Monoclinic ZrCl Structure:

AB m(C8.121i-002
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Cl
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

ClZr

AB._mC8.12.ii-002
868

1591112

mC8

12

C2/m

https://aflow.org/prototype-encyclopedia/S8YA

https://aflow.org/prototype-encyclopedia/AB_mC8_12_i_i-002
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aflow --proto=AB_mC8_12_i_i-002
--params=a, b/a,c/a, 8,1, 21, T2, 22

e (Adolphson, 1976) put ZrCl in space group C2 #5, but since the set the y-coordinates of both atoms to zero there is an

inversion site and the space group becomes C2/m #12.
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e 7rCl can also be found in a rhombohedral structure.

Base-centered Monoclinic primitive vectors

a1l a2
A
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a; = %a X+ %by |
ag = ccosfBX+csinfz X
<>
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 +21a9 + 21 a3 (axy + czicosf) X+ czysin Bz (4i) Cll
B, = —r1a; — X1 a — 21 ag —(ax1 4+ cz1co8B) X —cz18in S 2 (41) ClI
B; = Toay + Toag + 20 a3 (axg 4 czocos B) X+ czosin 2 (4) Zr 1
B, = —Toaj] — To Ay — 22 A3 — (azg 4+ czocos B) X — czosin f 2 (4i) 7r 1
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