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Prototype EroF7K
AFLOW prototype label A2B7C_oP80.62_2cd_6¢4d_2¢-001
ICSD 40450
CCDC 1610302
Pearson symbol oP80
Space group number 62
Space group symbol Pnma
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210, T11, Y11, 211, T125 Y12, 2125 L13, Y13, £13, L14, Y14, 214, 15, Y15, 215
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Other compounds with this structure
Oé—]KYYbQF77 B—KHOQF’y

e This is the high-temperature phase of KEroF;. It was prepared at a temperature of 850°. At some point below that
temperature it transforms into the low temperature |a-KHooF7| structure. (Aleonard, 1980).

e (Aleonard, 1980) placed this structure in the non-centrosymmetric space group Pna2; #33 (ICSD entry 23384, CCDC
entry 1599507). (Marsh, 1988) found the structure to be nearly indistinguishable from that found using Pnma #62,
stating that the interatomic distances in the two groups differ by no more than 0.22A. It seems likely that this
higher-symmetry structure is correct.

e (Marsh, 1988) give the data for this structure in the Pnam setting of space group #62. We applied the transformation
(x,y,2) = (x,z,—y) to change this to the standard Pnma setting.

Simple Orthorhombic primitive vectors

a; = ax
a = by
ag = cCZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 5 as + 21 a3 = ar1 X+ 1by +c2n 2 (4c) ErI
B, = —(xl—%) al+%ag+ = —a(xl—%)fc—kgby—kc(zl—l—%)i (4¢) Erl
(4 1)
B; = —zi1a; + %32 — 21 a3 = —ar1 X+ %by—czli (4¢) Erl
By, = (ml—i—%)al—l—iag—(zl—%)ag = a(wl—l—%)i—i—%by—c(zl—%)i (4c) Erl
B; = Tyay + 5 as + 2283 = ara X+ 1by +c202 (4c) Er IT
Bsg = f(ng%) a1+%a2+ = fa(ng%)chr%berc(zqu%)i (4¢) Er II
(22 +3) as
B, = —z9a; + % ar — zp a3 = —azre X+ %by — 292 (4¢) Er II
Bs = (372—‘1-%) a1+iag—(z2—%) az = a(xg—l—%)f(—i—%by—c(zg—%)i (4c) Er II
By = x3a1+ia2—|—z3a3 = amgfc—kiby—kczgi (4¢) FI
Bio = —(z3—3) ar+3a,+ = —a(z3—3) %+ 3by+c(z+3)2 (4¢) FI
(o 1) 2
Bi1 = —z3a; + %ag — z3a3 = —ar3 X+ %by—CZggi (4c) FI
B, = ($3+%)al+i32—(23—%>a3 = a(xg—l—%)fc—l—%by—c(zg—%)i (4c) FI
Bz = x4a1+ia2+z4a3 = ax45<+ib§f+c242 (4¢) FII
By = f(x4f%) a1+%a2+ = fa(x4f%)x+%by+c(z4+%)2 (4c) FII
(22 +3) as
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