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i NMR

Experimental Mulliken Calculated
(S1zmax) charge (a)
tBA 1.5 +0.42 1.0128
SBA 1.57 +0.39 1.0130
iBA 1.96 +0.35 1.0132
nBA 1.78 +0.30 1.0133

CO; Mulliken

B3LYP/6-311++(2df,2p)

n-butylamine-CO, i-butylamine-CO,

i J.Bigeleisen,M.G.Mayer, .Chem.Phys.15,251(1947)

s-butylamine-CO,

t-butylamine-CO,

ii J. P. Agrawal, Solvent carrier method for the separation of carbon-13 and oxygen-18 isotopes by chemical
exchange of carbon dioxide with amine carbamates in non-aqueous solutions, Ph. D. dissertation, Columbia

University(1967)





