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[bookmark: _GoBack]Table S1. List of 1H and 13C chemical Shift (, ppm) of metabolites. a,1H chemical shifts refer to Ala doublet at 1.48 ppm; b,13C chemical shifts refer to Ala at 16.8 ppm.
	
	Metabolites
	1Ha
	13Cb
	Assignment

	1
	Fatty acids
	0.89
	16.5
	CH3

	
	
	1.32–1.29
	32.6–34.2
	(CH2)n

	
	
	1.59
	27.4
	CH2-CH2-C=O

	
	
	2.04
	29.6
	CH2CH=CH

	
	
	2.27
	36.1
	CH2-C=O

	
	
	2.78
	27.9
	=CH-CH2-CH=

	
	
	5.32
	128–130
	-CH=CH-

	2
	Lactate
	1.33
	22.7
	CH3 

	
	
	4.12
	71.3
	CH 

	3
	Alanine
	1.48
	19.3
	CH3 

	
	
	3.78
	c
	CH

	4
	Valine 
	0.98
	21.7
	CH3 (d)

	
	
	1.04
	20.7
	CH3 (d)

	
	
	2.27
	30.5
	 CH

	
	
	3.61
	c
	 CH

	5
	Leucine 
	0.96
	24.9
	 CH3

	
	
	0.97
	25.3
	CH3

	
	
	1.70
	42.4
	CH2

	
	
	1.73
	28.8
	CH2

	
	
	3.72
	c
	CH

	6
	Lysine
	1.88
	32.9
	CH2

	
	
	1.47
	22.6
	CH2

	
	
	1.73
	27.3
	CH2

	
	
	3.03
	39,7
	CH2

	
	
	3.73
	c
	CH

	7
	Isoleucine
	1.97
	25.2
	CH3

	
	
	0.95–0.93
	21
	

	8
	Acetate
	1.92
	26.6
	CH3 (s)

	9
	Glutamine
	2.11
	27.3
	CH2

	
	
	2.44
	31.4
	CH2 (td)

	
	
	3.71
	c
	CH

	10
	Glutamate
	2.36
	34.3
	CH2

	
	
	2.07
	25.2
	CH2

	
	
	3.73
	c
	CH

	11
	Threonine
	1.32
	21.8
	CH3

	
	
	3.56
	69
	CH

	
	
	4.25
	66.9
	CH

	12
	α-glucose
	5.24
	92.6
	1 CH (d)

	
	
	3.55
	72
	2 CH

	
	
	3.72
	73.1
	3 CH

	
	
	3.42
	76.4
	4 CH

	
	
	3.82
	71.9
	6 CH2

	13

	β-glucose 




	4.64
	96.4
	1 CH (d)

	
	
	3.25
	74.7
	2 CH

	
	
	3.49
	76.3
	3 CH

	
	
	3.4
	70.2
	4 CH

	
	
	3.47
	76.4
	5 CH

	
	
	3.91
	61.3
	6 CH2

	14
	Creatine 
	3.06
	39.6
	CH3 (s)

	
	
	3.95
	56.4
	CH2 (s)

	15
	Histidine 
	7.03
	
	2 CH

	
	
	7.73
	
	4 CH

	17
	UDP
	5.89–5.93
	
	CH

	
	
	7.91
	
	CH

	18
	Glycine
	3.56
	44.3
	CH2 (s)

	19
	Taurine 
	3.41
	38.06
	N-CH2 (t)

	
	
	3.26
	48.4
	S-CH2

	20
	Tyrosine
	6.88
	
	5 CH

	
	
	7.18
	
	6 CH

	21
	Succinate
	2.37
	34.2
	CH2 (s)

	22
	Glycerol bound
	4.08
	62.2
	CH2

	
	
	4.28
	62.2
	CH2

	
	
	5.22
	69.4
	CH

	23
	Glyceryl phosphorylcholine 
	4.32
	60
	’ CH2

	
	
	3.67
	66.6
	CH2

	
	
	3.24
	56.5
	N-CH3 (s)

	24
	Aspartate
	2.68–2.65
	
	CH3

	
	
	3.90
	
	CH2

	25
	Pyroglutamic acid
	2.03–2.51
2.41
	25
30
	2,4 CH2
3 CH2

	
	
	4.19
	59
	1 CH

	26
	Myo-inositol
	3.53
	72
	1,3 CH

	
	
	4.06
	71.3
	2 CH 

	
	
	3.63
	73.1
	4,6 CH

	
	
	3.27
	74.4
	5 CH

	27
	Scyllo-inositol
	3.36
	73.6
	CH (s)

	28
	Serine
	3.87
3.94
	61
57
	CH
CH2

	29
	ETOH
	1.18
3.65
	
	CH3
CH2

	30
	Glutathione 
	2.55
2.95
4.57
	
	5 CH2
4 CH2
1 CH

	31
	Ascorbate 
	4.52
	
	4 CH

	32
	Adenine
	8.23
8.35
	
	





Figure S1. PLS-DA cross validation details and permutation.
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Figure S2. ANOVA results. 
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Figure S3. PLS-DA cross validation details.
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Scy 11.724 0.000173 3.7621 0.001934 2-1;31
Myo 11.434 0.000204 3.6912 0.001934 3-1;3-2
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Cr 5.4434 0.009618 2.0169 0.045685 2-1,3-2
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