Aly3CrySiy Structure:
A13B4C4 cF84 216_afg_e_e-001

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.

|https://aflow.org/prototype-encyclopedia/5ADG|

|https://aflow.org/prototype-encyclopedia/A13B4C4_cF84_216_afg_e_e-001

Prototype Al;53Cr,Siy

| AFLOW prototype label A13B4C4_cF84_216_afg_e_e-001
ICSD 76116

CCDC 1636735

Pearson symbol cF84

Space group number 216

Space group symbol F43m

AFLOW prototype command aflow --proto=A13B4C4_cF84_216_afg_e_e-001
-Tparams=a, T2, I3, T4, L5
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Other compounds with this structure

A117M1’14

Face-centered Cubic primitive vectors

22 -
a; = %ay + %ai
az — %afc + %ai
ag = %afc + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Al'T
B, = Toay + Toas + To as = axoX + arey + axg Z (16e) Crl
By = Toaj + rpay — 3rg as = —are X —ars y + axs Z (16e) Crl
B, = To9a; — 3T as + Toas = —axoX+arey —axoZ (16e) Crl
By = —3x0a1 + xToas + Toas = axoX —arey — axs (16e) Crl
Bg = Tr3a; + r3zas + r3as = axsX +arsy + arsz (16e) Sil
B, = r3a; + rzas — 3rzas = —ax3X —ar3y +axs3z (16e) Sil
Bsg = r3a; — 3r3zas + r3as = —ax3X+arsy —ax3z (16e) Sil
By = —3x3a; +x3as + r3a3 = ax3X —arsy —axrsz (16e) Sil
Bio = —T4a; + T4a3 + 74 a3 = ars X (24f) Al Tl
Bi1 = Tga] — Ty — T4 a3 = —ary X (24f) Al Tl
B, = T4a1 — T4an + T4a3 = aryy (24f) Al Il
Bz = —x4a] + 2489 — 2433 = —azyy (24f) Al TI
By = T4ay + T485 — X4 a3 = arsz (24f) Al Tl
By = —T4a] — Tga3 + T4 a3 = —ar4 Z (24f) Al Tl
B = — (x5 — %) a; +r5as + r5a3 = azxs X + %ay + %ai (24g) Al IIT
By = xs5a;— (x5 — %) as— (x5 — %) ag = —a (335 — %) X+ iay + iaz (24g) Al 111
Bis = z5a; — (5 — ) ax + w5 a3 = 10X+ avsy + 102 (24g) Al TIT
By = 7(x57%) a; +x5ag — = %af(fa(:%f%) y+iaz (24g) Al IIT
(w5 — 3) a3
By = Tsa) + Tsas — (1'5 — %) as = %af{ + %ay +axs Z (24g) Al IIT
By = —(w5—3)ar—(35—3)as+ = jax+iay—a(zs—35) 2 (24g) Al TII
Ts5 ag
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