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1 (8,6)
Table 1 Optimized (8, 6) Cubic Potential for Lead
a> 8.0 Ci 0.8718
as 6.0 C, 1. 2705
D/eV 0.5927 C; -3.4415
re/ A 3.3201 Cs —3.8842
Co 1.852 Cs 5.7203
Cs 2. 8560
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Fig. 1 Optimized geometries of Pb,(n=5,6,7,8,13 and 19)
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Table 2 Comparison of Calculated Surface Energies ¥ (meV- A~?) with Experimental

and other Theoretical Predicted Values

surface this work experimental reference!”! reference'®!
Pbh(110) 37.6 37.3 35 41.8
(0K extraplated)
Ph(100) 35.6 38.0
Ph(111) 32.2 31 37.5
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Fig. 2 Averaged binding energy per-atom of Fig. 3 Percentages of surface layer contraction
Pb.(n=2~30) in different directions
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Computer Simulation of the Geometries of Pb,(n =2 ~30)
Microcluster and Surface Behaviour of fcc Lead
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Structures and relative stabilities of lead clusters Pb.(n =2 ~30) have been simulated based
upon a 2 + 3 body potential energy function optimized from fcc lead. Pb, follow the growth pattern of
close packed distorted-tetrahedron structures, typical of metal cluster geometry sequence. The sur-
face nergies of (111), (100) and (110) surfaces and corresponding surface contractions have also

been alculated with the same potential.
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