(a)

(c)

(e)

Fractional profile coordinate

MOSZ
T T T T T T
AVyac = —1.65 x 107 eV
0 = .
S
()
= -0} .
q’L)
g8
I -20} =
N
S
_30 - -
-40 1 1 1 1 1 1
0 5 10 15 20 25 30
z coordinate (4)
GeS: polar (3 x 3)
. I T L__ammm |
i » e N
4
4
P " """" ‘ LR 2 =
1 1 [0
— ! ! 2
S o L W W s
1 1 |
4-2 >
op .- - |
-4
2F - - .
-6
|1 I i I - |
-4 =2 0 2 4 6 8
x (A)
Polar GeS along a
T T T T
2 Au=0.098 — Vs) -= V(2c—s) ]
g /”’ \\\
T 0 L
> P S
-1 = =
1 1 1 1
— T T T
> 005t /\ .
= 0.00
8 005} \/ 4
> 1 1 1
0.0 0.2 0.4 0.6 0.8 1.0

(f)

(

Vodd (V)

b) a-ln28e3
25F T T T T T T ]
AViyec=1.221 eV °
0.0 f
< 251 =
)
g, 50 ]
o®
S 75 -
I
N -100F .
S
-125 i
-15.0 [ .
1 1 1 1 1 1 1
0 5 10 15 20 25 30 35
z coordinate (4)
(d) GeS: nonpolar reference (3 X 3)
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