Additional file 3 Differential metabolites in saliva of patients in the OSCC group and the HC group
 
	No.
	Retention time(min)
	Metabolite name
	Formula
	Molecular weight
	ppm
	(M+H)+/ (M-H)-
	Fragments
	Fragments
	Fragments
	Expression level

	1
	0.61
	Spermine
	C10H26 N4
	203.22316
	0.672
	[M+H]+1
	129.14
	112.11
	203.22
	Down

	2
	0.85
	Creatine
	C4 H9 N3 O2
	132.07677
	0.128
	[M+H]+1
	90.10
	132.10 
	115.10
	Down

	3
	0.87
	N-Acetylneuraminic acid
	C11 H19 N O9
	310.11356
	0.975
	[M+H]+1
	 274.50
	214.00
	  98.80
	Down

	4
	0.89
	gaboxadol
	C6 H8 N2 O2
	141.0658
	-0.383
	[M+H]+1
	123.06
	65.04
	81.03
	Down

	5
	0.91
	Urocanic acid
	C6 H6 N2 O2
	139.05017
	-0.245
	[M+H]+1
	139.05
	121.04
	93.05
	Down 

	6
	0.91
	Hypoxanthine
	C5 H4 N4 O
	137.04579
	0.019
	[M+H]+1
	137.05
	69.10
	121.03
	Down

	7
	0.96
	Nicotinic acid
	C6 H5 N O2
	124.03944
	1.089
	[M+H]+1
	124.04
	80.05
	96.04
	Down

	8
	1.17
	L-Norleucine
	C6 H13 N O2
	132.1019
	-0.04
	[M+H]+1
	132.10
	86.10
	132.10
	Down

	9
	6.51
	2-Amino-1,3,4-octadecanetriol
	C18 H39 N O3
	318.30038
	0.344
	[M+H]+1
	318.30
	300.29
	282.28
	Down

	10
	7.1
	N-OLEOYL-4-AMINOBUTYRIC ACID
	C22 H41 N O3
	368.31363
	-6.219
	[M+H]+1
	368.31
	350.30 
	228.20
	Down

	11
	8.67
	13-HODE
	C18 H32 O3
	295.22803
	4.263
	[M-H]-1
	59.01
	113.10
	277.22
	Down

	12
	8.87
	13(S)-HOTrE
	C18 H30 O3
	293.21259
	5.009
	[M-H]-1
	221.15
	195.17
	293.21
	Down

	13
	9.09
	17α-Methyl-androstan-3-hydroxyimine-17β-ol
	C20 H33 N O2
	320.25613
	-7.106
	[M+H]+1
	-
	-
	320.26
	Up

	14
	9.09
	Lithocholic acid
	C24 H40 O3
	377.3035
	-4.033
	[M+H]+1
	377.30
	359.29
	315.27
	Down

	15
	9.11
	N-Acetylsphingosine
	C20 H39 N O3
	342.30048
	0.612
	[M+H]+1
	341.27
	57.07
	71.09
	Down

	16
	9.74
	O-Arachidonoyl ethanolamine
	C22 H37 N O2
	348.28732
	-6.85
	[M+H]+1
	348.28
	199.17
	90.98
	Down

	17
	9.83
	C16-Dihydroceramide
	C34 H69 N O3
	540.53619
	2.162
	[M+H]+1
	540.29
	284.29
	523.42
	Up

	18
	9.83
	Armillaramide
	C34 H69 N O4
	556.53131
	2.469
	[M+H]+1
	556.53
	57.07
	300.29
	Down

	19
	10.01
	Docosatrienoic acid
	C22 H38 O2
	335.29422
	-0.707
	[M+H]+1
	67.05
	69.07
	109.10
	Down

	20
	10.14
	11-Nitro-1-undecene
	C11 H21 N O2
	200.16449
	-0.077
	[M+H]+1
	107.08
	95.08
	55.05
	Down

	21
	10.16
	C14-Dihydroceramide
	C32 H65 N O3
	512.50439
	1.305
	[M+H]+1
	512.50
	283.26
	212.23
	Down

	22
	10.31
	[bookmark: OLE_LINK11]Docosanamide
	C22 H45 N O
	340.35733
	-0.181
	[M+H]+1
	340.36
	57.07
	69.07
	Up

	23
	10.37
	Oleamide
	C18 H35 N O
	282.27911
	-0.111
	[M+H]+1
	109.10
	97.10
	83.09
	Up

	24
	10.53
	Ethyl menthane carboxamide
	C13 H25 N O
	212.201
	0.514
	[M+H]+1
	95.08
	69.07
	97.10
	Down

	25
	10.62
	1,1,6-Trimethyl-1,2-dihydronaphthalene
	C13 H16
	173.13246
	-0.099
	[M+H]+1
	173.13
	131.09
	117.07
	Down

	26
	10.62
	Hexylbenzene
	C12 H18
	163.14806
	-0.412
	[M+H]+1
	79.05
	93.07
	119.09
	Down

	27
	10.62
	Indole
	C8 H7 N
	118.06552
	3.338
	[M+H]+1
	53.04
	118.07
	91.05
	Down

	28
	10.62
	ionene
	C13 H18
	175.1481
	-0.155
	[M+H]+1
	174.15
	70.07
	56.94
	Down

	29
	10.62
	n-Amylbenzene
	C11 H16
	149.13246
	-0.115
	[M+H]+1
	55.05
	105.07
	119.09
	Down

	30
	10.62
	1,3,5-Heptatriene
	C7 H10
	95.08598
	4.765
	[M+H]+1
	53.04
	65.04
	95.09
	Down

	31
	10.63
	Valeroidine
	C13 H23 N O3
	242.17522
	0.619
	[M+H]+1
	242.21
	225.15
	189.13
	Down

	32
	10.64
	N-Desmethyl tapentadol
	C13 H21 N O
	208.16978
	0.909
	[M+H]+1
	208.17
	177.13
	149.10
	Down

	33
	10.64
	Damascenone
	C13 H18 O
	191.14317
	-0.428
	[M+H]+1
	149.09
	121.10
	105.07
	Down

	34
	10.64
	3-Methyl-1-phenyl-2-butene
	C11 H14
	147.11687
	0.292
	[M+H]+1
	91.05
	105.07
	55.05
	Down

	35
	10.64
	Lupinine
	C10 H19 N O
	170.15384
	-0.592
	[M+H]+1
	170.15
	67.05
	109.10
	Down

	36
	10.74
	(E,E)-2,4-Dodecadienal
	C12 H20 O
	181.15886
	0.928
	[M+H]+1
	163.15
	111.08
	59.05
	Down

	37
	10.75
	Cyprodenate
	C13 H25 N O2
	228.19569
	-0.506
	[M+H]+1
	228.19
	85.07
	101.06
	Down

	38
	10.75
	(2E,4E,12Z)-N-Isobutyl-2,4,12-octadecatrienamide
	C22 H39 N O
	334.31027
	-0.513
	[M+H]+1
	334.31
	69.07
	317.28
	Down

	39
	10.75
	Linalyl propionate
	C13 H22 O2
	211.16937
	0.538
	[M+H]+1
	155.10
	57.07
	69.07
	Down

	40
	11.18
	Oleoyl ethylamide
	C20 H39 N O
	310.31027
	-0.171
	[M+H]+1
	69.07
	83.09
	310.31
	Down



