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Fig. S1. The projected band structure of (a)A1l, (b)A2, and (c)A3 configurations using the HSE06

functional.
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Fig. S2. The band edge position of (a) Al, (b) A2, and (c) A3 configurations with changing
interlayer distance d from 2.25 (2.26) A to 3.25(3.26) A in the pH range of 0 to 7.






