneshyari.com/article/4982219

Daneshyari.com

https://daneshyari.com/en/article/4982219
https://daneshyari.com/article/4982219
https://daneshyari.com

