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

This structure originally had the label AB_oP8_57_d_d. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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Prototype FTI
AFLOW prototype label AB_oP8.57_.d_d-001
ICSD 90992
Pearson symbol oP8
Space group number 57
Space group symbol Pbem

AFLOW prototype command aflow —-proto=AB_oP8_57_d_d-001
--params=a, b/a, c/a, v1,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.

e At higher temperatures TIF transforms into T1F-I, which is isostructural with litharge (tetragonal PbO, B10).
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Simple Orthorhombic primitive vectors

EfE al
a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a1+y1a2+%ag = a:vl)“(+by1y+icﬁ (4d) FI
B, = —x1a; — ag—i—%ag = —a:rlﬁ—byly—i—%ci (4d) FI
B; = —xlal—l—(yl—i—%) ag—i—iag = —amlfc—i—b(yl—&—%)y—&—%ci (4d) FI
B, = xlal—(yl—%) a2—|—%a3 = axlk—b(yl—%)y+%c2 (4d) FI
By = Toay + ysas + iag = axe X+ by ¥ + %cﬁ (4d) Tl 1
B = —zpa; —yoay+ S ag = —aza X — by ¥ + 3c2 (4d) T11
By =  —mai+(y2+3)a+iay = —azoX+b(y2+3) ¥+ c2 (4d) Tl 1
Bsg = 1‘2&1—(y —%) a2—|—%a3 = angc—b(y —%)yﬁ—%ci (4d) Tl1I
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