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ELECTRONIC SUPPLEMENTARY MATERIAL

Summary
This supporting information file includes additional results and information as described in the text of the main article including:
Table S1. 
MRM transitions and optimized mass spectrometer parameters.
Table S1. 
MRM transitions and optimized mass spectrometer parameters.

	Compound
	Q1a (m/z)
	Q3b (m/z)
	DPc (V)
	EPd (V)
	CEe (V)
	CXPf (V)

	3,4-DHBA
	152.9
	108.9
	−45
	−3
	−20
	−7

	4-HBA
	136.9
	92.8
	−45
	−3
	−18
	−5

	(±)-CA
	288.9
	108.8
	−70
	−5
	−34
	−3

	HA
	177.9
	133.7
	−50
	−3
	−16
	−7

	CA
	178.9
	135.2
	−60
	−3
	−20
	−3

	VA
	166.8
	122.7
	−50
	−3
	−16
	−7

	3-HBA
	136.9
	92.6
	−55
	−3
	−18
	−5

	HVA
	180.8
	136.8
	−35
	−5
	−10
	−9

	(–)-EC
	288.9
	108.8
	−70
	−5
	−34
	−5

	DHPA
	164.9
	120.5
	−55
	−5
	−16
	−7

	p-CA
	162.9
	118.6
	−50
	−5
	−18
	−5

	FA
	192.9
	134.2
	−45
	−5
	−22
	−7

	RUT
	609.0
	299.7
	−70
	−5
	−56
	−5

	QUR
	446.9
	300.2
	−70
	−5
	−36
	−5

	HSD
	609.0
	300.7
	−70
	−5
	−38
	−7

	NHSD
	609.0
	300.6
	−80
	−7
	−40
	−7

	NAR
	270.9
	118.7
	−60
	−10
	−28
	−3

	HST
	300.9
	163.7
	−70
	−10
	−34
	−3

	CHS
	252.9
	142.8
	−60
	−5
	−40
	−3

	PIN
	254.6
	150.7
	−65
	−3
	−30
	−3

	BIO (IS)
	282.9
	267.9
	−70
	−5
	−32
	−3


a
Q1, precursor ion
b
Q3, fragment ion
c 
DP, declustering potential
d
EP, entrance potential
e
CE, collision energy
f
CXP, cell exit potential
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