Sb,0O5Cly Structure:
A2B5C4 mP22 14 e a2e 2e-001

This structure originally had the label A2B5C4_ mP22_14_e_c2e_2e. Calls to that address will be redirected here.
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Prototype Cly05Sby

AFLOW prototype label A2B5C4_.mP22_14_e_a2e_2e-001
ICSD 2233

Pearson symbol mP22

Space group number 14

Space group symbol P2y /c

AFLOW prototype command aflow --proto=A2B5C4_mP22_14_e_a2e_2e-001
—~params=a, b/aa C/a7 67 T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26

Other compounds with this structure
Sb405Bf2

e Previously we used the atomic positions from Table 3 of (Sarnstrand, 1978), but now use the refined values from Table 4.
We have also shifted to origin to place an oxygen atom at the origin.

Simple Monoclinic primitive vectors

a2
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: J‘a3
ay; = aX
az = by
ag = ccosfBX+csinfz
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = 0 - 0 (2a) 01

B, = %a2+%a3 = %ccosﬂf(Jr%ber%csinBZ (2a) OlI

B; = Toaj + ypas + 29 a3 = (axe + czacos B) X+ bya § + czo8in 5z (4e) ClI

By, = —x9ay + (y2 + %) as — = — (axg +ec (22 — %) cos 6) X+ (4e) Cll
(zg—%) as b(yg—I—%)S’—c(zg—%)sinﬁi

Bs; = —Tga; — yoag — 29 a3 = —(axg+czpcosf) X —bys § — czosin Bz (4e) ClI

Bg = anlf(ygf %) a2+(22+%) az = (ax2+c(22+%) cosﬁ) X — (4e) Cll
b(y — %) erc(quL%)sinBZ

B, = r3a; + y3as + 23 as = (axs + czzcos B) X+ bys§ + cz3sin 52 (4e) OII

Bg = —x3a; + (y3 + %) as — = — (axg +ec (2:3 — %) cos 6) X+ (4e) Ol
(23—%) as b(yg—l—%)}?—c(z?,—%)sinﬁi

Bg = —Tzayp —Yzaz —z3as = - (axg + cz3 cos 6) X — by3 y — Cz3 Sinﬂi (46) oIl

Bio = z3a1— (y3 - %) ar+ (23 + %) ag = (axg +c (23 + %) cosﬁ) X — (4e) O1II
b(ys—3) §+c(zs+3)sinB2

By1 = Tgay +ysas + 24 ag = (axy + czqcosB) X+ bys§ + cz4sin 5z (de) O III

B, = —z4a; + (y4 + %) as — = — (ax4 +c (z4 — %) cos B) X+ (4e) O III
(z —%)33 b(y4—|—%)y—c(z —%)sinﬁi

Bz = —T4a;] —Ysag — 24 a3 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4e) O III

By = z4a;— (y4 - %) as+ (24 + %) a3 = (aac4 +c (24 + %) cosﬁ) X — (4e) O III
b(ys—3) y+c(za+3)sinBz

Bis = Tsa; + ysas + 25 as = (axs + czscos B) X+ bys§ + czssin 5z (4e) Sb 1

Big = —zsa;+ (Y5 + 3) a2 — = — (azs +c (25 — 1) cos B) X+ (4e) Sb1
(25—%) as b(y5+%)y—c(Z5—%)sinﬁi

By = —T5a; — Ysag — 25 as = —(axs+czscosf) X —bys§ — czssin Bz (4e) Sb 1

Bis = x5a;— (y5 — %) as+ (25 + %) ag = (ams +ec (25 + %) cosﬁ) X — (4e) Sb 1
b(ys —3) ¥ +c(zs+3)sinfz

By = Tgay + Y as + zg as = (axe + czgcos B) X + bys § + cz6 sin B Z (4e) Sb II

Bzo = —Tgay + (yﬁ + %) ag — = - (axG +c (Zﬁ - %) COS 6) X+ (46) Sb II
(267%) as b(yﬁJr%)yfc(sz%)sinﬂﬁ

By, = —Tga; — Yg Az — 26 A3 = —(azxg+czgcosf) X —bys§y — czsin Bz (4e) Sb II

Bos = a2ga;— (y6 — %) as+ (ze + %) ag = (ama +ec (26 + %) cosﬁ) X — (4e) Sb II

b(y —%) y—l—c(zg—l—%)sin,@’i
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