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Full-Potential Nuclear Magnetic Resonance Chemical Shift Calculations of Titanium
Perovskites Compounds based on APW Method

Nematollahi, Javad?; Jalali Asadabadi, Saeid'; Ghasemi, Zahra!; Fuladi Ardakani, Mehdi!

! Department of Physics, University of Isfahan, Isfahan

Abstract

The NMR chemical shift has been obtained from solid-state DFT calculations within the full-potential all
electron linear augmented-plane-waves (LAPW) approach for Y’O-sites in titanium perovskites based materials
and compared with experimental values. Our results show that the NMR shielding varies across the series by

approximately 200 ppm. Our full optional results are in better agreement than those of the pseudopotential
results as compared with the experimental values.

PACS No. , 76.60, 71.15,
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