Ab-initio calculation of optoelectronic and structural properties
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Abstract Results Results
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|ntl’0d UCthn and Method —12 —12 - Using ttle BZV\_I-E_F appr_oach to DFT, we have calculated th_e _e_lectronic
Lithium oxide has attracted much attention for its potential applications, -16 F —16 | prcl)pelrtl_es of lithium oxide more accurately than other ab-initio
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approximation (LDA) and Iflsnear combination of Gaussian orbitals (LCGO) the lowest total electron energy. The eigenvalues obtained from this method
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