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HE L ~)L PCM-PBE/6-311++g(d,p) and PCM-B3LY P/6-311++G(d,p)

Calculated electron affinities (EA) in €V unit of the coordinated and
uncoordinated EC and VC moleculesto the Li* in the EC solution

LI.I

Functiona | ECwo Li* |ECwLi* |VCwolLi* |VCwLi*
I

PBE 1.46 1.80 1.75 2.06
B3LYP 1.48 1.84 1.78 2.1
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