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This script calculates the O/C ratio and the H/C ratio for each compound and returns the result as two 

new columns. 

1. Install node dependencies 

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”). Please also install package “stringr”. 

2. Copy the R script 

a)  Create a folder C:\Rscripts  

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

c) Copy the file OCRatio.R into this folder 

 

3. Execute the Script using the Scripting node  

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

the Scripting node.  This example modifies the Compounds table. 

 

 

First parameter: Your R version might be different. Make sure to select Rscript.exe. 

Second and third parameter: copy & paste for from below 

C:\Rscripts\OCRatio\OCRatio.R %NODEARGS% 

Compounds: Formula 

Note: If you did not copy the script to C:\Rscripts\OCRatio\ but elsewhere make sure to enter the 

correct path. 

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


 

Run the analysis.  

4. Expected result 

 

 

5. Visualization using Result Charts

 


