Pt3O4 Structure:
A4B3_cl14 229 _¢_b-001

This structure previously used the label(s) A4B3_cI14.229_c_b. Calls to these addresses will be redirected here.
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Prototype O4Pt3

AFLOW prototype label A4B3_cl14_229_c_b-001
ICSD 27836

CCDC 1603014

Pearson symbol cl14

Space group number 229

Space group symbol Im3m

AFLOW prototype command aflow --proto=A4B3_cI14_229_c_b-001
--params=a

e This is a simple defect superstructure of the CsCl (B2) structurel One atom has been removed from a 2 x 2 x 2 supercell

of CsCl.

e (Muller, 1968) argue that the correct Pt304 structure is NaPt3O4 with the sodium sites vacant.
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e We use a = 6.226A (Galloni, 1941), but the ICSD entry sets a = 6.238A.

Body-centered Cubic primitive vectors

a322
al
a; = —iak+3iay+iaz 2
1 1 1 ®
az = zaX—zay+zaz |
ag = 1aX+iay-—3az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = fas+ jag = sax (6Db) Pt I
B, = fai+ a3 = say (6Db) Pt I
B; = %al + %ag = %ai (6b) Pt1
B, = %al—i—%ag—&—%ag = iaf(—kiay—kiai (8¢) Ol1I
B = 1a; = lax+ tay — taz (8c) Ol
B = 1ay = 1ax—tay+ taz (8c) Ol
B = Ta = —jaX+ jay + taz (8c) 01
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