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(WP BB HE R, WPER 044000)

%Wifl: Lenard-Jones 6-12 BEBEH, REFFRA  fcc Coo, TIB. Mk

WHERRIAE Coo REARBRUAWHR—NFHAHEK, HEFRER, BT
MREEEASLFUERCZH S ZEE FEAXEAMBYEEERYKZFHR. &N
& 5 A % % 4 14 Lenard-Jones 6-12 M & & ¥ LB R E & A Coo WA RER U, FHE
NI Ceo (fec Coo) WE FHMMRFATE B, bt mee B, RBARXNE
B, RAX AP ERKE Co A FRIARECHRERAN—FHAENR. AT
— S WP BB TFHE fec Coo ETRMAFHIBNE, HFARKEFT M
fee(110) X (100) @ W MR, FEEBLEERE.

8k o 3% N KB 1 SRR (1), 3 fec(110) & (100) — BTG & F WA RB Kk F
B AEWET, 2HESA 3R UAPTE, BEHMAE 422550 N Ceo £ F, H
R-t4% % 7.0x8.5 x 6.0nm>® & 7.1x7.1 x 7.1nm®, 3 H XA HE. RFE fec Ceo MT
WA MK (110)<(100)<(111)M3], & xx#48 (110) f (100) WHF K fec Ceo WAL
B, Ry, E5RELATH (2,9) FHRARMMELF4£4 05, 2 FHLLR. X
THFARNEDETEB TR HEEKFEHEF Monte-Forl®, £ MITAC 486 it
BN ERER, ZEFTUEEFEA Murrell % 4k & I i L% Lenard-Jones 6-12 & ¥.

REXETH, AIEERH Coo A THEENLEHETHREE (2,9) —EFHH
BE, HRUAELLR 2, RHA X Ceo 2 F# foc(110), (100) X (111) = REHEB H K%
PEAA. ERTUHAFISNREREZERF. Ay, AXKIARH Ceo 4T % (100)
HHEFRAIBHNE M M, £0E 1) £EM, NEY, EHITFRRXERRELTH
ERES, BR—MELBEELN 0.15eV-molecule™ W _RAEL) FHRAEA; T M
MENRAREMAFERRRELATHHEARKIASN, FLBEXA-NIPZRAUANX
AFHRABA, RELHEAN 0.13eV-molecule™?. B8R, EHEEE LEAAA NI
BHE, BRX—HEXHRNEE LA 1500K.
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posed for a Cg molecule ab-

sorbed on an fee (100) surface
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Fig.2 Variation of the order parame- FEEK ARETRE T, AXXBAAE
ter A with temperature T for the Metropolis E4-kF M F £ (48] g &b
top three layers of fcc (110) sur- FE#R.
face (a) and that for the top two £ — B T A 3k B 3R T4 R A M

layers of fcc (100) surface (b)

ENAAUT=AEEHR R HRAE P
VD ETFFEARNTHBEEEGHFEY K

F R R A RAER/DFEE AR,

1 Y -
A= ]T,;ZeXP[—ik-(TE —7)] (1)
ij
HEd, k=(27/a,0,0), a Y EEFH T e FHELENHKE. Eld, 28HE A UE
BEAEWBRAE. M2 HEK A=1 YHKEZELTFH - 1/N.
2) =AM YEH .

A=30a+ 4+ A) (2)

HH, A = § Xl cos(drzi/a). A HREANE HEFHEHRLE.
@) EHEHELTFRRTRET W (2 #) AEELA

d, = Zé'(z,- - z) (3)
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NI BERFMN, ENABRATEREFHEL AR (FRHY 100K), EERL. X4
T EHBRAERETHELUE 50 KA RHEE RN THE.

HYERKXY, MBEAE, BN NOHEHENARFE N KAKRK. % T >500K
B, A<0.5;T 4 900K Bl bBf, A<0.1. W2 %57 (110) ¥ k& =ANE5 Ef (100) ¥
HREOHENEHENHF YR A MEENEAMBY (FENEFAET R EHKEY
BAKRWH, AERAFHHENTER, WAEEX) EHFH, MEEAS, fcc Coo HER
BBk, Flim, (110) @& B HFEMLNA 400K F 14 (1=0.849), 700K B E 552 %
B (A=0.034); %k 4N B 7 500K B FM AT 44 (1=0.846), 800K B # F £ F (1=0.049); #
Z B 9 BURAL A TO0K FF 5 (A=0.632), 1000K B 7F 2 AKX F 247 (A=0.013); & /&
THEEENARFK.LN 40%. (100) BHEMATY. E3H#H—F KW fec (110) @6 MNE H
EHENEENH A, £ 0K, R GBRHBRELSFERT 2=05, 1.0, 1.5, 2.0, 2.5, & 3.0
oLk, YBEZENAZT 400K £Z 600K i, L ERLBRAFSHFEARKNTLE,
HHEEQ LY, ENTLoBH 6 METHEER. H—F AR ZE 800K, Coo # FHEE KT
BZEMEFR, RANELROHAELELIF. wRURTZENAFEYH A KT
0.05 ¥R R A, RXEBERKRY, fec Coo KM KT 700-1000K.
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Computer Simulation of the Surface Processes of fcc Co

Li Sidian Wang Shuanghe
(Yuncheng Advanced Training College, Shanxi Yuncheng 044000)

Abstract Lenard-Jones 6-12 potential has been used to simulate the surface processes of
face-centered cubic Cgo. A concerted exchange mechanism was found most favorable for
the migration of a Cgp molecule absorbed on fcc (100) surface. A Monte Carlo simulation
has shown that slabs in fcc (110) and (100) surface melt in layers in the temperature range
of 700K-1000K.

Keywords: Lenard-Jones 6-12 potential, Monte-Carlo simulation, fecc Cgq, Migration,
Melting
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