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Tables 

Table ESM1. Results of the ML metrics regarding the TTR case performed without 

dimensionality reduction (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/4.1.ML_notPCA.ipynb ) 

 

 

Table ESM2. A five-fold cross-validation for the TTR case performed without dimensionality 

reduction (GitHub file:  

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/4.1.ML_notPCA.ipynb ) 

https://orcid.org/0009-0005-7730-2423
https://orcid.org/0000-0002-6379-0287
https://orcid.org/0000-0002-2495-1623
https://orcid.org/0000-0002-6551-2977
mailto:mariya.ivanova@uwl.ac.uk
https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/4.1.ML_notPCA.ipynb
https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/4.1.ML_notPCA.ipynb


 

Table ESM3. Results of the ML metrics regarding the TTR case performed with dimensionality 

reduction with PCA  (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/4.2..ML_withPCA.ipynb ) 

 

Table ESM4. A five-fold cross-validation for the TTR case performed with dimensionality 

reduction achieved with PCA (GitHub file:  

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/4.2..ML_withPCA.ipynb ) 
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Table ESM5. Results of the ML metrics regarding the dopamine D1 receptor antagonist 

predictions using a dataset with reduced number of samples and without dimensionality 

reduction (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/4.1.ML_noPCA_3177.ipynb )  

 

 

Table ESM6. A five-fold cross-validation of ML model predicting the dopamine D1 receptor 

antagonists based on a reduce dataset samples and without dimensionality reduction (GitHub 

file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/4.1.ML_noPCA_3177.ipynb ) 

 

Table ESM7. Results of the ML metrics regarding the dopamine D1 receptor antagonist 

predictions using a dataset with reduced number of samples and PCA dimensionality reduction 

(GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/4.2.ML_withPCA_3177.ipynb ) 
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Table ESM8. A five-fold cross-validation of the ML models predicting the dopamine D1 receptor 

antagonists based on data with reduced samples and PCA dimensionality reduction of the 

features (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/4.2.ML_withPCA_3177.ipynb ) 

 

 

Table ESM9 Metrics results of ML models based on a full dataset of 13CNMR spectroscopy 

data,  predicting dopamine D1 receptor antagonists(GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/6.1.ML_noPCA_fullSet.ipynb ) 
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Table ESM10. Five-fold cross-validation of ML based on a full dataset of 13CNMR spectroscopy 

data,  predicting dopamine D1 receptor antagonists 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/6.1.ML_noPCA_fullSet.ipynb ) 

 

Table ESM11. Metric results of ML with a full dataset of 13CNMR data, dimensionality reduced 

by PCA for predicting dopamine D1 receptor antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/6.2..ML_withPCA_fullSet.ipynb

) 
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Table ESM12.  Five-fold cross-validation of ML based on a full dataset with 13CNMR, reduced 

by PCA for predicting dopamine D1 receptor antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/6.2..ML_withPCA_fullSet.ipynb  

) 

 

Table ESM13.  Metric results of ML models, predicting TTR transcription antagonists based on a 

dataset with added molecular features (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/5.1.ML_noPCA_withPubChem

_data.ipynb ) 
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Table ESM14.  A five-fold cross-validation for predicting TTR transcription antagonists based on 

a dataset with added molecular features (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/5.1.ML_noPCA_withPubChem

_data.ipynb )  

 

 

Table ESM15. ML metric results of ML models predicting  TTR transcription activators based on 

a dataset with 13C NMR and molecular feature and dimensionality reduced by PCA (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/5.2..ML_withPCA_withPubCh

em_data.ipynb ) 
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Table ESM16. A five-fold cross-validation for predicting TTR transcription activators based on a 

dataset with 13C NMR and molecular feature and dimensionality reduced by PCA (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/5.2..ML_withPCA_withPubCh

em_data.ipynb ) 

 

 

Table ESM17. ML metric results based on a reduced dataset of 13CNMR and molecular 

features for predicting dopamine D1 receptor antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/5.1.ML_noPCA_3177_withPub

Chem_data.ipynb ) 

 

 

Table ESM18. Five-fold cross-validation of ML based on a reduced dataset with 13CNMR and 

molecular features for predicting dopamine D1 receptor antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR/5.2..ML_withPCA_withPubChem_data.ipynb
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https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/5.1.ML_noPCA_3177_withPub

Chem_data.ipynb ) 

 

Table ESM19.ML metric results based on ML based on a reduced dataset with 13CNMR data 

and molecular features, dimensionality reduced by PCA for predicting dopamine D1 receptor 

antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/7.2..ML_withPCA_fullSet_with

PubChem_data.ipynb )  

 

Table ESM20. Five-fold cross-validation of ML based on a reduced dataset with 13CNMR data 

and molecular features, dimensionality reduced by PCA for predicting dopamine D1 receptor 

antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/7.2..ML_withPCA_fullSet_with

PubChem_data.ipynb ) 
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Table ESM21. ML metric results based on a full dataset of 13CNMR and molecular features for 

predicting dopamine D1 receptor antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/7.1.ML_noPCA_fullSet_withPu

bChem_data.ipynb )  

 

Table ESM22. Fi-fold cross-validation of ML based on a full dataset with 13CNMR and 

molecular features for predicting dopamine D1 receptor antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/7.1.ML_noPCA_fullSet_withPu

bChem_data.ipynb ) 
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Table ESM23. Metrics results of ML with a full dataset of 13CNMR and molecular features and 

dimensionality reduced by PCA for predicting dopamine D1 receptor antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/7.2..ML_withPCA_fullSet_with

PubChem_data.ipynb ) 

 

 

Table ESM24. Five-fold cross-validation of ML based on a full dataset with 13CNMR and 

molecular feature and dimensionality reduced by PCA for predicting dopamine D1 receptor 

antagonists (GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/7.2..ML_withPCA_fullSet_with

PubChem_data.ipynb ) 

 

Table ESM25. CID_SID ML model`s metrics predicting TTR transcription activation capability of 

compounds designed initially for another purpose (GitHub file:  

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/D1/7.2..ML_withPCA_fullSet_withPubChem_data.ipynb
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https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR_CID_SID_ML_model/TTR_CID

_SID_ML_model.ipynb ) 

 

Table ESM26. Five-fold cross-validation of CID_SID ML models predicting TTR transcription 

activation capability of compounds that have been initially designed for another purpose 

(GitHub file: 

https://github.com/articlesmli/NMR_ML_TTR_D1/blob/main/TTR_CID_SID_ML_model/TTR_CID

_SID_ML_model.ipynb )  
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Figures 

 

Figure ESM1. Tracing the deviation 

between train and test accuracies for 

the TTR case without dimensionality 

reduction 

 

Figure ESM2. Tracing the deviation 

between train and test accuracies for 

the TTR case with dimensionality 

reduction performed by PCA 

  

 

Figure ESM3. Learning curve 

dopamine D1 receptor case without 

dimensionality reduction  



 

Figure ESM4. Learning curve of ML 

model predicting dopamine D1 

receptor antagonists with 

dimensionality reduction performed 

by PCA 

 

Figure ESM5. Tracing the deviation 

between train and test accuracies for 

the TTR case with molecular features 

added without dimensionality 

reduction 

 

Figure ESM6. Tracing the deviation 

between train and test accuracies for 

the dopamine D1 receptor antagonist 

and molecular features case without 

dimensionality reduction 



 

Figure ESM7. Tracing the deviation 

between train and test accuracies of 

the CID_SID ML model based on a 

dataset focused on predicting TTR 

transcription activators. 

 


