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ABSTRACT

The crystal structure of TaFeP has been determined by X-ray
single crystal methods with use of visually-estimated diffraction data
recorded with Mo K‘_radiation by a Nonius Weissenberg camera., The crystal belongs
to orthorhombic system, space group Pmma, with cell dimensions a = 6.099,

< B 3& °c,Zz =k

b = 3.57Th, ¢ = 6.976 & , D_=11.68, D_=11.2 Yok gm.om”
All atoms are at special lkc positions.

The structure was solved by Patterson and Fourier methods. The
atomic positions and isotropic parameters were refined by full-matrix
least-squares method,yielding a final R value of 10.0L4 % for 130 observed
reflections. The structure was anti-Pb012 (c 23) - type, with the
coordination numbers of Ta, Fe and P as 15, 12 and 9 respectively.

The neighbour atoms configuration of Ta atom is a slightly
disﬁorted pentagonal prism with one extra atom beyond the center of each
vertical face of this pentagonal prism.

For the neighbour atoms of Fe and P atoms, their arrangements

are similar to that of the Ta neighbour atoms in respect of the slightly

distorted tetragonal and trigonal prisms.
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