
Table 1 Control vs Model
	n
	Average Rt(min)
	Average Mz
	Formula
	Metabolite name
	HMDB
	Fold change

	1
	6.441
	162.0548
	C9H7NO2
	2,8-Quinolinediol
	HMDB0240311
	-3.0735

	2
	4.719
	131.0716
	C6H12O3
	2-Hydroxy-4-methylpentanoic acid
	HMDB0000665
	6.157523

	3
	9.493
	137.0594
	C8H8O2
	2-Hydroxyacetophenone
	HMDB0032568
	4.13097

	4
	5.778
	165.0558
	C9H10O3
	3-Phenyllactic acid
	HMDB0000779
	4.061882

	5
	2.5
	181.0508
	C9H10O4
	4-Hydroxyphenyllactic acid
	HMDB0000755
	3.482767

	6
	0.895
	184.0606
	C8H9NO4
	4-Pyridoxic acid
	HMDB0000017
	-3.45935

	7
	4.074
	275.0237
	C6H13O10P
	6-Phospho-D-gluconic acid
	HMDB0001316
	5.579501

	8
	8.325
	425.1989
	C24H28N2O5
	Benazepril
	HMDB0014682
	3.515183

	9
	0.819
	118.0864
	C5H11NO2
	Betaine
	HMDB0000043
	5.220501

	10
	14.055
	468.3063
	C29H41NO4
	Buprenorphine
	HMDB0015057
	7.507762

	11
	0.802
	162.1124
	C7H15NO3
	Carnitine
	HMDB0000062
	4.905719

	12
	0.787
	104.1073
	C5H14NO
	Choline
	HMDB0000097
	8.452367

	13
	0.822
	114.0665
	C4H7N3O
	Creatinine
	HMDB0000562
	6.771704

	14
	3.284
	244.0994
	C9H13N3O5
	Cytidine
	HMDB0000089
	-4.62295

	15
	4.586
	305.0708
	C15H14O7
	Epigallocatechin
	HMDB0038361
	-3.48979

	16
	9.1
	307.1111
	C13H12F2N6O
	Fluconazole
	HMDB0014342
	-3.37105

	17
	1.39
	167.0895
	C13H10
	Fluorene
	METPA0947
	3.270493

	18
	0.692
	112.0872
	C5H9N3
	Histamine
	HMDB0000870
	14.01425

	19
	0.894
	176.0654
	C10H9NO2
	Indoleacetic acid
	HMDB0000197
	7.035743

	20
	0.811
	156.0765
	C6H9N3O2
	L-Histidine
	HMDB0000177
	3.271726

	21
	16.005
	318.2113
	C19H27NO3
	Nateglinide
	HMDB0014869
	-3.07364

	22
	1.602
	158.0807
	C7H11NO3
	N-Tigloylglycine
	HMDB0000959
	-3.03631

	23
	0.881
	166.0859
	C9H11NO2
	Phenylalanine
	HMDB0000159
	3.227434

	24
	9.001
	389.125
	C20H22O8
	Piceid
	HMDB0030564
	14.70262

	25
	9.52
	399.1411
	C15H22N6O5S
	S-Adenosyl-L-methionine
	HMDB0001185
	23.26469

	26
	8.346
	180.1016
	C10H13NO2
	Salsolinol
	HMDB0042012
	3.92776

	27
	0.874
	126.0218
	C2H7NO3S
	Taurine
	HMDB0000251
	12.09352

	28
	9.259
	376.141
	C20H25NO2S2
	Tiagabine
	HMDB0015042
	4.40435

	29
	8.523
	267.1219
	C15H14N4O
	Viramune
	HMDB0014383
	-4.46514

	30
	12.781
	323.1813
	C18H26O5
	Zeranol
	HMDB0032702
	-3.91333



Table 2 Ulinastatin vs Model
	n
	Average Rt(min)
	Average Mz
	Formula
	Metabolite name
	HMDB
	Fold change

	1
	15.189
	271.2286
	C16H32O3
	16-Hydroxyhexadecanoic acid
	HMDB0006294
	-31.3945

	2
	5.128
	160.0405
	C9H7NO2
	2,8-Quinolinediol
	HMDB0240311
	-14.0709

	3
	14.755
	401.3401
	C27H44O2
	25-hydroxycholecalciferol
	HMDB0003550
	-31.2462

	4
	3.56
	131.0716
	C6H12O3
	2-Hydroxy-4-methylpentanoic acid
	HMDB0000665
	-4.59189

	5
	9.493
	137.0594
	C8H8O2
	2-Hydroxyacetophenone
	HMDB0032568
	15.93408

	6
	9.635
	149.0612
	C9H10O2
	2-Methoxy-4-vinylphenol
	HMDB0013744
	-15.8616

	7
	0.857
	152.0298
	C7H7NO3
	3-Hydroxyanthranilic acid
	HMDB0001476
	-8.39146

	8
	9.412
	195.1376
	C12H18O2
	4-Hexylresorcinol
	HMDB0032567
	13.53646

	9
	0.895
	184.0606
	C8H9NO4
	4-Pyridoxic acid
	HMDB0000017
	3.302688

	10
	6.171
	119.0504
	C8H8O
	4-Vinylphenol
	HMDB0004072
	13.89049

	11
	5.906
	202.1085
	C10H13N5
	6-(gamma,gamma-Dimethylallylamino)purine
	METPA1684
	-12.8013

	12
	4.074
	275.0237
	C6H13O10P
	6-Phospho-D-gluconic acid
	HMDB0001316
	248.8416

	13
	14.614
	313.2392
	C18H34O4
	9,10-DiHOME
	HMDB0004704
	-9.0965

	14
	0.856
	134.0474
	C5H5N5
	Adenine
	HMDB0000034
	-5.47713

	15
	13.308
	815.5719
	C24H40O5
	alpha-Muricholic acid
	HMDB0000506
	8.366419

	16
	10.886
	269.0457
	C15H10O5
	Apigenin
	HMDB0002124
	4.342822

	17
	2.924
	267.1701
	C14H22N2O3
	Atenolol
	HMDB0001924
	47.37544

	18
	7.246
	174.0578
	C5H8ClN5
	Atrazine-desisopropyl
	HMDB0033249
	51.12019

	19
	8.325
	425.1989
	C24H28N2O5
	Benazepril
	HMDB0014682
	15.85569

	20
	0.831
	90.05548
	C3H7NO2
	beta-Alanine
	HMDB0000056
	-5.37005

	21
	14.055
	468.3063
	C29H41NO4
	Buprenorphine
	HMDB0015057
	-3.90453

	22
	3.898
	162.1102
	C7H15NO3
	Carnitine
	HMDB0000062
	-17.8945

	23
	2.687
	227.11
	C9H14N4O3
	Carnosine
	HMDB0000033
	-17.769

	24
	8.149
	389.1592
	C21H25ClN2O3
	Cetirizine
	HMDB0005032
	9.498761

	25
	12.211
	407.2813
	C24H40O5
	Cholic acid
	HMDB0000619
	-6.09865

	26
	0.787
	104.1073
	C5H14NO
	Choline
	HMDB0000097
	-8.08004

	27
	0.832
	325.1754
	C20H21FN2O
	Citalopram
	HMDB0005038
	-18.8076

	28
	3.284
	244.0994
	C9H13N3O5
	Cytidine
	HMDB0000089
	-16.5909

	29
	13.496
	391.2846
	C24H40O4
	Deoxycholic acid
	HMDB0000626
	-12.8407

	30
	4.586
	305.0708
	C15H14O7
	Epigallocatechin
	HMDB0038361
	576.9616

	31
	0.831
	271.1644
	C18H24O3
	Estriol
	HMDB0000153
	-15.1633

	32
	9.1
	307.1111
	C13H12F2N6O
	Fluconazole
	HMDB0014342
	335.3655

	33
	1.39
	167.0895
	C13H10
	Fluorene
	METPA0947
	-7.28655

	34
	0.847
	309.1088
	C14H18N2O6
	gamma-Glutamyltyrosine
	HMDB0011741
	24.53781

	35
	1.304
	131.035
	C5H8O4
	Glutaric acid
	HMDB0000661
	-5.13195

	36
	4.643
	249.1088
	C9H16N2O6
	Glu-Thr
	HMDB0028829
	48.31319

	37
	9.443
	283.061
	C16H12O5
	Glycitein
	HMDB0005781
	36.8545

	38
	6.017
	118.0654
	C3H7N3O2
	Glycocyamine
	HMDB0000128
	-4.57609

	39
	3.309
	181.0508
	C9H10O4
	Homovanillic acid
	HMDB0000118
	41.41914

	40
	0.853
	135.0317
	C5H4N4O
	Hypoxanthine
	HMDB0000157
	-5.22192

	41
	4.346
	160.0405
	C9H7NO2
	Indole-3-carboxylic acid
	HMDB0003320
	-16.0001

	42
	0.894
	176.0654
	C10H9NO2
	Indoleacetic acid
	HMDB0000197
	-11.7289

	43
	6.581
	204.0671
	C11H11NO3
	Indolelactic acid
	HMDB0000671
	8.834187

	44
	0.848
	267.074
	C10H12N4O5
	Inosine
	HMDB0000195
	6.610807

	45
	0.85
	129.056
	C6H10O3
	Ketoleucine
	HMDB0000695
	-8.70999

	46
	2.654
	188.0353
	C10H7NO3
	Kynurenic acid
	HMDB0000715
	45.75534

	47
	25.997
	132.1015
	C6H13NO2
	Leucine
	HMDB0000687
	-3.68596

	48
	0.792
	146.046
	C5H9NO4
	L-Glutamic acid
	HMDB0000148
	-4.90152

	49
	0.811
	156.0765
	C6H9N3O2
	L-Histidine
	HMDB0000177
	-5.01573

	50
	5.905
	133.101
	C5H12N2O2
	L-Ornithine
	HMDB0000214
	-3.86629

	51
	5.84
	147.1165
	C6H14N2O2
	Lysine
	HMDB0000182
	-8.02778

	52
	11.609
	343.1192
	C12H24O11
	Maltitol
	HMDB0002928
	-4.47521

	53
	0.868
	150.058
	C5H11NO2S
	Methionine
	HMDB0000696
	-6.46496

	54
	7.293
	312.1251
	C12H17N5O5
	N2,N2-Dimethylguanosine
	HMDB0004824
	155.2693

	55
	4.055
	219.1119
	C12H14N2O2
	N-Acetylserotonin
	HMDB0001238
	3.886769

	56
	10.475
	271.0609
	C15H12O5
	Naringenin
	HMDB0002670
	180.1703

	57
	8.472
	330.1069
	C12H21N5O2S2
	Nizatidine
	HMDB0014723
	-29.0326

	58
	1.602
	158.0807
	C7H11NO3
	N-Tigloylglycine
	HMDB0000959
	4.360062

	59
	15.955
	313.238
	C18H34O4
	Octadecanedioic acid
	HMDB0000782
	-3.26904

	60
	11.59
	333.0901
	C16H18N2O4S
	Penicillin G
	HMDB0015186
	-21.8296

	61
	11.263
	299.0567
	C16H13O6
	Peonidin
	HMDB0005797
	29.05936

	62
	0.881
	166.0859
	C9H11NO2
	Phenylalanine
	HMDB0000159
	-8.06995

	63
	8.72
	389.1249
	C20H22O8
	Piceid
	HMDB0030564
	17.23464

	64
	0.867
	86.09676
	C5H11N
	Piperidine
	HMDB0034301
	-5.19408

	65
	3.863
	153.0197
	C7H6O4
	Protocatechuic acid
	HMDB0001856
	3.216209

	66
	6.162
	166.0589
	C8H9NO3
	Pyridoxal
	HMDB0001545
	12.84503

	67
	0.865
	170.081
	C8H11NO3
	Pyridoxine
	HMDB0000239
	3.293168

	68
	16.054
	297.2432
	C18H34O3
	Ricinoleic acid
	HMDB0034297
	-17.2184

	69
	9.52
	399.1411
	C15H22N6O5S
	S-Adenosyl-L-methionine
	HMDB0001185
	21.31916

	70
	4.39
	137.0246
	C7H6O3
	Salicylic acid
	HMDB0001895
	-3.41742

	71
	8.346
	180.1016
	C10H13NO2
	Salsolinol
	HMDB0042012
	-4.75483

	72
	0.671
	146.1648
	C7H19N3
	Spermidine
	HMDB0001257
	7.667687

	73
	4.639
	197.0455
	C9H10O5
	Syringic acid
	HMDB0002085
	37.78702

	74
	0.874
	126.0218
	C2H7NO3S
	Taurine
	HMDB0000251
	-9.30244

	75
	11.177
	514.2841
	C26H45NO7S
	Taurocholic acid
	HMDB0000036
	3.443019

	76
	0.84
	265.1109
	C12H17N4OS
	Thiamine
	HMDB0000235
	3.72997

	77
	7.748
	241.1079
	C11H18N2O2S
	Thiopental
	HMDB0014737
	23.26047

	78
	1.368
	241.0828
	C10H14N2O5
	Thymidine
	HMDB0000273
	17.79228

	79
	9.36
	376.1409
	C20H25NO2S2
	Tiagabine
	HMDB0015042
	125.062

	80
	8.128
	347.1144
	C16H20N4O3S
	Torasemide
	HMDB0014359
	24.81768

	81
	4.78
	256.1896
	C16H21N3
	Tripelennamine
	HMDB0014930
	24.10025

	82
	0.877
	182.0809
	C9H11NO3
	Tyrosine
	HMDB0000158
	-6.83518

	83
	0.846
	111.0205
	C4H4N2O2
	Uracil
	HMDB0000300
	-4.12543

	84
	0.827
	243.0626
	C9H12N2O6
	Uridine
	HMDB0000296
	11.64765

	85
	8.523
	267.1219
	C15H14N4O
	Viramune
	HMDB0014383
	56.28277

	86
	0.836
	151.0262
	C5H4N4O2
	Xanthine
	HMDB0000292
	-23.0757

	87
	4.125
	319.1506
	C18H22O5
	Zearalenone
	HMDB0031752
	24.07123

	88
	1.133
	323.1813
	C18H26O5
	Zeranol
	HMDB0032702
	200.1502



