
A simple application (developed with R Shiny and embedding the Rnmr1D package) which aims to test and validate the

spectral preprocessing for 1D NMR (1H & 13C). The term pre-processing designates here the transformation of the NMR

spectrum from time domain to frequency domain, including the Fast Fourier Transform (FFT) and the phase correction.

(1) See http://nmr-analysis.blogspot.fr/2008/02/why-arent-bruker-fids-time-corrected.html

https://pmb-bordeaux.fr/nmrspec/













MODEL_NAME

MANUFACTURER

SOFTWARE_VERSION

PROBES

OBSERVED_NUCLEUS

DUMMYSCANS

SOLVENT

No found 

SAMPLE_TEMPERATURE

Last delay

SPIN_RATE

P1.width * 1e6

Nb Point

No found – It seems not necessary

=SWH/SFO1

SPECTRAL_WIDTH

OBSERVED_FREQUENCY / 1e6

Pulse sequence used for the acquisition

Spectral width (ppm)

Spectral width (Hz)

Sample solvent name

Transmitter frequency (MHz)

Frequency offset in Hz

nucleus for frequency channel f1

Pulse width (ms)

Relaxation delay (s)

Number of Steady State Scans

Temperature (K)

Spinning rate

Number of Scans

Group delay

Number of data points

Probe name

Instrument / Model

Origin of the sample (Name or Path)

Software version

Manufacturer

Corresponding fields in the Header.xml file

SEQUENCE_NAME

NUMBER_OF_AVERAGES

OFFSET_FREQ_1



https://github.com/INRA/Rnmr1D/
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Data preparation step

Simply zip the entire directories including all 
spectra of the experiment

- possibly including (or not) a root directory



Preprocessing step
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Data visualization / processing


