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Abstract
The conversion of butyl lithium to dimethyl sulfide lithium is formed by the reaction of butyl lithium
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with tetramethylethylenediamine to form tetramethylethylenediamine lithium salt, and then react
with dimethyl sulfide to obtain lithium dimethyl sulfide. This is a typical example of the introduction
of a negative carbon ion structure into the structure of some compounds. In this paper, the quantum
chemical reactivity index is used to compare the value of double description Fukui function, Weber
bond level WBI and thermodynamic parameters, and the whole process of the reaction can be
described quantitatively, and the process of the reaction can be predicted, so as to guide the
chemical experiment.
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