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Descrição: 
Proyecto asignado a través de la Red Española de Supercomputación [2]. 

The present work summarizes the results of combining experimental Electron Energy Loss Spectroscopy measurements and
Density Funtion Theory (DFT) simulations to detect and quantify oxygen vacancies in bismut oxide nanowires. The
combination of experimental results and ab initio calculations give the possibility of understanding the optoelectronic
properties of the sample and, since, one can control the percentage and the position of oxygen vacancies, it allows to analyze
their effect. The theoretical calculations of the electronic structure were carried out using the linearized augmented plane
wave (LAPW) method based on DFT, implemented on WIEN2k ab initio simulation package.
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