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p(z) = —(p +p")——(P —p¥)tanh(2Z222)

. . . 1 .. . v .
(p(z): density profile across the interface, p : bulk liquid density, pxl bulk vapor density, z: the

distance above the solid surface, z.: the height of the equimolar dividing surface, d: the thickness

of interface)
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b) T4
47) M= QA4 kel BEAG(interaction) S HAAsH] A EAAER 3] F84 22 EAHE dus-E
2~ ¥ ¥4 (Lennard-Jones Potential)& AA3stAT}.
[4-5H4] 2]
o 12 o ]
dr)=4ei| = | |
¥ r
(¢ : Lennard-Jones Potential, e: energy parameter, o: van der Waals radius, r: distance between

two particle)
c) ©HA

7] sheba) 2004 shebule F shuel R
o, e shel Amnk(e)d] 27ge
gstel geistaint,

x AFL(298K) ol A &9 U (0.997 g/cc 1.0 g/ce):E B 47171 1A= F9

e)e 271k 1.1 keal/mol(#}8F A & Aol F=2 ey
5o U ZE nigor 37| o] AAEe] 4.93 AR 22 A

cm? L 18gx4 1024 A3 1mol
X
1g 1mol 1em?® = 6.02 x 1023

= 120A3

73\/12 = 493A

d) A
471 AR AEE(e)F Aavk(s) 7z x7Igke]l entEA AAHAEAE v g2 FHow gl

]
o AdE(e)d Aavk(6) Z2he] A1 HAA S Dol

WA Material Studio®] &2 AFg3dle] & oA &9 vl= x| 7He] o288 FQlsto] o x] AE|r)
7 gAY wo] FJelE Foldidlth. o] F N(HIEAR), VIAIZRIAA), T(A2=ex)E dAstA X138t

o A= o}AFE(cannonical ensemble) Al E#olAS 3 TH(H| =AM 8332/100< 100100 A™ ).

2, N(RIELR), P(A2=EAE), TN2E|2E)E d4sHA ngsta A& (V)e] AfEA Hl=s 44
T T2 GFE AlEHNAS st Alxde] A= B HEE Felgler, I A3E = 39 YEh
Aot = 3 Fxshd Fal "ot 0.921 g/en AFEHA, e A7 E3 Ao B Wl 0.997 g/er Bt
9o AL dRld 4 9l

Tzl MR ek At 2@ e et dASH ot Almwk(§)9 Z7Igk= 4.795 AR BAste] Aot
J

1
Mean square displacement = < (x — xg)* > = ﬁz(x”(t) — xp(2))?
=i
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(x: position, Xo: initial position at time zero, x,(t): position of particles at time t, x,(0):

position of particles at time zero, N: the number of particles)

1 AEATUAR AL W A D U ol Gk A B B ADHG) G sk )

% Ao, AstdE FAAFHY #S T 5o e, = 55 xR AlTeH(§)Y ®Agke]l 4.795
14 4.475 AZ RAFJSFS AT F Ak, vhe, ATeH(§)Y HAAUR] 4.475 AE A&t 7] 53

21 300 whe} FaAFHESE Al AlAtsiT.

S e ATPH(s)e] wAGe] 4.475 A W A AEATAG @ 8] Sk dof

FUO

d&
o

T(Self-Diffusion coefficient)Z ] s
& 448 o IR 22 5 ¥ F time scale factor= Hro] Fo] A7 AFE

—

SFA 4]

A<
T

D (Self-Diffusion Coefficient) = E ltlilgo —

471 A7 AeE AR W e AT S8 A AIEAS w3 dAsHH] #e B ] s
e AlEldE Agdstel v (pair)e YAE(e)d Aavk(s)E A
_]

HE &
SANGAAFE ek S st RS Ze JAE(e)H Alavk(s) el &
s

(]
2
il
1o
=}
H
fo
N
N
Job
>,
=)
¥
i
r\j
A
]
¥
¥o,
il
hins

& st whel & 2k hel vt A9e
12 3

e) A
A7 B3-S FEl QAE(e)T AlarH(§) 49 Al HAXHGE e AS g5 §, olF o835ty B3 A
=3le ASUY ] AS54E oo 22 BAHS AXH QAUdlt. o HEFdoRE HE o|Fox #
Yy
[e]

WAL, AAEZ(e) 3 Alavk(s) Aol Al HAGE o8t * 5}
(Radial Distribution Function)®} ZH3g} EA5EE AlE oMol F74 &2 (Radial Distri
Function)& ARFeIa, w27k QASES(E 7 B%) Aek(s)el Al ARz wAsel Azek(s)e Al
HA RAZS 3.59 AR AR,

go Hd w4 B4S AR Ao AQAR(e)T} ATmk(§5)9] e AL B3 3 1o AE HuZ oA
SAIATH(E 8 ZZ, 2 H= oF 65,000 71/ H= °F 65,0007] &)

Iov =3 @ ke RS FEE AstE s wel AEAS S]] 1o et Avtstel HE7S 89

p(2) = J(o+0")—5(p'-p")tann(222)

. . . | .. . v .
(p(z): density profile across the interface, p : bulk liquid density, p : bulk vapor density, z: the

distance above the solid surface, z.: the height of the equimolar dividing surface, d: the thickness
of interface)

f) ¢4

sAom 47 defl BEze] HSAT FE Fo| BEA ANFEAS vhed 2 AP sl
PEECe)I ArH(s) A7) A2 HHge dojisdt.

HA, 7] doAxl HAFZo] F}eAdF FH Je] A=57Z(0Osita Sunday Nnyigide and Kyu Hyun, Int. J.
Multidiscip. Sci. Eng., 2015, 6, 15-18 #x)3} AX|e=AE H<lstct.
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afﬂ A, doin AE7to] AeAT BH Ao FE7t A}
e)d Al §)9 FE BAIL A
ﬂ%}—zﬂ golsts A4S wkE =38k,
e =3 985 AN HEZo] gstdg i Ao AEZan X we] ARE(e)d Alavk(§)e #E&
2 g 1< AQAE(e)T Alamp(6)Y HA

(99 1]
A7) AN 1R AN 2004 247 AF ARE GAR(e)IF ATeHS) Aol A2 AARE ol gl T3}
g Zel EgE HAMIE 925 1,032,800 Pl §5& TA] Q8 293 BAFAYL A E
g FHHRO, 1 ATE % 9o vehyc),

el
I 2ol EFE fA Tl fEol TEARS
zo oFte] JTFEHE oF 35 A I Ao FH9

FH 2l ZRIZHCoarse-graining)
+

Force Field 23 I
4

TZE E|H st 9 NVT AlE80]4

nr2iole ¥ 8 =

i

=92
H H
' \ Coarse—graining
aA
0o
Hz0 £ A} 1H|E

(H0 E2H47H)
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Dty (e B
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Mesocite Dynamics Density

R ¥ w0 [ 150 180 s 2400 b X0

Time (ps)
]

Mesocibe Analysis - Density
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0 500 1000 1500
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{MD simulation >

<CGMD simulation>
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