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ABC2_hP8 164 d_d_cd-001
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Prototype

AFLOW prototype label
Mineral name

ICSD

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

Cuj_,Fe,; Sy

ABC2_hP8.164_d_d_cd-001
nukundamite

100727

hP8

164

P3m1

aflow --proto=ABC2_hP8_164_d_d_cd-001
~Tparams=a, C/a) 21,225 23, %4

https://aflow.org/p/CG4B

https://aflow.org/p/ABC2_hP8_164_d_d_cd-001

e The sample studied here has x = 0.1525. Presumably the copper and iron atoms are evenly distributed on each site, but
for illustrative purposes we label the first (2d) site “Cu” and the second “Fe.” In reality both sites have the approximate

composition Cug.g475Feq 1525.


https://aflow.org/p/CG4B
https://aflow.org/p/ABC2_hP8_164_d_d_cd-001

Trigonal (Hexagonal) primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 a3 = cz1 % (2¢) S1I
B, = —z1 a3 = —cz1 Z (2¢) S1I
B; = sa+3as+2ag = %aﬁ+§ay+0222 (2d) Cul
By = §a1+%a2—z2a3 = %“’A‘_gay_c’@z (2d) Cul
Bs = ta;+ 2as+ 2343 = %G)A("F%ay""czi"i (2d) Fel
Bs = Jai+gax — 2323 = ja% — Pay —czi (2d) Fel
By = ja+3a+za; = %m‘c+§ay+0242 (2d) 51
Bs = §a1+%a2—z4a3 = %af(—?ay—czzli (2d) S
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