Accepted Manuscript =

Modulating hydrogen-bond basicity within the context of protein-ligand binding: A
case study with thrombin inhibitors that reveals a dominating role for desolvation A

Nader N. Nasief, Ahmed M. Said, David Hangauer 7
PII: S0223-5234(16)30768-1

DOI: 10.1016/j.ejmech.2016.09.038

Reference: EJMECH 8904

To appearin:  European Journal of Medicinal Chemistry

Received Date: 14 July 2016
Revised Date: 10 September 2016
Accepted Date: 12 September 2016

Please cite this article as: N.N. Nasief, A.M. Said, D. Hangauer, Modulating hydrogen-bond basicity
within the context of protein-ligand binding: A case study with thrombin inhibitors that reveals a
dominating role for desolvation, European Journal of Medicinal Chemistry (2016), doi: 10.1016/
j-ejmech.2016.09.038.

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.ejmech.2016.09.038

Reduce desolvation penalty

=27 4

-E;(kJ/mol)

X X Q/ 2 20 2 24 26 28

. 21 . . . .

‘ = R?=0.92

CH3 HBD—H '%0 % 23 CH3

. E 2
FCH, g |3 FCH,

2 |3

§

F,CH ) Q
F,C

HBD—H’ F,C




Download English Version:

https://daneshyari.com/en/article/5159072

Download Persian Version:

https://daneshyari.com/article/5159072

Daneshyari.com


https://daneshyari.com/en/article/5159072
https://daneshyari.com/article/5159072
https://daneshyari.com

