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1) Computer-assited structure elucidation 
2) Prediction of chemical shift and coupling constants
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1) Computer-assited structure elucidation 
2) Prediction of chemical shift and coupling constants

Acenaphthylene

J = 8.1 J = 6.8
J = 8.1, 6.8
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1) Computer-assited structure elucidation 
2) Prediction of chemical shift and coupling constants

Acenaphthylene

J = 8.1 J = 6.8
J = 8.1, 6.8
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Simplified structure by Homodecoupling
Marta Bruka
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“Clean” 
- high resolution 
- high interpretability 
- many pulses 
- low sensitivity 

“Crude” 
- robust 
- high sensitivity 
- information-rich artifacts 
- high value for validation 
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- Assignment of the coupling 
- Tools to analyse modern “top-resolution” spectra 
- (re)consider simple J-resolved and DQF-COSY spectra
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nmredata library 
NPM package for node.js

readNMR() writeNMR()

JSON

Object

...github.com/cheminfo/nmredata

JSON

Object

● Open source and free 
● Github issues and ticket to 

report anomalies 
● Github pull request for 

those willing to contribute 
● Part of the nmredata.org 

initiative

Alejandro 
Bolaños 
Universidad 
del Valle, Cali, 
Colombia

Julien Wist and Luc Patiny’s developments



An example of application
nmredata.com

Julien Wist and Luc Patiny’s developments



NMR record viewer

Displaying the information from the 
JSON object

Julien Wist and Luc Patiny’s developments



NMR record composer
Writing to NMR record



Julien Wist

Luc Panity

cheminfo.org

http://cheminfo.org
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