BaS3 (D0y7) Structure:
AB3 tP8 113 a ce-001

This structure originally had the label AB3_tP8_113_a_ce. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/0AT7

https://aflow.org/p/AB3_tP8_113_a_ce-001

Prototype BaS;

AFLOW prototype label AB3_tP8_113_a_ce-001
Strukturbericht designation D047

ICSD 70059

Pearson symbol tP8

Space group number 113

Space group symbol P42:m

AFLOW prototype command aflow --proto=AB3_tP8_113_a_ce-001
--params=a, c/a, 22, X3, 23

Other compounds with this structure
AgDyTes, AgHgTey, AgErTes, AgTesTm, AgGdTes, AgTesY, BaSes, BaTes

o (Gottfried, 1938) originally gave the D07 label to the |P212:2 #94 BaSs structure, however we follow (Partheé, 1993),
who uses the current structure as the D0;7 prototype.


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/0A77
https://aflow.org/p/AB3_tP8_113_a_ce-001
https://aflow.org/p/AB3_oP16_18_ab_3c-001

Simple Tetragonal primitive vectors

a3 = aX
as = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Bal
B, = lTa+3a = lax+Lay (2a) Bal
B; = %ag + 29 a3 = %ay—l—czQZ (2¢) S1I
By, = %al — 29 a3 = %ai—czzi (2¢) S1I
B; = 33‘331—1-(.133—1-%) as + z3 a3 = aa;g)"(—&—a(m—&—%)y—&—cz'gz (4e) S1I
Bsg = —x3a — (:1:37%) ar + z3 a3 = fangcfa(x f%) V+czz (4e) S1II
B, = (xg—l—%) a; — r3as — 2343 = (1($3+%) X—ax3y —cz3Z (4e) S1I
Bg = —(.’L‘g—%) a; +r3as — z3a3 = —a (:173—%) X+ar3y —c23Z (4e) S1I
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