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Figure S1. Top and side view of geometrical structures of g-ZnO/two-MoS2 with (a) 
AA, (b) AB-Zn, and (c) AB-O stacking patterns. The distance is in Å. 



Figure S2. (a, b) Band structures, (c, d) partial charge densities of VBM (left panel) 
and CBM (right panel), and (e, f) TDOS and PDOS of g-ZnO and MoS2 for g-
ZnO/MoS2 with (a), (c) and (e) AB-Zn-2, and (b), (d), and (f) AB-O-2 stacking 
patterns. The isosurfaces in (c, d) are 0.04 e/Å3, and the Fermi level is set to 0.



Figure S3. Band structures of g-ZnO/MoS2 with lattice constant of isolated g-ZnO for 
different configurations. The Fermi level is set to 0.



Figure S4.  The band structures and PDOS of g-ZnO/MoS2 by HSE06. (a) and (c) 
AA, and (b) and (d) AB-O-2 configurations. The Fermi level is set to 0. 



Figure S5. (a)-(c) Band structures, (d)-(f) partial charge densities of VBM (left panel) 
and CBM (right panel), and (g)-(i) TDOS and PDOS of g-ZnO and bilayer MoS2 for 
g-ZnO/two-MoS2 with (a), (d) and (g) AA, (b), (e), and (h) AB-Zn, (c), (f), and (i) 
AB-O stacking patterns. The isosurfaces in (d)-(f) are 0.003 e/Å3, and the Fermi level 
is set to 0.



Figure S6. Top and side view of geometrical structures of g-ZnO/MoS2 with initial 
AA configuration under the E-field with different strength. The distance is in Å.



Figure S7. Band structures of g-ZnO/MoS2 with initial AA stacking pattern under the 
external electric field with different strength. The Fermi level is set to 0.



Figure S8. Band structures of g-ZnO/MoS2 with lattice constant of isolated MoS2 for 
AB-O stacking pattern under the external electric field with different strength. The 
Fermi level is set to 0.


