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Other compounds with this structure
CaTigBi4, CaV3Sb4, CeTigBi4, DyT13B14, EI‘TigBi4, EuTi3Bi4, GdT13B14, HOTigBi4, LuTigBi4, 1\1(1’I‘13]_))147 Pl’IlTigBi4, PI‘TigBi47
SmTi3B147 Tle3Bl4, TmTi3B14, YbT13B147 1\Id(Sb7 SH)gBi4

e In orthorhombic systems the AFLOW prototype label standard favors orientations of where most of the free atomic
parameters are along the x-axis. Thus we have rotated the published structure so that coordinates (x,y,z) — (2,y,-X),
with a similar change for the lattice parameters.

e The ICSD lists Nd(Sb,Sn)3Bi4 as the prototype for this structure, but we prefer to use a fully ordered structure.
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Lattice Cartesian Wyckoff Atom
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B, = —r1a; +x1a3 + x1 a3 = ar1 X (8g) Bil
B, = ria; —T1as — xqas = —ar1 X (8g) Bil
B; = —Zoa) + xpa9 + 22 a3 = axo X (8g) Lal
B, = ZToa) — Tgag — T A3 = —azxe X (8g) Lal
Bs = —x3a; + xzas + x3ag = ars X (8g) Til
B = rza] — x3as — T3 as = —ax3X (8¢) Til
Br = Yaa; —Ysaz + ysas = bys § (8h) Bi Il
Bs = —ysa; +ysas — ysas = —bysy (8h) Bi 1T
By = —(:r5—%) a; +xsas + x5 as = ax@‘c—i—%by—i—ici (161) Ti II
Bio = z5a;— (x5 — %) as— (x5 — %) ag = —a (CC5 — %) X+ iby + ici (161) Ti II
B = (z5+3) a1 —x5a2 — x5 a3 = —ars X+ by + jc2 (161) Ti IT
Bz = —zsay + (x5 + 1) ax + = a(zs+5) X+ 509+ tcz (161) Ti 11
(w5 +3) as
Bis = —(v6—ys) a1+ (v6 —ys) a2+ = azeX + bys ¥ (160) Bi III
(z6 + o) a3
Bis = (v6—vs)ar— (v6—ys) a2~ = —azgX —bys ¥ (160) Bi 111
(z6 + o) a3
Bis = (x6 +ys) a1 — (x6 + ys) ag — = —arg X+ bycy (160) Bi III
(z6 — y6) a3
Bie = —(xs6+uys)ai+(x6+ys) aa+ = argX — byg ¥ (160) Bi 111
(z6 — o) a3
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