Spectroscopy of m-benzyne and Its high temperature reaction products
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General

Li1terature

« Sander et al. generated m-benzyne using the different

Motivation & Goals

* m-benzyne has been investigated extensively by

theoretical methods precursors and found a biradicaloid structure.[1]

» Experimentally only IR-spectra exist » Theoretical calculations on the neutral species found

» m-benzyne may also play a role in combustion a very flat potential energy surface along the C1C3

coordinate. The calculations predicted a distance of
2.05 A.[2]

chemistry as a highly reactive intermediate

* QOur goal Is to generate m-benzyne pyrolytically and

{
investigate its properties and high temperature W < Calculating the cationic structure lead to two close-

lying states with highly different C1C3 distances.|[3]
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« Mid-IR radiation provided by free electron laser at 10 Hz
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Reaction scheme
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