   Table SM-5 – Bond lengths and angles calculated for the aqua ion (VIVO(H2O)52+(
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 [a] DFT with (VIVO(OH2)52+( restricted to C2v symmetry. 

 [b] ESEM: Electron Spin Echo Modulation; ENDOR: Electron Nuclear Double Resonance

 [c] Structure of VO(H2O)5SO4( , composed of isolated (VIVO(H2O)52+(, and isolated SO42( tetrahedra.59 

 [d] O(H distances between 0.9741 and 0.9750 Å.

 [e] The equatorial and axial water molecules may rotate around the V(O bond in (VIVO(OH2)52+(.

