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Fig. 1 Unimolecular desorption spectra calculated in MFA
with m=6, F£:"=30kcal/mol,
Initial coverages & are 1/4, 1/2, 3/4, and 1 in each panel.
{(a) e=—0.5kcal/mol: {b) £=0; {c¢) e=2keal/mol.
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Fig. 2 The same as in Fig. 1, but calculated in
QCA. (a) e=1kealjmol; (b) £=2kcal/mol.
The pair probability p is also shown by a
dotted curve for each initial coverage (1/4,
1/2, 3/4, and 1, from bottom to top).
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Fig. 3 Activation energy Ei and irequency factor ui for unimolecular
desorption caleulated in MFA as functions of the coverage § with m=6.
Written are the reduced temperatares, £#77]el.
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Fig. 5 Asscciative desorption spectra caleulated in MFA with m=6, Ef=
A0 keal/mol, p2*=10"s, and a=50K/s. Initial coverages are 1/4, 1/2, 3/4,
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Fig. 6 The same as in Fig. 5, but caleulated in QCA. {a) £=1keal/mol;

(b} e=2kealimol.

The pair probability p is also shown by a dotted

curve for each initial coverage (1/4, 1/2, 2/4, and 1, from bottom to

top).
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Fig. 7 TPD spectrum for CO on an Ir (1i0)
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by a dotted curve and theory'® by a full curve.
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Fig, 8 Theoretical® and experimental'” TPD spectra

for Oz on an Ir (110} surface with a=250K/s.

Initial

coverages by atomic oxygen are 1/4, 1/2, 3/4, and 1.

b
E
£ experiment
g ; ‘,‘XZ
:'5-"- I\
! L ™, )
3 3 4 5 6 7
temperature/ 10K

Fig. 9 Theoretical’® and experimental’™ TPD spectra
for CQ: produced by oxidation of CO on an Ir (110}

surface with a=40K/s.

Initial coverages by CO and by
atomic oxygen are (.41 and 0.5

respectively. TPD

spectra of unreacted CO are also shown by dotted curves.
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