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Experimental data associated with the article: 
 
 

Inline Raman Spectroscopy and Indirect Hard Modeling for 
Concentration Monitoring of Dissociated Acid Species 

 
 

Alexander Echtermeyer1, Caroline Marks1, Alexander Mitsos1, Jörn Viell1,* 
 
 
1 Process Systems Engineering (AVT.SVT), RWTH Aachen University, Forckenbeckstr. 51, 52074 Aachen, 
Germany 
 
* Corresponding Authors:  

Jörn Viell: joern.viell@avt.rwth-aachen.de 
 
 
 
The presented experimental data are associated with the investigations and results published in the 
following article: “Alexander Echtermeyer, Caroline Marks, Alexander Mitsos, Jörn Viell. Inline Raman 
Spectroscopy and Indirect Hard Modeling for Concentration Monitoring of Dissociated Acid Species. Applied 
Spectroscopy, 2021, 75(5):506–519. DOI: 10.1177/0003702820973275” 
 
 
 
This data set is published in RWTH publications: https://doi.org/10.18154/RWTH-2024-01177   
 
 
 
 
How to cite this data set: 
 
@misc{Echtermeyer2024,  

title={Dataset to "Inline Raman Spectroscopy and Indirect Hard Modeling for Concentration 
Monitoring of Dissociated Acid Species"}, 
author={Echtermeyer, Alexander and Marks, Caroline and Mitsos, Alexander and Viell, J{\"o}rn}, 

   doi={10.18154/RWTH-2024-01177}, 
   url={https://doi.org/10.18154/RWTH-2024-01177} 
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Table of Content for Data Set: 
 
The data set comprises Raman spectra as acquired with the respective spectrometer (RXN2 process 
analyzer, Kaiser Optical Systems, now Endress+Hauser AG) and operational software (HoloGRAMS ver. 
3.2, Kaiser Optical Systems, now Endress+Hauser AG) in .spc-format (in case of triplicates, a mean 
spectrum in .mat-format is likewise provided). The Raman spectra are assigned to the composition data 
from sample preparation and titration experiments using Excel data tables. The following data sets are 
provided: 
 
 

1) Acetic acid titration 
a. Titration Raman spectra and associated preparation and experimental data. 
b. Composition data based on calculation scheme of main article. 

 
2) Citric acid titration 

a. Titration Raman spectra and associated preparation and experimental data. 
b. Composition data based on calculation scheme of main article. 

 
3) Formic acid titration 

a. Titration Raman spectra and associated preparation and experimental data. 
b. Composition data based on calculation scheme of main article. 

 
4) Itaconic acid titration 

a. Titration Raman spectra and associated preparation and experimental data. 
b. Composition data based on calculation scheme of main article. 

 
5) Levulinic acid titration 

a. Titration Raman spectra and associated preparation and experimental data. 
 

6) Oxalic acid titration 
a. Titration Raman spectra and associated preparation and experimental data. 

 
7) Succinic acid titration (two separate titration experiments) 

a. Titration Raman spectra and associated preparation and experimental data. 
 


