High-Temperature Cubic KCIO4 (HO5) Structure:
ABC4 cF24 216 a b _e-001

This structure originally had the label ABC4_cF24_216_b_a_e. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/Q1UZ

https://aflow.org/p/ABC4_cF24_216_a_b_e-001

Prototype CIKOy4

AFLOW prototype label ABC4_cF24_216_a_b_e-001
Strukturbericht designation HOs

ICSD 33562

Pearson symbol cF24

Space group number 216

Space group symbol F43m

AFLOW prototype command aflow --proto=ABC4_cF24_216_a_b_e-001
--params=a, T3

Other compounds with this structure
C]CSO4, C]KO4, EuPtIn4, MgSHCU4, NaClO4, RbC104, 1\11’1401047 AgCIO4, TlClO4

e This is the high-temperature phase of the listed perchlorate structures. KClO,4 transforms from its jground-state
orthorhombic structure, H0, into this structure at 299.5°C. The transition temperature for the other compounds range
from 155°C (AgClOy4) to 308°C (NaClOy).
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e The lattice constant for KClO4 was measured at 310°C.

Face-centered Cubic primitive vectors

a; = %ay + %ai
az = %a}“{ + %a Z
ag = %a X+ %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Cll
B, = laj+lay+lag = lax+Ltay+ a2 (4b) K1
B; = r3a; + r3as + r3as = arsX +axrsy + axrsz (16e) (OB
B, = T3a; + r3as — 3r3as = —axr3X —arsy + axs z (16e) OI1
B = T3a; — 3r3as + T3 as = —ar3X+ar3y —axr3z (16e) OI1I
Bg = —3x3a; +x3as + r3a3 = ax3X —ar3y —axrsz (16e) Ol
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