Abstract

We calculate the electronic structure of LiMVO4 (M=Ni,Cu) based on the density functional theory (DFT). We concentrate on establishing the ground states and structures of these inverse spinels. We find the Li/Ni atoms to be randomly distributed as the Li/Cu atoms to be finely ordered on the ground states. Furthermore, we calculate the noncollinear AFM model of LiCuVO4, given the DOS graph and bandstructure, which shows that it will generate a gap near the Fermi level.
