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Data preparation step

An easy GUI tool dedicated to 1D NMR spectra processing (1H & 13C) for metabolomics

https://nmrprocflow.org

© Daniel Jacob – INRA - 2018



Data preparation step

Simply zip the entire 
directory including 
all spectra of the 
experiment in JDF 
format
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Preprocessing step
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Preprocessing step
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Preprocessing step

https://nmrprocflow.org/np/
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76 spectra 65K => 30 sec 

on a quad-core Intel(R) 

Core(TM) i7-3740QM CPU @ 

2.70GHz
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The preprocessing is the most time consuming step.

(especially the Zero & first order phasing)

Preprocessing step
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Interactive data processing

https://nmrprocflow.org/c3



… after some processing …

Processing applied:

Normalization (PQN)

Baseline correction (airPLS)

Spectra processing

https://nmrprocflow.org/c31
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… after some processing …
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Data Matrix
Raw Data

Rnmr1D

Macro command file

Case Study

Collecting/Harvesting/ 

Storage

Sample Preparation

Analytical Sample 

Preparation

Analytical

Standard 

Operating 

Procedures 

Spectra processing

• by an identical "spectra 

processing" procedure throughout 

the experiment for all data subsets

Completes the SOP list

Nevertheless:

� NMRProcFlow allows users to save on their own space a 

minimal set of small files in order to recover / replay their 

session 

Interactive mode 

Interactive mode execution

© Daniel Jacob – INRA - 2018



Data Matrix
Raw Data

Rnmr1D

Macro command file

Collecting/Harvesting/ 

Storage

Sample Preparation

Analytical Sample 

Preparation

Analytical

Standard 

Operating 

Procedures 

Spectra processing

Case Study

Efficiency, 

Transparency,  

Repeatability

⇒ Evidence

⇒ Confidence

The same "spectra 

processing" procedure can 

be applied throughout the 

experiment for all data 

subsets

Interactive mode 

Replay the 

processing steps 

in interactive 

mode

Interactive mode execution
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Fulfilling the need of traceability, of repeatability allows to consolidate the 

spectra processing step within a set of SOP, and thus satisfy requirements for 

an open science



1

2

Jeol 500 dataset
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Apply  some processing after 

preprocessing …

NP_macro_cmd_JEOL_500_RAWDATA.txt1Jeol 500 dataset
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Fulfilling the need of traceability, of 

repeatability allows to consolidate the 

spectra processing step within a set of SOP, 

and thus satisfy requirements for an open 

science



Jeol 500 dataset

© Daniel Jacob – INRA - 2018



JEOL_500_RAWDATA.txt2

Jeol 500 dataset
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Interaction between Biologists and NMR spectroscopists by visualizing 

the NMR spectra along with their corresponding experimental-factor 

levels, thus setting a bridge between experimental design and 

subsequent statistical analyses.


