Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2017

-1091.571
-1091.581

S -1091.591

©

~ -1091.601

-1091.611

Enery

-1091.621
-1091.631
-1091.641

-1091.651
-10 -8 -6 -4 -2 0 2 4 6 8

Reaction coordinate (A)

-1091.6
-1091.605
— -1091.61
S 1091615
-1091.62
2 -1091.625
2 -1091.63
= .1091.635
-1091.64
-1091.645
-1091.65
-1091.655

g(a

Reaction coordinate (A)

Figure S1. IRC calculations for the transition states 5 (top) and 7 (bottom).



