SmoNi1Gags Structure:
A12BC2_tP30_125_2¢g2m _c_h-001
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Prototype GaioNiSms

AFLOW prototype label A12BC2_tP30.125_2g2m_c_h-001
ICSD none

Pearson symbol tP30

Space group number 125

Space group symbol P4/nbm

AFLOW prototype command aflow --proto=A12BC2_tP30_125_2g2m_c_h-001
~Tparams=a, C/a’, 22,23, 24,L5,25,T6, 26

Other compounds with this structure
CegCuGalg, CGQII‘Galg, CegNiGalg, Ce2PdGa12, LagCuGalg, LagNiGalg, LagPdGalg, ngCuGalg, ngNiGalg, PrgCuGalg,
PrgNiGau, SmQCuGalz

e The ICSD lists CeaCuGaqq as the prototype for this structure, but the (Chen, 2000) description of SmsNiGajo predates
any description of any other structure with this prototype.

Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = CZ
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al —&-iag = %af{—&—%ajf (2c) Ni I
B, - b Fag _ Lo+ dag e N1
Bz = a1+ iast+zmag = [aX+ ay +cn (4g) Gal
B, = 1a1+ 3a; — a3 = [0X+ a0y — e (4g) Gal
By = 3a;+32ay—2ay = jax+3ay —cz2 (4g) Gal
Be = %a1+%a2+2233 = %‘”A‘Jr%af”rc@z (4g) Gal
Br = a1+ iast+za = 1aX+ ay +cz32 (4g) Ga I
Bs = 1a1+ ja; — 2343 = jaX+ 30y —cz 2 (4g) Ga 1T
By = 3a;+2a; — 2323 = jax+3ay —cz2 (4g) Ga Il
Bio = %a1+%32+2’333 = %af(Jr%aerCZgz (4g) Gall
Bix = fai+jast+za; = joX+ jay +cnz (4h) Sm 1
B, = 1a1+ 3as+ 2443 = [a%X+ 30y + oz (4h) S 1
Bis = %a1+%az—7«’4a3 = %‘”AH'%CL}A’_C“Z (4h) Sm 1
Bis = 1a1+ 3a; — 2 a3 = 1aX+ fay —cuz (4h) Sm I
Bis = Tsa; — T5a + 25 a3 = ars X —arsy + €252 (8m) Ga III
Bis = —(es—%art(@s+i)a+ =  —ales—L)%+a(es+i)yten (8m) — Galll
%5 as
Biz = (z5+3) a1 + 2522 + z5 a3 = a(zs+3) X+arsy+czs2 (8m) Ga IIT
Bis = —zsar — (25 — 3) az + z5 a3 = —avsX—a (x5 —3) ¥+ 22 (8m) Ga Il
Bis = — (25— 3) a1 — w523 — 25 a3 = —a (s —3) X—awsy — 252 (8m) Ga II1
Bz = wsar+ (25 + 5) a2 — 25 a3 = arsX+a (o5 +3) §—cz5 2 (8m) Ga I
B2:1 = —Tsa; +Isaz — z5as = —arsX +arsy — cz5 2 (8m) Ga IIT
By = (ws+3)ai—(rs—3)m—may =  alwstz)%x—a(s—3)9—cx2 (8m) — Galll
B2 = Te a1 — Tg A2 + zp A3 = areX — arey + cz6 2 (8m) Ga IV
Bu = ~(-Ba+t (it =  alo-bxrafeetd gres  Gm) Gl
26 a3
By — (v6 + 1) a1 + a6 a2 + 26 a3 = a(zs+3) X+azey + cz62 (8m) Ga IV
Bys = —zgar— (16— 3) ax+2a3 = —azvX —a (w6 —3) ¥+ 262 (8m) Ga IV
Byr = —(w6—3)a1— @2 — 223 = —a (g~ 3) X —avy — ez (8m) Ga 1V
B2s = zgar + (26 + 3) az — zg a3 = avgX +a(z6 +3) § — czo 2 (8m) Ga IV
Bay = —Zgar + e A2 — Z6 A3 = —aT6X + aT6y — CZo Z (8m) Ga 1V
B3y = (x6—|—%) a1—(l‘6—%) ag—zgaz = a(%"’%) ’A(_a(xﬁ_%) y -z (8m) Ga IV
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