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Prototype BasGeiglry

AFLOW prototype label A3B16C4_t146-139_ad_2ejm_g2-001
ICSD 194235

CCDC 1702931

Pearson symbol t146

Space group number 139
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Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A3B16C4_tI46_139_ad_2ejm_g2-001
—~params=a, C/a7 23, %4, 25,X6,T7, 27

Other compounds with this structure
Bath4Gem

e BalryGer and BaglryGe;g are structures with the barium atoms surrounded by germanium rings and germanium-iridium
cages. They are superconducting at 2.5 and 5.2K, respectively.

Body-centered Tetragonal primitive vectors

—az
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ay = —jaR+3ay+3c2
ap = 3aX—3ay+icz
ag = %achr%ayf%cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Bal
B, = %a1+%a2+%a3 = %aer%ci (4d) Ba II
B; = %al—l—%ag—}—%ag = %ai—l—%ci (4d) Ba II
By, = z3aj + zz as = cz3 % (4e) Gel
B = —z3a; — 23 A = —c23% (4e) Gel
Bsg = Za a1 + 24 A9 = 24 7 (4e) Ge I1
B, = —Z4a] — 24 Qg = —C24 7 (4e) Ge I1
Bsg = (2:5—|— %) a; +z5a2+%a3 = %ay—l—czg)i (8¢) Ir I
By = zsal + (z5 + %) as + %ag = %afc + cz5 Z (8g) IrI
B = - (25 — %) a; — zsas + %ag = %ay —cz5Z (8g) IrI
B:;1 = —zsa; — (25 - %) ag + %33 = %af{ — 252 (8g) Il
B = %al + xgag + (m6 + %) as = axeX + %ay (8j) Ge III
Bz = %al — Tgag — (x6 - %) as = —axgX + %ay (8j) Ge III
B = Teay + %ag + (xG + %) as = %afc +argy (8j) Ge III
By = —zga; + %ag — (xe — %) as = %af( —axrgy (8j) Ge III
Big = (x7+2z7) a1 + (z7 4+ 27) as + = ar7X +ar7y + czr (16m) Ge IV
2x7 ag
Bir = —(z7—2z7)a;—(z7—27)aa— = —ax7X —ax7y + cz7 Z (16m) Ge IV
2x7 ag
Bis = (x7+ 27) a1 — (x7 — 27) Ay = —azr7 X+ axyy + c27Z (16m) Ge IV
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Blg = — ($7 — Z7> a; + (1‘7 + 27) as = ax75< — axry y + czy Z (16111) Ge IV

By = (x7 — 2z7) a1 — (z7 + 27) a2 = —ar7 X+ a7y —czr 2 (16m) Ge lV

By, = —(z7 4+ 27) a1 + (7 — 27) a2 = ar7X —ar7y — czr (16m) Ge IV

By = (x7 — 27) a1 + (v7 — 27) as + = ary X+ axry — czr (16m) Ge IV
2177 as

Bas = —(z7+2zr)a;—(z7+27) a0 — = —axr7 X —ax7y — cz7 Z (16m) Ge IV
2(E7 as
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