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Experimental determination of oxidation state
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Lessons from the 3d metal oxides: 
① ②
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Oxidation states 
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Theoretical determination of ground and oxidation state
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Theoretical determination of ground and oxidation state
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Conclusion

We observed the Mn(V) oxidation state in a di-manganese system for the first time,
which is a key to understand the nature of S4 stage.

Based on the Mn L-edge spectral signature we can assign the oxidation state of Mn
atoms in Mn2O3

+ clusters

For the proper description of the system with a high oxidation state of metal atom MRCI
calculations is necessary, TD – DFT is not able to reproduce the ground state of Mn2O3

+

Mn2O3
+ is the first step towards more complex system such as CaMn4O5.
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But if we will dig farther…
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