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Table S1. Complementary information about the volunteers in the study 

 



 

 



 

Table S2. Optimized hyperparameters for the tested classification models 

 

Model Key hyperparameters and their values 

PLS-DA number of components: 2 

SIMCA number of components: 3 

DT criterion: gini; max features: none; min samples split: 6 

RF 
number of estimators: 819; max. features: sqrt; min. samples split: 26; min. samples leaf: 8; 

bootstrap: true 

BT number of trees: 100 

SGD 
loss: modified_huber; penalty: l1; alpha: 0.0516; learning rate: optimal; Eta0: 0.000193; max. iter: 

2671; tol: 0.00069; early stopping: true 

PLS-DA: partial least squares discriminant analysis; SIMCA: soft independent modeling of class analogy; DT: decision 

tree; RF: random forest; BT: bagged trees; SGD: stochastic gradient descent; max.: maximum; min.: minimum;  

iter: iterations; tol: tolerance. 

 

 

 


