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1. Bonding features of CaMn; 75Nbg 503
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The PDOS of s, p and d orbitals are shown in the above figure. The PDOS of Ca p
orbital overlap that of O s orbital in the energy range from -22 eV to -17 eV, but the
peaks of their PDOS are at different energy level. The results indicate an ionic bonding
feature of Ca-O. In contrast, the PDOS peaks of Mn and O possess the same energy

levels at -6.29 eV and 0.85 eV, indicating a covalent interaction between Mn and O.
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The two energy levels correspond to the bonding state and the anti-bonding state,

respectively. Similarly, Nb also shows a covalent interaction with O.
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