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Figure S1. Volume dependence of the total energy for the four crystal structure models relative to the 
minimum energy of Model 1. Crystal structures are drawn by using VESTA [1].  
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Figure S2. Volume dependence of the total energy for the five crystal structure models relative 

to the minimum energy of Model 1. 

 

 

Figure S3. Volume dependence of the total energy for the five crystal structure models relative 

to the minimum energy of Model 1. 
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Table S1. Formation energy of Mgi, VMg, VSi, and their complex defects in combination with O. 

Model Defect Formation energy  

(eV/cell) 

2a Mgi +0.197 

2b Mgi+Oi -0.251 

2c Mgi+Oi -0.272 

3a VMg +0.266 

3b VMg+Oi -0.193 

3c VMg+Oi -0.161 

3d OMg -0.094 

4a VSi +0.293 

4b VSi+Oi -0.211 

4c VSi+Oi -0.296 

4d OSi -0.583 
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