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Analytical data collected for Agomelatine, a CNS agent synthesized by
the six stage process route illustrated in Figure 1, was used In this work.

While not investigated in this study, data for modified routes, on
different scales, and for investigations around alternative catalysts and
reagents for the same APl endpoint can also be managed efficiently.
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Analytical data was collected on an Agilent-1200-Series with an Agilent B facilitates review.

VWD G1314B UV detector, acquiring spectra at 210nm; and an Agilent preserves data integrity while supporting decision-making. Luminata,

6110 Quadrupole API-ES Mass Spectrometer, collecting low resolution Connection of live analytical data with chemical entities enables fast effectively supports process and impurity control strateqy development by
spectra in a mass range of 45-1000Da. confirmation of the veracity of numerical and textual interpretations or enabling:

lsocratic separation was performed with pH 4.5 buffered ammonium processed results without having to open separate applications. The accuracy
formate / ACN (35:65). The flow rate was 1.2ml/min with a run time of of automatically calculated % area values for guantitation of impurities may
50min, the column used was a Zorbax Eclipse XDB C18 5um - 4.6 X easlly be assessed with direct access to the chromatogram. The identity of
150mm. individual chemical structures is easily confirmed with the ability to review ACD/Labs would like to thank Dr V. Russo of Zirkon Pharmaceuticals for
interpreted mass spectra and labelled chromatograms with a single click. providing data

Once a structure is identified the software automatically replaces text labels

with structures, eliminating the need for manual data transcription. www.acdlabs.com/luminata

Dynamic visualization of assembled and aggregated information

* Risk assessment pertaining to impurity onset, fate, and purge
« Comparative assessment of different control strategies

The software application Luminata™ (v2017.1), based on the
ACD/Spectrus Platform, was used to manage the analytical and

chemical data. ACD/Labs
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