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Publishing NMR Data - Bruker AV 600 

When publishing NMR data, authors should consult the “Author Guidelines” for the particular journal as the 
requirement for presentation of the NMR data varies from journal to journal. In addition to precisely 
formatted NMR data and information describing how the data was acquired (as outlined below), many 
journals require copies of NMR spectra to be submitted as Supplementary Material. The guidelines for 
submitting NMR data to the Journal of Organic Chemistry can be found in Section 2. Authors should 
acknowledge the use of CMCA facilities – Section 3. Remember to send CMCA administration a pdf copy of 
the final published article (with journal issue and page numbers). 

Section 1.  Key information required by most Journals. 

In addition to descriptive references to NMR data in the discussion section of papers, chemistry journals 
usually require two types of NMR information in the Experimental section. 
1. The general experimental section should provide details of the spectrometer(s) used to measure the 

data including the frequencies of the measured nuclei and the method used to calibrate the spectra. In 
the case of quantitative NMR experiments, pulse angles, acquisition times and relaxation delays should 
be reported. Key frequencies for the Bruker AV600 NMR spectrometer are 1H 600.130MHz, 13C 
150.903MHz and 31P 242.937MHz. If non-routine experiments have been used, consult the NMR staff 
for assistance in reporting the necessary parameters. 

2. The NMR data for each new compound is incorporated with other physical data at the end of the 
experimental section describing the preparation of the compound. The paragraph below illustrates the 
presentation of physical data in “Chemistry a European journal”. The NMR data is in black 

Detailed presentation of physical data, which should be given in the following order: Rf=0.38 (CHCl3/MeOH 9:1); m.p./b.p. 
20°C; [α]D20=−13.5 (c=0.2 in acetone); 1H NMR (200 MHz, [D8]THF, 25°C, TMS): δ=7.64–7.48 (m, 6H; Ar-H), 1.33 (q, 
3J(H,H)=8 Hz, 2H; CH2), 0.92 (t, 3J(H,H)=8 Hz, 3H; CH3), 0.79 ppm (s, 3H; CH3); 13C NMR (75 MHz, CDCl3, 25°C, TMS): 
δ=72.5 (CCH), 26.8 (s; CH3), 6.5 ppm (d, 1J(C,P)=156.9 Hz; CHP); IR (Nujol): ν˜=1780, 1790 cm−1 (C[dbond ]O); UV/Vis (n-
hexane): λmax (ε)=320 (5000), 270 nm (12000 mol−1dm3cm−1); fluorescence (CH2Cl2): λex=435.5 nm; λem=659, 726 nm; MS (70 
eV): m/z (%): 108 (20) [M+], 107 (60) [M+−H], 91 (100) [C7H7+]; HRMS (ESI): m/z calcd for C32H47NO5+Na+: 548.3352 
[M+Na+]; found: 548.3331; elemental analysis calcd (%) for C20H32N2O5: C 63.14, H 8.48, N 7.36; found: C 62.88, H 8.41, N 
7.44.  

Section 2.  The Guidelines for submitting NMR data to the Journal of Organic Chemistry 

3. NMR. Proton and carbon NMR resonances should be listed for each new compound; the solvent and 
instrument frequency should be identified. Carbon NMR peak shifts should be rounded off to the 
nearest 0.1 ppm except when greater precision is needed to distinguish closely spaced peaks. 
Hydrogen multiplicity (C, CH, CH2, CH3) information obtained from carbon DEPT, DEPTQ, PENDANT, or 
2D spectra may be included with the carbon peak shifts. If detailed peak assignments are made, the 
type of 2D methods used to establish atom connectivities and spatial relationships should be identified 
in a General Experimental Methods paragraph. Authors using software for automated data analysis are 
reminded to check numerical data (including proton counts and coupling constants) before including 
them in the manuscript. For every new compound, a copy of a well-resolved 1D proton NMR spectrum 
and a copy of a proton-decoupled 1D carbon spectrum (conventional, DEPTQ, or PENDANT) should be 
included in the supporting information. In cases where structure assignments of complex molecules 
depend heavily on NMR data interpretation, including isolated and synthesized natural products, 
copies of the 2D spectra should also be furnished. 

http://www.cmca.uwa.edu.au/
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4. Optionally, authors may furnish a folder of NMR free induction decay (FID) files as additional 
supporting information. Authors reporting compounds of complex, unusual, or unexpected structure 
are encouraged to provide FID data. See 'Supporting Information’ for information about preparing this 
material for submission. The FID data should be mentioned in the manuscript file's supporting 
information availability statement. Copies of the frequency-domain spectra are required whether or 
not FID data are provided. 

Section 3.  Acknowledge the use of CMCA Facilities. 

5. An acknowledgment to CMCA:  “The authors acknowledge the facilities, and the scientific and 
technical assistance of the Australian Microscopy & Microanalysis Research Facility at the Centre for 
Microscopy, Characterisation & Analysis, The University of Western Australia, a facility funded by the 
University, State and Commonwealth Governments.” 

6. An acknowledgment to CMCA staff: Personally acknowledge CMCA staff who have helped you beyond 
simple instrument operation.  Consider including them as authors on your publication. 

Remember to send CMCA administration a pdf copy of the final published article  
(include journal issue and page numbers). 
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