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Fig. S1 (a) Snapshots of the equilibrium structures of Ti2PTe2 monolayer at the end of 

a 10 ps ab initio molecular dynamic (AIMD) simulation at the temperature of 500 K. 

(b) The evolution of the total energy of AIMD simulations. 



Fig. S2 Electric density of states (DOS) of Ti2PTe2 monolayer after Na adsorption.



Fig. S3 Electric density of states (DOS) of Ti2PTe2 monolayer after adding two Na 

layers on both sides.


