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Fig. S1 Band structures and VBM/CBM plot for the (a) 2H-W8-H, (b) 2H-W8-H, (c¢) 2H-W10-H, and (d) 2H-2W-2H
15 structures. The black and red lines representative the LDA and GW parts respectively, the Fermi lever is set to zero. The
isosurfaces (0.002 e/Bohr?) for the VBM and CBM are denoted as red lobes.
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Fig. S2 Isosurfaces of exciton wavefunctions (0.01 e/Bohr’) for (a) 2H-W8-H, (b) 2H-W8-H, (c) 2H-W10-H, and (d)
2H-2W-2H structures are denoted as pink lobes. The hole is fixed in the middle of one bone and marked as black spot.
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