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Fig. S1. The ab initio molecular dynamics (AIMD) simulations of time-dependent 
potential energy for α-SbP and α-BiP at 900 K.

Fig. S2. The density of states (DOS) for SbP and BiP monolayers. 



Fig. S3. Calculated Seebeck coefficient for SbP and BiP monolayers at 300 K, 400 K, 
and 500 K.

Fig. S4. Calculated electrical conductivity for SbP and BiP monolayers at 300 K, 400 
K, and 500 K.
 



Fig. S5. The phonon group velocities along different highly symmetrical paths for SbP 
and BiP monolayers.

Fig. S6. The electronic localization function (ELF) for SbP and BiP monolayers.



Fig. S7. Calculated figure of merit ZT for SbP monolayer at 700 K.

Fig. S8. The ZT values as a function of the doping concentration for the SbP monolayer 
and BiP monolayer.


