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Prototype LiSn

AFLOW prototype label AB_tI24_141_ae_be-001
ICSD 107516

CCDC 1665239

Pearson symbol t124

Space group number 141

Space group symbol 14, /amd

AFLOW prototype command aflow --proto=AB_tI24_141_ae_be-001

--params=a, c/a, z3, 24

Other compounds with this structure

LiGe

e This is apparently the high-temperature structure of LiSn. Below 470K LiSn is in the monoclinic a-LiSn structure

(Villars, 2018).

e We have shifted the origin so that a lithium atom is on the (4a) site.
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = %al—l—%ag—&—%ag = %ay—l—%ci (4a) Lil
B, = ta;+Zay+ tag = ja%k—tay+ dcz (4a) Lil
B = Saj+2ay+ tag = 109+ 3c2 (4b) Sn I
B, = %a1+%a2+%ag = %ai—i—%a&—i—éci (4b) Sn I
B; = (z;;—i— i) a; + z3ag + iag, = iay—i—cz?,i (8e) Lill
Bg = zgal—&—(z;),—l—i) ag—l—%ag = %ai—&—%ay—&—c(zg—z)i (8e) Lill
B, = - (23 - %) a; — zzas + %213 = %ay —cz3% (8e) Lill
Bgs = —23a1—(23—%) ag—l—iag = %ai—iay—c(@,—i) Z (8e) Lill
By = (Z4—|— i) a; +z4as + iag, = %ay—i—cz;;z (8e) Sn II
B = z4al+(z'4—|—i) a2—|—§a3 = %aﬁ—&—iay—&—c(a—z) Z (8e) Sn II
Bi1 = - (24 — %) a; — z4as + %ag = %ay —C24 2 (8e) Sn II
B, = —Z4a1—(z4—%) ag—i—iag = %a&—iay—c 24—i) Z (8e) Sn II
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