Processing NMR spectra in the web-browser
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You may also try the old Applet version
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WEB SERVICES

Draw a chemical structure and click on "Calculate spectrum". You may also DRAG / DROP a molfile ! You will get an interactive NMR spectrum.
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THNMR: 5 2.04 (3H, 5), 2.61 (2H, t, J = 6.8 Hz), 3.66 (3H, s), 4.38 (2H, 1, J = 6.8 Hz).

1H NMR spectra - Double click to zoom out, SHIFT + double click to zoom out by step, SHIFT + drag to move spectrum




Why the browser ?

- No installation

- Always up-to-date

+ Cross-platform

- Optimised graphical rendering

- JavaScript: direct processing in the browser



NMRium: visualise and process 1D NMR spectra
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NMRium: Current status

- Free, open-source MIT licence

- 7 months old, 1.5 full-time developper + 6 contributors

* Processing in the browser, no data is transmitted

- LB, zero filling, FT, phase correction, peak picking, integration
- Save, Load, Copy as image, Save as SVG

- Commercial support and database integration on request



Straightforward workflow
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To: Luc Patiny

Please find attached your spectrum
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Display and process 1D NMR spectra from a jcamp-dx file
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Drag and drop here a Jcamp or NMRium file




Metabolomics data preprocessing

https://www.cheminfo.org/flavor/metabolomics

Prof. Jeremy Nicholson
Prof. Elaine Holmes



