
00-047-0065 Dec 4, 2021 3:36 PM (XRD)

Status Primary Quality Mark: Star Environment: Ambient Temp: 298.0 K (Assigned by ICDD editor)
Chemical Formula: Pr Fe O3 Empirical Formula: Fe O3 Pr Weight %: Fe22.82 O19.61 Pr57.57
Atomic %: Fe20.00 O60.00 Pr20.00 Compound Name: Iron Praseodymium Oxide Entry Date: 09/01/1997

Radiation: CuKα1 (1.5406 Å) Filter: Graph Mono Internal Standard: Si d-Spacing: Diffractometer Cutoff: 15.00 Å
Intensity: Diffractometer - Peak

Crystal System: Orthorhombic SPGR: Pbnm (62)
Author's Unit Cell [ a: 5.484(1) Å b: 5.5787(1) Å c: 7.7879(2) Å Volume: 238.26 Å³ Z: 4.00
MolVol: 59.56 c/a: 1.420 a/b: 0.983 c/b: 1.396 ] Calculated Density: 6.823 g/cm³ Color: Dark reddish brown
SS/FOM: F(30) = 154.4(0.0061, 32)

Space Group: Pnma (62) Molecular Weight: 244.75 g/mol
Crystal Data [ a: 5.579 Å b: 7.788 Å c: 5.484 Å α: 90.00° β: 90.00° γ: 90.00° XtlCell Vol: 238.26 Å³
XtlCell Z: 4.00 c/a: 0.983 a/b: 0.716 c/b: 0.704 ]
Reduced Cell [ a: 5.484 Å b: 5.579 Å c: 7.788 Å α: 90.00° β: 90.00° γ: 90.00° RedCell Vol: 238.26 Å³ ]

Crystal (Symmetry Allowed): Centrosymmetric

Subfiles: Ceramic (Perovskite), Inorganic, Thermoelectric Material Pearson Symbol: oP 20.00
Prototype Structure [Formula Order]: Gd Fe O3 Prototype Structure [Alpha Order]: Fe Gd O3
LPF Prototype Structure [Formula Order]: Gd Fe O3,oP20,62
LPF Prototype Structure [Alpha Order]: Fe Gd O3,oP20,62

Cross-Ref PDF #'s: 00-015-0134 (Deleted)

References:
Type
Primary Reference

DOI Reference
Parks, J., McCarthy, G., North Dakota State Univ., Fargo, ND, USA. ICDD Grant-in-Aid 1993.

Database Comments:

Additional Patterns: To replace 00-015-0134. General Comments: Average relative standard deviation in
intensity of the 10 strongest reflections for 3 specimen mounts = 1.6%. Trace impurity from starting
materials present in sample. Validated with the aid of a calculated pattern. Sample Preparation: Prepared
by firing ''Pr6 O11'' and ''Fe2 O3'' in a 1:3 molar ratio for 48 hours at 1200 C. Unit Cell Data Source:
Powder Diffraction.
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