KyPtClg (J1y) Structure:
A6B2C_cF36.225_e_c_a-001

This structure previously used the label(s) A6B2C_cF36_225_e_c_a. Calls to these addresses will be redirected here.
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Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.
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Prototype ClgK,Pt

AFLOW prototype label A6B2C_cF36_-225_e_c_a-001
Strukturbericht designation J1y

ICSD 31114

CCDC 1605276

Pearson symbol cF36

Space group number 225

Space group symbol Fm3m

AFLOW prototype command aflow --proto=A6B2C_cF36_225_e_c_a-001
--params=a, T3
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Other compounds with this structure
BagRuH(;, CagFeHg, CEQOSH@, CagRuH(;, CSQCOFG, CSQCSFG, CSQGGClG, CSQGng, CSQMHCIG, CSQNbIG, CSQPbClG, CSQPdBI‘@,
CSQPtCIG, CSQSHBI‘(;, CSQSDCI@, CSQSHI@, CSQTQCIB, CSQTiClG, CSQTlClG, CSQZI‘CIG, GdgMnGag, KQMHClg, I{QOSBI‘Q7 KQOSC]67
KQPtCl6, KQPtClﬁ, KQRGCI@, KQSHBI‘(;, KQSDClﬁ, KQSHIﬁ, KzTeBrg, MggFeH6, MgQOSHG, MgQRuH6, RbgMHCl@, RbngCl(},
RbgPdClﬁ, RbgPtCle,, RbQSeCIG, RngDBI’ﬁ, RbQSHCIG, RngnI(;, RbgTaBI'G, RbgTeCIG, RngI‘ClG, SI'QFGHG, SI‘QOSHG, SI’Ql%uH(;7
TIQSHCI(;, (NH4)2PbC16, (NH4)2PtC16, (NH4)QSbCI67 (NH4)QSiF6, (NH4)QSHCIG7 BrgNi(NH3)6, CIQCO(NHg)G, CSQNi(NHg)G,

IQCO(l\IHg)67 IQNI(NHg)G

e (Ewald, 1931) originally listed this as Strukturbericht H61 (H6; in later notation). (Hermann, 1937) changed this to I1y,
and (Gottfried, 1937) changed it to J1;.

e (Douglas, 2006), Table 6.6, provides an extensive list of compounds with this structure. Most have the formula AsMXg,
where A is an alkali metal, M is a metal, and X is a halide. One can think of this as the fluorite (C1) structure with the
MXg radical replacing the atom on the calcium site. An ammonium ion (NHJ) can also substitute for the alkali.

e (Dolui, 2023) used computations to predict that MgsIrHg can forms in this structure and becomes a superconductor at
temperatures less than T, = 160K.

Face-centered Cubic primitive vectors

a; = %ay + %a Z
az = %a}“{ + %a Z
ag = %a X+ %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Pt I
B, = %al—i—%ag—&—%ag = iai—l—iay—i—iai (8¢) KI
B; = 3a;+3ay+32ag = 3a%+3ay + 2a2 (8c) KI
By, = —x3a; +x3as + xr3a3 = axszX (24e) ClI
By = Tz a; — T3ap — T3 as = —ar3 X (24e) ClI
Bg = r3a; — r3as + r3as = axs3y (24e) Cll
B, = —x3a; +xr3a9 — xr3a3 = —ax3y (24e) Cll
Bsg = Tz a; + T3ay — r3as = ars z (24e) ClI
By = —T3a; — r3as + r3as = —ar3Z (24e) ClI
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