PtoSng (D5y) Structure:
A2B3 hP10.194 f bt-001

This structure originally had the label A2B3_ hP10_194_f bf. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.
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https://aflow.org/p/Y79W

https://aflow.org/p/A2B3_-hP10-194_f_bf-001
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Prototype
AFLOW prototype label

Ptzsng

A2B3_.hP10-194_f bf-001

Strukturbericht designation D5y,
ICSD 105794
Pearson symbol hP10
Space group number 194
Space group symbol P63 /mmc

AFLOW prototype command

aflow --proto=A2B3_hP10_194_f_bf-001
--params=a, c/a, 22, 23

Other compounds with this structure

Ptg Sig7 IHAUQ Gag, AU4II13 Sn3

e We were unable to obtain a copy of (Schubert, 1949), and so we use the structural parameters given by (Pearson, 1958),

using (Wood, 1947) to convert the kX units used by Pearson into Angstrom units.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/Y79W
https://aflow.org/p/A2B3_hP10_194_f_bf-001

Hexagonal primitive vectors

a; = %a}“{ — @ay
az = %afi + ?ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ag 1ck (2b) Sn I
B, = %ag %ci (2b) Sn I
B; = jai+3as+zmag 0%+ Glay + e (4f) Pul
By, = Zajtiat(nti)a jak—Pag +e(z2+3) (4f) Pl
Bs = %a1+%az—2’233 %a&—gay—czzi (4f) Pl
Be = mtia-(n-b)a bas+ g —c(z - }) w e
By = %a1+%a2+z3a3 %ai#—%a‘—i—czgi (4f) Sn 11
Bs = Zai+iax+ (23 +1) as lax—Bay+c(z+1) (4f) Sn II
By, = 2a; + 3a; — 2323 sjakx— Y3ay —cz32 (4f) Sn II
Bio = jaitias—(23—3) a3 saX+ay —c(z—3) (4f) Sn 1T
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