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Table S1. Bond lengths of 2D-fF-chair-SiC obtained for cutoff energies of 360 and 500 eV. 

Bond length (Å) C-Si C-F Si-F 

360 eV 1.912 1.442 1.605 

500 eV 1.912 1.449 1.609 

 

Figure S1. Band structure of 2D-fF-chair-SiC obtained for a cutoff energy of 500 eV. 

 

Figure S2. Snapshot of the fully fluorinated SiC sheet in chair conformation at the end of the 

BOMD calculation. 
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Figure S3. Band structures of 2D-fF-boat-SiC (left) and 2D-fF-stirrup-SiC (right). 

 

 

Figure S4. Structural transition with increasing F concentration in the 3×3 supercell. The four ground 

states are marked by dashed boxes. 
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Figure S5. DOSs of the partially fluorinated SiC sheet. Gray shadows show the total DOS, red and blue 

curves the contributions of the sp
2
-C atoms in the spin-up and spin-down channels, respectively. 

 

 

 

 


