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Table 1 Mode parameter
. Activation energy Pre-exponential factor Heating rate
Reaction
/(kJ- mol-1) /s~ 1 /(K- s 1)
CO(a)—CO(g) 110 1x 10! 10.0
CO(a)—C(a) + O(a) 100 4x 101 10.0
C(a)+ 0(a)—XC0(g) 210 1x 103 10.0
. Heat of adsorption Coordination
Sur face Adsorbate
/(kJ- mol 1) num ber
Fe( 100) co 110 3
C 750 5
0 520 5
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Fig.1 Model of CO adsorption on Fe(100)
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Fig. 2 Monte Carlo simulation(A) and TPD spectra( B) of CO desorption from Fe( 100)
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Fig.-3 Fraction of fad. osas a function of CO coverage
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Monte Carlo Simulation of CO Desorption from Fe( 100)

FU Gang* , XIA Wen-Sheng, WAN Hui-Lin, ZHANG Qian—¥r
(Department of Chemistry, Institute of Physical Chemisiry, State Key Laboratory for Physical Chemistry
on Sdid Surface, Xiamen University, Xiamen, 361005)

Abstract On the basis of bridgedike model, temperature—programmed desorption(TPD)
spectrum for CO parallel adsorption on Fe(100) surfaces is simulated by Monte Carlo
method, which is combined with bond-order conservation-Morse potential( BOC-MP) ap-
proach. The surface reaction process and metal-adsorbate(M—A) and adsorbate-adsorbate
(A—A) interactions were considered in this simulation. The results are agreement with
those observed experimentally. In addition, the effect of CO dissociation and desorption on
TPD spectra is also discussed.
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