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Figure S1. Monte Carlo simulated annealing (MCSA) using only the angular 
component contribution for Mo2C. 

Figure S2. Monte Carlo simulated annealing (MCSA) using only the bond valence 
component contribution for Mo2C. 
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 Figure S3. Monte Carlo simulated annealing (MCSA) using only the C2 summation 

component contribution for Mo2C. 


