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Additional file 1: Figure S1: Effect of storage time correction. Left: QQ plot of p-values of bivariate correlation between original metabolite features and storage time; Right: QQ plot of p-values of bivariate correlation between metabolite features and storage time after correcting effects of storage time based on HCs.
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Additional file 1:  Figure S2:  The distributions of original and imputed metabolite features: Glyoxylate ratio, Caffeine ratio, Elaidicacid ratio and Indole 3 propionic acid ratio. The first row corresponds to the distribution of original feature values; the second row corresponds to the distribution of feature values imputed by the halfMin methods; the third row corresponds to the distribution of feature values imputed by the kNN3; the fourth row corresponds to the distribution of feature values imputed by the EM; the fifth row corresponds to the distribution of feature values imputed by the SVD. 
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Additional file 1: Figure S3. QQ plots of the p-values of the two-sample t-tests on raw features, k-means and hierarchical clustering representatives. The missing values in the data set are imputed via kNN3 method. 



Supplemental Tables

Additional file 1: Table S1. Classification performance obtained by Random Forest on metabolite data using the standard undersampling technique. We compare 2 imputation methods, half of minimum values (halfMin) and K-nearest-neighborhood (K=3, kNN3). We compare 4 feature selection methods including T-test, Fisher Information (Fisher), Gini, and stability selection (Stability). 
	Raw Features

	Imputation
	halfMin
	kNN3
	EM
	SVD

	FS method
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability

	Accuracy
	73.60%
	72.76%
	73.60%
	71.39%
	74.54%
	73.73%
	74.54%
	73.04%
	73.30%
	71.88%
	73.30%
	71.82%
	73.26%
	71.81%
	73.26%
	71.71%

	Sensitivity
	67.22%
	66.89%
	67.22%
	66.06%
	66.67%
	65.28%
	66.67%
	66.17%
	63.78%
	63.67%
	63.78%
	64.67%
	63.61%
	62.56%
	63.61%
	64.22%

	Specificity
	75.14%
	74.15%
	75.14%
	72.67%
	76.36%
	75.66%
	76.36%
	74.66%
	75.44%
	73.73%
	75.44%
	73.46%
	75.41%
	73.87%
	75.41%
	73.40%

	Cluster-Representatives (K-means)

	Imputation
	halfMin
	kNN3
	EM
	SVD

	FS method
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability

	Accuracy
	73.44%
	73.28%
	73.44%
	71.35%
	73.52%
	72.71%
	73.52%
	72.09%
	70.72%
	70.64%
	70.72%
	68.25%
	73.32%
	72.81%
	73.32%
	72.07%

	Sensitivity
	68.33%
	70.61%
	68.33%
	68.00%
	72.67%
	69.67%
	72.67%
	70.00%
	64.11%
	64.56%
	64.11%
	64.94%
	67.61%
	66.94%
	67.61%
	66.06%

	Specificity
	74.73%
	74.07%
	74.73%
	72.20%
	73.88%
	73.57%
	73.88%
	72.72%
	72.34%
	72.16%
	72.34%
	69.13%
	74.73%
	74.30%
	74.73%
	73.56%

	Cluster-Representatives (Hierarchical Clustering)

	Imputation
	halfMin
	kNN3
	EM
	SVD

	FS method
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability

	Accuracy
	68.64%
	67.65%
	68.64%
	67.49%
	72.16%
	70.88%
	72.16%
	70.87%
	67.21%
	66.60%
	67.21%
	64.71%
	69.66%
	69.17%
	69.66%
	67.57%

	Sensitivity
	66.89%
	63.00%
	66.89%
	65.50%
	71.22%
	67.72%
	71.22%
	69.50%
	63.06%
	63.89%
	63.06%
	61.11%
	66.06%
	65.89%
	66.06%
	65.11%

	Specificity
	69.27%
	68.87%
	69.27%
	68.10%
	72.55%
	71.79%
	72.55%
	71.41%
	68.34%
	67.47%
	68.34%
	65.76%
	70.69%
	70.13%
	70.69%
	68.36%






Additional file 1: Table S2. Classification performance obtained by Support Vector Machines on metabolite data using the standard undersampling technique. We compare 2 imputation methods, half of minimum values (halfMin) and K-nearest-neighborhood (K=3, kNN3). We compare 4 feature selection methods including T-test, Fisher Information (Fisher), Gini, and stability selection (Stability). 
	Raw Features

	Imputation
	halfMin
	kNN3
	EM
	SVD

	FS method
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability

	Accuracy
	64.27%
	67.32%
	63.62%
	65.70%
	64.26%
	69.09%
	64.53%
	67.44%
	65.38%
	67.73%
	65.38%
	67.44%
	66.02%
	68.06%
	61.11%
	65.63%

	Sensitivity
	57.22%
	62.17%
	58.39%
	57.11%
	57.06%
	63.17%
	56.06%
	57.78%
	57.56%
	60.22%
	57.56%
	58.28%
	58.83%
	61.67%
	51.44%
	59.50%

	Specificity
	66.01%
	68.60%
	65.02%
	67.81%
	66.00%
	70.52%
	66.53%
	69.77%
	67.27%
	69.49%
	67.27%
	69.64%
	67.74%
	69.60%
	63.27%
	67.14%

	Cluster-Representatives (K-means)

	Imputation
	halfMin
	kNN3
	EM
	SVD

	FS method
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability

	Accuracy
	69.27%
	69.39%
	69.27%
	70.15%
	68.64%
	71.37%
	68.64%
	68.43%
	66.37%
	66.53%
	66.37%
	66.19%
	69.72%
	69.88%
	66.54%
	67.10%

	Sensitivity
	61.94%
	69.94%
	61.94%
	62.11%
	63.61%
	68.28%
	63.61%
	60.61%
	61.28%
	62.94%
	61.28%
	65.44%
	68.00%
	64.28%
	61.72%
	68.28%

	Specificity
	70.98%
	69.50%
	70.98%
	72.07%
	69.93%
	72.28%
	69.93%
	70.31%
	67.71%
	67.59%
	67.71%
	66.44%
	70.30%
	71.30%
	67.91%
	67.09%

	Cluster-Representatives (Hierarchical Clustering)

	Imputation
	halfMin
	kNN3
	EM
	SVD

	FS method
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability
	Fisher
	Gini
	T-test
	Stability

	Accuracy
	67.80%
	67.98%
	67.80%
	65.79%
	68.31%
	72.47%
	68.31%
	66.51%
	66.36%
	65.18%
	66.36%
	64.84%
	69.07%
	68.28%
	69.07%
	65.96%

	Sensitivity
	66.67%
	63.61%
	66.67%
	62.17%
	66.33%
	66.61%
	66.33%
	60.33%
	64.78%
	60.89%
	64.78%
	61.00%
	65.17%
	66.50%
	65.17%
	62.56%

	Specificity
	68.29%
	69.17%
	68.29%
	66.72%
	68.91%
	73.98%
	68.91%
	68.02%
	66.94%
	66.33%
	66.94%
	65.87%
	70.13%
	68.94%
	70.13%
	66.96%





Additional file 1: Table S3.  Top 30 individual metabolic features selected by different feature selection methods. The data is imputed by kNN3. The ensemble learning takes place on individual metabolites.









 Additional file 1: Table S4. Top 30 individual metabolic features selected by different feature selection methods. The data is imputed by halfMin. The ensemble learning takes place on individual metabolites.




Additional file 1: Table S5. Top cluster-representatives (K-means) selected by different feature selection methods. The data is imputed by halfMin.






Additional file 1: Table S6. Top cluster-representatives (hierarchical clustering) selected by different feature selection methods. The data is imputed by kNN3.



Additional file 1: Table S7. Top cluster-representatives (hierarchical clustering) selected by different feature selection methods. The data is imputed by halfMin.
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image26.emf
Rank Feature Name Score p-val Rank Feature Name Score p-val Rank Feature Name Score p-val Rank Feature Name Score p-val

1 Cysteine_.minor._Cystine._ratio 0.238 0.002 1 Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. 0.3 0.02 1 Cysteine_.minor._Cystine._ratio 0.019 0.002 1 Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. 0.805 0.02

2 Cystine_ratio 0.225 0.004 2

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.addit

ional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OO

H.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.302 0.027 2 Cystine_ratio 0.022 0.004 2

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._T

riacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceri

de_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.768 0.027

3 Isoleucine_ratio 0.221 0.003 3 Cysteine_.minor._Cystine._ratio 0.355 0.002 3 Dodecanol_ratio 0.022 0.003 3 Cysteine_.minor._Cystine._ratio 0.732 0.002

4 Dodecanol_ratio 0.214 0.003 4 Dodecanol_ratio 0.364 0.003 4 Isoleucine_ratio 0.022 0.003 4 Indole.3.acetic_acid_ratio 0.687 0.135

5 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio 0.211 0.002 5 Serotonine_ng_per_ml 0.373 1E-05 5 Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. 0.027 0.02 5 Cystine_ratio 0.656 0.004

6 Serotonine_ng_per_ml 0.199 1E-05 6 Cystine_ratio 0.376 0.004 6 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio 0.03 0.002 6 Ratio Glu_versus_Gln 0.623 0.03

7 Methionine_ratio 0.186 0.005 7 Lysophosphatidylcholine_.C20.4._ratio 0.377 0.052 7

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.addi

tional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.O

OH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH

..

0.036 0.027 7 Unknown.58100024._ratio 0.623 0.075

8 Unknown.68100045._ratio 0.182 0.001 8 Urea_ratio 0.383 0.011 8 Methionine_ratio 0.036 0.005 8 Unknown.38100468._ratio 0.62 0.177

9 TAG_.containing_C18.1.C18.2._ratio 0.176 0.005 9 Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio 0.384 0.01 9 Serotonine_ng_per_ml 0.041 1E-05 9 Normetanephrine_ng_per_ml 0.605 0.004

10 Normetanephrine_ng_per_ml 0.172 0.004 10 Normetanephrine_ng_per_ml 0.386 0.004 10 Unknown.68100045._ratio 0.044 0.001 10 Corticosterone_ng_per_ml 0.585 0.395

11 Phenylalanine_ratio 0.167 0.008 11 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio 0.389 0.002 11 Leucine_ratio 0.049 0.008 11 Urea_ratio 0.581 0.011

12 Leucine_ratio 0.165 0.008 12 Glycerol__lipid_fraction_ratio 0.39 0.014 12 TAG_.containing_C18.1.C18.2._ratio 0.051 0.005 12 Unknown.38100389._ratio 0.567 0.103

13 Urea_ratio 0.164 0.011 13 Heptadecanoic_acid_.C17.0._ratio 0.391 0.012 13 Eicosenoic_acid_.C20.cis.11.1._ratio 0.055 0.012 13 Arginine_ratio 0.562 0.04

14 Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. 0.162 0.02 14 Glyoxylate_ratio 0.391 0.013 14 Lysine_ratio 0.065 0.016 14 Androstendion_ng_per_ml 0.556 0.06

15 Eicosenoic_acid_.C20.cis.11.1._ratio 0.159 0.012 15 Isoleucine_ratio 0.392 0.003 15 Normetanephrine_ng_per_ml 0.066 0.004 15 Phosphatidylcholine__8_ratio 0.555 0.072

16 Glycerol__lipid_fraction_ratio 0.159 0.014 16 Phenylalanine_ratio 0.398 0.008 16 Glyoxylate_ratio 0.077 0.013 16 Unknown.68100002._ratio 0.551 0.233

17 Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio 0.157 0.01 17 Unknown.68100045._ratio 0.398 0.001 17 Arginine_ratio 0.08 0.04 17 Serotonine_ng_per_ml 0.544 1E-05

18

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additi

onal._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.

,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.151 0.027 18 Methionine_ratio 0.399 0.005 18 TAG_.containing_C18.2_C18.2._ratio 0.084 0.013 18 Lysophosphatidylcholine_.C20.4._ratio 0.537 0.052

19 Heptadecanoic_acid_.C17.0._ratio 0.149 0.012 19 Metanephrine_ng_per_ml 0.4 0.025 19 Pseudouridine_ratio 0.087 0.011 19 Metanephrine_ng_per_ml 0.534 0.025

20 TAG_.containing_C18.2_C18.2._ratio 0.143 0.013 20 Glucose_ratio 0.4 0.041 20 Urea_ratio 0.088 0.011 20

Lysophosphatidylcholine_.C20.4._ .additional. 

Lysophosphatidylcholine_.C18.1..

0.525 0.04

21 Glyoxylate_ratio 0.141 0.013 21 TAG_.containing_C18.1.C18.2._ratio 0.401 0.005 21 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 0.088 0.021 21 Glucosamine_ratio 0.518 0.115

22 Lysine_ratio 0.141 0.016 22 Ribonic_acid_ratio 0.401 0.035 22 Metanephrine_ng_per_ml 0.088 0.025 22 Methionine_ratio 0.513 0.005

23 Unknown.68100044._ratio 0.14 0.016 23 Eicosenoic_acid_.C20.cis.11.1._ratio 0.401 0.012 23 Ratio Glu_versus_Gln 0.088 0.03 23 Unknown.58100151._ratio 0.512 0.731

24 Pseudouridine_ratio 0.138 0.011 24 Unknown.28100470._ratio 0.401 0.035 24 Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio 0.089 0.01 24 Glyoxylate_ratio 0.511 0.013

25 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio 0.136 0.011 25 Unknown.68100044._ratio 0.402 0.016 25 Glycerol__lipid_fraction_ratio 0.089 0.014 25 Phenylalanine_ratio 0.502 0.008

26 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 0.132 0.021 26

Lysophosphatidylcholine_.C20.4._ .additional. 

Lysophosphatidylcholine_.C18.1..

0.404 0.04 26 Unknown.68100044._ratio 0.096 0.016 26 Cortisol_ratio 0.497 0.428

27 Ratio Glu_versus_Gln 0.127 0.03 27 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio 0.405 0.011 27 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio 0.098 0.011 27 Phosphate_.inorganic_and_from_organic_phosphates._ratio 0.494 0.175

28 Metanephrine_ng_per_ml 0.126 0.025 28 Leucine_ratio 0.407 0.008 28 Unknown.58100024._ratio 0.115 0.075 28 Pseudouridine_ratio 0.478 0.011

29 Oleic_acid_.C18.cis.9.1._ratio 0.126 0.025 29 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.407 0.017 29 Phenylalanine_ratio 0.115 0.008 29 X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml 0.471 0.102

30 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.118 0.017 30 Lysine_ratio 0.408 0.016 30 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.117 0.017 30 Unknown.58100162._ratio 0.469 0.053

Fisher T-test Stability
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Microsoft_Excel_Worksheet11.xlsx
Tabel 2

		Correction based on HCs										Correction based on all samples

		Raw Features

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top36		Top24		Top36		Top33		Top6		Top12		Top12		Top24

		Accuracy		80.42%		80.36%		80.42%		80.34%		77.21%		73.67%		76.10%		74.56%

		Sensitivity		73.33%		76.67%		73.33%		76.67%		81.67%		71.67%		76.67%		71.67%

		Specificity		82.22%		81.22%		82.22%		81.11%		76.33%		74.11%		76.11%		75.11%

		Cluster-Representatives (K-means)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top12		Top36		Top12		Top27		Top30		Top21		Top33		Top21

		Accuracy		77.92%		80.50%		77.92%		79.51%		75.42%		74.36%		74.65%		71.98%

		Sensitivity		83.33%		88.33%		83.33%		86.67%		81.67%		81.67%		81.67%		76.67%

		Specificity		77.22%		79.22%		77.22%		78.11%		74.22%		72.89%		73.22%		70.89%

		Cluster-Representatives (Hierachical Clustering)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top9		Top12		Top9		Top12		Top27		Top12		Top6		Top45

		Accuracy		78.06%		75.48%		78.06%		77.01%		70.31%		72.97%		71.22%		70.38%

		Sensitivity		73.33%		78.33%		73.33%		83.33%		73.33%		86.67%		73.33%		71.67%

		Specificity		79.33%		75.22%		79.33%		76.00%		69.89%		70.11%		70.89%		69.89%





Table 3

		Corrected by HCs				RF

		Raw

				Raw Features

				Imputation		halfMin								kNN3								EM								SVD

		RF		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top36		Top24		Top36		Top33		Top15		Top21		Top21		Top18		Top18		Top15		Top18		Top24		Top15		Top12		Top15		Top39

				Accuracy		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%		77.84%		76.87%		77.84%		78.74%		77.84%		76.11%		77.84%		81.18%

				Sensitivity		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		71.67%		73.33%		68.33%		73.33%		66.67%		73.33%		76.67%

				Specificity		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%		79.11%		78.00%		79.11%		81.11%		79.11%		78.11%		79.11%		82.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top12		Top36		Top12		Top27		Top36		Top15		Top18		Top30		Top12		Top36		Top18		Top9		Top39		Top39		Top18		Top27

				Accuracy		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%		77.07%		77.16%		75.34%		74.15%		78.74%		78.74%		80.48%		79.73%

				Sensitivity		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%		78.33%		78.33%		78.33%		75.00%		78.33%		78.33%		73.33%		78.33%

				Specificity		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%		77.11%		77.22%		75.11%		74.33%		79.11%		79.11%		82.33%		80.33%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top9		Top12		Top9		Top12		Top15		Top21		Top15		Top36		Top9		Top18		Top9		Top6		Top39		Top45		Top39		Top27

				Accuracy		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%		73.79%		73.79%		73.73%		69.62%		75.47%		74.64%		76.38%		70.38%

				Sensitivity		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%		73.33%		80.00%		73.33%		70.00%		70.00%		70.00%		70.00%		70.00%

				Specificity		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%		74.00%		72.89%		74.00%		69.89%		77.11%		76.11%		78.22%		70.89%
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Table 4

		Corrected by HCs				SVM

		Raw

		SVM		Raw Features

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top6		Top6		Top6		Top12		Top18		Top15		Top18		Top9		Top9		Top12		Top15		Top30		Top15		Top12		Top18		Top9

				Accuracy		72.13%		79.52%		72.13%		74.64%		71.08%		77.77%		72.74%		75.68%		71.22%		78.68%		74.56%		73.73%		71.99%		78.74%		71.85%		75.54%

				Sensitivity		65.00%		71.67%		65.00%		70.00%		65.00%		71.67%		65.00%		70.00%		60.00%		73.33%		60.00%		65.00%		65.00%		73.33%		68.33%		75.00%

				Specificity		74.11%		81.33%		74.11%		76.11%		72.78%		79.00%		74.78%		77.22%		74.00%		80.11%		78.11%		76.00%		73.89%		80.11%		72.78%		76.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top9		Top15		Top18		Top9		Top9		Top9		Top9		Top9		Top15		Top9		Top6		Top12		Top15		Top12		Top15

				Accuracy		77.83%		80.20%		78.68%		79.73%		78.06%		80.57%		79.66%		76.46%		72.96%		71.14%		73.79%		74.00%		79.65%		79.43%		79.65%		72.67%

				Sensitivity		78.33%		86.67%		81.67%		78.33%		80.00%		83.33%		83.33%		75.00%		65.00%		70.00%		70.00%		70.00%		78.33%		76.67%		78.33%		71.67%

				Specificity		78.00%		79.00%		78.11%		80.33%		78.22%		80.44%		79.22%		77.33%		75.00%		71.78%		75.00%		75.11%		80.11%		80.00%		80.11%		72.78%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top15		Top15		Top6		Top6		Top6		Top6		Top12		Top9		Top15		Top9		Top6		Top9		Top6		Top12		Top12

				Accuracy		76.15%		79.28%		76.23%		77.01%		77.92%		80.64%		77.92%		74.70%		72.68%		74.55%		72.68%		71.23%		75.96%		78.60%		76.79%		70.10%

				Sensitivity		85.00%		83.33%		85.00%		78.33%		78.33%		75.00%		78.33%		75.00%		80.00%		80.00%		80.00%		75.00%		63.33%		70.00%		73.33%		68.33%

				Specificity		74.78%		78.78%		74.89%		77.11%		78.11%		82.33%		78.11%		75.11%		71.67%		73.78%		71.67%		71.00%		79.00%		81.00%		77.89%		70.78%





Figure 4 Table 8

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.3		0.0204097109				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.805		0.0204097109				0.0020924826		0.0204097109		0.0020924826		0.0204097109

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302		0.0270784283				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.768		0.0270784283				0.0035671115		0.0270784283		0.0035671115		0.0270784283

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cysteine_.minor._Cystine._ratio		0.732		0.0020924826				0.0026384098		0.0020924826		0.003071377		0.0020924826

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Indole.3.acetic_acid_ratio		0.687		0.1346649839				0.003071377		0.003071377		0.0026384098		0.1346649839

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.027		0.0204097109				5		Cystine_ratio		0.656		0.0035671115				0.0022912338		1.15E-05		0.0204097109		0.0035671115

		6		Serotonine_ng_per_ml		0.199		0.0000114628				6		Cystine_ratio		0.376		0.0035671115				6		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				6		Ratio Glu_versus_Gln		0.623		0.0301162881				1.15E-05		0.0035671115		0.0022912338		0.0301162881

		7		Methionine_ratio		0.186		0.0045990471				7		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.036		0.0270784283				7		Unknown.58100024._ratio		0.623		0.0745576026				0.0045990471		0.0519470416		0.0270784283		0.0745576026

		8		Unknown.68100045._ratio		0.182		0.0014331379				8		Urea_ratio		0.383		0.0110658712				8		Methionine_ratio		0.036		0.0045990471				8		Unknown.38100468._ratio		0.62		0.1766984995				0.0014331379		0.0110658712		0.0045990471		0.1766984995

		9		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.384		0.0099830889				9		Serotonine_ng_per_ml		0.041		0.0000114628				9		Normetanephrine_ng_per_ml		0.605		0.0038764658				0.0047978674		0.0099830889		1.15E-05		0.0038764658

		10		Normetanephrine_ng_per_ml		0.172		0.0038764658				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Unknown.68100045._ratio		0.044		0.0014331379				10		Corticosterone_ng_per_ml		0.585		0.3946249444				0.0038764658		0.0038764658		0.0014331379		0.3946249444

		11		Phenylalanine_ratio		0.167		0.0081780528				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Leucine_ratio		0.049		0.0078434227				11		Urea_ratio		0.581		0.0110658712				0.0081780528		0.0022912338		0.0078434227		0.0110658712

		12		Leucine_ratio		0.165		0.0078434227				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Unknown.38100389._ratio		0.567		0.1033304598				0.0078434227		0.0136606151		0.0047978674		0.1033304598

		13		Urea_ratio		0.164		0.0110658712				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Eicosenoic_acid_.C20.cis.11.1._ratio		0.055		0.0119329428				13		Arginine_ratio		0.562		0.0404433959				0.0110658712		0.0119546476		0.0119329428		0.0404433959

		14		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.162		0.0204097109				14		Glyoxylate_ratio		0.391		0.0125592889				14		Lysine_ratio		0.065		0.0163522674				14		Androstendion_ng_per_ml		0.556		0.0602782897				0.0204097109		0.0125592889		0.0163522674		0.0602782897

		15		Eicosenoic_acid_.C20.cis.11.1._ratio		0.159		0.0119329428				15		Isoleucine_ratio		0.392		0.0026384098				15		Normetanephrine_ng_per_ml		0.066		0.0038764658				15		Phosphatidylcholine__8_ratio		0.555		0.0719843588				0.0119329428		0.0026384098		0.0038764658		0.0719843588

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Phenylalanine_ratio		0.398		0.0081780528				16		Glyoxylate_ratio		0.077		0.0125592889				16		Unknown.68100002._ratio		0.551		0.2328010494				0.0136606151		0.0081780528		0.0125592889		0.2328010494

		17		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.157		0.0099830889				17		Unknown.68100045._ratio		0.398		0.0014331379				17		Arginine_ratio		0.08		0.0404433959				17		Serotonine_ng_per_ml		0.544		0.0000114628				0.0099830889		0.0014331379		0.0404433959		1.15E-05

		18		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.151		0.0270784283				18		Methionine_ratio		0.399		0.0045990471				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.537		0.0519470416				0.0270784283		0.0045990471		0.0134950373		0.0519470416

		19		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Pseudouridine_ratio		0.087		0.0112734181				19		Metanephrine_ng_per_ml		0.534		0.0245362154				0.0119546476		0.0245362154		0.0112734181		0.0245362154

		20		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				20		Glucose_ratio		0.4		0.040631496				20		Urea_ratio		0.088		0.0110658712				20		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.525		0.0398505948				0.0134950373		0.040631496		0.0110658712		0.0398505948

		21		Glyoxylate_ratio		0.141		0.0125592889				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Glucosamine_ratio		0.518		0.1145125112				0.0125592889		0.0047978674		0.0210878748		0.1145125112

		22		Lysine_ratio		0.141		0.0163522674				22		Ribonic_acid_ratio		0.401		0.0349164185				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Methionine_ratio		0.513		0.0045990471				0.0163522674		0.0349164185		0.0245362154		0.0045990471

		23		Unknown.68100044._ratio		0.14		0.0163362713				23		Eicosenoic_acid_.C20.cis.11.1._ratio		0.401		0.0119329428				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Unknown.58100151._ratio		0.512		0.7307050825				0.0163362713		0.0119329428		0.0301162881		0.7307050825

		24		Pseudouridine_ratio		0.138		0.0112734181				24		Unknown.28100470._ratio		0.401		0.0349249914				24		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.089		0.0099830889				24		Glyoxylate_ratio		0.511		0.0125592889				0.0112734181		0.0349249914		0.0099830889		0.0125592889

		25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				25		Unknown.68100044._ratio		0.402		0.0163362713				25		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				25		Phenylalanine_ratio		0.502		0.0081780528				0.0112191211		0.0163362713		0.0136606151		0.0081780528

		26		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				26		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.404		0.0398505948				26		Unknown.68100044._ratio		0.096		0.0163362713				26		Cortisol_ratio		0.497		0.4278881842				0.0210878748		0.0398505948		0.0163362713		0.4278881842

		27		Ratio Glu_versus_Gln		0.127		0.0301162881				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				27		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.494		0.1749119522				0.0301162881		0.0112191211		0.0112191211		0.1749119522

		28		Metanephrine_ng_per_ml		0.126		0.0245362154				28		Leucine_ratio		0.407		0.0078434227				28		Unknown.58100024._ratio		0.115		0.0745576026				28		Pseudouridine_ratio		0.478		0.0112734181				0.0245362154		0.0078434227		0.0745576026		0.0112734181

		29		Oleic_acid_.C18.cis.9.1._ratio		0.126		0.0250847157				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				29		Phenylalanine_ratio		0.115		0.0081780528				29		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.471		0.1019054663				0.0250847157		0.0166494696		0.0081780528		0.1019054663

		30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				30		Lysine_ratio		0.408		0.0163522674				30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				30		Unknown.58100162._ratio		0.469		0.0525117584				0.0166494696		0.0163522674		0.0166494696		0.0525117584

				Single features

				knn3





Figure 5 Table 9

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.311		0.0319486833				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Cysteine_.minor._Cystine._ratio		0.744		0.0020924826				0.0020924826		0.0319486833		0.0020924826		0.0020924826

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.335		0.0404068783				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.727		0.0319486833				0.0035671115		0.0404068783		0.0035671115		0.0319486833

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cystine_ratio		0.694		0.0035671115				0.0026384098		0.0020924826		0.003071377		0.0035671115

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.685		0.0404068783				0.003071377		0.003071377		0.0026384098		0.0404068783

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				5		Indole.3.acetic_acid_ratio		0.674		0.1346649839				0.0022912338		1.15E-05		0.0022912338		0.1346649839

		6		Urea_ratio		0.2		0.0034359993				6		Urea_ratio		0.375		0.0034359993				6		Methionine_ratio		0.036		0.0045990471				6		Urea_ratio		0.664		0.0034359993				0.0034359993		0.0034359993		0.0045990471		0.0034359993

		7		Serotonine_ng_per_ml		0.199		0.0000114628				7		Cystine_ratio		0.376		0.0035671115				7		Serotonine_ng_per_ml		0.041		0.0000114628				7		Ratio Glu_versus_Gln		0.644		0.0301162881				1.15E-05		0.0035671115		1.15E-05		0.0301162881

		8		Methionine_ratio		0.186		0.0045990471				8		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				8		Unknown.68100045._ratio		0.044		0.0014331379				8		Unknown.38100468._ratio		0.621		0.1617936746				0.0045990471		0.0519470416		0.0014331379		0.1617936746

		9		Unknown.68100045._ratio		0.182		0.0014331379				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.383		0.0087772513				9		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.046		0.0319486833				9		Arginine_ratio		0.607		0.0404433959				0.0014331379		0.0087772513		0.0319486833		0.0404433959

		10		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Leucine_ratio		0.049		0.0078434227				10		Normetanephrine_ng_per_ml		0.606		0.0038764658				0.0047978674		0.0038764658		0.0078434227		0.0038764658

		11		Normetanephrine_ng_per_ml		0.172		0.0038764658				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Eicosenoic_acid_.C20.cis.11.1._ratio		0.049		0.0097490459				11		Unknown.38100389._ratio		0.575		0.1033304598				0.0038764658		0.0022912338		0.0097490459		0.1033304598

		12		Eicosenoic_acid_.C20.cis.11.1._ratio		0.168		0.0097490459				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Corticosterone_ng_per_ml		0.571		0.3946249444				0.0097490459		0.0136606151		0.0047978674		0.3946249444

		13		Phenylalanine_ratio		0.167		0.0081780528				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.053		0.0404068783				13		Androstendion_ng_per_ml		0.567		0.0602782897				0.0081780528		0.0119546476		0.0404068783		0.0602782897

		14		Leucine_ratio		0.165		0.0078434227				14		Isoleucine_ratio		0.392		0.0026384098				14		Urea_ratio		0.058		0.0034359993				14		Metanephrine_ng_per_ml		0.551		0.0245362154				0.0078434227		0.0026384098		0.0034359993		0.0245362154

		15		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.16		0.0087772513				15		Phenylalanine_ratio		0.398		0.0081780528				15		Lysine_ratio		0.065		0.0163522674				15		Serotonine_ng_per_ml		0.551		0.0000114628				0.0087772513		0.0081780528		0.0163522674		1.15E-05

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Unknown.68100045._ratio		0.398		0.0014331379				16		Normetanephrine_ng_per_ml		0.066		0.0038764658				16		Phosphatidylcholine__8_ratio		0.548		0.0719843588				0.0136606151		0.0014331379		0.0038764658		0.0719843588

		17		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				17		Methionine_ratio		0.399		0.0045990471				17		Arginine_ratio		0.08		0.0404433959				17		Unknown.68100002._ratio		0.546		0.2328010494				0.0119546476		0.0045990471		0.0404433959		0.2328010494

		18		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				18		Eicosenoic_acid_.C20.cis.11.1._ratio		0.399		0.0097490459				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.534		0.0519470416				0.0134950373		0.0097490459		0.0134950373		0.0519470416

		19		Lysine_ratio		0.141		0.0163522674				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.086		0.0087772513				19		Glucosamine_ratio		0.523		0.1079704828				0.0163522674		0.0245362154		0.0087772513		0.1079704828

		20		Unknown.68100044._ratio		0.14		0.0163362713				20		Glucose_ratio		0.4		0.040631496				20		Pseudouridine_ratio		0.087		0.0112734181				20		Phenylalanine_ratio		0.515		0.0081780528				0.0163362713		0.040631496		0.0112734181		0.0081780528

		21		Pseudouridine_ratio		0.138		0.0112734181				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Unknown.58100151._ratio		0.514		0.7307050825				0.0112734181		0.0047978674		0.0210878748		0.7307050825

		22		Oleic_acid_.C18.cis.9.1._ratio		0.137		0.0190536382				22		Unknown.28100470._ratio		0.401		0.0349249914				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.512		0.0540641079				0.0190536382		0.0349249914		0.0245362154		0.0540641079

		23		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				23		Unknown.68100044._ratio		0.402		0.0163362713				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Methionine_ratio		0.511		0.0045990471				0.0112191211		0.0163362713		0.0301162881		0.0045990471

		24		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.132		0.0319486833				24		Oleic_acid_.C18.cis.9.1._ratio		0.403		0.0190536382				24		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				24		Pseudouridine_ratio		0.507		0.0112734181				0.0319486833		0.0190536382		0.0136606151		0.0112734181

		25		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				25		Unknown.68100044._ratio		0.096		0.0163362713				25		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.5		0.1749119522				0.0210878748		0.0112191211		0.0163362713		0.1749119522

		26		Ratio Glu_versus_Gln		0.127		0.0301162881				26		Leucine_ratio		0.407		0.0078434227				26		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				26		Unknown.58100024._ratio		0.498		0.5130952114				0.0301162881		0.0078434227		0.0112191211		0.5130952114

		27		Metanephrine_ng_per_ml		0.126		0.0245362154				27		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				27		Oleic_acid_.C18.cis.9.1._ratio		0.101		0.0190536382				27		Cortisol_ratio		0.494		0.4278881842				0.0245362154		0.0166494696		0.0190536382		0.4278881842

		28		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.124		0.0404068783				28		Lysine_ratio		0.408		0.0163522674				28		Phenylalanine_ratio		0.115		0.0081780528				28		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.483		0.1019054663				0.0404068783		0.0163522674		0.0081780528		0.1019054663

		29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				29		Thyroxine_ratio		0.408		0.0385000841				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				29		Unknown.58100162._ratio		0.478		0.0525117584				0.0166494696		0.0385000841		0.0166494696		0.0525117584

		30		Palmitic_acid_.C16.0._ratio		0.114		0.0333047273				30		TAG_.C55H96O6._or_.C50H100O6._.e_g
__C16.0_C18.2_C18.3_or_C16.0_C		0.409		0.0278995916				30		Palmitic_acid_.C16.0._ratio		0.124		0.0333047273				30		Glucose_ratio		0.478		0.040631496				0.0333047273		0.0278995916		0.0333047273		0.040631496





Figure 6 Table 10

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.262		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.
,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.333		0.033				1		Cysteine_.minor._Cystine._ratio		0.013		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.875		0.033				0.0014161883		0.0332763794		0.0014161883		0.0332763794

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0030672561		0.0014161883		0.0030672561		0.0014161883

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374		0.001						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.855		0.001				0.0115629164		0.0094015403		0.0332763794		0.0299489486

		2		Phenylalanine_ratio		0.202		0.003						Cystine_ratio								2		Phenylalanine_ratio		0.033		0.003						Cystine_ratio								0.0045679891		0.0030672561		0.0045679891		0.2159446036

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.0038764658		0.0003764423		0.0038764658		0.1118672553

				Methionine_ratio								3		Unknown.28100470._ratio		0.376		0.009						Methionine_ratio								3		Elaidic_acid_ratio		0.752		0.030				0.0094015403		0.0038764658		0.0299489486		0.012656793

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Tyrosine_ratio										Ratio Glu_versus_Gln								0.0152464697		0.0152464697		0.0147777004		0.0038764658

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Alanine_ratio								4		Cortisol_ratio		0.749		0.216				0.0199638808		0.033460618		0.0245362154		0.1804226713

		3		Unknown.28100099._ratio		0.190		0.012				4		Phenylalanine_ratio		0.380		0.003				3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,
_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.044		0.033						Corticosterone_ng_per_ml								0.0332763794		0.0115629164		0.0003764423		0.3107444251

				Urea_ratio										Lysine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Androstendion_ng_per_ml								0.0147777004		0.0045679891		0.0152464697		0.0115629164

		4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.174		0.005						Methionine_ratio								4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.054		0.005				5		Unknown.38100389._ratio		0.743		0.112				0.0299489486		0.0245362154		0.0199638808		0.0245362154

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Tyrosine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Unknown.38100468._ratio								0.0245362154		0.012656793		0.0094015403		0.2292775126

				TAG_.containing_C18.1.C18.2._ratio										Alanine_ratio										TAG_.containing_C18.1.C18.2._ratio								6		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.742		0.013				0.0003764423		0.0199638808		0.012656793		0.1672902637

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								5		Histamine_ng_per_ml		0.385		0.000						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Lysophosphatidylcholine_.C20.4._ratio								0.012656793		0.0385000841		0.0362767692		0.1049163789

		5		Normetanephrine_ng_per_ml		0.172		0.004						Serotonine_ng_per_ml								5		Normetanephrine_ng_per_ml		0.066		0.004				7		Normetanephrine_ng_per_ml		0.705		0.004				0.0362767692		0.0362767692		0.0350034995		0.0030672561

		6		Unknown.28100470._ratio		0.155		0.009				6		Normetanephrine_ng_per_ml		0.386		0.004				6		Elaidic_acid_ratio		0.074		0.030				8		Cholic_acid_ratio		0.697		0.180				0.0385000841		0.0608579829		0.0115629164		0.0003764423

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								7		Unknown.68100026._ratio		0.392		0.015						Ratio Glu_versus_Gln										Indole.3.acetic_acid_ratio								0.0350034995		0.0299489486		0.0385000841		0.033460618

				Heptadecanoic_acid_.C17.0._ratio										Unknown.68100044._ratio								7		alpha.Ketoisocaproic_acid_ratio		0.086		0.015				9		Unknown.68100050._ratio		0.684		0.311				0.0608579829		0.1672902637		0.1473784733		0.2410570538

		7		Unknown.68100026._ratio		0.140		0.015						TAG_.containing_C18.2.C18.3._ratio										Leucine_ratio										Unknown.58100024._ratio								0.033460618		0.0147777004		0.0608579829		0.0350034995

				Unknown.68100044._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C										Valine_ratio								10		Unknown.28100099._ratio		0.669		0.012				0.1118672553		0.1557423866		0.1804226713		0.4768016558

				TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio										Isoleucine_ratio										Urea_ratio								0.1100250857		0.1473784733		0.1118672553		0.9940676295

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.
0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.088		0.025				11		Metanephrine_ng_per_ml		0.659		0.025				0.1222744183		0.3878380142		0.1672902637		0.3794039297

				Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Histamine_ng_per_ml		0.093		0.000				12		Unknown.68100052._ratio		0.632		0.229				0.1269906579		0.0350034995		0.033460618		0.0094015403

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.2_C18.2._ratio										Serotonine_ng_per_ml										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1473784733		0.1222744183		0.1100250857		0.1100250857

				Linoleic_acid_.C18.cis.9_12.2._ratio								8		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033				10		Unknown.68100026._ratio		0.099		0.015						Phosphatidylcholine__8_ratio								0.1557423866		0.6805797252		0.1049163789		0.8050206855

				TAG_.containing_C18.2_C18.2._ratio										Unknown.58100162._ratio										Unknown.68100044._ratio								13		Indole.3.propionic_acid_ratio		0.632		0.167				0.1049163789		0.8093296786		0.0919838357		0.3878380142

		8		Ceramide_.d18.1.C24.0._ratio		0.137		0.020				9		Unknown.28100099._ratio		0.394		0.012						TAG_.containing_C18.2.C18.3._ratio										Arginine_ratio								0.0919838357		0.2268896727		0.1222744183		0.0385000841

				Palmitic_acid_.C16.0._ratio										Urea_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C								14		Unknown.38101835._ratio		0.631		0.105				0.1672902637		0.1049163789		0.1269906579		0.2144700932

				Oleic_acid_.C18.cis.9.1._ratio								10		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.396		0.005						Unknown.68100059._ratio										Glycerol__polar_fraction_ratio								0.1804226713		0.4897710524		0.1557423866		0.362026241

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								15		Phenylalanine_ratio		0.615		0.003				0.6805797252		0.1118672553		0.0708461039		0.2933063636

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										TAG_.containing_C18.1.C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Lysine_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Methionine_ratio

		9		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.133		0.033				11		Metanephrine_ng_per_ml		0.400		0.025				11		Ceramide_.d18.1.C24.0._ratio		0.107		0.020						Tyrosine_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								12		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.403		0.013						Palmitic_acid_.C16.0._ratio										Alanine_ratio

		10		alpha.Ketoisocaproic_acid_ratio		0.133		0.015						Lysophosphatidylcholine_.C20.4._ratio										Oleic_acid_.C18.cis.9.1._ratio								16		Histamine_ng_per_ml		0.608		0.000

				Leucine_ratio																				Glycerol__lipid_fraction_ratio										Serotonine_ng_per_ml

				Valine_ratio																				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.600		0.033

				Isoleucine_ratio																				Eicosenoic_acid_.C20.cis.11.1._ratio										Unknown.58100162._ratio









		halfMin		K-mean Clustering / halfMin





		knn3

				Fisher								Gini										T-test										Stability

		(a)										(a)										(a)										(a)

		Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score

		1		Cysteine_.minor._Cystine._ratio		0.262						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302						1		Cysteine_.minor._Cystine._ratio		0.013						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.908

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374								Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.838

		2		Phenylalanine_ratio		0.202								Cystine_ratio								2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional
._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.028								Cystine_ratio

				Lysine_ratio										Pseudouridine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Pseudouridine_ratio

				Methionine_ratio								3		Unknown.28100470._ratio		0.376						3		Phenylalanine_ratio		0.033						3		Cortisol_ratio		0.752

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Lysine_ratio										Corticosterone_ng_per_ml

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Methionine_ratio										Androstendion_ng_per_ml

		3		Fumarate_ratio		0.197						4		Phenylalanine_ratio		0.38								Tyrosine_ratio								4		Fumarate_ratio		0.734

				Normetanephrine_ng_per_ml										Lysine_ratio										Alanine_ratio										Normetanephrine_ng_per_ml

		4		Unknown.28100099._ratio		0.166								Methionine_ratio								4		Fumarate_ratio		0.041						5		Cholic_acid_ratio		0.715

				Urea_ratio										Tyrosine_ratio										Normetanephrine_ng_per_ml										Indole.3.acetic_acid_ratio

		5		Unknown.68100026._ratio		0.164								Alanine_ratio								5		Leucine_ratio		0.057						6		Unknown.38100389._ratio		0.701

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								5		Histamine_ng_per_ml		0.385								Valine_ratio										Unknown.38100468._ratio

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Serotonine_ng_per_ml										Isoleucine_ratio										Dopamine_ng_per_ml

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Fumarate_ratio		0.391						6		Unknown.68100026._ratio		0.067						7		Metanephrine_ng_per_ml		0.682

				TAG_.containing_C18.1.C18.2._ratio										Normetanephrine_ng_per_ml										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.68100052._ratio		0.652

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								7		Sphingomyelin_.d18.1.C16.0._ratio		0.393								TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio

		6		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._
Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.163								Unknown.58100162._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Phosphatidylcholine__8_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								8		Unknown.68100026._ratio		0.397								TAG_.containing_C18.1.C18.2._ratio								9		O.Phospho.L.tyrosine_ratio		0.65

		7		Leucine_ratio		0.158								TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.58100024._ratio

				Valine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Ceramide_.d18.1.C24.0._ratio		0.083						10		Elaidic_acid_ratio		0.65

				Isoleucine_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Palmitic_acid_.C16.0._ratio										Ratio Glu_versus_Gln

		8		Unknown.28100470._ratio		0.154								TAG_.containing_C18.1.C18.2._ratio										Oleic_acid_.C18.cis.9.1._ratio								11		Unknown.28100099._ratio		0.639

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Stearic_acid_.C18.0._ratio										Urea_ratio

				Heptadecanoic_acid_.C17.0._ratio								9		Unknown.28100099._ratio		0.4								Glycerol__lipid_fraction_ratio								12		Histamine_ng_per_ml		0.613

		9		Ceramide_.d18.1.C24.0._ratio		0.151								Urea_ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Serotonine_ng_per_ml

				Palmitic_acid_.C16.0._ratio								10		Unknown.68100044._ratio		0.4								Eicosenoic_acid_.C20.cis.11.1._ratio								13		Indole.3.propionic_acid_ratio		0.613

				Oleic_acid_.C18.cis.9.1._ratio										TAG_.containing_C18.2.C18.3._ratio										Dodecanol_ratio										Arginine_ratio

				Stearic_acid_.C18.0._ratio										Unknown.68100059._ratio								8		Metanephrine_ng_per_ml		0.088						14		Unknown.68100002._ratio		0.602

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								9		Histamine_ng_per_ml		0.093								Lysophosphatidylcholine_.16.0._ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml								15		Threonic_acid_ratio		0.599

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.containing_C18.2_C18.2._ratio								10		Unknown.68100044._ratio		0.1								Glyceric_acid_ratio

				Dodecanol_ratio								11		Ceramide_.d18.1.C24.0._ratio		0.4								TAG_.containing_C18.2.C18.3._ratio								16		Unknown.58100151._ratio		0.598

		10		Unknown.68100044._ratio		0.136								Palmitic_acid_.C16.0._ratio										Unknown.68100059._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.596

				TAG_.containing_C18.2.C18.3._ratio										Oleic_acid_.C18.cis.9.1._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Unknown.58100162._ratio

				Unknown.68100059._ratio										Stearic_acid_.C18.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								18		Unknown.38100430._ratio		0.592

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Glycerol__lipid_fraction_ratio										TAG_.containing_C18.2_C18.2._ratio								19		Phenylalanine_ratio		0.591

				Linoleic_acid_.C18.cis.9_12.2._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								11		Elaidic_acid_ratio		0.109								Lysine_ratio

				TAG_.containing_C18.2_C18.2._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Ratio Glu_versus_Gln										Methionine_ratio

		11		Metanephrine_ng_per_ml		0.126								Dodecanol_ratio								12		Unknown.28100470._ratio		0.11								Tyrosine_ratio

		12		Histamine_ng_per_ml		0.125						12		Metanephrine_ng_per_ml		0.4								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Alanine_ratio

				Serotonine_ng_per_ml								13		Ribonic_acid_ratio		0.404								Heptadecanoic_acid_.C17.0._ratio								20		Glycochenodeoxycholic_acid_ratio		0.588

		13		Unknown.68100045._ratio		0.112								myo.Inositol_ratio								13		Unknown.68100045._ratio		0.114						21		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.586

				Unknown.58100165._ratio								14		Unknown.68100045._ratio		0.406								Unknown.58100165._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Phosphatidylcholine_.C16.0.C18.2._ratio										Unknown.58100165._ratio										Phosphatidylcholine_.C16.0.C18.2._ratio								22		Unknown.28100470._ratio		0.586

		14		Elaidic_acid_ratio		0.099								Phosphatidylcholine_.C16.0.C18.2._ratio								14		Unknown.28100099._ratio		0.159								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio

				Ratio Glu_versus_Gln								15		Leucine_ratio		0.41								Urea_ratio										Heptadecanoic_acid_.C17.0._ratio

		15		TAG__1_ratio		0.086								Valine_ratio								15		TAG__1_ratio		0.191						23		Unknown.68100050._ratio		0.581

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Isoleucine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								24		Phosphatidylcholine__10_ratio		0.568

				Palmitoleic_acid_ratio								16		TAG__1_ratio		0.412								Palmitoleic_acid_ratio								25		Glycine_ratio		0.567

				Myristic_acid_.C14.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Myristic_acid_.C14.0._ratio								26		Unknown.58100149._ratio		0.558

				Pentadecanol_ratio										Palmitoleic_acid_ratio										Pentadecanol_ratio								27		X11.Desoxycortisol_ng_per_ml		0.557

		16		Sphingomyelin_.d18.1.C16.0._ratio		0.086								Myristic_acid_.C14.0._ratio								16		Indole.3.propionic_acid_ratio		0.2						28		X2.Hydroxybutyric_acid_ratio		0.542

				Unknown.58100162._ratio										Pentadecanol_ratio										Arginine_ratio										X3.Hydroxybutyric_acid_ratio

		17		Ribonic_acid_ratio		0.085						17		Indole.3.propionic_acid_ratio		0.422						17		Cholic_acid_ratio		0.206						29		Unknown.58100169._ratio		0.541

				myo.Inositol_ratio										Arginine_ratio										Indole.3.acetic_acid_ratio								30		Salicylic_acid_ratio		0.541

		18		alpha.Tocopherol_ratio		0.075						18		Elaidic_acid_ratio		0.423						18		Ribonic_acid_ratio		0.217								Unknown.68100003._ratio

				Coenzyme_Q10_ratio										Ratio Glu_versus_Gln										myo.Inositol_ratio

				Unknown.28101329._ratio								19		O.Phospho.L.tyrosine_ratio		0.424						19		Unknown.38100389._ratio		0.223

				Unknown.28100477._ratio										Unknown.58100024._ratio										Unknown.38100468._ratio

				Glyoxylate_ratio								20		Unknown.38100389._ratio		0.425								Dopamine_ng_per_ml

		19		Unknown.38100389._ratio		0.072								Unknown.38100468._ratio								20		alpha.Tocopherol_ratio		0.226

				Unknown.38100468._ratio										Dopamine_ng_per_ml										Coenzyme_Q10_ratio

				Dopamine_ng_per_ml																				Unknown.28101329._ratio

		20		Glycochenodeoxycholic_acid_ratio		0.062																		Unknown.28100477._ratio

		21		Creatinine_.minor._Creatine__Phosphocreatine._ratio		0.061																		Glyoxylate_ratio

				Creatine_ratio

		22		Indole.3.propionic_acid_ratio		0.057

				Arginine_ratio

		23		Glucosamine_ratio		0.056

				Unknown.38100473._ratio

		24		myo.Inositol__lipid_fraction_ratio		0.052

				myo.Inositol.2.monophosphate__lipid_fraction_.myo.Inositolphosph

				Phosphate__lipid_.Phospholipids._ratio

				Glycerolphosphate__lipid_fraction_ratio

				Galactose__lipid_fraction_ratio

		25		Cholic_acid_ratio		0.051

				Indole.3.acetic_acid_ratio

		26		Unknown.58100166._ratio		0.049

		27		Unknown.58100134._ratio		0.049

				Glucose__lipid_Fraction_ratio

		28		Unknown.58100778._ratio		0.047

				Kynurenic_acid_ratio

		29		Lactate_ratio		0.047

				Phosphoenolpyruvate__Pyruvate_ratio

		30		Ornithine_.minor._Arginine__Citrulline._ratio		0.045

				Citrulline_ratio

















Figure 7 Table 11

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.283		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.019		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.903		0.0146005282				0.0021955776		0.0146005282		0.0146005282		0.0146005282

				Uric_acid_ratio										Lysine_ratio										Lysine_ratio										Lysine_ratio								0.0031972326		0.0021955776		0.0021955776		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0146005282		0.0003764423		0.0031972326		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.761		0.0021955776				0.0014331379		0.0031972326		0.0014331379		0.1180378928

		2		Fumarate_ratio		0.197		0.0031972326						Uric_acid_ratio										Uric_acid_ratio										Uric_acid_ratio								0.0230222652		0.033460618		0.0082111567		0.0031972326

				Normetanephrine_ng_per_ml										Cystine_ratio										Cystine_ratio										Cystine_ratio								0.0082111567		0.0082111567		0.010730499		0.0745576026

		3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.189		0.0146005282						Pseudouridine_ratio										Pseudouridine_ratio										Pseudouridine_ratio								0.010730499		0.0014331379		0.0245362154		0.1855041119

				Lysine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423				3		Fumarate_ratio		0.041		0.0031972326				3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0230222652		0.0003764423		0.0245362154

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Serotonine_ng_per_ml										Normetanephrine_ng_per_ml										Corticosterone_ng_per_ml								0.0003764423		0.0245362154		0.0495474697		0.1675292713

		4		Unknown.68100045._ratio		0.182		0.0014331379				4		Fumarate_ratio		0.391		0.0031972326				4		Unknown.68100045._ratio		0.044		0.0014331379						X11.Desoxycortisol_ng_per_ml								0.0249166657		0.0669452878		0.0745576026		0.0230222652

		5		Unknown.28100099._ratio		0.166		0.0230222652						Normetanephrine_ng_per_ml								5		Unknown.68100026._ratio		0.071		0.0082111567						Androstendion_ng_per_ml								0.0495474697		0.0745576026		0.0249166657		0.0495474697

				Urea_ratio								5		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio								4		Unknown.38100389._ratio		0.746		0.1180378928				0.033460618		0.0249166657		0.0230222652		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.38100468._ratio								0.0669452878		0.010730499		0.1555182504		0.1555182504

				Unknown.68100044._ratio								6		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.containing_C18.2.C18.3._ratio								5		Fumarate_ratio		0.737		0.0031972326				0.0745576026		0.2908299288		0.1855041119		0.0717421962

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.68100044._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Normetanephrine_ng_per_ml								0.0717421962		0.1555182504		0.1180378928		0.1100250857

				TAG_.containing_C18.2.C18.3._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Unknown.58100024._ratio		0.736		0.0745576026				0.1180378928		0.0717421962		0.0669452878		0.0003764423

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio								7		Cholic_acid_ratio		0.726		0.1855041119				0.1100250857		0.0495474697		0.1319892433		0.7307050825

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Indole.3.acetic_acid_ratio								0.1269906579		0.3878380142		0.033460618		0.2219083121

				Unknown.68100059._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.657		0.0245362154				0.1555182504		0.411033711		0.1100250857		0.033460618

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.653		0.1675292713				0.1319892433		0.2471612109		0.0717421962		0.2410570538

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.1.C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Unknown.68100052._ratio								0.1675292713		0.8093296786		0.1269906579		0.1319892433

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.2908299288		0.4205685054		0.1675292713		0.218754321

				TAG_.containing_C18.2_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								6		Leucine_ratio		0.074		0.010730499						Phosphatidylcholine__8_ratio								0.1855041119		0.2268896727		0.0708461039		0.3878380142

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Tryptophan_ratio								10		Unknown.28100099._ratio		0.636		0.0230222652				0.0708461039		0.1180378928		0.2097300097		0.1179757632

		7		Leucine_ratio		0.144		0.010730499						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Phenylalanine_ratio										Urea_ratio								0.4205685054		0.1675292713		0.1686503359		0.4270310633

				Tryptophan_ratio								7		Unknown.68100045._ratio		0.398		0.0014331379						Methionine_ratio								11		Elaidic_acid_ratio		0.629		0.0495474697				0.1704020059		0.1100250857		0.2908299288		0.4768016558

				Phenylalanine_ratio								8		Unknown.28100099._ratio		0.4		0.0230222652						Tyrosine_ratio										Ratio Glu_versus_Gln								0.1686503359		0.1179757632		0.2104518446		0.2471612109

				Methionine_ratio										Urea_ratio										Indole.3.lactic_acid_ratio								12		Unknown.38100430._ratio		0.62		0.6847398488				0.1179757632		0.1704020059		0.1179757632		0.010730499

				Tyrosine_ratio								9		Metanephrine_ng_per_ml		0.4		0.0245362154						Valine_ratio								13		Indole.3.propionic_acid_ratio		0.62		0.1555182504				0.2219083121		0.1845758705		0.4205685054		0.8050206855

				Indole.3.lactic_acid_ratio								10		Ribonic_acid_ratio		0.404		0.0669452878						Isoleucine_ratio										Arginine_ratio								0.9311701813		0.1319892433		0.2410570538		0.2144700932

				Valine_ratio										myo.Inositol_ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154				14		Phosphatidylcholine__6_ratio		0.611		0.0717421962

				Isoleucine_ratio								11		Unknown.58100024._ratio		0.411		0.0745576026				8		Histamine_ng_per_ml		0.093		0.0003764423						Unknown.68100047._ratio

		8		Metanephrine_ng_per_ml		0.126		0.0245362154				12		Unknown.28100470._ratio		0.416		0.0249166657						Serotonine_ng_per_ml										Phosphatidylcholine__9_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						Unknown.28100482._ratio								9		Elaidic_acid_ratio		0.109		0.0495474697						Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..

				Serotonine_ng_per_ml										TAG__1_ratio										Ratio Glu_versus_Gln								15		Glycochenodeoxycholic_acid_ratio		0.611		0.1100250857

		10		Unknown.28100470._ratio		0.121		0.0249166657						Ceramide_.d18.1.C24.0._ratio								10		Unknown.58100024._ratio		0.115		0.0745576026				16		Histamine_ng_per_ml		0.605		0.0003764423

				Unknown.28100482._ratio										Coenzyme_Q10_ratio								11		Unknown.28100470._ratio		0.119		0.0249166657						Serotonine_ng_per_ml

				TAG__1_ratio										Palmitic_acid_.C16.0._ratio										Unknown.28100482._ratio								17		Unknown.58100151._ratio		0.604		0.7307050825

				Ceramide_.d18.1.C24.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										TAG__1_ratio								18		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.6		0.2219083121

				Coenzyme_Q10_ratio										Unknown.68100053._ratio										Ceramide_.d18.1.C24.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Palmitic_acid_.C16.0._ratio										Palmitoleic_acid_ratio										Coenzyme_Q10_ratio								19		Sphingomyelin_.d18.1.C16.0._ratio		0.593		0.033460618

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Oleic_acid_.C18.cis.9.1._ratio										Palmitic_acid_.C16.0._ratio										Unknown.58100162._ratio

				Unknown.68100053._ratio										Stearic_acid_.C18.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								20		Unknown.68100002._ratio		0.59		0.2410570538

				Palmitoleic_acid_ratio										Glycerol__lipid_fraction_ratio										Unknown.68100053._ratio										Lysophosphatidylcholine_.16.0._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Palmitoleic_acid_ratio								21		Glucosamine_ratio		0.564		0.1319892433

				Stearic_acid_.C18.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.38100473._ratio

				Glycerol__lipid_fraction_ratio										Unknown.28101329._ratio										Stearic_acid_.C18.0._ratio								22		Unknown.38101835._ratio		0.56		0.218754321

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.28100477._ratio										Glycerol__lipid_fraction_ratio								23		Phosphatidylcholine__10_ratio		0.559		0.3878380142

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Unknown.28101328._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								24		Glycine_ratio		0.559		0.1179757632

				Unknown.28101329._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								25		Unknown.58100149._ratio		0.554		0.4270310633

				Unknown.28100477._ratio										Myristic_acid_.C14.0._ratio										Unknown.28101329._ratio								26		Threonic_acid_ratio		0.551		0.4768016558

				Unknown.28101328._ratio										Pentadecanol_ratio										Unknown.28100477._ratio										Glyceric_acid_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										Heptadecanoic_acid_.C17.0._ratio										Unknown.28101328._ratio								27		Unknown.68100050._ratio		0.55		0.2471612109

				Myristic_acid_.C14.0._ratio										Glyoxylate_ratio										Eicosenoic_acid_.C20.cis.11.1._ratio												0.545		0.010730499

				Pentadecanol_ratio										Dodecanol_ratio										Myristic_acid_.C14.0._ratio

				Heptadecanoic_acid_.C17.0._ratio																				Pentadecanol_ratio

				Glyoxylate_ratio																				Heptadecanoic_acid_.C17.0._ratio

				Dodecanol_ratio																				Glyoxylate_ratio

																								Dodecanol_ratio

















														Methionine_ratio																				Indole.3.lactic_acid_ratio

														Tyrosine_ratio								12		Unknown.28100099._ratio		0.159								Valine_ratio

														Indole.3.lactic_acid_ratio										Urea_ratio										Isoleucine_ratio

														Valine_ratio								13		Indole.3.propionic_acid_ratio		0.2

														Isoleucine_ratio										Arginine_ratio

																						14		Cholic_acid_ratio		0.206

																								Indole.3.acetic_acid_ratio

																						15		Unknown.38100389._ratio		0.214

																								Unknown.38100468._ratio
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Figure 8 Table 12

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.362		0.023916274				1		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.884		0.023916274				0.0021955776		0.023916274		0.0021955776		0.023916274

				Uric_acid_ratio										Elaidic_acid_ratio										Uric_acid_ratio										Elaidic_acid_ratio								0.002525471		0.0021955776		0.002525471		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0115629164		0.0003764423		0.023916274		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.799		0.0021955776				0.0014331379		0.0038764658		0.0014331379		0.1118672553

		2		Leucine_ratio		0.216		0.002525471						Uric_acid_ratio								2		Leucine_ratio		0.026		0.002525471						Uric_acid_ratio								0.0038764658		0.002525471		0.0038764658		0.0038764658

				Phenylalanine_ratio										Cystine_ratio										Phenylalanine_ratio										Cystine_ratio								0.0082111567		0.033460618		0.0082111567		0.1804226713

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.023916274		0.0115629164		0.0245362154		0.2779163278

				Methionine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423						Methionine_ratio								3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0082111567		0.0003764423		0.0115629164

				Tyrosine_ratio										Serotonine_ng_per_ml										Tyrosine_ratio										Corticosterone_ng_per_ml								0.0003764423		0.0014331379		0.0283212022		0.0245362154

				Valine_ratio								4		Normetanephrine_ng_per_ml		0.386		0.0038764658						Valine_ratio										X11.Desoxycortisol_ng_per_ml								0.0283212022		0.0245362154		0.0350034995		0.1675292713

				Isoleucine_ratio								5		Leucine_ratio		0.39		0.002525471						Isoleucine_ratio										Androstendion_ng_per_ml								0.0385000841		0.0385000841		0.0115629164		0.1672902637

		3		Unknown.28100099._ratio		0.19		0.0115629164						Phenylalanine_ratio								3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.038		0.023916274				4		Unknown.38100389._ratio		0.746		0.1118672553				0.0350034995		0.1672902637		0.0385000841		0.002525471

				Urea_ratio										Lysine_ratio										Elaidic_acid_ratio										Unknown.38100468._ratio								0.033460618		0.0283212022		0.1804226713		0.0003764423

		4		Unknown.68100045._ratio		0.182		0.0014331379						Methionine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								5		Normetanephrine_ng_per_ml		0.717		0.0038764658				0.1118672553		0.1557423866		0.1118672553		0.0350034995

		5		Normetanephrine_ng_per_ml		0.172		0.0038764658						Tyrosine_ratio								4		Unknown.68100045._ratio		0.044		0.0014331379				6		Cholic_acid_ratio		0.7		0.1804226713				0.1426013012		0.2908299288		0.1672902637		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Valine_ratio								5		Normetanephrine_ng_per_ml		0.066		0.0038764658						Indole.3.acetic_acid_ratio								0.1100250857		0.3878380142		0.1268379088		0.7307050825

				Unknown.68100044._ratio										Isoleucine_ratio								6		Unknown.68100026._ratio		0.071		0.0082111567				7		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.697		0.2779163278				0.1269906579		0.0350034995		0.033460618		0.033460618

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								6		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio										Unknown.58100010._ratio								0.1557423866		0.2471612109		0.1100250857		0.5130952114

				TAG_.containing_C18.2.C18.3._ratio										Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.28100099._ratio		0.691		0.0115629164				0.1268379088		0.1426013012		0.1269906579		0.1426013012

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Unknown.28100099._ratio		0.394		0.0115629164						TAG_.containing_C18.2.C18.3._ratio										Urea_ratio								0.1672902637		0.6805797252		0.1557423866		0.2410570538

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Urea_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								9		Metanephrine_ng_per_ml		0.669		0.0245362154				0.1675292713		0.8093296786		0.1675292713		0.1100250857

				Unknown.68100059._ratio								8		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								10		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.645		0.1675292713				0.2908299288		0.2268896727		0.1179533677		0.2219083121

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100044._ratio										Unknown.68100059._ratio										Unknown.68100052._ratio								0.1804226713		0.1268379088		0.1426013012		0.4768016558

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1179533677		0.4897710524		0.0708461039		0.1179533677

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.containing_C18.2.C18.3._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Phosphatidylcholine__8_ratio								0.6805797252		0.1118672553		0.2097300097		0.0385000841

				TAG_.containing_C18.2_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								11		Indole.3.propionic_acid_ratio		0.641		0.1672902637				0.0708461039		0.1675292713		0.1797958879		0.2471612109

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.containing_C18.2_C18.2._ratio										Arginine_ratio								0.1686503359		0.1100250857		0.1686503359		0.1179757632

		7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.149		0.023916274						Unknown.68100059._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								12		Leucine_ratio		0.622		0.002525471				0.4897710524		0.1179757632		0.2908299288		0.0014331379

				Elaidic_acid_ratio										TAG_.containing_C18.1.C18.2._ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154						Phenylalanine_ratio								0.1797958879		0.5130952114		0.1706379605		0.4270310633

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Histamine_ng_per_ml		0.093		0.0003764423						Lysine_ratio								0.1706379605		0.1845758705		0.1179757632		0.2933063636

		8		Metanephrine_ng_per_ml		0.126		0.0245362154						Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml				0.0283212022						Methionine_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						TAG_.containing_C18.2_C18.2._ratio								9		Unknown.28100470._ratio		0.128		0.0350034995						Tyrosine_ratio

				Serotonine_ng_per_ml										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.28100482._ratio										Valine_ratio

		10		Unknown.28100470._ratio		0.116		0.0283212022				9		Unknown.68100045._ratio		0.398		0.0014331379						TAG__1_ratio										Isoleucine_ratio

				Unknown.28100482._ratio								10		Metanephrine_ng_per_ml		0.4		0.0245362154						Ceramide_.d18.1.C24.0._ratio								13		Histamine_ng_per_ml		0.615		0.0003764423

				TAG__1_ratio								11		Thyroxine_ratio		0.408		0.0385000841						Coenzyme_Q10_ratio										Serotonine_ng_per_ml

				Ceramide_.d18.1.C24.0._ratio								12		Indole.3.propionic_acid_ratio		0.417		0.1672902637						Palmitic_acid_.C16.0._ratio								14		Fumarate_ratio		0.614		0.0350034995

				Coenzyme_Q10_ratio										Arginine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Glyoxylate_ratio

				Palmitic_acid_.C16.0._ratio								13		Unknown.28100470._ratio		0.419		0.0283212022						Unknown.68100053._ratio								15		Unknown.38100430._ratio		0.612		0.6847398488

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Unknown.28100482._ratio										Palmitoleic_acid_ratio								16		Unknown.58100151._ratio		0.611		0.7307050825

				Unknown.68100053._ratio										TAG__1_ratio										Oleic_acid_.C18.cis.9.1._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.61		0.033460618

				Palmitoleic_acid_ratio										Ceramide_.d18.1.C24.0._ratio										Stearic_acid_.C18.0._ratio										Unknown.58100162._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Coenzyme_Q10_ratio										Glycerol__lipid_fraction_ratio								18		Unknown.58100024._ratio		0.609		0.5130952114

				Stearic_acid_.C18.0._ratio										Palmitic_acid_.C16.0._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								19		Mannose_ratio		0.608		0.1426013012

				Glycerol__lipid_fraction_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Glucose_ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.68100053._ratio										Unknown.28101329._ratio										Glucose.1.phosphate_.minor._Glucose._ratio

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Palmitoleic_acid_ratio										Unknown.28100477._ratio										Ratio Glu_versus_Gln

				Unknown.28101329._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.28101328._ratio								20		Unknown.68100002._ratio		0.598		0.2410570538

				Unknown.28100477._ratio										Stearic_acid_.C18.0._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Lysophosphatidylcholine_.16.0._ratio

				Unknown.28101328._ratio										Glycerol__lipid_fraction_ratio										Myristic_acid_.C14.0._ratio								21		Glycochenodeoxycholic_acid_ratio		0.597		0.1100250857

				Eicosenoic_acid_.C20.cis.11.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Pentadecanol_ratio								22		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.597		0.2219083121

				Myristic_acid_.C14.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Heptadecanoic_acid_.C17.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Pentadecanol_ratio										Unknown.28101329._ratio										Dodecanol_ratio								23		Threonic_acid_ratio		0.594		0.4768016558

				Heptadecanoic_acid_.C17.0._ratio										Unknown.28100477._ratio								10		Fumarate_ratio		0.137		0.0115629164						Glyceric_acid_ratio

				Dodecanol_ratio										Unknown.28101328._ratio										Glyoxylate_ratio								24		Unknown.38101835._ratio		0.582		0.1179533677

														Eicosenoic_acid_.C20.cis.11.1._ratio								11		Unknown.28100099._ratio		0.144		0.0385000841				25		Thyroxine_ratio		0.58		0.0385000841

														Myristic_acid_.C14.0._ratio										Urea_ratio								26		Unknown.68100050._ratio		0.565		0.2471612109

														Pentadecanol_ratio								12		Thyroxine_ratio		0.149		0.1804226713				27		Glycine_ratio		0.556		0.1179757632

														Heptadecanoic_acid_.C17.0._ratio								13		Cholic_acid_ratio		0.201		0.1118672553				28		Unknown.68100045._ratio		0.555		0.0014331379

														Dodecanol_ratio										Indole.3.acetic_acid_ratio								29		Unknown.58100149._ratio		0.553		0.4270310633

																																30		Unknown.38100493._ratio		0.544		0.2933063636





















																						14		Unknown.38100389._ratio		0.209

																								Unknown.38100468._ratio

																						15		Indole.3.propionic_acid_ratio		0.214

		halfMin		Hierarchical Clustering																				Arginine_ratio

																						16		Glucosamine_ratio		0.228

																								Unknown.38100473._ratio






image27.emf
Rank Feature Name Scorep-val Rank Feature Name Scorep-val Rank Feature Name Scorep-val Rank Feature Name Scorep-val

1 Cysteine_.minor._Cystine._ratio 0.238 0.002 1 Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.0.311 0.032 1 Cysteine_.minor._Cystine._ratio 0.019 0.002 1 Cysteine_.minor._Cystine._ratio 0.744 0.002

2 Cystine_ratio 0.225 0.004 2

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH

._.

additional._Triacylgyceride_hydroperoxide_.C16.0,C18

.1,

C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C1

8.1,C18.3.OOH..

0.335 0.04 2 Cystine_ratio 0.022 0.004 2 Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. 0.727 0.032

3 Isoleucine_ratio 0.221 0.003 3 Cysteine_.minor._Cystine._ratio 0.355 0.002 3 Dodecanol_ratio 0.022 0.003 3 Cystine_ratio 0.694 0.004

4 Dodecanol_ratio 0.214 0.003 4 Dodecanol_ratio 0.364 0.003 4 Isoleucine_ratio 0.022 0.003 4

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.

additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,

C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.

1,C18.3.OOH..

0.685 0.04

5 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio 0.211 0.002 5 Serotonine_ng_per_ml 0.373 1E-05 5 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio 0.03 0.002 5 Indole.3.acetic_acid_ratio 0.674 0.135

6 Urea_ratio 0.2 0.003 6 Urea_ratio 0.375 0.003 6 Methionine_ratio 0.036 0.005 6 Urea_ratio 0.664 0.003

7 Serotonine_ng_per_ml 0.199 1E-05 7 Cystine_ratio 0.376 0.004 7 Serotonine_ng_per_ml 0.041 1E-05 7 Ratio Glu_versus_Gln 0.644 0.03

8 Methionine_ratio 0.186 0.005 8 Lysophosphatidylcholine_.C20.4._ratio 0.377 0.052 8 Unknown.68100045._ratio 0.044 0.001 8 Unknown.38100468._ratio 0.621 0.162

9 Unknown.68100045._ratio 0.182 0.001 9 Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio 0.383 0.009 9 Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.0.046 0.032 9 Arginine_ratio 0.607 0.04

10 TAG_.containing_C18.1.C18.2._ratio 0.176 0.005 10 Normetanephrine_ng_per_ml 0.386 0.004 10 Leucine_ratio 0.049 0.008 10 Normetanephrine_ng_per_ml 0.606 0.004

11 Normetanephrine_ng_per_ml 0.172 0.004 11 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio 0.389 0.002 11 Eicosenoic_acid_.C20.cis.11.1._ratio 0.049 0.01 11 Unknown.38100389._ratio 0.575 0.103

12 Eicosenoic_acid_.C20.cis.11.1._ratio 0.168 0.01 12 Glycerol__lipid_fraction_ratio 0.39 0.014 12 TAG_.containing_C18.1.C18.2._ratio 0.051 0.005 12 Corticosterone_ng_per_ml 0.571 0.395

13 Phenylalanine_ratio 0.167 0.008 13 Heptadecanoic_acid_.C17.0._ratio 0.391 0.012 13

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.053 0.04 13 Androstendion_ng_per_ml 0.567 0.06

14 Leucine_ratio 0.165 0.008 14 Isoleucine_ratio 0.392 0.003 14 Urea_ratio 0.058 0.003 14 Metanephrine_ng_per_ml 0.551 0.025

15 Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio 0.16 0.009 15 Phenylalanine_ratio 0.398 0.008 15 Lysine_ratio 0.065 0.016 15 Serotonine_ng_per_ml 0.551 1E-05

16 Glycerol__lipid_fraction_ratio 0.159 0.014 16 Unknown.68100045._ratio 0.398 0.001 16 Normetanephrine_ng_per_ml 0.066 0.004 16 Phosphatidylcholine__8_ratio 0.548 0.072

17 Heptadecanoic_acid_.C17.0._ratio 0.149 0.012 17 Methionine_ratio 0.399 0.005 17 Arginine_ratio 0.08 0.04 17 Unknown.68100002._ratio 0.546 0.233

18 TAG_.containing_C18.2_C18.2._ratio 0.143 0.013 18 Eicosenoic_acid_.C20.cis.11.1._ratio 0.399 0.01 18 TAG_.containing_C18.2_C18.2._ratio 0.084 0.013 18 Lysophosphatidylcholine_.C20.4._ratio 0.534 0.052

19 Lysine_ratio 0.141 0.016 19 Metanephrine_ng_per_ml 0.4 0.025 19 Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio 0.086 0.009 19 Glucosamine_ratio 0.523 0.108

20 Unknown.68100044._ratio 0.14 0.016 20 Glucose_ratio 0.4 0.041 20 Pseudouridine_ratio 0.087 0.011 20 Phenylalanine_ratio 0.515 0.008

21 Pseudouridine_ratio 0.138 0.011 21 TAG_.containing_C18.1.C18.2._ratio 0.401 0.005 21 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 0.088 0.021 21 Unknown.58100151._ratio 0.514 0.731

22 Oleic_acid_.C18.cis.9.1._ratio 0.137 0.019 22 Unknown.28100470._ratio 0.401 0.035 22 Metanephrine_ng_per_ml 0.088 0.025 22

Lysophosphatidylcholine_.C20.4._ .additional. 

Lysophosphatidylcholine_.C18.1..

0.512 0.054

23 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio 0.136 0.011 23 Unknown.68100044._ratio 0.402 0.016 23 Ratio Glu_versus_Gln 0.088 0.03 23 Methionine_ratio 0.511 0.005

24 Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.0.132 0.032 24 Oleic_acid_.C18.cis.9.1._ratio 0.403 0.019 24 Glycerol__lipid_fraction_ratio 0.089 0.014 24 Pseudouridine_ratio 0.507 0.011

25 TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 0.132 0.021 25 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio 0.405 0.011 25 Unknown.68100044._ratio 0.096 0.016 25 Phosphate_.inorganic_and_from_organic_phosphates._ratio 0.5 0.175

26 Ratio Glu_versus_Gln 0.127 0.03 26 Leucine_ratio 0.407 0.008 26 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio 0.098 0.011 26 Unknown.58100024._ratio 0.498 0.513

27 Metanephrine_ng_per_ml 0.126 0.025 27 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.407 0.017 27 Oleic_acid_.C18.cis.9.1._ratio 0.101 0.019 27 Cortisol_ratio 0.494 0.428

28

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.124 0.04 28 Lysine_ratio 0.408 0.016 28 Phenylalanine_ratio 0.115 0.008 28 X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml 0.483 0.102

29 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.118 0.017 29 Thyroxine_ratio 0.408 0.039 29 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.117 0.017 29 Unknown.58100162._ratio 0.478 0.053

30 Palmitic_acid_.C16.0._ratio 0.114 0.033 30

TAG_.C55H96O6._or_.C50H100O6._.e_g

__C16.0_C18.2_C18.3_or_C16.0_C

0.409 0.028 30 Palmitic_acid_.C16.0._ratio 0.124 0.033 30 Glucose_ratio 0.478 0.041

Stability



Fisher Gini T-test
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Tabel 2

		Correction based on HCs										Correction based on all samples

		Raw Features

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top36		Top24		Top36		Top33		Top6		Top12		Top12		Top24

		Accuracy		80.42%		80.36%		80.42%		80.34%		77.21%		73.67%		76.10%		74.56%

		Sensitivity		73.33%		76.67%		73.33%		76.67%		81.67%		71.67%		76.67%		71.67%

		Specificity		82.22%		81.22%		82.22%		81.11%		76.33%		74.11%		76.11%		75.11%

		Cluster-Representatives (K-means)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top12		Top36		Top12		Top27		Top30		Top21		Top33		Top21

		Accuracy		77.92%		80.50%		77.92%		79.51%		75.42%		74.36%		74.65%		71.98%

		Sensitivity		83.33%		88.33%		83.33%		86.67%		81.67%		81.67%		81.67%		76.67%

		Specificity		77.22%		79.22%		77.22%		78.11%		74.22%		72.89%		73.22%		70.89%

		Cluster-Representatives (Hierachical Clustering)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top9		Top12		Top9		Top12		Top27		Top12		Top6		Top45

		Accuracy		78.06%		75.48%		78.06%		77.01%		70.31%		72.97%		71.22%		70.38%

		Sensitivity		73.33%		78.33%		73.33%		83.33%		73.33%		86.67%		73.33%		71.67%

		Specificity		79.33%		75.22%		79.33%		76.00%		69.89%		70.11%		70.89%		69.89%





Table 3

		Corrected by HCs				RF

		Raw

				Raw Features

				Imputation		halfMin								kNN3								EM								SVD

		RF		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top36		Top24		Top36		Top33		Top15		Top21		Top21		Top18		Top18		Top15		Top18		Top24		Top15		Top12		Top15		Top39

				Accuracy		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%		77.84%		76.87%		77.84%		78.74%		77.84%		76.11%		77.84%		81.18%

				Sensitivity		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		71.67%		73.33%		68.33%		73.33%		66.67%		73.33%		76.67%

				Specificity		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%		79.11%		78.00%		79.11%		81.11%		79.11%		78.11%		79.11%		82.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top12		Top36		Top12		Top27		Top36		Top15		Top18		Top30		Top12		Top36		Top18		Top9		Top39		Top39		Top18		Top27

				Accuracy		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%		77.07%		77.16%		75.34%		74.15%		78.74%		78.74%		80.48%		79.73%

				Sensitivity		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%		78.33%		78.33%		78.33%		75.00%		78.33%		78.33%		73.33%		78.33%

				Specificity		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%		77.11%		77.22%		75.11%		74.33%		79.11%		79.11%		82.33%		80.33%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top9		Top12		Top9		Top12		Top15		Top21		Top15		Top36		Top9		Top18		Top9		Top6		Top39		Top45		Top39		Top27

				Accuracy		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%		73.79%		73.79%		73.73%		69.62%		75.47%		74.64%		76.38%		70.38%

				Sensitivity		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%		73.33%		80.00%		73.33%		70.00%		70.00%		70.00%		70.00%		70.00%

				Specificity		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%		74.00%		72.89%		74.00%		69.89%		77.11%		76.11%		78.22%		70.89%







Sheet1

		RF





		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		36		24		36		33		15		21		21		18

		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%

		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%

		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%



		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		12		36		12		27		36		15		18		30

		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%

		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%

		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%



		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		9		12		9		12		15		21		15		36

		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%

		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%

		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%







Table 4

		Corrected by HCs				SVM

		Raw

		SVM		Raw Features

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top6		Top6		Top6		Top12		Top18		Top15		Top18		Top9		Top9		Top12		Top15		Top30		Top15		Top12		Top18		Top9

				Accuracy		72.13%		79.52%		72.13%		74.64%		71.08%		77.77%		72.74%		75.68%		71.22%		78.68%		74.56%		73.73%		71.99%		78.74%		71.85%		75.54%

				Sensitivity		65.00%		71.67%		65.00%		70.00%		65.00%		71.67%		65.00%		70.00%		60.00%		73.33%		60.00%		65.00%		65.00%		73.33%		68.33%		75.00%

				Specificity		74.11%		81.33%		74.11%		76.11%		72.78%		79.00%		74.78%		77.22%		74.00%		80.11%		78.11%		76.00%		73.89%		80.11%		72.78%		76.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top9		Top15		Top18		Top9		Top9		Top9		Top9		Top9		Top15		Top9		Top6		Top12		Top15		Top12		Top15

				Accuracy		77.83%		80.20%		78.68%		79.73%		78.06%		80.57%		79.66%		76.46%		72.96%		71.14%		73.79%		74.00%		79.65%		79.43%		79.65%		72.67%

				Sensitivity		78.33%		86.67%		81.67%		78.33%		80.00%		83.33%		83.33%		75.00%		65.00%		70.00%		70.00%		70.00%		78.33%		76.67%		78.33%		71.67%

				Specificity		78.00%		79.00%		78.11%		80.33%		78.22%		80.44%		79.22%		77.33%		75.00%		71.78%		75.00%		75.11%		80.11%		80.00%		80.11%		72.78%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top15		Top15		Top6		Top6		Top6		Top6		Top12		Top9		Top15		Top9		Top6		Top9		Top6		Top12		Top12

				Accuracy		76.15%		79.28%		76.23%		77.01%		77.92%		80.64%		77.92%		74.70%		72.68%		74.55%		72.68%		71.23%		75.96%		78.60%		76.79%		70.10%

				Sensitivity		85.00%		83.33%		85.00%		78.33%		78.33%		75.00%		78.33%		75.00%		80.00%		80.00%		80.00%		75.00%		63.33%		70.00%		73.33%		68.33%

				Specificity		74.78%		78.78%		74.89%		77.11%		78.11%		82.33%		78.11%		75.11%		71.67%		73.78%		71.67%		71.00%		79.00%		81.00%		77.89%		70.78%





Figure 4 Table 8

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.3		0.0204097109				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.805		0.0204097109				0.0020924826		0.0204097109		0.0020924826		0.0204097109

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302		0.0270784283				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.768		0.0270784283				0.0035671115		0.0270784283		0.0035671115		0.0270784283

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cysteine_.minor._Cystine._ratio		0.732		0.0020924826				0.0026384098		0.0020924826		0.003071377		0.0020924826

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Indole.3.acetic_acid_ratio		0.687		0.1346649839				0.003071377		0.003071377		0.0026384098		0.1346649839

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.027		0.0204097109				5		Cystine_ratio		0.656		0.0035671115				0.0022912338		1.15E-05		0.0204097109		0.0035671115

		6		Serotonine_ng_per_ml		0.199		0.0000114628				6		Cystine_ratio		0.376		0.0035671115				6		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				6		Ratio Glu_versus_Gln		0.623		0.0301162881				1.15E-05		0.0035671115		0.0022912338		0.0301162881

		7		Methionine_ratio		0.186		0.0045990471				7		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.036		0.0270784283				7		Unknown.58100024._ratio		0.623		0.0745576026				0.0045990471		0.0519470416		0.0270784283		0.0745576026

		8		Unknown.68100045._ratio		0.182		0.0014331379				8		Urea_ratio		0.383		0.0110658712				8		Methionine_ratio		0.036		0.0045990471				8		Unknown.38100468._ratio		0.62		0.1766984995				0.0014331379		0.0110658712		0.0045990471		0.1766984995

		9		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.384		0.0099830889				9		Serotonine_ng_per_ml		0.041		0.0000114628				9		Normetanephrine_ng_per_ml		0.605		0.0038764658				0.0047978674		0.0099830889		1.15E-05		0.0038764658

		10		Normetanephrine_ng_per_ml		0.172		0.0038764658				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Unknown.68100045._ratio		0.044		0.0014331379				10		Corticosterone_ng_per_ml		0.585		0.3946249444				0.0038764658		0.0038764658		0.0014331379		0.3946249444

		11		Phenylalanine_ratio		0.167		0.0081780528				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Leucine_ratio		0.049		0.0078434227				11		Urea_ratio		0.581		0.0110658712				0.0081780528		0.0022912338		0.0078434227		0.0110658712

		12		Leucine_ratio		0.165		0.0078434227				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Unknown.38100389._ratio		0.567		0.1033304598				0.0078434227		0.0136606151		0.0047978674		0.1033304598

		13		Urea_ratio		0.164		0.0110658712				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Eicosenoic_acid_.C20.cis.11.1._ratio		0.055		0.0119329428				13		Arginine_ratio		0.562		0.0404433959				0.0110658712		0.0119546476		0.0119329428		0.0404433959

		14		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.162		0.0204097109				14		Glyoxylate_ratio		0.391		0.0125592889				14		Lysine_ratio		0.065		0.0163522674				14		Androstendion_ng_per_ml		0.556		0.0602782897				0.0204097109		0.0125592889		0.0163522674		0.0602782897

		15		Eicosenoic_acid_.C20.cis.11.1._ratio		0.159		0.0119329428				15		Isoleucine_ratio		0.392		0.0026384098				15		Normetanephrine_ng_per_ml		0.066		0.0038764658				15		Phosphatidylcholine__8_ratio		0.555		0.0719843588				0.0119329428		0.0026384098		0.0038764658		0.0719843588

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Phenylalanine_ratio		0.398		0.0081780528				16		Glyoxylate_ratio		0.077		0.0125592889				16		Unknown.68100002._ratio		0.551		0.2328010494				0.0136606151		0.0081780528		0.0125592889		0.2328010494

		17		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.157		0.0099830889				17		Unknown.68100045._ratio		0.398		0.0014331379				17		Arginine_ratio		0.08		0.0404433959				17		Serotonine_ng_per_ml		0.544		0.0000114628				0.0099830889		0.0014331379		0.0404433959		1.15E-05

		18		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.151		0.0270784283				18		Methionine_ratio		0.399		0.0045990471				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.537		0.0519470416				0.0270784283		0.0045990471		0.0134950373		0.0519470416

		19		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Pseudouridine_ratio		0.087		0.0112734181				19		Metanephrine_ng_per_ml		0.534		0.0245362154				0.0119546476		0.0245362154		0.0112734181		0.0245362154

		20		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				20		Glucose_ratio		0.4		0.040631496				20		Urea_ratio		0.088		0.0110658712				20		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.525		0.0398505948				0.0134950373		0.040631496		0.0110658712		0.0398505948

		21		Glyoxylate_ratio		0.141		0.0125592889				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Glucosamine_ratio		0.518		0.1145125112				0.0125592889		0.0047978674		0.0210878748		0.1145125112

		22		Lysine_ratio		0.141		0.0163522674				22		Ribonic_acid_ratio		0.401		0.0349164185				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Methionine_ratio		0.513		0.0045990471				0.0163522674		0.0349164185		0.0245362154		0.0045990471

		23		Unknown.68100044._ratio		0.14		0.0163362713				23		Eicosenoic_acid_.C20.cis.11.1._ratio		0.401		0.0119329428				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Unknown.58100151._ratio		0.512		0.7307050825				0.0163362713		0.0119329428		0.0301162881		0.7307050825

		24		Pseudouridine_ratio		0.138		0.0112734181				24		Unknown.28100470._ratio		0.401		0.0349249914				24		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.089		0.0099830889				24		Glyoxylate_ratio		0.511		0.0125592889				0.0112734181		0.0349249914		0.0099830889		0.0125592889

		25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				25		Unknown.68100044._ratio		0.402		0.0163362713				25		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				25		Phenylalanine_ratio		0.502		0.0081780528				0.0112191211		0.0163362713		0.0136606151		0.0081780528

		26		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				26		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.404		0.0398505948				26		Unknown.68100044._ratio		0.096		0.0163362713				26		Cortisol_ratio		0.497		0.4278881842				0.0210878748		0.0398505948		0.0163362713		0.4278881842

		27		Ratio Glu_versus_Gln		0.127		0.0301162881				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				27		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.494		0.1749119522				0.0301162881		0.0112191211		0.0112191211		0.1749119522

		28		Metanephrine_ng_per_ml		0.126		0.0245362154				28		Leucine_ratio		0.407		0.0078434227				28		Unknown.58100024._ratio		0.115		0.0745576026				28		Pseudouridine_ratio		0.478		0.0112734181				0.0245362154		0.0078434227		0.0745576026		0.0112734181

		29		Oleic_acid_.C18.cis.9.1._ratio		0.126		0.0250847157				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				29		Phenylalanine_ratio		0.115		0.0081780528				29		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.471		0.1019054663				0.0250847157		0.0166494696		0.0081780528		0.1019054663

		30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				30		Lysine_ratio		0.408		0.0163522674				30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				30		Unknown.58100162._ratio		0.469		0.0525117584				0.0166494696		0.0163522674		0.0166494696		0.0525117584

				Single features

				knn3





Figure 5 Table 9

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.311		0.0319486833				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Cysteine_.minor._Cystine._ratio		0.744		0.0020924826				0.0020924826		0.0319486833		0.0020924826		0.0020924826

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.335		0.0404068783				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.727		0.0319486833				0.0035671115		0.0404068783		0.0035671115		0.0319486833

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cystine_ratio		0.694		0.0035671115				0.0026384098		0.0020924826		0.003071377		0.0035671115

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.685		0.0404068783				0.003071377		0.003071377		0.0026384098		0.0404068783

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				5		Indole.3.acetic_acid_ratio		0.674		0.1346649839				0.0022912338		1.15E-05		0.0022912338		0.1346649839

		6		Urea_ratio		0.2		0.0034359993				6		Urea_ratio		0.375		0.0034359993				6		Methionine_ratio		0.036		0.0045990471				6		Urea_ratio		0.664		0.0034359993				0.0034359993		0.0034359993		0.0045990471		0.0034359993

		7		Serotonine_ng_per_ml		0.199		0.0000114628				7		Cystine_ratio		0.376		0.0035671115				7		Serotonine_ng_per_ml		0.041		0.0000114628				7		Ratio Glu_versus_Gln		0.644		0.0301162881				1.15E-05		0.0035671115		1.15E-05		0.0301162881

		8		Methionine_ratio		0.186		0.0045990471				8		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				8		Unknown.68100045._ratio		0.044		0.0014331379				8		Unknown.38100468._ratio		0.621		0.1617936746				0.0045990471		0.0519470416		0.0014331379		0.1617936746

		9		Unknown.68100045._ratio		0.182		0.0014331379				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.383		0.0087772513				9		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.046		0.0319486833				9		Arginine_ratio		0.607		0.0404433959				0.0014331379		0.0087772513		0.0319486833		0.0404433959

		10		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Leucine_ratio		0.049		0.0078434227				10		Normetanephrine_ng_per_ml		0.606		0.0038764658				0.0047978674		0.0038764658		0.0078434227		0.0038764658

		11		Normetanephrine_ng_per_ml		0.172		0.0038764658				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Eicosenoic_acid_.C20.cis.11.1._ratio		0.049		0.0097490459				11		Unknown.38100389._ratio		0.575		0.1033304598				0.0038764658		0.0022912338		0.0097490459		0.1033304598

		12		Eicosenoic_acid_.C20.cis.11.1._ratio		0.168		0.0097490459				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Corticosterone_ng_per_ml		0.571		0.3946249444				0.0097490459		0.0136606151		0.0047978674		0.3946249444

		13		Phenylalanine_ratio		0.167		0.0081780528				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.053		0.0404068783				13		Androstendion_ng_per_ml		0.567		0.0602782897				0.0081780528		0.0119546476		0.0404068783		0.0602782897

		14		Leucine_ratio		0.165		0.0078434227				14		Isoleucine_ratio		0.392		0.0026384098				14		Urea_ratio		0.058		0.0034359993				14		Metanephrine_ng_per_ml		0.551		0.0245362154				0.0078434227		0.0026384098		0.0034359993		0.0245362154

		15		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.16		0.0087772513				15		Phenylalanine_ratio		0.398		0.0081780528				15		Lysine_ratio		0.065		0.0163522674				15		Serotonine_ng_per_ml		0.551		0.0000114628				0.0087772513		0.0081780528		0.0163522674		1.15E-05

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Unknown.68100045._ratio		0.398		0.0014331379				16		Normetanephrine_ng_per_ml		0.066		0.0038764658				16		Phosphatidylcholine__8_ratio		0.548		0.0719843588				0.0136606151		0.0014331379		0.0038764658		0.0719843588

		17		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				17		Methionine_ratio		0.399		0.0045990471				17		Arginine_ratio		0.08		0.0404433959				17		Unknown.68100002._ratio		0.546		0.2328010494				0.0119546476		0.0045990471		0.0404433959		0.2328010494

		18		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				18		Eicosenoic_acid_.C20.cis.11.1._ratio		0.399		0.0097490459				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.534		0.0519470416				0.0134950373		0.0097490459		0.0134950373		0.0519470416

		19		Lysine_ratio		0.141		0.0163522674				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.086		0.0087772513				19		Glucosamine_ratio		0.523		0.1079704828				0.0163522674		0.0245362154		0.0087772513		0.1079704828

		20		Unknown.68100044._ratio		0.14		0.0163362713				20		Glucose_ratio		0.4		0.040631496				20		Pseudouridine_ratio		0.087		0.0112734181				20		Phenylalanine_ratio		0.515		0.0081780528				0.0163362713		0.040631496		0.0112734181		0.0081780528

		21		Pseudouridine_ratio		0.138		0.0112734181				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Unknown.58100151._ratio		0.514		0.7307050825				0.0112734181		0.0047978674		0.0210878748		0.7307050825

		22		Oleic_acid_.C18.cis.9.1._ratio		0.137		0.0190536382				22		Unknown.28100470._ratio		0.401		0.0349249914				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.512		0.0540641079				0.0190536382		0.0349249914		0.0245362154		0.0540641079

		23		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				23		Unknown.68100044._ratio		0.402		0.0163362713				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Methionine_ratio		0.511		0.0045990471				0.0112191211		0.0163362713		0.0301162881		0.0045990471

		24		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.132		0.0319486833				24		Oleic_acid_.C18.cis.9.1._ratio		0.403		0.0190536382				24		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				24		Pseudouridine_ratio		0.507		0.0112734181				0.0319486833		0.0190536382		0.0136606151		0.0112734181

		25		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				25		Unknown.68100044._ratio		0.096		0.0163362713				25		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.5		0.1749119522				0.0210878748		0.0112191211		0.0163362713		0.1749119522

		26		Ratio Glu_versus_Gln		0.127		0.0301162881				26		Leucine_ratio		0.407		0.0078434227				26		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				26		Unknown.58100024._ratio		0.498		0.5130952114				0.0301162881		0.0078434227		0.0112191211		0.5130952114

		27		Metanephrine_ng_per_ml		0.126		0.0245362154				27		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				27		Oleic_acid_.C18.cis.9.1._ratio		0.101		0.0190536382				27		Cortisol_ratio		0.494		0.4278881842				0.0245362154		0.0166494696		0.0190536382		0.4278881842

		28		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.124		0.0404068783				28		Lysine_ratio		0.408		0.0163522674				28		Phenylalanine_ratio		0.115		0.0081780528				28		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.483		0.1019054663				0.0404068783		0.0163522674		0.0081780528		0.1019054663

		29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				29		Thyroxine_ratio		0.408		0.0385000841				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				29		Unknown.58100162._ratio		0.478		0.0525117584				0.0166494696		0.0385000841		0.0166494696		0.0525117584

		30		Palmitic_acid_.C16.0._ratio		0.114		0.0333047273				30		TAG_.C55H96O6._or_.C50H100O6._.e_g
__C16.0_C18.2_C18.3_or_C16.0_C		0.409		0.0278995916				30		Palmitic_acid_.C16.0._ratio		0.124		0.0333047273				30		Glucose_ratio		0.478		0.040631496				0.0333047273		0.0278995916		0.0333047273		0.040631496





Figure 6 Table 10

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.262		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.
,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.333		0.033				1		Cysteine_.minor._Cystine._ratio		0.013		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.875		0.033				0.0014161883		0.0332763794		0.0014161883		0.0332763794

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0030672561		0.0014161883		0.0030672561		0.0014161883

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374		0.001						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.855		0.001				0.0115629164		0.0094015403		0.0332763794		0.0299489486

		2		Phenylalanine_ratio		0.202		0.003						Cystine_ratio								2		Phenylalanine_ratio		0.033		0.003						Cystine_ratio								0.0045679891		0.0030672561		0.0045679891		0.2159446036

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.0038764658		0.0003764423		0.0038764658		0.1118672553

				Methionine_ratio								3		Unknown.28100470._ratio		0.376		0.009						Methionine_ratio								3		Elaidic_acid_ratio		0.752		0.030				0.0094015403		0.0038764658		0.0299489486		0.012656793

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Tyrosine_ratio										Ratio Glu_versus_Gln								0.0152464697		0.0152464697		0.0147777004		0.0038764658

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Alanine_ratio								4		Cortisol_ratio		0.749		0.216				0.0199638808		0.033460618		0.0245362154		0.1804226713

		3		Unknown.28100099._ratio		0.190		0.012				4		Phenylalanine_ratio		0.380		0.003				3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,
_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.044		0.033						Corticosterone_ng_per_ml								0.0332763794		0.0115629164		0.0003764423		0.3107444251

				Urea_ratio										Lysine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Androstendion_ng_per_ml								0.0147777004		0.0045679891		0.0152464697		0.0115629164

		4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.174		0.005						Methionine_ratio								4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.054		0.005				5		Unknown.38100389._ratio		0.743		0.112				0.0299489486		0.0245362154		0.0199638808		0.0245362154

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Tyrosine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Unknown.38100468._ratio								0.0245362154		0.012656793		0.0094015403		0.2292775126

				TAG_.containing_C18.1.C18.2._ratio										Alanine_ratio										TAG_.containing_C18.1.C18.2._ratio								6		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.742		0.013				0.0003764423		0.0199638808		0.012656793		0.1672902637

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								5		Histamine_ng_per_ml		0.385		0.000						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Lysophosphatidylcholine_.C20.4._ratio								0.012656793		0.0385000841		0.0362767692		0.1049163789

		5		Normetanephrine_ng_per_ml		0.172		0.004						Serotonine_ng_per_ml								5		Normetanephrine_ng_per_ml		0.066		0.004				7		Normetanephrine_ng_per_ml		0.705		0.004				0.0362767692		0.0362767692		0.0350034995		0.0030672561

		6		Unknown.28100470._ratio		0.155		0.009				6		Normetanephrine_ng_per_ml		0.386		0.004				6		Elaidic_acid_ratio		0.074		0.030				8		Cholic_acid_ratio		0.697		0.180				0.0385000841		0.0608579829		0.0115629164		0.0003764423

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								7		Unknown.68100026._ratio		0.392		0.015						Ratio Glu_versus_Gln										Indole.3.acetic_acid_ratio								0.0350034995		0.0299489486		0.0385000841		0.033460618

				Heptadecanoic_acid_.C17.0._ratio										Unknown.68100044._ratio								7		alpha.Ketoisocaproic_acid_ratio		0.086		0.015				9		Unknown.68100050._ratio		0.684		0.311				0.0608579829		0.1672902637		0.1473784733		0.2410570538

		7		Unknown.68100026._ratio		0.140		0.015						TAG_.containing_C18.2.C18.3._ratio										Leucine_ratio										Unknown.58100024._ratio								0.033460618		0.0147777004		0.0608579829		0.0350034995

				Unknown.68100044._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C										Valine_ratio								10		Unknown.28100099._ratio		0.669		0.012				0.1118672553		0.1557423866		0.1804226713		0.4768016558

				TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio										Isoleucine_ratio										Urea_ratio								0.1100250857		0.1473784733		0.1118672553		0.9940676295

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.
0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.088		0.025				11		Metanephrine_ng_per_ml		0.659		0.025				0.1222744183		0.3878380142		0.1672902637		0.3794039297

				Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Histamine_ng_per_ml		0.093		0.000				12		Unknown.68100052._ratio		0.632		0.229				0.1269906579		0.0350034995		0.033460618		0.0094015403

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.2_C18.2._ratio										Serotonine_ng_per_ml										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1473784733		0.1222744183		0.1100250857		0.1100250857

				Linoleic_acid_.C18.cis.9_12.2._ratio								8		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033				10		Unknown.68100026._ratio		0.099		0.015						Phosphatidylcholine__8_ratio								0.1557423866		0.6805797252		0.1049163789		0.8050206855

				TAG_.containing_C18.2_C18.2._ratio										Unknown.58100162._ratio										Unknown.68100044._ratio								13		Indole.3.propionic_acid_ratio		0.632		0.167				0.1049163789		0.8093296786		0.0919838357		0.3878380142

		8		Ceramide_.d18.1.C24.0._ratio		0.137		0.020				9		Unknown.28100099._ratio		0.394		0.012						TAG_.containing_C18.2.C18.3._ratio										Arginine_ratio								0.0919838357		0.2268896727		0.1222744183		0.0385000841

				Palmitic_acid_.C16.0._ratio										Urea_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C								14		Unknown.38101835._ratio		0.631		0.105				0.1672902637		0.1049163789		0.1269906579		0.2144700932

				Oleic_acid_.C18.cis.9.1._ratio								10		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.396		0.005						Unknown.68100059._ratio										Glycerol__polar_fraction_ratio								0.1804226713		0.4897710524		0.1557423866		0.362026241

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								15		Phenylalanine_ratio		0.615		0.003				0.6805797252		0.1118672553		0.0708461039		0.2933063636

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										TAG_.containing_C18.1.C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Lysine_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Methionine_ratio

		9		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.133		0.033				11		Metanephrine_ng_per_ml		0.400		0.025				11		Ceramide_.d18.1.C24.0._ratio		0.107		0.020						Tyrosine_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								12		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.403		0.013						Palmitic_acid_.C16.0._ratio										Alanine_ratio

		10		alpha.Ketoisocaproic_acid_ratio		0.133		0.015						Lysophosphatidylcholine_.C20.4._ratio										Oleic_acid_.C18.cis.9.1._ratio								16		Histamine_ng_per_ml		0.608		0.000

				Leucine_ratio																				Glycerol__lipid_fraction_ratio										Serotonine_ng_per_ml

				Valine_ratio																				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.600		0.033

				Isoleucine_ratio																				Eicosenoic_acid_.C20.cis.11.1._ratio										Unknown.58100162._ratio
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		knn3

				Fisher								Gini										T-test										Stability

		(a)										(a)										(a)										(a)

		Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score

		1		Cysteine_.minor._Cystine._ratio		0.262						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302						1		Cysteine_.minor._Cystine._ratio		0.013						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.908

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374								Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.838

		2		Phenylalanine_ratio		0.202								Cystine_ratio								2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional
._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.028								Cystine_ratio

				Lysine_ratio										Pseudouridine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Pseudouridine_ratio

				Methionine_ratio								3		Unknown.28100470._ratio		0.376						3		Phenylalanine_ratio		0.033						3		Cortisol_ratio		0.752

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Lysine_ratio										Corticosterone_ng_per_ml

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Methionine_ratio										Androstendion_ng_per_ml

		3		Fumarate_ratio		0.197						4		Phenylalanine_ratio		0.38								Tyrosine_ratio								4		Fumarate_ratio		0.734

				Normetanephrine_ng_per_ml										Lysine_ratio										Alanine_ratio										Normetanephrine_ng_per_ml

		4		Unknown.28100099._ratio		0.166								Methionine_ratio								4		Fumarate_ratio		0.041						5		Cholic_acid_ratio		0.715

				Urea_ratio										Tyrosine_ratio										Normetanephrine_ng_per_ml										Indole.3.acetic_acid_ratio

		5		Unknown.68100026._ratio		0.164								Alanine_ratio								5		Leucine_ratio		0.057						6		Unknown.38100389._ratio		0.701

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								5		Histamine_ng_per_ml		0.385								Valine_ratio										Unknown.38100468._ratio

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Serotonine_ng_per_ml										Isoleucine_ratio										Dopamine_ng_per_ml

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Fumarate_ratio		0.391						6		Unknown.68100026._ratio		0.067						7		Metanephrine_ng_per_ml		0.682

				TAG_.containing_C18.1.C18.2._ratio										Normetanephrine_ng_per_ml										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.68100052._ratio		0.652

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								7		Sphingomyelin_.d18.1.C16.0._ratio		0.393								TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio

		6		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._
Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.163								Unknown.58100162._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Phosphatidylcholine__8_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								8		Unknown.68100026._ratio		0.397								TAG_.containing_C18.1.C18.2._ratio								9		O.Phospho.L.tyrosine_ratio		0.65

		7		Leucine_ratio		0.158								TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.58100024._ratio

				Valine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Ceramide_.d18.1.C24.0._ratio		0.083						10		Elaidic_acid_ratio		0.65

				Isoleucine_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Palmitic_acid_.C16.0._ratio										Ratio Glu_versus_Gln

		8		Unknown.28100470._ratio		0.154								TAG_.containing_C18.1.C18.2._ratio										Oleic_acid_.C18.cis.9.1._ratio								11		Unknown.28100099._ratio		0.639

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Stearic_acid_.C18.0._ratio										Urea_ratio

				Heptadecanoic_acid_.C17.0._ratio								9		Unknown.28100099._ratio		0.4								Glycerol__lipid_fraction_ratio								12		Histamine_ng_per_ml		0.613

		9		Ceramide_.d18.1.C24.0._ratio		0.151								Urea_ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Serotonine_ng_per_ml

				Palmitic_acid_.C16.0._ratio								10		Unknown.68100044._ratio		0.4								Eicosenoic_acid_.C20.cis.11.1._ratio								13		Indole.3.propionic_acid_ratio		0.613

				Oleic_acid_.C18.cis.9.1._ratio										TAG_.containing_C18.2.C18.3._ratio										Dodecanol_ratio										Arginine_ratio

				Stearic_acid_.C18.0._ratio										Unknown.68100059._ratio								8		Metanephrine_ng_per_ml		0.088						14		Unknown.68100002._ratio		0.602

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								9		Histamine_ng_per_ml		0.093								Lysophosphatidylcholine_.16.0._ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml								15		Threonic_acid_ratio		0.599

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.containing_C18.2_C18.2._ratio								10		Unknown.68100044._ratio		0.1								Glyceric_acid_ratio

				Dodecanol_ratio								11		Ceramide_.d18.1.C24.0._ratio		0.4								TAG_.containing_C18.2.C18.3._ratio								16		Unknown.58100151._ratio		0.598

		10		Unknown.68100044._ratio		0.136								Palmitic_acid_.C16.0._ratio										Unknown.68100059._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.596

				TAG_.containing_C18.2.C18.3._ratio										Oleic_acid_.C18.cis.9.1._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Unknown.58100162._ratio

				Unknown.68100059._ratio										Stearic_acid_.C18.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								18		Unknown.38100430._ratio		0.592

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Glycerol__lipid_fraction_ratio										TAG_.containing_C18.2_C18.2._ratio								19		Phenylalanine_ratio		0.591

				Linoleic_acid_.C18.cis.9_12.2._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								11		Elaidic_acid_ratio		0.109								Lysine_ratio

				TAG_.containing_C18.2_C18.2._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Ratio Glu_versus_Gln										Methionine_ratio

		11		Metanephrine_ng_per_ml		0.126								Dodecanol_ratio								12		Unknown.28100470._ratio		0.11								Tyrosine_ratio

		12		Histamine_ng_per_ml		0.125						12		Metanephrine_ng_per_ml		0.4								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Alanine_ratio

				Serotonine_ng_per_ml								13		Ribonic_acid_ratio		0.404								Heptadecanoic_acid_.C17.0._ratio								20		Glycochenodeoxycholic_acid_ratio		0.588

		13		Unknown.68100045._ratio		0.112								myo.Inositol_ratio								13		Unknown.68100045._ratio		0.114						21		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.586

				Unknown.58100165._ratio								14		Unknown.68100045._ratio		0.406								Unknown.58100165._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Phosphatidylcholine_.C16.0.C18.2._ratio										Unknown.58100165._ratio										Phosphatidylcholine_.C16.0.C18.2._ratio								22		Unknown.28100470._ratio		0.586

		14		Elaidic_acid_ratio		0.099								Phosphatidylcholine_.C16.0.C18.2._ratio								14		Unknown.28100099._ratio		0.159								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio

				Ratio Glu_versus_Gln								15		Leucine_ratio		0.41								Urea_ratio										Heptadecanoic_acid_.C17.0._ratio

		15		TAG__1_ratio		0.086								Valine_ratio								15		TAG__1_ratio		0.191						23		Unknown.68100050._ratio		0.581

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Isoleucine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								24		Phosphatidylcholine__10_ratio		0.568

				Palmitoleic_acid_ratio								16		TAG__1_ratio		0.412								Palmitoleic_acid_ratio								25		Glycine_ratio		0.567

				Myristic_acid_.C14.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Myristic_acid_.C14.0._ratio								26		Unknown.58100149._ratio		0.558

				Pentadecanol_ratio										Palmitoleic_acid_ratio										Pentadecanol_ratio								27		X11.Desoxycortisol_ng_per_ml		0.557

		16		Sphingomyelin_.d18.1.C16.0._ratio		0.086								Myristic_acid_.C14.0._ratio								16		Indole.3.propionic_acid_ratio		0.2						28		X2.Hydroxybutyric_acid_ratio		0.542

				Unknown.58100162._ratio										Pentadecanol_ratio										Arginine_ratio										X3.Hydroxybutyric_acid_ratio

		17		Ribonic_acid_ratio		0.085						17		Indole.3.propionic_acid_ratio		0.422						17		Cholic_acid_ratio		0.206						29		Unknown.58100169._ratio		0.541

				myo.Inositol_ratio										Arginine_ratio										Indole.3.acetic_acid_ratio								30		Salicylic_acid_ratio		0.541

		18		alpha.Tocopherol_ratio		0.075						18		Elaidic_acid_ratio		0.423						18		Ribonic_acid_ratio		0.217								Unknown.68100003._ratio

				Coenzyme_Q10_ratio										Ratio Glu_versus_Gln										myo.Inositol_ratio

				Unknown.28101329._ratio								19		O.Phospho.L.tyrosine_ratio		0.424						19		Unknown.38100389._ratio		0.223

				Unknown.28100477._ratio										Unknown.58100024._ratio										Unknown.38100468._ratio

				Glyoxylate_ratio								20		Unknown.38100389._ratio		0.425								Dopamine_ng_per_ml

		19		Unknown.38100389._ratio		0.072								Unknown.38100468._ratio								20		alpha.Tocopherol_ratio		0.226

				Unknown.38100468._ratio										Dopamine_ng_per_ml										Coenzyme_Q10_ratio

				Dopamine_ng_per_ml																				Unknown.28101329._ratio

		20		Glycochenodeoxycholic_acid_ratio		0.062																		Unknown.28100477._ratio

		21		Creatinine_.minor._Creatine__Phosphocreatine._ratio		0.061																		Glyoxylate_ratio

				Creatine_ratio

		22		Indole.3.propionic_acid_ratio		0.057

				Arginine_ratio

		23		Glucosamine_ratio		0.056

				Unknown.38100473._ratio

		24		myo.Inositol__lipid_fraction_ratio		0.052

				myo.Inositol.2.monophosphate__lipid_fraction_.myo.Inositolphosph

				Phosphate__lipid_.Phospholipids._ratio

				Glycerolphosphate__lipid_fraction_ratio

				Galactose__lipid_fraction_ratio

		25		Cholic_acid_ratio		0.051

				Indole.3.acetic_acid_ratio

		26		Unknown.58100166._ratio		0.049

		27		Unknown.58100134._ratio		0.049

				Glucose__lipid_Fraction_ratio

		28		Unknown.58100778._ratio		0.047

				Kynurenic_acid_ratio

		29		Lactate_ratio		0.047

				Phosphoenolpyruvate__Pyruvate_ratio

		30		Ornithine_.minor._Arginine__Citrulline._ratio		0.045

				Citrulline_ratio

















Figure 7 Table 11

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.283		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.019		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.903		0.0146005282				0.0021955776		0.0146005282		0.0146005282		0.0146005282

				Uric_acid_ratio										Lysine_ratio										Lysine_ratio										Lysine_ratio								0.0031972326		0.0021955776		0.0021955776		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0146005282		0.0003764423		0.0031972326		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.761		0.0021955776				0.0014331379		0.0031972326		0.0014331379		0.1180378928

		2		Fumarate_ratio		0.197		0.0031972326						Uric_acid_ratio										Uric_acid_ratio										Uric_acid_ratio								0.0230222652		0.033460618		0.0082111567		0.0031972326

				Normetanephrine_ng_per_ml										Cystine_ratio										Cystine_ratio										Cystine_ratio								0.0082111567		0.0082111567		0.010730499		0.0745576026

		3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.189		0.0146005282						Pseudouridine_ratio										Pseudouridine_ratio										Pseudouridine_ratio								0.010730499		0.0014331379		0.0245362154		0.1855041119

				Lysine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423				3		Fumarate_ratio		0.041		0.0031972326				3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0230222652		0.0003764423		0.0245362154

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Serotonine_ng_per_ml										Normetanephrine_ng_per_ml										Corticosterone_ng_per_ml								0.0003764423		0.0245362154		0.0495474697		0.1675292713

		4		Unknown.68100045._ratio		0.182		0.0014331379				4		Fumarate_ratio		0.391		0.0031972326				4		Unknown.68100045._ratio		0.044		0.0014331379						X11.Desoxycortisol_ng_per_ml								0.0249166657		0.0669452878		0.0745576026		0.0230222652

		5		Unknown.28100099._ratio		0.166		0.0230222652						Normetanephrine_ng_per_ml								5		Unknown.68100026._ratio		0.071		0.0082111567						Androstendion_ng_per_ml								0.0495474697		0.0745576026		0.0249166657		0.0495474697

				Urea_ratio								5		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio								4		Unknown.38100389._ratio		0.746		0.1180378928				0.033460618		0.0249166657		0.0230222652		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.38100468._ratio								0.0669452878		0.010730499		0.1555182504		0.1555182504

				Unknown.68100044._ratio								6		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.containing_C18.2.C18.3._ratio								5		Fumarate_ratio		0.737		0.0031972326				0.0745576026		0.2908299288		0.1855041119		0.0717421962

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.68100044._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Normetanephrine_ng_per_ml								0.0717421962		0.1555182504		0.1180378928		0.1100250857

				TAG_.containing_C18.2.C18.3._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Unknown.58100024._ratio		0.736		0.0745576026				0.1180378928		0.0717421962		0.0669452878		0.0003764423

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio								7		Cholic_acid_ratio		0.726		0.1855041119				0.1100250857		0.0495474697		0.1319892433		0.7307050825

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Indole.3.acetic_acid_ratio								0.1269906579		0.3878380142		0.033460618		0.2219083121

				Unknown.68100059._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.657		0.0245362154				0.1555182504		0.411033711		0.1100250857		0.033460618

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.653		0.1675292713				0.1319892433		0.2471612109		0.0717421962		0.2410570538

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.1.C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Unknown.68100052._ratio								0.1675292713		0.8093296786		0.1269906579		0.1319892433

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.2908299288		0.4205685054		0.1675292713		0.218754321

				TAG_.containing_C18.2_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								6		Leucine_ratio		0.074		0.010730499						Phosphatidylcholine__8_ratio								0.1855041119		0.2268896727		0.0708461039		0.3878380142

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Tryptophan_ratio								10		Unknown.28100099._ratio		0.636		0.0230222652				0.0708461039		0.1180378928		0.2097300097		0.1179757632

		7		Leucine_ratio		0.144		0.010730499						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Phenylalanine_ratio										Urea_ratio								0.4205685054		0.1675292713		0.1686503359		0.4270310633

				Tryptophan_ratio								7		Unknown.68100045._ratio		0.398		0.0014331379						Methionine_ratio								11		Elaidic_acid_ratio		0.629		0.0495474697				0.1704020059		0.1100250857		0.2908299288		0.4768016558

				Phenylalanine_ratio								8		Unknown.28100099._ratio		0.4		0.0230222652						Tyrosine_ratio										Ratio Glu_versus_Gln								0.1686503359		0.1179757632		0.2104518446		0.2471612109

				Methionine_ratio										Urea_ratio										Indole.3.lactic_acid_ratio								12		Unknown.38100430._ratio		0.62		0.6847398488				0.1179757632		0.1704020059		0.1179757632		0.010730499

				Tyrosine_ratio								9		Metanephrine_ng_per_ml		0.4		0.0245362154						Valine_ratio								13		Indole.3.propionic_acid_ratio		0.62		0.1555182504				0.2219083121		0.1845758705		0.4205685054		0.8050206855

				Indole.3.lactic_acid_ratio								10		Ribonic_acid_ratio		0.404		0.0669452878						Isoleucine_ratio										Arginine_ratio								0.9311701813		0.1319892433		0.2410570538		0.2144700932

				Valine_ratio										myo.Inositol_ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154				14		Phosphatidylcholine__6_ratio		0.611		0.0717421962

				Isoleucine_ratio								11		Unknown.58100024._ratio		0.411		0.0745576026				8		Histamine_ng_per_ml		0.093		0.0003764423						Unknown.68100047._ratio

		8		Metanephrine_ng_per_ml		0.126		0.0245362154				12		Unknown.28100470._ratio		0.416		0.0249166657						Serotonine_ng_per_ml										Phosphatidylcholine__9_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						Unknown.28100482._ratio								9		Elaidic_acid_ratio		0.109		0.0495474697						Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..

				Serotonine_ng_per_ml										TAG__1_ratio										Ratio Glu_versus_Gln								15		Glycochenodeoxycholic_acid_ratio		0.611		0.1100250857

		10		Unknown.28100470._ratio		0.121		0.0249166657						Ceramide_.d18.1.C24.0._ratio								10		Unknown.58100024._ratio		0.115		0.0745576026				16		Histamine_ng_per_ml		0.605		0.0003764423

				Unknown.28100482._ratio										Coenzyme_Q10_ratio								11		Unknown.28100470._ratio		0.119		0.0249166657						Serotonine_ng_per_ml

				TAG__1_ratio										Palmitic_acid_.C16.0._ratio										Unknown.28100482._ratio								17		Unknown.58100151._ratio		0.604		0.7307050825

				Ceramide_.d18.1.C24.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										TAG__1_ratio								18		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.6		0.2219083121

				Coenzyme_Q10_ratio										Unknown.68100053._ratio										Ceramide_.d18.1.C24.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Palmitic_acid_.C16.0._ratio										Palmitoleic_acid_ratio										Coenzyme_Q10_ratio								19		Sphingomyelin_.d18.1.C16.0._ratio		0.593		0.033460618

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Oleic_acid_.C18.cis.9.1._ratio										Palmitic_acid_.C16.0._ratio										Unknown.58100162._ratio

				Unknown.68100053._ratio										Stearic_acid_.C18.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								20		Unknown.68100002._ratio		0.59		0.2410570538

				Palmitoleic_acid_ratio										Glycerol__lipid_fraction_ratio										Unknown.68100053._ratio										Lysophosphatidylcholine_.16.0._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Palmitoleic_acid_ratio								21		Glucosamine_ratio		0.564		0.1319892433

				Stearic_acid_.C18.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.38100473._ratio

				Glycerol__lipid_fraction_ratio										Unknown.28101329._ratio										Stearic_acid_.C18.0._ratio								22		Unknown.38101835._ratio		0.56		0.218754321

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.28100477._ratio										Glycerol__lipid_fraction_ratio								23		Phosphatidylcholine__10_ratio		0.559		0.3878380142

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Unknown.28101328._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								24		Glycine_ratio		0.559		0.1179757632

				Unknown.28101329._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								25		Unknown.58100149._ratio		0.554		0.4270310633

				Unknown.28100477._ratio										Myristic_acid_.C14.0._ratio										Unknown.28101329._ratio								26		Threonic_acid_ratio		0.551		0.4768016558

				Unknown.28101328._ratio										Pentadecanol_ratio										Unknown.28100477._ratio										Glyceric_acid_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										Heptadecanoic_acid_.C17.0._ratio										Unknown.28101328._ratio								27		Unknown.68100050._ratio		0.55		0.2471612109

				Myristic_acid_.C14.0._ratio										Glyoxylate_ratio										Eicosenoic_acid_.C20.cis.11.1._ratio												0.545		0.010730499

				Pentadecanol_ratio										Dodecanol_ratio										Myristic_acid_.C14.0._ratio

				Heptadecanoic_acid_.C17.0._ratio																				Pentadecanol_ratio

				Glyoxylate_ratio																				Heptadecanoic_acid_.C17.0._ratio

				Dodecanol_ratio																				Glyoxylate_ratio

																								Dodecanol_ratio

















														Methionine_ratio																				Indole.3.lactic_acid_ratio

														Tyrosine_ratio								12		Unknown.28100099._ratio		0.159								Valine_ratio

														Indole.3.lactic_acid_ratio										Urea_ratio										Isoleucine_ratio

														Valine_ratio								13		Indole.3.propionic_acid_ratio		0.2

														Isoleucine_ratio										Arginine_ratio

																						14		Cholic_acid_ratio		0.206

																								Indole.3.acetic_acid_ratio

																						15		Unknown.38100389._ratio		0.214

																								Unknown.38100468._ratio



		knn3		Hierarchical Clustering





Figure 8 Table 12

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.362		0.023916274				1		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.884		0.023916274				0.0021955776		0.023916274		0.0021955776		0.023916274

				Uric_acid_ratio										Elaidic_acid_ratio										Uric_acid_ratio										Elaidic_acid_ratio								0.002525471		0.0021955776		0.002525471		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0115629164		0.0003764423		0.023916274		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.799		0.0021955776				0.0014331379		0.0038764658		0.0014331379		0.1118672553

		2		Leucine_ratio		0.216		0.002525471						Uric_acid_ratio								2		Leucine_ratio		0.026		0.002525471						Uric_acid_ratio								0.0038764658		0.002525471		0.0038764658		0.0038764658

				Phenylalanine_ratio										Cystine_ratio										Phenylalanine_ratio										Cystine_ratio								0.0082111567		0.033460618		0.0082111567		0.1804226713

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.023916274		0.0115629164		0.0245362154		0.2779163278

				Methionine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423						Methionine_ratio								3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0082111567		0.0003764423		0.0115629164

				Tyrosine_ratio										Serotonine_ng_per_ml										Tyrosine_ratio										Corticosterone_ng_per_ml								0.0003764423		0.0014331379		0.0283212022		0.0245362154

				Valine_ratio								4		Normetanephrine_ng_per_ml		0.386		0.0038764658						Valine_ratio										X11.Desoxycortisol_ng_per_ml								0.0283212022		0.0245362154		0.0350034995		0.1675292713

				Isoleucine_ratio								5		Leucine_ratio		0.39		0.002525471						Isoleucine_ratio										Androstendion_ng_per_ml								0.0385000841		0.0385000841		0.0115629164		0.1672902637

		3		Unknown.28100099._ratio		0.19		0.0115629164						Phenylalanine_ratio								3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.038		0.023916274				4		Unknown.38100389._ratio		0.746		0.1118672553				0.0350034995		0.1672902637		0.0385000841		0.002525471

				Urea_ratio										Lysine_ratio										Elaidic_acid_ratio										Unknown.38100468._ratio								0.033460618		0.0283212022		0.1804226713		0.0003764423

		4		Unknown.68100045._ratio		0.182		0.0014331379						Methionine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								5		Normetanephrine_ng_per_ml		0.717		0.0038764658				0.1118672553		0.1557423866		0.1118672553		0.0350034995

		5		Normetanephrine_ng_per_ml		0.172		0.0038764658						Tyrosine_ratio								4		Unknown.68100045._ratio		0.044		0.0014331379				6		Cholic_acid_ratio		0.7		0.1804226713				0.1426013012		0.2908299288		0.1672902637		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Valine_ratio								5		Normetanephrine_ng_per_ml		0.066		0.0038764658						Indole.3.acetic_acid_ratio								0.1100250857		0.3878380142		0.1268379088		0.7307050825

				Unknown.68100044._ratio										Isoleucine_ratio								6		Unknown.68100026._ratio		0.071		0.0082111567				7		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.697		0.2779163278				0.1269906579		0.0350034995		0.033460618		0.033460618

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								6		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio										Unknown.58100010._ratio								0.1557423866		0.2471612109		0.1100250857		0.5130952114

				TAG_.containing_C18.2.C18.3._ratio										Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.28100099._ratio		0.691		0.0115629164				0.1268379088		0.1426013012		0.1269906579		0.1426013012

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Unknown.28100099._ratio		0.394		0.0115629164						TAG_.containing_C18.2.C18.3._ratio										Urea_ratio								0.1672902637		0.6805797252		0.1557423866		0.2410570538

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Urea_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								9		Metanephrine_ng_per_ml		0.669		0.0245362154				0.1675292713		0.8093296786		0.1675292713		0.1100250857

				Unknown.68100059._ratio								8		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								10		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.645		0.1675292713				0.2908299288		0.2268896727		0.1179533677		0.2219083121

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100044._ratio										Unknown.68100059._ratio										Unknown.68100052._ratio								0.1804226713		0.1268379088		0.1426013012		0.4768016558

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1179533677		0.4897710524		0.0708461039		0.1179533677

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.containing_C18.2.C18.3._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Phosphatidylcholine__8_ratio								0.6805797252		0.1118672553		0.2097300097		0.0385000841

				TAG_.containing_C18.2_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								11		Indole.3.propionic_acid_ratio		0.641		0.1672902637				0.0708461039		0.1675292713		0.1797958879		0.2471612109

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.containing_C18.2_C18.2._ratio										Arginine_ratio								0.1686503359		0.1100250857		0.1686503359		0.1179757632

		7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.149		0.023916274						Unknown.68100059._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								12		Leucine_ratio		0.622		0.002525471				0.4897710524		0.1179757632		0.2908299288		0.0014331379

				Elaidic_acid_ratio										TAG_.containing_C18.1.C18.2._ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154						Phenylalanine_ratio								0.1797958879		0.5130952114		0.1706379605		0.4270310633

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Histamine_ng_per_ml		0.093		0.0003764423						Lysine_ratio								0.1706379605		0.1845758705		0.1179757632		0.2933063636

		8		Metanephrine_ng_per_ml		0.126		0.0245362154						Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml				0.0283212022						Methionine_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						TAG_.containing_C18.2_C18.2._ratio								9		Unknown.28100470._ratio		0.128		0.0350034995						Tyrosine_ratio

				Serotonine_ng_per_ml										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.28100482._ratio										Valine_ratio

		10		Unknown.28100470._ratio		0.116		0.0283212022				9		Unknown.68100045._ratio		0.398		0.0014331379						TAG__1_ratio										Isoleucine_ratio

				Unknown.28100482._ratio								10		Metanephrine_ng_per_ml		0.4		0.0245362154						Ceramide_.d18.1.C24.0._ratio								13		Histamine_ng_per_ml		0.615		0.0003764423

				TAG__1_ratio								11		Thyroxine_ratio		0.408		0.0385000841						Coenzyme_Q10_ratio										Serotonine_ng_per_ml

				Ceramide_.d18.1.C24.0._ratio								12		Indole.3.propionic_acid_ratio		0.417		0.1672902637						Palmitic_acid_.C16.0._ratio								14		Fumarate_ratio		0.614		0.0350034995

				Coenzyme_Q10_ratio										Arginine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Glyoxylate_ratio

				Palmitic_acid_.C16.0._ratio								13		Unknown.28100470._ratio		0.419		0.0283212022						Unknown.68100053._ratio								15		Unknown.38100430._ratio		0.612		0.6847398488

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Unknown.28100482._ratio										Palmitoleic_acid_ratio								16		Unknown.58100151._ratio		0.611		0.7307050825

				Unknown.68100053._ratio										TAG__1_ratio										Oleic_acid_.C18.cis.9.1._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.61		0.033460618

				Palmitoleic_acid_ratio										Ceramide_.d18.1.C24.0._ratio										Stearic_acid_.C18.0._ratio										Unknown.58100162._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Coenzyme_Q10_ratio										Glycerol__lipid_fraction_ratio								18		Unknown.58100024._ratio		0.609		0.5130952114

				Stearic_acid_.C18.0._ratio										Palmitic_acid_.C16.0._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								19		Mannose_ratio		0.608		0.1426013012

				Glycerol__lipid_fraction_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Glucose_ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.68100053._ratio										Unknown.28101329._ratio										Glucose.1.phosphate_.minor._Glucose._ratio

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Palmitoleic_acid_ratio										Unknown.28100477._ratio										Ratio Glu_versus_Gln

				Unknown.28101329._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.28101328._ratio								20		Unknown.68100002._ratio		0.598		0.2410570538

				Unknown.28100477._ratio										Stearic_acid_.C18.0._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Lysophosphatidylcholine_.16.0._ratio

				Unknown.28101328._ratio										Glycerol__lipid_fraction_ratio										Myristic_acid_.C14.0._ratio								21		Glycochenodeoxycholic_acid_ratio		0.597		0.1100250857

				Eicosenoic_acid_.C20.cis.11.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Pentadecanol_ratio								22		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.597		0.2219083121

				Myristic_acid_.C14.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Heptadecanoic_acid_.C17.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Pentadecanol_ratio										Unknown.28101329._ratio										Dodecanol_ratio								23		Threonic_acid_ratio		0.594		0.4768016558

				Heptadecanoic_acid_.C17.0._ratio										Unknown.28100477._ratio								10		Fumarate_ratio		0.137		0.0115629164						Glyceric_acid_ratio

				Dodecanol_ratio										Unknown.28101328._ratio										Glyoxylate_ratio								24		Unknown.38101835._ratio		0.582		0.1179533677

														Eicosenoic_acid_.C20.cis.11.1._ratio								11		Unknown.28100099._ratio		0.144		0.0385000841				25		Thyroxine_ratio		0.58		0.0385000841

														Myristic_acid_.C14.0._ratio										Urea_ratio								26		Unknown.68100050._ratio		0.565		0.2471612109

														Pentadecanol_ratio								12		Thyroxine_ratio		0.149		0.1804226713				27		Glycine_ratio		0.556		0.1179757632

														Heptadecanoic_acid_.C17.0._ratio								13		Cholic_acid_ratio		0.201		0.1118672553				28		Unknown.68100045._ratio		0.555		0.0014331379

														Dodecanol_ratio										Indole.3.acetic_acid_ratio								29		Unknown.58100149._ratio		0.553		0.4270310633

																																30		Unknown.38100493._ratio		0.544		0.2933063636





















																						14		Unknown.38100389._ratio		0.209

																								Unknown.38100468._ratio

																						15		Indole.3.propionic_acid_ratio		0.214

		halfMin		Hierarchical Clustering																				Arginine_ratio

																						16		Glucosamine_ratio		0.228

																								Unknown.38100473._ratio






image28.emf
Rank Feature Name Score p-val Rank Feature Name Score p-val Rank Feature Name Score p-val Rank Feature Name Score p-val

1 Cysteine_.minor._Cystine._ratio 0.262 0.001 1

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.

additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.

,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH.. 0.333 0.033 1 Cysteine_.minor._Cystine._ratio 0.013 0.001 1

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.

additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,

C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH.. 0.875 0.033

Cystine_ratio Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. Cystine_ratio Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.

Pseudouridine_ratio 2 Cysteine_.minor._Cystine._ratio 0.374 0.001 Pseudouridine_ratio 2 Cysteine_.minor._Cystine._ratio 0.855 0.001

2 Phenylalanine_ratio 0.202 0.003 Cystine_ratio 2 Phenylalanine_ratio 0.033 0.003 Cystine_ratio

Lysine_ratio Pseudouridine_ratio Lysine_ratio Pseudouridine_ratio

Methionine_ratio 3 Unknown.28100470._ratio 0.376 0.009 Methionine_ratio 3 Elaidic_acid_ratio 0.752 0.030

Tyrosine_ratio Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio Tyrosine_ratio Ratio Glu_versus_Gln

Alanine_ratio Heptadecanoic_acid_.C17.0._ratio Alanine_ratio 4 Cortisol_ratio 0.749 0.216

3 Unknown.28100099._ratio 0.190 0.012 4 Phenylalanine_ratio 0.380 0.003 3

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.

_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,

_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH.. 0.044 0.033 Corticosterone_ng_per_ml

Urea_ratio Lysine_ratio Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. Androstendion_ng_per_ml

4 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.174 0.005 Methionine_ratio 4 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.054 0.005 5 Unknown.38100389._ratio 0.743 0.112

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio Tyrosine_ratio TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio Unknown.38100468._ratio

TAG_.containing_C18.1.C18.2._ratio Alanine_ratio TAG_.containing_C18.1.C18.2._ratio 6

Lysophosphatidylcholine_.C20.4._ .additional. 

Lysophosphatidylcholine_.C18.1.. 0.742 0.013

TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio 5 Histamine_ng_per_ml 0.385 0.000 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio Lysophosphatidylcholine_.C20.4._ratio

5 Normetanephrine_ng_per_ml 0.172 0.004 Serotonine_ng_per_ml 5 Normetanephrine_ng_per_ml 0.066 0.004 7 Normetanephrine_ng_per_ml 0.705 0.004

6 Unknown.28100470._ratio 0.155 0.009 6 Normetanephrine_ng_per_ml 0.386 0.004 6 Elaidic_acid_ratio 0.074 0.030 8 Cholic_acid_ratio 0.697 0.180

Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio 7 Unknown.68100026._ratio 0.392 0.015 Ratio Glu_versus_Gln Indole.3.acetic_acid_ratio

Heptadecanoic_acid_.C17.0._ratio Unknown.68100044._ratio 7 alpha.Ketoisocaproic_acid_ratio 0.086 0.015 9 Unknown.68100050._ratio 0.684 0.311

7 Unknown.68100026._ratio 0.140 0.015 TAG_.containing_C18.2.C18.3._ratio Leucine_ratio Unknown.58100024._ratio

Unknown.68100044._ratio

TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0

_C18.2_C18.3_or_C16.0_C Valine_ratio 10 Unknown.28100099._ratio 0.669 0.012

TAG_.containing_C18.2.C18.3._ratio Unknown.68100059._ratio Isoleucine_ratio Urea_ratio

TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.

0_C18.2_C18.3_or_C16.0_C TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 8 Metanephrine_ng_per_ml 0.088 0.025 11 Metanephrine_ng_per_ml 0.659 0.025

Unknown.68100059._ratio Linoleic_acid_.C18.cis.9_12.2._ratio 9 Histamine_ng_per_ml 0.093 0.000 12 Unknown.68100052._ratio 0.632 0.229

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 TAG_.containing_C18.2_C18.2._ratio Serotonine_ng_per_ml Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio

Linoleic_acid_.C18.cis.9_12.2._ratio 8 Sphingomyelin_.d18.1.C16.0._ratio 0.393 0.033 10 Unknown.68100026._ratio 0.099 0.015 Phosphatidylcholine__8_ratio

TAG_.containing_C18.2_C18.2._ratio Unknown.58100162._ratio Unknown.68100044._ratio 13 Indole.3.propionic_acid_ratio 0.632 0.167

8 Ceramide_.d18.1.C24.0._ratio 0.137 0.020 9 Unknown.28100099._ratio 0.394 0.012 TAG_.containing_C18.2.C18.3._ratio Arginine_ratio

Palmitic_acid_.C16.0._ratio Urea_ratio

TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0

_C18.2_C18.3_or_C16.0_C 14 Unknown.38101835._ratio 0.631 0.105

Oleic_acid_.C18.cis.9.1._ratio 10 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 0.396 0.005 Unknown.68100059._ratio Glycerol__polar_fraction_ratio

Glycerol__lipid_fraction_ratio TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 15 Phenylalanine_ratio 0.615 0.003

Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio TAG_.containing_C18.1.C18.2._ratio Linoleic_acid_.C18.cis.9_12.2._ratio Lysine_ratio

Eicosenoic_acid_.C20.cis.11.1._ratio TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio TAG_.containing_C18.2_C18.2._ratio Methionine_ratio

9

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.

additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,

C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.

3.OOH.. 0.133 0.033 11 Metanephrine_ng_per_ml 0.400 0.025 11 Ceramide_.d18.1.C24.0._ratio 0.107 0.020 Tyrosine_ratio

Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. 12

Lysophosphatidylcholine_.C20.4._ .additional. 

Lysophosphatidylcholine_.C18.1.. 0.403 0.013 Palmitic_acid_.C16.0._ratio Alanine_ratio

10 alpha.Ketoisocaproic_acid_ratio 0.133 0.015 Lysophosphatidylcholine_.C20.4._ratio Oleic_acid_.C18.cis.9.1._ratio 16 Histamine_ng_per_ml 0.608 0.000

Leucine_ratio Glycerol__lipid_fraction_ratio Serotonine_ng_per_ml

Valine_ratio Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio 17 Sphingomyelin_.d18.1.C16.0._ratio 0.600 0.033

Isoleucine_ratio Eicosenoic_acid_.C20.cis.11.1._ratio Unknown.58100162._ratio

Fisher
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Tabel 2

		Correction based on HCs										Correction based on all samples

		Raw Features

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top36		Top24		Top36		Top33		Top6		Top12		Top12		Top24

		Accuracy		80.42%		80.36%		80.42%		80.34%		77.21%		73.67%		76.10%		74.56%

		Sensitivity		73.33%		76.67%		73.33%		76.67%		81.67%		71.67%		76.67%		71.67%

		Specificity		82.22%		81.22%		82.22%		81.11%		76.33%		74.11%		76.11%		75.11%

		Cluster-Representatives (K-means)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top12		Top36		Top12		Top27		Top30		Top21		Top33		Top21

		Accuracy		77.92%		80.50%		77.92%		79.51%		75.42%		74.36%		74.65%		71.98%

		Sensitivity		83.33%		88.33%		83.33%		86.67%		81.67%		81.67%		81.67%		76.67%

		Specificity		77.22%		79.22%		77.22%		78.11%		74.22%		72.89%		73.22%		70.89%

		Cluster-Representatives (Hierachical Clustering)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top9		Top12		Top9		Top12		Top27		Top12		Top6		Top45

		Accuracy		78.06%		75.48%		78.06%		77.01%		70.31%		72.97%		71.22%		70.38%

		Sensitivity		73.33%		78.33%		73.33%		83.33%		73.33%		86.67%		73.33%		71.67%

		Specificity		79.33%		75.22%		79.33%		76.00%		69.89%		70.11%		70.89%		69.89%





Table 3

		Corrected by HCs				RF

		Raw

				Raw Features

				Imputation		halfMin								kNN3								EM								SVD

		RF		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top36		Top24		Top36		Top33		Top15		Top21		Top21		Top18		Top18		Top15		Top18		Top24		Top15		Top12		Top15		Top39

				Accuracy		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%		77.84%		76.87%		77.84%		78.74%		77.84%		76.11%		77.84%		81.18%

				Sensitivity		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		71.67%		73.33%		68.33%		73.33%		66.67%		73.33%		76.67%

				Specificity		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%		79.11%		78.00%		79.11%		81.11%		79.11%		78.11%		79.11%		82.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top12		Top36		Top12		Top27		Top36		Top15		Top18		Top30		Top12		Top36		Top18		Top9		Top39		Top39		Top18		Top27

				Accuracy		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%		77.07%		77.16%		75.34%		74.15%		78.74%		78.74%		80.48%		79.73%

				Sensitivity		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%		78.33%		78.33%		78.33%		75.00%		78.33%		78.33%		73.33%		78.33%

				Specificity		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%		77.11%		77.22%		75.11%		74.33%		79.11%		79.11%		82.33%		80.33%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top9		Top12		Top9		Top12		Top15		Top21		Top15		Top36		Top9		Top18		Top9		Top6		Top39		Top45		Top39		Top27

				Accuracy		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%		73.79%		73.79%		73.73%		69.62%		75.47%		74.64%		76.38%		70.38%

				Sensitivity		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%		73.33%		80.00%		73.33%		70.00%		70.00%		70.00%		70.00%		70.00%

				Specificity		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%		74.00%		72.89%		74.00%		69.89%		77.11%		76.11%		78.22%		70.89%







Sheet1

		RF





		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		36		24		36		33		15		21		21		18

		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%

		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%

		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%



		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		12		36		12		27		36		15		18		30

		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%

		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%

		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%



		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		9		12		9		12		15		21		15		36

		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%

		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%

		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%







Table 4

		Corrected by HCs				SVM

		Raw

		SVM		Raw Features

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top6		Top6		Top6		Top12		Top18		Top15		Top18		Top9		Top9		Top12		Top15		Top30		Top15		Top12		Top18		Top9

				Accuracy		72.13%		79.52%		72.13%		74.64%		71.08%		77.77%		72.74%		75.68%		71.22%		78.68%		74.56%		73.73%		71.99%		78.74%		71.85%		75.54%

				Sensitivity		65.00%		71.67%		65.00%		70.00%		65.00%		71.67%		65.00%		70.00%		60.00%		73.33%		60.00%		65.00%		65.00%		73.33%		68.33%		75.00%

				Specificity		74.11%		81.33%		74.11%		76.11%		72.78%		79.00%		74.78%		77.22%		74.00%		80.11%		78.11%		76.00%		73.89%		80.11%		72.78%		76.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top9		Top15		Top18		Top9		Top9		Top9		Top9		Top9		Top15		Top9		Top6		Top12		Top15		Top12		Top15

				Accuracy		77.83%		80.20%		78.68%		79.73%		78.06%		80.57%		79.66%		76.46%		72.96%		71.14%		73.79%		74.00%		79.65%		79.43%		79.65%		72.67%

				Sensitivity		78.33%		86.67%		81.67%		78.33%		80.00%		83.33%		83.33%		75.00%		65.00%		70.00%		70.00%		70.00%		78.33%		76.67%		78.33%		71.67%

				Specificity		78.00%		79.00%		78.11%		80.33%		78.22%		80.44%		79.22%		77.33%		75.00%		71.78%		75.00%		75.11%		80.11%		80.00%		80.11%		72.78%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top15		Top15		Top6		Top6		Top6		Top6		Top12		Top9		Top15		Top9		Top6		Top9		Top6		Top12		Top12

				Accuracy		76.15%		79.28%		76.23%		77.01%		77.92%		80.64%		77.92%		74.70%		72.68%		74.55%		72.68%		71.23%		75.96%		78.60%		76.79%		70.10%

				Sensitivity		85.00%		83.33%		85.00%		78.33%		78.33%		75.00%		78.33%		75.00%		80.00%		80.00%		80.00%		75.00%		63.33%		70.00%		73.33%		68.33%

				Specificity		74.78%		78.78%		74.89%		77.11%		78.11%		82.33%		78.11%		75.11%		71.67%		73.78%		71.67%		71.00%		79.00%		81.00%		77.89%		70.78%





Figure 4 Table 8

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.3		0.0204097109				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.805		0.0204097109				0.0020924826		0.0204097109		0.0020924826		0.0204097109

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302		0.0270784283				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.768		0.0270784283				0.0035671115		0.0270784283		0.0035671115		0.0270784283

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cysteine_.minor._Cystine._ratio		0.732		0.0020924826				0.0026384098		0.0020924826		0.003071377		0.0020924826

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Indole.3.acetic_acid_ratio		0.687		0.1346649839				0.003071377		0.003071377		0.0026384098		0.1346649839

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.027		0.0204097109				5		Cystine_ratio		0.656		0.0035671115				0.0022912338		1.15E-05		0.0204097109		0.0035671115

		6		Serotonine_ng_per_ml		0.199		0.0000114628				6		Cystine_ratio		0.376		0.0035671115				6		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				6		Ratio Glu_versus_Gln		0.623		0.0301162881				1.15E-05		0.0035671115		0.0022912338		0.0301162881

		7		Methionine_ratio		0.186		0.0045990471				7		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.036		0.0270784283				7		Unknown.58100024._ratio		0.623		0.0745576026				0.0045990471		0.0519470416		0.0270784283		0.0745576026

		8		Unknown.68100045._ratio		0.182		0.0014331379				8		Urea_ratio		0.383		0.0110658712				8		Methionine_ratio		0.036		0.0045990471				8		Unknown.38100468._ratio		0.62		0.1766984995				0.0014331379		0.0110658712		0.0045990471		0.1766984995

		9		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.384		0.0099830889				9		Serotonine_ng_per_ml		0.041		0.0000114628				9		Normetanephrine_ng_per_ml		0.605		0.0038764658				0.0047978674		0.0099830889		1.15E-05		0.0038764658

		10		Normetanephrine_ng_per_ml		0.172		0.0038764658				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Unknown.68100045._ratio		0.044		0.0014331379				10		Corticosterone_ng_per_ml		0.585		0.3946249444				0.0038764658		0.0038764658		0.0014331379		0.3946249444

		11		Phenylalanine_ratio		0.167		0.0081780528				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Leucine_ratio		0.049		0.0078434227				11		Urea_ratio		0.581		0.0110658712				0.0081780528		0.0022912338		0.0078434227		0.0110658712

		12		Leucine_ratio		0.165		0.0078434227				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Unknown.38100389._ratio		0.567		0.1033304598				0.0078434227		0.0136606151		0.0047978674		0.1033304598

		13		Urea_ratio		0.164		0.0110658712				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Eicosenoic_acid_.C20.cis.11.1._ratio		0.055		0.0119329428				13		Arginine_ratio		0.562		0.0404433959				0.0110658712		0.0119546476		0.0119329428		0.0404433959

		14		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.162		0.0204097109				14		Glyoxylate_ratio		0.391		0.0125592889				14		Lysine_ratio		0.065		0.0163522674				14		Androstendion_ng_per_ml		0.556		0.0602782897				0.0204097109		0.0125592889		0.0163522674		0.0602782897

		15		Eicosenoic_acid_.C20.cis.11.1._ratio		0.159		0.0119329428				15		Isoleucine_ratio		0.392		0.0026384098				15		Normetanephrine_ng_per_ml		0.066		0.0038764658				15		Phosphatidylcholine__8_ratio		0.555		0.0719843588				0.0119329428		0.0026384098		0.0038764658		0.0719843588

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Phenylalanine_ratio		0.398		0.0081780528				16		Glyoxylate_ratio		0.077		0.0125592889				16		Unknown.68100002._ratio		0.551		0.2328010494				0.0136606151		0.0081780528		0.0125592889		0.2328010494

		17		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.157		0.0099830889				17		Unknown.68100045._ratio		0.398		0.0014331379				17		Arginine_ratio		0.08		0.0404433959				17		Serotonine_ng_per_ml		0.544		0.0000114628				0.0099830889		0.0014331379		0.0404433959		1.15E-05

		18		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.151		0.0270784283				18		Methionine_ratio		0.399		0.0045990471				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.537		0.0519470416				0.0270784283		0.0045990471		0.0134950373		0.0519470416

		19		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Pseudouridine_ratio		0.087		0.0112734181				19		Metanephrine_ng_per_ml		0.534		0.0245362154				0.0119546476		0.0245362154		0.0112734181		0.0245362154

		20		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				20		Glucose_ratio		0.4		0.040631496				20		Urea_ratio		0.088		0.0110658712				20		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.525		0.0398505948				0.0134950373		0.040631496		0.0110658712		0.0398505948

		21		Glyoxylate_ratio		0.141		0.0125592889				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Glucosamine_ratio		0.518		0.1145125112				0.0125592889		0.0047978674		0.0210878748		0.1145125112

		22		Lysine_ratio		0.141		0.0163522674				22		Ribonic_acid_ratio		0.401		0.0349164185				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Methionine_ratio		0.513		0.0045990471				0.0163522674		0.0349164185		0.0245362154		0.0045990471

		23		Unknown.68100044._ratio		0.14		0.0163362713				23		Eicosenoic_acid_.C20.cis.11.1._ratio		0.401		0.0119329428				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Unknown.58100151._ratio		0.512		0.7307050825				0.0163362713		0.0119329428		0.0301162881		0.7307050825

		24		Pseudouridine_ratio		0.138		0.0112734181				24		Unknown.28100470._ratio		0.401		0.0349249914				24		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.089		0.0099830889				24		Glyoxylate_ratio		0.511		0.0125592889				0.0112734181		0.0349249914		0.0099830889		0.0125592889

		25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				25		Unknown.68100044._ratio		0.402		0.0163362713				25		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				25		Phenylalanine_ratio		0.502		0.0081780528				0.0112191211		0.0163362713		0.0136606151		0.0081780528

		26		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				26		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.404		0.0398505948				26		Unknown.68100044._ratio		0.096		0.0163362713				26		Cortisol_ratio		0.497		0.4278881842				0.0210878748		0.0398505948		0.0163362713		0.4278881842

		27		Ratio Glu_versus_Gln		0.127		0.0301162881				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				27		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.494		0.1749119522				0.0301162881		0.0112191211		0.0112191211		0.1749119522

		28		Metanephrine_ng_per_ml		0.126		0.0245362154				28		Leucine_ratio		0.407		0.0078434227				28		Unknown.58100024._ratio		0.115		0.0745576026				28		Pseudouridine_ratio		0.478		0.0112734181				0.0245362154		0.0078434227		0.0745576026		0.0112734181

		29		Oleic_acid_.C18.cis.9.1._ratio		0.126		0.0250847157				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				29		Phenylalanine_ratio		0.115		0.0081780528				29		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.471		0.1019054663				0.0250847157		0.0166494696		0.0081780528		0.1019054663

		30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				30		Lysine_ratio		0.408		0.0163522674				30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				30		Unknown.58100162._ratio		0.469		0.0525117584				0.0166494696		0.0163522674		0.0166494696		0.0525117584
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Figure 5 Table 9

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.311		0.0319486833				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Cysteine_.minor._Cystine._ratio		0.744		0.0020924826				0.0020924826		0.0319486833		0.0020924826		0.0020924826

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.335		0.0404068783				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.727		0.0319486833				0.0035671115		0.0404068783		0.0035671115		0.0319486833

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cystine_ratio		0.694		0.0035671115				0.0026384098		0.0020924826		0.003071377		0.0035671115

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.685		0.0404068783				0.003071377		0.003071377		0.0026384098		0.0404068783

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				5		Indole.3.acetic_acid_ratio		0.674		0.1346649839				0.0022912338		1.15E-05		0.0022912338		0.1346649839

		6		Urea_ratio		0.2		0.0034359993				6		Urea_ratio		0.375		0.0034359993				6		Methionine_ratio		0.036		0.0045990471				6		Urea_ratio		0.664		0.0034359993				0.0034359993		0.0034359993		0.0045990471		0.0034359993

		7		Serotonine_ng_per_ml		0.199		0.0000114628				7		Cystine_ratio		0.376		0.0035671115				7		Serotonine_ng_per_ml		0.041		0.0000114628				7		Ratio Glu_versus_Gln		0.644		0.0301162881				1.15E-05		0.0035671115		1.15E-05		0.0301162881

		8		Methionine_ratio		0.186		0.0045990471				8		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				8		Unknown.68100045._ratio		0.044		0.0014331379				8		Unknown.38100468._ratio		0.621		0.1617936746				0.0045990471		0.0519470416		0.0014331379		0.1617936746

		9		Unknown.68100045._ratio		0.182		0.0014331379				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.383		0.0087772513				9		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.046		0.0319486833				9		Arginine_ratio		0.607		0.0404433959				0.0014331379		0.0087772513		0.0319486833		0.0404433959

		10		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Leucine_ratio		0.049		0.0078434227				10		Normetanephrine_ng_per_ml		0.606		0.0038764658				0.0047978674		0.0038764658		0.0078434227		0.0038764658

		11		Normetanephrine_ng_per_ml		0.172		0.0038764658				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Eicosenoic_acid_.C20.cis.11.1._ratio		0.049		0.0097490459				11		Unknown.38100389._ratio		0.575		0.1033304598				0.0038764658		0.0022912338		0.0097490459		0.1033304598

		12		Eicosenoic_acid_.C20.cis.11.1._ratio		0.168		0.0097490459				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Corticosterone_ng_per_ml		0.571		0.3946249444				0.0097490459		0.0136606151		0.0047978674		0.3946249444

		13		Phenylalanine_ratio		0.167		0.0081780528				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.053		0.0404068783				13		Androstendion_ng_per_ml		0.567		0.0602782897				0.0081780528		0.0119546476		0.0404068783		0.0602782897

		14		Leucine_ratio		0.165		0.0078434227				14		Isoleucine_ratio		0.392		0.0026384098				14		Urea_ratio		0.058		0.0034359993				14		Metanephrine_ng_per_ml		0.551		0.0245362154				0.0078434227		0.0026384098		0.0034359993		0.0245362154

		15		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.16		0.0087772513				15		Phenylalanine_ratio		0.398		0.0081780528				15		Lysine_ratio		0.065		0.0163522674				15		Serotonine_ng_per_ml		0.551		0.0000114628				0.0087772513		0.0081780528		0.0163522674		1.15E-05

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Unknown.68100045._ratio		0.398		0.0014331379				16		Normetanephrine_ng_per_ml		0.066		0.0038764658				16		Phosphatidylcholine__8_ratio		0.548		0.0719843588				0.0136606151		0.0014331379		0.0038764658		0.0719843588

		17		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				17		Methionine_ratio		0.399		0.0045990471				17		Arginine_ratio		0.08		0.0404433959				17		Unknown.68100002._ratio		0.546		0.2328010494				0.0119546476		0.0045990471		0.0404433959		0.2328010494

		18		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				18		Eicosenoic_acid_.C20.cis.11.1._ratio		0.399		0.0097490459				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.534		0.0519470416				0.0134950373		0.0097490459		0.0134950373		0.0519470416

		19		Lysine_ratio		0.141		0.0163522674				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.086		0.0087772513				19		Glucosamine_ratio		0.523		0.1079704828				0.0163522674		0.0245362154		0.0087772513		0.1079704828

		20		Unknown.68100044._ratio		0.14		0.0163362713				20		Glucose_ratio		0.4		0.040631496				20		Pseudouridine_ratio		0.087		0.0112734181				20		Phenylalanine_ratio		0.515		0.0081780528				0.0163362713		0.040631496		0.0112734181		0.0081780528

		21		Pseudouridine_ratio		0.138		0.0112734181				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Unknown.58100151._ratio		0.514		0.7307050825				0.0112734181		0.0047978674		0.0210878748		0.7307050825

		22		Oleic_acid_.C18.cis.9.1._ratio		0.137		0.0190536382				22		Unknown.28100470._ratio		0.401		0.0349249914				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.512		0.0540641079				0.0190536382		0.0349249914		0.0245362154		0.0540641079

		23		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				23		Unknown.68100044._ratio		0.402		0.0163362713				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Methionine_ratio		0.511		0.0045990471				0.0112191211		0.0163362713		0.0301162881		0.0045990471

		24		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.132		0.0319486833				24		Oleic_acid_.C18.cis.9.1._ratio		0.403		0.0190536382				24		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				24		Pseudouridine_ratio		0.507		0.0112734181				0.0319486833		0.0190536382		0.0136606151		0.0112734181

		25		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				25		Unknown.68100044._ratio		0.096		0.0163362713				25		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.5		0.1749119522				0.0210878748		0.0112191211		0.0163362713		0.1749119522

		26		Ratio Glu_versus_Gln		0.127		0.0301162881				26		Leucine_ratio		0.407		0.0078434227				26		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				26		Unknown.58100024._ratio		0.498		0.5130952114				0.0301162881		0.0078434227		0.0112191211		0.5130952114

		27		Metanephrine_ng_per_ml		0.126		0.0245362154				27		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				27		Oleic_acid_.C18.cis.9.1._ratio		0.101		0.0190536382				27		Cortisol_ratio		0.494		0.4278881842				0.0245362154		0.0166494696		0.0190536382		0.4278881842

		28		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.124		0.0404068783				28		Lysine_ratio		0.408		0.0163522674				28		Phenylalanine_ratio		0.115		0.0081780528				28		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.483		0.1019054663				0.0404068783		0.0163522674		0.0081780528		0.1019054663

		29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				29		Thyroxine_ratio		0.408		0.0385000841				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				29		Unknown.58100162._ratio		0.478		0.0525117584				0.0166494696		0.0385000841		0.0166494696		0.0525117584

		30		Palmitic_acid_.C16.0._ratio		0.114		0.0333047273				30		TAG_.C55H96O6._or_.C50H100O6._.e_g
__C16.0_C18.2_C18.3_or_C16.0_C		0.409		0.0278995916				30		Palmitic_acid_.C16.0._ratio		0.124		0.0333047273				30		Glucose_ratio		0.478		0.040631496				0.0333047273		0.0278995916		0.0333047273		0.040631496





Figure 6 Table 10

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.262		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.
,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.333		0.033				1		Cysteine_.minor._Cystine._ratio		0.013		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.875		0.033				0.0014161883		0.0332763794		0.0014161883		0.0332763794

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0030672561		0.0014161883		0.0030672561		0.0014161883

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374		0.001						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.855		0.001				0.0115629164		0.0094015403		0.0332763794		0.0299489486

		2		Phenylalanine_ratio		0.202		0.003						Cystine_ratio								2		Phenylalanine_ratio		0.033		0.003						Cystine_ratio								0.0045679891		0.0030672561		0.0045679891		0.2159446036

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.0038764658		0.0003764423		0.0038764658		0.1118672553

				Methionine_ratio								3		Unknown.28100470._ratio		0.376		0.009						Methionine_ratio								3		Elaidic_acid_ratio		0.752		0.030				0.0094015403		0.0038764658		0.0299489486		0.012656793

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Tyrosine_ratio										Ratio Glu_versus_Gln								0.0152464697		0.0152464697		0.0147777004		0.0038764658

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Alanine_ratio								4		Cortisol_ratio		0.749		0.216				0.0199638808		0.033460618		0.0245362154		0.1804226713

		3		Unknown.28100099._ratio		0.190		0.012				4		Phenylalanine_ratio		0.380		0.003				3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,
_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.044		0.033						Corticosterone_ng_per_ml								0.0332763794		0.0115629164		0.0003764423		0.3107444251

				Urea_ratio										Lysine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Androstendion_ng_per_ml								0.0147777004		0.0045679891		0.0152464697		0.0115629164

		4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.174		0.005						Methionine_ratio								4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.054		0.005				5		Unknown.38100389._ratio		0.743		0.112				0.0299489486		0.0245362154		0.0199638808		0.0245362154

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Tyrosine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Unknown.38100468._ratio								0.0245362154		0.012656793		0.0094015403		0.2292775126

				TAG_.containing_C18.1.C18.2._ratio										Alanine_ratio										TAG_.containing_C18.1.C18.2._ratio								6		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.742		0.013				0.0003764423		0.0199638808		0.012656793		0.1672902637

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								5		Histamine_ng_per_ml		0.385		0.000						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Lysophosphatidylcholine_.C20.4._ratio								0.012656793		0.0385000841		0.0362767692		0.1049163789

		5		Normetanephrine_ng_per_ml		0.172		0.004						Serotonine_ng_per_ml								5		Normetanephrine_ng_per_ml		0.066		0.004				7		Normetanephrine_ng_per_ml		0.705		0.004				0.0362767692		0.0362767692		0.0350034995		0.0030672561

		6		Unknown.28100470._ratio		0.155		0.009				6		Normetanephrine_ng_per_ml		0.386		0.004				6		Elaidic_acid_ratio		0.074		0.030				8		Cholic_acid_ratio		0.697		0.180				0.0385000841		0.0608579829		0.0115629164		0.0003764423

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								7		Unknown.68100026._ratio		0.392		0.015						Ratio Glu_versus_Gln										Indole.3.acetic_acid_ratio								0.0350034995		0.0299489486		0.0385000841		0.033460618

				Heptadecanoic_acid_.C17.0._ratio										Unknown.68100044._ratio								7		alpha.Ketoisocaproic_acid_ratio		0.086		0.015				9		Unknown.68100050._ratio		0.684		0.311				0.0608579829		0.1672902637		0.1473784733		0.2410570538

		7		Unknown.68100026._ratio		0.140		0.015						TAG_.containing_C18.2.C18.3._ratio										Leucine_ratio										Unknown.58100024._ratio								0.033460618		0.0147777004		0.0608579829		0.0350034995

				Unknown.68100044._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C										Valine_ratio								10		Unknown.28100099._ratio		0.669		0.012				0.1118672553		0.1557423866		0.1804226713		0.4768016558

				TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio										Isoleucine_ratio										Urea_ratio								0.1100250857		0.1473784733		0.1118672553		0.9940676295

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.
0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.088		0.025				11		Metanephrine_ng_per_ml		0.659		0.025				0.1222744183		0.3878380142		0.1672902637		0.3794039297

				Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Histamine_ng_per_ml		0.093		0.000				12		Unknown.68100052._ratio		0.632		0.229				0.1269906579		0.0350034995		0.033460618		0.0094015403

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.2_C18.2._ratio										Serotonine_ng_per_ml										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1473784733		0.1222744183		0.1100250857		0.1100250857

				Linoleic_acid_.C18.cis.9_12.2._ratio								8		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033				10		Unknown.68100026._ratio		0.099		0.015						Phosphatidylcholine__8_ratio								0.1557423866		0.6805797252		0.1049163789		0.8050206855

				TAG_.containing_C18.2_C18.2._ratio										Unknown.58100162._ratio										Unknown.68100044._ratio								13		Indole.3.propionic_acid_ratio		0.632		0.167				0.1049163789		0.8093296786		0.0919838357		0.3878380142

		8		Ceramide_.d18.1.C24.0._ratio		0.137		0.020				9		Unknown.28100099._ratio		0.394		0.012						TAG_.containing_C18.2.C18.3._ratio										Arginine_ratio								0.0919838357		0.2268896727		0.1222744183		0.0385000841

				Palmitic_acid_.C16.0._ratio										Urea_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C								14		Unknown.38101835._ratio		0.631		0.105				0.1672902637		0.1049163789		0.1269906579		0.2144700932

				Oleic_acid_.C18.cis.9.1._ratio								10		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.396		0.005						Unknown.68100059._ratio										Glycerol__polar_fraction_ratio								0.1804226713		0.4897710524		0.1557423866		0.362026241

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								15		Phenylalanine_ratio		0.615		0.003				0.6805797252		0.1118672553		0.0708461039		0.2933063636

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										TAG_.containing_C18.1.C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Lysine_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Methionine_ratio

		9		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.133		0.033				11		Metanephrine_ng_per_ml		0.400		0.025				11		Ceramide_.d18.1.C24.0._ratio		0.107		0.020						Tyrosine_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								12		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.403		0.013						Palmitic_acid_.C16.0._ratio										Alanine_ratio

		10		alpha.Ketoisocaproic_acid_ratio		0.133		0.015						Lysophosphatidylcholine_.C20.4._ratio										Oleic_acid_.C18.cis.9.1._ratio								16		Histamine_ng_per_ml		0.608		0.000

				Leucine_ratio																				Glycerol__lipid_fraction_ratio										Serotonine_ng_per_ml

				Valine_ratio																				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.600		0.033

				Isoleucine_ratio																				Eicosenoic_acid_.C20.cis.11.1._ratio										Unknown.58100162._ratio
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				Fisher								Gini										T-test										Stability

		(a)										(a)										(a)										(a)

		Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score

		1		Cysteine_.minor._Cystine._ratio		0.262						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302						1		Cysteine_.minor._Cystine._ratio		0.013						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.908

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374								Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.838

		2		Phenylalanine_ratio		0.202								Cystine_ratio								2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional
._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.028								Cystine_ratio

				Lysine_ratio										Pseudouridine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Pseudouridine_ratio

				Methionine_ratio								3		Unknown.28100470._ratio		0.376						3		Phenylalanine_ratio		0.033						3		Cortisol_ratio		0.752

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Lysine_ratio										Corticosterone_ng_per_ml

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Methionine_ratio										Androstendion_ng_per_ml

		3		Fumarate_ratio		0.197						4		Phenylalanine_ratio		0.38								Tyrosine_ratio								4		Fumarate_ratio		0.734

				Normetanephrine_ng_per_ml										Lysine_ratio										Alanine_ratio										Normetanephrine_ng_per_ml

		4		Unknown.28100099._ratio		0.166								Methionine_ratio								4		Fumarate_ratio		0.041						5		Cholic_acid_ratio		0.715

				Urea_ratio										Tyrosine_ratio										Normetanephrine_ng_per_ml										Indole.3.acetic_acid_ratio

		5		Unknown.68100026._ratio		0.164								Alanine_ratio								5		Leucine_ratio		0.057						6		Unknown.38100389._ratio		0.701

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								5		Histamine_ng_per_ml		0.385								Valine_ratio										Unknown.38100468._ratio

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Serotonine_ng_per_ml										Isoleucine_ratio										Dopamine_ng_per_ml

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Fumarate_ratio		0.391						6		Unknown.68100026._ratio		0.067						7		Metanephrine_ng_per_ml		0.682

				TAG_.containing_C18.1.C18.2._ratio										Normetanephrine_ng_per_ml										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.68100052._ratio		0.652

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								7		Sphingomyelin_.d18.1.C16.0._ratio		0.393								TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio

		6		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._
Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.163								Unknown.58100162._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Phosphatidylcholine__8_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								8		Unknown.68100026._ratio		0.397								TAG_.containing_C18.1.C18.2._ratio								9		O.Phospho.L.tyrosine_ratio		0.65

		7		Leucine_ratio		0.158								TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.58100024._ratio

				Valine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Ceramide_.d18.1.C24.0._ratio		0.083						10		Elaidic_acid_ratio		0.65

				Isoleucine_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Palmitic_acid_.C16.0._ratio										Ratio Glu_versus_Gln

		8		Unknown.28100470._ratio		0.154								TAG_.containing_C18.1.C18.2._ratio										Oleic_acid_.C18.cis.9.1._ratio								11		Unknown.28100099._ratio		0.639

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Stearic_acid_.C18.0._ratio										Urea_ratio

				Heptadecanoic_acid_.C17.0._ratio								9		Unknown.28100099._ratio		0.4								Glycerol__lipid_fraction_ratio								12		Histamine_ng_per_ml		0.613

		9		Ceramide_.d18.1.C24.0._ratio		0.151								Urea_ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Serotonine_ng_per_ml

				Palmitic_acid_.C16.0._ratio								10		Unknown.68100044._ratio		0.4								Eicosenoic_acid_.C20.cis.11.1._ratio								13		Indole.3.propionic_acid_ratio		0.613

				Oleic_acid_.C18.cis.9.1._ratio										TAG_.containing_C18.2.C18.3._ratio										Dodecanol_ratio										Arginine_ratio

				Stearic_acid_.C18.0._ratio										Unknown.68100059._ratio								8		Metanephrine_ng_per_ml		0.088						14		Unknown.68100002._ratio		0.602

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								9		Histamine_ng_per_ml		0.093								Lysophosphatidylcholine_.16.0._ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml								15		Threonic_acid_ratio		0.599

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.containing_C18.2_C18.2._ratio								10		Unknown.68100044._ratio		0.1								Glyceric_acid_ratio

				Dodecanol_ratio								11		Ceramide_.d18.1.C24.0._ratio		0.4								TAG_.containing_C18.2.C18.3._ratio								16		Unknown.58100151._ratio		0.598

		10		Unknown.68100044._ratio		0.136								Palmitic_acid_.C16.0._ratio										Unknown.68100059._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.596

				TAG_.containing_C18.2.C18.3._ratio										Oleic_acid_.C18.cis.9.1._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Unknown.58100162._ratio

				Unknown.68100059._ratio										Stearic_acid_.C18.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								18		Unknown.38100430._ratio		0.592

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Glycerol__lipid_fraction_ratio										TAG_.containing_C18.2_C18.2._ratio								19		Phenylalanine_ratio		0.591

				Linoleic_acid_.C18.cis.9_12.2._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								11		Elaidic_acid_ratio		0.109								Lysine_ratio

				TAG_.containing_C18.2_C18.2._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Ratio Glu_versus_Gln										Methionine_ratio

		11		Metanephrine_ng_per_ml		0.126								Dodecanol_ratio								12		Unknown.28100470._ratio		0.11								Tyrosine_ratio

		12		Histamine_ng_per_ml		0.125						12		Metanephrine_ng_per_ml		0.4								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Alanine_ratio

				Serotonine_ng_per_ml								13		Ribonic_acid_ratio		0.404								Heptadecanoic_acid_.C17.0._ratio								20		Glycochenodeoxycholic_acid_ratio		0.588

		13		Unknown.68100045._ratio		0.112								myo.Inositol_ratio								13		Unknown.68100045._ratio		0.114						21		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.586

				Unknown.58100165._ratio								14		Unknown.68100045._ratio		0.406								Unknown.58100165._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Phosphatidylcholine_.C16.0.C18.2._ratio										Unknown.58100165._ratio										Phosphatidylcholine_.C16.0.C18.2._ratio								22		Unknown.28100470._ratio		0.586

		14		Elaidic_acid_ratio		0.099								Phosphatidylcholine_.C16.0.C18.2._ratio								14		Unknown.28100099._ratio		0.159								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio

				Ratio Glu_versus_Gln								15		Leucine_ratio		0.41								Urea_ratio										Heptadecanoic_acid_.C17.0._ratio

		15		TAG__1_ratio		0.086								Valine_ratio								15		TAG__1_ratio		0.191						23		Unknown.68100050._ratio		0.581

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Isoleucine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								24		Phosphatidylcholine__10_ratio		0.568

				Palmitoleic_acid_ratio								16		TAG__1_ratio		0.412								Palmitoleic_acid_ratio								25		Glycine_ratio		0.567

				Myristic_acid_.C14.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Myristic_acid_.C14.0._ratio								26		Unknown.58100149._ratio		0.558

				Pentadecanol_ratio										Palmitoleic_acid_ratio										Pentadecanol_ratio								27		X11.Desoxycortisol_ng_per_ml		0.557

		16		Sphingomyelin_.d18.1.C16.0._ratio		0.086								Myristic_acid_.C14.0._ratio								16		Indole.3.propionic_acid_ratio		0.2						28		X2.Hydroxybutyric_acid_ratio		0.542

				Unknown.58100162._ratio										Pentadecanol_ratio										Arginine_ratio										X3.Hydroxybutyric_acid_ratio

		17		Ribonic_acid_ratio		0.085						17		Indole.3.propionic_acid_ratio		0.422						17		Cholic_acid_ratio		0.206						29		Unknown.58100169._ratio		0.541

				myo.Inositol_ratio										Arginine_ratio										Indole.3.acetic_acid_ratio								30		Salicylic_acid_ratio		0.541

		18		alpha.Tocopherol_ratio		0.075						18		Elaidic_acid_ratio		0.423						18		Ribonic_acid_ratio		0.217								Unknown.68100003._ratio

				Coenzyme_Q10_ratio										Ratio Glu_versus_Gln										myo.Inositol_ratio

				Unknown.28101329._ratio								19		O.Phospho.L.tyrosine_ratio		0.424						19		Unknown.38100389._ratio		0.223

				Unknown.28100477._ratio										Unknown.58100024._ratio										Unknown.38100468._ratio

				Glyoxylate_ratio								20		Unknown.38100389._ratio		0.425								Dopamine_ng_per_ml

		19		Unknown.38100389._ratio		0.072								Unknown.38100468._ratio								20		alpha.Tocopherol_ratio		0.226

				Unknown.38100468._ratio										Dopamine_ng_per_ml										Coenzyme_Q10_ratio

				Dopamine_ng_per_ml																				Unknown.28101329._ratio

		20		Glycochenodeoxycholic_acid_ratio		0.062																		Unknown.28100477._ratio

		21		Creatinine_.minor._Creatine__Phosphocreatine._ratio		0.061																		Glyoxylate_ratio

				Creatine_ratio

		22		Indole.3.propionic_acid_ratio		0.057

				Arginine_ratio

		23		Glucosamine_ratio		0.056

				Unknown.38100473._ratio

		24		myo.Inositol__lipid_fraction_ratio		0.052

				myo.Inositol.2.monophosphate__lipid_fraction_.myo.Inositolphosph

				Phosphate__lipid_.Phospholipids._ratio

				Glycerolphosphate__lipid_fraction_ratio

				Galactose__lipid_fraction_ratio

		25		Cholic_acid_ratio		0.051

				Indole.3.acetic_acid_ratio

		26		Unknown.58100166._ratio		0.049

		27		Unknown.58100134._ratio		0.049

				Glucose__lipid_Fraction_ratio

		28		Unknown.58100778._ratio		0.047

				Kynurenic_acid_ratio

		29		Lactate_ratio		0.047

				Phosphoenolpyruvate__Pyruvate_ratio

		30		Ornithine_.minor._Arginine__Citrulline._ratio		0.045

				Citrulline_ratio

















Figure 7 Table 11

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.283		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.019		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.903		0.0146005282				0.0021955776		0.0146005282		0.0146005282		0.0146005282

				Uric_acid_ratio										Lysine_ratio										Lysine_ratio										Lysine_ratio								0.0031972326		0.0021955776		0.0021955776		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0146005282		0.0003764423		0.0031972326		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.761		0.0021955776				0.0014331379		0.0031972326		0.0014331379		0.1180378928

		2		Fumarate_ratio		0.197		0.0031972326						Uric_acid_ratio										Uric_acid_ratio										Uric_acid_ratio								0.0230222652		0.033460618		0.0082111567		0.0031972326

				Normetanephrine_ng_per_ml										Cystine_ratio										Cystine_ratio										Cystine_ratio								0.0082111567		0.0082111567		0.010730499		0.0745576026

		3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.189		0.0146005282						Pseudouridine_ratio										Pseudouridine_ratio										Pseudouridine_ratio								0.010730499		0.0014331379		0.0245362154		0.1855041119

				Lysine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423				3		Fumarate_ratio		0.041		0.0031972326				3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0230222652		0.0003764423		0.0245362154

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Serotonine_ng_per_ml										Normetanephrine_ng_per_ml										Corticosterone_ng_per_ml								0.0003764423		0.0245362154		0.0495474697		0.1675292713

		4		Unknown.68100045._ratio		0.182		0.0014331379				4		Fumarate_ratio		0.391		0.0031972326				4		Unknown.68100045._ratio		0.044		0.0014331379						X11.Desoxycortisol_ng_per_ml								0.0249166657		0.0669452878		0.0745576026		0.0230222652

		5		Unknown.28100099._ratio		0.166		0.0230222652						Normetanephrine_ng_per_ml								5		Unknown.68100026._ratio		0.071		0.0082111567						Androstendion_ng_per_ml								0.0495474697		0.0745576026		0.0249166657		0.0495474697

				Urea_ratio								5		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio								4		Unknown.38100389._ratio		0.746		0.1180378928				0.033460618		0.0249166657		0.0230222652		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.38100468._ratio								0.0669452878		0.010730499		0.1555182504		0.1555182504

				Unknown.68100044._ratio								6		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.containing_C18.2.C18.3._ratio								5		Fumarate_ratio		0.737		0.0031972326				0.0745576026		0.2908299288		0.1855041119		0.0717421962

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.68100044._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Normetanephrine_ng_per_ml								0.0717421962		0.1555182504		0.1180378928		0.1100250857

				TAG_.containing_C18.2.C18.3._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Unknown.58100024._ratio		0.736		0.0745576026				0.1180378928		0.0717421962		0.0669452878		0.0003764423

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio								7		Cholic_acid_ratio		0.726		0.1855041119				0.1100250857		0.0495474697		0.1319892433		0.7307050825

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Indole.3.acetic_acid_ratio								0.1269906579		0.3878380142		0.033460618		0.2219083121

				Unknown.68100059._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.657		0.0245362154				0.1555182504		0.411033711		0.1100250857		0.033460618

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.653		0.1675292713				0.1319892433		0.2471612109		0.0717421962		0.2410570538

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.1.C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Unknown.68100052._ratio								0.1675292713		0.8093296786		0.1269906579		0.1319892433

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.2908299288		0.4205685054		0.1675292713		0.218754321

				TAG_.containing_C18.2_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								6		Leucine_ratio		0.074		0.010730499						Phosphatidylcholine__8_ratio								0.1855041119		0.2268896727		0.0708461039		0.3878380142

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Tryptophan_ratio								10		Unknown.28100099._ratio		0.636		0.0230222652				0.0708461039		0.1180378928		0.2097300097		0.1179757632

		7		Leucine_ratio		0.144		0.010730499						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Phenylalanine_ratio										Urea_ratio								0.4205685054		0.1675292713		0.1686503359		0.4270310633

				Tryptophan_ratio								7		Unknown.68100045._ratio		0.398		0.0014331379						Methionine_ratio								11		Elaidic_acid_ratio		0.629		0.0495474697				0.1704020059		0.1100250857		0.2908299288		0.4768016558

				Phenylalanine_ratio								8		Unknown.28100099._ratio		0.4		0.0230222652						Tyrosine_ratio										Ratio Glu_versus_Gln								0.1686503359		0.1179757632		0.2104518446		0.2471612109

				Methionine_ratio										Urea_ratio										Indole.3.lactic_acid_ratio								12		Unknown.38100430._ratio		0.62		0.6847398488				0.1179757632		0.1704020059		0.1179757632		0.010730499

				Tyrosine_ratio								9		Metanephrine_ng_per_ml		0.4		0.0245362154						Valine_ratio								13		Indole.3.propionic_acid_ratio		0.62		0.1555182504				0.2219083121		0.1845758705		0.4205685054		0.8050206855

				Indole.3.lactic_acid_ratio								10		Ribonic_acid_ratio		0.404		0.0669452878						Isoleucine_ratio										Arginine_ratio								0.9311701813		0.1319892433		0.2410570538		0.2144700932

				Valine_ratio										myo.Inositol_ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154				14		Phosphatidylcholine__6_ratio		0.611		0.0717421962

				Isoleucine_ratio								11		Unknown.58100024._ratio		0.411		0.0745576026				8		Histamine_ng_per_ml		0.093		0.0003764423						Unknown.68100047._ratio

		8		Metanephrine_ng_per_ml		0.126		0.0245362154				12		Unknown.28100470._ratio		0.416		0.0249166657						Serotonine_ng_per_ml										Phosphatidylcholine__9_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						Unknown.28100482._ratio								9		Elaidic_acid_ratio		0.109		0.0495474697						Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..

				Serotonine_ng_per_ml										TAG__1_ratio										Ratio Glu_versus_Gln								15		Glycochenodeoxycholic_acid_ratio		0.611		0.1100250857

		10		Unknown.28100470._ratio		0.121		0.0249166657						Ceramide_.d18.1.C24.0._ratio								10		Unknown.58100024._ratio		0.115		0.0745576026				16		Histamine_ng_per_ml		0.605		0.0003764423

				Unknown.28100482._ratio										Coenzyme_Q10_ratio								11		Unknown.28100470._ratio		0.119		0.0249166657						Serotonine_ng_per_ml

				TAG__1_ratio										Palmitic_acid_.C16.0._ratio										Unknown.28100482._ratio								17		Unknown.58100151._ratio		0.604		0.7307050825

				Ceramide_.d18.1.C24.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										TAG__1_ratio								18		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.6		0.2219083121

				Coenzyme_Q10_ratio										Unknown.68100053._ratio										Ceramide_.d18.1.C24.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Palmitic_acid_.C16.0._ratio										Palmitoleic_acid_ratio										Coenzyme_Q10_ratio								19		Sphingomyelin_.d18.1.C16.0._ratio		0.593		0.033460618

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Oleic_acid_.C18.cis.9.1._ratio										Palmitic_acid_.C16.0._ratio										Unknown.58100162._ratio

				Unknown.68100053._ratio										Stearic_acid_.C18.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								20		Unknown.68100002._ratio		0.59		0.2410570538

				Palmitoleic_acid_ratio										Glycerol__lipid_fraction_ratio										Unknown.68100053._ratio										Lysophosphatidylcholine_.16.0._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Palmitoleic_acid_ratio								21		Glucosamine_ratio		0.564		0.1319892433

				Stearic_acid_.C18.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.38100473._ratio

				Glycerol__lipid_fraction_ratio										Unknown.28101329._ratio										Stearic_acid_.C18.0._ratio								22		Unknown.38101835._ratio		0.56		0.218754321

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.28100477._ratio										Glycerol__lipid_fraction_ratio								23		Phosphatidylcholine__10_ratio		0.559		0.3878380142

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Unknown.28101328._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								24		Glycine_ratio		0.559		0.1179757632

				Unknown.28101329._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								25		Unknown.58100149._ratio		0.554		0.4270310633

				Unknown.28100477._ratio										Myristic_acid_.C14.0._ratio										Unknown.28101329._ratio								26		Threonic_acid_ratio		0.551		0.4768016558

				Unknown.28101328._ratio										Pentadecanol_ratio										Unknown.28100477._ratio										Glyceric_acid_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										Heptadecanoic_acid_.C17.0._ratio										Unknown.28101328._ratio								27		Unknown.68100050._ratio		0.55		0.2471612109

				Myristic_acid_.C14.0._ratio										Glyoxylate_ratio										Eicosenoic_acid_.C20.cis.11.1._ratio												0.545		0.010730499

				Pentadecanol_ratio										Dodecanol_ratio										Myristic_acid_.C14.0._ratio

				Heptadecanoic_acid_.C17.0._ratio																				Pentadecanol_ratio

				Glyoxylate_ratio																				Heptadecanoic_acid_.C17.0._ratio

				Dodecanol_ratio																				Glyoxylate_ratio

																								Dodecanol_ratio

















														Methionine_ratio																				Indole.3.lactic_acid_ratio

														Tyrosine_ratio								12		Unknown.28100099._ratio		0.159								Valine_ratio

														Indole.3.lactic_acid_ratio										Urea_ratio										Isoleucine_ratio

														Valine_ratio								13		Indole.3.propionic_acid_ratio		0.2

														Isoleucine_ratio										Arginine_ratio

																						14		Cholic_acid_ratio		0.206

																								Indole.3.acetic_acid_ratio

																						15		Unknown.38100389._ratio		0.214

																								Unknown.38100468._ratio
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Figure 8 Table 12

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.362		0.023916274				1		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.884		0.023916274				0.0021955776		0.023916274		0.0021955776		0.023916274

				Uric_acid_ratio										Elaidic_acid_ratio										Uric_acid_ratio										Elaidic_acid_ratio								0.002525471		0.0021955776		0.002525471		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0115629164		0.0003764423		0.023916274		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.799		0.0021955776				0.0014331379		0.0038764658		0.0014331379		0.1118672553

		2		Leucine_ratio		0.216		0.002525471						Uric_acid_ratio								2		Leucine_ratio		0.026		0.002525471						Uric_acid_ratio								0.0038764658		0.002525471		0.0038764658		0.0038764658

				Phenylalanine_ratio										Cystine_ratio										Phenylalanine_ratio										Cystine_ratio								0.0082111567		0.033460618		0.0082111567		0.1804226713

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.023916274		0.0115629164		0.0245362154		0.2779163278

				Methionine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423						Methionine_ratio								3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0082111567		0.0003764423		0.0115629164

				Tyrosine_ratio										Serotonine_ng_per_ml										Tyrosine_ratio										Corticosterone_ng_per_ml								0.0003764423		0.0014331379		0.0283212022		0.0245362154

				Valine_ratio								4		Normetanephrine_ng_per_ml		0.386		0.0038764658						Valine_ratio										X11.Desoxycortisol_ng_per_ml								0.0283212022		0.0245362154		0.0350034995		0.1675292713

				Isoleucine_ratio								5		Leucine_ratio		0.39		0.002525471						Isoleucine_ratio										Androstendion_ng_per_ml								0.0385000841		0.0385000841		0.0115629164		0.1672902637

		3		Unknown.28100099._ratio		0.19		0.0115629164						Phenylalanine_ratio								3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.038		0.023916274				4		Unknown.38100389._ratio		0.746		0.1118672553				0.0350034995		0.1672902637		0.0385000841		0.002525471

				Urea_ratio										Lysine_ratio										Elaidic_acid_ratio										Unknown.38100468._ratio								0.033460618		0.0283212022		0.1804226713		0.0003764423

		4		Unknown.68100045._ratio		0.182		0.0014331379						Methionine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								5		Normetanephrine_ng_per_ml		0.717		0.0038764658				0.1118672553		0.1557423866		0.1118672553		0.0350034995

		5		Normetanephrine_ng_per_ml		0.172		0.0038764658						Tyrosine_ratio								4		Unknown.68100045._ratio		0.044		0.0014331379				6		Cholic_acid_ratio		0.7		0.1804226713				0.1426013012		0.2908299288		0.1672902637		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Valine_ratio								5		Normetanephrine_ng_per_ml		0.066		0.0038764658						Indole.3.acetic_acid_ratio								0.1100250857		0.3878380142		0.1268379088		0.7307050825

				Unknown.68100044._ratio										Isoleucine_ratio								6		Unknown.68100026._ratio		0.071		0.0082111567				7		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.697		0.2779163278				0.1269906579		0.0350034995		0.033460618		0.033460618

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								6		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio										Unknown.58100010._ratio								0.1557423866		0.2471612109		0.1100250857		0.5130952114

				TAG_.containing_C18.2.C18.3._ratio										Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.28100099._ratio		0.691		0.0115629164				0.1268379088		0.1426013012		0.1269906579		0.1426013012

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Unknown.28100099._ratio		0.394		0.0115629164						TAG_.containing_C18.2.C18.3._ratio										Urea_ratio								0.1672902637		0.6805797252		0.1557423866		0.2410570538

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Urea_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								9		Metanephrine_ng_per_ml		0.669		0.0245362154				0.1675292713		0.8093296786		0.1675292713		0.1100250857

				Unknown.68100059._ratio								8		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								10		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.645		0.1675292713				0.2908299288		0.2268896727		0.1179533677		0.2219083121

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100044._ratio										Unknown.68100059._ratio										Unknown.68100052._ratio								0.1804226713		0.1268379088		0.1426013012		0.4768016558

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1179533677		0.4897710524		0.0708461039		0.1179533677

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.containing_C18.2.C18.3._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Phosphatidylcholine__8_ratio								0.6805797252		0.1118672553		0.2097300097		0.0385000841

				TAG_.containing_C18.2_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								11		Indole.3.propionic_acid_ratio		0.641		0.1672902637				0.0708461039		0.1675292713		0.1797958879		0.2471612109

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.containing_C18.2_C18.2._ratio										Arginine_ratio								0.1686503359		0.1100250857		0.1686503359		0.1179757632

		7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.149		0.023916274						Unknown.68100059._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								12		Leucine_ratio		0.622		0.002525471				0.4897710524		0.1179757632		0.2908299288		0.0014331379

				Elaidic_acid_ratio										TAG_.containing_C18.1.C18.2._ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154						Phenylalanine_ratio								0.1797958879		0.5130952114		0.1706379605		0.4270310633

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Histamine_ng_per_ml		0.093		0.0003764423						Lysine_ratio								0.1706379605		0.1845758705		0.1179757632		0.2933063636

		8		Metanephrine_ng_per_ml		0.126		0.0245362154						Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml				0.0283212022						Methionine_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						TAG_.containing_C18.2_C18.2._ratio								9		Unknown.28100470._ratio		0.128		0.0350034995						Tyrosine_ratio

				Serotonine_ng_per_ml										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.28100482._ratio										Valine_ratio

		10		Unknown.28100470._ratio		0.116		0.0283212022				9		Unknown.68100045._ratio		0.398		0.0014331379						TAG__1_ratio										Isoleucine_ratio

				Unknown.28100482._ratio								10		Metanephrine_ng_per_ml		0.4		0.0245362154						Ceramide_.d18.1.C24.0._ratio								13		Histamine_ng_per_ml		0.615		0.0003764423

				TAG__1_ratio								11		Thyroxine_ratio		0.408		0.0385000841						Coenzyme_Q10_ratio										Serotonine_ng_per_ml

				Ceramide_.d18.1.C24.0._ratio								12		Indole.3.propionic_acid_ratio		0.417		0.1672902637						Palmitic_acid_.C16.0._ratio								14		Fumarate_ratio		0.614		0.0350034995

				Coenzyme_Q10_ratio										Arginine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Glyoxylate_ratio

				Palmitic_acid_.C16.0._ratio								13		Unknown.28100470._ratio		0.419		0.0283212022						Unknown.68100053._ratio								15		Unknown.38100430._ratio		0.612		0.6847398488

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Unknown.28100482._ratio										Palmitoleic_acid_ratio								16		Unknown.58100151._ratio		0.611		0.7307050825

				Unknown.68100053._ratio										TAG__1_ratio										Oleic_acid_.C18.cis.9.1._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.61		0.033460618

				Palmitoleic_acid_ratio										Ceramide_.d18.1.C24.0._ratio										Stearic_acid_.C18.0._ratio										Unknown.58100162._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Coenzyme_Q10_ratio										Glycerol__lipid_fraction_ratio								18		Unknown.58100024._ratio		0.609		0.5130952114

				Stearic_acid_.C18.0._ratio										Palmitic_acid_.C16.0._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								19		Mannose_ratio		0.608		0.1426013012

				Glycerol__lipid_fraction_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Glucose_ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.68100053._ratio										Unknown.28101329._ratio										Glucose.1.phosphate_.minor._Glucose._ratio

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Palmitoleic_acid_ratio										Unknown.28100477._ratio										Ratio Glu_versus_Gln

				Unknown.28101329._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.28101328._ratio								20		Unknown.68100002._ratio		0.598		0.2410570538

				Unknown.28100477._ratio										Stearic_acid_.C18.0._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Lysophosphatidylcholine_.16.0._ratio

				Unknown.28101328._ratio										Glycerol__lipid_fraction_ratio										Myristic_acid_.C14.0._ratio								21		Glycochenodeoxycholic_acid_ratio		0.597		0.1100250857

				Eicosenoic_acid_.C20.cis.11.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Pentadecanol_ratio								22		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.597		0.2219083121

				Myristic_acid_.C14.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Heptadecanoic_acid_.C17.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Pentadecanol_ratio										Unknown.28101329._ratio										Dodecanol_ratio								23		Threonic_acid_ratio		0.594		0.4768016558

				Heptadecanoic_acid_.C17.0._ratio										Unknown.28100477._ratio								10		Fumarate_ratio		0.137		0.0115629164						Glyceric_acid_ratio

				Dodecanol_ratio										Unknown.28101328._ratio										Glyoxylate_ratio								24		Unknown.38101835._ratio		0.582		0.1179533677

														Eicosenoic_acid_.C20.cis.11.1._ratio								11		Unknown.28100099._ratio		0.144		0.0385000841				25		Thyroxine_ratio		0.58		0.0385000841

														Myristic_acid_.C14.0._ratio										Urea_ratio								26		Unknown.68100050._ratio		0.565		0.2471612109

														Pentadecanol_ratio								12		Thyroxine_ratio		0.149		0.1804226713				27		Glycine_ratio		0.556		0.1179757632

														Heptadecanoic_acid_.C17.0._ratio								13		Cholic_acid_ratio		0.201		0.1118672553				28		Unknown.68100045._ratio		0.555		0.0014331379

														Dodecanol_ratio										Indole.3.acetic_acid_ratio								29		Unknown.58100149._ratio		0.553		0.4270310633

																																30		Unknown.38100493._ratio		0.544		0.2933063636





















																						14		Unknown.38100389._ratio		0.209

																								Unknown.38100468._ratio

																						15		Indole.3.propionic_acid_ratio		0.214

		halfMin		Hierarchical Clustering																				Arginine_ratio

																						16		Glucosamine_ratio		0.228

																								Unknown.38100473._ratio






image29.emf
Rank Feature Name Score p-val Rank Feature Name Score p-val Rank Feature Name Score p-val Rank Feature Name Score p-val

1 Cysteine_.minor._Cystine._ratio 0.231 0.0022 1

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.

_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgy

ceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.283 0.0146 1

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacy

lgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydro

peroxide_.C18.1,C18.1,C18.3.OOH..

0.019 0.0146 1

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._

Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyc

eride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.903 0.0146

Uric_acid_ratio Lysine_ratio Lysine_ratio Lysine_ratio

Cystine_ratio Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.

Pseudouridine_ratio 2 Cysteine_.minor._Cystine._ratio 0.379 0.0022 2 Cysteine_.minor._Cystine._ratio 0.02 0.0022 2 Cysteine_.minor._Cystine._ratio 0.761 0.0022

2 Fumarate_ratio 0.197 0.0032 Uric_acid_ratio Uric_acid_ratio Uric_acid_ratio

Normetanephrine_ng_per_ml Cystine_ratio Cystine_ratio Cystine_ratio

3

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._

Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyc

eride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.189 0.0146 Pseudouridine_ratio Pseudouridine_ratio Pseudouridine_ratio

Lysine_ratio 3 Histamine_ng_per_ml 0.385 0.0004 3 Fumarate_ratio 0.041 0.0032 3 Cortisol_ratio 0.747 0.2097

Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. Serotonine_ng_per_ml Normetanephrine_ng_per_ml Corticosterone_ng_per_ml

4 Unknown.68100045._ratio 0.182 0.0014 4 Fumarate_ratio 0.391 0.0032 4 Unknown.68100045._ratio 0.044 0.0014 X11.Desoxycortisol_ng_per_ml

5 Unknown.28100099._ratio 0.166 0.023 Normetanephrine_ng_per_ml 5 Unknown.68100026._ratio 0.071 0.0082 Androstendion_ng_per_ml

Urea_ratio 5 Sphingomyelin_.d18.1.C16.0._ratio 0.393 0.0335 Unknown.68100044._ratio 4 Unknown.38100389._ratio 0.746 0.118

6 Unknown.68100026._ratio 0.161 0.0082 Unknown.58100162._ratio TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio Unknown.38100468._ratio

Unknown.68100044._ratio 6 Unknown.68100026._ratio 0.396 0.0082 TAG_.containing_C18.2.C18.3._ratio 5 Fumarate_ratio 0.737 0.0032

TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio Unknown.68100044._ratio TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio Normetanephrine_ng_per_ml

TAG_.containing_C18.2.C18.3._ratio TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C 6 Unknown.58100024._ratio 0.736 0.0746

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio TAG_.containing_C18.2.C18.3._ratio Unknown.68100059._ratio 7 Cholic_acid_ratio 0.726 0.1855

TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C

16.0_C

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio TAG_.containing_C18.1.C18.2._ratio Indole.3.acetic_acid_ratio

Unknown.68100059._ratio

TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C

16.0_C

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 8 Metanephrine_ng_per_ml 0.657 0.0245

TAG_.containing_C18.1.C18.2._ratio Unknown.68100059._ratio Linoleic_acid_.C18.cis.9_12.2._ratio 9 Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio 0.653 0.1675

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 TAG_.containing_C18.1.C18.2._ratio TAG_.containing_C18.2_C18.2._ratio Unknown.68100052._ratio

Linoleic_acid_.C18.cis.9_12.2._ratio TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio

TAG_.containing_C18.2_C18.2._ratio Linoleic_acid_.C18.cis.9_12.2._ratio 6 Leucine_ratio 0.074 0.0107 Phosphatidylcholine__8_ratio

TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio TAG_.containing_C18.2_C18.2._ratio Tryptophan_ratio 10 Unknown.28100099._ratio 0.636 0.023

7 Leucine_ratio 0.144 0.0107 TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio Phenylalanine_ratio Urea_ratio

Tryptophan_ratio 7 Unknown.68100045._ratio 0.398 0.0014 Methionine_ratio 11 Elaidic_acid_ratio 0.629 0.0495

Phenylalanine_ratio 8 Unknown.28100099._ratio 0.4 0.023 Tyrosine_ratio Ratio Glu_versus_Gln

Methionine_ratio Urea_ratio Indole.3.lactic_acid_ratio 12 Unknown.38100430._ratio 0.62 0.6847

Tyrosine_ratio 9 Metanephrine_ng_per_ml 0.4 0.0245 Valine_ratio 13 Indole.3.propionic_acid_ratio 0.62 0.1555

Indole.3.lactic_acid_ratio 10 Ribonic_acid_ratio 0.404 0.0669 Isoleucine_ratio Arginine_ratio

Valine_ratio myo.Inositol_ratio 7 Metanephrine_ng_per_ml 0.088 0.0245 14 Phosphatidylcholine__6_ratio 0.611 0.0717

Isoleucine_ratio 11 Unknown.58100024._ratio 0.411 0.0746 8 Histamine_ng_per_ml 0.093 0.0004 Unknown.68100047._ratio

8 Metanephrine_ng_per_ml 0.126 0.0245 12 Unknown.28100470._ratio 0.416 0.0249 Serotonine_ng_per_ml Phosphatidylcholine__9_ratio

9 Histamine_ng_per_ml 0.125 0.0004 Unknown.28100482._ratio 9 Elaidic_acid_ratio 0.109 0.0495

Lysophosphatidylcholine_.C20.4._ .additional. 

Lysophosphatidylcholine_.C18.1..

Serotonine_ng_per_ml TAG__1_ratio Ratio Glu_versus_Gln 15 Glycochenodeoxycholic_acid_ratio 0.611 0.11

10 Unknown.28100470._ratio 0.121 0.0249 Ceramide_.d18.1.C24.0._ratio 10 Unknown.58100024._ratio 0.115 0.0746 16 Histamine_ng_per_ml 0.605 0.0004

Unknown.28100482._ratio Coenzyme_Q10_ratio 11 Unknown.28100470._ratio 0.119 0.0249 Serotonine_ng_per_ml

TAG__1_ratio Palmitic_acid_.C16.0._ratio Unknown.28100482._ratio 17 Unknown.58100151._ratio 0.604 0.7307

Ceramide_.d18.1.C24.0._ratio TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio TAG__1_ratio 18 Phosphate_.inorganic_and_from_organic_phosphates._ratio 0.6 0.2219

Coenzyme_Q10_ratio Unknown.68100053._ratio Ceramide_.d18.1.C24.0._ratio

myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucos

e

Palmitic_acid_.C16.0._ratio Palmitoleic_acid_ratio Coenzyme_Q10_ratio 19 Sphingomyelin_.d18.1.C16.0._ratio 0.593 0.0335

TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio Oleic_acid_.C18.cis.9.1._ratio Palmitic_acid_.C16.0._ratio Unknown.58100162._ratio

Unknown.68100053._ratio Stearic_acid_.C18.0._ratio TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio 20 Unknown.68100002._ratio 0.59 0.2411

Palmitoleic_acid_ratio Glycerol__lipid_fraction_ratio Unknown.68100053._ratio Lysophosphatidylcholine_.16.0._ratio

Oleic_acid_.C18.cis.9.1._ratio Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio Palmitoleic_acid_ratio 21 Glucosamine_ratio 0.564 0.132

Stearic_acid_.C18.0._ratio Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio Oleic_acid_.C18.cis.9.1._ratio Unknown.38100473._ratio

Glycerol__lipid_fraction_ratio Unknown.28101329._ratio Stearic_acid_.C18.0._ratio 22 Unknown.38101835._ratio 0.56 0.2188

Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio Unknown.28100477._ratio Glycerol__lipid_fraction_ratio 23 Phosphatidylcholine__10_ratio 0.559 0.3878

Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio Unknown.28101328._ratio Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio 24 Glycine_ratio 0.559 0.118

Unknown.28101329._ratio Eicosenoic_acid_.C20.cis.11.1._ratio Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio 25 Unknown.58100149._ratio 0.554 0.427

Unknown.28100477._ratio Myristic_acid_.C14.0._ratio Unknown.28101329._ratio 26 Threonic_acid_ratio 0.551 0.4768

Unknown.28101328._ratio Pentadecanol_ratio Unknown.28100477._ratio Glyceric_acid_ratio

Eicosenoic_acid_.C20.cis.11.1._ratio Heptadecanoic_acid_.C17.0._ratio Unknown.28101328._ratio 27 Unknown.68100050._ratio 0.55 0.2472

Myristic_acid_.C14.0._ratio Glyoxylate_ratio Eicosenoic_acid_.C20.cis.11.1._ratio 0.545 0.0107

Pentadecanol_ratio Dodecanol_ratio Myristic_acid_.C14.0._ratio

Heptadecanoic_acid_.C17.0._ratio Pentadecanol_ratio

Glyoxylate_ratio Heptadecanoic_acid_.C17.0._ratio

Dodecanol_ratio Glyoxylate_ratio

Dodecanol_ratio



Stability T-test Gini Fisher


Microsoft_Excel_Worksheet44.xlsx
Tabel 2

		Correction based on HCs										Correction based on all samples

		Raw Features

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top36		Top24		Top36		Top33		Top6		Top12		Top12		Top24

		Accuracy		80.42%		80.36%		80.42%		80.34%		77.21%		73.67%		76.10%		74.56%

		Sensitivity		73.33%		76.67%		73.33%		76.67%		81.67%		71.67%		76.67%		71.67%

		Specificity		82.22%		81.22%		82.22%		81.11%		76.33%		74.11%		76.11%		75.11%

		Cluster-Representatives (K-means)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top12		Top36		Top12		Top27		Top30		Top21		Top33		Top21

		Accuracy		77.92%		80.50%		77.92%		79.51%		75.42%		74.36%		74.65%		71.98%

		Sensitivity		83.33%		88.33%		83.33%		86.67%		81.67%		81.67%		81.67%		76.67%

		Specificity		77.22%		79.22%		77.22%		78.11%		74.22%		72.89%		73.22%		70.89%

		Cluster-Representatives (Hierachical Clustering)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top9		Top12		Top9		Top12		Top27		Top12		Top6		Top45

		Accuracy		78.06%		75.48%		78.06%		77.01%		70.31%		72.97%		71.22%		70.38%

		Sensitivity		73.33%		78.33%		73.33%		83.33%		73.33%		86.67%		73.33%		71.67%

		Specificity		79.33%		75.22%		79.33%		76.00%		69.89%		70.11%		70.89%		69.89%





Table 3

		Corrected by HCs				RF

		Raw

				Raw Features

				Imputation		halfMin								kNN3								EM								SVD

		RF		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top36		Top24		Top36		Top33		Top15		Top21		Top21		Top18		Top18		Top15		Top18		Top24		Top15		Top12		Top15		Top39

				Accuracy		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%		77.84%		76.87%		77.84%		78.74%		77.84%		76.11%		77.84%		81.18%

				Sensitivity		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		71.67%		73.33%		68.33%		73.33%		66.67%		73.33%		76.67%

				Specificity		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%		79.11%		78.00%		79.11%		81.11%		79.11%		78.11%		79.11%		82.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top12		Top36		Top12		Top27		Top36		Top15		Top18		Top30		Top12		Top36		Top18		Top9		Top39		Top39		Top18		Top27

				Accuracy		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%		77.07%		77.16%		75.34%		74.15%		78.74%		78.74%		80.48%		79.73%

				Sensitivity		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%		78.33%		78.33%		78.33%		75.00%		78.33%		78.33%		73.33%		78.33%

				Specificity		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%		77.11%		77.22%		75.11%		74.33%		79.11%		79.11%		82.33%		80.33%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top9		Top12		Top9		Top12		Top15		Top21		Top15		Top36		Top9		Top18		Top9		Top6		Top39		Top45		Top39		Top27

				Accuracy		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%		73.79%		73.79%		73.73%		69.62%		75.47%		74.64%		76.38%		70.38%

				Sensitivity		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%		73.33%		80.00%		73.33%		70.00%		70.00%		70.00%		70.00%		70.00%

				Specificity		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%		74.00%		72.89%		74.00%		69.89%		77.11%		76.11%		78.22%		70.89%







Sheet1

		RF





		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		36		24		36		33		15		21		21		18

		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%

		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%

		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%



		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		12		36		12		27		36		15		18		30

		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%

		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%

		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%



		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		9		12		9		12		15		21		15		36

		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%

		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%

		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%







Table 4

		Corrected by HCs				SVM

		Raw

		SVM		Raw Features

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top6		Top6		Top6		Top12		Top18		Top15		Top18		Top9		Top9		Top12		Top15		Top30		Top15		Top12		Top18		Top9

				Accuracy		72.13%		79.52%		72.13%		74.64%		71.08%		77.77%		72.74%		75.68%		71.22%		78.68%		74.56%		73.73%		71.99%		78.74%		71.85%		75.54%

				Sensitivity		65.00%		71.67%		65.00%		70.00%		65.00%		71.67%		65.00%		70.00%		60.00%		73.33%		60.00%		65.00%		65.00%		73.33%		68.33%		75.00%

				Specificity		74.11%		81.33%		74.11%		76.11%		72.78%		79.00%		74.78%		77.22%		74.00%		80.11%		78.11%		76.00%		73.89%		80.11%		72.78%		76.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top9		Top15		Top18		Top9		Top9		Top9		Top9		Top9		Top15		Top9		Top6		Top12		Top15		Top12		Top15

				Accuracy		77.83%		80.20%		78.68%		79.73%		78.06%		80.57%		79.66%		76.46%		72.96%		71.14%		73.79%		74.00%		79.65%		79.43%		79.65%		72.67%

				Sensitivity		78.33%		86.67%		81.67%		78.33%		80.00%		83.33%		83.33%		75.00%		65.00%		70.00%		70.00%		70.00%		78.33%		76.67%		78.33%		71.67%

				Specificity		78.00%		79.00%		78.11%		80.33%		78.22%		80.44%		79.22%		77.33%		75.00%		71.78%		75.00%		75.11%		80.11%		80.00%		80.11%		72.78%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top15		Top15		Top6		Top6		Top6		Top6		Top12		Top9		Top15		Top9		Top6		Top9		Top6		Top12		Top12

				Accuracy		76.15%		79.28%		76.23%		77.01%		77.92%		80.64%		77.92%		74.70%		72.68%		74.55%		72.68%		71.23%		75.96%		78.60%		76.79%		70.10%

				Sensitivity		85.00%		83.33%		85.00%		78.33%		78.33%		75.00%		78.33%		75.00%		80.00%		80.00%		80.00%		75.00%		63.33%		70.00%		73.33%		68.33%

				Specificity		74.78%		78.78%		74.89%		77.11%		78.11%		82.33%		78.11%		75.11%		71.67%		73.78%		71.67%		71.00%		79.00%		81.00%		77.89%		70.78%





Figure 4 Table 8

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.3		0.0204097109				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.805		0.0204097109				0.0020924826		0.0204097109		0.0020924826		0.0204097109

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302		0.0270784283				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.768		0.0270784283				0.0035671115		0.0270784283		0.0035671115		0.0270784283

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cysteine_.minor._Cystine._ratio		0.732		0.0020924826				0.0026384098		0.0020924826		0.003071377		0.0020924826

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Indole.3.acetic_acid_ratio		0.687		0.1346649839				0.003071377		0.003071377		0.0026384098		0.1346649839

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.027		0.0204097109				5		Cystine_ratio		0.656		0.0035671115				0.0022912338		1.15E-05		0.0204097109		0.0035671115

		6		Serotonine_ng_per_ml		0.199		0.0000114628				6		Cystine_ratio		0.376		0.0035671115				6		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				6		Ratio Glu_versus_Gln		0.623		0.0301162881				1.15E-05		0.0035671115		0.0022912338		0.0301162881

		7		Methionine_ratio		0.186		0.0045990471				7		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.036		0.0270784283				7		Unknown.58100024._ratio		0.623		0.0745576026				0.0045990471		0.0519470416		0.0270784283		0.0745576026

		8		Unknown.68100045._ratio		0.182		0.0014331379				8		Urea_ratio		0.383		0.0110658712				8		Methionine_ratio		0.036		0.0045990471				8		Unknown.38100468._ratio		0.62		0.1766984995				0.0014331379		0.0110658712		0.0045990471		0.1766984995

		9		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.384		0.0099830889				9		Serotonine_ng_per_ml		0.041		0.0000114628				9		Normetanephrine_ng_per_ml		0.605		0.0038764658				0.0047978674		0.0099830889		1.15E-05		0.0038764658

		10		Normetanephrine_ng_per_ml		0.172		0.0038764658				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Unknown.68100045._ratio		0.044		0.0014331379				10		Corticosterone_ng_per_ml		0.585		0.3946249444				0.0038764658		0.0038764658		0.0014331379		0.3946249444

		11		Phenylalanine_ratio		0.167		0.0081780528				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Leucine_ratio		0.049		0.0078434227				11		Urea_ratio		0.581		0.0110658712				0.0081780528		0.0022912338		0.0078434227		0.0110658712

		12		Leucine_ratio		0.165		0.0078434227				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Unknown.38100389._ratio		0.567		0.1033304598				0.0078434227		0.0136606151		0.0047978674		0.1033304598

		13		Urea_ratio		0.164		0.0110658712				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Eicosenoic_acid_.C20.cis.11.1._ratio		0.055		0.0119329428				13		Arginine_ratio		0.562		0.0404433959				0.0110658712		0.0119546476		0.0119329428		0.0404433959

		14		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.162		0.0204097109				14		Glyoxylate_ratio		0.391		0.0125592889				14		Lysine_ratio		0.065		0.0163522674				14		Androstendion_ng_per_ml		0.556		0.0602782897				0.0204097109		0.0125592889		0.0163522674		0.0602782897

		15		Eicosenoic_acid_.C20.cis.11.1._ratio		0.159		0.0119329428				15		Isoleucine_ratio		0.392		0.0026384098				15		Normetanephrine_ng_per_ml		0.066		0.0038764658				15		Phosphatidylcholine__8_ratio		0.555		0.0719843588				0.0119329428		0.0026384098		0.0038764658		0.0719843588

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Phenylalanine_ratio		0.398		0.0081780528				16		Glyoxylate_ratio		0.077		0.0125592889				16		Unknown.68100002._ratio		0.551		0.2328010494				0.0136606151		0.0081780528		0.0125592889		0.2328010494

		17		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.157		0.0099830889				17		Unknown.68100045._ratio		0.398		0.0014331379				17		Arginine_ratio		0.08		0.0404433959				17		Serotonine_ng_per_ml		0.544		0.0000114628				0.0099830889		0.0014331379		0.0404433959		1.15E-05

		18		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.151		0.0270784283				18		Methionine_ratio		0.399		0.0045990471				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.537		0.0519470416				0.0270784283		0.0045990471		0.0134950373		0.0519470416

		19		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Pseudouridine_ratio		0.087		0.0112734181				19		Metanephrine_ng_per_ml		0.534		0.0245362154				0.0119546476		0.0245362154		0.0112734181		0.0245362154

		20		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				20		Glucose_ratio		0.4		0.040631496				20		Urea_ratio		0.088		0.0110658712				20		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.525		0.0398505948				0.0134950373		0.040631496		0.0110658712		0.0398505948

		21		Glyoxylate_ratio		0.141		0.0125592889				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Glucosamine_ratio		0.518		0.1145125112				0.0125592889		0.0047978674		0.0210878748		0.1145125112

		22		Lysine_ratio		0.141		0.0163522674				22		Ribonic_acid_ratio		0.401		0.0349164185				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Methionine_ratio		0.513		0.0045990471				0.0163522674		0.0349164185		0.0245362154		0.0045990471

		23		Unknown.68100044._ratio		0.14		0.0163362713				23		Eicosenoic_acid_.C20.cis.11.1._ratio		0.401		0.0119329428				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Unknown.58100151._ratio		0.512		0.7307050825				0.0163362713		0.0119329428		0.0301162881		0.7307050825

		24		Pseudouridine_ratio		0.138		0.0112734181				24		Unknown.28100470._ratio		0.401		0.0349249914				24		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.089		0.0099830889				24		Glyoxylate_ratio		0.511		0.0125592889				0.0112734181		0.0349249914		0.0099830889		0.0125592889

		25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				25		Unknown.68100044._ratio		0.402		0.0163362713				25		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				25		Phenylalanine_ratio		0.502		0.0081780528				0.0112191211		0.0163362713		0.0136606151		0.0081780528

		26		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				26		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.404		0.0398505948				26		Unknown.68100044._ratio		0.096		0.0163362713				26		Cortisol_ratio		0.497		0.4278881842				0.0210878748		0.0398505948		0.0163362713		0.4278881842

		27		Ratio Glu_versus_Gln		0.127		0.0301162881				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				27		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.494		0.1749119522				0.0301162881		0.0112191211		0.0112191211		0.1749119522

		28		Metanephrine_ng_per_ml		0.126		0.0245362154				28		Leucine_ratio		0.407		0.0078434227				28		Unknown.58100024._ratio		0.115		0.0745576026				28		Pseudouridine_ratio		0.478		0.0112734181				0.0245362154		0.0078434227		0.0745576026		0.0112734181

		29		Oleic_acid_.C18.cis.9.1._ratio		0.126		0.0250847157				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				29		Phenylalanine_ratio		0.115		0.0081780528				29		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.471		0.1019054663				0.0250847157		0.0166494696		0.0081780528		0.1019054663

		30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				30		Lysine_ratio		0.408		0.0163522674				30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				30		Unknown.58100162._ratio		0.469		0.0525117584				0.0166494696		0.0163522674		0.0166494696		0.0525117584

				Single features

				knn3





Figure 5 Table 9

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.311		0.0319486833				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Cysteine_.minor._Cystine._ratio		0.744		0.0020924826				0.0020924826		0.0319486833		0.0020924826		0.0020924826

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.335		0.0404068783				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.727		0.0319486833				0.0035671115		0.0404068783		0.0035671115		0.0319486833

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cystine_ratio		0.694		0.0035671115				0.0026384098		0.0020924826		0.003071377		0.0035671115

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.685		0.0404068783				0.003071377		0.003071377		0.0026384098		0.0404068783

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				5		Indole.3.acetic_acid_ratio		0.674		0.1346649839				0.0022912338		1.15E-05		0.0022912338		0.1346649839

		6		Urea_ratio		0.2		0.0034359993				6		Urea_ratio		0.375		0.0034359993				6		Methionine_ratio		0.036		0.0045990471				6		Urea_ratio		0.664		0.0034359993				0.0034359993		0.0034359993		0.0045990471		0.0034359993

		7		Serotonine_ng_per_ml		0.199		0.0000114628				7		Cystine_ratio		0.376		0.0035671115				7		Serotonine_ng_per_ml		0.041		0.0000114628				7		Ratio Glu_versus_Gln		0.644		0.0301162881				1.15E-05		0.0035671115		1.15E-05		0.0301162881

		8		Methionine_ratio		0.186		0.0045990471				8		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				8		Unknown.68100045._ratio		0.044		0.0014331379				8		Unknown.38100468._ratio		0.621		0.1617936746				0.0045990471		0.0519470416		0.0014331379		0.1617936746

		9		Unknown.68100045._ratio		0.182		0.0014331379				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.383		0.0087772513				9		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.046		0.0319486833				9		Arginine_ratio		0.607		0.0404433959				0.0014331379		0.0087772513		0.0319486833		0.0404433959

		10		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Leucine_ratio		0.049		0.0078434227				10		Normetanephrine_ng_per_ml		0.606		0.0038764658				0.0047978674		0.0038764658		0.0078434227		0.0038764658

		11		Normetanephrine_ng_per_ml		0.172		0.0038764658				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Eicosenoic_acid_.C20.cis.11.1._ratio		0.049		0.0097490459				11		Unknown.38100389._ratio		0.575		0.1033304598				0.0038764658		0.0022912338		0.0097490459		0.1033304598

		12		Eicosenoic_acid_.C20.cis.11.1._ratio		0.168		0.0097490459				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Corticosterone_ng_per_ml		0.571		0.3946249444				0.0097490459		0.0136606151		0.0047978674		0.3946249444

		13		Phenylalanine_ratio		0.167		0.0081780528				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.053		0.0404068783				13		Androstendion_ng_per_ml		0.567		0.0602782897				0.0081780528		0.0119546476		0.0404068783		0.0602782897

		14		Leucine_ratio		0.165		0.0078434227				14		Isoleucine_ratio		0.392		0.0026384098				14		Urea_ratio		0.058		0.0034359993				14		Metanephrine_ng_per_ml		0.551		0.0245362154				0.0078434227		0.0026384098		0.0034359993		0.0245362154

		15		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.16		0.0087772513				15		Phenylalanine_ratio		0.398		0.0081780528				15		Lysine_ratio		0.065		0.0163522674				15		Serotonine_ng_per_ml		0.551		0.0000114628				0.0087772513		0.0081780528		0.0163522674		1.15E-05

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Unknown.68100045._ratio		0.398		0.0014331379				16		Normetanephrine_ng_per_ml		0.066		0.0038764658				16		Phosphatidylcholine__8_ratio		0.548		0.0719843588				0.0136606151		0.0014331379		0.0038764658		0.0719843588

		17		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				17		Methionine_ratio		0.399		0.0045990471				17		Arginine_ratio		0.08		0.0404433959				17		Unknown.68100002._ratio		0.546		0.2328010494				0.0119546476		0.0045990471		0.0404433959		0.2328010494

		18		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				18		Eicosenoic_acid_.C20.cis.11.1._ratio		0.399		0.0097490459				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.534		0.0519470416				0.0134950373		0.0097490459		0.0134950373		0.0519470416

		19		Lysine_ratio		0.141		0.0163522674				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.086		0.0087772513				19		Glucosamine_ratio		0.523		0.1079704828				0.0163522674		0.0245362154		0.0087772513		0.1079704828

		20		Unknown.68100044._ratio		0.14		0.0163362713				20		Glucose_ratio		0.4		0.040631496				20		Pseudouridine_ratio		0.087		0.0112734181				20		Phenylalanine_ratio		0.515		0.0081780528				0.0163362713		0.040631496		0.0112734181		0.0081780528

		21		Pseudouridine_ratio		0.138		0.0112734181				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Unknown.58100151._ratio		0.514		0.7307050825				0.0112734181		0.0047978674		0.0210878748		0.7307050825

		22		Oleic_acid_.C18.cis.9.1._ratio		0.137		0.0190536382				22		Unknown.28100470._ratio		0.401		0.0349249914				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.512		0.0540641079				0.0190536382		0.0349249914		0.0245362154		0.0540641079

		23		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				23		Unknown.68100044._ratio		0.402		0.0163362713				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Methionine_ratio		0.511		0.0045990471				0.0112191211		0.0163362713		0.0301162881		0.0045990471

		24		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.132		0.0319486833				24		Oleic_acid_.C18.cis.9.1._ratio		0.403		0.0190536382				24		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				24		Pseudouridine_ratio		0.507		0.0112734181				0.0319486833		0.0190536382		0.0136606151		0.0112734181

		25		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				25		Unknown.68100044._ratio		0.096		0.0163362713				25		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.5		0.1749119522				0.0210878748		0.0112191211		0.0163362713		0.1749119522

		26		Ratio Glu_versus_Gln		0.127		0.0301162881				26		Leucine_ratio		0.407		0.0078434227				26		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				26		Unknown.58100024._ratio		0.498		0.5130952114				0.0301162881		0.0078434227		0.0112191211		0.5130952114

		27		Metanephrine_ng_per_ml		0.126		0.0245362154				27		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				27		Oleic_acid_.C18.cis.9.1._ratio		0.101		0.0190536382				27		Cortisol_ratio		0.494		0.4278881842				0.0245362154		0.0166494696		0.0190536382		0.4278881842

		28		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.124		0.0404068783				28		Lysine_ratio		0.408		0.0163522674				28		Phenylalanine_ratio		0.115		0.0081780528				28		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.483		0.1019054663				0.0404068783		0.0163522674		0.0081780528		0.1019054663

		29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				29		Thyroxine_ratio		0.408		0.0385000841				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				29		Unknown.58100162._ratio		0.478		0.0525117584				0.0166494696		0.0385000841		0.0166494696		0.0525117584

		30		Palmitic_acid_.C16.0._ratio		0.114		0.0333047273				30		TAG_.C55H96O6._or_.C50H100O6._.e_g
__C16.0_C18.2_C18.3_or_C16.0_C		0.409		0.0278995916				30		Palmitic_acid_.C16.0._ratio		0.124		0.0333047273				30		Glucose_ratio		0.478		0.040631496				0.0333047273		0.0278995916		0.0333047273		0.040631496





Figure 6 Table 10

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.262		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.
,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.333		0.033				1		Cysteine_.minor._Cystine._ratio		0.013		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.875		0.033				0.0014161883		0.0332763794		0.0014161883		0.0332763794

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0030672561		0.0014161883		0.0030672561		0.0014161883

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374		0.001						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.855		0.001				0.0115629164		0.0094015403		0.0332763794		0.0299489486

		2		Phenylalanine_ratio		0.202		0.003						Cystine_ratio								2		Phenylalanine_ratio		0.033		0.003						Cystine_ratio								0.0045679891		0.0030672561		0.0045679891		0.2159446036

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.0038764658		0.0003764423		0.0038764658		0.1118672553

				Methionine_ratio								3		Unknown.28100470._ratio		0.376		0.009						Methionine_ratio								3		Elaidic_acid_ratio		0.752		0.030				0.0094015403		0.0038764658		0.0299489486		0.012656793

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Tyrosine_ratio										Ratio Glu_versus_Gln								0.0152464697		0.0152464697		0.0147777004		0.0038764658

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Alanine_ratio								4		Cortisol_ratio		0.749		0.216				0.0199638808		0.033460618		0.0245362154		0.1804226713

		3		Unknown.28100099._ratio		0.190		0.012				4		Phenylalanine_ratio		0.380		0.003				3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,
_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.044		0.033						Corticosterone_ng_per_ml								0.0332763794		0.0115629164		0.0003764423		0.3107444251

				Urea_ratio										Lysine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Androstendion_ng_per_ml								0.0147777004		0.0045679891		0.0152464697		0.0115629164

		4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.174		0.005						Methionine_ratio								4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.054		0.005				5		Unknown.38100389._ratio		0.743		0.112				0.0299489486		0.0245362154		0.0199638808		0.0245362154

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Tyrosine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Unknown.38100468._ratio								0.0245362154		0.012656793		0.0094015403		0.2292775126

				TAG_.containing_C18.1.C18.2._ratio										Alanine_ratio										TAG_.containing_C18.1.C18.2._ratio								6		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.742		0.013				0.0003764423		0.0199638808		0.012656793		0.1672902637

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								5		Histamine_ng_per_ml		0.385		0.000						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Lysophosphatidylcholine_.C20.4._ratio								0.012656793		0.0385000841		0.0362767692		0.1049163789

		5		Normetanephrine_ng_per_ml		0.172		0.004						Serotonine_ng_per_ml								5		Normetanephrine_ng_per_ml		0.066		0.004				7		Normetanephrine_ng_per_ml		0.705		0.004				0.0362767692		0.0362767692		0.0350034995		0.0030672561

		6		Unknown.28100470._ratio		0.155		0.009				6		Normetanephrine_ng_per_ml		0.386		0.004				6		Elaidic_acid_ratio		0.074		0.030				8		Cholic_acid_ratio		0.697		0.180				0.0385000841		0.0608579829		0.0115629164		0.0003764423

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								7		Unknown.68100026._ratio		0.392		0.015						Ratio Glu_versus_Gln										Indole.3.acetic_acid_ratio								0.0350034995		0.0299489486		0.0385000841		0.033460618

				Heptadecanoic_acid_.C17.0._ratio										Unknown.68100044._ratio								7		alpha.Ketoisocaproic_acid_ratio		0.086		0.015				9		Unknown.68100050._ratio		0.684		0.311				0.0608579829		0.1672902637		0.1473784733		0.2410570538

		7		Unknown.68100026._ratio		0.140		0.015						TAG_.containing_C18.2.C18.3._ratio										Leucine_ratio										Unknown.58100024._ratio								0.033460618		0.0147777004		0.0608579829		0.0350034995

				Unknown.68100044._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C										Valine_ratio								10		Unknown.28100099._ratio		0.669		0.012				0.1118672553		0.1557423866		0.1804226713		0.4768016558

				TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio										Isoleucine_ratio										Urea_ratio								0.1100250857		0.1473784733		0.1118672553		0.9940676295

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.
0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.088		0.025				11		Metanephrine_ng_per_ml		0.659		0.025				0.1222744183		0.3878380142		0.1672902637		0.3794039297

				Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Histamine_ng_per_ml		0.093		0.000				12		Unknown.68100052._ratio		0.632		0.229				0.1269906579		0.0350034995		0.033460618		0.0094015403

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.2_C18.2._ratio										Serotonine_ng_per_ml										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1473784733		0.1222744183		0.1100250857		0.1100250857

				Linoleic_acid_.C18.cis.9_12.2._ratio								8		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033				10		Unknown.68100026._ratio		0.099		0.015						Phosphatidylcholine__8_ratio								0.1557423866		0.6805797252		0.1049163789		0.8050206855

				TAG_.containing_C18.2_C18.2._ratio										Unknown.58100162._ratio										Unknown.68100044._ratio								13		Indole.3.propionic_acid_ratio		0.632		0.167				0.1049163789		0.8093296786		0.0919838357		0.3878380142

		8		Ceramide_.d18.1.C24.0._ratio		0.137		0.020				9		Unknown.28100099._ratio		0.394		0.012						TAG_.containing_C18.2.C18.3._ratio										Arginine_ratio								0.0919838357		0.2268896727		0.1222744183		0.0385000841

				Palmitic_acid_.C16.0._ratio										Urea_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C								14		Unknown.38101835._ratio		0.631		0.105				0.1672902637		0.1049163789		0.1269906579		0.2144700932

				Oleic_acid_.C18.cis.9.1._ratio								10		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.396		0.005						Unknown.68100059._ratio										Glycerol__polar_fraction_ratio								0.1804226713		0.4897710524		0.1557423866		0.362026241

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								15		Phenylalanine_ratio		0.615		0.003				0.6805797252		0.1118672553		0.0708461039		0.2933063636

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										TAG_.containing_C18.1.C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Lysine_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Methionine_ratio

		9		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.133		0.033				11		Metanephrine_ng_per_ml		0.400		0.025				11		Ceramide_.d18.1.C24.0._ratio		0.107		0.020						Tyrosine_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								12		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.403		0.013						Palmitic_acid_.C16.0._ratio										Alanine_ratio

		10		alpha.Ketoisocaproic_acid_ratio		0.133		0.015						Lysophosphatidylcholine_.C20.4._ratio										Oleic_acid_.C18.cis.9.1._ratio								16		Histamine_ng_per_ml		0.608		0.000

				Leucine_ratio																				Glycerol__lipid_fraction_ratio										Serotonine_ng_per_ml

				Valine_ratio																				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.600		0.033

				Isoleucine_ratio																				Eicosenoic_acid_.C20.cis.11.1._ratio										Unknown.58100162._ratio
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		knn3

				Fisher								Gini										T-test										Stability

		(a)										(a)										(a)										(a)

		Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score

		1		Cysteine_.minor._Cystine._ratio		0.262						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302						1		Cysteine_.minor._Cystine._ratio		0.013						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.908

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374								Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.838

		2		Phenylalanine_ratio		0.202								Cystine_ratio								2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional
._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.028								Cystine_ratio

				Lysine_ratio										Pseudouridine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Pseudouridine_ratio

				Methionine_ratio								3		Unknown.28100470._ratio		0.376						3		Phenylalanine_ratio		0.033						3		Cortisol_ratio		0.752

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Lysine_ratio										Corticosterone_ng_per_ml

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Methionine_ratio										Androstendion_ng_per_ml

		3		Fumarate_ratio		0.197						4		Phenylalanine_ratio		0.38								Tyrosine_ratio								4		Fumarate_ratio		0.734

				Normetanephrine_ng_per_ml										Lysine_ratio										Alanine_ratio										Normetanephrine_ng_per_ml

		4		Unknown.28100099._ratio		0.166								Methionine_ratio								4		Fumarate_ratio		0.041						5		Cholic_acid_ratio		0.715

				Urea_ratio										Tyrosine_ratio										Normetanephrine_ng_per_ml										Indole.3.acetic_acid_ratio

		5		Unknown.68100026._ratio		0.164								Alanine_ratio								5		Leucine_ratio		0.057						6		Unknown.38100389._ratio		0.701

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								5		Histamine_ng_per_ml		0.385								Valine_ratio										Unknown.38100468._ratio

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Serotonine_ng_per_ml										Isoleucine_ratio										Dopamine_ng_per_ml

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Fumarate_ratio		0.391						6		Unknown.68100026._ratio		0.067						7		Metanephrine_ng_per_ml		0.682

				TAG_.containing_C18.1.C18.2._ratio										Normetanephrine_ng_per_ml										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.68100052._ratio		0.652

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								7		Sphingomyelin_.d18.1.C16.0._ratio		0.393								TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio

		6		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._
Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.163								Unknown.58100162._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Phosphatidylcholine__8_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								8		Unknown.68100026._ratio		0.397								TAG_.containing_C18.1.C18.2._ratio								9		O.Phospho.L.tyrosine_ratio		0.65

		7		Leucine_ratio		0.158								TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.58100024._ratio

				Valine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Ceramide_.d18.1.C24.0._ratio		0.083						10		Elaidic_acid_ratio		0.65

				Isoleucine_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Palmitic_acid_.C16.0._ratio										Ratio Glu_versus_Gln

		8		Unknown.28100470._ratio		0.154								TAG_.containing_C18.1.C18.2._ratio										Oleic_acid_.C18.cis.9.1._ratio								11		Unknown.28100099._ratio		0.639

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Stearic_acid_.C18.0._ratio										Urea_ratio

				Heptadecanoic_acid_.C17.0._ratio								9		Unknown.28100099._ratio		0.4								Glycerol__lipid_fraction_ratio								12		Histamine_ng_per_ml		0.613

		9		Ceramide_.d18.1.C24.0._ratio		0.151								Urea_ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Serotonine_ng_per_ml

				Palmitic_acid_.C16.0._ratio								10		Unknown.68100044._ratio		0.4								Eicosenoic_acid_.C20.cis.11.1._ratio								13		Indole.3.propionic_acid_ratio		0.613

				Oleic_acid_.C18.cis.9.1._ratio										TAG_.containing_C18.2.C18.3._ratio										Dodecanol_ratio										Arginine_ratio

				Stearic_acid_.C18.0._ratio										Unknown.68100059._ratio								8		Metanephrine_ng_per_ml		0.088						14		Unknown.68100002._ratio		0.602

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								9		Histamine_ng_per_ml		0.093								Lysophosphatidylcholine_.16.0._ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml								15		Threonic_acid_ratio		0.599

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.containing_C18.2_C18.2._ratio								10		Unknown.68100044._ratio		0.1								Glyceric_acid_ratio

				Dodecanol_ratio								11		Ceramide_.d18.1.C24.0._ratio		0.4								TAG_.containing_C18.2.C18.3._ratio								16		Unknown.58100151._ratio		0.598

		10		Unknown.68100044._ratio		0.136								Palmitic_acid_.C16.0._ratio										Unknown.68100059._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.596

				TAG_.containing_C18.2.C18.3._ratio										Oleic_acid_.C18.cis.9.1._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Unknown.58100162._ratio

				Unknown.68100059._ratio										Stearic_acid_.C18.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								18		Unknown.38100430._ratio		0.592

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Glycerol__lipid_fraction_ratio										TAG_.containing_C18.2_C18.2._ratio								19		Phenylalanine_ratio		0.591

				Linoleic_acid_.C18.cis.9_12.2._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								11		Elaidic_acid_ratio		0.109								Lysine_ratio

				TAG_.containing_C18.2_C18.2._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Ratio Glu_versus_Gln										Methionine_ratio

		11		Metanephrine_ng_per_ml		0.126								Dodecanol_ratio								12		Unknown.28100470._ratio		0.11								Tyrosine_ratio

		12		Histamine_ng_per_ml		0.125						12		Metanephrine_ng_per_ml		0.4								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Alanine_ratio

				Serotonine_ng_per_ml								13		Ribonic_acid_ratio		0.404								Heptadecanoic_acid_.C17.0._ratio								20		Glycochenodeoxycholic_acid_ratio		0.588

		13		Unknown.68100045._ratio		0.112								myo.Inositol_ratio								13		Unknown.68100045._ratio		0.114						21		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.586

				Unknown.58100165._ratio								14		Unknown.68100045._ratio		0.406								Unknown.58100165._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Phosphatidylcholine_.C16.0.C18.2._ratio										Unknown.58100165._ratio										Phosphatidylcholine_.C16.0.C18.2._ratio								22		Unknown.28100470._ratio		0.586

		14		Elaidic_acid_ratio		0.099								Phosphatidylcholine_.C16.0.C18.2._ratio								14		Unknown.28100099._ratio		0.159								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio

				Ratio Glu_versus_Gln								15		Leucine_ratio		0.41								Urea_ratio										Heptadecanoic_acid_.C17.0._ratio

		15		TAG__1_ratio		0.086								Valine_ratio								15		TAG__1_ratio		0.191						23		Unknown.68100050._ratio		0.581

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Isoleucine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								24		Phosphatidylcholine__10_ratio		0.568

				Palmitoleic_acid_ratio								16		TAG__1_ratio		0.412								Palmitoleic_acid_ratio								25		Glycine_ratio		0.567

				Myristic_acid_.C14.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Myristic_acid_.C14.0._ratio								26		Unknown.58100149._ratio		0.558

				Pentadecanol_ratio										Palmitoleic_acid_ratio										Pentadecanol_ratio								27		X11.Desoxycortisol_ng_per_ml		0.557

		16		Sphingomyelin_.d18.1.C16.0._ratio		0.086								Myristic_acid_.C14.0._ratio								16		Indole.3.propionic_acid_ratio		0.2						28		X2.Hydroxybutyric_acid_ratio		0.542

				Unknown.58100162._ratio										Pentadecanol_ratio										Arginine_ratio										X3.Hydroxybutyric_acid_ratio

		17		Ribonic_acid_ratio		0.085						17		Indole.3.propionic_acid_ratio		0.422						17		Cholic_acid_ratio		0.206						29		Unknown.58100169._ratio		0.541

				myo.Inositol_ratio										Arginine_ratio										Indole.3.acetic_acid_ratio								30		Salicylic_acid_ratio		0.541

		18		alpha.Tocopherol_ratio		0.075						18		Elaidic_acid_ratio		0.423						18		Ribonic_acid_ratio		0.217								Unknown.68100003._ratio

				Coenzyme_Q10_ratio										Ratio Glu_versus_Gln										myo.Inositol_ratio

				Unknown.28101329._ratio								19		O.Phospho.L.tyrosine_ratio		0.424						19		Unknown.38100389._ratio		0.223

				Unknown.28100477._ratio										Unknown.58100024._ratio										Unknown.38100468._ratio

				Glyoxylate_ratio								20		Unknown.38100389._ratio		0.425								Dopamine_ng_per_ml

		19		Unknown.38100389._ratio		0.072								Unknown.38100468._ratio								20		alpha.Tocopherol_ratio		0.226

				Unknown.38100468._ratio										Dopamine_ng_per_ml										Coenzyme_Q10_ratio

				Dopamine_ng_per_ml																				Unknown.28101329._ratio

		20		Glycochenodeoxycholic_acid_ratio		0.062																		Unknown.28100477._ratio

		21		Creatinine_.minor._Creatine__Phosphocreatine._ratio		0.061																		Glyoxylate_ratio

				Creatine_ratio

		22		Indole.3.propionic_acid_ratio		0.057

				Arginine_ratio

		23		Glucosamine_ratio		0.056

				Unknown.38100473._ratio

		24		myo.Inositol__lipid_fraction_ratio		0.052

				myo.Inositol.2.monophosphate__lipid_fraction_.myo.Inositolphosph

				Phosphate__lipid_.Phospholipids._ratio

				Glycerolphosphate__lipid_fraction_ratio

				Galactose__lipid_fraction_ratio

		25		Cholic_acid_ratio		0.051

				Indole.3.acetic_acid_ratio

		26		Unknown.58100166._ratio		0.049

		27		Unknown.58100134._ratio		0.049

				Glucose__lipid_Fraction_ratio

		28		Unknown.58100778._ratio		0.047

				Kynurenic_acid_ratio

		29		Lactate_ratio		0.047

				Phosphoenolpyruvate__Pyruvate_ratio

		30		Ornithine_.minor._Arginine__Citrulline._ratio		0.045

				Citrulline_ratio

















Figure 7 Table 11

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.283		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.019		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.903		0.0146005282				0.0021955776		0.0146005282		0.0146005282		0.0146005282

				Uric_acid_ratio										Lysine_ratio										Lysine_ratio										Lysine_ratio								0.0031972326		0.0021955776		0.0021955776		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0146005282		0.0003764423		0.0031972326		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.761		0.0021955776				0.0014331379		0.0031972326		0.0014331379		0.1180378928

		2		Fumarate_ratio		0.197		0.0031972326						Uric_acid_ratio										Uric_acid_ratio										Uric_acid_ratio								0.0230222652		0.033460618		0.0082111567		0.0031972326

				Normetanephrine_ng_per_ml										Cystine_ratio										Cystine_ratio										Cystine_ratio								0.0082111567		0.0082111567		0.010730499		0.0745576026

		3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.189		0.0146005282						Pseudouridine_ratio										Pseudouridine_ratio										Pseudouridine_ratio								0.010730499		0.0014331379		0.0245362154		0.1855041119

				Lysine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423				3		Fumarate_ratio		0.041		0.0031972326				3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0230222652		0.0003764423		0.0245362154

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Serotonine_ng_per_ml										Normetanephrine_ng_per_ml										Corticosterone_ng_per_ml								0.0003764423		0.0245362154		0.0495474697		0.1675292713

		4		Unknown.68100045._ratio		0.182		0.0014331379				4		Fumarate_ratio		0.391		0.0031972326				4		Unknown.68100045._ratio		0.044		0.0014331379						X11.Desoxycortisol_ng_per_ml								0.0249166657		0.0669452878		0.0745576026		0.0230222652

		5		Unknown.28100099._ratio		0.166		0.0230222652						Normetanephrine_ng_per_ml								5		Unknown.68100026._ratio		0.071		0.0082111567						Androstendion_ng_per_ml								0.0495474697		0.0745576026		0.0249166657		0.0495474697

				Urea_ratio								5		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio								4		Unknown.38100389._ratio		0.746		0.1180378928				0.033460618		0.0249166657		0.0230222652		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.38100468._ratio								0.0669452878		0.010730499		0.1555182504		0.1555182504

				Unknown.68100044._ratio								6		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.containing_C18.2.C18.3._ratio								5		Fumarate_ratio		0.737		0.0031972326				0.0745576026		0.2908299288		0.1855041119		0.0717421962

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.68100044._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Normetanephrine_ng_per_ml								0.0717421962		0.1555182504		0.1180378928		0.1100250857

				TAG_.containing_C18.2.C18.3._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Unknown.58100024._ratio		0.736		0.0745576026				0.1180378928		0.0717421962		0.0669452878		0.0003764423

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio								7		Cholic_acid_ratio		0.726		0.1855041119				0.1100250857		0.0495474697		0.1319892433		0.7307050825

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Indole.3.acetic_acid_ratio								0.1269906579		0.3878380142		0.033460618		0.2219083121

				Unknown.68100059._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.657		0.0245362154				0.1555182504		0.411033711		0.1100250857		0.033460618

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.653		0.1675292713				0.1319892433		0.2471612109		0.0717421962		0.2410570538

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.1.C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Unknown.68100052._ratio								0.1675292713		0.8093296786		0.1269906579		0.1319892433

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.2908299288		0.4205685054		0.1675292713		0.218754321

				TAG_.containing_C18.2_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								6		Leucine_ratio		0.074		0.010730499						Phosphatidylcholine__8_ratio								0.1855041119		0.2268896727		0.0708461039		0.3878380142

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Tryptophan_ratio								10		Unknown.28100099._ratio		0.636		0.0230222652				0.0708461039		0.1180378928		0.2097300097		0.1179757632

		7		Leucine_ratio		0.144		0.010730499						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Phenylalanine_ratio										Urea_ratio								0.4205685054		0.1675292713		0.1686503359		0.4270310633

				Tryptophan_ratio								7		Unknown.68100045._ratio		0.398		0.0014331379						Methionine_ratio								11		Elaidic_acid_ratio		0.629		0.0495474697				0.1704020059		0.1100250857		0.2908299288		0.4768016558

				Phenylalanine_ratio								8		Unknown.28100099._ratio		0.4		0.0230222652						Tyrosine_ratio										Ratio Glu_versus_Gln								0.1686503359		0.1179757632		0.2104518446		0.2471612109

				Methionine_ratio										Urea_ratio										Indole.3.lactic_acid_ratio								12		Unknown.38100430._ratio		0.62		0.6847398488				0.1179757632		0.1704020059		0.1179757632		0.010730499

				Tyrosine_ratio								9		Metanephrine_ng_per_ml		0.4		0.0245362154						Valine_ratio								13		Indole.3.propionic_acid_ratio		0.62		0.1555182504				0.2219083121		0.1845758705		0.4205685054		0.8050206855

				Indole.3.lactic_acid_ratio								10		Ribonic_acid_ratio		0.404		0.0669452878						Isoleucine_ratio										Arginine_ratio								0.9311701813		0.1319892433		0.2410570538		0.2144700932

				Valine_ratio										myo.Inositol_ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154				14		Phosphatidylcholine__6_ratio		0.611		0.0717421962

				Isoleucine_ratio								11		Unknown.58100024._ratio		0.411		0.0745576026				8		Histamine_ng_per_ml		0.093		0.0003764423						Unknown.68100047._ratio

		8		Metanephrine_ng_per_ml		0.126		0.0245362154				12		Unknown.28100470._ratio		0.416		0.0249166657						Serotonine_ng_per_ml										Phosphatidylcholine__9_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						Unknown.28100482._ratio								9		Elaidic_acid_ratio		0.109		0.0495474697						Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..

				Serotonine_ng_per_ml										TAG__1_ratio										Ratio Glu_versus_Gln								15		Glycochenodeoxycholic_acid_ratio		0.611		0.1100250857

		10		Unknown.28100470._ratio		0.121		0.0249166657						Ceramide_.d18.1.C24.0._ratio								10		Unknown.58100024._ratio		0.115		0.0745576026				16		Histamine_ng_per_ml		0.605		0.0003764423

				Unknown.28100482._ratio										Coenzyme_Q10_ratio								11		Unknown.28100470._ratio		0.119		0.0249166657						Serotonine_ng_per_ml

				TAG__1_ratio										Palmitic_acid_.C16.0._ratio										Unknown.28100482._ratio								17		Unknown.58100151._ratio		0.604		0.7307050825

				Ceramide_.d18.1.C24.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										TAG__1_ratio								18		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.6		0.2219083121

				Coenzyme_Q10_ratio										Unknown.68100053._ratio										Ceramide_.d18.1.C24.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Palmitic_acid_.C16.0._ratio										Palmitoleic_acid_ratio										Coenzyme_Q10_ratio								19		Sphingomyelin_.d18.1.C16.0._ratio		0.593		0.033460618

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Oleic_acid_.C18.cis.9.1._ratio										Palmitic_acid_.C16.0._ratio										Unknown.58100162._ratio

				Unknown.68100053._ratio										Stearic_acid_.C18.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								20		Unknown.68100002._ratio		0.59		0.2410570538

				Palmitoleic_acid_ratio										Glycerol__lipid_fraction_ratio										Unknown.68100053._ratio										Lysophosphatidylcholine_.16.0._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Palmitoleic_acid_ratio								21		Glucosamine_ratio		0.564		0.1319892433

				Stearic_acid_.C18.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.38100473._ratio

				Glycerol__lipid_fraction_ratio										Unknown.28101329._ratio										Stearic_acid_.C18.0._ratio								22		Unknown.38101835._ratio		0.56		0.218754321

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.28100477._ratio										Glycerol__lipid_fraction_ratio								23		Phosphatidylcholine__10_ratio		0.559		0.3878380142

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Unknown.28101328._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								24		Glycine_ratio		0.559		0.1179757632

				Unknown.28101329._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								25		Unknown.58100149._ratio		0.554		0.4270310633

				Unknown.28100477._ratio										Myristic_acid_.C14.0._ratio										Unknown.28101329._ratio								26		Threonic_acid_ratio		0.551		0.4768016558

				Unknown.28101328._ratio										Pentadecanol_ratio										Unknown.28100477._ratio										Glyceric_acid_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										Heptadecanoic_acid_.C17.0._ratio										Unknown.28101328._ratio								27		Unknown.68100050._ratio		0.55		0.2471612109

				Myristic_acid_.C14.0._ratio										Glyoxylate_ratio										Eicosenoic_acid_.C20.cis.11.1._ratio												0.545		0.010730499

				Pentadecanol_ratio										Dodecanol_ratio										Myristic_acid_.C14.0._ratio

				Heptadecanoic_acid_.C17.0._ratio																				Pentadecanol_ratio

				Glyoxylate_ratio																				Heptadecanoic_acid_.C17.0._ratio

				Dodecanol_ratio																				Glyoxylate_ratio

																								Dodecanol_ratio

















														Methionine_ratio																				Indole.3.lactic_acid_ratio

														Tyrosine_ratio								12		Unknown.28100099._ratio		0.159								Valine_ratio

														Indole.3.lactic_acid_ratio										Urea_ratio										Isoleucine_ratio

														Valine_ratio								13		Indole.3.propionic_acid_ratio		0.2

														Isoleucine_ratio										Arginine_ratio

																						14		Cholic_acid_ratio		0.206

																								Indole.3.acetic_acid_ratio

																						15		Unknown.38100389._ratio		0.214

																								Unknown.38100468._ratio
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Figure 8 Table 12

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.362		0.023916274				1		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.884		0.023916274				0.0021955776		0.023916274		0.0021955776		0.023916274

				Uric_acid_ratio										Elaidic_acid_ratio										Uric_acid_ratio										Elaidic_acid_ratio								0.002525471		0.0021955776		0.002525471		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0115629164		0.0003764423		0.023916274		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.799		0.0021955776				0.0014331379		0.0038764658		0.0014331379		0.1118672553

		2		Leucine_ratio		0.216		0.002525471						Uric_acid_ratio								2		Leucine_ratio		0.026		0.002525471						Uric_acid_ratio								0.0038764658		0.002525471		0.0038764658		0.0038764658

				Phenylalanine_ratio										Cystine_ratio										Phenylalanine_ratio										Cystine_ratio								0.0082111567		0.033460618		0.0082111567		0.1804226713

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.023916274		0.0115629164		0.0245362154		0.2779163278

				Methionine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423						Methionine_ratio								3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0082111567		0.0003764423		0.0115629164

				Tyrosine_ratio										Serotonine_ng_per_ml										Tyrosine_ratio										Corticosterone_ng_per_ml								0.0003764423		0.0014331379		0.0283212022		0.0245362154

				Valine_ratio								4		Normetanephrine_ng_per_ml		0.386		0.0038764658						Valine_ratio										X11.Desoxycortisol_ng_per_ml								0.0283212022		0.0245362154		0.0350034995		0.1675292713

				Isoleucine_ratio								5		Leucine_ratio		0.39		0.002525471						Isoleucine_ratio										Androstendion_ng_per_ml								0.0385000841		0.0385000841		0.0115629164		0.1672902637

		3		Unknown.28100099._ratio		0.19		0.0115629164						Phenylalanine_ratio								3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.038		0.023916274				4		Unknown.38100389._ratio		0.746		0.1118672553				0.0350034995		0.1672902637		0.0385000841		0.002525471

				Urea_ratio										Lysine_ratio										Elaidic_acid_ratio										Unknown.38100468._ratio								0.033460618		0.0283212022		0.1804226713		0.0003764423

		4		Unknown.68100045._ratio		0.182		0.0014331379						Methionine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								5		Normetanephrine_ng_per_ml		0.717		0.0038764658				0.1118672553		0.1557423866		0.1118672553		0.0350034995

		5		Normetanephrine_ng_per_ml		0.172		0.0038764658						Tyrosine_ratio								4		Unknown.68100045._ratio		0.044		0.0014331379				6		Cholic_acid_ratio		0.7		0.1804226713				0.1426013012		0.2908299288		0.1672902637		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Valine_ratio								5		Normetanephrine_ng_per_ml		0.066		0.0038764658						Indole.3.acetic_acid_ratio								0.1100250857		0.3878380142		0.1268379088		0.7307050825

				Unknown.68100044._ratio										Isoleucine_ratio								6		Unknown.68100026._ratio		0.071		0.0082111567				7		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.697		0.2779163278				0.1269906579		0.0350034995		0.033460618		0.033460618

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								6		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio										Unknown.58100010._ratio								0.1557423866		0.2471612109		0.1100250857		0.5130952114

				TAG_.containing_C18.2.C18.3._ratio										Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.28100099._ratio		0.691		0.0115629164				0.1268379088		0.1426013012		0.1269906579		0.1426013012

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Unknown.28100099._ratio		0.394		0.0115629164						TAG_.containing_C18.2.C18.3._ratio										Urea_ratio								0.1672902637		0.6805797252		0.1557423866		0.2410570538

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Urea_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								9		Metanephrine_ng_per_ml		0.669		0.0245362154				0.1675292713		0.8093296786		0.1675292713		0.1100250857

				Unknown.68100059._ratio								8		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								10		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.645		0.1675292713				0.2908299288		0.2268896727		0.1179533677		0.2219083121

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100044._ratio										Unknown.68100059._ratio										Unknown.68100052._ratio								0.1804226713		0.1268379088		0.1426013012		0.4768016558

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1179533677		0.4897710524		0.0708461039		0.1179533677

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.containing_C18.2.C18.3._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Phosphatidylcholine__8_ratio								0.6805797252		0.1118672553		0.2097300097		0.0385000841

				TAG_.containing_C18.2_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								11		Indole.3.propionic_acid_ratio		0.641		0.1672902637				0.0708461039		0.1675292713		0.1797958879		0.2471612109

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.containing_C18.2_C18.2._ratio										Arginine_ratio								0.1686503359		0.1100250857		0.1686503359		0.1179757632

		7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.149		0.023916274						Unknown.68100059._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								12		Leucine_ratio		0.622		0.002525471				0.4897710524		0.1179757632		0.2908299288		0.0014331379

				Elaidic_acid_ratio										TAG_.containing_C18.1.C18.2._ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154						Phenylalanine_ratio								0.1797958879		0.5130952114		0.1706379605		0.4270310633

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Histamine_ng_per_ml		0.093		0.0003764423						Lysine_ratio								0.1706379605		0.1845758705		0.1179757632		0.2933063636

		8		Metanephrine_ng_per_ml		0.126		0.0245362154						Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml				0.0283212022						Methionine_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						TAG_.containing_C18.2_C18.2._ratio								9		Unknown.28100470._ratio		0.128		0.0350034995						Tyrosine_ratio

				Serotonine_ng_per_ml										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.28100482._ratio										Valine_ratio

		10		Unknown.28100470._ratio		0.116		0.0283212022				9		Unknown.68100045._ratio		0.398		0.0014331379						TAG__1_ratio										Isoleucine_ratio

				Unknown.28100482._ratio								10		Metanephrine_ng_per_ml		0.4		0.0245362154						Ceramide_.d18.1.C24.0._ratio								13		Histamine_ng_per_ml		0.615		0.0003764423

				TAG__1_ratio								11		Thyroxine_ratio		0.408		0.0385000841						Coenzyme_Q10_ratio										Serotonine_ng_per_ml

				Ceramide_.d18.1.C24.0._ratio								12		Indole.3.propionic_acid_ratio		0.417		0.1672902637						Palmitic_acid_.C16.0._ratio								14		Fumarate_ratio		0.614		0.0350034995

				Coenzyme_Q10_ratio										Arginine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Glyoxylate_ratio

				Palmitic_acid_.C16.0._ratio								13		Unknown.28100470._ratio		0.419		0.0283212022						Unknown.68100053._ratio								15		Unknown.38100430._ratio		0.612		0.6847398488

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Unknown.28100482._ratio										Palmitoleic_acid_ratio								16		Unknown.58100151._ratio		0.611		0.7307050825

				Unknown.68100053._ratio										TAG__1_ratio										Oleic_acid_.C18.cis.9.1._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.61		0.033460618

				Palmitoleic_acid_ratio										Ceramide_.d18.1.C24.0._ratio										Stearic_acid_.C18.0._ratio										Unknown.58100162._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Coenzyme_Q10_ratio										Glycerol__lipid_fraction_ratio								18		Unknown.58100024._ratio		0.609		0.5130952114

				Stearic_acid_.C18.0._ratio										Palmitic_acid_.C16.0._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								19		Mannose_ratio		0.608		0.1426013012

				Glycerol__lipid_fraction_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Glucose_ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.68100053._ratio										Unknown.28101329._ratio										Glucose.1.phosphate_.minor._Glucose._ratio

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Palmitoleic_acid_ratio										Unknown.28100477._ratio										Ratio Glu_versus_Gln

				Unknown.28101329._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.28101328._ratio								20		Unknown.68100002._ratio		0.598		0.2410570538

				Unknown.28100477._ratio										Stearic_acid_.C18.0._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Lysophosphatidylcholine_.16.0._ratio

				Unknown.28101328._ratio										Glycerol__lipid_fraction_ratio										Myristic_acid_.C14.0._ratio								21		Glycochenodeoxycholic_acid_ratio		0.597		0.1100250857

				Eicosenoic_acid_.C20.cis.11.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Pentadecanol_ratio								22		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.597		0.2219083121

				Myristic_acid_.C14.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Heptadecanoic_acid_.C17.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Pentadecanol_ratio										Unknown.28101329._ratio										Dodecanol_ratio								23		Threonic_acid_ratio		0.594		0.4768016558

				Heptadecanoic_acid_.C17.0._ratio										Unknown.28100477._ratio								10		Fumarate_ratio		0.137		0.0115629164						Glyceric_acid_ratio

				Dodecanol_ratio										Unknown.28101328._ratio										Glyoxylate_ratio								24		Unknown.38101835._ratio		0.582		0.1179533677

														Eicosenoic_acid_.C20.cis.11.1._ratio								11		Unknown.28100099._ratio		0.144		0.0385000841				25		Thyroxine_ratio		0.58		0.0385000841

														Myristic_acid_.C14.0._ratio										Urea_ratio								26		Unknown.68100050._ratio		0.565		0.2471612109

														Pentadecanol_ratio								12		Thyroxine_ratio		0.149		0.1804226713				27		Glycine_ratio		0.556		0.1179757632

														Heptadecanoic_acid_.C17.0._ratio								13		Cholic_acid_ratio		0.201		0.1118672553				28		Unknown.68100045._ratio		0.555		0.0014331379

														Dodecanol_ratio										Indole.3.acetic_acid_ratio								29		Unknown.58100149._ratio		0.553		0.4270310633

																																30		Unknown.38100493._ratio		0.544		0.2933063636





















																						14		Unknown.38100389._ratio		0.209

																								Unknown.38100468._ratio

																						15		Indole.3.propionic_acid_ratio		0.214

		halfMin		Hierarchical Clustering																				Arginine_ratio

																						16		Glucosamine_ratio		0.228

																								Unknown.38100473._ratio






image30.emf
Rank Feature Name Score p-val Rank Feature Name Score p-val Rank Feature Name Score p-val Rank Feature Name Score p-val

1 Cysteine_.minor._Cystine._ratio 0.231 0.0022 1

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._

Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyc

eride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.362 0.0239 1 Cysteine_.minor._Cystine._ratio 0.02 0.0022 1

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Tr

iacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride

_hydroperoxide_.C18.1,C18.1,C18.3.OOH..

0.884 0.0239

Uric_acid_ratio Elaidic_acid_ratio Uric_acid_ratio Elaidic_acid_ratio

Cystine_ratio Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. Cystine_ratio Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.

Pseudouridine_ratio 2 Cysteine_.minor._Cystine._ratio 0.379 0.0022 Pseudouridine_ratio 2 Cysteine_.minor._Cystine._ratio 0.799 0.0022

2 Leucine_ratio 0.216 0.0025 Uric_acid_ratio 2 Leucine_ratio 0.026 0.0025 Uric_acid_ratio

Phenylalanine_ratio Cystine_ratio Phenylalanine_ratio Cystine_ratio

Lysine_ratio Pseudouridine_ratio Lysine_ratio Pseudouridine_ratio

Methionine_ratio 3 Histamine_ng_per_ml 0.385 0.0004 Methionine_ratio 3 Cortisol_ratio 0.747 0.2097

Tyrosine_ratio Serotonine_ng_per_ml Tyrosine_ratio Corticosterone_ng_per_ml

Valine_ratio 4 Normetanephrine_ng_per_ml 0.386 0.0039 Valine_ratio X11.Desoxycortisol_ng_per_ml

Isoleucine_ratio 5 Leucine_ratio 0.39 0.0025 Isoleucine_ratio Androstendion_ng_per_ml

3 Unknown.28100099._ratio 0.19 0.0116 Phenylalanine_ratio 3

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.O

OH._.additional._Triacylgyceride_hydroperoxide_.C1

6.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxi

de_.C18.1,C18.1,C18.3.OOH..

0.038 0.0239 4 Unknown.38100389._ratio 0.746 0.1119

Urea_ratio Lysine_ratio Elaidic_acid_ratio Unknown.38100468._ratio

4 Unknown.68100045._ratio 0.182 0.0014 Methionine_ratio

Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.

OOH.

5 Normetanephrine_ng_per_ml 0.717 0.0039

5 Normetanephrine_ng_per_ml 0.172 0.0039 Tyrosine_ratio 4 Unknown.68100045._ratio 0.044 0.0014 6 Cholic_acid_ratio 0.7 0.1804

6 Unknown.68100026._ratio 0.161 0.0082 Valine_ratio 5 Normetanephrine_ng_per_ml 0.066 0.0039 Indole.3.acetic_acid_ratio

Unknown.68100044._ratio Isoleucine_ratio 6 Unknown.68100026._ratio 0.071 0.0082 7

Lysophosphatidylcholine_.C20.4._ .additional. 

Lysophosphatidylcholine_.C18.1..

0.697 0.2779

TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 6 Sphingomyelin_.d18.1.C16.0._ratio 0.393 0.0335 Unknown.68100044._ratio Unknown.58100010._ratio

TAG_.containing_C18.2.C18.3._ratio Unknown.58100162._ratio TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio 8 Unknown.28100099._ratio 0.691 0.0116

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio 7 Unknown.28100099._ratio 0.394 0.0116 TAG_.containing_C18.2.C18.3._ratio Urea_ratio

TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_

C18.3_or_C16.0_C

Urea_ratio TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio 9 Metanephrine_ng_per_ml 0.669 0.0245

Unknown.68100059._ratio 8 Unknown.68100026._ratio 0.396 0.0082

TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C1

8.2_C18.3_or_C16.0_C

10 Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio 0.645 0.1675

TAG_.containing_C18.1.C18.2._ratio Unknown.68100044._ratio Unknown.68100059._ratio Unknown.68100052._ratio

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio TAG_.containing_C18.1.C18.2._ratio Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio

Linoleic_acid_.C18.cis.9_12.2._ratio TAG_.containing_C18.2.C18.3._ratio

TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio

1

Phosphatidylcholine__8_ratio

TAG_.containing_C18.2_C18.2._ratio TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio Linoleic_acid_.C18.cis.9_12.2._ratio 11 Indole.3.propionic_acid_ratio 0.641 0.1673

TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio

TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C

16.0_C

TAG_.containing_C18.2_C18.2._ratio Arginine_ratio

7

Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.

additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,

C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.

1,C18.3.OOH..

0.149 0.0239 Unknown.68100059._ratio TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio 12 Leucine_ratio 0.622 0.0025

Elaidic_acid_ratio TAG_.containing_C18.1.C18.2._ratio 7 Metanephrine_ng_per_ml 0.088 0.0245 Phenylalanine_ratio

Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH. TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1 8 Histamine_ng_per_ml 0.093 0.0004 Lysine_ratio

8 Metanephrine_ng_per_ml 0.126 0.0245 Linoleic_acid_.C18.cis.9_12.2._ratio Serotonine_ng_per_ml 0.0283 Methionine_ratio

9 Histamine_ng_per_ml 0.125 0.0004 TAG_.containing_C18.2_C18.2._ratio 9 Unknown.28100470._ratio 0.128 0.035 Tyrosine_ratio

Serotonine_ng_per_ml TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio Unknown.28100482._ratio Valine_ratio

10 Unknown.28100470._ratio 0.116 0.0283 9 Unknown.68100045._ratio 0.398 0.0014 TAG__1_ratio Isoleucine_ratio

Unknown.28100482._ratio 10 Metanephrine_ng_per_ml 0.4 0.0245 Ceramide_.d18.1.C24.0._ratio 13 Histamine_ng_per_ml 0.615 0.0004

TAG__1_ratio 11 Thyroxine_ratio 0.408 0.0385 Coenzyme_Q10_ratio Serotonine_ng_per_ml

Ceramide_.d18.1.C24.0._ratio 12 Indole.3.propionic_acid_ratio 0.417 0.1673 Palmitic_acid_.C16.0._ratio 14 Fumarate_ratio 0.614 0.035

Coenzyme_Q10_ratio Arginine_ratio TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio Glyoxylate_ratio

Palmitic_acid_.C16.0._ratio 13 Unknown.28100470._ratio 0.419 0.0283 Unknown.68100053._ratio 15 Unknown.38100430._ratio 0.612 0.6847

TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio Unknown.28100482._ratio Palmitoleic_acid_ratio 16 Unknown.58100151._ratio 0.611 0.7307

Unknown.68100053._ratio TAG__1_ratio Oleic_acid_.C18.cis.9.1._ratio 17 Sphingomyelin_.d18.1.C16.0._ratio 0.61 0.0335

Palmitoleic_acid_ratio Ceramide_.d18.1.C24.0._ratio Stearic_acid_.C18.0._ratio Unknown.58100162._ratio

Oleic_acid_.C18.cis.9.1._ratio Coenzyme_Q10_ratio Glycerol__lipid_fraction_ratio 18 Unknown.58100024._ratio 0.609 0.5131

Stearic_acid_.C18.0._ratio Palmitic_acid_.C16.0._ratio Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio 19 Mannose_ratio 0.608 0.1426

Glycerol__lipid_fraction_ratio TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio

Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._rati

o

Glucose_ratio

Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio Unknown.68100053._ratio Unknown.28101329._ratio Glucose.1.phosphate_.minor._Glucose._ratio

Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio Palmitoleic_acid_ratio Unknown.28100477._ratio Ratio Glu_versus_Gln

Unknown.28101329._ratio Oleic_acid_.C18.cis.9.1._ratio Unknown.28101328._ratio 20 Unknown.68100002._ratio 0.598 0.2411

Unknown.28100477._ratio Stearic_acid_.C18.0._ratio Eicosenoic_acid_.C20.cis.11.1._ratio Lysophosphatidylcholine_.16.0._ratio

Unknown.28101328._ratio Glycerol__lipid_fraction_ratio Myristic_acid_.C14.0._ratio 21 Glycochenodeoxycholic_acid_ratio 0.597 0.11

Eicosenoic_acid_.C20.cis.11.1._ratio Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio Pentadecanol_ratio 22 Phosphate_.inorganic_and_from_organic_phosphates._ratio 0.597 0.2219

Myristic_acid_.C14.0._ratio Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio Heptadecanoic_acid_.C17.0._ratio myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

Pentadecanol_ratio Unknown.28101329._ratio Dodecanol_ratio 23 Threonic_acid_ratio 0.594 0.4768

Heptadecanoic_acid_.C17.0._ratio Unknown.28100477._ratio 10 Fumarate_ratio 0.137 0.0116 Glyceric_acid_ratio

Dodecanol_ratio Unknown.28101328._ratio Glyoxylate_ratio 24 Unknown.38101835._ratio 0.582 0.118

Eicosenoic_acid_.C20.cis.11.1._ratio 11 Unknown.28100099._ratio 0.144 0.0385 25 Thyroxine_ratio 0.58 0.0385

Myristic_acid_.C14.0._ratio Urea_ratio 26 Unknown.68100050._ratio 0.565 0.2472

Pentadecanol_ratio 12 Thyroxine_ratio 0.149 0.1804 27 Glycine_ratio 0.556 0.118

Heptadecanoic_acid_.C17.0._ratio 13 Cholic_acid_ratio 0.201 0.1119 28 Unknown.68100045._ratio 0.555 0.0014

Dodecanol_ratio Indole.3.acetic_acid_ratio 29 Unknown.58100149._ratio 0.553 0.427

Fisher Gini T-test Stability
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Tabel 2

		Correction based on HCs										Correction based on all samples

		Raw Features

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top36		Top24		Top36		Top33		Top6		Top12		Top12		Top24

		Accuracy		80.42%		80.36%		80.42%		80.34%		77.21%		73.67%		76.10%		74.56%

		Sensitivity		73.33%		76.67%		73.33%		76.67%		81.67%		71.67%		76.67%		71.67%

		Specificity		82.22%		81.22%		82.22%		81.11%		76.33%		74.11%		76.11%		75.11%

		Cluster-Representatives (K-means)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top12		Top36		Top12		Top27		Top30		Top21		Top33		Top21

		Accuracy		77.92%		80.50%		77.92%		79.51%		75.42%		74.36%		74.65%		71.98%

		Sensitivity		83.33%		88.33%		83.33%		86.67%		81.67%		81.67%		81.67%		76.67%

		Specificity		77.22%		79.22%		77.22%		78.11%		74.22%		72.89%		73.22%		70.89%

		Cluster-Representatives (Hierachical Clustering)

		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		# of features		Top9		Top12		Top9		Top12		Top27		Top12		Top6		Top45

		Accuracy		78.06%		75.48%		78.06%		77.01%		70.31%		72.97%		71.22%		70.38%

		Sensitivity		73.33%		78.33%		73.33%		83.33%		73.33%		86.67%		73.33%		71.67%

		Specificity		79.33%		75.22%		79.33%		76.00%		69.89%		70.11%		70.89%		69.89%





Table 3

		Corrected by HCs				RF

		Raw

				Raw Features

				Imputation		halfMin								kNN3								EM								SVD

		RF		FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top36		Top24		Top36		Top33		Top15		Top21		Top21		Top18		Top18		Top15		Top18		Top24		Top15		Top12		Top15		Top39

				Accuracy		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%		77.84%		76.87%		77.84%		78.74%		77.84%		76.11%		77.84%		81.18%

				Sensitivity		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		71.67%		73.33%		68.33%		73.33%		66.67%		73.33%		76.67%

				Specificity		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%		79.11%		78.00%		79.11%		81.11%		79.11%		78.11%		79.11%		82.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top12		Top36		Top12		Top27		Top36		Top15		Top18		Top30		Top12		Top36		Top18		Top9		Top39		Top39		Top18		Top27

				Accuracy		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%		77.07%		77.16%		75.34%		74.15%		78.74%		78.74%		80.48%		79.73%

				Sensitivity		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%		78.33%		78.33%		78.33%		75.00%		78.33%		78.33%		73.33%		78.33%

				Specificity		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%		77.11%		77.22%		75.11%		74.33%		79.11%		79.11%		82.33%		80.33%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								kNN3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top9		Top12		Top9		Top12		Top15		Top21		Top15		Top36		Top9		Top18		Top9		Top6		Top39		Top45		Top39		Top27

				Accuracy		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%		73.79%		73.79%		73.73%		69.62%		75.47%		74.64%		76.38%		70.38%

				Sensitivity		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%		73.33%		80.00%		73.33%		70.00%		70.00%		70.00%		70.00%		70.00%

				Specificity		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%		74.00%		72.89%		74.00%		69.89%		77.11%		76.11%		78.22%		70.89%







Sheet1

		RF





		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		36		24		36		33		15		21		21		18

		80.42%		80.36%		80.42%		80.34%		78.68%		80.43%		77.84%		83.84%

		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%		73.33%		76.67%

		82.22%		81.22%		82.22%		81.11%		80.22%		81.33%		79.11%		85.44%



		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		12		36		12		27		36		15		18		30

		77.92%		80.50%		77.92%		79.51%		78.69%		79.74%		78.69%		79.52%

		83.33%		88.33%		83.33%		86.67%		76.67%		81.67%		81.67%		81.67%

		77.22%		79.22%		77.22%		78.11%		79.33%		79.44%		78.22%		79.22%



		halfMin								kNN3

		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

		9		12		9		12		15		21		15		36

		78.06%		75.48%		78.06%		77.01%		79.59%		79.66%		80.50%		77.24%

		73.33%		78.33%		73.33%		83.33%		78.33%		83.33%		78.33%		78.33%

		79.33%		75.22%		79.33%		76.00%		80.11%		79.22%		81.22%		77.33%







Table 4

		Corrected by HCs				SVM

		Raw

		SVM		Raw Features

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top6		Top6		Top6		Top12		Top18		Top15		Top18		Top9		Top9		Top12		Top15		Top30		Top15		Top12		Top18		Top9

				Accuracy		72.13%		79.52%		72.13%		74.64%		71.08%		77.77%		72.74%		75.68%		71.22%		78.68%		74.56%		73.73%		71.99%		78.74%		71.85%		75.54%

				Sensitivity		65.00%		71.67%		65.00%		70.00%		65.00%		71.67%		65.00%		70.00%		60.00%		73.33%		60.00%		65.00%		65.00%		73.33%		68.33%		75.00%

				Specificity		74.11%		81.33%		74.11%		76.11%		72.78%		79.00%		74.78%		77.22%		74.00%		80.11%		78.11%		76.00%		73.89%		80.11%		72.78%		76.11%

				Cluster-Representatives (K-means)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top9		Top15		Top18		Top9		Top9		Top9		Top9		Top9		Top15		Top9		Top6		Top12		Top15		Top12		Top15

				Accuracy		77.83%		80.20%		78.68%		79.73%		78.06%		80.57%		79.66%		76.46%		72.96%		71.14%		73.79%		74.00%		79.65%		79.43%		79.65%		72.67%

				Sensitivity		78.33%		86.67%		81.67%		78.33%		80.00%		83.33%		83.33%		75.00%		65.00%		70.00%		70.00%		70.00%		78.33%		76.67%		78.33%		71.67%

				Specificity		78.00%		79.00%		78.11%		80.33%		78.22%		80.44%		79.22%		77.33%		75.00%		71.78%		75.00%		75.11%		80.11%		80.00%		80.11%		72.78%

				Cluster-Representatives (Hierachical Clustering)

				Imputation		halfMin								knn3								EM								SVD

				FS method		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability		Fisher		Gini		T-test		Stability

				# of features		Top15		Top15		Top15		Top6		Top6		Top6		Top6		Top12		Top9		Top15		Top9		Top6		Top9		Top6		Top12		Top12

				Accuracy		76.15%		79.28%		76.23%		77.01%		77.92%		80.64%		77.92%		74.70%		72.68%		74.55%		72.68%		71.23%		75.96%		78.60%		76.79%		70.10%

				Sensitivity		85.00%		83.33%		85.00%		78.33%		78.33%		75.00%		78.33%		75.00%		80.00%		80.00%		80.00%		75.00%		63.33%		70.00%		73.33%		68.33%

				Specificity		74.78%		78.78%		74.89%		77.11%		78.11%		82.33%		78.11%		75.11%		71.67%		73.78%		71.67%		71.00%		79.00%		81.00%		77.89%		70.78%





Figure 4 Table 8

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.3		0.0204097109				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.805		0.0204097109				0.0020924826		0.0204097109		0.0020924826		0.0204097109

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302		0.0270784283				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.768		0.0270784283				0.0035671115		0.0270784283		0.0035671115		0.0270784283

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cysteine_.minor._Cystine._ratio		0.732		0.0020924826				0.0026384098		0.0020924826		0.003071377		0.0020924826

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Indole.3.acetic_acid_ratio		0.687		0.1346649839				0.003071377		0.003071377		0.0026384098		0.1346649839

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.027		0.0204097109				5		Cystine_ratio		0.656		0.0035671115				0.0022912338		1.15E-05		0.0204097109		0.0035671115

		6		Serotonine_ng_per_ml		0.199		0.0000114628				6		Cystine_ratio		0.376		0.0035671115				6		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				6		Ratio Glu_versus_Gln		0.623		0.0301162881				1.15E-05		0.0035671115		0.0022912338		0.0301162881

		7		Methionine_ratio		0.186		0.0045990471				7		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.036		0.0270784283				7		Unknown.58100024._ratio		0.623		0.0745576026				0.0045990471		0.0519470416		0.0270784283		0.0745576026

		8		Unknown.68100045._ratio		0.182		0.0014331379				8		Urea_ratio		0.383		0.0110658712				8		Methionine_ratio		0.036		0.0045990471				8		Unknown.38100468._ratio		0.62		0.1766984995				0.0014331379		0.0110658712		0.0045990471		0.1766984995

		9		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.384		0.0099830889				9		Serotonine_ng_per_ml		0.041		0.0000114628				9		Normetanephrine_ng_per_ml		0.605		0.0038764658				0.0047978674		0.0099830889		1.15E-05		0.0038764658

		10		Normetanephrine_ng_per_ml		0.172		0.0038764658				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Unknown.68100045._ratio		0.044		0.0014331379				10		Corticosterone_ng_per_ml		0.585		0.3946249444				0.0038764658		0.0038764658		0.0014331379		0.3946249444

		11		Phenylalanine_ratio		0.167		0.0081780528				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Leucine_ratio		0.049		0.0078434227				11		Urea_ratio		0.581		0.0110658712				0.0081780528		0.0022912338		0.0078434227		0.0110658712

		12		Leucine_ratio		0.165		0.0078434227				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Unknown.38100389._ratio		0.567		0.1033304598				0.0078434227		0.0136606151		0.0047978674		0.1033304598

		13		Urea_ratio		0.164		0.0110658712				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Eicosenoic_acid_.C20.cis.11.1._ratio		0.055		0.0119329428				13		Arginine_ratio		0.562		0.0404433959				0.0110658712		0.0119546476		0.0119329428		0.0404433959

		14		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.162		0.0204097109				14		Glyoxylate_ratio		0.391		0.0125592889				14		Lysine_ratio		0.065		0.0163522674				14		Androstendion_ng_per_ml		0.556		0.0602782897				0.0204097109		0.0125592889		0.0163522674		0.0602782897

		15		Eicosenoic_acid_.C20.cis.11.1._ratio		0.159		0.0119329428				15		Isoleucine_ratio		0.392		0.0026384098				15		Normetanephrine_ng_per_ml		0.066		0.0038764658				15		Phosphatidylcholine__8_ratio		0.555		0.0719843588				0.0119329428		0.0026384098		0.0038764658		0.0719843588

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Phenylalanine_ratio		0.398		0.0081780528				16		Glyoxylate_ratio		0.077		0.0125592889				16		Unknown.68100002._ratio		0.551		0.2328010494				0.0136606151		0.0081780528		0.0125592889		0.2328010494

		17		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.157		0.0099830889				17		Unknown.68100045._ratio		0.398		0.0014331379				17		Arginine_ratio		0.08		0.0404433959				17		Serotonine_ng_per_ml		0.544		0.0000114628				0.0099830889		0.0014331379		0.0404433959		1.15E-05

		18		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.151		0.0270784283				18		Methionine_ratio		0.399		0.0045990471				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.537		0.0519470416				0.0270784283		0.0045990471		0.0134950373		0.0519470416

		19		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Pseudouridine_ratio		0.087		0.0112734181				19		Metanephrine_ng_per_ml		0.534		0.0245362154				0.0119546476		0.0245362154		0.0112734181		0.0245362154

		20		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				20		Glucose_ratio		0.4		0.040631496				20		Urea_ratio		0.088		0.0110658712				20		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.525		0.0398505948				0.0134950373		0.040631496		0.0110658712		0.0398505948

		21		Glyoxylate_ratio		0.141		0.0125592889				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Glucosamine_ratio		0.518		0.1145125112				0.0125592889		0.0047978674		0.0210878748		0.1145125112

		22		Lysine_ratio		0.141		0.0163522674				22		Ribonic_acid_ratio		0.401		0.0349164185				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Methionine_ratio		0.513		0.0045990471				0.0163522674		0.0349164185		0.0245362154		0.0045990471

		23		Unknown.68100044._ratio		0.14		0.0163362713				23		Eicosenoic_acid_.C20.cis.11.1._ratio		0.401		0.0119329428				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Unknown.58100151._ratio		0.512		0.7307050825				0.0163362713		0.0119329428		0.0301162881		0.7307050825

		24		Pseudouridine_ratio		0.138		0.0112734181				24		Unknown.28100470._ratio		0.401		0.0349249914				24		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.089		0.0099830889				24		Glyoxylate_ratio		0.511		0.0125592889				0.0112734181		0.0349249914		0.0099830889		0.0125592889

		25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				25		Unknown.68100044._ratio		0.402		0.0163362713				25		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				25		Phenylalanine_ratio		0.502		0.0081780528				0.0112191211		0.0163362713		0.0136606151		0.0081780528

		26		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				26		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.404		0.0398505948				26		Unknown.68100044._ratio		0.096		0.0163362713				26		Cortisol_ratio		0.497		0.4278881842				0.0210878748		0.0398505948		0.0163362713		0.4278881842

		27		Ratio Glu_versus_Gln		0.127		0.0301162881				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				27		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				27		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.494		0.1749119522				0.0301162881		0.0112191211		0.0112191211		0.1749119522

		28		Metanephrine_ng_per_ml		0.126		0.0245362154				28		Leucine_ratio		0.407		0.0078434227				28		Unknown.58100024._ratio		0.115		0.0745576026				28		Pseudouridine_ratio		0.478		0.0112734181				0.0245362154		0.0078434227		0.0745576026		0.0112734181

		29		Oleic_acid_.C18.cis.9.1._ratio		0.126		0.0250847157				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				29		Phenylalanine_ratio		0.115		0.0081780528				29		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.471		0.1019054663				0.0250847157		0.0166494696		0.0081780528		0.1019054663

		30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				30		Lysine_ratio		0.408		0.0163522674				30		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				30		Unknown.58100162._ratio		0.469		0.0525117584				0.0166494696		0.0163522674		0.0166494696		0.0525117584

				Single features

				knn3





Figure 5 Table 9

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.238		0.0020924826				1		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.311		0.0319486833				1		Cysteine_.minor._Cystine._ratio		0.019		0.0020924826				1		Cysteine_.minor._Cystine._ratio		0.744		0.0020924826				0.0020924826		0.0319486833		0.0020924826		0.0020924826

		2		Cystine_ratio		0.225		0.0035671115				2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.335		0.0404068783				2		Cystine_ratio		0.022		0.0035671115				2		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.727		0.0319486833				0.0035671115		0.0404068783		0.0035671115		0.0319486833

		3		Isoleucine_ratio		0.221		0.0026384098				3		Cysteine_.minor._Cystine._ratio		0.355		0.0020924826				3		Dodecanol_ratio		0.022		0.003071377				3		Cystine_ratio		0.694		0.0035671115				0.0026384098		0.0020924826		0.003071377		0.0035671115

		4		Dodecanol_ratio		0.214		0.003071377				4		Dodecanol_ratio		0.364		0.003071377				4		Isoleucine_ratio		0.022		0.0026384098				4		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.685		0.0404068783				0.003071377		0.003071377		0.0026384098		0.0404068783

		5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.211		0.0022912338				5		Serotonine_ng_per_ml		0.373		0.0000114628				5		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.03		0.0022912338				5		Indole.3.acetic_acid_ratio		0.674		0.1346649839				0.0022912338		1.15E-05		0.0022912338		0.1346649839

		6		Urea_ratio		0.2		0.0034359993				6		Urea_ratio		0.375		0.0034359993				6		Methionine_ratio		0.036		0.0045990471				6		Urea_ratio		0.664		0.0034359993				0.0034359993		0.0034359993		0.0045990471		0.0034359993

		7		Serotonine_ng_per_ml		0.199		0.0000114628				7		Cystine_ratio		0.376		0.0035671115				7		Serotonine_ng_per_ml		0.041		0.0000114628				7		Ratio Glu_versus_Gln		0.644		0.0301162881				1.15E-05		0.0035671115		1.15E-05		0.0301162881

		8		Methionine_ratio		0.186		0.0045990471				8		Lysophosphatidylcholine_.C20.4._ratio		0.377		0.0519470416				8		Unknown.68100045._ratio		0.044		0.0014331379				8		Unknown.38100468._ratio		0.621		0.1617936746				0.0045990471		0.0519470416		0.0014331379		0.1617936746

		9		Unknown.68100045._ratio		0.182		0.0014331379				9		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.383		0.0087772513				9		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.046		0.0319486833				9		Arginine_ratio		0.607		0.0404433959				0.0014331379		0.0087772513		0.0319486833		0.0404433959

		10		TAG_.containing_C18.1.C18.2._ratio		0.176		0.0047978674				10		Normetanephrine_ng_per_ml		0.386		0.0038764658				10		Leucine_ratio		0.049		0.0078434227				10		Normetanephrine_ng_per_ml		0.606		0.0038764658				0.0047978674		0.0038764658		0.0078434227		0.0038764658

		11		Normetanephrine_ng_per_ml		0.172		0.0038764658				11		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio		0.389		0.0022912338				11		Eicosenoic_acid_.C20.cis.11.1._ratio		0.049		0.0097490459				11		Unknown.38100389._ratio		0.575		0.1033304598				0.0038764658		0.0022912338		0.0097490459		0.1033304598

		12		Eicosenoic_acid_.C20.cis.11.1._ratio		0.168		0.0097490459				12		Glycerol__lipid_fraction_ratio		0.39		0.0136606151				12		TAG_.containing_C18.1.C18.2._ratio		0.051		0.0047978674				12		Corticosterone_ng_per_ml		0.571		0.3946249444				0.0097490459		0.0136606151		0.0047978674		0.3946249444

		13		Phenylalanine_ratio		0.167		0.0081780528				13		Heptadecanoic_acid_.C17.0._ratio		0.391		0.0119546476				13		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.053		0.0404068783				13		Androstendion_ng_per_ml		0.567		0.0602782897				0.0081780528		0.0119546476		0.0404068783		0.0602782897

		14		Leucine_ratio		0.165		0.0078434227				14		Isoleucine_ratio		0.392		0.0026384098				14		Urea_ratio		0.058		0.0034359993				14		Metanephrine_ng_per_ml		0.551		0.0245362154				0.0078434227		0.0026384098		0.0034359993		0.0245362154

		15		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.16		0.0087772513				15		Phenylalanine_ratio		0.398		0.0081780528				15		Lysine_ratio		0.065		0.0163522674				15		Serotonine_ng_per_ml		0.551		0.0000114628				0.0087772513		0.0081780528		0.0163522674		1.15E-05

		16		Glycerol__lipid_fraction_ratio		0.159		0.0136606151				16		Unknown.68100045._ratio		0.398		0.0014331379				16		Normetanephrine_ng_per_ml		0.066		0.0038764658				16		Phosphatidylcholine__8_ratio		0.548		0.0719843588				0.0136606151		0.0014331379		0.0038764658		0.0719843588

		17		Heptadecanoic_acid_.C17.0._ratio		0.149		0.0119546476				17		Methionine_ratio		0.399		0.0045990471				17		Arginine_ratio		0.08		0.0404433959				17		Unknown.68100002._ratio		0.546		0.2328010494				0.0119546476		0.0045990471		0.0404433959		0.2328010494

		18		TAG_.containing_C18.2_C18.2._ratio		0.143		0.0134950373				18		Eicosenoic_acid_.C20.cis.11.1._ratio		0.399		0.0097490459				18		TAG_.containing_C18.2_C18.2._ratio		0.084		0.0134950373				18		Lysophosphatidylcholine_.C20.4._ratio		0.534		0.0519470416				0.0134950373		0.0097490459		0.0134950373		0.0519470416

		19		Lysine_ratio		0.141		0.0163522674				19		Metanephrine_ng_per_ml		0.4		0.0245362154				19		Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio		0.086		0.0087772513				19		Glucosamine_ratio		0.523		0.1079704828				0.0163522674		0.0245362154		0.0087772513		0.1079704828

		20		Unknown.68100044._ratio		0.14		0.0163362713				20		Glucose_ratio		0.4		0.040631496				20		Pseudouridine_ratio		0.087		0.0112734181				20		Phenylalanine_ratio		0.515		0.0081780528				0.0163362713		0.040631496		0.0112734181		0.0081780528

		21		Pseudouridine_ratio		0.138		0.0112734181				21		TAG_.containing_C18.1.C18.2._ratio		0.401		0.0047978674				21		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.088		0.0210878748				21		Unknown.58100151._ratio		0.514		0.7307050825				0.0112734181		0.0047978674		0.0210878748		0.7307050825

		22		Oleic_acid_.C18.cis.9.1._ratio		0.137		0.0190536382				22		Unknown.28100470._ratio		0.401		0.0349249914				22		Metanephrine_ng_per_ml		0.088		0.0245362154				22		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.512		0.0540641079				0.0190536382		0.0349249914		0.0245362154		0.0540641079

		23		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.136		0.0112191211				23		Unknown.68100044._ratio		0.402		0.0163362713				23		Ratio Glu_versus_Gln		0.088		0.0301162881				23		Methionine_ratio		0.511		0.0045990471				0.0112191211		0.0163362713		0.0301162881		0.0045990471

		24		Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.		0.132		0.0319486833				24		Oleic_acid_.C18.cis.9.1._ratio		0.403		0.0190536382				24		Glycerol__lipid_fraction_ratio		0.089		0.0136606151				24		Pseudouridine_ratio		0.507		0.0112734181				0.0319486833		0.0190536382		0.0136606151		0.0112734181

		25		TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1		0.132		0.0210878748				25		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.405		0.0112191211				25		Unknown.68100044._ratio		0.096		0.0163362713				25		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.5		0.1749119522				0.0210878748		0.0112191211		0.0163362713		0.1749119522

		26		Ratio Glu_versus_Gln		0.127		0.0301162881				26		Leucine_ratio		0.407		0.0078434227				26		TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio		0.098		0.0112191211				26		Unknown.58100024._ratio		0.498		0.5130952114				0.0301162881		0.0078434227		0.0112191211		0.5130952114

		27		Metanephrine_ng_per_ml		0.126		0.0245362154				27		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.407		0.0166494696				27		Oleic_acid_.C18.cis.9.1._ratio		0.101		0.0190536382				27		Cortisol_ratio		0.494		0.4278881842				0.0245362154		0.0166494696		0.0190536382		0.4278881842

		28		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.124		0.0404068783				28		Lysine_ratio		0.408		0.0163522674				28		Phenylalanine_ratio		0.115		0.0081780528				28		X4.Hydroxy.3.methoxymandelic_acid_ng_per_ml		0.483		0.1019054663				0.0404068783		0.0163522674		0.0081780528		0.1019054663

		29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.118		0.0166494696				29		Thyroxine_ratio		0.408		0.0385000841				29		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.117		0.0166494696				29		Unknown.58100162._ratio		0.478		0.0525117584				0.0166494696		0.0385000841		0.0166494696		0.0525117584

		30		Palmitic_acid_.C16.0._ratio		0.114		0.0333047273				30		TAG_.C55H96O6._or_.C50H100O6._.e_g
__C16.0_C18.2_C18.3_or_C16.0_C		0.409		0.0278995916				30		Palmitic_acid_.C16.0._ratio		0.124		0.0333047273				30		Glucose_ratio		0.478		0.040631496				0.0333047273		0.0278995916		0.0333047273		0.040631496





Figure 6 Table 10

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.262		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.
,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.333		0.033				1		Cysteine_.minor._Cystine._ratio		0.013		0.001				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.875		0.033				0.0014161883		0.0332763794		0.0014161883		0.0332763794

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0030672561		0.0014161883		0.0030672561		0.0014161883

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374		0.001						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.855		0.001				0.0115629164		0.0094015403		0.0332763794		0.0299489486

		2		Phenylalanine_ratio		0.202		0.003						Cystine_ratio								2		Phenylalanine_ratio		0.033		0.003						Cystine_ratio								0.0045679891		0.0030672561		0.0045679891		0.2159446036

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.0038764658		0.0003764423		0.0038764658		0.1118672553

				Methionine_ratio								3		Unknown.28100470._ratio		0.376		0.009						Methionine_ratio								3		Elaidic_acid_ratio		0.752		0.030				0.0094015403		0.0038764658		0.0299489486		0.012656793

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Tyrosine_ratio										Ratio Glu_versus_Gln								0.0152464697		0.0152464697		0.0147777004		0.0038764658

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Alanine_ratio								4		Cortisol_ratio		0.749		0.216				0.0199638808		0.033460618		0.0245362154		0.1804226713

		3		Unknown.28100099._ratio		0.190		0.012				4		Phenylalanine_ratio		0.380		0.003				3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,
_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.044		0.033						Corticosterone_ng_per_ml								0.0332763794		0.0115629164		0.0003764423		0.3107444251

				Urea_ratio										Lysine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Androstendion_ng_per_ml								0.0147777004		0.0045679891		0.0152464697		0.0115629164

		4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.174		0.005						Methionine_ratio								4		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.054		0.005				5		Unknown.38100389._ratio		0.743		0.112				0.0299489486		0.0245362154		0.0199638808		0.0245362154

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Tyrosine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Unknown.38100468._ratio								0.0245362154		0.012656793		0.0094015403		0.2292775126

				TAG_.containing_C18.1.C18.2._ratio										Alanine_ratio										TAG_.containing_C18.1.C18.2._ratio								6		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.742		0.013				0.0003764423		0.0199638808		0.012656793		0.1672902637

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								5		Histamine_ng_per_ml		0.385		0.000						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Lysophosphatidylcholine_.C20.4._ratio								0.012656793		0.0385000841		0.0362767692		0.1049163789

		5		Normetanephrine_ng_per_ml		0.172		0.004						Serotonine_ng_per_ml								5		Normetanephrine_ng_per_ml		0.066		0.004				7		Normetanephrine_ng_per_ml		0.705		0.004				0.0362767692		0.0362767692		0.0350034995		0.0030672561

		6		Unknown.28100470._ratio		0.155		0.009				6		Normetanephrine_ng_per_ml		0.386		0.004				6		Elaidic_acid_ratio		0.074		0.030				8		Cholic_acid_ratio		0.697		0.180				0.0385000841		0.0608579829		0.0115629164		0.0003764423

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								7		Unknown.68100026._ratio		0.392		0.015						Ratio Glu_versus_Gln										Indole.3.acetic_acid_ratio								0.0350034995		0.0299489486		0.0385000841		0.033460618

				Heptadecanoic_acid_.C17.0._ratio										Unknown.68100044._ratio								7		alpha.Ketoisocaproic_acid_ratio		0.086		0.015				9		Unknown.68100050._ratio		0.684		0.311				0.0608579829		0.1672902637		0.1473784733		0.2410570538

		7		Unknown.68100026._ratio		0.140		0.015						TAG_.containing_C18.2.C18.3._ratio										Leucine_ratio										Unknown.58100024._ratio								0.033460618		0.0147777004		0.0608579829		0.0350034995

				Unknown.68100044._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C										Valine_ratio								10		Unknown.28100099._ratio		0.669		0.012				0.1118672553		0.1557423866		0.1804226713		0.4768016558

				TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio										Isoleucine_ratio										Urea_ratio								0.1100250857		0.1473784733		0.1118672553		0.9940676295

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.
0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.088		0.025				11		Metanephrine_ng_per_ml		0.659		0.025				0.1222744183		0.3878380142		0.1672902637		0.3794039297

				Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Histamine_ng_per_ml		0.093		0.000				12		Unknown.68100052._ratio		0.632		0.229				0.1269906579		0.0350034995		0.033460618		0.0094015403

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.2_C18.2._ratio										Serotonine_ng_per_ml										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1473784733		0.1222744183		0.1100250857		0.1100250857

				Linoleic_acid_.C18.cis.9_12.2._ratio								8		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033				10		Unknown.68100026._ratio		0.099		0.015						Phosphatidylcholine__8_ratio								0.1557423866		0.6805797252		0.1049163789		0.8050206855

				TAG_.containing_C18.2_C18.2._ratio										Unknown.58100162._ratio										Unknown.68100044._ratio								13		Indole.3.propionic_acid_ratio		0.632		0.167				0.1049163789		0.8093296786		0.0919838357		0.3878380142

		8		Ceramide_.d18.1.C24.0._ratio		0.137		0.020				9		Unknown.28100099._ratio		0.394		0.012						TAG_.containing_C18.2.C18.3._ratio										Arginine_ratio								0.0919838357		0.2268896727		0.1222744183		0.0385000841

				Palmitic_acid_.C16.0._ratio										Urea_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0
_C18.2_C18.3_or_C16.0_C								14		Unknown.38101835._ratio		0.631		0.105				0.1672902637		0.1049163789		0.1269906579		0.2144700932

				Oleic_acid_.C18.cis.9.1._ratio								10		TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio		0.396		0.005						Unknown.68100059._ratio										Glycerol__polar_fraction_ratio								0.1804226713		0.4897710524		0.1557423866		0.362026241

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								15		Phenylalanine_ratio		0.615		0.003				0.6805797252		0.1118672553		0.0708461039		0.2933063636

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										TAG_.containing_C18.1.C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Lysine_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Methionine_ratio

		9		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.
additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,
C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.133		0.033				11		Metanephrine_ng_per_ml		0.400		0.025				11		Ceramide_.d18.1.C24.0._ratio		0.107		0.020						Tyrosine_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								12		Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..		0.403		0.013						Palmitic_acid_.C16.0._ratio										Alanine_ratio

		10		alpha.Ketoisocaproic_acid_ratio		0.133		0.015						Lysophosphatidylcholine_.C20.4._ratio										Oleic_acid_.C18.cis.9.1._ratio								16		Histamine_ng_per_ml		0.608		0.000

				Leucine_ratio																				Glycerol__lipid_fraction_ratio										Serotonine_ng_per_ml

				Valine_ratio																				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.600		0.033

				Isoleucine_ratio																				Eicosenoic_acid_.C20.cis.11.1._ratio										Unknown.58100162._ratio









		halfMin		K-mean Clustering / halfMin





		knn3

				Fisher								Gini										T-test										Stability

		(a)										(a)										(a)										(a)

		Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score						Rank		Feature Name		Score

		1		Cysteine_.minor._Cystine._ratio		0.262						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.302						1		Cysteine_.minor._Cystine._ratio		0.013						1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional.
_Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.908

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.374								Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.838

		2		Phenylalanine_ratio		0.202								Cystine_ratio								2		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional
._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.028								Cystine_ratio

				Lysine_ratio										Pseudouridine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Pseudouridine_ratio

				Methionine_ratio								3		Unknown.28100470._ratio		0.376						3		Phenylalanine_ratio		0.033						3		Cortisol_ratio		0.752

				Tyrosine_ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Lysine_ratio										Corticosterone_ng_per_ml

				Alanine_ratio										Heptadecanoic_acid_.C17.0._ratio										Methionine_ratio										Androstendion_ng_per_ml

		3		Fumarate_ratio		0.197						4		Phenylalanine_ratio		0.38								Tyrosine_ratio								4		Fumarate_ratio		0.734

				Normetanephrine_ng_per_ml										Lysine_ratio										Alanine_ratio										Normetanephrine_ng_per_ml

		4		Unknown.28100099._ratio		0.166								Methionine_ratio								4		Fumarate_ratio		0.041						5		Cholic_acid_ratio		0.715

				Urea_ratio										Tyrosine_ratio										Normetanephrine_ng_per_ml										Indole.3.acetic_acid_ratio

		5		Unknown.68100026._ratio		0.164								Alanine_ratio								5		Leucine_ratio		0.057						6		Unknown.38100389._ratio		0.701

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								5		Histamine_ng_per_ml		0.385								Valine_ratio										Unknown.38100468._ratio

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Serotonine_ng_per_ml										Isoleucine_ratio										Dopamine_ng_per_ml

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Fumarate_ratio		0.391						6		Unknown.68100026._ratio		0.067						7		Metanephrine_ng_per_ml		0.682

				TAG_.containing_C18.1.C18.2._ratio										Normetanephrine_ng_per_ml										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.68100052._ratio		0.652

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								7		Sphingomyelin_.d18.1.C16.0._ratio		0.393								TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio

		6		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._
Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_
Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.163								Unknown.58100162._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Phosphatidylcholine__8_ratio

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								8		Unknown.68100026._ratio		0.397								TAG_.containing_C18.1.C18.2._ratio								9		O.Phospho.L.tyrosine_ratio		0.65

		7		Leucine_ratio		0.158								TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.58100024._ratio

				Valine_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Ceramide_.d18.1.C24.0._ratio		0.083						10		Elaidic_acid_ratio		0.65

				Isoleucine_ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Palmitic_acid_.C16.0._ratio										Ratio Glu_versus_Gln

		8		Unknown.28100470._ratio		0.154								TAG_.containing_C18.1.C18.2._ratio										Oleic_acid_.C18.cis.9.1._ratio								11		Unknown.28100099._ratio		0.639

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Stearic_acid_.C18.0._ratio										Urea_ratio

				Heptadecanoic_acid_.C17.0._ratio								9		Unknown.28100099._ratio		0.4								Glycerol__lipid_fraction_ratio								12		Histamine_ng_per_ml		0.613

		9		Ceramide_.d18.1.C24.0._ratio		0.151								Urea_ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Serotonine_ng_per_ml

				Palmitic_acid_.C16.0._ratio								10		Unknown.68100044._ratio		0.4								Eicosenoic_acid_.C20.cis.11.1._ratio								13		Indole.3.propionic_acid_ratio		0.613

				Oleic_acid_.C18.cis.9.1._ratio										TAG_.containing_C18.2.C18.3._ratio										Dodecanol_ratio										Arginine_ratio

				Stearic_acid_.C18.0._ratio										Unknown.68100059._ratio								8		Metanephrine_ng_per_ml		0.088						14		Unknown.68100002._ratio		0.602

				Glycerol__lipid_fraction_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								9		Histamine_ng_per_ml		0.093								Lysophosphatidylcholine_.16.0._ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml								15		Threonic_acid_ratio		0.599

				Eicosenoic_acid_.C20.cis.11.1._ratio										TAG_.containing_C18.2_C18.2._ratio								10		Unknown.68100044._ratio		0.1								Glyceric_acid_ratio

				Dodecanol_ratio								11		Ceramide_.d18.1.C24.0._ratio		0.4								TAG_.containing_C18.2.C18.3._ratio								16		Unknown.58100151._ratio		0.598

		10		Unknown.68100044._ratio		0.136								Palmitic_acid_.C16.0._ratio										Unknown.68100059._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.596

				TAG_.containing_C18.2.C18.3._ratio										Oleic_acid_.C18.cis.9.1._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Unknown.58100162._ratio

				Unknown.68100059._ratio										Stearic_acid_.C18.0._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								18		Unknown.38100430._ratio		0.592

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Glycerol__lipid_fraction_ratio										TAG_.containing_C18.2_C18.2._ratio								19		Phenylalanine_ratio		0.591

				Linoleic_acid_.C18.cis.9_12.2._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								11		Elaidic_acid_ratio		0.109								Lysine_ratio

				TAG_.containing_C18.2_C18.2._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Ratio Glu_versus_Gln										Methionine_ratio

		11		Metanephrine_ng_per_ml		0.126								Dodecanol_ratio								12		Unknown.28100470._ratio		0.11								Tyrosine_ratio

		12		Histamine_ng_per_ml		0.125						12		Metanephrine_ng_per_ml		0.4								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Alanine_ratio

				Serotonine_ng_per_ml								13		Ribonic_acid_ratio		0.404								Heptadecanoic_acid_.C17.0._ratio								20		Glycochenodeoxycholic_acid_ratio		0.588

		13		Unknown.68100045._ratio		0.112								myo.Inositol_ratio								13		Unknown.68100045._ratio		0.114						21		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.586

				Unknown.58100165._ratio								14		Unknown.68100045._ratio		0.406								Unknown.58100165._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Phosphatidylcholine_.C16.0.C18.2._ratio										Unknown.58100165._ratio										Phosphatidylcholine_.C16.0.C18.2._ratio								22		Unknown.28100470._ratio		0.586

		14		Elaidic_acid_ratio		0.099								Phosphatidylcholine_.C16.0.C18.2._ratio								14		Unknown.28100099._ratio		0.159								Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio

				Ratio Glu_versus_Gln								15		Leucine_ratio		0.41								Urea_ratio										Heptadecanoic_acid_.C17.0._ratio

		15		TAG__1_ratio		0.086								Valine_ratio								15		TAG__1_ratio		0.191						23		Unknown.68100050._ratio		0.581

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Isoleucine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								24		Phosphatidylcholine__10_ratio		0.568

				Palmitoleic_acid_ratio								16		TAG__1_ratio		0.412								Palmitoleic_acid_ratio								25		Glycine_ratio		0.567

				Myristic_acid_.C14.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Myristic_acid_.C14.0._ratio								26		Unknown.58100149._ratio		0.558

				Pentadecanol_ratio										Palmitoleic_acid_ratio										Pentadecanol_ratio								27		X11.Desoxycortisol_ng_per_ml		0.557

		16		Sphingomyelin_.d18.1.C16.0._ratio		0.086								Myristic_acid_.C14.0._ratio								16		Indole.3.propionic_acid_ratio		0.2						28		X2.Hydroxybutyric_acid_ratio		0.542

				Unknown.58100162._ratio										Pentadecanol_ratio										Arginine_ratio										X3.Hydroxybutyric_acid_ratio

		17		Ribonic_acid_ratio		0.085						17		Indole.3.propionic_acid_ratio		0.422						17		Cholic_acid_ratio		0.206						29		Unknown.58100169._ratio		0.541

				myo.Inositol_ratio										Arginine_ratio										Indole.3.acetic_acid_ratio								30		Salicylic_acid_ratio		0.541

		18		alpha.Tocopherol_ratio		0.075						18		Elaidic_acid_ratio		0.423						18		Ribonic_acid_ratio		0.217								Unknown.68100003._ratio

				Coenzyme_Q10_ratio										Ratio Glu_versus_Gln										myo.Inositol_ratio

				Unknown.28101329._ratio								19		O.Phospho.L.tyrosine_ratio		0.424						19		Unknown.38100389._ratio		0.223

				Unknown.28100477._ratio										Unknown.58100024._ratio										Unknown.38100468._ratio

				Glyoxylate_ratio								20		Unknown.38100389._ratio		0.425								Dopamine_ng_per_ml

		19		Unknown.38100389._ratio		0.072								Unknown.38100468._ratio								20		alpha.Tocopherol_ratio		0.226

				Unknown.38100468._ratio										Dopamine_ng_per_ml										Coenzyme_Q10_ratio

				Dopamine_ng_per_ml																				Unknown.28101329._ratio

		20		Glycochenodeoxycholic_acid_ratio		0.062																		Unknown.28100477._ratio

		21		Creatinine_.minor._Creatine__Phosphocreatine._ratio		0.061																		Glyoxylate_ratio

				Creatine_ratio

		22		Indole.3.propionic_acid_ratio		0.057

				Arginine_ratio

		23		Glucosamine_ratio		0.056

				Unknown.38100473._ratio

		24		myo.Inositol__lipid_fraction_ratio		0.052

				myo.Inositol.2.monophosphate__lipid_fraction_.myo.Inositolphosph

				Phosphate__lipid_.Phospholipids._ratio

				Glycerolphosphate__lipid_fraction_ratio

				Galactose__lipid_fraction_ratio

		25		Cholic_acid_ratio		0.051

				Indole.3.acetic_acid_ratio

		26		Unknown.58100166._ratio		0.049

		27		Unknown.58100134._ratio		0.049

				Glucose__lipid_Fraction_ratio

		28		Unknown.58100778._ratio		0.047

				Kynurenic_acid_ratio

		29		Lactate_ratio		0.047

				Phosphoenolpyruvate__Pyruvate_ratio

		30		Ornithine_.minor._Arginine__Citrulline._ratio		0.045

				Citrulline_ratio

















Figure 7 Table 11

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.283		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.019		0.0146005282				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.903		0.0146005282				0.0021955776		0.0146005282		0.0146005282		0.0146005282

				Uric_acid_ratio										Lysine_ratio										Lysine_ratio										Lysine_ratio								0.0031972326		0.0021955776		0.0021955776		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0146005282		0.0003764423		0.0031972326		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				2		Cysteine_.minor._Cystine._ratio		0.761		0.0021955776				0.0014331379		0.0031972326		0.0014331379		0.1180378928

		2		Fumarate_ratio		0.197		0.0031972326						Uric_acid_ratio										Uric_acid_ratio										Uric_acid_ratio								0.0230222652		0.033460618		0.0082111567		0.0031972326

				Normetanephrine_ng_per_ml										Cystine_ratio										Cystine_ratio										Cystine_ratio								0.0082111567		0.0082111567		0.010730499		0.0745576026

		3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.189		0.0146005282						Pseudouridine_ratio										Pseudouridine_ratio										Pseudouridine_ratio								0.010730499		0.0014331379		0.0245362154		0.1855041119

				Lysine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423				3		Fumarate_ratio		0.041		0.0031972326				3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0230222652		0.0003764423		0.0245362154

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Serotonine_ng_per_ml										Normetanephrine_ng_per_ml										Corticosterone_ng_per_ml								0.0003764423		0.0245362154		0.0495474697		0.1675292713

		4		Unknown.68100045._ratio		0.182		0.0014331379				4		Fumarate_ratio		0.391		0.0031972326				4		Unknown.68100045._ratio		0.044		0.0014331379						X11.Desoxycortisol_ng_per_ml								0.0249166657		0.0669452878		0.0745576026		0.0230222652

		5		Unknown.28100099._ratio		0.166		0.0230222652						Normetanephrine_ng_per_ml								5		Unknown.68100026._ratio		0.071		0.0082111567						Androstendion_ng_per_ml								0.0495474697		0.0745576026		0.0249166657		0.0495474697

				Urea_ratio								5		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio								4		Unknown.38100389._ratio		0.746		0.1180378928				0.033460618		0.0249166657		0.0230222652		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.38100468._ratio								0.0669452878		0.010730499		0.1555182504		0.1555182504

				Unknown.68100044._ratio								6		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.containing_C18.2.C18.3._ratio								5		Fumarate_ratio		0.737		0.0031972326				0.0745576026		0.2908299288		0.1855041119		0.0717421962

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										Unknown.68100044._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Normetanephrine_ng_per_ml								0.0717421962		0.1555182504		0.1180378928		0.1100250857

				TAG_.containing_C18.2.C18.3._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								6		Unknown.58100024._ratio		0.736		0.0745576026				0.1180378928		0.0717421962		0.0669452878		0.0003764423

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.2.C18.3._ratio										Unknown.68100059._ratio								7		Cholic_acid_ratio		0.726		0.1855041119				0.1100250857		0.0495474697		0.1319892433		0.7307050825

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Indole.3.acetic_acid_ratio								0.1269906579		0.3878380142		0.033460618		0.2219083121

				Unknown.68100059._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Metanephrine_ng_per_ml		0.657		0.0245362154				0.1555182504		0.411033711		0.1100250857		0.033460618

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100059._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								9		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.653		0.1675292713				0.1319892433		0.2471612109		0.0717421962		0.2410570538

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C18.1.C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Unknown.68100052._ratio								0.1675292713		0.8093296786		0.1269906579		0.1319892433

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.2908299288		0.4205685054		0.1675292713		0.218754321

				TAG_.containing_C18.2_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								6		Leucine_ratio		0.074		0.010730499						Phosphatidylcholine__8_ratio								0.1855041119		0.2268896727		0.0708461039		0.3878380142

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.containing_C18.2_C18.2._ratio										Tryptophan_ratio								10		Unknown.28100099._ratio		0.636		0.0230222652				0.0708461039		0.1180378928		0.2097300097		0.1179757632

		7		Leucine_ratio		0.144		0.010730499						TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Phenylalanine_ratio										Urea_ratio								0.4205685054		0.1675292713		0.1686503359		0.4270310633

				Tryptophan_ratio								7		Unknown.68100045._ratio		0.398		0.0014331379						Methionine_ratio								11		Elaidic_acid_ratio		0.629		0.0495474697				0.1704020059		0.1100250857		0.2908299288		0.4768016558

				Phenylalanine_ratio								8		Unknown.28100099._ratio		0.4		0.0230222652						Tyrosine_ratio										Ratio Glu_versus_Gln								0.1686503359		0.1179757632		0.2104518446		0.2471612109

				Methionine_ratio										Urea_ratio										Indole.3.lactic_acid_ratio								12		Unknown.38100430._ratio		0.62		0.6847398488				0.1179757632		0.1704020059		0.1179757632		0.010730499

				Tyrosine_ratio								9		Metanephrine_ng_per_ml		0.4		0.0245362154						Valine_ratio								13		Indole.3.propionic_acid_ratio		0.62		0.1555182504				0.2219083121		0.1845758705		0.4205685054		0.8050206855

				Indole.3.lactic_acid_ratio								10		Ribonic_acid_ratio		0.404		0.0669452878						Isoleucine_ratio										Arginine_ratio								0.9311701813		0.1319892433		0.2410570538		0.2144700932

				Valine_ratio										myo.Inositol_ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154				14		Phosphatidylcholine__6_ratio		0.611		0.0717421962

				Isoleucine_ratio								11		Unknown.58100024._ratio		0.411		0.0745576026				8		Histamine_ng_per_ml		0.093		0.0003764423						Unknown.68100047._ratio

		8		Metanephrine_ng_per_ml		0.126		0.0245362154				12		Unknown.28100470._ratio		0.416		0.0249166657						Serotonine_ng_per_ml										Phosphatidylcholine__9_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						Unknown.28100482._ratio								9		Elaidic_acid_ratio		0.109		0.0495474697						Lysophosphatidylcholine_.C20.4._ .additional. 
Lysophosphatidylcholine_.C18.1..

				Serotonine_ng_per_ml										TAG__1_ratio										Ratio Glu_versus_Gln								15		Glycochenodeoxycholic_acid_ratio		0.611		0.1100250857

		10		Unknown.28100470._ratio		0.121		0.0249166657						Ceramide_.d18.1.C24.0._ratio								10		Unknown.58100024._ratio		0.115		0.0745576026				16		Histamine_ng_per_ml		0.605		0.0003764423

				Unknown.28100482._ratio										Coenzyme_Q10_ratio								11		Unknown.28100470._ratio		0.119		0.0249166657						Serotonine_ng_per_ml

				TAG__1_ratio										Palmitic_acid_.C16.0._ratio										Unknown.28100482._ratio								17		Unknown.58100151._ratio		0.604		0.7307050825

				Ceramide_.d18.1.C24.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										TAG__1_ratio								18		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.6		0.2219083121

				Coenzyme_Q10_ratio										Unknown.68100053._ratio										Ceramide_.d18.1.C24.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Palmitic_acid_.C16.0._ratio										Palmitoleic_acid_ratio										Coenzyme_Q10_ratio								19		Sphingomyelin_.d18.1.C16.0._ratio		0.593		0.033460618

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Oleic_acid_.C18.cis.9.1._ratio										Palmitic_acid_.C16.0._ratio										Unknown.58100162._ratio

				Unknown.68100053._ratio										Stearic_acid_.C18.0._ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio								20		Unknown.68100002._ratio		0.59		0.2410570538

				Palmitoleic_acid_ratio										Glycerol__lipid_fraction_ratio										Unknown.68100053._ratio										Lysophosphatidylcholine_.16.0._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Palmitoleic_acid_ratio								21		Glucosamine_ratio		0.564		0.1319892433

				Stearic_acid_.C18.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.38100473._ratio

				Glycerol__lipid_fraction_ratio										Unknown.28101329._ratio										Stearic_acid_.C18.0._ratio								22		Unknown.38101835._ratio		0.56		0.218754321

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.28100477._ratio										Glycerol__lipid_fraction_ratio								23		Phosphatidylcholine__10_ratio		0.559		0.3878380142

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Unknown.28101328._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								24		Glycine_ratio		0.559		0.1179757632

				Unknown.28101329._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio								25		Unknown.58100149._ratio		0.554		0.4270310633

				Unknown.28100477._ratio										Myristic_acid_.C14.0._ratio										Unknown.28101329._ratio								26		Threonic_acid_ratio		0.551		0.4768016558

				Unknown.28101328._ratio										Pentadecanol_ratio										Unknown.28100477._ratio										Glyceric_acid_ratio

				Eicosenoic_acid_.C20.cis.11.1._ratio										Heptadecanoic_acid_.C17.0._ratio										Unknown.28101328._ratio								27		Unknown.68100050._ratio		0.55		0.2471612109

				Myristic_acid_.C14.0._ratio										Glyoxylate_ratio										Eicosenoic_acid_.C20.cis.11.1._ratio												0.545		0.010730499

				Pentadecanol_ratio										Dodecanol_ratio										Myristic_acid_.C14.0._ratio

				Heptadecanoic_acid_.C17.0._ratio																				Pentadecanol_ratio

				Glyoxylate_ratio																				Heptadecanoic_acid_.C17.0._ratio

				Dodecanol_ratio																				Glyoxylate_ratio

																								Dodecanol_ratio

















														Methionine_ratio																				Indole.3.lactic_acid_ratio

														Tyrosine_ratio								12		Unknown.28100099._ratio		0.159								Valine_ratio

														Indole.3.lactic_acid_ratio										Urea_ratio										Isoleucine_ratio

														Valine_ratio								13		Indole.3.propionic_acid_ratio		0.2

														Isoleucine_ratio										Arginine_ratio

																						14		Cholic_acid_ratio		0.206

																								Indole.3.acetic_acid_ratio

																						15		Unknown.38100389._ratio		0.214

																								Unknown.38100468._ratio
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Figure 8 Table 12

		Fisher										Gini										T-test										Stability

		Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val				Rank		Feature Name		Score		p-val

		1		Cysteine_.minor._Cystine._ratio		0.231		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.362		0.023916274				1		Cysteine_.minor._Cystine._ratio		0.02		0.0021955776				1		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.884		0.023916274				0.0021955776		0.023916274		0.0021955776		0.023916274

				Uric_acid_ratio										Elaidic_acid_ratio										Uric_acid_ratio										Elaidic_acid_ratio								0.002525471		0.0021955776		0.002525471		0.0021955776

				Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										Cystine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								0.0115629164		0.0003764423		0.023916274		0.2097300097

				Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.379		0.0021955776						Pseudouridine_ratio								2		Cysteine_.minor._Cystine._ratio		0.799		0.0021955776				0.0014331379		0.0038764658		0.0014331379		0.1118672553

		2		Leucine_ratio		0.216		0.002525471						Uric_acid_ratio								2		Leucine_ratio		0.026		0.002525471						Uric_acid_ratio								0.0038764658		0.002525471		0.0038764658		0.0038764658

				Phenylalanine_ratio										Cystine_ratio										Phenylalanine_ratio										Cystine_ratio								0.0082111567		0.033460618		0.0082111567		0.1804226713

				Lysine_ratio										Pseudouridine_ratio										Lysine_ratio										Pseudouridine_ratio								0.023916274		0.0115629164		0.0245362154		0.2779163278

				Methionine_ratio								3		Histamine_ng_per_ml		0.385		0.0003764423						Methionine_ratio								3		Cortisol_ratio		0.747		0.2097300097				0.0245362154		0.0082111567		0.0003764423		0.0115629164

				Tyrosine_ratio										Serotonine_ng_per_ml										Tyrosine_ratio										Corticosterone_ng_per_ml								0.0003764423		0.0014331379		0.0283212022		0.0245362154

				Valine_ratio								4		Normetanephrine_ng_per_ml		0.386		0.0038764658						Valine_ratio										X11.Desoxycortisol_ng_per_ml								0.0283212022		0.0245362154		0.0350034995		0.1675292713

				Isoleucine_ratio								5		Leucine_ratio		0.39		0.002525471						Isoleucine_ratio										Androstendion_ng_per_ml								0.0385000841		0.0385000841		0.0115629164		0.1672902637

		3		Unknown.28100099._ratio		0.19		0.0115629164						Phenylalanine_ratio								3		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.038		0.023916274				4		Unknown.38100389._ratio		0.746		0.1118672553				0.0350034995		0.1672902637		0.0385000841		0.002525471

				Urea_ratio										Lysine_ratio										Elaidic_acid_ratio										Unknown.38100468._ratio								0.033460618		0.0283212022		0.1804226713		0.0003764423

		4		Unknown.68100045._ratio		0.182		0.0014331379						Methionine_ratio										Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.								5		Normetanephrine_ng_per_ml		0.717		0.0038764658				0.1118672553		0.1557423866		0.1118672553		0.0350034995

		5		Normetanephrine_ng_per_ml		0.172		0.0038764658						Tyrosine_ratio								4		Unknown.68100045._ratio		0.044		0.0014331379				6		Cholic_acid_ratio		0.7		0.1804226713				0.1426013012		0.2908299288		0.1672902637		0.6847398488

		6		Unknown.68100026._ratio		0.161		0.0082111567						Valine_ratio								5		Normetanephrine_ng_per_ml		0.066		0.0038764658						Indole.3.acetic_acid_ratio								0.1100250857		0.3878380142		0.1268379088		0.7307050825

				Unknown.68100044._ratio										Isoleucine_ratio								6		Unknown.68100026._ratio		0.071		0.0082111567				7		Lysophosphatidylcholine_.C20.4._ .additional. Lysophosphatidylcholine_.C18.1..		0.697		0.2779163278				0.1269906579		0.0350034995		0.033460618		0.033460618

				TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								6		Sphingomyelin_.d18.1.C16.0._ratio		0.393		0.033460618						Unknown.68100044._ratio										Unknown.58100010._ratio								0.1557423866		0.2471612109		0.1100250857		0.5130952114

				TAG_.containing_C18.2.C18.3._ratio										Unknown.58100162._ratio										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio								8		Unknown.28100099._ratio		0.691		0.0115629164				0.1268379088		0.1426013012		0.1269906579		0.1426013012

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								7		Unknown.28100099._ratio		0.394		0.0115629164						TAG_.containing_C18.2.C18.3._ratio										Urea_ratio								0.1672902637		0.6805797252		0.1557423866		0.2410570538

				TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										Urea_ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio								9		Metanephrine_ng_per_ml		0.669		0.0245362154				0.1675292713		0.8093296786		0.1675292713		0.1100250857

				Unknown.68100059._ratio								8		Unknown.68100026._ratio		0.396		0.0082111567						TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C								10		Phosphatidylcholine_.C16.0.C20.4_or_C18.2.C18.2._ratio		0.645		0.1675292713				0.2908299288		0.2268896727		0.1179533677		0.2219083121

				TAG_.containing_C18.1.C18.2._ratio										Unknown.68100044._ratio										Unknown.68100059._ratio										Unknown.68100052._ratio								0.1804226713		0.1268379088		0.1426013012		0.4768016558

				TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										TAG_.containing_C16.1.C18.1_or_C16.0.C18.2._ratio										TAG_.containing_C18.1.C18.2._ratio										Arachidonic_acid_.C20.cis..5_8_11_14.4._ratio								0.1179533677		0.4897710524		0.0708461039		0.1179533677

				Linoleic_acid_.C18.cis.9_12.2._ratio										TAG_.containing_C18.2.C18.3._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1										Phosphatidylcholine__8_ratio								0.6805797252		0.1118672553		0.2097300097		0.0385000841

				TAG_.containing_C18.2_C18.2._ratio										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio										Linoleic_acid_.C18.cis.9_12.2._ratio								11		Indole.3.propionic_acid_ratio		0.641		0.1672902637				0.0708461039		0.1675292713		0.1797958879		0.2471612109

				TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										TAG_.C55H96O6._or_.C50H100O6._.e_g__C16.0_C18.2_C18.3_or_C16.0_C										TAG_.containing_C18.2_C18.2._ratio										Arginine_ratio								0.1686503359		0.1100250857		0.1686503359		0.1179757632

		7		Triacylgyceride_hydroperoxide_.C18.1,18.2,C18.2.OOH._.additional._Triacylgyceride_hydroperoxide_.C16.0,C18.1,C20.4.OOH.,_Triacylgyceride_hydroperoxide_.C18.1,C18.1,C18.3.OOH..		0.149		0.023916274						Unknown.68100059._ratio										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio								12		Leucine_ratio		0.622		0.002525471				0.4897710524		0.1179757632		0.2908299288		0.0014331379

				Elaidic_acid_ratio										TAG_.containing_C18.1.C18.2._ratio								7		Metanephrine_ng_per_ml		0.088		0.0245362154						Phenylalanine_ratio								0.1797958879		0.5130952114		0.1706379605		0.4270310633

				Triacylgyceride_hydroperoxide_.C16.0,C18.1,C18.2.OOH.										TAG_.C55H100O6._.e_g__C16.0_C18.1_C18.2._ratio1								8		Histamine_ng_per_ml		0.093		0.0003764423						Lysine_ratio								0.1706379605		0.1845758705		0.1179757632		0.2933063636

		8		Metanephrine_ng_per_ml		0.126		0.0245362154						Linoleic_acid_.C18.cis.9_12.2._ratio										Serotonine_ng_per_ml				0.0283212022						Methionine_ratio

		9		Histamine_ng_per_ml		0.125		0.0003764423						TAG_.containing_C18.2_C18.2._ratio								9		Unknown.28100470._ratio		0.128		0.0350034995						Tyrosine_ratio

				Serotonine_ng_per_ml										TAG_.C55H98O6._.e_g__C16.0_C18.2_C18.2._ratio										Unknown.28100482._ratio										Valine_ratio

		10		Unknown.28100470._ratio		0.116		0.0283212022				9		Unknown.68100045._ratio		0.398		0.0014331379						TAG__1_ratio										Isoleucine_ratio

				Unknown.28100482._ratio								10		Metanephrine_ng_per_ml		0.4		0.0245362154						Ceramide_.d18.1.C24.0._ratio								13		Histamine_ng_per_ml		0.615		0.0003764423

				TAG__1_ratio								11		Thyroxine_ratio		0.408		0.0385000841						Coenzyme_Q10_ratio										Serotonine_ng_per_ml

				Ceramide_.d18.1.C24.0._ratio								12		Indole.3.propionic_acid_ratio		0.417		0.1672902637						Palmitic_acid_.C16.0._ratio								14		Fumarate_ratio		0.614		0.0350034995

				Coenzyme_Q10_ratio										Arginine_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Glyoxylate_ratio

				Palmitic_acid_.C16.0._ratio								13		Unknown.28100470._ratio		0.419		0.0283212022						Unknown.68100053._ratio								15		Unknown.38100430._ratio		0.612		0.6847398488

				TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Unknown.28100482._ratio										Palmitoleic_acid_ratio								16		Unknown.58100151._ratio		0.611		0.7307050825

				Unknown.68100053._ratio										TAG__1_ratio										Oleic_acid_.C18.cis.9.1._ratio								17		Sphingomyelin_.d18.1.C16.0._ratio		0.61		0.033460618

				Palmitoleic_acid_ratio										Ceramide_.d18.1.C24.0._ratio										Stearic_acid_.C18.0._ratio										Unknown.58100162._ratio

				Oleic_acid_.C18.cis.9.1._ratio										Coenzyme_Q10_ratio										Glycerol__lipid_fraction_ratio								18		Unknown.58100024._ratio		0.609		0.5130952114

				Stearic_acid_.C18.0._ratio										Palmitic_acid_.C16.0._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio								19		Mannose_ratio		0.608		0.1426013012

				Glycerol__lipid_fraction_ratio										TAG_.containing_C16.0.C16.1_or_C14.0.C18.1._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Glucose_ratio

				Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Unknown.68100053._ratio										Unknown.28101329._ratio										Glucose.1.phosphate_.minor._Glucose._ratio

				Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Palmitoleic_acid_ratio										Unknown.28100477._ratio										Ratio Glu_versus_Gln

				Unknown.28101329._ratio										Oleic_acid_.C18.cis.9.1._ratio										Unknown.28101328._ratio								20		Unknown.68100002._ratio		0.598		0.2410570538

				Unknown.28100477._ratio										Stearic_acid_.C18.0._ratio										Eicosenoic_acid_.C20.cis.11.1._ratio										Lysophosphatidylcholine_.16.0._ratio

				Unknown.28101328._ratio										Glycerol__lipid_fraction_ratio										Myristic_acid_.C14.0._ratio								21		Glycochenodeoxycholic_acid_ratio		0.597		0.1100250857

				Eicosenoic_acid_.C20.cis.11.1._ratio										Ceramide_.d18.1.C24.1_and_d18.2.C24.0._ratio										Pentadecanol_ratio								22		Phosphate_.inorganic_and_from_organic_phosphates._ratio		0.597		0.2219083121

				Myristic_acid_.C14.0._ratio										Conjugated_linoleic_acid_.C18.trans.10.cis.12.2._ratio										Heptadecanoic_acid_.C17.0._ratio										myo.Inositol.monophosphate_.minor._Fructose.6.phosphate__Glucose

				Pentadecanol_ratio										Unknown.28101329._ratio										Dodecanol_ratio								23		Threonic_acid_ratio		0.594		0.4768016558

				Heptadecanoic_acid_.C17.0._ratio										Unknown.28100477._ratio								10		Fumarate_ratio		0.137		0.0115629164						Glyceric_acid_ratio

				Dodecanol_ratio										Unknown.28101328._ratio										Glyoxylate_ratio								24		Unknown.38101835._ratio		0.582		0.1179533677

														Eicosenoic_acid_.C20.cis.11.1._ratio								11		Unknown.28100099._ratio		0.144		0.0385000841				25		Thyroxine_ratio		0.58		0.0385000841

														Myristic_acid_.C14.0._ratio										Urea_ratio								26		Unknown.68100050._ratio		0.565		0.2471612109

														Pentadecanol_ratio								12		Thyroxine_ratio		0.149		0.1804226713				27		Glycine_ratio		0.556		0.1179757632

														Heptadecanoic_acid_.C17.0._ratio								13		Cholic_acid_ratio		0.201		0.1118672553				28		Unknown.68100045._ratio		0.555		0.0014331379

														Dodecanol_ratio										Indole.3.acetic_acid_ratio								29		Unknown.58100149._ratio		0.553		0.4270310633

																																30		Unknown.38100493._ratio		0.544		0.2933063636





















																						14		Unknown.38100389._ratio		0.209

																								Unknown.38100468._ratio

																						15		Indole.3.propionic_acid_ratio		0.214

		halfMin		Hierarchical Clustering																				Arginine_ratio

																						16		Glucosamine_ratio		0.228

																								Unknown.38100473._ratio
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