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A8B3.m(C22_12 4i ai-001
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Al
Mo

Prototype AlgMog

AFLOW prototype label A8B3.m(C22_12_4i_ai-001
ICSD 58002

CCDC 1622039

Pearson symbol mC22

Space group number 12

Space group symbol C2/m

AFLOW prototype command aflow --proto=A8B3_mC22_12_4i_ai-001
—~params=a, b/a7 C/CL, 67 T2,22,T3,23,T4,24,T5,25, L6, 26

e There is no ICSD entry on file for (Oster, 2017), so we use the similar entry from (Forsyth, 1962).

Base-centered Monoclinic primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/1Y1T
https://aflow.org/prototype-encyclopedia/A8B3_mC22_12_4i_ai-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=58002&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1622039&DatabaseToSearch=Published

a; = %aﬁ—%by

1 oo 1714
as = 50X+ 50§
ag = ccosfBX+csinfz

Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 0 (2a) Mo I
B, = Toay + Toag + zp a3 (axs + czocos B) X + czo8in 2 (4) All
B3 —Toa)] — To Ay — 22 A3 — (azg 4 czocos B) X — czosin f 2 (4) All
By, = r3a; +r3as + zzas (axs + czgcos B) X + czgsin f 2 (4i) Al Tl
By = —x3a] — T3y — 23 a3 — (ax3 4+ czzcos B) X — czzsin B2 (4i) Al Tl
Bg = Tgay + 2489 + 2423 (axy + cz4co8B) X+ cz48in S 2 (4) Al 111
B, —Tga] — Tg Ay — 24 A3 —(azy 4+ cz4co8B) X — cz48in f 2 (4) Al 111
Bsg = Tsa; + T5as + 25 as (axs 4 cz5cos B) X + czssin f 2 (4i) Al TV
By = —Z5a] — LAy — 25 A3 — (ax5 + cz5cos B) X — czssin B2 (4i) Al TV
Bio = Tgay + Tgag + zg a3 (axg 4 czgcos B) X + czgsin S 2 (4) Mo II
B —Tga] — Tg Ay — 26 A3 — (axg + czgcos B) X — czgsin f 2 (4i) Mo II
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