PtSny (D1,) Structure:
AB4 0C20.41 a 2b-001

This structure previously used the label(s) AB4_0C20_41_a_2b. Calls to these addresses will be redirected here.
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Prototype PtSny

AFLOW prototype label AB4_0C20.41_a_2b-001
Strukturbericht designation D1,

ICSD 105793

CCDC 1663669

Pearson symbol 0C20

Space group number 41

Space group symbol Aea?2

AFLOW prototype command aflow --proto=AB4_oC20_41_a_2b-001
--params=a, b/a, c/a, 21, T2, Y2, 22, T3, Y3, 23
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Other compounds with this structure
AuSny, IrSny, PdSny

e The published atomic positions have xo = y3, x3 = y2 and zo = —z3. This puts the system into space group Ccce #68,
very similar to PdSny.

e To get space group Aba2 #41 we shifted the yo and z3 positions slightly. Even then we could not place this in space
group Aba2 until we adjusted the tolerance. The original structure can be recovered using the command:

e aflow --proto=AB4.0C20_41_a_2b:Pt:Sn --tolerance=0.001 --params=a,b/a,c/a,x2,y2,22,X3,Y3,23

e (Schubert, 1950) give the lattice constants in kX units. We used the factor of 1.00202A /kX from (Wood, 1947) to convert
to Angstroms.

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1 a9 + 21 a3 c21 Z (4a) Pt1
By = laj—(z1-3)a+(xa+3)as t1ax+1by +cn 2 (4a) Pt 1
Bs = xa1+(y2 — 22) ax+(y2 + 22) a3 aryX +by2 ¥ + cz2 Z (8b) Snl
B4 = —T2a — (y2 + 22) as — —axy X — byg y + czo Z (Sb) Sn 1
(Y2 — 22) a3
Bs = (z2+3)ai—(y2+t2z—3) at a(za+3) %K—b(yo— 1) y+cni (8b) Sn I
(—yz + 22 + %) as
Bg = —(l‘g—%) a; + —a(xg—%)fc—kb(yg—&—%)y—&—czzi (8b) Sn I
(y2—22+%) as +
(212 + 22 + %) as
Br = z3a;+(ys —23) as+(ys3 +23) a3 ar3X + bys ¥ + cz3 Z (8b) Sn 1T
Bsg = —xza; — (y3 + 23) az — —ax3X —bysy +cz32 (8b) Sn II
(ys — 23) a3
By = (a:3+%)a1—(y3+z3—%)a2+ a(xg—&—%)fc—b(y —%)y—i—czgi (8b) Sn II
(—213 + 23 + %) ag
BlO = 7(1’37%) a; + *Q(Ig*%)ﬁ+b(y3+%)$’+6232 (Sb) Sn IT

(ys—23+3) ag +
(y3+23+%) as
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