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	Groups
	Ion mode
	Component
	PCA
	PLS-DA
	OPLS-DA

	
	Negative
	
	R2X (cum)
	R2X(cum)
	R2Y(cum)
	Q2
	R2X(cum)
	R2Y(cum)
	Q2

	Cor vs Con
	
	P1
	0.722
	0.803
	0.994
	0.992
	0.798
	0.994
	0.992

	
	
	P2
	0.763
	0.827
	1
	0.995
	0.827
	1
	0.993



