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Figure S1. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, 
and C) applicability domain for case study 1 (separation of organic molecules using Supelcosil LC, tG = 
10 min, T = 35 °C), D) prediction of retention time, E) elution order, and F) applicability domain for case 
study 2 (separation of synthetic peptides on Xterra, tG = 20 min, T = 40 °C). 

  



 

Figure S2. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, 
and C) applicability domain for case study 2 (separation of synthetic peptides on Licrospher, tG = 20 min, 
T = 40 °C). D) prediction of retention time, E) elution order, and F) applicability domain for case study 
2 (separation of synthetic peptides on Licrospher, tG = 60 min, T = 40 °C). 

  



Figure S3. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, and C) 
applicability domain for case study 2 (separation of synthetic peptides on Licrospher, tG = 120 min, T = 40 °C). 
D) prediction of retention time, E) elution order, and F) applicability domain for case study 2 (separation of 
synthetic peptides on Licrospher, tG = 20 min, T = 60 °C). 

  



Figure S4. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, and C) 
applicability domain for case study 2 (separation of synthetic peptides on Licrospher, tG = 20 min, T = 80 °C). 
D) prediction of retention time, E) elution order, and F) applicability domain for case study 2 (separation of 
synthetic peptides on Licrospher, tG = 20 min, T = 40 °C). 

  



 

Figure S5. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, 
and C) applicability domain for case study 2 (separation of synthetic peptides on PRP, tG = 20 min, T = 
40 °C). D) prediction of retention time, E) elution order, and F) applicability domain for case study 2 
(separation of synthetic peptides on PRP, tG = 60 min, T = 40 °C). 

  



 

Figure S6. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, 
and C) applicability domain for case study 2 (separation of synthetic peptides on PRP, tG = 20 min, T = 
60 °C). D) prediction of retention time, E) elution order, and F) applicability domain for case study 2 
(separation of synthetic peptides on PRP, tG = 60 min, T = 60 °C). 

  



 

Figure S7. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, 
and C) applicability domain for case study 2 (separation of synthetic peptides on PRP, tG = 20 min, T = 
80 °C). D) prediction of retention time, E) elution order, and F) applicability domain for case study 2 
(separation of synthetic peptides on PRP, tG = 60 min, T = 80 °C). 

  



 

Figure S8. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, 
and C) applicability domain for case study 2 (separation of synthetic peptides on Discovery, tG = 20 min, 
T = 40 °C). D) prediction of retention time, E) elution order, and F) applicability domain for case study 
2 (separation of synthetic peptides on Discovery, tG = 20 min, T = 60 °C). 

  



 

Figure S9. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, 
and C) applicability domain for case study 2 (separation of synthetic peptides on Discovery, tG = 20 min, 
T = 80 °C). D) prediction of retention time, E) elution order, and F) applicability domain for case study 
2 (separation of synthetic peptides on Discovery, tG = 20 min, T = 40 °C). 

  



 

Figure S10. Performance of the MLR-NLP method for prediction of A) retention time, B) elution order, 
and C) applicability domain for case study 2 (separation of synthetic peptides on Chromolith, tG = 20 
min, T = 40 °C).  


