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Fig. S1. Band structure of BeO monolayer by the hybrid functional HSE06.

Fig. S2. The phonon spectrums of the most stable adsorption configurations for (a) half-

hydrogenation, (b) half-fluorination, (c) full-hydrogenation, and (d) full-fluorination.



Fig. S3. Top (a) and side (b) views of AIMD simulation results for 5×5 BeO supercell after 
the half-fluoridation at TB.

Fig. S4. Top and side views of optimized BeO monolayer after full-fluoridation at (a) 

TBe2 and (b) TC2 sites.


