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In this series, we explore some of the core functions of Chenomx Suite. In this edition, we're looking at
the “Profiler” module. The Chenomx Profiler is used to identify compounds and quantify their
concentrations based on data in an NMR spectrum. Key features include:

e Comprehensive pH sensitive reference compounds

o Computer assisted metabolite assignment and fitting
¢ Spectral binning

e Spectral overlays

e Multiple file concentration exports

¢ Detailed reference resources for library compounds

The ‘Profiler’ module lets you identify and quantify the contents of your mixture spectrum by comparing
it to a compound library with hundreds of reference signatures.
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You can obtain the concentration of compounds in your mixture by matching Chenomx’s compound

signatures to the peak shapes in your spectrum.

File  Edit View Compound Tools Applications  Help

& profiler.cnx* - Chenomx Profiler

_oEEN

v B A & Mo M &

& Reference Card et Selected 1 cluster
""" Selection Center: 7.58824 ppm
o - 89 87 82 82 76 T4
Niacinamide b S il B M lly Y Cluster is transformed: 0.00081 ppm
- Concentration: 569.9 pM
B89 &7 82 82 165 T4 0'03
- i VPO PTTI PO VOORSPT-NOTPE- SO SOPH PPN ORI
(M' \ N\ as ' 4 002
| f(-\ Miacinamide Selected | chustes 1 =
I| \ B 82 6 14 Selection Center: 7.58824 ppm
| A Chuster is transformad: 0.00081 ppm
Formula |||I Concentration: 584.8 iM
|
[ \ Foos B
Weight (Da) /NS oot
IUPAC Name [~] /
R R <1
Alternate Names [ . fs Loz B
7.61 760
CAS Registry 1
= 0.00
InChl
SMILES Fo.01 0
Additional Information W\ & 4 ~
>
e L 5.66
External Database References A .
?.‘59 7. ISS ?.IS? 7 ‘56
HMDEB MetaboCard
_ NADPH —
KEGG Ligand Compound
PubChem Compound MN-Carbamoylaspartate -
ChEEI M-Carbamoyl-B-alanine -
Niacinamide 569.9 0
Nicotinamide N-oxide =
333 compounds 599.48 MHz pH 7.00

(https://www.chenomx.com/wp-content/uploads/2015/11/profiler_2.png)

Search Tools

Profiler contains a variety of tools to help you search through all available reference signatures and

identify the components in your mixture.

-3 profiler.cnx*

File  Edit View Compound Tools Applications Help

©H " SERNEN RO I &

- Chenomx Profiler

& Reference Card hd Niacinamide
Niacinamide 89 87 82 82 76 T4
0.05
— 4
Search for Compounds
- 0.04
NS
| Find compounds that have one (or more) clusters located:

2 - 0.03

N between ppm
Formula ® nesar ppm - 0.02

Weight (Da)

IUPAC Name
Alternate Names
CAS Registry Quick Search field or pressing the ESC key.
InChl
SMILES

Additional Information q &J

>
External Database References | © Search matched 5 compounds. Press ESCtocle.. | v mide X ||

You can use this dialog to filter your displayed compounds based on
cluster locations. You can cancel that search at any time by clearing the

F 0.01

W= 0.00

Cancel 7.70 7.65 7.60 7.55 7.50 745

HMDE MetaboCard y
o-ar | 1-Methylnicotinamide = ’
KEGG Ligand Compound )
Acetamide =
PubChem Compound ) )
Chel M,N-Dimethylformamide =
Niacinamide =
MNicotinamide M-oxide = ]
ke G LAY L
5 compounds (328 hidden) 599.48 MHz pH 7.00

(https://www.chenomx.com/wp-content/uploads/2015/11/profiler_3.png)

Spectral Overlays

You can use ‘Overlay Lines’ to compare your own spectra with each other. You can also give these

overlaid lines an offset with the stacking feature.
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Data Export

Once you're finished profiling, it’s easy to export your quantitative data for further analysis.
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Spectral Binning

Profiler offers a number of binning options, including spectral binning (standard), targeted binning
(based on a compound library), or residual binning (based on unmatched regions.)
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Batch Fit

Once you've assigned metabolites to one spectrum, you can use the batch fit tool to autofit multiple

spectra with multiple metabolites.
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Thanks for reading and learning more about Chenomx. Check out our free demo
(https://www.chenomx.com/our-software/our-free-demo/) and learn more about all the features

included in our software.
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