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Prototype Cui0Shs

AFLOW prototype label A10B3_.hP26_176_c3h_h-001
ICSD 44480

CCDC 1613864

Pearson symbol hP26

Space group number 176
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Space group symbol P63/m

AFLOW prototype command aflow --proto=A10B3_hP26_176_c3h_h-001
--params=a, ¢/a, T2, Y2, T3, Y3, T4, Y4, T5, Y5

o (Giinzel, 1958) place this structure in space group P3 #147 but (Cenzual, 1991) showed that all the atoms have z
coordinates which are are either 1/4 or 3/4. In that case there is a six-fold rotation axis, making the space group P6s/m
#176.

e (Cenzual, 1991) also note that (Giinzel, 1958) list the z coordinate of the (3d) copper atoms as 1/4, but as seen from the
figures it must be 3/4 in their paper, and 1/4 here.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = faj+2ay+ tag = sax+ %ajﬂ—ici (2c) Cul
B, = %a1+%a2+%a3 = %a}”cf?a}‘ﬂr%cz (2¢) Cul
B; = Toa; +yoas + 5 as =  la(za+ys) X— §G($2—y2) ¥+ icz (6h) Cull
By, = —yaa; + (22 — y2) a2 + %ag = %a (2 —2y2) X + ?amz v+ ici (6h) Cull
B = —(x2 —y2) a3 — xoay + ia3 = —%a (229 —y2) X — @ayg v+ ici (6h) Cull
Bs = —zpa; —yoas + S ag = —la(za+uy) X+ @a (z2—y2) §+ 3c2 (6h) Cull
B, = yoar — (z2 — y2) a2 + 3 a3 = Ta(—zo+2y0) X — ?GJL’Q §+3cz (6h) Cull
Bg = (x2 —y2) a1 + x2a2 + %33 = %a (2x9 —y2) X+ @ayg v+ %ci (6h) Cull
By = T3a; + yszas + iag = %a (3 +ys3) X — @a (r3—y3) ¥+ ici (6h) Cu III
Bio = —ysa + (23— y3) ax + L ag = la(zs—2ys) X+ @axg y+icz (6h) Cu III
B = — (3 — y3) a1 — z3az + § a3 = —3a(2z5 —y3) X — ?aygy + ez (6h) Cu III
Bi2 = —zza; —ysas + 5 ag = —ja(zz+ys) X+ ?a (x5 —y3) §+ 3cz (6h) Cu III
Bis = ysar — (x5 — y3) a2 + 3 a3 = la(—x5+2y3) X — @aazg y+3cz (6h) Cu III
Bis = (x5 —y3) a1 + x3a2 + 2 a3 = la(2z3 —y3) X+ @aygy +3cz (6h) Cu III
Bis = T4a1 +ygag + iag = %a (x4 +ys) X— ?a (xg—ya) ¥+ ici (6h) Culv
Bis = —ysar + (x4 — y4) a2 + J ag = sa(wg —2ys) X+ ?GM}A’ +4c2 (6h) CulV
By = — (x4 —y4) a1 —x4a9 + %33 = —%a (2z4 —yq) X — @ayély + %ci (6h) CulV
Bis = —zga; —ysas + S ag = —la(za+uys) X+ @a (x4 —ya) §+ 3c2 (6h) Culv
Big = ysa; — (x4 —yq) az + %33 = %a (—x4 +2y4) X — ?amy + %ci (6h) CulV
By = (x4 —ya) a1 + T4a2 + 2 a3 = 30 (24 —ys) X+ @am}? +3cz (6h) Culv
By, = x5a1+y5a2+%a3 = %a(x5+y5) X — @a(mg,—yg,) y+%ci (6h) Sb1



B = —ysar + (v5 — ys) as + § a3 = a (x5 — 2ys) X + @a% g+ ez (6h) Sb I
B2s = —(z5 —y5) a1 — v5a2 + iag = —%a (225 —ys5) X — 73%/5 v+ ici (6h) Sb1
By = —r5a; — ysaz + § a = —zalws+ys) X+ Fales —ys) ¥+ jez (6h) Sb I
Bas = ysar — (v5 —ys) az + § a = ta(—25+2y5) % — Lazs y + ez (6h) Sb1
B2 = (x5 —y5) a1 + x5a2 + 2 a3 = 30 (215 —ys) X+ Lays § + e (6h) Sb I
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