Pds;Pus Structure:
Ab5B3_0C32_63_cfg_ce-001

This structure previously used the label(s) A5B3_0C32_63_cfg_ce. Calls to these addresses will be redirected here.
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Prototype PdsPus

AFLOW prototype label A5B3_0C32_63_cfg_ce-001
ICSD 350

CCDC 1590886

Pearson symbol 0C32

Space group number 63

Space group symbol Cmem

AFLOW prototype command  aflow --proto=A5B3_oC32_63_cfg_ce-001
—Tparams=a, b/a7 C/a7 Y1,Y2,T3,Y4,24,T5,Ys5
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Other compounds with this structure

Gr&g,[}g7 Ga5Zr3, IH5C€3, IH5DY3, IH5EI‘3, 1115(}(137 IH5H03, In5La3, II]5LU.37 In5Nd3, IH5PI‘3, IH5SI’I13, In5Tb3, Il’l5Th3, IH5Y3,
Pb5Ba3, Pd5Dy3, Pd5EI‘3, Pd5Gd3, Pd5}1037 Pd5L113, Pd5SC3, Pd5Tb3, Pd5Tm3, Pd5Y3, Pd5Yb3, 1{h5ZI‘37 SH5LEL37 SH5SI‘3,
SH5Yb3, (ngsnl_m)5La3

e Although (Massalski, 1990) lists PdsPus as the prototype for many structures, it is not shown in the assessed Pd-Pu
phase diagram, which is based on data from 1967.

e (Cromer, 1976) states that this phase may be isostructural with GasZrs, but at the time of publication the exact
structure of that phase had not been solved.

Base-centered Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
By = —y1a; +y1as + g as = by § + ez (4¢) Pd I
B, = yra; —yras + 5 ag = —by1 § + 3c2 (4c) Pd 1
B; = —yaa; +y22as + 7 a = by2 ¥ + ez (4¢) Pul
B, = Yoa; — Yo as + % as = —by2 ¥ + %ci (4¢) Pul
By = r3a; + r3as = axrs X (8e) Pull
Bg = —r3a; — r3as + % as = —ar3 X+ %ci (8e) Pull
B, = —r3a; — r3as = —ax3 X (8e) Pu II
Bsg = rza; + r3as + % as = arsX + %ci (8e) Pu Il
By = —yga1 + ysgas + 24 a3 = bys ¥ +cz24 2 (8f) Pd II
Bio = yaay —ysas + (21 + 3) as = —bya§+c(za+3)2 (8f) Pd Il
Bii =  —ysaitysag—(z—3)a; = bys§ —c(za—3) 2 (8f) Pd I
B2 = Ysar —ysaz — z4a3 = —bys ¥ —cza 2 (8f) Pd II
Bis = (25—ys) ai+(z5+ys) ax+jas = ars X+ bys § + jc2 (8g) Pd III
Bia = — (25 —9s5) a — (x5 +ys) a2+ = —azs X —bys § + 2 (8g) Pd III
133
Bis = —(25+ys) all— (x5 —y5) as + = —ars X +bys y + ici (8¢) Pd III
133
Bis = (v5+ys) ai+(z5 —ys) a2—|—% ag = axrsX — bys ¥ + %ci (8g) Pd III
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