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	Cirrhosis vs Non Cirrhosis 
	Sepsis vs. Non Sepsis 
	Non survivor vs Survivor 

	S.no
	Label
	Metabolite name
	Identification status
	Molecular Weight
	RT [min]
	Cirrhosis
	Non Cirrhosis
	FC
	AUC
	Pval
	q Value (FDR)
	RF SCORE
	Non Sepsis
	Sepsis
	FC
	AUC
	Pval
	q Value (FDR)
	RF SCORE
	 Non Survivor
	Survivor
	FC
	AUC
	Pval
	q Value (FDR)
	RF SCORE

	1
	B HMDB0001549
	Glucose 6-phosphate
	Mass
	260.03505
	2.155
	1.16E+06
	6.78E+05
	1.71
	0.52
	6.35E-01
	1.04E-03
	4.88E-05
	6.89E+05
	1.79E+06
	2.60
	0.53
	4.51E-01
	1.00E-03
	4.00E-05
	4.58E+06
	5.92E+05
	7.73
	0.64
	4.04E-02
	1.00E-03
	0.00E+00

	2
	B HMDB0061755
	Indican
	Mass
	295.06169
	2.155
	6.20E+05
	8.85E+03
	70.10
	0.53
	5.80E-01
	2.08E-03
	2.05E-04
	6.70E+03
	1.44E+06
	214.73
	0.55
	2.38E-02
	2.00E-03
	2.84E-04
	4.31E+06
	5.99E+03
	718.65
	1.00
	7.08E-14
	2.00E-03
	3.26E-03

	3
	B C20666
	5-oxo-delta-bilirubin 
	Mass
	598.24127
	2.155
	5.02E+04
	1.29E+04
	3.88
	0.64
	8.68E-03
	3.13E-03
	3.75E-04
	1.40E+04
	9.85E+04
	7.05
	0.89
	1.12E-05
	3.00E-03
	3.56E-04
	2.16E+05
	2.26E+04
	9.53
	0.81
	9.97E-05
	3.00E-03
	2.53E-04

	4
	H HMDB13324
	2-Ocetanoylcarnatine
	Mass,RT
	285.22859
	2.155
	1.84E+04
	6.48E+03
	2.84
	0.53
	2.51E-01
	4.17E-03
	0.00E+00
	6.88E+03
	3.38E+04
	4.91
	0.62
	1.15E-01
	4.00E-03
	2.11E-04
	9.22E+04
	6.10E+03
	15.11
	0.92
	4.30E-05
	4.00E-03
	1.76E-03

	5
	H C00581
	Guanidoacetic acid
	Mass,RT
	117.04229
	2.155
	2.02E+05
	9.83E+04
	2.05
	0.55
	3.34E-01
	5.21E-03
	0.00E+00
	1.04E+05
	3.31E+05
	3.17
	0.60
	3.37E-01
	5.00E-03
	0.00E+00
	8.06E+05
	1.01E+05
	7.99
	0.78
	7.17E-05
	5.00E-03
	1.30E-04

	6
	H C00249
	Palimitic acid
	Mass,RT
	256.1048
	2.155
	3.29E+04
	2.13E+04
	1.54
	0.62
	8.76E-01
	6.25E-03
	0.00E+00
	1.56E+04
	5.61E+04
	3.60
	0.67
	1.19E-02
	6.00E-03
	9.75E-04
	1.46E+05
	1.41E+04
	10.31
	1.00
	1.37E-28
	6.00E-03
	3.19E-03

	7
	B C02736
	5-Methylcytosine
	Mass
	125.08388
	2.155
	1.21E+05
	3.58E+04
	3.38
	0.72
	3.72E-05
	7.29E-03
	1.26E-04
	3.79E+04
	2.32E+05
	6.11
	0.99
	1.00E-16
	7.00E-03
	5.83E-03
	1.31E+05
	1.19E+05
	1.10
	0.63
	1.47E-01
	7.00E-03
	0.00E+00

	8
	B C00672
	Deoxyribose 1-phosphate
	Mass
	214.02481
	2.155
	1.22E+06
	3.75E+05
	3.26
	0.83
	4.13E-09
	8.33E-03
	3.74E-03
	2.37E+03
	2.85E+06
	1203.90
	0.96
	2.90E-10
	8.00E-03
	5.01E-03
	5.19E+03
	1.43E+06
	0.00
	0.54
	4.96E-01
	8.00E-03
	0.00E+00

	9
	B C22102
	N5-Citryl-D-ornithine 
	Mass
	306.10315
	2.155
	9.26E+06
	3.32E+05
	27.87
	0.58
	9.55E-01
	9.38E-03
	4.88E-05
	7.69E+04
	2.15E+07
	55.00
	0.98
	6.88E-05
	9.00E-03
	4.64E-04
	5.87E+07
	1.03E+06
	56.89
	0.71
	2.06E-03
	9.00E-03
	7.75E-05

	10
	H C00153
	Niacinamide
	Mass,RT
	122.125
	2.155
	2.24E+04
	1.00E+04
	2.23
	0.50
	2.67E-01
	1.04E-02
	6.76E-04
	4.02E+03
	4.68E+04
	11.66
	1.00
	9.17E-27
	1.00E-02
	7.90E-03
	5.05E+04
	1.77E+04
	2.86
	0.82
	5.34E-04
	1.00E-02
	5.36E-05

	11
	H C00121
	Ribose 
	Mass,RT
	150.03105
	2.155
	9.91E+03
	3.74E+03
	2.65
	0.61
	1.18E-02
	1.15E-02
	1.56E-04
	3.32E+03
	1.87E+04
	5.62
	0.91
	4.20E-09
	1.10E-02
	1.80E-03
	4.00E+03
	1.09E+04
	0.37
	0.58
	2.24E-01
	1.10E-02
	1.92E-05

	12
	H C00559
	Deoxyadenosine 
	Mass,RT
	251.07854
	2.155
	1.41E+04
	8.56E+03
	1.64
	0.50
	5.14E-01
	1.25E-02
	0.00E+00
	4.57E+03
	2.67E+04
	5.85
	0.94
	7.06E-12
	1.20E-02
	3.84E-03
	7.24E+03
	1.52E+04
	0.48
	0.53
	3.75E-01
	1.20E-02
	6.25E-05

	13
	B C05653
	Formylanthallic acid
	Mass
	165.07813
	1.905
	4.96E+06
	1.41E+04
	351.65
	0.97
	2.27E-17
	1.35E-02
	1.89E-03
	5.11E+05
	1.09E+07
	21.31
	0.75
	5.24E-02
	1.30E-02
	7.24E-04
	2.32E+04
	5.78E+06
	0.00
	1.00
	1.31E-06
	1.30E-02
	3.49E-03

	14
	H C00302
	Glutamic Acid
	Mass,RT
	147.05248
	2.155
	1.04E+06
	9.15E+04
	11.32
	0.92
	1.60E-13
	1.46E-02
	4.48E-03
	4.41E+05
	1.83E+06
	4.14
	0.55
	6.61E-01
	1.40E-02
	0.00E+00
	2.29E+05
	1.17E+06
	0.20
	0.66
	3.20E-02
	1.40E-02
	3.33E-05

	15
	H C01893
	Biotin amide
	Mass
	243.1
	1.878
	4.57E+04
	2.66E+03
	17.17
	0.94
	2.58E-13
	1.56E-02
	2.01E-03
	7.51E+04
	6.55E+03
	0.09
	0.95
	1.72E-07
	1.50E-02
	3.38E-03
	8.41E+03
	5.19E+04
	0.16
	0.75
	2.45E-02
	1.50E-02
	5.91E-04

	16
	H C00108
	Anthrallic acid
	Mass,RT
	137.08387
	2.155
	5.25E+06
	7.12E+04
	73.77
	0.92
	1.73E-16
	1.67E-02
	1.35E-03
	1.19E+06
	1.07E+07
	8.99
	0.73
	8.33E-03
	1.60E-02
	3.46E-04
	7.67E+04
	6.12E+06
	0.01
	1.00
	2.76E-10
	1.60E-02
	3.10E-03

	17
	H C00049 
	Aspartate
	Mass,RT
	133.05236
	2.155
	4.93E+06
	3.26E+04
	151.35
	0.94
	4.09E-16
	1.77E-02
	6.29E-03
	6.86E+05
	1.06E+07
	15.44
	0.71
	4.93E-02
	1.70E-02
	6.34E-04
	3.99E+04
	5.75E+06
	0.01
	1.00
	9.69E-08
	1.70E-02
	3.10E-03

	18
	HB C00990
	5-Aminopentamide
	Mass,RT
	116.09511
	2.155
	7.50E+06
	1.28E+05
	58.46
	0.90
	2.55E-09
	1.88E-02
	1.25E-03
	4.78E+05
	1.69E+07
	35.24
	0.62
	3.32E-01
	1.80E-02
	1.53E-04
	2.38E+05
	8.71E+06
	0.03
	0.78
	7.55E-03
	1.80E-02
	2.06E-04

	19
	HB C16565
	Aminopropylcadaverine
	Mass,RT
	159.1729
	2.155
	6.10E+03
	4.76E+03
	1.28
	0.60
	1.01E-01
	1.98E-02
	0.00E+00
	5.07E+03
	7.48E+03
	1.48
	0.83
	2.83E-02
	1.90E-02
	4.17E-05
	5.59E+03
	6.19E+03
	0.90
	0.57
	5.90E-01
	1.90E-02
	0.00E+00

	20
	HB C15700
	gamma-Glutamyl-gamma-aminobutyraldehyde
	Mass,RT
	216.11027
	2.155
	4.55E+04
	4.13E+04
	1.10
	0.53
	6.19E-01
	2.08E-02
	1.33E-04
	3.24E+04
	6.29E+04
	1.94
	0.93
	3.04E-07
	2.00E-02
	6.07E-04
	5.37E+04
	4.41E+04
	1.22
	0.57
	4.70E-01
	2.00E-02
	0.00E+00

	21
	HB C15532
	N-Acetyl-L-citrulline
	Mass,RT
	217.10543
	2.155
	1.35E+04
	1.46E+04
	0.93
	0.52
	5.81E-01
	2.19E-02
	0.00E+00
	1.09E+04
	1.70E+04
	1.56
	0.85
	3.61E-03
	2.10E-02
	2.46E-04
	1.44E+04
	1.33E+04
	1.08
	0.56
	5.39E-01
	2.10E-02
	1.85E-05

	22
	HB C12248
	5-Hydroxy-2-oxo-4-ureido-2_5-dihydro-1H-imidazole-5-carboxylate
	Mass,RT
	202.03287
	2.155
	2.36E+05
	4.50E+05
	0.53
	0.71
	6.35E-04
	2.29E-02
	6.93E-04
	2.30E+05
	2.45E+05
	1.06
	0.56
	2.36E-02
	2.20E-02
	3.45E-05
	2.03E+05
	2.42E+05
	0.84
	0.60
	9.76E-03
	2.20E-02
	1.66E-04

	23
	HB C11821
	5-Hydroxyisourate
	Mass,RT
	184.02408
	2.155
	1.64E+05
	1.33E+05
	1.23
	0.52
	6.80E-01
	2.40E-02
	6.08E-05
	1.62E+05
	1.66E+05
	1.02
	0.58
	3.88E-02
	2.30E-02
	4.85E-05
	2.29E+05
	1.53E+05
	1.50
	0.61
	2.62E-01
	2.30E-02
	2.38E-05

	24
	HB C11355
	4-Amino-4-deoxychorismate
	Mass,RT
	225.0632
	2.155
	1.42E+03
	1.91E+03
	0.74
	0.56
	7.28E-02
	2.50E-02
	0.00E+00
	1.59E+03
	1.20E+03
	0.75
	0.52
	2.26E-02
	2.40E-02
	0.00E+00
	1.41E+03
	1.43E+03
	0.99
	0.55
	8.65E-01
	2.40E-02
	3.57E-05

	25
	HB C06427
	α-Linolenic acid
	Mass, RT, Spectral match
	278.22328
	2.155
	3.28E+05
	3.13E+05
	1.05
	0.50
	9.53E-01
	2.60E-02
	0.00E+00
	4.89E+05
	1.13E+05
	0.23
	0.67
	2.75E-02
	2.50E-02
	6.20E-04
	1.72E+05
	3.54E+05
	0.49
	0.51
	8.54E-01
	2.50E-02
	4.10E-05

	26
	HB C06007
	(R) 2,3-Dihydroxy-3-methylvalerate
	Mass
	NA
	1.611
	1.20E+04
	1.30E+04
	0.92
	0.54
	4.55E-01
	2.71E-02
	0.00E+00
	1.32E+04
	1.03E+04
	0.78
	0.54
	1.70E-03
	2.60E-02
	3.08E-05
	1.21E+04
	1.20E+04
	1.01
	0.50
	9.55E-01
	2.60E-02
	0.00E+00

	27
	HB C05961
	[FAoxo_trihydrox]6-oxo-9S_11R_15S-trihydroxy-13E-prostenoicacid
	Mass,RT
	370.23497
	2.155
	2.20E+05
	4.59E+04
	4.80
	0.60
	4.72E-02
	2.81E-02
	4.74E-05
	2.96E+05
	1.19E+05
	0.40
	0.66
	2.58E-02
	2.70E-02
	7.23E-05
	3.56E+03
	2.56E+05
	0.01
	0.94
	1.69E-05
	2.70E-02
	4.60E-04

	28
	HB C05931
	N-Succinyl-L-glutamate
	Mass,RT
	247.06894
	2.155
	3.75E+04
	2.88E+04
	1.30
	0.56
	3.28E-01
	2.92E-02
	2.50E-04
	4.25E+04
	3.09E+04
	0.73
	0.64
	4.71E-03
	2.80E-02
	3.57E-05
	5.04E+04
	3.54E+04
	1.42
	0.55
	5.92E-01
	2.80E-02
	2.13E-05

	29
	HB C05827
	Methylimidazoleacetaldehyde
	Mass,RT
	124.06305
	2.155
	2.63E+05
	2.82E+05
	0.93
	0.55
	3.84E-01
	3.02E-02
	9.52E-06
	2.31E+05
	3.07E+05
	1.33
	0.61
	8.85E-01
	2.90E-02
	4.17E-05
	1.00E+05
	2.90E+05
	0.34
	0.84
	1.61E-04
	2.90E-02
	1.62E-04

	30
	HB C05824
	Cysteine-S-sulfate
	Mass, RT, Spectral match
	200.97564
	2.155
	4.00E+04
	5.21E+04
	0.77
	0.65
	1.76E-02
	3.13E-02
	0.00E+00
	3.82E+04
	4.23E+04
	1.11
	0.50
	2.55E-01
	3.00E-02
	1.67E-05
	7.01E+04
	3.49E+04
	2.01
	0.65
	1.38E-02
	3.00E-02
	2.00E-05

	31
	HB C05786
	(3Z)-Phycocyanobilin
	Mass,RT
	586.27705
	2.155
	1.71E+05
	1.68E+04
	10.17
	0.86
	4.31E-09
	3.23E-02
	3.57E-04
	1.69E+05
	1.73E+05
	1.03
	0.55
	2.30E-01
	3.10E-02
	0.00E+00
	4.07E+04
	1.92E+05
	0.21
	0.84
	1.11E-02
	3.10E-02
	2.00E-04

	32
	HB C05643
	6-Hydroxymelatonin
	Mass,RT
	248.11516
	2.155
	4.45E+03
	6.69E+03
	0.67
	0.66
	9.79E-04
	3.33E-02
	4.04E-04
	4.66E+03
	4.18E+03
	0.90
	0.61
	2.40E-01
	3.20E-02
	4.17E-05
	5.12E+03
	4.34E+03
	1.18
	0.66
	1.97E-01
	3.20E-02
	0.00E+00

	33
	HB C05587
	3-Methoxytyramine
	Mass,RT
	167.09393
	2.155
	5.20E+05
	3.50E+05
	1.49
	0.56
	2.15E-01
	3.44E-02
	0.00E+00
	4.99E+05
	5.48E+05
	1.10
	0.55
	8.66E-01
	3.30E-02
	0.00E+00
	6.13E+05
	5.05E+05
	1.21
	0.54
	7.72E-01
	3.30E-02
	0.00E+00

	34
	HB C05539
	N-Acetyl-L-2-amino-6-oxopimelate
	Mass,RT
	231.0734
	2.155
	4.63E+03
	6.82E+03
	0.68
	0.67
	5.68E-04
	3.54E-02
	2.91E-04
	4.97E+03
	4.17E+03
	0.84
	0.51
	1.40E-02
	3.40E-02
	8.49E-05
	6.13E+03
	4.38E+03
	1.40
	0.69
	3.44E-02
	3.40E-02
	4.67E-05

	35
	HB C05512
	2'-Deoxyinosine
	Mass,RT
	252.08522
	2.155
	2.89E+04
	1.16E+04
	2.49
	0.88
	1.69E-10
	3.65E-02
	9.83E-04
	2.59E+04
	3.30E+04
	1.28
	0.72
	5.35E-01
	3.50E-02
	0.00E+00
	5.48E+04
	2.46E+04
	2.23
	0.52
	3.90E-02
	3.50E-02
	1.72E-05

	36
	HB C05130
	Imidazole-4-acetaldehyde
	Mass,RT
	110.04779
	2.155
	3.10E+06
	4.19E+06
	0.74
	0.51
	4.67E-01
	3.75E-02
	0.00E+00
	3.96E+06
	1.94E+06
	0.49
	0.57
	7.08E-01
	3.60E-02
	0.00E+00
	1.49E+06
	3.36E+06
	0.44
	0.62
	6.79E-01
	3.60E-02
	4.20E-05

	37
	HB C05127
	N-Methylhistamine
	Mass, RT, Spectral match
	125.09501
	2.155
	2.08E+03
	2.36E+03
	0.88
	0.56
	7.22E-01
	3.85E-02
	0.00E+00
	2.54E+03
	1.48E+03
	0.58
	0.56
	3.55E-01
	3.70E-02
	9.14E-04
	1.62E+03
	2.16E+03
	0.75
	0.64
	9.85E-01
	3.70E-02
	0.00E+00

	38
	HB C04751
	5-Amino-4-imidazolecarboxylate
	Mass,RT
	127.03796
	2.155
	6.78E+04
	3.51E+04
	1.93
	0.60
	2.94E-02
	3.96E-02
	0.00E+00
	8.75E+04
	4.14E+04
	0.47
	0.63
	6.49E-03
	3.80E-02
	0.00E+00
	2.10E+04
	7.56E+04
	0.28
	0.77
	1.89E-02
	3.80E-02
	6.17E-05

	39
	HB C04593
	(2S_3R)-3-Hydroxybutane-1_2_3-tricarboxylate
	Mass,RT
	206.04184
	2.155
	4.38E+04
	2.46E+04
	1.78
	0.73
	8.95E-05
	4.06E-02
	9.26E-04
	5.72E+04
	2.59E+04
	0.45
	0.70
	6.92E-04
	3.90E-02
	0.00E+00
	1.80E+04
	4.81E+04
	0.37
	0.75
	1.75E-02
	3.90E-02
	0.00E+00

	40
	HB C04556
	4-Amino-2-methyl-5-phosphomethylpyrimidine
	Mass,RT
	219.04096
	2.155
	7.89E+03
	1.23E+04
	0.64
	0.73
	7.39E-05
	4.17E-02
	3.82E-04
	8.56E+03
	7.00E+03
	0.82
	0.56
	3.26E-02
	4.00E-02
	7.44E-05
	8.09E+03
	7.86E+03
	1.03
	0.61
	3.47E-01
	4.00E-02
	0.00E+00

	41
	HB C04546
	(R)-3-((R)-3-Hydroxybutanoyloxy)butanoate
	Mass,RT
	190.08335
	2.155
	9.66E+05
	2.92E+05
	3.30
	0.62
	2.27E-01
	4.27E-02
	0.00E+00
	1.59E+06
	1.32E+05
	0.08
	0.77
	4.73E-07
	4.10E-02
	8.50E-04
	2.79E+05
	1.08E+06
	0.26
	0.67
	3.32E-01
	4.10E-02
	0.00E+00

	42
	HB C04479
	2-Hydroxy-6-oxono -2_4-diene-1_9-dioate
	Mass,RT
	214.04709
	2.155
	2.06E+03
	2.52E+03
	0.82
	0.61
	1.72E-02
	4.38E-02
	2.62E-04
	2.04E+03
	2.08E+03
	1.02
	0.75
	9.23E-01
	4.20E-02
	3.85E-05
	2.16E+03
	2.04E+03
	1.06
	0.54
	9.39E-01
	4.20E-02
	0.00E+00

	43
	HB C04421
	N-Succinyl-LL-2_6-diaminoheptanedioate
	Mass,RT
	290.11128
	2.155
	2.59E+03
	1.34E+04
	0.19
	0.81
	4.87E-09
	4.48E-02
	1.12E-03
	2.92E+03
	2.15E+03
	0.74
	0.53
	5.56E-02
	4.30E-02
	0.00E+00
	1.41E+03
	2.79E+03
	0.50
	0.80
	1.00E-02
	4.30E-02
	3.21E-06

	44
	HB C04349
	(4S)-4,6-Dihydroxy-2,5-dioxohexanoate
	Mass
	NA
	19.919
	5.30E+04
	5.82E+05
	0.09
	0.71
	2.37E-04
	4.58E-02
	3.70E-04
	4.39E+04
	6.51E+04
	1.48
	0.58
	5.88E-01
	4.40E-02
	0.00E+00
	1.34E+04
	5.96E+04
	0.23
	0.71
	5.03E-02
	4.40E-02
	1.79E-05

	45
	HB C04236
	(2S)-2-Isopropyl-3-oxosucci te
	Mass,RT
	174.05212
	2.155
	5.31E+03
	6.93E+03
	0.77
	0.66
	3.11E-03
	4.69E-02
	3.24E-04
	6.50E+03
	3.72E+03
	0.57
	0.71
	1.57E-07
	4.50E-02
	6.03E-04
	3.90E+03
	5.55E+03
	0.70
	0.69
	4.81E-02
	4.50E-02
	4.00E-05

	46
	HB C03912
	(S)-1-Pyrroline-5-carboxylate
	Mass,RT
	113.04743
	2.155
	5.15E+05
	2.50E+05
	2.06
	0.76
	4.71E-06
	4.79E-02
	4.34E-04
	4.32E+05
	6.26E+05
	1.45
	0.83
	1.10E-02
	4.60E-02
	5.75E-05
	4.93E+05
	5.18E+05
	0.95
	0.50
	9.30E-01
	4.60E-02
	0.00E+00

	47
	HB C03771
	5-Guanidino-2-oxopentanoate
	Mass,RT
	173.07949
	2.155
	1.41E+04
	1.32E+04
	1.07
	0.50
	8.33E-01
	4.90E-02
	2.08E-04
	1.12E+04
	1.81E+04
	1.61
	0.76
	1.48E-02
	4.70E-02
	1.62E-04
	2.53E+04
	1.23E+04
	2.06
	0.76
	1.18E-03
	4.70E-02
	1.98E-04

	48
	HB C03758
	Dopamine
	Mass,RT
	153.07833
	2.155
	6.66E+04
	5.67E+04
	1.17
	0.53
	8.21E-01
	5.00E-02
	0.00E+00
	6.69E+04
	6.61E+04
	0.99
	0.53
	4.64E-01
	4.80E-02
	0.00E+00
	8.97E+04
	6.27E+04
	1.43
	0.55
	8.20E-01
	4.80E-02
	0.00E+00

	49
	HB C03742
	(S)-4-Hydroxymandelonitrile
	Mass,RT
	149.04726
	2.155
	2.04E+04
	8.81E+03
	2.31
	0.69
	3.44E-04
	1.00E-03
	5.40E-04
	8.95E+03
	3.56E+04
	3.98
	0.96
	2.05E-12
	4.90E-02
	2.88E-03
	5.29E+04
	1.50E+04
	3.53
	0.89
	8.65E-07
	4.90E-02
	2.80E-04

	50
	HB C03680
	4-Imidazolone-5-propanoate
	Mass,RT
	156.05297
	2.155
	5.11E+04
	4.71E+04
	1.09
	0.53
	5.16E-01
	2.00E-03
	0.00E+00
	4.75E+04
	5.58E+04
	1.17
	0.71
	4.53E-01
	5.00E-02
	0.00E+00
	6.54E+04
	4.87E+04
	1.34
	0.71
	5.40E-02
	5.00E-02
	3.85E-05

	51
	HB C03375
	Norspermidine
	Mass
	NA
	3.824
	6.06E+04
	3.56E+04
	1.70
	0.62
	5.22E-02
	3.00E-03
	2.74E-04
	8.49E+04
	2.83E+04
	0.33
	0.79
	1.08E-06
	1.00E-03
	2.08E-04
	2.53E+04
	6.65E+04
	0.38
	0.73
	1.97E-02
	1.00E-03
	0.00E+00

	52
	HB C03373
	Aminoimidazoleribotide
	Mass,RT
	295.05714
	2.155
	3.54E+05
	3.31E+05
	1.07
	0.54
	2.90E-01
	4.00E-03
	0.00E+00
	3.48E+05
	3.61E+05
	1.04
	0.54
	8.07E-02
	2.00E-03
	0.00E+00
	7.10E+04
	4.01E+05
	0.18
	0.86
	1.41E-05
	2.00E-03
	2.64E-04

	53
	HB C03263
	CoproporphyrinogenIII
	Mass,RT
	660.31883
	2.155
	6.10E+02
	1.33E+03
	0.46
	0.65
	1.40E-02
	5.00E-03
	3.77E-04
	5.98E+02
	6.25E+02
	1.05
	0.69
	4.42E-01
	3.00E-03
	1.40E-04
	9.03E+02
	5.61E+02
	1.61
	0.70
	8.93E-02
	3.00E-03
	0.00E+00

	54
	HB C03232
	3-Phosphonooxypyruvate
	Mass,RT
	183.97747
	2.155
	1.92E+05
	1.30E+05
	1.48
	0.60
	1.02E-01
	6.00E-03
	0.00E+00
	1.78E+05
	2.11E+05
	1.18
	0.55
	8.40E-01
	4.00E-03
	1.29E-04
	3.04E+05
	1.74E+05
	1.75
	0.67
	1.55E-01
	4.00E-03
	0.00E+00

	55
	HB C03194
	(R)-1-Aminopropan-2-ol
	Mass,RT
	75.06868
	1.793
	1.76E+05
	1.43E+05
	1.24
	0.53
	9.17E-01
	7.00E-03
	0.00E+00
	2.59E+05
	6.69E+04
	0.26
	0.86
	2.54E-10
	5.00E-03
	1.20E-03
	6.89E+04
	1.94E+05
	0.35
	0.76
	1.77E-03
	5.00E-03
	2.15E-05

	56
	HB C03150
	N-Ribosylnicotinamide
	Mass,RT
	254.08994
	2.155
	2.76E+04
	2.58E+04
	1.07
	0.55
	2.63E-01
	8.00E-03
	9.30E-05
	2.62E+04
	2.94E+04
	1.12
	0.60
	3.61E-01
	6.00E-03
	3.89E-05
	5.99E+04
	2.22E+04
	2.70
	0.88
	1.73E-03
	6.00E-03
	6.29E-04

	57
	HB C03114
	Dimethylbenzimidazole
	Mass,RT
	146.08384
	2.155
	4.25E+04
	3.24E+04
	1.31
	0.57
	1.58E-01
	9.00E-03
	7.62E-05
	4.19E+04
	4.34E+04
	1.03
	0.57
	8.09E-01
	7.00E-03
	0.00E+00
	4.10E+04
	4.28E+04
	0.96
	0.56
	5.82E-01
	7.00E-03
	0.00E+00

	58
	HB C02989
	L-Methionine Sulfoxide
	Mass,RT
	165.04523
	2.155
	7.74E+05
	5.57E+05
	1.39
	0.63
	2.43E-01
	1.00E-02
	1.40E-04
	7.26E+05
	8.37E+05
	1.15
	0.64
	1.65E-01
	8.00E-03
	7.85E-05
	8.09E+05
	7.68E+05
	1.05
	0.56
	1.02E-02
	8.00E-03
	4.00E-05

	59
	HB C02835
	Imidazoleacetic acid
	Mass, RT, Spectral match
	126.04259
	2.155
	2.02E+04
	2.20E+04
	0.92
	0.53
	6.68E-01
	1.10E-02
	0.00E+00
	2.41E+04
	1.50E+04
	0.62
	0.54
	1.98E-01
	9.00E-03
	0.00E+00
	1.29E+04
	2.14E+04
	0.60
	0.70
	7.95E-01
	9.00E-03
	6.50E-05

	60
	HB C02713
	N-Acetylmuramate
	Mass,RT
	293.10985
	2.155
	8.25E+03
	3.96E+03
	2.08
	0.78
	1.16E-06
	1.20E-02
	8.74E-04
	6.34E+03
	1.08E+04
	1.70
	0.72
	8.30E-02
	1.00E-02
	7.65E-05
	2.23E+04
	5.91E+03
	3.78
	0.97
	1.54E-11
	1.00E-02
	1.81E-03

	61
	HB C02700
	L-Formylkynurenine
	Mass,RT
	236.07904
	2.155
	2.35E+05
	1.83E+05
	1.28
	0.61
	5.48E-01
	1.30E-02
	7.95E-04
	2.82E+05
	1.73E+05
	0.61
	0.51
	7.71E-01
	1.10E-02
	3.57E-05
	8.38E+04
	2.60E+05
	0.32
	0.66
	5.13E-01
	1.10E-02
	0.00E+00

	62
	HB C02647
	4-Guanidinobutanal
	Mass,RT
	129.08998
	2.155
	1.81E+05
	7.22E+04
	2.51
	0.68
	2.18E-02
	1.40E-02
	6.44E-04
	2.80E+05
	4.94E+04
	0.18
	0.90
	4.37E-14
	1.20E-02
	5.39E-03
	4.78E+04
	2.03E+05
	0.23
	0.84
	5.53E-05
	1.20E-02
	7.03E-05

	63
	HB C02504
	(2R_3S)-3-Isopropylmalate
	Mass,RT
	176.06864
	2.155
	1.91E+03
	1.80E+03
	1.06
	0.53
	3.72E-01
	1.50E-02
	0.00E+00
	2.13E+03
	1.62E+03
	0.76
	0.52
	9.66E-01
	1.30E-02
	0.00E+00
	2.12E+03
	1.87E+03
	1.13
	0.57
	4.78E-01
	1.30E-02
	0.00E+00

	64
	HB C02376
	5-Methylcytosine
	Mass,RT
	125.05852
	2.155
	4.42E+04
	4.02E+04
	1.10
	0.54
	9.17E-01
	1.60E-02
	0.00E+00
	3.20E+04
	6.05E+04
	1.89
	0.83
	6.35E-04
	1.40E-02
	2.43E-04
	1.03E+05
	3.44E+04
	2.99
	0.85
	1.86E-07
	1.40E-02
	1.47E-03

	65
	HB C01909
	Dethiobiotin
	Mass,RT
	214.13093
	2.155
	1.67E+04
	1.07E+04
	1.55
	0.63
	8.32E-03
	1.70E-02
	2.25E-04
	1.06E+04
	2.48E+04
	2.33
	0.92
	1.82E-06
	1.50E-02
	2.18E-04
	2.62E+04
	1.51E+04
	1.73
	0.79
	3.13E-03
	1.50E-02
	0.00E+00

	66
	HB C01762
	Xanthosine
	Mass,RT
	284.07603
	2.155
	3.31E+04
	7.45E+03
	4.44
	0.91
	4.23E-16
	1.80E-02
	2.37E-03
	3.92E+04
	2.49E+04
	0.64
	0.78
	9.10E-06
	1.60E-02
	1.72E-03
	1.09E+04
	3.68E+04
	0.30
	0.90
	1.47E-07
	1.60E-02
	5.47E-04

	67
	HB C01598
	Melatonin
	Mass,RT
	232.12016
	2.155
	2.64E+04
	8.10E+03
	3.27
	0.84
	1.07E-09
	1.90E-02
	1.04E-03
	3.52E+04
	1.48E+04
	0.42
	0.82
	1.19E-07
	1.70E-02
	1.18E-03
	7.79E+03
	2.96E+04
	0.26
	0.90
	2.47E-05
	1.70E-02
	3.61E-04

	68
	HB C01300
	2-Amino-4-hydroxy-6-hydroxymethyl-7_8-dihydropteridine
	Mass,RT
	195.07544
	2.155
	2.33E+03
	3.42E+03
	0.68
	0.63
	1.24E-02
	2.00E-02
	9.52E-05
	2.10E+03
	2.64E+03
	1.25
	0.63
	6.33E-01
	1.80E-02
	8.33E-05
	4.41E+03
	1.99E+03
	2.22
	0.76
	4.70E-04
	1.80E-02
	7.55E-04

	69
	HB C01267
	3-(Imidazol-4-yl)-2-oxopropylphosphate
	Mass,RT
	220.02592
	2.155
	1.82E+04
	9.51E+03
	1.91
	0.61
	3.52E-02
	2.10E-02
	2.44E-06
	1.82E+04
	1.81E+04
	1.00
	0.51
	6.18E-01
	1.90E-02
	0.00E+00
	2.27E+04
	1.74E+04
	1.31
	0.66
	1.16E-01
	1.90E-02
	0.00E+00

	70
	HB C01250
	N-Acetyl-L-glutamate5-semialdehyde
	Mass,RT
	173.06816
	2.155
	6.38E+04
	2.98E+04
	2.14
	0.76
	9.10E-07
	2.20E-02
	1.32E-03
	8.09E+04
	4.11E+04
	0.51
	0.70
	2.83E-05
	2.00E-02
	2.17E-04
	5.41E+04
	6.54E+04
	0.83
	0.58
	4.97E-01
	2.00E-02
	0.00E+00

	71
	HB C01187
	3-Deoxy-D-manno-octuloso te
	Mass,RT
	238.06833
	2.155
	1.12E+04
	7.68E+03
	1.46
	0.69
	3.44E-04
	2.30E-02
	3.23E-04
	1.15E+04
	1.09E+04
	0.94
	0.62
	3.59E-01
	2.10E-02
	2.08E-05
	9.76E+03
	1.15E+04
	0.85
	0.62
	1.61E-01
	2.10E-02
	0.00E+00

	72
	HB C01181
	3-Dehydroxycarnitine
	Mass,RT
	145.10978
	2.155
	1.49E+04
	1.60E+04
	0.93
	0.56
	4.57E-01
	2.40E-02
	0.00E+00
	1.66E+04
	1.27E+04
	0.76
	0.52
	6.39E-02
	2.20E-02
	0.00E+00
	1.13E+04
	1.55E+04
	0.73
	0.68
	2.04E-01
	2.20E-02
	0.00E+00

	73
	HB C01149
	4-Trimethylammoniobutanal
	Mass,RT
	129.11488
	2.155
	1.05E+05
	9.81E+04
	1.07
	0.51
	6.73E-01
	2.50E-02
	0.00E+00
	9.39E+04
	1.20E+05
	1.27
	0.62
	2.23E-01
	2.30E-02
	0.00E+00
	1.29E+05
	1.01E+05
	1.28
	0.58
	7.77E-01
	2.30E-02
	0.00E+00

	74
	HB C01118
	O-Succinyl-L-homoserine
	Mass,RT
	219.07356
	2.155
	1.05E+04
	1.20E+04
	0.88
	0.56
	3.00E-01
	2.60E-02
	1.44E-04
	1.12E+04
	9.60E+03
	0.86
	0.52
	7.48E-02
	2.40E-02
	0.00E+00
	1.03E+04
	1.06E+04
	0.97
	0.63
	3.21E-01
	2.40E-02
	1.79E-05

	75
	HB C01061
	4-Fumarylacetoacetate
	Mass,RT
	200.03263
	2.155
	5.51E+03
	3.79E+03
	1.45
	0.74
	5.86E-05
	2.70E-02
	0.00E+00
	5.46E+03
	5.59E+03
	1.02
	0.69
	4.98E-01
	2.50E-02
	0.00E+00
	6.18E+03
	5.40E+03
	1.14
	0.61
	5.88E-01
	2.50E-02
	0.00E+00

	76
	HB C01035
	4-Guanidinobutanoate
	Mass,RT
	145.0847
	2.155
	2.92E+04
	3.03E+04
	0.97
	0.52
	8.55E-01
	2.80E-02
	9.52E-05
	3.48E+04
	2.19E+04
	0.63
	0.57
	3.41E-03
	2.60E-02
	2.27E-05
	2.23E+04
	3.04E+04
	0.73
	0.58
	2.02E-01
	2.60E-02
	0.00E+00

	77
	HB C00931
	Porphobilinogen
	Mass,RT
	226.09453
	2.155
	1.54E+04
	1.09E+04
	1.41
	0.68
	4.87E-04
	2.90E-02
	1.25E-04
	1.50E+04
	1.60E+04
	1.07
	0.76
	9.57E-01
	2.70E-02
	9.85E-05
	2.01E+04
	1.46E+04
	1.37
	0.59
	1.56E-01
	2.70E-02
	3.45E-05

	78
	HB C00881
	Deoxycytidine
	Mass,RT
	227.08971
	2.155
	2.08E+04
	2.30E+04
	0.90
	0.56
	1.96E-01
	3.00E-02
	8.58E-05
	2.59E+04
	1.40E+04
	0.54
	0.66
	3.56E-04
	2.80E-02
	0.00E+00
	1.53E+04
	2.17E+04
	0.70
	0.68
	2.39E-02
	2.80E-02
	2.27E-05

	79
	HB C00864
	Pantothenic acid
	Mass
	NA
	2.389
	8.16E+03
	4.20E+03
	1.94
	0.65
	1.51E-02
	3.10E-02
	3.13E-04
	1.11E+04
	4.23E+03
	0.38
	0.64
	1.09E-01
	2.90E-02
	9.14E-05
	4.08E+03
	8.84E+03
	0.46
	0.67
	4.92E-01
	2.90E-02
	0.00E+00

	80
	HB C00860
	L-Histidinol
	Mass,RT
	141.08981
	2.155
	2.92E+04
	1.90E+04
	1.54
	0.69
	1.12E-03
	3.20E-02
	1.70E-04
	2.29E+04
	3.76E+04
	1.64
	0.88
	4.89E-03
	3.00E-02
	5.92E-05
	5.00E+04
	2.57E+04
	1.95
	0.51
	6.43E-02
	3.00E-02
	1.75E-04

	81
	HB C00844
	(R)-Prunasin
	Mass,RT
	295.10562
	2.155
	6.96E+02
	1.34E+03
	0.52
	0.79
	3.37E-07
	3.30E-02
	7.41E-04
	6.01E+02
	8.22E+02
	1.37
	0.80
	5.15E-02
	3.10E-02
	2.16E-05
	1.22E+03
	6.08E+02
	2.00
	0.78
	1.28E-03
	3.10E-02
	2.76E-04

	82
	HB C00831
	Pantetheine
	Mass,RT
	278.12904
	2.155
	7.08E+03
	6.25E+03
	1.13
	0.58
	1.23E-01
	3.40E-02
	4.88E-05
	7.10E+03
	7.05E+03
	0.99
	0.65
	4.14E-01
	3.20E-02
	0.00E+00
	5.78E+03
	7.29E+03
	0.79
	0.66
	6.60E-02
	3.20E-02
	0.00E+00

	83
	HB C00826
	L-Arogenate
	Mass,RT
	227.07855
	2.155
	6.48E+03
	1.14E+04
	0.57
	0.76
	1.24E-06
	3.50E-02
	5.06E-04
	5.80E+03
	7.39E+03
	1.27
	0.78
	5.88E-02
	3.30E-02
	1.01E-04
	1.04E+04
	5.82E+03
	1.79
	0.76
	7.53E-04
	3.30E-02
	2.48E-04

	84
	HB C00818
	D-Saccharicacid
	Mass,RT
	210.03657
	2.155
	3.02E+07
	2.21E+07
	1.36
	0.54
	6.84E-01
	3.60E-02
	0.00E+00
	4.36E+07
	1.22E+07
	0.28
	0.78
	8.98E-04
	3.40E-02
	2.09E-04
	9.43E+06
	3.36E+07
	0.28
	0.73
	4.46E-02
	3.40E-02
	0.00E+00

	85
	HB C00791
	Creatinine
	Mass,RT
	113.05886
	2.155
	1.33E+07
	1.29E+07
	1.03
	0.50
	8.23E-01
	3.70E-02
	0.00E+00
	1.31E+07
	1.35E+07
	1.03
	0.51
	9.06E-02
	3.50E-02
	1.48E-04
	1.73E+07
	1.26E+07
	1.37
	0.55
	2.71E-01
	3.50E-02
	2.38E-05

	86
	HB C00785
	Urocanic acid
	Mass, RT, Spectral match
	138.04234
	2.155
	1.99E+05
	1.83E+05
	1.09
	0.55
	3.10E-01
	3.80E-02
	0.00E+00
	2.03E+05
	1.94E+05
	0.96
	0.56
	9.62E-01
	3.60E-02
	3.94E-05
	2.58E+05
	1.89E+05
	1.37
	0.64
	2.72E-01
	3.60E-02
	1.99E-06

	87
	HB C00670
	sn-glycero-3-Phosphocholine
	Mass,RT
	257.10161
	2.155
	1.24E+05
	1.87E+05
	0.66
	0.54
	6.19E-01
	3.90E-02
	0.00E+00
	2.81E+04
	2.51E+05
	8.94
	0.62
	2.33E-01
	3.70E-02
	0.00E+00
	5.33E+04
	1.35E+05
	0.39
	0.51
	9.48E-01
	3.70E-02
	0.00E+00

	88
	HB C00666
	2_6-Diaminoheptanedioicacid
	Mass,RT
	190.0945
	2.155
	6.02E+04
	4.07E+04
	1.48
	0.61
	2.99E-02
	4.00E-02
	4.65E-05
	6.74E+04
	5.06E+04
	0.75
	0.59
	1.98E-02
	3.80E-02
	0.00E+00
	7.04E+04
	5.85E+04
	1.20
	0.54
	7.47E-01
	3.80E-02
	0.00E+00

	89
	HB C00643
	5-Hydroxy-DL-tryptophan
	Mass,RT
	220.08403
	2.155
	4.35E+04
	6.10E+04
	0.71
	0.62
	3.88E-02
	4.10E-02
	0.00E+00
	4.02E+04
	4.79E+04
	1.19
	0.66
	7.51E-01
	3.90E-02
	0.00E+00
	4.41E+04
	4.34E+04
	1.02
	0.52
	8.95E-01
	3.90E-02
	0.00E+00

	90
	HB C00547
	Norepinephrine
	Mass,RT
	169.07325
	2.155
	1.77E+05
	1.12E+05
	1.59
	0.58
	6.52E-02
	4.20E-02
	0.00E+00
	1.08E+05
	2.70E+05
	2.50
	0.84
	1.71E-03
	4.00E-02
	5.77E-05
	1.42E+05
	1.83E+05
	0.78
	0.57
	5.90E-01
	4.00E-02
	2.00E-05

	91
	HB C00534
	Pyridoxamine;2-Methyl-4-aminomethyl-5-hydroxymethyl-3-Pyridinol
	Mass, RT, Spectral match
	168.08924
	2.155
	2.20E+05
	4.44E+05
	0.50
	0.72
	3.52E-03
	4.30E-02
	2.30E-04
	1.08E+05
	3.70E+05
	3.41
	0.81
	5.53E-04
	4.10E-02
	0.00E+00
	1.83E+05
	2.27E+05
	0.81
	0.58
	9.05E-01
	4.10E-02
	0.00E+00

	92
	HB C00500
	Biliverdin
	Mass,RT
	582.24611
	2.155
	4.64E+06
	1.27E+06
	3.67
	0.65
	8.48E-03
	4.40E-02
	0.00E+00
	6.06E+06
	2.74E+06
	0.45
	0.55
	3.51E-01
	4.20E-02
	0.00E+00
	2.48E+06
	5.00E+06
	0.50
	0.59
	5.29E-01
	4.20E-02
	4.35E-05

	93
	HB C00491
	L-Cystine
	Mass,RT
	240.0229
	2.155
	8.70E+04
	5.71E+04
	1.52
	0.61
	4.86E-02
	4.50E-02
	0.00E+00
	1.15E+05
	4.95E+04
	0.43
	0.78
	2.09E-06
	4.30E-02
	7.64E-04
	6.87E+04
	9.01E+04
	0.76
	0.62
	1.80E-01
	4.30E-02
	0.00E+00

	94
	HB C00475
	Cytidine;1-beta-delta-Ribofuranosyl-Cytosine
	Mass,RT
	243.08475
	2.155
	3.52E+04
	1.78E+04
	1.97
	0.69
	7.46E-04
	4.60E-02
	5.97E-04
	5.10E+04
	1.41E+04
	0.28
	0.98
	8.84E-19
	4.40E-02
	3.55E-03
	1.55E+04
	3.84E+04
	0.40
	0.83
	9.82E-04
	4.40E-02
	2.44E-05

	95
	HB C00463
	Indole;1-Benzazole
	Mass,RT
	117.05734
	2.155
	2.08E+05
	1.30E+06
	0.16
	0.56
	4.51E-02
	4.70E-02
	0.00E+00
	3.30E+05
	4.67E+04
	0.14
	0.91
	3.11E-13
	4.50E-02
	2.96E-03
	5.14E+04
	2.35E+05
	0.22
	0.74
	3.84E-03
	4.50E-02
	3.57E-05

	96
	HB C00387
	Guanosine
	Mass,RT
	283.09073
	2.155
	3.98E+04
	5.38E+04
	0.74
	0.62
	7.96E-02
	4.80E-02
	2.63E-04
	3.92E+04
	4.06E+04
	1.04
	0.51
	3.84E-01
	4.60E-02
	3.57E-05
	3.73E+04
	4.02E+04
	0.93
	0.61
	4.07E-01
	4.60E-02
	0.00E+00

	97
	HB C00380
	Cytosine
	Mass,RT
	111.04305
	2.155
	1.22E+05
	1.09E+05
	1.12
	0.56
	4.03E-01
	1.00E-03
	0.00E+00
	1.27E+05
	1.16E+05
	0.91
	0.56
	4.54E-01
	4.70E-02
	0.00E+00
	9.89E+04
	1.26E+05
	0.78
	0.62
	2.34E-01
	4.70E-02
	0.00E+00

	98
	HB C00366
	Uric acid
	Mass,RT
	168.02825
	2.155
	2.97E+06
	2.91E+06
	1.02
	0.55
	3.01E-01
	2.00E-03
	4.55E-05
	3.80E+06
	1.87E+06
	0.49
	0.68
	9.32E-04
	4.80E-02
	3.57E-05
	6.25E+05
	3.36E+06
	0.19
	0.81
	1.12E-03
	4.80E-02
	0.00E+00

	99
	HB C00355
	3_4-Dihydroxy-L-phenylalanine(L-Dopa)
	Mass,RT
	197.06803
	2.155
	8.48E+03
	6.97E+03
	1.22
	0.63
	8.77E-03
	3.00E-03
	5.86E-04
	8.51E+03
	8.44E+03
	0.99
	0.68
	9.66E-01
	4.90E-02
	0.00E+00
	1.02E+04
	8.20E+03
	1.24
	0.69
	6.65E-02
	4.90E-02
	0.00E+00

	100
	HB C00334
	gamma-Aminobutyric Acid
	Mass,RT
	103.06347
	2.155
	3.44E+05
	2.09E+05
	1.65
	0.57
	1.66E-01
	4.00E-03
	7.28E-06
	2.57E+05
	4.60E+05
	1.79
	0.60
	6.85E-01
	5.00E-02
	0.00E+00
	2.45E+05
	3.61E+05
	0.68
	0.51
	8.92E-01
	5.00E-02
	0.00E+00

	101
	HB C00327
	Citrulline
	Mass
	NA
	2.495
	7.71E+05
	8.37E+05
	0.92
	0.51
	6.25E-01
	5.00E-03
	1.00E-04
	7.14E+05
	8.46E+05
	1.18
	0.53
	8.86E-02
	1.00E-03
	4.35E-05
	8.62E+05
	7.56E+05
	1.14
	0.56
	3.44E-02
	1.00E-03
	0.00E+00

	102
	HB C00315
	Spermidine
	Mass,RT
	145.1575
	2.155
	1.18E+05
	7.08E+04
	1.67
	0.58
	1.30E-01
	6.00E-03
	0.00E+00
	1.05E+05
	1.36E+05
	1.29
	0.50
	3.30E-01
	2.00E-03
	2.27E-05
	1.74E+05
	1.09E+05
	1.60
	0.57
	5.34E-01
	2.00E-03
	3.85E-05

	103
	HB C00311
	Isocitric acid
	Mass
	NA
	2.232
	2.60E+03
	5.15E+03
	0.51
	0.82
	6.87E-09
	7.00E-03
	1.66E-03
	2.22E+03
	3.11E+03
	1.40
	0.75
	2.85E-02
	3.00E-03
	0.00E+00
	4.71E+03
	2.25E+03
	2.10
	0.80
	3.86E-05
	3.00E-03
	4.37E-04

	104
	HB C00300
	Creatine
	Mass,RT
	131.06932
	2.155
	8.11E+05
	1.03E+06
	0.79
	0.61
	8.71E-02
	8.00E-03
	0.00E+00
	9.44E+05
	6.33E+05
	0.67
	0.52
	1.41E-02
	4.00E-03
	0.00E+00
	7.11E+05
	8.27E+05
	0.86
	0.51
	7.11E-01
	4.00E-03
	0.00E+00

	105
	HB C00294
	Inosine
	Mass,RT
	268.08092
	2.155
	1.48E+05
	1.24E+06
	0.12
	0.52
	1.26E-01
	9.00E-03
	0.00E+00
	2.30E+05
	3.96E+04
	0.17
	0.67
	5.61E-03
	5.00E-03
	3.73E-04
	3.03E+04
	1.68E+05
	0.18
	0.60
	3.34E-01
	5.00E-03
	0.00E+00

	106
	HB C00257
	Gluconic acid
	Mass, RT, Spectral match
	196.05871
	2.155
	2.14E+03
	2.29E+03
	0.93
	0.54
	6.32E-01
	1.00E-02
	0.00E+00
	2.36E+03
	1.85E+03
	0.78
	0.51
	3.29E-03
	6.00E-03
	3.85E-05
	2.05E+03
	2.15E+03
	0.95
	0.55
	4.78E-01
	6.00E-03
	0.00E+00

	107
	HB C00250
	Pyridoxal
	Mass, RT, Spectral match
	167.05762
	2.155
	1.67E+04
	1.34E+04
	1.25
	0.59
	8.50E-02
	1.10E-02
	5.00E-05
	1.59E+04
	1.78E+04
	1.12
	0.65
	7.48E-01
	7.00E-03
	1.97E-05
	2.67E+04
	1.50E+04
	1.78
	0.75
	3.23E-03
	7.00E-03
	2.77E-04

	108
	HB C00249
	Palmitic acid
	Mass, RT, Spectral match
	256.23968
	2.155
	3.74E+04
	2.25E+04
	1.67
	0.58
	8.84E-02
	1.20E-02
	0.00E+00
	4.59E+04
	2.60E+04
	0.57
	0.52
	5.89E-01
	8.00E-03
	2.17E-05
	4.26E+04
	3.65E+04
	1.17
	0.63
	1.39E-01
	8.00E-03
	0.00E+00

	109
	HB C00245
	Taurine
	Mass,RT
	125.01424
	2.155
	1.31E+05
	1.90E+05
	0.69
	0.56
	1.19E-01
	1.30E-02
	4.65E-05
	1.26E+05
	1.38E+05
	1.09
	0.59
	3.50E-01
	9.00E-03
	0.00E+00
	1.05E+05
	1.35E+05
	0.78
	0.58
	3.18E-02
	9.00E-03
	0.00E+00

	110
	HB C00242
	Guanine
	Mass,RT
	151.04896
	2.155
	1.80E+05
	1.00E+05
	1.79
	0.63
	3.17E-02
	1.40E-02
	0.00E+00
	2.12E+05
	1.36E+05
	0.64
	0.61
	4.75E-02
	1.00E-02
	0.00E+00
	7.15E+04
	1.98E+05
	0.36
	0.75
	1.04E-02
	1.00E-02
	0.00E+00

	111
	HB C00239
	dCMP(Deoxycytidinemonophosphate)
	Mass,RT
	307.05662
	2.155
	8.09E+03
	2.66E+03
	3.04
	0.90
	6.16E-14
	1.50E-02
	3.79E-03
	8.86E+03
	7.06E+03
	0.80
	0.58
	1.02E-02
	1.10E-02
	6.27E-05
	3.39E+03
	8.87E+03
	0.38
	0.87
	3.00E-06
	1.10E-02
	6.84E-04

	112
	HB C00227
	Acetylphosphate
	Mass,RT
	139.98775
	2.155
	3.72E+04
	2.87E+04
	1.30
	0.59
	1.45E-01
	1.60E-02
	4.88E-05
	3.65E+04
	3.80E+04
	1.04
	0.55
	7.14E-01
	1.20E-02
	2.00E-05
	4.99E+04
	3.50E+04
	1.42
	0.62
	2.53E-01
	1.20E-02
	3.92E-05

	113
	HB C00221
	Benzoyl-β-D-glucopyranose
	Mass,RT
	284.08937
	2.155
	8.33E+02
	1.88E+03
	0.44
	0.87
	7.23E-11
	1.70E-02
	1.64E-03
	6.63E+02
	1.06E+03
	1.60
	0.81
	1.79E-03
	1.30E-02
	1.20E-04
	1.64E+03
	6.98E+02
	2.36
	0.81
	2.53E-06
	1.30E-02
	5.48E-04

	114
	HB C00219
	[FAhydroxy(20:4)]5S_20-dihydroxy_6R-(S-cysteinyl)_7E_9E_11Z_14Z-eicosatetraenoicacid
	Mass,RT
	455.23561
	2.155
	8.33E+03
	8.04E+03
	1.04
	0.54
	5.65E-01
	1.80E-02
	5.71E-05
	5.50E+03
	1.21E+04
	2.20
	0.78
	1.41E-01
	1.40E-02
	4.00E-05
	3.52E+03
	9.13E+03
	0.39
	0.55
	6.73E-01
	1.40E-02
	0.00E+00

	115
	HB C00214
	Thymidine
	Mass,RT
	242.0898
	2.155
	1.07E+04
	9.68E+03
	1.10
	0.58
	1.04E-01
	1.90E-02
	3.10E-04
	1.06E+04
	1.08E+04
	1.02
	0.74
	9.45E-01
	1.50E-02
	0.00E+00
	1.09E+04
	1.07E+04
	1.02
	0.58
	6.42E-01
	1.50E-02
	0.00E+00

	116
	HB C00170
	5'-Methylthioadenosine
	Mass,RT
	297.08845
	2.155
	1.57E+05
	7.14E+04
	2.20
	0.60
	6.69E-02
	2.00E-02
	0.00E+00
	1.40E+05
	1.79E+05
	1.28
	0.52
	5.62E-01
	1.60E-02
	0.00E+00
	4.28E+05
	1.11E+05
	3.85
	0.62
	6.26E-02
	1.60E-02
	0.00E+00

	117
	HB C00153
	Nicoti mide
	Mass, RT, Spectral match
	122.04779
	2.155
	6.41E+05
	4.43E+05
	1.45
	0.53
	4.96E-01
	2.10E-02
	0.00E+00
	4.91E+05
	8.40E+05
	1.71
	0.53
	8.35E-01
	1.70E-02
	7.14E-05
	1.79E+06
	4.49E+05
	4.00
	0.56
	1.54E-01
	1.70E-02
	9.49E-05

	118
	HB C00147
	Adenine
	Mass,RT
	135.05405
	2.155
	1.82E+05
	5.77E+04
	3.16
	0.80
	5.02E-06
	2.20E-02
	8.70E-04
	1.53E+05
	2.21E+05
	1.44
	0.58
	9.65E-01
	1.80E-02
	9.58E-05
	5.11E+04
	2.04E+05
	0.25
	0.87
	4.41E-06
	1.80E-02
	4.49E-04

	119
	HB C00146
	Phenol
	Mass,RT
	94.04205
	2.155
	2.72E+04
	2.14E+04
	1.27
	0.59
	5.52E-01
	2.30E-02
	5.85E-05
	2.41E+04
	3.13E+04
	1.30
	0.60
	5.13E-01
	1.90E-02
	1.79E-05
	4.76E+04
	2.38E+04
	2.00
	0.79
	8.18E-02
	1.90E-02
	5.54E-04

	120
	HB C00135
	L-Histidine
	Mass,RT
	155.06882
	2.155
	5.13E+05
	2.99E+05
	1.72
	0.66
	1.37E-02
	2.40E-02
	0.00E+00
	5.27E+05
	4.94E+05
	0.94
	0.52
	2.89E-01
	2.00E-02
	0.00E+00
	8.20E+05
	4.62E+05
	1.78
	0.66
	6.47E-02
	2.00E-02
	0.00E+00

	121
	HB C00130
	IMP
	Mass,RT
	348.04645
	2.155
	4.78E+05
	8.63E+05
	0.55
	0.60
	3.00E-01
	2.50E-02
	0.00E+00
	5.12E+05
	4.33E+05
	0.85
	0.54
	1.45E-01
	2.10E-02
	0.00E+00
	5.50E+05
	4.66E+05
	1.18
	0.51
	9.53E-01
	2.10E-02
	0.00E+00

	122
	HB C00120
	Biotin
	Mass,RT
	244.08714
	2.155
	4.50E+04
	4.29E+04
	1.05
	0.53
	7.52E-01
	2.60E-02
	0.00E+00
	4.76E+04
	4.15E+04
	0.87
	0.50
	3.50E-01
	2.20E-02
	0.00E+00
	1.82E+04
	4.95E+04
	0.37
	0.76
	1.18E-02
	2.20E-02
	2.30E-05

	123
	HB C00114
	Choline
	Mass,RT
	103.09974
	2.155
	6.06E+06
	4.12E+06
	1.47
	0.68
	4.62E-01
	2.70E-02
	0.00E+00
	7.39E+06
	4.29E+06
	0.58
	0.65
	3.82E-04
	2.30E-02
	7.59E-05
	3.22E+06
	6.53E+06
	0.49
	0.75
	1.18E-04
	2.30E-02
	0.00E+00

	124
	HB C00090
	Catechol;1_2-Dihydroxybenzene
	Mass,RT
	110.0366
	2.155
	2.40E+05
	1.91E+05
	1.26
	0.58
	1.17E-01
	2.80E-02
	0.00E+00
	2.24E+05
	2.61E+05
	1.17
	0.68
	8.06E-01
	2.40E-02
	0.00E+00
	2.40E+05
	2.40E+05
	1.00
	0.54
	6.67E-01
	2.40E-02
	0.00E+00

	125
	HB C00082
	L-Tyrosine
	Mass,RT
	181.07317
	2.155
	1.39E+07
	8.89E+06
	1.56
	0.60
	2.09E-01
	2.90E-02
	0.00E+00
	1.49E+07
	1.25E+07
	0.84
	0.53
	1.38E-01
	2.50E-02
	0.00E+00
	1.58E+07
	1.35E+07
	1.17
	0.55
	1.53E-01
	2.50E-02
	0.00E+00

	126
	HB C00079
	L-Phenylalanine
	Mass, RT, Spectral match
	165.07819
	2.155
	8.06E+04
	4.43E+04
	1.82
	0.64
	1.50E-02
	3.00E-02
	3.53E-04
	8.61E+04
	7.32E+04
	0.85
	0.51
	3.17E-01
	2.60E-02
	0.00E+00
	7.73E+04
	8.11E+04
	0.95
	0.54
	8.59E-01
	2.60E-02
	0.00E+00

	127
	HB C00078
	L-Tryptophan
	Mass, RT, Spectral match
	204.0891
	2.155
	3.76E+07
	3.51E+07
	1.07
	0.51
	9.04E-01
	3.10E-02
	1.93E-04
	3.84E+07
	3.66E+07
	0.95
	0.50
	3.76E-01
	2.70E-02
	4.46E-05
	2.39E+07
	3.99E+07
	0.60
	0.60
	1.42E-01
	2.70E-02
	0.00E+00

	128
	HB C00077
	(2R_4S)-2_4-Diaminopentanoate
	Mass,RT
	132.08971
	2.155
	1.76E+07
	1.46E+07
	1.20
	0.54
	7.92E-01
	3.20E-02
	0.00E+00
	1.72E+07
	1.81E+07
	1.05
	0.50
	4.74E-02
	2.80E-02
	0.00E+00
	2.35E+07
	1.66E+07
	1.42
	0.58
	3.79E-02
	2.80E-02
	0.00E+00

	129
	HB C00059
	Sulfate
	Mass,RT
	97.96778
	2.155
	3.76E+04
	3.01E+04
	1.25
	0.59
	1.59E-01
	3.30E-02
	2.16E-06
	4.56E+04
	2.70E+04
	0.59
	0.69
	7.15E-06
	2.90E-02
	7.36E-05
	3.43E+04
	3.82E+04
	0.90
	0.63
	1.83E-01
	2.90E-02
	0.00E+00

	130
	HB C00049
	L-Aspartate
	Mass
	134.04526
	2.155
	4.98E+04
	3.23E+04
	1.54
	0.71
	8.48E-04
	3.40E-02
	2.55E-04
	5.03E+04
	4.92E+04
	0.98
	0.59
	1.98E-01
	3.00E-02
	1.85E-05
	5.30E+04
	4.93E+04
	1.07
	0.56
	2.19E-01
	3.00E-02
	0.00E+00

	131
	H HMDB12273
	Palmitic amide
	Mass
	NA
	4.269
	2.50E+05
	2.09E+05
	1.19
	0.55
	3.71E-01
	3.50E-02
	0.00E+00
	2.70E+05
	2.23E+05
	0.83
	0.52
	9.31E-01
	3.10E-02
	1.30E-04
	5.46E+05
	2.00E+05
	2.73
	0.55
	3.51E-01
	3.10E-02
	3.85E-05

	132
	H HMDB11725
	5-Sulfosalicylic acid
	Mass
	NA
	1.979
	3.94E+04
	1.07E+04
	3.66
	0.71
	3.18E-04
	3.60E-02
	1.62E-04
	6.20E+04
	9.16E+03
	0.15
	0.90
	4.72E-12
	3.20E-02
	4.13E-03
	8.06E+03
	4.46E+04
	0.18
	0.83
	9.36E-04
	3.20E-02
	3.87E-05

	133
	H HMDB11635
	p-Cresol sulfate
	Mass
	NA
	17.59
	1.15E+05
	1.65E+04
	6.95
	0.62
	3.27E-03
	3.70E-02
	0.00E+00
	5.63E+04
	1.92E+05
	3.42
	0.57
	5.83E-01
	3.30E-02
	0.00E+00
	2.75E+05
	8.79E+04
	3.13
	0.56
	7.84E-01
	3.30E-02
	0.00E+00

	134
	H HMDB06738
	CE(19:0)
	Mass
	NA
	2.48
	2.83E+03
	2.71E+03
	1.05
	0.51
	4.41E-01
	3.80E-02
	8.57E-05
	3.57E+03
	1.85E+03
	0.52
	0.62
	3.63E-01
	3.40E-02
	1.17E-03
	1.89E+03
	2.99E+03
	0.63
	0.69
	8.68E-01
	3.40E-02
	6.85E-05

	135
	H HMDB06029
	N-Acetylglutamine
	Mass
	NA
	1.82
	1.70E+04
	1.21E+04
	1.41
	0.51
	8.99E-01
	3.90E-02
	0.00E+00
	2.66E+04
	4.23E+03
	0.16
	0.77
	2.92E-03
	3.50E-02
	3.90E-04
	2.77E+03
	1.94E+04
	0.14
	0.72
	5.73E-02
	3.50E-02
	4.76E-05

	136
	H HMDB05923
	N4-Acetylcytidine
	Mass
	NA
	1.795
	1.34E+05
	1.30E+05
	1.03
	0.53
	8.04E-01
	4.00E-02
	0.00E+00
	1.61E+05
	9.76E+04
	0.61
	0.71
	5.93E-03
	3.60E-02
	2.19E-04
	1.09E+05
	1.38E+05
	0.79
	0.56
	6.27E-01
	3.60E-02
	0.00E+00

	137
	H HMDB0304389
	Indole-3-acetyl-L-valine
	Mass,RT
	274.13129
	2.155
	1.34E+06
	5.31E+05
	2.52
	0.61
	5.06E-02
	4.10E-02
	1.00E-05
	1.52E+06
	1.09E+06
	0.72
	0.53
	6.06E-01
	3.70E-02
	2.08E-05
	1.80E+06
	1.26E+06
	1.43
	0.52
	7.89E-01
	3.70E-02
	4.01E-05

	138
	H HMDB0304385
	Indole-3-acetyl-L-phenylalanine
	Mass,RT
	322.13057
	2.155
	7.49E+03
	3.02E+03
	2.48
	0.72
	2.06E-04
	4.20E-02
	4.53E-04
	8.07E+03
	6.70E+03
	0.83
	0.62
	9.84E-01
	3.80E-02
	0.00E+00
	3.14E+03
	8.21E+03
	0.38
	0.69
	3.75E-02
	3.80E-02
	5.17E-05

	139
	H HMDB0304380
	Indole-3-acetyl-L-glutamine
	Mass,RT
	303.12115
	2.155
	3.31E+03
	6.42E+03
	0.51
	0.84
	3.41E-09
	4.30E-02
	2.54E-03
	2.77E+03
	4.03E+03
	1.45
	0.79
	1.53E-02
	3.90E-02
	0.00E+00
	6.37E+03
	2.80E+03
	2.28
	0.83
	6.20E-06
	3.90E-02
	3.62E-04

	140
	H HMDB0301804
	12-Oxo phytodienoic acid
	Mass, RT, Spectral match
	292.20271
	2.155
	1.06E+06
	5.34E+04
	19.83
	0.73
	7.74E-05
	4.40E-02
	9.42E-05
	1.73E+06
	1.65E+05
	0.10
	0.79
	2.61E-04
	4.00E-02
	3.97E-04
	1.69E+04
	1.23E+06
	0.01
	0.92
	1.20E-05
	4.00E-02
	4.46E-04

	141
	H HMDB0247790
	6-Hexanoyl-D-erythro-sphingosine
	Mass,RT
	397.35484
	2.155
	1.42E+03
	1.32E+03
	1.08
	0.53
	3.98E-01
	4.50E-02
	5.26E-05
	1.64E+03
	1.13E+03
	0.69
	0.55
	7.55E-01
	4.10E-02
	4.56E-04
	1.50E+03
	1.40E+03
	1.07
	0.51
	4.85E-01
	4.10E-02
	0.00E+00

	142
	H HMDB02302
	Indole-3-propionic acid
	Mass
	NA
	2.055
	4.36E+03
	4.33E+03
	1.01
	0.50
	9.02E-01
	4.60E-02
	0.00E+00
	3.56E+03
	5.44E+03
	1.53
	0.76
	1.33E-02
	4.20E-02
	4.12E-05
	6.33E+03
	4.04E+03
	1.57
	0.67
	3.50E-02
	4.20E-02
	0.00E+00

	143
	H HMDB00672
	Hexadecanedioic acid
	Mass
	NA
	1.932
	1.33E+04
	2.37E+04
	0.56
	0.58
	3.78E-01
	4.70E-02
	0.00E+00
	1.54E+04
	1.04E+04
	0.68
	0.53
	9.08E-01
	4.30E-02
	6.99E-05
	7.64E+03
	1.42E+04
	0.54
	0.58
	8.29E-01
	4.30E-02
	0.00E+00

	144
	H HMDB0062703
	(6Z)-Octadecenoicacid
	Mass,RT
	282.2555
	2.155
	6.82E+03
	4.32E+03
	1.58
	0.67
	2.05E-02
	4.80E-02
	1.04E-04
	7.76E+03
	5.57E+03
	0.72
	0.53
	8.30E-01
	4.40E-02
	1.67E-05
	5.87E+03
	6.98E+03
	0.84
	0.52
	8.91E-01
	4.40E-02
	8.90E-05

	145
	H HMDB0061684
	CMPF
	Mass, RT, Spectral match
	240.09927
	2.155
	8.92E+04
	4.76E+04
	1.87
	0.54
	3.29E-01
	4.90E-02
	6.60E-05
	6.56E+04
	1.21E+05
	1.84
	0.52
	9.92E-01
	4.50E-02
	0.00E+00
	2.11E+05
	6.89E+04
	3.07
	0.57
	1.89E-01
	4.50E-02
	3.57E-05

	146
	H HMDB0061033
	6-beta-Hydrocortisol
	Mass,RT
	378.20306
	2.155
	1.74E+04
	1.43E+04
	1.21
	0.56
	3.23E-01
	5.00E-02
	0.00E+00
	2.04E+04
	1.33E+04
	0.65
	0.58
	1.52E-01
	4.60E-02
	5.53E-05
	1.92E+04
	1.70E+04
	1.13
	0.54
	7.77E-01
	4.60E-02
	0.00E+00

	147
	H HMDB0060484
	Indolepyruvate
	Mass
	NA
	1.771
	1.55E+03
	1.83E+03
	0.85
	0.55
	8.96E-01
	1.00E-03
	0.00E+00
	1.65E+03
	1.40E+03
	0.85
	0.55
	9.22E-01
	4.70E-02
	0.00E+00
	7.24E+02
	1.68E+03
	0.43
	0.80
	1.76E-01
	4.70E-02
	0.00E+00

	148
	H HMDB0060244
	N-Dimethylethanolamine phosphate
	Mass,RT
	169.05064
	2.155
	9.75E+04
	6.70E+04
	1.46
	0.66
	4.37E-01
	2.00E-03
	4.88E-05
	1.10E+05
	8.06E+04
	0.73
	0.57
	1.87E-03
	4.80E-02
	0.00E+00
	6.21E+04
	1.03E+05
	0.60
	0.67
	7.85E-04
	4.80E-02
	4.17E-05

	149
	H HMDB0059711
	2-Methylnicoti mide
	Mass,RT
	136.06302
	2.155
	2.78E+04
	2.49E+04
	1.12
	0.55
	1.97E-01
	3.00E-03
	1.05E-04
	2.83E+04
	2.71E+04
	0.95
	0.64
	7.55E-01
	4.90E-02
	0.00E+00
	2.93E+04
	2.75E+04
	1.07
	0.58
	5.44E-01
	4.90E-02
	0.00E+00

	150
	H HMDB0041815
	6-Sulfatoxymelatonin
	Mass,RT
	328.07161
	2.155
	4.42E+03
	4.33E+03
	1.02
	0.53
	6.25E-01
	4.00E-03
	0.00E+00
	4.62E+03
	4.16E+03
	0.90
	0.64
	1.19E-01
	5.00E-02
	0.00E+00
	4.35E+03
	4.44E+03
	0.98
	0.55
	5.01E-01
	5.00E-02
	0.00E+00

	151
	H HMDB0040557
	γ-L-Glutamyl-(S)-trans-1-propenyl-L-cysteine
	Mass,RT
	290.09236
	2.155
	6.12E+03
	4.31E+04
	0.14
	0.96
	9.83E-19
	5.00E-03
	4.72E-03
	5.91E+03
	6.39E+03
	1.08
	0.70
	4.02E-01
	1.00E-03
	6.07E-05
	6.33E+03
	6.08E+03
	1.04
	0.55
	5.97E-01
	1.00E-03
	0.00E+00

	152
	H HMDB0039620
	Butylbutyrate
	Mass,RT
	144.11473
	2.155
	1.77E+04
	1.33E+04
	1.33
	0.59
	1.26E-01
	6.00E-03
	2.46E-04
	1.71E+04
	1.86E+04
	1.09
	0.56
	7.79E-01
	2.00E-03
	0.00E+00
	2.85E+04
	1.59E+04
	1.79
	0.69
	5.68E-02
	2.00E-03
	0.00E+00

	153
	H HMDB0038665
	Indole-3-acetyl-glutamate
	Mass,RT
	304.1047
	2.155
	6.03E+03
	7.11E+03
	0.85
	0.55
	2.67E-01
	7.00E-03
	2.59E-04
	5.35E+03
	6.93E+03
	1.30
	0.78
	8.91E-03
	3.00E-03
	3.27E-04
	7.42E+03
	5.80E+03
	1.28
	0.63
	2.41E-01
	3.00E-03
	3.85E-05

	154
	H HMDB0036232
	2_3-Dimethylmaleate
	Mass,RT
	144.04185
	2.155
	4.61E+05
	2.73E+05
	1.69
	0.64
	1.80E-02
	8.00E-03
	0.00E+00
	5.78E+05
	3.06E+05
	0.53
	0.61
	7.80E-03
	4.00E-03
	0.00E+00
	2.76E+05
	4.92E+05
	0.56
	0.65
	1.59E-01
	4.00E-03
	0.00E+00

	155
	H HMDB0035919
	Corchorifatty acid F
	Mass, RT, Spectral match
	328.22455
	2.155
	2.36E+05
	1.88E+05
	1.26
	0.54
	6.10E-01
	9.00E-03
	0.00E+00
	3.28E+05
	1.14E+05
	0.35
	0.57
	1.97E-01
	5.00E-03
	0.00E+00
	7.79E+04
	2.63E+05
	0.30
	0.52
	5.23E-01
	5.00E-03
	1.25E-04

	156
	H HMDB0034915
	Calonectrin
	Mass,RT
	350.17174
	2.155
	2.90E+03
	5.72E+03
	0.51
	0.65
	1.89E-01
	1.00E-02
	1.48E-04
	3.15E+03
	2.56E+03
	0.81
	0.53
	7.78E-01
	6.00E-03
	1.02E-04
	1.30E+03
	3.17E+03
	0.41
	0.81
	1.35E-01
	6.00E-03
	0.00E+00

	157
	H HMDB0034738
	Isotrichodermin
	Mass,RT
	292.16712
	2.155
	3.04E+06
	2.06E+06
	1.48
	0.53
	5.06E-01
	1.10E-02
	0.00E+00
	4.10E+06
	1.64E+06
	0.40
	0.50
	4.79E-01
	7.00E-03
	2.08E-05
	3.37E+06
	2.99E+06
	1.13
	0.57
	5.66E-01
	7.00E-03
	7.69E-05

	158
	H HMDB0033115
	6-Methylquinoline
	Mass, RT, Spectral match
	143.07289
	2.155
	2.26E+05
	2.72E+05
	0.83
	0.55
	2.10E-01
	1.20E-02
	5.00E-05
	2.98E+05
	1.29E+05
	0.43
	0.64
	1.78E-03
	8.00E-03
	4.32E-04
	7.48E+03
	2.62E+05
	0.03
	1.00
	3.34E-08
	8.00E-03
	4.08E-03

	159
	H HMDB0032630
	2-Aminoacetophenone;O-Acetylaniline
	Mass, RT, Spectral match
	135.06795
	2.155
	3.03E+06
	2.70E+06
	1.12
	0.55
	5.75E-01
	1.30E-02
	0.00E+00
	3.53E+06
	2.36E+06
	0.67
	0.59
	1.04E-01
	9.00E-03
	0.00E+00
	2.43E+06
	3.13E+06
	0.77
	0.63
	1.03E-01
	9.00E-03
	5.77E-05

	160
	H HMDB0031897
	Phaseolicacid
	Mass,RT
	296.05299
	2.155
	2.35E+03
	2.39E+03
	0.98
	0.51
	9.49E-01
	1.40E-02
	0.00E+00
	2.34E+03
	2.36E+03
	1.01
	0.71
	8.41E-01
	1.00E-02
	7.69E-07
	2.43E+03
	2.33E+03
	1.04
	0.52
	9.04E-01
	1.00E-02
	0.00E+00

	161
	H HMDB0031502
	(3Z)-Hex-3-en-1-yl acetate
	Mass,RT
	142.09906
	2.155
	7.08E+04
	5.54E+04
	1.28
	0.55
	2.63E-01
	1.50E-02
	0.00E+00
	6.18E+04
	8.30E+04
	1.34
	0.56
	5.99E-01
	1.10E-02
	7.26E-06
	1.43E+05
	5.88E+04
	2.43
	0.72
	1.53E-02
	1.10E-02
	1.88E-04

	162
	H HMDB0031342
	1-Aminocyclohexanecarboxylic Acid
	Mass,RT
	143.094
	2.155
	8.52E+06
	1.23E+07
	0.69
	0.64
	2.20E-02
	1.60E-02
	0.00E+00
	1.26E+07
	3.05E+06
	0.24
	0.80
	9.98E-08
	1.20E-02
	3.30E-04
	2.07E+06
	9.59E+06
	0.22
	0.81
	3.72E-04
	1.20E-02
	1.22E-04

	163
	H HMDB0031035
	5-Henicosyl-1,3-benzenediol
	Mass, RT, Spectral match
	404.36354
	2.155
	1.27E+04
	1.37E+04
	0.92
	0.50
	5.42E-01
	1.70E-02
	0.00E+00
	1.25E+04
	1.29E+04
	1.04
	0.57
	7.24E-01
	1.30E-02
	7.83E-05
	2.10E+04
	1.13E+04
	1.86
	0.70
	1.30E-01
	1.30E-02
	7.03E-05

	164
	H HMDB0029851
	[ST(4:0)]5beta-Cholestane-3alpha_7alpha_12alpha_26-tetrol
	Mass,RT
	436.35487
	2.155
	1.22E+04
	8.90E+03
	1.37
	0.61
	1.38E-01
	1.80E-02
	0.00E+00
	1.32E+04
	1.08E+04
	0.82
	0.55
	7.39E-01
	1.40E-02
	1.31E-04
	1.31E+04
	1.20E+04
	1.09
	0.54
	4.36E-01
	1.40E-02
	0.00E+00

	165
	H HMDB0029796
	[FA(22:0)]13Z-docosenoicacid
	Mass,RT
	338.31806
	2.155
	1.70E+03
	1.67E+03
	1.02
	0.52
	3.63E-01
	1.90E-02
	0.00E+00
	1.94E+03
	1.37E+03
	0.70
	0.54
	8.67E-01
	1.50E-02
	2.57E-04
	1.77E+03
	1.68E+03
	1.05
	0.56
	4.65E-01
	1.50E-02
	0.00E+00

	166
	H HMDB0028699
	Ala-Tyr(Alanyltyrosine)
	Mass,RT
	252.11016
	2.155
	6.76E+04
	6.79E+04
	1.00
	0.50
	9.39E-01
	2.00E-02
	1.11E-04
	7.28E+04
	6.07E+04
	0.83
	0.51
	1.25E-01
	1.60E-02
	0.00E+00
	6.62E+04
	6.78E+04
	0.98
	0.56
	6.38E-01
	1.60E-02
	2.73E-06

	167
	H HMDB0028695
	Ala-Pro(Alanyl-Proline)
	Mass,RT
	186.09967
	2.155
	2.18E+04
	1.27E+04
	1.71
	0.76
	2.64E-06
	2.10E-02
	9.87E-05
	2.00E+04
	2.42E+04
	1.21
	0.76
	3.14E-01
	1.70E-02
	2.08E-05
	1.61E+04
	2.27E+04
	0.71
	0.66
	1.09E-01
	1.70E-02
	0.00E+00

	168
	H HMDB0013892
	N-Desmethylvenlafaxine
	Mass,RT
	263.18741
	2.155
	3.37E+04
	7.80E+05
	0.04
	0.57
	8.30E-02
	2.20E-02
	2.23E-04
	4.39E+04
	2.02E+04
	0.46
	0.74
	1.55E-04
	1.80E-02
	9.89E-04
	2.79E+04
	3.47E+04
	0.80
	0.52
	9.23E-01
	1.80E-02
	0.00E+00

	169
	H HMDB0013817
	2_6-Di-tert-butylbenzoquinone
	Mass,RT
	220.1455
	2.155
	6.04E+03
	1.27E+04
	0.48
	0.69
	1.19E-03
	2.30E-02
	4.66E-04
	6.95E+03
	4.83E+03
	0.69
	0.55
	5.37E-02
	1.90E-02
	0.00E+00
	3.96E+03
	6.39E+03
	0.62
	0.74
	1.05E-01
	1.90E-02
	3.92E-05

	170
	H HMDB0013704
	6-Methylnicoti mide
	Mass,RT
	150.07868
	2.155
	8.11E+04
	1.44E+05
	0.56
	0.68
	5.59E-04
	2.40E-02
	1.59E-04
	8.40E+04
	7.72E+04
	0.92
	0.63
	8.97E-01
	2.00E-02
	4.17E-05
	6.04E+04
	8.45E+04
	0.71
	0.62
	1.47E-01
	2.00E-02
	0.00E+00

	171
	H HMDB0012881
	Acetylcarnosine
	Mass
	NA
	0.786
	2.14E+05
	1.96E+05
	1.09
	0.54
	6.87E-01
	2.50E-02
	0.00E+00
	3.43E+05
	4.25E+04
	0.12
	0.64
	3.19E-02
	2.10E-02
	6.96E-05
	1.69E+04
	2.47E+05
	0.07
	0.53
	3.79E-01
	2.10E-02
	0.00E+00

	172
	H HMDB0012632
	[FAhydroxy(20:4/2:0)]5S_12R-dihydroxy-6Z_8E_10E_14Z-eicosatetraene-1_20-dioicacid
	Mass,RT
	366.20326
	2.155
	2.04E+04
	5.51E+04
	0.37
	0.69
	7.10E-04
	2.60E-02
	3.78E-04
	2.92E+04
	8.65E+03
	0.30
	0.83
	5.83E-05
	2.20E-02
	3.79E-04
	1.06E+04
	2.20E+04
	0.48
	0.57
	2.45E-01
	2.20E-02
	2.08E-05

	173
	H HMDB0012165
	4α-Carboxy-5α-cholesta-8-en-3β-ol
	Mass,RT
	430.34297
	2.155
	1.96E+04
	1.61E+04
	1.22
	0.58
	1.71E-01
	2.70E-02
	1.41E-04
	2.22E+04
	1.61E+04
	0.72
	0.54
	9.99E-01
	2.30E-02
	5.77E-05
	1.45E+04
	2.04E+04
	0.71
	0.64
	9.41E-01
	2.30E-02
	4.17E-05

	174
	H HMDB0011719
	Homovanillicacidsulfate
	Mass,RT
	262.01449
	2.155
	3.26E+03
	3.22E+03
	1.01
	0.52
	6.52E-01
	2.80E-02
	0.00E+00
	3.54E+03
	2.88E+03
	0.81
	0.55
	8.13E-03
	2.40E-02
	7.41E-05
	3.10E+03
	3.29E+03
	0.94
	0.56
	3.82E-01
	2.40E-02
	0.00E+00

	175
	H HMDB0011175
	Leu-Pro(Leucyl-Proline)
	Mass,RT
	228.14645
	2.155
	3.41E+06
	4.22E+06
	0.81
	0.60
	1.45E-01
	2.90E-02
	5.12E-05
	4.56E+06
	1.88E+06
	0.41
	0.76
	1.80E-05
	2.50E-02
	1.53E-04
	1.32E+06
	3.76E+06
	0.35
	0.82
	1.29E-05
	2.50E-02
	0.00E+00

	176
	H HMDB0010735
	Δ2-trans-Hexadecenoic acid
	Mass, RT, Spectral match
	254.22431
	2.155
	3.52E+04
	6.88E+04
	0.51
	0.64
	1.97E-02
	3.00E-02
	2.65E-04
	1.40E+04
	6.35E+04
	4.53
	0.80
	1.16E-04
	2.60E-02
	8.29E-04
	7.43E+03
	3.98E+04
	0.19
	0.77
	3.11E-02
	2.60E-02
	2.17E-05

	177
	H HMDB0010357
	Tetrahydroaldosterone-3-glucuronide
	Mass,RT
	540.25623
	2.155
	5.75E+05
	2.40E+05
	2.40
	0.55
	6.21E-01
	3.10E-02
	0.00E+00
	9.84E+05
	2.79E+04
	0.03
	0.81
	8.63E-06
	2.70E-02
	5.50E-04
	3.65E+03
	6.70E+05
	0.01
	0.93
	1.23E-05
	2.70E-02
	1.23E-03

	178
	H HMDB0010350
	2-Phenylethanolglucuronide
	Mass,RT
	298.10487
	2.155
	8.96E+02
	1.70E+03
	0.53
	0.65
	2.88E-03
	3.20E-02
	1.11E-03
	1.08E+03
	6.45E+02
	0.60
	0.66
	2.15E-02
	2.80E-02
	0.00E+00
	8.20E+02
	9.09E+02
	0.90
	0.53
	7.74E-01
	2.80E-02
	0.00E+00

	179
	H HMDB0010329
	Dopamineglucuronide
	Mass,RT
	329.10957
	2.155
	1.37E+04
	4.54E+04
	0.30
	0.89
	8.48E-10
	3.30E-02
	2.69E-03
	2.08E+04
	4.19E+03
	0.20
	0.96
	7.06E-15
	2.90E-02
	6.91E-03
	4.13E+03
	1.53E+04
	0.27
	0.84
	1.22E-03
	2.90E-02
	3.45E-05

	180
	H HMDB0010328
	Tyramineglucuronide
	Mass,RT
	313.11553
	2.155
	5.63E+04
	1.37E+05
	0.41
	0.66
	1.49E-03
	3.40E-02
	1.81E-04
	6.65E+04
	4.28E+04
	0.64
	0.59
	9.82E-03
	3.00E-02
	2.91E-04
	3.32E+04
	6.02E+04
	0.55
	0.72
	3.55E-02
	3.00E-02
	8.77E-04

	181
	H HMDB0010322
	[ST(2:0)]estra-1_3_5(10)-triene-3_17alpha-diol3-D-glucuronide
	Mass,RT
	448.20924
	2.155
	5.02E+05
	3.27E+05
	1.54
	0.55
	1.20E-01
	3.50E-02
	0.00E+00
	6.95E+05
	2.44E+05
	0.35
	0.64
	1.71E-01
	3.10E-02
	2.00E-05
	2.66E+05
	5.41E+05
	0.49
	0.54
	6.76E-01
	3.10E-02
	0.00E+00

	182
	H HMDB0010320
	Cortolone-3-glucuronide
	Mass,RT
	542.27261
	2.155
	1.38E+03
	2.69E+03
	0.51
	0.71
	1.93E-04
	3.60E-02
	7.83E-04
	1.36E+03
	1.40E+03
	1.03
	0.63
	8.19E-01
	3.20E-02
	8.99E-05
	1.96E+03
	1.28E+03
	1.53
	0.69
	1.27E-01
	3.20E-02
	7.72E-05

	183
	H HMDB0010212
	(5Z_9E_14Z)-(8xi_11R_12S)-11_12-Epoxy-8-hydroxyicosa-5_9_14-trienoicacid
	Mass,RT
	336.22979
	2.155
	5.97E+03
	6.14E+03
	0.97
	0.54
	8.20E-01
	3.70E-02
	3.83E-04
	8.79E+03
	2.21E+03
	0.25
	0.77
	4.08E-05
	3.30E-02
	1.11E-03
	2.72E+03
	6.51E+03
	0.42
	0.61
	2.13E-01
	3.30E-02
	0.00E+00

	184
	H HMDB0006562
	8-iso-13,14-dihydro-15-keto Prostaglandin F2α
	Mass, RT, Spectral match
	354.24018
	2.155
	6.48E+05
	2.40E+05
	2.70
	0.51
	5.79E-01
	3.80E-02
	0.00E+00
	3.42E+05
	1.05E+06
	3.08
	0.58
	5.51E-01
	3.40E-02
	4.26E-05
	1.77E+04
	7.53E+05
	0.02
	0.84
	2.70E-03
	3.40E-02
	6.94E-05

	185
	H HMDB0005960
	D-Pipecolic acid
	Mass,RT
	129.07863
	2.155
	5.66E+06
	1.68E+06
	3.37
	0.72
	1.21E-03
	3.90E-02
	2.42E-04
	5.18E+06
	6.31E+06
	1.22
	0.52
	1.46E-01
	3.50E-02
	8.48E-05
	1.03E+07
	4.90E+06
	2.09
	0.58
	1.56E-01
	3.50E-02
	6.02E-05

	186
	H HMDB0004685
	13,14-Dihydro-15-keto prostaglandin F2α
	Mass, RT, Spectral match
	354.24012
	2.155
	1.12E+06
	3.84E+05
	2.93
	0.51
	9.25E-01
	4.00E-02
	1.17E-05
	1.94E+06
	4.01E+04
	0.02
	0.82
	1.93E-05
	3.60E-02
	1.59E-04
	1.10E+04
	1.31E+06
	0.01
	0.80
	3.62E-03
	3.60E-02
	2.00E-05

	187
	H HMDB0004049
	19(R)-Hydroxy prostaglandin F2α
	Mass, RT, Spectral match
	370.23472
	2.155
	5.09E+05
	2.21E+05
	2.30
	0.59
	1.32E-01
	4.10E-02
	1.00E-04
	8.15E+05
	1.01E+05
	0.12
	0.69
	1.03E-02
	3.70E-02
	0.00E+00
	1.94E+04
	5.91E+05
	0.03
	0.74
	1.11E-02
	3.70E-02
	0.00E+00

	188
	H HMDB0003334
	Symmetricdimethylarginine
	Mass,RT
	202.14228
	2.155
	1.51E+05
	1.30E+05
	1.17
	0.60
	6.63E-01
	4.20E-02
	0.00E+00
	1.87E+05
	1.04E+05
	0.56
	0.72
	5.60E-06
	3.80E-02
	2.26E-04
	9.71E+04
	1.60E+05
	0.61
	0.70
	2.45E-04
	3.80E-02
	1.76E-04

	189
	H HMDB0003332
	4-Hydroxy-3-methoxyphenylglycolsulfate;MHPG-sulfate
	Mass,RT
	264.03017
	2.155
	1.96E+03
	2.73E+03
	0.72
	0.74
	2.86E-04
	4.30E-02
	4.40E-04
	1.80E+03
	2.17E+03
	1.21
	0.68
	8.98E-01
	3.90E-02
	7.63E-05
	3.33E+03
	1.73E+03
	1.93
	0.55
	1.78E-02
	3.90E-02
	1.71E-04

	190
	H HMDB0003259
	20-beta-Dihydrocortisol
	Mass,RT
	364.22401
	2.155
	2.85E+04
	1.81E+04
	1.57
	0.63
	3.17E-02
	4.40E-02
	0.00E+00
	2.48E+04
	3.35E+04
	1.35
	0.79
	7.51E-02
	4.00E-02
	2.34E-04
	4.87E+04
	2.51E+04
	1.94
	0.75
	1.07E-02
	4.00E-02
	0.00E+00

	191
	H HMDB0002833
	Testosterone sulfate
	Mass, RT, Spectral match
	368.16536
	2.155
	4.52E+04
	3.08E+04
	1.47
	0.56
	2.95E-01
	4.50E-02
	1.08E-04
	5.37E+04
	3.38E+04
	0.63
	0.56
	9.68E-01
	4.10E-02
	2.98E-06
	3.18E+04
	4.74E+04
	0.67
	0.54
	7.75E-01
	4.10E-02
	0.00E+00

	192
	H HMDB0002577
	Cholicacidglucuronide
	Mass,RT
	584.31953
	2.155
	1.91E+03
	1.78E+03
	1.07
	0.56
	2.74E-01
	4.60E-02
	0.00E+00
	2.09E+03
	1.67E+03
	0.80
	0.51
	3.59E-03
	4.20E-02
	2.08E-05
	1.77E+03
	1.93E+03
	0.92
	0.60
	2.23E-01
	4.20E-02
	2.00E-05

	193
	H HMDB0002404
	2-Hydroxyhippuric acid
	Mass, RT, Spectral match
	195.05221
	2.155
	1.47E+04
	3.17E+03
	4.65
	0.78
	4.76E-08
	4.70E-02
	9.27E-04
	2.22E+04
	4.83E+03
	0.22
	0.86
	1.36E-12
	4.30E-02
	1.65E-03
	1.03E+04
	1.55E+04
	0.67
	0.50
	5.96E-01
	4.30E-02
	3.69E-05

	194
	H HMDB0001987
	2-Hydroxy2-methylbutyricacid
	Mass, RT, Spectral match
	118.06294
	2.155
	1.56E+05
	2.44E+04
	6.38
	0.82
	1.68E-06
	4.80E-02
	1.24E-03
	2.42E+05
	4.06E+04
	0.17
	0.54
	2.21E-01
	4.40E-02
	0.00E+00
	4.04E+04
	1.75E+05
	0.23
	0.54
	7.34E-01
	4.40E-02
	0.00E+00

	195
	H HMDB0001896
	5-Methoxytryptophol
	Mass,RT
	191.09397
	2.155
	3.06E+04
	3.39E+04
	0.90
	0.54
	7.08E-01
	4.90E-02
	0.00E+00
	3.39E+04
	2.63E+04
	0.77
	0.52
	2.24E-02
	4.50E-02
	0.00E+00
	2.46E+04
	3.16E+04
	0.78
	0.63
	1.21E-01
	4.50E-02
	2.14E-06

	196
	H HMDB0001624
	2-hydroxycaproic acid
	Mass,RT
	132.07816
	2.155
	2.88E+04
	1.34E+04
	2.14
	0.79
	2.53E-06
	5.00E-02
	1.34E-03
	2.84E+04
	2.93E+04
	1.03
	0.58
	6.10E-01
	4.60E-02
	0.00E+00
	3.72E+04
	2.74E+04
	1.36
	0.50
	4.43E-01
	4.60E-02
	0.00E+00

	197
	H HMDB0000991
	DL-α-Aminocaprylic acid
	Mass, RT, Spectral match
	159.12514
	2.155
	5.03E+04
	5.50E+04
	0.91
	0.59
	1.28E-01
	1.00E-03
	2.64E-04
	8.19E+04
	8.06E+03
	0.10
	0.85
	1.90E-07
	4.70E-02
	1.32E-03
	4.90E+03
	5.78E+04
	0.08
	0.86
	1.54E-03
	4.70E-02
	3.94E-05

	198
	H HMDB0000888
	undecanedioic acid
	Mass,RT
	216.13572
	2.155
	6.67E+03
	4.48E+03
	1.49
	0.60
	1.33E-01
	2.00E-03
	0.00E+00
	4.92E+03
	9.01E+03
	1.83
	0.78
	3.97E-02
	4.80E-02
	1.85E-05
	3.83E+03
	7.15E+03
	0.54
	0.62
	1.31E-01
	4.80E-02
	0.00E+00

	199
	H HMDB0000872
	Tetradecanedioicacid
	Mass,RT
	258.18275
	2.155
	2.50E+03
	4.12E+03
	0.61
	0.60
	1.65E-01
	3.00E-03
	0.00E+00
	2.79E+03
	2.12E+03
	0.76
	0.53
	5.69E-01
	4.90E-02
	0.00E+00
	2.22E+03
	2.55E+03
	0.87
	0.53
	9.87E-01
	4.90E-02
	0.00E+00

	200
	H HMDB0000832
	Capryloylglycine
	Mass,RT
	201.13562
	2.155
	5.80E+04
	5.00E+04
	1.16
	0.54
	5.96E-01
	4.00E-03
	0.00E+00
	8.31E+04
	2.47E+04
	0.30
	0.63
	4.95E-02
	5.00E-02
	0.00E+00
	1.52E+04
	6.52E+04
	0.23
	0.55
	3.67E-01
	5.00E-02
	0.00E+00

	201
	H HMDB0000827
	1-Stearoyl-sn-glycerol 3-phosphate
	Mass,RT
	438.27426
	2.155
	1.87E+03
	1.97E+03
	0.95
	0.54
	5.55E-01
	5.00E-03
	1.03E-04
	2.22E+03
	1.41E+03
	0.63
	0.55
	4.37E-01
	1.00E-03
	2.88E-04
	1.56E+03
	1.92E+03
	0.81
	0.59
	9.16E-01
	1.00E-03
	0.00E+00

	202
	H HMDB0000774
	Pregnenolonesulfate
	Mass,RT
	396.19647
	2.155
	1.05E+04
	3.36E+03
	3.12
	0.82
	8.74E-05
	6.00E-03
	2.03E-03
	7.64E+03
	1.43E+04
	1.87
	0.80
	1.68E-02
	2.00E-03
	9.62E-05
	1.32E+04
	1.00E+04
	1.32
	0.77
	1.33E-01
	2.00E-03
	0.00E+00

	203
	H HMDB0000773
	2_7-Anhydro-alpha-N-acetylneuraminicacid
	Mass,RT
	291.09413
	2.155
	8.64E+04
	5.79E+04
	1.49
	0.53
	5.13E-01
	7.00E-03
	9.55E-05
	1.30E+05
	2.85E+04
	0.22
	0.90
	1.44E-08
	3.00E-03
	1.96E-03
	1.79E+04
	9.78E+04
	0.18
	0.91
	1.75E-04
	3.00E-03
	2.99E-04

	204
	H HMDB0000734
	Indole-3-acrylic acid
	Mass, RT, Spectral match
	187.06246
	2.155
	4.18E+06
	3.99E+06
	1.05
	0.51
	7.87E-01
	8.00E-03
	1.54E-04
	5.50E+06
	2.42E+06
	0.44
	0.71
	1.17E-03
	4.00E-03
	0.00E+00
	1.23E+06
	4.67E+06
	0.26
	0.73
	3.66E-02
	4.00E-03
	0.00E+00

	205
	H HMDB0000721
	Gly-Pro(Glycylproline)
	Mass,RT
	172.0842
	2.155
	3.92E+04
	5.14E+04
	0.76
	0.58
	1.93E-01
	9.00E-03
	0.00E+00
	4.31E+04
	3.41E+04
	0.79
	0.56
	3.87E-01
	5.00E-03
	0.00E+00
	2.66E+04
	4.14E+04
	0.64
	0.61
	4.22E-01
	5.00E-03
	1.92E-05

	206
	H HMDB0000708
	Glycoursodeoxycholic acid
	Mass, RT, Spectral match
	449.31332
	2.155
	1.14E+08
	1.97E+07
	5.79
	0.58
	7.15E-02
	1.00E-02
	0.00E+00
	1.62E+08
	5.02E+07
	0.31
	0.55
	4.93E-01
	6.00E-03
	1.21E-04
	1.75E+07
	1.30E+08
	0.13
	0.55
	6.12E-01
	6.00E-03
	1.85E-05

	207
	H HMDB0000706
	α-Aspartylphenylalanine
	Mass, RT, Spectral match
	280.10501
	2.155
	4.39E+03
	6.74E+03
	0.65
	0.72
	3.97E-05
	1.10E-02
	2.12E-04
	4.27E+03
	4.55E+03
	1.07
	0.65
	9.98E-01
	7.00E-03
	7.69E-05
	6.64E+03
	4.01E+03
	1.65
	0.76
	2.35E-03
	7.00E-03
	1.57E-04

	208
	H HMDB0000705
	Hexanoylcarnitine
	Mass,RT
	259.17725
	2.155
	7.32E+05
	5.37E+05
	1.36
	0.58
	3.72E-01
	1.20E-02
	2.00E-04
	7.49E+05
	7.09E+05
	0.95
	0.56
	6.67E-01
	8.00E-03
	0.00E+00
	5.99E+05
	7.54E+05
	0.79
	0.55
	2.52E-01
	8.00E-03
	2.00E-05

	209
	H HMDB0000701
	Hexanoylglycine
	Mass,RT
	173.1045
	2.155
	4.60E+04
	1.64E+04
	2.80
	0.75
	1.47E-05
	1.30E-02
	8.43E-04
	6.42E+04
	2.17E+04
	0.34
	0.78
	1.28E-05
	9.00E-03
	5.14E-04
	2.63E+04
	4.93E+04
	0.53
	0.59
	3.05E-01
	9.00E-03
	0.00E+00

	210
	H HMDB0000682
	3-Indoxyl sulphate
	Mass, RT, Spectral match
	213.00883
	2.155
	1.09E+04
	5.58E+03
	1.96
	0.69
	1.05E-03
	1.40E-02
	1.08E-04
	1.14E+04
	1.03E+04
	0.90
	0.58
	4.05E-02
	1.00E-02
	5.56E-05
	3.89E+03
	1.21E+04
	0.32
	0.83
	2.58E-04
	1.00E-02
	3.41E-04

	211
	H HMDB0000671
	Indolelactic acid
	Mass
	NA
	2.368
	1.19E+05
	8.49E+03
	14.02
	0.84
	9.02E-08
	1.50E-02
	1.96E-03
	8.79E+04
	1.60E+05
	1.82
	0.70
	8.76E-02
	1.10E-02
	6.25E-05
	2.40E+05
	9.88E+04
	2.43
	0.56
	2.80E-01
	1.10E-02
	0.00E+00

	212
	H HMDB0000667
	L-Thyronine
	Mass,RT
	273.09989
	2.155
	3.83E+05
	1.31E+05
	2.92
	0.53
	1.78E-01
	1.60E-02
	0.00E+00
	4.04E+05
	3.55E+05
	0.88
	0.53
	9.67E-01
	1.20E-02
	0.00E+00
	7.55E+05
	3.21E+05
	2.35
	0.57
	4.98E-01
	1.20E-02
	0.00E+00

	213
	H HMDB0000651
	Decanoylcarnitine
	Mass,RT
	315.2397
	2.155
	1.92E+03
	3.19E+03
	0.60
	0.57
	1.76E-01
	1.70E-02
	0.00E+00
	1.59E+03
	2.37E+03
	1.49
	0.71
	6.75E-02
	1.30E-02
	0.00E+00
	1.42E+03
	2.00E+03
	0.71
	0.59
	5.77E-01
	1.30E-02
	0.00E+00

	214
	H HMDB0000622
	Ethylmalonic acid
	Mass, RT, Spectral match
	132.0424
	2.155
	3.95E+03
	4.25E+03
	0.93
	0.50
	5.97E-01
	1.80E-02
	1.54E-04
	4.38E+03
	3.38E+03
	0.77
	0.54
	8.75E-01
	1.40E-02
	1.39E-04
	4.52E+03
	3.86E+03
	1.17
	0.59
	4.32E-01
	1.40E-02
	4.76E-05

	215
	H HMDB0000551
	[ST(2:0)]androstan-3beta_17beta-diol
	Mass,RT
	292.23894
	2.155
	1.29E+04
	3.70E+03
	3.49
	0.63
	3.36E-03
	1.90E-02
	0.00E+00
	2.04E+04
	2.89E+03
	0.14
	0.80
	6.61E-06
	1.50E-02
	1.38E-03
	1.42E+03
	1.48E+04
	0.10
	0.87
	4.48E-04
	1.50E-02
	3.16E-04

	216
	H HMDB0000476
	[STHydroxy_oxo(2:0)]12alpha-Hydroxy-3-oxochola-4_6-dien-24-oicAcid
	Mass,RT
	386.24442
	2.155
	3.33E+04
	3.26E+04
	1.02
	0.53
	4.37E-01
	2.00E-02
	0.00E+00
	4.44E+04
	1.85E+04
	0.42
	0.73
	1.14E-03
	1.60E-02
	6.67E-05
	1.43E+04
	3.65E+04
	0.39
	0.78
	3.98E-02
	1.60E-02
	0.00E+00

	217
	H HMDB0000459
	3-Methylcrotonylglycine
	Mass,RT
	157.07326
	2.155
	3.39E+05
	2.64E+05
	1.28
	0.56
	2.34E-01
	2.10E-02
	0.00E+00
	4.44E+05
	2.00E+05
	0.45
	0.70
	4.70E-06
	1.70E-02
	2.27E-05
	1.81E+05
	3.66E+05
	0.50
	0.72
	1.06E-02
	1.70E-02
	0.00E+00

	218
	H HMDB0000387
	[FAhydroxy(22:0)]13-hydroxy-docosanoicacid
	Mass,RT
	356.32874
	2.155
	3.23E+03
	3.05E+03
	1.06
	0.51
	3.52E-01
	2.20E-02
	0.00E+00
	4.30E+03
	1.80E+03
	0.42
	0.67
	1.01E-01
	1.80E-02
	1.56E-04
	1.52E+03
	3.52E+03
	0.43
	0.69
	2.26E-01
	1.80E-02
	6.55E-05

	219
	H HMDB0000349
	DL-Erythrono-1_4-lactone;Erythrono-1_4-lactone
	Mass,RT
	118.02638
	2.155
	4.99E+03
	3.47E+03
	1.44
	0.71
	1.51E-04
	2.30E-02
	3.24E-04
	5.29E+03
	4.60E+03
	0.87
	0.64
	2.14E-01
	1.90E-02
	0.00E+00
	4.24E+03
	5.12E+03
	0.83
	0.57
	2.49E-01
	1.90E-02
	0.00E+00

	220
	H HMDB0000252
	Sphingosine
	Mass
	NA
	2.234
	1.36E+04
	8.68E+03
	1.57
	0.59
	1.04E-01
	2.40E-02
	0.00E+00
	1.72E+04
	8.72E+03
	0.51
	0.58
	3.81E-02
	2.00E-02
	3.85E-05
	9.44E+03
	1.43E+04
	0.66
	0.57
	4.53E-01
	2.00E-02
	0.00E+00

	221
	H HMDB0000172
	L-Isoleucine
	Mass
	NA
	4.757
	1.23E+04
	9.34E+03
	1.32
	0.61
	1.47E-01
	2.50E-02
	2.05E-04
	1.52E+04
	8.36E+03
	0.55
	0.51
	1.92E-01
	2.10E-02
	0.00E+00
	1.38E+04
	1.20E+04
	1.15
	0.52
	8.34E-01
	2.10E-02
	0.00E+00

	222
	H D03667
	Decoqui te
	Mass,RT
	417.25274
	2.155
	7.15E+03
	4.96E+03
	1.44
	0.61
	8.41E-02
	2.60E-02
	0.00E+00
	8.27E+03
	5.66E+03
	0.69
	0.50
	9.73E-01
	2.20E-02
	2.19E-04
	5.95E+03
	7.35E+03
	0.81
	0.58
	8.10E-01
	2.20E-02
	0.00E+00

	223
	H D02716
	Pregabalin
	Mass,RT
	159.12536
	2.155
	2.90E+05
	1.73E+05
	1.68
	0.60
	9.09E-02
	2.70E-02
	1.95E-04
	3.09E+05
	2.65E+05
	0.86
	0.60
	9.34E-01
	2.30E-02
	0.00E+00
	2.22E+05
	3.02E+05
	0.73
	0.51
	8.58E-01
	2.30E-02
	0.00E+00

	224
	H D00095
	Epinephrine
	Mass,RT
	183.08888
	2.155
	5.02E+06
	3.97E+04
	126.37
	0.98
	1.21E-21
	2.80E-02
	2.17E-03
	9.27E+05
	1.05E+07
	11.29
	0.81
	1.88E-02
	2.40E-02
	7.19E-04
	1.15E+05
	5.83E+06
	0.02
	0.97
	1.37E-06
	2.40E-02
	2.00E-03

	225
	H C22172
	Neoxaline
	Mass,RT
	435.19232
	2.155
	4.85E+03
	4.60E+03
	1.05
	0.53
	7.41E-01
	2.90E-02
	0.00E+00
	6.61E+03
	2.50E+03
	0.38
	0.81
	7.81E-09
	2.50E-02
	2.19E-03
	3.77E+03
	5.03E+03
	0.75
	0.53
	4.39E-01
	2.50E-02
	0.00E+00

	226
	H C22121
	Cycloeucalenone
	Mass,RT
	424.36918
	2.155
	2.08E+02
	3.96E+01
	5.26
	1.00
	2.51E-26
	3.00E-02
	3.25E-03
	1.54E+02
	2.80E+02
	1.82
	0.67
	1.57E-01
	2.60E-02
	0.00E+00
	1.04E+02
	2.26E+02
	0.46
	0.86
	1.90E-03
	2.60E-02
	2.96E-04

	227
	H C21201
	N-(3-Oxododecanoyl)homoserinelactone
	Mass,RT
	297.19283
	2.155
	8.11E+03
	9.93E+03
	0.82
	0.58
	2.63E-01
	3.10E-02
	0.00E+00
	9.56E+03
	6.17E+03
	0.65
	0.53
	4.91E-02
	2.70E-02
	1.79E-05
	3.11E+03
	8.94E+03
	0.35
	0.81
	2.21E-03
	2.70E-02
	5.61E-06

	228
	H C21195
	[FAhydroxy(4:0)]N-(3S-hydroxy-butanoyl)-homoserinelactone
	Mass,RT
	187.08357
	2.155
	1.48E+04
	1.18E+04
	1.26
	0.63
	1.49E-02
	3.20E-02
	4.33E-04
	1.54E+04
	1.39E+04
	0.91
	0.57
	1.82E-01
	2.80E-02
	2.08E-05
	1.73E+04
	1.44E+04
	1.20
	0.64
	3.95E-01
	2.80E-02
	0.00E+00

	229
	H C20690
	1D-myo-Inositol 1,5-bis(diphosphate) 2,3,4,6-tetrakisphosphate
	Mass,RT
	819.79802
	2.155
	8.13E+03
	7.66E+03
	1.06
	0.55
	4.38E-01
	3.30E-02
	0.00E+00
	4.94E+03
	1.24E+04
	2.51
	0.70
	3.95E-02
	2.90E-02
	1.66E-04
	1.46E+04
	7.05E+03
	2.07
	0.57
	3.25E-01
	2.90E-02
	0.00E+00

	230
	H C20369
	trans-,Octacis-decaprenylphospho-β-D-erythro-pentofuranosid-2-ulose
	Mass,RT
	908.62636
	2.155
	1.95E+03
	1.86E+03
	1.05
	0.51
	4.20E-01
	3.40E-02
	0.00E+00
	2.21E+03
	1.60E+03
	0.72
	0.54
	8.36E-01
	3.00E-02
	6.52E-05
	2.11E+03
	1.92E+03
	1.10
	0.59
	4.76E-01
	3.00E-02
	1.92E-05

	231
	H C20313
	N-Hydroxy-L-valine
	Mass,RT
	133.07365
	2.155
	2.75E+06
	5.14E+04
	53.40
	0.75
	2.80E-03
	3.50E-02
	6.72E-04
	4.57E+05
	5.80E+06
	12.67
	0.51
	9.97E-01
	3.10E-02
	0.00E+00
	9.70E+04
	3.19E+06
	0.03
	0.69
	2.06E-01
	3.10E-02
	1.39E-04

	232
	H C20144
	Androsta-1,4-diene-3,17-dione
	Mass,RT
	284.17632
	2.155
	3.60E+03
	7.63E+03
	0.47
	0.66
	1.91E-02
	3.60E-02
	4.47E-04
	3.69E+03
	3.48E+03
	0.94
	0.58
	7.85E-01
	3.20E-02
	0.00E+00
	2.47E+03
	3.79E+03
	0.65
	0.64
	2.23E-01
	3.20E-02
	0.00E+00

	233
	H C19910
	N-Acetylneuraminicacid(NeuAc)
	Mass,RT
	309.10547
	2.155
	7.77E+05
	6.12E+05
	1.27
	0.58
	2.60E-01
	3.70E-02
	0.00E+00
	6.98E+05
	8.83E+05
	1.27
	0.64
	3.61E-01
	3.30E-02
	1.78E-05
	1.22E+06
	7.04E+05
	1.73
	0.63
	6.00E-02
	3.30E-02
	0.00E+00

	234
	H C19781
	Proli mide
	Mass, RT, Spectral match
	114.07923
	2.155
	1.43E+05
	1.50E+05
	0.95
	0.52
	7.57E-01
	3.80E-02
	0.00E+00
	1.29E+05
	1.60E+05
	1.24
	0.81
	8.95E-02
	3.40E-02
	0.00E+00
	1.99E+05
	1.33E+05
	1.49
	0.69
	2.98E-02
	3.40E-02
	4.00E-05

	235
	H C19499
	p-Phenylenediamine
	Mass, RT, Spectral match
	108.06868
	2.155
	1.82E+04
	1.32E+04
	1.38
	0.62
	8.07E-02
	3.90E-02
	3.52E-04
	1.41E+04
	2.37E+04
	1.68
	0.82
	3.97E-03
	3.50E-02
	1.92E-04
	1.85E+04
	1.82E+04
	1.02
	0.57
	5.55E-01
	3.50E-02
	0.00E+00

	236
	H C18218
	16-Hydroxyhexadecanoic acid
	Mass, RT, Spectral match
	272.23493
	2.155
	1.82E+05
	7.38E+04
	2.47
	0.61
	4.97E-02
	4.00E-02
	0.00E+00
	2.71E+05
	6.39E+04
	0.24
	0.62
	5.96E-02
	3.60E-02
	5.56E-05
	6.63E+04
	2.01E+05
	0.33
	0.61
	2.95E-01
	3.60E-02
	0.00E+00

	237
	H C18015
	momilactoneA
	Mass,RT
	314.18677
	2.155
	6.78E+03
	9.44E+03
	0.72
	0.55
	5.71E-01
	4.10E-02
	0.00E+00
	5.01E+03
	9.14E+03
	1.82
	0.57
	2.97E-01
	3.70E-02
	6.67E-05
	1.78E+03
	7.61E+03
	0.23
	0.78
	7.72E-02
	3.70E-02
	3.27E-05

	238
	H C17928
	2-methylhistamine
	Mass,RT
	125.09496
	2.155
	1.81E+03
	1.99E+03
	0.91
	0.53
	5.70E-01
	4.20E-02
	5.56E-05
	2.29E+03
	1.17E+03
	0.51
	0.66
	5.00E-01
	3.80E-02
	3.49E-04
	8.91E+02
	1.96E+03
	0.45
	0.71
	5.26E-01
	3.80E-02
	8.00E-05

	239
	H C17751
	cyclo-dopa5-O-glucoside
	Mass,RT
	357.10504
	2.155
	1.73E+05
	7.30E+05
	0.24
	0.88
	7.74E-09
	4.30E-02
	1.77E-03
	6.74E+04
	3.15E+05
	4.67
	0.68
	5.29E-02
	3.90E-02
	4.41E-04
	2.61E+04
	1.98E+05
	0.13
	0.98
	6.54E-06
	3.90E-02
	1.35E-03

	240
	H C17726
	β-Muricholic acid
	Mass, RT, Spectral match
	408.28692
	2.155
	1.06E+05
	3.62E+04
	2.93
	0.63
	2.09E-02
	4.40E-02
	1.62E-04
	1.42E+05
	5.73E+04
	0.40
	0.59
	6.28E-02
	4.00E-02
	3.85E-05
	1.38E+05
	1.00E+05
	1.38
	0.54
	6.81E-01
	4.00E-02
	0.00E+00

	241
	H C17582
	2'-N-Acetylparomamine
	Mass,RT
	365.17925
	2.155
	8.46E+03
	6.09E+04
	0.14
	0.97
	1.53E-22
	4.50E-02
	3.72E-03
	9.14E+03
	7.55E+03
	0.83
	0.60
	8.29E-02
	4.10E-02
	0.00E+00
	7.91E+03
	8.55E+03
	0.93
	0.59
	4.43E-01
	4.10E-02
	0.00E+00

	242
	H C17268
	1-Phenyl-1,2-propanedione
	Mass
	NA
	2.07
	2.74E+07
	2.10E+07
	1.30
	0.54
	8.69E-01
	4.60E-02
	9.76E-05
	2.94E+07
	2.47E+07
	0.84
	0.55
	2.02E-01
	4.20E-02
	0.00E+00
	3.16E+07
	2.67E+07
	1.18
	0.52
	2.61E-01
	4.20E-02
	0.00E+00

	243
	H C17241
	4-methylthiobuta ldoxime
	Mass,RT
	133.0557
	2.155
	9.42E+03
	6.54E+03
	1.44
	0.60
	4.40E-02
	4.70E-02
	0.00E+00
	7.90E+03
	1.15E+04
	1.45
	0.70
	2.38E-01
	4.30E-02
	3.45E-05
	1.86E+04
	7.89E+03
	2.36
	0.60
	3.27E-02
	4.30E-02
	7.87E-05

	244
	H C17229
	pentahomomethionine
	Mass,RT
	219.12837
	2.155
	1.38E+04
	9.52E+03
	1.45
	0.57
	2.56E-01
	4.80E-02
	1.05E-04
	2.07E+04
	4.56E+03
	0.22
	0.75
	1.32E-04
	4.40E-02
	3.84E-05
	5.96E+03
	1.51E+04
	0.39
	0.57
	3.67E-01
	4.40E-02
	0.00E+00

	245
	H C17226
	2-(6'-methylthio)hexylmalate
	Mass,RT
	264.10362
	2.155
	7.00E+03
	9.46E+03
	0.74
	0.65
	8.41E-03
	4.90E-02
	0.00E+00
	5.41E+03
	9.12E+03
	1.68
	0.85
	1.63E-04
	4.50E-02
	1.55E-04
	1.16E+04
	6.23E+03
	1.86
	0.71
	4.81E-03
	4.50E-02
	1.76E-04

	246
	H C17221
	trihomomethionine
	Mass,RT
	191.09736
	2.155
	3.12E+04
	3.22E+04
	0.97
	0.51
	6.80E-01
	5.00E-02
	0.00E+00
	2.59E+04
	3.84E+04
	1.48
	0.54
	2.70E-01
	4.60E-02
	7.62E-05
	1.30E+04
	3.43E+04
	0.38
	0.88
	2.26E-05
	4.60E-02
	7.48E-04

	247
	H C17217
	dihomomethionine
	Mass,RT
	177.08167
	2.155
	4.99E+04
	4.99E+04
	1.00
	0.52
	7.76E-01
	1.00E-03
	0.00E+00
	5.47E+04
	4.36E+04
	0.80
	0.50
	1.41E-01
	4.70E-02
	1.67E-05
	2.66E+04
	5.38E+04
	0.49
	0.76
	1.96E-02
	4.70E-02
	0.00E+00

	248
	H C16930
	chavicol
	Mass,RT
	134.07258
	2.155
	2.08E+05
	1.72E+05
	1.21
	0.56
	2.69E-01
	2.00E-03
	4.76E-05
	2.68E+05
	1.28E+05
	0.48
	0.55
	3.38E-01
	4.80E-02
	0.00E+00
	8.78E+04
	2.28E+05
	0.39
	0.57
	7.16E-01
	4.80E-02
	1.61E-05

	249
	H C16884
	D-Threitol
	Mass,RT
	122.05793
	2.155
	2.42E+03
	2.40E+03
	1.01
	0.51
	3.99E-01
	3.00E-03
	0.00E+00
	2.79E+03
	1.93E+03
	0.69
	0.54
	7.86E-01
	4.90E-02
	2.41E-04
	2.45E+03
	2.41E+03
	1.02
	0.54
	5.06E-01
	4.90E-02
	1.23E-04

	250
	H C16868
	Tauroursodeoxycholic acid
	Mass, RT, Spectral match
	499.29627
	2.155
	4.24E+05
	3.72E+05
	1.14
	0.54
	3.48E-01
	4.00E-03
	0.00E+00
	5.29E+05
	2.85E+05
	0.54
	0.51
	3.42E-01
	5.00E-02
	0.00E+00
	3.38E+05
	4.39E+05
	0.77
	0.50
	9.46E-01
	5.00E-02
	3.85E-05

	251
	H C16790
	coronatine
	Mass,RT
	319.17787
	2.155
	1.74E+03
	4.13E+03
	0.42
	0.70
	1.15E-03
	5.00E-03
	5.00E-04
	2.03E+03
	1.35E+03
	0.66
	0.57
	1.20E-01
	1.00E-03
	1.35E-04
	1.78E+03
	1.73E+03
	1.03
	0.56
	6.95E-01
	1.00E-03
	4.70E-05

	252
	H C16715
	2-oxo-1_2-dihydroquinoline-4-carboxylate
	Mass,RT
	189.04177
	2.155
	7.51E+03
	7.67E+03
	0.98
	0.51
	9.95E-01
	6.00E-03
	0.00E+00
	7.80E+03
	7.12E+03
	0.91
	0.68
	3.81E-01
	2.00E-03
	0.00E+00
	6.92E+03
	7.61E+03
	0.91
	0.55
	4.43E-01
	2.00E-03
	7.69E-05

	253
	H C16674
	formyl-isoglutamine
	Mass, RT, Spectral match
	174.06326
	2.155
	3.53E+05
	1.96E+05
	1.80
	0.54
	2.71E-01
	7.00E-03
	2.14E-04
	1.68E+05
	6.00E+05
	3.57
	0.82
	2.05E-03
	3.00E-03
	1.29E-05
	1.30E+06
	1.95E+05
	6.66
	0.86
	1.94E-06
	3.00E-03
	2.09E-04

	254
	H C16640
	CAI-1
	Mass,RT
	214.19327
	2.155
	7.98E+03
	5.48E+03
	1.46
	0.75
	4.30E-05
	8.00E-03
	1.74E-03
	7.63E+03
	8.44E+03
	1.11
	0.71
	9.28E-01
	4.00E-03
	2.00E-05
	9.69E+03
	7.69E+03
	1.26
	0.61
	9.12E-01
	4.00E-03
	0.00E+00

	255
	H C16617
	6-Methylthiopurine
	Mass,RT
	166.0306
	2.155
	8.73E+03
	4.59E+03
	1.90
	0.64
	6.77E-03
	9.00E-03
	3.43E-04
	1.29E+04
	3.12E+03
	0.24
	0.93
	2.69E-17
	5.00E-03
	4.32E-03
	4.92E+03
	9.37E+03
	0.52
	0.66
	1.22E-01
	5.00E-03
	1.10E-04

	256
	H C16594
	7-mercaptoheptanoylthreonine
	Mass,RT
	263.11803
	2.155
	1.64E+04
	2.06E+03
	7.94
	1.00
	2.26E-22
	1.00E-02
	8.01E-03
	7.61E+03
	2.81E+04
	3.69
	0.93
	6.47E-07
	6.00E-03
	6.15E-04
	4.50E+04
	1.16E+04
	3.87
	0.53
	7.43E-02
	6.00E-03
	0.00E+00

	257
	H C16589
	2-oxosuberate
	Mass,RT
	188.06773
	2.155
	2.80E+05
	1.02E+05
	2.73
	0.55
	2.84E-01
	1.10E-02
	4.10E-04
	4.63E+05
	3.58E+04
	0.08
	1.00
	1.38E-18
	7.00E-03
	7.67E-03
	4.60E+04
	3.19E+05
	0.14
	0.73
	1.40E-02
	7.00E-03
	8.93E-05

	258
	H C16538
	1,5-Anhydro-D-mannitol
	Mass
	NA
	1.91
	8.45E+04
	4.76E+04
	1.77
	0.58
	6.76E-02
	1.20E-02
	0.00E+00
	1.14E+05
	4.49E+04
	0.39
	0.70
	5.15E-04
	8.00E-03
	0.00E+00
	4.99E+04
	9.03E+04
	0.55
	0.58
	2.44E-01
	8.00E-03
	1.31E-04

	259
	H C16534
	13_16_19-Docosatrienoicacid
	Mass,RT
	334.28673
	2.155
	1.65E+03
	1.48E+03
	1.11
	0.55
	3.57E-01
	1.30E-02
	0.00E+00
	1.94E+03
	1.26E+03
	0.65
	0.55
	6.57E-01
	9.00E-03
	1.87E-04
	1.36E+03
	1.70E+03
	0.80
	0.59
	8.95E-01
	9.00E-03
	1.92E-05

	260
	H C16525
	Icosadienoicacid
	Mass,RT
	308.27126
	2.155
	3.40E+03
	3.47E+03
	0.98
	0.51
	6.24E-01
	1.40E-02
	8.82E-05
	3.58E+03
	3.16E+03
	0.88
	0.56
	7.90E-01
	1.00E-02
	0.00E+00
	3.10E+03
	3.45E+03
	0.90
	0.56
	8.67E-01
	1.00E-02
	0.00E+00

	261
	H C16519
	2-Succinyl-5-enolpyruvyl-6-hydroxy-3-cyclohexene-1-carboxylate
	Mass,RT
	328.07881
	2.155
	6.22E+03
	4.27E+04
	0.15
	0.88
	1.41E-12
	1.50E-02
	4.20E-03
	8.04E+03
	3.79E+03
	0.47
	0.81
	7.91E-05
	1.10E-02
	1.56E-04
	5.15E+03
	6.40E+03
	0.80
	0.56
	4.67E-01
	1.10E-02
	3.45E-05

	262
	H C16518
	S-(indolylmethylthiohydroximoyl)-L-cysteine
	Mass,RT
	293.08211
	2.155
	2.03E+03
	4.51E+03
	0.45
	0.72
	9.67E-05
	1.60E-02
	3.01E-04
	2.32E+03
	1.65E+03
	0.71
	0.53
	1.38E-01
	1.20E-02
	0.00E+00
	1.74E+03
	2.08E+03
	0.84
	0.56
	4.23E-01
	1.20E-02
	0.00E+00

	263
	H C16516
	Indolylmethylthiohydroximate
	Mass,RT
	206.05061
	2.155
	1.73E+03
	1.51E+03
	1.15
	0.56
	4.21E-01
	1.70E-02
	6.07E-04
	2.39E+03
	8.48E+02
	0.36
	0.87
	2.17E-12
	1.30E-02
	1.81E-03
	1.25E+03
	1.81E+03
	0.69
	0.65
	1.85E-01
	1.30E-02
	0.00E+00

	264
	H C16512
	[FA(16:2)]N-hexadecyl-ethanolamine
	Mass,RT
	299.28112
	2.155
	4.35E+03
	6.03E+03
	0.72
	0.53
	7.76E-01
	1.80E-02
	1.08E-04
	5.22E+03
	3.20E+03
	0.61
	0.55
	7.19E-01
	1.40E-02
	2.00E-05
	2.84E+03
	4.61E+03
	0.62
	0.59
	7.95E-01
	1.40E-02
	0.00E+00

	265
	H C16439
	Leucine
	Mass, RT, Spectral match
	131.09419
	2.155
	3.72E+06
	7.73E+06
	0.48
	0.63
	2.71E-02
	1.90E-02
	0.00E+00
	5.44E+06
	1.42E+06
	0.26
	0.77
	4.75E-05
	1.50E-02
	1.26E-04
	8.05E+05
	4.20E+06
	0.19
	0.78
	3.68E-03
	1.50E-02
	1.32E-05

	266
	H C16436
	Valine
	Mass, RT, Spectral match
	117.07877
	2.155
	2.00E+06
	1.21E+06
	1.65
	0.65
	2.08E-03
	2.00E-02
	6.06E-05
	1.75E+06
	2.34E+06
	1.34
	0.71
	3.41E-01
	1.60E-02
	0.00E+00
	3.62E+06
	1.73E+06
	2.09
	0.68
	1.54E-02
	1.60E-02
	3.70E-05

	267
	H C16435
	Proline
	Mass, RT, Spectral match
	115.06321
	2.155
	2.31E+06
	1.73E+06
	1.33
	0.59
	4.55E-02
	2.10E-02
	0.00E+00
	2.40E+06
	2.20E+06
	0.92
	0.55
	3.46E-01
	1.70E-02
	1.92E-05
	2.22E+06
	2.32E+06
	0.95
	0.59
	6.07E-01
	1.70E-02
	0.00E+00

	268
	H C16410
	Bracteatin 6-O-glucoside
	Mass
	NA
	1.991
	7.04E+03
	1.51E+03
	4.65
	0.53
	8.05E-01
	2.20E-02
	2.13E-04
	6.68E+02
	1.55E+04
	23.23
	0.96
	3.42E-10
	1.80E-02
	5.36E-03
	1.23E+03
	8.00E+03
	0.15
	0.50
	5.81E-01
	1.80E-02
	2.17E-05

	269
	H C16365
	5-Acetylamino-6-formylamino-3-methyluracil
	Mass,RT
	226.07092
	2.155
	3.05E+05
	2.86E+05
	1.07
	0.50
	9.05E-01
	2.30E-02
	4.65E-05
	3.10E+05
	2.99E+05
	0.96
	0.51
	3.14E-01
	1.90E-02
	0.00E+00
	2.18E+05
	3.20E+05
	0.68
	0.58
	2.62E-01
	1.90E-02
	0.00E+00

	270
	H C16361
	1,3,7-Trimethyluric acid
	Mass
	NA
	1.605
	6.36E+03
	1.84E+05
	0.03
	0.92
	1.34E-12
	2.40E-02
	3.34E-03
	4.16E+03
	9.29E+03
	2.23
	0.77
	1.68E-02
	2.00E-02
	1.28E-03
	1.97E+03
	7.09E+03
	0.28
	0.93
	4.03E-06
	2.00E-02
	8.34E-04

	271
	H C16323
	3_6-Nonadienal
	Mass,RT
	138.10384
	2.155
	5.36E+04
	4.73E+04
	1.13
	0.53
	3.90E-01
	2.50E-02
	0.00E+00
	6.06E+04
	4.41E+04
	0.73
	0.52
	2.93E-01
	2.10E-02
	0.00E+00
	4.20E+04
	5.55E+04
	0.76
	0.52
	4.19E-01
	2.10E-02
	0.00E+00

	272
	H C16322
	9-Oxono noicacid
	Mass,RT
	172.10929
	2.155
	1.32E+04
	8.31E+03
	1.59
	0.61
	4.27E-02
	2.60E-02
	1.56E-04
	1.77E+04
	7.23E+03
	0.41
	0.71
	2.59E-03
	2.20E-02
	0.00E+00
	6.61E+03
	1.43E+04
	0.46
	0.61
	1.95E-01
	2.20E-02
	0.00E+00

	273
	H C16316
	13(S)-HOTrE
	Mass, RT, Spectral match
	294.21879
	2.155
	1.46E+05
	2.23E+05
	0.66
	0.53
	9.31E-01
	2.70E-02
	0.00E+00
	1.32E+05
	1.66E+05
	1.26
	0.59
	5.28E-01
	2.30E-02
	0.00E+00
	9.80E+04
	1.55E+05
	0.63
	0.57
	7.36E-01
	2.30E-02
	0.00E+00

	274
	H C16159
	2-Formylglutarate
	Mass,RT
	160.03642
	2.155
	9.55E+04
	4.55E+04
	2.10
	0.79
	3.11E-07
	2.80E-02
	1.10E-03
	8.79E+04
	1.06E+05
	1.20
	0.69
	4.77E-01
	2.40E-02
	4.00E-05
	1.37E+05
	8.86E+04
	1.54
	0.52
	3.07E-01
	2.40E-02
	0.00E+00

	275
	H C16144
	4_4'-Diapophytoene
	Mass,RT
	408.37408
	2.155
	2.85E+03
	2.78E+03
	1.03
	0.50
	4.76E-01
	2.90E-02
	4.53E-05
	3.53E+03
	1.94E+03
	0.55
	0.62
	4.39E-01
	2.50E-02
	2.85E-04
	1.98E+03
	2.99E+03
	0.66
	0.69
	9.12E-01
	2.50E-02
	0.00E+00

	276
	H C16138
	L-Pyrrolysine
	Mass,RT
	255.15706
	2.155
	2.14E+04
	5.38E+03
	3.97
	0.78
	6.13E-06
	3.00E-02
	1.96E-04
	8.24E+03
	3.89E+04
	4.72
	0.80
	3.46E-03
	2.60E-02
	6.75E-05
	6.91E+03
	2.38E+04
	0.29
	0.67
	3.22E-02
	2.60E-02
	1.13E-04

	277
	H C15988
	(9S_10S)-9_10-Dihydroxyoctadecanoate
	Mass,RT
	316.2611
	2.155
	3.74E+03
	3.28E+03
	1.14
	0.53
	5.61E-01
	3.10E-02
	8.89E-05
	4.82E+03
	2.31E+03
	0.48
	0.57
	2.89E-01
	2.70E-02
	1.61E-05
	2.06E+03
	4.03E+03
	0.51
	0.59
	5.75E-01
	2.70E-02
	2.17E-05

	278
	H C15986
	2_6-Dihydroxypseudooxynicotine
	Mass,RT
	210.09962
	2.155
	5.90E+04
	4.64E+04
	1.27
	0.52
	5.39E-01
	3.20E-02
	0.00E+00
	7.45E+04
	3.84E+04
	0.51
	0.65
	3.74E-03
	2.80E-02
	4.46E-05
	2.28E+04
	6.51E+04
	0.35
	0.76
	6.47E-03
	2.80E-02
	7.34E-05

	279
	H C15971
	Dihydrophaseicacid
	Mass,RT
	282.14665
	2.155
	3.59E+03
	3.45E+03
	1.04
	0.54
	5.43E-01
	3.30E-02
	4.88E-05
	4.19E+03
	2.78E+03
	0.66
	0.54
	1.92E-01
	2.90E-02
	4.35E-05
	3.46E+03
	3.61E+03
	0.96
	0.54
	9.81E-01
	2.90E-02
	7.85E-05

	280
	H C15803
	6alpha-Hydroxy-castasterone
	Mass,RT
	466.36513
	2.155
	8.23E+04
	6.00E+04
	1.37
	0.59
	1.12E-01
	3.40E-02
	0.00E+00
	9.98E+04
	5.90E+04
	0.59
	0.57
	4.98E-01
	3.00E-02
	7.61E-05
	8.23E+04
	8.23E+04
	1.00
	0.52
	6.81E-01
	3.00E-02
	0.00E+00

	281
	H C15802
	6-Deoxocastasterone
	Mass,RT
	450.37073
	2.155
	6.20E+04
	3.95E+04
	1.57
	0.64
	3.87E-02
	3.50E-02
	0.00E+00
	6.88E+04
	5.30E+04
	0.77
	0.50
	7.65E-01
	3.10E-02
	0.00E+00
	8.23E+04
	5.87E+04
	1.40
	0.61
	1.77E-01
	3.10E-02
	1.08E-04

	282
	H C15800
	3-Dehydro-6-deoxoteasterone
	Mass,RT
	432.35861
	2.155
	2.64E+04
	2.35E+04
	1.12
	0.53
	3.90E-01
	3.60E-02
	0.00E+00
	2.62E+04
	2.68E+04
	1.02
	0.57
	6.87E-01
	3.20E-02
	1.85E-05
	1.87E+04
	2.77E+04
	0.68
	0.65
	5.42E-01
	3.20E-02
	0.00E+00

	283
	H C15796
	22alpha-Hydroxy-campest-4-en-3-one
	Mass,RT
	414.34825
	2.155
	3.93E+03
	4.16E+03
	0.95
	0.50
	4.92E-01
	3.70E-02
	0.00E+00
	4.64E+03
	2.99E+03
	0.64
	0.53
	6.38E-01
	3.30E-02
	1.42E-04
	3.18E+03
	4.06E+03
	0.78
	0.61
	9.45E-01
	3.30E-02
	0.00E+00

	284
	H C15794
	Castasterone
	Mass,RT
	464.34835
	2.155
	5.24E+04
	5.77E+04
	0.91
	0.54
	9.23E-01
	3.80E-02
	1.33E-04
	6.58E+04
	3.45E+04
	0.52
	0.59
	1.70E-01
	3.40E-02
	5.79E-05
	3.14E+04
	5.59E+04
	0.56
	0.69
	3.41E-01
	3.40E-02
	4.35E-05

	285
	H C15791
	Teasterone
	Mass,RT
	448.35488
	2.155
	6.24E+04
	4.49E+04
	1.39
	0.60
	9.94E-02
	3.90E-02
	0.00E+00
	7.02E+04
	5.20E+04
	0.74
	0.51
	7.64E-01
	3.50E-02
	0.00E+00
	5.32E+04
	6.39E+04
	0.83
	0.54
	9.40E-01
	3.50E-02
	0.00E+00

	286
	H C15767
	gamma-Glutamyl-gamma-aminobutyraye
	Mass,RT
	232.10511
	2.155
	2.00E+04
	1.75E+04
	1.14
	0.53
	3.27E-01
	4.00E-02
	8.59E-05
	2.00E+04
	1.99E+04
	0.99
	0.61
	4.07E-01
	3.60E-02
	0.00E+00
	1.80E+04
	2.03E+04
	0.89
	0.61
	4.57E-01
	3.60E-02
	0.00E+00

	287
	H C15713
	Nodularin
	Mass,RT
	824.43981
	2.155
	1.40E+05
	1.16E+05
	1.21
	0.59
	2.50E-01
	4.10E-02
	0.00E+00
	1.35E+05
	1.47E+05
	1.09
	0.51
	4.54E-01
	3.70E-02
	0.00E+00
	5.66E+04
	1.54E+05
	0.37
	0.57
	4.08E-01
	3.70E-02
	2.08E-05

	288
	H C15672
	HemeO
	Mass,RT
	838.37804
	2.155
	2.21E+05
	1.32E+05
	1.67
	0.51
	8.62E-01
	4.20E-02
	0.00E+00
	3.44E+05
	5.75E+04
	0.17
	0.75
	5.13E-04
	3.80E-02
	2.28E-04
	6.15E+03
	2.57E+05
	0.02
	0.96
	3.69E-05
	3.80E-02
	1.40E-03

	289
	H C15568
	[SThydroxy_ox]7alpha_12alpha-Dihydroxy-3-oxochol-4-en-24-oicAcid
	Mass,RT
	404.2551
	2.155
	2.05E+05
	1.82E+04
	11.26
	0.87
	9.36E-10
	4.30E-02
	3.03E-04
	1.51E+05
	2.78E+05
	1.85
	0.51
	7.26E-01
	3.90E-02
	1.67E-05
	6.43E+05
	1.32E+05
	4.86
	0.57
	4.65E-01
	3.90E-02
	0.00E+00

	290
	H C15562
	Dibenzylamine
	Mass, RT, Spectral match
	197.11975
	2.155
	1.42E+05
	1.11E+05
	1.28
	0.53
	8.28E-01
	4.40E-02
	0.00E+00
	5.23E+04
	2.62E+05
	5.02
	0.58
	1.62E-01
	4.00E-02
	0.00E+00
	3.89E+05
	1.01E+05
	3.85
	0.60
	2.47E-02
	4.00E-02
	5.42E-05

	291
	H C15557
	Glycolithocholate
	Mass,RT
	433.3177
	2.155
	7.27E+02
	1.10E+03
	0.66
	0.63
	2.20E-02
	4.50E-02
	6.23E-04
	7.15E+02
	7.44E+02
	1.04
	0.70
	7.20E-01
	4.10E-02
	1.92E-05
	1.01E+03
	6.81E+02
	1.48
	0.69
	8.01E-02
	4.10E-02
	1.69E-04

	292
	H C15517
	[SThydrox]3alpha_6alpha-Dihydroxy-5beta-cholan-24-oicAcid
	Mass,RT
	392.29222
	2.155
	7.98E+03
	7.22E+03
	1.10
	0.55
	3.78E-01
	4.60E-02
	3.24E-04
	9.14E+03
	6.43E+03
	0.70
	0.57
	9.10E-01
	4.20E-02
	7.12E-07
	7.07E+03
	8.13E+03
	0.87
	0.51
	8.38E-01
	4.20E-02
	0.00E+00

	293
	H C15514
	8'-Hydroxyabscisate
	Mass,RT
	280.12983
	2.155
	9.05E+04
	6.99E+04
	1.29
	0.58
	1.02E-01
	4.70E-02
	1.62E-04
	1.00E+05
	7.77E+04
	0.78
	0.50
	8.91E-01
	4.30E-02
	2.38E-05
	6.87E+04
	9.41E+04
	0.73
	0.57
	6.25E-01
	4.30E-02
	0.00E+00

	294
	H C15505
	2,3,5,6-Tetrachlorophenol
	Mass
	NA
	2.801
	2.12E+03
	2.02E+03
	1.05
	0.52
	5.94E-01
	4.80E-02
	1.08E-04
	2.48E+03
	1.63E+03
	0.65
	0.55
	7.92E-01
	4.40E-02
	2.17E-05
	2.06E+03
	2.12E+03
	0.97
	0.56
	5.52E-01
	4.40E-02
	0.00E+00

	295
	H C15502
	3-Epihydroxy-2'-deoxymugineicacid
	Mass,RT
	320.1218
	2.155
	1.29E+05
	2.39E+05
	0.54
	0.54
	2.60E-01
	4.90E-02
	0.00E+00
	1.84E+05
	5.49E+04
	0.30
	0.62
	1.28E-02
	4.50E-02
	6.25E-05
	3.45E+04
	1.45E+05
	0.24
	0.67
	9.12E-02
	4.50E-02
	0.00E+00

	296
	H C15495
	Decylubiquinol
	Mass,RT
	324.22876
	2.155
	1.22E+04
	8.94E+03
	1.37
	0.52
	6.01E-01
	5.00E-02
	0.00E+00
	1.90E+04
	3.22E+03
	0.17
	0.78
	3.49E-04
	4.60E-02
	4.49E-04
	2.35E+03
	1.39E+04
	0.17
	0.73
	5.10E-02
	4.60E-02
	2.27E-05

	297
	H C15494
	Decylubiquinone
	Mass,RT
	322.21319
	2.155
	1.46E+04
	2.67E+04
	0.55
	0.62
	8.44E-02
	1.00E-03
	0.00E+00
	1.90E+04
	8.73E+03
	0.46
	0.57
	2.81E-02
	4.70E-02
	0.00E+00
	6.55E+03
	1.59E+04
	0.41
	0.72
	1.01E-01
	4.70E-02
	1.85E-05

	298
	H C15025
	(S)-Carnitine
	Mass,RT
	161.10453
	2.155
	9.68E+06
	1.10E+07
	0.88
	0.57
	1.96E-01
	2.00E-03
	0.00E+00
	1.26E+07
	5.83E+06
	0.46
	0.74
	8.85E-05
	4.80E-02
	2.06E-04
	5.58E+06
	1.04E+07
	0.54
	0.72
	1.40E-04
	4.80E-02
	1.72E-05

	299
	H C14835
	[FAtrihydroxy(18:0)]9_10_13-trihydroxy-11-octadecenoicacid
	Mass,RT
	330.24032
	2.155
	2.93E+05
	2.12E+05
	1.38
	0.54
	3.90E-01
	3.00E-03
	0.00E+00
	3.46E+05
	2.23E+05
	0.65
	0.50
	9.34E-01
	4.90E-02
	0.00E+00
	1.20E+05
	3.22E+05
	0.37
	0.61
	6.34E-01
	4.90E-02
	7.69E-05

	300
	H C14829
	[FAhydroxy(18:0)]12_13-dihydroxy-9Z-octadecenoicacid
	Mass,RT
	314.24518
	2.155
	3.32E+04
	3.27E+04
	1.01
	0.59
	2.19E-01
	4.00E-03
	9.52E-05
	2.56E+04
	4.33E+04
	1.69
	0.60
	3.36E-01
	5.00E-02
	1.33E-04
	1.19E+05
	1.89E+04
	6.26
	0.72
	7.33E-03
	5.00E-02
	3.85E-05

	301
	H C14776
	8(S)-Hydroxy-(5Z,9E,11Z,14Z)-eicosatetraenoic acid
	Mass, RT, Spectral match
	320.235
	2.155
	1.34E+04
	6.26E+03
	2.14
	0.60
	9.23E-02
	5.00E-03
	1.14E-04
	1.95E+04
	5.26E+03
	0.27
	0.67
	1.56E-03
	1.00E-03
	2.68E-04
	1.23E+03
	1.54E+04
	0.08
	0.90
	2.62E-05
	1.00E-03
	7.45E-04

	302
	H C14774
	[FAhydroxy(20:3)]11_12-dihydroxy-5Z_8Z_14Z-eicosatrienoicacid
	Mass,RT
	338.2455
	2.155
	8.76E+03
	9.46E+03
	0.93
	0.54
	8.41E-01
	6.00E-03
	0.00E+00
	1.20E+04
	4.49E+03
	0.37
	0.73
	7.60E-04
	2.00E-03
	7.23E-04
	3.36E+03
	9.66E+03
	0.35
	0.79
	1.60E-02
	2.00E-03
	0.00E+00

	303
	H C14766
	9-Oxo-ODE
	Mass, RT, Spectral match
	294.21854
	2.155
	3.94E+05
	5.49E+05
	0.72
	0.54
	6.53E-01
	7.00E-03
	0.00E+00
	5.97E+05
	1.22E+05
	0.20
	0.74
	1.10E-03
	3.00E-03
	7.18E-04
	2.19E+05
	4.23E+05
	0.52
	0.51
	8.66E-01
	3.00E-03
	6.52E-05

	304
	H C14752
	Alpha-Zearalanol
	Mass,RT
	322.17755
	2.155
	3.35E+05
	3.76E+05
	0.89
	0.53
	6.87E-01
	8.00E-03
	0.00E+00
	5.45E+05
	5.52E+04
	0.10
	0.56
	1.23E-01
	4.00E-03
	7.62E-05
	4.67E+04
	3.83E+05
	0.12
	0.54
	5.02E-01
	4.00E-03
	0.00E+00

	305
	H C14748
	20-Hydroxy-(5Z,8Z,11Z,14Z)-eicosatetraenoic acid
	Mass, RT, Spectral match
	320.23466
	2.155
	1.34E+04
	2.99E+03
	4.49
	0.67
	5.46E-04
	9.00E-03
	1.51E-04
	2.14E+04
	2.67E+03
	0.12
	0.84
	5.84E-06
	5.00E-03
	3.30E-03
	2.68E+03
	1.52E+04
	0.18
	0.70
	6.97E-02
	5.00E-03
	0.00E+00

	306
	H C14717
	[FAoxo(4:0)]11-oxo-5Z_9_12E_14E-prostatetraenoicacid
	Mass,RT
	316.20246
	2.155
	2.70E+04
	1.71E+04
	1.58
	0.59
	1.36E-01
	1.00E-02
	0.00E+00
	3.58E+04
	1.52E+04
	0.43
	0.64
	4.61E-02
	6.00E-03
	2.93E-04
	8.90E+03
	3.00E+04
	0.30
	0.76
	6.32E-02
	6.00E-03
	0.00E+00

	307
	H C14686
	Dicyclohexylamine
	Mass,RT
	181.18231
	2.155
	6.93E+05
	1.35E+06
	0.51
	0.58
	2.34E-01
	1.10E-02
	0.00E+00
	7.81E+05
	5.76E+05
	0.74
	0.57
	1.35E-01
	7.00E-03
	4.21E-06
	4.75E+05
	7.29E+05
	0.65
	0.58
	1.61E-01
	7.00E-03
	0.00E+00

	308
	H C14663
	Testosterone 17-Isocaproate
	Mass,RT
	386.28049
	2.155
	2.22E+04
	3.57E+03
	6.23
	0.86
	3.16E-07
	1.20E-02
	2.38E-03
	1.36E+04
	3.38E+04
	2.48
	0.74
	4.33E-02
	8.00E-03
	1.50E-04
	5.00E+04
	1.76E+04
	2.84
	0.56
	3.80E-01
	8.00E-03
	1.83E-05

	309
	H C14607
	Testosterone Decanoate
	Mass,RT
	442.34323
	2.155
	3.04E+04
	2.32E+04
	1.31
	0.53
	2.65E-01
	1.30E-02
	2.86E-04
	3.92E+04
	1.85E+04
	0.47
	0.63
	3.75E-01
	9.00E-03
	7.74E-05
	8.84E+03
	3.40E+04
	0.26
	0.77
	1.57E-01
	9.00E-03
	0.00E+00

	310
	H C14602
	3-Hydroxyaminophenol
	Mass,RT
	125.04735
	2.155
	2.70E+05
	2.77E+05
	0.97
	0.53
	6.37E-01
	1.40E-02
	0.00E+00
	2.87E+05
	2.46E+05
	0.86
	0.54
	5.06E-01
	1.00E-02
	0.00E+00
	2.82E+05
	2.68E+05
	1.05
	0.54
	8.44E-01
	1.00E-02
	0.00E+00

	311
	H C14533
	1,2,4-Trimethylbenzene
	Mass
	NA
	2.275
	8.01E+03
	7.98E+03
	1.00
	0.51
	9.71E-01
	1.50E-02
	0.00E+00
	8.38E+03
	7.53E+03
	0.90
	0.57
	4.38E-01
	1.10E-02
	0.00E+00
	1.06E+04
	7.59E+03
	1.39
	0.67
	1.42E-01
	1.10E-02
	3.49E-04

	312
	H C14502
	Boldenone
	Mass,RT
	286.19222
	2.155
	4.18E+03
	7.15E+03
	0.58
	0.57
	1.38E-01
	1.60E-02
	0.00E+00
	4.80E+03
	3.34E+03
	0.70
	0.52
	3.01E-01
	1.20E-02
	1.67E-05
	2.87E+03
	4.39E+03
	0.65
	0.58
	3.23E-01
	1.20E-02
	0.00E+00

	313
	H C14447
	2-Picoline
	Mass, RT, Spectral match
	93.05802
	2.155
	2.47E+04
	2.24E+04
	1.10
	0.54
	5.93E-01
	1.70E-02
	0.00E+00
	2.28E+04
	2.73E+04
	1.20
	0.67
	8.85E-01
	1.30E-02
	1.55E-05
	4.56E+04
	2.13E+04
	2.14
	0.78
	1.15E-02
	1.30E-02
	2.60E-04

	314
	H C14439
	Tributyl Phosphate
	Mass,RT
	266.16359
	2.155
	2.01E+03
	2.35E+03
	0.85
	0.53
	8.63E-01
	1.80E-02
	0.00E+00
	2.27E+03
	1.66E+03
	0.73
	0.57
	9.97E-01
	1.40E-02
	2.17E-05
	1.27E+03
	2.13E+03
	0.60
	0.61
	7.42E-01
	1.40E-02
	4.00E-05

	315
	H C14402
	1,2-Diaminobenzene
	Mass
	NA
	1.796
	7.02E+04
	4.92E+04
	1.43
	0.59
	1.61E-01
	1.90E-02
	0.00E+00
	9.82E+04
	3.30E+04
	0.34
	0.81
	1.25E-08
	1.50E-02
	5.25E-04
	4.37E+04
	7.47E+04
	0.59
	0.64
	7.22E-02
	1.50E-02
	2.00E-05

	316
	H C14401
	2,4-Toluenediamine
	Mass
	NA
	3.896
	9.37E+04
	8.08E+04
	1.16
	0.58
	2.12E-01
	2.00E-02
	4.76E-05
	1.13E+05
	6.82E+04
	0.61
	0.58
	8.64E-04
	1.60E-02
	0.00E+00
	5.99E+04
	9.93E+04
	0.60
	0.72
	1.01E-02
	1.60E-02
	0.00E+00

	317
	H C14398
	Ethylenethiourea
	Mass,RT
	102.02537
	2.155
	6.09E+03
	3.57E+03
	1.71
	0.70
	1.07E-03
	2.10E-02
	5.27E-06
	4.73E+03
	7.91E+03
	1.67
	0.80
	6.04E-02
	1.70E-02
	0.00E+00
	1.13E+04
	5.22E+03
	2.17
	0.55
	2.34E-01
	1.70E-02
	5.26E-05

	318
	H C14256
	11-Ketotestosterone
	Mass
	NA
	1.845
	5.10E+03
	8.92E+03
	0.57
	0.61
	2.67E-02
	2.20E-02
	2.46E-04
	5.13E+03
	5.06E+03
	0.99
	0.62
	8.17E-01
	1.80E-02
	0.00E+00
	4.72E+03
	5.16E+03
	0.91
	0.50
	9.49E-01
	1.80E-02
	0.00E+00

	319
	H C14214
	Dibutyl Phthalate
	Mass,RT
	278.15149
	2.155
	8.06E+04
	5.09E+04
	1.58
	0.67
	2.20E-03
	2.30E-02
	2.29E-04
	1.02E+05
	5.15E+04
	0.50
	0.62
	1.28E-01
	1.90E-02
	0.00E+00
	4.51E+04
	8.65E+04
	0.52
	0.63
	3.18E-01
	1.90E-02
	0.00E+00

	320
	H C14155
	gamma-Tocotrienol
	Mass,RT
	410.31813
	2.155
	4.28E+03
	2.01E+03
	2.13
	0.64
	2.01E-02
	2.40E-02
	1.94E-04
	5.65E+03
	2.44E+03
	0.43
	0.57
	5.98E-01
	2.00E-02
	8.44E-05
	1.93E+03
	4.67E+03
	0.41
	0.63
	5.82E-01
	2.00E-02
	0.00E+00

	321
	H C14131
	Equol
	Mass,RT
	242.0939
	2.155
	1.20E+03
	3.13E+03
	0.38
	0.71
	2.37E-04
	2.50E-02
	1.59E-03
	1.32E+03
	1.04E+03
	0.79
	0.51
	3.06E-01
	2.10E-02
	1.85E-05
	1.41E+03
	1.17E+03
	1.21
	0.60
	4.56E-01
	2.10E-02
	0.00E+00

	322
	H C13916
	N-(Tetradecanoyl)-sphing-4-enine
	Mass,RT
	509.47887
	2.155
	8.42E+03
	9.41E+03
	0.89
	0.53
	7.14E-01
	2.60E-02
	0.00E+00
	1.06E+04
	5.54E+03
	0.52
	0.67
	5.02E-01
	2.20E-02
	2.15E-04
	5.00E+03
	8.99E+03
	0.56
	0.68
	6.81E-01
	2.20E-02
	0.00E+00

	323
	H C13914
	N_N-Dimethylsphing-4-enine
	Mass,RT
	327.31349
	2.155
	1.10E+03
	1.69E+03
	0.65
	0.60
	9.35E-02
	2.70E-02
	9.52E-05
	9.37E+02
	1.31E+03
	1.40
	0.67
	2.67E-01
	2.30E-02
	0.00E+00
	1.28E+03
	1.07E+03
	1.20
	0.59
	5.00E-01
	2.30E-02
	0.00E+00

	324
	H C13856
	2-Arachidonoylglycerol
	Mass,RT
	378.27669
	2.155
	1.08E+04
	1.31E+04
	0.83
	0.52
	8.46E-01
	2.80E-02
	0.00E+00
	1.32E+04
	7.74E+03
	0.59
	0.54
	5.16E-01
	2.40E-02
	3.56E-05
	5.50E+03
	1.17E+04
	0.47
	0.70
	1.85E-01
	2.40E-02
	3.77E-05

	325
	H C13690
	Dopamine3-O-sulfate
	Mass,RT
	233.03528
	2.155
	2.13E+04
	3.17E+04
	0.67
	0.66
	5.33E-03
	2.90E-02
	9.30E-05
	2.73E+04
	1.32E+04
	0.48
	0.68
	3.09E-06
	2.50E-02
	3.46E-04
	1.11E+04
	2.30E+04
	0.48
	0.80
	1.76E-03
	2.50E-02
	1.15E-04

	326
	H C13154
	Dehydrocholicacid
	Mass,RT
	402.23891
	2.155
	5.37E+03
	6.21E+03
	0.86
	0.56
	3.84E-01
	3.00E-02
	0.00E+00
	6.59E+03
	3.74E+03
	0.57
	0.54
	4.83E-02
	2.60E-02
	1.79E-05
	2.02E+03
	5.93E+03
	0.34
	0.80
	7.37E-03
	2.60E-02
	1.92E-05

	327
	H C12986
	N2-Acetyl-L-aminoadipate
	Mass,RT
	203.07866
	2.155
	7.39E+04
	4.80E+04
	1.54
	0.65
	6.43E-03
	3.10E-02
	0.00E+00
	8.22E+04
	6.28E+04
	0.76
	0.55
	2.06E-01
	2.70E-02
	3.66E-05
	7.71E+04
	7.34E+04
	1.05
	0.52
	7.63E-01
	2.70E-02
	0.00E+00

	328
	H C12448
	Ecgoninemethylester
	Mass,RT
	199.1201
	2.155
	1.20E+04
	1.55E+04
	0.77
	0.61
	3.20E-02
	3.20E-02
	1.01E-04
	1.14E+04
	1.27E+04
	1.11
	0.68
	6.07E-01
	2.80E-02
	0.00E+00
	1.66E+04
	1.12E+04
	1.48
	0.68
	4.93E-02
	2.80E-02
	0.00E+00

	329
	H C12287
	beta-Ionone
	Mass,RT
	192.15081
	2.155
	9.50E+03
	1.89E+04
	0.50
	0.68
	2.89E-03
	3.30E-02
	2.51E-04
	9.43E+03
	9.60E+03
	1.02
	0.61
	9.05E-01
	2.90E-02
	0.00E+00
	8.11E+03
	9.73E+03
	0.83
	0.57
	5.45E-01
	2.90E-02
	4.08E-05

	330
	H C12205
	5-Hydroxyconiferylalcohol
	Mass,RT
	196.07276
	2.155
	2.00E+05
	6.30E+04
	3.18
	0.57
	1.41E-01
	3.40E-02
	0.00E+00
	3.29E+05
	2.81E+04
	0.09
	0.73
	2.42E-04
	3.00E-02
	1.29E-04
	4.18E+04
	2.27E+05
	0.18
	0.54
	4.43E-01
	3.00E-02
	0.00E+00

	331
	H C12144
	Phytosphingosine;D-Ribo-2-amino-1_3_4-Octadecanetriol
	Mass,RT
	317.29158
	2.155
	2.80E+03
	4.45E+03
	0.63
	0.58
	2.17E-01
	3.50E-02
	0.00E+00
	2.39E+03
	3.34E+03
	1.40
	0.68
	6.06E-02
	3.10E-02
	1.68E-04
	4.91E+03
	2.45E+03
	2.01
	0.69
	2.10E-02
	3.10E-02
	0.00E+00

	332
	H C12110
	Gabaculine
	Mass,RT
	139.06275
	2.155
	1.06E+06
	8.23E+05
	1.29
	0.61
	1.05E-01
	3.60E-02
	0.00E+00
	1.26E+06
	7.92E+05
	0.63
	0.61
	1.29E-03
	3.20E-02
	1.01E-04
	5.05E+05
	1.15E+06
	0.44
	0.82
	7.46E-05
	3.20E-02
	1.64E-04

	333
	H C12109
	AminoDHQ
	Mass,RT
	189.06278
	2.155
	2.29E+05
	1.54E+05
	1.49
	0.59
	1.43E-01
	3.70E-02
	0.00E+00
	2.15E+05
	2.48E+05
	1.15
	0.54
	2.41E-01
	3.30E-02
	0.00E+00
	2.49E+05
	2.26E+05
	1.10
	0.57
	1.27E-01
	3.30E-02
	8.61E-05

	334
	H C12088
	4-Hydroxycin moylmethane
	Mass,RT
	162.06738
	2.155
	7.84E+03
	2.72E+03
	2.88
	0.67
	1.09E-03
	3.80E-02
	0.00E+00
	3.16E+03
	1.41E+04
	4.45
	0.84
	1.48E-06
	3.40E-02
	2.05E-03
	2.16E+03
	8.79E+03
	0.25
	0.76
	1.34E-02
	3.40E-02
	5.73E-05

	335
	H C12056
	Actinonin
	Mass,RT
	385.25738
	2.155
	1.60E+04
	1.98E+04
	0.81
	0.56
	5.70E-01
	3.90E-02
	0.00E+00
	1.91E+04
	1.18E+04
	0.62
	0.58
	4.20E-01
	3.50E-02
	1.72E-05
	1.06E+04
	1.69E+04
	0.63
	0.61
	3.94E-01
	3.50E-02
	0.00E+00

	336
	H C12038
	Yersiniabactin
	Mass,RT
	481.11543
	2.155
	1.06E+06
	1.17E+05
	9.09
	0.63
	2.62E-02
	4.00E-02
	4.29E-04
	2.29E+05
	2.17E+06
	9.48
	0.65
	1.05E-01
	3.60E-02
	5.77E-05
	4.16E+05
	1.17E+06
	0.36
	0.54
	8.60E-01
	3.60E-02
	0.00E+00

	337
	H C12026
	3_5-Dihydroxy-phenylglycine
	Mass,RT
	183.05227
	2.155
	1.02E+06
	3.90E+05
	2.60
	0.57
	1.26E-01
	4.10E-02
	0.00E+00
	1.62E+06
	2.16E+05
	0.13
	0.84
	3.07E-07
	3.70E-02
	5.07E-04
	3.05E+05
	1.13E+06
	0.27
	0.62
	2.86E-01
	3.70E-02
	0.00E+00

	338
	H C11891
	Aphidicol-16-ene
	Mass,RT
	272.24907
	2.155
	7.83E+03
	7.00E+03
	1.12
	0.54
	5.87E-01
	4.20E-02
	0.00E+00
	8.38E+03
	7.09E+03
	0.85
	0.58
	9.74E-01
	3.80E-02
	1.03E-04
	3.84E+03
	8.49E+03
	0.45
	0.74
	2.34E-01
	3.80E-02
	4.55E-05

	339
	H C11837
	N-Butyryl-L-homoserinelactone
	Mass,RT
	171.08898
	2.155
	4.66E+04
	2.93E+05
	0.16
	0.96
	5.92E-18
	4.30E-02
	4.49E-03
	5.15E+04
	4.00E+04
	0.78
	0.51
	1.17E-01
	3.90E-02
	0.00E+00
	4.46E+04
	4.69E+04
	0.95
	0.55
	7.46E-01
	3.90E-02
	0.00E+00

	340
	H C11810
	Norajmaline
	Mass,RT
	312.18244
	2.155
	3.87E+04
	1.97E+04
	1.96
	0.59
	1.82E-01
	4.40E-02
	0.00E+00
	2.95E+04
	5.10E+04
	1.73
	0.51
	4.62E-01
	4.00E-02
	6.27E-05
	1.46E+04
	4.27E+04
	0.34
	0.54
	5.01E-01
	4.00E-02
	0.00E+00

	341
	H C11781
	6-Monoacetylmorphine
	Mass,RT
	327.14549
	2.155
	1.74E+04
	1.48E+04
	1.18
	0.58
	1.09E-01
	4.50E-02
	0.00E+00
	2.08E+04
	1.29E+04
	0.62
	0.56
	3.39E-02
	4.10E-02
	3.70E-05
	1.25E+04
	1.83E+04
	0.68
	0.60
	3.28E-01
	4.10E-02
	0.00E+00

	342
	H C11695
	ArachidoylEthanolamide
	Mass,RT
	355.34346
	2.155
	3.36E+04
	3.53E+04
	0.95
	0.50
	5.17E-01
	4.60E-02
	1.65E-04
	3.88E+04
	2.68E+04
	0.69
	0.51
	4.71E-01
	4.20E-02
	6.55E-05
	3.21E+04
	3.39E+04
	0.95
	0.52
	7.20E-01
	4.20E-02
	3.57E-05

	343
	H C11636
	7-Deoxyloganate
	Mass,RT
	360.14129
	2.155
	4.40E+04
	1.33E+06
	0.03
	0.94
	7.15E-16
	4.70E-02
	3.50E-03
	4.54E+04
	4.20E+04
	0.93
	0.72
	8.52E-01
	4.30E-02
	3.57E-05
	4.80E+04
	4.33E+04
	1.11
	0.59
	4.44E-01
	4.30E-02
	0.00E+00

	344
	H C11546
	2-(beta-D-Glucosyl)-sn-glycerol
	Mass,RT
	254.09976
	2.155
	1.65E+04
	7.35E+03
	2.24
	0.80
	7.35E-07
	4.80E-02
	1.69E-03
	1.21E+04
	2.22E+04
	1.83
	0.84
	2.44E-02
	4.40E-02
	4.26E-05
	2.28E+04
	1.54E+04
	1.48
	0.57
	1.31E-01
	4.40E-02
	8.34E-05

	345
	H C11544
	2(alpha-D-Mannosyl)-D-glycerate
	Mass,RT
	268.0804
	2.155
	6.37E+04
	3.58E+03
	17.81
	0.89
	3.43E-11
	4.90E-02
	2.59E-03
	2.02E+04
	1.22E+05
	6.02
	0.63
	1.17E-01
	4.50E-02
	4.32E-04
	3.08E+03
	7.39E+04
	0.04
	1.00
	2.07E-06
	4.50E-02
	2.61E-03

	346
	H C11503
	3-hydroxy-1H-quinolin-4-one
	Mass,RT
	161.04695
	2.155
	2.43E+05
	1.36E+05
	1.80
	0.52
	3.14E-01
	5.00E-02
	1.46E-04
	2.38E+05
	2.51E+05
	1.06
	0.55
	8.14E-01
	4.60E-02
	0.00E+00
	4.81E+05
	2.04E+05
	2.37
	0.53
	4.24E-01
	4.60E-02
	0.00E+00

	347
	H C11458
	Crotono-betaine
	Mass,RT
	141.11492
	2.155
	1.25E+06
	9.43E+05
	1.33
	0.63
	1.59E-01
	1.00E-03
	2.42E-04
	1.36E+06
	1.11E+06
	0.81
	0.58
	3.01E-03
	4.70E-02
	0.00E+00
	1.29E+06
	1.25E+06
	1.03
	0.57
	7.46E-02
	4.70E-02
	0.00E+00

	348
	H C11406
	(5R)-6-Hydroxy-5-isopropenyl-2-methylhexanoate
	Mass,RT
	185.11785
	2.155
	6.21E+03
	7.63E+03
	0.81
	0.60
	5.61E-02
	2.00E-03
	0.00E+00
	6.86E+03
	5.34E+03
	0.78
	0.50
	2.84E-02
	4.80E-02
	3.70E-05
	5.29E+03
	6.36E+03
	0.83
	0.62
	2.02E-01
	4.80E-02
	0.00E+00

	349
	H C11237
	β-Estradiol-17β-glucuronide
	Mass, RT, Spectral match
	448.2091
	2.155
	9.02E+03
	4.14E+04
	0.22
	0.74
	1.67E-05
	3.00E-03
	1.36E-03
	1.50E+04
	1.04E+03
	0.07
	0.91
	8.92E-14
	4.90E-02
	4.38E-03
	2.08E+03
	1.02E+04
	0.20
	0.64
	3.87E-01
	4.90E-02
	0.00E+00

	350
	H C11233
	Dimethyl Phthalate
	Mass,RT
	194.05705
	2.155
	1.16E+04
	8.56E+03
	1.36
	0.60
	1.79E-01
	4.00E-03
	3.56E-04
	1.31E+04
	9.61E+03
	0.73
	0.52
	2.12E-01
	5.00E-02
	0.00E+00
	5.16E+03
	1.27E+04
	0.41
	0.70
	2.91E-02
	5.00E-02
	2.07E-04

	351
	H C11227
	Ethionine
	Mass,RT
	163.06607
	2.155
	1.62E+05
	1.89E+05
	0.86
	0.58
	1.70E-01
	5.00E-03
	3.72E-04
	2.19E+05
	8.62E+04
	0.39
	0.78
	2.13E-05
	1.00E-03
	5.09E-04
	1.45E+05
	1.65E+05
	0.88
	0.58
	5.42E-01
	1.00E-03
	2.08E-05

	352
	H C11221
	Formylmethionyl-leucyl-phenylalaninemethylester
	Mass,RT
	451.21195
	2.155
	2.41E+03
	5.48E+03
	0.44
	0.86
	8.32E-11
	6.00E-03
	6.55E-04
	1.90E+03
	3.08E+03
	1.62
	0.87
	1.24E-04
	2.00E-03
	6.47E-04
	4.04E+03
	2.14E+03
	1.89
	0.76
	1.04E-03
	2.00E-03
	4.29E-04

	353
	H C11136
	[SThydrox]3alpha-hydroxy-5beta-androstan-17-one3-D-glucuronide
	Mass,RT
	466.25636
	2.155
	9.91E+04
	4.38E+04
	2.26
	0.59
	9.42E-02
	7.00E-03
	9.78E-05
	1.30E+05
	5.73E+04
	0.44
	0.53
	5.12E-01
	3.00E-03
	1.45E-04
	4.91E+04
	1.07E+05
	0.46
	0.51
	8.66E-01
	3.00E-03
	0.00E+00

	354
	H C11135
	Androsterone glucuronide
	Mass, RT, Spectral match
	466.25609
	2.155
	1.92E+03
	4.54E+03
	0.42
	0.70
	1.21E-03
	8.00E-03
	6.24E-04
	2.24E+03
	1.50E+03
	0.67
	0.55
	1.34E-01
	4.00E-03
	5.70E-05
	1.96E+03
	1.91E+03
	1.02
	0.56
	6.97E-01
	4.00E-03
	0.00E+00

	355
	H C11133
	Estroneglucuronide
	Mass,RT
	446.19337
	2.155
	1.96E+05
	3.48E+03
	56.44
	0.67
	3.76E-05
	9.00E-03
	1.05E-04
	3.42E+05
	2.70E+03
	0.01
	0.87
	4.20E-09
	5.00E-03
	3.56E-03
	3.07E+03
	2.29E+05
	0.01
	0.68
	2.60E-02
	5.00E-03
	0.00E+00

	356
	H C11020
	2,4-DP
	Mass,RT
	233.98449
	2.155
	4.44E+02
	1.19E+03
	0.37
	0.73
	6.27E-05
	1.00E-02
	9.19E-04
	4.53E+02
	4.31E+02
	0.95
	0.58
	9.08E-01
	6.00E-03
	5.80E-05
	5.60E+02
	4.24E+02
	1.32
	0.63
	2.52E-01
	6.00E-03
	0.00E+00

	357
	H C11004
	2,6-Xylidine
	Mass, RT, Spectral match
	121.08901
	2.155
	5.03E+04
	4.48E+04
	1.12
	0.55
	4.21E-01
	1.10E-02
	8.51E-05
	5.19E+04
	4.82E+04
	0.93
	0.51
	7.39E-01
	7.00E-03
	0.00E+00
	6.02E+04
	4.86E+04
	1.24
	0.60
	4.22E-01
	7.00E-03
	4.76E-05

	358
	H C10858
	Ecgonine
	Mass,RT
	185.10452
	2.155
	1.08E+05
	1.30E+05
	0.83
	0.56
	2.65E-01
	1.20E-02
	0.00E+00
	1.39E+05
	6.69E+04
	0.48
	0.67
	1.32E-04
	8.00E-03
	3.64E-04
	7.31E+04
	1.14E+05
	0.64
	0.62
	2.27E-01
	8.00E-03
	0.00E+00

	359
	H C10811
	Jervine
	Mass,RT
	425.2914
	2.155
	1.97E+03
	3.33E+03
	0.59
	0.62
	3.72E-01
	1.30E-02
	7.67E-04
	2.35E+03
	1.47E+03
	0.63
	0.57
	4.43E-01
	9.00E-03
	0.00E+00
	1.75E+03
	2.01E+03
	0.87
	0.57
	9.05E-01
	9.00E-03
	0.00E+00

	360
	H C10793
	Geranylhydroquinone
	Mass,RT
	246.16097
	2.155
	1.09E+04
	7.28E+03
	1.49
	0.54
	2.42E-01
	1.40E-02
	4.65E-05
	1.52E+04
	5.10E+03
	0.34
	0.61
	5.79E-02
	1.00E-02
	1.89E-04
	3.83E+03
	1.20E+04
	0.32
	0.71
	1.58E-01
	1.00E-02
	0.00E+00

	361
	H C10706
	Lupulone
	Mass,RT
	414.27526
	2.155
	4.14E+03
	4.54E+03
	0.91
	0.50
	8.00E-01
	1.50E-02
	0.00E+00
	5.12E+03
	2.84E+03
	0.55
	0.58
	3.92E-01
	1.10E-02
	1.92E-05
	1.92E+03
	4.51E+03
	0.43
	0.69
	3.96E-01
	1.10E-02
	0.00E+00

	362
	H C10457
	Homoferreirin
	Mass,RT
	316.09569
	2.155
	2.32E+04
	2.85E+04
	0.82
	0.53
	8.24E-01
	1.60E-02
	5.88E-05
	3.58E+04
	6.47E+03
	0.18
	0.61
	2.46E-02
	1.20E-02
	1.09E-04
	1.78E+03
	2.68E+04
	0.07
	0.82
	3.44E-03
	1.20E-02
	3.70E-05

	363
	H C10364
	Retrorsine
	Mass,RT
	351.16926
	2.155
	1.69E+03
	1.87E+03
	0.90
	0.55
	5.65E-01
	1.70E-02
	2.15E-04
	1.94E+03
	1.35E+03
	0.69
	0.53
	6.92E-01
	1.30E-02
	0.00E+00
	1.22E+03
	1.77E+03
	0.69
	0.68
	8.53E-01
	1.30E-02
	0.00E+00

	364
	H C10305
	Barbaloin
	Mass,RT
	418.12706
	2.155
	3.90E+04
	2.22E+04
	1.75
	0.58
	1.43E-01
	1.80E-02
	4.88E-05
	3.90E+04
	3.89E+04
	1.00
	0.50
	2.84E-01
	1.40E-02
	4.00E-05
	4.62E+04
	3.78E+04
	1.22
	0.54
	6.71E-01
	1.40E-02
	0.00E+00

	365
	H C10172
	DL-Stachydrine
	Mass, RT, Spectral match
	143.09421
	2.155
	2.13E+05
	1.60E+05
	1.33
	0.62
	5.87E-02
	1.90E-02
	4.26E-05
	2.20E+05
	2.04E+05
	0.93
	0.56
	5.17E-01
	1.50E-02
	0.00E+00
	2.52E+05
	2.07E+05
	1.22
	0.64
	1.84E-01
	1.50E-02
	0.00E+00

	366
	H C10159
	(+)-N-Methylconiine
	Mass,RT
	141.15117
	2.155
	8.70E+04
	5.08E+04
	1.71
	0.57
	2.06E-01
	2.00E-02
	0.00E+00
	9.91E+04
	7.09E+04
	0.72
	0.53
	7.70E-01
	1.60E-02
	1.79E-05
	4.59E+04
	9.38E+04
	0.49
	0.55
	5.39E-01
	1.60E-02
	0.00E+00

	367
	H C10138
	gamma-Coniceine
	Mass,RT
	125.12016
	2.155
	2.02E+03
	3.18E+03
	0.64
	0.67
	1.65E-03
	2.10E-02
	1.57E-03
	2.07E+03
	1.96E+03
	0.94
	0.54
	7.51E-01
	1.70E-02
	1.72E-05
	2.57E+03
	1.93E+03
	1.33
	0.68
	1.62E-01
	1.70E-02
	0.00E+00

	368
	H C10126
	A tabine
	Mass,RT
	160.0993
	2.155
	7.83E+03
	8.00E+03
	0.98
	0.50
	9.60E-01
	2.20E-02
	1.57E-04
	8.26E+03
	7.25E+03
	0.88
	0.65
	1.59E-01
	1.80E-02
	0.00E+00
	7.74E+03
	7.84E+03
	0.99
	0.51
	8.99E-01
	1.80E-02
	0.00E+00

	369
	H C09981
	Zearalenone
	Mass,RT
	318.14522
	2.155
	1.23E+04
	2.71E+04
	0.46
	0.64
	7.91E-02
	2.30E-02
	1.14E-04
	1.29E+04
	1.16E+04
	0.90
	0.51
	9.06E-01
	1.90E-02
	1.05E-04
	6.45E+03
	1.33E+04
	0.48
	0.67
	4.73E-01
	1.90E-02
	0.00E+00

	370
	H C09861
	Geranylacetate
	Mass,RT
	196.14571
	2.155
	1.23E+04
	1.05E+04
	1.17
	0.54
	4.43E-01
	2.40E-02
	0.00E+00
	1.07E+04
	1.44E+04
	1.35
	0.58
	4.40E-01
	2.00E-02
	0.00E+00
	2.08E+04
	1.09E+04
	1.92
	0.69
	3.88E-02
	2.00E-02
	0.00E+00

	371
	H C09822
	Cyclohexane-1-carboxylate
	Mass,RT
	128.08361
	2.155
	3.30E+04
	2.83E+04
	1.17
	0.57
	2.13E-01
	2.50E-02
	2.79E-04
	2.99E+04
	3.71E+04
	1.24
	0.68
	3.94E-01
	2.10E-02
	1.72E-05
	3.91E+04
	3.20E+04
	1.22
	0.64
	2.53E-01
	2.10E-02
	0.00E+00

	372
	H C09747
	Deoxynivalenol
	Mass,RT
	296.12479
	2.155
	4.42E+03
	4.07E+03
	1.08
	0.53
	6.59E-01
	2.60E-02
	5.00E-05
	4.22E+03
	4.69E+03
	1.11
	0.59
	7.34E-01
	2.20E-02
	0.00E+00
	2.17E+03
	4.79E+03
	0.45
	0.72
	1.22E-01
	2.20E-02
	3.94E-05

	373
	H C09675
	Guaiazulene
	Mass,RT
	198.13999
	2.155
	3.80E+04
	1.07E+04
	3.56
	0.70
	1.08E-03
	2.70E-02
	1.56E-04
	4.35E+04
	3.05E+04
	0.70
	0.53
	8.59E-01
	2.30E-02
	0.00E+00
	1.76E+04
	4.14E+04
	0.42
	0.56
	9.35E-01
	2.30E-02
	1.85E-05

	374
	H C09649
	alpha-Curcumene
	Mass,RT
	202.17134
	2.155
	2.75E+03
	2.03E+03
	1.35
	0.57
	1.60E-01
	2.80E-02
	0.00E+00
	3.55E+03
	1.67E+03
	0.47
	0.61
	2.01E-01
	2.40E-02
	2.51E-06
	1.04E+03
	3.03E+03
	0.34
	0.71
	1.59E-01
	2.40E-02
	0.00E+00

	375
	H C09627
	Capsidiol
	Mass,RT
	236.17656
	2.155
	4.74E+03
	5.59E+03
	0.85
	0.54
	4.34E-01
	2.90E-02
	0.00E+00
	4.62E+03
	4.91E+03
	1.06
	0.58
	9.97E-01
	2.50E-02
	0.00E+00
	6.27E+03
	4.49E+03
	1.40
	0.67
	1.98E-01
	2.50E-02
	0.00E+00

	376
	H C09622
	Botrydial
	Mass,RT
	310.1778
	2.155
	2.33E+03
	4.82E+03
	0.48
	0.66
	1.81E-02
	3.00E-02
	1.91E-04
	2.58E+03
	2.00E+03
	0.77
	0.53
	4.49E-01
	2.60E-02
	1.42E-04
	2.39E+03
	2.32E+03
	1.03
	0.55
	7.31E-01
	2.60E-02
	2.17E-05

	377
	H C09226
	Mitragynine
	Mass,RT
	398.21874
	2.155
	2.98E+03
	3.48E+03
	0.85
	0.56
	9.62E-01
	3.10E-02
	0.00E+00
	3.04E+03
	2.89E+03
	0.95
	0.61
	4.92E-01
	2.70E-02
	0.00E+00
	1.88E+03
	3.16E+03
	0.59
	0.70
	5.44E-01
	2.70E-02
	1.85E-05

	378
	H C09069
	Carnosol
	Mass,RT
	330.18254
	2.155
	1.73E+04
	1.30E+04
	1.33
	0.50
	8.62E-01
	3.20E-02
	0.00E+00
	2.21E+04
	1.10E+04
	0.50
	0.57
	1.56E-01
	2.80E-02
	0.00E+00
	1.41E+03
	2.00E+04
	0.07
	0.85
	2.67E-03
	2.80E-02
	5.62E-05

	379
	H C08608
	Norbixin
	Mass,RT
	380.1984
	2.155
	7.55E+02
	7.12E+02
	1.06
	0.53
	4.00E-01
	3.30E-02
	2.70E-04
	8.82E+02
	5.86E+02
	0.66
	0.52
	5.90E-01
	2.90E-02
	5.38E-04
	6.33E+02
	7.75E+02
	0.82
	0.59
	8.78E-01
	2.90E-02
	6.06E-05

	380
	H C08588
	Crocetin
	Mass,RT
	328.16701
	2.155
	7.00E+06
	6.22E+06
	1.13
	0.52
	2.06E-01
	3.40E-02
	1.03E-04
	9.71E+06
	3.38E+06
	0.35
	0.60
	2.32E-01
	3.00E-02
	9.76E-05
	2.18E+06
	7.80E+06
	0.28
	0.57
	5.77E-01
	3.00E-02
	0.00E+00

	381
	H C08558
	Tuberonicacidglucoside
	Mass,RT
	388.17253
	2.155
	4.24E+03
	5.32E+04
	0.08
	0.80
	1.28E-08
	3.50E-02
	2.40E-03
	4.71E+03
	3.61E+03
	0.77
	0.63
	7.62E-01
	3.10E-02
	6.55E-05
	4.18E+03
	4.25E+03
	0.98
	0.56
	7.84E-01
	3.10E-02
	0.00E+00

	382
	H C08441
	Tentoxin
	Mass,RT
	414.22523
	2.155
	1.21E+04
	1.39E+04
	0.87
	0.53
	7.05E-01
	3.60E-02
	3.94E-04
	1.24E+04
	1.17E+04
	0.95
	0.51
	9.04E-01
	3.20E-02
	5.56E-05
	4.89E+03
	1.33E+04
	0.37
	0.64
	2.15E-01
	3.20E-02
	0.00E+00

	383
	H C08389
	Thial-1-Propene-1-thiol S-oxide
	Mass
	NA
	2.296
	4.60E+03
	3.34E+03
	1.38
	0.66
	4.24E-03
	3.70E-02
	1.38E-04
	4.15E+03
	5.21E+03
	1.26
	0.81
	3.62E-01
	3.30E-02
	1.49E-04
	6.77E+03
	4.24E+03
	1.60
	0.51
	1.92E-01
	3.30E-02
	1.23E-04

	384
	H C08362
	Palmitoleic acid
	Mass
	NA
	2.212
	5.07E+05
	4.64E+05
	1.09
	0.53
	5.42E-01
	3.80E-02
	0.00E+00
	4.77E+05
	5.47E+05
	1.15
	0.61
	3.29E-01
	3.40E-02
	4.17E-05
	8.41E+05
	4.51E+05
	1.86
	0.72
	2.18E-01
	3.40E-02
	3.57E-05

	385
	H C08357
	Estradiol-17beta3-sulfate
	Mass,RT
	352.13609
	2.155
	4.07E+03
	1.18E+04
	0.35
	0.71
	4.48E-04
	3.90E-02
	3.59E-04
	4.70E+03
	3.23E+03
	0.69
	0.55
	6.10E-01
	3.50E-02
	1.20E-04
	2.09E+03
	4.41E+03
	0.47
	0.73
	2.53E-01
	3.50E-02
	0.00E+00

	386
	H C08323
	[FA(24:0)]15Z-tetracosenoicacid
	Mass,RT
	366.34907
	2.155
	3.95E+03
	3.58E+03
	1.11
	0.54
	3.47E-01
	4.00E-02
	9.09E-05
	4.39E+03
	3.37E+03
	0.77
	0.51
	9.20E-01
	3.60E-02
	4.01E-05
	4.24E+03
	3.91E+03
	1.09
	0.57
	5.13E-01
	3.60E-02
	2.17E-05

	387
	H C08320
	Tetracosanoic acid
	Mass
	NA
	2.389
	1.61E+03
	1.52E+03
	1.06
	0.53
	3.92E-01
	4.10E-02
	0.00E+00
	1.80E+03
	1.36E+03
	0.76
	0.53
	8.80E-01
	3.70E-02
	1.85E-05
	1.81E+03
	1.58E+03
	1.15
	0.60
	4.32E-01
	3.70E-02
	0.00E+00

	388
	H C08317
	12-Hydroxydodecanoicacid
	Mass,RT
	216.17179
	2.155
	2.06E+03
	2.53E+03
	0.81
	0.51
	9.32E-01
	4.20E-02
	5.38E-05
	2.45E+03
	1.53E+03
	0.62
	0.52
	6.46E-01
	3.80E-02
	0.00E+00
	1.88E+03
	2.09E+03
	0.90
	0.54
	6.75E-01
	3.80E-02
	0.00E+00

	389
	H C08315
	α-Eleostearic acid
	Mass, RT, Spectral match
	278.22354
	2.155
	2.34E+05
	1.00E+05
	2.34
	0.67
	5.76E-03
	4.30E-02
	1.70E-04
	3.09E+05
	1.35E+05
	0.44
	0.61
	4.87E-02
	3.90E-02
	5.00E-05
	1.31E+05
	2.51E+05
	0.52
	0.62
	2.39E-01
	3.90E-02
	0.00E+00

	390
	H C08313
	3-Methylindole
	Mass,RT
	131.07302
	2.155
	1.36E+05
	1.46E+05
	0.93
	0.50
	5.58E-01
	4.40E-02
	0.00E+00
	1.79E+05
	7.89E+04
	0.44
	0.62
	8.78E-03
	4.00E-02
	4.03E-04
	5.23E+03
	1.58E+05
	0.03
	1.00
	4.55E-07
	4.00E-02
	3.46E-03

	391
	H C08309
	5-Methoxydimethyltryptamine
	Mass
	NA
	2.495
	5.11E+05
	6.78E+05
	0.75
	0.51
	2.90E-01
	4.50E-02
	0.00E+00
	8.11E+05
	1.11E+05
	0.14
	0.58
	8.26E-02
	4.10E-02
	0.00E+00
	7.16E+04
	5.85E+05
	0.12
	0.53
	6.38E-01
	4.10E-02
	0.00E+00

	392
	H C08306
	Hexylamine
	Mass,RT
	101.12054
	2.155
	1.10E+04
	1.25E+04
	0.88
	0.53
	5.31E-01
	4.60E-02
	0.00E+00
	1.17E+04
	1.01E+04
	0.87
	0.56
	4.85E-01
	4.20E-02
	0.00E+00
	9.49E+03
	1.12E+04
	0.84
	0.57
	6.46E-01
	4.20E-02
	0.00E+00

	393
	H C08304
	Gramine
	Mass,RT
	174.11511
	2.155
	4.48E+03
	3.89E+03
	1.15
	0.58
	1.16E-01
	4.70E-02
	0.00E+00
	4.27E+03
	4.76E+03
	1.11
	0.60
	8.09E-01
	4.30E-02
	0.00E+00
	3.39E+03
	4.67E+03
	0.73
	0.62
	1.31E-01
	4.30E-02
	2.55E-06

	394
	H C08302
	N,N-Dimethyltryptamine
	Mass,RT
	188.13054
	2.155
	1.42E+04
	2.06E+03
	6.92
	0.71
	1.79E-04
	4.80E-02
	7.58E-04
	2.35E+04
	1.94E+03
	0.08
	0.91
	5.18E-11
	4.40E-02
	3.63E-03
	3.98E+03
	1.60E+04
	0.25
	0.54
	7.39E-01
	4.40E-02
	0.00E+00

	395
	H C08301
	Cathinone
	Mass,RT
	149.08374
	2.155
	3.84E+03
	3.59E+03
	1.07
	0.53
	4.89E-01
	4.90E-02
	4.05E-04
	2.84E+03
	5.16E+03
	1.82
	0.80
	1.12E-03
	4.50E-02
	1.59E-04
	5.49E+03
	3.56E+03
	1.54
	0.71
	2.75E-02
	4.50E-02
	0.00E+00

	396
	H C08288
	L-Indospicine
	Mass,RT
	173.11588
	2.155
	1.42E+05
	1.40E+05
	1.01
	0.54
	7.23E-01
	5.00E-02
	1.06E-05
	1.95E+05
	7.02E+04
	0.36
	0.69
	8.50E-04
	4.60E-02
	9.69E-05
	7.31E+04
	1.53E+05
	0.48
	0.65
	7.66E-02
	4.60E-02
	2.00E-05

	397
	H C08287
	Hypoglycin A
	Mass,RT
	141.07852
	2.155
	3.36E+04
	2.58E+04
	1.30
	0.57
	1.97E-01
	1.00E-03
	0.00E+00
	2.61E+04
	4.35E+04
	1.67
	0.73
	1.28E-01
	4.70E-02
	1.38E-04
	3.29E+04
	3.37E+04
	0.98
	0.55
	7.51E-01
	4.70E-02
	0.00E+00

	398
	H C08278
	Suberic acid
	Mass,RT
	174.0885
	2.155
	1.26E+04
	1.54E+04
	0.82
	0.58
	1.34E-01
	2.00E-03
	4.44E-05
	1.19E+04
	1.35E+04
	1.14
	0.68
	8.17E-01
	4.80E-02
	3.67E-05
	1.45E+04
	1.23E+04
	1.18
	0.59
	3.51E-01
	4.80E-02
	0.00E+00

	399
	H C08275
	Djenkolic acid
	Mass
	NA
	2.232
	1.21E+03
	1.39E+03
	0.87
	0.58
	1.16E-01
	3.00E-03
	2.44E-04
	1.24E+03
	1.17E+03
	0.94
	0.71
	4.23E-01
	4.90E-02
	0.00E+00
	1.24E+03
	1.21E+03
	1.03
	0.51
	9.23E-01
	4.90E-02
	0.00E+00

	400
	H C08262
	3-Methylbutanoicacid
	Mass,RT
	102.06837
	2.155
	1.29E+04
	9.43E+03
	1.37
	0.64
	1.07E-02
	4.00E-03
	3.35E-04
	1.09E+04
	1.57E+04
	1.44
	0.82
	3.75E-03
	5.00E-02
	0.00E+00
	1.62E+04
	1.24E+04
	1.31
	0.68
	1.27E-01
	5.00E-02
	0.00E+00

	401
	H C08261
	Azelaic acid
	Mass,RT
	188.10393
	2.155
	1.32E+04
	1.09E+05
	0.12
	0.85
	3.62E-10
	5.00E-03
	1.82E-03
	1.48E+04
	1.10E+04
	0.74
	0.57
	3.99E-01
	1.00E-03
	9.19E-05
	1.24E+04
	1.33E+04
	0.93
	0.53
	7.82E-01
	1.00E-03
	4.17E-05

	402
	H C08260
	Volemitol
	Mass,RT
	212.08936
	2.155
	1.26E+04
	8.31E+03
	1.52
	0.68
	6.74E-04
	6.00E-03
	4.65E-05
	1.01E+04
	1.60E+04
	1.59
	0.91
	2.28E-03
	2.00E-03
	1.79E-04
	1.39E+04
	1.24E+04
	1.12
	0.57
	8.89E-01
	2.00E-03
	0.00E+00

	403
	H C08157
	Testosterone 17-E nthate
	Mass,RT
	400.29596
	2.155
	1.48E+05
	2.65E+04
	5.57
	0.70
	3.68E-03
	7.00E-03
	1.60E-04
	1.31E+05
	1.70E+05
	1.29
	0.57
	5.24E-01
	3.00E-03
	0.00E+00
	2.59E+05
	1.29E+05
	2.00
	0.58
	8.86E-01
	3.00E-03
	0.00E+00

	404
	H C08156
	Testosterone Cypio te
	Mass,RT
	412.29614
	2.155
	1.36E+04
	1.08E+04
	1.26
	0.59
	1.00E-01
	8.00E-03
	1.21E-04
	1.42E+04
	1.29E+04
	0.90
	0.59
	7.63E-01
	4.00E-03
	2.66E-05
	1.35E+04
	1.37E+04
	0.99
	0.53
	6.84E-01
	4.00E-03
	1.16E-04

	405
	H C08148
	Hydroxyprogesterone caproate
	Mass, RT, Spectral match
	428.29151
	2.155
	1.38E+04
	9.83E+03
	1.41
	0.58
	1.87E-01
	9.00E-03
	0.00E+00
	1.72E+04
	9.37E+03
	0.54
	0.56
	4.94E-01
	5.00E-03
	0.00E+00
	7.34E+03
	1.49E+04
	0.49
	0.66
	4.21E-01
	5.00E-03
	0.00E+00

	406
	H C07541
	Lysergicacid
	Mass,RT
	268.12004
	2.155
	5.25E+04
	5.23E+04
	1.00
	0.55
	5.59E-01
	1.00E-02
	5.56E-05
	5.14E+04
	5.39E+04
	1.05
	0.59
	5.60E-01
	6.00E-03
	0.00E+00
	5.19E+04
	5.26E+04
	0.99
	0.50
	8.31E-01
	6.00E-03
	0.00E+00

	407
	H C07514
	Amphetamine
	Mass,RT
	135.10416
	2.155
	7.32E+03
	6.57E+03
	1.11
	0.55
	3.72E-01
	1.10E-02
	5.00E-05
	5.94E+03
	9.15E+03
	1.54
	0.78
	1.68E-02
	7.00E-03
	1.35E-04
	6.45E+03
	7.46E+03
	0.87
	0.51
	6.82E-01
	7.00E-03
	5.72E-05

	408
	H C07480
	Theobromine
	Mass, RT, Spectral match
	180.06395
	2.155
	1.67E+06
	1.88E+06
	0.89
	0.50
	8.95E-01
	1.20E-02
	1.08E-04
	1.73E+06
	1.59E+06
	0.92
	0.52
	4.04E-01
	8.00E-03
	1.85E-05
	6.12E+05
	1.85E+06
	0.33
	0.61
	3.69E-01
	8.00E-03
	0.00E+00

	409
	H C07475
	Ethoxyquin
	Mass,RT
	217.14565
	2.155
	2.49E+04
	5.08E+03
	4.90
	0.60
	3.80E-02
	1.30E-02
	4.76E-05
	3.98E+03
	5.28E+04
	13.24
	0.96
	1.16E-07
	9.00E-03
	1.50E-03
	6.69E+03
	2.79E+04
	0.24
	0.53
	6.78E-01
	9.00E-03
	0.00E+00

	410
	H C07330
	3-Methylbut-2-enal
	Mass,RT
	84.05783
	2.155
	1.35E+04
	9.93E+03
	1.36
	0.61
	4.02E-02
	1.40E-02
	0.00E+00
	1.30E+04
	1.42E+04
	1.10
	0.68
	3.10E-01
	1.00E-02
	5.17E-05
	1.39E+04
	1.35E+04
	1.03
	0.59
	5.72E-01
	1.00E-02
	0.00E+00

	411
	H C07287
	Sulcatone
	Mass,RT
	126.10427
	2.155
	3.95E+04
	2.99E+04
	1.32
	0.57
	2.54E-01
	1.50E-02
	0.00E+00
	2.70E+04
	5.61E+04
	2.07
	0.65
	9.19E-02
	1.10E-02
	0.00E+00
	9.42E+04
	3.04E+04
	3.10
	0.75
	1.27E-03
	1.10E-02
	1.47E-05

	412
	H C07276
	Limonene-1_2-diol
	Mass,RT
	170.12999
	2.155
	4.54E+03
	4.22E+03
	1.08
	0.51
	4.20E-01
	1.60E-02
	0.00E+00
	5.37E+03
	3.43E+03
	0.64
	0.55
	4.77E-01
	1.20E-02
	1.10E-04
	3.58E+03
	4.70E+03
	0.76
	0.61
	9.75E-01
	1.20E-02
	4.35E-05

	413
	H C07275
	Tetramethylene glutarimide
	Mass, RT, Spectral match
	167.09407
	2.155
	7.86E+03
	5.05E+03
	1.56
	0.70
	1.04E-04
	1.70E-02
	0.00E+00
	8.32E+03
	7.26E+03
	0.87
	0.52
	1.14E-01
	1.30E-02
	1.79E-05
	1.05E+04
	7.43E+03
	1.41
	0.72
	2.72E-02
	1.30E-02
	0.00E+00

	414
	H C07272
	Maleimide
	Mass,RT
	97.01599
	2.155
	1.94E+05
	8.68E+04
	2.24
	0.62
	1.55E-02
	1.80E-02
	0.00E+00
	1.21E+05
	2.92E+05
	2.42
	0.67
	8.91E-02
	1.40E-02
	6.25E-05
	6.14E+05
	1.25E+05
	4.93
	0.73
	1.76E-03
	1.40E-02
	3.79E-05

	415
	H C07207
	Zalcitabine
	Mass,RT
	211.0949
	2.155
	5.70E+03
	4.90E+03
	1.17
	0.56
	2.44E-01
	1.90E-02
	1.49E-04
	4.91E+03
	6.76E+03
	1.38
	0.73
	6.06E-02
	1.50E-02
	5.90E-06
	9.10E+03
	5.14E+03
	1.77
	0.76
	4.43E-03
	1.50E-02
	8.00E-05

	416
	H C07159
	2-Oxo-delta3-4_5_5-trimethylcyclopentenylacetate
	Mass,RT
	182.09368
	2.155
	2.34E+05
	1.88E+05
	1.24
	0.60
	4.45E-01
	2.00E-02
	0.00E+00
	2.33E+05
	2.36E+05
	1.01
	0.61
	7.47E-01
	1.60E-02
	0.00E+00
	2.61E+05
	2.29E+05
	1.14
	0.58
	9.31E-01
	1.60E-02
	1.79E-05

	417
	H C07155
	2-Phenylcyclopropylamine
	Mass,RT
	133.08883
	2.155
	4.76E+04
	1.40E+04
	3.41
	0.51
	7.61E-01
	2.10E-02
	1.05E-04
	8.08E+04
	3.25E+03
	0.04
	0.97
	4.39E-12
	1.70E-02
	6.22E-03
	3.38E+03
	5.49E+04
	0.06
	0.79
	6.49E-03
	1.70E-02
	4.71E-05

	418
	H C07119
	Medroxyprogesterone
	Mass,RT
	344.23464
	2.155
	9.66E+03
	6.36E+03
	1.52
	0.55
	2.27E-01
	2.20E-02
	0.00E+00
	1.45E+04
	3.19E+03
	0.22
	0.81
	1.11E-04
	1.80E-02
	1.64E-03
	2.96E+03
	1.08E+04
	0.27
	0.73
	6.80E-02
	1.80E-02
	0.00E+00

	419
	H C06762
	4-Hydroxy-2-oxohexanoic acid
	Mass
	NA
	4.269
	1.04E+05
	3.38E+04
	3.07
	0.84
	1.20E-09
	2.30E-02
	1.50E-03
	1.41E+05
	5.42E+04
	0.39
	0.77
	5.59E-05
	1.90E-02
	9.56E-05
	4.30E+04
	1.14E+05
	0.38
	0.76
	5.38E-03
	1.90E-02
	3.78E-04

	420
	H C06751
	Prenyl-L-cysteine
	Mass,RT
	189.08172
	2.155
	5.95E+05
	3.39E+05
	1.75
	0.58
	2.17E-01
	2.40E-02
	1.43E-04
	5.13E+05
	7.05E+05
	1.37
	0.50
	3.75E-01
	2.00E-02
	6.17E-05
	2.68E+05
	6.50E+05
	0.41
	0.74
	1.34E-03
	2.00E-02
	1.56E-04

	421
	H C06725
	5_6-Dihydroxy-3-methyl-2-oxo-1_2-dihydroquinoline
	Mass,RT
	191.0574
	2.155
	1.18E+06
	1.04E+06
	1.14
	0.54
	7.84E-01
	2.50E-02
	0.00E+00
	1.19E+06
	1.17E+06
	0.98
	0.52
	5.76E-01
	2.10E-02
	0.00E+00
	8.92E+05
	1.23E+06
	0.72
	0.54
	4.54E-01
	2.10E-02
	0.00E+00

	422
	H C06674
	3,4-dihydroxybenzenesulfonic acid
	Mass,RT
	189.99269
	2.155
	1.55E+03
	1.89E+03
	0.82
	0.62
	3.83E-02
	2.60E-02
	0.00E+00
	1.57E+03
	1.53E+03
	0.97
	0.71
	5.37E-01
	2.20E-02
	0.00E+00
	1.64E+03
	1.54E+03
	1.07
	0.53
	9.36E-01
	2.20E-02
	0.00E+00

	423
	H C06577
	Cumi ldehyde
	Mass,RT
	148.0884
	2.155
	9.94E+03
	2.17E+04
	0.46
	0.87
	9.78E-13
	2.70E-02
	3.18E-03
	9.38E+03
	1.07E+04
	1.14
	0.70
	4.93E-01
	2.30E-02
	8.33E-05
	1.49E+04
	9.11E+03
	1.63
	0.79
	2.22E-03
	2.30E-02
	5.32E-04

	424
	H C06575
	p-Cymene
	Mass,RT
	134.10889
	2.155
	2.95E+04
	3.09E+04
	0.96
	0.52
	7.94E-01
	2.80E-02
	6.05E-05
	3.77E+04
	1.87E+04
	0.50
	0.61
	8.89E-02
	2.40E-02
	3.45E-05
	1.09E+04
	3.27E+04
	0.33
	0.83
	3.55E-02
	2.40E-02
	3.51E-04

	425
	H C06554
	Cyanuric acid
	Mass
	NA
	1.979
	8.78E+03
	9.06E+03
	0.97
	0.54
	6.34E-01
	2.90E-02
	1.08E-04
	8.00E+03
	9.80E+03
	1.23
	0.81
	2.49E-01
	2.50E-02
	3.45E-05
	1.26E+04
	8.14E+03
	1.54
	0.59
	5.98E-02
	2.50E-02
	4.00E-05

	426
	H C06546
	Mescaline
	Mass
	NA
	17.59
	4.24E+03
	7.36E+03
	0.58
	0.66
	5.41E-03
	3.00E-02
	5.26E-05
	4.74E+03
	3.57E+03
	0.75
	0.55
	2.62E-01
	2.60E-02
	5.56E-05
	4.29E+03
	4.23E+03
	1.02
	0.56
	7.94E-01
	2.60E-02
	0.00E+00

	427
	H C06523
	Coniine
	Mass,RT
	127.13582
	2.155
	4.67E+04
	3.05E+04
	1.53
	0.60
	1.03E-01
	3.10E-02
	1.48E-04
	7.82E+04
	4.64E+03
	0.06
	0.92
	2.69E-13
	2.70E-02
	3.18E-03
	3.75E+03
	5.38E+04
	0.07
	0.86
	6.92E-04
	2.70E-02
	8.42E-05

	428
	H C06473
	2-Dehydro-D-gluco te
	Mass,RT
	194.04173
	2.155
	6.75E+06
	2.39E+06
	2.83
	0.60
	1.17E-01
	3.20E-02
	9.76E-05
	7.13E+06
	6.24E+06
	0.88
	0.54
	1.19E-01
	2.80E-02
	8.00E-05
	1.41E+07
	5.53E+06
	2.54
	0.61
	2.95E-01
	2.80E-02
	0.00E+00

	429
	H C06469
	Neuraminicacid
	Mass,RT
	267.09522
	2.155
	2.47E+04
	3.72E+04
	0.66
	0.70
	2.50E-02
	3.30E-02
	2.35E-04
	1.81E+04
	3.35E+04
	1.85
	0.51
	9.39E-01
	2.90E-02
	0.00E+00
	5.91E+04
	1.90E+04
	3.11
	0.51
	2.55E-01
	2.90E-02
	4.55E-05

	430
	H C06429
	Docosahexaenoicacid
	Mass,RT
	328.2399
	2.155
	5.91E+03
	4.91E+03
	1.20
	0.56
	2.58E-01
	3.40E-02
	0.00E+00
	7.24E+03
	4.13E+03
	0.57
	0.58
	2.80E-01
	3.00E-02
	3.96E-04
	4.48E+03
	6.14E+03
	0.73
	0.61
	9.26E-01
	3.00E-02
	0.00E+00

	431
	H C06425
	Eicosanoicacid
	Mass,RT
	312.30272
	2.155
	1.31E+03
	1.29E+03
	1.01
	0.52
	4.55E-01
	3.50E-02
	0.00E+00
	1.52E+03
	1.02E+03
	0.67
	0.55
	7.14E-01
	3.10E-02
	5.99E-04
	1.27E+03
	1.31E+03
	0.97
	0.50
	5.83E-01
	3.10E-02
	0.00E+00

	432
	H C06424
	Myristic acid
	Mass
	NA
	2.48
	4.15E+03
	1.89E+03
	2.20
	0.71
	3.99E-03
	3.60E-02
	0.00E+00
	4.66E+03
	3.46E+03
	0.74
	0.50
	6.90E-01
	3.20E-02
	0.00E+00
	1.61E+03
	4.57E+03
	0.35
	0.80
	1.10E-01
	3.20E-02
	1.63E-04

	433
	H C06414
	4-Quinolinecarboxylic acid
	Mass
	NA
	1.82
	8.39E+03
	9.60E+03
	0.87
	0.57
	2.56E-01
	3.70E-02
	0.00E+00
	7.89E+03
	9.06E+03
	1.15
	0.68
	4.74E-01
	3.30E-02
	0.00E+00
	6.67E+03
	8.68E+03
	0.77
	0.62
	2.13E-01
	3.30E-02
	0.00E+00

	434
	H C06390
	16-alpha-Hydroxypregnenolone
	Mass,RT
	332.23372
	2.155
	1.54E+05
	1.93E+05
	0.80
	0.61
	2.09E-01
	3.80E-02
	2.32E-04
	7.03E+04
	2.66E+05
	3.78
	0.60
	4.36E-01
	3.40E-02
	3.47E-05
	9.78E+03
	1.78E+05
	0.05
	0.85
	1.53E-03
	3.40E-02
	2.68E-04

	435
	H C06368
	3-(Hydrohydroxyphosphoryl)pyruvate
	Mass,RT
	151.98714
	2.155
	5.13E+05
	1.68E+05
	3.06
	0.72
	8.18E-05
	3.90E-02
	2.33E-04
	2.42E+05
	8.74E+05
	3.61
	0.70
	8.17E-03
	3.50E-02
	6.43E-05
	1.55E+06
	3.40E+05
	4.56
	0.73
	1.23E-03
	3.50E-02
	3.57E-05

	436
	H C06347
	(R)-Norcoclaurine
	Mass,RT
	271.11949
	2.155
	7.74E+03
	3.15E+03
	2.46
	0.61
	4.08E-02
	4.00E-02
	9.76E-05
	1.17E+04
	2.41E+03
	0.20
	0.71
	1.72E-02
	3.60E-02
	2.23E-04
	1.73E+03
	8.75E+03
	0.20
	0.70
	1.36E-01
	3.60E-02
	0.00E+00

	437
	H C06345
	3-Methyl-quinolin-2-ol
	Mass,RT
	159.06769
	2.155
	6.22E+05
	3.37E+05
	1.85
	0.60
	1.69E-01
	4.10E-02
	0.00E+00
	5.16E+05
	7.62E+05
	1.48
	0.58
	7.70E-01
	3.70E-02
	0.00E+00
	3.48E+05
	6.67E+05
	0.52
	0.61
	2.52E-01
	3.70E-02
	0.00E+00

	438
	H C06326
	(2S)-2-{[1-(R)-Carboxyethyl]amino}pentanoate
	Mass,RT
	189.09924
	2.155
	2.05E+04
	1.77E+04
	1.16
	0.57
	2.16E-01
	4.20E-02
	1.52E-04
	1.95E+04
	2.19E+04
	1.13
	0.63
	6.59E-01
	3.80E-02
	1.72E-05
	2.67E+04
	1.95E+04
	1.37
	0.68
	1.01E-01
	3.80E-02
	0.00E+00

	439
	H C06324
	1(2H)-Isoquinolinone
	Mass,RT
	145.05221
	2.155
	4.55E+04
	3.04E+04
	1.50
	0.66
	8.35E-03
	4.30E-02
	0.00E+00
	4.58E+04
	4.51E+04
	0.99
	0.55
	2.29E-01
	3.90E-02
	0.00E+00
	2.37E+04
	4.91E+04
	0.48
	0.78
	2.52E-03
	3.90E-02
	4.58E-05

	440
	H C06323
	Isoquinoline
	Mass,RT
	129.05741
	2.155
	1.39E+05
	1.69E+05
	0.82
	0.64
	2.10E-01
	4.40E-02
	0.00E+00
	2.14E+05
	3.93E+04
	0.18
	0.90
	4.25E-09
	4.00E-02
	1.51E-03
	6.36E+04
	1.52E+05
	0.42
	0.60
	5.74E-01
	4.00E-02
	0.00E+00

	441
	H C06315
	Lipoxin B4
	Mass, RT, Spectral match
	352.22469
	2.155
	6.91E+04
	8.04E+04
	0.86
	0.53
	6.62E-01
	4.50E-02
	5.26E-05
	1.03E+05
	2.39E+04
	0.23
	0.60
	8.63E-02
	4.10E-02
	0.00E+00
	1.26E+04
	7.85E+04
	0.16
	0.60
	2.70E-01
	4.10E-02
	1.02E-04

	442
	H C06255
	2-Oxovalericacid
	Mass,RT
	116.04686
	2.155
	1.24E+05
	1.26E+05
	0.99
	0.51
	8.56E-01
	4.60E-02
	0.00E+00
	1.31E+05
	1.14E+05
	0.87
	0.50
	2.59E-01
	4.20E-02
	3.57E-05
	1.55E+05
	1.19E+05
	1.30
	0.63
	3.25E-01
	4.20E-02
	0.00E+00

	443
	H C06180
	Anabasine
	Mass,RT
	162.11508
	2.155
	1.38E+04
	1.39E+04
	0.99
	0.50
	8.60E-01
	4.70E-02
	0.00E+00
	1.67E+04
	9.84E+03
	0.59
	0.67
	2.35E-05
	4.30E-02
	2.39E-04
	8.80E+03
	1.46E+04
	0.60
	0.74
	1.75E-02
	4.30E-02
	1.61E-05

	444
	H C06178
	1-Methylpyrrolinium
	Mass,RT
	83.0738
	2.155
	3.79E+05
	3.54E+05
	1.07
	0.51
	5.34E-01
	4.80E-02
	0.00E+00
	3.96E+05
	3.57E+05
	0.90
	0.57
	5.54E-01
	4.40E-02
	0.00E+00
	2.66E+05
	3.98E+05
	0.67
	0.61
	1.70E-01
	4.40E-02
	0.00E+00

	445
	H C06176
	Senecionine
	Mass,RT
	335.17265
	2.155
	5.37E+03
	6.77E+03
	0.79
	0.55
	4.30E-01
	4.90E-02
	0.00E+00
	6.23E+03
	4.23E+03
	0.68
	0.66
	3.80E-02
	4.50E-02
	0.00E+00
	5.94E+03
	5.28E+03
	1.13
	0.55
	7.15E-01
	4.50E-02
	0.00E+00

	446
	H C06082
	(S)-Abscisic acid
	Mass
	NA
	1.795
	3.41E+03
	8.82E+03
	0.39
	0.76
	7.88E-07
	5.00E-02
	9.26E-04
	3.31E+03
	3.54E+03
	1.07
	0.69
	6.20E-01
	4.60E-02
	0.00E+00
	4.63E+03
	3.21E+03
	1.44
	0.68
	1.35E-01
	4.60E-02
	2.08E-05

	447
	H C06071
	Deoxyloganin
	Mass,RT
	374.15692
	2.155
	1.99E+04
	1.95E+05
	0.10
	0.74
	3.52E-06
	1.00E-03
	6.00E-04
	2.28E+04
	1.61E+04
	0.71
	0.52
	4.32E-01
	4.70E-02
	0.00E+00
	1.49E+04
	2.08E+04
	0.72
	0.52
	7.08E-01
	4.70E-02
	0.00E+00

	448
	H C06068
	Elymoclavine
	Mass,RT
	254.14133
	2.155
	6.66E+05
	2.07E+04
	32.22
	0.85
	7.69E-10
	2.00E-03
	1.16E-03
	1.06E+06
	1.40E+05
	0.13
	0.76
	3.05E-03
	4.80E-02
	6.52E-05
	4.01E+04
	7.70E+05
	0.05
	0.76
	1.40E-02
	4.80E-02
	2.28E-05

	449
	H C06023
	D-Glucosaminide
	Mass,RT
	501.21495
	2.155
	5.75E+03
	6.33E+03
	0.91
	0.54
	4.36E-01
	3.00E-03
	0.00E+00
	5.38E+03
	6.25E+03
	1.16
	0.71
	5.86E-01
	4.90E-02
	0.00E+00
	7.00E+03
	5.55E+03
	1.26
	0.61
	2.79E-01
	4.90E-02
	0.00E+00

	450
	H C06021
	Corrinoid
	Mass,RT
	306.18297
	2.155
	5.23E+05
	4.77E+05
	1.10
	0.58
	2.06E-01
	4.00E-03
	0.00E+00
	3.19E+05
	7.95E+05
	2.49
	0.54
	5.08E-01
	5.00E-02
	8.05E-05
	1.24E+06
	4.04E+05
	3.07
	0.63
	1.39E-01
	5.00E-02
	2.00E-05

	451
	H C06010
	(S)-2-Acetolactate
	Mass,RT
	132.04251
	2.155
	2.65E+03
	2.64E+03
	1.01
	0.51
	4.44E-01
	5.00E-03
	0.00E+00
	3.10E+03
	2.06E+03
	0.66
	0.54
	7.01E-01
	1.00E-03
	5.44E-04
	2.52E+03
	2.68E+03
	0.94
	0.53
	6.18E-01
	1.00E-03
	0.00E+00

	452
	H C06002
	(S)-Methylmalonic acid semialdehyde
	Mass
	NA
	2.055
	8.47E+05
	5.90E+05
	1.44
	0.65
	1.46E-01
	6.00E-03
	0.00E+00
	8.54E+05
	8.37E+05
	0.98
	0.55
	4.38E-02
	2.00E-03
	0.00E+00
	9.73E+05
	8.26E+05
	1.18
	0.51
	4.34E-02
	2.00E-03
	6.01E-05

	453
	H C05963
	Thromboxane B2
	Mass, RT, Spectral match
	370.23495
	2.155
	2.12E+05
	4.63E+04
	4.57
	0.61
	4.52E-02
	7.00E-03
	0.00E+00
	3.56E+05
	1.89E+04
	0.05
	0.69
	2.29E-03
	3.00E-03
	7.14E-05
	1.04E+04
	2.45E+05
	0.04
	0.64
	9.36E-02
	3.00E-03
	1.92E-05

	454
	H C05960
	15-Keto prostaglandin F2α
	Mass, RT, Spectral match
	352.22324
	2.155
	6.47E+04
	3.13E+04
	2.07
	0.61
	4.73E-02
	8.00E-03
	0.00E+00
	9.58E+04
	2.32E+04
	0.24
	0.72
	7.71E-03
	4.00E-03
	4.55E-05
	1.08E+04
	7.37E+04
	0.15
	0.72
	5.35E-02
	4.00E-03
	0.00E+00

	455
	H C05956
	Bicyclo prostaglandin E2
	Mass, RT, Spectral match
	334.21419
	2.155
	5.00E+03
	2.97E+04
	0.17
	0.67
	1.71E-03
	9.00E-03
	3.76E-04
	6.94E+03
	2.42E+03
	0.35
	0.64
	7.17E-02
	5.00E-03
	0.00E+00
	1.51E+03
	5.58E+03
	0.27
	0.66
	1.61E-01
	5.00E-03
	0.00E+00

	456
	H C05944
	Pantothenol
	Mass,RT
	205.13065
	2.155
	2.47E+06
	2.85E+05
	8.66
	0.73
	2.78E-04
	1.00E-02
	1.54E-04
	3.81E+06
	6.74E+05
	0.18
	0.61
	7.03E-02
	6.00E-03
	2.17E-05
	1.20E+06
	2.68E+06
	0.45
	0.60
	7.29E-01
	6.00E-03
	0.00E+00

	457
	H C05913
	(3Z)-Phytochromobilin
	Mass,RT
	584.26107
	2.155
	3.09E+05
	1.96E+06
	0.16
	0.50
	7.61E-01
	1.10E-02
	0.00E+00
	3.08E+05
	3.11E+05
	1.01
	0.51
	8.70E-01
	7.00E-03
	0.00E+00
	5.67E+05
	2.66E+05
	2.13
	0.63
	2.09E-01
	7.00E-03
	5.77E-05

	458
	H C05853
	2-Phenylethanol
	Mass,RT
	122.07295
	2.155
	2.39E+04
	9.03E+03
	2.64
	0.66
	2.46E-03
	1.20E-02
	3.94E-04
	1.53E+04
	3.53E+04
	2.31
	0.72
	2.76E-02
	8.00E-03
	4.00E-05
	5.43E+03
	2.69E+04
	0.20
	0.84
	4.20E-03
	8.00E-03
	6.20E-05

	459
	H C05851
	Coumarin
	Mass,RT
	146.03607
	2.155
	5.08E+05
	3.70E+05
	1.37
	0.61
	9.10E-01
	1.30E-02
	1.03E-04
	6.60E+05
	3.05E+05
	0.46
	0.70
	1.02E-04
	9.00E-03
	5.56E-05
	2.21E+05
	5.55E+05
	0.40
	0.78
	1.19E-05
	9.00E-03
	1.79E-05

	460
	B C22102
	Staphyloferrin A
	Mass
	481.11443
	2.155
	2.47E+05
	2.26E+04
	10.90
	0.85
	5.28E-08
	1.40E-02
	1.67E-03
	1.88E+05
	3.24E+05
	1.72
	0.65
	3.08E-01
	1.00E-02
	9.52E-05
	7.31E+04
	2.76E+05
	0.27
	0.51
	9.18E-01
	1.00E-02
	3.57E-05

	461
	B C22074
	2-[(L-Alanin-3-ylcarbamoyl)methyl]-3-(2-aminoethylcarbamoyl)-2-hydroxypropanoate
	Mass
	303.13111
	2.155
	3.71E+03
	8.44E+03
	0.44
	0.83
	6.48E-10
	1.50E-02
	1.36E-03
	3.30E+03
	4.26E+03
	1.29
	0.72
	1.65E-01
	1.10E-02
	0.00E+00
	6.05E+03
	3.32E+03
	1.82
	0.74
	3.11E-03
	1.10E-02
	2.94E-04

	462
	B C22072
	2-[(L-Alanin-3-ylcarbamoyl)methyl]-2-hydroxybutanedioate
	Mass
	301.06571
	2.155
	5.71E+04
	5.98E+04
	0.96
	0.59
	3.28E-01
	1.60E-02
	1.00E-04
	2.94E+04
	9.42E+04
	3.21
	0.51
	8.26E-01
	1.20E-02
	1.79E-05
	2.35E+05
	2.75E+04
	8.55
	0.60
	3.55E-02
	1.20E-02
	3.65E-04

	463
	B C21971
	5-Amino-5-(4-hydroxybenzyl)-6-(D-ribitylimino)-5,6-dihydrouracil
	Mass
	299.1931
	2.155
	1.88E+05
	8.89E+05
	0.21
	0.65
	3.24E-03
	1.70E-02
	4.56E-04
	1.08E+05
	2.94E+05
	2.74
	0.63
	1.92E-01
	1.30E-02
	2.00E-05
	1.17E+05
	1.99E+05
	0.58
	0.56
	9.18E-01
	1.30E-02
	3.70E-05

	464
	B C21559
	N-[(2S)-2-Amino-2-carboxyethyl]-L-glutamate
	Mass
	234.08411
	2.155
	3.40E+07
	2.24E+07
	1.52
	0.62
	1.07E-01
	1.80E-02
	0.00E+00
	4.19E+07
	2.35E+07
	0.56
	0.66
	3.68E-03
	1.40E-02
	0.00E+00
	2.29E+07
	3.59E+07
	0.64
	0.62
	1.38E-01
	1.40E-02
	0.00E+00

	465
	B C21087
	3-[(1R,2S,5R,6S)-5-Hydroxy-7-oxabicyclo[4.1.0]heptan-2-yl]-2-oxopropanoate
	Mass
	239.03182
	2.155
	1.12E+04
	8.36E+03
	1.34
	0.55
	1.85E-01
	1.90E-02
	1.05E-04
	1.09E+04
	1.16E+04
	1.06
	0.56
	4.86E-01
	1.50E-02
	3.45E-05
	1.53E+04
	1.05E+04
	1.45
	0.55
	8.33E-01
	1.50E-02
	3.70E-05

	466
	B C21086
	(3E)-3-[(1R,5R,6S)-5-Hydroxy-7-oxabicyclo[4.1.0]heptan-2-ylidene]-2-oxopropanoate
	Mass
	198.04946
	2.155
	2.04E+03
	3.70E+03
	0.55
	0.81
	3.59E-08
	2.00E-02
	1.79E-03
	1.92E+03
	2.19E+03
	1.14
	0.67
	5.05E-01
	1.60E-02
	0.00E+00
	3.24E+03
	1.84E+03
	1.76
	0.81
	4.02E-04
	1.60E-02
	3.81E-04

	467
	B C21028
	(R)-5,6-Dihydrothymine
	Mass
	111.05566
	2.155
	1.43E+06
	1.50E+06
	0.95
	0.58
	8.34E-01
	2.10E-02
	5.13E-05
	1.73E+06
	1.03E+06
	0.59
	0.53
	1.97E-02
	1.70E-02
	1.80E-04
	5.51E+04
	1.66E+06
	0.03
	0.97
	2.06E-06
	1.70E-02
	8.90E-04

	468
	B C21016
	Ophthalmic acid
	Mass
	244.1304
	2.155
	1.07E+05
	7.62E+04
	1.40
	0.63
	4.97E-02
	2.20E-02
	0.00E+00
	1.15E+05
	9.61E+04
	0.84
	0.71
	3.08E-01
	1.80E-02
	2.41E-04
	5.92E+04
	1.15E+05
	0.52
	0.55
	5.56E-01
	1.80E-02
	0.00E+00

	469
	B C21007
	5,6,7,8-Tetrahydromo pterin
	Mass
	256.10429
	2.155
	5.55E+04
	6.51E+04
	0.85
	0.55
	2.13E-01
	2.30E-02
	9.09E-05
	6.38E+04
	4.45E+04
	0.70
	0.58
	2.21E-02
	1.90E-02
	5.17E-05
	4.46E+04
	5.73E+04
	0.78
	0.60
	3.10E-02
	1.90E-02
	2.12E-04

	470
	B C20940
	L-Dihydroanticapsin
	Mass
	201.09917
	2.155
	3.46E+03
	4.39E+03
	0.79
	0.54
	3.05E-01
	2.40E-02
	5.00E-05
	3.34E+03
	3.63E+03
	1.09
	0.67
	6.34E-01
	2.00E-02
	0.00E+00
	3.88E+03
	3.39E+03
	1.14
	0.62
	5.51E-01
	2.00E-02
	0.00E+00

	471
	B C20738
	6-Geranylgeranyl-2,3-dimethylbenzene-1,4-diol
	Mass
	206.16626
	2.155
	2.26E+04
	1.77E+04
	1.28
	0.59
	1.40E-01
	2.50E-02
	0.00E+00
	2.54E+04
	1.88E+04
	0.74
	0.52
	8.68E-01
	2.10E-02
	0.00E+00
	2.02E+04
	2.30E+04
	0.88
	0.54
	8.02E-01
	2.10E-02
	0.00E+00

	472
	B C20657
	meso-2,3-Butanediol
	Mass
	113.05761
	2.155
	1.70E+04
	1.76E+04
	0.96
	0.53
	6.58E-01
	2.60E-02
	0.00E+00
	1.95E+04
	1.36E+04
	0.70
	0.55
	1.31E-03
	2.20E-02
	1.82E-04
	2.22E+04
	1.61E+04
	1.38
	0.69
	5.87E-02
	2.20E-02
	0.00E+00

	473
	B C20562
	N-[(7,8-Dihydropterin-6-yl)methyl]-4-(beta-D-ribofuranosyl)aniline 5'-phosphate
	Mass
	162.05181
	2.155
	1.69E+06
	8.48E+05
	1.99
	0.65
	4.27E-03
	2.70E-02
	2.33E-04
	2.23E+06
	9.65E+05
	0.43
	0.61
	4.26E-03
	2.30E-02
	7.48E-05
	7.48E+05
	1.84E+06
	0.41
	0.69
	4.40E-02
	2.30E-02
	0.00E+00

	474
	B C20559
	4-(beta-D-Ribofuranosyl)aniline 5'-phosphate
	Mass
	326.04039
	2.155
	2.79E+03
	2.49E+03
	1.12
	0.58
	1.18E-01
	2.80E-02
	0.00E+00
	3.12E+03
	2.35E+03
	0.75
	0.54
	5.08E-04
	2.40E-02
	1.83E-04
	2.46E+03
	2.85E+03
	0.86
	0.62
	1.25E-01
	2.40E-02
	2.00E-05

	475
	B C20423
	alpha-D-Ribose 1-methylphospho te 5-phosphate
	Mass
	308.99573
	2.155
	1.06E+03
	2.18E+03
	0.48
	0.71
	4.20E-04
	2.90E-02
	3.24E-04
	7.51E+02
	1.46E+03
	1.95
	0.81
	3.15E-03
	2.50E-02
	2.42E-04
	2.57E+03
	8.04E+02
	3.20
	0.90
	2.35E-06
	2.50E-02
	1.14E-03

	476
	B C20396
	Methylphospho te
	Mass
	130.96673
	2.155
	1.77E+05
	1.53E+05
	1.16
	0.56
	6.72E-01
	3.00E-02
	4.88E-05
	1.70E+05
	1.87E+05
	1.10
	0.58
	3.46E-01
	2.60E-02
	1.85E-05
	1.56E+05
	1.81E+05
	0.86
	0.61
	4.57E-01
	2.60E-02
	0.00E+00

	477
	B C20258
	HTPA
	Mass
	187.04405
	2.155
	7.04E+05
	9.10E+05
	0.77
	0.62
	3.09E-02
	3.10E-02
	0.00E+00
	9.48E+05
	3.77E+05
	0.40
	0.74
	1.36E-04
	2.70E-02
	1.80E-04
	6.71E+05
	7.09E+05
	0.95
	0.58
	1.74E-01
	2.70E-02
	2.00E-05

	478
	B C20254
	Ureidoacrylate
	Mass
	199.03246
	2.155
	8.70E+04
	6.31E+04
	1.38
	0.67
	1.81E-01
	3.20E-02
	1.66E-04
	1.06E+05
	6.13E+04
	0.58
	0.70
	1.78E-05
	2.80E-02
	0.00E+00
	5.68E+04
	9.20E+04
	0.62
	0.67
	2.59E-04
	2.80E-02
	3.87E-05

	479
	B C20248
	7-carboxy-7-deazaguanine
	Mass
	195.03454
	2.155
	3.41E+04
	1.89E+05
	0.18
	0.74
	2.88E-05
	3.30E-02
	3.00E-04
	4.36E+03
	7.38E+04
	16.93
	0.92
	7.22E-08
	2.90E-02
	1.88E-03
	2.00E+04
	3.65E+04
	0.55
	0.73
	7.23E-02
	2.90E-02
	9.35E-05

	480
	B C20246
	2-[(2R,5Z)-2-Carboxy-4-methylthiazol-5(2H)-ylidene]ethyl phosphate
	Mass
	240.00952
	2.155
	1.51E+04
	1.39E+04
	1.08
	0.52
	9.83E-01
	3.40E-02
	0.00E+00
	1.14E+04
	2.00E+04
	1.76
	0.69
	1.26E-01
	3.00E-02
	3.33E-05
	3.26E+04
	1.21E+04
	2.69
	0.70
	1.78E-03
	3.00E-02
	0.00E+00

	481
	B C20239
	6-Carboxy-5,6,7,8-tetrahydropterin
	Mass
	213.0814
	2.155
	3.04E+04
	1.98E+04
	1.54
	0.62
	4.78E-02
	3.50E-02
	0.00E+00
	3.98E+04
	1.80E+04
	0.45
	0.79
	4.81E-05
	3.10E-02
	2.00E-04
	2.40E+04
	3.15E+04
	0.76
	0.62
	3.13E-01
	3.10E-02
	0.00E+00

	482
	B C20231
	(Z)-3-Ureidoacrylate peracid
	Mass
	205.04595
	2.155
	1.65E+05
	1.86E+03
	88.63
	0.89
	8.45E-11
	3.60E-02
	2.10E-03
	2.84E+05
	6.65E+03
	0.02
	0.95
	1.35E-08
	3.20E-02
	4.44E-03
	1.71E+03
	1.93E+05
	0.01
	0.97
	2.74E-06
	3.20E-02
	1.71E-03

	483
	B C19929
	N(alpha)-Acetyl-L-2,4-diaminobutyrate
	Mass
	200.10405
	2.155
	1.13E+05
	9.17E+04
	1.23
	0.60
	1.49E-01
	3.70E-02
	3.43E-05
	1.20E+05
	1.03E+05
	0.85
	0.67
	6.92E-01
	3.30E-02
	1.47E-04
	4.22E+04
	1.25E+05
	0.34
	0.66
	3.70E-02
	3.30E-02
	0.00E+00

	484
	B C19798
	4,4'-Diapolycopenedial
	Mass
	226.13467
	13.287
	2.10E+05
	2.08E+04
	10.08
	0.73
	2.43E-05
	3.80E-02
	4.61E-04
	3.34E+05
	4.52E+04
	0.14
	0.65
	4.19E-02
	3.40E-02
	7.16E-05
	3.07E+04
	2.40E+05
	0.13
	0.64
	2.91E-01
	3.40E-02
	9.52E-05

	485
	B C19154
	7,8-Didemethyl-8-hydroxy-5-deazariboflavin
	Mass
	320.12435
	2.155
	2.17E+06
	3.92E+04
	55.17
	0.60
	4.66E-02
	3.90E-02
	4.31E-04
	4.08E+04
	5.00E+06
	122.55
	0.73
	2.55E-03
	3.50E-02
	8.68E-04
	1.29E+04
	2.52E+06
	0.01
	0.92
	2.69E-03
	3.50E-02
	8.37E-05

	486
	B C18309
	3-Chloro-2-methyldienelactone
	Mass
	170.98378
	2.155
	8.29E+04
	7.29E+04
	1.14
	0.52
	9.73E-01
	4.00E-02
	0.00E+00
	6.91E+04
	1.01E+05
	1.46
	0.52
	8.10E-01
	3.60E-02
	2.31E-06
	1.38E+05
	7.36E+04
	1.88
	0.57
	2.35E-01
	3.60E-02
	0.00E+00

	487
	B C18174
	Carboxynorspermidine
	Mass
	178.13436
	11.073
	1.36E+04
	1.27E+04
	1.08
	0.52
	5.25E-01
	4.10E-02
	5.00E-05
	1.70E+04
	9.19E+03
	0.54
	0.58
	3.67E-02
	3.70E-02
	5.56E-05
	7.34E+03
	1.47E+04
	0.50
	0.68
	6.65E-02
	3.70E-02
	1.85E-05

	488
	B C18172
	Carboxyspermidine
	Mass
	188.14028
	2.155
	9.05E+05
	1.16E+05
	7.82
	0.60
	1.21E-01
	4.20E-02
	0.00E+00
	1.03E+05
	1.97E+06
	19.12
	0.71
	4.62E-02
	3.80E-02
	2.57E-04
	2.21E+05
	1.02E+06
	0.22
	0.52
	8.63E-01
	3.80E-02
	0.00E+00

	489
	B C18155
	bacteriochlorophyllide a
	Mass
	632.24601
	2.155
	7.10E+06
	1.34E+06
	5.30
	0.60
	5.17E-02
	4.30E-02
	1.03E-04
	1.04E+07
	2.69E+06
	0.26
	0.58
	2.35E-01
	3.90E-02
	2.50E-05
	6.07E+06
	7.27E+06
	0.83
	0.55
	6.88E-01
	3.90E-02
	0.00E+00

	490
	B C17952
	N-Acetylphosphinothricin
	Mass
	180.07773
	2.155
	3.40E+05
	5.48E+05
	0.62
	0.56
	4.76E-01
	4.40E-02
	0.00E+00
	4.51E+05
	1.92E+05
	0.42
	0.61
	1.45E-01
	4.00E-02
	1.30E-04
	7.12E+04
	3.85E+05
	0.19
	0.58
	4.61E-01
	4.00E-02
	1.92E-05

	491
	B C17558
	di-trans,poly-cis-Undecaprenol
	Mass
	803.66675
	19.891
	3.32E+03
	3.27E+03
	1.02
	0.53
	4.08E-01
	4.50E-02
	0.00E+00
	3.73E+03
	2.79E+03
	0.75
	0.56
	8.51E-01
	4.10E-02
	8.17E-05
	3.70E+03
	3.26E+03
	1.13
	0.58
	4.54E-01
	4.10E-02
	0.00E+00

	492
	B C16695
	Plastoquinol-9
	Mass
	787.59838
	2.155
	2.02E+04
	1.50E+04
	1.34
	0.56
	2.53E-01
	4.60E-02
	0.00E+00
	2.37E+04
	1.55E+04
	0.65
	0.51
	5.71E-01
	4.20E-02
	4.36E-05
	2.31E+04
	1.97E+04
	1.17
	0.56
	4.74E-01
	4.20E-02
	2.17E-05

	493
	B C16675
	7-Aminomethyl-7-carbaguanine
	Mass
	179.08012
	2.155
	2.74E+04
	7.69E+03
	3.57
	0.89
	4.88E-12
	1.00E-03
	1.81E-03
	3.23E+04
	2.10E+04
	0.65
	0.64
	4.56E-03
	4.30E-02
	9.29E-05
	1.57E+04
	2.94E+04
	0.53
	0.70
	2.87E-02
	4.30E-02
	2.75E-04

	494
	B C16541
	Chlorophyllide b
	Mass
	628.21318
	2.155
	2.04E+05
	3.22E+04
	6.33
	0.79
	7.59E-07
	2.00E-03
	4.18E-04
	2.91E+05
	8.80E+04
	0.30
	0.56
	1.01E-01
	4.40E-02
	0.00E+00
	8.85E+04
	2.23E+05
	0.40
	0.64
	3.93E-01
	4.40E-02
	0.00E+00

	495
	B C16480
	4-Fluorocyclohexadiene-cis,cis-1,2-diol-1-carboxylate
	Mass
	175.02112
	2.155
	1.87E+04
	1.29E+04
	1.45
	0.63
	4.13E-02
	3.00E-03
	4.88E-05
	2.07E+04
	1.60E+04
	0.77
	0.62
	5.25E-03
	4.50E-02
	2.00E-05
	2.03E+04
	1.84E+04
	1.10
	0.56
	2.24E-01
	4.50E-02
	0.00E+00

	496
	B C16476
	4-Fluoromuconolactone
	Mass
	159.0092
	2.155
	6.68E+03
	7.56E+03
	0.88
	0.56
	1.39E-01
	4.00E-03
	5.56E-05
	6.76E+03
	6.58E+03
	0.97
	0.72
	6.45E-01
	4.60E-02
	2.08E-05
	7.12E+03
	6.61E+03
	1.08
	0.56
	7.25E-01
	4.60E-02
	0.00E+00

	497
	B C16399
	2,4-Diamino-6-hydroxylaminotoluene
	Mass
	176.07866
	2.155
	7.59E+06
	2.12E+07
	0.36
	0.55
	1.99E-01
	5.00E-03
	2.80E-04
	7.20E+06
	8.11E+06
	1.13
	0.60
	6.93E-01
	4.70E-02
	0.00E+00
	7.76E+06
	7.56E+06
	1.03
	0.55
	5.99E-01
	4.70E-02
	2.17E-05

	498
	B C16396
	2,4-Diamino-6-nitrotoluene
	Mass
	148.05169
	2.155
	1.07E+07
	1.08E+07
	0.99
	0.55
	8.29E-01
	6.00E-03
	1.45E-04
	1.33E+07
	7.18E+06
	0.54
	0.57
	1.28E-01
	4.80E-02
	1.92E-05
	1.20E+06
	1.23E+07
	0.10
	0.62
	2.12E-01
	4.80E-02
	1.72E-05

	499
	B C16246
	3,5-Dibromo-4-hydroxybenzamide
	Mass
	337.86575
	1.59
	2.32E+03
	4.34E+03
	0.53
	0.73
	3.21E-04
	7.00E-03
	5.24E-05
	1.78E+03
	3.05E+03
	1.71
	0.73
	6.55E-02
	4.90E-02
	2.08E-05
	2.12E+03
	2.36E+03
	0.90
	0.52
	6.74E-01
	4.90E-02
	6.09E-05

	500
	B C16243
	Cobalt-precorrin 5B
	Mass
	972.22637
	2.155
	5.90E+03
	5.83E+03
	1.01
	0.54
	2.87E-01
	8.00E-03
	9.95E-05
	4.64E+03
	7.58E+03
	1.63
	0.51
	2.36E-01
	5.00E-02
	0.00E+00
	1.20E+03
	6.68E+03
	0.18
	0.91
	3.97E-04
	5.00E-02
	3.86E-04

	501
	B C16242
	Cobalt-precorrin 5A
	Mass
	322.09825
	2.155
	1.12E+03
	2.11E+03
	0.53
	0.77
	1.52E-06
	9.00E-03
	4.20E-04
	8.80E+02
	1.43E+03
	1.63
	0.87
	1.03E-03
	1.00E-03
	7.64E-05
	2.12E+03
	9.49E+02
	2.24
	0.77
	3.32E-04
	1.00E-03
	2.51E-04

	502
	B C16241
	(R)-lipoic acid
	Mass
	275.03839
	2.155
	2.98E+03
	2.99E+03
	1.00
	0.51
	7.70E-01
	1.00E-02
	4.88E-05
	3.27E+03
	2.59E+03
	0.79
	0.52
	3.69E-03
	2.00E-03
	1.71E-05
	2.80E+03
	3.01E+03
	0.93
	0.58
	3.29E-01
	2.00E-03
	0.00E+00

	503
	B C16154
	UDP-L-Ara4FN
	Mass
	189.02708
	2.155
	1.92E+04
	2.76E+04
	0.69
	0.59
	9.02E-02
	1.10E-02
	0.00E+00
	2.16E+04
	1.59E+04
	0.74
	0.58
	1.34E-02
	3.00E-03
	4.01E-05
	1.50E+04
	1.99E+04
	0.76
	0.66
	6.36E-03
	3.00E-03
	4.25E-05

	504
	B C16148
	Staphyloxanthin
	Mass
	273.86453
	2.155
	3.75E+05
	4.96E+05
	0.76
	0.61
	5.79E-02
	1.20E-02
	3.12E-04
	2.98E+05
	4.78E+05
	1.61
	0.59
	3.30E-01
	4.00E-03
	1.92E-05
	6.08E+05
	3.36E+05
	1.81
	0.56
	4.28E-02
	4.00E-03
	7.28E-05

	505
	B C15996
	7-Cyano-7-carbaguanine
	Mass
	190.03664
	2.155
	3.82E+03
	3.85E+03
	0.99
	0.53
	6.44E-01
	1.30E-02
	0.00E+00
	3.59E+03
	4.12E+03
	1.15
	0.65
	6.44E-01
	5.00E-03
	5.83E-05
	6.43E+03
	3.39E+03
	1.90
	0.59
	2.49E-02
	5.00E-03
	1.74E-06

	506
	B C15981
	Alpha-Cryptoxanthin
	Mass
	275.20849
	2.155
	6.48E+03
	8.66E+03
	0.75
	0.61
	3.34E-02
	1.40E-02
	9.30E-05
	4.63E+03
	8.94E+03
	1.93
	0.93
	7.15E-05
	6.00E-03
	3.16E-04
	8.19E+03
	6.19E+03
	1.32
	0.69
	1.39E-01
	6.00E-03
	0.00E+00

	507
	B C15976
	2-Methyl-1-hydroxypropyl-ThPP
	Mass
	478.08295
	2.155
	4.64E+04
	2.44E+04
	1.90
	0.58
	5.59E-02
	1.50E-02
	4.78E-05
	3.30E+04
	6.43E+04
	1.95
	0.60
	5.18E-01
	7.00E-03
	1.92E-05
	6.85E+04
	4.27E+04
	1.60
	0.54
	6.63E-01
	7.00E-03
	2.27E-05

	508
	B C15965
	3'-Hydroxyechinenone
	Mass
	581.40098
	2.155
	1.52E+04
	1.14E+04
	1.34
	0.58
	1.16E-01
	1.60E-02
	0.00E+00
	1.62E+04
	1.39E+04
	0.86
	0.58
	7.31E-01
	8.00E-03
	3.70E-05
	1.57E+04
	1.51E+04
	1.04
	0.51
	5.88E-01
	8.00E-03
	0.00E+00

	509
	B C15935
	(2'S)-Deoxymyxol 2'-(2,4-di-O-methyl-alpha-L-fucoside)
	Mass
	821.4365
	2.155
	1.46E+03
	1.88E+03
	0.78
	0.62
	2.76E-02
	1.70E-02
	0.00E+00
	1.62E+03
	1.25E+03
	0.77
	0.62
	1.02E-02
	9.00E-03
	0.00E+00
	2.01E+03
	1.37E+03
	1.47
	0.68
	1.10E-01
	9.00E-03
	0.00E+00

	510
	B C15883
	2,3-Dimethyl-5-phytylquinol
	Mass
	495.28194
	2.155
	2.37E+03
	2.25E+03
	1.05
	0.51
	4.18E-01
	1.80E-02
	0.00E+00
	2.39E+03
	2.34E+03
	0.98
	0.67
	3.27E-01
	1.00E-02
	1.92E-05
	2.31E+03
	2.38E+03
	0.97
	0.53
	5.59E-01
	1.00E-02
	3.45E-05

	511
	B C15882
	2-Methyl-6-phytylhydroquinone
	Mass
	402.34774
	2.155
	1.34E+04
	9.43E+03
	1.42
	0.58
	1.18E-01
	1.90E-02
	1.40E-04
	1.68E+04
	8.87E+03
	0.53
	0.55
	3.38E-01
	1.10E-02
	5.17E-05
	8.59E+03
	1.42E+04
	0.60
	0.62
	8.68E-01
	1.10E-02
	0.00E+00

	512
	B C15699
	Gamma-glutamyl-L-putrescine
	Mass
	262.14131
	2.155
	6.41E+03
	2.66E+03
	2.41
	0.75
	4.75E-05
	2.00E-02
	3.75E-04
	5.53E+03
	7.58E+03
	1.37
	0.50
	4.11E-01
	1.20E-02
	0.00E+00
	1.76E+03
	7.18E+03
	0.25
	0.95
	1.98E-05
	1.20E-02
	4.67E-04

	513
	B C15522
	4a-Hydroxytetrahydrobiopterin
	Mass
	342.08
	2.155
	5.81E+05
	4.92E+05
	1.18
	0.76
	8.22E-02
	2.10E-02
	1.18E-03
	4.42E+03
	1.35E+06
	304.95
	0.72
	5.82E-03
	1.30E-02
	1.03E-04
	2.67E+06
	2.32E+05
	11.52
	0.77
	7.15E-03
	1.30E-02
	1.92E-05

	514
	B C14818
	Fe2+
	Mass
	140.90302
	2.155
	2.59E+03
	3.31E+03
	0.78
	0.53
	9.55E-01
	2.20E-02
	0.00E+00
	2.84E+03
	2.25E+03
	0.79
	0.56
	7.58E-01
	1.40E-02
	4.46E-05
	3.05E+03
	2.51E+03
	1.21
	0.59
	4.46E-01
	1.40E-02
	0.00E+00

	515
	B C14463
	(R)-3-Hydroxy-3-methyl-2-oxopentanoate
	Mass
	166.02542
	2.155
	2.14E+05
	6.43E+04
	3.33
	0.74
	1.91E-05
	2.30E-02
	1.13E-03
	1.97E+05
	2.36E+05
	1.20
	0.72
	1.28E-01
	1.50E-02
	0.00E+00
	1.87E+05
	2.19E+05
	0.86
	0.64
	3.88E-01
	1.50E-02
	0.00E+00

	516
	B C14180
	S-(Hydroxymethyl)glutathione
	Mass
	254.14061
	2.155
	2.46E+03
	3.94E+05
	0.01
	1.00
	3.15E-24
	2.40E-02
	7.85E-03
	2.22E+03
	2.79E+03
	1.26
	0.76
	1.87E-01
	1.60E-02
	0.00E+00
	3.31E+03
	2.32E+03
	1.43
	0.64
	1.17E-01
	1.60E-02
	2.00E-05

	517
	B C14110
	4-Hydroxymethylcatechol
	Mass
	140.04312
	2.155
	1.08E+06
	9.51E+05
	1.13
	0.55
	8.13E-01
	2.50E-02
	0.00E+00
	1.11E+06
	1.03E+06
	0.93
	0.51
	2.12E-02
	1.70E-02
	1.49E-04
	1.15E+06
	1.07E+06
	1.08
	0.57
	1.72E-02
	1.70E-02
	5.56E-05

	518
	B C13309
	Demethylphylloquinone
	Mass
	473.30036
	2.155
	1.34E+04
	1.24E+04
	1.08
	0.52
	3.87E-01
	2.60E-02
	1.45E-04
	1.77E+04
	7.84E+03
	0.44
	0.68
	1.53E-01
	1.80E-02
	1.34E-03
	8.03E+03
	1.44E+04
	0.56
	0.70
	7.02E-01
	1.80E-02
	6.83E-05

	519
	B C12838
	trans-4-Carboxymethylenebut-2-en-4-olide
	Mass
	160.98547
	1.619
	7.67E+04
	5.41E+04
	1.42
	0.71
	1.70E-01
	2.70E-02
	6.63E-04
	8.05E+04
	7.16E+04
	0.89
	0.52
	3.81E-02
	1.90E-02
	0.00E+00
	6.86E+04
	7.80E+04
	0.88
	0.57
	1.08E-02
	1.90E-02
	6.51E-05

	520
	B C12834
	2,5-Dichloro-carboxymethylenebut-2-en-4-olide
	Mass
	124.97822
	2.155
	2.06E+06
	1.24E+06
	1.66
	0.61
	5.66E-02
	2.80E-02
	4.41E-04
	2.35E+06
	1.67E+06
	0.71
	0.53
	8.63E-01
	2.00E-02
	2.00E-05
	2.05E+06
	2.06E+06
	0.99
	0.60
	4.55E-01
	2.00E-02
	1.67E-05

	521
	B C12455
	5-Aminopenta l
	Mass
	122.05971
	2.155
	3.25E+04
	2.62E+04
	1.24
	0.56
	3.58E-01
	2.90E-02
	5.41E-05
	3.63E+04
	2.74E+04
	0.75
	0.53
	3.62E-01
	2.10E-02
	4.17E-05
	2.97E+04
	3.29E+04
	0.90
	0.52
	6.41E-01
	2.10E-02
	0.00E+00

	522
	B C11831
	Divinylprotochlorophyllide
	Mass
	610.2043
	2.155
	5.14E+03
	9.12E+03
	0.56
	0.72
	3.35E-05
	3.00E-02
	4.45E-04
	4.68E+03
	5.76E+03
	1.23
	0.76
	2.39E-01
	2.20E-02
	6.35E-05
	6.46E+03
	4.92E+03
	1.31
	0.63
	2.93E-01
	2.20E-02
	0.00E+00

	523
	B C11829
	13(1)-Hydroxy-magnesium-protoporphyrin IX 13-monomethyl ester
	Mass
	319.11577
	2.155
	8.14E+03
	7.20E+03
	1.13
	0.56
	4.51E-01
	3.10E-02
	1.52E-04
	1.09E+04
	4.40E+03
	0.40
	0.84
	1.09E-14
	2.30E-02
	4.27E-03
	6.67E+03
	8.38E+03
	0.80
	0.59
	3.11E-01
	2.30E-02
	0.00E+00

	524
	B C11811
	1-Hydroxy-2-methyl-2-butenyl 4-diphosphate
	Mass
	217.00286
	2.155
	5.45E+03
	8.94E+03
	0.61
	0.82
	6.97E-06
	3.20E-02
	7.74E-04
	3.36E+03
	8.23E+03
	2.45
	0.88
	2.28E-05
	2.40E-02
	5.16E-04
	1.21E+04
	4.35E+03
	2.77
	0.73
	6.12E-04
	2.40E-02
	7.85E-05

	525
	B C11638
	3-Amino-2-oxopropyl phosphate
	Mass
	249.93038
	1.602
	2.44E+05
	2.92E+05
	0.83
	0.58
	1.49E-01
	3.30E-02
	0.00E+00
	2.42E+05
	2.46E+05
	1.01
	0.50
	3.16E-02
	2.50E-02
	0.00E+00
	2.72E+05
	2.39E+05
	1.14
	0.51
	8.22E-03
	2.50E-02
	2.96E-05

	526
	B C11588
	cis-3-(Carboxy-ethyl)-3,5-cyclo-hexadiene-1,2-diol
	Mass
	199.06023
	1.754
	3.57E+05
	4.52E+05
	0.79
	0.63
	6.52E-02
	3.40E-02
	0.00E+00
	3.70E+05
	3.39E+05
	0.92
	0.55
	1.13E-02
	2.60E-02
	3.93E-05
	4.82E+05
	3.36E+05
	1.43
	0.54
	5.27E-02
	2.60E-02
	4.03E-05

	527
	B C11545
	Cobalt-precorrin 8
	Mass
	468.16292
	2.155
	5.84E+02
	1.01E+03
	0.58
	0.77
	1.31E-06
	3.50E-02
	5.37E-04
	5.01E+02
	6.95E+02
	1.39
	0.80
	5.46E-02
	2.70E-02
	9.26E-05
	1.03E+03
	5.11E+02
	2.01
	0.74
	4.77E-04
	2.70E-02
	4.25E-04

	528
	B C11543
	Cobalt-dihydro-precorrin 6
	Mass
	319.10496
	2.155
	8.03E+02
	7.60E+02
	1.06
	0.55
	5.98E-01
	3.60E-02
	2.05E-04
	5.16E+02
	1.19E+03
	2.30
	0.95
	1.16E-06
	2.80E-02
	1.16E-03
	1.38E+03
	7.06E+02
	1.96
	0.66
	7.07E-02
	2.80E-02
	1.85E-05

	529
	B C11521
	UDP-6-sulfoquinovose
	Mass
	314.00131
	2.155
	6.66E+04
	2.64E+04
	2.53
	0.65
	3.18E-02
	3.70E-02
	0.00E+00
	7.94E+04
	4.95E+04
	0.62
	0.59
	4.74E-02
	2.90E-02
	8.99E-05
	1.02E+05
	6.08E+04
	1.67
	0.53
	9.23E-01
	2.90E-02
	0.00E+00

	530
	B C11516
	2-(alpha-D-Mannosyl)-3-phosphoglycerate
	Mass
	175.02978
	2.155
	4.97E+03
	4.42E+03
	1.12
	0.58
	1.19E-01
	3.80E-02
	1.84E-04
	5.47E+03
	4.30E+03
	0.79
	0.50
	2.31E-03
	3.00E-02
	6.20E-05
	4.78E+03
	5.00E+03
	0.96
	0.59
	3.51E-01
	3.00E-02
	0.00E+00

	531
	B C11457
	3-(3-Hydroxyphenyl)propanoic acid
	Mass
	131.04907
	2.155
	3.05E+03
	2.43E+03
	1.25
	0.59
	4.96E-02
	3.90E-02
	0.00E+00
	2.55E+03
	3.72E+03
	1.46
	0.86
	2.82E-02
	3.10E-02
	0.00E+00
	4.96E+03
	2.73E+03
	1.82
	0.52
	4.65E-02
	3.10E-02
	8.76E-05

	532
	B C11434
	2-C-Methyl-D-erythritol 4-phosphate
	Mass
	216.03943
	1.967
	1.67E+07
	1.26E+07
	1.32
	0.52
	6.74E-01
	4.00E-02
	0.00E+00
	2.24E+07
	9.04E+06
	0.40
	0.75
	4.78E-04
	3.20E-02
	1.40E-04
	6.75E+06
	1.84E+07
	0.37
	0.76
	4.74E-04
	3.20E-02
	0.00E+00

	533
	B C11242
	Bacterio-chlorophyll a
	Mass
	909.52439
	8.349
	8.11E+02
	1.14E+03
	0.71
	0.64
	7.41E-03
	4.10E-02
	0.00E+00
	7.08E+02
	9.48E+02
	1.34
	0.80
	1.07E-01
	3.30E-02
	3.93E-05
	1.09E+03
	7.64E+02
	1.43
	0.64
	1.93E-01
	3.30E-02
	7.69E-07

	534
	B C11039
	2'-Deoxy-5-hydroxymethylcytidine-5'-triphosphate
	Mass
	167.00759
	2.155
	6.72E+04
	1.07E+05
	0.63
	0.51
	3.11E-01
	4.20E-02
	1.40E-04
	9.63E+04
	2.85E+04
	0.30
	0.70
	1.70E-04
	3.40E-02
	2.02E-04
	3.02E+04
	7.34E+04
	0.41
	0.73
	6.85E-03
	3.40E-02
	3.04E-04

	535
	B C09815
	Benzamide
	Mass
	121.05224
	2.155
	8.87E+04
	8.84E+04
	1.00
	0.51
	7.04E-01
	4.30E-02
	0.00E+00
	8.08E+04
	9.92E+04
	1.23
	0.65
	6.62E-01
	3.50E-02
	0.00E+00
	9.08E+04
	8.84E+04
	1.03
	0.53
	8.64E-01
	3.50E-02
	0.00E+00

	536
	B C08591
	beta-Cryptoxanthin
	Mass
	277.22414
	2.155
	1.24E+03
	1.81E+03
	0.69
	0.63
	3.40E-02
	4.40E-02
	5.56E-05
	1.26E+03
	1.22E+03
	0.97
	0.52
	7.44E-01
	3.60E-02
	2.17E-05
	1.94E+03
	1.12E+03
	1.73
	0.73
	2.90E-02
	3.60E-02
	1.88E-04

	537
	B C08334
	Lotaustralin
	Mass
	320.13595
	2.155
	7.38E+04
	1.66E+04
	4.43
	0.79
	1.48E-06
	4.50E-02
	1.54E-04
	1.11E+05
	2.46E+04
	0.22
	0.85
	1.95E-05
	3.70E-02
	2.09E-04
	3.25E+04
	8.07E+04
	0.40
	0.61
	2.35E-01
	3.70E-02
	1.79E-05

	538
	B C08276
	3-Methylthiopropionic acid
	Mass
	122.03543
	2.155
	2.20E+05
	6.43E+04
	3.43
	0.69
	1.69E-02
	4.60E-02
	7.65E-04
	7.35E+04
	4.16E+05
	5.66
	0.94
	1.18E-08
	3.80E-02
	3.00E-03
	1.71E+05
	2.28E+05
	0.75
	0.53
	5.72E-01
	3.80E-02
	4.65E-05

	539
	B C07478
	2-Hydroxy-5-methyl-cis,cis-muco te
	Mass
	173.02531
	2.155
	1.36E+04
	8.67E+04
	0.16
	0.94
	9.93E-18
	4.70E-02
	3.62E-03
	1.03E+04
	1.80E+04
	1.75
	0.70
	8.13E-02
	3.90E-02
	2.92E-04
	3.72E+04
	9.66E+03
	3.85
	0.96
	1.31E-12
	3.90E-02
	1.32E-03

	540
	B C06754
	Chloroacetaldehyde
	Mass
	112.95617
	2.155
	2.10E+05
	1.97E+05
	1.07
	0.52
	7.67E-01
	4.80E-02
	0.00E+00
	1.99E+05
	2.26E+05
	1.14
	0.61
	4.30E-01
	4.00E-02
	0.00E+00
	1.82E+05
	2.15E+05
	0.85
	0.60
	4.91E-01
	4.00E-02
	0.00E+00

	541
	B C06735
	Aminoacetaldehyde
	Mass
	139.95384
	2.155
	2.31E+04
	3.59E+04
	0.64
	0.69
	4.09E-04
	4.90E-02
	1.05E-04
	2.45E+04
	2.14E+04
	0.87
	0.52
	1.54E-01
	4.10E-02
	0.00E+00
	1.79E+04
	2.40E+04
	0.74
	0.62
	1.54E-01
	4.10E-02
	1.92E-05

	542
	B C06730
	4-Methylcatechol
	Mass
	183.06468
	2.155
	7.53E+05
	6.63E+05
	1.14
	0.54
	6.26E-01
	5.00E-02
	9.09E-05
	1.04E+06
	3.63E+05
	0.35
	0.61
	6.91E-02
	4.20E-02
	8.30E-05
	1.19E+05
	8.58E+05
	0.14
	0.73
	6.60E-02
	4.20E-02
	0.00E+00

	543
	B C06714
	3-Hydroxypimelyl-CoA
	Mass
	461.57875
	2.155
	1.59E+03
	2.97E+03
	0.54
	0.73
	8.65E-06
	1.00E-03
	2.95E-05
	1.65E+03
	1.52E+03
	0.92
	0.56
	8.27E-02
	4.30E-02
	3.81E-06
	2.10E+03
	1.51E+03
	1.39
	0.64
	2.35E-01
	4.30E-02
	5.42E-05

	544
	B C06614
	trans-3-Chloroacrylic acid
	Mass
	140.95076
	2.155
	2.99E+05
	3.51E+05
	0.85
	0.50
	8.46E-01
	2.00E-03
	0.00E+00
	2.42E+05
	3.76E+05
	1.55
	0.66
	6.37E-01
	4.40E-02
	0.00E+00
	4.39E+05
	2.76E+05
	1.59
	0.61
	1.67E-01
	4.40E-02
	0.00E+00

	545
	B C06609
	trans-1,3-Dichloropropene
	Mass
	154.9664
	2.155
	4.28E+03
	2.93E+03
	1.46
	0.73
	8.36E-05
	3.00E-03
	9.38E-04
	4.13E+03
	4.49E+03
	1.09
	0.72
	8.47E-01
	4.50E-02
	0.00E+00
	5.47E+03
	4.08E+03
	1.34
	0.52
	4.54E-01
	4.50E-02
	0.00E+00

	546
	B C06604
	Parathion
	Mass
	224.05338
	6.792
	1.05E+04
	2.01E+04
	0.52
	0.81
	4.31E-08
	4.00E-03
	1.92E-03
	8.24E+03
	1.36E+04
	1.65
	0.85
	1.94E-04
	4.60E-02
	3.20E-04
	1.74E+04
	9.40E+03
	1.85
	0.78
	1.23E-03
	4.60E-02
	3.53E-04

	547
	B C06599
	2,5-Dichloro-2,5-cyclohexadiene-1,4-diol
	Mass
	182.97745
	2.155
	3.93E+03
	4.52E+03
	0.87
	0.54
	4.67E-01
	5.00E-03
	4.76E-05
	3.52E+03
	4.47E+03
	1.27
	0.68
	3.30E-01
	4.70E-02
	0.00E+00
	4.14E+03
	3.89E+03
	1.06
	0.60
	4.91E-01
	4.70E-02
	4.17E-05

	548
	B C06555
	Biuret
	Mass
	102.03047
	2.155
	6.63E+05
	5.59E+05
	1.19
	0.53
	6.80E-01
	6.00E-03
	0.00E+00
	7.75E+05
	5.13E+05
	0.66
	0.51
	1.37E-01
	4.80E-02
	0.00E+00
	7.68E+05
	6.45E+05
	1.19
	0.68
	2.62E-01
	4.80E-02
	3.33E-05

	549
	B C06509
	Adenosyl cobinamide phosphate
	Mass
	1340.52161
	2.155
	4.86E+04
	1.73E+04
	2.81
	0.65
	1.94E-02
	7.00E-03
	1.25E-04
	3.41E+04
	6.79E+04
	1.99
	0.61
	2.11E-01
	4.90E-02
	1.82E-04
	1.40E+05
	3.33E+04
	4.22
	0.53
	1.98E-01
	4.90E-02
	0.00E+00

	550
	B C06507
	Adenosyl cobyri te hexaamide
	Mass
	1183.51468
	2.155
	2.61E+03
	2.52E+03
	1.03
	0.51
	6.57E-01
	8.00E-03
	0.00E+00
	2.79E+03
	2.37E+03
	0.85
	0.56
	2.22E-01
	5.00E-02
	0.00E+00
	3.48E+03
	2.47E+03
	1.41
	0.64
	9.93E-02
	5.00E-02
	0.00E+00

	551
	B C06503
	Hydrogenobyrinate a,c diamide
	Mass
	294.15695
	2.155
	1.29E+04
	8.83E+03
	1.46
	0.50
	7.14E-01
	9.00E-03
	0.00E+00
	5.55E+03
	2.26E+04
	4.08
	0.93
	5.67E-10
	1.00E-03
	4.41E-03
	9.53E+03
	1.34E+04
	0.71
	0.58
	9.49E-01
	1.00E-03
	0.00E+00

	552
	B C06423
	Caprylic acid
	Mass
	165.08975
	2.122
	2.37E+04
	2.05E+04
	1.15
	0.57
	9.05E-02
	1.00E-02
	4.26E-05
	2.51E+04
	2.17E+04
	0.86
	0.59
	1.71E-01
	2.00E-03
	4.00E-05
	2.40E+04
	2.36E+04
	1.02
	0.53
	9.32E-01
	2.00E-03
	0.00E+00

	553
	B C06406
	Precorrin 3B
	Mass
	299.11308
	2.155
	1.28E+03
	1.29E+03
	0.99
	0.50
	8.38E-01
	1.10E-02
	0.00E+00
	1.41E+03
	1.11E+03
	0.79
	0.52
	2.96E-03
	3.00E-03
	0.00E+00
	1.19E+03
	1.29E+03
	0.92
	0.59
	2.85E-01
	3.00E-03
	1.79E-05

	554
	B C06397
	D-altro-D-manno-Heptose
	Mass
	139.0604
	2.155
	7.48E+06
	3.62E+06
	2.06
	0.64
	1.88E-01
	1.20E-02
	6.05E-04
	8.68E+06
	5.88E+06
	0.68
	0.62
	3.66E-03
	4.00E-03
	0.00E+00
	9.13E+06
	7.20E+06
	1.27
	0.54
	1.71E-02
	4.00E-03
	3.57E-05

	555
	B C06336
	3-Sulfocatechol
	Mass
	209.96006
	2.155
	7.34E+03
	6.36E+03
	1.15
	0.57
	2.37E-01
	1.30E-02
	6.20E-04
	8.60E+03
	5.66E+03
	0.66
	0.67
	3.97E-05
	5.00E-03
	4.59E-04
	7.30E+03
	7.35E+03
	0.99
	0.62
	3.77E-01
	5.00E-03
	1.85E-05

	556
	B C06320
	Precorrin 6X
	Mass
	299.12582
	2.155
	1.28E+04
	1.31E+04
	0.98
	0.56
	4.95E-01
	1.40E-02
	0.00E+00
	1.17E+04
	1.43E+04
	1.22
	0.74
	2.55E-01
	6.00E-03
	1.99E-04
	5.58E+03
	1.40E+04
	0.40
	0.73
	2.75E-02
	6.00E-03
	0.00E+00

	557
	B C06319
	Precorrin 6Y
	Mass
	300.13069
	2.155
	2.76E+04
	2.03E+04
	1.35
	0.51
	6.70E-01
	1.50E-02
	5.56E-05
	4.17E+04
	8.78E+03
	0.21
	0.96
	6.05E-12
	7.00E-03
	5.86E-03
	8.07E+03
	3.08E+04
	0.26
	0.82
	2.49E-03
	7.00E-03
	8.53E-05

	558
	B C06251
	Lauroyl-KDO2-lipid IV(A)
	Mass
	1012.56198
	2.155
	4.03E+03
	5.38E+03
	0.75
	0.53
	6.25E-01
	1.60E-02
	0.00E+00
	3.27E+03
	5.04E+03
	1.54
	0.78
	2.64E-02
	8.00E-03
	1.37E-04
	7.18E+03
	3.51E+03
	2.05
	0.65
	1.16E-01
	8.00E-03
	0.00E+00

	559
	B C06231
	Ectoine
	Mass
	222.99093
	2.155
	8.44E+03
	7.92E+03
	1.07
	0.51
	9.21E-01
	1.70E-02
	0.00E+00
	8.72E+03
	8.07E+03
	0.92
	0.57
	3.36E-01
	9.00E-03
	0.00E+00
	6.53E+03
	8.76E+03
	0.75
	0.64
	1.21E-01
	9.00E-03
	0.00E+00

	560
	B C06210
	2-Hydroxy-6-keto-2,4-heptadienoate
	Mass
	140.02308
	2.155
	3.38E+05
	1.95E+05
	1.73
	0.52
	5.53E-01
	1.80E-02
	0.00E+00
	5.28E+05
	8.43E+04
	0.16
	0.90
	5.91E-10
	1.00E-02
	8.13E-04
	9.86E+04
	3.77E+05
	0.26
	0.73
	1.45E-02
	1.00E-02
	3.57E-05

	561
	B C06201
	2,4-Dihydroxyhept-2-enedioate
	Mass
	247.04529
	2.155
	4.80E+04
	2.01E+04
	2.39
	0.74
	5.47E-05
	1.90E-02
	4.71E-04
	5.73E+04
	3.56E+04
	0.62
	0.67
	9.30E-01
	1.10E-02
	7.12E-07
	2.08E+04
	5.25E+04
	0.40
	0.62
	1.27E-01
	1.10E-02
	1.85E-05

	562
	B C06196
	dIMP
	Mass
	289.06959
	2.155
	1.72E+03
	2.41E+03
	0.71
	0.69
	3.33E-04
	2.00E-02
	6.81E-04
	1.72E+03
	1.72E+03
	1.00
	0.68
	8.92E-01
	1.20E-02
	0.00E+00
	2.23E+03
	1.63E+03
	1.37
	0.81
	1.42E-03
	1.20E-02
	0.00E+00

	563
	B C06194
	Guanosine 2',3'-cyclic phosphate
	Mass
	174.03198
	2.155
	6.37E+04
	7.32E+02
	87.10
	0.79
	9.46E-03
	2.10E-02
	5.75E-04
	4.86E+03
	1.42E+05
	29.24
	0.67
	1.36E-01
	1.30E-02
	6.08E-04
	1.10E+02
	7.43E+04
	0.00
	1.00
	4.83E-06
	1.30E-02
	3.65E-03

	564
	B C06188
	Salicin 6-phosphate
	Mass
	367.07879
	2.155
	3.16E+06
	2.13E+06
	1.49
	0.55
	7.12E-01
	2.20E-02
	0.00E+00
	5.48E+06
	7.89E+04
	0.01
	0.67
	4.37E-03
	1.40E-02
	0.00E+00
	4.62E+04
	3.68E+06
	0.01
	0.76
	1.84E-02
	1.40E-02
	1.30E-04

	565
	B C06187
	Arbutin 6-phosphate
	Mass
	354.06795
	2.155
	2.85E+03
	1.26E+04
	0.23
	0.90
	3.97E-13
	2.30E-02
	2.46E-03
	2.56E+03
	3.23E+03
	1.26
	0.62
	5.98E-01
	1.50E-02
	0.00E+00
	5.92E+03
	2.34E+03
	2.54
	0.85
	7.51E-06
	1.50E-02
	1.41E-03

	566
	B C06186
	Arbutin
	Mass
	205.10959
	2.155
	3.85E+03
	3.98E+03
	0.97
	0.52
	7.84E-01
	2.40E-02
	0.00E+00
	4.16E+03
	3.43E+03
	0.82
	0.60
	7.60E-02
	1.60E-02
	0.00E+00
	3.52E+03
	3.90E+03
	0.90
	0.57
	4.17E-01
	1.60E-02
	0.00E+00

	567
	B C06148
	2,5-Diamino-6-(5'-triphosphoryl-3',4'-trihydroxy-2'-oxopentyl)-amino-4-oxopyrimidine
	Mass
	553.02565
	9.438
	2.21E+03
	4.51E+03
	0.49
	0.74
	1.48E-05
	2.50E-02
	1.46E-04
	2.18E+03
	2.26E+03
	1.04
	0.62
	8.97E-01
	1.70E-02
	5.96E-05
	3.47E+03
	2.01E+03
	1.73
	0.72
	1.77E-02
	1.70E-02
	1.41E-04

	568
	B C06114
	gamma-Glutamyl-beta-aminopropiononitrile
	Mass
	200.1039
	2.155
	6.97E+04
	4.29E+04
	1.63
	0.57
	2.53E-01
	2.60E-02
	0.00E+00
	7.90E+04
	5.72E+04
	0.72
	0.52
	3.19E-01
	1.80E-02
	5.56E-05
	2.41E+04
	7.73E+04
	0.31
	0.56
	2.30E-01
	1.80E-02
	3.85E-05

	569
	B C06103
	6-Hydroxyhexanoic acid
	Mass
	155.0685
	2.155
	3.55E+05
	3.29E+05
	1.08
	0.55
	8.15E-01
	2.70E-02
	1.08E-04
	3.76E+05
	3.27E+05
	0.87
	0.51
	3.67E-02
	1.90E-02
	0.00E+00
	4.20E+05
	3.44E+05
	1.22
	0.53
	7.89E-01
	1.90E-02
	0.00E+00

	570
	B C06098
	Zeaxanthin
	Mass
	603.3963
	2.155
	4.09E+03
	3.38E+03
	1.21
	0.58
	2.56E-01
	2.80E-02
	0.00E+00
	4.57E+03
	3.46E+03
	0.76
	0.51
	8.94E-01
	2.00E-02
	7.33E-05
	3.08E+03
	4.26E+03
	0.72
	0.62
	9.22E-01
	2.00E-02
	0.00E+00

	571
	B C06056
	4-Hydroxy-L-threonine
	Mass
	154.07119
	2.155
	6.65E+05
	4.37E+05
	1.52
	0.69
	5.86E-03
	2.90E-02
	2.24E-04
	6.59E+05
	6.73E+05
	1.02
	0.56
	1.31E-01
	2.10E-02
	1.34E-04
	8.18E+05
	6.40E+05
	1.28
	0.60
	2.60E-01
	2.10E-02
	1.85E-05

	572
	B C06032
	D-erythro-3-Methylmalate
	Mass
	149.04452
	2.155
	3.26E+04
	4.86E+03
	6.71
	0.65
	2.29E-01
	3.00E-02
	1.50E-04
	6.67E+03
	6.72E+04
	10.07
	0.57
	2.49E-01
	2.20E-02
	3.62E-04
	4.32E+02
	3.80E+04
	0.01
	1.00
	2.88E-07
	2.20E-02
	3.32E-03

	573
	B C06006
	(S)-2-Aceto-2-hydroxybutanoic acid
	Mass
	85.02749
	2.155
	6.86E+05
	3.75E+05
	1.83
	0.62
	5.20E-02
	3.10E-02
	0.00E+00
	5.55E+05
	8.61E+05
	1.55
	0.55
	6.02E-01
	2.30E-02
	1.92E-05
	1.16E+06
	6.06E+05
	1.92
	0.57
	6.42E-01
	2.30E-02
	3.85E-05

	574
	B C05993
	Acetyl adenylate
	Mass
	306.12063
	2.155
	9.91E+03
	1.45E+04
	0.68
	0.64
	5.15E-03
	3.20E-02
	0.00E+00
	7.21E+03
	1.35E+04
	1.88
	0.95
	8.20E-07
	2.40E-02
	8.72E-04
	1.74E+04
	8.66E+03
	2.01
	0.81
	2.98E-04
	2.40E-02
	1.09E-04

	575
	B C05966
	15(S)-HPETE
	Mass
	336.22968
	2.155
	2.56E+05
	3.26E+05
	0.78
	0.56
	3.43E-01
	3.30E-02
	4.55E-05
	4.06E+05
	5.49E+04
	0.14
	0.79
	3.16E-05
	2.50E-02
	6.28E-04
	1.88E+04
	2.95E+05
	0.06
	0.87
	3.85E-04
	2.50E-02
	0.00E+00

	576
	B C05947
	L-erythro-4-Hydroxyglutamate
	Mass
	96.06876
	2.155
	1.15E+05
	1.15E+05
	1.00
	0.51
	9.92E-01
	3.40E-02
	4.88E-05
	1.37E+05
	8.48E+04
	0.62
	0.57
	5.39E-04
	2.60E-02
	2.74E-04
	9.54E+04
	1.18E+05
	0.81
	0.60
	3.50E-01
	2.60E-02
	0.00E+00

	577
	B C05946
	D-4-Hydroxy-2-oxoglutarate
	Mass
	240.93538
	2.155
	3.64E+03
	1.78E+03
	2.05
	0.80
	3.35E-07
	3.50E-02
	1.07E-03
	2.96E+03
	4.55E+03
	1.54
	0.76
	1.66E-01
	2.70E-02
	6.27E-04
	1.44E+03
	4.01E+03
	0.36
	0.92
	1.15E-06
	2.70E-02
	6.58E-04

	578
	B C05936
	N4-Acetylaminobutanal
	Mass
	168.04118
	2.155
	1.04E+03
	1.64E+03
	0.63
	0.71
	2.38E-04
	3.60E-02
	1.21E-04
	9.24E+02
	1.19E+03
	1.29
	0.78
	7.21E-02
	2.80E-02
	0.00E+00
	1.61E+03
	9.44E+02
	1.70
	0.71
	1.48E-02
	2.80E-02
	8.19E-05

	579
	B C05933
	N-(o)-Hydroxyarginine
	Mass
	174.08799
	2.155
	3.21E+04
	4.25E+04
	0.76
	0.53
	5.46E-01
	3.70E-02
	0.00E+00
	4.03E+04
	2.13E+04
	0.53
	0.52
	3.49E-01
	2.90E-02
	0.00E+00
	1.96E+04
	3.42E+04
	0.57
	0.51
	8.26E-01
	2.90E-02
	0.00E+00

	580
	B C05847
	Geranyl-PP
	Mass
	314.06725
	2.155
	2.74E+04
	1.70E+04
	1.61
	0.64
	5.52E-03
	3.80E-02
	0.00E+00
	2.09E+04
	3.60E+04
	1.73
	0.70
	7.74E-02
	3.00E-02
	2.07E-04
	7.54E+04
	1.94E+04
	3.89
	0.97
	2.07E-12
	3.00E-02
	9.74E-04

	581
	B C05844
	5-L-Glutamyl-taurine
	Mass
	254.05691
	2.155
	3.40E+03
	3.71E+03
	0.91
	0.55
	4.25E-01
	3.90E-02
	0.00E+00
	1.70E+03
	5.66E+03
	3.33
	0.95
	2.10E-09
	3.10E-02
	3.78E-03
	2.56E+03
	3.53E+03
	0.73
	0.54
	6.28E-01
	3.10E-02
	0.00E+00

	582
	B C05841
	Nicotinate D-ribonucleoside
	Mass
	211.08365
	2.155
	8.76E+03
	1.09E+04
	0.80
	0.62
	2.79E-02
	4.00E-02
	0.00E+00
	7.43E+03
	1.05E+04
	1.42
	0.80
	3.54E-03
	3.20E-02
	1.82E-04
	1.47E+04
	7.77E+03
	1.89
	0.84
	1.74E-05
	3.20E-02
	4.40E-04

	583
	B C05821
	Chymosin preparation, escherichia coli k-12
	Mass
	690.12163
	2.155
	6.20E+03
	6.01E+03
	1.03
	0.54
	5.11E-01
	4.10E-02
	5.56E-05
	6.77E+03
	5.45E+03
	0.81
	0.59
	2.54E-02
	3.30E-02
	1.85E-05
	5.92E+03
	6.25E+03
	0.95
	0.53
	6.39E-01
	3.30E-02
	0.00E+00

	584
	B C05819
	Menaquinol
	Mass
	349.15568
	2.155
	1.51E+03
	3.01E+03
	0.50
	0.71
	2.41E-05
	4.20E-02
	9.23E-04
	1.40E+03
	1.65E+03
	1.18
	0.75
	2.22E-01
	3.40E-02
	6.00E-05
	2.15E+03
	1.40E+03
	1.53
	0.69
	7.96E-02
	3.40E-02
	5.58E-04

	585
	B C05817
	(1R,6R)-6-Hydroxy-2-succinylcyclohexa-2,4-diene-1-carboxylate
	Mass
	241.07089
	2.155
	9.62E+03
	7.97E+03
	1.21
	0.61
	3.71E-02
	4.30E-02
	5.26E-05
	9.68E+03
	9.54E+03
	0.98
	0.66
	5.54E-01
	3.50E-02
	0.00E+00
	9.87E+03
	9.58E+03
	1.03
	0.50
	9.94E-01
	3.50E-02
	0.00E+00

	586
	B C05791
	D-Urobilinogen
	Mass
	307.15212
	2.155
	7.56E+03
	1.20E+04
	0.63
	0.71
	3.35E-05
	4.40E-02
	1.49E-04
	7.43E+03
	7.74E+03
	1.04
	0.66
	9.97E-01
	3.60E-02
	7.15E-05
	1.10E+04
	6.99E+03
	1.57
	0.78
	1.77E-03
	3.60E-02
	0.00E+00

	587
	B C05775
	N1-(alpha-D-ribosyl)-5,6-dimethyl-benzimidazole
	Mass
	243.1121
	2.155
	4.97E+03
	7.82E+03
	0.64
	0.70
	9.45E-05
	4.50E-02
	1.78E-04
	4.87E+03
	5.09E+03
	1.05
	0.66
	9.10E-01
	3.70E-02
	5.95E-05
	7.45E+03
	4.55E+03
	1.64
	0.76
	1.44E-03
	3.70E-02
	4.09E-04

	588
	B C05770
	Coproporphyrin III
	Mass
	328.14097
	2.155
	7.45E+05
	3.21E+04
	23.18
	0.75
	1.75E-06
	4.60E-02
	4.66E-04
	9.67E+05
	4.48E+05
	0.46
	0.52
	6.55E-01
	3.80E-02
	2.00E-05
	7.34E+05
	7.46E+05
	0.98
	0.53
	9.14E-01
	3.80E-02
	0.00E+00

	589
	B C05730
	Glutathionylspermidine
	Mass
	435.22133
	2.155
	6.71E+04
	2.67E+05
	0.25
	0.75
	5.01E-04
	4.70E-02
	4.04E-04
	7.46E+03
	1.47E+05
	19.66
	0.71
	7.74E-02
	3.90E-02
	2.38E-05
	3.47E+03
	7.77E+04
	0.04
	0.75
	5.78E-02
	3.90E-02
	3.70E-05

	590
	B C05699
	Selenocystathionine
	Mass
	293.0008
	2.155
	1.46E+04
	1.04E+04
	1.41
	0.62
	1.01E-01
	4.80E-02
	0.00E+00
	1.69E+04
	1.17E+04
	0.69
	0.51
	9.70E-01
	4.00E-02
	6.25E-05
	1.10E+04
	1.53E+04
	0.72
	0.61
	8.63E-01
	4.00E-02
	0.00E+00

	591
	B C05648
	5-Hydroxy-N-formylkynurenine
	Mass
	127.04514
	2.155
	3.45E+04
	3.54E+04
	0.97
	0.62
	2.56E-01
	4.90E-02
	0.00E+00
	4.54E+04
	1.99E+04
	0.44
	0.75
	7.61E-04
	4.10E-02
	6.41E-04
	7.69E+03
	3.90E+04
	0.20
	0.93
	3.95E-05
	4.10E-02
	3.69E-04

	592
	B C05640
	Cinnavalininate
	Mass
	281.02028
	2.155
	2.18E+03
	1.99E+03
	1.10
	0.56
	1.68E-01
	5.00E-02
	4.35E-05
	2.22E+03
	2.12E+03
	0.95
	0.63
	3.14E-01
	4.20E-02
	0.00E+00
	2.65E+03
	2.10E+03
	1.26
	0.60
	1.93E-01
	4.20E-02
	0.00E+00

	593
	B C05639
	4,6-Dihydroxyquinoline
	Mass
	163.05907
	2.155
	1.84E+05
	1.64E+05
	1.12
	0.50
	9.24E-01
	1.00E-03
	0.00E+00
	1.88E+05
	1.78E+05
	0.95
	0.61
	4.78E-02
	4.30E-02
	0.00E+00
	2.25E+05
	1.77E+05
	1.27
	0.60
	1.85E-01
	4.30E-02
	3.94E-05

	594
	B C05638
	5-Hydroxykynure mine
	Mass
	220.10994
	2.155
	3.87E+03
	8.56E+03
	0.45
	0.79
	3.46E-08
	2.00E-03
	4.60E-05
	3.57E+03
	4.28E+03
	1.20
	0.69
	2.79E-01
	4.40E-02
	5.33E-05
	5.62E+03
	3.58E+03
	1.57
	0.73
	2.31E-02
	4.40E-02
	4.35E-05

	595
	B C05634
	5-Hydroxyindoleacetaldehyde
	Mass
	176.05294
	2.155
	6.83E+05
	5.11E+05
	1.34
	0.67
	3.79E-01
	3.00E-03
	9.32E-05
	7.58E+05
	5.84E+05
	0.77
	0.54
	2.81E-03
	4.50E-02
	7.41E-05
	5.90E+05
	6.99E+05
	0.84
	0.57
	3.22E-03
	4.50E-02
	5.56E-05

	596
	B C05629
	Hydrocinnamic acid
	Mass
	189.03074
	2.155
	7.22E+03
	9.48E+03
	0.76
	0.64
	1.08E-02
	4.00E-03
	0.00E+00
	8.66E+03
	5.31E+03
	0.61
	0.68
	4.90E-06
	4.60E-02
	4.08E-04
	6.98E+03
	7.26E+03
	0.96
	0.62
	4.15E-01
	4.60E-02
	0.00E+00

	597
	B C05589
	Normetanephrine
	Mass
	228.08823
	2.155
	2.22E+04
	4.02E+05
	0.06
	0.83
	6.60E-11
	5.00E-03
	2.68E-03
	2.63E+04
	1.66E+04
	0.63
	0.58
	1.25E-01
	4.70E-02
	1.47E-04
	1.97E+04
	2.26E+04
	0.87
	0.52
	9.06E-01
	4.70E-02
	0.00E+00

	598
	B C05588
	Metanephrine
	Mass
	266.0989
	2.155
	2.01E+04
	3.43E+04
	0.59
	0.77
	7.75E-07
	6.00E-03
	8.38E-04
	1.80E+04
	2.31E+04
	1.28
	0.79
	5.66E-02
	4.80E-02
	0.00E+00
	3.18E+04
	1.82E+04
	1.74
	0.77
	1.50E-03
	4.80E-02
	3.04E-04

	599
	B C05583
	3-Methoxy-4-hydroxyphenylglycolaldehyde
	Mass
	227.05496
	2.155
	2.60E+03
	2.46E+04
	0.11
	1.00
	1.89E-28
	7.00E-03
	5.37E-03
	2.45E+03
	2.80E+03
	1.15
	0.64
	9.04E-01
	4.90E-02
	1.00E-04
	4.09E+03
	2.35E+03
	1.74
	0.74
	6.98E-03
	4.90E-02
	1.76E-04

	600
	B C05581
	Homovanillin
	Mass
	205.02576
	2.155
	2.13E+04
	1.29E+04
	1.65
	0.70
	5.17E-04
	8.00E-03
	0.00E+00
	1.75E+04
	2.64E+04
	1.50
	0.80
	5.22E-02
	5.00E-02
	0.00E+00
	3.06E+04
	1.98E+04
	1.55
	0.56
	7.23E-01
	5.00E-02
	5.63E-05

	601
	B C05577
	3,4-Dihydroxymandelaldehyde
	Mass
	168.03801
	2.155
	2.33E+04
	1.96E+04
	1.19
	0.55
	4.08E-01
	9.00E-03
	0.00E+00
	2.23E+04
	2.46E+04
	1.10
	0.63
	9.13E-01
	1.00E-03
	1.92E-05
	3.24E+04
	2.18E+04
	1.49
	0.66
	6.91E-02
	1.00E-03
	0.00E+00

	602
	B C05576
	3,4-Dihydroxyphenylglycol
	Mass
	154.03879
	2.155
	1.00E+05
	1.01E+05
	0.99
	0.52
	9.28E-01
	1.00E-02
	0.00E+00
	1.29E+05
	6.28E+04
	0.49
	0.65
	8.54E-03
	2.00E-03
	2.56E-04
	5.56E+04
	1.08E+05
	0.52
	0.67
	1.25E-01
	2.00E-03
	2.00E-05

	603
	B C05528
	3-Sulfopyruvic acid
	Mass
	188.94806
	2.155
	3.53E+04
	3.28E+04
	1.08
	0.51
	9.88E-01
	1.10E-02
	0.00E+00
	3.38E+04
	3.73E+04
	1.10
	0.54
	3.06E-01
	3.00E-03
	0.00E+00
	2.70E+04
	3.66E+04
	0.74
	0.66
	2.22E-01
	3.00E-03
	0.00E+00

	604
	B C05527
	3-Sulfinylpyruvic acid
	Mass
	172.95308
	2.155
	4.04E+04
	2.58E+04
	1.56
	0.62
	6.99E-02
	1.20E-02
	0.00E+00
	3.40E+04
	4.88E+04
	1.44
	0.58
	7.73E-01
	4.00E-03
	0.00E+00
	7.40E+04
	3.48E+04
	2.13
	0.70
	1.07E-01
	4.00E-03
	8.08E-05

	605
	B C05435
	gamma-Carotene
	Mass
	551.42361
	2.155
	2.06E+03
	2.07E+03
	1.00
	0.50
	4.69E-01
	1.30E-02
	9.76E-05
	2.59E+03
	1.36E+03
	0.53
	0.64
	4.66E-01
	5.00E-03
	1.49E-04
	1.36E+03
	2.18E+03
	0.63
	0.65
	8.33E-01
	5.00E-03
	0.00E+00

	606
	B C05434
	beta-Zeacarotene
	Mass
	617.36958
	2.155
	9.83E+03
	5.94E+03
	1.65
	0.68
	1.77E-02
	1.40E-02
	0.00E+00
	9.10E+03
	1.08E+04
	1.19
	0.73
	1.10E-01
	6.00E-03
	6.18E-05
	5.78E+03
	1.05E+04
	0.55
	0.72
	5.06E-01
	6.00E-03
	0.00E+00

	607
	B C05401
	Galactosylglycerol
	Mass
	128.05737
	2.155
	7.84E+04
	4.63E+04
	1.69
	0.57
	9.82E-02
	1.50E-02
	0.00E+00
	6.01E+04
	1.03E+05
	1.71
	0.62
	5.61E-01
	7.00E-03
	0.00E+00
	1.44E+05
	6.75E+04
	2.13
	0.56
	2.30E-01
	7.00E-03
	4.55E-05

	608
	B C05399
	Melibiitol
	Mass
	345.12371
	7.873
	1.03E+04
	1.17E+04
	0.88
	0.55
	4.08E-01
	1.60E-02
	4.77E-06
	1.11E+04
	9.14E+03
	0.82
	0.58
	3.57E-01
	8.00E-03
	0.00E+00
	7.47E+03
	1.08E+04
	0.69
	0.62
	2.25E-01
	8.00E-03
	0.00E+00

	609
	B C05382
	D-Sedoheptulose 7-phosphate
	Mass
	290.03618
	2.155
	2.89E+02
	6.60E+02
	0.44
	0.83
	6.47E-05
	1.70E-02
	9.78E-04
	2.87E+02
	2.93E+02
	1.02
	0.56
	9.06E-02
	9.00E-03
	1.98E-04
	6.38E+01
	3.27E+02
	0.20
	0.94
	1.13E-05
	9.00E-03
	3.27E-03

	610
	B C05345
	Beta-D-Fructose 6-phosphate
	Mass
	319.04381
	2.155
	3.23E+03
	2.26E+03
	1.43
	0.71
	1.17E-04
	1.80E-02
	4.62E-04
	2.95E+03
	3.59E+03
	1.22
	0.83
	3.09E-01
	1.00E-02
	5.36E-05
	4.63E+03
	2.99E+03
	1.55
	0.55
	7.92E-02
	1.00E-02
	3.85E-05

	611
	B C05332
	Phenylethylamine
	Mass
	122.07743
	2.155
	1.83E+04
	1.31E+04
	1.39
	0.61
	2.75E-02
	1.90E-02
	2.42E-04
	1.36E+04
	2.46E+04
	1.81
	0.81
	1.86E-03
	1.10E-02
	3.70E-05
	3.82E+04
	1.50E+04
	2.55
	0.80
	4.63E-05
	1.10E-02
	1.93E-04

	612
	B C05307
	Chlorophyll b
	Mass
	303.17839
	2.155
	8.58E+03
	1.32E+04
	0.65
	0.72
	4.56E-05
	2.00E-02
	0.00E+00
	8.30E+03
	8.96E+03
	1.08
	0.68
	6.78E-01
	1.20E-02
	5.36E-05
	1.28E+04
	7.88E+03
	1.62
	0.80
	6.04E-04
	1.20E-02
	4.22E-04

	613
	B C05270
	Hexanoyl-CoA
	Mass
	886.16106
	2.155
	6.47E+03
	1.73E+03
	3.74
	0.68
	2.01E-03
	2.10E-02
	1.39E-04
	4.09E+03
	9.63E+03
	2.35
	0.65
	2.10E-01
	1.30E-02
	0.00E+00
	1.16E+03
	7.35E+03
	0.16
	0.79
	4.58E-02
	1.30E-02
	1.92E-05

	614
	B C05143
	Dhurrin
	Mass
	330.11985
	2.155
	4.52E+04
	4.47E+04
	1.01
	0.52
	7.02E-01
	2.20E-02
	0.00E+00
	3.32E+04
	6.11E+04
	1.84
	0.80
	1.81E-02
	1.40E-02
	0.00E+00
	8.32E+04
	3.88E+04
	2.14
	0.67
	5.81E-02
	1.40E-02
	0.00E+00

	615
	B C04895
	Dihydroneopterin triphosphate
	Mass
	166.00537
	2.155
	8.43E+04
	1.39E+03
	60.77
	0.68
	1.02E-01
	2.30E-02
	3.90E-04
	7.24E+03
	1.87E+05
	25.83
	0.62
	2.84E-01
	1.50E-02
	4.66E-04
	9.72E+01
	9.83E+04
	0.00
	1.00
	2.34E-05
	1.50E-02
	4.67E-03

	616
	B C04874
	7,8-Dihydroneopterin
	Mass
	236.07864
	2.155
	6.85E+04
	6.48E+04
	1.06
	0.52
	7.42E-01
	2.40E-02
	0.00E+00
	7.12E+04
	6.49E+04
	0.91
	0.59
	6.68E-02
	1.60E-02
	0.00E+00
	6.50E+04
	6.91E+04
	0.94
	0.62
	2.99E-01
	1.60E-02
	5.17E-05

	617
	B C04824
	2,3-Bis(3-hydroxytetradecanoyl)-beta-D-glucosaminyl 1-phosphate
	Mass
	748.39444
	2.155
	2.46E+03
	2.56E+03
	0.96
	0.52
	7.35E-01
	2.50E-02
	0.00E+00
	2.43E+03
	2.52E+03
	1.04
	0.72
	9.86E-01
	1.70E-02
	3.63E-05
	2.84E+03
	2.40E+03
	1.18
	0.57
	4.14E-01
	1.70E-02
	0.00E+00

	618
	B C04807
	2-Amino-7,8-dihydro-4-hydroxy-6-(diphosphooxymethyl)pteridine
	Mass
	312.02727
	2.155
	4.53E+04
	2.87E+04
	1.58
	0.73
	9.27E-03
	2.60E-02
	7.55E-04
	4.53E+04
	4.52E+04
	1.00
	0.55
	8.13E-02
	1.80E-02
	0.00E+00
	3.43E+04
	4.71E+04
	0.73
	0.65
	2.81E-04
	1.80E-02
	2.13E-04

	619
	B C04752
	2-Methyl-4-amino-5-hydroxymethylpyrimidine diphosphate
	Mass
	368.00051
	2.155
	4.28E+04
	2.14E+05
	0.20
	0.82
	1.30E-09
	2.70E-02
	4.62E-04
	3.65E+04
	5.11E+04
	1.40
	0.59
	8.55E-01
	1.90E-02
	3.70E-05
	4.54E+04
	4.23E+04
	1.07
	0.58
	4.46E-01
	1.90E-02
	0.00E+00

	620
	B C04734
	Phosphoribosyl formamidocarboxamide
	Mass
	366.05711
	2.155
	6.53E+04
	4.32E+04
	1.51
	0.58
	1.85E-01
	2.80E-02
	4.91E-05
	6.85E+04
	6.10E+04
	0.89
	0.51
	3.66E-01
	2.00E-02
	0.00E+00
	6.08E+04
	6.60E+04
	0.92
	0.66
	8.69E-02
	2.00E-02
	1.95E-05

	621
	B C04732
	5-Amino-6-ribitylamino uracil
	Mass
	150.05178
	2.155
	6.22E+06
	1.54E+06
	4.03
	0.71
	8.05E-04
	2.90E-02
	2.21E-04
	8.77E+06
	2.83E+06
	0.32
	0.79
	1.85E-06
	2.10E-02
	3.73E-04
	3.57E+06
	6.67E+06
	0.53
	0.70
	8.00E-03
	2.10E-02
	0.00E+00

	622
	B C04706
	cis-2-Chloro-4-carboxymethylenebut-2-en-1,4-olide
	Mass
	157.9532
	2.155
	3.92E+05
	2.31E+05
	1.69
	0.51
	5.11E-01
	3.00E-02
	0.00E+00
	1.26E+05
	7.46E+05
	5.93
	0.70
	3.62E-02
	2.20E-02
	9.22E-05
	8.85E+05
	3.10E+05
	2.86
	0.73
	6.94E-02
	2.20E-02
	0.00E+00

	623
	B C04691
	2-Dehydro-3-deoxy-D-arabino-hepto te 7-phosphate
	Mass
	311.01325
	2.155
	2.57E+03
	3.17E+03
	0.81
	0.62
	1.14E-02
	3.10E-02
	3.20E-04
	2.58E+03
	2.56E+03
	0.99
	0.73
	7.72E-01
	2.30E-02
	0.00E+00
	2.71E+03
	2.55E+03
	1.07
	0.55
	8.83E-01
	2.30E-02
	0.00E+00

	624
	B C04677
	AICAR
	Mass
	338.0605
	2.155
	3.30E+03
	6.37E+03
	0.52
	0.83
	3.80E-09
	3.20E-02
	1.03E-03
	2.93E+03
	3.79E+03
	1.29
	0.71
	1.21E-01
	2.40E-02
	0.00E+00
	5.91E+03
	2.86E+03
	2.06
	0.82
	2.82E-05
	2.40E-02
	1.59E-04

	625
	B C04652
	UDP-2,3-bis(3-hydroxytetradecanoyl)glucosamine
	Mass
	998.43617
	2.155
	4.00E+03
	3.68E+03
	1.09
	0.61
	4.12E-01
	3.30E-02
	3.01E-04
	1.19E+03
	7.75E+03
	6.52
	0.92
	2.54E-12
	2.50E-02
	3.06E-03
	1.82E+03
	4.37E+03
	0.42
	0.55
	3.23E-01
	2.50E-02
	2.20E-04

	626
	B C04640
	Phosphoribosylformylglycineamidine
	Mass
	336.0562
	1.877
	2.94E+06
	3.10E+06
	0.95
	0.55
	3.42E-01
	3.40E-02
	0.00E+00
	3.75E+06
	1.87E+06
	0.50
	0.70
	3.62E-04
	2.60E-02
	0.00E+00
	7.10E+05
	3.31E+06
	0.21
	0.80
	7.72E-03
	2.60E-02
	4.00E-05

	627
	B C04604
	3-Hydroxy-2-methylpyridine-4,5-dicarboxylate
	Mass
	114.07893
	2.155
	2.34E+05
	3.30E+05
	0.71
	0.62
	2.93E-02
	3.50E-02
	1.59E-04
	2.18E+05
	2.55E+05
	1.17
	0.74
	6.08E-01
	2.70E-02
	1.88E-05
	2.97E+05
	2.23E+05
	1.33
	0.51
	5.93E-01
	2.70E-02
	0.00E+00

	628
	B C04582
	5-Methylthioribulose 1-phosphate
	Mass
	300.0298
	2.155
	1.70E+03
	1.85E+03
	0.92
	0.50
	7.84E-01
	3.60E-02
	4.88E-05
	1.20E+03
	2.36E+03
	1.97
	0.89
	5.75E-05
	2.80E-02
	1.52E-03
	1.41E+03
	1.75E+03
	0.81
	0.56
	5.11E-01
	2.80E-02
	0.00E+00

	629
	B C04501
	N-Acetyl-glucosamine 1-phosphate
	Mass
	324.04676
	2.155
	8.75E+04
	9.79E+04
	0.89
	0.53
	7.52E-01
	3.70E-02
	6.06E-05
	9.80E+04
	7.34E+04
	0.75
	0.60
	1.27E-02
	2.90E-02
	6.07E-05
	9.68E+04
	8.59E+04
	1.13
	0.66
	1.03E-01
	2.90E-02
	1.92E-05

	630
	B C04454
	5-Amino-6-(5'-phosphoribitylamino)uracil
	Mass
	289.0935
	2.155
	1.21E+05
	1.14E+06
	0.11
	0.74
	1.17E-05
	3.80E-02
	7.42E-04
	1.32E+05
	1.07E+05
	0.81
	0.57
	9.43E-01
	3.00E-02
	0.00E+00
	1.12E+05
	1.23E+05
	0.92
	0.56
	7.49E-01
	3.00E-02
	0.00E+00

	631
	B C04434
	(1E)-4-Oxobut-1-ene-1,2,4-tricarboxylate
	Mass
	185.99197
	2.155
	4.08E+05
	1.98E+05
	2.06
	0.59
	1.12E-01
	3.90E-02
	0.00E+00
	2.56E+05
	6.10E+05
	2.38
	0.59
	4.92E-01
	3.10E-02
	4.91E-05
	2.58E+05
	4.33E+05
	0.60
	0.56
	4.46E-01
	3.10E-02
	3.70E-05

	632
	B C04390
	N6-Acetyl-LL-2,6-diaminoheptanedioate
	Mass
	195.0769
	2.155
	2.58E+05
	1.03E+05
	2.49
	0.55
	3.13E-01
	4.00E-02
	0.00E+00
	3.76E+05
	1.00E+05
	0.27
	0.56
	1.53E-01
	3.20E-02
	0.00E+00
	1.65E+05
	2.74E+05
	0.60
	0.67
	2.48E-01
	3.20E-02
	0.00E+00

	633
	B C04376
	5'-Phosphoribosyl-N-formylglyci mide
	Mass
	156.01825
	2.155
	1.68E+07
	1.26E+07
	1.34
	0.52
	9.86E-01
	4.10E-02
	8.70E-05
	2.25E+07
	9.25E+06
	0.41
	0.74
	3.38E-04
	3.30E-02
	9.40E-05
	7.05E+06
	1.85E+07
	0.38
	0.76
	1.15E-03
	3.30E-02
	1.13E-04

	634
	B C04352
	4-Phosphopantothenoylcysteine
	Mass
	200.03605
	2.155
	1.10E+05
	5.03E+04
	2.18
	0.56
	2.40E-01
	4.20E-02
	9.59E-05
	1.58E+05
	4.50E+04
	0.28
	0.66
	1.20E-02
	3.40E-02
	3.72E-04
	3.09E+04
	1.23E+05
	0.25
	0.67
	1.19E-01
	3.40E-02
	0.00E+00

	635
	B C04332
	6,7-Dimethyl-8-(1-D-ribityl)lumazine
	Mass
	281.12497
	2.155
	6.39E+04
	1.75E+04
	3.66
	0.60
	9.59E-02
	4.30E-02
	3.18E-04
	1.03E+05
	1.13E+04
	0.11
	0.79
	3.35E-06
	3.50E-02
	1.95E-03
	2.22E+04
	7.08E+04
	0.31
	0.60
	7.35E-01
	3.50E-02
	0.00E+00

	636
	B C04294
	5-(2-Hydroxyethyl)-4-methylthiazole
	Mass
	183.06019
	2.155
	9.80E+03
	6.89E+03
	1.42
	0.63
	1.74E-02
	4.40E-02
	5.89E-04
	7.21E+03
	1.33E+04
	1.84
	0.87
	2.46E-03
	3.60E-02
	1.80E-04
	1.61E+04
	8.74E+03
	1.84
	0.51
	2.79E-01
	3.60E-02
	0.00E+00

	637
	B C04225
	cis-2-Methylaconitate
	Mass
	188.02911
	2.155
	1.76E+04
	9.60E+03
	1.83
	0.76
	1.01E-05
	4.50E-02
	7.03E-04
	1.92E+04
	1.54E+04
	0.80
	0.54
	4.63E-02
	3.70E-02
	0.00E+00
	1.88E+04
	1.74E+04
	1.08
	0.54
	8.46E-01
	3.70E-02
	0.00E+00

	638
	B C04216
	All-trans-heptaprenyl diphosphate
	Mass
	328.19853
	2.155
	3.40E+03
	5.79E+03
	0.59
	0.77
	3.10E-06
	4.60E-02
	1.25E-03
	2.74E+03
	4.29E+03
	1.57
	0.82
	2.17E-03
	3.80E-02
	9.37E-05
	5.68E+03
	3.02E+03
	1.88
	0.77
	2.08E-03
	3.80E-02
	1.16E-04

	639
	B C04188
	5-Methylthioribose 1-phosphate
	Mass
	260.00851
	2.155
	8.76E+03
	5.69E+03
	1.54
	0.66
	2.07E-02
	4.70E-02
	1.90E-04
	6.41E+03
	1.19E+04
	1.86
	0.70
	7.69E-02
	3.90E-02
	4.20E-05
	2.86E+03
	9.74E+03
	0.29
	0.91
	1.40E-05
	3.90E-02
	1.17E-04

	640
	B C04181
	3-Hydroxy-3-methyl-2-oxobutanoic acid
	Mass
	132.02397
	2.155
	1.56E+07
	9.32E+06
	1.67
	0.50
	9.77E-01
	4.80E-02
	9.89E-05
	6.33E+06
	2.79E+07
	4.41
	0.51
	7.89E-01
	4.00E-02
	7.14E-05
	6.24E+07
	7.77E+06
	8.03
	0.52
	8.61E-01
	4.00E-02
	0.00E+00

	641
	B C04146
	Octaprenyl diphosphate
	Mass
	360.21433
	2.155
	1.82E+03
	3.89E+03
	0.47
	0.70
	1.08E-03
	4.90E-02
	3.01E-04
	1.96E+03
	1.63E+03
	0.83
	0.54
	4.64E-01
	4.10E-02
	0.00E+00
	1.80E+03
	1.82E+03
	0.99
	0.54
	8.59E-01
	4.10E-02
	2.00E-05

	642
	B C04133
	N-Acetyl-L-glutamyl 5-phosphate
	Mass
	186.07593
	2.155
	1.36E+06
	1.17E+06
	1.16
	0.51
	7.33E-01
	5.00E-02
	0.00E+00
	1.49E+06
	1.17E+06
	0.79
	0.63
	1.58E-02
	4.20E-02
	0.00E+00
	1.45E+06
	1.34E+06
	1.09
	0.60
	2.74E-01
	4.20E-02
	0.00E+00

	643
	B C04092
	D-1-Piperideine-2-carboxylic acid
	Mass
	167.08242
	2.155
	7.58E+04
	5.77E+04
	1.31
	0.53
	6.64E-01
	1.00E-03
	0.00E+00
	7.99E+04
	7.03E+04
	0.88
	0.57
	9.44E-02
	4.30E-02
	0.00E+00
	9.25E+04
	7.30E+04
	1.27
	0.53
	6.29E-01
	4.30E-02
	0.00E+00

	644
	B C04079
	D-Pantothenoyl-L-cysteine
	Mass
	367.1186
	3.881
	1.07E+04
	1.20E+04
	0.90
	0.55
	3.65E-01
	2.00E-03
	0.00E+00
	1.35E+04
	7.10E+03
	0.53
	0.72
	2.06E-07
	4.40E-02
	3.87E-04
	8.21E+03
	1.12E+04
	0.74
	0.62
	1.84E-01
	4.40E-02
	2.35E-05

	645
	B C04053
	5-Dehydro-4-deoxy-D-glucuro te
	Mass
	178.029
	2.155
	1.87E+04
	2.32E+03
	8.07
	0.93
	3.18E-16
	3.00E-03
	3.39E-03
	1.04E+04
	2.98E+04
	2.86
	0.56
	3.82E-01
	4.50E-02
	2.37E-04
	2.36E+03
	2.14E+04
	0.11
	1.00
	1.08E-10
	4.50E-02
	4.17E-03

	646
	B C04051
	5-Aminoimidazole-4-carboxamide
	Mass
	166.07371
	2.155
	7.58E+04
	7.40E+04
	1.02
	0.51
	9.62E-01
	4.00E-03
	0.00E+00
	7.53E+04
	7.64E+04
	1.01
	0.60
	5.56E-01
	4.60E-02
	0.00E+00
	8.61E+04
	7.41E+04
	1.16
	0.64
	3.16E-01
	4.60E-02
	0.00E+00

	647
	B C03979
	2-Dehydro-3-deoxy-L-rhamno te
	Mass
	221.06508
	2.155
	3.89E+04
	2.67E+04
	1.45
	0.68
	3.08E-03
	5.00E-03
	9.95E-05
	3.78E+04
	4.03E+04
	1.07
	0.63
	4.29E-01
	4.70E-02
	0.00E+00
	4.62E+04
	3.77E+04
	1.23
	0.55
	6.18E-01
	4.70E-02
	9.19E-05

	648
	B C03920
	2-(Methylthio)ethanesulfonate
	Mass
	158.00276
	2.155
	1.08E+03
	9.93E+02
	1.09
	0.57
	1.83E-01
	6.00E-03
	1.03E-04
	1.14E+03
	1.01E+03
	0.89
	0.60
	7.64E-02
	4.80E-02
	5.56E-05
	1.06E+03
	1.09E+03
	0.97
	0.58
	4.03E-01
	4.80E-02
	1.72E-05

	649
	B C03838
	Glycineamideribotide
	Mass
	285.04963
	2.155
	7.54E+03
	4.41E+03
	1.71
	0.66
	4.85E-03
	7.00E-03
	1.58E-04
	1.07E+04
	3.30E+03
	0.31
	0.91
	7.34E-12
	4.90E-02
	2.19E-03
	4.49E+03
	8.05E+03
	0.56
	0.68
	7.88E-02
	4.90E-02
	6.00E-05

	650
	B C03827
	2-Dehydro-3-deoxy-L-fuco te
	Mass
	93.02561
	2.155
	5.19E+03
	5.33E+03
	0.97
	0.51
	8.76E-01
	8.00E-03
	0.00E+00
	5.19E+03
	5.19E+03
	1.00
	0.70
	7.12E-01
	5.00E-02
	0.00E+00
	5.68E+03
	5.11E+03
	1.11
	0.52
	7.00E-01
	5.00E-02
	0.00E+00

	651
	B C03765
	4-Hydroxyphenylacetaldehyde
	Mass
	120.03219
	2.155
	7.64E+04
	6.17E+04
	1.24
	0.61
	1.31E-01
	9.00E-03
	4.55E-05
	9.15E+04
	5.64E+04
	0.62
	0.71
	4.16E-05
	1.00E-03
	8.25E-05
	6.32E+04
	7.87E+04
	0.80
	0.63
	5.73E-02
	1.00E-03
	1.14E-04

	652
	B C03752
	2-Amino-2-deoxy-D-gluconate
	Mass
	179.05519
	1.884
	5.86E+04
	7.45E+04
	0.79
	0.59
	4.00E-02
	1.00E-02
	2.12E-04
	7.06E+04
	4.26E+04
	0.60
	0.68
	3.19E-05
	2.00E-03
	1.50E-04
	3.95E+04
	6.18E+04
	0.64
	0.71
	4.55E-03
	2.00E-03
	7.69E-05

	653
	B C03722
	Quinolinic acid
	Mass
	207.04026
	2.155
	4.59E+03
	1.66E+03
	2.76
	0.79
	1.43E-08
	1.10E-02
	2.07E-03
	6.70E+03
	1.76E+03
	0.26
	1.00
	1.39E-23
	3.00E-03
	9.26E-03
	1.62E+03
	5.08E+03
	0.32
	0.86
	6.92E-05
	3.00E-03
	2.97E-04

	654
	B C03684
	Dyspropterin
	Mass
	218.06827
	2.155
	1.16E+05
	9.30E+04
	1.25
	0.56
	7.89E-01
	1.20E-02
	0.00E+00
	1.37E+05
	8.94E+04
	0.65
	0.53
	7.42E-01
	4.00E-03
	1.06E-04
	4.30E+04
	1.29E+05
	0.33
	0.63
	6.41E-01
	4.00E-03
	0.00E+00

	655
	B C03657
	1,4-Dihydroxy-2- phthoate
	Mass
	240.99121
	2.155
	1.10E+05
	8.05E+04
	1.36
	0.69
	8.15E-02
	1.30E-02
	1.65E-04
	1.11E+05
	1.08E+05
	0.98
	0.58
	1.03E-01
	5.00E-03
	0.00E+00
	9.15E+04
	1.13E+05
	0.81
	0.61
	1.75E-02
	5.00E-03
	0.00E+00

	656
	B C03586
	2-Oxo-2,3-dihydrofuran-5-acetate
	Mass
	143.01499
	2.155
	2.87E+04
	2.24E+04
	1.28
	0.56
	1.64E-01
	1.40E-02
	0.00E+00
	3.68E+04
	1.79E+04
	0.49
	0.66
	2.32E-06
	6.00E-03
	1.20E-04
	2.15E+04
	2.99E+04
	0.72
	0.57
	4.70E-01
	6.00E-03
	0.00E+00

	657
	B C03557
	Ciliatine
	Mass
	80.02594
	3.824
	1.58E+04
	1.37E+04
	1.16
	0.57
	2.87E-01
	1.50E-02
	4.76E-05
	1.59E+04
	1.57E+04
	0.99
	0.62
	9.74E-01
	7.00E-03
	0.00E+00
	1.82E+04
	1.54E+04
	1.18
	0.64
	2.94E-01
	7.00E-03
	0.00E+00

	658
	B C03541
	Tetrahydrofolyl-[Glu](n)
	Mass
	353.13632
	2.155
	2.75E+03
	3.48E+03
	0.79
	0.58
	8.04E-02
	1.60E-02
	1.33E-04
	1.98E+03
	3.79E+03
	1.92
	0.88
	1.71E-05
	8.00E-03
	1.09E-03
	2.71E+03
	2.76E+03
	0.98
	0.51
	7.80E-01
	8.00E-03
	0.00E+00

	659
	B C03539
	S-Ribosyl-L-homocysteine
	Mass
	326.04268
	2.155
	7.85E+04
	6.31E+04
	1.24
	0.63
	2.04E-01
	1.70E-02
	1.92E-04
	6.96E+04
	9.04E+04
	1.30
	0.70
	7.74E-01
	9.00E-03
	0.00E+00
	5.62E+04
	8.22E+04
	0.68
	0.66
	2.39E-04
	9.00E-03
	3.70E-05

	660
	B C03516
	Magnesium protoporphyrin
	Mass
	291.10567
	2.155
	1.30E+05
	7.38E+04
	1.77
	0.74
	5.88E-05
	1.80E-02
	2.13E-04
	1.20E+05
	1.44E+05
	1.20
	0.68
	9.87E-01
	1.00E-02
	0.00E+00
	1.59E+05
	1.26E+05
	1.27
	0.55
	4.48E-01
	1.00E-02
	3.85E-05

	661
	B C03506
	Indoleglycerol phosphate
	Mass
	145.03632
	2.155
	8.13E+05
	2.64E+05
	3.08
	0.68
	3.76E-04
	1.90E-02
	0.00E+00
	5.19E+05
	1.21E+06
	2.33
	0.51
	6.18E-01
	1.10E-02
	0.00E+00
	2.75E+06
	4.91E+05
	5.60
	0.52
	2.57E-01
	1.10E-02
	6.27E-05

	662
	B C03492
	D-4'-Phosphopantothe te
	Mass
	254.07814
	2.155
	1.49E+04
	9.38E+03
	1.59
	0.65
	7.01E-03
	2.00E-02
	1.01E-04
	1.64E+04
	1.30E+04
	0.79
	0.61
	1.77E-02
	1.20E-02
	1.85E-05
	2.49E+04
	1.33E+04
	1.87
	0.74
	1.14E-02
	1.20E-02
	5.95E-05

	663
	B C03479
	Folinic acid
	Mass
	518.16396
	2.155
	7.39E+05
	2.99E+05
	2.47
	0.54
	2.96E-01
	2.10E-02
	0.00E+00
	6.76E+05
	8.23E+05
	1.22
	0.59
	5.88E-01
	1.30E-02
	0.00E+00
	1.48E+05
	8.38E+05
	0.18
	0.60
	3.48E-01
	1.30E-02
	6.25E-05

	664
	B C03453
	(Z)-5-Oxohex-2-enedioate
	Mass
	158.01793
	1.688
	1.20E+05
	7.71E+04
	1.56
	0.56
	3.16E-01
	2.20E-02
	0.00E+00
	1.12E+05
	1.31E+05
	1.17
	0.61
	6.60E-01
	1.40E-02
	1.85E-05
	2.58E+05
	9.71E+04
	2.66
	0.74
	3.02E-02
	1.40E-02
	3.45E-05

	665
	B C03406
	Argininosuccinic acid
	Mass
	263.13577
	2.155
	1.13E+04
	1.06E+04
	1.07
	0.56
	2.88E-01
	2.30E-02
	0.00E+00
	1.26E+04
	9.59E+03
	0.76
	0.51
	5.37E-04
	1.50E-02
	1.13E-04
	1.00E+04
	1.15E+04
	0.87
	0.63
	1.59E-01
	1.50E-02
	0.00E+00

	666
	B C03401
	2,3-Diaminopropionic acid
	Mass
	163.07175
	2.155
	2.34E+04
	1.49E+04
	1.58
	0.72
	6.16E-04
	2.40E-02
	3.26E-04
	2.38E+04
	2.29E+04
	0.96
	0.59
	1.85E-01
	1.60E-02
	7.14E-05
	2.44E+04
	2.33E+04
	1.05
	0.56
	1.97E-01
	1.60E-02
	1.50E-04

	667
	B C03313
	Reduced Vitamin K (phylloquinone)
	Mass
	533.28136
	2.155
	3.64E+03
	3.38E+03
	1.08
	0.55
	3.02E-01
	2.50E-02
	0.00E+00
	3.95E+03
	3.23E+03
	0.82
	0.55
	8.20E-01
	1.70E-02
	0.00E+00
	4.31E+03
	3.53E+03
	1.22
	0.61
	2.10E-01
	1.70E-02
	0.00E+00

	668
	B C03283
	L-2,4-diaminobutyric acid
	Mass
	155.03997
	5.7
	9.45E+03
	3.20E+03
	2.95
	0.89
	1.93E-13
	2.60E-02
	1.49E-03
	6.93E+03
	1.28E+04
	1.85
	0.94
	4.49E-08
	1.80E-02
	6.38E-03
	1.67E+04
	8.24E+03
	2.03
	0.80
	5.66E-04
	1.80E-02
	2.33E-04

	669
	B C03203
	1-Hydroxy-2- phthonate
	Mass
	116.0258
	1.881
	1.54E+03
	1.11E+03
	1.38
	0.64
	7.22E-03
	2.70E-02
	2.95E-04
	1.89E+03
	1.07E+03
	0.57
	0.73
	3.11E-06
	1.90E-02
	2.77E-04
	1.11E+03
	1.61E+03
	0.69
	0.71
	6.98E-02
	1.90E-02
	0.00E+00

	670
	B C03175
	Shikimate 3-phosphate
	Mass
	127.00821
	2.155
	3.48E+04
	3.09E+03
	11.27
	0.94
	3.77E-17
	2.80E-02
	2.38E-03
	4.97E+04
	1.49E+04
	0.30
	0.92
	9.63E-11
	2.00E-02
	2.26E-03
	2.92E+04
	3.57E+04
	0.82
	0.64
	3.05E-01
	2.00E-02
	0.00E+00

	671
	B C03090
	5-Phosphoribosylamine
	Mass
	231.04403
	2.627
	1.34E+07
	1.30E+07
	1.03
	0.51
	7.39E-01
	2.90E-02
	4.17E-05
	1.64E+07
	9.36E+06
	0.57
	0.57
	2.17E-01
	2.10E-02
	0.00E+00
	1.10E+07
	1.38E+07
	0.80
	0.59
	2.04E-01
	2.10E-02
	0.00E+00

	672
	B C03089
	5-Methylthioribose
	Mass
	182.05698
	2.155
	1.27E+04
	1.61E+04
	0.79
	0.64
	3.72E-03
	3.00E-02
	8.70E-05
	1.27E+04
	1.26E+04
	1.00
	0.75
	8.67E-01
	2.20E-02
	0.00E+00
	1.43E+04
	1.24E+04
	1.15
	0.59
	3.92E-01
	2.20E-02
	0.00E+00

	673
	B C03082
	L-Aspartyl-4-phosphate
	Mass
	253.02354
	2.155
	5.29E+03
	3.88E+03
	1.36
	0.59
	1.51E-01
	3.10E-02
	4.76E-05
	6.47E+03
	3.72E+03
	0.57
	0.54
	2.98E-01
	2.30E-02
	1.83E-04
	2.96E+03
	5.68E+03
	0.52
	0.71
	3.92E-01
	2.30E-02
	0.00E+00

	674
	B C03078
	4-Guanidinobuta mide
	Mass
	159.08848
	2.155
	6.12E+04
	4.70E+04
	1.30
	0.59
	6.81E-02
	3.20E-02
	0.00E+00
	5.38E+04
	7.10E+04
	1.32
	0.71
	2.33E-01
	2.40E-02
	0.00E+00
	7.69E+04
	5.86E+04
	1.31
	0.67
	1.19E-01
	2.40E-02
	0.00E+00

	675
	B C03012
	 phthalene-1,2-diol
	Mass
	161.0423
	2.155
	5.18E+04
	2.46E+04
	2.11
	0.67
	2.81E-03
	3.30E-02
	0.00E+00
	4.97E+04
	5.47E+04
	1.10
	0.61
	1.54E-01
	2.50E-02
	0.00E+00
	1.18E+05
	4.09E+04
	2.88
	0.71
	4.93E-03
	2.50E-02
	3.36E-04

	676
	B C02953
	Dihydrobiopterin
	Mass
	196.12048
	2.155
	3.28E+06
	4.25E+06
	0.77
	0.62
	5.84E-02
	3.40E-02
	0.00E+00
	4.46E+06
	1.69E+06
	0.38
	0.78
	3.47E-06
	2.60E-02
	3.59E-06
	9.50E+05
	3.66E+06
	0.26
	0.86
	7.11E-07
	2.60E-02
	3.80E-05

	677
	B C02843
	Long-chain acyl-CoA
	Mass
	795.09508
	11.848
	3.60E+05
	1.68E+05
	2.15
	0.50
	7.34E-01
	3.50E-02
	0.00E+00
	5.63E+05
	8.96E+04
	0.16
	0.67
	8.95E-03
	2.70E-02
	1.16E-04
	7.88E+03
	4.19E+05
	0.02
	0.92
	8.84E-04
	2.70E-02
	5.38E-04

	678
	B C02730
	2-Succinylbenzoate
	Mass
	139.09902
	2.155
	1.29E+05
	2.29E+06
	0.06
	0.99
	1.06E-24
	3.60E-02
	6.32E-03
	1.28E+05
	1.30E+05
	1.02
	0.55
	2.56E-01
	2.80E-02
	0.00E+00
	1.06E+05
	1.33E+05
	0.80
	0.61
	4.65E-02
	2.80E-02
	0.00E+00

	679
	B C02714
	N-Acetylputrescine
	Mass
	170.12949
	2.155
	3.73E+03
	2.51E+03
	1.49
	0.63
	2.39E-02
	3.70E-02
	0.00E+00
	3.89E+03
	3.52E+03
	0.91
	0.63
	8.73E-01
	2.90E-02
	0.00E+00
	1.68E+03
	4.07E+03
	0.41
	0.76
	8.01E-03
	2.90E-02
	1.92E-05

	680
	B C02659
	Acetone cyanhydri
	Mass
	108.04231
	2.155
	2.49E+03
	2.48E+03
	1.01
	0.51
	4.54E-01
	3.80E-02
	5.26E-05
	2.91E+03
	1.94E+03
	0.67
	0.54
	7.05E-01
	3.00E-02
	4.30E-04
	2.37E+03
	2.51E+03
	0.94
	0.53
	6.17E-01
	3.00E-02
	2.17E-05

	681
	B C02637
	3-Dehydroshikimate
	Mass
	172.0184
	2.155
	2.16E+03
	2.64E+03
	0.82
	0.60
	2.04E-02
	3.90E-02
	5.41E-05
	2.11E+03
	2.22E+03
	1.05
	0.77
	5.73E-01
	3.10E-02
	0.00E+00
	2.49E+03
	2.10E+03
	1.18
	0.62
	2.29E-01
	3.10E-02
	1.92E-05

	682
	B C02631
	Isopropylmaleate
	Mass
	203.05505
	2.155
	7.15E+04
	4.90E+04
	1.46
	0.53
	2.78E-01
	4.00E-02
	2.04E-04
	4.82E+04
	1.02E+05
	2.12
	0.75
	9.92E-02
	3.20E-02
	6.31E-05
	1.82E+05
	5.30E+04
	3.44
	0.53
	3.63E-02
	3.20E-02
	7.56E-05

	683
	B C02576
	Perillyl aldehyde
	Mass
	187.05179
	2.155
	4.12E+05
	3.25E+05
	1.27
	0.58
	9.89E-01
	4.10E-02
	4.76E-05
	5.04E+05
	2.89E+05
	0.57
	0.69
	8.05E-04
	3.30E-02
	2.10E-05
	3.19E+05
	4.27E+05
	0.75
	0.58
	3.00E-03
	3.30E-02
	2.27E-05

	684
	B C02527
	Butanoylphosphate
	Mass
	188.99435
	2.155
	3.93E+04
	3.69E+04
	1.07
	0.54
	6.47E-01
	4.20E-02
	0.00E+00
	3.25E+04
	4.84E+04
	1.49
	0.52
	8.22E-01
	3.40E-02
	2.00E-05
	6.15E+04
	3.56E+04
	1.72
	0.51
	7.68E-01
	3.40E-02
	4.55E-05

	685
	B C02514
	3-Fumarylpyruvate
	Mass
	103.06206
	1.215
	1.93E+03
	3.23E+03
	0.60
	0.71
	1.89E-04
	4.30E-02
	2.41E-04
	1.45E+03
	2.58E+03
	1.78
	0.83
	2.43E-04
	3.50E-02
	6.59E-05
	2.05E+03
	1.91E+03
	1.07
	0.62
	4.02E-01
	3.50E-02
	0.00E+00

	686
	B C02375
	4-Chlorocatechol
	Mass
	202.96399
	2.155
	8.46E+03
	7.78E+03
	1.09
	0.54
	2.76E-01
	4.40E-02
	0.00E+00
	8.17E+03
	8.84E+03
	1.08
	0.57
	8.67E-01
	3.60E-02
	0.00E+00
	1.47E+04
	7.42E+03
	1.98
	0.71
	2.70E-02
	3.60E-02
	0.00E+00

	687
	B C02350
	(S)(+)-Allantoin
	Mass
	159.03447
	2.155
	5.12E+06
	4.48E+04
	114.25
	0.80
	6.19E-07
	4.50E-02
	1.00E-03
	7.27E+06
	2.25E+06
	0.31
	0.57
	1.22E-01
	3.70E-02
	9.98E-05
	1.99E+04
	5.97E+06
	0.00
	0.90
	1.29E-04
	3.70E-02
	1.30E-03

	688
	B C02291
	L-Cystathionine
	Mass
	221.05971
	2.155
	4.96E+05
	1.71E+05
	2.89
	0.58
	8.86E-01
	4.60E-02
	4.57E-04
	7.90E+05
	1.03E+05
	0.13
	0.91
	4.38E-06
	3.80E-02
	4.62E-03
	4.47E+03
	5.78E+05
	0.01
	1.00
	2.48E-07
	3.80E-02
	4.34E-03

	689
	B C02273
	Digalacturonic acid
	Mass
	391.04987
	2.155
	2.74E+04
	3.13E+04
	0.87
	0.55
	4.68E-01
	4.70E-02
	0.00E+00
	2.77E+04
	2.69E+04
	0.97
	0.56
	4.44E-01
	3.90E-02
	0.00E+00
	4.05E+04
	2.52E+04
	1.61
	0.63
	6.72E-02
	3.90E-02
	0.00E+00

	690
	B C02265
	D-Phenylalanine
	Mass
	188.06768
	2.155
	6.00E+04
	5.87E+04
	1.02
	0.52
	8.45E-01
	4.80E-02
	0.00E+00
	6.05E+04
	5.94E+04
	0.98
	0.64
	6.89E-01
	4.00E-02
	0.00E+00
	7.02E+04
	5.83E+04
	1.20
	0.55
	5.11E-01
	4.00E-02
	0.00E+00

	691
	B C02226
	Citraconic acid
	Mass
	95.0129
	2.155
	8.03E+03
	7.59E+03
	1.06
	0.52
	7.40E-01
	4.90E-02
	0.00E+00
	6.43E+03
	1.02E+04
	1.58
	0.89
	6.89E-04
	4.10E-02
	3.76E-04
	1.06E+04
	7.59E+03
	1.40
	0.58
	1.65E-01
	4.10E-02
	1.03E-04

	692
	B C02225
	2-Methylcitric acid
	Mass
	207.05001
	2.155
	8.39E+03
	6.44E+03
	1.30
	0.61
	1.98E-02
	5.00E-02
	0.00E+00
	7.32E+03
	9.81E+03
	1.34
	0.83
	1.49E-01
	4.20E-02
	1.48E-04
	1.27E+04
	7.66E+03
	1.66
	0.50
	1.23E-01
	4.20E-02
	8.52E-05

	693
	B C02222
	Maleylacetic acid
	Mass
	158.01794
	2.155
	8.05E+04
	1.60E+05
	0.50
	0.58
	6.94E-01
	1.00E-03
	6.70E-06
	2.41E+04
	1.56E+05
	6.46
	0.56
	6.11E-02
	4.30E-02
	0.00E+00
	1.89E+05
	6.24E+04
	3.03
	0.76
	2.06E-03
	4.30E-02
	7.41E-05

	694
	B C02091
	Ureidoglycine
	Mass
	134.05658
	2.155
	1.79E+04
	2.51E+04
	0.71
	0.64
	1.59E-02
	2.00E-03
	1.59E-04
	1.46E+04
	2.23E+04
	1.53
	0.74
	5.08E-02
	4.40E-02
	9.56E-05
	3.21E+04
	1.55E+04
	2.07
	0.71
	5.47E-03
	4.40E-02
	1.49E-04

	695
	B C02059
	Vitamin K1
	Mass
	487.31584
	2.155
	1.51E+04
	2.36E+04
	0.64
	0.55
	9.70E-01
	3.00E-03
	0.00E+00
	1.65E+04
	1.33E+04
	0.81
	0.50
	8.48E-01
	4.50E-02
	1.67E-05
	8.74E+03
	1.62E+04
	0.54
	0.64
	6.80E-01
	4.50E-02
	0.00E+00

	696
	B C01962
	Thiocysteine
	Mass
	153.98244
	2.155
	1.15E+05
	5.14E+04
	2.23
	0.67
	1.93E-03
	4.00E-03
	0.00E+00
	6.94E+04
	1.75E+05
	2.53
	0.67
	5.02E-02
	4.60E-02
	0.00E+00
	2.83E+05
	8.68E+04
	3.27
	0.75
	2.15E-03
	4.60E-02
	0.00E+00

	697
	B C01944
	Octanoyl-CoA
	Mass
	914.19377
	2.155
	8.39E+04
	3.43E+04
	2.45
	0.64
	9.34E-03
	5.00E-03
	9.09E-06
	1.26E+05
	2.74E+04
	0.22
	0.72
	6.34E-04
	4.70E-02
	0.00E+00
	1.90E+04
	9.47E+04
	0.20
	0.75
	1.02E-02
	4.70E-02
	0.00E+00

	698
	B C01929
	Histidinal
	Mass
	120.05648
	2.155
	1.31E+04
	9.60E+03
	1.36
	0.65
	5.81E-03
	6.00E-03
	0.00E+00
	1.14E+04
	1.54E+04
	1.35
	0.85
	2.12E-02
	4.80E-02
	1.73E-04
	2.21E+04
	1.16E+04
	1.91
	0.83
	9.38E-05
	4.80E-02
	2.68E-04

	699
	B C01880
	epsilon-Caprolactone
	Mass
	137.05763
	2.155
	1.67E+04
	1.31E+04
	1.28
	0.60
	1.85E-01
	7.00E-03
	0.00E+00
	1.78E+04
	1.52E+04
	0.85
	0.52
	7.26E-01
	4.90E-02
	2.16E-05
	1.88E+04
	1.64E+04
	1.15
	0.57
	3.92E-01
	4.90E-02
	1.61E-05

	700
	B C01847
	FMNH2
	Mass
	230.06853
	2.155
	1.02E+03
	2.44E+03
	0.42
	0.71
	7.04E-04
	8.00E-03
	7.72E-04
	1.22E+03
	7.46E+02
	0.61
	0.61
	6.03E-02
	5.00E-02
	3.13E-05
	1.01E+03
	1.02E+03
	0.99
	0.54
	7.54E-01
	5.00E-02
	0.00E+00

	701
	B C01801
	Deoxyribose
	Mass
	171.02306
	2.155
	3.39E+04
	2.28E+04
	1.49
	0.62
	4.55E-02
	9.00E-03
	1.40E-04
	3.15E+04
	3.71E+04
	1.18
	0.55
	4.95E-01
	1.00E-03
	2.27E-05
	5.97E+04
	2.96E+04
	2.02
	0.52
	7.71E-01
	1.00E-03
	4.88E-04

	702
	B C01720
	L-Fuconate
	Mass
	180.06245
	2.155
	1.71E+07
	1.32E+07
	1.29
	0.53
	7.97E-01
	1.00E-02
	0.00E+00
	2.21E+07
	1.04E+07
	0.47
	0.71
	6.41E-04
	2.00E-03
	0.00E+00
	8.39E+06
	1.85E+07
	0.45
	0.71
	7.59E-04
	2.00E-03
	2.47E-04

	703
	B C01674
	Chitobiose
	Mass
	427.13991
	2.155
	3.17E+04
	1.32E+04
	2.40
	0.56
	1.20E-02
	1.10E-02
	1.24E-05
	1.18E+04
	5.83E+04
	4.96
	0.87
	2.34E-08
	3.00E-03
	1.28E-03
	1.03E+04
	3.53E+04
	0.29
	0.76
	1.80E-02
	3.00E-03
	0.00E+00

	704
	B C01672
	Cadaverine
	Mass
	141.07771
	2.155
	4.19E+03
	4.98E+03
	0.84
	0.60
	4.00E-02
	1.20E-02
	1.05E-04
	4.08E+03
	4.35E+03
	1.07
	0.74
	7.10E-01
	4.00E-03
	0.00E+00
	4.20E+03
	4.19E+03
	1.00
	0.51
	7.59E-01
	4.00E-03
	0.00E+00

	705
	B C01659
	Acrylamide
	Mass
	149.95578
	2.155
	2.97E+04
	2.17E+04
	1.37
	0.73
	3.47E-01
	1.30E-02
	0.00E+00
	3.15E+04
	2.73E+04
	0.86
	0.51
	1.42E-01
	5.00E-03
	3.70E-05
	2.37E+04
	3.07E+04
	0.77
	0.64
	1.71E-01
	5.00E-03
	0.00E+00

	706
	B C01613
	Stachyose
	Mass
	334.11785
	2.155
	1.45E+04
	1.42E+04
	1.02
	0.53
	6.15E-01
	1.40E-02
	0.00E+00
	1.65E+04
	1.18E+04
	0.72
	0.55
	2.19E-01
	6.00E-03
	1.42E-04
	1.34E+04
	1.47E+04
	0.92
	0.50
	9.53E-01
	6.00E-03
	0.00E+00

	707
	B C01594
	Lansoprazole
	Mass
	286.12271
	2.155
	1.45E+04
	1.90E+04
	0.76
	0.52
	7.64E-01
	1.50E-02
	0.00E+00
	1.99E+04
	7.28E+03
	0.37
	0.72
	8.86E-05
	7.00E-03
	9.39E-05
	5.22E+03
	1.60E+04
	0.33
	0.81
	2.67E-03
	7.00E-03
	5.70E-05

	708
	B C01451
	Salicin
	Mass
	301.09393
	2.155
	1.19E+06
	4.50E+05
	2.64
	0.66
	2.51E-02
	1.60E-02
	1.86E-04
	1.06E+06
	1.35E+06
	1.27
	0.58
	6.32E-01
	8.00E-03
	6.25E-05
	2.41E+06
	9.83E+05
	2.45
	0.52
	7.02E-01
	8.00E-03
	0.00E+00

	709
	B C01424
	Gallic acid
	Mass
	154.0023
	2.155
	2.16E+03
	3.95E+03
	0.55
	0.69
	1.56E-04
	1.70E-02
	2.89E-04
	1.87E+03
	2.55E+03
	1.37
	0.76
	1.82E-02
	9.00E-03
	3.85E-05
	2.62E+03
	2.08E+03
	1.26
	0.67
	1.15E-01
	9.00E-03
	0.00E+00

	710
	B C01346
	dUDP
	Mass
	206.00144
	2.155
	5.37E+04
	1.09E+05
	0.49
	0.70
	3.00E-05
	1.80E-02
	5.20E-04
	9.21E+04
	2.35E+03
	0.03
	1.00
	5.80E-19
	1.00E-02
	6.81E-03
	3.28E+03
	6.21E+04
	0.05
	0.75
	8.33E-03
	1.00E-02
	3.23E-05

	711
	B C01304
	2,5-Diamino-6-(5'-phosphoribosylamino)-4-pyrimidineone
	Mass
	412.08521
	2.155
	3.00E+03
	2.79E+03
	1.08
	0.52
	5.88E-01
	1.90E-02
	3.03E-04
	3.71E+03
	2.06E+03
	0.55
	0.52
	5.58E-01
	1.10E-02
	0.00E+00
	2.25E+03
	3.13E+03
	0.72
	0.51
	9.65E-01
	1.10E-02
	0.00E+00

	712
	B C01302
	1-(2-Carboxyphenylamino)-1-deoxy-D-ribulose 5-phosphate
	Mass
	350.04475
	4.216
	1.27E+03
	2.03E+03
	0.63
	0.75
	3.09E-06
	2.00E-02
	1.88E-03
	1.19E+03
	1.39E+03
	1.17
	0.74
	9.80E-02
	1.20E-02
	2.38E-05
	1.84E+03
	1.18E+03
	1.56
	0.81
	8.78E-04
	1.20E-02
	5.33E-04

	713
	B C01268
	5-Amino-6-(5'-phosphoribosylamino)uracil
	Mass
	176.0206
	2.758
	5.71E+03
	3.86E+03
	1.48
	0.70
	2.42E-04
	2.10E-02
	6.05E-04
	7.00E+03
	3.99E+03
	0.57
	0.80
	1.14E-08
	1.30E-02
	1.44E-03
	4.72E+03
	5.87E+03
	0.80
	0.64
	1.19E-01
	1.30E-02
	0.00E+00

	714
	B C01236
	6-Phosphonoglucono-D-lactone
	Mass
	281.00258
	2.503
	3.39E+03
	3.04E+03
	1.12
	0.57
	1.31E-01
	2.20E-02
	4.99E-05
	3.79E+03
	2.85E+03
	0.75
	0.55
	4.51E-04
	1.40E-02
	6.25E-05
	2.99E+03
	3.45E+03
	0.87
	0.62
	1.32E-01
	1.40E-02
	0.00E+00

	715
	B C01233
	Glycerylphosphorylethanolamine
	Mass
	172.0731
	2.155
	1.16E+04
	1.88E+04
	0.61
	0.74
	2.23E-06
	2.30E-02
	0.00E+00
	1.02E+04
	1.34E+04
	1.31
	0.78
	2.50E-02
	1.50E-02
	6.00E-05
	1.36E+04
	1.12E+04
	1.21
	0.65
	2.25E-01
	1.50E-02
	0.00E+00

	716
	B C01185
	Nicotinic acid mononucleotide
	Mass
	310.06962
	2.155
	1.76E+03
	2.00E+03
	0.88
	0.57
	2.24E-01
	2.40E-02
	5.00E-05
	1.82E+03
	1.68E+03
	0.92
	0.67
	2.06E-01
	1.60E-02
	0.00E+00
	1.85E+03
	1.75E+03
	1.06
	0.53
	9.83E-01
	1.60E-02
	0.00E+00

	717
	B C01182
	D-Ribulose 1,5-bisphosphate
	Mass
	350.00383
	2.155
	2.64E+04
	1.53E+04
	1.73
	0.70
	4.88E-03
	2.50E-02
	1.03E-04
	2.75E+04
	2.49E+04
	0.91
	0.55
	4.36E-01
	1.70E-02
	0.00E+00
	3.27E+04
	2.53E+04
	1.29
	0.57
	6.36E-01
	1.70E-02
	0.00E+00

	718
	B C01180
	2-Oxo-4-methylthiobutanoic acid
	Mass
	148.01554
	2.155
	9.41E+04
	8.16E+04
	1.15
	0.55
	4.59E-01
	2.60E-02
	9.89E-05
	1.09E+05
	7.48E+04
	0.69
	0.56
	3.02E-01
	1.80E-02
	0.00E+00
	9.49E+04
	9.40E+04
	1.01
	0.51
	9.34E-01
	1.80E-02
	2.08E-05

	719
	B C01179
	4-Hydroxyphenylpyruvic acid
	Mass
	180.03889
	2.155
	8.78E+03
	6.64E+03
	1.32
	0.64
	1.08E-02
	2.70E-02
	0.00E+00
	8.10E+03
	9.69E+03
	1.20
	0.78
	6.38E-01
	1.90E-02
	8.79E-05
	1.20E+04
	8.24E+03
	1.46
	0.55
	4.20E-01
	1.90E-02
	1.67E-05

	720
	B C01165
	L-Glutamic gamma-semialdehyde
	Mass
	114.05497
	2.155
	3.62E+03
	3.46E+03
	1.05
	0.55
	4.45E-01
	2.80E-02
	5.71E-05
	3.76E+03
	3.43E+03
	0.91
	0.64
	1.63E-01
	2.00E-02
	2.38E-05
	3.64E+03
	3.61E+03
	1.01
	0.54
	6.73E-01
	2.00E-02
	4.84E-05

	721
	B C01157
	4-Hydroxyproline
	Mass
	150.07616
	2.155
	1.77E+05
	1.31E+05
	1.35
	0.52
	7.09E-01
	2.90E-02
	0.00E+00
	1.92E+05
	1.57E+05
	0.82
	0.65
	1.08E-02
	2.10E-02
	7.79E-05
	2.67E+05
	1.62E+05
	1.65
	0.58
	3.32E-01
	2.10E-02
	0.00E+00

	722
	B C01151
	Ribose 1,5-bisphosphate
	Mass
	350.00545
	2.155
	5.29E+04
	5.39E+04
	0.98
	0.50
	7.28E-01
	3.00E-02
	0.00E+00
	5.11E+04
	5.53E+04
	1.08
	0.58
	6.42E-01
	2.20E-02
	0.00E+00
	8.41E+04
	4.77E+04
	1.76
	0.59
	4.56E-01
	2.20E-02
	3.61E-05

	723
	B C01143
	(S)-5-Diphosphomevalonic acid
	Mass
	311.01107
	2.155
	7.08E+03
	6.97E+03
	1.02
	0.52
	7.77E-01
	3.10E-02
	1.36E-04
	7.12E+03
	7.04E+03
	0.99
	0.62
	5.79E-01
	2.30E-02
	2.32E-04
	3.88E+03
	7.62E+03
	0.51
	0.74
	3.55E-01
	2.30E-02
	5.79E-05

	724
	B C01137
	S-Adenosylmethioninamine
	Mass
	374.17149
	2.155
	1.71E+05
	1.18E+05
	1.45
	0.57
	2.99E-01
	3.20E-02
	1.63E-04
	2.54E+05
	6.07E+04
	0.24
	0.63
	3.61E-02
	2.40E-02
	0.00E+00
	5.46E+04
	1.90E+05
	0.29
	0.53
	5.71E-01
	2.40E-02
	0.00E+00

	725
	B C01134
	Pantetheine 4'-phosphate
	Mass
	360.10514
	2.155
	1.33E+04
	8.98E+03
	1.49
	0.71
	2.11E-03
	3.30E-02
	1.63E-04
	1.69E+04
	8.57E+03
	0.51
	0.64
	1.89E-05
	2.50E-02
	7.21E-04
	8.45E+03
	1.42E+04
	0.60
	0.70
	6.29E-03
	2.50E-02
	5.27E-04

	726
	B C01132
	N-Acetyl-D-galactosamine
	Mass
	186.07604
	2.155
	7.93E+03
	5.57E+03
	1.42
	0.64
	2.47E-02
	3.40E-02
	2.43E-04
	5.56E+03
	1.11E+04
	2.00
	0.91
	2.06E-05
	2.60E-02
	2.07E-04
	1.51E+04
	6.73E+03
	2.24
	0.79
	6.19E-04
	2.60E-02
	2.28E-04

	727
	B C01131
	L-Rhamnulose 1-phosphate
	Mass
	284.05519
	2.155
	3.37E+04
	9.50E+04
	0.35
	0.52
	3.15E-01
	3.50E-02
	0.00E+00
	5.05E+04
	1.12E+04
	0.22
	0.83
	5.16E-08
	2.70E-02
	1.02E-03
	1.31E+04
	3.71E+04
	0.35
	0.67
	1.03E-01
	2.70E-02
	0.00E+00

	728
	B C01107
	Mevalonic acid-5P
	Mass
	230.05001
	2.155
	2.61E+06
	2.20E+06
	1.19
	0.53
	8.55E-01
	3.60E-02
	0.00E+00
	3.05E+06
	2.04E+06
	0.67
	0.61
	1.06E-01
	2.80E-02
	0.00E+00
	2.50E+06
	2.63E+06
	0.95
	0.55
	1.74E-01
	2.80E-02
	0.00E+00

	729
	B C01103
	Orotidylic acid
	Mass
	369.0161
	2.155
	1.81E+04
	1.29E+04
	1.41
	0.62
	1.10E-01
	3.70E-02
	4.65E-05
	2.07E+04
	1.47E+04
	0.71
	0.50
	9.89E-01
	2.90E-02
	8.99E-05
	1.39E+04
	1.88E+04
	0.74
	0.60
	9.00E-01
	2.90E-02
	0.00E+00

	730
	B C01102
	O-Phosphohomoserine
	Mass
	235.99
	2.155
	2.02E+04
	1.27E+04
	1.58
	0.72
	7.95E-04
	3.80E-02
	1.98E-04
	2.05E+04
	1.96E+04
	0.96
	0.57
	1.53E-01
	3.00E-02
	0.00E+00
	2.09E+04
	2.00E+04
	1.05
	0.56
	1.88E-01
	3.00E-02
	1.01E-04

	731
	B C01100
	L-Histidinol phosphate
	Mass
	178.07359
	2.155
	6.10E+04
	4.57E+04
	1.33
	0.55
	2.28E-01
	3.90E-02
	0.00E+00
	7.55E+04
	4.17E+04
	0.55
	0.66
	2.59E-03
	3.10E-02
	8.33E-07
	2.97E+04
	6.63E+04
	0.45
	0.71
	1.26E-02
	3.10E-02
	2.00E-05

	732
	B C01099
	L-Fuculose 1-phosphate
	Mass
	303.0476
	2.155
	4.45E+04
	1.90E+05
	0.23
	0.80
	2.28E-06
	4.00E-02
	9.50E-04
	3.70E+04
	5.46E+04
	1.48
	0.52
	5.79E-01
	3.20E-02
	1.03E-04
	9.52E+03
	5.03E+04
	0.19
	0.92
	7.58E-05
	3.20E-02
	9.12E-04

	733
	B C01081
	Thiamine monophosphate
	Mass
	328.05162
	2.155
	1.46E+03
	4.21E+03
	0.35
	0.81
	4.20E-08
	4.10E-02
	1.58E-03
	1.48E+03
	1.43E+03
	0.96
	0.52
	6.78E-01
	3.30E-02
	3.70E-05
	2.18E+03
	1.34E+03
	1.63
	0.70
	5.84E-02
	3.30E-02
	5.23E-05

	734
	B C01077
	Acetylhomoserine
	Mass
	220.03384
	2.155
	1.77E+05
	8.09E+04
	2.19
	0.67
	7.56E-03
	4.20E-02
	0.00E+00
	2.12E+05
	1.31E+05
	0.62
	0.67
	9.66E-01
	3.40E-02
	8.44E-05
	1.15E+05
	1.88E+05
	0.61
	0.58
	1.20E-01
	3.40E-02
	7.69E-05

	735
	B C01068
	D-Ribitol 5-phosphate
	Mass
	216.01639
	2.155
	1.53E+05
	2.07E+05
	0.74
	0.68
	8.51E-02
	4.30E-02
	3.73E-04
	2.59E+05
	1.16E+04
	0.04
	0.77
	1.89E-03
	3.50E-02
	3.44E-04
	2.28E+03
	1.78E+05
	0.01
	0.96
	1.19E-03
	3.50E-02
	9.30E-04

	736
	B C01037
	7,8-Diaminono noate
	Mass
	256.1387
	2.155
	4.05E+06
	2.11E+06
	1.92
	0.57
	4.71E-01
	4.40E-02
	0.00E+00
	4.83E+06
	3.01E+06
	0.62
	0.59
	1.90E-02
	3.60E-02
	9.48E-05
	4.64E+06
	3.95E+06
	1.18
	0.57
	2.22E-02
	3.60E-02
	1.84E-04

	737
	B C01036
	Maleylacetoacetic acid
	Mass
	112.01467
	2.155
	1.03E+07
	7.96E+06
	1.30
	0.54
	9.22E-01
	4.50E-02
	0.00E+00
	1.38E+07
	5.69E+06
	0.41
	0.71
	3.03E-04
	3.70E-02
	1.20E-04
	2.03E+06
	1.17E+07
	0.17
	0.86
	1.02E-05
	3.70E-02
	1.37E-04

	738
	B C01031
	S-Formylglutathione
	Mass
	336.06569
	2.155
	1.36E+03
	1.40E+03
	0.97
	0.51
	9.87E-01
	4.60E-02
	0.00E+00
	1.46E+03
	1.22E+03
	0.84
	0.58
	2.17E-02
	3.80E-02
	0.00E+00
	1.35E+03
	1.36E+03
	0.99
	0.55
	5.93E-01
	3.80E-02
	0.00E+00

	739
	B C01010
	Urea-1-carboxylate
	Mass
	122.03275
	2.155
	6.84E+05
	5.96E+05
	1.15
	0.55
	8.77E-01
	4.70E-02
	9.64E-05
	6.95E+05
	6.69E+05
	0.96
	0.52
	2.54E-02
	3.90E-02
	6.50E-05
	7.36E+05
	6.75E+05
	1.09
	0.56
	9.84E-03
	3.90E-02
	4.00E-05

	740
	B C01007
	Riboflavin reduced
	Mass
	363.09631
	2.155
	1.25E+03
	1.36E+03
	0.92
	0.55
	5.08E-01
	4.80E-02
	0.00E+00
	1.32E+03
	1.16E+03
	0.88
	0.63
	7.44E-02
	4.00E-02
	0.00E+00
	1.31E+03
	1.24E+03
	1.05
	0.52
	9.22E-01
	4.00E-02
	2.00E-05

	741
	B C00993
	D-Alanyl-D-alanine
	Mass
	197.05039
	2.155
	3.79E+04
	6.80E+03
	5.56
	0.71
	5.21E-06
	4.90E-02
	1.37E-03
	6.25E+04
	5.00E+03
	0.08
	1.00
	1.73E-26
	4.10E-02
	1.01E-02
	7.19E+03
	4.30E+04
	0.17
	0.71
	1.22E-02
	4.10E-02
	0.00E+00

	742
	B C00989
	Gamma Hydroxybutyric Acid
	Mass
	142.00341
	1.637
	5.62E+04
	5.70E+04
	0.99
	0.53
	5.12E-01
	5.00E-02
	2.88E-04
	5.54E+04
	5.74E+04
	1.04
	0.58
	1.41E-01
	4.20E-02
	0.00E+00
	7.04E+04
	5.39E+04
	1.31
	0.55
	6.24E-01
	4.20E-02
	0.00E+00

	743
	B C00986
	1,3-Diaminopropane
	Mass
	159.05235
	2.155
	2.32E+06
	2.02E+06
	1.15
	0.51
	9.99E-01
	1.00E-03
	0.00E+00
	1.87E+06
	2.92E+06
	1.56
	0.53
	7.47E-01
	4.30E-02
	0.00E+00
	6.54E+05
	2.60E+06
	0.25
	0.77
	7.90E-03
	4.30E-02
	2.00E-05

	744
	B C00957
	3-Mercaptopyruvic acid
	Mass
	139.00614
	2.155
	1.25E+04
	3.53E+03
	3.54
	0.72
	5.83E-04
	2.00E-03
	2.78E-04
	4.61E+03
	2.30E+04
	4.98
	0.88
	7.04E-04
	4.40E-02
	7.20E-05
	5.06E+04
	6.13E+03
	8.25
	0.66
	4.20E-04
	4.40E-02
	1.63E-04

	745
	B C00944
	3-Dehydroqui te
	Mass
	123.0677
	2.155
	1.07E+05
	5.67E+04
	1.89
	0.83
	4.49E-10
	3.00E-03
	8.73E-04
	1.07E+05
	1.07E+05
	1.00
	0.72
	8.52E-01
	4.50E-02
	2.27E-05
	1.17E+05
	1.06E+05
	1.10
	0.55
	6.13E-01
	4.50E-02
	0.00E+00

	746
	B C00942
	Cyclic GMP
	Mass
	262.09475
	2.155
	2.31E+04
	3.54E+04
	0.65
	0.70
	2.72E-04
	4.00E-03
	1.93E-04
	2.45E+04
	2.13E+04
	0.87
	0.50
	9.71E-02
	4.60E-02
	0.00E+00
	3.16E+04
	2.17E+04
	1.45
	0.68
	7.10E-02
	4.60E-02
	9.33E-05

	747
	B C00940
	2-Keto-glutaramic acid
	Mass
	166.01167
	2.155
	1.89E+04
	3.37E+04
	0.56
	0.69
	9.48E-04
	5.00E-03
	0.00E+00
	1.73E+04
	2.10E+04
	1.22
	0.56
	7.43E-01
	4.70E-02
	0.00E+00
	3.14E+04
	1.68E+04
	1.87
	0.51
	5.84E-01
	4.70E-02
	5.49E-05

	748
	B C00921
	7,8-Dihydropteroic acid
	Mass
	383.10637
	2.155
	7.38E+03
	7.39E+03
	1.00
	0.51
	9.16E-01
	6.00E-03
	9.76E-05
	7.37E+03
	7.39E+03
	1.00
	0.68
	5.70E-01
	4.80E-02
	2.17E-05
	6.63E+03
	7.50E+03
	0.88
	0.62
	2.14E-01
	4.80E-02
	0.00E+00

	749
	B C00885
	Isochorismate
	Mass
	283.04781
	2.155
	4.28E+03
	1.31E+03
	3.27
	0.81
	2.59E-06
	7.00E-03
	1.06E-04
	3.37E+03
	5.49E+03
	1.63
	0.66
	8.88E-01
	4.90E-02
	0.00E+00
	1.20E+03
	4.79E+03
	0.25
	0.90
	6.04E-04
	4.90E-02
	2.32E-04

	750
	B C00882
	Dephospho-CoA
	Mass
	230.05694
	2.155
	8.35E+03
	5.22E+03
	1.60
	0.65
	4.51E-03
	8.00E-03
	9.76E-05
	6.72E+03
	1.05E+04
	1.56
	0.77
	6.93E-02
	5.00E-02
	9.40E-05
	9.55E+03
	8.15E+03
	1.17
	0.57
	9.96E-01
	5.00E-02
	3.45E-05

	751
	B C00847
	4-Pyridoxic acid
	Mass
	183.0499
	2.155
	1.83E+04
	1.28E+04
	1.43
	0.69
	2.97E-03
	9.00E-03
	0.00E+00
	1.83E+04
	1.84E+04
	1.01
	0.62
	2.85E-01
	1.00E-03
	1.00E-04
	2.11E+04
	1.79E+04
	1.18
	0.56
	5.29E-01
	1.00E-03
	1.74E-04

	752
	B C00794
	Sorbitol
	Mass
	115.09961
	2.155
	7.89E+04
	1.89E+05
	0.42
	0.83
	5.00E-10
	1.00E-02
	3.50E-04
	8.18E+04
	7.51E+04
	0.92
	0.61
	3.79E-01
	2.00E-03
	0.00E+00
	8.82E+04
	7.73E+04
	1.14
	0.53
	8.45E-01
	2.00E-03
	0.00E+00

	753
	B C00793
	D-Cysteine
	Mass
	205.98768
	2.155
	1.32E+03
	1.25E+03
	1.06
	0.55
	3.24E-01
	1.10E-02
	1.03E-04
	1.44E+03
	1.16E+03
	0.81
	0.54
	6.61E-03
	3.00E-03
	1.92E-05
	1.23E+03
	1.34E+03
	0.92
	0.59
	2.88E-01
	3.00E-03
	0.00E+00

	754
	B C00780
	Serotonin
	Mass
	199.08391
	2.155
	1.11E+07
	6.71E+06
	1.65
	0.64
	2.96E-01
	1.20E-02
	0.00E+00
	1.17E+07
	1.03E+07
	0.87
	0.56
	1.07E-02
	4.00E-03
	0.00E+00
	1.29E+07
	1.08E+07
	1.19
	0.58
	3.19E-03
	4.00E-03
	5.63E-05

	755
	B C00700
	Xanthosine 5-triphosphate
	Mass
	175.99909
	2.155
	7.16E+04
	6.60E+04
	1.08
	0.55
	5.14E-01
	1.30E-02
	0.00E+00
	7.98E+04
	6.07E+04
	0.76
	0.60
	3.68E-03
	5.00E-03
	1.69E-04
	7.16E+04
	7.16E+04
	1.00
	0.64
	3.98E-02
	5.00E-03
	9.95E-05

	756
	B C00682
	2-Hydroxymuco te semialdehyde
	Mass
	126.00728
	2.155
	5.55E+04
	1.91E+04
	2.91
	0.69
	5.54E-04
	1.40E-02
	0.00E+00
	7.92E+04
	2.40E+04
	0.30
	0.76
	7.35E-05
	6.00E-03
	4.00E-04
	1.83E+04
	6.17E+04
	0.30
	0.74
	1.35E-02
	6.00E-03
	2.36E-04

	757
	B C00679
	5-Dehydro-4-deoxy-D-glucarate
	Mass
	190.00914
	2.155
	4.92E+03
	4.40E+03
	1.12
	0.60
	2.02E-01
	1.50E-02
	4.15E-04
	4.76E+03
	5.14E+03
	1.08
	0.53
	4.45E-01
	7.00E-03
	5.91E-05
	3.92E+03
	5.09E+03
	0.77
	0.60
	7.61E-02
	7.00E-03
	1.32E-05

	758
	B C00671
	3-Methyl-2-oxovaleric acid
	Mass
	168.01796
	2.155
	5.21E+04
	3.14E+04
	1.66
	0.65
	8.22E-03
	1.60E-02
	1.85E-04
	6.76E+04
	3.14E+04
	0.46
	0.80
	6.52E-06
	8.00E-03
	9.85E-04
	3.59E+04
	5.48E+04
	0.65
	0.70
	7.03E-02
	8.00E-03
	0.00E+00

	759
	B C00664
	5-Formiminotetrahydrofolic acid
	Mass
	472.17683
	2.155
	2.09E+05
	9.16E+04
	2.28
	0.57
	8.58E-02
	1.70E-02
	0.00E+00
	2.08E+05
	2.10E+05
	1.01
	0.51
	8.15E-01
	9.00E-03
	0.00E+00
	3.88E+05
	1.79E+05
	2.16
	0.53
	5.95E-01
	9.00E-03
	0.00E+00

	760
	B C00647
	Pyridoxamine 5'-phosphate
	Mass
	136.02685
	2.155
	2.44E+04
	2.22E+04
	1.10
	0.57
	3.24E-01
	1.80E-02
	0.00E+00
	2.64E+04
	2.17E+04
	0.82
	0.51
	7.25E-02
	1.00E-02
	3.85E-05
	2.11E+04
	2.49E+04
	0.85
	0.56
	3.48E-01
	1.00E-02
	0.00E+00

	761
	B C00644
	Mannitol 1-phosphate
	Mass
	307.04295
	2.155
	6.24E+03
	4.41E+03
	1.41
	0.73
	1.34E-04
	1.90E-02
	4.70E-04
	5.99E+03
	6.57E+03
	1.10
	0.71
	9.31E-01
	1.10E-02
	5.19E-05
	7.27E+03
	6.06E+03
	1.20
	0.61
	7.60E-01
	1.10E-02
	6.54E-05

	762
	B C00632
	3-Hydroxyanthranilic acid
	Mass
	176.03111
	2.155
	1.30E+05
	1.24E+06
	0.10
	0.71
	1.63E-05
	2.00E-02
	4.50E-05
	1.51E+05
	1.02E+05
	0.68
	0.57
	8.35E-01
	1.20E-02
	2.08E-05
	7.59E+04
	1.39E+05
	0.55
	0.60
	3.76E-01
	1.20E-02
	0.00E+00

	763
	B C00631
	2-Phospho-D-glyceric acid
	Mass
	188.99719
	2.155
	2.01E+03
	1.33E+03
	1.51
	0.71
	1.37E-04
	2.10E-02
	0.00E+00
	2.10E+03
	1.88E+03
	0.89
	0.58
	1.98E-01
	1.30E-02
	0.00E+00
	1.66E+03
	2.07E+03
	0.80
	0.66
	7.74E-02
	1.30E-02
	8.85E-05

	764
	B C00627
	Pyridoxine 5'-phosphate
	Mass
	250.02968
	2.155
	5.11E+03
	7.09E+03
	0.72
	0.61
	4.67E-02
	2.20E-02
	1.90E-04
	4.87E+03
	5.44E+03
	1.12
	0.76
	3.44E-01
	1.40E-02
	0.00E+00
	5.61E+03
	5.03E+03
	1.11
	0.56
	8.88E-01
	1.40E-02
	1.13E-04

	765
	B C00603
	(S)-Ureidoglycolic acid
	Mass
	135.04049
	2.155
	6.50E+05
	6.33E+05
	1.03
	0.52
	6.44E-01
	2.30E-02
	2.18E-04
	7.60E+05
	5.03E+05
	0.66
	0.60
	9.36E-04
	1.50E-02
	2.08E-05
	5.31E+05
	6.70E+05
	0.79
	0.62
	3.66E-03
	1.50E-02
	0.00E+00

	766
	B C00583
	Propylene glycol
	Mass
	121.04981
	2.155
	4.27E+04
	2.75E+04
	1.55
	0.68
	1.57E-03
	2.40E-02
	1.03E-04
	3.84E+04
	4.84E+04
	1.26
	0.67
	9.53E-01
	1.60E-02
	1.51E-04
	6.86E+04
	3.84E+04
	1.79
	0.56
	1.83E-01
	1.60E-02
	2.26E-04

	767
	B C00582
	Phenylacetyl-CoA
	Mass
	944.17015
	2.155
	1.86E+05
	2.36E+05
	0.79
	0.53
	8.83E-01
	2.50E-02
	0.00E+00
	1.38E+05
	2.50E+05
	1.81
	0.53
	7.71E-01
	1.70E-02
	0.00E+00
	5.54E+03
	2.16E+05
	0.03
	0.84
	4.89E-03
	1.70E-02
	2.39E-04

	768
	B C00577
	D-Glyceraldehyde
	Mass
	159.02669
	2.155
	4.19E+05
	3.24E+05
	1.29
	0.63
	4.39E-01
	2.60E-02
	4.88E-05
	4.65E+05
	3.57E+05
	0.77
	0.59
	1.49E-03
	1.80E-02
	1.85E-05
	4.04E+05
	4.21E+05
	0.96
	0.57
	2.81E-03
	1.80E-02
	0.00E+00

	769
	B C00575
	Cyclic AMP
	Mass
	286.06859
	2.155
	4.20E+03
	4.97E+03
	0.85
	0.64
	3.56E-02
	2.70E-02
	0.00E+00
	4.00E+03
	4.46E+03
	1.12
	0.74
	7.41E-01
	1.90E-02
	0.00E+00
	6.04E+03
	3.89E+03
	1.55
	0.60
	2.53E-02
	1.90E-02
	1.28E-04

	770
	B C00559
	Deoxyadenosine
	Mass
	234.09973
	2.155
	1.25E+04
	7.97E+04
	0.16
	0.93
	1.64E-13
	2.80E-02
	2.48E-03
	1.08E+04
	1.48E+04
	1.37
	0.76
	3.70E-01
	2.00E-02
	1.92E-05
	1.35E+04
	1.23E+04
	1.10
	0.65
	2.84E-01
	2.00E-02
	0.00E+00

	771
	B C00555
	4-Aminobutyraldehyde
	Mass
	126.03054
	2.155
	1.60E+04
	1.39E+04
	1.15
	0.58
	1.09E-01
	2.90E-02
	5.00E-05
	1.52E+04
	1.71E+04
	1.13
	0.72
	7.09E-01
	2.10E-02
	7.62E-05
	2.47E+04
	1.46E+04
	1.70
	0.68
	3.33E-03
	2.10E-02
	0.00E+00

	772
	B C00552 
	meso-Tartaric acid
	Mass
	NA
	4.797
	6.76E+06
	5.28E+06
	1.28
	0.56
	1.93E-01
	3.00E-02
	0.00E+00
	7.23E+06
	6.12E+06
	0.85
	0.55
	5.84E-02
	2.20E-02
	1.92E-05
	5.75E+06
	6.92E+06
	0.83
	0.62
	1.37E-01
	2.20E-02
	1.72E-05

	773
	B C00545
	L-Arabinoate
	Mass
	84.03092
	2.155
	2.92E+04
	2.52E+04
	1.16
	0.57
	2.27E-01
	3.10E-02
	4.96E-05
	3.03E+04
	2.77E+04
	0.91
	0.54
	7.95E-01
	2.30E-02
	1.62E-05
	4.24E+04
	2.70E+04
	1.57
	0.69
	1.74E-01
	2.30E-02
	0.00E+00

	774
	B C00531
	Itaconyl-CoA
	Mass
	879.12413
	2.155
	1.38E+05
	1.50E+04
	9.20
	0.74
	1.13E-05
	3.20E-02
	1.46E-04
	1.40E+05
	1.35E+05
	0.96
	0.50
	6.29E-01
	2.40E-02
	8.08E-05
	9.45E+03
	1.59E+05
	0.06
	0.91
	1.68E-04
	2.40E-02
	5.84E-04

	775
	B C00526
	Deoxyuridine
	Mass
	229.06469
	2.155
	3.21E+04
	2.35E+03
	13.68
	0.85
	5.12E-09
	3.30E-02
	5.31E-04
	4.71E+04
	1.21E+04
	0.26
	0.78
	5.02E-04
	2.50E-02
	5.69E-04
	1.62E+03
	3.72E+04
	0.04
	0.98
	8.40E-07
	2.50E-02
	1.43E-03

	776
	B C00514
	D-Mannonate
	Mass
	178.04683
	2.155
	9.12E+04
	9.46E+04
	0.96
	0.52
	6.60E-01
	3.40E-02
	0.00E+00
	9.48E+04
	8.64E+04
	0.91
	0.52
	3.07E-01
	2.60E-02
	1.03E-04
	1.03E+05
	8.93E+04
	1.15
	0.52
	6.52E-01
	2.60E-02
	0.00E+00

	777
	B C00507
	Rhamnose
	Mass
	187.05815
	2.155
	2.96E+05
	1.69E+04
	17.53
	0.79
	5.17E-06
	3.50E-02
	1.88E-03
	5.02E+05
	2.14E+04
	0.04
	0.86
	1.13E-07
	2.70E-02
	2.94E-03
	2.29E+04
	3.42E+05
	0.07
	0.69
	2.16E-01
	2.70E-02
	0.00E+00

	778
	B C00504
	Folic acid
	Mass
	358.18776
	2.155
	9.09E+03
	3.28E+03
	2.78
	0.52
	7.53E-01
	3.60E-02
	0.00E+00
	1.52E+04
	9.05E+02
	0.06
	0.99
	2.66E-15
	2.80E-02
	7.29E-03
	1.05E+03
	1.04E+04
	0.10
	0.78
	4.65E-03
	2.80E-02
	1.16E-04

	779
	B C00502
	D-Xylonate
	Mass
	82.0167
	19.748
	4.32E+03
	3.67E+03
	1.18
	0.56
	3.19E-01
	3.70E-02
	0.00E+00
	4.31E+03
	4.34E+03
	1.01
	0.58
	5.95E-01
	2.90E-02
	0.00E+00
	6.92E+03
	3.89E+03
	1.78
	0.73
	1.23E-01
	2.90E-02
	1.92E-05

	780
	B C00499
	Allantoic acid
	Mass
	175.04696
	2.155
	3.52E+05
	3.09E+05
	1.14
	0.57
	1.80E-01
	3.80E-02
	0.00E+00
	3.48E+05
	3.56E+05
	1.02
	0.60
	3.29E-02
	3.00E-02
	1.85E-05
	4.32E+05
	3.38E+05
	1.28
	0.56
	9.56E-01
	3.00E-02
	0.00E+00

	781
	B C00483
	Tyramine
	Mass
	120.08102
	2.155
	1.96E+04
	1.10E+04
	1.78
	0.65
	2.14E-02
	3.90E-02
	0.00E+00
	2.72E+04
	9.58E+03
	0.35
	0.80
	1.59E-09
	3.10E-02
	1.10E-03
	1.81E+04
	1.99E+04
	0.91
	0.55
	5.07E-01
	3.10E-02
	0.00E+00

	782
	B C00455
	Nicoti mide ribotide
	Mass
	317.05278
	2.155
	2.65E+04
	1.40E+04
	1.89
	0.68
	2.76E-03
	4.00E-02
	0.00E+00
	1.51E+04
	4.18E+04
	2.78
	0.89
	1.05E-06
	3.20E-02
	1.37E-03
	1.65E+04
	2.82E+04
	0.58
	0.61
	2.30E-01
	3.20E-02
	0.00E+00

	783
	B C00448
	Farnesyl pyrophosphate
	Mass
	397.12
	2.155
	2.05E+03
	3.62E+03
	0.57
	0.76
	2.29E-06
	4.10E-02
	1.95E-04
	2.11E+03
	1.97E+03
	0.93
	0.51
	5.85E-02
	3.30E-02
	1.47E-04
	3.21E+03
	1.86E+03
	1.73
	0.72
	4.20E-03
	3.30E-02
	3.67E-04

	784
	B C00445
	5,10-Methenyltetrahydrofolic acid
	Mass
	372.2005
	5.017
	3.60E+03
	6.81E+03
	0.53
	0.83
	3.34E-09
	4.20E-02
	1.55E-03
	3.24E+03
	4.06E+03
	1.25
	0.72
	1.20E-01
	3.40E-02
	0.00E+00
	6.05E+03
	3.19E+03
	1.90
	0.81
	9.26E-05
	3.40E-02
	3.52E-04

	785
	B C00440
	5-Methyltetrahydrofolic acid
	Mass
	494.15313
	9.17
	4.72E+05
	1.27E+05
	3.73
	0.68
	1.45E-03
	4.30E-02
	2.18E-04
	4.09E+05
	5.56E+05
	1.36
	0.72
	9.87E-02
	3.50E-02
	0.00E+00
	8.58E+05
	4.08E+05
	2.10
	0.53
	4.66E-01
	3.50E-02
	0.00E+00

	786
	B C00438
	Ureidosuccinic acid
	Mass
	178.05398
	2.155
	3.04E+04
	1.12E+04
	2.71
	0.68
	6.06E-04
	4.40E-02
	2.14E-04
	1.69E+04
	4.84E+04
	2.87
	0.85
	6.76E-04
	3.60E-02
	4.61E-05
	5.66E+04
	2.60E+04
	2.17
	0.85
	1.29E-04
	3.60E-02
	2.64E-04

	787
	B C00437
	N-Acetylornithine
	Mass
	214.11981
	2.155
	1.92E+04
	2.74E+04
	0.70
	0.54
	3.48E-01
	4.50E-02
	4.08E-05
	2.20E+04
	1.54E+04
	0.70
	0.51
	2.70E-01
	3.70E-02
	0.00E+00
	1.62E+04
	1.97E+04
	0.82
	0.54
	8.08E-01
	3.70E-02
	2.00E-05

	788
	B C00436
	N-Carbamoylputrescine
	Mass
	146.0931
	2.155
	7.88E+04
	4.37E+04
	1.80
	0.55
	3.15E-01
	4.60E-02
	0.00E+00
	1.14E+05
	3.15E+04
	0.28
	0.67
	1.51E-02
	3.80E-02
	5.67E-05
	3.46E+04
	8.62E+04
	0.40
	0.57
	5.21E-01
	3.80E-02
	0.00E+00

	789
	B C00423
	trans-Cin mate
	Mass
	102.04677
	2.155
	1.61E+07
	1.51E+07
	1.07
	0.53
	9.56E-01
	4.70E-02
	0.00E+00
	1.89E+07
	1.25E+07
	0.67
	0.60
	1.53E-01
	3.90E-02
	1.67E-05
	1.12E+07
	1.70E+07
	0.66
	0.64
	7.97E-02
	3.90E-02
	0.00E+00

	790
	B C00415
	Dihydrofolic acid
	Mass
	480.12335
	2.155
	7.49E+03
	8.26E+03
	0.91
	0.59
	2.64E-01
	4.80E-02
	0.00E+00
	8.32E+03
	6.40E+03
	0.77
	0.51
	3.90E-03
	4.00E-02
	7.14E-05
	6.48E+03
	7.66E+03
	0.85
	0.60
	2.95E-01
	4.00E-02
	0.00E+00

	791
	B C00392
	Mannitol
	Mass
	183.06765
	2.155
	6.57E+03
	2.76E+03
	2.38
	0.88
	4.05E-12
	4.90E-02
	2.67E-03
	7.65E+03
	5.13E+03
	0.67
	0.61
	2.42E-03
	4.10E-02
	1.50E-04
	6.98E+03
	6.50E+03
	1.07
	0.52
	9.71E-01
	4.10E-02
	0.00E+00

	792
	B C00385
	Xanthine
	Mass
	88.01472
	2.155
	4.12E+06
	3.76E+06
	1.10
	0.52
	9.79E-01
	5.00E-02
	4.76E-05
	4.65E+06
	3.42E+06
	0.74
	0.58
	7.92E-02
	4.20E-02
	0.00E+00
	2.74E+06
	4.36E+06
	0.63
	0.70
	1.84E-02
	4.20E-02
	0.00E+00

	793
	B C00379
	D-Xylitol
	Mass
	153.07607
	2.155
	3.64E+04
	7.12E+04
	0.51
	0.79
	1.70E-07
	1.00E-03
	8.81E-04
	3.39E+04
	3.96E+04
	1.17
	0.66
	7.29E-01
	4.30E-02
	0.00E+00
	5.96E+04
	3.25E+04
	1.84
	0.56
	8.67E-02
	4.30E-02
	2.57E-04

	794
	B C00378
	Thiamine
	Mass
	304.07489
	2.155
	1.85E+04
	1.16E+04
	1.59
	0.71
	8.17E-04
	2.00E-03
	1.07E-04
	1.88E+04
	1.80E+04
	0.96
	0.57
	1.83E-01
	4.40E-02
	0.00E+00
	1.92E+04
	1.84E+04
	1.05
	0.56
	2.14E-01
	4.40E-02
	9.95E-05

	795
	B C00364
	5-Thymidylic acid
	Mass
	160.02154
	2.155
	7.48E+03
	6.83E+03
	1.10
	0.53
	4.51E-01
	3.00E-03
	0.00E+00
	7.20E+03
	7.84E+03
	1.09
	0.76
	8.27E-01
	4.50E-02
	5.57E-05
	9.41E+03
	7.16E+03
	1.31
	0.54
	5.21E-01
	4.50E-02
	1.92E-05

	796
	B C00360
	Deoxyadenosine monophosphate
	Mass
	312.05153
	2.155
	1.86E+03
	3.47E+03
	0.54
	0.83
	1.88E-08
	4.00E-03
	1.65E-03
	1.53E+03
	2.30E+03
	1.51
	0.80
	5.05E-03
	4.60E-02
	0.00E+00
	3.63E+03
	1.56E+03
	2.32
	0.84
	2.59E-06
	4.60E-02
	5.58E-04

	797
	B C00353
	Geranylgeranyl-PP
	Mass
	226.1049
	2.155
	1.14E+04
	7.81E+03
	1.46
	0.74
	4.41E-05
	5.00E-03
	8.95E-04
	1.08E+04
	1.21E+04
	1.12
	0.72
	9.45E-01
	4.70E-02
	1.50E-04
	1.38E+04
	1.10E+04
	1.26
	0.60
	9.88E-01
	4.70E-02
	5.63E-05

	798
	B C00345
	6-Phosphogluconic acid
	Mass
	193.07094
	2.155
	1.18E+04
	1.09E+04
	1.09
	0.54
	5.60E-01
	6.00E-03
	1.90E-04
	6.49E+03
	1.89E+04
	2.91
	0.91
	6.37E-07
	4.80E-02
	1.07E-03
	1.05E+04
	1.20E+04
	0.87
	0.62
	8.63E-01
	4.80E-02
	0.00E+00

	799
	B C00337
	4,5-Dihydroorotic acid
	Mass
	198.05194
	2.155
	2.75E+03
	3.72E+03
	0.74
	0.65
	1.80E-03
	7.00E-03
	9.89E-05
	2.97E+03
	2.46E+03
	0.83
	0.54
	1.31E-02
	4.90E-02
	9.69E-05
	2.59E+03
	2.77E+03
	0.93
	0.52
	4.04E-01
	4.90E-02
	0.00E+00

	800
	B C00333
	D-Galacturonate
	Mass
	194.04181
	2.155
	8.46E+05
	1.54E+05
	5.49
	0.68
	1.19E-03
	8.00E-03
	0.00E+00
	4.20E+05
	1.41E+06
	3.37
	0.65
	2.94E-01
	5.00E-02
	0.00E+00
	3.49E+06
	4.05E+05
	8.62
	0.61
	6.22E-02
	5.00E-02
	0.00E+00

	801
	B C00329
	Glucosamine
	Mass
	152.09204
	2.155
	1.17E+04
	7.86E+03
	1.49
	0.68
	4.31E-03
	9.00E-03
	8.37E-04
	1.10E+04
	1.27E+04
	1.16
	0.65
	6.86E-01
	1.00E-03
	0.00E+00
	1.44E+04
	1.13E+04
	1.28
	0.54
	6.67E-01
	1.00E-03
	0.00E+00

	802
	B C00322
	Oxoadipic acid
	Mass
	161.02712
	2.155
	1.54E+04
	1.41E+03
	10.95
	0.68
	1.36E-01
	1.00E-02
	3.06E-04
	2.11E+03
	3.32E+04
	15.75
	0.63
	1.41E-01
	2.00E-03
	7.67E-04
	1.30E+02
	1.80E+04
	0.01
	1.00
	1.68E-07
	2.00E-03
	3.16E-03

	803
	B C00320
	Thiosulfate
	Mass
	171.95042
	2.155
	1.59E+05
	1.23E+05
	1.30
	0.58
	9.12E-01
	1.10E-02
	1.00E-04
	2.00E+05
	1.05E+05
	0.52
	0.70
	3.85E-06
	3.00E-03
	4.06E-04
	5.08E+04
	1.77E+05
	0.29
	0.82
	4.14E-06
	3.00E-03
	1.43E-04

	804
	B C00314
	Pyridoxine
	Mass
	190.04939
	2.155
	7.98E+04
	1.07E+04
	7.49
	0.65
	4.33E-03
	1.20E-02
	1.64E-04
	1.06E+05
	4.52E+04
	0.43
	0.54
	4.26E-01
	4.00E-03
	5.56E-05
	5.55E+04
	8.39E+04
	0.66
	0.54
	8.58E-01
	4.00E-03
	2.27E-05

	805
	B C00301
	Adenosine diphosphate ribose
	Mass
	281.04398
	2.155
	6.44E+03
	5.05E+03
	1.28
	0.63
	1.67E-02
	1.30E-02
	2.98E-04
	5.89E+03
	7.17E+03
	1.22
	0.72
	6.18E-01
	5.00E-03
	0.00E+00
	1.07E+04
	5.72E+03
	1.88
	0.58
	1.09E-02
	5.00E-03
	2.99E-04

	806
	B C00299
	Uridine
	Mass
	123.0413
	2.155
	1.24E+05
	9.91E+04
	1.26
	0.53
	8.57E-01
	1.40E-02
	5.00E-05
	1.77E+05
	5.49E+04
	0.31
	0.83
	1.14E-08
	6.00E-03
	3.01E-04
	6.11E+04
	1.35E+05
	0.45
	0.71
	1.28E-02
	6.00E-03
	0.00E+00

	807
	B C00272
	Tetrahydrobiopterin
	Mass
	260.13651
	5.765
	5.74E+04
	1.87E+05
	0.31
	0.72
	8.01E-07
	1.50E-02
	5.82E-04
	8.82E+04
	1.64E+04
	0.19
	0.98
	3.06E-26
	7.00E-03
	8.77E-03
	2.21E+04
	6.33E+04
	0.35
	0.74
	1.24E-02
	7.00E-03
	0.00E+00

	808
	B C00270
	N-Acetylneuraminate
	Mass
	242.12604
	2.155
	1.89E+04
	2.84E+04
	0.67
	0.73
	5.29E-05
	1.60E-02
	2.44E-04
	1.45E+04
	2.49E+04
	1.72
	0.90
	2.63E-07
	8.00E-03
	7.24E-04
	2.52E+04
	1.79E+04
	1.41
	0.70
	3.50E-02
	8.00E-03
	0.00E+00

	809
	B C00268
	4a-Carbinolamine tetrahydrobiopterin
	Mass
	279.12115
	2.155
	2.51E+04
	2.62E+04
	0.96
	0.57
	3.96E-01
	1.70E-02
	2.91E-05
	3.15E+04
	1.67E+04
	0.53
	0.67
	4.60E-06
	9.00E-03
	4.17E-04
	1.36E+04
	2.71E+04
	0.50
	0.82
	2.82E-03
	9.00E-03
	0.00E+00

	810
	B C00262
	Hypoxanthine
	Mass
	137.04698
	2.155
	6.29E+04
	3.65E+04
	1.73
	0.81
	7.51E-09
	1.80E-02
	8.96E-04
	6.95E+04
	5.42E+04
	0.78
	0.51
	4.07E-02
	1.00E-02
	0.00E+00
	5.55E+04
	6.41E+04
	0.87
	0.56
	4.23E-01
	1.00E-02
	0.00E+00

	811
	B C00258
	Glyceric acid
	Mass
	109.02941
	2.155
	1.37E+04
	4.74E+03
	2.90
	0.79
	1.23E-08
	1.90E-02
	4.56E-04
	2.05E+04
	4.79E+03
	0.23
	0.98
	7.50E-27
	1.10E-02
	7.36E-03
	5.35E+03
	1.51E+04
	0.35
	0.80
	9.43E-04
	1.10E-02
	2.41E-05

	812
	B C00255
	Riboflavin
	Mass
	187.0624
	2.155
	3.63E+07
	3.45E+07
	1.05
	0.51
	8.38E-01
	2.00E-02
	4.44E-05
	3.78E+07
	3.42E+07
	0.90
	0.52
	3.81E-01
	1.20E-02
	1.00E-04
	2.04E+07
	3.89E+07
	0.52
	0.64
	1.07E-01
	1.20E-02
	0.00E+00

	813
	B C00253
	Nicotinic acid
	Mass, RT, Spectral match
	192.02598
	2.155
	1.46E+07
	5.31E+07
	0.27
	0.68
	1.20E-03
	2.10E-02
	5.00E-05
	1.94E+07
	8.24E+06
	0.43
	0.67
	6.53E-04
	1.30E-02
	0.00E+00
	9.20E+06
	1.55E+07
	0.59
	0.64
	1.08E-01
	1.30E-02
	0.00E+00

	814
	B C00251
	Chorismate
	 
	159.06747
	2.155
	3.04E+05
	2.82E+06
	0.11
	0.55
	3.73E-02
	2.20E-02
	1.11E-04
	4.81E+05
	6.77E+04
	0.14
	0.83
	1.40E-07
	1.40E-02
	1.63E-03
	8.26E+04
	3.41E+05
	0.24
	0.72
	5.15E-02
	1.40E-02
	0.00E+00

	815
	B C00234
	10-Formyltetrahydrofolate
	Mass
	488.15587
	2.155
	3.47E+03
	3.22E+03
	1.08
	0.57
	3.14E-01
	2.30E-02
	0.00E+00
	3.71E+03
	3.15E+03
	0.85
	0.63
	1.03E-01
	1.50E-02
	5.77E-05
	3.15E+03
	3.52E+03
	0.89
	0.57
	2.92E-01
	1.50E-02
	0.00E+00

	816
	B C00233
	Ketoleucine
	Mass
	153.05184
	2.155
	3.08E+04
	2.39E+04
	1.29
	0.57
	2.22E-01
	2.40E-02
	1.21E-04
	3.60E+04
	2.39E+04
	0.66
	0.61
	6.26E-03
	1.60E-02
	3.23E-05
	3.09E+04
	3.08E+04
	1.01
	0.54
	4.85E-01
	1.60E-02
	1.03E-04

	817
	B C00224
	Adenosine phosphosulfate
	Mass
	472.01602
	2.155
	1.36E+04
	1.18E+04
	1.15
	0.57
	4.54E-01
	2.50E-02
	0.00E+00
	1.50E+04
	1.18E+04
	0.79
	0.63
	1.72E-03
	1.70E-02
	0.00E+00
	1.01E+04
	1.42E+04
	0.71
	0.70
	5.58E-03
	1.70E-02
	8.81E-05

	818
	B C00212
	Adenosine
	Mass
	250.09457
	2.155
	1.77E+04
	1.95E+04
	0.91
	0.54
	5.23E-01
	2.60E-02
	4.44E-05
	1.76E+04
	1.77E+04
	1.00
	0.60
	7.35E-01
	1.80E-02
	0.00E+00
	2.76E+04
	1.60E+04
	1.72
	0.69
	1.88E-02
	1.80E-02
	3.45E-05

	819
	B C00206
	dADP
	Mass
	392.0154
	2.155
	1.14E+06
	2.38E+06
	0.48
	0.61
	8.06E-02
	2.70E-02
	0.00E+00
	1.25E+06
	9.93E+05
	0.79
	0.56
	2.86E-02
	1.90E-02
	3.70E-05
	1.34E+06
	1.11E+06
	1.21
	0.60
	3.33E-02
	1.90E-02
	2.08E-05

	820
	B C00204
	2-Dehydro-3-deoxy-D-gluco te
	Mass
	179.03753
	2.155
	2.61E+06
	2.59E+06
	1.01
	0.53
	3.68E-01
	2.80E-02
	0.00E+00
	2.66E+06
	2.54E+06
	0.95
	0.61
	2.12E-02
	2.00E-02
	6.92E-05
	3.05E+06
	2.54E+06
	1.20
	0.54
	6.68E-01
	2.00E-02
	2.54E-06

	821
	B C00198
	Gluconolactone
	Mass
	111.06774
	2.155
	7.34E+06
	1.06E+07
	0.69
	0.65
	1.39E-02
	2.90E-02
	1.02E-04
	1.09E+07
	2.59E+06
	0.24
	0.79
	3.82E-08
	2.10E-02
	6.58E-04
	1.16E+06
	8.37E+06
	0.14
	0.90
	1.82E-05
	2.10E-02
	2.72E-04

	822
	B C00189
	Ethanolamine
	Mass
	139.97153
	2.155
	5.91E+03
	3.41E+03
	1.73
	0.74
	1.43E-04
	3.00E-02
	3.25E-04
	6.11E+03
	5.65E+03
	0.93
	0.56
	2.25E-01
	2.20E-02
	0.00E+00
	5.61E+03
	5.96E+03
	0.94
	0.57
	1.63E-01
	2.20E-02
	2.38E-05

	823
	B C00188
	L-Threonine
	Mass
	178.0712
	2.155
	3.70E+04
	2.72E+04
	1.36
	0.55
	3.79E-01
	3.10E-02
	0.00E+00
	5.15E+04
	1.78E+04
	0.35
	0.82
	1.53E-08
	2.30E-02
	7.11E-04
	1.78E+04
	4.03E+04
	0.44
	0.76
	5.10E-03
	2.30E-02
	5.49E-05

	824
	B C00186
	L-Lactic acid
	Mass
	158.01987
	2.155
	7.68E+04
	3.69E+05
	0.21
	0.71
	1.27E-05
	3.20E-02
	3.65E-04
	7.91E+04
	7.37E+04
	0.93
	0.52
	2.76E-01
	2.40E-02
	0.00E+00
	7.77E+04
	7.66E+04
	1.01
	0.57
	2.37E-01
	2.40E-02
	1.41E-04

	825
	B C00185
	1-beta-D-Glucopyranosyl-4-D-glucopyranose
	Mass
	345.12028
	9.667
	4.81E+03
	9.27E+03
	0.52
	0.71
	1.55E-04
	3.30E-02
	3.26E-04
	4.87E+03
	4.73E+03
	0.97
	0.64
	9.93E-01
	2.50E-02
	0.00E+00
	6.51E+03
	4.53E+03
	1.44
	0.68
	1.38E-01
	2.50E-02
	2.09E-06

	826
	B C00180
	3,5-Dihydroxybenzoic acid
	Mass
	76.03125
	2.489
	1.38E+05
	1.42E+05
	0.97
	0.51
	9.03E-01
	3.40E-02
	0.00E+00
	1.52E+05
	1.19E+05
	0.78
	0.53
	1.74E-01
	2.60E-02
	0.00E+00
	1.05E+05
	1.43E+05
	0.74
	0.61
	1.85E-01
	2.60E-02
	0.00E+00

	827
	B C00179
	Agmatine
	Mass
	175.11993
	2.155
	2.00E+04
	5.63E+04
	0.36
	0.78
	2.47E-07
	3.50E-02
	4.95E-04
	1.85E+04
	2.21E+04
	1.20
	0.58
	8.77E-01
	2.70E-02
	3.75E-05
	3.79E+04
	1.70E+04
	2.22
	0.88
	1.26E-05
	2.70E-02
	4.46E-05

	828
	B C00178
	Thymine
	Mass
	147.01709
	2.155
	1.76E+03
	3.27E+03
	0.54
	0.82
	1.67E-08
	3.60E-02
	4.53E-04
	1.51E+03
	2.09E+03
	1.38
	0.76
	2.84E-02
	2.80E-02
	5.30E-05
	3.18E+03
	1.52E+03
	2.09
	0.83
	2.67E-05
	2.80E-02
	2.87E-04

	829
	B C00164
	Acetoacetic acid
	Mass
	138.98002
	2.155
	1.13E+05
	9.27E+04
	1.21
	0.58
	1.50E-01
	3.70E-02
	0.00E+00
	1.22E+05
	1.00E+05
	0.82
	0.53
	8.27E-01
	2.90E-02
	0.00E+00
	1.01E+05
	1.14E+05
	0.88
	0.52
	5.85E-01
	2.90E-02
	0.00E+00

	830
	B C00160
	Glycolate
	Mass
	155.92487
	2.155
	4.05E+04
	4.64E+04
	0.87
	0.56
	4.43E-01
	3.80E-02
	1.57E-04
	3.72E+04
	4.50E+04
	1.21
	0.54
	8.62E-01
	3.00E-02
	2.73E-06
	7.55E+04
	3.47E+04
	2.18
	0.75
	6.37E-03
	3.00E-02
	6.13E-05

	831
	B C00156
	4-Hydroxybenzoic acid
	Mass
	197.04447
	2.155
	2.73E+04
	1.64E+04
	1.66
	0.53
	4.84E-01
	3.90E-02
	0.00E+00
	3.91E+04
	1.15E+04
	0.29
	0.77
	1.44E-05
	3.10E-02
	2.21E-04
	1.27E+04
	2.97E+04
	0.43
	0.63
	1.62E-01
	3.10E-02
	0.00E+00

	832
	B C00155
	Homocysteine
	Mass
	135.03126
	2.155
	1.20E+06
	2.76E+06
	0.43
	0.64
	7.14E-03
	4.00E-02
	0.00E+00
	1.34E+06
	9.99E+05
	0.74
	0.57
	4.73E-02
	3.20E-02
	0.00E+00
	8.76E+05
	1.25E+06
	0.70
	0.65
	1.41E-02
	3.20E-02
	0.00E+00

	833
	B C00152
	L-Asparagine
	Mass
	172.07255
	2.155
	1.67E+04
	1.00E+04
	1.67
	0.68
	6.22E-04
	4.10E-02
	4.83E-04
	1.27E+04
	2.21E+04
	1.73
	0.86
	6.60E-04
	3.30E-02
	3.79E-04
	1.25E+04
	1.74E+04
	0.72
	0.58
	2.11E-01
	3.30E-02
	0.00E+00

	834
	B C00148
	L-Proline
	Mass
	152.01226
	2.155
	3.61E+05
	4.12E+05
	0.88
	0.59
	1.06E-01
	4.20E-02
	1.50E-04
	4.95E+05
	1.84E+05
	0.37
	0.83
	1.07E-06
	3.40E-02
	4.95E-04
	1.28E+05
	4.00E+05
	0.32
	0.74
	3.18E-04
	3.40E-02
	1.14E-04

	835
	B C00143
	5,10-Methylene-THF
	Mass
	390.18907
	2.155
	1.01E+03
	1.82E+03
	0.56
	0.76
	1.21E-06
	4.30E-02
	4.44E-04
	9.67E+02
	1.07E+03
	1.11
	0.65
	8.05E-01
	3.50E-02
	0.00E+00
	1.58E+03
	9.16E+02
	1.73
	0.69
	1.18E-02
	3.50E-02
	1.19E-04

	836
	B C00141
	Alpha-ketoisovaleric acid
	Mass
	185.04278
	2.155
	1.10E+03
	7.73E+02
	1.42
	0.71
	2.33E-04
	4.40E-02
	1.51E-04
	9.96E+02
	1.24E+03
	1.25
	0.75
	3.77E-01
	3.60E-02
	2.17E-05
	1.77E+03
	9.91E+02
	1.78
	0.55
	2.06E-02
	3.60E-02
	3.45E-05

	837
	B C00140
	N-Acetyl-D-glucosamine
	Mass
	222.09699
	2.155
	1.44E+03
	1.39E+03
	1.03
	0.53
	5.67E-01
	4.50E-02
	9.16E-05
	1.44E+03
	1.44E+03
	0.99
	0.71
	7.48E-01
	3.70E-02
	0.00E+00
	1.45E+03
	1.44E+03
	1.01
	0.51
	6.86E-01
	3.70E-02
	9.36E-05

	838
	B C00136
	Butyryl-CoA
	Mass
	280.05964
	2.155
	1.44E+05
	1.68E+05
	0.86
	0.55
	4.72E-01
	4.60E-02
	0.00E+00
	1.76E+05
	1.02E+05
	0.58
	0.63
	7.15E-04
	3.80E-02
	0.00E+00
	9.22E+04
	1.52E+05
	0.60
	0.66
	6.05E-03
	3.80E-02
	0.00E+00

	839
	B C00129
	Isopentenyl pyrophosphate
	Mass
	246.9969
	2.155
	1.58E+03
	1.52E+03
	1.04
	0.54
	4.03E-01
	4.70E-02
	8.89E-05
	1.73E+03
	1.39E+03
	0.80
	0.54
	5.32E-03
	3.90E-02
	4.35E-05
	1.45E+03
	1.60E+03
	0.91
	0.60
	2.45E-01
	3.90E-02
	0.00E+00

	840
	B C00127
	Oxidized glutathione
	Mass
	305.06757
	2.155
	2.73E+03
	5.33E+03
	0.51
	0.82
	4.54E-08
	4.80E-02
	6.15E-04
	3.34E+03
	1.93E+03
	0.58
	0.76
	2.96E-06
	4.00E-02
	4.75E-04
	1.81E+03
	2.89E+03
	0.63
	0.74
	1.42E-02
	4.00E-02
	3.85E-05

	841
	B C00121
	D-Ribose
	Mass
	187.00032
	2.155
	3.69E+03
	2.69E+03
	1.37
	0.66
	2.34E-03
	4.90E-02
	4.76E-05
	3.93E+03
	3.36E+03
	0.85
	0.55
	1.04E-01
	4.10E-02
	0.00E+00
	3.06E+03
	3.79E+03
	0.81
	0.64
	7.45E-02
	4.10E-02
	8.51E-05

	842
	B C00119
	Phosphoribosyl pyrophosphate
	Mass
	322.97291
	2.155
	7.88E+05
	2.91E+05
	2.71
	0.60
	6.06E-02
	5.00E-02
	0.00E+00
	4.45E+05
	1.24E+06
	2.80
	0.55
	6.09E-01
	4.20E-02
	4.63E-06
	1.78E+06
	6.23E+05
	2.85
	0.59
	2.09E-01
	4.20E-02
	0.00E+00

	843
	B C00118
	D-Glyceraldehyde 3-phosphate
	Mass
	169.99868
	2.155
	1.14E+06
	4.53E+05
	2.51
	0.58
	2.50E-01
	1.00E-03
	0.00E+00
	1.76E+06
	3.01E+05
	0.17
	0.76
	1.14E-03
	4.30E-02
	1.08E-04
	2.12E+05
	1.29E+06
	0.16
	0.63
	2.05E-01
	4.30E-02
	0.00E+00

	844
	B C00117
	D-Ribose 5-phosphate
	Mass
	299.01319
	2.155
	6.18E+04
	4.88E+04
	1.27
	0.55
	2.19E-01
	2.00E-03
	9.88E-05
	6.89E+04
	5.23E+04
	0.76
	0.51
	3.86E-01
	4.40E-02
	0.00E+00
	4.62E+04
	6.44E+04
	0.72
	0.59
	6.19E-01
	4.40E-02
	0.00E+00

	845
	B C00116
	Glycerol
	Mass
	151.06034
	2.155
	7.70E+05
	7.05E+05
	1.09
	0.53
	9.96E-01
	3.00E-03
	4.38E-05
	8.62E+05
	6.46E+05
	0.75
	0.57
	4.01E-03
	4.50E-02
	3.70E-05
	6.28E+05
	7.93E+05
	0.79
	0.60
	2.61E-03
	4.50E-02
	4.76E-05

	846
	B C00106
	Uracil
	Mass
	152.04618
	2.155
	1.92E+04
	9.95E+03
	1.93
	0.76
	2.22E-06
	4.00E-03
	4.02E-04
	1.48E+04
	2.50E+04
	1.68
	0.91
	7.44E-04
	4.60E-02
	1.91E-04
	1.63E+04
	1.97E+04
	0.83
	0.54
	6.29E-01
	4.60E-02
	0.00E+00

	847
	B C00104
	IDP
	Mass
	226.00596
	2.155
	1.89E+04
	1.52E+04
	1.24
	0.59
	1.62E-01
	5.00E-03
	0.00E+00
	2.06E+04
	1.65E+04
	0.80
	0.56
	2.87E-02
	4.70E-02
	8.17E-05
	2.67E+04
	1.76E+04
	1.52
	0.67
	1.02E-01
	4.70E-02
	3.08E-05

	848
	B C00101
	Tetrahydrofolic acid
	Mass
	482.13403
	2.155
	3.10E+04
	5.36E+05
	0.06
	0.94
	2.91E-14
	6.00E-03
	2.43E-03
	3.92E+03
	6.71E+04
	17.11
	1.00
	3.84E-22
	4.80E-02
	8.08E-03
	3.11E+04
	3.10E+04
	1.00
	0.81
	2.79E-03
	4.80E-02
	4.17E-05

	849
	B C00100
	Propionyl-CoA
	Mass
	902.05663
	2.155
	5.29E+02
	8.57E+02
	0.62
	0.68
	1.76E-03
	7.00E-03
	3.24E-04
	5.50E+02
	5.01E+02
	0.91
	0.52
	4.98E-01
	4.90E-02
	4.00E-05
	7.01E+02
	5.00E+02
	1.40
	0.66
	2.07E-01
	4.90E-02
	0.00E+00

	850
	B C00097
	L-Cysteine
	Mass
	122.00861
	2.155
	3.77E+04
	3.49E+04
	1.08
	0.54
	6.36E-01
	8.00E-03
	0.00E+00
	3.86E+04
	3.66E+04
	0.95
	0.53
	3.16E-01
	5.00E-02
	4.00E-05
	4.70E+04
	3.62E+04
	1.30
	0.51
	8.27E-01
	5.00E-02
	0.00E+00

	851
	B C00093
	Glycerol 3-phosphate
	Mass
	172.01025
	2.155
	3.28E+04
	2.96E+04
	1.11
	0.51
	9.03E-01
	9.00E-03
	0.00E+00
	3.23E+04
	3.35E+04
	1.04
	0.54
	2.81E-01
	1.00E-03
	3.70E-05
	7.46E+04
	2.58E+04
	2.89
	0.67
	5.69E-02
	1.00E-03
	0.00E+00

	852
	B C00089
	Sucrose
	Mass
	172.06698
	2.155
	3.83E+05
	1.47E+04
	26.09
	0.91
	3.34E-12
	1.00E-02
	2.45E-03
	3.87E+05
	3.79E+05
	0.98
	0.75
	8.83E-03
	2.00E-03
	5.80E-04
	2.39E+04
	4.43E+05
	0.05
	0.87
	1.44E-03
	2.00E-03
	2.04E-05

	853
	B C00088
	Nitrite
	Mass
	106.01406
	2.155
	5.70E+04
	3.83E+04
	1.49
	0.69
	3.03E-03
	1.10E-02
	1.00E-04
	5.63E+04
	5.81E+04
	1.03
	0.61
	3.06E-01
	3.00E-03
	2.08E-05
	6.42E+04
	5.58E+04
	1.15
	0.55
	3.50E-01
	3.00E-03
	7.08E-05

	854
	B C00086
	Urea
	Mass
	81.0063
	1.611
	7.85E+05
	6.46E+05
	1.22
	0.61
	9.08E-01
	1.20E-02
	1.48E-04
	8.23E+05
	7.35E+05
	0.89
	0.52
	1.25E-02
	4.00E-03
	2.00E-05
	7.65E+05
	7.89E+05
	0.97
	0.55
	4.56E-03
	4.00E-03
	0.00E+00

	855
	B C00065
	L-Serine
	Mass
	120.02997
	2.155
	3.40E+04
	2.62E+04
	1.30
	0.63
	1.78E-02
	1.30E-02
	0.00E+00
	3.27E+04
	3.59E+04
	1.10
	0.72
	7.93E-01
	5.00E-03
	0.00E+00
	4.53E+04
	3.22E+04
	1.41
	0.56
	5.61E-01
	5.00E-03
	7.69E-05

	856
	B C00064
	L-Glutamine
	Mass
	183.03427
	2.155
	2.10E+03
	4.06E+03
	0.52
	0.83
	2.07E-09
	1.40E-02
	1.75E-03
	1.95E+03
	2.29E+03
	1.18
	0.69
	3.53E-01
	6.00E-03
	1.19E-04
	3.42E+03
	1.87E+03
	1.83
	0.81
	2.23E-04
	6.00E-03
	5.28E-04

	857
	B C00063
	Cytidine triphosphate
	Mass
	463.96694
	2.155
	3.20E+04
	3.00E+04
	1.07
	0.58
	7.23E-01
	1.50E-02
	3.87E-04
	3.93E+04
	2.23E+04
	0.57
	0.73
	8.35E-07
	7.00E-03
	5.94E-04
	2.24E+04
	3.36E+04
	0.67
	0.68
	1.28E-03
	7.00E-03
	6.08E-05

	858
	B C00062
	L-Arginine
	Mass
	173.10413
	2.155
	1.78E+04
	1.39E+04
	1.27
	0.62
	2.68E-02
	1.60E-02
	0.00E+00
	1.61E+04
	2.00E+04
	1.24
	0.71
	2.62E-01
	8.00E-03
	2.00E-05
	2.86E+04
	1.59E+04
	1.79
	0.80
	8.58E-04
	8.00E-03
	2.32E-04

	859
	B C00055
	Cytidine monophosphate
	Mass
	360.01749
	2.155
	1.29E+03
	1.63E+03
	0.79
	0.56
	1.07E-01
	1.70E-02
	0.00E+00
	1.35E+03
	1.20E+03
	0.89
	0.58
	5.73E-01
	9.00E-03
	0.00E+00
	1.36E+03
	1.27E+03
	1.06
	0.57
	8.81E-01
	9.00E-03
	0.00E+00

	860
	B C00051
	Glutathione
	Mass
	288.06499
	2.155
	1.45E+04
	4.20E+03
	3.45
	0.65
	5.79E-03
	1.80E-02
	0.00E+00
	2.38E+04
	2.06E+03
	0.09
	0.99
	1.09E-15
	1.00E-02
	5.91E-03
	2.29E+03
	1.65E+04
	0.14
	0.79
	4.14E-03
	1.00E-02
	1.20E-04

	861
	B C00047
	L-Lysine
	Mass
	186.12459
	2.155
	2.09E+05
	1.17E+05
	1.79
	0.58
	1.26E-01
	1.90E-02
	0.00E+00
	2.60E+05
	1.42E+05
	0.54
	0.58
	3.01E-01
	1.10E-02
	1.92E-05
	1.93E+04
	2.41E+05
	0.08
	0.90
	2.41E-03
	1.10E-02
	6.91E-04

	862
	B C00042
	Succinic acid
	Mass
	119.01599
	2.155
	1.66E+03
	3.40E+03
	0.49
	0.77
	1.48E-03
	2.00E-02
	7.40E-04
	1.81E+03
	1.45E+03
	0.81
	0.58
	8.87E-02
	1.20E-02
	1.59E-04
	3.05E+02
	1.88E+03
	0.16
	0.94
	4.35E-05
	1.20E-02
	2.77E-03

	863
	B C00032
	Heme
	Mass
	661.1742
	2.155
	2.78E+05
	7.02E+04
	3.96
	0.65
	7.27E-03
	2.10E-02
	2.02E-04
	1.83E+05
	4.05E+05
	2.21
	0.58
	4.02E-01
	1.30E-02
	4.00E-05
	4.23E+04
	3.18E+05
	0.13
	0.74
	5.67E-02
	1.30E-02
	0.00E+00

	864
	B C00031
	D-Glucose
	Mass
	113.08398
	2.155
	3.47E+05
	7.26E+05
	0.48
	0.71
	1.15E-04
	2.20E-02
	5.41E-05
	3.61E+05
	3.29E+05
	0.91
	0.53
	3.93E-01
	1.40E-02
	0.00E+00
	5.89E+05
	3.07E+05
	1.92
	0.83
	1.60E-03
	1.40E-02
	5.29E-04

	865
	B C00026
	Oxoglutaric acid
	Mass
	146.01732
	2.155
	1.50E+04
	1.54E+04
	0.97
	0.56
	5.69E-01
	2.30E-02
	0.00E+00
	1.49E+04
	1.51E+04
	1.02
	0.59
	3.02E-01
	1.50E-02
	0.00E+00
	1.88E+04
	1.43E+04
	1.31
	0.59
	7.75E-01
	1.50E-02
	1.43E-04

	866
	B C00025
	L-Glutamic acid
	Mass
	168.02725
	2.155
	1.91E+07
	1.72E+07
	1.11
	0.51
	5.26E-01
	2.40E-02
	0.00E+00
	2.33E+07
	1.35E+07
	0.58
	0.69
	4.00E-04
	1.60E-02
	8.00E-05
	7.63E+06
	2.10E+07
	0.36
	0.81
	3.36E-04
	1.60E-02
	1.35E-04

	867
	B C00022
	Pyruvic acid
	Mass
	146.98192
	2.155
	7.03E+04
	7.27E+04
	0.97
	0.54
	5.04E-01
	2.50E-02
	1.50E-04
	6.44E+04
	7.83E+04
	1.22
	0.56
	5.62E-01
	1.70E-02
	0.00E+00
	9.24E+04
	6.66E+04
	1.39
	0.52
	8.96E-01
	1.70E-02
	0.00E+00

	868
	B C00021
	S-Adenosylhomocysteine
	Mass
	204.05998
	2.155
	3.49E+05
	5.88E+05
	0.59
	0.51
	6.39E-01
	2.60E-02
	0.00E+00
	4.43E+05
	2.23E+05
	0.50
	0.56
	9.60E-01
	1.80E-02
	3.45E-05
	1.46E+05
	3.83E+05
	0.38
	0.74
	1.85E-02
	1.80E-02
	1.05E-04

	869
	B C00020
	Adenosine monophosphate
	Mass
	366.07966
	2.155
	3.08E+04
	2.36E+04
	1.30
	0.59
	1.73E-01
	2.70E-02
	0.00E+00
	3.06E+04
	3.10E+04
	1.01
	0.54
	6.97E-01
	1.90E-02
	0.00E+00
	5.08E+04
	2.74E+04
	1.85
	0.67
	1.72E-01
	1.90E-02
	0.00E+00

	870
	B C00019
	S-Adenosylmethionine
	Mass
	201.08165
	2.155
	4.17E+03
	6.73E+03
	0.62
	0.77
	6.10E-06
	2.80E-02
	3.49E-04
	3.40E+03
	5.21E+03
	1.53
	0.80
	3.49E-03
	2.00E-02
	3.11E-04
	6.93E+03
	3.71E+03
	1.87
	0.78
	1.88E-03
	2.00E-02
	3.04E-04

	871
	B C00008
	ADP
	Mass
	463.97755
	2.155
	2.63E+05
	5.15E+05
	0.51
	0.67
	3.18E-03
	2.90E-02
	5.56E-05
	2.76E+05
	2.47E+05
	0.90
	0.56
	1.15E-02
	2.10E-02
	5.63E-05
	3.04E+05
	2.57E+05
	1.19
	0.60
	5.84E-02
	2.10E-02
	0.00E+00

	872
	B C00002
	Adenosine triphosphate
	Mass
	541.96532
	2.155
	1.11E+04
	3.35E+03
	3.31
	0.80
	1.42E-07
	3.00E-02
	5.98E-04
	4.51E+03
	1.99E+04
	4.40
	0.95
	7.02E-11
	2.20E-02
	2.30E-03
	5.95E+03
	1.20E+04
	0.50
	0.70
	1.12E-01
	2.20E-02
	0.00E+00

	873
	H C05842
	N1-Methyl-2-pyridone-5-carboxamide
	Mass,RT
	152.05805
	2.155
	1.11E+06
	2.56E+06
	0.43
	0.64
	1.53E-02
	3.10E-02
	0.00E+00
	1.34E+06
	8.04E+05
	0.60
	0.59
	8.08E-02
	2.30E-02
	0.00E+00
	7.45E+05
	1.17E+06
	0.63
	0.63
	2.08E-01
	2.30E-02
	0.00E+00

	874
	H C05834
	3-Methyldioxyindole
	Mass,RT
	163.06277
	2.155
	2.25E+05
	1.82E+05
	1.23
	0.50
	5.46E-01
	3.20E-02
	4.35E-05
	3.06E+05
	1.16E+05
	0.38
	0.71
	7.46E-04
	2.40E-02
	2.18E-04
	2.22E+04
	2.58E+05
	0.09
	0.90
	4.83E-05
	2.40E-02
	5.44E-04

	875
	H C05832
	5-Hydroxyindoleacetylglycine
	Mass,RT
	248.07867
	2.155
	6.46E+03
	4.90E+03
	1.32
	0.62
	4.27E-02
	3.30E-02
	1.40E-04
	8.23E+03
	4.09E+03
	0.50
	0.82
	1.52E-08
	2.50E-02
	1.59E-03
	3.90E+03
	6.88E+03
	0.57
	0.77
	3.52E-03
	2.50E-02
	1.90E-04

	876
	H C05822
	3'-CMP
	Mass,RT
	323.05101
	2.155
	2.37E+05
	2.10E+05
	1.13
	0.52
	9.09E-01
	3.40E-02
	0.00E+00
	2.23E+05
	2.55E+05
	1.14
	0.55
	7.74E-01
	2.60E-02
	0.00E+00
	1.41E+05
	2.53E+05
	0.56
	0.63
	1.44E-01
	2.60E-02
	0.00E+00

	877
	H C05795
	D-Urobilin
	Mass,RT
	588.29239
	2.155
	1.03E+06
	8.85E+05
	1.17
	0.67
	1.93E-02
	3.50E-02
	4.88E-05
	1.80E+06
	1.07E+04
	0.01
	0.93
	6.41E-10
	2.70E-02
	3.00E-03
	7.20E+03
	1.20E+06
	0.01
	0.88
	1.54E-03
	2.70E-02
	1.75E-04

	878
	H C05794
	I-Urobilin
	Mass,RT
	590.30769
	2.155
	2.31E+05
	1.47E+06
	0.16
	0.57
	3.92E-02
	3.60E-02
	0.00E+00
	3.18E+05
	1.16E+05
	0.36
	0.52
	4.06E-01
	2.80E-02
	0.00E+00
	8.13E+04
	2.56E+05
	0.32
	0.56
	4.58E-01
	2.80E-02
	4.35E-05

	879
	H C05790
	I-Urobilinogen
	Mass,RT
	592.32418
	2.155
	1.57E+04
	1.11E+04
	1.41
	0.61
	8.29E-02
	3.70E-02
	0.00E+00
	1.75E+04
	1.33E+04
	0.76
	0.56
	8.58E-01
	2.90E-02
	7.62E-05
	1.38E+04
	1.60E+04
	0.86
	0.55
	7.65E-01
	2.90E-02
	1.32E-04

	880
	H C05765
	L-Glutamyl 1-phosphate
	Mass
	NA
	1.932
	1.10E+05
	1.26E+05
	0.87
	0.57
	2.39E-01
	3.80E-02
	0.00E+00
	7.74E+04
	1.53E+05
	1.98
	0.55
	2.61E-01
	3.00E-02
	0.00E+00
	3.53E+05
	6.93E+04
	5.10
	0.53
	5.24E-01
	3.00E-02
	0.00E+00

	881
	H C05660
	5-Methoxyindoleacetic acid
	Mass, RT, Spectral match
	205.07293
	2.155
	8.61E+04
	1.50E+05
	0.58
	0.53
	4.69E-01
	3.90E-02
	0.00E+00
	1.18E+05
	4.35E+04
	0.37
	0.73
	2.20E-04
	3.10E-02
	9.68E-05
	1.52E+04
	9.79E+04
	0.16
	0.83
	7.41E-04
	3.10E-02
	2.00E-05

	882
	H C05650
	Tetrahydropteridine
	Mass,RT
	136.07422
	2.155
	5.28E+03
	5.30E+03
	1.00
	0.51
	5.38E-01
	4.00E-02
	1.03E-04
	6.34E+03
	3.86E+03
	0.61
	0.57
	5.33E-01
	3.20E-02
	1.60E-04
	3.77E+03
	5.53E+03
	0.68
	0.72
	8.99E-01
	3.20E-02
	0.00E+00

	883
	H C05645
	4-(2-Amino-3-hydroxyphenyl)-2_4-dioxobutanoate
	Mass,RT
	223.04762
	2.155
	1.20E+03
	2.12E+03
	0.57
	0.77
	8.50E-07
	4.10E-02
	4.82E-04
	1.22E+03
	1.17E+03
	0.96
	0.51
	9.49E-02
	3.30E-02
	1.95E-05
	1.96E+03
	1.07E+03
	1.84
	0.75
	1.53E-03
	3.30E-02
	6.97E-05

	884
	H C05642
	Acetyl-N-formyl-5-methoxykynure mine
	Mass,RT
	264.11031
	2.155
	3.06E+04
	4.58E+04
	0.67
	0.71
	1.39E-04
	4.20E-02
	3.01E-04
	3.14E+04
	2.96E+04
	0.94
	0.52
	2.77E-01
	3.40E-02
	0.00E+00
	4.56E+04
	2.81E+04
	1.62
	0.73
	1.16E-02
	3.40E-02
	0.00E+00

	885
	H C05619
	5-Hydroxyferulate
	Mass,RT
	210.05212
	2.155
	8.55E+03
	1.37E+04
	0.63
	0.62
	2.71E-02
	4.30E-02
	0.00E+00
	1.05E+04
	5.97E+03
	0.57
	0.58
	3.16E-02
	3.50E-02
	2.84E-05
	2.51E+03
	9.55E+03
	0.26
	0.73
	9.48E-03
	3.50E-02
	0.00E+00

	886
	H C05604
	2-Carboxy-2_3-dihydro-5_6-dihydroxyindole
	Mass,RT
	195.05241
	2.155
	6.27E+03
	1.15E+04
	0.55
	0.83
	1.13E-08
	4.40E-02
	1.81E-03
	5.26E+03
	7.62E+03
	1.45
	0.81
	6.41E-03
	3.60E-02
	1.70E-04
	1.09E+04
	5.51E+03
	1.97
	0.79
	4.48E-05
	3.60E-02
	9.26E-05

	887
	H C05596
	4-Hydroxyphenylacetylglycine
	Mass,RT
	209.06808
	2.155
	3.86E+04
	3.27E+04
	1.18
	0.53
	5.57E-01
	4.50E-02
	0.00E+00
	2.97E+04
	5.06E+04
	1.70
	0.67
	2.06E-01
	3.70E-02
	3.57E-05
	6.14E+04
	3.48E+04
	1.76
	0.59
	1.73E-01
	3.70E-02
	0.00E+00

	888
	H C05594
	3-Methoxy-4-hydroxyphenylethyleneglycol
	Mass,RT
	184.07265
	2.155
	6.14E+04
	2.09E+05
	0.29
	0.74
	4.54E-05
	4.60E-02
	3.06E-04
	3.20E+04
	1.01E+05
	3.14
	0.75
	1.08E-02
	3.80E-02
	4.17E-05
	5.33E+04
	6.27E+04
	0.85
	0.53
	8.24E-01
	3.80E-02
	0.00E+00

	889
	H C05585
	2_5-Dihydroxybenzaldehyde
	Mass,RT
	138.03123
	2.155
	2.39E+04
	1.40E+04
	1.71
	0.73
	2.30E-05
	4.70E-02
	2.76E-04
	2.37E+04
	2.40E+04
	1.01
	0.64
	7.54E-01
	3.90E-02
	0.00E+00
	2.84E+04
	2.31E+04
	1.23
	0.68
	1.18E-01
	3.90E-02
	0.00E+00

	890
	H C05575
	Hercynine
	Mass,RT
	198.1246
	2.155
	1.44E+03
	2.37E+03
	0.61
	0.61
	3.26E-02
	4.80E-02
	4.76E-05
	1.76E+03
	1.01E+03
	0.57
	0.76
	1.83E-03
	4.00E-02
	3.15E-04
	1.44E+03
	1.44E+03
	1.00
	0.54
	9.57E-01
	4.00E-02
	0.00E+00

	891
	H C05520
	[FAamino_oxo(6:0/2:0)]2-amino-3-oxo-hexanedioicacid
	Mass,RT
	175.0475
	2.155
	5.97E+04
	3.97E+04
	1.50
	0.59
	5.00E-02
	4.90E-02
	2.06E-04
	5.18E+04
	7.02E+04
	1.35
	0.64
	4.74E-01
	4.10E-02
	1.85E-05
	1.24E+05
	4.89E+04
	2.54
	0.78
	6.93E-04
	4.10E-02
	1.64E-04

	892
	H C05482
	Cortol
	Mass,RT
	368.25551
	2.155
	3.90E+04
	4.39E+04
	0.89
	0.51
	8.77E-01
	5.00E-02
	2.00E-04
	4.52E+04
	3.08E+04
	0.68
	0.55
	6.31E-01
	4.20E-02
	0.00E+00
	1.50E+04
	4.31E+04
	0.35
	0.69
	2.01E-01
	4.20E-02
	7.69E-05

	893
	H C05481
	Cortolone
	Mass,RT
	366.24
	2.155
	7.92E+03
	6.04E+03
	1.31
	0.56
	1.71E-01
	1.00E-03
	0.00E+00
	1.00E+04
	5.10E+03
	0.51
	0.60
	2.03E-01
	4.30E-02
	4.76E-05
	3.34E+03
	8.69E+03
	0.38
	0.74
	1.18E-01
	4.30E-02
	1.92E-05

	894
	H C05480
	3alpha-Hydroxy-5beta-preg ne-20-one
	Mass,RT
	318.25561
	2.155
	7.46E+03
	7.98E+03
	0.93
	0.52
	8.04E-01
	2.00E-03
	0.00E+00
	7.49E+03
	7.41E+03
	0.99
	0.61
	4.67E-01
	4.40E-02
	0.00E+00
	5.00E+03
	7.87E+03
	0.64
	0.68
	5.27E-01
	4.40E-02
	2.00E-05

	895
	H C05476
	[STtrihydrox]3alpha_11beta_21-5alpha-trihydroxy-preg ne-20-one
	Mass,RT
	350.24526
	2.155
	3.53E+04
	8.05E+04
	0.44
	0.65
	3.19E-02
	3.00E-03
	0.00E+00
	3.89E+04
	3.06E+04
	0.79
	0.53
	2.94E-01
	4.50E-02
	0.00E+00
	5.21E+03
	4.03E+04
	0.13
	0.91
	6.46E-05
	4.50E-02
	8.55E-04

	896
	H C05475
	11beta_21-Dihydroxy-5beta-preg ne-3_20-dione
	Mass,RT
	348.22866
	2.155
	3.37E+04
	3.11E+04
	1.08
	0.55
	4.93E-01
	4.00E-03
	0.00E+00
	4.01E+04
	2.52E+04
	0.63
	0.57
	1.30E-01
	4.60E-02
	2.17E-05
	2.73E+04
	3.48E+04
	0.78
	0.52
	7.48E-01
	4.60E-02
	0.00E+00

	897
	H C05468
	5beta-Cyprinolsulfate
	Mass,RT
	532.30601
	2.155
	1.05E+05
	5.86E+04
	1.79
	0.61
	2.33E-02
	5.00E-03
	9.52E-05
	1.18E+05
	8.74E+04
	0.74
	0.60
	5.60E-01
	4.70E-02
	3.70E-05
	1.04E+05
	1.05E+05
	0.99
	0.58
	3.95E-01
	4.70E-02
	1.85E-05

	898
	H C05466
	Chenodeoxyglycocholate
	Mass,RT
	449.31319
	2.155
	1.10E+08
	2.38E+07
	4.60
	0.65
	8.88E-03
	6.00E-03
	1.50E-04
	1.29E+08
	8.32E+07
	0.64
	0.58
	1.58E-01
	4.80E-02
	0.00E+00
	4.53E+07
	1.20E+08
	0.38
	0.69
	7.98E-02
	4.80E-02
	4.00E-05

	899
	H C05465
	Taurochenodeoxycholic acid
	Mass, RT, Spectral match
	499.2962
	2.155
	7.06E+05
	2.59E+05
	2.73
	0.67
	8.43E-04
	7.00E-03
	2.81E-04
	8.67E+05
	4.93E+05
	0.57
	0.51
	4.09E-01
	4.90E-02
	0.00E+00
	8.12E+05
	6.89E+05
	1.18
	0.57
	5.81E-01
	4.90E-02
	0.00E+00

	900
	H C05406
	5-hydroxy-2_4-dioxopentanoate
	Mass,RT
	146.02121
	2.155
	1.93E+05
	1.86E+05
	1.04
	0.51
	9.30E-01
	8.00E-03
	1.58E-04
	2.79E+05
	7.75E+04
	0.28
	0.86
	2.46E-08
	5.00E-02
	7.64E-04
	7.49E+04
	2.12E+05
	0.35
	0.75
	2.29E-02
	5.00E-02
	0.00E+00

	901
	H C05350
	2-Hydroxy-3-(4-hydroxyphenyl)propenoate
	Mass, RT, Spectral match
	180.04137
	2.155
	6.96E+03
	3.88E+03
	1.79
	0.66
	3.53E-03
	9.00E-03
	6.64E-04
	8.45E+03
	4.96E+03
	0.59
	0.64
	7.70E-02
	1.00E-03
	3.70E-05
	4.31E+03
	7.40E+03
	0.58
	0.65
	1.58E-01
	1.00E-03
	0.00E+00

	902
	H C05328
	D-2-Amino-hexano-6-lactam
	Mass, RT, Spectral match
	128.09483
	2.155
	4.09E+05
	3.51E+05
	1.17
	0.56
	9.48E-01
	1.00E-02
	0.00E+00
	4.58E+05
	3.44E+05
	0.75
	0.58
	6.84E-03
	2.00E-03
	0.00E+00
	3.55E+05
	4.18E+05
	0.85
	0.58
	3.22E-02
	2.00E-03
	0.00E+00

	903
	H C05324
	Nicotia mine
	Mass,RT
	303.14206
	2.155
	1.16E+04
	1.26E+04
	0.92
	0.53
	5.28E-01
	1.10E-02
	1.08E-04
	1.05E+04
	1.30E+04
	1.24
	0.77
	1.19E-01
	3.00E-03
	5.70E-05
	7.98E+03
	1.22E+04
	0.65
	0.78
	3.36E-03
	3.00E-03
	0.00E+00

	904
	H C05322
	7-O-Acetylsalutaridinol
	Mass,RT
	371.17204
	2.155
	7.37E+03
	1.08E+04
	0.68
	0.52
	7.71E-01
	1.20E-02
	2.35E-04
	9.70E+03
	4.26E+03
	0.44
	0.61
	7.55E-02
	4.00E-03
	1.92E-05
	4.59E+03
	7.83E+03
	0.59
	0.52
	9.37E-01
	4.00E-03
	0.00E+00

	905
	H C05316
	Dihydromacarpine
	Mass,RT
	393.12297
	2.155
	2.08E+03
	3.83E+03
	0.54
	0.82
	3.63E-08
	1.30E-02
	1.51E-03
	1.74E+03
	2.53E+03
	1.45
	0.78
	1.44E-02
	5.00E-03
	4.98E-05
	4.02E+03
	1.76E+03
	2.29
	0.85
	2.46E-06
	5.00E-03
	7.50E-04

	906
	H C05299
	2-Methoxyestrone
	Mass, RT, Spectral match
	300.17203
	2.155
	5.76E+03
	5.20E+04
	0.11
	0.71
	2.69E-05
	1.40E-02
	5.04E-04
	9.59E+03
	6.41E+02
	0.07
	0.99
	1.09E-20
	6.00E-03
	7.86E-03
	1.02E+03
	6.54E+03
	0.16
	0.72
	2.25E-02
	6.00E-03
	0.00E+00

	907
	H C05297
	19-Oxoandrost-4-ene-3_17-dione
	Mass,RT
	300.17198
	2.155
	4.65E+05
	3.69E+05
	1.26
	0.53
	8.09E-01
	1.50E-02
	0.00E+00
	3.38E+05
	6.34E+05
	1.88
	0.72
	4.29E-01
	7.00E-03
	0.00E+00
	1.14E+05
	5.24E+05
	0.22
	0.63
	6.55E-01
	7.00E-03
	1.85E-05

	908
	H C05282
	Ggamma-L-Glutamyl-L-glutamicacid
	Mass,RT
	276.09483
	2.155
	5.17E+05
	4.59E+05
	1.13
	0.51
	7.92E-01
	1.60E-02
	0.00E+00
	5.16E+05
	5.19E+05
	1.01
	0.58
	2.18E-02
	8.00E-03
	5.36E-05
	6.17E+05
	5.01E+05
	1.23
	0.62
	5.78E-02
	8.00E-03
	0.00E+00

	909
	H C05262
	(S)-3-Hydroxydodecanoyl-CoA
	Mass,RT
	965.27538
	2.155
	1.80E+03
	3.90E+03
	0.46
	0.78
	9.56E-08
	1.70E-02
	9.82E-04
	1.52E+03
	2.18E+03
	1.44
	0.89
	7.33E-03
	9.00E-03
	2.69E-04
	2.60E+03
	1.67E+03
	1.56
	0.71
	2.79E-02
	9.00E-03
	3.48E-05

	910
	H C05198
	5'-Deoxyadenosine
	Mass,RT
	251.10068
	2.155
	2.48E+04
	1.00E+05
	0.25
	0.85
	1.12E-10
	1.80E-02
	1.45E-03
	2.41E+04
	2.57E+04
	1.07
	0.68
	7.44E-01
	1.00E-02
	0.00E+00
	3.19E+04
	2.36E+04
	1.35
	0.54
	4.25E-01
	1.00E-02
	4.84E-05

	911
	H C05189
	Protopine
	Mass,RT
	353.12495
	2.155
	6.48E+03
	6.75E+03
	0.96
	0.52
	8.29E-01
	1.90E-02
	3.48E-04
	7.66E+03
	4.91E+03
	0.64
	0.50
	2.83E-01
	1.10E-02
	0.00E+00
	4.82E+03
	6.76E+03
	0.71
	0.52
	7.11E-01
	1.10E-02
	0.00E+00

	912
	H C05178
	(R)-Reticuline
	Mass,RT
	329.16166
	2.155
	5.97E+02
	8.57E+02
	0.70
	0.65
	4.99E-03
	2.00E-02
	2.40E-04
	5.35E+02
	6.79E+02
	1.27
	0.76
	1.94E-01
	1.20E-02
	1.63E-05
	8.27E+02
	5.59E+02
	1.48
	0.65
	1.46E-01
	1.20E-02
	3.85E-05

	913
	H C05146
	Hydantoin
	Mass,RT
	100.02704
	2.155
	2.77E+05
	2.42E+05
	1.15
	0.54
	5.97E-01
	2.10E-02
	0.00E+00
	2.93E+05
	2.56E+05
	0.87
	0.53
	4.75E-02
	1.30E-02
	0.00E+00
	2.94E+05
	2.75E+05
	1.07
	0.58
	1.46E-01
	1.30E-02
	0.00E+00

	914
	H C05135
	4-(beta-Acetylaminoethyl)imidazole
	Mass,RT
	153.08974
	2.155
	6.45E+03
	6.25E+03
	1.03
	0.51
	6.89E-01
	2.20E-02
	0.00E+00
	6.81E+03
	5.96E+03
	0.87
	0.55
	4.03E-01
	1.40E-02
	9.19E-05
	7.47E+03
	6.28E+03
	1.19
	0.61
	3.31E-01
	1.40E-02
	0.00E+00

	915
	H C05131
	(1-Ribosylimidazole)-4-acetate
	Mass,RT
	258.08481
	2.155
	6.83E+03
	5.22E+03
	1.31
	0.64
	7.05E-03
	2.30E-02
	0.00E+00
	7.66E+03
	5.71E+03
	0.75
	0.54
	3.84E-03
	1.50E-02
	2.08E-05
	6.71E+03
	6.85E+03
	0.98
	0.57
	5.47E-01
	1.50E-02
	0.00E+00

	916
	H C05100
	3-Ureidoisobutyrate
	Mass,RT
	146.06851
	2.155
	4.54E+06
	4.39E+06
	1.03
	0.50
	5.68E-01
	2.40E-02
	5.88E-05
	4.78E+06
	4.21E+06
	0.88
	0.62
	3.66E-03
	1.60E-02
	1.26E-04
	3.69E+06
	4.68E+06
	0.79
	0.65
	6.29E-03
	1.60E-02
	0.00E+00

	917
	H C05021
	N-Acetyl-beta-D-galactosamine
	Mass,RT
	221.0895
	2.155
	1.03E+05
	9.02E+04
	1.14
	0.59
	8.80E-01
	2.50E-02
	0.00E+00
	1.07E+05
	9.77E+04
	0.91
	0.53
	1.87E-02
	1.70E-02
	2.00E-05
	6.71E+04
	1.09E+05
	0.61
	0.67
	2.53E-04
	1.70E-02
	1.43E-04

	918
	H C04932
	Lipid A disaccharide
	Mass,RT
	1324.88579
	2.155
	7.24E+02
	1.23E+03
	0.59
	0.67
	1.17E-03
	2.60E-02
	5.45E-04
	6.28E+02
	8.52E+02
	1.36
	0.76
	3.25E-02
	1.80E-02
	0.00E+00
	1.09E+03
	6.64E+02
	1.64
	0.74
	7.91E-03
	1.80E-02
	5.36E-05

	919
	H C04840
	3beta-Hydroxy-4beta-methyl-5alpha-cholest-7-ene-4alpha-carboxylate
	Mass,RT
	444.3587
	2.155
	6.28E+03
	5.07E+03
	1.24
	0.55
	2.54E-01
	2.70E-02
	1.00E-04
	8.07E+03
	3.89E+03
	0.48
	0.65
	4.69E-01
	1.90E-02
	1.25E-04
	3.30E+03
	6.78E+03
	0.49
	0.65
	6.46E-01
	1.90E-02
	0.00E+00

	920
	H C04776
	D-Galactosyl-3-(N-acetyl-beta-D-galactosaminyl)-L-serine
	Mass,RT
	470.17497
	2.155
	4.97E+03
	5.15E+03
	0.97
	0.51
	8.03E-01
	2.80E-02
	0.00E+00
	6.07E+03
	3.52E+03
	0.58
	0.52
	2.60E-01
	2.00E-02
	0.00E+00
	4.88E+03
	4.99E+03
	0.98
	0.53
	9.33E-01
	2.00E-02
	0.00E+00

	921
	H C04687
	(1S,3R,4S)-3,4-Dihydroxycyclohexane-1-carboxylate
	Mass
	NA
	1.771
	9.21E+05
	6.20E+05
	1.49
	0.51
	9.14E-01
	2.90E-02
	1.05E-04
	1.30E+06
	4.18E+05
	0.32
	0.70
	3.77E-03
	2.10E-02
	4.17E-05
	1.41E+05
	1.05E+06
	0.13
	0.76
	2.33E-02
	2.10E-02
	1.47E-04

	922
	H C04672
	(9Z_15Z)-(13S)-12_13-Epoxyoctadeca-9_11_15-trienoicacid
	Mass,RT
	292.20254
	2.155
	7.32E+04
	5.08E+04
	1.44
	0.56
	3.05E-01
	3.00E-02
	1.59E-04
	7.04E+04
	7.69E+04
	1.09
	0.55
	7.79E-01
	2.20E-02
	0.00E+00
	2.00E+04
	8.21E+04
	0.24
	0.82
	2.41E-02
	2.20E-02
	7.38E-05

	923
	H C04586
	Diethyl(2R_3R)-2-methyl-3-hydroxysucci te
	Mass,RT
	204.09893
	2.155
	2.48E+05
	5.94E+04
	4.17
	0.82
	1.15E-06
	3.10E-02
	2.45E-03
	3.32E+05
	1.35E+05
	0.41
	0.55
	6.65E-01
	2.30E-02
	0.00E+00
	2.45E+05
	2.48E+05
	0.99
	0.63
	2.23E-01
	2.30E-02
	0.00E+00

	924
	H C04577
	15-OxoEDE
	Mass, RT, Spectral match
	322.25039
	2.155
	3.44E+03
	2.02E+03
	1.70
	0.64
	4.50E-02
	3.20E-02
	5.71E-05
	4.43E+03
	2.12E+03
	0.48
	0.59
	2.85E-01
	2.40E-02
	1.32E-04
	2.46E+03
	3.61E+03
	0.68
	0.59
	9.43E-01
	2.40E-02
	2.00E-05

	925
	H C04561
	Benzyl(2R_3S)-2-methyl-3-hydroxybutanoate
	Mass,RT
	208.10896
	2.155
	1.90E+06
	9.42E+06
	0.20
	0.57
	6.03E-02
	3.30E-02
	1.73E-04
	3.32E+06
	6.76E+03
	0.00
	0.94
	3.14E-10
	2.50E-02
	4.57E-03
	7.49E+03
	2.22E+06
	0.00
	0.75
	1.27E-02
	2.50E-02
	0.00E+00

	926
	H C04555
	Dehydroepiandrosteronesulfate(DHEAS)
	Mass,RT
	368.16511
	2.155
	1.80E+05
	8.26E+04
	2.18
	0.60
	5.40E-02
	3.40E-02
	0.00E+00
	1.25E+05
	2.54E+05
	2.02
	0.69
	6.07E-02
	2.60E-02
	7.57E-05
	3.04E+05
	1.60E+05
	1.91
	0.56
	4.77E-01
	2.60E-02
	0.00E+00

	927
	H C04489
	5-Methyltetrahydropteroyltri-L-glutamate
	Mass,RT
	717.27403
	2.155
	2.47E+04
	9.99E+03
	2.48
	0.57
	2.12E-01
	3.50E-02
	0.00E+00
	7.93E+03
	4.71E+04
	5.94
	0.76
	1.10E-02
	2.70E-02
	1.80E-04
	1.23E+04
	2.68E+04
	0.46
	0.58
	9.75E-01
	2.70E-02
	0.00E+00

	928
	H C04483
	Deoxycholic acid
	Mass, RT, Spectral match
	392.29207
	2.155
	6.81E+06
	8.65E+04
	78.75
	0.72
	1.16E-04
	3.60E-02
	8.79E-04
	9.28E+06
	3.52E+06
	0.38
	0.55
	9.48E-01
	2.80E-02
	0.00E+00
	6.68E+06
	6.83E+06
	0.98
	0.55
	9.21E-01
	2.80E-02
	0.00E+00

	929
	H C04446
	3-(3_4-Dihydroxypyridin-1-yl)-L-alanine
	Mass,RT
	200.07888
	2.155
	7.62E+04
	1.21E+05
	0.63
	0.68
	1.67E-03
	3.70E-02
	1.76E-04
	7.48E+04
	7.81E+04
	1.04
	0.58
	3.33E-01
	2.90E-02
	1.79E-05
	9.14E+04
	7.36E+04
	1.24
	0.61
	8.57E-01
	2.90E-02
	0.00E+00

	930
	H C04445
	3_4-Dehydrothiomorpholine-3-carboxylate
	Mass,RT
	145.01905
	2.155
	1.15E+05
	2.13E+05
	0.54
	0.66
	4.43E-03
	3.80E-02
	1.97E-04
	1.37E+05
	8.54E+04
	0.63
	0.61
	5.76E-03
	3.00E-02
	0.00E+00
	7.56E+04
	1.21E+05
	0.62
	0.69
	3.90E-02
	3.00E-02
	0.00E+00

	931
	H C04425
	S-Adenosyl-4-methylthio-2-oxobutanoate
	Mass,RT
	398.11459
	2.155
	6.28E+03
	1.95E+03
	3.22
	0.51
	3.07E-01
	3.90E-02
	1.54E-04
	9.12E+02
	1.34E+04
	14.73
	1.00
	5.79E-18
	3.10E-02
	7.83E-03
	2.90E+04
	2.50E+03
	11.60
	0.88
	2.11E-06
	3.10E-02
	2.48E-04

	932
	H C04409
	2-Aminomuco tesemialdehyde
	Mass,RT
	141.04242
	2.155
	2.11E+05
	1.66E+05
	1.27
	0.57
	3.03E-01
	4.00E-02
	9.76E-05
	2.16E+05
	2.04E+05
	0.94
	0.55
	3.50E-01
	3.20E-02
	0.00E+00
	2.35E+05
	2.07E+05
	1.13
	0.57
	6.01E-01
	3.20E-02
	0.00E+00

	933
	H C04335
	N(alpha)-Benzyloxycarbonyl-L-leucine
	Mass,RT
	265.13025
	2.155
	2.19E+05
	2.35E+06
	0.09
	0.61
	1.60E-02
	4.10E-02
	2.87E-04
	1.99E+05
	2.47E+05
	1.24
	0.71
	6.45E-02
	3.30E-02
	2.00E-05
	2.71E+05
	2.11E+05
	1.29
	0.61
	2.19E-01
	3.30E-02
	0.00E+00

	934
	H C04308
	N-Dimethylethanolamine
	Mass,RT
	89.08425
	2.155
	3.23E+05
	2.99E+05
	1.08
	0.55
	5.46E-01
	4.20E-02
	0.00E+00
	3.84E+05
	2.41E+05
	0.63
	0.53
	7.43E-01
	3.40E-02
	0.00E+00
	2.82E+05
	3.30E+05
	0.85
	0.57
	6.73E-01
	3.40E-02
	0.00E+00

	935
	H C04303
	N-Benzoyl-D-arginine-4-nitroanilide
	Mass,RT
	398.16863
	2.155
	8.67E+05
	1.69E+06
	0.51
	0.53
	4.70E-01
	4.30E-02
	5.41E-05
	5.32E+05
	1.31E+06
	2.47
	0.50
	9.99E-01
	3.50E-02
	6.02E-05
	1.76E+04
	1.01E+06
	0.02
	0.76
	1.59E-02
	3.50E-02
	6.69E-05

	936
	H C04290
	4-(3-Methylbut-2-enyl)-L-tryptophan
	Mass,RT
	272.15129
	2.155
	8.85E+02
	1.85E+03
	0.48
	0.77
	3.07E-07
	4.40E-02
	5.39E-04
	8.11E+02
	9.84E+02
	1.21
	0.73
	2.99E-01
	3.60E-02
	1.84E-05
	1.28E+03
	8.20E+02
	1.56
	0.67
	8.29E-02
	3.60E-02
	4.12E-05

	937
	H C04284
	2-Heptyl-4-hydroxyquinoline-N-oxide
	Mass,RT
	259.15598
	2.155
	1.20E+06
	1.32E+06
	0.91
	0.54
	4.38E-01
	4.50E-02
	4.76E-05
	1.39E+06
	9.44E+05
	0.68
	0.72
	1.94E-02
	3.70E-02
	5.67E-04
	6.43E+03
	1.40E+06
	0.00
	0.95
	6.24E-03
	3.70E-02
	6.31E-04

	938
	H C04277
	1_8-Diazacyclotetradecane-2_9-dione
	Mass,RT
	226.16729
	2.155
	1.41E+05
	1.68E+05
	0.84
	0.56
	3.68E-01
	4.60E-02
	0.00E+00
	1.57E+05
	1.21E+05
	0.77
	0.50
	2.21E-01
	3.80E-02
	0.00E+00
	1.14E+05
	1.46E+05
	0.79
	0.60
	5.83E-01
	3.80E-02
	0.00E+00

	939
	H C04272
	(R)-2,3-Dihydroxy-isovalerate
	Mass
	NA
	0.786
	1.51E+03
	1.37E+03
	1.10
	0.57
	1.60E-01
	4.70E-02
	0.00E+00
	1.61E+03
	1.37E+03
	0.85
	0.57
	3.04E-02
	3.90E-02
	1.72E-05
	1.44E+03
	1.52E+03
	0.95
	0.60
	3.05E-01
	3.90E-02
	0.00E+00

	940
	H C04259
	 lpha_ lpha-Dimethyl-L-histidine
	Mass,RT
	183.10008
	2.155
	1.34E+04
	1.11E+04
	1.21
	0.55
	2.83E-01
	4.80E-02
	0.00E+00
	1.50E+04
	1.14E+04
	0.76
	0.52
	1.11E-01
	4.00E-02
	2.08E-05
	1.35E+04
	1.34E+04
	1.01
	0.56
	6.13E-01
	4.00E-02
	0.00E+00

	941
	H C04223
	(+/-)-6-Hydroxy-3-oxo-alpha-ionone
	Mass,RT
	222.12532
	2.155
	2.87E+03
	8.08E+03
	0.36
	0.77
	6.57E-07
	4.90E-02
	1.53E-03
	3.06E+03
	2.61E+03
	0.85
	0.56
	5.94E-01
	4.10E-02
	5.17E-05
	3.32E+03
	2.79E+03
	1.19
	0.61
	5.92E-01
	4.10E-02
	2.08E-05

	942
	H C04211
	N(6)-[(Indol-3-yl)acetyl]-L-lysine
	Mass,RT
	303.15732
	2.155
	3.02E+03
	5.61E+03
	0.54
	0.78
	1.24E-07
	5.00E-02
	6.50E-04
	2.92E+03
	3.16E+03
	1.08
	0.65
	8.59E-01
	4.20E-02
	0.00E+00
	4.48E+03
	2.78E+03
	1.61
	0.73
	7.67E-03
	4.20E-02
	5.99E-05

	943
	H C04210
	N5-(L-1-Carboxyethyl)-L-ornithine
	Mass,RT
	204.11019
	2.155
	4.06E+05
	4.24E+05
	0.96
	0.54
	4.40E-01
	1.00E-03
	0.00E+00
	3.87E+05
	4.31E+05
	1.11
	0.53
	1.47E-01
	4.30E-02
	0.00E+00
	8.21E+05
	3.37E+05
	2.44
	0.55
	4.16E-01
	4.30E-02
	2.92E-04

	944
	H C04208
	N-Benzoyl-4-O-methoxyanthranilate
	Mass,RT
	271.08339
	2.155
	5.83E+03
	5.91E+03
	0.99
	0.50
	8.17E-01
	2.00E-03
	0.00E+00
	6.59E+03
	4.80E+03
	0.73
	0.57
	8.86E-01
	4.40E-02
	1.67E-06
	3.54E+03
	6.21E+03
	0.57
	0.65
	5.40E-01
	4.40E-02
	1.72E-05

	945
	H C04204
	N-(2_3-Dihydroxybenzoyl)-L-serine
	Mass,RT
	241.05812
	2.155
	1.69E+03
	1.27E+03
	1.33
	0.58
	2.01E-01
	3.00E-03
	1.62E-04
	2.36E+03
	7.82E+02
	0.33
	0.83
	1.10E-09
	4.50E-02
	2.39E-03
	9.79E+02
	1.80E+03
	0.54
	0.69
	1.03E-01
	4.50E-02
	0.00E+00

	946
	H C04201
	L-Tyrosinemethylester4-sulfate
	Mass,RT
	275.04625
	2.155
	2.02E+03
	2.48E+03
	0.81
	0.62
	2.49E-02
	4.00E-03
	9.30E-05
	2.03E+03
	1.99E+03
	0.98
	0.71
	6.61E-01
	4.60E-02
	2.00E-05
	2.14E+03
	1.99E+03
	1.07
	0.56
	8.67E-01
	4.60E-02
	0.00E+00

	947
	H C04171
	2_3-Dihydro-2_3-dihydroxybenzoate
	Mass,RT
	156.04181
	2.155
	1.43E+04
	1.24E+04
	1.15
	0.60
	4.36E-02
	5.00E-03
	1.50E-04
	1.56E+04
	1.25E+04
	0.80
	0.55
	5.21E-03
	4.70E-02
	0.00E+00
	1.28E+04
	1.45E+04
	0.88
	0.60
	3.06E-01
	4.70E-02
	0.00E+00

	948
	H C04166
	(+/-)-6-Hydroxy-3-oxo-alpha-ionol
	Mass,RT
	224.14015
	2.155
	8.47E+03
	6.31E+03
	1.34
	0.61
	1.48E-01
	6.00E-03
	0.00E+00
	9.71E+03
	6.83E+03
	0.70
	0.50
	9.20E-01
	4.80E-02
	6.00E-05
	6.72E+03
	8.77E+03
	0.77
	0.59
	9.14E-01
	4.80E-02
	0.00E+00

	949
	H C04148
	N-Phenylacetylglutamine
	Mass, RT, Spectral match
	264.11012
	2.155
	1.14E+06
	7.10E+05
	1.60
	0.54
	6.65E-01
	7.00E-03
	1.67E-04
	1.77E+06
	2.95E+05
	0.17
	0.81
	1.04E-04
	4.90E-02
	1.57E-03
	5.28E+04
	1.32E+06
	0.04
	0.95
	6.23E-05
	4.90E-02
	1.04E-03

	950
	H C04145
	all-trans-No prenyldiphosphate
	Mass,RT
	790.50774
	2.155
	1.44E+05
	2.05E+04
	7.02
	0.69
	3.85E-04
	8.00E-03
	4.76E-05
	1.80E+05
	9.58E+04
	0.53
	0.52
	3.92E-01
	5.00E-02
	3.85E-05
	9.71E+03
	1.66E+05
	0.06
	0.92
	1.12E-04
	5.00E-02
	9.96E-04

	951
	H C04122
	D-1-Aminopropan-2-olO-phosphate
	Mass,RT
	155.03418
	2.155
	5.46E+06
	2.28E+06
	2.39
	0.72
	1.50E-01
	9.00E-03
	4.40E-04
	6.24E+06
	4.41E+06
	0.71
	0.61
	1.55E-03
	1.00E-03
	2.00E-05
	5.97E+06
	5.37E+06
	1.11
	0.59
	1.44E-03
	1.00E-03
	5.56E-05

	952
	H C04102
	1-Palmitoylglycerophosphocholine
	Mass,RT
	495.33013
	2.155
	1.99E+08
	1.76E+08
	1.13
	0.53
	6.42E-01
	1.00E-02
	1.21E-04
	2.70E+08
	1.04E+08
	0.39
	0.58
	3.26E-01
	2.00E-03
	0.00E+00
	9.62E+07
	2.16E+08
	0.45
	0.59
	6.35E-01
	2.00E-03
	0.00E+00

	953
	H C04100
	1-Linoleoylglycerophosphocholine
	Mass,RT
	519.33009
	2.155
	4.37E+07
	7.47E+07
	0.59
	0.54
	4.18E-01
	1.10E-02
	2.41E-04
	5.55E+07
	2.80E+07
	0.50
	0.52
	6.89E-01
	3.00E-03
	4.00E-05
	2.46E+07
	4.69E+07
	0.53
	0.53
	8.66E-01
	3.00E-03
	8.94E-05

	954
	H C04084
	Preg -4_9(11)-diene-3_20-dione
	Mass,RT
	312.20883
	2.155
	2.55E+05
	1.53E+05
	1.67
	0.61
	6.76E-02
	1.20E-02
	0.00E+00
	2.99E+05
	1.96E+05
	0.66
	0.51
	5.86E-01
	4.00E-03
	6.21E-05
	2.12E+04
	2.94E+05
	0.07
	0.88
	5.36E-04
	4.00E-03
	3.47E-04

	955
	H C04083
	N6-(delta2-Isopentenyl)-adenine
	Mass,RT
	203.11714
	2.155
	4.23E+02
	7.20E+02
	0.59
	0.78
	1.30E-05
	1.30E-02
	3.82E-04
	3.23E+02
	5.56E+02
	1.72
	0.78
	1.35E-02
	5.00E-03
	1.09E-04
	1.04E+03
	3.20E+02
	3.23
	0.87
	3.35E-08
	5.00E-03
	7.06E-04

	956
	H C04067
	Diethyl2-methyl-3-oxosucci te
	Mass,RT
	202.08338
	2.155
	1.01E+04
	1.68E+04
	0.60
	0.74
	7.68E-06
	1.40E-02
	3.45E-04
	8.59E+03
	1.21E+04
	1.41
	0.78
	1.10E-02
	6.00E-03
	2.80E-04
	1.70E+04
	8.93E+03
	1.91
	0.83
	1.61E-04
	6.00E-03
	1.38E-03

	957
	H C04050
	4-Hydroxyaminoquinoline N-oxide
	Mass
	NA
	2.1
	4.89E+03
	3.31E+03
	1.48
	0.70
	8.40E-05
	1.50E-02
	1.45E-04
	5.25E+03
	4.41E+03
	0.84
	0.52
	8.87E-02
	7.00E-03
	5.77E-05
	6.05E+03
	4.70E+03
	1.29
	0.66
	1.13E-01
	7.00E-03
	1.92E-05

	958
	H C04036
	1-Palmitoylglycerol3-phosphate
	Mass,RT
	410.24295
	2.155
	8.09E+03
	8.36E+03
	0.97
	0.51
	5.06E-01
	1.60E-02
	4.65E-05
	9.54E+03
	6.16E+03
	0.65
	0.50
	7.93E-01
	8.00E-03
	6.90E-05
	4.51E+03
	8.69E+03
	0.52
	0.69
	4.85E-01
	8.00E-03
	0.00E+00

	959
	H C04006
	1D-myo-Inositol3-phosphate
	Mass,RT
	260.02906
	2.155
	1.13E+05
	2.98E+04
	3.80
	0.81
	2.86E-07
	1.70E-02
	1.79E-04
	9.98E+04
	1.31E+05
	1.32
	0.53
	1.62E-01
	9.00E-03
	6.65E-05
	3.63E+04
	1.26E+05
	0.29
	0.81
	2.69E-04
	9.00E-03
	4.55E-05

	960
	H C04000
	Benzyl2-methyl-3-oxobutanoate
	Mass,RT
	206.09344
	2.155
	1.26E+05
	3.99E+04
	3.16
	0.50
	8.21E-01
	1.80E-02
	0.00E+00
	2.15E+05
	7.71E+03
	0.04
	0.84
	3.57E-06
	1.00E-02
	1.02E-03
	7.20E+03
	1.46E+05
	0.05
	0.71
	4.72E-02
	1.00E-02
	8.62E-05

	961
	H C03997
	5-Hydroxymethyldeoxycytidylate
	Mass,RT
	337.06874
	2.155
	8.07E+04
	3.87E+04
	2.08
	0.64
	2.18E-02
	1.90E-02
	0.00E+00
	8.52E+04
	7.46E+04
	0.88
	0.52
	4.91E-01
	1.10E-02
	0.00E+00
	7.73E+04
	8.13E+04
	0.95
	0.64
	1.66E-01
	1.10E-02
	6.44E-05

	962
	H C03994
	4-Hydroxymethylphenylhydrazine
	Mass,RT
	138.07887
	2.155
	2.11E+04
	1.57E+04
	1.34
	0.59
	7.09E-02
	2.00E-02
	9.55E-05
	1.67E+04
	2.70E+04
	1.62
	0.75
	4.42E-02
	1.20E-02
	1.92E-05
	3.37E+04
	1.90E+04
	1.77
	0.70
	2.96E-02
	1.20E-02
	1.65E-04

	963
	H C03990
	3alpha-Hydroxy-5beta-chola te
	Mass,RT
	376.29604
	2.155
	4.36E+03
	3.30E+03
	1.32
	0.58
	1.17E-01
	2.10E-02
	0.00E+00
	4.91E+03
	3.62E+03
	0.74
	0.55
	8.69E-01
	1.30E-02
	0.00E+00
	4.03E+03
	4.41E+03
	0.91
	0.55
	7.03E-01
	1.30E-02
	4.08E-05

	964
	H C03986
	3-Hydroxy-4-methylanthranilate
	Mass,RT
	167.05768
	2.155
	2.39E+04
	1.83E+04
	1.31
	0.62
	1.17E-02
	2.20E-02
	0.00E+00
	2.40E+04
	2.37E+04
	0.99
	0.59
	7.50E-01
	1.40E-02
	0.00E+00
	3.21E+04
	2.25E+04
	1.43
	0.71
	5.54E-02
	1.40E-02
	0.00E+00

	965
	H C03982
	2-Methylpropanal O-methyloxime
	Mass
	NA
	2.364
	3.86E+05
	5.94E+05
	0.65
	0.66
	3.44E-03
	2.30E-02
	5.26E-05
	4.95E+05
	2.41E+05
	0.49
	0.68
	1.95E-05
	1.50E-02
	1.11E-04
	2.33E+05
	4.12E+05
	0.57
	0.71
	2.33E-02
	1.50E-02
	0.00E+00

	966
	H C03972
	2_3_4_5-Tetrahydrodipicoli te
	Mass,RT
	171.05247
	2.155
	4.30E+04
	3.22E+04
	1.33
	0.62
	3.61E-02
	2.40E-02
	0.00E+00
	4.73E+04
	3.71E+04
	0.79
	0.52
	2.90E-01
	1.60E-02
	0.00E+00
	4.46E+04
	4.27E+04
	1.04
	0.54
	5.00E-01
	1.60E-02
	0.00E+00

	967
	H C03964
	(R)-3-(4-Hydroxyphenyl)lactate
	Mass,RT
	182.05703
	2.155
	9.18E+04
	4.67E+04
	1.96
	0.84
	6.78E-09
	2.50E-02
	1.27E-03
	9.14E+04
	9.23E+04
	1.01
	0.67
	5.46E-01
	1.70E-02
	0.00E+00
	1.23E+05
	8.66E+04
	1.42
	0.62
	6.84E-01
	1.70E-02
	5.17E-05

	968
	H C03963
	(25S)-5beta-Spirostan-3beta-ol
	Mass,RT
	416.32745
	2.155
	3.59E+04
	1.17E+04
	3.07
	0.71
	6.37E-03
	2.60E-02
	9.52E-05
	3.82E+04
	3.29E+04
	0.86
	0.53
	5.00E-01
	1.80E-02
	0.00E+00
	7.19E+04
	2.99E+04
	2.41
	0.56
	1.91E-01
	1.80E-02
	2.17E-05

	969
	H C03954
	N-Hydroxy-2-acetamidofluorene
	Mass,RT
	239.09363
	2.155
	7.13E+03
	5.60E+03
	1.27
	0.57
	3.22E-01
	2.70E-02
	0.00E+00
	6.48E+03
	8.01E+03
	1.24
	0.66
	2.62E-01
	1.90E-02
	8.64E-05
	3.97E+03
	7.66E+03
	0.52
	0.68
	4.89E-01
	1.90E-02
	2.08E-05

	970
	H C03930
	3alpha-Hydroxyglycyrrheti te
	Mass, RT, Spectral match
	470.33854
	2.155
	3.09E+03
	2.34E+03
	1.32
	0.58
	1.28E-01
	2.80E-02
	4.55E-05
	3.82E+03
	2.12E+03
	0.55
	0.51
	3.44E-01
	2.00E-02
	1.43E-04
	2.03E+03
	3.26E+03
	0.62
	0.64
	8.72E-01
	2.00E-02
	2.00E-05

	971
	H C03916
	1-Oleoylglycerophosphocholine
	Mass,RT
	521.34585
	2.155
	5.04E+07
	4.11E+07
	1.23
	0.55
	4.15E-01
	2.90E-02
	1.08E-04
	6.90E+07
	2.56E+07
	0.37
	0.60
	1.95E-01
	2.10E-02
	0.00E+00
	2.47E+06
	5.84E+07
	0.04
	0.77
	1.38E-02
	2.10E-02
	0.00E+00

	972
	H C03901
	Thiomorpholine3-carboxylate
	Mass,RT
	147.0347
	2.155
	8.53E+04
	6.53E+04
	1.31
	0.53
	7.31E-01
	3.00E-02
	0.00E+00
	1.16E+05
	4.43E+04
	0.38
	0.71
	7.76E-05
	2.20E-02
	0.00E+00
	1.99E+04
	9.62E+04
	0.21
	0.82
	6.71E-05
	2.20E-02
	7.14E-05

	973
	H C03894
	Propane-1_2-diol1-phosphate
	Mass,RT
	156.01813
	2.155
	2.65E+04
	2.57E+04
	1.03
	0.52
	9.44E-01
	3.10E-02
	0.00E+00
	3.06E+04
	2.11E+04
	0.69
	0.56
	2.24E-04
	2.30E-02
	1.96E-04
	2.12E+04
	2.74E+04
	0.77
	0.66
	1.23E-01
	2.30E-02
	0.00E+00

	974
	H C03864
	Ethyl(R)-3-hydroxyhexanoate
	Mass,RT
	160.10985
	2.155
	1.02E+03
	1.69E+03
	0.60
	0.61
	1.45E-02
	3.20E-02
	1.15E-04
	7.90E+02
	1.32E+03
	1.68
	0.89
	7.30E-04
	2.40E-02
	1.72E-04
	1.20E+03
	9.89E+02
	1.22
	0.61
	6.07E-01
	2.40E-02
	0.00E+00

	975
	H C03846
	6-Acetamido-3-aminohexanoate
	Mass,RT
	188.11538
	2.155
	7.05E+04
	6.71E+04
	1.05
	0.54
	6.12E-01
	3.30E-02
	4.44E-05
	8.27E+04
	5.42E+04
	0.66
	0.58
	1.30E-03
	2.50E-02
	2.63E-05
	3.14E+04
	7.70E+04
	0.41
	0.90
	6.35E-06
	2.50E-02
	1.77E-05

	976
	H C03837
	4-Methylumbelliferylacetate
	Mass,RT
	218.0571
	2.155
	1.10E+04
	1.08E+04
	1.02
	0.51
	6.05E-01
	3.40E-02
	0.00E+00
	1.19E+04
	9.79E+03
	0.82
	0.55
	9.62E-01
	2.60E-02
	0.00E+00
	4.84E+03
	1.20E+04
	0.40
	0.79
	1.78E-01
	2.60E-02
	0.00E+00

	977
	H C03793
	N6,N6,N6-Trimethyl-L-lysine
	Mass
	NA
	2.499
	1.07E+04
	7.55E+03
	1.42
	0.68
	9.22E-04
	3.50E-02
	2.32E-04
	1.08E+04
	1.05E+04
	0.97
	0.63
	2.22E-01
	2.70E-02
	1.00E-04
	1.20E+04
	1.05E+04
	1.15
	0.57
	7.02E-01
	2.70E-02
	8.00E-05

	978
	H C03767
	4-Oxocyclohexanecarboxylate
	Mass,RT
	142.06233
	2.155
	3.16E+05
	1.40E+05
	2.26
	0.57
	9.36E-02
	3.60E-02
	0.00E+00
	3.35E+05
	2.90E+05
	0.87
	0.51
	5.39E-01
	2.80E-02
	4.17E-05
	5.30E+05
	2.80E+05
	1.89
	0.50
	5.27E-01
	2.80E-02
	1.79E-05

	979
	H C03754
	2-Methylpropanoylphosphate
	Mass,RT
	168.01826
	2.155
	1.32E+05
	8.74E+04
	1.51
	0.55
	3.37E-01
	3.70E-02
	0.00E+00
	1.71E+05
	8.04E+04
	0.47
	0.71
	7.24E-04
	2.90E-02
	2.79E-04
	7.95E+04
	1.41E+05
	0.56
	0.72
	9.07E-03
	2.90E-02
	3.27E-05

	980
	H C03741
	(S)-4-Amino-5-oxopentanoate
	Mass,RT
	131.0579
	2.155
	7.15E+05
	8.75E+05
	0.82
	0.56
	2.68E-01
	3.80E-02
	0.00E+00
	7.93E+05
	6.11E+05
	0.77
	0.52
	1.97E-01
	3.00E-02
	6.16E-07
	6.02E+05
	7.34E+05
	0.82
	0.58
	6.31E-01
	3.00E-02
	2.00E-05

	981
	H C03663
	2',4'-Dihydroxyacetophenone
	Mass
	NA
	1.897
	6.47E+03
	9.15E+03
	0.71
	0.69
	8.18E-05
	3.90E-02
	7.00E-04
	7.01E+03
	5.75E+03
	0.82
	0.56
	7.43E-03
	3.10E-02
	3.85E-05
	6.11E+03
	6.53E+03
	0.94
	0.56
	3.30E-01
	3.10E-02
	3.33E-05

	982
	H C03652
	(2R,3S)-2,3-Dimethylmalate
	Mass
	NA
	1.977
	1.97E+05
	7.14E+04
	2.75
	0.68
	1.52E-03
	4.00E-02
	2.92E-04
	2.79E+05
	8.62E+04
	0.31
	0.76
	1.46E-04
	3.20E-02
	7.83E-04
	1.07E+05
	2.11E+05
	0.51
	0.59
	3.21E-01
	3.20E-02
	0.00E+00

	983
	H C03584
	3-(Uracil-1-yl)-L-alanine
	Mass,RT
	199.06015
	2.155
	8.29E+04
	1.63E+03
	50.96
	0.91
	1.12E-09
	4.10E-02
	1.92E-03
	9.01E+04
	7.33E+04
	0.81
	0.67
	1.59E-01
	3.30E-02
	2.47E-04
	1.43E+03
	9.65E+04
	0.01
	0.99
	4.81E-05
	3.30E-02
	2.22E-03

	984
	H C03515
	Luteolin 7-O-glucuronide
	Mass
	NA
	1.943
	5.15E+04
	4.37E+04
	1.18
	0.54
	7.60E-01
	4.20E-02
	0.00E+00
	6.48E+04
	3.38E+04
	0.52
	0.70
	1.04E-05
	3.40E-02
	1.24E-04
	2.80E+04
	5.55E+04
	0.51
	0.75
	2.09E-04
	3.40E-02
	6.82E-05

	985
	H C03458
	2_3_6-Trihydroxypyridine
	Mass,RT
	127.02667
	2.155
	2.37E+03
	2.85E+03
	0.83
	0.63
	2.21E-02
	4.30E-02
	0.00E+00
	2.37E+03
	2.38E+03
	1.00
	0.69
	6.43E-01
	3.50E-02
	1.53E-05
	2.87E+03
	2.29E+03
	1.25
	0.53
	2.95E-01
	3.50E-02
	1.19E-04

	986
	H C03417
	Ngamma-Nitro-L-arginine
	Mass,RT
	219.09752
	2.155
	9.89E+03
	7.24E+03
	1.37
	0.67
	3.79E-03
	4.40E-02
	3.31E-04
	1.01E+04
	9.67E+03
	0.96
	0.61
	1.96E-01
	3.60E-02
	0.00E+00
	1.11E+04
	9.68E+03
	1.15
	0.58
	7.04E-01
	3.60E-02
	0.00E+00

	987
	H C03413
	N1_N12-Diacetylspermine
	Mass,RT
	286.23572
	2.155
	1.08E+04
	2.75E+04
	0.39
	0.86
	3.58E-11
	4.50E-02
	1.96E-03
	1.16E+04
	9.77E+03
	0.84
	0.52
	2.59E-02
	3.70E-02
	6.76E-05
	1.20E+04
	1.06E+04
	1.13
	0.60
	6.13E-01
	3.70E-02
	4.35E-05

	988
	H C03404
	L-Tyrosinemethylester
	Mass,RT
	195.08883
	2.155
	7.23E+03
	5.66E+03
	1.28
	0.59
	7.95E-02
	4.60E-02
	6.19E-06
	7.43E+03
	6.97E+03
	0.94
	0.52
	3.91E-01
	3.80E-02
	0.00E+00
	1.10E+04
	6.60E+03
	1.67
	0.69
	3.64E-02
	3.80E-02
	3.57E-05

	989
	H C03338
	 2,3,5-Trihydroxytoluene
	Mass
	NA
	1.808
	1.86E+05
	1.73E+05
	1.07
	0.52
	7.77E-01
	4.70E-02
	5.26E-05
	1.73E+05
	2.04E+05
	1.18
	0.59
	4.57E-01
	3.90E-02
	0.00E+00
	2.59E+05
	1.74E+05
	1.49
	0.59
	3.52E-01
	3.90E-02
	6.67E-05

	990
	H C03325
	(6S)-Hydroxyhyoscyamine
	Mass,RT
	305.16118
	2.155
	1.51E+04
	1.09E+04
	1.39
	0.52
	5.88E-01
	4.80E-02
	1.08E-04
	2.03E+04
	8.23E+03
	0.41
	0.58
	4.75E-02
	4.00E-02
	0.00E+00
	3.58E+03
	1.70E+04
	0.21
	0.67
	6.92E-02
	4.00E-02
	3.64E-05

	991
	H C03293
	N-Adenylylanthranilate
	Mass,RT
	466.09888
	2.155
	6.32E+03
	6.58E+03
	0.96
	0.52
	7.03E-01
	4.90E-02
	0.00E+00
	6.30E+03
	6.33E+03
	1.00
	0.70
	7.11E-01
	4.10E-02
	1.57E-05
	7.38E+03
	6.14E+03
	1.20
	0.58
	3.14E-01
	4.10E-02
	2.16E-04

	992
	H C03277
	Imidazol-5-yl-pyruvate
	Mass,RT
	154.03726
	2.155
	6.27E+03
	5.16E+03
	1.22
	0.60
	6.78E-02
	5.00E-02
	1.33E-04
	5.95E+03
	6.71E+03
	1.13
	0.73
	5.44E-01
	4.20E-02
	4.30E-05
	8.33E+03
	5.93E+03
	1.40
	0.61
	1.83E-01
	4.20E-02
	0.00E+00

	993
	H C03242
	8_11_14-Eicosatrienoicacid
	Mass,RT
	306.25554
	2.155
	3.69E+03
	3.34E+03
	1.10
	0.51
	3.14E-01
	1.00E-03
	0.00E+00
	4.54E+03
	2.54E+03
	0.56
	0.59
	1.81E-01
	4.30E-02
	1.45E-04
	2.66E+03
	3.86E+03
	0.69
	0.62
	6.27E-01
	4.30E-02
	0.00E+00

	994
	H C03240
	6-DeoxyerythronolideB
	Mass,RT
	386.26686
	2.155
	3.57E+03
	1.81E+03
	1.97
	0.63
	1.55E-02
	2.00E-03
	2.02E-04
	3.63E+03
	3.50E+03
	0.96
	0.63
	4.25E-01
	4.40E-02
	1.72E-05
	1.09E+03
	3.98E+03
	0.27
	0.71
	6.71E-02
	4.40E-02
	4.17E-05

	995
	H C03228
	3-Hydroxycyclohexanone
	Mass, RT, Spectral match
	114.0677
	2.155
	8.84E+06
	1.38E+07
	0.64
	0.58
	4.97E-01
	3.00E-03
	0.00E+00
	9.37E+06
	8.14E+06
	0.87
	0.62
	5.99E-02
	4.50E-02
	0.00E+00
	1.42E+07
	7.94E+06
	1.79
	0.55
	3.00E-01
	4.50E-02
	0.00E+00

	996
	H C03219
	2-Methylpropa loxime
	Mass,RT
	87.06853
	2.155
	4.39E+05
	3.20E+05
	1.37
	0.50
	6.39E-01
	4.00E-03
	0.00E+00
	3.82E+05
	5.16E+05
	1.35
	0.55
	9.12E-01
	4.60E-02
	0.00E+00
	8.33E+05
	3.74E+05
	2.23
	0.67
	4.99E-02
	4.60E-02
	0.00E+00

	997
	H C03215
	2-Carboxy-D-arabinitol
	Mass,RT
	196.05752
	2.155
	2.93E+05
	1.88E+05
	1.56
	0.61
	1.57E-01
	5.00E-03
	0.00E+00
	2.27E+05
	3.81E+05
	1.68
	0.52
	8.37E-01
	4.70E-02
	6.00E-05
	6.89E+05
	2.27E+05
	3.03
	0.65
	3.63E-01
	4.70E-02
	0.00E+00

	998
	H C03210
	(±)-2,2'-Iminobispropanoic acid
	Mass
	NA
	1.828
	2.25E+05
	2.84E+05
	0.79
	0.58
	1.70E-01
	6.00E-03
	0.00E+00
	2.30E+05
	2.17E+05
	0.94
	0.54
	1.10E-01
	4.80E-02
	0.00E+00
	1.65E+05
	2.35E+05
	0.70
	0.67
	1.28E-01
	4.80E-02
	0.00E+00

	999
	H C03195
	(R)-10-Hydroxystearate
	Mass,RT
	300.2661
	2.155
	1.55E+04
	1.18E+04
	1.32
	0.55
	2.42E-01
	7.00E-03
	0.00E+00
	2.04E+04
	9.03E+03
	0.44
	0.61
	2.38E-01
	4.90E-02
	1.60E-04
	9.67E+03
	1.65E+04
	0.59
	0.57
	8.57E-01
	4.90E-02
	1.65E-04

	1000
	H C03142
	N-D-Glucosylarylamine
	Mass,RT
	255.10955
	2.155
	6.75E+04
	4.90E+04
	1.38
	0.54
	6.38E-01
	8.00E-03
	0.00E+00
	1.01E+05
	2.22E+04
	0.22
	0.70
	4.86E-03
	5.00E-02
	2.00E-05
	2.70E+04
	7.42E+04
	0.36
	0.54
	7.84E-01
	5.00E-02
	0.00E+00

	1001
	H C03139
	N-Amidino-L-aspartate
	Mass,RT
	175.05847
	2.155
	6.51E+04
	6.62E+04
	0.98
	0.54
	6.28E-01
	9.00E-03
	2.50E-06
	7.72E+04
	4.90E+04
	0.63
	0.66
	1.32E-02
	1.00E-03
	3.45E-05
	7.67E+04
	6.32E+04
	1.21
	0.60
	4.23E-01
	1.00E-03
	0.00E+00

	1002
	H C03115
	Farnesyltriphosphate
	Mass,RT
	462.09723
	2.155
	6.67E+03
	7.49E+03
	0.89
	0.55
	3.56E-01
	1.00E-02
	0.00E+00
	6.60E+03
	6.75E+03
	1.02
	0.62
	5.38E-01
	2.00E-03
	2.30E-05
	9.30E+03
	6.23E+03
	1.49
	0.56
	2.76E-01
	2.00E-03
	8.17E-05

	1003
	H C03070
	3-Oxo-5beta-chola te
	Mass,RT
	374.28063
	2.155
	9.76E+05
	7.62E+04
	12.80
	0.74
	5.81E-05
	1.10E-02
	5.25E-04
	1.26E+06
	5.93E+05
	0.47
	0.53
	9.98E-01
	3.00E-03
	0.00E+00
	1.45E+06
	8.97E+05
	1.62
	0.53
	6.67E-01
	3.00E-03
	0.00E+00

	1004
	H C03066
	3-Hydroxy-L-glutamate
	Mass,RT
	163.04863
	2.155
	1.32E+04
	6.77E+03
	1.95
	0.59
	9.12E-02
	1.20E-02
	0.00E+00
	8.57E+03
	1.94E+04
	2.26
	0.69
	4.05E-01
	4.00E-03
	3.57E-05
	3.42E+04
	9.71E+03
	3.52
	0.63
	5.17E-02
	4.00E-03
	0.00E+00

	1005
	H C03059
	2-Hydroxymethylserine
	Mass,RT
	135.05359
	2.155
	3.67E+07
	4.51E+07
	0.81
	0.56
	4.68E-01
	1.30E-02
	8.70E-05
	4.01E+07
	3.23E+07
	0.81
	0.55
	1.44E-02
	5.00E-03
	7.10E-05
	2.38E+07
	3.89E+07
	0.61
	0.71
	1.47E-01
	5.00E-03
	0.00E+00

	1006
	H C03033
	Indoxyl-beta-D-glucuronide
	Mass,RT
	309.08452
	2.155
	4.59E+03
	8.18E+03
	0.56
	0.78
	1.10E-06
	1.40E-02
	1.21E-03
	3.91E+03
	5.50E+03
	1.40
	0.78
	1.50E-02
	6.00E-03
	1.85E-05
	7.45E+03
	4.12E+03
	1.81
	0.80
	1.78E-03
	6.00E-03
	6.00E-05

	1007
	H C03017
	O-Propanoylcarnitine
	Mass,RT
	217.13041
	2.155
	3.91E+06
	3.08E+06
	1.27
	0.60
	9.28E-01
	1.50E-02
	0.00E+00
	4.75E+06
	2.79E+06
	0.59
	0.71
	2.16E-04
	7.00E-03
	5.70E-05
	3.16E+06
	4.04E+06
	0.78
	0.65
	3.71E-04
	7.00E-03
	0.00E+00

	1008
	H C03001
	N-Benzoyl-D-arginine
	Mass,RT
	278.13677
	2.155
	1.73E+04
	6.98E+06
	0.00
	0.91
	6.29E-11
	1.60E-02
	2.23E-03
	9.34E+03
	2.79E+04
	2.99
	0.79
	1.03E-04
	8.00E-03
	5.05E-04
	6.60E+03
	1.91E+04
	0.35
	0.78
	1.30E-03
	8.00E-03
	0.00E+00

	1009
	H C02990
	[FA]O-Palmitoyl-R-carnitine
	Mass,RT
	399.33314
	2.155
	2.65E+03
	3.28E+03
	0.81
	0.59
	8.34E-01
	1.70E-02
	0.00E+00
	2.66E+03
	2.64E+03
	0.99
	0.61
	3.88E-01
	9.00E-03
	0.00E+00
	1.43E+03
	2.85E+03
	0.50
	0.76
	3.36E-01
	9.00E-03
	1.12E-04

	1010
	H C02982
	L-2-Hydroxyphyta te
	Mass,RT
	328.29751
	2.155
	4.24E+03
	2.92E+03
	1.45
	0.62
	9.70E-02
	1.80E-02
	5.71E-05
	4.84E+03
	3.45E+03
	0.71
	0.51
	7.50E-01
	1.00E-02
	0.00E+00
	5.41E+03
	4.05E+03
	1.34
	0.63
	2.38E-01
	1.00E-02
	0.00E+00

	1011
	H C02975
	Ethyl3-oxohexanoate
	Mass,RT
	158.09362
	2.155
	4.65E+04
	3.25E+04
	1.43
	0.56
	2.40E-01
	1.90E-02
	0.00E+00
	2.80E+04
	7.12E+04
	2.55
	0.77
	1.89E-03
	1.10E-02
	0.00E+00
	4.20E+04
	4.72E+04
	0.89
	0.64
	2.47E-01
	1.10E-02
	0.00E+00

	1012
	H C02954
	6-Aminopenicillanate
	Mass,RT
	216.05619
	2.155
	1.48E+03
	3.23E+03
	0.46
	0.87
	1.27E-11
	2.00E-02
	2.25E-03
	1.25E+03
	1.80E+03
	1.44
	0.77
	1.19E-02
	1.20E-02
	9.22E-05
	2.85E+03
	1.25E+03
	2.27
	0.86
	1.06E-06
	1.20E-02
	9.16E-04

	1013
	H C02946
	4-Acetamidobutanoic acid
	Mass, RT, Spectral match
	145.07363
	2.155
	6.13E+05
	3.91E+05
	1.57
	0.63
	7.77E-03
	2.10E-02
	0.00E+00
	5.88E+05
	6.45E+05
	1.10
	0.67
	4.95E-01
	1.30E-02
	0.00E+00
	8.62E+05
	5.71E+05
	1.51
	0.68
	7.00E-02
	1.30E-02
	0.00E+00

	1014
	H C02937
	Indole-3-acetaldoxime
	Mass,RT
	174.07865
	2.155
	2.39E+04
	3.09E+04
	0.78
	0.61
	3.71E-02
	2.20E-02
	0.00E+00
	2.03E+04
	2.88E+04
	1.42
	0.81
	4.74E-02
	1.40E-02
	8.19E-05
	3.18E+04
	2.26E+04
	1.40
	0.67
	5.96E-02
	1.40E-02
	2.27E-05

	1015
	H C02923
	3-Methylcatechol;3-Methyl-1_2-benzenediol
	Mass,RT
	124.05211
	2.155
	9.26E+03
	3.10E+03
	2.99
	0.65
	3.02E-03
	2.30E-02
	0.00E+00
	2.83E+03
	1.78E+04
	6.30
	0.97
	1.52E-10
	1.50E-02
	2.80E-03
	4.48E+03
	1.01E+04
	0.45
	0.54
	4.62E-01
	1.50E-02
	4.17E-05

	1016
	H C02918
	1-Methylnicoti mide
	Mass, RT, Spectral match
	136.06322
	2.155
	1.16E+04
	1.05E+04
	1.10
	0.53
	7.49E-01
	2.40E-02
	0.00E+00
	1.22E+04
	1.09E+04
	0.89
	0.55
	2.34E-01
	1.60E-02
	0.00E+00
	1.14E+04
	1.17E+04
	0.97
	0.58
	4.35E-01
	1.60E-02
	0.00E+00

	1017
	H C02915
	(S)-N-Methylca dine
	Mass,RT
	353.1615
	2.155
	1.01E+03
	1.23E+03
	0.82
	0.54
	3.03E-01
	2.50E-02
	0.00E+00
	1.12E+03
	8.61E+02
	0.77
	0.69
	8.64E-02
	1.70E-02
	2.00E-05
	9.75E+02
	1.02E+03
	0.96
	0.50
	7.39E-01
	1.70E-02
	2.12E-05

	1018
	H C02890
	Tetrahydropalmatine
	Mass,RT
	355.17671
	2.155
	3.40E+03
	2.36E+03
	1.44
	0.62
	6.52E-02
	2.60E-02
	1.66E-04
	4.57E+03
	1.83E+03
	0.40
	0.81
	1.41E-07
	1.80E-02
	1.16E-03
	1.96E+03
	3.64E+03
	0.54
	0.71
	3.69E-02
	1.80E-02
	0.00E+00

	1019
	H C02862
	Butyryl-L-carnitine
	Mass,RT
	231.14612
	2.155
	1.30E+06
	9.65E+05
	1.35
	0.57
	5.53E-01
	2.70E-02
	1.62E-04
	1.37E+06
	1.21E+06
	0.88
	0.51
	3.31E-01
	1.90E-02
	0.00E+00
	6.89E+05
	1.40E+06
	0.49
	0.65
	8.90E-02
	1.90E-02
	0.00E+00

	1020
	H C02846
	N,N-Dimethylaniline
	Mass, RT, Spectral match
	121.08889
	2.155
	9.30E+05
	7.60E+05
	1.22
	0.54
	4.22E-01
	2.80E-02
	0.00E+00
	9.60E+05
	8.90E+05
	0.93
	0.51
	7.87E-01
	2.00E-02
	0.00E+00
	9.11E+05
	9.33E+05
	0.98
	0.51
	9.72E-01
	2.00E-02
	0.00E+00

	1021
	H C02838
	L-Octanoylcarnitine
	Mass,RT
	287.20831
	2.155
	2.00E+06
	1.96E+06
	1.02
	0.52
	1.63E-01
	2.90E-02
	0.00E+00
	2.82E+06
	9.13E+05
	0.32
	0.60
	2.20E-01
	2.10E-02
	0.00E+00
	6.44E+05
	2.23E+06
	0.29
	0.55
	5.64E-01
	2.10E-02
	0.00E+00

	1022
	H C02803
	4-Nitroacetophenone
	Mass,RT
	165.04196
	2.155
	8.82E+04
	3.70E+04
	2.39
	0.63
	1.36E-02
	3.00E-02
	5.13E-05
	1.39E+05
	2.10E+04
	0.15
	0.99
	2.23E-17
	2.20E-02
	5.29E-03
	2.84E+04
	9.82E+04
	0.29
	0.72
	3.56E-02
	2.20E-02
	0.00E+00

	1023
	H C02794
	3-Hydroxykynurenine
	Mass,RT
	224.07903
	2.155
	1.29E+04
	1.18E+04
	1.10
	0.58
	1.77E-01
	3.10E-02
	0.00E+00
	1.40E+04
	1.14E+04
	0.81
	0.56
	7.60E-03
	2.30E-02
	1.92E-05
	1.09E+04
	1.32E+04
	0.82
	0.65
	7.63E-02
	2.30E-02
	0.00E+00

	1024
	H C02777
	2,5-Dioxopiperazine
	Mass
	NA
	1.866
	5.53E+06
	3.41E+06
	1.62
	0.62
	1.32E-01
	3.20E-02
	0.00E+00
	5.78E+06
	5.19E+06
	0.90
	0.52
	6.57E-02
	2.40E-02
	0.00E+00
	6.57E+06
	5.35E+06
	1.23
	0.56
	1.06E-01
	2.40E-02
	0.00E+00

	1025
	H C02774
	10-hydroxy capric acid
	Mass
	NA
	3.504
	1.75E+05
	2.39E+05
	0.73
	0.51
	9.75E-01
	3.30E-02
	0.00E+00
	1.65E+05
	1.87E+05
	1.14
	0.69
	1.87E-01
	2.50E-02
	1.85E-05
	3.61E+05
	1.43E+05
	2.52
	0.61
	9.76E-02
	2.50E-02
	0.00E+00

	1026
	H C02771
	1,2-Dihydrosantonin
	Mass
	NA
	2.324
	4.74E+03
	9.02E+03
	0.53
	0.64
	6.86E-03
	3.40E-02
	4.55E-05
	5.16E+03
	4.19E+03
	0.81
	0.56
	4.98E-01
	2.60E-02
	0.00E+00
	2.77E+03
	5.07E+03
	0.55
	0.68
	9.85E-02
	2.60E-02
	0.00E+00

	1027
	H C02727
	N6-Acetyl-L-lysine
	Mass, RT, Spectral match
	188.11532
	2.155
	1.17E+04
	1.30E+04
	0.90
	0.56
	2.90E-01
	3.50E-02
	0.00E+00
	1.14E+04
	1.21E+04
	1.07
	0.73
	5.79E-01
	2.70E-02
	2.38E-05
	1.61E+04
	1.10E+04
	1.47
	0.82
	7.82E-04
	2.70E-02
	0.00E+00

	1028
	H C02726
	N4-Phosphoagmatine
	Mass,RT
	210.08879
	2.155
	2.25E+05
	6.08E+04
	3.71
	0.51
	4.36E-01
	3.60E-02
	0.00E+00
	3.75E+05
	2.66E+04
	0.07
	0.69
	3.49E-04
	2.80E-02
	8.89E-05
	4.19E+04
	2.56E+05
	0.16
	0.52
	6.31E-01
	2.80E-02
	0.00E+00

	1029
	H C02724
	N-Methylpyridinium
	Mass,RT
	93.05771
	2.155
	6.42E+04
	1.46E+04
	4.41
	0.87
	1.21E-11
	3.70E-02
	2.71E-03
	8.20E+04
	4.04E+04
	0.49
	0.60
	2.85E-02
	2.90E-02
	0.00E+00
	4.67E+04
	6.71E+04
	0.70
	0.52
	8.26E-01
	2.90E-02
	0.00E+00

	1030
	H C02712
	N-Acetyl-L-methionine
	Mass,RT
	191.06096
	2.155
	1.10E+04
	1.65E+04
	0.67
	0.72
	5.88E-05
	3.80E-02
	0.00E+00
	1.01E+04
	1.23E+04
	1.21
	0.74
	1.31E-01
	3.00E-02
	7.94E-05
	1.67E+04
	1.01E+04
	1.65
	0.78
	1.35E-03
	3.00E-02
	4.27E-04

	1031
	H C02679
	Laurate
	Mass,RT
	200.17676
	2.155
	2.38E+03
	1.77E+03
	1.34
	0.59
	9.72E-02
	3.90E-02
	2.37E-04
	2.67E+03
	2.01E+03
	0.75
	0.56
	9.18E-01
	3.10E-02
	0.00E+00
	2.33E+03
	2.39E+03
	0.97
	0.50
	6.13E-01
	3.10E-02
	3.45E-05

	1032
	H C02678
	Dodecanedioic acid
	Mass, RT, Spectral match
	230.15132
	2.155
	1.31E+05
	5.69E+04
	2.30
	0.61
	1.61E-02
	4.00E-02
	0.00E+00
	1.54E+05
	1.00E+05
	0.65
	0.58
	9.31E-01
	3.20E-02
	0.00E+00
	1.35E+05
	1.30E+05
	1.03
	0.52
	6.02E-01
	3.20E-02
	1.92E-05

	1033
	H C02666
	Coniferylaldehyde
	Mass,RT
	178.06227
	2.155
	3.67E+04
	1.02E+05
	0.36
	0.77
	5.43E-07
	4.10E-02
	7.40E-04
	4.71E+04
	2.28E+04
	0.48
	0.73
	2.70E-04
	3.30E-02
	4.22E-05
	2.64E+04
	3.84E+04
	0.69
	0.60
	3.15E-01
	3.30E-02
	0.00E+00

	1034
	H C02656
	[FAhydroxy_oxo(7:0/2:0)]4-hydroxy-2-oxo-Heptanedioicacid
	Mass,RT
	190.04684
	2.155
	2.68E+04
	3.26E+04
	0.82
	0.61
	6.82E-02
	4.20E-02
	2.34E-04
	3.69E+04
	1.34E+04
	0.36
	0.75
	1.09E-06
	3.40E-02
	2.41E-04
	8.38E+03
	2.99E+04
	0.28
	0.88
	2.41E-04
	3.40E-02
	2.04E-04

	1035
	H C02655
	6-Acetyl-D-glucose
	Mass,RT
	222.07345
	2.155
	2.52E+05
	2.34E+05
	1.08
	0.53
	7.21E-01
	4.30E-02
	4.76E-05
	1.67E+05
	3.67E+05
	2.20
	0.50
	9.41E-01
	3.50E-02
	0.00E+00
	5.68E+04
	2.85E+05
	0.20
	0.80
	1.83E-03
	3.50E-02
	0.00E+00

	1036
	H C02648
	4-Hydroxy-2-buty l
	Mass,RT
	84.02126
	2.155
	8.26E+05
	4.91E+05
	1.68
	0.66
	7.74E-04
	4.40E-02
	2.21E-06
	8.44E+05
	8.02E+05
	0.95
	0.59
	5.32E-01
	3.60E-02
	0.00E+00
	1.14E+06
	7.73E+05
	1.48
	0.53
	5.12E-01
	3.60E-02
	8.00E-05

	1037
	H C02636
	3-Dehydrocarnitine
	Mass,RT
	159.08887
	2.155
	6.55E+04
	1.51E+05
	0.43
	0.77
	2.43E-06
	4.50E-02
	3.64E-04
	4.78E+04
	8.90E+04
	1.86
	0.77
	6.94E-03
	3.70E-02
	1.70E-04
	1.35E+05
	5.38E+04
	2.52
	0.79
	4.09E-04
	3.70E-02
	1.62E-04

	1038
	H C02633
	20-Hydroxyecdysone
	Mass,RT
	480.30808
	2.155
	1.25E+04
	7.51E+03
	1.67
	0.57
	2.97E-01
	4.60E-02
	0.00E+00
	1.41E+04
	1.04E+04
	0.74
	0.62
	8.29E-01
	3.80E-02
	5.00E-05
	5.58E+03
	1.37E+04
	0.41
	0.51
	9.01E-01
	3.80E-02
	6.47E-05

	1039
	H C02621
	13-Hydroxylupanine
	Mass,RT
	264.18254
	2.155
	8.79E+03
	1.85E+03
	4.76
	0.72
	9.81E-05
	4.70E-02
	6.37E-04
	1.42E+04
	1.63E+03
	0.12
	0.92
	9.00E-10
	3.90E-02
	4.10E-03
	1.53E+03
	1.00E+04
	0.15
	0.80
	2.66E-03
	3.90E-02
	0.00E+00

	1040
	H C02604
	alpha-L-Arabinose
	Mass,RT
	150.05219
	2.155
	4.96E+06
	1.42E+06
	3.50
	0.70
	4.40E-03
	4.80E-02
	0.00E+00
	6.58E+06
	2.81E+06
	0.43
	0.78
	3.00E-05
	4.00E-02
	7.41E-05
	5.35E+06
	4.90E+06
	1.09
	0.65
	2.04E-02
	4.00E-02
	4.00E-05

	1041
	H C02593
	Tetradecanoyl-CoA
	Mass,RT
	977.30925
	2.155
	4.20E+03
	6.71E+03
	0.63
	0.55
	2.72E-01
	4.90E-02
	0.00E+00
	4.87E+03
	3.31E+03
	0.68
	0.53
	1.99E-01
	4.10E-02
	0.00E+00
	3.63E+03
	4.29E+03
	0.85
	0.53
	7.05E-01
	4.10E-02
	0.00E+00

	1042
	H C02572
	O-Feruloylqui te
	Mass,RT
	368.11203
	2.155
	2.32E+05
	2.40E+05
	0.97
	0.53
	2.85E-01
	5.00E-02
	1.08E-04
	2.26E+05
	2.39E+05
	1.06
	0.51
	4.85E-02
	4.20E-02
	0.00E+00
	2.87E+05
	2.23E+05
	1.29
	0.56
	5.51E-03
	4.20E-02
	1.85E-05

	1043
	H C02571
	Acetyl-L-carnitine
	Mass,RT
	203.11481
	2.155
	1.99E+07
	1.18E+07
	1.68
	0.54
	2.70E-01
	1.00E-03
	0.00E+00
	2.52E+07
	1.27E+07
	0.50
	0.51
	7.98E-01
	4.30E-02
	0.00E+00
	1.77E+07
	2.02E+07
	0.87
	0.63
	6.68E-01
	4.30E-02
	0.00E+00

	1044
	H C02567
	N1-Acetylspermine
	Mass,RT
	244.22538
	2.155
	1.08E+04
	7.27E+03
	1.48
	0.56
	5.50E-01
	2.00E-03
	0.00E+00
	4.25E+03
	1.95E+04
	4.59
	0.80
	5.56E-03
	4.40E-02
	1.40E-04
	3.14E+03
	1.21E+04
	0.26
	0.72
	5.70E-02
	4.40E-02
	3.70E-05

	1045
	H C02513
	3-Dehydroecdysone
	Mass,RT
	462.29732
	2.155
	4.62E+04
	1.12E+04
	4.13
	0.84
	4.83E-10
	3.00E-03
	8.37E-04
	5.82E+04
	3.03E+04
	0.52
	0.67
	6.77E-03
	4.50E-02
	3.70E-05
	2.13E+04
	5.04E+04
	0.42
	0.75
	2.98E-02
	4.50E-02
	3.45E-05

	1046
	H C02502
	2-Hydroxypyridine
	Mass,RT
	95.03727
	2.155
	7.57E+05
	7.21E+05
	1.05
	0.54
	4.16E-01
	4.00E-03
	0.00E+00
	7.49E+05
	7.69E+05
	1.03
	0.64
	9.31E-01
	4.60E-02
	0.00E+00
	6.17E+05
	7.81E+05
	0.79
	0.59
	2.67E-01
	4.60E-02
	0.00E+00

	1047
	H C02495
	2'-Hydroxydaidzein
	Mass, RT, Spectral match
	270.05217
	2.155
	1.37E+04
	1.29E+04
	1.06
	0.52
	5.45E-01
	5.00E-03
	2.36E-04
	1.61E+04
	1.06E+04
	0.66
	0.52
	1.64E-01
	4.70E-02
	0.00E+00
	5.81E+03
	1.51E+04
	0.39
	0.71
	3.67E-02
	4.70E-02
	0.00E+00

	1048
	H C02494
	1-Methyladenosine
	Mass,RT
	281.11117
	2.155
	4.30E+04
	4.10E+04
	1.05
	0.57
	6.20E-01
	6.00E-03
	0.00E+00
	6.16E+04
	1.81E+04
	0.29
	0.73
	8.03E-04
	4.80E-02
	2.46E-04
	1.14E+04
	4.82E+04
	0.24
	0.73
	5.00E-02
	4.80E-02
	4.29E-05

	1049
	H C02485
	(-)-Isopiperitenone
	Mass,RT
	150.10384
	2.155
	4.00E+04
	4.67E+04
	0.86
	0.55
	8.40E-01
	7.00E-03
	3.59E-05
	5.62E+04
	1.83E+04
	0.33
	0.73
	3.37E-03
	4.90E-02
	1.51E-04
	1.18E+04
	4.47E+04
	0.26
	0.82
	1.35E-02
	4.90E-02
	2.08E-05

	1050
	H C02470
	Xanthurenic acid
	Mass,RT
	205.03765
	2.155
	1.65E+04
	1.07E+04
	1.55
	0.70
	1.13E-03
	8.00E-03
	4.34E-04
	1.67E+04
	1.63E+04
	0.97
	0.61
	2.17E-01
	5.00E-02
	1.79E-05
	1.73E+04
	1.64E+04
	1.06
	0.56
	2.08E-01
	5.00E-02
	1.20E-04

	1051
	H C02455
	1-Phenylethylamine
	Mass,RT
	121.08899
	2.155
	4.05E+04
	8.68E+04
	0.47
	0.73
	2.35E-05
	9.00E-03
	1.49E-04
	5.18E+04
	2.56E+04
	0.49
	0.76
	3.35E-06
	1.00E-03
	2.09E-04
	2.67E+04
	4.29E+04
	0.62
	0.67
	6.60E-02
	1.00E-03
	5.49E-05

	1052
	H C02445
	Nonane
	Mass
	NA
	1.929
	3.11E+05
	2.42E+05
	1.29
	0.57
	5.06E-01
	1.00E-02
	9.38E-05
	3.05E+05
	3.20E+05
	1.05
	0.50
	3.75E-01
	2.00E-03
	0.00E+00
	4.63E+05
	2.86E+05
	1.62
	0.57
	7.45E-01
	2.00E-03
	1.72E-04

	1053
	H C02427
	L-Homocitrulline
	Mass,RT
	189.11054
	2.155
	3.81E+04
	7.65E+04
	0.50
	0.67
	6.60E-04
	1.10E-02
	0.00E+00
	4.01E+04
	3.54E+04
	0.88
	0.50
	1.62E-01
	3.00E-03
	1.12E-04
	2.10E+04
	4.10E+04
	0.51
	0.75
	1.17E-02
	3.00E-03
	8.03E-04

	1054
	H C02395
	Cyclohex-2-enone
	Mass,RT
	96.05741
	2.155
	3.67E+05
	7.05E+05
	0.52
	0.66
	3.80E-03
	1.20E-02
	5.13E-05
	4.10E+05
	3.11E+05
	0.76
	0.51
	6.70E-02
	4.00E-03
	2.00E-05
	2.94E+05
	3.79E+05
	0.77
	0.50
	6.47E-01
	4.00E-03
	0.00E+00

	1055
	H C02372
	4-Aminophenol
	Mass,RT
	109.05257
	2.155
	2.31E+05
	1.22E+05
	1.90
	0.66
	9.78E-03
	1.30E-02
	0.00E+00
	1.37E+05
	3.56E+05
	2.60
	0.86
	7.76E-04
	5.00E-03
	3.16E-04
	1.45E+05
	2.45E+05
	0.59
	0.57
	3.74E-01
	5.00E-03
	4.35E-05

	1056
	H C02367
	3-Oxododecanoicacid
	Mass,RT
	214.15616
	2.155
	3.24E+05
	1.26E+05
	2.57
	0.60
	7.16E-02
	1.40E-02
	1.05E-04
	2.79E+05
	3.83E+05
	1.38
	0.55
	8.14E-01
	6.00E-03
	0.00E+00
	5.05E+04
	3.69E+05
	0.14
	0.52
	7.30E-01
	6.00E-03
	0.00E+00

	1057
	H C02366
	3-Methyloxindole
	Mass,RT
	147.06797
	2.155
	2.05E+05
	1.73E+05
	1.19
	0.63
	6.68E-02
	1.50E-02
	4.55E-05
	3.16E+05
	5.68E+04
	0.18
	0.87
	5.07E-09
	7.00E-03
	5.40E-04
	1.02E+05
	2.22E+05
	0.46
	0.51
	6.96E-01
	7.00E-03
	4.17E-05

	1058
	H C02348
	(R)(-)-Allantoin
	Mass,RT
	158.04407
	2.155
	5.39E+04
	1.24E+05
	0.43
	0.65
	7.95E-03
	1.60E-02
	0.00E+00
	2.84E+04
	8.79E+04
	3.09
	0.63
	1.98E-01
	8.00E-03
	1.85E-05
	1.77E+05
	3.33E+04
	5.33
	0.51
	4.62E-01
	8.00E-03
	1.27E-04

	1059
	H C02253
	Benzoylagmatine
	Mass,RT
	234.14696
	2.155
	2.38E+05
	2.28E+05
	1.04
	0.51
	6.71E-01
	1.70E-02
	0.00E+00
	2.74E+05
	1.89E+05
	0.69
	0.58
	6.67E-02
	9.00E-03
	0.00E+00
	1.88E+05
	2.46E+05
	0.76
	0.59
	1.09E-01
	9.00E-03
	1.79E-05

	1060
	H C02243
	8-Oxocoformycin
	Mass,RT
	282.09548
	2.155
	1.10E+04
	5.42E+03
	2.04
	0.76
	6.31E-05
	1.80E-02
	8.13E-04
	8.27E+03
	1.48E+04
	1.78
	0.73
	2.28E-01
	1.00E-02
	2.70E-04
	9.40E+03
	1.13E+04
	0.83
	0.58
	1.24E-01
	1.00E-02
	0.00E+00

	1061
	H C02240
	5-Valerolactone
	Mass,RT
	100.05215
	2.155
	3.35E+07
	2.34E+07
	1.43
	0.62
	2.49E-01
	1.90E-02
	1.50E-04
	3.38E+07
	3.30E+07
	0.98
	0.53
	5.97E-02
	1.10E-02
	2.08E-05
	3.64E+07
	3.30E+07
	1.10
	0.54
	3.84E-02
	1.10E-02
	0.00E+00

	1062
	H C02224
	2-Methylcholine
	Mass, RT, Spectral match
	117.11516
	2.155
	7.75E+04
	7.29E+04
	1.06
	0.52
	9.82E-01
	2.00E-02
	5.56E-05
	8.66E+04
	6.55E+04
	0.76
	0.62
	3.12E-02
	1.20E-02
	0.00E+00
	7.59E+04
	7.78E+04
	0.98
	0.56
	3.50E-01
	1.20E-02
	0.00E+00

	1063
	H C02220
	2-Aminomuconate
	Mass,RT
	157.03699
	2.155
	3.48E+03
	3.78E+03
	0.92
	0.53
	6.29E-01
	2.10E-02
	0.00E+00
	3.52E+03
	3.42E+03
	0.97
	0.58
	6.65E-01
	1.30E-02
	0.00E+00
	5.18E+03
	3.20E+03
	1.62
	0.69
	3.86E-02
	1.30E-02
	0.00E+00

	1064
	H C02218
	2-Aminoacrylate
	Mass,RT
	87.03175
	2.155
	1.23E+06
	1.18E+06
	1.04
	0.51
	9.71E-01
	2.20E-02
	0.00E+00
	1.10E+06
	1.40E+06
	1.27
	0.52
	5.64E-01
	1.40E-02
	2.88E-04
	1.71E+06
	1.15E+06
	1.50
	0.55
	9.71E-01
	1.40E-02
	1.92E-05

	1065
	H C02217
	10-Oxodecanoate
	Mass,RT
	186.12517
	2.155
	5.19E+04
	3.66E+04
	1.42
	0.57
	2.80E-01
	2.30E-02
	0.00E+00
	4.49E+04
	6.12E+04
	1.36
	0.68
	2.23E-01
	1.50E-02
	0.00E+00
	1.57E+04
	5.79E+04
	0.27
	0.63
	2.82E-01
	1.50E-02
	1.79E-05

	1066
	H C02140
	Corticosterone
	Mass, RT, Spectral match
	346.21302
	2.155
	2.15E+04
	1.84E+04
	1.17
	0.52
	4.99E-01
	2.40E-02
	0.00E+00
	2.75E+04
	1.35E+04
	0.49
	0.54
	8.35E-02
	1.60E-02
	0.00E+00
	8.46E+03
	2.37E+04
	0.36
	0.65
	9.40E-02
	1.60E-02
	0.00E+00

	1067
	H C02139
	Chlorophyllide a
	Mass,RT
	614.2359
	2.155
	8.54E+04
	3.32E+04
	2.58
	0.68
	2.37E-03
	2.50E-02
	1.82E-04
	9.89E+04
	6.74E+04
	0.68
	0.53
	9.25E-01
	1.70E-02
	0.00E+00
	9.63E+04
	8.36E+04
	1.15
	0.52
	8.19E-01
	1.70E-02
	0.00E+00

	1068
	H C02135
	AngiotensinII
	Mass,RT
	1045.53611
	2.155
	3.04E+04
	3.13E+03
	9.71
	0.82
	1.89E-07
	2.60E-02
	1.56E-03
	1.21E+04
	5.47E+04
	4.52
	0.74
	1.68E-01
	1.80E-02
	0.00E+00
	1.52E+05
	1.01E+04
	14.95
	0.74
	4.66E-04
	1.80E-02
	4.76E-05

	1069
	H C02126
	4-Nitroaniline
	Mass,RT
	138.04248
	2.155
	3.64E+05
	3.43E+05
	1.06
	0.51
	8.84E-01
	2.70E-02
	0.00E+00
	4.41E+05
	2.61E+05
	0.59
	0.56
	2.29E-02
	1.90E-02
	4.69E-05
	1.92E+05
	3.93E+05
	0.49
	0.61
	2.22E-01
	1.90E-02
	0.00E+00

	1070
	H C02117
	2-Oxophytanate
	Mass,RT
	326.28191
	2.155
	2.65E+03
	2.05E+03
	1.29
	0.61
	1.89E-01
	2.80E-02
	0.00E+00
	2.98E+03
	2.20E+03
	0.74
	0.51
	8.22E-01
	2.00E-02
	1.71E-05
	2.00E+03
	2.75E+03
	0.73
	0.63
	8.79E-01
	2.00E-02
	0.00E+00

	1071
	H C02115
	2-Methylserine
	Mass,RT
	119.05815
	2.155
	5.32E+05
	3.75E+05
	1.42
	0.61
	3.21E-02
	2.90E-02
	0.00E+00
	3.43E+05
	7.84E+05
	2.29
	0.86
	2.83E-06
	2.10E-02
	3.29E-04
	1.17E+06
	4.26E+05
	2.75
	0.77
	3.82E-04
	2.10E-02
	1.64E-04

	1072
	H C02076
	Sedoheptulose
	Mass,RT
	210.07349
	2.155
	6.17E+05
	6.04E+05
	1.02
	0.55
	4.02E-01
	3.00E-02
	1.06E-05
	8.04E+05
	3.68E+05
	0.46
	0.73
	6.02E-05
	2.20E-02
	4.10E-04
	6.51E+05
	6.12E+05
	1.06
	0.59
	2.93E-01
	2.20E-02
	0.00E+00

	1073
	H C02067
	Pseudouridine
	Mass,RT
	244.06912
	2.155
	5.93E+05
	3.73E+05
	1.59
	0.63
	3.73E-01
	3.10E-02
	1.46E-04
	5.95E+05
	5.92E+05
	0.99
	0.55
	9.30E-03
	2.30E-02
	1.03E-04
	7.23E+05
	5.72E+05
	1.26
	0.57
	7.96E-03
	2.30E-02
	7.71E-05

	1074
	H C02009
	Benzimidazole
	Mass,RT
	118.05294
	2.155
	1.99E+03
	1.63E+03
	1.22
	0.64
	5.36E-03
	3.20E-02
	4.65E-05
	1.97E+03
	2.02E+03
	1.03
	0.70
	9.13E-01
	2.40E-02
	3.58E-05
	2.51E+03
	1.90E+03
	1.32
	0.64
	5.52E-02
	2.40E-02
	8.35E-05

	1075
	H C01990
	3-Oxalomalate
	Mass,RT
	206.00587
	2.155
	1.10E+05
	8.71E+04
	1.26
	0.51
	8.89E-01
	3.30E-02
	0.00E+00
	1.18E+05
	9.84E+04
	0.83
	0.60
	1.66E-02
	2.50E-02
	4.59E-05
	1.16E+05
	1.09E+05
	1.07
	0.59
	2.87E-01
	2.50E-02
	0.00E+00

	1076
	H C01984
	DL-Mandelic acid
	Mass, RT, Spectral match
	152.04667
	2.155
	6.27E+04
	2.35E+04
	2.66
	0.79
	8.15E-08
	3.40E-02
	1.09E-03
	3.53E+04
	9.94E+04
	2.82
	0.91
	3.57E-08
	2.60E-02
	1.99E-03
	3.41E+04
	6.75E+04
	0.51
	0.68
	1.06E-01
	2.60E-02
	0.00E+00

	1077
	H C01948
	Pentadecanal
	Mass,RT
	226.2295
	2.155
	1.52E+04
	1.44E+04
	1.06
	0.52
	3.76E-01
	3.50E-02
	0.00E+00
	1.75E+04
	1.23E+04
	0.70
	0.52
	9.22E-01
	2.70E-02
	0.00E+00
	1.59E+04
	1.51E+04
	1.05
	0.57
	3.98E-01
	2.70E-02
	0.00E+00

	1078
	H C01933
	L-Norleucine
	Mass, RT, Spectral match
	131.09427
	2.155
	6.88E+06
	1.39E+07
	0.49
	0.64
	9.30E-02
	3.60E-02
	1.53E-04
	5.90E+06
	8.19E+06
	1.39
	0.51
	6.55E-01
	2.80E-02
	5.56E-05
	1.43E+07
	5.65E+06
	2.53
	0.51
	9.33E-01
	2.80E-02
	1.25E-04

	1079
	H C01924
	Homoarginine
	Mass,RT
	188.12662
	2.155
	2.31E+04
	2.82E+04
	0.82
	0.60
	4.14E-02
	3.70E-02
	2.56E-04
	2.50E+04
	2.06E+04
	0.82
	0.54
	1.31E-02
	2.90E-02
	0.00E+00
	2.42E+04
	2.30E+04
	1.05
	0.53
	1.61E-01
	2.90E-02
	1.33E-04

	1080
	H C01921
	Glycocholicacid
	Mass,RT
	465.3077
	2.155
	8.08E+07
	2.47E+07
	3.28
	0.64
	1.57E-02
	3.80E-02
	8.99E-06
	1.04E+08
	5.05E+07
	0.49
	0.55
	5.21E-01
	3.00E-02
	0.00E+00
	1.03E+07
	9.26E+07
	0.11
	0.67
	2.07E-01
	3.00E-02
	0.00E+00

	1081
	H C01905
	D-Asparagine
	Mass,RT
	132.05312
	2.155
	7.55E+04
	5.32E+04
	1.42
	0.67
	2.43E-03
	3.90E-02
	4.44E-05
	6.74E+04
	8.63E+04
	1.28
	0.76
	1.82E-01
	3.10E-02
	8.29E-05
	1.32E+05
	6.61E+04
	1.99
	0.78
	8.26E-04
	3.10E-02
	1.27E-04

	1082
	H C01904
	D-Arabitol
	Mass,RT
	152.06807
	2.155
	5.99E+03
	4.28E+03
	1.40
	0.64
	4.53E-03
	4.00E-02
	5.13E-05
	6.14E+03
	5.80E+03
	0.95
	0.58
	1.88E-01
	3.20E-02
	1.59E-05
	8.01E+03
	5.66E+03
	1.42
	0.54
	4.71E-01
	3.20E-02
	1.92E-05

	1083
	H C01893
	Biotin amide
	Mass
	NA
	1.878
	4.57E+04
	2.66E+03
	17.17
	0.94
	2.58E-13
	4.10E-02
	2.01E-03
	7.51E+04
	6.55E+03
	0.09
	0.95
	1.72E-07
	3.30E-02
	3.38E-03
	8.41E+03
	5.19E+04
	0.16
	0.75
	2.45E-02
	3.30E-02
	5.91E-04

	1084
	H C01879
	L-Pyroglutamic acid
	Mass, RT, Spectral match
	129.042221
	2.155
	9.09E+04
	8.21E+04
	1.11
	0.51
	8.00E-01
	4.20E-02
	0.00E+00
	8.09E+04
	1.04E+05
	1.29
	0.65
	6.83E-01
	3.40E-02
	0.00E+00
	1.78E+05
	7.64E+04
	2.32
	0.68
	7.28E-03
	3.40E-02
	7.27E-04

	1085
	H C01853
	Stipitatate
	Mass,RT
	182.02106
	2.155
	4.69E+03
	4.89E+03
	0.96
	0.50
	8.92E-01
	4.30E-02
	0.00E+00
	4.90E+03
	4.41E+03
	0.90
	0.66
	2.51E-01
	3.50E-02
	0.00E+00
	4.78E+03
	4.67E+03
	1.02
	0.52
	9.78E-01
	3.50E-02
	0.00E+00

	1086
	H C01829
	Thyroxine;3_3'_5_5''-Tetraiodo-L-thyronine
	Mass,RT
	776.68604
	2.155
	5.91E+04
	5.17E+04
	1.14
	0.53
	9.69E-01
	4.40E-02
	0.00E+00
	8.19E+04
	2.88E+04
	0.35
	0.50
	3.11E-01
	3.60E-02
	0.00E+00
	1.53E+04
	6.64E+04
	0.23
	0.56
	4.43E-01
	3.60E-02
	2.35E-05

	1087
	H C01799
	[FAamino(5:0)]2S-amino-pentanoicacid
	Mass,RT
	117.07868
	2.155
	5.09E+07
	2.91E+07
	1.75
	0.67
	1.04E-01
	4.50E-02
	1.26E-04
	5.36E+07
	4.73E+07
	0.88
	0.51
	3.54E-02
	3.70E-02
	3.33E-05
	5.39E+07
	5.04E+07
	1.07
	0.55
	3.56E-02
	3.70E-02
	7.74E-06

	1088
	H C01796
	D-(-)-Erythrose;L-Threose
	Mass,RT
	120.04212
	2.155
	2.65E+04
	2.65E+04
	1.00
	0.59
	3.11E-01
	4.60E-02
	1.11E-04
	2.16E+04
	3.31E+04
	1.53
	0.56
	9.55E-01
	3.80E-02
	0.00E+00
	6.44E+04
	2.02E+04
	3.19
	0.54
	3.68E-02
	3.80E-02
	7.22E-05

	1089
	H C01772
	2-coumarate
	Mass,RT
	164.0467
	2.155
	1.08E+07
	5.88E+06
	1.84
	0.52
	7.23E-01
	4.70E-02
	0.00E+00
	1.38E+07
	6.86E+06
	0.50
	0.56
	1.54E-01
	3.90E-02
	4.00E-05
	6.46E+06
	1.15E+07
	0.56
	0.60
	2.44E-01
	3.90E-02
	1.92E-05

	1090
	H C01770
	Gamma-Butyrolactone
	Mass
	NA
	1.954
	6.82E+05
	4.46E+05
	1.53
	0.66
	1.62E-02
	4.80E-02
	1.05E-04
	7.14E+05
	6.38E+05
	0.89
	0.63
	5.38E-01
	4.00E-02
	2.08E-05
	5.03E+05
	7.11E+05
	0.71
	0.62
	4.56E-02
	4.00E-02
	0.00E+00

	1091
	H C01727
	Lumichrome
	Mass,RT
	242.07945
	2.155
	2.83E+03
	4.24E+03
	0.67
	0.64
	6.98E-03
	4.90E-02
	4.88E-05
	2.99E+03
	2.62E+03
	0.88
	0.54
	4.08E-01
	4.10E-02
	0.00E+00
	3.36E+03
	2.75E+03
	1.22
	0.61
	4.18E-01
	4.10E-02
	3.57E-05

	1092
	H C01726
	D-Lombricine
	Mass,RT
	270.07291
	2.155
	3.22E+03
	3.47E+03
	0.93
	0.54
	4.22E-01
	5.00E-02
	0.00E+00
	3.26E+03
	3.16E+03
	0.97
	0.68
	4.44E-01
	4.20E-02
	0.00E+00
	3.50E+03
	3.17E+03
	1.10
	0.51
	7.70E-01
	4.20E-02
	0.00E+00

	1093
	H C01629
	10_16-Dihydroxyhexadecanoicacid
	Mass,RT
	288.22965
	2.155
	1.21E+04
	1.20E+04
	1.01
	0.52
	5.82E-01
	1.00E-03
	0.00E+00
	1.45E+04
	8.79E+03
	0.61
	0.54
	7.02E-01
	4.30E-02
	5.49E-05
	9.54E+03
	1.25E+04
	0.76
	0.55
	8.51E-01
	4.30E-02
	5.36E-05

	1094
	H C01618
	Testolate
	Mass,RT
	320.19835
	2.155
	7.08E+03
	5.95E+03
	1.19
	0.54
	4.13E-01
	2.00E-03
	4.44E-05
	8.70E+03
	4.92E+03
	0.57
	0.52
	5.52E-01
	4.40E-02
	0.00E+00
	5.99E+03
	7.26E+03
	0.82
	0.53
	7.62E-01
	4.40E-02
	0.00E+00

	1095
	H C01606
	Phthalic acid
	Mass
	NA
	5.737
	1.77E+04
	1.57E+04
	1.12
	0.58
	1.42E-01
	3.00E-03
	2.75E-04
	1.91E+04
	1.57E+04
	0.82
	0.60
	5.06E-02
	4.50E-02
	0.00E+00
	1.58E+04
	1.80E+04
	0.88
	0.59
	2.06E-01
	4.50E-02
	0.00E+00

	1096
	H C01601
	Pelargonic acid
	Mass
	NA
	1.981
	1.53E+06
	8.89E+05
	1.73
	0.59
	2.05E-01
	4.00E-03
	0.00E+00
	1.27E+06
	1.89E+06
	1.49
	0.57
	8.98E-01
	4.60E-02
	0.00E+00
	3.08E+06
	1.28E+06
	2.41
	0.56
	7.90E-01
	4.60E-02
	0.00E+00

	1097
	H C01596
	Maleamate
	Mass,RT
	115.02644
	2.155
	5.49E+06
	6.91E+06
	0.80
	0.52
	3.20E-01
	5.00E-03
	0.00E+00
	6.24E+06
	4.50E+06
	0.72
	0.62
	8.85E-03
	4.70E-02
	0.00E+00
	4.99E+06
	5.58E+06
	0.90
	0.60
	1.90E-02
	4.70E-02
	1.92E-05

	1098
	H C01595
	Linoleic acid
	Mass, RT, Spectral match
	280.23995
	2.155
	1.90E+05
	9.85E+04
	1.93
	0.61
	7.46E-02
	6.00E-03
	0.00E+00
	1.90E+05
	1.89E+05
	0.99
	0.51
	7.14E-01
	4.80E-02
	0.00E+00
	3.87E+05
	1.57E+05
	2.47
	0.58
	4.34E-01
	4.80E-02
	7.50E-05

	1099
	H C01591
	Leupeptin
	Mass,RT
	426.2946
	2.155
	2.96E+05
	3.28E+05
	0.90
	0.52
	7.68E-01
	7.00E-03
	1.71E-04
	1.46E+05
	4.96E+05
	3.40
	0.61
	9.68E-02
	4.90E-02
	5.06E-05
	9.77E+05
	1.82E+05
	5.35
	0.61
	3.21E-02
	4.90E-02
	1.91E-04

	1100
	H C01586
	Hippuric Acid
	Mass,RT
	179.05745
	2.155
	3.03E+04
	3.09E+04
	0.98
	0.52
	9.55E-01
	8.00E-03
	0.00E+00
	3.00E+04
	3.09E+04
	1.03
	0.64
	9.46E-01
	5.00E-02
	0.00E+00
	3.95E+04
	2.88E+04
	1.37
	0.69
	5.30E-02
	5.00E-02
	0.00E+00

	1101
	H C01571
	9_12-Dioxododecanoicacid
	Mass,RT
	228.13556
	2.155
	1.02E+05
	1.40E+05
	0.73
	0.54
	4.98E-01
	9.00E-03
	0.00E+00
	1.02E+05
	1.02E+05
	1.00
	0.65
	4.79E-01
	1.00E-03
	0.00E+00
	3.70E+04
	1.13E+05
	0.33
	0.76
	2.52E-02
	1.00E-03
	3.70E-05

	1102
	H C01530
	Octadecanoicacid
	Mass,RT
	284.27116
	2.155
	9.60E+03
	8.46E+03
	1.13
	0.56
	2.98E-01
	1.00E-02
	0.00E+00
	1.12E+04
	7.51E+03
	0.67
	0.56
	6.76E-01
	2.00E-03
	4.00E-05
	8.76E+03
	9.74E+03
	0.90
	0.53
	8.19E-01
	2.00E-03
	0.00E+00

	1103
	H C01527
	Scopolin
	Mass,RT
	356.10982
	2.155
	1.39E+04
	8.31E+04
	0.17
	0.73
	4.64E-05
	1.10E-02
	5.13E-05
	1.74E+04
	9.31E+03
	0.54
	0.58
	3.81E-01
	3.00E-03
	8.46E-06
	8.92E+03
	1.48E+04
	0.60
	0.57
	7.69E-01
	3.00E-03
	0.00E+00

	1104
	H C01512
	Loganate
	Mass,RT
	376.13628
	2.155
	1.51E+05
	8.88E+03
	16.95
	0.87
	1.90E-09
	1.20E-02
	1.45E-03
	5.51E+04
	2.78E+05
	5.05
	0.52
	3.28E-01
	4.00E-03
	1.46E-04
	6.82E+03
	1.75E+05
	0.04
	0.99
	9.36E-07
	4.00E-03
	1.64E-03

	1105
	H C01489
	D-Iditol
	Mass,RT
	182.07839
	2.155
	3.99E+04
	2.10E+04
	1.90
	0.61
	3.11E-02
	1.30E-02
	1.50E-04
	1.76E+04
	6.97E+04
	3.96
	0.96
	1.01E-09
	5.00E-03
	1.72E-03
	2.80E+04
	4.19E+04
	0.67
	0.53
	9.94E-01
	5.00E-03
	0.00E+00

	1106
	H C01455
	Toluene
	Mass,RT
	92.06271
	2.155
	5.11E+04
	5.31E+04
	0.96
	0.51
	6.56E-01
	1.40E-02
	0.00E+00
	5.72E+04
	4.29E+04
	0.75
	0.54
	2.46E-01
	6.00E-03
	5.79E-05
	4.03E+04
	5.29E+04
	0.76
	0.62
	7.96E-01
	6.00E-03
	0.00E+00

	1107
	H C01443
	Ouabain
	Mass,RT
	584.28071
	2.155
	6.55E+03
	6.02E+03
	1.09
	0.52
	7.60E-01
	1.50E-02
	0.00E+00
	8.08E+03
	4.51E+03
	0.56
	0.53
	1.25E-01
	7.00E-03
	0.00E+00
	2.56E+03
	7.21E+03
	0.36
	0.72
	2.27E-02
	7.00E-03
	1.25E-04

	1108
	H C01403
	Anisole
	Mass,RT
	108.0576
	2.155
	4.19E+05
	3.25E+05
	1.29
	0.59
	4.61E-01
	1.60E-02
	1.89E-04
	5.19E+05
	2.84E+05
	0.55
	0.64
	2.96E-04
	8.00E-03
	2.08E-05
	2.13E+05
	4.53E+05
	0.47
	0.76
	4.75E-05
	8.00E-03
	4.00E-05

	1109
	H C01324
	Glycochenodeoxycholate7-sulfate
	Mass,RT
	529.27053
	2.155
	2.71E+04
	5.40E+04
	0.50
	0.57
	1.72E-01
	1.70E-02
	4.76E-05
	2.91E+04
	2.44E+04
	0.84
	0.52
	7.52E-01
	9.00E-03
	2.17E-05
	2.79E+04
	2.69E+04
	1.04
	0.57
	7.48E-01
	9.00E-03
	0.00E+00

	1110
	H C01290
	[SP(20:0)]N-(eicosanoyl)-sphing-4-enine
	Mass,RT
	593.57429
	2.155
	1.92E+02
	7.03E+02
	0.27
	0.92
	1.07E-10
	1.80E-02
	4.30E-03
	1.28E+02
	2.77E+02
	2.17
	0.62
	3.65E-01
	1.00E-02
	1.85E-05
	6.62E+01
	2.13E+02
	0.31
	0.90
	5.74E-04
	1.00E-02
	6.44E-04

	1111
	H C01279
	4-Amino-5-hydroxymethyl-2-methylpyrimidine
	Mass,RT
	139.07407
	2.155
	3.65E+04
	3.19E+04
	1.14
	0.54
	2.75E-01
	1.90E-02
	2.16E-04
	3.73E+04
	3.54E+04
	0.95
	0.53
	6.70E-01
	1.10E-02
	3.45E-05
	5.49E+04
	3.34E+04
	1.64
	0.72
	1.68E-01
	1.10E-02
	4.00E-05

	1112
	H C01255
	N-(6-Aminohexanoyl)-6-aminohexanoate
	Mass,RT
	244.17784
	2.155
	2.17E+06
	2.90E+06
	0.75
	0.51
	9.08E-01
	2.00E-02
	0.00E+00
	3.07E+06
	9.77E+05
	0.32
	0.61
	7.60E-02
	1.20E-02
	0.00E+00
	1.02E+05
	2.52E+06
	0.04
	0.72
	2.73E-02
	1.20E-02
	5.77E-05

	1113
	H C01252
	4-(2-Aminophenyl)-2_4-dioxobutanoate
	Mass,RT
	207.05245
	2.155
	3.04E+04
	3.02E+04
	1.01
	0.51
	9.07E-01
	2.10E-02
	0.00E+00
	3.35E+04
	2.62E+04
	0.78
	0.53
	4.74E-02
	1.30E-02
	0.00E+00
	2.50E+04
	3.13E+04
	0.80
	0.63
	1.75E-01
	1.30E-02
	0.00E+00

	1114
	H C01235
	1-alpha-D-Galactosyl-myo-inositol
	Mass,RT
	342.11588
	2.155
	6.67E+05
	2.69E+05
	2.48
	0.77
	9.22E-05
	2.20E-02
	6.76E-04
	7.79E+05
	5.19E+05
	0.67
	0.68
	1.07E-03
	1.40E-02
	0.00E+00
	3.93E+05
	7.13E+05
	0.55
	0.70
	2.14E-03
	1.40E-02
	3.70E-05

	1115
	H C01234
	1-Aminocyclopropane-1-carboxylate
	Mass,RT
	101.04781
	2.155
	2.16E+06
	1.82E+06
	1.19
	0.60
	2.70E-01
	2.30E-02
	0.00E+00
	2.34E+06
	1.92E+06
	0.82
	0.52
	1.63E-02
	1.50E-02
	0.00E+00
	1.68E+06
	2.24E+06
	0.75
	0.65
	1.11E-02
	1.50E-02
	0.00E+00

	1116
	H C01215
	2-(Acetamidomethylene)succi te
	Mass,RT
	187.04718
	2.155
	8.23E+03
	6.68E+03
	1.23
	0.57
	1.52E-01
	2.40E-02
	2.05E-04
	6.05E+03
	1.11E+04
	1.84
	0.93
	9.04E-05
	1.60E-02
	2.99E-04
	8.72E+03
	8.15E+03
	1.07
	0.52
	9.20E-01
	1.60E-02
	0.00E+00

	1117
	H C01214
	1-Amino-1-deoxy-scyllo-inositol
	Mass,RT
	179.07868
	2.155
	2.07E+05
	1.66E+05
	1.25
	0.55
	3.87E-01
	2.50E-02
	4.88E-05
	2.58E+05
	1.39E+05
	0.54
	0.61
	3.07E-03
	1.70E-02
	6.52E-05
	1.43E+05
	2.18E+05
	0.66
	0.63
	1.36E-01
	1.70E-02
	0.00E+00

	1118
	H C01175
	1-O-Si poyl-beta-D-glucose
	Mass,RT
	386.12111
	2.155
	1.43E+03
	3.22E+03
	0.44
	0.88
	8.74E-12
	2.60E-02
	1.26E-03
	1.20E+03
	1.74E+03
	1.45
	0.75
	2.26E-02
	1.80E-02
	0.00E+00
	2.87E+03
	1.19E+03
	2.41
	0.86
	1.74E-07
	1.80E-02
	7.62E-04

	1119
	H C01146
	2-Hydroxy-3-oxopropanoate
	Mass,RT
	104.0105
	2.155
	4.41E+03
	4.32E+03
	1.02
	0.54
	9.00E-01
	2.70E-02
	9.76E-05
	4.77E+03
	3.94E+03
	0.83
	0.55
	5.94E-02
	1.90E-02
	0.00E+00
	3.14E+03
	4.63E+03
	0.68
	0.72
	5.75E-03
	1.90E-02
	2.00E-05

	1120
	H C01142
	(3S)-3,6-Diaminohexanoate
	Mass
	NA
	1.932
	5.53E+06
	2.34E+06
	2.36
	0.66
	1.26E-02
	2.80E-02
	1.16E-04
	5.05E+06
	6.16E+06
	1.22
	0.50
	2.34E-01
	2.00E-02
	0.00E+00
	9.45E+06
	4.87E+06
	1.94
	0.55
	2.48E-01
	2.00E-02
	8.33E-06

	1121
	H C01133
	N-Acetyl-D-glucosami te
	Mass,RT
	237.08421
	2.155
	1.20E+04
	1.25E+04
	0.96
	0.51
	9.19E-01
	2.90E-02
	2.54E-04
	1.10E+04
	1.32E+04
	1.20
	0.66
	7.50E-01
	2.10E-02
	0.00E+00
	8.91E+03
	1.25E+04
	0.71
	0.66
	4.70E-02
	2.10E-02
	0.00E+00

	1122
	H C01120
	[SP]Sphinganine-1-phosphate
	Mass,RT
	381.26324
	2.155
	5.48E+03
	5.59E+03
	0.98
	0.51
	6.17E-01
	3.00E-02
	0.00E+00
	6.89E+03
	3.59E+03
	0.52
	0.59
	2.84E-01
	2.20E-02
	5.57E-05
	3.50E+03
	5.81E+03
	0.60
	0.59
	6.75E-01
	2.20E-02
	9.62E-05

	1123
	H C01109
	4-Methylene-L-glutamine
	Mass,RT
	158.06856
	2.155
	2.61E+04
	1.85E+04
	1.41
	0.66
	2.62E-03
	3.10E-02
	2.02E-04
	1.99E+04
	3.44E+04
	1.73
	0.91
	7.37E-05
	2.30E-02
	6.13E-04
	4.09E+04
	2.36E+04
	1.73
	0.75
	4.25E-03
	2.30E-02
	4.17E-05

	1124
	H C01092
	8-Amino-7-oxono noate
	Mass,RT
	187.11995
	2.155
	3.38E+06
	4.25E+06
	0.80
	0.61
	8.95E-02
	3.20E-02
	2.33E-04
	4.48E+06
	1.91E+06
	0.43
	0.76
	3.35E-05
	2.40E-02
	1.36E-04
	1.37E+06
	3.71E+06
	0.37
	0.80
	3.32E-04
	2.40E-02
	1.92E-05

	1125
	H C01089
	(R)-3-Hydroxybutanoate
	Mass,RT
	104.04721
	2.155
	6.49E+04
	3.49E+04
	1.86
	0.76
	2.71E-06
	3.30E-02
	3.94E-04
	8.13E+04
	4.30E+04
	0.53
	0.75
	2.11E-06
	2.50E-02
	1.41E-03
	5.53E+04
	6.65E+04
	0.83
	0.63
	2.32E-01
	2.50E-02
	0.00E+00

	1126
	H C01087
	(R)-2-Hydroxyglutarate
	Mass,RT
	148.03769
	2.155
	3.54E+03
	7.30E+03
	0.48
	0.87
	3.12E-09
	3.40E-02
	2.63E-03
	2.40E+03
	5.06E+03
	2.11
	0.84
	1.68E-04
	2.60E-02
	2.13E-04
	9.68E+03
	2.51E+03
	3.85
	0.98
	5.43E-12
	2.60E-02
	1.51E-03

	1127
	H C01059
	2_5-Dihydroxypyridine
	Mass,RT
	111.03153
	2.155
	9.10E+05
	1.52E+06
	0.60
	0.59
	5.37E-02
	3.50E-02
	1.54E-04
	7.93E+05
	1.07E+06
	1.35
	0.60
	5.42E-01
	2.70E-02
	0.00E+00
	1.14E+06
	8.72E+05
	1.31
	0.53
	7.26E-01
	2.70E-02
	0.00E+00

	1128
	H C01053
	(R)-4-Dehydropantoate
	Mass,RT
	146.0572
	2.155
	1.17E+05
	5.57E+04
	2.10
	0.73
	1.52E-05
	3.60E-02
	2.90E-04
	9.20E+04
	1.50E+05
	1.63
	0.86
	3.41E-03
	2.80E-02
	1.66E-04
	1.16E+05
	1.17E+05
	0.99
	0.54
	8.52E-01
	2.80E-02
	3.71E-05

	1129
	H C01047
	N5-Ethyl-L-glutamine
	Mass,RT
	174.09979
	2.155
	6.55E+04
	7.29E+04
	0.90
	0.57
	3.21E-01
	3.70E-02
	1.50E-04
	6.84E+04
	6.17E+04
	0.90
	0.66
	3.62E-01
	2.90E-02
	0.00E+00
	4.71E+04
	6.86E+04
	0.69
	0.72
	2.43E-02
	2.90E-02
	0.00E+00

	1130
	H C01026
	N,N-Dimethylglycine
	Mass, RT, Spectral match
	103.06334
	2.155
	9.66E+05
	6.37E+05
	1.51
	0.63
	2.12E-02
	3.80E-02
	4.98E-04
	1.01E+06
	9.09E+05
	0.90
	0.55
	3.38E-01
	3.00E-02
	0.00E+00
	1.30E+06
	9.10E+05
	1.43
	0.68
	1.72E-01
	3.00E-02
	0.00E+00

	1131
	H C01012
	(R)-Pantolactone
	Mass,RT
	130.06244
	2.155
	2.75E+04
	5.15E+04
	0.53
	0.65
	6.16E-03
	3.90E-02
	0.00E+00
	3.67E+04
	1.54E+04
	0.42
	0.68
	2.93E-04
	3.10E-02
	8.65E-05
	1.38E+04
	2.98E+04
	0.46
	0.56
	2.12E-01
	3.10E-02
	0.00E+00

	1132
	H C00964
	(-)-trans-Carveol
	Mass,RT
	152.1196
	2.155
	2.41E+04
	1.86E+04
	1.29
	0.60
	7.21E-02
	4.00E-02
	4.35E-05
	2.65E+04
	2.10E+04
	0.79
	0.50
	1.07E-01
	3.20E-02
	2.27E-05
	2.59E+04
	2.38E+04
	1.09
	0.59
	5.19E-01
	3.20E-02
	2.50E-05

	1133
	H C00946
	Adenosine2'-phosphate
	Mass,RT
	347.06178
	2.155
	2.75E+06
	1.46E+06
	1.88
	0.67
	2.36E-01
	4.10E-02
	0.00E+00
	2.86E+06
	2.61E+06
	0.91
	0.56
	7.92E-03
	3.30E-02
	3.33E-05
	8.10E+05
	3.08E+06
	0.26
	0.82
	6.47E-06
	3.30E-02
	1.58E-04

	1134
	H C00906
	Dihydrothymine
	Mass,RT
	128.05826
	2.155
	6.48E+05
	7.19E+05
	0.90
	0.55
	2.94E-01
	4.20E-02
	0.00E+00
	7.95E+05
	4.50E+05
	0.57
	0.70
	2.65E-04
	3.40E-02
	3.89E-05
	8.71E+05
	6.10E+05
	1.43
	0.58
	2.72E-01
	3.40E-02
	3.94E-05

	1135
	H C00899
	11-cis-Retinol
	Mass,RT
	286.22859
	2.155
	1.84E+04
	6.48E+03
	2.84
	0.53
	2.51E-01
	4.30E-02
	0.00E+00
	6.88E+03
	3.38E+04
	4.91
	0.62
	1.15E-01
	3.50E-02
	2.11E-04
	9.22E+04
	6.10E+03
	15.11
	0.92
	4.30E-05
	3.50E-02
	1.76E-03

	1136
	H C00878
	D-Arabinonate
	Mass,RT
	166.04704
	2.155
	4.66E+04
	2.82E+04
	1.65
	0.60
	9.63E-02
	4.40E-02
	5.13E-05
	4.31E+04
	5.12E+04
	1.19
	0.56
	9.65E-01
	3.60E-02
	2.63E-05
	1.02E+05
	3.73E+04
	2.74
	0.73
	5.74E-03
	3.60E-02
	6.27E-05

	1137
	H C00869
	2-Oxooctadecanoicacid
	Mass,RT
	298.25048
	2.155
	2.67E+04
	2.66E+04
	1.00
	0.51
	5.47E-01
	4.50E-02
	9.89E-05
	3.20E+04
	1.96E+04
	0.61
	0.51
	5.93E-01
	3.70E-02
	0.00E+00
	1.87E+04
	2.80E+04
	0.67
	0.58
	7.63E-01
	3.70E-02
	3.45E-05

	1138
	H C00836
	Sphinganine
	Mass
	NA
	5.244
	6.39E+02
	1.02E+03
	0.63
	0.61
	9.69E-02
	4.60E-02
	5.41E-05
	5.77E+02
	7.20E+02
	1.25
	0.54
	9.83E-01
	3.80E-02
	6.63E-05
	1.93E+02
	7.13E+02
	0.27
	0.69
	6.13E-02
	3.80E-02
	0.00E+00

	1139
	H C00810
	(R)-Acetoin
	Mass,RT
	88.052
	2.155
	3.92E+06
	3.08E+06
	1.27
	0.60
	9.47E-01
	4.70E-02
	0.00E+00
	4.76E+06
	2.80E+06
	0.59
	0.71
	1.55E-04
	3.90E-02
	8.62E-05
	3.17E+06
	4.04E+06
	0.78
	0.65
	4.84E-04
	3.90E-02
	0.00E+00

	1140
	H C00792
	D-Arginine
	Mass,RT
	174.11097
	2.155
	9.17E+05
	7.87E+05
	1.16
	0.57
	2.55E-01
	4.80E-02
	1.44E-04
	1.08E+06
	6.97E+05
	0.65
	0.65
	4.76E-03
	4.00E-02
	6.46E-05
	8.13E+05
	9.34E+05
	0.87
	0.60
	4.51E-01
	4.00E-02
	0.00E+00

	1141
	H C00774
	Phloretin
	Mass, RT, Spectral match
	274.08396
	2.155
	4.23E+02
	1.20E+03
	0.35
	0.76
	3.42E-07
	4.90E-02
	2.11E-04
	4.36E+02
	4.07E+02
	0.93
	0.53
	7.51E-01
	4.10E-02
	0.00E+00
	6.08E+02
	3.93E+02
	1.55
	0.73
	4.15E-02
	4.10E-02
	5.56E-05

	1142
	H C00763
	D-Proline
	Mass,RT
	115.06318
	2.155
	1.80E+07
	1.49E+07
	1.21
	0.54
	7.72E-01
	5.00E-02
	0.00E+00
	1.77E+07
	1.85E+07
	1.04
	0.50
	4.35E-02
	4.20E-02
	0.00E+00
	2.37E+07
	1.71E+07
	1.39
	0.59
	2.97E-02
	4.20E-02
	0.00E+00

	1143
	H C00762
	Cortisone
	Mass,RT
	360.19227
	2.155
	3.92E+03
	3.19E+03
	1.23
	0.51
	8.32E-01
	1.19E-03
	1.64E-05
	1.60E+03
	7.02E+03
	4.39
	1.00
	5.45E-11
	4.30E-02
	3.64E-03
	7.77E+03
	3.28E+03
	2.37
	0.84
	4.88E-04
	4.30E-02
	3.58E-04

	1144
	H C00761
	Coniferin
	Mass,RT
	342.13109
	2.155
	1.38E+03
	2.47E+03
	0.56
	0.72
	2.06E-04
	2.38E-03
	0.00E+00
	1.08E+03
	1.77E+03
	1.64
	0.87
	5.14E-03
	4.40E-02
	3.89E-04
	2.34E+03
	1.22E+03
	1.92
	0.76
	6.63E-03
	4.40E-02
	7.85E-05

	1145
	H C00760
	1-4-beta-D-Glucan
	Mass,RT
	536.15648
	2.155
	7.23E+03
	7.60E+03
	0.95
	0.50
	5.12E-01
	3.57E-03
	9.09E-05
	7.01E+03
	7.53E+03
	1.07
	0.63
	2.73E-01
	4.50E-02
	1.20E-04
	9.41E+03
	6.87E+03
	1.37
	0.66
	2.48E-01
	4.50E-02
	0.00E+00

	1146
	H C00758
	Bergaptol
	Mass,RT
	202.02572
	2.155
	9.97E+02
	2.13E+03
	0.47
	0.75
	8.58E-06
	4.76E-03
	4.14E-04
	9.41E+02
	1.07E+03
	1.14
	0.67
	5.60E-01
	4.60E-02
	0.00E+00
	1.67E+03
	8.85E+02
	1.88
	0.74
	1.24E-02
	4.60E-02
	2.02E-04

	1147
	H C00750
	Spermine
	Mass,RT
	202.21507
	2.155
	6.46E+03
	4.79E+03
	1.35
	0.65
	7.45E-03
	5.95E-03
	0.00E+00
	5.71E+03
	7.46E+03
	1.31
	0.82
	1.89E-01
	4.70E-02
	0.00E+00
	9.11E+03
	6.02E+03
	1.51
	0.53
	2.85E-01
	4.70E-02
	0.00E+00

	1148
	H C00740
	D-Serine
	Mass,RT
	105.04208
	2.155
	2.07E+06
	1.64E+06
	1.26
	0.54
	3.11E-01
	7.14E-03
	0.00E+00
	2.22E+06
	1.86E+06
	0.84
	0.66
	2.99E-03
	4.80E-02
	2.03E-04
	1.94E+06
	2.09E+06
	0.93
	0.59
	2.29E-01
	4.80E-02
	0.00E+00

	1149
	H C00729
	Tropine
	Mass, RT, Spectral match
	141.11493
	2.155
	3.20E+04
	2.86E+04
	1.12
	0.55
	3.15E-01
	8.33E-03
	4.44E-05
	3.51E+04
	2.79E+04
	0.80
	0.55
	7.20E-02
	4.90E-02
	3.55E-06
	2.84E+04
	3.26E+04
	0.87
	0.58
	2.68E-01
	4.90E-02
	0.00E+00

	1150
	H C00719
	Betaine
	Mass, RT, Spectral match
	117.0788
	2.155
	1.08E+06
	7.90E+05
	1.37
	0.59
	8.80E-02
	9.52E-03
	0.00E+00
	1.11E+06
	1.03E+06
	0.93
	0.60
	7.25E-01
	5.00E-02
	0.00E+00
	1.15E+06
	1.07E+06
	1.07
	0.53
	6.19E-01
	5.00E-02
	0.00E+00

	1151
	H C00695
	Cholic acid
	Mass, RT, Spectral match
	408.28719
	2.155
	4.46E+04
	7.79E+03
	5.72
	0.73
	2.17E-05
	1.07E-02
	4.96E-04
	6.94E+04
	1.14E+04
	0.16
	0.53
	8.52E-02
	1.00E-03
	1.20E-04
	1.10E+04
	5.02E+04
	0.22
	0.54
	3.67E-01
	1.00E-03
	0.00E+00

	1152
	H C00681
	Oleoyl-L-a-lysophosphatidicacidsodiumsalt(LPA16:1)
	Mass,RT
	436.2586
	2.155
	1.06E+04
	1.67E+04
	0.63
	0.52
	6.78E-01
	1.19E-02
	0.00E+00
	1.15E+04
	9.37E+03
	0.82
	0.53
	7.48E-01
	2.00E-03
	1.92E-05
	4.87E+03
	1.15E+04
	0.42
	0.51
	9.43E-01
	2.00E-03
	4.17E-05

	1153
	H C00651
	4-Methylene-L-glutamate
	Mass,RT
	159.05246
	2.155
	2.24E+06
	2.51E+06
	0.89
	0.52
	7.16E-01
	1.31E-02
	1.54E-04
	2.62E+06
	1.73E+06
	0.66
	0.59
	6.62E-04
	3.00E-03
	1.44E-04
	9.97E+05
	2.44E+06
	0.41
	0.85
	5.12E-04
	3.00E-03
	2.36E-04

	1154
	H C00633
	4-Hydroxybenzaldehyde
	Mass,RT
	122.03647
	2.155
	8.93E+05
	7.88E+05
	1.13
	0.56
	2.72E-01
	1.43E-02
	1.25E-04
	1.12E+06
	5.84E+05
	0.52
	0.64
	2.84E-02
	4.00E-03
	0.00E+00
	4.94E+05
	9.60E+05
	0.51
	0.69
	6.38E-02
	4.00E-03
	0.00E+00

	1155
	H C00623
	Glycerol1_2-cyclicphosphate
	Mass,RT
	154.00248
	2.155
	1.63E+05
	1.14E+05
	1.44
	0.53
	5.49E-01
	1.55E-02
	1.46E-04
	2.18E+05
	9.04E+04
	0.41
	0.72
	6.07E-04
	5.00E-03
	1.71E-04
	8.70E+04
	1.76E+05
	0.49
	0.71
	9.01E-03
	5.00E-03
	1.78E-04

	1156
	H C00612
	N1-Acetylspermidine
	Mass,RT
	187.16768
	2.155
	1.66E+04
	1.67E+04
	0.99
	0.51
	8.61E-01
	1.67E-02
	2.64E-04
	1.57E+04
	1.78E+04
	1.13
	0.70
	3.58E-01
	6.00E-03
	0.00E+00
	1.77E+04
	1.65E+04
	1.08
	0.61
	5.21E-01
	6.00E-03
	0.00E+00

	1157
	H C00601
	Phenylacetaldehyde
	Mass,RT
	120.05733
	2.155
	5.78E+05
	8.06E+04
	7.18
	0.87
	3.77E-10
	1.79E-02
	2.36E-03
	4.72E+05
	7.20E+05
	1.52
	0.70
	1.21E-03
	7.00E-03
	4.98E-04
	4.80E+04
	6.67E+05
	0.07
	0.99
	1.11E-12
	7.00E-03
	1.52E-03

	1158
	H C00596
	2-Hydroxy-2_4-pentadienoate
	Mass,RT
	114.03148
	2.155
	2.67E+05
	3.01E+05
	0.89
	0.56
	4.63E-01
	1.90E-02
	6.06E-05
	2.97E+05
	2.27E+05
	0.76
	0.50
	7.16E-02
	8.00E-03
	0.00E+00
	2.29E+05
	2.74E+05
	0.84
	0.60
	4.83E-01
	8.00E-03
	0.00E+00

	1159
	H C00590
	Coniferyl alcohol
	Mass,RT
	180.07805
	2.155
	5.03E+03
	6.83E+03
	0.74
	0.62
	2.06E-02
	2.02E-02
	2.90E-04
	4.10E+03
	6.26E+03
	1.53
	0.80
	9.51E-03
	9.00E-03
	1.55E-04
	7.38E+03
	4.64E+03
	1.59
	0.72
	3.86E-02
	9.00E-03
	0.00E+00

	1160
	H C00588
	Cholinephosphate
	Mass,RT
	183.06517
	2.155
	1.69E+03
	3.01E+03
	0.56
	0.80
	1.46E-07
	2.14E-02
	3.08E-04
	1.42E+03
	2.05E+03
	1.44
	0.76
	1.41E-02
	1.00E-02
	1.41E-04
	3.15E+03
	1.45E+03
	2.18
	0.84
	9.43E-06
	1.00E-02
	4.58E-04

	1161
	H C00584
	ent-prostaglandin E2
	Mass, RT, Spectral match
	352.2246
	2.155
	2.08E+05
	1.78E+05
	1.17
	0.51
	7.48E-01
	2.26E-02
	4.44E-05
	3.50E+05
	1.83E+04
	0.05
	0.82
	8.38E-06
	1.10E-02
	4.73E-04
	1.40E+04
	2.40E+05
	0.06
	0.73
	2.96E-02
	1.10E-02
	0.00E+00

	1162
	H C00581
	Guanidineaceticacid;Guanidoaceticacid
	Mass,RT
	117.05372
	2.155
	2.45E+05
	2.04E+05
	1.20
	0.56
	6.98E-01
	2.38E-02
	0.00E+00
	2.65E+05
	2.17E+05
	0.82
	0.55
	1.11E-02
	1.20E-02
	3.65E-05
	2.83E+05
	2.38E+05
	1.19
	0.57
	4.78E-02
	1.20E-02
	0.00E+00

	1163
	H C00579
	Dihydrolipoamide
	Mass,RT
	207.07526
	2.155
	3.74E+03
	2.61E+03
	1.43
	0.71
	4.09E-04
	2.50E-02
	3.26E-04
	3.33E+03
	4.28E+03
	1.29
	0.74
	3.40E-01
	1.30E-02
	0.00E+00
	6.24E+03
	3.32E+03
	1.88
	0.58
	1.13E-02
	1.30E-02
	1.04E-04

	1164
	H C00571
	Cyclohexylamine
	Mass, RT, Spectral match
	99.10491
	2.155
	3.14E+04
	3.58E+04
	0.88
	0.56
	2.60E-01
	2.62E-02
	2.13E-04
	3.85E+04
	2.20E+04
	0.57
	0.59
	3.28E-02
	1.40E-02
	0.00E+00
	2.08E+04
	3.32E+04
	0.63
	0.55
	4.31E-01
	1.40E-02
	2.17E-05

	1165
	H C00539
	Benzoylglucuronide(Benzoicacid)
	Mass,RT
	298.06831
	2.155
	2.24E+04
	1.00E+04
	2.23
	0.50
	2.67E-01
	2.74E-02
	6.76E-04
	4.02E+03
	4.68E+04
	11.66
	1.00
	9.17E-27
	1.50E-02
	7.90E-03
	5.05E+04
	1.77E+04
	2.86
	0.82
	5.34E-04
	1.50E-02
	5.36E-05

	1166
	H C00525
	DL-Tryptophan
	Mass, RT, Spectral match
	204.08899
	2.155
	1.13E+07
	1.12E+07
	1.02
	0.52
	4.92E-01
	2.86E-02
	5.49E-05
	1.46E+07
	7.02E+06
	0.48
	0.59
	4.41E-02
	1.60E-02
	1.77E-04
	2.55E+04
	1.32E+07
	0.00
	1.00
	4.50E-05
	1.60E-02
	3.82E-03

	1167
	H C00482
	3_5-Dimethoxy-4-hydroxycinnamicacid
	Mass,RT
	224.06784
	2.155
	1.33E+03
	1.96E+03
	0.68
	0.58
	3.59E-02
	2.98E-02
	1.98E-04
	1.49E+03
	1.13E+03
	0.76
	0.64
	2.53E-02
	1.70E-02
	4.08E-05
	1.59E+03
	1.29E+03
	1.23
	0.61
	6.31E-01
	1.70E-02
	2.00E-05

	1168
	H C00408
	Pipecolic acid
	Mass, RT, Spectral match
	129.0786
	2.155
	5.80E+06
	2.17E+06
	2.67
	0.69
	5.02E-04
	3.10E-02
	3.65E-04
	5.42E+06
	6.30E+06
	1.16
	0.52
	2.24E-01
	1.80E-02
	2.08E-05
	9.51E+06
	5.18E+06
	1.84
	0.57
	5.99E-01
	1.80E-02
	4.03E-05

	1169
	H C00407
	L-Isoleucine
	Mass, RT, Spectral match
	131.09424
	2.155
	2.34E+07
	1.91E+07
	1.23
	0.51
	7.36E-01
	3.21E-02
	9.52E-05
	2.41E+07
	2.25E+07
	0.93
	0.59
	1.04E-01
	1.90E-02
	2.21E-05
	3.25E+07
	2.19E+07
	1.48
	0.58
	1.04E-01
	1.90E-02
	0.00E+00

	1170
	H C00402
	D-Aspartate
	Mass,RT
	133.03711
	2.155
	5.56E+05
	4.65E+05
	1.19
	0.50
	9.60E-01
	3.33E-02
	2.01E-04
	4.37E+05
	7.14E+05
	1.63
	0.56
	3.28E-01
	2.00E-02
	3.85E-05
	1.35E+06
	4.24E+05
	3.18
	0.51
	4.70E-01
	2.00E-02
	8.00E-05

	1171
	H C00399
	Ubiquinone-2(CoQ2)
	Mass,RT
	318.18184
	2.155
	4.24E+03
	7.02E+03
	0.60
	0.62
	1.28E-01
	3.45E-02
	4.55E-05
	5.34E+03
	2.78E+03
	0.52
	0.64
	7.26E-04
	2.10E-02
	5.64E-04
	2.24E+03
	4.58E+03
	0.49
	0.81
	1.25E-02
	2.10E-02
	4.27E-05

	1172
	H C00396
	Pyrimidine
	Mass,RT
	80.03751
	19.919
	3.42E+04
	3.29E+04
	1.04
	0.52
	5.17E-01
	3.57E-02
	0.00E+00
	3.66E+04
	3.10E+04
	0.85
	0.53
	9.58E-01
	2.20E-02
	1.41E-04
	4.07E+04
	3.31E+04
	1.23
	0.61
	3.61E-01
	2.20E-02
	0.00E+00

	1173
	H C00388
	Histamine
	Mass,RT
	111.07971
	2.155
	7.37E+04
	4.71E+04
	1.57
	0.61
	3.13E-02
	3.69E-02
	0.00E+00
	8.30E+04
	6.13E+04
	0.74
	0.59
	1.28E-02
	2.30E-02
	9.70E-05
	5.52E+04
	7.68E+04
	0.72
	0.68
	5.40E-02
	2.30E-02
	6.54E-05

	1174
	H C00328
	L-Kynurenine
	Mass,RT
	208.0841
	2.155
	7.43E+05
	3.67E+05
	2.02
	0.59
	2.38E-01
	3.81E-02
	5.56E-05
	7.72E+05
	7.04E+05
	0.91
	0.51
	1.12E-01
	2.40E-02
	0.00E+00
	7.23E+05
	7.46E+05
	0.97
	0.60
	4.07E-01
	2.40E-02
	0.00E+00

	1175
	H C00319
	D-Sphingosine
	Mass, RT, Spectral match
	299.281
	2.155
	7.42E+05
	2.28E+05
	3.25
	0.62
	3.93E-02
	3.93E-02
	5.56E-05
	9.74E+05
	4.32E+05
	0.44
	0.55
	4.48E-01
	2.50E-02
	1.36E-05
	7.40E+05
	7.42E+05
	1.00
	0.56
	8.60E-01
	2.50E-02
	0.00E+00

	1176
	H C00318
	DL-Carnitine
	Mass, RT, Spectral match
	161.10467
	2.155
	5.31E+04
	4.52E+04
	1.18
	0.58
	2.41E-01
	4.05E-02
	0.00E+00
	6.00E+04
	4.40E+04
	0.73
	0.62
	9.28E-03
	2.60E-02
	0.00E+00
	6.16E+04
	5.17E+04
	1.19
	0.56
	6.18E-01
	2.60E-02
	0.00E+00

	1177
	H C00261
	Benzaldehyde
	Mass,RT
	106.04184
	2.155
	2.09E+05
	1.80E+05
	1.16
	0.56
	3.34E-01
	4.17E-02
	5.06E-05
	2.08E+05
	2.11E+05
	1.01
	0.65
	8.88E-01
	2.70E-02
	0.00E+00
	2.33E+05
	2.05E+05
	1.14
	0.57
	4.34E-01
	2.70E-02
	0.00E+00

	1178
	H C00256
	D-2-Hydroxypropanoic acid
	Mass,RT
	1325.68576
	2.155
	3.33E+06
	2.15E+06
	1.54
	0.57
	2.95E-01
	4.29E-02
	2.11E-04
	3.45E+06
	3.16E+06
	0.92
	0.57
	5.51E-02
	2.80E-02
	6.07E-05
	4.19E+06
	3.18E+06
	1.32
	0.53
	4.35E-01
	2.80E-02
	0.00E+00

	1179
	H C00158
	Citric acid
	Mass, RT, Spectral match
	192.02609
	2.155
	1.76E+07
	2.46E+07
	0.72
	0.57
	2.60E-01
	4.40E-02
	0.00E+00
	2.56E+07
	6.98E+06
	0.27
	0.67
	1.56E-03
	2.90E-02
	5.36E-05
	5.66E+06
	1.96E+07
	0.29
	0.59
	2.52E-01
	2.90E-02
	0.00E+00

	1180
	H C00157
	1,2-Dioleoyl-sn-glycero-3-phosphocholine
	Mass,RT
	785.59337
	2.155
	1.28E+02
	2.03E+02
	0.63
	0.61
	7.17E-02
	4.52E-02
	5.13E-05
	1.07E+02
	1.56E+02
	1.46
	0.68
	1.48E-01
	3.00E-02
	0.00E+00
	1.55E+02
	1.23E+02
	1.26
	0.61
	3.88E-01
	3.00E-02
	0.00E+00

	1181
	H C00133
	DL-Alanine
	Mass, RT, Spectral match
	89.0478
	2.155
	1.38E+06
	1.47E+06
	0.94
	0.51
	7.61E-01
	4.64E-02
	2.55E-04
	1.37E+06
	1.40E+06
	1.02
	0.55
	7.76E-01
	3.10E-02
	5.95E-06
	1.59E+06
	1.35E+06
	1.18
	0.62
	2.52E-01
	3.10E-02
	0.00E+00

	1182
	H C00099
	B-Alanine
	Mass,RT
	1325.76768
	2.155
	8.89E+05
	8.97E+05
	0.99
	0.50
	9.74E-01
	4.76E-02
	0.00E+00
	8.55E+05
	9.35E+05
	1.09
	0.62
	6.81E-01
	3.20E-02
	7.34E-05
	1.25E+06
	8.29E+05
	1.51
	0.72
	3.30E-02
	3.20E-02
	1.33E-04

	1183
	H C00073
	L-Methionine
	Mass,RT
	149.0506
	2.155
	1.92E+07
	9.33E+06
	2.05
	0.58
	4.44E-01
	4.88E-02
	0.00E+00
	1.25E+07
	2.81E+07
	2.25
	0.55
	2.16E-01
	3.30E-02
	5.51E-05
	6.13E+07
	1.21E+07
	5.05
	0.56
	3.59E-01
	3.30E-02
	3.23E-05

	1184
	H C00009
	Orthophosphate
	Mass,RT
	97.97641
	2.155
	7.01E+05
	5.56E+05
	1.26
	0.59
	2.77E-01
	5.00E-02
	0.00E+00
	2.76E+05
	1.27E+06
	4.60
	0.55
	9.80E-01
	3.40E-02
	1.11E-04
	2.85E+06
	3.44E+05
	8.29
	0.58
	7.90E-01
	3.40E-02
	3.85E-05





