Total Energy along IRC
-1165.265 — TS2n

-1165.270 —
-1165.275 —
-1165.280 —
-1165.285 —
-1165.290 —
-1165.295 —
-1165.300 —
-1165.305 —

Total Energy (Hartree)

-1165.310
-1165.315 —

-1165.320 -

I T ] T i T T T l T T T [ T T T I T T T [ L] T T ] T T T I T T T ]
8 6 4 2 0 -2 4 -6 -8
Intninsic Reaction Coordinate

Supplementary Fig. S1. The IRC profile of the favourable TS2n together with the position of the selected
points of the 132CA reaction of 1.



