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o g g A A R ERE S AN LR
o AR A SR A R LS E PR ERLWE » P L
[6] - 7 £ k$ A BB TEM %> A LAPN S0 7 T L3
Fro FmFR - B ERG T WAL T LA [7] iEd

KRS EPR T AR B ALK 1 ch K0 <R3 Hamilton and
Seidensticker 74 1) # fb £ W {LLIY{111} 0 & o B4E K f2 [5]
e f 3T Jagannathan % 4 [8] BLZ4LH T 5 i S Wi G FHT
A3 W4ck Hamilton and Seidensticker § 4= #1#% J ehI2 45 £_d
{111H{111} 6 #rHp & e & 2 0 & 24507 8 & d {100}/{111} % &
BoATHE A 0y & B o {6k Bogels # 4 ABB 7 I AgBriz ik R T
AgBr TR R RlG BHL S - HAgd o FET TR ELE D

210



Plo SHFE L EPHMS EHE G M [9-10]0 22 AR
T ¢ HR{UIP{111 e & 2 Y & 24 B 2 {100}H{111} ey & i
#oiex 2 & g {100} {111} % & ch= K i R kA2 et K Lee ¥
A [11] 41* Monte Carlo 1245 7 I+ /o + Second nearest neighbor §?
First nearest neighbor i€ % 4 aut @ (y) k¥ = % FCC H i 2 37 &
BAAS T A LG hELB DX E A% LB 4-27(a-€) 2 B
4-28(a-e) - @ 4-29(a-e) = B & .fsﬁ;fm\i %##mﬁiﬁ;k% o Z¥ IR B2t

MeayEpF(y=0) x i HhtWEF 5B {100} L5 HTIUER
SR 23 {111} rF 6 (R 4-27() 5 F & iF
KBRELE  FRELSWIR - BT 5 R(4-280) > @ T i
G PR {LILM{111} 0 & B4 4-29(a) - @ HE ¥y E 9 3 4 > {100}
S0 B iE B bR 0 (2 B {100} R R 0 2R < {111} R R)
#EAxFE HW {100} otk B0 A5 2 2 A G 8 (B
4-27(c)) 5 w B S 8 Rl 6 M- g B {100}/ {111} & Rl G Sp

&

T 48 (R 4'29(C)) o § B iT- ﬁi"g’ﬁyfﬁﬂ?% » ¥ g I F {100}
B{IL1}5 Bo A E @R E BB ERE > A B Eibd -
AT G ME TR 2 e endy W] 4-28(d)) - 0 B FCC do b 2

T~
O

W

oA A L mg IR G F {100} K &E RPiEET o Al
¢ s {100}{111} & & = & & & ¢ £ B - (& % Bogels [10] &4 7

FARZ KB RE K& AGX(X=CL,Br)? » 353> & AgX (X =ClI,
B Al » B g F s B s (A A 5 825 4
FRANE R 3+ EAE) 7 {100}d8H ® = £ i@ 5 ¢ BB B >
mAIRT R ERaS 7‘5’3,‘7 NI AZ SRS R IEET > oA pF
{100} &% & == £ 2 B & PR v {111} 5 » - > 2B 4-30(a-C) » ¥ ¢ >

211



& Hirabayashi 4 R & T 5 467 ch< & hle 5 > % F 3 p?iﬁ;?:f!;rw g
FLLAEN 6 M(HER F {138 6 45 & 1)) e Sope [12] 0 T
VLR F PERT o H{100} & & g B < {111} enad R o £ 2 g
BT eE chipl e B L {IP{I} & & i che & 2 0L
o #F 0 Lee sk & [11]
1 A gk e R B S MR R AR BT e % A
F 23 Lrap{II{111} & Rl 6 B < T EL M & F %
1+ {100}{111}eroipl & S S g X TR EH DI K g X T EH
WiRle SHHL R 4 83 R 5{100}2 {111} 6 2L RV 7
ke - a3 A mATFEELMR G S HL{IUY{A}w £ &
4R 2 {100}/{111} 0y & 235 {100F8 5 = £ i@ B G & v {111}
S B E kP o

212



(c) (d) (e)

Bl 4-27 5 = % HE A7 B k3 Second nearest neighbor §2 First

nearest neighbor & * 4 st e o (a) 025+ (b) 0.0+ () 0.3 ¢
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J3xA3-R30° 7 3 gz {110} 6 1 7] - L F 4-33 [19] o Rt

FEGOCH; §33F 4 ¢ chi R+ 5 BE L FPd -3 i R %S
CHye 5 % %= CHy CHy st P4 5 8 ¢ 2 — 42> B 4-32(c) >

£ ®F CHy 37 i g o e SRR W

4-32(d) > & ¥ F & = BALR G 42
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T A2 A {111} 4 5 A~ 48
e o d R RBPL GRS 100G 0 BRRSAER 4
MERE RFF dm ET AR s SFVE B o AT 2 18
ORI SRR R A
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“?é
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2P TE- Hae FFHE AT

v

[ R e gl

4B o [14-17]

% 4-1 7 PR $ 48 5 (111) G e ¢ g - [From Ref. 18]

Diamond (111) Adsorption energy (eV)
CHj 2.68
C.H 7.05
CH, 3.76
C,H, No binding
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[017]

® Hydrogen _
@ Carbon of CH3 [1 101\i
@ Top-layer carbon

() Second-layer carbon 1111]

B 4-33 5 CHs 247 {11134 & 11 V3x+/3-R30° * 5% 51 - [From Ref.

19]
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(2) 47 {100}5 = &
7 {100} & = £ R 2% 47 fecho o Y3407 {100} 4 & 47 feih
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% 427 P d 5 (100)5 7 F 4t g tifie [From Ref. 18]
Flat  Adsorption Adsorption Adsorption

{100} energy Sa step energy Sg step energy

diamond (eV) (eV) (eV)
CH; 3.36 CH; 3.76 CH; 3.46
C.H 7.24 C,H 7.47 C,H 7.20
CH,
4.68 CH, 4.44 CH, 5.09
(onefold)
CH, C,H; C,H;
3.54 0.39 0.71
(bridge) (onefold) (onefold)
C2H2 C2H2 C2H2
0.52 2.87 2.88
(onefold) (bridge) (bridge)
C2H2
CoH;
2.89 (trough 4.22
(bridge)
[110])
CoH;

(trough 4.91
[110])
C,H,
(trough 4.17
[L10])
§ H 7 bridge i & =%t & dimer =% + - Trough & % B4 % dimer i2

dimer ¥ w0 2 3 ) o
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b \.‘\./’\.‘\.‘\./‘\.'\.'\./'\
*. \c'\/‘\. \o."‘\-.\c.“

Bl 4-34 (a) = 47 {100}% & Sainigik o (b) 247 {100} & Sgfy
%4 o [From Ref. 18]
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0 H
B 4-35 Tamura #% J1 % Xk f2§# CH; & dimer =i % 2 dimer

mechanism & 347 < 1255 £ - [From Ref. 15]
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o H

B 4-36 Tamura # 1 ch* kK f2## CH; f» Sg ¢ # = & 2 trough

mechanism & 347 < 1252 £ - [From Ref. 15]
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ﬁﬁ%mTﬁ I ERFT UFRTIEHrEEE L TR P
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Fl 4-37 Gicquel ++ 5 1 & HOHy R HEF » & 5 2 CHy #1237 5

BRME AT :Ff'(ﬁi N R e it o [From Ref. 20]
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