TIF-I1 Structure:
AB oP8 57 d d-001

This structure previously used the label(s) AB_oP8_57_d_d. Calls to these addresses will be redirected here.
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Prototype FTI
AFLOW prototype label AB_oP8.57_d_d-001
ICSD 90992
CCDC 1650562
Pearson symbol oP8
Space group number 57
Space group symbol Pbem

AFLOW prototype command aflow --proto=AB_oP8_57_d_d4-001
—~params=a, b/a7 C/av T1,Y1,T2,Y2

Other compounds with this structure
PbO (massicot)

e This is the true low-temperature ground state of TIF. Like the depreciated B24 structure, it is a distortion of the rock
salt (B1) structure.
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e At higher temperatures TIF transforms into T1F-I, which is isostructural with litharge (tetragonal PbO, B10).
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yraz + 1 as = ar1 X+ by1 § + ez (4d) FI
B, = —z1a; — 1y a2+%ag = faxlfcfbyler%ci (4d) FI
B; = —mlal—l—(yl—i—%) a2—|—%a3 = —axl)‘(—i—b(yl—}—%)y—}—ici (4d) FI
B, = xlal—(yl—%)ag—i—%ag = axli—b(yl—%)y—&—%ci (4d) FI
By = Toay + ysag + iag = axgﬁ—&—bygy—kici (4d) Tl 1
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