High Temperature KyLiAlFg Structure:
AB6C2D _hR20.166_ab_2h 2c¢_c-001
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Prototype AlFsKsLi

AFLOW prototype label AB6C2D_hR20.166_ab_2h_2c_c-001
ICSD 48149

CCDC 1614621

Pearson symbol hR20

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=AB6C2D_hR20_166_ab_2h_2c_c-001
—~params=a, C/av XT3, T4,T5,T6,26y L7, 27

Other compounds with this structure
BasMnTeOg, CsoNaCrFg

e This is the high temperature phase of K;LiAlFg, stable above 650°C (Tressaud, 1984). The low-temperature structure is
hexagonal, but its exact space group is uncertain.

e Hexagonal settings of this structure can be obtained with the option --hex.
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ExTB




Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 - 0 (1a) AlT

B, = fai+say+iag = scz (1b) Al TI

B; = r3a; + r3as + r3as = cx3Z (2¢) KI

B, = —x3a; — T3as — r3as = —cx3 % (2¢) KI

B; = T4ay + T4as + 2433 = cx4Z (2¢) K II

Bg = —T4a] — Tga3 — T4 a3 = —CT4 Z (2¢) KII

B, = Tsa; + Tsas + T5as = x5 7 (2¢) Lil

Bg = —Zsa] — Tsas — T as = —cx5Z (2¢) Lil

By = Tga + Tgas + zg as = %a (z6 —261) X+ %a (x6 —26) ¥+ (6h) FI
3¢ (2w6 + 26) 2

B = 2z a1 + Tgas + g as = —é (g — 26) X+ ?a(zﬁ—z(;) v+ (6h) F1I
%c (226 + 26) 2

Bi1 = Tgay + zgag + g as = —%a (x6 —26) ¥+ %0(25(}64-2’6) 2 (6h) FI

B = —2zg a1 — XTg Ay — Tg A3 = %a (z6 — z?) X — %a (xg —26) ¥ — (6h) FI
3¢ (2w6 + 26) 2

Bis = —Xga] — Tg Ay — 26 A3 = —%a (xg — 26) X — %a (x6 —26) § — (6h) FI
Le (226 + 26) 2

Buis = —Tga] — 26 A9 — Tg A3 = %a (xg —26) ¥ — %c (226 + 26) 2 (6h) FI

Bis = T7ay + r7as + z7as = %a (x7 —2z7) X+ %a (x7—2z7) 7+ (6h) F II
te(@rr+27) 2

Big = zra; +xras + T7as = —%a (x7 —27) X+ ?a (x7 —21) 7+ (6h) FII
tc(2w7 + 27) 2

By = T7ay + zrag + x7as = —%a (x7—27) §+ %0(25(}74-2’7) 2 (6h) F II

Bis = —zra; — Ty ag — Ty Az = %a (z7 — 271) X — %a (x7 —27)y — (6h) FII
3¢ (2z7 + 27)

By = —x7a] — T7ay — 27 Az = —%a (k7 —27) X — 22 (m7 —z1)§ (6h) F II
=c(2x7 + z7) Z

By = —x7a] — 27 Ay — X7 A3 = %a (x7 —27) y — %c (2z7 + 27) 2 (6h) FII
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