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Potential Width (Å) Depth (eV) Vacancies Monovac. Others

1. (unmodified) 0.903 2.16 27 15 8

2. (narrower) 0.847 2.16 16 12 4

3. (narrower, deeper) 0.847 2.28 19 13 6

4. (wider) 0.924 2.16 37 18 15

5. (wider, shallower) 0.924 2.10 36 19 12

6. (deeper) 0.903 2.28 32 15 12

7. (shallower) 0.903 2.10 23 13 7
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