CaSby Structure:
AB2 mP6_11 e 2e-001
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@Ca
@sSb
Prototype CaSb,
AFLOW prototype label AB2.mP6_11_e_2e-001
ICSD 862
Pearson symbol mP6
Space group number 11
Space group symbol P2;/m

https://aflow.org/p/5Q2X

https://aflow.org/p/AB2_mP6_11_e_2e-001

AFLOW prototype command aflow —--proto=AB2_mP6_11_e_2e-001

~Tparams=a, b/a7 C/CL, /87 T1,21,%2,22,X3,23

Other compounds with this structure
EuSb,, SrShy

Simple Monoclinic primitive vectors

a; = aX
az = by
ag = ccosfX+csinfz

Basis vectors


https://aflow.org/p/5Q2X
https://aflow.org/p/AB2_mP6_11_e_2e-001

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = r1a; + iag + 21 a3 = (azy + cz1cosB) X+ iby—i—czl sin B z (2e) Cal
B, = —x1a; + %ag — 21 a3 = — (ax1 4+ cz1cosB) X+ %by—czl sin B2 (2e) Cal
B; = Toay + %ag + 29 a3 = (axe 4 czocos B) X + iby—FCZg sin B Z (2e) Sb 1
B, = —T9a; + %32 — 29 a3 = — (azg 4 czo cos B) X + %by—czg sin 8 Z (2e) Sb 1
B; = r3ag + iag + z3 a3 = (axs + czzcos B) X + %by—i—cz;g sin B (2e) Sb II
Bg = —x3a; + %ag — 23 a3 = — (ax3 + czzcos B) X + %by— cz3sin Bz (2e) Sb II
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