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Abstract
Two possible space groups of the compound, VPsNiOwCuHe, are: P 1, a=14022(1), b=12644(2), c=

126400)A, a=80.33(1), A=102.12(1), 7=10216(1° V=21241A° 7=2, x=047cm", d=146g/cm’ R=0.083 for
330 independent reflections with Fo>4¢ |Fol, and C2/, a=19.32(2), b=16.32(2), c=1402(1)A, B=10698(5)",
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B=10698(5)°, V= 42482A% 7=4, R=0.083 for 1590 independent reflections with Fo>4¢ |Fol.
In the space group P 1, there are two molecules in a unit cell. Vanadium atoms in the two molecules

occupy the two different special positions such that the complete molecules are accomplished by the two
independent center of symmetry. Therefore two different half molecules of bis(trimetaphosphate)vanadate and
three molecules of tetraethylammonium are the asymmetric unit in a unit cell

In the space group C2/c, however, the vanadium atom is located at a special position with centrosymmetry,
and a two—fold symmetry axis passes through C21, N2 and C25 atoms. Therefore the asymmetric unit in a
unit cell consists of a half molecule of bis(trimetaphosphate)vanadate and one and a half molecules of

tetraethylammoniurm

All the molecular conformations in both space groups are very similar: six oxygen atoms coordinated to a
vanadium atom in the bis(trimetaphosphate)vanadate molecule form an octahedron, and the four carbon atoms
bonded to a nitrogen atom in the tetraethylammonium molecule are disordered so that the eight carbon atoms
around nitrogen atom exhibit an irregular dodecahedral form.
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Figure 1. Steroscopic view of the title molecule, including atomic numbering scheme. The asymmetric unit of the molecule is

indicated with shaded bonds.

Figure 2. Steroview of a triclinic unit cell packing for the title compound. Origin, lower left, c-axis, horizontal, a-axis, vertical
The asymmetric unit of the molecule is indicated with shaded bonds.
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Figure 3. Stereroview of a monoclinic unit cell packing for the title compound. Origin, lower left; c-axis, horizontal; a-axis,

vertical. The asymmetric unit of the molelcule is indicated
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