AIPS, Structure:

ABC4 0oP12 16 _ae_bd 2u-001

This structure previously used the label(s) ABC4_oP12_16_ag_cd_2u. Calls to these addresses will be redirected here.

Cite this page as:

e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.

Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/8PL6

https://aflow.org/prototype-encyclopedia/ABC4_oP12_16_ae_bd_2u-001

AIPS,

ABC4_0P12_16_ae_bd_2u-001
15910

1596581

oP12

16

P222

aflow --proto=ABC4_oP12_16_ae_bd_2u-001
—Tparams=a, b/a‘7 C/(I, T5,Y5,%25, L6, Y6, 26

e Our original publication of this structure (Mehl, 2017) had numerous errors dating back to the original NRL website. We
have corrected these errors here. This changed the AFLOW label from ABC4_0oP12_16_ag_cd_2u to

ABC4_0P12_16_ae_bd_2u. The old AFLOW link will redirect to this page.
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Simple Orthorhombic primitive vectors

a3 = ax
as = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Al'T
B, = % a; = %a X (1b) PI
B; = 3 ag = icz (1d) PII
B, = %al + %ag = %a}“{+ %by (1e) Al Il
B; = Tsay + ysas + 25 as = axs X+ bys ¥ + cz5 (4u) S1I
Bg = —Tsa; — yYsas + 25 ag = —axsX — bys ¥ + cz5 2 (4u) S1I
B; = —Tsa; +Ysaz — 25a3 = —arsX +bys§ — cz5 2 (4u) S1
Bsg = Tsa; — Ysas — 25 as = axsX —bys ¥ — cz5 Z (4u) S1I
By = ZTgay + Ygas + 26 as = axe X+ bysy + cz¢ Z (4u) S1II
Bio = —Tga; — Y as + 2¢ a3 = —azgX — byg ¥ + cz6 Z (4u) S1I
By = —xgal + ysas — zg as = —axgX +bys ¥y — cz6 2 (4u) S1II
B = Tga] — Yg Az — 26 a3 = axegX —bygy — cz¢ Z (4u) S1I
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