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Prototype Cay 010 Tis

AFLOW prototype label A4B10C3_0P68_61_2c_5c_ac-001
ICSD 86242

CCDC 1646134

Pearson symbol oP68

Space group number 61

Space group symbol Pbca

AFLOW prototype command  aflow --proto=A4B10C3_oP68_61_2c_5c_ac-001
—~params=a, b/aa C/Cl, T2,Y2,22,X3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26,L7,Y7,27, L8,
Ys, 28, X9, Y9, 29

Other compounds with this structure
(Caz.6S10.4)Tiz010

e (Hawkins, 1991) give the structure the Pcab setting of space group #61. We use FINDSYM to place it in the standard
Pbca setting. This requires a 90° rotation about the y-axis. In addition, the origin was shifted to place a titanium atom
at the origin.

e Pararammelsbergite (NiAsq), |3-TeOq and |brookite (C21, TiO) have the same AFLOW prototype label,
A2B_0P24 61 2c_c. They are generated by the same symmetry operations with different sets of parameters (--params)
specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors

a; = aX
az = by
ag = cZ
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