a-BiPd Structure:
AB mP16 4 4a 4a-001
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Prototype BiPd

AFLOW prototype label AB_mP16_4_4a_4a-001
ICSD 54976

CCDC 1619313

Pearson symbol mP16

Space group number 4

Space group symbol P2

AFLOW prototype command aflow --proto=AB_mP16_4_4a_4a-001
—-params=a, b/a7 c/a, Bv T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,

Y7, 27,28,Ys, 28

Other compounds with this structure
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e This is the room-temperature structure of BiPd. Above 210°C it transforms into the orthorhombic 5-BiPd structure
(Bhatt, 1979).

e (Bhatt, 1979) gave the crystal structure in the B2, setting of space group #4, which doubles the size of the primitive
monoclinic cell but makes the resulting unit cell nearly orthorhombic. We used FINDSYM to transform this to the
standard P2; setting.

e Space group P2; #4 allows an arbitrary definition of the origin of the y-axis. Here we follow (Bhatt, 1979) and set y; =0
for the first bismuth atom, Bi I.

Simple Monoclinic primitive vectors

a; = aX
az = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + yas + 21 a3 (axy +cz1co8B) X+ by1 § + cz18in 5z (2a) Bil
B, = —x1a; + (y1 + %) as — 21 as —(ax1 +czrcosB) X+ b (yl + %) v - (2a) Bil
cz18in Bz
B3 = Troaj + Y2 A2 + 29 a3 (al'g + cz9 CcOS B) b'e + byg S’ + czo Sinﬂ Z (28,) Bi Il
B, = —zoa; + (yg + %) as — 2o as —(azg + czocosfB) X+ b (yg + %) y— (2a) BiII
czo8in B 7%
B; = T3a; +y3zas + 23 as (axs + czzcos B) X+ bys§ + czgsin 5z (2a) Bi 111
BG = —rza; + (yg + %) ag — zZ3asg — (a:lfg + cz3 cos B) X+b (y3 + %) 5’ — (28,) Bi II1
cz3sin Bz
B, = Tgay +ysag + 24 ag (axy + czgcosB) X+ bys§ + cz4sin 2 (2a) Bi IV
Bg = —z4a; + (y4 + %) as — 24 a3 — (axqg 4+ czqcosB) X+ b (y4 + %) v - (2a) Bi IV
czysin B 7
By = Tsai + ysas + 25 as (axs + cz5co8B8) X+ bys § + cz5sin S 2 (2a) Pd1
Bio = —x5a; + (y5 + %) as — 25 as — (ax5 +czscosB) X+ b (y5 + %) v - (2a) Pd 1
cz5sin Bz
By = Tgai + Yeas + 2¢ as (axe + czgcos B) X+ bys § + cz6 sin 5 Z (2a) Pd 11
B = —zga; + (y6 + %) as — 26 as — (axg + czgcos f) X+ b (y6 + %) v — (2a) Pd II
czgsin Bz
Bz = T7a; + yrag + 27 as (axy + czrcos B) X+ byr § + czrsin 5z (2a) Pd 111
B14 = —rra; + (y7 + %) ag — zZ7ag — (Cl.I‘7 + cz7 cos B) X+b (y7 + %) }7 — (2&) Pd III
cz7sin Bz
By = Tgaj + ysas + 2gas (axg + czgcos B) X+ bys § + czgsin Sz (2a) Pd IV
Bio —  —oeant (st 1) as— ca C(arsbemcosf) Kb Y yo (20 PAIV

czgsin Bz
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