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1

Wcalc = 5.355 eV 

Wexp = 5.7 eV *) 

*) H. B. Michaelson, J. Appl. Phys. 
48, 4729 (1977). 
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6atm% 1

B
N

1 Bond 2 Bonds 3 Bonds
(1, 5) (1, 10) (1, 7)

(1, 14)

4 Bonds 5 Bonds
(1, 3) (1, 23)
(1, 11)

n Bond C(1)
n

3atm%

B
N

 
6 
C 
 

7 
N 

5 
B 

N B
4.016 3.301 4.821 eV 

   

 
B Fermi

Fermi
 

N Fermi
Fermi

 

a b 

c 

a 

b c 

*16 

*25 
+ 10H 

a = 9.852 [Å] 
b = 9.852 [Å] 

c = 10.000 [Å] 

a = 12.315 [Å] 

b = 27.315 [Å] 

c = 15.000 [Å] 

c

b c

c

 

2

GGA

PBE96 

:   75 Ry 
: 525 Ry 
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E [ V] W [ V]E [eV] W [eV]
3.7745

0.0000 3.8251
-1.1264 3.7923
0.2119 3.5533

-0.0630 3.7281
0.2485 3.5772

N

50  
= 2 atm%  

5
 

W = 3.335 eV W = 3.167 eV 
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3 
atom%

2 /
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