Table S3.

Rr Rrs Rp FErs-r Ep_pg
MP2/6-31G(d)  -1.83 -0.12 156 2247 -3.13
MP2/cc-pVDZ -1.83 -0.12 1.38 19.89 -5.53
B3LYP/6-31G(d) -1.83 0.13 138 2514  3.57
B3LYP/cc-pVDZ -1.83 0.13 1.38 23.76 2.35

The reaction coordinates in A for the reactant, transition state and product
are Rg, Rrs and Rp, respectively. The barrier height of the transition state
Ers_gr and the overall reaction energy Ep_g are in kcal/mol.



