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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

HgOQ

AB2.m(C6-12_a_i-004
655816

mC6

12

C2/m

aflow --proto=AB2_mC6_12_a_i-004
~-params=a, b/a7 C/a7 /8, T2, 22

https://aflow.org/p/RMCX

https://aflow.org/p/AB2_mC6_12_a_i-004

e HgO, exists as

— monoclinic a-HgO) (this structure) and

— lorthorhombic 5-HgOo.

e (34 Calverite, |a-HgO2 (this structure), and NiOo have the same AFLOW prototype label, AB2. mC6_12_a_i. The
structures are generated by the same symmetry operations with different sets of parameters (--params) specified in their

corresponding CIF files.

Base-centered Monoclinic primitive vectors
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al a2
ay = %a X — %b y »
az =  lax+lpy Y
2 2 _\‘,
ag = ccosfBX+csinfz 3
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Hg I
B, = Toay + Toag + 20 a3 = (axq + czacos f) X+ czosin Sz (4i) Ol1
B; = —ZTpa; — Toag — 29 a3 = —(axg 4 czacos ) X — czo8in S 2 (4) OI
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