CuyPd Structure:
A4B_tP20_84 afjk_j-001
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Prototype CuyPd

AFLOW prototype label A4B_tP20_84_afjk_j-001
ICSD 103087

CCDC 1661043

Pearson symbol tP20

Space group number 84

Space group symbol P4y/m

AFLOW prototype command  aflow --proto=A4B_tP20_84_afjk_j-001
--params=a, ¢/a, T3, Y3, T4, Y4, T5, Ys, 25

e Above 476°C CuyPd is completely disordered, with the atoms placed randomly on the sites of the face-centered cubic
(A1) structurel Below that temperature it takes on this ordered tetragonal structure. (Geisler, 1954).

e The value of 0.25 for z5 is not given in (Geisler, 1954), but we infer it from the description of the cell as a decoration of
the face-centered cubic lattice.
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Simple Tetragonal primitive vectors

al
e
a; = ax
as = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Cul
B, = 1 ag = scz (2a) Cul
B; = laj+jar+fag = lax+Llay+icz (2f) Cull
B, = %a1+%a2+%a3 = %aiJr%aer%cZ (2f) Cu Il
Bs = 3z ai + ys3 as = ar3X + aysy (43) Cu III
B = —r3a; — ys3as = —arsX —aysy (43) Cu III
B; = —yza; +xzas + % as = —aysX +axrsy + %ci (4) Cu III
Bgs = ysa; — r3as + %ag = aysX —arzy + %ci (4) Cu III
By = Tqay + yqas = ary X+ aysy (43) Pd1
B = —x48; — Y4 Qs = —arsX —aysy (43) Pd1I
Bi1 = —yga; + r4as + %ag = —ays X +axyy + %ci (4) Pd1
B, = Yga; — Tgag + %ag = ays X —aryy + %ci (4) Pd1
Bz = Tsai + ys as + 25 as = axsX +aysy +cz52 (8k) CulV
By = —x5a; — Y5 as + 25 a3 = —arsX —aysy +cz5 2 (8k) Cu IV
Bis = —ysa1 + T5as + (25 + %) as = —ays X +arsy +c¢ (25 + %) Z (8k) CulVv
Big = ysa; —xsas + (25 + 3) as = aysX —azs§+c (25 + 1) 2 (8k) Culv
By = —X5a; — Ysaz — 25 as = —arsX —ays § —cz5Z (8k) Culv
Bis = Tsa; + ysas — 25 as = arsX +aysy — cz5 Z (8k) Culv
B = Ysa] — Tsas — (25 — %) as = ays X —arsy —c (25 — %) Z (8k) CulV
Bay = —ysa; + 582 — (25 — 1) a3 = —aysX+axvsy —c(z— 3) 2 (8k) Culv
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