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Abstract: Parham reaction is very important route for the synthesis of heterocyclic compounds, which
consists of the intramolecular reaction of aryllithiums generated by lithium—halogen exchange with
different types of internal eIectrophiIes.1

In this paper we collected a dataset of >100 reactions for many substrates and internal electrophiles
(mainly, amides and esters) with a wide range of reaction yields (0 — 99%). The reactions have been carried
out in many different experimental conditions with different values non-structural variables (6y) like:
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temperature of addition, addition time, organolithium equivalents, reaction times, and reaction
temperature. Next, we calculated many structural and/or physicochemical variables (Vi) for the substrates
and products of the reaction. After that, we constructed a Quantitative Structure-Reactivity Relationship
(QSRR) model® able to predict the yield of reaction under many different conditions with acceptable
accuracy. We also carried a 10.000-points simulation of the reaction conditions.
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