
CsSO3 (K12) Structure:
AB3C hP20 190 ac i f-001
This structure previously used the label(s) AB3C hP20 190 ac i f. Calls to these addresses will be redirected here.
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Prototype CsO3S
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Strukturbericht designation K12

ICSD 26895

CCDC 1602267

Pearson symbol hP20

Space group number 190

Space group symbol P62c

AFLOW prototype command aflow --proto=AB3C_hP20_190_ac_i_f-001

--params=a, c/a, z3, x4, y4, z4

• (Hägg, 1932) states that the space group might be P6322 #182 or P(-6)c2 #188. We follow (Downs, 2003) and use the
later.

• (Hägg, 1932) and (Downs, 2003) set the sulfur coordinate z3 = 0.73. As noted by (Hermann, 1937), this gives a very
short S-S bond distance, on the order of 0.5Å. We use the value suggested by (Hermann, 1937), z3 = 0.66, “which gives
the S2O6 group exactly the same shape it has in K2S2O6 [Strukturbericht K11].”
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B12 = x4 a1 + y4 a2 −
(
z4 − 1

2

)
a3 = 1

2a (x4 + y4) x̂−
√
3
2 a (x4 − y4) ŷ −
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