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Figure 1S. Plot of the AE, values versus the first oxidation potentials E’.
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Cartesian coordinates (in A) and total energies (in a.u.) of all species discussed in the text.
All calculations have been performed at the BP86/TZ2P level of theory. See text for

computational details.
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.802840000
.920330000
.723850000
.326360000
.054630000
.165030000
.373230000
.427610000
.265440000
.393000000
.225270000
.274040000
.534590000
.519740000
.779590000
.705200000
.966950000
.917760000
.178210000
.102770000
.237470000
.649740000
.628450000
-3.
.929270000
.353830000
.502270000
.899640000
.851210000
.851210000
.180070000
.850490000
.850490000
.562640000
.793570000
.713990000
.933280000

381990000
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.701030000
.486110000
.914510000
.664220000
.285790000
.305360000
.561560000
.825280000
.223590000
.973290000
.180670000
.168760000
.897500000
.015990000
.429800000
.346050000
.148430000
.061700000
.456670000
.218430000
.454390000
.576940000
.060090000
.522220000
.954510000
.487290000
.307060000
.242590000
.212720000
.006200000
.006200000
.987010000
.604340000
.604340000
.946450000
.258310000
.235070000
.564630000

[cNeoNeoNeoNoNoNoNoNoNoNololololNoNoNoNoNololoNoNoNoNolNolNololBololNoNoNolNolNololNolNo)

.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.000000000
.892170000
.892170000
.000000000
.892140000
.892140000
.000000000
.000000000
.000000000
.000000000



