a-PdSny Structure:
AB2 t148 142 d _ef-001
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Prototype PdSn,

AFLOW prototype label AB2_t148_142_d _ef-001
ICSD 30235

CCDC 1604605

Pearson symbol t148
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Space group number 142
Space group symbol 144 /acd

AFLOW prototype command aflow --proto=AB2_tI48_142_d_ef-001
--params=a, c/a, z1, T2, T3

e This structure is stable up to 600°C. (Villars, 2016)
e PdSns has also been found in the orthorhombic C, structure.

e The ICSD entry is from (Hellner, 1956), but we use the refined data from (Kiinnen, 2000), which has no ICSD or CCDC
listing, for this presentation.

Body-centered Tetragonal primitive vectors

—az
a1

a; = f%af(Jr %a v + %02

az = faX—jay+ 5z

ag = jaX+3ay—3c2

Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (zl—i—i) a; + 1 32+iag = iay—i—czli (16d) Pd1I
B, = zlal—&—(zl—l—i) ag—i—%ag = %aﬁ—&—iay—&—c(zl—i)i (16d) Pd 1
B; = — (z1 — i) 313— (z1 — %) as + = %afc—k iay —cz1 2 (16d) Pd1I
133
B, = - (21 — %) all— (21 — i) as + = iay —c (zl — 4) Z (16d) Pd1I
133
B; = —(n—32)a;—zay+32ag = Say —cn2 (16d) Pd 1
Bsg = lealf(zlf%) a2+ia3 = %aif%ayfc(zlf%) Z (16d) Pd1I
By = (n+2)a+(zi+3)at+ia; = 1ay+c(z+3)2 (16d) Pd1
Bg = (21—1—%) al—&—(zl—l—%) ag—i—%ag = %aﬁ—&—iay—&—c zl—i—%)i (16d) Pd 1
By = ial + (1;2—1— i) as + o as = axrs X + ici (16e) Snl
B = %al — (9:2 — i) as — (:1:2 — %) az = —are X + %ay + %cﬁ (16e) Snl
B = (z2+1) a1+ 32ay+asay = jax4a(zs— 1) g+ icz (16€) Sn I
B = —(372—%) al—&—%ag— = iafc—a(:cg—i) v (16e) Sn I
(w2 —3) as

Bz = %al - (xz - %) as; — rpas = —azro X + %ci (16e) Snl
By = la+(z2+2)ar+(za+3)as = a(zas+3) &+ 1c2 (16e) Sn I
B = —(5172—%) al+iag—$ga3 = —iai—a(azg—i) ‘—i—%ci (16e) Sn I
Big = (xg—l—%) al—l—%ag—&—(mg—i—%) ag = %afc—l—a(xg—i—i) y—i-%ci (16e) Sn I
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By = (x3+%) a1+(x3+%) as + = arsX+a(z3+ 1) er%ci (16f) Sn II
(2133 + %) as
Bis = —(w3—3)a—(23—5)a— = —azsk —a(xs— 1) ¥+ 3c2 (16f) Sn IT
(2%3 — %) as
Bio = (@+Ba-(a-Hatia =  -afa-dxba(mrhy-der o) sum
By = — (73— % 313+ (x3+%) as+ = a(zs+3) X—a(zs— 1) §— 3c2 (16f) Sn 11
183
Byy = —(w3—3)ar— (23— %) a— = —a(zs—3)%x—a(zs— 1) §+3cz (16f) Sn IT
(20— 2) 2
Byy = (zs+2)ar+ (z3+ %) ar+ = a(zs+3) X+a(ws+3) y+ 3c2 (16f) Sn 1T
(225 + 2) as
Bas = — (23— %) all+ (z3+3) ax+ = ar3® —a(x3 — 1) §+ 3z (16f) Sn II
183
B2y = ($3+%) a; — 153—%) az-ﬁ-ias = —a$3§<+a($3+i>5’+202 (16f) Sn II
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