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Figure S1. (a) Atomic structure of single-layer β-As. (b) Atomic structure of single-

layer BP. (c) Thickness of single-layer β-As in the vacuum layer direction. (d) 

Thickness of single-layer BP in the vacuum layer direction.
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Figure S2. Single-layer BP (a) side view. (b) Top view



Table S1. The strain of BP and β-As along the X and Y directions.

εx (BP) εy εx (β-As) εy

-5% -0.00646 -5% -0.01718

-4% -0.00642 -4% -0.01481

-3% -0.00539 -3% -0.01044

-2% -0.00415 -2% -0.00835

-1% -0.00315 -1% -0.00450

0% 0 0% 0

1% 0.00086 1% 0.00413

2% 0.00487 2% 0.00892

3% 0.00646 3% 0.01338

4% 0.01041 4% 0.01817

5% 0.01330 5% 0.02102


