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Prototype AsPd;

AFLOW prototype label AB5_.mC24_12.i_g2ij-001
ICSD 239291

Pearson symbol mC24

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=AB5_mC24_12_i_g2ij-001
—Tparams=a, b/a7 c/a, 67 Y1,T2,22,T3,23,T4,24,T5,Ys5, %5

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; = %afc — %by
a; = %a X+ %by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —Yy1ar +yia = by ¥y (4g) Pd I
B, = yrar —yiaz = —by1 y (4g) Pd I
B; = Toay + Toag + 20 a3 = (axq + czacosf) X+ czosin Sz (41) As 1
B, = —Toa] — To Ay — 29 A3 = —(azg 4 czocos B) X — czo8in S 2 (4) As1
Bs = r3a) +r3as + z3 a3 = (axs + czzcos B) X + czgsin f 2 (4i) Pd II
Bg = —Trza; — T3as — z3as3 = — (axz3 + czgcos B) X — czzsin Bz (4i) Pd II
B, = Tya1 +Tga9 + 2423 = (axq + czqcosf) X+ czysinfz (41) Pd 111
Bg = —Tga] — Tg A9 — 24 A3 = —(azy 4+ cz4co8B) X — cz48in S 2 (4i Pd 111
By =  (zs—wy)ar+(zs+ys)a+ = (az5+cescosf) X+bys§ +czssinfz (8)) Pd 1V
25 as
Bio = —(z5+ys)ar—(v5—ys)az— = —(aws+czscosf) X+bysy — czssinfBz (83) Pd IV
%5 as
Bii = —(z5—ys)ar—(z5+ys)aa— = —(axs+czscosf) X—bysy —czssinfz (8j) Pd IV
25 a3
B2 = (x5 +ys) a1 + (x5 — ys) a2 + = (azs + czscos B) X — bys § + cz5sin B2 (8j) Pd IV
z5as
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