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Abstract

In this work, we performed a theoretical study of magnesium oxide (MgO) properties, using the density function
theory (DFT) within the generalized gradient approximation (GGA) and the local density approximation (LDA). We
studied the structural, electronic, optical and magnetic properties of the MgO in a B, crystal phase using Siesta Code.
The crystal dimensions were determined by calculating the lattice constants, then calculating the energy gap and the
density of the electronic states. This study shows that the compound MgO is a semiconductor with a band in a direct
direction with a value of 3.27 electron volts and with a stable Wurtzite structure. The results also show that the

compound MgO has non-magnetic property.

Our results are in good agreement with the previous theoretical and experimental results, which confirms that the

calculations by DFT-GGA and DFT-LDA are a suitable method for correct prediction.

Keywords: MgO, DFT, LDA, GGA, Wurtzite, properties of MgO.
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