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Figure S1: Crystals configuration used in DFT for (a) MoS2, (b) WS2 and (c) MoxW1-xS2 

 
Figure S2: Bandgap computed by DFT simulations (a) direct bandgap for monolayer MoS2, (b) indirect bandgap 
for bilayer MoS2 

 



 
 

Figure S3: Bandgap obtained using Kubelka-Munck model (a) direct bandgap for monolayer MoS2, (b) indirect 
bandgap for bilayer MoS2 

 
Figure S4: Bandgap computed using DFT simulations(a) direct bandgap for monolayer WS2, (b) indirect bandgap 
for bilayer WS2 

 

Figure S5: Bandgap obtained using Kubelka-Munck model (a) direct bandgap for monolayer WS2, (b) indirect 
bandgap for bilayer WS2 

 


