Tbq1S14Ing Structure:
A6B4C11 tI84 139 _hm dei_eh2n-001
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Prototype IngSisThqy

AFLOW prototype label A6B4C11_tI184_139_hm_dei_eh2n-001
ICSD 184236

CCDC 1693480

Pearson symbol t184

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A6B4C11_tI84_139_hm_dei_eh2n-001
~Tparams=a, c/a, 22,23, L4, T5,L6, L7, 27, Y8, 28, Y9, 29
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Other compounds with this structure
])}711@[6411167 ])yllSL;:II?%7 EI‘11G€4IHG, EI‘11Si4II’16, Gd11G64IIl6, Gdllsi4ln6, H011Gr€4hlﬁ7 H011814In6, La11G€4In6, Tb11G64II’16,
Y11 Ge4In6, Y11 Si4In6

e This is a tenary form of Hoj;Geygl The ICSD lists all these compounds using the Hoj; Geyg prototype. Thi1SigIng is the
first ICSD entry in the reference, so we use it as the ternary prototype.

e [Sc11Al;Gegl is a second ternary form of Hoy1 Geqg.

e The AFLOW standard labeling algorithm shifts the origin by (0.5 a, 0.5 b, 0), moving the Si IIT atom from the published
(8j) Wyckoff position to (8i).

Body-centered Tetragonal primitive vectors

a; = —%af{—k%a”—k%ci
as = %ai—%ay—i—%ci >
ag = %ak—l—%ay—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—i—%az—}—%ag = %ay—l-%ci (4d) Sil
B, = %al—l—%ag—}-%ag = %a)‘c—l—%cz (4d) Sil
B; = Zoaj + zoas = 20 % (4e) Si II
B, = —Zoa] — 29 Ag = —C29Z (4e) SiIl
Bs = zzap + z3ap = cz3% (4e) Tb I
Bsg = —z3a; — z3as = —Cc23% (4e) Tb I
B, = Taa; + Taas + 2z4 a3 = ars X+ aryy (8h) InI
Bsg = —T4a; — Tgay — 274 A3 = —axrsX —axrsy (8h) InI
By = Taa; — T4 Ao = —axs X+ axsy (8h) Inl
Bio = —z4a; + T4an = axsX —arsy (8h) Inl
Bi1 = Tsa; + r5as + 2r5 as = axrsX + arsy (8h) Tb II
B = —r5a; — T5ay — 2x5 ag = —axsX —axsy (8h) Tb II
Bz = Tsa; — Tsas = —axs X+ axsy (8h) Tb 11
By = —rsa; + x5ag = arsX —arsy (8h) Th 11
Bis = Tgas + T as axe X (81) Si 111
Big = —Tgas — Tgas —axe X (81) Si 111
By = Teay + Teas axgy (81) Si I1I
Bis = —&ga) — 6 a3 —axe § (81) Si Il
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= ar7 X+ axyy + cz7 Z (16m) InII
= —ar7X —ax7y +czrZ (16m) InII
= —ax7X+ar7y +czr (16m) In II
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= —ax7X+axry — cz7 Z (16m) InII
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