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

This structure previously used the label(s) A2B3_hP10_194_f bf. Calls to these addresses will be redirected here.
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Prototype PtoSng
AFLOW prototype label A2B3_hP10.194_f_bf-001
Strukturbericht designation D5y,
ICSD 105794
CCDC 1663670
Pearson symbol hP10
Space group number 194
Space group symbol P63 /mmc


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/Y79W
https://aflow.org/prototype-encyclopedia/A2B3_hP10_194_f_bf-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=105794&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1663670&DatabaseToSearch=Published

AFLOW prototype command aflow --proto=A2B3_hP10_194_f_bf-001

--params=a, c/a, z2, 23

Other compounds with this structure
Pthig,, IHAUQG&Q, AH4IH38H3

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 Angstrém units.

Hexagonal primitive vectors

La7a3
a; = %afc — éay
ag = %afc + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 1ag 1ck (2b) Sn I
B2 = %ag = %Ci (2b) Snl
By = %314—%&24—2233 = %CL)A(-F%CLA—I—CZQZ (4f) Pt 1
B, = %a1+%a2+(22+%) as = %ai(f%aerc(zQJr%)Z (4f) Pt1
B; = %al—l—%ag—zgag = %ai—?ay—cai (4f) Pt 1
Bg = %al—l—%ag—(Zg—%) as = %ai—l—%ay—c(zz—é)i (4f) Pt 1
B7 = %a1+%a2—|—23a3 = %CL)A(%—??)CLA—FCZ?,Z (4f) Sn II
Bgs = %a1+%a2+(23+%) as = %ai—%ay—i—c 23—1—%)2 (4f) Sn II
By = %al—l—%ag—zgag = %afc—??’ay—cz;:,i (4f) Sn II
B = %314-%32—(23—%) as = %afc—l— %ay—c(zg—%) Z (4f) Sn II
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