	[bookmark: _Toc231548346]Additional file 9. Mass spectrometry transitions including parent (Q1) and daughter (Q3) ion mass over charge ratios (m/z), retention times (RT)  Delustering Potential (DP), Entrance Potential (EP), Collision Energy (CE), Collision Cell Exit Potential (CXP), and Ion mobility parameters including Separation Voltage (SV), Compensation Voltage (COV) and DMS Offset (DMO)

	Compound#
	Q1 
	Q3
	RT [min]
	DP [V]
	EP [V]
	CE [V]
	CXP [V]
	SV [V]
	COV [V]
	DMO [V]

	PN_Ion1
	170.011
	152
	5.1
	46
	10
	19
	20
	3800
	5
	10

	PN_Ion2
	170.011
	134.2
	5.1
	46
	10
	29
	8
	3800
	5
	10

	PL_Ion1
	168.2
	150.2
	4.4
	10
	10
	19
	14
	3800
	5
	10

	PL_Ion2
	168.2
	94.15
	4.4
	10
	10
	33
	10
	3800
	5
	10

	PM_Ion1
	169.019
	152.2
	1.8
	36
	10
	15
	10
	3800
	7
	10

	PM_Ion2
	169.019
	134.2
	1.8
	36
	10
	31
	6
	3800
	7
	10

	PMP_Ion1
	248.979
	232.1
	1.5
	30
	10
	19
	24
	3800
	8.5
	10

	PMP_Ion2
	248.979
	134.2
	1.5
	30
	10
	31
	12
	3800
	8.5
	10

	PLP_Ion1
	248.005
	150
	5
	60
	10
	23
	14
	3800
	7
	10

	PLP_Ion2
	248.005
	94.1
	5
	60
	10
	37
	8
	3800
	7
	10

	PLG_Ion1
	330
	168.15
	12.1
	35
	10
	27
	12
	3800
	12
	10

	PLG_Ion2
	330
	150.15
	12.1
	35
	10
	27
	12
	3800
	12
	10

	PLG_Ion3
	330
	122.25
	12.1
	35
	10
	27
	12
	3800
	12
	10

	PN_Cell_Ion1
	494.1
	170.25
	10.6
	41
	10
	33
	35
	3800
	12.75
	10

	PN_Cell_Ion2
	494.1
	152.15
	10.6
	31
	10
	35
	35
	3800
	12.75
	10

	PN_Cell_Ion3
	494.1
	108.1
	10.6
	36
	10
	35
	35
	3800
	12.75
	10

	PNG_Ion1
	331.9
	108.2
	8.2
	56
	10
	33
	12
	3800
	10.75
	10

	PNG_Ion2
	331.9
	152.2
	8.2
	41
	10
	33
	12
	3800
	10.75
	10

	PN_Ara_Ion1
	302.05
	108.2
	10.5
	56
	10
	43
	12
	3800
	9.75
	10

	PN_Ara_Ion2
	302.05
	152.25
	10.5
	76
	10
	33
	14
	3800
	9.75
	10

	PN_Ara_Ion3
	302.05
	284.35
	10.5
	51
	10
	33
	14
	3800
	9.75
	10

	PN_Cell_Ion1
	332.05
	108.2
	6.3
	80
	10
	33
	8
	3800
	11.75
	10

	PN_Cell_Ion2
	332.05
	152.25
	6.3
	80
	10
	33
	8
	3800
	11.75
	10

	PN_Cell_Ion3
	332.05
	170.3
	6.3
	80
	10
	33
	8
	3800
	11.75
	10

	PN_Glucu_Ion1
	346
	152.05
	3.2
	100
	10
	35
	20
	3800
	10
	10

	PN_Glucu_Ion2
	346
	108.15
	3.2
	82
	10
	31
	20
	3800
	10
	10

	PA_Ion1
	183.75
	148.15
	7.85
	31
	10
	29
	14
	3800
	6
	10

	PA_Ion2
	183.75
	166.2
	7.85
	31
	10
	29
	14
	3800
	6
	10

	PA_Ion3
	183.75
	65.25
	7.85
	31
	10
	29
	14
	3800
	6
	10

	Thiamine_Ion1
	265.011
	122.1
	5.8
	21
	10
	21
	10
	3800
	8.5
	10

	Thiamine_Ion2
	265.011
	81
	5.8
	21
	10
	45
	10
	3800
	8.5
	10

	TMP_Ion1
	344.985
	122
	4.1
	16
	10
	29
	14
	3800
	12.5
	10

	TMP_Ion2
	344.985
	224
	4.1
	16
	10
	21
	12
	3800
	12.5
	10

	TDP_Ion1
	424.957
	122.2
	3.1
	10
	10
	29
	6
	3800
	11.75
	10

	TDP_Ion2
	424.957
	303.8
	3.1
	10
	10
	27
	20
	3800
	11.75
	10

	[13C3]-PN_Ion1
	173.019
	155.1
	5.1
	46
	10
	19
	20
	3800
	5
	10

	[13C3]-PN_Ion2
	173.019
	137.1
	5.1
	46
	10
	29
	8
	3800
	5
	10

	[13C6]-PNG_Ion1
	338.049
	108.2
	8.2
	56
	10
	33
	12
	3800
	11.75
	10

	[13C6]-PNG_Ion2
	338.049
	152.1
	8.2
	41
	10
	33
	12
	3800
	11.75
	10

	[13C3]-PL_Ion1
	171.019
	153.1
	4.4
	10
	10
	19
	14
	3800
	5
	10

	[13C3]-PL_Ion2
	171.019
	97.1
	4.4
	10
	10
	33
	10
	3800
	5
	10

	[13C3]-Thiamine_Ion1
	268.005
	122.1
	5.8
	21
	10
	21
	10
	3800
	8.5
	10

	[13C3]-Thiamine_Ion2
	268.005
	81
	5.8
	21
	10
	45
	10
	3800
	8.5
	10

	#Ion 1 indicates quantifiers while remaining ions show qualifiers. 
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