CaCy-1II Structure:
A2B . mC12.12 21.1-004

This structure originally had the label A2B.mC12_12_2i_i. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/2JVM

https://aflow.org/p/A2B.mC12_12_2i i-004
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Prototype C,Ca
AFLOW prototype label A2B_.mC12_12_2ii-004
ICSD 54188
Pearson symbol mC12
Space group number 12
Space group symbol C2/m

AFLOW prototype command aflow --proto=A2B_mC12_12_2i_i-004
——params=a, b/CL, C/CL, 57 T1,21,T2,22,T3,23

This is a metastable room temperature structure.

The stable room temperature configuration has the |CaCq-I (C11,) structure.

At low temperatures CaCy transforms into the ThC, (Cy)| structure.

CaCo-III shares the same AFLOW label, A2B_.mC12_12_2i_i, with a-BiyPd and (OsGes| The structures are generated by
the same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.
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Base-centered Monoclinic primitive vectors
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az =  lax+lby 2
ag = ccosfBX+csinfz @
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a1 +x1ag + 21 a3 = (ax1 4 cz1cosB) X+ cz1sin Sz (4) Cl
B, = —x1a] — X1 A — 21 a3 = —(ax1 4+ cz1c080) X —cz18inf 2 (4) CI
B; = Toay + Tpas + 29 a3 = (axe 4 czocos B) X + czosin f 2 (4i) CII
By, = —Xoa] — Lo Ay — 29 A3 = — (axe 4+ czacos8 B) X — czasin B2 (4i) CII
B = r3a, +r3ag + z3 a3 = (axs + czzcos B) X + czzsin S 2 (4) Cal
Bg = —x3a] — T3ag — 23 a3 = — (axs + cz3cos B) X — czgsin f 2 (4i) Cal
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