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Prototype AlgMos

AFLOW prototype label A8B3_.mC22_12_4i_ai-001
ICSD 58002

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/a,c/a,ﬁ,arg,ZQ,xg,, 23,X4,24,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
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a; = saX — by 25 o r
a; = lax+iby
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Mo1
B, = Toay + Ty as + 29 a3 = (axe 4 czocos B) X + czosin f 2 (4i) All
B; = —Zoa] — Lo Ay — 29 A3 = — (axe 4+ czaco8 B) X — czasin B2 (4i) All
B, = r3a, +r3ag + z3as = (axs + czzcos B) X + czzsin S 2 (4) Al Tl
Bs = —x3a] — T3ag — 23 a3 = — (axs + cz3cos B) X — czgsin f 2 (4i) Al Tl
Bg = Taa] + T4a + 2443 = (azq + czgcos ) X+ cz4sin Bz (4i) Al 111
B, = —X4a] — TqAy — 24 A3 = —(axg+ czgco8B) X — cz4s8in Bz (41) Al IIT
Bs = Tsay + r5ag + 25 a3 = (axs + cz5cos B) X+ cz5sin S 2 (4) Al TV
By = —Tsa] — Tsag — 25 a3 = —(axs 4+ cz5cos B) X — czssin f 2 (4i) AlTV
Bio = Tga, + Tgag + zg as = (azg + czgcos f) X + czgsin Bz (4i) Mo II
By = —Tgal — Te a2 — Z6 A3 = — (awe + cz6 cos §) X — czgsin f 2 (41) Mo 1T
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