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ABSTRACT

According to CaMnOz (CMO) properties have been high Seebeck coefficient,
low thermal conductivity and low electrical conductivity. Therefore, this work studies
enhanced electrical conductivity of carbon nanotubes (CNTs)-added CMO by molecular
simulation method. The study was composed two cases including CNTs-added CMO
and C-substitute Ca. Electronic structure, thermal properties, and thermoelectric
properties were determined.

The results in first case show that the electrical conductivity, power factor,
and dimensionless figure of merit (ZT) of CNTs-added CMO have been an increase of
86%, 73%, and 33%, respectively, while the thermal conductivity and Seebeck
coefficient have been a decrease of 40% and 50% Another important finding was that
the electrical conductivity and power factor of C-substitute Ca have been an increase
of 70% and 75%, respectively, while the thermal conductivity and Seebeck coefficient
have been a decrease of 41%. The most interesting finding was that ZT was exhibited

133%. Therefore, the CNTs can be improved TE properties of CMO.
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