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Work function - electron affinity (eV)

M
ol

ec
u

le
-m

et
al

su
rf

ac
e

O
2

+
A

l(
1

1
1

)

H
C

l
+

A
u

(1
1

1
)

O
2

+
C

u
(1

1
1

)

H
2

O
+

N
i(

1
1

1
)

N
H

3
+

R
u

(0
0

0
1

)

N
2

+
R

u
(0

0
0

1
)

H
2

+
N

i(
1

1
1

)
H

2
+

R
u

(0
0

0
1

)

H
2

+
P

t(
2

1
1

)

H
2

+
C

u
(1

0
0

)
H

2
+

C
u

(1
1

1
)

H
2

+
P

t(
1

1
1

)

C
H

4
+

N
i(

1
1

1
)

C
H

4
+

P
t(

2
1

1
)

C
H

4
+

P
t(

1
1

1
)

Increasing amount of electron transfer

Increasing amount of ”repulsiveness” of SRP DF

failed difficult c-SRP SRP


