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

This structure previously used the label(s) A2B.mC12_12_2i_i. Calls to these addresses will be redirected here.
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Prototype CyCa
AFLOW prototype label A2B_.mC12.12_2i_i-004
ICSD 54188
CCDC 1773608
Pearson symbol mC12
Space group number 12
Space group symbol C2/m

AFLOW prototype command aflow --proto=A2B_mC12_12_2i_i-004
~Tparams=a, b/a? C/CL, /87 T1,21,%2,22,T3,23

This is a metastable room temperature structure.

e The stable room temperature configuration has the CaCs-I (C11,) structure.

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

e CaCy-III shares the same AFLOW label, A2B_mC12_12_2i_i, with |a-BisPd| 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

1
1 & 114 a1 2
a3 = 50X — 50§
a; = saX+ by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a1 +x1a9 + 21 a3 = (ax1 4 cz1co8B) X+ cz18inf 2 (41) Cl
B, = —x1a] — X1 A — 21 a3 = —(ax1 4+ cz1c08P) X —cz18inf 2 (4) CI
B = Toaj + Toas + 20 a3 = (axg 4 czocos B) X + czosin f 2 (4i) CII
By, = —Zoa] — Lo Ay — 29 A3 = — (axe 4+ czaco8 B) X — czasin B2 (4i) CII
B = r3ay +r3ag + z3as = (axs + czzcos B) X + czzsin S 2 (4) Cal
Bsg = —x3a] — T3ag — 23 a3 = — (axs 4+ cz3cos ) X — czgsin f 2 (4) Cal
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