Eo(v,J) [ev]

1.3

1.2

1.1

0.9

0.8

0.7

Eo(v.J) Au(111)

1.3

1.2

1.1

0.9

0.8

0.7

Hyv=1 D,v=0 D,v=1
| | | | | | | | | | | | | | | |
° . o exp.
- 13 p ¢ . 4 13 | B86SRP68-DF2
R 5 « o OptPBE-DF2
C .. 3 SRP48
« ° MS.PBE
15 15 PBEa57-DF2
. : .
.
4 11 4 11
$
. s .,
PEaEy,
* 3
. .
- 09 - 09 | .
et . 4 o8} - 08 |-
L4 °
° L
] ] ] ] ] 0.7 U ] ] ] ] ] 0.7 U ] ] ] ]
3 4 5 6 7 0 2 4 6 10 12 0 2 4 6 8
J J




Eo(v,J) [ev]

1.35

1.3

1.25

1.2

1.15

11

1.05

0.95

0.9

Eo(v.J) Au(111)

0.86

0.84

0.82

0.8

0.78

0.76

0.74

0.72

0.7

14

1.35

13

1.25

1.2

1.15

11

1.05

D,v=0 D,v=1
| | | | | | | | | |
exp.
1.04 - B86SRP68-DF2 N
® OptPBE-DF2
B 7 SRP48
. 1.02 MS.PBE -
¢ PBEa57-DF2
° ¢ ° o 1 — -
. 098 [+ o o -
i 0.96 |- . e -
. 0.94 o —
g
B o092 | . -
B !_ 09 | o o
| | | | | 0.88 | | | | |
0 2 6 10 12 0 2 4 6 8
J J



