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Summary

We have studied the electronic structure of the
Lag sLig 5 TiO3 ionic compound using the FLAPW
first-principle method. We performed the total energy
calculations for a number of ordered crystal structures
having different La and Li atoms distributions which
simulate this compound. It is shown that the ordered
structure with alternating La and Li atomic layers is
more favorable energetically. It is found that, in this
structure, a La atom is placed at the center of the face of
a cube built by Ti atoms contrary to the common view
that it is placed at the center of the cube itself. This fact
enables explaining the availability of ionic conductivity
in the LagsLig.5TiOs compound and allows one to
describe ionic compounds by the common formulae
Lay/3(2—z)LizO3_;TiO3. Using the method of X-ray
Emission Spectroscopy, we have studied experimentally
the electronic structure of the Lag 5Lig s TiO3 compound.
A good correspondence between theoretical and
experimental results is demonstrated.



