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I. DATABASE OF INVESTIGATED DOUBLE PEROVSKITE OXIDE COMPO-
SITIONS

Database of investigated double perovskite oxide compositions is provided as a separate
file in Excel format. On the first worksheet in the file, only Shannon ionic radii have been
used to obtain the 7 values. On the second worksheet, BVS parameters have been addition-
ally used to obtain ionic radii for ions which lack Shannon ionic radii for 12-coordination.
In the database, the final four columns tell whether a composition is currently found in the
Inorganic Crystal Structure Database (ICSD). tau Per ICSD Per: is predicted to be a
perovskite and found in ICSD as a perovskite; tau Per ICSD NonPer: is predicted to
be a perovskite but found with a different structure in ICSD; tau Nonper ICSD Non-
Per: is predicted to not be a perovskite and found in ICSD with a non-perovskite structure
type; tau Nonper ICSD Per: is predicted to not be a perovskite but found in ICSD as a

perovskite.

II. CRYSTAL STRUCTURES OF THE STUDIED SYSTEMS

The optimized crystal structures of the studied systems are provided as separate files in

CIF format.

III. ABSOLUTE ELECTRONIC ENERGIES PER FORMULA UNIT (Z2)

Absolute energies are given in atomic units (Hartree). Relative energies in kJ/mol per Z

are given relative to the lowest-energy structure of each chemical composition.



Table I. Columnar A-Site Ordering of CsScTi,Og

Tilt System
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Table II. Planar A-Site Ordering of CsScTi,Og

Tilt System
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Relative Energy [kJ/mol]
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Table III. Rock Salt A-Site Ordering of CsScTiyOg

Tilt System

Energy/Z [a.u.]

Relative Energy [kJ/mol]
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Table IV. Columnar A-Site Ordering of YRbTi,Oy

Tilt System

Energy/Z [a.u.]

Relative Energy [kJ/mol]
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Table V. Planar A-Site Ordering of YRbTi,Oy

Tilt System

Energy/Z [a.u.]

Relative Energy [kJ/mol]
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Table VI. Rock Salt A-Site Ordering of YRbTi,Og

Tilt System

Energy/Z [a.u.]

Relative Energy [kJ/mol]
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