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AB5.mC24 12 _g2ij-001
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Prototype AsPds
AFLOW prototype label AB5.mC24_12_i_g2ij-001
ICSD 239291
CCDC 1710315
Pearson symbol mC24
Space group number 12
Space group symbol C2/m

AFLOW prototype command  aflow --proto=AB5_mC24_12_i_g2ij-001
--params=a, b/a, c/a, B, y1, T2, 22, T3, 23, T4, 24, T5, Y5, 25

e We have shifted the origin of the z-axis by ¢/2 from that used by (Kohlman, 2016). This changes the position of the
palladium atoms from the (4h) Wyckoff position to (4g).

Base-centered Monoclinic primitive vectors
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a; = jaX — by
az = lax+iby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1 a1 + Y1 az = byr ¥ (4g) Pdl
B, = Yi1ar —yiaz = —by ¥ (4g) Pd I
B = Toay + Toas + 20 a3 = (axe 4 czocos B) X + czosin f 2 (4i) As1
By, = —Xoa] — Lo Ay — 29 A3 = — (axe + czaco8 B) X — czasin B2 (4i) As 1
B = r3a, +r3ag + z3as = (axs + czzcos B) X + czzsin S 2 (41) Pd II
Bsg = —T3a] — T3ag — 23 a3 = — (axs + cz3cos ) X — czgsin f 2 (4i) Pd II
B = Taa] + Tgay + 2443 = (axy 4+ cz4cosB) X+ cz4sinf 2 (4i) Pd III
Bgs = —X4a] — TgAy — 24 A3 = — (axg + czqcos8 ) X — czasin B2 (4i Pd 111
By = (x5 —ys) a1 + (25 +ys) az + = (axs + czscos B) X+ bys § + czssin 5 z (8j) Pd IV
%5 as
Bio = —(z5+ys)a;—(z5—ys)azs— = —(axs+czscosf) X+bysy —czssinfz (8j) Pd IV
25 as
Biis = —(xs5—ys)a—(z5+ys)aa— = —(axs+czscosf) X—bysy — czssin Bz (8j) Pd IV
%5 as
Biz2 = (w5tys)ar+ (w5 —ys)az+ = (aws+tczscosf) X —bys ¥ + czssin B2 (8i) Pd IV
25 a3
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