PO\ﬂmor P‘A.:SW\

80@(003 Carm ﬁvoue d:gg@feu\\— CDSACLQ S‘}Yuc-(—uvex,
M(Pe»ob\*\") om T oawd For excumple, YNOAr
~ Possiole Plrrasen od

800 . : :
700 vi / - H’LO (& SNE %va\ %
. g\/\.ou A \/LO/\IL,

wonoan

aopnod
+CH39 | kﬂ(’)w;u\fj \J\A:CL\ P\A.Q,Q

m | IS -\\mzxmod\jﬂcxwlcokw/j
Steh\e at Hluen Condibions
o be u*&\j {wopo«Jro.»\Jw

L Ih
\/\EKQQOMQ

-60 -40 -20 0 20
6 (°C)

@amou} QYM(P\e . L. lonaw' v CMHV'\J‘&.Q\X dlhe ’ﬁww\
Mproved wan o mekentalale solidh  —Aue Shelde Sefidk
LS \\“OO”H\!C ( Loo, wot Mssolue)., Owa Sowme shelole A
Goksd  wan wmade Lron o minor chrowne (v~ Ffbci“ChQ“\
Cowdi hows | ko \/65 Raonvd b Sej Lallk e

ac Hve Sovw !

_ Need /?fea e\n@r& CanuOO\HQV\S o’g d}g@'%“
CV\SSLAQ Skuckuvren

ke vfactd Simulabious e koesn 2 Solldr do wet

wol & becamse Hove owe \wsraa haxrievs 4o CUS*'&/O\

Sluckwe  drowe bormations — Simula Hows ¢ how

O\Uﬂﬁ Q\.ﬂs-\-ezve/sfg



Sewtd o ceedL (@)

5@”“’“ - O (oushuck r@uus'\b\e Pa{&\ &o\m
\’\D@o'(rkes'\%a& C/V:)S—H-—Q shiuctkuve Yo a Stede o&

YCrouwm  free eueray

@ Qz@ea‘r lov oWor Shruckioen (ov
@ iﬁ\v\d M(T P} PO\%-\-& O@ COQ\C(S‘L@&C&

T =T Pj‘,’ PSL T ’%\Sl'_ (Coeﬁgg\‘\J leo 3

e Q«(‘i(&:d)

Frevkel ~Ladd opproach (9. Cuen. Plars. 8123188 ( \qwﬂ
| Q( ClJfOW“C SQQA(QA (e\le\rS\\D WS&M Cng.\_a_,O\
who  Ewnstetn (Rewmowic)) ga&d

—
A

~ N
el L !
‘?r 4."%/ }9:/
~ -

O OO Pourtume +ev

OO BN >

OO O

(ch\ Cvjs\—uﬂ\ 'E\\AS-\-QA\« Cvdsx—ug\ 5

ULE) U= F ()
o) i=t

u’— (If?‘\(io + A LLE

A= Aaslen shia 4 J o 2 5

Eoum
-"Mr(’,“(u.ﬂ/@/*ﬂ :
"L\E\JA-O\A Cv\\o( - S\AA <Z t {f (‘ .]--u(.r”)>




Selian ! I CHC 2z

SBS00

L\'Ouo d,o we s‘eQu:L M Sqrr'\sg COv\S‘\—M} t{?

—= doo shEE (Gl pr o cofd ot i
%owd% / leys accugalte t\Lexj fabouy  oWlr 7\
éf&\'mc’i Selechon Wlew Ao Meau — gy wugedl -
w&p\uaumh od adowy  drow iy QQ(LAHBW/’MM

Posibows  ave  Shwilow Ju e reaf « Elslel
Cv;@mﬁ/b

2

Q Z (T —f‘)bj > = 4 (( ﬂ,ﬂ >
(

(2! A=0

L./

uS*uD Me  nowm  vOdulk b Formenic ooy

Stel _ LGR-EY D
2 k: 2 A‘::

ﬂauw\ e Conler-ofl- masy

Lobhen 1“/\9— 3€ﬁ($§ owe. Ow, Al C’NJSM ah A
w Role  pamnsl Arove Qw A = =0 , Ooweve , M

1S wo guchh CO‘\S}"(Q;\—\{— , (’@SU-Q’H:‘J " VQV\B lCX-UJC
UQ-QMQA Og d’VUL iu‘*Qﬁm& A‘- low O

“‘)Sb(u&'\ﬁou . g‘:t CQ},\{—@Vrog V\-CL\S OQ cr\ng

bﬂ vmomub CKQQ\@—%\QQ@; tu c’(?q)o_snl--g~
Mecton Som a @ah&\'cﬁm I8 uusphcmi
Jb« Mo le Co«,la

¢ do wat (u(~ back” (Po.u%CQOA 14
e oy lpo




Sefidr

|

| Cee w22

=

OPS

35500

£ ccon ole = LJ méu’('w) Ciave

(Y\@M—V‘J

N4

+ do Pa(o\o

Meiting line of the Lennard-Jones system

9. Clee. Plt)g . 123 (2o03)

Solid

104504-7
2.2 Y T
Simulations (This work)
2 +Revised EOS
1.8
& 16
@
]
B 14
2
8 12
1
0.8
0 6 1 H
0.6 0.7 0.8
104504-5 Melting line of the Lennard-Jones system
-0.005 T T T !
-0.01 4 a) 1
-0.015 ‘ . -
» -0.02 .
O -0.025 . 4
<4 03 .
-0.035 -
0.04
.0045 1 i i 1

0.805 |
0.8
0.795
0.79
0.785
0.78
0.775

Trete

0.77

0 0.001

FIG. 1. The linear scalin
vidual simulation results
shows the 1/N scaling

0.005

g dependence of thermodynamics properties. Indi-
are shown (symbols) along with best fit lines. (a)
of solid-liquid relative Gibbs free energy at T

=0.77 and P=1.0. (b) shows the 1/N scaling of the melting temperature at

P=1.0.
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FIG. 2. The Gibbs free energ
tion of the cutoff radius,
phase is referenced to the phase free energy
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1.0. The free energy of each
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