


Prussian Blue Analogues

Promising cathode materials for batteries
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Prussian White ïNa2Fe[Fe(CN)6]·zH2O
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Near room temperature phase transition

Acid decomposition synthesis

Phase transition in Na-rich PW is independent of the synthesis method!

Neutron diffraction

Co-precipitation synthesis

Synchrotron X-ray diffraction
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Octahedral tilt transition

ὦ in-phase tilt ὥ out-of-phase tilt

Monoclinic ὖςȾὲsymmetry

ὥὥὦ
RhombohedralὙσsymmetry

ὥὥὥ



Water disordering during the phase transition

Water in the bc-plane 

Clear Na+ channels along a

Ὑσ

Disordered relative to the 

P21/n structure

ὖςȾὲ

ὦ



Structural collapse during dehydration of PW

20% volume contraction and loss of crystallinity during dehydration
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