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The comparison between the distributed and non-distributed Sulphur vacancy:

Figure S1: The comparison of change in potential with and without gate field with S vacancy 
(Interlayer Distance 6.16 Å) (a) (S-S,1-2,1-1) and (S,1,2), (b) (S-S,1-2,1-2) and (S,1,3) and (c) (S-S,1-2,2-
2) and (S,1,4).
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The difference in charge density projected along Z-axis:

Figure S2: The difference in charge density with and without gate electric field (Interlayer Distance 
6.16 Å) (a) Intrinsic, S vacancy cases (b) (S,1,1), (c) (S-S,1-2,1-1), (d) (S,1,2), (e) (S-S,1-2,2-2) and (f) 
(S,1,4).



The comparison between the distributed and non-distributed Molybdenum vacancy and the 
difference in charge density projected along Z-axis:

Figure S3: The comparison of change in potential with and without gate field with Mo vacancy 
(Interlayer Distance 6.16 Å) (a) (Mo-Mo,1-2,1-1) and (Mo,1,2), (b) (Mo-Mo,1-2,2-2) and (Mo,1,4) and 
the difference in charge density with and without gate electric field with Mo vacancy (c) (Mo,1,1), (d) 
(Mo-Mo,1-2,1-2) (e) (Mo-Mo,1-2,2-2).



The change in potential with and without gate field with different interlayer distance:

Figure S4: Comparison between the change in potential with and without gate field with 4 different 
cases Intrinsic, (Mo-Mo,1-2,1-1), (S-S,1-2,1-1) and (S,1,2) with interlayer distances (a) 4.33 Å, (b) 5.19 
Å, (c) 6.16 Å, (d) 7.14 Å and (e) 8.22 Å.


