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Prototype Sn;Thsg

AFLOW prototype label A11B3_0C28_65_c4gh_ah-001

ICSD 54357

Pearson symbol 0C28

Space group number 65

Space group symbol Cmmm

AFLOW prototype command  aflow --proto=A11B3_oC28_65_c4gh_ah-001
--params=a, b/a, c/a,rs, x4, T5, Te, T7, T3

Other compounds with this structure
DY3SIl7, Gd38n7

e This is the low temperature phase of Th3Sn;. (Palenzona, 1993) describe a high temperature phase but do not give
enough information to determine the structure.

e The Sn-IIT (80%), Sn-1V (13%), and Sn-V (7%) sites are only partially occupied. These three Wyckoff positions are very
close together, so presumably only one of the sites is occupied at any location in the crystal.

e We shifted the coordinate system so that the Th-I atom is at the origin and the longest primitive vector is along ay,
rather than as as given in (Palenzona, 1993).
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Base-centered Orthorhombic primitive vectors

a; = saXx—3iby S

ay = lax+1by @ =%

ag = cZ -

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type

B, = 0 = 0 (2a) Tb I
B, = faj+itay+1ag = taX+ ici (2¢) Sn I
B; = T3a; + T3 a = axsz X (4g) Sn II
By, = —r3a; — r3as = —azx3 X (4g) Sn II
By = Taa; + T4an = ars X (4g) Sn IIT
Bg = —T4a] — T4 An = —azrs X (4g) Sn IIT
B, = rsay + r5as = axs X (4g) Sn IV
Bsg = —Tsa; — Tsas = —ars X (4g) Sn IV
By = Tgay + Tgas = axe X (4g) Sn V
Bio = —Tga, — Tg A = —axg X (4g) Sn V
Bi:1 = z7a; +a7ax + 5 ag = arr X+ tci (4h) Sn VI
B, = —T7a; — Xyas + % as = —axr7X + %ci (4h) Sn VI
Bis = rga; + xsap + 3 as = ars X + 3c2 (4h) Tb II
By = —xsa; — rza + 3 as = —azsX + icz (4h) Tb I
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