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Nicolas F. Martins,∗,† José A. S. Laranjeira,† Bill D. Aparicio-Huacarpuma,‡

Kleuton A. L. Lima,¶ Luiz A. Ribeiro Junior,∗,‡ and Julio R. Sambrano∗,†

†Modeling and Molecular Simulation Group, São Paulo State University (UNESP), School

of Sciences, Bauru, 17033-360, SP, Brazil

‡Computational Materials Laboratory, LCCMat, Institute of Physics, University of Braśılia,
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