PuNi, Structure:
A4B_m(C30.12_gi2j_ai-001
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Prototype NiyPu

AFLOW prototype label A4B_mC30_12_gi2j_ai-001

ICSD 105322

CCDC 1663211

Pearson symbol mC30

Space group number 12

Space group symbol C2/m

AFLOW prototype command  aflow --proto=A4B_mC30_12_gi2j_ai-001
~-params=a, b/a? C/a7 57 Y2,X3,23,T4,24,Ts5, Y5, 25, L6, Y6, 26

Base-centered Monoclinic primitive vectors
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a; = %a}“{ - %by
a; = %afc + %by
ag = ccosfBX+csinfz 5 O )
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Pul
B2 = —Y2aj + Y2 a2 = by2 y (4g) Nil
B3 = Y2 &1 — Yz az = 7by2 y (4g) Nil
B, = T3a] + xr3as + z3a3 = (azxs + czzcos f) X+ czzsin 82 (4i) Ni II
Bs = —x3a] — T3y — 23 a3 = — (ax3 + czgcos B) X — czzsin Bz (41) Ni II
Bg = rqa] +xg4a0 + z4a3 = (aac4 + cz4 COS ﬂ) X+ czysinfz (41) Pu II
B, = —Tga] — Tg A9 — 24 A3 = —(azy 4+ cz4co8B) X — cz4sinf 2 (4i) Pu Il
Bg = (x5 —ys) a1 + (x5 + y5) az + = (axs + czscos B) X+ bys§ + cz5sin 5 2 (8j) Ni III
Z5 ag
By = —(z5+ys)ar—(x5—ys)as— = —(aws+czscos8f) X+bysy — czssin 52 (8j) Ni III
25 a3
Bio = —(z5—ys)ar—(z5+ys)as— = —(axs+czscosf) X—bysy —czssinfz (8j) Ni III
Z5 asz
By = (x5 +ys) a1 + (v5 — y5) as + = (axs + cz5c08 8) X — bys § + cz5sin B Z (8j) Ni III
25 a3
Biz = (w6 —ys)ar+ (z6 +ys) a2+ = (aze + cz cos B) X + bys § + cz6sin B 2 (8) Ni IV
Ze a3
Biz = —(z6+ys)ar— (6 —ys)az— = —(awe+czecosf) X+bysy — czesin 2 (83) Ni IV
26 A3
Bis = —(v6—ys) a1 — (6 +ys) az— = —(axe+czecosf) X —bysy — czesinf2 (8) Ni IV
Ze a3
Bis = (r6 +y6) a1 + (v6 —ys) a2 + = (axe + czg cos B) X — by ¥ + cz¢sin B 2 (83) Ni IV
Z6 A3
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