Supplementary Table 3: OPLS-DA model parameters 
	Component
	Model
	Predictive
	P1
	P2
	Orthogonal
in X(OPLS)
	O1

	R2X
	
	
	0.161
	0.159
	
	0.172

	R2X(cum)
	0.492
	0.319
	0.161
	0.319
	0.172
	0.172

	Eigenvalue
	
	
	4.66
	4.6
	
	5.01

	R2
	
	
	0.409
	0.304
	
	0

	R2(cum)
	0.713
	0.713
	0.409
	0.713
	0
	0

	Q2
	
	
	0.37
	0.293
	
	

	Limit
	
	
	0.01
	0.01
	
	

	Q2(cum)
	0.663
	0.663
	0.37
	0.663
	
	

	R2Y
	
	
	0.503
	0.497
	
	

	R2Y(cum)
	1
	1
	0.503
	1
	
	

	Eigenvalue Y
	
	
	1.51
	1.49
	
	

	Significance
	
	
	R1
	R1
	
	R1









