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Browse contents of NMReDATA files
(zipped package)

Work locally as well as over the web
(non disclosure may be needed)

Display contents of all NMReDATA tags
(inside the SDF file)

Display molecular structure
(both 2D and 3D, interactive)

Display NMR assignments and couplings on the
molecular structure

Display NMR spectra



Edit NMReDATA records

Generate a 3D structure for the given 2D
Optimised structure
Add implicit hydrogens
Correct stereochemistry

Add tags (both NMReDATA records and extra

records, metadata...)

Add files to the package

Save modified package to a new file on disk

In a webpage: HTML5, JavaScript (no Java); local or web server

File contents

<.§|r»Enth':ll_1|'.!_:lH_ass|gnet:I_J-

2specB.zip

43 AN-menthol

| compoundl_special_labels.n...
compound1_with_jcamp.amr..
ocompound L.nmredata.sdf

2 4l jeamp_nmr_spectra
only_ong_HH_coupling_in_Jt...
wild_JCH_coupling. sdf
with_char_10,sdf

Save edited file

To save the package:
@376 to an NMREDATA fie.

To add & file to the exsting
MMREDATA package:

Thee file will be sdded inside this
folder: |{ root ) "
o A cheoss & file

W J

To remave a file from the
package:

Right-ciick on the fle you wish o
remove and use the pop-up that
appears,

Log of changes 2 show

Files in
package

| NMR=DATA tags

ASSIGNMENT

Larmaor=500.133088507 .
Pulseprogram=zg30.4
Spectrum_Location=file: AN-menthol/ 10/pdata/1/ 2
Spectrum_Jcamp=file:./jcamp_nmr_spectra/1d1h.jcamp 4

3.4302, S=dddd, N=1, L=H4, E=28.9715,
1=0.90{H2},4.80{0H),10.90{H5ax),4.50(H5aq); manual fix Note: 1
should be listed with deceasing values o

2.1895, S=dqq, N=1, L=HS, E=42.6060,
J=2.70(H3),7.00(Ma10),7.05(Me11);manual fix Note: ] should be
listed with deceasing values.q

1.9844, S=dddd, N=1, L=H5eq, E=35.7952,
1=4.50(H4),4.00(HE), 2.20(H1eq),12.10{H3ax); manual fix Note: 1
should be listed with deceasing values s

1.6822, S=ddddd, L=Hleqg, N=1, E=44.5449,
1=3,00(H8),12.80(H1ax),3.30{H2eq), 3.20(H2eq) 2. 20(HSea);
manial fix Mote: 1 should be ksted with deceasing values

1.6293, S=dddd, N=1, L=H2eq, E=40.6935,
1=3,00(H3),3.20(H1eq),3.30{H1ax), | 2.00(H2ax):manual fix Note: 1
should be listed with deceasing values o

1.4444, S=qdddd, N=1, L=H6, E=27.4764,
J=6.58(Me7),3.00(Hleq),12.00{H1ax),12.00{H53x), 4, 00{H5eq);
manizal fix Note: 1 should be ksted with deceasing values .

1.3536, S=d, L=0H, N=1, J=4.80[H4);manual fixx Note: ] should be
listed with deceasing values y

1,1301, S=dddd, N=1, L=H3, E=42.3745,

1=12 80(H2ax),3.00(H2eq),3.90(H4), 2. 70{H3); manual fix Note: 1
should be listed with deceasing values o

0.9933, S=ddd, N=1, L=H2ax,

Content of files

Molecular structure display
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Structure
display
(JSmol)

Engine for

data and file
operations

Display of
spectra
(JSpecView)
in JCAMP
format



Display contents of several types

Structure assig(r-:)ments
bond up / down I_P_LmDis lay:
Chemical shifts, assignments and couplings are annotated H”_

over the molecular structure. H

NMREDATA_ASSIGNMENT N
restrict display: H, C, X, interchangeable nterchangezble
interchangeable and equivalent (colour coded)

NMREDATA J T
explicit / implicit Display:
may restrict display: HH, HX, XX, >3Hz fr[ha
from J tag or from 1D spectra & J(HH) 4

¢
Edition of tag contents ;
reads both versions <1 & >1 X
automatic processing of line terminator
allows for comments

Addition of new tags

Obtain a 3D structure from the 2D formula

Using JSmol:
Adds implicit H’s
Keeps assignments and couplings (modified as needed)
Manually assisted to obtain correct stereo
Manual assignation of interchangeable and equivalent pairs
Using the ALATIS server
Retrieves key and InChl that may be added to the data set
Adds implicit H’s
Breaks assignments ®
Stereo cannot be controlled ®

3D is added to the file as a 2nd model in the SDF



Modifying the package
Add files
Remove files
Save modified package to local disk

Changes (tags, 3D model, files) are logged and
the log saved as part of the modified package
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