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Table 1 Energy values of Mo crystal at some high symmetry K-points

symmetry band energy in Rydbergs
point (relative to Fermi level)
. —0.5562 | —0.065 | —0.065 | —0.065 0. 071 0.071
—0.478 | —0.104 | —0.104 | —0.104 0. 099 0. 099
H —0.475 | —0.475 0. 266 0. 266 0. 266
—0.436 | —0.436
N —0.405 | —0.212 0.110 0. 147 0.145 0. 320
—0.399 | —0.260 0.116
p —0.174 | —0.174 | —0.174 0. 156 0. 156
—0.191 —0.191 —0. 191
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Fig. 2 The Total DOS of Mo
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Fig. 1 The Band structure of crystal Mo calculated

from LMTO method
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Fig. 3 The Partial DOS of Mo
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Fig. 4 Imaginary Part of Fig. 5 Optical Conductivity o (w) of Mo
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Calcuulated Optical Parameters of Transition Metal Mo
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Abstract  The micro electroni¢ structure information of metal Mo was obtained by the
first-principle method, and with these im-f_ormation, we have calculated polarization
matric elements of the medium precisely. Thé imaginary part of dielectric function and
optical conductivity of Mo have been given. Theoritical results are in good agreement

with experiment. ,
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