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The studies on L-edge XANES spectra of Me, Ni and Cu species are reviewed, In case of Mo Li-edge XANES, a
white Tine of the spectrum is assigned to the electren transition mainly from Mo 2 p 10 Mo 4 &. Therefore, the split of
white line is interpreted (o be the split of vacant 4 orbitals of hexavalent molybdenum ions. This simple interpretation
of XANES spectrum allows to characterize the molybdate species on MgO, AlQ;, SiO; and TiQ.. On the other hand,
the works on 3 & transition metals such as Ni and Cu are not abundant and the interpretation of the spectra is not simple.
The reason is that the absorption phenomenon i{ncludes the interaction between core electrons and partially filled 3 4 or-
bitals, which arises many kinds of transitions other than the simple 2 p-3 d transition. However, the spectra of some Ni
and Cu complexes are simulated by theoretical calculations. In case of Cu oxide complexes, d <holes are discussed relat-

ing to the superconductivity.
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Fig. T Mo Lyedge XANES spectra of various hexavalent molybdenum com-
pounds. The left hand side spectra are the second derivative ones, En-
ergy offset is taken to be 2520.6 ¢V. AHM" stands for ammonium hep-
tamolybdate, (NH.)sMo7Ous * 4 H20. PMA? stands for phosphomolyb-
dic acid; H:PMo01:04 - xH0.
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Fig. 2 Crystal field splitting of 4 orbitals of metal cation (4%} in six-fold coordination. (2)~(6):
the distance(s) between negative charge(s) and the central cation are changed by 15% to-
ward the direction marked by arrow(s). (7)~(9): the Z -axis is rotated by 15°. The orbi-
tals are the mixture of several d orbitals and the nomenclature express the main compo-
sition.
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Fig.3 Mo Ly-edge XANES spectra (right) and the secend derivative spectra

(left) of MoO; and MoQs,
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