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Abstract:Band structures and densities of statesonL M n,O, has been investigated by first-principles calcula-
tionswith ultra-sft p seudo-potentials planewave method based on the density functional theory and the total energy
of primitive cell of LM n,O, was calculated The calculational reaults indicated that the cathode material for lithium-
ion battery is a direct-ggp samiconductor, which isa good conductor forLi ions InLMnO, crystal, O-2p orbits
andM n-3d orbits are strongly overlgpped  the interaction of M n and O isal® strong It is themain bonding region
of electrons structure L Mn,O, has good stability during charge-discharge recycle Li atons easily loses electrons
and then exist as ions
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