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Prototype AlLL,W

AFLOW prototype label A4B_mC30_8_2a5b_ab-001
ICSD 58205

Pearson symbol mC30

Space group number 8

Space group symbol Cm

AFLOW prototype command aflow --proto=A4B_mC30_8_2a5b_ab-001

'-paI'aIIlS:(I,b/a,C/a,ﬂ,1’1,21,1’2,22,x3, 23,T4,Y4,24,T5,Y5,25,L6,Y6, 26, L7, Y7, 27, X8,
Ys, 28, X9, Y9, 29

Other compounds with this structure
A14Rh, A14MO

e Space group C'm #8 allows arbitrary origins for the z and z coordinates. Here we use this to place the W-I atom at the
origin.
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Basis vectors
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Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a] + 2129 + 21 a3 (azy + cz1cosf) X+ czysin Bz (2a) All
B, = Toay + Toag + 20 a3 (axq + czacosf) X+ czosin Sz (2a) Al Tl
Bs = Tr3a) + rzas + z3as (a$3 + cz3 COSB) X+ czzsinfz (2&) WI
B, = (x4 —ya) a1 + (z4 + y4) a2 + (axg + czgcosB) X+ bys§ + cz4sin Sz (4b) Al 11T
Z4 a3
By = (x4 +ya) a1 + (x4 —y4) a2 + (azq + czqcosB) X —bys§ + czq48in 32 (4b) Al 11T
Z4 A3
B = (x5 —ys5) a1 + (z5 + y5) as + (axs + czscos B) X+ bys§ + czssin 5 z (4b) AllV
25 a3
B, = (x5 +ys) a1 + (x5 — ys) a2 + (axs + cz5cos B) X —bys § + cz5sin 5z (4b) Al TV
Z5 a3
Bs = (26 —ys) ar + (z6 +ys) az + (aze + cze cos B) X+ bys § + czesin 32 (4b) AlV
26 A3
By = (6 +ys) a1 + (26 — ys) a2 + (axg + czgcos B) X — byg ¥ + czgsin 5z (4b) AlV
Zg A3
Bio = (x7 —y7) a1 + (z7 + y7) as + (ax7 + czrcos B) X+ byr § + czrsin S 2 (4b) Al VI
Z7ag
Bi1 = (w7 +y7) a1 + (w7 —y7) a2 + (az7 + czrcos B) X — byr § + cz7sin B2 (4b) Al VI
Z7as
B> = (s —ys) a1 + (vs + ys) as + (axs + czgcos B) X+ bys§ + czgsin 5z (4b) Al VI
zZg as
Bis = (xs +ys) a1 + (vs — ys) as + (axs + czgcos B) X —bys§ + czgsin f z (4b) Al VII
zZg ag
By = (xg — yo) a1 + (X9 + yg) a2 + (axg + czgcos B) X+ byg ¥ + czosin 5z (4b) W II
Zg as
Bis = (@9 +yo)ar+ (9 —yo) az + (azg + czgcos ) X — byg § + czgsin 32 (4b) W II
Z9 as
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