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ABSTRACT
In order to obtain the fine structure of tetragonal ferroelectric PbFey sNby sO;  we calculated its total energy by full-poten-
tial linearized augmented plane wave method. The equilibrium configuration of B-site cations Fe and Nb was determined. The
displacement of Fe ions along 001 direction in the fine structure is 0.022 nm and that of Nb ions is 0.0020 nm. The ferroelec-

tric instability results mainly from the displacement of Fe ions.
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