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Fig. 15 Comparison of (a) DOM calculation and (b) Power factor at 300K for Bi 2T e3, using
the algorithm, with the theoretical calculations reported in Ref. [17] and experimental results
from [36]. The electronic energy dispersion for bulk Bi 2T e3 is obtained using the sp3d5s#

tight-binding model [35]. The PF matching for Bi 2T e3 is obtained assuming a constant mean-
free-path of 18, 4 nm for conduction and valence bands respectively as reported in Ref. [17].

Fig. 16 (a) Comparison of the bulk Bi 2T e3 phonon modes calculated using the algorithm and
theoretical value reported in Ref. [23]. The bulk phonon dispersion is obtained using GULP
[37]. (b) Comparison of the simulated and experimental [38] thermal conductivity for Bulk
Bi 2T e3 from 50 to 500K. The phonon scattering mechanisms considered here are outlined in
detail in Ref. [23].
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