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We can quantify three different scenarios: 

• We know the molecular weight and the proton distribution of the 
integral ranges. 
 We can calculate mass content. 

• We know the molecular weight, the proton distribution and the 
amount of substance. 
 We can calculate relative amount of substances. 

• We know the molecular weight, the proton distribution and the 
amount of substance and we know the purity of a reference 
compound. 
 We can calculate relative amount and purity of substances. 

 

Quantitative NMR Tutorial 

Commands: [nmrq], [nmrquant] 
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Quantitative NMR [nmrq], [nmrquant] 

Scenario 1a: one integral per component 
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Quantitative NMR [nmrq], [nmrquant] 

Scenario 1a: one integral per component 



4 

Quantitative NMR [nmrq], [nmrquant] 

Scenario 1b: several integrals per component 
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Quantitative NMR [nmrq], [nmrquant] 

Scenario 1b: several integrals per component 
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Ganze Breite für ein 
Bild 

Quantitative NMR [nmrq], [nmrquant] 

Scenario 2a: components plus weights 
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Quantitative NMR [nmrq], [nmrquant] 

Scenario 2a: components plus weights 
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Quantitative NMR [nmrq], [nmrquant] 

Scenario 2b: components plus weights 
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Quantitative NMR [nmrq], [nmrquant] 

Scenario 2b: components plus weights 
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Quantitative NMR [nmrq], [nmrquant] 

Scenario 3: components plus weights 
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Quantitative NMR [nmrq], [nmrquant] 

Scenario 3: components plus weights 
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The toolbar contains 2 additional buttons:  
 
  
  
 Implements the command “Calculate tabulated data and show 
report”. It runs a quantitative analysis using tabulated data, stored 
in nmrquant.txt (format see below). The result is being displayed 
in the system notepad and stored in a quant file. The internal 
format of the tabulated data file is in Appendix A.  
  
 Implements the “Save Automated calculation file” button: Enables 
storing of the tabulated data in an arbitrary file. The file contents 
can be calculated using the kernel nmrquant application by means 
of the “nmrqa” command. 
 

Quantitative NMR [nmrq], [nmrquant] 

in Automation 
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nmrqa command syntax 
nmrqa – the command without arguments performs the quantitative 
analysis within the opened data set using default file name “nmrquant.txt” 
as a source of the tabulated data and “quant” as an output file.  
  
nmrqa “input_filename” <”output_filename”> - performs the quantitative 
analysis within the opened data set using input_filename as a source of the 
tabulated data and output_filename or “quant” as an output file.  
nmrqa “directory_name” – the command performs the quantitative 
analysis from any location. The directory should contain default file 
“nmrquant.txt” as a source of the tabulated data and “quant” file will be 
created as an output file.  
  
nmrqa “input_path_name”  <”output_pathname”> – the command 
performs the quantitative analysis from any location. The directory should 
contain file input_path_name  as a source of the tabulated data and 
output_pathname or “quant” file will be created as an output file.  
  
nmrqa command generates prompts, if any necessary file absent or syntax 
is wrong, but it doesn’t hangs an application. All the syntax errors within 
the input data file are being stored in the output file. 
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A sample of the file content is shown below.  
 
It is similar to internal nmrquant data format, so the user can create draft 
the nmrquant file using the internal component matrix editor. 
The file may contain several tables, delimited with START and END lines. 
The first value is a number of integrals. The next one is a list of the integral 
values, delimited with “:” symbols. 
The next integer value defines the number of components. The component 
description has a following format: 
“Title” : “Molecular weight” : “Component weight”. 
The undefined values should be equal to 0.0. 
The component table followed by proton array, which define contribution to 
a corresponding integral. 
The line number corresponds to a sample number (in a sample the 1:0:1… 
line describes the proton contribution of the sample 1 and the 0:1:0… line 
describes the proton contribution of the sample 2), the number of array’s 
elements should be equal to a number of integrals. “Foreign's integrals” 
should be filled with the zero number of protons, like in component table of 
the nmrquant application. 
  
If the component description 
 block contains an error, the corresponding warning appears in a report and 
does not stop calculations on other blocks.  
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START 
12 
19.3481:1.14:19.53:19.4955:1.1168:1.2597:3.6792:40.75:60.72750:39:39:58.88 
2 
sample 1:139.22:10 
sample 2:126.11:1 
1:0:1:1:0:0:0:2:3:2:2:3 
0:1:0:0:1:1:2:0:0:0:0:0 
END 
START 
10 
19.3481:1.14:19.53:19.4955:1.1168:1.2597:3.6792:40.75:60.72750 
2 
Sample 3:139.22:0 
Sample 4:126.11:0 
1:0:1:1:0:0:0:2:3:2 
0:1:0:0:1:1:2:0:0:0 
END 
 
 

Nmrquant.txt file sample 
 


