CeNis Structure:
AB3_hP24 194 cf abdk-001
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Prototype CeNij

AFLOW prototype label AB3_hP24_194 cf_abdk-001
ICSD 102230

Pearson symbol hP24

Space group number 194

Space group symbol P63 /mmc

AFLOW prototype command  aflow --proto=AB3_hP24_194_cf_abdk-001
--params=a, ¢/a, 25, Zg, 26

Other compounds with this structure
DyFeg, Gleg, GdRhg, LaRhg, LuNig, Nleg, NdRhg, SmC03, SmRhg, TbFe:g,, YCOg, YFeg, YRh3

Hexagonal primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 0 (2a) Ni I
B, = 1a; = ica (2a) Ni I
Bs = La, = e (2b) Ni I1
By, = %ag = %ci (2b) Ni II
B = %al+%a2+ia3 = %a)‘(—k §a9+ici (2¢) Cel
Bs = 2a,+La,+ 3ay = lax—Lay+3cz (20) Ce I
B, = laj+2a,+ 3ay = lag+ LBay+3cz (2d) Ni III
By = 2a,+1ay+ Lag = lag—Lay+lez (2d) Ni I
By = %a1+%a2+z5a3 = %ai#—%cﬁ—i—c%i (4f) Ce II
By = 2aj+3as+ (25 + 5) as %ak—%aerc(%Jr%) Z (4f) Ce Il
B = %al—i—%ag—zg,ag = %ai— ?ay—c%i (4f) Ce II
Bix = za;+2a;— (25— 3) a3 = fax+ %ay—c(zs—%) Z (4f) CeII
Bz = Tgay + 2z as + 2g as = %axﬁfc—i— @aargy—kc%i (12k) NilV
B = —2xga; — Tgas + 26 as = f%ax6>“<+ ?awﬁerczf;i (12k) NilV
Bis = Tgal — Tgag + 2g a3 = —VBaxe § + cz6 2 (12k) Ni IV
Big = —wga; —2zgaz+ (26+3) a3 = —Sawgk — ?axey +c(z+3) 2 (12k) Ni IV
By, = 2z¢ a1 + Tgas + (26 + %) as %ax(;f( — @a%y +c (zs + %) Z (12k) NilV
Bis = —zga + xrgas + (,26 + %) as = V3axgy + ¢ (26 + %) Z (12k) NilV
By = 216 a1 + T az — 2g a3 = %axg X — ?(LTG v —c2Z (12k) Ni IV
By = —Tga; — 2T as — 26 A3 = —Sarg % — @axg y — c2 2 (12k) Ni IV
By, = —Tgal + Tgas — 26 a3 = V3azey — cz6 2 (12k) NilV
By = —2r6a; — Tgas — (26 — %) as —%axm‘( + @ax(,y —c (26 — %) Z (12k) NilV
Bos = Teay + 2zgas — (26 — %) as = %ax(;f( + @axgy —c (ZG — %) Z (12k) Ni IV
By = z6a1 — rgaz — (26 — 3) as = —V3Bazey —c (26 — 3) 2 (12k) Ni IV

References

[1] D. T. Cromer and C. E. Olsen, The crystal structure of PuNig and CeNiz, Acta Cryst. 12, 689-694 (1959),
doii10.1107/S0365110X59002006.


https://doi.org/10.1107/S0365110X59002006

