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Fig. S1 Energy band structures for ZHR- GQDs embedded in BN with a system notation {R, W} of (a) 

{1, 1}, (b) {1, 2}, (c) {1, 3} and (d) {1, 4} obtained from TB (blue solid lines) and DFT (red dashed 

lines). The value obtained from TB is also labeled in each panel. 

 

 

Fig. S3 The electron charge density distribution of the valence states of ZHR- GQDs in BN at the Γ 

point with different {R, W} (isosurfaces correspond to the value of 5 × 10
-4

 eÅ
-3

). (a) VBM of {1, 1}, (b) 

CBM of {1, 1}, (c) VBM of {1, 4}, and (d) CBM of {1, 4}. The supercell is also labeled by dashed 

rectangle in each panel. The red (dark gray), blue (black), and gray (light gray) spheres represent B, N, 

and C atoms, respectively. 

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2012


