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Table S1. MPWBI1K(PCM)/6-311G(d,p) ELF valence basin populations, distances of the breaking
and forming bonds and relative? electronic energies of the IRC points, P1 — 4, defining the six dif-
ferent phases characterizing the reaction of the dehydrochlorination of 3. The stationary points 3,
TS and 4 are also included. Distances are given in angstroms, A, electron populations in average
number of electrons, e, relative energies in kcal'-mol-.

Structures 3 | P1 P2 TS P3 P4 P5 4

Phases I 11 111 1% 14 VI

d(C4-H6) 2.128|2.127 2.143 2.170 2.787 2991 3.412 6.706
d(C4-C7) 2929|2931 2.899 2.781 2.657 2.642 2563 2515
d(C7-Cl8) 3.455|3.459 3.903 5.801 6.049 6.029 6.013 6.449
d(H6-CI8) 5.248 | 4.689 4.564 4.160 3.114 2923 2.641 2.523

AEs 00 123 419 357 185 56 24
V(C4H6) 202 | 202 201 195

V(C4) 0.86 0.75

V(H6) 0.77

V(C4,C7) 208 | 209 210 233 286 3.05 195 2.05
V'(C4,C7) 1.93  1.90
V(C7) 0.79

V(C7,C18) 154 | 1.56
V(CI8) 235 | 236 281 404 693 674 643 634
V'(CI8) 191 | 190 1.89 3.65 0.5

V’(Cl8) 210 | 212 1.98

V(H6,CI8) 134 163 1.64

aRelative to the first point of the IRC, P1.



