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Figure 3 -1: The neutral form for one-proton transfer model
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Figure3 -2: The transition state for one-proton transfer model
0 2.1028 -0.58532 0.59668

3.11968 0.38993 0.86493

2.75297 1.76806 0.73826

1.47504 2.13294 0.37454

0.46022 1.16911 0.10744

0.82784 -0.20415 0.23352

o0 0o @
S O O O O



oo raozrrr@nzxxT T T ODIZT OO OZZO0aomx-moOo

Figure3 -3: The anionic form for one-proton transfer model
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Figure6 -1: The neutral form for two-proton transfer model
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Figure6 -2: The transition state for two-proton transfer model
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Figure6 -3: The anionic form for two-proton transfer model
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Figure8 -1: The neutral form for three-proton transfer model
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Figure8 -2: The transition state for three-proton transfer model
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Figure8 -3: The anionic form for three-proton transfer model
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3. The energy (in Hartrees) of the different forms for the proton transfer models, the

number is parentheses are the imagery frequencies for the transition states.

One-Proton Model | Two-Proton Model | Three-Proton Model
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Neutral form -913.789806564 -990.235178013 -1105.98541308
. -913.7889686 -990.235173710 -1105.9819494
Transition state
(298.52561) (264.73011) (512.94161)
Anionic form -913.789030423 -990.239625711 -1105.98875045
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