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This script calculates relative peak area for each isotopologue (already corrected for natural abundance) 

and writes it into an Excel spreadsheet. 

If compounds are marked using the Checked column in the Compounds table, then only those checked 

compounds are exported. If no compounds are checked then the script will export all compounds.  

 

1. Install R and some additional R libraries  

a) If you don’t have R installed on our PC already then you need to install R. Go to https://cran.r-

project.org/ . Select Download R for Windows -> Base  

 

b) After installing R, make sure the R package “rjson” is installed. To do that run R and type  
install.packages('rjson') 

 

c) Also install the packages “stringr” and “writexl” using the command 

install.packages(c('stringr', 'writexl')) 
 
 

2. Copy the R script 

a)  Create a folder C:\Rscripts  

b)    Navigate to this folder and create a new subfolder “SIL_Area” 

d) Copy the file SIL_Area.R into this folder 

 

 

3. Execute the Script using the Scripting node  

Create a new workflow that contains the Scripting node or reprocess an existing result and add the 

Scripting node.   

 

The Scripting node is a post-processing node. Drag it into the Post-Processing Node area. Post-

processing nodes are not connected. 

https://cran.r-project.org/
https://cran.r-project.org/


 

Click on the Scripting node to enter the parameters for this node. 

 

Path to R executable. Your R version might be different. Make sure to select Rscript.exe. 

Command Line Arguments: The path to your R script. You can copy & paste from below. Do not 

modify %NODEARGS% i.e., insert right path before %NODEARGS%, leave one space in between. 

C:\Rscripts\SIL_Area\SIL_Area.R    

Requested Tables and Columns: Tables and columns to export for use within the script. Click on ... 

to edit parameter text. You can copy & paste from below. 

Compounds: Checked, Calc MW, Name, Formula, RT in min; Labeled Compounds per File; Input Files 

Use R-friendly Columns: True. 

Archive Datafiles : False. 

 

c) Run the analysis.  

 

 



4. Expected result  

 

You should see 6 additional files in the same folder where your cdresult file is located. 

- [cdresult file name] + _SIL_Relative_Area_NA.csv  (result table as .csv file) 

- [cdresult file name] + _SIL_Relative_Area.xlsx (result table as .xlsx file) 

- [cdresult file name] + _SIL_Relative_Area_0Fill.xlsx (result table as .xlsx file, NA’s filled in with 

zeroes) 

-  

- [cdresult file name] + _SIL_Exchange_Rate_NA.csv  (result table as .csv file) 

- [cdresult file name] + _SIL_Exchange_Rate.xlsx (result table as .xlsx file) 

- [cdresult file name] + _SIL_ Exchange_Rate_0Fill.xlsx (result table as .xlsx file, NA’s filled in with 

zeroes) 

 

 

 

Note: If you prefer many individual result tables (one per compound) instead of one large result table 

for all compounds, then you can set this option to TRUE (line number 15 in the R script). 

ONE_FILE_PER_COMPOUND = TRUE 

 

 

 

 

 

 

 


