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Fig.1 Positions of four irreducible sym-
metry sites on Ag-Au(110) face
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Table 1 Parameters used in the bonding and antiboning potential of oxygen

De/eV r/A Bo/A)

q . u,/eVAas P/V p/A.“l

5.1166 1.2075 2,6796

-0.403 2 6.57 81.6 2.0

%2 S4RESERFZEANRRBRAOTRBEIYPHBY

Table2 Parameters used in the bonding and antibonding potential

of the O-AgAu alloy system
sitefi 1 2 3 4
D:'flv 3.3 3.1 o 1.0 1.; =
D} [V e 2.25 2,06 1.0 1.0
ze/R b 0.0 0.5984 1.4447 2.0431

OAg/em™? (o 325
OAy/cm ™t [

I.D:-ﬁﬂ#llHLiﬂmGﬂﬁm“ llﬂlﬁm’ WD.\.= -i-(xadt"‘ocu’ ).Di‘z Din = 0.2: nin ‘=D;u :1_0
bEESEREMENALUR, KAFEASRHINAAGTAREFE, W2zl'=200=20
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Tableg The lattice constants of alloys with different Au contents

b3:0). -1

Au content 0 0.15 0.30 0.45 0.60 0.80
/R 2.888 2.886 2,884 2,882 2.881 2.882
/3 4,085 4,081 4,078 4,076 4.075 4.076
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Fig,2 The potential energy surface of oxygen on Fig.3 The potential energy surface of oxygen on
Ag-Au (110)face with Au content of o Ag-Au (110) face with Au contents of
0,16
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Fig.4 The potential energy surface of oxygen on Fig.5 The potential energy surface of oxygen on
Ag-Au (110) face with Au content of Ag-Au (110)face with Au coutent of 0.46
0.30
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A STUDY OF TAE REACTICN DYNAMICS OF THE
ETHYLENE OXIDATION OVER Ag-Au ALLOY CATALYSTS
1 ,THE LEPS POTENTIAL ENERGY SURFACES OF O
ADSORBED ON THE SURFACE OF Ag-Au ALLOY

Xie Xiangfang Luo weiwei Jiang Fenglin
(Depariment of Chemistry, Fudan University, Shanghai)

ABSTRACT

A model LEPS potential and a pseudo crystal approximation have been used to
describe the interaction of O, with Ag-Au(110)face The potential energy surfaces
of oxygen on alloys with gold contents of 0, 0,15,0,30,0,45,0,.60,0,80 have
been investigated  Both the heights of the potential energy barrier and the heats of
dissociative adsorption of oxygen increase with gold contents The potential energy
surfaces with gold contents of 0, 0,15, 0,30 exhibit a local minimum correspon-

ding to molecular adsorption,
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