
 75

 76

 77

 78

 79

 80

 81

 0  500  1000  1500  2000  2500  3000

V
(b

o
h
r3

)

T (K)

lda:uncorr
pbe:uncorr

lda:pshift
pbe:pshift
 lda:apbaf

 pbe:apbaf
lda:bpscal

pbe:bpscal


