A — Hunds Parameter

H

nonint

Band Gap at k = (172,0), B = 3.0

‘.

AE =1.40 eV

A=4.337,R=1.80

i

.25eV

l

=
D

B e S
T T

o) =4608 R=235

/

AN

S
L

A=4.341,R=4.02
L)

A=23.380, R=5.09

0.2

0.4

0.6 0.8

1

t, — Hopping Parameter

1.2

1.4

1.6

1.8



