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Table S1. Energies of Mes2C=C(OH)R, Mes2CHC(=O)R and their conjugate bases optimized at the RHF/3-21G* and B3LYP/3-21+G* levels

R
Levela
E(anion)b
E(enol)b
E(ketone)b

H
A
-840.909747
-841.493487
-841.487536


B
-846.710336
-847.250996
-847.244513


C
-841.021923
-841.587421
-841.577970

Me
A
-879.728577
-880.317959
-880.316174


B
-885.817694
-886.363070
-886.361459

t-Bu
A
-996.178463
-996.767636
-996.769887


B
-1003.120549
-1003.668969
-1003.671537

Ph
A
-1069.184003
-1069.764901
-1069.768586


B
-1076.527713
-1077.069424
-1077.070919

Mes
A
-1185.633958
-1186.215033
-1186.214976

p-CF3C6H4
A
-1403.010836
-1403.581195
-1403.582702

m-ClC6H4
A
-1526.012550
-1526.586708
-1526.588940

p-MeC6H4
A
-1108.004300
-1108.586134
-1108.590292

SiMe3
A
-1246.066875
-1246.656536
-1246.644573

Mes(i-Pr),Mesc
A
-957.358576
-957.954895
-957.969394

a  A: RHF/3-21G* ; B: B32LYP/3-21+G* ; C: RHF/3-21+G*. b  In hartree. c For 5 and 6.
