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A Computer Simulation of Pb,, Microcluster Structures

and Lead Surface Behaviour
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Abstract The stuctures of Pb, n=20~30 microclusters and the surface behaviour of fcc lead have been simulated based upon an effective two-plus-

three-body potential energy function proposed by Murrell etc L
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NAG EO4 Pb, Table 1 The optimized parameters for the
1 8 6 potential used in this work
111 100 a; 8.0 C, 0.8718
110 616 550 546 @ 6.0 G 12705
D/eV  0.5927 Cs -3.4415
r/A 33200 C, -3.8842
Cy 1.852 Cs 5.7203

Ce 2.8560

Yowf = Eideal - El‘elaxed slab/2A = NEcoh - Etolal 724
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Fig. 1 The cohesive energy peratom for Pb, Fig.2  The surface contraction percent
for 111 100 and 110 surfaces
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Table 2 A comparison of surface energies from different sources
6
37.3
Pb 110 37.6 35 41.8
0K
Pb 100 35.6 38.0
Pb 111 32.2 31 37.5
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