
ε5

ε6

ε7

ε8

(b) (c)

−0.5

0

0.5

ε 5

5 sx 5 sy sz

−0.5

0

0.5

ε 6

−0.5

0

0.5

ε 7

−0.5

0

0.5

3 2 1 0 1 2

ε 8

k [10−2/Å]

ε5

ε6

ε7

ε8

(a) (b) (c)

−0.5

0

0.5

M ← K → Γ

ε 5

5sx 5sy sz

−0.5

0

0.5

ε 6

−0.5

0

0.5

ε 7

−0.5

0

0.5

3 2 1 0 1 2 3

ε 8

k [10−2/Å]

−1

−0.5

0

0.5

1

1.5

M K Γ

E
−

 E
F

[e
V

]

−0.5

0

0.5

<
 s

z
>

−25

−20

−15

−10

−5

0

5

10

15

20

M ← K → Γ

3 2 1 0 1 2 3

E
 −

 E
F

[m
eV

]

k [10−2/Å]

DFT
Model

ε1-4

ε5/6

ε7/8

ε9-12


