PuNi, Structure:

A4B mC30.12 gi2j ai-001
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AFLOW prototype label

ICSD
Pearson symbol
Space group number

Space group symbol

AFLOW prototype command

NiyPu

A4B_m(C30-12_gi2j_ai-001
105322

mC30

12

c2/m

aflow --proto=A4B_mC30_12_gi2j_ai-001
--params=a, b/a,c/a, B,y2, T3, 23, T4, 24, T5, Y5, 25, T6, Y6, 26

Base-centered Monoclinic primitive vectors

ay; =
ag =

ag =

C COS

SIS

™ <

IS}

b33
|

b33

+ +

S o
<>

N[ N|—=
<>



https://aflow.org/p/WBF9
https://aflow.org/p/A4B_mC30_12_gi2j_ai-001

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Pul
B, = —Y2a; + Y222 = by2§ (4g) Nil
Bs = Y2a1 —Yz2a2 = —by2 ¥ (4g) Nil
By, = T3a] + r3ag + z3as = (axs + czzcos f) X+ czgsin Sz (4i) Ni II
B = —x3a] — T3ay — 23 a3 = — (axs 4 czzcos B) X — czzsin S 2 (4) Ni IT
Bsg = Tga1 + 2409 + 2423 = (axy 4+ cz4co8B) X+ cz48inf 2 (4i) Pu Il
B, = —T4a] — T4ay — 24 A3 = —(azy 4+ cz4co8B) X — cz48in f 2 (4i) Pu Il
Bgs = (x5 —ys) a1 + (x5 + y5) a2 + = (axs + czscos B) X+ bys§ + czssin 5z (8j) Ni III
Z5 ag
Bo = —(v5+ys)ar—(v5—ys)az— = —(aws+czzcosf) X+bysy —czssin B2 (8) Ni I
25 a3
Bio = —(ms—ys)ar—(z5+ys)aa— = —(axs+czscosf) X—bysy —czssinf2z (8j) Ni III
Z5 A3
By = (x5 +ys5) a1 + (25 —ys) az + = (axs + czscos B) X —bys § + czssin 5 z (8j) Ni ITT
Z5 a3
Biz = (w6 —ys) a1+ (w6 +ys) a2+ = (axe + czg cos B) X + by ¥ + czsin B 2 (83) Ni IV
Zg as
Bz = — (xg + y6) a; — (336 — yﬁ) as — = — (CLJZG + czg COS ﬂ) X+ by6 ¥ —czgsin Bz (&]) Ni IV
Zg A3
Bis = —(v6—ys) a1 — (6 +ys) az— = —(awe+czecosfB) X —bysy — czesinf2 (8) Ni IV
Zg As
Bis = (6 +ys) a1 + (x5 — ys) a2 + = (axg + czgcos B) X —bys ¥ + czgsin 5 z (8j) Ni IV
26 A3
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