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Manganese is known to be one of the most complex metallic element. At ambient pressure, Mn can have four differen
configurations which are energetically clost to each other. The ground state of Mn has a complex body centered cubic(bec) |
like structure with 29 atoms in a unit cell. And it becomes antiferromagnetic below 95K. Among various theoretical ‘
approaches, density functional calculations have provides great contribution to analyze the ground states of 3d transition
metals during recent decade. The adoption of exchange-correlation functionals using the generalized gradient
approximation(GGA) improved the accuracy of calculated ground state and relative energies of many materials. We report |
the theoretical results of stable structures and magnetic properties of bulk manganese using density functional method with |
spin-dependent GGA. We examine the relative stabilities of bec and fee structure. For each structure, we calculate
nonmagnetic(NM), ferromagnetic(FM), antiferromagnetic(AFM). This study reveals relative stabilities of |
antiferromagnetic and ferromagnetic configuration at low temperature.
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