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HAE) EOBEN ZNICH TIEE S, HEBIHE TR L ENKRE s, XFEHRZL
DM, MEEERES 0K, BBALOEN BRI THERICEVRH2 5, #-T,
BFENEr ) REC LY, EREHELZKERS ShiHEch s, hofEE, 7 —n >
FHEERO LS 2 REEHAEERORAE T 5, ZoRE, HEREEHRMHELFHRCHL
ThiYELRD, 5T, 4+ ROFEBERTITRFRE SRR T IR,

F1i, BEffbndERERT, AEHEL VWXL (ARELTr n210M)Ed
Fice WRADBLTEVIRTRY, fich, HIZFJ.P. Hansen ({4) 07 NV—7I2L %
—fR5Y + TR 7T A~ O FHNEICL 2HEEN D 5, HEORHETH, N=250 ORLF

Table 1

Table I. Large scale computationa in statistical phyeics since 1975,

in which n(steps in single run)’m(CPU in seconds per utep)k‘lo‘.

Ref.no. Subject Model Computer Nation Year Notes

(1) Melting & Boiling Coulombic UK 1975 N=1024,6400; 2-D KC1

(2) Lambda transition Coulombic IBM370/195 UK,USA 1975 H=10000; 2-D clessical alectronsj mw=6.7

(3) Solid-liquid Soft core UK 1978  N=1920;
interface

(4) Solid-1iquid Soft core M200 JAP 1981 N=1600; n=7800; m=2,1
interface

(5) Melting & Glass Coulombic IBM360/195 UK 1978 N=5123 m=1,2; KC1

transformation

(6) Glasa transition Soft core 1BM370/165 UK 1979 K=~40003

(7) HMelting LJ, sC NL, UK 1980 N=-2688,3200; 2-D

(8) a-Agl Coulombic USA 1978  N=256

(9) Superionie Cn!‘z Coulombic M190,M200 JAP 1980 N=96,324;

(10)  Superionic S:(:l2 Coulombic UK 1979  N=324;

(11) a-Agl Coulombic M200 JAP 1681  N=108,2563 n=5000; m=5,46

1982

Remarkst Nwnumber of particles
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Fig.1Low ofloag-range structurc when passing through the lambda transition. Density:

«C;‘Fi ff < , E&*ﬁj{z‘&‘fﬁ E;}‘—{y) (l:)‘:;)kijg/;n;:xol:izr trace oug some of the domunin boundaries. (A): 065 K;
5 Litic, - BNmote Fig. 1
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B HEELTIRLDHEREE ©bH 5, BTk, FHEE PV LT R REn
EYBEIL TN, 2 VERIEECETIBERLT-TWS, M2k, FHERECRIT
BEBET e 77 A VEFRT, SHbDERNP S, HEFEOSTFEINENL—ISTREL o T,

v To=1.0 1800 — 2800 S1EP %o 1210

8800 ~— 8800 $1EP

;MMLWWMMLW N M il

|

lJt‘i«"rWV»‘«H’x*’M’a’

To=1.0 2800 — 3800 $TEP To=1.0 6800 —— 7800 $TEP

[ ————————————y

*/e Ye

()
Fig. 2 Density profiles are shown for the run T,=1.0. Time intervals over which averages were taken are
(a) 1802-2800, (b) 2802-3800, (c) 5802-6800 and (d) 6802-7800 time steps.

Fig. 2

Table IT

Time step r ot P, P,

1800~-2800 1212 L1st 23239 22737
2800~3800 1210 L1500 23.153 22417
3800~-4800 1.197 1147 22292 22310
4800~-5800 1199 1149 22397 22216
S5800~-6300 1217 1144 22635 21673
6800~-7800 1216 1152 22521 22244

ref. no. I e P re

(13) 1.194.0.008 1.150+0.008 226405 150

(14) 1.194 20.003 1.151£0.003 26202 1.5¢

(3) 1.19020.005 1.1570.008 228+06 150

(15) 1217 1173 2421 400

S: 22518 2.99%
@ {%mo 1211 1.148 {L: 22048
800~ S: 22706
1800~-7800 12085 1.149 {L: 72266

Remarks: Soft core potential ¢(r)*‘€(0/r) ;3 P "D(ﬁlkBT)
p being number density in unit of 03' P is redu;ed pressure;
suffixes S and L denote solid- and liquid-phases, respectively;

T, being the interaction range.
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LTWa, Shid 2 RIEROBHIELE % g <
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FIG. 3. Molecular dynamics results for the equilibrium pres-

BREOMELEEL, AL L L CHKk sure of the 2-D Lennard-Jones model along the isotherm
’ T=0.8 €/k; the inset shows the nonequilibrium pressure as a
N S > function of the number of MD time steps for the two points
0)& 5 $T &) % o 3 &(7]3 TH L& J t;: ﬁ% pr3=1.06 {solid circles) and 1.08 (open circles) which rest on
the two-phase coexistence tie line following instantaneous ex-

@]jj"?&ffﬁ = %%PC%’Z?‘#E 2 ﬁj_ﬁ pansion from prf,=l.08 and 1. 10, respectively.
DPED3/2FRfE L CRB ERBLZI4T Fig. 3
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