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Abstract

Using the ab-initio calculations based on density functional theory, we have investigated the structural, electronic and magnetic
properties of Ti-substituted Zn3P2 compound. One and two Ti atom replacements in the unit cell of Zn3P2, which contain
eight molecules per formula unit (40 atoms), are considered in the study. Our results show that the ferromagnetic phase is
favored for the single Ti atom substitution, as the total energy corresponding to the ferromagnetic phase is lower than that of

the nonmagnetic phase. A considerable value of the magnetic moment at the Ti site is obtained from our calculations.
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