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E, H 03125 0.2680 0.3059 0.3112 0.3098 0.3055 0.3081

He 1.0258 0.8840 1.0136 1.0313 1.0255 1.0063 1.0202

Ec H 0.0000 0.0222 0.0060 0.0000 0.0132 0.000

He 0.0420 0.1125 0.0420 0.0438 0.0753 0.0473
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wama H,O 2322 12665 2342 226.6 2325 2318 2301
vV Al 1121 1066 1112 1133 1165 1084  109.3
®) Cu 787 735 806 835 8.7 82.5 78.5
Bo Al 773 840 773 756 586 86.8 90.5
(GPa) Cu 138 191 139 124 113 114 154
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Fig. 1. (A) Top and (B) side view of the atoms
within a single cell of the present model for a
relaxed a-AlL,O, (0001) surface. Red, blue, and
green spheres indicate O, interior Al, and sur-
face Al atoms, respectively. The slab consists of
a 3—unit cell by 3—unit cell hexagonal supercell
containing 135 Al and O atoms in nine atomic
lAayers, The vacuum between two slabs is ~10

AF (kcal mol™")
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