EBARFEZMERE VYRS b

HOSEI UNIVERSITY REPOSITORY

DFEANFEICEL BRIEE

FE, ¥4 / KATAOKA, Yosuke

PDF issue: 2024-12-26

2 & spinodaliR

~ 01

(HkR#& / Publisher)
EHMKZEHRA T 1 THERR Y —

(MEE4 / Journal or Publication Title)

FERARFRIRAT 1 THEMRE VY —HRRS

(& / Volume)
34

(BB ~R—< / Start Page)
9

(#7~_R— / End Page)
15

(FIT5E / Year)
2019-07-18

(URL)
https://doi.org/10.15002/00022797



HERRFIEMA 71 THBEWIE Y >~ ¥ — W72 Vol.34 (2019)

BFBNFEICKBRILBIEL spinodal ##

Liquefaction Process and Spinodal Line by Molecular Dynamics Simulation
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The spinodal line of Lennard-Jones system was calculated by molecular dynamics simulation as a function of

temperature. The relaxation processes were compared in the metastable and unstable states. The structure in the short

term was nonlocal and different from the relaxed liquid structure.
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Figure 9 Atomic configuration
at T=100 K, d=0.05 g/cm’, £ =40 ps
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Figure 10 Atomic configuration
at T=100 K, d=0.05 g/cm’, t =8 ns

Mo 7205, RELEEE TOMERM O Z X 1
BHIZADL720121Fb > b KRELRERELVPET L
Vo T TERLIVE yEhE 2 #7112 2 5 I2FE A
ERQTHERNTIN, ToREZH 13 L 14
VR T o X 13 V2R L 7=/ A & 121X 14 o F% A
e K& ELR L, 13 OWEIIRLERESL
EHCIRE S 5 72012 VeI R S E— FoOES)
MR I N0 L STWw5 [3].

COBIOENHE 7 X 15 128 L 72,

WA, AR IZ V> spinodal 145 D AN %22 IKRFE 12
B AHEERNOM A5, K16 £M1712T =

12

@ T100Kd0.40.sim - 3D-Atomic Configuration =)
I7UE) REE) FR(Y) E\(D) BE(S) Y-UI) ALTH)

= &8 Bat3Boas AKX

E@F Kk SEe A K|/ b A

Wamppne e Zzole -

5 4.000000e+001 ps SEEB(M).

L74 BF 864 @ 0.400000 g/cm**

K11 7=100K, d=0.4g/m’ D t=40ps TOREE
Figure 11 Atomic configuration at

T=100K,d=0.4 g/em’, t = 40 ps

@ T100Kd0.40.sim - 3D-Atomic Configuration M =preEl X}
I71IUE) WE(E) TR(Y) F&@(D) BEES) Y-IUI) ALF(H)

I B e Y

B kGO E H S A A

=2 -m

Mmoo

1000 8.000000e+003 ps SERE(M).

74 E¥ 864 @

12 T=100K, d=04g/lem’, t=8 ns TOME1E
Figure 12 Atomic configuration
at T=100 K, d = 0.4 g/em’, ¢ =8 ns

0.400000 g/cm**

100 K, d=0.8 g/lem’ 2B ) AHEEFEMORT %R
L7ze SNHDOKTIELBEEITHEAETH D .
— IR SRR S B T AR & R AR D
QAEMEETH Do M 16 128V TIILE 2 A S
BT D HORMEEOREE L TR 5o

AR VB2 2 IRFE IS 51T A SRR o 6] % [
18 LK 19 IR L7zo 55 NSRRIV D
o Tnhe T2 ORERIEE &+ 128
THEEHFE D) RO HEWIZETW S,
IO ORI, #EEIREBICIHE L Twh RS
N5

EBOCEEMA 71 7T HEWME L > & —WEsHE Vol 34



& 13824T100Kd0.4.sim - 3D-Atomic Configuration ls= | [ @S

I7MIUE) ®E&E(E) FTR(V) HE(D) BES) Y—IUI)
ANLF(H)

FE ot @cas A XX

EEFF K SEHPE S| A~

H AR AP E R

{| 1000 8.000000e+001 ps  [g

Lr4 BF 138

13 T=100K ,d=04g/lem’ ® t=280ps TOMEE,
N =13824
Figure 13 Atomic configuration
at T=100 K, d =0.4 g/em’, 1 = 80 ps, N = 13824

& 13824T100Kd0.4-1.5im - 3D-Atomic Configura... | .= 2K |
‘ I7AIUE) #E(E) FTR(Y) #HEE(D) B|ES) Y-IUI)
NLT(H)

(& & B (@43|(B2 a3 AXIX

& @D % & & bEDX||[ax> hem

WAmBpe me  Hzoel -

1000 8.000000e+002 ps

IX> hZEMT D RF 138

14 T=100K, d=04g/em’ ® t=0.8ns TOREHE,
N=13824
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