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Table S1. Surface energy test results. The atoms that fix half the layers of the cell from the bottom up. 

 total number of layers Surface energy(J/m2) 

100 

4 0.6835 

8 0.6854 

10 0.6871 

110 

6 1.3826 

8 1.4048 

12 1.4070 

111-Fe 
6 2.4044 

12 2.3993 

111-O 
6 1.3975 

12 1.3817 

 


