
0.0

0.1

0.2

0.3

0.4

0.5

Exp (Pfnur et al. 1986)

Exp (Rettner et al. 1990)

PBE
vdW-DF2
RPBE

0.0 0.5 1.0 1.5 2.0 2.5
E

i
 / eV

0.0

0.1

0.2

0.3

0.4

D
is

s
o

c
ia

ti
o

n
 P

ro
b

a
b

ili
ty

 (
 S

0
 )

Θ
i
= 60°

Θ
i
 = 0°


