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Prototype O3Pby
AFLOW prototype label A3B2_.mP20_14_3e_2e-001
ICSD 23760
CCDC 1599838
Pearson symbol mP20
Space group number 14
Space group symbol P2, /c

AFLOW prototype command aflow --proto=A3B2_mP20_14_3e_2e-001
~Tparams=a, b/a7 C/a, 6, T1,Y1,%1,22,Y2,22,L3,Y3, 23, L4, Y4, 24, T5,Y5, 25

e This structure is only stable at high pressures and temperatures (Wriedt, 1988).
e Bouvaist, 1970) were able to study a metastable sample at 22°C.

e They describe the structure using the P2;/a setting of space group #14. We used AFLOW to transform this to the
standard P2;/c setting. This involves a linear transformation of the primitive vectors of the cell.
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e The lattice constants reported by (Bouvaist, 2000) differ slightly in the abstract and Table 1. We use the values provided

in the ICSD entry.

e Orpiment (AsyS3, D5y) and a-BizOs occupy the same Wyckoff positions in space group P2;/c as|[Pb2Os) but they have

different AFLOW labels. 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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Bis = —r5a; — ysag — 25 as = —(axs+czscosf) X —bys§ — cz5sin Bz (4e) Pb1I
Boy = ax5a1— (y5 - %) ar+ (z5 + %) a3 = (axg, +ec (z5 + %) cosﬁ) X — (4e) Pb II
b(ys— %) §+c(z5+3)sinB2
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