Sci11AloGeg Structure:
A2B8C11 tI84 139 _h deim_eh2n-001
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Prototype AlyGegScyq

AFLOW prototype label A2B8C11_tI184_-139_h_deim_eh2n-001
ICSD 184236

CCDC 1693480

Pearson symbol t184

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A2B8C11_tI84_139_h_deim_eh2n-001
—~params=a, C/Cl, 22,23,X4,T5,T6,T7,27,Y8, 28, Y9, 29
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Other compounds with this structure
ErllAlgGeg, GdllIngGeg, YbuSngBig

e This is a tenary form of Hoj;Geygl The ICSD lists all these compounds using the Hoj; Geyg prototype. We arbitrarily
chose Sc11Al;Geg as the prototype.

e Tby1Sislng is a second ternary form of Hoq; Geqg.

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

Body-centered Tetragonal primitive vectors

a; = —1aX+3ay+icz
az = faX—iay+3cz !
ag = iaX+iay-—1icz '
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %a1+%ag+%a3 = %aericZ (4d) Gel
B, = ial—f—%az—}—%ag = %ai—l—%ci (4d) Gel
B; = Zoay + zoas = c20 % (4e) Ge II
By, = —2z9a] — 29 Ay = —Cc29% (4e) Ge II
Bs = z3a) + z3as = cz3%Z (4e) Sc1
Bg = —Zz3a; — 23 asy = —cz37% (4e) Scl
B, = T4a; + T4a9 + 214 a3 = ars X+ aryy (8h) All
Bsg = —r4a; — Tga3 — 274 a3 = —axrsX —axrsy (8h) All
By = Taa; — T4 A = —axs X+ axsy (8h) All
Bio = —T4a; + T4 a9 = axsX —arsy (8h) All
Bi1 = Tsay + Tsas + 2x5 ag = arsX + arsy (8h) Sc 11
Bz = —x5a; — Tsas — 2T5 a3 = —arsX — arsy (8h) Sc II
Bz = Tsa; — Tsas = —azxs X+ axrsy (8h) Sc 11
By = —Z5a; + T5 ag = arsX —axsy (8h) Sc 1T
Bis = Tgas + Tgas = arg X (81) Ge III
Big = —Tgag — Tgas = —axe X (81) Ge III
By = Teay + Teas = axey (8i) Ge III
Bigs = —Tgai — Tgas = —axgy (8i) Ge III
By = (7 + 27) a1 + (v7 + 27) as + = ar7 X +ar7y + czr (16m) Ge IV
2x7 ag
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By = —(z7—27)a;—(z7—27)aa— = —ax7X —ax7y +cz7Z (16m) Ge IV

2x7 ag
By = (x7+ 27) a1 — (x7 — 27) ay = —ar7X+axry +czrZ (16m) Ge IV
By = —(z7 — z7) a1 + (w7 + 27) a2 = ar7X —ar7y + czr (16m) Ge IV
Bos = (x7 — 2z7) a1 — (x7 + 27) ag = —axr7 X+ ax7y — cz7 Z (16m) Ge IV
Boy = — (7 + 27) a1 + (x7 — 27) ag = ax7X —ar7y —czr (16m) Ge IV
By = (x7 —2z7) a1 + (x7 — 27) as + = ar7X +arry — czr Z (16m) Ge IV

2x7 as
B = —(z7+2zr)a;—(z7+27)aa— = —ar7X —axry —czrZ (16m) Ge IV

2x7 ag
By = (ys + 2z3) a1 + zsaz + ys as = aysy + czs (16n) Sc III
B2s = — (ys — 28) a1 + zs a2 — ys a3 = —aysy + czg Z (16n) Sc 11T
Boy = zga1 — (ys — 23) az — ys ag = —aysX + czg 2 (16n) Sc II1
Bsy = zg a1 + (ys + 2s) az + ys ag = ays X + c23 2 (16n) Sc III
Bs3: = (ys — z8) a1 — zgaz + ys as = aysy — czg Z (16n) Sc 11T
Bz = —(ys+2s) a1 —2sax—ysaz = —aysy — ¢z Z (16n) Sc III
Bss =  —zai+(ys—2s) a2 +ysaz = ays X — czg 2 (16n) Sc 111
B3y = —zga; — (ys + z3) as — ys as = —aysX — czg Z (16n) Sc II1
Bss = (yo + 29) a1 + 29 2z + yo ag = ayoy + c29 2 (16n) Sc IV
Bss = — (Yo — 29) a1 + zg a2 — Yo a3 = —ayo ¥ + czy Z (16n) Sc IV
Bsr = zgay — (Yo — 29) Az — Yo ag = —aygX + czg Z (16n) Sc IV
Bis = zg a1 + (Yo + 29) az + yg ag = ayo X + czg 2 (16n) Sc IV
B3y = (yo — z9) a1 — zg Az + Yo a3 = ayoy — 29 % (16n) Sc IV
By = —(yo + 29) a1 — zg @y — Yo ag = —aygy — czg Z (16n) Sc IV
By = —zgay + (Yo — 2z9) ag + yo as = ayg X — cz9 Z (16n) Sc IV
By = —zga1 — (Yo + 29) az — yg as = —aygX — cz9 Z (16n) Sc IV
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