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Figure S1: Potential energy profiles (ΔΕ in kcal/mol) for the possible reductive decomposition of Na+- propylene carbonate (Na+-PC) in 

gas phase. 
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Figure S2: Potential energy profiles (ΔΕ in kcal/mol) for the possible reductive decomposition of Na+- FEC in gas phase. 
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Figure S3: Optimized geometries with respective bond lengths of intermediates, products and transition states in the Na+- propylene 

carbonate (Na+- PC) reductive decomposition mechanism calculated at B3LYP/6-311++G(d,p) level of theory. 
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Figure S4: Optimized geometries with respective bond lengths of intermediates, products and transition states formed in the 

Na+-fluoroethylene carbonate (Na+-FEC) reductive decomposition mechanism calculated at B3LYP/6-311++G(d,p) level of theory. 
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Figure S5: Optimized geometries with respective bond lengths of intermediates, products and transition states formed in the 

Na+-difluoroethylene carbonate (Na+-DFEC) reductive decomposition mechanism calculated at B3LYP/6-311++G(d,p) level of theory. 

 

 


