NdyNi3Og Structure:
A4B3C8_t130_.139_2e_ae_cdg-002
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Prototype Nd4Ni3Og

AFLOW prototype label A4B3C8_t130-139_2e_ae_cdg-002

ICSD 173372
CCDC 1688346
Pearson symbol tI130
Space group number 139
Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A4B3C8_tI30_139_2e_ae_cdg-002
--params=a, c/a, 24, 25, 26, 27

Other compounds with this structure
La4Ni3087 PI4N1308

Body-centered Tetragonal primitive vectors

a; = —zaX+3ay+jci
ap = 3aX—3ay+icz
ag = %achr%ayf%cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Ni I
B, = l1a;+1a; lay (4c) 01l
B; = % as + % as %a % (4c) (0N
B, = %al—s—iag—&—%ag %ay—kici (4d) O1II
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B = laj+3ay+1lag = lax+ tez (4d) O1II
Bg = Zaa] + 24 Ay = 24 Z (4e) Nd I
B = —zga; — 24 Qs = —Cc24 2 (4e) Nd I
Bg = Z5 a1 + 25 as = cz5Z (4e) Nd II
By = —zsa; — 25 as = —Cc25 % (4e) Nd II
Bio = 2z a1 + zg A = cz6 7 (4e) Ni II
Bi1 = —2g a1 — 26 A = —cz6 Z (4e) Ni II
B, = (27 +3) a1+ 2rax + L ag = 0y +czr2 (8g) O III
Bz = zra + (27 + %) as + %ag = %af{ + cz7 Z (8g) O III
Bis = - (27 — %) a; — zras + %ag = %ay —Cz7 % (8g) O III
Bz = —z7a; — (z7 — %) ap + %ag = %afc —cz7 2 (8¢) O III
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