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Table S1. COSMO-SAC parameters

COSMO-SAC parameters Values

Effective area (aeff) 6.32 Å2

Coefficient of hydrogen bonding (Chb) 75006 (Kcal Å4)/(mol e2)

Hydrogen bonding cut off (σhb) 0.0084 e/Å2

Permittivity in free space (ε0) 2.395x10-4 (e2 mol)/(kcal Å)

Fig. S1. σ-profile of EDAB, imidazolium cations and acetate anions.
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ELUMO = -1.08081 eV

∆(ELUMO-EHOMO) = 
6.87342 eV

EHOMO = -7.95423 eV

Fig. S2. LUMO-HOMO energy gap of EDAB
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ELUMO = -0.94802 eV

∆(ELUMO-EHOMO) = 
4.37684 eV

EHOMO = -5.32486 eV

Fig. S3. LUMO-HOMO energy gap of [EMIM][OAc]
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ELUMO = -0.93578 eV

∆(ELUMO-EHOMO) = 
4.38854 eV

EHOMO = -5.32432 eV

Fig. S4. LUMO-HOMO energy gap of [BMIM][OAc]
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