Litharge (tetragonal PbO, B10) Structure:
AB tP4 129 a_c-001

This structure previously used the label(s) AB_tP4_129_a_c. Calls to these addresses will be redirected here.
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Prototype OPb

AFLOW prototype label AB_tP4.129_a_c-001
Strukturbericht designation B10

Mineral name litharge

ICSD 62840

CCDC 1626021

Pearson symbol tP4

Space group number 129

Space group symbol P4/nmm

AFLOW prototype command aflow --proto=AB_tP4_129_a_c-001
--params=a, ¢/a, za

Other compounds with this structure
Biln, FeS (mackinawite), FeSe, SnO, T1F-I



http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/CWTN
https://aflow.org/prototype-encyclopedia/AB_tP4_129_a_c-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=62840&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1626021&DatabaseToSearch=Published

e This is the tetragonal room temperature form reported by (Boher, 1985), with data taken at 77.6K. They claim a
transformation to the orthorhombic a-PbO phase below 77K. See the discuss of the problems with this transition on the
a-PbO| page.

e This structure is the binary version of the |A4 (5-Np) structure.

Simple Tetragonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Sa;+ a = Sax+jay (2a) OI
B, = la;+3a = ja%+3ay (2a) Ol
B; = 1a;+1as+ a3 = j0X+jay+cni (2¢) Pb1
By, = S3a;+3a;—2ay = fax+ 30y —cni (2¢) Pbl
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