Model of Austenite Structure (cI32):
AB12C3 ¢I32 229 a_h b-001

This structure originally had the label AB12C3_cI32_229_a h b. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/L6PB

https://aflow.org/p/AB12C3_cI32-229_a_h_b-001

Prototype CrFeq2Nig

AFLOW prototype label AB12C3_¢cI32_229_a_h_b-001
ICSD none

Pearson symbol cl32

Space group number 229

Space group symbol Im3m

AFLOW prototype command aflow —--proto=AB12C3_cI32_229_a_h_b-001
--params=a, 3

e Austenitic steels are alloys of iron and other metals with an averaged face-centered cubic structure. This model
represents one approximation for an austenite steel. If we set y3 = 1/4, the atoms are on the sites of an fec lattice.

Body-centered Cubic primitive vectors
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a; = —i1aX+3iay+3az
az = 3aX—iay+iaz
ag = %ai—l—%ay—%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Crl
B, = fas+ 3 ag tax (6b) Nil
Bs = fa;+ 3ag tay (6b) Ni I
B, = fa;+jap ja2 (6b) Ni I
Bs = 2ysa1 +ysaz +ysas ays ¥ + ays 2 (24h) Fe I
B = Yz — Yz az —ays ¥ +aysz (24h) Fe I
B = —ysaz +ys as aysy —aysz (24h) Fel
Bs = —2ysa; —ysaz —Yysas —aysy —aysz (24h) Fel
By = ysai +2ysaz +yszag ays X + ays z (24h) Fe I
B = —yszaj + ys as ays X — ays z (24h) Fel
By = ysai — ysag —ay3 X + ay3 Z (24h) Fel
B = —ysay — 2ysas — Yz ag —ay3X — ays z (24h) Fe I
Bis ysaj + y3z as + 2ys ag aysX + aysy (24h) Fel
Bis = Ysa; — Y3 as —aysX + aysy (24h) Fe I
Bis = —ysz a1 + ys az aysX — aysy (24h) Fel
Bis = —ysa; —ysaz — 2ysag —aysX —aysy (24h) Fel
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