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	Sample Name
	Sequence number
	Number of bases
	Average length
	Sample Name
	Sequence number
	Number of bases
	Average length

	 CK-1
	 36564
	 16890570
	 461.9
	 CN-5
	 30702
	 14100377
	 459.3

	 CK-2
	 34622
	 15533183
	 448.7
	 CN-6
	 33071
	 15001451
	 453.6

	 CK-3
	 31676
	 14588023
	 460.5
	 CN-7
	 33952
	 15209636
	 448.0

	 CK-4
	 34588
	 15469472
	 447.2
	 CN-8
	 39143
	 17784403
	 454.3

	 CK-5
	 37074
	 16534257
	 446.0
	 CN-9
	 32902
	 14892676
	 452.6

	 CK-6
	 31873
	 14498948
	 454.9
	 CN-10
	 34496
	 15811708
	 458.4

	 CK-7
	 33038
	 14842533
	 449.3
	 CN-11
	 31159
	 14193977
	 455.5

	 CK-8
	 39444
	 17976798
	 455.8
	 CN-12
	 36737
	 16742818
	 455.7

	 CK-9
	 37783
	 16942562
	 448.4
	 CN-13
	 32299
	 14568798
	 451.1

	 CK-10
	 38932
	 17729115
	 455.4
	 CN-14
	 37955
	 17402748
	 458.5

	 CK-11
	 35325
	 15945784
	 451.4
	 CN-15
	 32332
	 14425797
	 446.2

	 CK-12
	 30527
	 13865833
	 454.2
	 CN-16
	 35117
	 15980925
	 455.1

	 CK-13
	 38924
	 17576363
	 451.6
	 CN-17
	 35232
	 16095105
	 456.8

	 CK-14
	 39551
	 18113645
	 458.0
	CN-18
	 33698
	 15397921
	 456.9

	 CK-15
	 33703
	 15168384
	 450.1
	 CN-19
	 32946
	 14827233
	 450.0

	 CK-16
	 34499
	 15484882
	 448.9
	 CN-20
	 33864
	 15425165
	 455.5

	 CK-17
	 34027
	 15347097
	 451.0
	 CN-21
	 33681
	 15393809
	 457.0

	 CK-18
	 37127
	 16506483
	 444.6
	 CN-22
	 30347
	 14052664
	 463.1

	 CK-19
	 37234
	 17037342
	 457.6
	 CN-23
	 34108
	 15636674
	 458.4

	 CK-20
	 36178
	 16333539
	 451.5
	 CN-24
	 33391
	 15182661
	 454.7

	 CK-21
	 30402
	 13626475
	 448.2
	 CN-25
	 32558
	 14398046
	 442.2

	 CK-22
	 31528
	 14377606
	 456.0
	 CN-26
	 33643
	 15331462
	 455.7

	 CK-23
	 30585
	 13662852
	 446.7
	 CN-27
	 35768
	 16115666
	 450.6

	 CK-24
	 33205
	 14869344
	 447.8
	 CN-28
	 32359
	 14676993
	 453.6

	 CK-25
	 36946
	 16401520
	 443.9
	 CN-29
	 32056
	 14739980
	 459.8

	 CK-26
	 36564
	 16756686
	 458.3
	 CN-30
	 34830
	 15578244
	 447.3

	 CK-27
	 39246
	 17350338
	 442.1
	 CN-31
	 34530
	 15445445
	 447.3

	 CK-28
	 33157
	 14821477
	 447.0
	 CN-32
	 32578
	 14870117
	 456.4

	 CK-29
	38182
	 17035025
	 446.2
	 CN-33
	 33865
	 15207585
	 449.1

	 CK-30
	 37415
	 17396781
	 465.0
	 CN-34
	 33259
	 15125164
	 454.8

	 CK-31
	 32030
	 14242969
	 444.7
	 CN-35
	 34530
	 15489009
	 448.6

	 CK-32
	 32245
	 14589907
	 452.5
	 CN-36
	 35091
	 15845740
	 451.6

	 CN-1
	 33807
	 15013836
	 444.1
	 CN-37
	 33340
	 15011796
	 450.3

	 CN-2
	 35924
	 16319293
	 454.3
	 CN-38
	 34720
	 15567832
	 448.4

	 CN-3
	 34097
	 15684354
	 460.0
	 CN-39
	 33167
	 14979191
	 451.6

	 CN-4
	 35001
	 15878026
	 453.6
	 CN-40
	 31612
	 14422944
	 456.2




[bookmark: OLE_LINK207]Supplementary Table S2. Metabolites significantly increased in DILI vs. controls
	[bookmark: _Hlk209049956]Number
	Metabolite
	Molecular formula
	logFC
	Trend

	1
	Icosadienoic acid
	C20H36O2
	5.61
	up

	2
	Sclareol
	C20H36O2
	1.48
	up

	3
	Nordihydrocapsaicin
	C17H27NO3
	2.43
	up

	4
	Dihydrocapsaicin
	C18H29NO3
	2.19
	up

	5
	Stevioside
	C38H60O18
	2.66
	up

	6
	Fenpropathrin
	C22H23ClF3NO3
	2.21
	up

	7
	1-Acyl-sn-glycero-3-phosphoinositol
	C9H21O9P
	2.71
	up

	8
	Zingerone
	C11H14O3
	2.60
	up

	9
	D-Histidine
	C6H9N3O2
	1.82
	up

	10
	Caffeate
	C9H8O4
	1.76
	up

	11
	1-Acyl-sn-glycerol-3-phosphate
	C10H19O7P
	1.11
	up

	12
	11，12-DHET
	C20H34O4
	1.54
	up

	13
	3α，12α-Dihydroxy-5β-cholanic acid
	C24H40O4
	1.18
	up

	14
	Xanthosine
	C10H12N4O6
	1.22
	up

	15
	4α-Methyl-5α-cholest-7-en-3-one
	C28H46O
	1.13
	up

	16
	Gelsemine
	C20H22N2O2
	1.63
	up

	17
	Capsaicin
	C18H27NO3
	1.78
	up

	18
	(+)-Pinoresinol
	C20H22O6
	1.07
	up

	19
	Halofenozide
	C14H14Cl2N2O3
	1.01
	up

	20
	8(S)-HETE
	C20H32O3
	1.55
	up

	21
	Desmosterol
	C27H44O
	1.04
	up




Supplementary Table S3. Metabolites significantly decreased in DILI vs. controls
	Number
	Metabolite
	Molecular formula
	logFC
	Trend

	1
	Glycyrrhetinate
	C30H46O4
	-2.34
	down

	2
	SAM
	C15H22N6O5S
	-3.98
	down

	3
	Dauricine
	C38H44N2O6
	-1.51
	down

	4
	Glucobrassicin
	C16H20N2O9S2
	-3.49
	down

	5
	Crataegolic acid
	C30H48O4
	-1.59
	down

	6
	Gypsogenin
	C30H46O5
	-1.37
	down

	7
	Molinate
	C9H17NOS
	-1.53
	down

	8
	1,2-Diacyl-3-O-sn-glycerol
	C39H72O10
	-1.76
	down

	9
	Maritimetin
	C16H12O6
	-1.69
	down

	10
	Veratramine
	C27H39NO2
	-1.73
	down

	11
	9,10-Epoxyoctadecanoic acid
	C18H34O3
	-1.15
	down

	12
	Lactose
	C12H22O11
	-1.30
	down

	13
	Soyasaponin I
	C48H78O18
	-1.30
	down

	14
	11-epi-Prostaglandin F2α
	C20H34O5
	-1.02
	down

	15
	Quercetin-3-sulfate
	C15H10O10S
	-1.16
	down
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