PdSn, (C,) Structure:
AB2 0C24 41 2a_2b-001

This structure originally had the label AB2_0C24_41_2a_2b. Calls to that address will be redirected here.
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Prototype PdSn,

AFLOW prototype label AB2_0C24_41_2a_2b-001
Strukturbericht designation C.

ICSD 105684

Pearson symbol 0C24

Space group number 41

Space group symbol Aea?2

AFLOW prototype command aflow --proto=AB2_oC24_41_2a_2b-001
--params=a, b/a,c/a, z1, 22, X3, Y3, 23, T4, Y4, 24

Other compounds with this structure
CoGey, GaGesNis, RhSny

e PdSn, can also be found in the tetragonal |a-PdSns| structure.
e In fact, AFLOW will place PdSny in that structure unless we lower the tolerance, using
e aflow --proto=AB2_0C24 _41_2a_2b:Pd:Sn --tolerance=0.001 --params=a,b/a,c/a,z1,%2,X3,Y3,43,X4,y4,24 -

e In the C, structure the palladium sites have 89% occupation.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —z1 a3 + 21 a3 = c21 % (4a) Pd1
B, = %al—(zl—%) 32+(21+%> az = %a&—k%by—kczli (4a) Pd1I
B3 = —Zzgag + 29 a3 = CzZo Z (4&) Pd II
By, = %al—(zz—%) ag+(22+%) ag = %ai—i—%by—i—czQZ (4a) Pd II
Bs rzai+(ys — z3) as+(ys + 23) ag = ar3X +bys ¥ + cz32 (8b) Snl
Bsg = —zza; — (ys + 23) as — = —ar3X —bysy +cz32 (8b) Sn I
(ys — 23) a3
B7 = ($3+%) al—(y3+23—%> as+ = a($5+%)i—b(y—%)y+025i (8b) Sn I
(—yg + 23+ %) as
Bg = —(.’173—%) a; + = —a(xg—%)fc—I—b(yg—&—%)y—&—cz'gi (8b) Sn I
(y3—23+%) ag +
(ZU3 + 23 + %) as
By = x4 a1+(y4 — 24) 32+(y4 + 24) as = ars X +bysy + cz4 2 (Sb) Sn II
By = —z4a; — (ys + 24) a3 — = —ar X —bys ¥ +czaz (8b) Sn II
(ya — 24) a3
Bi1 = (1‘44—%) al—(y4+24—%) as+ = a(m—&—%)fi—b(y —%)9—1—0242 (8b) Sn II
(—y4 + 24 + %) as
B12 = 7(I47%) a; + = —a(x4f%)§(+b(y4+%)§f+cz4i (Sb) Sn II
(y4724+%) az +
(y4 + 24+ %) as
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