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Table S1: Optimized coordinates of the unit cell for H-borophene (POSCAR file for
VASP).
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Figure S1. Snapshots (top and side views) of Born-Oppenheimer molecular dynamics
(BOMD) simulations for (2x4) H-borophene over 10 ps with a time step of 1 fs at (a)
500 K and (b) 800 K. Adjacent hexagonal holes were labeled by a blue dotted ellipse.
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Figure S2. Illustrations of armchair and zigzag directions with indices for (a) a sheet,
(b) snub sheet and (c) H-borophene. Green dotted and red dashed lines represent
typical zigzag and armchair edges for these three sheets, respectively. Black solid
rectangles stand for their unit cells.



