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aC6H6
•+ or C6H5

•, bH2O closest to C6H6
•+,c(H2O)4H

+, d(H2O)3H
+.

Reactant Intm1 Intm2 TS3 Product

r s r s r s r s r s
Bza 0.622 0.798 0.178 0.968 0.160 0.956 0.038 0.635 0.006 0.982
Wb 0.383 0.202
OH -0.146 0.028 -0.186 0.039 -0.472 0.376
H 0.434 -0.013
3W -0.005 0.000
3WH+d 0.968 0.005 1.026 0.005 1.000 0.001
4WH+c 0.994 0.018


