B-BiPd Structure:
AB_0C32_36_2ab_2ab-001
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Prototype BiPd
AFLOW prototype label AB_0C32_36_2ab_2ab-001
ICSD 56279
CCDC 1620540
Pearson symbol 0C32
Space group number 36
Space group symbol Cme2,

AFLOW prototype command aflow --proto=AB_oC32_36_2ab_2ab-001
-—params=a, b/a, c/a,y1, 21, Y2, 22, Y3, 23, Y4, Z4, T5, Y5, 25, T6, Y6, 26

e This is the high-temperature structure of BiPd. Below 210°C it transforms into the monoclinic a-BiPd structure (Villars,
2018). (Zhuralvlev, 1957) gives the structure in the Cem2; setting of space group #36. We used FINDSYM to transform
this to the standard C'mc2; setting.
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e Space group C'mc2; allows an arbitrary definition of the origin of the z-axis. Here we follow (Zhuravlev, 1957) and set
z1 = 0 for the first bismuth atom, Bi I. Zhuravlev also finds zo = 0 for Bi II, probably due to the low resolution of the

experimental data.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
By = —y1a; t+yraz + z1as = by ¥ +cz z (4a) Bil
B, = yia —yras+ (21 + 1) a3 = —by1§+c(a+1i)2 (4a) Bil
Bs = —Y2a1 +ys2a2 + 2283 = by § + 20 Z (4a) Bi II
B, = y2a1 —yoaz + (22 + 1) as = —by2§+c(z2+3) 2 (4a) Bi Il
B; = —ysai +ysaz + z3a3 = bys§ + cz32 (4a) Pd I
Be = ysa; —ysas + (23 + 1) as = —bysy+c(es+1)2 (4a) Pd 1
Br = —Ysa1 +ysaz + z4a3 = bys § + cza Z (4a) Pd 11
Bs = yaay —ysaz + (21 + 1) as = —bysy+c(zat3) 2 (4a) Pd II
By = (x5 —ys5) a1 + (w5 + y5) as + = ars X + bys ¥ + cz5 Z (8b) Bi III
%5 a3
Bio = —(x5—y5)ar—(v5+ys) ax+ = —azs X —bys§ +c (25 + 3) 2 (8b) Bi III
(Z5 + %) as
Biy = (zst+ys)ai+ (5 —ys) ax+ = arsX—bys§ +c(z+3) 2 (8b) Bi 111
(2 +3) as
Biz2 = —(ws+ys)a—(v5—ys) a2zt = —ars X+ bysy + cz5 (8b) Bi III
Z5 asg
Biz = (w6—ys) a1+ (w6 +ys) 2+ = aze X + bys § + c26 2 (8b) Pd III
Zg A3
Bia = —(v6—9s)ar— (v6+ys) a2+ = —azgX —bys ¥ +c (26 + 3) 2 (8b) Pd 111
(26 + %) as
Bis = (w6+uys) a1+ (w6 —ys) 2+ = arg X —bye ¥ + ¢ (26 + 3) 2 (8b) Pd II1
(26 + 3) as
Bis = —(v6+uys)ar—(v6—ys) a2t = —axeX + by ¥ + cz6 2 (8b) Pd III
Zg as
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