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phase Enomo(ev) ELumo(ev) AE(ev) u(D)
G -5.687 -0.894 4,793 2.3223
A -5.889 -0.884 5.005 3.7856
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phase X n AN
G(gas) 3.290 2.396 0.774
A(aqueous) 3.386 2.502 0.722
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