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Prototype

14P4

AFLOW prototype label A2B_aP6_2_2ii-001

ICSD 36293
Pearson symbol aP6
Space group number 2
Space group symbol P1

AFLOW prototype command aflow --proto=A2B_aP6_2_2i_i-001

——para.ms=a,b/a7c/a,a7ﬁ77,x17y1, 21,22,Y2,22,T3,Y3, 23

e The ICSD entry for this structure has a much different value for S than what appears in the published work. At the
present time we do not have a resolution to this problem

Triclinic primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/V85G
https://aflow.org/p/A2B_aP6_2_2i_i-001

al

a; = aX
a3

az = bcosyX +bsinyy a2
ag = czX+cyy+e.z

Cy = ccos 3

¢y = c(cosa—cosfcosy)/siny

c, = c?—ct—c2

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = (axy + by cosy + cpz1) X+ (21) 11
(byr siny + cyz1) § +c.21 2
B, = —x1a; — Yy ag — 21 a3 = — (a1 + byy cosy + cp21) X — (21) 11
(byisiny +cyz1) ¥ —c.21 2
B; = Toa + ysas + 2o as = (azg + byz cosy + cp22) X + (21) 111
(byasiny + cyz2) § + c.22 Z
B4 —ZXoa) —Y2a2 — 22a3 = — (CLI’Q + by2 COS 7y + 0122) X — (21) I1I
(byasiny + cyz2) § — c.222
By = r3ay + yzas + 23 a3 = (axs + by cosy + cz23) X + (2i) PI
(byssiny + cyz3) § + c.23 Z
B6 = —Tza]p —Yzaz —zZ3zas = — (aIg + byg COSs 7y + Cx23) X — (21) PI
(byssiny + cyz3) § — c.23 2
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