American Chemical Society
(ACS)

ACS 9,20
OS50 9 A puewlVAVE Jlw 53 ACS il (o Boyol (swouis ol 5l (i ACS wl, Ll

Ol alag> > 84835 9 Gulls GipinS 4 ACS il (o 92109+ ¢ Sl G b o> ole gl
35155 (o vanzs Slpid i 9 Wil Jraxi jshie 4 ileMbl glo (sole SlpuilaiS (swle
> awdigo 9 cole wlassx gl aS sulpdlyes Bub 5l b Sl es,iwS wloas o0l (owis ol
Jiug »ol> > 55 S (w0 pdhd (o Slpiooil 9 ol ple praaio Sy gl (o suiniio gl
oslic o Jbygs ,a 0 wlx o)lowy ol Jols wlyuin .S (s sisiio |, vaass JUjgj Ulgic YO
g8 iy o3l b aS auil o ON LINE  sileMbl o854 S5 ACS SlpdU g5 gaiol ool (swo O Guiian
oy UlSol gyl 35,8 (s adlol Ol @y o)l o 5l (siwrpd WVLw 95l Sl 39, 0 G
w0 o ACS wlylawl bwgi aS wg Sy Giwbus w3l U JUygs 5o 5l easis Wl o)l oulsl @
silmis cswoled @ Csyinws Ol gani] 5T+ +F Jlw Shycl Jlio ,ob @ . 1les (o pdbd |, 0.0
W 8w owiowd LpdUyes sainl picinls Ll 5o b asslw (e pdbd 1) 05,8 (e 501999 Jlw @y as
33,5 (5o o 1l o Alw 1T+ Gl Sl uil aS (o pde 5d 48,3 &g Olarszi (i miso
Shyicil Jlw b IAVA Jlw 5l aS I, ACS oo plos wVlie (Sgxiws 0ol ON LINE s> gasisy] ol
S8l S a9 ol vw 5> LSy uszw> Grized 9 il oasw, Wl 4 ACS L law
Sibw v pSew |,

T W wlecgo 90

«S39J9iST il S| AUd 9 (IR0 (ol (WA Pl (Su3S (ol (S, o (sl o
Slpig) e buxo (sewdipo «S5eLiS (oud olgo swouds Goudy (owd (sulie Rilio Sigleiss
Hliw)S 153,0,8 Siglow 9,500 9 SigJeiSi g ((JoSUoe s 9 (euign (ougn LS Sab
1> (o 9 el ouw csvoud awdipgo (9w 9 Sixl (s31S

:ACS Sl

Accounts of Chemical Research ACS Chemical Biology

ACS Applied Materials & Interfaces ACS Nano

Analytical Chemistry Biochemistry

Bioconjugate Chemistry Biomacromolecules
Biotechnology Progress Chemical Research in Toxicology
Crystal Growth & Design Chemistry of Materials



Organic Process Research & Development
Environmental Science & Technology
Industrial & Engineering Chemistry Research
Journal of Agricultural and Food Chemistry
Journal of the American Chemical Society
Journal of Chemical & Engineering Data
Journal of Chemical Information and Modeling

Journal of Chemical Theory and Computation

Energy & Fuels
Organic Letters
Inorganic Chemistry
Journal of Natural Products
Nano Letters
Macromolecules
Organometallics

Chemical Reviews

Journal of Combinatorial Chemistry Journal of Medicinal Chemistry

The Journal of Organic Chemistry Molecular Pharmaceutics

The Journal of Physical Chemistry A The Journal of Physical Chemistry B

The Journal of Physical Chemistry C Journal of Proteome ResearchLangmuir

Citation Finder
.AuS o> DOI (Digital Object Identifier) sac 0SS 55lg L b auS g=iwu> g 2ud> 1,8 First Page >

Citation Digital Object Tdantifier
s | Select a Journal v| or [ |
Specify a Citation or a 1 = -
Cigital Object Identifier ‘JOI| |First Fage |
| More about DO| m
SR> LS[@.W’J

(Quick search) g/ w S9oxivi>

Ulgic (00,8 0wy Ulgie (suguinS Sgio 5l oslaiwl U | 593 1 5,90 03l adS 81w Soxiw> 5>
S 39250 uilgi v (DOI) sSuwig Sl (sulbisb o)locs bg 00uS> L

Journals CBEN cAS ~

. ACS PUBLICATTONS

HIGH QUALITY. HIGH IMPACT,

ACS Publications Home

o - T | Title or Abstract
s Semd here in Article
Chiect Idertifier (DO}




(Basic) wviloaso Soxxian>

55 not g or .and ska,Sloc 5l oslaiwl L 1) 593 b 5,00 S 03lg 2dS (siloaso Sexiw> Jivg, )>
S 3)lg 9> Sla,slS

oxcuygs «(Title ) allio lgic 5l ais,be aS asS paxuiwe | szt Slaald alei (s loos Gvgy ¢l U>
Anywhere in)alas sl> ,a ;> (Abstract or Title) adlas 02.S> U wlgic (Abstract) oa.S> ((Author)

b s (Article

b Full-Text Search
[ Author | li | [And |
Basic Search | Titie & | | And s
| Anywhere in Article | | |
Search by Author, Title, or . - B -
other key word or phrase. m
Qrnarrow your search
using the options below

Mare about Key Word
Search

(Advanced) a9 ywian S9=xian>

DS 5 849> | 593 Semiw> awlgs ww (Advanced) asd iy Sozsiaus Ll 5l oslaiwl U

hsd ooy Somiws U oS okl 1) suols wlbyin b ayis bhad awlei (sw Specify Journals o, s
(2wsS oslaswl shift+click ;1 ay,uin dis Wzl Sl ) sew plzsl Wluin oul s

55 SwigySJl Cao,d @ aS 3,8 o wygo siVleo ,> gxiwe Articles ASAP Clxil L Timeframe >
wsuilin > g Current Issue Ll b ol oowin i wuls Whgo @ g ol o Guwiows
59220 loui Sgxiw> legacy Archives 1879-1995 Clxil U il oocis o Tzl aS 5,8 wsw g0
Olywin plod > gz All Lzl b g 15l o0ciw 5o 12906 YAVA Slpdlw s aS sgi s siVlio @
5)3 WS\ O,8.0

Dwlos ol (silo; albld @ sga=o | 593 Sgmiw> silo bl 5l aslgs sw Date Range s

o B> gwluwl p bt Sz Az aS AuS pawiw dwlgi sw Sort ResultsBy suguisS Sgio
.39 i (Relevance) allso 40,0 baaiye b 9 (Journals) wl i oU (Date) allao

wwo 03> Juwles axas ;8 > aS wusmiwe> gulo slass aslgi s Results Per Page  suguinS (Sgio
AwS olzal | s



Jr ivndvanced Article Search (ACS Publications) | i

i-'!‘u v rPage - (F Tools

Submit & Review
Ethical Guidefines
Copyright/Permizsions

About ACS Paragen Plus
Environment

Institutions
._S-LI-DSCI'II-:.tI.UI'\HIII'\TU-
| Librarian Resource Center
| Livelvire Newrsietter

ACS Legacy Archives

ACS Members

Subscription Info

Recommend ACS Journals to your
Library (POF}

Join ACS

Contact & Help

b Full-Text Search

Basic Search

Search by Author, Title, or
other key word or phrase
Or narrow your search
using the options helow.
More about Key Ward
Search

Specify Journal
Choose "All lournals™ or
select one or more
journals

Wore about Selecting
Multiple [tems

Timeframe/Date Range

| Author | | |
| Titte | |

[And ¥]

| And »|

erein Aicle | | |

I&EC Chemical & Engineering Data Senes
Journal of Chemical Information and Modeling
Journal of Chemical Documentation
Journal of Chemical Information and Computer Sciences
Journal of Chemical Theory and Computation
Journal of Combinatorial Chemistry
Journal of Medicinal Chemistry
Journal of Matural Products
Journal of Organic Chemistry
Journal of Physical Chemistry ||

(I3

Timeframae Date Range

| E-mail i [ asaP articles From. | January TYYY
Emaliiebilieas Marrow results by choosing a Timeframe or Date = ::=!
Help Center Range ] current Issue - 1996 a To: |JaﬂLIEI'_\f_ YYYY |
Stemap More shout Timeframe [ Legacy Archives 1879-1995
Print & Web Advertizing All
Sort Results By | Relevance » Resulis PerPage |10Results |

Display Options
Search | Reset Form

A0 g 1 oonn wulsb wVlie sl liS wleMbl I v s> azsis axas >

S sl | 5hai 5590 Wi 9 4uS &S search modify clid (Sg, 5 595 9z 5> s skl Shy
Alio oy 3> pwlbwl 5 locds (Sozinu> Az aS S pasire Wlgi (sw SOrt By (sugisS oSgio
Ao0S> SS9y  purw 9 S iy (Relevance) dlso ¢uy biye U g (Journals) ol oL ((Date)
S &S Refresh

I, 50 s 03y Sl axew 18 ;5 aS sugxiw> guli slas auleg o Per Page suguinS Sgio
S &S Refresh aoSs Soy 10 pusw 9 2uS wlsal

2 b osls 58>9 5,50 JSiiwo b3yl 929 sdSiie alio JolS oo yiwlos 5> 31 Feedback ozl b
S sw e-mail b @y 1) aicws Gul 3,58 o L8 ooy G yiows > aS (w9 US,S

35S o Lb8 oo [l )y ay,in o)locs Uled WYlse wd TOC Ll b

0> b 39> i 5500 SWa 0jly 1S 2uS @Blol 395 adsl Sz 4 | S50 Sla ojly alS asiyl sy
.AuS 5,lg within Results Search s(S



Search Results - o
Sort B‘FE Relevance M | Per Page:! 10 Results  w

Your search matched 1285 documents.
1-10 are displayed, sorted by Relevance

[ Refresh |
Search Within Results: | | w

B, Display printer-friendly results | Modify Search | Mew Search

View Results: 1-10 11-20 21-30 31-40 41-50 next

Citation Management

Leam Mors .

- Download Selected Citations Deselect All +| Salect All
g

A Feedback Burchase E1TOC o
[ Legacy Archives = $ | [Jselest citation

Advances in Protein Chemistry.
Stanford Moore
J. Am. Chem. Soc.: 1958; 80(19), 5326-5326. DO 10.1021/a01552a084

First Page Full; POE (142k)

[ Eeedback | § Purchase | [ ]|select Citation

AMolecular Dynamics Description of Grafted Monolayers: Effect of the Surface
Coverage

F. Goujon, C. Bonal, B. Limoges, and P. Malfreyt

Web Release Date: 18-0ct-2008, (Article) OOI: 10.1021/p8028325

Abstract Full: HTML /' PDE (1785}

Alio Lo U SNBSS

LIS U 5,8 audles abasMo |, allie 00,85 Abstact el So, 51 03, LS b gxim> Qe asbus 53
L 3905 dudlgs abhs>Mo |, Ul o,locis o3l WVlio o 9 au,iu ol Journal Home Page cliJ ws,S
i audlgs U 9= axao @ Search the Journals ws,S clds

Lowis Ll 5> HTML waoyd v allée JolS o HTML clid Sg, 50 03,5 LS b o> asuis axao 5>
L ol o,locs sl WYlo o 9 @i ol Journal Home Page cbiJd us,S S U 5,8 sw 1,8
S U i adlgs 5L gxiwu> axaws @ Search the Journals ws,S LS U g0 audlgs ala>Mo
S U 5,8 s 59 loow Hlasl 5y ag,uin o loos Ulod wVlie ] Contents Table of clid ws,S
29,8 adlgs 5158 loois Guwiows 5> PDF o, @y allso JwolS 50 PDF version of this article us,S

Shy oS o Wil | 3¢5 olgzds wio,d aS wwl ul;U o8 HTML ¢ PDF o8 95 @y allio o
55 5 S LIS B ST s, 0 2iS o 0aslite PDF Gygo @ |, dlio ,31 dllio cio 0s,S 0,ud
9 auS wlzwil |, Save As aiysS LB Sgio 5l A4S sw oadlie HTML g0 @ |, dlléo io aS (sijg0
S pazaiw b Slw 0,033 o oKl

235 38 LIS G T S, 51 1S oo 018lkie PDF S0 @, 1, allin I allio o 03,8 lox Sl
S olxal | print @S LB Sgio 5l 3uS (sw 0adlie HTML &g @ |, dlléo (o aS (sjg.0



Table of Contents | Journal Home Page | Search the Journals

ACS PUBLICATIONS

V HIGH QUALITY. HIGH IMPACT

ASAP J. Phys. Chem. B, ASAP Article, 10.1021/jp8028825
Web Release Date: Ociober 18, 2008 Download PDF )

Copyright © 2008 American Chemical Society

Full Text HTML
Molecular Dynamics Description of Grafted Monolavers: Effect of the Surface Download Citation
Covel‘age Purchase Aricle

F. GUI.IjUrI,T C. Bn:lnal,aT B. Limcnges,I and P. I\.I'IalfreytT

L aboratoire de Thermodynamique et Interactions Mol€culaires de 'Universiteé Blaise Pascal (Clermont-Ferrand Il),
FRE 3098, 24 Avenue des Landais, 63177 Aubiere Cedex, and Laboratoire d'Electrochimie Moléculaire de
I'Université Denis Diderot (Paris 7), UMR CNRS 7591, 2 Place Jussieu, 75251 Paris Cedex 05, France

Received: Apnl 3, 2008
Revised Manuscript Received: August 28, 2008
Abstract:

Molecular dynamics simulations of monolayers of metal-chelating ligands grafted onto a graphite surface in water are

carried out to calculate structural (density profiles. radius of gyration, and asphericity coefficients), dynamical

(diffusion coefficients), and energetical properties as a function of the surface coverage. The purpose is to provide a

better understanding of the dependence of various properties of these monolayers on the surface coverage. A critical

value of the surface coverage from which all structural properties derive a limiting value has been established. It also

appears that the chains rather adopt an elongated conformation along the direction normal to the surface from this

critical surface coverage. The hydrogen-bonding structure and dynamics of water molecules are reported. An

ordered structure of water in the region close to the terminal groups of the grafted molecules is shown at a relatively Coibie deE o cFahns cotante caktmas k
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