Supplementary Table 1. Results of model training for all machine learning algorithms
	Machine Learning models
	Optimal Tuning Parameters
	AUC

	OPLS-DA
	Principle component: 1
Orthogonal components: 4
	–*

	Feature Selection
	Lasso Logistic Regression
	
	0.9973

	Ensemble based on 50 Decision Trees
	Random Forest
	mtry: 35
	1.0000
(0.9999861)

	
	Bagging
	minbucket: 1, maxdepth: 3
	0.9755

	
	Boosting
	minbucket: 3, maxdepth: 1
	0.9969

	Support Vector Machine
(SVM)
	Linear
	cost: 
	0.9880

	
	Polynomial
	degree: 2, cost: 
	0.9801

	
	Gaussian RBF
	gamma: ,
 cost: 
	0.4805

	
	Sigmoid
	gamma: 1, cost: 1
	0.6697


*The OPLS-DA model performed optimization based on R2Y and Q2Y values as tuning parameters and did not calculate AUC; RBF, Radial basis function; OPLS-DA, orthogonal partial least squares-discriminant analysis; AUC, area under the curve.
