


Table (SI): The mass to charge ratio of the measured amino acids and acylcarnitines.

	
Substance
	Measuring method
	Mass transition

	
	
	Parent mass
	Daughter mass

	Alanine
	MRM
	90 
	44

	Aspartic acid
	MRM
	134 
	116

	Glutamic acid
	MRM
	148 
	130

	Leucine
	MRM
	132 
	86

	Methionine
	MRM
	150 
	133

	Phenylalanine
	MRM
	166 
	120

	Tyrosine
	MRM
	182 
	136

	Valine
	MRM
	118 
	72

	Arginine
	MRM
	175 
	70

	Citrulline
	MRM
	176 
	113

	Glycine
	MRM
	76 
	30

	Ornithine
	MRM
	133 
	70

	Carnitine
	MRM 
	162
	85

	C2-Carnitine
	MRM
	204
	85

	C3-Carnitine 
	MRM
	218
	85

	C4-Carnitine
	MRM
	232 
	85

	C5-Carnitine
	MRM
	246 
	85

	C6-Carnitine 
	MRM
	260
	85

	C8-Carnitine
	MRM
	288
	85

	C10-Carnitine 
	MRM
	316
	85

	C12-Carnitine
	MRM
	344
	85

	C14-Carnitine
	MRM
	372
	85

	C16-Carnitine
	MRM
	400 
	85

	C18-Carnitine 
	MRM
	428 
	85




[bookmark: _Hlk53159808]Table (SII):  The m/z values for Q- and C-ions for all identified organic acids and their retention times
	No
	Organic acid-TMS derivative
	Characteristic Ions (m/z)
	Retention time (min)

	
	
	Q-ion
	C-ion
	

	1
	Methylmalonic-di TMS
	247
	218,147
	11.630

	2
	3 hydroxypropionic di TMS
	219
	117
	11.721

	3
	Ethylmalonic-di TMS
	261
	217,147
	12.033

	4
	Methylcitric di TMS
	261
	115
	13.254

	5
	propionylglycine di TMS
	260
	232,158
	15.013

	6
	Lactic acid di TMS
	191
	219
	16.93

	7
	Succinic-di TMS
	247
	218,172
	17.361

	8
	Glutaric acid-di TMS
	261
	147,65
	17.529

	9
	3- Methylcrotonylglycine di TMS
	286
	211
	18.584

	10
	  3-hydroxyglutaric acid  di TMS
	117
	215,219
	19.251

	11
	3-hydroxyisovaleric  acid di TMS
	205
	219,131
	19.767

	12 
	Isovalerylglycine di TMS
	216
	189,176
	20.808

	13
	Adipic acid-di TMS
	111
	275,159
	21.440

	14
	Pyroglutamic-di TMS
	72
	155
	22.521

	15
	Pimelic-di TMS
	275
	289,147
	23.256

	16
	Suberic acid--di TMS
	169,
	303,169
	25.884

	17
	Orotic di TMS
	147
	253,254
	27.422

	18
	Sebacic acid-di TMS
	215
	331
	30.908

	19
	Hippuric -di TMS
	206
	105,308
	32.008

	20
	Pentadecanoic acid
	299
	117
	32.548



Table (SIII): The normal ranges of all reported metabolites by MS/MS
	Test name
	Low conc μmol/l
	High conc μmol/l

	Asp
	0
	270

	Cit:phe
	0.0500
	.700

	citrulline
	3
	33

	glutamine
	0
	710

	gly
	0
	717

	Gly:alanine
	0
	1.30

	Leu:Ile
	0
	270

	Leu:ala
	0
	1.20

	Leu:phe
	0
	2.60

	Met
	0
	22

	Met:phe
	00
	.600

	Ornithine
	0
	350

	Proline
	0
	500

	Phe
	0
	92

	Phe:tyr
	0
	2.50

	Tyr
	0
	225

	Val
	0
	198

	alanine
	0
	743

	Arg
	0
	35

	C0
	5.20
	60

	C10
	0
	0.26

	C12
	0
	0.41

	C14
	0
	0.43

	C16
	0
	5.06

	C18
	0
	2.59

	C2
	0
	47.8

	C3
	0
	4.50

	C3:C16
	0
	1.4

	C3:C2
	0
	0.300

	C4
	0
	0.81

	C5
	0
	0.600

	C5DC
	0
	0.340

	C6
	0
	0.160

	C8
	0
	0.600

	C10:1
	0
	0.200

	C14OH
	0
	0.1

	C14:1
	0
	0.600

	C14:2
	0
	0.500

	C16OH
	0
	0.14

	C16:1
	0
	1.00

	C18OH
	0
	0.100

	C18:1
	0
	3.50

	C18:1OH
	0
	0.100

	C3DC
	0
	0.800

	C5:1
	0
	0.500

	C8:1
	0
	0.800
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