a-L1Sn Structure:
AB mP6_10 bn_cm-001

This structure originally had the label AB. mP6_10_en_am. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, E. Gossett, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library
of Crystallographic Prototypes: Part 2, Comput. Mater. Sci. 161, S1 (2019). doi: [10.1016/j.commatsci.2018.10.043

https://aflow.org/p/QVV1

https://aflow.org/p/AB_mP6_10_bn_cm-001

QLi
@Sn
Prototype LiSn
AFLOW prototype label AB_mP6_10_bn_cm-001
ICSD 104782
Pearson symbol mP6
Space group number 10
Space group symbol P2/m

AFLOW prototype command  aflow --proto=AB_mP6_10_bn_cm-001
~Tparams=a, b/a7 C/a7 67 T3,23, %4, 24

e This is the low-temperature structure of LiSn. Above 470K LiSn may transform into the tetragonal S-LiSn structure
(Villars, 2018). This structure is apparently metastable at room temperature (Blase, 1990).

e (Miiller, 1973) give this structure in the “unique axis-¢” setting of space group P2;/m #11. We used FINDSYM to
transform this to the standard “unique axis-b” setting. This involves an origin shift.

Simple Monoclinic primitive vectors
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a; = aX

as = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = 1 ay = by (1b) Lil
B, = 1a; = lccosBR+ fesinfBz (1c) Sn I
B; = r3ay + z3 a3 = (azxs + czzcos f) X+ czzsin 82 (2m) Sn II
By, = —x3a] — 23 a3 = — (ax3 + czgcos B) X — czzsin Bz (2m) Sn II
B = T4a; + %ag + z4 a3 = (axy + cz4cosB) X + %by+cz4 sin 3 Z (2n) LiII
Bg = —z4a; + %32 — 24a3 = — (azy 4+ cz4cos B) X + %by— czysin Bz (2n) Lill

References

[1] W. Miiller and H. Schéfer, Die Kristallstruktur der Phase LiSn, Z. Naturforsch. B 28, 246-248 (1973), d0i:10.1515/znb-1973-
5-604L

[2] P. Villars, H. Okamoto, and K. Cenzual, eds., ASM Alloy Phase Diagram Database (ASM International, 2018), chap.
Lithium-Tin Binary Phase Diagram (1998 Sangster J.). Copyright (©)2006-2018 ASM International.


https://doi.org/10.1515/znb-1973-5-604
https://doi.org/10.1515/znb-1973-5-604

