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Phase (B1) 

 

Our results 

Theoreticalwork 

Othercalculations 

 

Exp 

GGA mbj 

Energy 

gap (eV): 

 

Direct (→) 2.05 4.06 2.60c ,3.07d  

(X→X) 6.64 9.32 7.23c, 7.74d  

(L →L) 5.46 7.53 5.42c, 5.43d  

(W→W) 7.29 10.64 9.23c, 9.57d  

(K→K) 8.72 9.74 7.67c, 8.00d  

Indirec

t 

(L→ ) 0.785 1.21  0.953b, 1.10c, 1.31d, 

0.98e,0.75f, 1.47f 

2.45a 

(L → X) 4.14 3.42   

Band width (eV): 

 

EBV(s) 1.47 1.07   

EBV(p) 4.14 3.42   

Valencia-Total 

Band 

18.18 19.21 18.70c, 19.23d  

Zn-3d(average ) 4.49 4.46   

Gap 9.67 10.64   
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antisymmetric 

 

Phase (B1) 

 

Our results 

Theoreticalwork 

Othercalculations 

 

Exp 

GGA mbj 

Energyga

p (eV): 

 

Direct (→) 2.05 4.06 2.60c ,3.07d  

(X→X) 6.64 9.32 7.23c, 7.74d  

(L →L) 5.46 7.53 5.42c, 5.43d  

(W→W) 7.29 10.64 9.23c, 9.57d  

(K→K) 8.72 9.74 7.67c, 8.00d  

Indirec

t 

(L→ ) 0.785 1.21  0.953b, 1.10c, 1.31d, 

0.98e,0.75f, 1.47f 

2.45a 

(L → X) 4.14 3.42   

Band width (eV): 

 

EBV(s) 1.47 1.07   

EBV(p) 4.14 3.42   

Valencia-Total 

Band 

18.18 19.21 18.70c, 19.23d  

Zn-3d(average ) 4.49 4.46   

Gap 

antisymmetric 

9.67 10.64   
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