
0.0001

0.01

0.0001

0.01
re

a
c
ti
o

n
 p

ro
b

a
b

ili
ty

30 35 40 45
average collision energy [kJ/mol]

0.0001

0.01

-1.27

-2.45
-0.4

-2.15
-3.5

-0.6

-1.6
+0.3

-1.72
-3.05

+0.2

-0.65
+1.15

-0.82
-2.15

(a) MS-PBEl-rVV10

(b) MS-B86bl-rVV10

(c) MS-RPBEl-rVV10

MAD = 1.0 kJ/mol

MAD = 1.5 kJ/mol

MAD = 2.0 kJ/mol


