SmoNi1Gags Structure:
A12BC2_tP30_125_2¢g2m _c_h-001
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Prototype Ga1aNiSmy
AFLOW prototype label A12BC2.tP30.125_2g2m _c_h-001
Pearson symbol tP30
Space group number 125
Space group symbol P4/nbm

AFLOW prototype command aflow --proto=A12BC2_tP30_125_2g2m_c_h-001
—~params=a, C/a, 22,23, 24,%5, 25, L6, 26

Other compounds with this structure
CezCuGalg, CQQII‘Galg, CegNiGa12, CegPdGalg, LaQCuGalg, LagNiGalg, LaQPdGan, ngCuGalg, ngNiGan, ngPdGam,
PrQCuGalg, Pr2NiGa12, PI‘QPdGalg, SmQCuGalg, SmQPdGalg
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e The ICSD lists CeaCuGaqa (ICSD entry 161767, CCDC deposition number 1678129) as the prototype for this structure,
but the (Chen, 2000) description of SmyNiGaio predates any description of any other structure with this prototype.

Simple Tetragonal primitive vectors

§a3
a; = axX
az = ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, - o+ 1o _ ax+ das @) Nl
B, = Ta;+ 3ay = 1a%+ jay (2¢) Nil
By = 1a1+ jas+ a3 = 10X+ 10y +exnl (4g) Gal
By = 1a1+tay —2ag = JaX+ 30y — 22 (4g) Gal
Bs = 3a;+3a; — zag = jax+fay —cnz (4g) Gal
Be = fait+jar+zmag = jox+fay +cnz (4g) Gal
B = Tt jar+ag = 10X+ jay + ezl (4g) Ga Il
Bs = %a1+%32*2333 = %afﬁr%ayfcﬁz (4g) Ga Il
By = 3a; +3ay — z3a3 = jax+fay —czz2 (4g) Ga Il
Bio = Say+day+zay - 10X+ qay +cz2 (4g) Gall
By = fa;+jay+zag = jaX+ 10y +cuz (4h) S 1
Bz = Laj +2ay + 223 . ja%+Jay + el (4h) Sm 1
Bz = Sa;+1a;— 243 = jaX+ jay —cuz (4h) Sm 1
By = 1a1+3a;— 2z a3 = 10X+ 30y —cuz (4h) S 1
Bis = Tsa; —Tsag + 25 a3 = ars X —arsy + czs 2 (8m) Ga I
Bis = —(ms—3ar+(@s+i)a+ = —aws—1)&k+a(es+3)9+cezz (8m) Ga 111
25 a3
Bir = (x5 + 5) a1 + x5 a2 + 25 a3 = a(zs +3) X+arsy +cz 2 (8m) Ga III
Bis = —asa1— (15— 3) ax+2a; = —avsX —a (w5 —3) ¥+ 22 (8m) Ga I
Big = —(#5—3)a—asa—z583 = —a(z5—3) X —avs § —cz52 (8m) Ga IT1
B2 = z5a; + (25 + 5) ay — z5 a3 = avs X +a(v5+3) § —cz2 (8m) Ga III
B2 = —Tsa; +T5az — 2543 = —arsX +arsy — cz5 2 (8m) Ga 1
By = (z5+3)ai—(25—3) as—za3 = a(ws+3)%X—a(es—3)§—cuni (8m) Ga I
Bas = T a1 — Te Az + 26 A3 = azre X — aze y + 262 (8m) Ga IV
Ba = (o Datleorhat = el Dxrafmr}yress  Gm o GalV
26 a3
Bas = (z6 + 1) a1 + 2 az + 26 a3 = a(ze+3) X+azey + cz62 (8m) GalV



By = —zga; — (v6 — 1) as + 26 a3 = —azgk —a(ve —3) ¥+ c2 2 (8m) GalV

B2y = —(z6 — 3) a1 —wg a2 — zs a3 = —a(zg— %) X —axgy — cz 2 (8m) GalV

Bos = Teay + (:c6+ %) as — zg a3 = axﬁfi—&—a(x@' + %) ¥ —czZ (8m) GalVv

By = —Zga) + Teas — 26 as = —argX + argy — c26 2 (8m) Ga IV

Bso = (v6+3)a1—(z6—3)as—25a3 = a(ve+3) X—a(ze—3) §—cz2 (8m) Ga IV
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