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	Number
	Name
	Retention Time(s)
	m/z
	Control vs Model
	Model vs H-2-104
	Ion Mode

	
	
	
	
	VIP
	P
	Trend
	VIP
	P
	Trend
	

	1
	Cytidine
	148
	244.09
	1.94
	0.0027
	up
	1.68
	0.0289
	down
	POS

	2
	7-Methylguanine
	106.7
	166.07
	1.45
	0.0385
	up
	1.63
	0.0305
	down
	POS

	3
	gamma-Glutamylglutamine
	247.4
	276.12
	1.82
	0.0017
	down
	1.86
	0.0205
	up
	POS

	4
	Urocanic acid
	177.1
	137.04
	1.82
	0.0122
	up
	1.56
	0.0378
	down
	NEG

	5
	Arachidonic acid (AA)
	23.5
	303.23
	1.93
	0.0060
	down
	1.57
	0.0431
	up
	NEG

	6
	N-Acetylhistidine
	190.4
	196.07
	1.28
	0.0286
	up
	1.45
	0.0465
	down
	NEG

	7
	Hygric acid
	171.4
	130.09
	1.78
	0.0022
	up
	1.86
	0.0074
	down
	POS

	8
	3-Hydroxybutyric acid
	142.9
	103.04
	1.70
	0.0217
	down
	1.61
	0.0474
	up
	NEG

	9
	Sphingosine
	31.8
	282.28
	1.93
	0.0012
	up
	1.82
	0.0216
	down
	POS

	10
	N-Acetylmethionine
	120.5
	190.05
	1.80
	0.0164
	up
	2.00
	0.0091
	down
	NEG

	11
	6-Aminonicotinic acid
	177.1
	137.04
	1.82
	0.0122
	up
	1.56
	0.0378
	down
	NEG

	12
	2-Pyrimidinylacetic acid
	177.1
	137.04
	1.82
	0.0122
	up
	1.56
	0.0378
	down
	NEG

	13
	Phenylacetylglycine
	110.2
	194.08
	1.54
	0.0316
	up
	1.67
	0.0277
	down
	POS

	14
	Acetylleucine
	117.5
	172.10
	1.52
	0.0357
	up
	1.59
	0.0474
	down
	NEG

	15
	N-Acetylphenylalanine
	106.3
	206.08
	1.52
	0.0254
	up
	1.83
	0.0303
	down
	NEG

	16
	3-Methyl-1H-pyrazole-4-carbaldehyde
	32.5
	111.06
	1.64
	0.0169
	up
	1.78
	0.0149
	down
	POS

	17
	N,N-Dimethylarginine (ADMA)
	296.9
	203.15
	1.33
	0.0492
	up
	1.57
	0.0327
	down
	POS

	18
	1-Methylguanine
	106.7
	166.07
	1.45
	0.0385
	up
	1.63
	0.0305
	down
	POS

	19
	Docosahexaenoic acid (DHA)
	42.6
	327.23
	2.16
	0.0000
	down
	1.92
	0.0053
	up
	NEG

	20
	PC(42:7)
	35.1
	860.62
	1.91
	0.0014
	up
	2.15
	0.0027
	down
	POS

	21
	PC(42:5)
	34.4
	846.64
	1.79
	0.0036
	down
	1.99
	0.0029
	up
	POS

	22
	1-(1Z-Octadecenyl)-2-(4Z,7Z,10Z,13Z,16Z,19Z-docosahexaenoyl)-sn-glycero-3-phosphocholine
	35
	818.61
	1.83
	0.0036
	down
	2.08
	0.0048
	up
	POS

	23
	1-Isopropyl-1H-benzimidazole-5-carboxylic acid
	163.9
	203.08
	1.52
	0.0273
	down
	1.63
	0.0447
	up
	NEG

	24
	.alpha.-Tocopherol nicotinate
	116.7
	536.41
	1.92
	0.0014
	down
	1.99
	0.0009
	up
	POS

	25
	2-Chloro-4-(4,5-dihydro-1H-imidazol-2-yl)pyridine
	114.7
	182.05
	1.86
	0.0021
	up
	1.87
	0.0116
	down
	POS

	26
	LPC(22:5)
	124.7
	570.36
	1.90
	0.0033
	up
	2.32
	0.0007
	down
	POS

	27
	3-[(Methylsulfonyl)amino]benzoic acid
	34
	214.02
	1.73
	0.0206
	up
	1.83
	0.0161
	down
	NEG

	28
	6,18,19-Trihydroxytrachyloban-2-one
	105.9
	335.22
	1.38
	0.0315
	up
	1.97
	0.0027
	down
	POS

	29
	LPC(16:1)
	131.3
	494.33
	1.96
	0.0026
	up
	1.70
	0.0322
	down
	POS

	30
	2-Chloro-4-(dimethylamino)-5-fluoropyrimidine
	112.7
	176.04
	1.78
	0.0025
	up
	2.37
	0.0001
	down
	POS

	31
	2-(4-Amino-1-piperidinyl)acetamide
	141.3
	158.13
	1.84
	0.0061
	up
	1.90
	0.0068
	down
	POS

	32
	LysoPC(0:0/18:0)
	183.9
	546.35
	1.49
	0.0105
	down
	1.46
	0.0424
	up
	POS

	33
	2-(4-Amino-2-nitroanilino)ethanol
	191.3
	198.09
	2.25
	0.0000
	up
	2.12
	0.0004
	down
	POS

	34
	PC(18:1)
	139.3
	536.33
	1.77
	0.0136
	up
	1.93
	0.0342
	down
	POS

	35
	3-Hydroxyphenylaceitic acid sulfate
	146.3
	231.00
	1.72
	0.0214
	up
	2.11
	0.0084
	down
	NEG

	36
	1-O-Hexadecyl-2-O-(2E-butenoyl)-sn-glyceryl-3-phosphocholine
	125.4
	550.39
	1.90
	0.0027
	up
	1.94
	0.0126
	down
	POS

	37
	N-(2,5-Dichlorophenyl)-2-hydroxybenzamide
	16.8
	280.00
	1.74
	0.0060
	down
	1.90
	0.0151
	up
	NEG

	38
	Tyramine_glucuronide
	245.2
	314.12
	1.91
	0.0081
	up
	1.94
	0.0062
	down
	POS

	39
	Gambogic_acid
	154.4
	629.31
	1.60
	0.0303
	up
	2.35
	0.0002
	down
	POS

	40
	3-Pyridinecarboxamide, N-(6-chloro-9H-pyrido[3,4-b]indol-8-yl)-
	142.3
	321.05
	1.52
	0.0109
	down
	1.82
	0.0187
	up
	NEG

	41
	1,2-Bis(4-hydroxy-3-methoxyphenyl)ethylene
	203.3
	273.11
	1.76
	0.0113
	up
	1.91
	0.0119
	down
	POS

	42
	N-Benzyladenine
	188.2
	226.11
	1.67
	0.0182
	down
	1.59
	0.0485
	up
	POS

	43
	N-(4,5-Dihydro-1H-imidazol-2-yl)quinoxalin-6-amine
	166.4
	212.09
	1.69
	0.0055
	up
	2.01
	0.0019
	down
	NEG

	44
	(3,5-Dimethylphenyl)methanesulfonic acid
	184
	199.04
	1.43
	0.0116
	down
	1.36
	0.0446
	up
	NEG

	45
	(E)-2-Phenylethenesulfonic acid
	156.7
	183.02
	1.62
	0.0258
	up
	1.66
	0.0189
	up
	NEG

	46
	3,7,8-Trihydroxy-3-methyl-1,4-dihydropyrano[4,3-b]chromen-10-one
	109.4
	263.06
	1.71
	0.0100
	up
	1.87
	0.0029
	down
	NEG

	47
	PC(20:2(11Z,14Z)/18:3(9Z,12Z,15Z))
	36.4
	808.59
	2.05
	0.0005
	up
	2.06
	0.0032
	down
	POS

	48
	PC(20:1(11Z)/22:5(7Z,10Z,13Z,16Z,19Z))
	35
	862.63
	2.04
	0.0007
	up
	2.41
	0.0002
	down
	POS

	49
	Maclurin
	112.6
	261.04
	1.56
	0.0480
	up
	1.60
	0.0461
	down
	NEG

	50
	Heptanedioic acid, 1-(2-cyclopentylidenehydrazide)
	186.8
	241.16
	1.80
	0.0171
	up
	1.63
	0.0338
	down
	POS

	51
	LysoPC(18:1(11Z))
	127.4
	522.36
	1.83
	0.0041
	up
	1.68
	0.0291
	down
	POS

	52
	Zearalenone
	165.3
	319.15
	1.62
	0.0088
	up
	1.38
	0.0418
	down
	POS

	53
	PI(18:1(9Z)/0:0)
	156.6
	599.32
	1.34
	0.0408
	up
	1.73
	0.0313
	down
	POS

	54
	(3beta,5alpha,6beta,22E,24R)-23-Methylergosta-7,22-diene-3,5,6-triol
	16.1
	445.37
	1.99
	0.0006
	down
	1.87
	0.0239
	up
	POS

	55
	Mangiferdesmethylursanone
	16.3
	429.37
	2.07
	0.0001
	down
	2.10
	0.0038
	up
	POS

	56
	LysoPC(22:4(7Z,10Z,13Z,16Z))
	124
	572.37
	1.60
	0.0183
	up
	1.87
	0.0121
	down
	POS

	57
	3-ketosphinganine
	31.8
	300.29
	1.83
	0.0033
	up
	1.91
	0.0066
	down
	POS

	58
	(2R)-2-(.beta.-D-Glucopyranosyloxy)-2-phenylacetamide
	246
	312.11
	1.80
	0.0045
	up
	1.88
	0.0084
	down
	NEG

	59
	N-[4-Acetyl-2-(2,4-difluorophenoxy)phenyl]methanesulfonamide
	148.3
	342.06
	1.94
	0.0030
	up
	1.67
	0.0354
	down
	POS

	60
	Phlorobenzophenone
	96.9
	229.05
	1.58
	0.0011
	down
	1.50
	0.0173
	up
	NEG

	61
	3,4-Dihydro-6-hydroxy-.alpha.,2,5,7,8-pentamethyl-2H-1-benzopyran-2-pentanoic acid
	188.5
	321.20
	1.65
	0.0364
	down
	1.93
	0.0127
	up
	POS

	62
	cis,cis-2,4-Dihydroxy-5-methyl-6-oxo-2,4-hexadienoate
	96.8
	231.05
	1.64
	0.0033
	down
	1.50
	0.0232
	up
	NEG

	63
	M373T188
	187.7
	373.04
	1.36
	0.0033
	down
	1.32
	0.0267
	up
	NEG

	64
	N-Formimino-L-glutamate
	194.4
	233.08
	1.75
	0.0229
	up
	2.05
	0.0187
	down
	NEG



