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Fig. S1. Bond distributions of (a) hydrosilylated silicene, (b) phenylated silicene, (c) 

alkoxylated silicene and (d) aminated silicene at 300 and 600 K after 2000 ps of 

molecular dynamics.

Fig. S2. Structures of (a) hydrosilylated silicene, (b) phenylated silicene, (c) 

alkoxylated silicene and (d) aminated silicene at 600 K after 2000 ps of molecular 

dynamics. Both top and side views of each structure are shown. Si, H, C, O and N 

atoms are denoted by green, white, red, purple and blue balls, respectively.



Fig. S3. Band structures of propylene-hydrosilylated silicene with the surface 
coverages of (a) 5%, (b) 11%, (c) 33% and (d) 44%. Energy is shifted so that the 
Fermi level is at 0 eV.


