substance: NBOsg
property: crystal structure, lattice parameters, density of T-NBOg

crystal structure: orthorhombic, space groupf) — PbamZ = 8.4

The T-fom exhibits a further type of structure containing 7-coordinate Nb [75K]. Unit cell projection: Fig. 1.
There are 42 O ions in the unit cell and the Nhnatoccupy 16.8 positions. This structure is closely related to
that of the phase 45 J@s-Al,03-4WQ0;, save that the missing O positions in the latter structure are filled in T-
Nb,Os. The 16 Nb atms lie in a sheet parallel to (001) and are surrounded by 6 or 7n-dtoming
pentagonal bipymaids or distorted octahedra. These polyhedra are joined by edge or corner sharing within the
(001) plane and exclusively by corner sharing along the[001] axis. The "spare" Nb occupy nine-coordinate
additional sites at random between the sheets.

lattice parameters

a 6.170 A RT 72N
b 28.25 A

c 3.928 A

a 6.175 A 75K
b 29.175 A

c 3.930 A

density

dealc 5.236 g cm3 75K
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Fig. 1.

T-NbyOs. Unit cell projection parallel [001]. The small open circles represent possibt®pegor the nine-
coordinate "additional" Nb; full circles: Nb atoms; large open circles: oxygen. Upper part: space group Pbam,
lower part: space group Pbmn [75K].

T-Nby0s
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