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PR h AT E AR A RE i Einstern Al Schrieffer™ AN M, XBHTANER
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FI VL B4 AR B SHIRIEFRAEARE, (DX d, 28 7R R -BH R Z R
BB P AR ELVE A 5 B 05X R LV P (R IR BN 5T 55 4 e Z IR O MR LA PR RRELEE /NG 2L H,
X T PR A AU PS B IR, R i B R T OB R ROV RE B AL T R AR LT,
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Ahxt i, 7 BRI TFRESE T, —T(T > 0) AFEOEFRBIIERS.
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E A
AE(V,, Vb)=%( " Im In det(1 — GP)IE, (3)
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RS R, B0 514
(G, © 0 0

G, = 0 G, 0 0 , (42)

i
{0 0 V., o0
p=t0 0 0 Vil (4b)
V. 0 0 0
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2 (4a) F1 (4b) KARABG) XK BTIX
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Gii = Z Gl(k:?ky)exl)[i(kzi + kyj) ¢ (RI - Ri)]’ (7)
keok,
K Gu(kerky) 4 Bloch F &b JREE E KR,
E, 1 '
Gl(kt’ ky) f—z P + 1 ’ (8)

v
E, =2 —2T(cosp, =+ cos¢p,), [ = 4Tcos—;— ¢>,cos—%— Pys

1=D,—+/Di—1, D,= E}f2f — 1, ¢,=“/—§"—k,, ¢,=-§ik,, (9

A e HRBER, ERIN(DRNONKRYE, Gi=Gi; Tl G; = Gji= Gy, FIAXE
RAHBOXRAG)R B
det(1 —GW) =1—G,V:Gyp — G, V2 Gy

+ GG\ ViVi(Gi — G). (10)
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SR TR — WX, BRET AWK R Z AR EREEREAR

AW = AE(V,,Vs) — AE(V,,0) — AE(0,V3), (11)
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AL T A SR T BITRAL » 1T BB BT B 7T ARES T R alf 48 R GE BRI = AR TR AL BT O, R
H. 7% Pd E—BEMEENETHRE, ift NOf CO%E Pd ENRESFRE CRE
B, I ATER FT AR, 38 O, A0 H, VB O MR B #E YR TR M AL 38, 48 CO Fil NO 4L HRAE %
53 FURHS,

F 1 OHEHAEANBHOL eV B/

fun Eglt) E(0)* E(H)* ECOH E;(NO)*

0.344 2.2 —1.0 —-0.7 -1.2 1.4

* §r5 Einstein FIFEE IR,
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AEE VBN EANEY, REEREN RISV E SEEEER. B9 AW
BV B/ NBIRG Y R AES, X—BRER ML
WA TR BN R AHE, XS5HEk (8] thxt
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F 2 LRI R ARSI ANB A
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2
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COADSORPTION OF SMALL MOLECULES ON Pd(100)
SURFACE g

Zuane Yao-su  Lu WeN-cuaNe ZuaNe Tao

Department of Physics, Henan Normal University, Xinxiang, 453002
(Received 2 March 1990)

ABSTRACT

The coadsorptive properties of some small molecules adsorbed on Pd(100) surface are
investigated by taking the tight-binding model and the one electron approximation. The resu-
lts show that (1) the indirect interaction between the two admolecules (or adatoms) on Pd
(100) surface has an oscillatory behaviour with the decrease of the coupling strength between
these adsorbates and the substrate, and (2) the existence of O, or H, affects the dissociation
of NO on Pd(100). In addition, some adsorptive structures are derived from adsorbate-ad-
sorbate indirect interactions. These results are compared with experimental results.
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