High Temperature KyLiAlFg Structure:
AB6C2D hR20 166 _ab 2h 2c¢ ¢-001
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Prototype AlFgKsLi

AFLOW prototype label AB6C2D_hR20_166_ab_2h_2¢_c-001
ICSD 48149

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, ¢/a, T3, T4, Ts, T6, 26, L7, 27

Other compounds with this structure
BasMnTeOg, CsosNaCrFg

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

Rhombohedral primitive vectors

a; = 3a%k %ay—kéc <&
as = %ay + %ci
ag = —%a:‘( — %ay +
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) All
B, = sa;+jas+ 5as 3c2 (1b) AlTI
B; = r3a; + r3as + r3as3 cx3 7 (2¢) KI
By, = —x3a] — T3a9 — T3 a3 —cx32 (2¢) KI
Bs = rq4a1 +T4a9 + x4a3 CTLZ (20) KII
B6 = —X4aA] —TgaAy — T4 A3 —CX4 Z (2C) KII
B, = T5a; + T5as + T5as x5 7 (2¢) Lil
Bg = —Zsa] — Tsas — Ty as —cx52 (2¢) Lil
By = Tgay + Tgag + 26 a3 % (a:G—zﬁ)x—F ‘Gfa(xﬁ—z(;)y—&— (6h) FI
tc(2w6 + 26) 2
B = Zg a1 + Tgas + g as —%a(xﬁ —26) X+ %a (x6 —26) ¥ + (6h) FI
tc(2xe + 26) 2
Bi1 = Tgal + 26 a2 + Tgas —%a (1‘6 —26) v+ %C(2$6+z6) Z (Gh) FI
B2 = —2ga] — T A — T A3 la(wg — 26) X — %a (x6 —26) § — (6h) F1I
(2x6 + 26)
Bis = —Tgal — Te A2 — 26 A3 —3a (xe — 26) X — ? (z6 — 26) § — (6h) FI
$c(2w6 + 26) 2
B14 = —TgaAl — ZgAd2 — Tg A3 \}ga( ZG) 5‘,7 10(23564*26) Z (Gh) FI
By = Trr7ay; +r7as + zyas %a (x7 — 27) X+ ‘Gfa (x7 —27) §+ (6h) F1II
tc(2w7 + 27) 2
Big = zray +Tras + w7 as —sa(xy —z27) X+ %a (x7—2z71) §+ (6h) FII
tc(2ar + 27) 2
Bi7r = Tr7a] + zraz + ryas —%a (1‘7 —27) v+ %6(2.%7—1-27) Z (Gh) FII
Bis = —zra; — X7 ag — X7 Az %a (x7 — 2z7) X — %a (x7—27)y — (6h) FII
sc(2z7 + 27)
B19 = —X7aA] —Traz — zZ7as —%a (1‘7 — 2’7) X — —a (1‘7 — 27) (61’1) FII
(2567 + 27) Z
By = —xra; — zras — Ty Az % a(z7 — 27) - %c (2z7 4+ 27) 2 (6h) F1II
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