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#1 B2 6 MR BRI A MER SRS

ARk S1 S2 S3 4 S5 S6
P, 0.15 0.37 0.37 0.02 0.04 0.05
BE/eV 3.57 3.22 2.95 1.97 2.06 0.33
r(C,—C)/nm 0.151 0.155 0.151 0.155 0.154 0.150
r(C—C)/nm 0.138 0.142 0.139 0.141 0.140 0.140

ro(C;—C;)/nm 0.360 0.143 0.252 0.439 0.290 —

r(C.—C,)/nm 0.307 0.166 0.242 0.366 0.277 —
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0.156 nm, HEMWBFE WA EHALR.CGH, HFH AN CRTRIMBKEK 0.140 nm,
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1.CGH, 5+ 71 C—C Z# MM ENI A (001) EMA R L ZRE K E T i
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C BT, Xt Peploskil ™ 78 & R 7 (111) T A 50 10 45 52 (62% ) &5 . B8 F A SC B FH 19
Zi e R L Peploski FTH M &, BB RN R L RESR P T B BT 2 1R .

3. NS E DR RTR T 12 R E A ¥ e B CH, BT 4 78 3 1 W M DA e IR I 1) 45
M.MARS>FHREFREN S FRREREABR2E AR ENILERREXEERE.

AN FHREAN CGH, 4 T 5 & RIA KM KA E 7EH 0681 B4 & kK5
NELR. EENASHITBRT HREFEEEENEH, 2IMCGHL, 2 FFAHETFE S
NIAREMERUREHEEZHOHREERTEH.
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ABSTRACT
The chemisorption of acetylene molecules on a reconstructed diamond(001)-(2 < 1) surface and
the dynamic behavior of this reaction are studied by molecular dynamics simulation using many-body
interatomic Brenner( # 2) potential. Six chemisorption configurations are observed. About 95% of
the chemisorption events involve the formation of two C—C; bonds between the acetylene molecule

and the diamond surface. The dependence of the adsorption configuration upon the binding energy,

molecules and the surface are discussed.
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