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H2O oxidation mechanism - pdial G03

H2O

H2O

O2

B3LYP/6-311+G(d)
using a B3LYP/6-311++G structure

s -> d: -0,44 eV
n -> o: -0,64 eV

d -> s: 0,53 eV
o -> se: 0,30 eV

s -> d: 0,28 eV
se -> s: 1,30 eV
se -> o: 1,46 eV

s -> q: 1,03 eV
s -> se: 1,44 eV
o -> se: 1,29 eV

q -> se: -1,65 eV
se -> se: -2,07 eV
se -> n: -2,18 eV

s -> s: -1,01 eV
se -> se: 0,03 eV
n -> se: 0,08 eV

s -> s: -0,53 eV
se -> n: -1,17 eV

se -> n: -1,20 eV
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H2O oxidation mechanism - pdial 
G03

B3LYP/6-311++G
PCM solvent; Pauli radii
solvent: H2O

9 -> 8: -0,54 eV

8 -> 7: 0,38 eV

7 -> 6: 1,22 eV
7 -> 8: 1,28 eV

6 -> 5: 1,04 eV
6 -> 7: 1,15 eV
8 -> 7: 1,10 eV
8 -> 9: 1,17 eV

5 -> 7: -1,45 eV
7 -> 7: -1,56 eV
9 -> 7: -1,63 eV

7 -> 7: 0,40 eV

7 -> 9: -0,25 eV
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H2O oxidation mechanism - pdial G03

B3LYP/6-311++G
PCM solvent; Pauli radii
solvent: Acetonitrile

9 -> 8: -0,53 eV

8 -> 7: 0,39 eV

7 -> 6: 1,22 eV
7 -> 8: 1,27 eV

6 -> 5: 0,97 eV
6 -> 7: 1,14 eV
8 -> 7: 1,09 eV
8 -> 9: 1,17 eV

5 -> 7: -1,37 eV
7 -> 7: -1,53 eV
9 -> 7: -1,62 eV

7 -> 7: 0,36 eV

7 -> 9: -0,28 eV
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