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Prototype PdSny

AFLOW prototype label AB2_t148_142_d _ef-001
ICSD 30235

Pearson symbol t148

Space group number 142

Space group symbol 14y /acd

AFLOW prototype command  aflow --proto=AB2_tI48_142_d_ef-001
--params=a, ¢/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) for this presentation.

Body-centered Tetragonal primitive vectors
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Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = (zl + i) a; +zyas + %33 = lay +cz1 2 (16d) Pd1
B, = zlal—&—(zl—l—i) 32+%a3 = %ai—&—%ay—&—c(zl—%)i (16d) Pd1
Bs = —(x1—-1) a1 - (1—3%)as+ = jak+tay—cxnz (16d) Pd I
133
Bs = —(u—-3) ar — (21— %) as+ = jay —c(z1—5) 2 (16d) Pd 1
123
Bs = —(1—3) a1 —z1a+ 3a = Jay —cn2 (16d) Pd 1
Bg = lealf(zlf%) a2+ia3 = %aif%ayfc(zlfi) Z (16d) Pd1I
By = (n+2)a+(z1+3) act+ia; = 1ay+c(z+3) 2 (16d) Pd1
Bs = (n+3)ai+(z+3)a+3a; = jax+tay+c(z+3)2 (16d) Pd I
By, = tar+ (z2+ 1) as+ 2223 = ara X+ 12 (16e) Sn I
Bio = 2a—(z2—3)ar—(z2—3%) a3 = —azs X+ 1ay +icz (16e) Sn1
Bi: = (xg—i—i) al—l—%ag—i—wzag = %a&—l—a(xg—i) y—i-%ci (16e) Snl
B = —(.’L‘g—%) al—&—%ag— = iafc—a(xg—i) v (16e) Sn I
(w2 = 3) a3
Bz = %al — (:cg — %) a, — Ty as = —are X + %ci (16e) Snl
By = laj+(z2+2)as+(za+3)as = a(za+3) X+ 1c2 (16e) SnI
Bis = —(332—%) a1+%a2—$ga3 = —iafc—a(asg—i) A—i—%ci (16e) Snl
Bis = (a:2—|—%) a1+%ag+(xg+%) ag = iai—l—a(xg—i—i) y—i-%ci (16e) Snl
By, = (:vng%) a; + (x3+%) ar + = a:z:3>”<+a(z3+i) er%cZ (16f) Sn II
(2x3 + i) as
Bigs = - (:rd — %) a; — (m — %) ap— = —axr3X —a (acd — i) v+ %ci (16f) Sn II
(2~ 1)
By = (xg,—l—l) —(Jc —%) 32—‘1-%33 = —a(x —%)&—I—a(a:g—ki) y—%ci (16f) Sn II
By = (3—*)31+(JE3+%)32+ = a(x3+§)§(—a(x —i)y—%ci (16f) Sn II
3 ay
By = (md — 7) (m — 7) ag — = —a (m — %) X—a (xg — i) v+ %Ci (16f) Sn II
(2303 - f)
B = ( %) (xg—l— ) ar + = a(m—&—%) x—l—a(xg—i— ) y—i—%ci (161) Sn II
(2$3+ )
Bas = - (as3 %) all+ (xg + g) a+ = arsX —a (arg — 7) ¥+ 2 cz (16f) Sn II
133
By = (v3+3%)ai—(v3—3)ax+ias = —azsk+a(zs+3) §+ 3c2 (16f) Sn 11
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