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We present theoretical study of some electric and magnetic proper-
ties in manganese perovskite La /3Pbl/3Mn2/3Fel/ 03. The calcula-
tion was carried out based on first-principles density functional the-
ory (DFT) with general gradient approximation GGA+U using
Wien2K package. The P-3c1 crystal structure was taken from the de-
tailed X-ray diffraction data for the perovskite [1]. For Mn and Fe d
electrons exact exchange energy was utilized. Two different config-
urations of initial magnetic moment orientation (parallel /Mn UP, Fe
UP] and antiparallel /Mn UP, Fe DOWN]) between Mn and Fe
atoms was considered in self consistent calculation. Density of state
(DOS) determined by modified tetrahedron method displays band
gap for both spin initialization (fig.1 and 2). On the basis of previous
work [2] we expect that this compound should show insulating
ground state. In order to get consistent results we have started calcu-
lations in paramagnetic non-polarized spin magnetic ground state of
the compound.
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Fig. 1. Total DOS for spin up (up) and down (dn) for parallel mag-
netic moment orientation.
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Fig. 2. Total DOS for spin up (up) and down (dn) for antiparallel
magnetic moment orientation.
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