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Prototype KNO3

AFLOW prototype label ABC6 hR8 166 a b h-001

ICSD 385

Pearson symbol hR8

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=ABC6_hR8_166_a_b_h-001

--params=a, c/a, x3, z3
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• On heating, α-KNO3 (either Structure I or Structure II) transforms into β-KNO3 at 128◦C. When heated above 200◦C
and then cooled, the β phase transforms into the metastable ferroelectric γ-KNO3 phase, which can remain down to room
temperature.

• In the β-phase the oxygen (6h) sites are only 50% filled. Presumably only the +z or −z sites will be occupied around a
given nitrogen atom.

• We use the 151◦C data from (Nimmo, 1976).
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