[rsGey (D8y) Structure:
ATB3 cl40 229 df e-001

This structure originally had the label A7B3_cI40.229_df_e. Calls to that address will be redirected here.
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Prototype Gerlrs

AFLOW prototype label A7B3_cl40_229_df_e-001
Strukturbericht designation D8y

ICSD 408313

Pearson symbol cl40

Space group number 229

Space group symbol Im3m

AFLOW prototype command aflow --proto=A7B3_cI40_229_df_e-001
--params=a, To, T3

Other compounds with this structure
AS7R€3, Ga7Nig, Ga7Pd3, Ga7Pt3, In7Pd3, IH7Pt3, Sb71\/1037 SII7II'3, SII7OS3, SH7R113

e Although (Haussermann, 1998) list the prototype for this structure as Ir3Ger, that structure is not listed in the ICSD.
We link to the similar NizGay; structure.


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/9SK5
https://aflow.org/p/A7B3_cI40_229_df_e-001

e The ICSD gives the prototype for this structure as RuszSnz.

Body-centered Cubic primitive vectors

a; = —1aX+3ay+3az
ay = jaX—3ay+3a2
ag = 3aX+iay-—iaz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al+%a2+%a3 iax—i—%az (12d) Gel
B, = %a1+%ag+%ag ia}“{+%ay (12d) Ge I
B; = Taj+iay+3ag lax+ tay (12d) Gel
B, = Sa;+iay+tag 109+ taz (12d) Gel
B = %al+%32+%a3 %a}?—kiai (12d) Gel
Bs = %314*%&24*%&3 %a)‘(Jr%aZ (12d) Gel
B = T9as + T as are X (12e) Ir I
Bg = —Xoas — Xo Az —axe X (12e) IrI
By = Toay + Toas axsy (12e) IrI
Bio = —Zoa; — T as —are y (12e) Ir I
Bi1 = Toa; + Toas are Z (12e) Ir I
Bix = —Xoa; — Xo Ag —axo Z (12e) IrI
Bz = 2x3a; + 2x3ay + 223 a3 ax3X +axrsy + axrsz (16f) Ge 11
B = —2x3 a3 —ax3X —ar3y +axzz (16f) Ge 11
Bis = —2x3 as —ar3X+axr3y — axr3z (16f) Ge II
Big = —2x3 a; arsX —ar3y — arsZ (16f) Ge II
By = 213 as ax3X +axrsy —axrsz (16f) Ge 11
Bis = —2r3a; — 2r3as — 2x3 ag —ax3X —ar3y —ax3z (16f) Ge 11
Big = 273 as arsX —arsy + arsz (16f) Ge II
By = 273 a; —ar3X+ar3y +axrszz (16f) Ge II
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