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demo of .sdf file containing NMReDATA  

test_generationV1 1

20 24  0  0  0  0  0  0  0  0999 V2000

   -1.6583    2.2334    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

   -0.6633    3.1556    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

   -1.3753    0.8191    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

    0.7234    2.7603    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

    0.0000    0.3848    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

 ...

    2.6960   -0.4398    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

   -0.5264   -3.3746    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

   -3.1687   -2.4653    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

   -1.5724   -4.2723    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

   -2.9104   -3.8155    0.0000 C   0  0  0  0  0  0  0  0  0  0  0  0

 1  2  2  0  0  0

 1  3  1  0  0  0

 2  4  1  0  0  0

 3  5  1  0  0  0

 ...

13 17  1  0  0  0

14 16  2  0  0  0

17 19  2  0  0  0

18 20  2  0  0  0

19 20  1  0  0  0

M  END

>  <NMREDATA_SOLVENT>

cdcl3

 

>  <NMREDATA_TEMPERATURE>

298.15

 

>  <NMREDATA_ASSIGNMENT>

(1), 128.1712, 1

(2), 127.9300, 2

 

 

.mol .sdf
Structure
Data 
Format

http://nmredata.org
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M  ZZC  12 1eq
M  ZZC  13 1ax
M  ZZC  14 2ax
M  ZZC  15 2eq
M  ZZC  16 5ax
M  ZZC  17 5eq
M  END
>  <NMREDATA_VERSION>
1.1\

>  <NMREDATA_ID>
Doi=10.5281/zenodo.1146869
Record=http://zenodo.org/record/1146869/files/sample1.zip  

>  <NMREDATA_SOLVENT>
CDCl3\

>  <NMREDATA_LEVEL>
0\

>  <NMREDATA_ASSIGNMENT>
1, 34.5669, 1\
2, 23.1445, 2\
H3, 1.1301, H3\
3, 50.1583, 3\
H4, 3.4302, H4\
4, 71.5891, 4\
5, 45.0568, 5\
H6, 1.4444, H6\
6, 31.6232, 6\
H7, 0.9331, H7\
7, 22.2293, 7\
H12, 1.3536, H8\

Tag 
Tag name 
Tag content 
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>  <NMREDATA_1D_1H>
Larmor=500.133088507\
Pulseprogram=zg30 
Spectrum_Location=file:AN-menthol/10/pdata/1/\
1.1301, S=dddd, L=H3, E=42.3746, J=12.76,9.90,3.05,2.72\
3.4302, S=dddd, L=H4, E=28.9715, J=10.90,9.90,4.80,4.30\
1.4444, S=ddtdd, L=H6, E=27.4764, J=12.00,12.00,6.58,4.00,3.00\
2.1895, S=ddd, L=H9, E=42.6060, J=7.02,6.90,2.72\
…

>  <NMREDATA_1D_13C>
Larmor=125.770363831\
Pulseprogram=dept135 ;optional in V1\
Spectrum_Location=file:AN-menthol/12/pdata/1/\
…

>  <NMREDATA_2D_1H_NJ_1H>
Larmor=500.13\
CorrType=COSY\
Pulseprogram=cosygpmfph2 
Spectrum_Location=file:dj_menthol/21/pdata/1/\
H4/H3\
H9/H3\
H3/H4\
H12/H4\
H5ax/H4\
H5eq/H4\
H7/H6\

http://nmredata.org
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>  <NMREDATA_1D_1H>
Larmor=500.133088507\
Pulseprogram=zg30 
Spectrum_Location=file:AN-menthol/10/pdata/1/\
1.1301, S=dddd, L=H3, E=42.3746, J=12.76,9.90,3.05,2.72\
3.4302, S=dddd, L=H4, E=28.9715, J=10.90,9.90,4.80,4.30\
1.4444, S=ddtdd, L=H6, E=27.4764, J=12.00,12.00,6.58,4.00,3.00\
2.1895, S=ddd, L=H9, E=42.6060, J=7.02,6.90,2.72\
…

>  <NMREDATA_1D_13C>
Larmor=125.770363831\
Pulseprogram=dept135 ;optional in V1\
Spectrum_Location=file:AN-menthol/12/pdata/1/\
…

>  <NMREDATA_2D_1H_NJ_1H>
Larmor=500.13\
CorrType=COSY\
Pulseprogram=cosygpmfph2 
Spectrum_Location=file:dj_menthol/21/pdata/1/\
H4/H3\
H9/H3\
H3/H4\
H12/H4\
H5ax/H4\
H5eq/H4\
H7/H6\

http://nmredata.org
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>  <NMREDATA_ASSIGNMENT>
1, 34.5669, 1\
2, 23.1445, 2\
H3, 1.1301, H3\
3, 50.1583, 3\
H4, 3.4302, H4\
4, 71.5891, 4\
5, 45.0568, 5\
H6, 1.4444, H6\
6, 31.6232, 6\
H7, 0.9331, H7\
7, 22.2293, 7\
H12, 1.3536, H8\
H9, 2.1895, H9\
9, 25.8422, 9\
H10, 0.8311, H10\
10, 16.1017, 10\
H11, 0.9493, H11\
11, 20.9880, 11\
H1eq, 1.6822, 12\
H1ax, 0.8630, 13\
H2ax, 0.9933, 14\
H2eq, 1.6293, 15\
H5ax, 0.9535, 16\
H5eq, 1.9844, 17\

Label / δ / Atom number 

When H atoms are implicit add “H”…

http://nmredata.org
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>  <NMREDATA_ASSIGNMENT>
1, 34.5669, 1\
2, 23.1445, 2\
H3, 1.1301, H3\
3, 50.1583, 3\
H4, 3.4302, H4\
4, 71.5891, 4\
5, 45.0568, 5\
H6, 1.4444, H6\
6, 31.6232, 6\
H7, 0.9331, H7\
7, 22.2293, 7\
H12, 1.3536, H8\
H9, 2.1895, H9\
9, 25.8422, 9\
H10, 0.8311, H10\
10, 16.1017, 10\
H11, 0.9493, H11\
11, 20.9880, 11\
H1eq, 1.6822, 12\
H1ax, 0.8630, 13\
H2ax, 0.9933, 14\
H2eq, 1.6293, 15\
H5ax, 0.9535, 16\
H5eq, 1.9844, 17\

>  <NMREDATA_J>
H3, H2ax, 12.8\
H3, H2eq, 3.0\
H3, H4, 9.9\
H3, H9, 2.7\
H4, H12, 4.8\
H4, H5ax, 10.9\
H4, H5eq, 4.5\
H6, H7, 6.6\
H6, H1eq, 3.0\
H6, H1ax, 12.0\
H6, H5ax, 12.0\
H6, H5eq, 4.0\
H9, H10, 7.0\
H9, H11, 7.1\
H1eq, H1ax, 12.8\
H1eq, H2ax, 3.3\
H1eq, H2eq, 3.2\
H1eq, H5eq, 2.2\
H1ax, H2ax, 12.0\
H1ax, H2eq, 3.3\
H2ax, H2eq, 13.0\
H5ax, H5eq, 12.1\

optionalLabel / δ / Atom number 

http://nmredata.org
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RECORD
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Sort
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Rank
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 1H
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aaa
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M  ZZC  12 1eq
M  ZZC  13 1ax
M  ZZC  14 2ax
M  ZZC  15 2eq
M  ZZC  16 5ax
M  ZZC  17 5eq
M  END
>  <NMREDATA_VERSION>
1.1\

>  <NMREDATA_ID>
Doi=10.5281/zenodo.1146869
Record=http://zenodo.org/record/1146869/files/sample1.zip  

>  <NMREDATA_SOLVENT>
CDCl3\

>  <NMREDATA_LEVEL>
0\

>  <NMREDATA_ASSIGNMENT>
1, 34.5669, 1\
2, 23.1445, 2\
H3, 1.1301, H3\
3, 50.1583, 3\
H4, 3.4302, H4\
4, 71.5891, 4\
5, 45.0568, 5\
H6, 1.4444, H6\
6, 31.6232, 6\
H7, 0.9331, H7\
7, 22.2293, 7\
H12, 1.3536, H8\
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RECORD
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M  ZZC  12 1eq
M  ZZC  13 1ax
M  ZZC  14 2ax
M  ZZC  15 2eq
M  ZZC  16 5ax
M  ZZC  17 5eq
M  END
>  <NMREDATA_VERSION>
1.1\

>  <NMREDATA_ID>
Doi=10.5281/zenodo.1146869
Record=http://zenodo.org/record/1146869/files/sample1.zip  

>  <NMREDATA_SOLVENT>
CDCl3\

>  <NMREDATA_LEVEL>
0\

>  <NMREDATA_ASSIGNMENT>
1, 34.5669, 1\
2, 23.1445, 2\
H3, 1.1301, H3\
3, 50.1583, 3\
H4, 3.4302, H4\
4, 71.5891, 4\
5, 45.0568, 5\
H6, 1.4444, H6\
6, 31.6232, 6\
H7, 0.9331, H7\
7, 22.2293, 7\
H12, 1.3536, H8\
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… with assignment of J, can reproduce 2nd order effects

Refinement + Validation of 𝛅 and J 

MSpin-JCoupling : Navarro-Vázquez, A.; Santamaría-Fernández, R.; Sardina, F. J., MSpin-JCoupling. A modular program for prediction of scalar 
couplings and fast implementation of Karplus relationships. Magn. Reson. Chem. 2017.
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Validation of 2D J correlations using Logic for Structure Determinatin (LSD) 
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LSD : Nuzillard, J. M.; Plainchont, B., Tutorial for the structure elucidation of small molecules by means of the LSD software. Magn. Reson. Chem. 2017.
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Need Visualizer/Validator
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IUPAC, CODATA, FAIRness 
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