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Motivation Flexible Peak Functions

Within the CONSENS Project [1], the challenge to adapt a Pure component models based on Pseudo-Voigt functions (Eg. 2)
commercially available benchtop NMR spectrometer to the full can be derived via peak fitting of measured pure comptonents [2]
requirements of an automated chemical production environment or by the use of spin calculations.

was tackled successfully. The developed online NMR module (Fig. 1) .

was provided in an explosion proof housing and involves a compact V=a {Be—uw(z;&) P } He‘gm}ﬁ\ wan Y
NMR spectrometer together with automated data acquisition and (2= 0%+

. . . . Eqg.2:a = i .V =width, & = ition, B=GC ian-L tzian-rati
evaluation unit, flow control, as well as data communication. q maximim, y = wi position, B = Gaussian-Lorentzian-ratio
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Fig. 1: Modular production plant for continuous synthesis of organic compounds (a)

monitored by an online NMR module (b) ppm
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Model Reaction 2 components
In the studied model reaction two aromatic substances (Eq. 1) are T éJL @ © ©
e ' . . ppm I I
coupled initiated by a lithiation step: s o i i
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Eg. 1: Reaction scheme, FNB: 1-Fluoro-2-nitrobenzene, Li-HMDS: Lithium bis(trimethylsilyl)amide,
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A = Peak area, v = Number of nuclei, CCF = Concentration conversion factor This project has received funding from the European Union's Horizon 2020 research and
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