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FIG.1 Absorbed Model for Ga Atom on T4 Site
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Table 1
Structure( Unit: 0. Inm)
. i
i
X Y
Adatom Ga
1 Si 1.9198 1. 1084
2 Si 3. 8396 - 2.2168
Ist 3 Si 5.7594 1. 1084
Bilayer 4 Si 3.8396 0. 0000
5 Si 1.9198 3.3252
6 Si 0. 0000 0. 0000
7 Si 3.8396 0. 0000
8 Si 1.9198 3.3252
2nd 9 Si 0. 0000 0. 0000
Bilayer 10 Si 0. 0000 2.2168
11 Si 3.8396 2.2168
12 Si 1.9198 - 1. 1084

Coordinates of Absorbed Ga Atom in First Layer on 8i Surface and Two Si Atoms Bilayer for Optimized

it 54

4 X Y 4

0. 0000 0. 0000 1. 4383

0. 0000 1. 7874 1.0319 0. 0000

0. 0000 3.9720 - 2.2933 0. 0000

0. 0000 5.7594 1.2613 0. 0000
- 0.7838 3. 8396 0. 0000 - 0.6202
- 0.7838 1.9198 3.3252 - 0.6202
- 0.7838 0. 0000 0. 0000 - 1. 1795
- 3.1351 3. 839 0. 0000 - 3.0582
- 3.1351 1.9198 3.3252 - 3.0582
- 3.1351 0. 0000 0. 0000 - 3.4162
- 3.9198 0. 0000 2. 2631 - 3.9351
- 3.9198 3.7995 2.1936 - 3.9351
- 3.9198 1. 9599 - 1.1316 - 3.9351
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Table 2 Bond Length of Main Atoms(Unit: 0. Inm)
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B Si- Si 2. 3771 2.3513 + 1. 1%
B2 Si= Si 2.2367 2.3513 - 4.9%
B3 Si- Si 2.3793 2.3513 + 1.2%
Ba Si- Si 2. 4380 2.3513 + 3. 7%
Bs Ga- Si 2.5156 2.40 + 4. 8%
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FIG.2 Theoretical and Experimental Curves
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Refined Atomic Structure of Si( 111) E X g) R30°-Ga Surface
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Abstract: Refined atomic geometry of the Si( 111) ~'I 3 X 7 3 )R30°-Ga surface has been obtained by the quantitative anal-
vsis of the intensity-energy spectra obtained from the measurement of a total of 16 symmetry-inequivalent beams by the
method of low-energy electron diffraction in the energy range of 30—360eV. Ga atom is located on the hollow site above the
second-layer Si atom, namely T4 hollow site, but the distance between Ga adatom and the first Si layer is 0. 144nm. Detailed
atomic coordinates for atoms in the first 7 layers of the best-fit structure are given. A good level correspondence between the

calculated intensities and the experimental ones has been reached with an average Van Hove-T ong R-factor of 0. 143.
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