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	OPLS-DA
	Permutation (n = 200)
	CV-ANOVA

	Classification Model
	R2X
	R2Y
	Q2
	R2 intercept
(x-axis, y-axis)
	Q2 intercept
(x-axis, y-axis)
	p-value

	VITdAL-ICU Cohort
	0.126
	1.00
	0.350
	0.00, 0.077
	0.00, -0.102
	<0.001

	RoCI Cohort
	0.183
	1.00
	0.350
	0.00, 0.274
	0.00, -0.271
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Day 0 OPLS-DA model goodness of fit, predictive ability and model significance in both VITdAL-ICU and RoCI Cohorts. R2 and Q2 quality metrics, the permutation diagnostics and overall model significance are presented.
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Note: OPLS-DA Models are N-formylmethionine abundance 4th quartile relative to 1st, 2nd and 3rd quartile. In our study, the X are the metabolites at day 0 and the Y is the N-formylmethionine abundance. The OPLS-DA model quality is R2X; the goodness-of-fit is R2Y; and the predictive performance is Q2. Model validation is determined via permutation testing and assessing the y-axis intercept Q2 by a cross-validation test. Sevenfold cross-validation analysis of variance (CV-ANOVA) was utilized for model significance. Further detail can be found in Supplemental Methods (Additional file 1).
