MgoNi (C,) Structure:
A2B_hP18_180_fj_ac-001

This structure previously used the label(s) A2B_hP18_180_fi _bd. Calls to these addresses will be redirected here.
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Prototype MgsoNi
AFLOW prototype label A2B_hP18_180_fj_ac-001
Strukturbericht designation C,
ICSD 104912
CCDC 1662813
Pearson symbol hP18
Space group number 180
Space group symbol P65,22
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AFLOW prototype command aflow --proto=A2B_hP18_180_fj_ac-001
--params=a, c/a, z3, T4

Other compounds with this structure
C1.11\/[g41\ﬁ7 MOSD2

e This structure can also be found in the enantiomorphic space group P6,22 #181.

e Our original (Mehl, 2017) rendering of this structure swapped the magnesium z3 and x4 coordinates.

Hexagonal primitive vectors

a3
a3 = %afc — ?afr
a = gaX-+ ?ay
ag = cZ
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, - 0 = 0 (3a) Ni I
B, = 2ag = 2c2 (3a) Nil
Bs = 1ag = $C2 (3a) Nil
B, = la = lagk — Y34y (3¢) Ni II
Bs = lay+2a = ja%k+ay+ 2cz (3¢) Ni II
B = fa;+jax+ 1ag = faX+ ez (3¢) Ni IT
Br = faj + 2343 = 10X = Yay +czz (6£) Me I
Bs = sas+ (23 + 2) ag = tak+Yayg+ c(3z3+2) 2 (6f) Mg I
By = sar+say+ (234 3) as = saX+c(z+3) 2 (6) Mg 1
Bio = say— (23— %) a3 = ja%+ ay — 1c (323 —2) 2 (61) Mg I
By, = fa; —23a3 = 1a% — ?ay—cz;z,i (6f) Mg I
B, = %a1+%a2—(23—%) ag = %ai—c(zg—%)i (6£) Mg 1
Bz = r4a; + 2z4a9 + % as = %au X+ 73ax4 v+ %02 (6) Mg IT
By = —2x4a; —rga0 + %ag = —Sazy %+ Lar, § + %CZ (6) Mg II
B = Tia; — Tqa + %ag = —V3Baz, § + %ci (63) Mg II
Big = —x4a; — 2w489 + %ag = —%am X — @am y -+ %ci (6) Mg IT
By, = 2z4a; + z4a9 + %ag = %am@”{f @auyqt %02 (63) Mg II
Bis = —z4a; + 2420 + % ag = V3az, § + %Ci (6)) Mg II
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