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Table 1S: Mass spectrometric parameters employed for lipid profiling by LC-MS/MS for positive ionization mode (batch 1)
	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	540.5
	266.3
	Cer d18:0/16:0 
	100
	10
	29
	10

	556.5
	264.3
	Cer t18:0/16:0 
	100
	10
	40
	10

	538.5
	266.3
	Cer d18:0/16:1 
	100
	10
	40
	10

	554.5
	264.3
	Cer t18:0/16:1 
	100
	10
	40
	10

	650.6
	264.3
	Cer d18:1/24:0 
	100
	10
	40
	10

	648.6
	264.3
	Cer d18:1/24:1 
	100
	10
	40
	10

	666.6
	264.3
	Cer t18:0/24:1 
	100
	10
	29
	10

	678.7
	264.3
	Cer d18:1/26:0 
	100
	10
	29
	10

	676.7
	264.3
	Cer d18:1/26:1 
	100
	10
	29
	10

	694.7
	264.3
	Cer t18:0/26:1 
	100
	10
	29
	10

	692.7
	262.3
	Cer t18:1/26:1 
	100
	10
	29
	10

	536.5
	264.2
	Cer d18:1/16:1 
	100
	10
	29
	10

	552.5
	262.3
	Cer t18:1/16:1 
	100
	10
	29
	10

	664.6
	262.3
	Cer t18:1/24:1 
	100
	10
	29
	10

	640.6
	282.3
	Cer t18:0/22:0 
	100
	10
	29
	10

	638.6
	282.3
	Cer t18:0/22:1 
	100
	10
	29
	10

	668.7
	282.3
	Cer t18:0/24:0 
	100
	10
	29
	10

	696.7
	282.3
	Cer t18:0/26:0 
	100
	10
	29
	10

	554.5
	262.3
	Cer t18:1/16:0 
	100
	10
	29
	10

	610.6
	262.3
	Cer t18:1/20:0 
	100
	10
	29
	10

	608.6
	262.3
	Cer t18:1/20:1 
	100
	10
	29
	10

	638.6
	262.3
	Cer t18:1/22:0 
	100
	10
	29
	10

	636.6
	262.3
	Cer t18:1/22:1 
	100
	10
	29
	10

	666.6
	262.3
	Cer t18:1/24:0 
	100
	10
	29
	10

	694.7
	280.3
	Cer t18:1/26:0 
	100
	10
	29
	10

	624.6
	266.3
	Cer d18:0/22:0 
	100
	10
	29
	10

	622.6
	266.3
	Cer d18:0/22:1 
	100
	10
	29
	10

	622.6
	264.3
	Cer d18:1/22:0 
	100
	10
	29
	10

	620.6
	264.3
	Cer d18:1/22:1 
	100
	10
	29
	10

	652.7
	266.3
	Cer d18:0/24:0 
	100
	10
	29
	10

	678.7
	266.3
	Cer 18:0/26:1 
	100
	10
	29
	10

	612.6
	282.3
	Cer t18:0/20:0 
	100
	10
	29
	10

	596.6
	266.3
	Cer d18:0/20:0 
	100
	10
	29
	10

	594.6
	266.4
	Cer d18:0/20:1 
	100
	10
	29
	10

	594.6
	264.3
	Cer d18:1/20:0 
	100
	10
	29
	10

	592.6
	264.3
	Cer d18:1/20:1 
	100
	10
	29
	10

	716.6
	264.3
	HexCer t18:0/16:1 
	120
	10
	29
	10

	700.6
	264.3
	HexCer d18:1/16:0 
	120
	10
	44
	10

	812.7
	264.3
	HexCer d18:1/24:0 
	120
	10
	44
	10

	810.7
	264.3
	HexCer d18:1/24:1 
	120
	10
	44
	10

	840.7
	264.3
	HexCer d18:1/26:0 
	120
	10
	44
	10

	838.7
	264.3
	HexCer d18:1/26:1 
	120
	10
	44
	10

	718.3
	282.3
	HexCer t18:0/16:0 
	120
	10
	44
	10

	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	830.7
	282.3
	HexCer t18:0/24:0 
	120
	10
	44
	10

	828.7
	282.3
	HexCer t18:0/24:1 
	120
	10
	44
	10

	858.7
	282.3
	HexCer t18:0/26:0 
	120
	10
	44
	10

	586.7
	282.3
	HexCer t18:0/26:1 
	120
	10
	44
	10

	716.6
	280.3
	HexCer t18:1/16:0 
	120
	10
	44
	10

	714.6
	280.3
	HexCer t18:1/16:1 
	120
	10
	44
	10

	744.6
	280.3
	HexCer t18:1/18:0 
	120
	10
	44
	10

	742.6
	280.3
	HexCer t18:1/18:1 
	120
	10
	44
	10

	772.6
	280.3
	HexCer t18:1/20:0 
	120
	10
	44
	10

	770.6
	280.3
	HexCer t18:1/20:1 
	120
	10
	44
	10

	800.7
	280.3
	HexCer t18:1/22:0 
	120
	10
	44
	10

	798.6
	280.3
	HexCer t18:1/22:1 
	120
	10
	44
	10

	828.7
	280.3
	HexCer t18:1/24:0 
	120
	10
	44
	10

	826.7
	280.3
	HexCer t18:1/24:1 
	120
	10
	44
	10

	856.7
	280.3
	HexCer t18:1/26:0 
	120
	10
	44
	10

	854.7
	280.3
	HexCer t18:1/26:1 
	120
	10
	44
	10

	884.8
	280.3
	HexCer t18:1/28:0 
	120
	10
	44
	10

	882.7
	280.3
	HexCer t18:1/28:1 
	120
	10
	44
	10

	700.6
	266.3
	HexCer d18:0/16:1 
	120
	10
	44
	10

	698.6
	264.3
	HexCer d18:1/16:1 
	120
	10
	44
	10

	728.6
	264.3
	HexCer d18:1/18:0 
	120
	10
	44
	10

	726.6
	264.3
	HexCer d18:1/18:1 
	120
	10
	44
	10

	756.6
	264.3
	HexCer d18:1/20:0 
	120
	10
	44
	10

	754.6
	264.3
	HexCer d18:1/20:1 
	120
	10
	44
	10

	784.7
	264.3
	HexCer d18:1/22:0 
	120
	10
	44
	10

	782.7
	264.3
	HexCer d18:1/22:1 
	120
	10
	44
	10

	842.7
	266.3
	HexCer d18:0/26:0 
	120
	10
	44
	10

	840.7
	266.3
	HexCer d18:0/26:1 
	120
	10
	44
	10

	804.7
	369.4
	16:0-Glc-cholesterol 
	120
	10
	40
	10

	802.7
	369.4
	16:1-Glc-cholesterol 
	120
	10
	40
	10

	800.7
	369.4
	16:2-Glc-cholesterol 
	120
	10
	40
	10

	798.7
	369.4
	16:3-Glc-cholesterol 
	120
	10
	40
	10

	832.7
	369.4
	18:0-Glc-cholesterol 
	120
	10
	40
	10

	830.7
	369.4
	18:1-Glc-cholesterol 
	120
	10
	40
	10

	828.7
	369.4
	18:2-Glc-cholesterol 
	120
	10
	40
	10

	826.7
	369.4
	18:3-Glc-cholesterol 
	120
	10
	40
	10

	860.7
	369.4
	20:0-Glc-cholesterol 
	120
	10
	40
	10

	858.7
	369.4
	20:1-Glc-cholesterol 
	120
	10
	40
	10

	856.7
	369.4
	20:2-Glc-cholesterol 
	120
	10
	40
	10

	854.7
	369.4
	20:3-Glc-cholesterol 
	120
	10
	40
	10

	888.8
	369.4
	22:0-Glc-cholesterol 
	120
	10
	40
	10

	886.7
	369.4
	22:1-Glc-cholesterol 
	120
	10
	40
	10

	884.7
	369.4
	22:2-Glc-cholesterol 
	120
	10
	40
	10

	882.7
	369.4
	22:3-Glc-cholesterol 
	120
	10
	40
	10

	832.7
	397.4
	16:0-Glc-sitosterol 
	120
	10
	40
	10



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	830.7
	397.4
	16:1-Glc-sitosterol 
	120
	10
	40
	10

	828.7
	397.4
	16:2-Glc-sitosterol 
	120
	10
	40
	10

	826.7
	397.4
	16:3-Glc-sitosterol 
	120
	10
	40
	10

	860.7
	397.4
	18:0-Glc-sitosterol 
	120
	10
	40
	10

	858.7
	397.4
	18:1-Glc-sitosterol 
	120
	10
	40
	10

	856.7
	397.4
	18:2-Glc-sitosterol 
	120
	10
	40
	10

	854.7
	397.4
	18:3-Glc-sitosterol 
	120
	10
	40
	10

	888.8
	397.4
	20:0-Glc-sitosterol 
	120
	10
	40
	10

	886.7
	397.4
	20:1-Glc-sitosterol 
	120
	10
	40
	10

	884.7
	397.4
	20:2-Glc-sitosterol 
	120
	10
	40
	10

	882.7
	397.4
	20:3-Glc-sitosterol 
	120
	10
	40
	10

	916.7
	397.4
	22:0-Glc-sitosterol 
	120
	10
	40
	10

	914.8
	397.4
	22:1-Glc-sitosterol 
	120
	10
	40
	10

	912.8
	397.4
	22:2-Glc-sitosterol 
	120
	10
	40
	10

	910.8
	397.4
	22:3-Glc-sitosterol 
	120
	10
	40
	10

	818.7
	383.4
	16:0-Glc-campesterol 
	120
	10
	40
	10

	816.7
	383.4
	16:1-Glc-campesterol 
	120
	10
	40
	10

	814.7
	383.4
	16:2-Glc-campesterol 
	120
	10
	40
	10

	812.7
	383.4
	16:3-Glc-campesterol 
	120
	10
	40
	10

	846.7
	383.4
	18:0-Glc-campesterol 
	120
	10
	40
	10

	844.7
	383.4
	18:1-Glc-campesterol 
	120
	10
	40
	10

	842.7
	383.4
	18:2-Glc-campesterol 
	120
	10
	40
	10

	840.7
	383.4
	18:3-Glc-campesterol 
	120
	10
	40
	10

	874.7
	383.4
	20:0-Glc-campesterol 
	120
	10
	40
	10

	872.7
	383.4
	20:1-Glc-campesterol 
	120
	10
	40
	10

	870.7
	383.4
	20:2-Glc-campesterol 
	120
	10
	40
	10

	868.7
	383.4
	20:3-Glc-campesterol 
	120
	10
	40
	10

	902.8
	383.4
	22:0-Glc-campasterol 
	120
	10
	40
	10

	900.8
	383.4
	22:1-Glc-campesterol 
	120
	10
	40
	10

	898.8
	383.4
	22:2-Glc-campesterol 
	120
	10
	40
	10

	896.2
	383.4
	22:3-Glc-campesterol 
	120
	10
	40
	10

	830.7
	383.4
	16:0-Glc-stigmasterol 
	120
	10
	40
	10

	828.7
	395.4
	16:1-Glc-stigmasterol 
	120
	10
	40
	10

	826.7
	395.4
	16:2-Glc-stigmasterol 
	120
	10
	40
	10

	824.7
	395.4
	16:3-Glc-stigmasterol 
	120
	10
	40
	10

	858.7
	395.4
	18:0-Glc-stigmasterol 
	120
	10
	40
	10

	856.7
	395.4
	18:1-Glc-stigmasterol 
	120
	10
	40
	10

	854.7
	395.4
	18:2-Glc-stigmasterol 
	120
	10
	40
	10

	852.7
	395.4
	18:3-Glc-stigmasterol 
	120
	10
	40
	10

	886.7
	395.4
	20:0-Glc-stigmasterol 
	120
	10
	40
	10

	884.7
	395.4
	20:1-Glc-stigmasterol 
	120
	10
	40
	10

	882.7
	395.4
	20:2-Glc-stigmasterol 
	120
	10
	40
	10




	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	880.7
	395.4
	20:3-Glc-stigmasterol 
	120
	10
	40
	10

	914.8
	395.4
	22:0-Glc-stigmasterol 
	120
	10
	40
	10

	912.8
	395.4
	22:1-Glc-stigmasterol 
	120
	10
	40
	10

	910.8
	395.4
	22:2-Glc-stigmasterol 
	120
	10
	40
	10

	908.8
	395.4
	22:3-Glc-stigmasterol 
	120
	10
	40
	10

	816.7
	381.4
	16:0-Glc-brassicasterol 
	120
	10
	40
	10

	814.7
	381.4
	16:1-Glc-brassicasterol 
	120
	10
	40
	10

	812.7
	381.4
	16:2-Glc-brassicasterol 
	120
	10
	40
	10

	810.7
	381.4
	16:3-Glc-brassicasterol 
	120
	10
	40
	10

	844.7
	381.4
	18:0-Glc-brassicasterol 
	120
	10
	40
	10

	842.7
	381.4
	18:1-Glc-brassicasterol 
	120
	10
	40
	10

	840.7
	381.4
	18:2-Glc-brassicasterol 
	120
	10
	40
	10

	838.7
	381.4
	18:3-Glc-brassicasterol 
	120
	10
	40
	10

	872.7
	381.4
	20:0-Glc-brassicasterol 
	120
	10
	40
	10

	870.7
	381.4
	20:1-Glc-brassicasterol 
	120
	10
	40
	10

	868.7
	381.4
	20:2-Glc-brassicasterol 
	120
	10
	40
	10

	866.7
	381.4
	20:3-Glc-brassicasterol 
	120
	10
	40
	10

	900.8
	381.4
	22:0-Glc-brassicasterol 
	120
	10
	40
	10

	898.8
	381.4
	22:1-Glc-brassicasterol 
	120
	10
	40
	10

	896.8
	381.4
	22:2-Glc-brassicasterol 
	120
	10
	40
	10

	894.8
	381.4
	22:3-Glc-brassicasterol 
	120
	10
	40
	10

	654.6
	381.4
	SE-Brassicasterol 16:0 
	120
	10
	35
	10

	652.6
	381.4
	SE-Brassicasterol 16:1 
	120
	10
	35
	10

	682.7
	381.4
	SE-Brassicasterol 18:0 
	120
	10
	35
	10

	680.6
	381.4
	SE-Brassicasterol 18:1 
	120
	10
	35
	10

	678.6
	381.4
	SE-Brassicasterol 18:2 
	120
	10
	35
	10

	676.6
	381.4
	SE-Brassicasterol 18:3 
	120
	10
	35
	10

	656.6
	383.4
	SE-Campesterol 16:0 
	120
	10
	35
	10

	654.6
	383.4
	SE-Campesterol 16:1 
	120
	10
	35
	10

	680.6
	383.4
	SE-Campesterol 18:2 
	120
	10
	35
	10

	678.6
	383.4
	SE-Campesterol 18:3 
	120
	10
	35
	10

	642.6
	369.4
	SE-Cholesterol 16:0 
	120
	10
	35
	10

	640.6
	369.4
	SE-Cholesterol 16:1 
	120
	10
	35
	10

	670.7
	369.4
	SE-Cholesterol 18:0 
	120
	10
	35
	10

	668.6
	369.4
	SE-Cholesterol 18:1 
	120
	10
	35
	10

	666.6
	369.4
	SE-Cholesterol 18:2 
	120
	10
	35
	10

	664.6
	369.4
	SE-Cholesterol 18:3 
	120
	10
	35
	10

	670.7
	397.4
	SE-Sitosterol 16:0 
	120
	10
	35
	10

	668.6
	397.4
	SE-Sitosterol 16:1 
	120
	10
	35
	10

	668.6
	395.4
	SE-Stigmasterol 16:0 
	120
	10
	35
	10

	666.6
	395.4
	SE-Stigmasterol 16:1 
	120
	10
	35
	10

	762.6
	184.1
	IS PC 17:0/17:0
	135
	10
	44
	7




Table 2S: Mass spectrometric parameters employed for lipid profiling by LC-MS/MS for positive ionization mode (batch 2)
	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	684.7
	383.4
	SE-Campesterol 18:0 
	120
	10
	35
	10

	682.7
	383.4
	SE-Campesterol 18:1 
	120
	10
	35
	10

	698.7
	369.4
	SE-Cholesterol 20:0 
	120
	10
	35
	10

	696.7
	369.4
	SE-Cholesterol 20:1 
	120
	10
	35
	10

	698.7
	397.4
	SE-Sitosterol 18:0 
	120
	10
	35
	10

	696.7
	397.4
	SE-Sitosterol 18:1 
	120
	10
	35
	10

	694.7
	397.4
	SE-Sitosterol 18:2 
	120
	10
	35
	10

	692.6
	397.4
	SE-Sitosterol 18:3 
	120
	10
	35
	10

	726.7
	397.4
	SE-Sitosterol 20:0 
	120
	10
	35
	10

	724.7
	397.4
	SE-Sitosterol 20:1 
	120
	10
	35
	10

	722.7
	397.4
	SE-Sitosterol 20:2 
	120
	10
	35
	10

	754.7
	397.4
	SE-Sitosterol 22:0 
	120
	10
	35
	10

	752.7
	397.4
	SE-Sitosterol 22:1 
	120
	10
	35
	10

	750.7
	397.4
	SE-Sitosterol 22:2 
	120
	10
	35
	10

	696.7
	395.4
	SE-Stigmasterol 18:0 
	120
	10
	35
	10

	694.7
	395.4
	SE-Stigmasterol 18:1 
	120
	10
	35
	10

	692.6
	395.4
	SE-Stigmasterol 18:2 
	120
	10
	35
	10

	690.6
	395.4
	SE-Stigmasterol 18:3 
	120
	10
	35
	10

	578.4
	381.4
	SG-Brassicasterol
	120
	10
	35
	10

	580.5
	384.4
	SG-Campesterol
	120
	10
	35
	10

	566.4
	369.4
	SG-Cholesterol
	120
	10
	35
	10

	592.6
	395.5
	SG-Isofucosterol
	120
	10
	35
	10

	594.5
	397.4
	SG-Sitosterol
	120
	10
	35
	10

	592.5
	395.4
	SG-Stigmasterol
	120
	10
	35
	10

	602.5
	307.2
	DG 16:3/18:3 
	120
	10
	38
	10

	608.5
	313.3
	DG 16:0/18:3 
	120
	10
	38
	10

	610.5
	313.3
	DG 16:0/18:2 
	120
	10
	38
	10

	612.6
	313.3
	DG 16:0/18:1 
	120
	10
	38
	10

	630.5
	335.3
	DG 18:3/18:3 
	120
	10
	38
	10

	632.5
	335.3
	DG 18:2/18:3 
	120
	10
	38
	10

	634.5
	335.3
	DG 18:1/18:3 
	120
	10
	38
	10

	634.5
	337.3
	DG 18:2/18:2 
	120
	10
	38
	10

	636.6
	335.3
	DG 18:0/18:3 
	120
	10
	38
	10

	636.6
	337.3
	DG 18:1/18:2 
	120
	10
	38
	10

	638.6
	337.3
	DG 18:0/18:2 
	120
	10
	38
	10

	636.6
	339.4
	DG 18:1/18:1 
	120
	10
	38
	10

	640.6
	339.3
	DG 18:0/18:1 
	120
	10
	38
	10

	692.6
	363.3
	DG 20:0/20:3 
	120
	10
	38
	10

	692.6
	397.4
	DG 18:3/22:0 
	120
	10
	38
	10

	694.6
	365.3
	DG 20:0/20:2 
	120
	10
	38
	10

	694.6
	397.4
	DG 18:2/22:0 
	120
	10
	38
	10

	606.5
	311.3
	DG 18:3/16:1 
	120
	10
	38
	10

	1153.6
	538.5
	GIPC 18:0;2/16:0;0 
	145
	10
	54
	10



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	1135.6
	520.5
	GIPC 18:1;2/16:0;0 
	145
	10
	54
	10

	1151.6
	536.5
	GIPC 18:1;2/16:0;1 
	145
	10
	54
	10

	1169.6
	554.5
	GIPC 18:0;3/16:0;1 
	145
	10
	54
	10

	1237.7
	622.6
	GIPC 18:0;3/22:0;0 
	145
	10
	54
	10

	1253.7
	638.6
	GIPC 18:0;3/22:0;1 
	145
	10
	54
	10

	1265.8
	650.7
	GIPC 18:0;3/24:0;0 
	145
	10
	54
	10

	1281.8
	666.6
	GIPC 18:0;3/24:0;1 
	145
	10
	54
	10

	1263.7
	648.6
	GIPC 18:0;3/24:1;0 
	145
	10
	54
	10

	1279.7
	664.6
	GIPC 18:0;3/24:1;1 
	145
	10
	54
	10

	1293.8
	678.7
	GIPC 18:0;3/26:0;0 
	145
	10
	54
	10

	1309.8
	694.7
	GIPC 18:0;3/26:0;1 
	145
	10
	54
	10

	1291.8
	676.7
	GIPC 18:0;3/26:1;0 
	145
	10
	54
	10

	1307
	692.7
	GIPC 18:0;3/26:1;1 
	145
	10
	54
	10

	1151.6
	536.6
	GIPC 18:1;3/16:0;0 
	145
	10
	54
	10

	1167.6
	552.5
	GIPC 18:1;3/16:0;1 
	145
	10
	54
	10

	1207.7
	592.6
	GIPC 18:1;3/20:0;0 
	145
	10
	54
	10

	1223.7
	608.6
	GIPC 18:1;3/20:0;1 
	145
	10
	54
	10

	1235.7
	620.6
	GIPC 18:1;3/22:0;0 
	145
	10
	54
	10

	1251.7
	636.6
	GIPC 18:1;3/22:0;1 
	145
	10
	54
	10

	1249.7
	634.6
	GIPC 18:1;3/23:0;0 
	145
	10
	54
	10

	1265.7
	650.6
	GIPC 18:1;3/23:0;1 
	145
	10
	54
	10

	1263.7
	648.7
	GIPC 18:1;3/23:1;1 
	145
	10
	54
	10

	1263.7
	648.71
	GIPC 18:1;3/24:0;0 
	145
	10
	54
	10

	1279.7
	664.7
	GIPC 18:1;3/24:0;1 
	145
	10
	54
	10

	1261.7
	646.6
	GIPC 18:1;3/24:1;0 
	145
	10
	54
	10

	1277.7
	662.6
	GIPC 18:1;3/24:1;1 
	145
	10
	54
	10

	1277.8
	662.6
	GIPC 18:1;3/25:0;0 
	145
	10
	54
	10

	1293.8
	678.6
	GIPC 18:1;3/25:0;1 
	145
	10
	54
	10

	1275.7
	660.6
	GIPC 18:1;3/25:1;0 
	145
	10
	54
	10

	1291.7
	676.7
	GIPC 18:1;3/25:1;1 
	145
	10
	54
	10

	1291.8
	676.8
	GIPC 18:1;3/26:0;0 
	145
	10
	54
	10

	1307.8
	692.7
	GIPC 18:1;3/26:0;1 
	145
	10
	54
	10

	1289.8
	674.6
	GIPC 18:1;3/26:1;0 
	145
	10
	54
	10

	1305.8
	690.6
	GIPC 18:1;3/26:1;1 
	145
	10
	54
	10

	1305.8
	960.7
	GIPC 18:1;3/27:0;0 
	145
	10
	54
	10

	1321.8
	706.7
	GIPC 18:1;3/27:0;1 
	145
	10
	54
	10

	1303.8
	688.7
	GIPC 18:1;3/27:1;0 
	145
	10
	54
	10

	1319.8
	704.7
	GIPC 18:1;3/27:1;1 
	145
	10
	54
	10

	1319.8
	704.6
	GIPC 18:1;3/28:0;0 
	145
	10
	54
	10

	1335.8
	720.7
	GIPC 18:1;3/28:0;1 
	145
	10
	54
	10

	1317.8
	720.7
	GIPC 18:1;3/28:1;0 
	145
	10
	54
	10

	1333.8
	718.7
	GIPC 18:1;3/28:1;1 
	145
	10
	54
	10

	1441.9
	664.6
	GIPC 18:1;3/24:0;1 
	145
	10
	54
	10



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	1425.9
	648.6
	GIPC 18:1;3/24:0;0 
	145
	10
	54
	10

	822.8
	551.5
	TG 16:1/32:0 
	120
	10
	44
	10

	822.8
	549.5
	TG 16:0/32:1 
	120
	10
	44
	10

	824.8
	551.5
	TG 16:0/32:0 
	120
	10
	44
	10

	846.8
	573.5
	TG 16:0/34:3 
	120
	10
	44
	10

	846.8
	551.5
	TG 18:3/32:0 
	120
	10
	44
	10

	848.8
	575.5
	TG 16:0/34:2 
	120
	10
	44
	10

	848.8
	515.5
	TG 18:2/32:0 
	120
	10
	44
	10

	850.8
	577.5
	TG 16:0/34:1 
	120
	10
	44
	10

	850.8
	551.5
	TG 18:1/32:0 
	120
	10
	44
	10

	862.7
	595.5
	TG 16:3/36:6 
	120
	10
	44
	10

	862.7
	567.4
	TG 18:3/34:6 
	120
	10
	44
	10

	864.7
	597.5
	TG 16:3/36:5 
	120
	10
	44
	10

	864.7
	959.5
	TG 16:2/36:6 
	120
	10
	44
	10

	864.7
	569.5
	TG 18:3/34:5 
	120
	10
	44
	10

	864.7
	567.4
	TG 18:2/34:6 
	120
	10
	44
	10

	866.7
	595.5
	TG 16:1/36:6 
	120
	10
	44
	10

	866.7
	571.5
	TG 18:3/34:4 
	120
	10
	44
	10

	868.7
	595.5
	TG 16:0/36:6 
	120
	10
	44
	10

	868.7
	573.5
	TG 18:3/34:3 
	120
	10
	44
	10

	870.8
	597.5
	TG 16:0/36:5 
	120
	10
	44
	10

	870.8
	575.5
	TG 18:3/34:2 
	120
	10
	44
	10

	870.8
	573.5
	TG 18:2/34:3 
	120
	10
	44
	10

	872.8
	599.5
	TG 16:0/36:4 
	120
	10
	44
	10

	872.8
	575.5
	TG 18:2/34:2 
	120
	10
	44
	10

	874.8
	601.5
	TG 16:0/36:3 
	120
	10
	44
	10

	874.8
	577.5
	TG 18:2/34:1 
	120
	10
	44
	10

	874.8
	575.5
	TG 18:1/34:2 
	120
	10
	44
	10

	876.8
	603.5
	TG 16:0/36:2 
	120
	10
	44
	10

	876.8
	579.5
	TG 18:2/34:0 
	120
	10
	44
	10

	876.8
	577.5
	TG 18:1/34:1 
	120
	10
	44
	10

	876.8
	575.5
	TG 18:0/34:2 
	120
	10
	44
	10

	878.8
	605.6
	TG 16:0/36:1 
	120
	10
	44
	10

	878.8
	579.5
	TG 18:1/34:0 
	120
	10
	44
	10

	878.8
	577.5
	TG 18:0/34:1 
	120
	10
	44
	10

	890.7
	595.5
	TG 18:3/36:6 
	120
	10
	44
	10

	892.7
	597.5
	TG 18:3/36:5 
	120
	10
	44
	10

	892.7
	595.5
	TG 18:2/36:6 
	120
	10
	44
	10

	894.8
	599.5
	TG 18:3/36:4 
	120
	10
	44
	10

	894.8
	597.5
	TG 18:2/36:5 
	120
	10
	44
	10

	894.8
	595.5
	TG 18:1/36:6 
	120
	10
	44
	10

	896.8
	601.5
	TG 18:3/36:3 
	120
	10
	44
	10

	896.8
	599.5
	TG 18:2/36:4 
	120
	10
	44
	10



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	896.8
	595.5
	TG 18:0/36:6 
	120
	10
	44
	10

	898.8
	603.5
	TG 18:3/36:2 
	120
	10
	44
	10

	898.8
	601.5
	TG 18:2/36:3 
	120
	10
	44
	10

	898.8
	597.5
	TG 18:0/36:5 
	120
	10
	44
	10

	900.8
	603.5
	TG 18:2/36:2 
	120
	10
	44
	10

	900.8
	601.5
	TG 18:1/36:3 
	120
	10
	44
	10

	900.8
	599.5
	TG 18:0/36:4 
	120
	10
	44
	10

	902.8
	605.6
	TG 18:2/36:1 
	120
	10
	44
	10

	902.8
	603.5
	TG 18:1/36:2 
	120
	10
	44
	10

	902.8
	601.5
	TG 18:0/36:3 
	120
	10
	44
	10

	820.7
	525.5
	TG 18:1/30:1 
	120
	10
	44
	10

	820.7
	523.4
	TG 18:2/30:0 
	120
	10
	44
	10

	820.7
	549.5
	TG 16:1/32:1 
	120
	10
	44
	10

	820.7
	547.5
	TG 16:0/32:2 
	120
	10
	44
	10

	818.7
	519.4
	TG 18:1/30:2 
	120
	10
	44
	10

	818.7
	521.4
	TG 18:2/30:1 
	120
	10
	44
	10

	818.7
	523.5
	TG 18:3/30:0 
	120
	10
	44
	10

	818.7
	547.5
	TG 16:1/32:2 
	120
	10
	44
	10

	816.7
	517.4
	TG 18:1/30:3 
	120
	10
	44
	10

	816.7
	519.4
	TG 18:2/30:2 
	120
	10
	44
	10

	816.7
	521.5
	TG 18:3/30:1 
	120
	10
	44
	10

	816.7
	545.5
	TG 16:1/32:3 
	120
	10
	44
	10

	816.7
	543.4
	TG 16:0/32:4 
	120
	10
	44
	10

	812.7
	513.4
	TG 18:1/30:5 
	120
	10
	44
	10

	812.7
	515.4
	TG 18:2/30:4 
	120
	10
	44
	10

	812.7
	517.4
	TG 18:3/30:3 
	120
	10
	44
	10

	812.7
	539.4
	TG 16:0/32:6 
	120
	10
	44
	10

	812.7
	541.4
	TG 16:1/32:5 
	120
	10
	44
	10

	844.7
	549.5
	TG 18:3/32:1 
	120
	10
	44
	10

	844.7
	547.5
	TG 18:2/32:2 
	120
	10
	44
	10

	844.7
	545.5
	TG 18:1/32:3 
	120
	10
	44
	10

	844.7
	571.5
	TG 16:0/34:4 
	120
	10
	44
	10

	844.7
	573.5
	TG 16:1/34:3 
	120
	10
	44
	10

	842.7
	547.5
	TG 18:3/32:2 
	120
	10
	44
	10

	842.7
	545.5
	TG 18:2/32:3 
	120
	10
	44
	10

	842.7
	543.4
	TG 18:1/32:4 
	120
	10
	44
	10

	842.7
	569.5
	TG 16:0/34:5 
	120
	10
	44
	10

	842.7
	571.5
	TG 16:1/34:4 
	120
	10
	44
	10

	840.7
	545.5
	TG 18:3/32:3 
	120
	10
	44
	10

	840.7
	543.4
	TG 18:2/32:4 
	120
	10
	44
	10

	840.7
	567.4
	TG 16:0/34:6 
	120
	10
	44
	10

	840.7
	569.5
	TG 16:1/34:5 
	120
	10
	44
	10

	896.8
	595.5
	TG 18:0/36:6 
	120
	10
	44
	10



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	840.7
	541.4
	TG 18:1/32:5 
	120
	10
	44
	10

	852.8
	551.5
	TG 18:0/32:0 
	120
	10
	44
	10

	852.8
	579.5
	TG 16:0/34:0 
	120
	10
	44
	10

	880.8
	579.5
	TG 18:0/34:0 
	120
	10
	44
	10

	880.8
	607.6
	TG 16:0/36:0 
	120
	10
	44
	10

	904.8
	603.5
	TG 18:0/36:2 
	120
	10
	44
	10

	904.8
	605.6
	TG 18:1/36:1 
	120
	10
	44
	10

	904.8
	607.6
	TG 18:2/36:0 
	120
	10
	44
	10

	904.8
	632.7
	TG 16:0/38:2 
	120
	10
	44
	10

	904.8
	633.6
	TG 16:1/38:1 
	120
	10
	44
	10

	906.8
	605.6
	TG 18:0/36:1 
	120
	10
	44
	10

	906.8
	607.6
	TG 18:1/36:0 
	120
	10
	44
	10

	906.8
	633.6
	TG 16:0/38:1 
	120
	10
	44
	10

	906.8
	635.6
	TG 16:1/38:0 
	120
	10
	44
	10

	908.9
	607.6
	TG 18:0/36:0 
	120
	10
	44
	10

	908.9
	635.6
	TG 16:0/38:0 
	120
	10
	44
	10

	751.6
	184.1
	SM 20:4 
	135
	10
	35
	7

	775.6
	184.1
	SM 22:6 
	135
	10
	35
	7

	703.6
	184.1
	SM 34:1
	120
	10
	35
	7

	729.6
	184.1
	SM 36:2
	120
	10
	35
	7

	731.6
	184.1
	SM 36:1 
	120
	10
	35
	7

	757.6
	184.1
	SM 38:2 
	120
	10
	35
	7

	762.6
	184.1
	IS_PC_17:0/17:0
	100
	10
	44
	7





Table 3S: Mass spectrometric parameters employed for lipid profiling by LC-MS/MS for negative ionization mode (batch 3) 
	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	951.6
	255.2
	DGDG 16:0/16:0 
	-120
	-10
	-40
	-17

	979.7
	255.2
	DGDG 16:0/18:0 
	-120
	-10
	-40
	-17

	977.6
	255.2
	DGDG 16:0/18:1 
	-120
	-10
	-40
	-17

	975.6
	255.2
	DGDG 16:0/18:2 
	-120
	-10
	-40
	-17

	973.6
	255.2
	DGDG 16:0/18:3 
	-120
	-10
	-40
	-17

	1005.7
	255.2
	DGDG 16:0/20:1 
	-120
	-10
	-40
	-17

	1003.7
	255.2
	DGDG 16:0/20:2 
	-120
	-10
	-40
	-17

	1001.6
	255.2
	DGDG 16:0/20:3 
	-120
	-10
	-40
	-17

	999.6
	255.2
	DGDG 16:0/20:4 
	-120
	-10
	-40
	-17

	1035.7
	255.2
	DGDG 16:0/22:0 
	-120
	-10
	-40
	-17

	1033.7
	255.2
	DGDG 16:0/22:1 
	-120
	-10
	-40
	-17

	1031.7
	255.2
	DGDG 16:0/22:2 
	-120
	-10
	-35
	-17

	1063.1
	255.2
	DGDG 16:0/24:0 
	-120
	-10
	-40
	-17

	1061.7
	255.2
	DGDG 16:0/24:1 
	-120
	-10
	-40
	-17

	949.6
	253.2
	DGDG 16:1/16:0 
	-120
	-10
	-40
	-17

	947.6
	253.2
	DGDG 16:1/16:1 
	-120
	-10
	-40
	-17

	977.6
	253.2
	DGDG 16:1/18:0 
	-120
	-10
	-40
	-17

	975.6
	253.2
	DGDG 16:1/18:1 
	-120
	-10
	-40
	-17

	973.6
	253.2
	DGDG 16:1/18:2 
	-120
	-10
	-40
	-17

	971.6
	253.2
	DGDG 16:1/18:3 
	-120
	-10
	-40
	-17

	1005.7
	253.2
	DGDG 16:1/20:0 
	-120
	-10
	-40
	-17

	1003.7
	253.2
	DGDG 16:1/20:1 
	-120
	-10
	-40
	-17

	1001.6
	253.2
	DGDG 16:1/20:2 
	-120
	-10
	-40
	-17

	999.6
	253.2
	DGDG 16:1/20:3 
	-120
	-10
	-40
	-17

	1033.7
	253.2
	DGDG 16:1/22:0 
	-120
	-10
	-40
	-17

	1031.7
	253.2
	DGDG 16:1/22:1 
	-120
	-10
	-35
	-17

	1061.7
	253.2
	DGDG 16:1/24:0 
	-120
	-10
	-40
	-17

	1059.7
	253.2
	DGDG 16:1/24:1 
	-120
	-10
	-40
	-17

	947.6
	251.2
	DGDG 16:2/16:0 
	-120
	-10
	-40
	-17

	945.6
	251.2
	DGDG 16:2/16:1 
	-120
	-10
	-40
	-17

	975.6
	251.2
	DGDG 16:2/18:0 
	-120
	-10
	-40
	-17

	973.6
	251.2
	DGDG 16:2/18:1 
	-120
	-10
	-40
	-17

	971.6
	251.2
	DGDG 16:2/18:2 
	-120
	-10
	-40
	-17

	969.6
	251.2
	DGDG 16:2/18:3 
	-120
	-10
	-40
	-17

	945.6
	249.2
	DGDG 16:3/16:0 
	-120
	-10
	-40
	-17

	943.6
	249.2
	DGDG 16:3/16:1 
	-120
	-10
	-40
	-17

	973.6
	249.2
	DGDG 16:3/18:0 
	-120
	-10
	-40
	-17

	971.6
	249.2
	DGDG 16:3/18:1 
	-120
	-10
	-40
	-17

	969.6
	249.2
	DGDG 16:3/18:2 
	-120
	-10
	-40
	-17

	967.6
	249.2
	DGDG 16:3/18:3 
	-120
	-10
	-40
	-17

	1007.7
	283.3
	DGDG 18:0/18:0 
	-120
	-10
	-40
	-17

	1035.7
	283.3
	DGDG 18:0/20:0 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	1033.7
	283
	DGDG 18:0/20:1 
	-120
	-10
	-40
	-17

	1063.1
	283.3
	DGDG 18:0/22:0 
	-120
	-10
	-40
	-17

	1061.7
	283.3
	DGDG 18:0/22:1 
	-120
	-10
	-40
	-17

	1059.7
	283.3
	DGDG 18:0/22:2 
	-120
	-10
	-40
	-17

	1055.7
	283.3
	DGDG 18:0/22:4 
	-120
	-10
	-40
	-17

	1029.7
	283.3
	DGDG 18:0/24:1 
	-120
	-10
	-35
	-17

	1005.7
	281.2
	DGDG 18:1/18:0 
	-120
	-10
	-40
	-17

	1003.7
	281.2
	DGDG 18:1/18:1 
	-120
	-10
	-40
	-17

	1033.7
	281.2
	DGDG 18:1/20:0 
	-120
	-10
	-40
	-17

	967.6
	281.2
	DGDG 18:1/20:3 
	-120
	-10
	-35
	-17

	1061.7
	281.2
	DGDG 18:1/22:0 
	-120
	-10
	-40
	-17

	1059.7
	181.2
	DGDG 18:1/22:1 
	-120
	-10
	-40
	-17

	1057.7
	281.2
	DGDG 18:1/22:2 
	-120
	-10
	-40
	-17

	1029.7
	281.2
	DGDG 18:1/24:0 
	-120
	-10
	-35
	-17

	1027.7
	281.2
	DGDG 18:1/24:1 
	-120
	-10
	-35
	-17

	1003.7
	279.2
	DGDG 18:2/18:0 
	-120
	-10
	-40
	-17

	1001.6
	279.2
	DGDG 18:2/18:1 
	-120
	-10
	-40
	-17

	999.6
	279.2
	DGDG 18:2/18:2 
	-120
	-10
	-40
	-17

	967.6
	279.2
	DGDG 18:2/20:2 
	-120
	-10
	-35
	-17

	1059.7
	279.2
	DGDG 18:2/22:0 
	-120
	-10
	-40
	-17

	1057.7
	279.2
	DGDG 18:2/22:1 
	-120
	-10
	-40
	-17

	1055.7
	279.2
	DGDG 18:2/22:2 
	-120
	-10
	-40
	-17

	1027.7
	279.2
	DGDG 18:2/24:0 
	-120
	-10
	-35
	-17

	1025.7
	279.2
	DGDG 18:2/24:1 
	-120
	-10
	-35
	-17

	1001.6
	277.2
	DGDG 18:3/18:0 
	-120
	-10
	-40
	-17

	999.6
	277.2
	DGDG 18:3/18:1 
	-120
	-10
	-40
	-17

	997.6
	277.2
	DGDG 18:3/18:2 
	-120
	-10
	-40
	-17

	995.6
	277.2
	DGDG 18:3/18:3 
	-120
	-10
	-40
	-17

	1027.7
	277.2
	DGDG 18:3/20:1 
	-120
	-10
	-35
	-17

	1057.7
	277.2
	DGDG 18:3/22:0 
	-120
	-10
	-40
	-17

	1055.7
	277.2
	DGDG 18:3/22:1 
	-120
	-10
	-40
	-17

	1025.7
	277.2
	DGDG 18:3/24:0 
	-120
	-10
	-35
	-17

	1063.8
	311.3
	DGDG 20:0/20:0 
	-120
	-10
	-35
	-17

	1029.7
	311.3
	DGDG 20:0/22:1 
	-120
	-10
	-35
	-17

	1027.7
	311.3
	DGDG 20:0/22:2 
	-120
	-10
	-35
	-17

	1059.8
	311.3
	DGDG 20:0/24:0 
	-120
	-10
	-35
	-17

	1057.8
	311.3
	DGDG 20:0/24:1 
	-120
	-10
	-35
	-17

	1061.7
	311.3
	DGDG 20:1/20:0 
	-120
	-10
	-35
	-17

	1059.7
	309.3
	DGDG 20:1/20:1 
	-120
	-10
	-35
	-17

	1029.7
	309.3
	DGDG 20:1/22:0 
	-120
	-10
	-35
	-17

	1027.7
	309.3
	DGDG 20:1/22:1 
	-120
	-10
	-35
	-17

	1025.7
	309.3
	DGDG 20:1/22:2 
	-120
	-10
	-35
	-17

	1057.8
	309.3
	DGDG 20:1/24:0 
	-120
	-10
	-35
	-17

	1055.8
	309.3
	DGDG 20:1/24:1 
	-120
	-10
	-35
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	1059.7
	311.3
	DGDG 20:2/20:0 
	-120
	-10
	-35
	-17

	1057.7
	309.3
	DGDG 20:2/20:1 
	-120
	-10
	-35
	-17

	1055.7
	307.3
	DGDG 20:2/20:2 
	-120
	-10
	-35
	-17

	1027.7
	307.3
	DGDG 20:2/22:0 
	-120
	-10
	-35
	-17

	1025.7
	307.3
	DGDG 20:2/22:1 
	-120
	-10
	-35
	-17

	1055.8
	307.3
	DGDG 20:2/24:0 
	-120
	-10
	-35
	-17

	1053.7
	307.3
	DGDG 20:2/24:1 
	-120
	-10
	-35
	-17

	1057.7
	311.3
	DGDG 20:3/20:0 
	-120
	-10
	-35
	-17

	1055.7
	309.3
	DGDG 20:3/20:1 
	-120
	-10
	-35
	-17

	1025.7
	305.2
	DGDG 20:3/22:0 
	-120
	-10
	-35
	-17

	1053.7
	305.2
	DGDG 20:3/24:0 
	-120
	-10
	-35
	-17

	1055.7
	311.3
	DGDG 20:4/20:0 
	-120
	-10
	-35
	-17

	1059.8
	339.3
	DGDG 22:0/22:0 
	-120
	-10
	-35
	-17

	1057.8
	339.3
	DGDG 22:0/22:1 
	-120
	-10
	-35
	-17

	1055.8
	339.3
	DGDG 22:0/22:2 
	-120
	-10
	-35
	-17

	1087.8
	339.3
	DGDG 22:0/24:0 
	-120
	-10
	-35
	-17

	1085.8
	339.3
	DGDG 22:0/24:1 
	-120
	-10
	-35
	-17

	1055.8
	337.3
	DGDG 22:1/22:1 
	-120
	-10
	-35
	-17

	1053.7
	337.3
	DGDG 22:1/22:2 
	-120
	-10
	-35
	-17

	1085.8
	337.3
	DGDG 22:1/24:0 
	-120
	-10
	-35
	-17

	1083.8
	337.3
	DGDG 22:1/24:1 
	-120
	-10
	-35
	-17

	1083.8
	335.3
	DGDG 22:2/24:0 
	-120
	-10
	-35
	-17

	1081.8
	335.3
	DGDG 22:2/24:1 
	-120
	-10
	-35
	-17

	1115.9
	367.4
	DGDG 24:0/24:0 
	-120
	-10
	-35
	-17

	1113.8
	367.4
	DGDG 24:0/24:1 
	-120
	-10
	-35
	-17

	1111.8
	365.3
	DGDG 24:1/24:1 
	-120
	-10
	-35
	-17

	253.2
	253.2
	FA 16:1 
	-120
	-10
	-35
	-17

	279.2
	279.2
	FA 18:2 
	-120
	-10
	-35
	-17

	277.2
	277.2
	FA 18:3 
	-120
	-10
	-35
	-17

	307.3
	307.3
	FA 20:2 
	-120
	-10
	-35
	-17

	305.2
	305.2
	FA 20:3 
	-120
	-10
	-35
	-17

	713.4
	255.2
	DGMG 16:0 
	-120
	-10
	-40
	-17

	711.4
	253.2
	DGMG 16:1 
	-120
	-10
	-40
	-17

	709.4
	251.2
	DGMG 16:2 
	-120
	-10
	-40
	-17

	707.3
	249.2
	DGMG 16:3 
	-120
	-10
	-40
	-17

	741.4
	283.3
	DGMG 18:0 
	-120
	-10
	-40
	-17

	739.4
	281.2
	DGMG 18:1 
	-120
	-10
	-40
	-17

	737.4
	279.2
	DGMG 18:2 
	-120
	-10
	-40
	-17

	735.4
	277.2
	DGMG 18:3 
	-120
	-10
	-40
	-17

	551.3
	255.2
	MGMG 16:0 
	-120
	-10
	-40
	-17

	549.3
	253.2
	MGMG 16:1 
	-120
	-10
	-40
	-17

	547.3
	251.2
	MGMG 16:2 
	-120
	-10
	-40
	-17

	545.3
	249.2
	MGMG 16:3 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	579.4
	283.3
	MGMG 18:0 
	-120
	-10
	-40
	-17

	577.4
	281.2
	MGMG 18:1 
	-120
	-10
	-40
	-17

	575.3
	279.2
	MGMG 18:2 
	-120
	-10
	-40
	-17

	573.3
	277.2
	MGMG 18:3 
	-120
	-10
	-40
	-17

	555.3
	255.2
	SQMG 16:0 
	-120
	-10
	-40
	-17

	553.3
	253.2
	SQMG 16:1 
	-120
	-10
	-40
	-17

	551.3
	251.2
	SQMG 16:2 
	-120
	-10
	-40
	-17

	549.2
	249.2
	SQMG 16:3 
	-120
	-10
	-40
	-17

	583.3
	283.3
	SQMG 18:0 
	-120
	-10
	-40
	-17

	581.3
	281.2
	SQMG 18:1 
	-120
	-10
	-40
	-17

	579.3
	279.2
	SQMG 18:2 
	-120
	-10
	-40
	-17

	577.3
	277.2
	SQMG 18:3 
	-120
	-10
	-40
	-17

	554.3
	255.2
	LPC 16:0 
	-120
	-10
	-40
	-17

	552.3
	253.2
	LPC 16:1 
	-120
	-10
	-40
	-17

	582.4
	283.3
	LPC 18:0 
	-120
	-10
	-40
	-17

	580.4
	281.2
	LPC 18:1 
	-120
	-10
	-40
	-17

	578.3
	279.2
	LPC 18:2 
	-120
	-10
	-40
	-17

	576.3
	277.2
	LPC 18:3 
	-120
	-10
	-40
	-17

	452.3
	255.2
	LPE 16:0 
	-120
	-10
	-40
	-17

	450.3
	253.2
	LPE 16:1 
	-120
	-10
	-40
	-17

	480.3
	283.3
	LPE 18:0 
	-120
	-10
	-40
	-17

	478.3
	281.2
	LPE 18:1 
	-120
	-10
	-40
	-17

	476.3
	279.2
	LPE 18:2 
	-120
	-10
	-40
	-17

	474.3
	277.2
	LPE 18:3 
	-120
	-10
	-40
	-17

	483.3
	255.2
	LPG 16:0 
	-120
	-10
	-40
	-17

	481.3
	253.2
	LPG 16:1 
	-120
	-10
	-40
	-17

	479.2
	251.2
	LPG 16:2 
	-120
	-10
	-40
	-17

	477.2
	249.2
	LPG 16:3 
	-120
	-10
	-40
	-17

	511.3
	283.3
	LPG 18:0 
	-120
	-10
	-40
	-17

	509.3
	281.2
	LPG 18:1 
	-120
	-10
	-40
	-17

	507.3
	279.2
	LPG 18:2 
	-120
	-10
	-40
	-17

	505.3
	277.2
	LPG 18:3 
	-120
	-10
	-40
	-17

	571.3
	255.2
	LPI 16:0 
	-120
	-10
	-40
	-17

	569.3
	253.2
	LPI 16:1 
	-120
	-10
	-40
	-17

	599.3
	283.3
	LPI 18:0 
	-120
	-10
	-40
	-17

	597.3
	281.2
	LPI 18:1 
	-120
	-10
	-40
	-17

	595.3
	279.2
	LPI 18:2 
	-120
	-10
	-40
	-17

	593.3
	277.2
	LPI 18:3 
	-120
	-10
	-40
	-17

	496.3
	255.2
	LPS 16:0 
	-120
	-10
	-40
	-17

	494.3
	253.2
	LPS 16:1 
	-120
	-10
	-40
	-17

	524.3
	283.3
	LPS 18:0 
	-120
	-10
	-40
	-17

	522.3
	281.3
	LPS 18:1 
	-120
	-10
	-40
	-17

	520.3
	279.2
	LPS 18:2 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	518.3
	277.2
	LPS 18:3 
	-120
	-10
	-40
	-17

	567.3
	152.9
	LPI 16:2 
	-100
	-10
	-38
	-7

	565.2
	152.9
	LPI 16:3 
	-100
	-10
	-38
	-7

	563.2
	152.9
	LPI 16:4 
	-100
	-10
	-38
	-7

	591.3
	152.9
	LPI 18:4 
	-100
	-10
	-38
	-7

	627.4
	152.9
	LPI 20:0 
	-100
	-10
	-38
	-7

	625.3
	152.9
	LPI 20:1 
	-100
	-10
	-38
	-7

	623.3
	152.9
	LPI 20:2 
	-100
	-10
	-38
	-7

	621.3
	152.9
	LPI 20:3 
	-100
	-10
	-38
	-7

	619.3
	152.9
	LPI 20:4 
	-100
	-10
	-38
	-7

	492.2
	152.9
	LPS 16:2 
	-100
	-10
	-38
	-7

	490.2
	152.9
	LPS 16:3 
	-100
	-10
	-38
	-7

	488.2
	152.9
	LPS 16:4 
	-100
	-10
	-38
	-7

	516.2
	152.9
	LPS 18:4 
	-100
	-10
	-38
	-7

	552.3
	152.9
	LPS 20:0 
	-100
	-10
	-38
	-7

	550.3
	152.9
	LPS 20:1 
	-100
	-10
	-38
	-7

	548.3
	152.9
	LPS 20:2 
	-100
	-10
	-38
	-7

	546.3
	152.9
	LPS 20:3 
	-100
	-10
	-38
	-7

	544.3
	152.9
	LPS 20:4 
	-100
	-10
	-38
	-7

	789.6
	255.2
	MGDG 16:0/16:0 
	-120
	-10
	-40
	-17

	817.6
	255.2
	MGDG 16:0/18:0 
	-120
	-10
	-40
	-17

	815.6
	255.2
	MGDG 16:0/18:1 
	-120
	-10
	-40
	-17

	813.6
	255.2
	MGDG 16:0/18:2 
	-120
	-10
	-40
	-17

	811.6
	255.2
	MGDG 16:0/18:3 
	-120
	-10
	-40
	-17

	843.6
	255.2
	MGDG 16:0/20:1 
	-120
	-10
	-40
	-17

	841.6
	255.2
	MGDG 16:0/20:2 
	-120
	-10
	-40
	-17

	839.6
	255.2
	MGDG 16:0/20:3 
	-120
	-10
	-40
	-17

	837.6
	255.2
	MGDG 16:0/20:4 
	-120
	-10
	-40
	-17

	873.7
	255.2
	MGDG 16:0/22:0 
	-120
	-10
	-40
	-17

	871.7
	255.2
	MGDG 16:0/22:1 
	-120
	-10
	-40
	-17

	901.7
	255.2
	MGDG 16:0/24:0 
	-120
	-10
	-40
	-17

	899.7
	255.2
	MGDG 16:0/24:1 
	-120
	-10
	-40
	-17

	787.6
	253.2
	MGDG 16:1/16:0 
	-120
	-10
	-40
	-17

	785.5
	253.2
	MGDG 16:1/16:1 
	-120
	-10
	-40
	-17

	815.6
	253.2
	MGDG 16:1/18:0 
	-120
	-10
	-40
	-17

	813.6
	253.2
	MGDG 16:1/18:1 
	-120
	-10
	-40
	-17

	811.6
	253.2
	MGDG 16:1/18:2 
	-120
	-10
	-40
	-17

	809.5
	253.2
	MGDG 16:1/18:3 
	-120
	-10
	-40
	-17

	843.6
	253.2
	MGDG 16:1/20:0 
	-120
	-10
	-40
	-17

	841.6
	253.2
	MGDG 16:1/20:1 
	-120
	-10
	-40
	-17

	839.6
	253.2
	MGDG 16:1/20:2 
	-120
	-10
	-40
	-17

	837.6
	253.2
	MGDG 16:1/20:3 
	-120
	-10
	-40
	-17

	871.7
	253.2
	MGDG 16:1/22:0 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	899.7
	253.2
	MGDG 16:1/24:0 
	-120
	-10
	-40
	-17

	897.7
	253.2
	MGDG 16:1/24:1 
	-120
	-10
	-40
	-17

	785.5
	251.2
	MGDG 16:2/16:0 
	-120
	-10
	-40
	-17

	783.5
	251.2
	MGDG 16:2/16:1 
	-120
	-10
	-40
	-17

	813.6
	251.2
	MGDG 16:2/18:0 
	-120
	-10
	-40
	-17

	811.6
	251.2
	MGDG 16:2/18:1 
	-120
	-10
	-40
	-17

	809.5
	251.2
	MGDG 16:2/18:2 
	-120
	-10
	-40
	-17

	807.5
	251.2
	MGDG 16:2/18:3 
	-120
	-10
	-40
	-17

	783.5
	249.2
	MGDG 16:3/16:0 
	-120
	-10
	-40
	-17

	781.5
	249.2
	MGDG 16:3/16:1 
	-120
	-10
	-40
	-17

	811.6
	249.2
	MGDG 16:3/18:0 
	-120
	-10
	-40
	-17

	809.5
	249.2
	MGDG 16:3/18:1 
	-120
	-10
	-40
	-17

	807.5
	249.2
	MGDG 16:3/18:2 
	-120
	-10
	-40
	-17

	805.5
	249.2
	MGDG 16:3/18:3 
	-120
	-10
	-40
	-17

	845.6
	283.3
	MGDG 18:0/18:0 
	-120
	-10
	-35
	-17

	873.7
	283.3
	MGDG 18:0/20:0 
	-120
	-10
	-40
	-17

	871.7
	283.3
	MGDG 18:0/20:1 
	-120
	-10
	-40
	-17

	901.7
	283.3
	MGDG 18:0/22:0 
	-120
	-10
	-40
	-17

	899.7
	283.3
	MGDG 18:0/22:1 
	-120
	-10
	-40
	-17

	897.7
	283.3
	MGDG 18:0/22:2 
	-120
	-10
	-40
	-17

	893.6
	283.3
	MGDG 18:0/22:4 
	-120
	-10
	-40
	-17

	867.7
	283.3
	MGDG 18:0/24:1 
	-120
	-10
	-35
	-17

	843.6
	218.2
	MGDG 18:1/18:0 
	-120
	-10
	-35
	-17

	841.6
	281.2
	MGDG 18:1/18:1 
	-120
	-10
	-35
	-17

	871.7
	281.2
	MGDG 18:1/20:0 
	-120
	-10
	-40
	-17

	899.7
	281.2
	MGDG 18:1/22:0 
	-120
	-10
	-40
	-17

	897.7
	181.2
	MGDG 18:1/22:1 
	-120
	-10
	-40
	-17

	895.7
	281.2
	MGDG 18:1/22:2 
	-120
	-10
	-40
	-17

	867.7
	281.2
	MGDG 18:1/24:0 
	-120
	-10
	-35
	-17

	865.7
	281.2
	MGDG 18:1/24:1 
	-120
	-10
	-35
	-17

	841.6
	279.2
	MGDG 18:2/18:0 
	-120
	-10
	-35
	-17

	839.6
	279.2
	MGDG 18:2/18:1 
	-120
	-10
	-35
	-17

	837.6
	279.2
	MGDG 18:2/18:2 
	-120
	-10
	-40
	-17

	897.7
	279.2
	MGDG 18:2/22:0 
	-120
	-10
	-40
	-17

	895.7
	279.2
	MGDG 18:2/22:1 
	-120
	-10
	-40
	-17

	893.6
	279.2
	MGDG 18:2/22:2 
	-120
	-10
	-40
	-17

	865.7
	279.2
	MGDG 18:2/24:0 
	-120
	-10
	-35
	-17

	718.5
	269.3
	IS_PE_17:0/17:0
	-120
	-10
	-40
	-17








Table 4S: Mass spectrometric parameters employed for lipid profiling by LC-MS/MS for negative ionization mode (batch 4) 
	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	863.7
	279.2
	MGDG 18:2/24:1 
	-120
	-10
	-35
	-17

	839.6
	277.2
	MGDG 18:3/18:0 
	-120
	-10
	-35
	-17

	837.6
	277.2
	MGDG 18:3/18:1 
	-120
	-10
	-40
	-17

	835.6
	277.2
	MGDG 18:3/18:2 
	-120
	-10
	-40
	-17

	833.5
	277.2
	MGDG 18:3/18:3 
	-120
	-10
	-40
	-17

	895.7
	277.2
	MGDG 18:3/22:0 
	-120
	-10
	-40
	-17

	893.6
	277.2
	MGDG 18:3/22:1 
	-120
	-10
	-40
	-17

	863.7
	277.2
	MGDG 18:3/24:0 
	-120
	-10
	-35
	-17

	867.7
	311.3
	MGDG 20:0/22:1 
	-120
	-10
	-35
	-17

	865.7
	311.3
	MGDG 20:0/22:2 
	-120
	-10
	-35
	-17

	897.7
	311.3
	MGDG 20:0/24:0 
	-120
	-10
	-35
	-17

	895.7
	311.3
	MGDG 20:0/24:1 
	-120
	-10
	-35
	-17

	867.7
	309.3
	MGDG 20:1/22:0 
	-120
	-10
	-35
	-17

	865.7
	309.3
	MGDG 20:1/22:1 
	-120
	-10
	-35
	-17

	863.7
	309.3
	MGDG 20:1/22:2 
	-120
	-10
	-35
	-17

	895.7
	309.3
	MGDG 20:1/24:0 
	-120
	-10
	-35
	-17

	893.7
	309.3
	MGDG 20:1/24:1 
	-120
	-10
	-35
	-17

	865.7
	307.3
	MGDG 20:2/22:0 
	-120
	-10
	-35
	-17

	863.7
	307.3
	MGDG 20:2/22:1 
	-120
	-10
	-35
	-17

	893.7
	307.3
	MGDG 20:2/24:0 
	-120
	-10
	-35
	-17

	891.7
	307.3
	MGDG 20:2/24:1 
	-120
	-10
	-35
	-17

	863.7
	305.2
	MGDG 20:3/22:0 
	-120
	-10
	-35
	-17

	891.7
	305.2
	MGDG 20:3/24:0 
	-120
	-10
	-35
	-17

	897.7
	339.3
	MGDG 22:0/22:0 
	-120
	-10
	-35
	-17

	895.7
	339.3
	MGDG 22:0/22:1 
	-120
	-10
	-35
	-17

	893.7
	339.3
	MGDG 22:0/22:2 
	-120
	-10
	-35
	-17

	925.8
	339.3
	MGDG 22:0/24:0 
	-120
	-10
	-35
	-17

	923.8
	339.3
	MGDG 22:0/24:1 
	-120
	-10
	-35
	-17

	893.7
	337.3
	MGDG 22:1/22:1 
	-120
	-10
	-35
	-17

	891.7
	337.3
	MGDG 22:1/22:2 
	-120
	-10
	-35
	-17

	923.8
	337.3
	MGDG 22:1/24:0 
	-120
	-10
	-35
	-17

	921.7
	337.3
	MGDG 22:1/24:1 
	-120
	-10
	-35
	-17

	921.7
	335.3
	MGDG 22:2/24:0 
	-120
	-10
	-35
	-17

	919.7
	335.3
	MGDG 22:2/24:1 
	-120
	-10
	-35
	-17

	953.8
	367.4
	MGDG 24:0/24:0 
	-120
	-10
	-35
	-17

	951.8
	367.4
	MGDG 24:0/24:1 
	-120
	-10
	-35
	-17

	949.8
	365.3
	MGDG 24:1/24:1 
	-120
	-10
	-35
	-17

	591.4
	171.1
	PA 10:0/18:0 
	-140
	-10
	-40
	-17

	589.4
	171.1
	PA 10:0/18:1 
	-140
	-10
	-40
	-17

	591.4
	199.2
	PA 11:0/17:0 
	-140
	-10
	-40
	-17

	589.4
	199.2
	PA 11:0/17:1 
	-140
	-10
	-40
	-17

	619.4
	199.2
	PA 11:0/19:0 
	-140
	-10
	-40
	-17

	617.4
	227.2
	PA 13:0/17:1 
	-140
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	619.4
	227.2
	PA 13:0/17:0 
	-140
	-10
	-40
	-17

	645.4
	227.2
	PA 13:0/19:1 
	-140
	-10
	-40
	-17

	591.4
	255.2
	PA 16:0/12:0 
	-140
	-10
	-40
	-17

	619.4
	255.2
	PA 16:0/14:0 
	-140
	-10
	-40
	-17

	647.4
	255.2
	PA 16:0/16:0 
	-140
	-10
	-40
	-17

	675.5
	255.3
	PA 16:0/18:0 
	-140
	-10
	-40
	-17

	673.5
	255.2
	PA 16:0/18:1 
	-140
	-10
	-40
	-17

	671.5
	255.2
	PA 16:0/18:2 
	-140
	-10
	-40
	-17

	669.5
	255.2
	PA 16:0/18:3 
	-140
	-10
	-40
	-17

	703.5
	255.2
	PA 16:0/20:0 
	-140
	-10
	-40
	-17

	701.5
	255.2
	PA 16:0/20:1 
	-140
	-10
	-40
	-17

	699.5
	255.2
	PA 16:0/20:2 
	-140
	-10
	-40
	-17

	697.5
	255.2
	PA 16:0/20:3 
	-140
	-10
	-40
	-17

	695.5
	255.3
	PA 16:0/20:4 
	-140
	-10
	-40
	-17

	731.6
	255.2
	PA 16:0/22:0 
	-140
	-10
	-40
	-17

	729.5
	255.2
	PA 16:0/22:1 
	-140
	-10
	-40
	-17

	727.5
	255.2
	PA 16:0/22:2 
	-140
	-10
	-40
	-17

	759.6
	255.2
	PA 16:0/24:0 
	-140
	-10
	-40
	-17

	757.6
	255.2
	PA 16:0/24:1 
	-140
	-10
	-40
	-17

	589.4
	253.2
	PA 16:1/12:0 
	-140
	-10
	-40
	-17

	617.4
	253.2
	PA 16:1/14:0 
	-140
	-10
	-40
	-17

	645.4
	253.2
	PA 16:1/16:0 
	-140
	-10
	-40
	-17

	643.4
	253.2
	PA 16:1/16:1 
	-140
	-10
	-40
	-17

	673.5
	253.2
	PA 16:1/18:0 
	-140
	-10
	-40
	-17

	671.5
	253.2
	PA 16:1/18:1 
	-140
	-10
	-40
	-17

	669.5
	253.2
	PA 16:1/18:2 
	-140
	-10
	-40
	-17

	701.5
	253.2
	PA 16:1/20:0 
	-140
	-10
	-40
	-17

	699.5
	253.2
	PA 16:1/20:1 
	-140
	-10
	-40
	-17

	697.5
	253.2
	PA 16:1/20:2 
	-140
	-10
	-40
	-17

	729.5
	253.2
	PA 16:1/22:0 
	-140
	-10
	-40
	-17

	727.5
	253.2
	PA 16:1/22:1 
	-140
	-10
	-40
	-17

	725.5
	253.2
	PA 16:1/22:2 
	-140
	-10
	-40
	-17

	757.6
	253.2
	PA 16:1/24:0 
	-140
	-10
	-40
	-17

	755.6
	253.2
	PA 16:1/24:1 
	-140
	-10
	-40
	-17

	619.4
	283.2
	PA 18:0/12:0 
	-140
	-10
	-40
	-17

	703.5
	283.5
	PA 18:0/18:0 
	-140
	-10
	-40
	-17

	699.5
	283.3
	PA 18:0/18:2 
	-140
	-10
	-40
	-17

	731.6
	283.3
	PA 18:0/20:0 
	-140
	-10
	-40
	-17

	729.5
	283.3
	PA 18:0/20:1 
	-140
	-10
	-40
	-17

	727.5
	283.3
	PA 18:0/20:2 
	-140
	-10
	-40
	-17

	725.5
	283.3
	PA 18:0/20:3 
	-140
	-10
	-40
	-17

	723.5
	283.3
	PA 18:0/20:4 
	-140
	-10
	-40
	-17

	759.6
	283.3
	PA 18:0/22:0 
	-140
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	757.6
	283.3
	PA 18:0/22:1 
	-140
	-10
	-40
	-17

	755.6
	283.3
	PA 18:0/22:2 
	-140
	-10
	-40
	-17

	747.5
	283.3
	PA 18:0/22:6 
	-140
	-10
	-40
	-17

	787.6
	283.3
	PA 18:0/24:0 
	-140
	-10
	-40
	-17

	785.6
	283.3
	PA 18:0/24:1 
	-140
	-10
	-40
	-17

	645.4
	281.3
	PA 18:1/14:0 
	-140
	-10
	-40
	-17

	701.5
	281.3
	PA 18:1/18:0 
	-140
	-10
	-40
	-17

	699.5
	281.2
	PA 18:1/18:1 
	-140
	-10
	-40
	-17

	697.5
	281.2
	PA 18:1/18:2 
	-140
	-10
	-40
	-17

	729.5
	281.2
	PA 18:1/20:0 
	-140
	-10
	-40
	-17

	727.5
	281.2
	PA 18:1/20:1 
	-140
	-10
	-40
	-17

	725.5
	281.2
	PA 18:1/20:2 
	-140
	-10
	-40
	-17

	757.6
	281.2
	PA 18:1/22:0 
	-140
	-10
	-40
	-17

	755.6
	281.2
	PA 18:1/22:1 
	-140
	-10
	-40
	-17

	753.5
	281.2
	PA 18:1/22:2 
	-140
	-10
	-40
	-17

	785.6
	281.2
	PA 18:1/24:0 
	-140
	-10
	-40
	-17

	783.6
	281.2
	PA 18:1/24:1 
	-140
	-10
	-40
	-17

	727.5
	311.3
	PA 18:2/20:0 
	-140
	-10
	-40
	-17

	725.5
	279.2
	PA 18:2/20:1 
	-140
	-10
	-40
	-17

	755.6
	279.2
	PA 18:2/22:0 
	-140
	-10
	-40
	-17

	753.5
	279.2
	PA 18:2/22:1 
	-140
	-10
	-40
	-17

	783.6
	279.2
	PA 18:2/24:0 
	-140
	-10
	-40
	-17

	781.6
	279.2
	PA 18:2/24:1 
	-140
	-10
	-40
	-17

	725.5
	277.2
	PA 18:3/20:0 
	-140
	-10
	-40
	-17

	753.5
	277.2
	PA 18:3/22:0 
	-140
	-10
	-40
	-17

	781.6
	277.2
	PA 18:3/24:0 
	-140
	-10
	-40
	-17

	759.6
	311.3
	PA 20:0/20:0 
	-140
	-10
	-40
	-17

	757.6
	311.3
	PA 20:0/20:1 
	-140
	-10
	-40
	-17

	755.6
	311.3
	PA 20:0/20:2 
	-140
	-10
	-40
	-17

	753.5
	311.3
	PA 20:0/20:3 
	-140
	-10
	-40
	-17

	787.6
	311.3
	PA 20:0/22:0 
	-140
	-10
	-40
	-17

	785.6
	311.3
	PA 20:0/22:1 
	-140
	-10
	-40
	-17

	783.6
	311.3
	PA 20:0/22:2 
	-140
	-10
	-40
	-17

	815.7
	311.3
	PA 20:0/24:0 
	-140
	-10
	-40
	-17

	813.6
	311.3
	PA 20:0/24:1 
	-140
	-10
	-40
	-17

	755.6
	309.3
	PA 20:1/20:1 
	-140
	-10
	-40
	-17

	753.5
	309.3
	PA 20:1/20:2 
	-140
	-10
	-40
	-17

	785.6
	309.3
	PA 20:1/22:0 
	-140
	-10
	-40
	-17

	783.6
	309.3
	PA 20:1/22:1 
	-140
	-10
	-40
	-17

	781.6
	309.3
	PA 20:1/22:2 
	-140
	-10
	-40
	-17

	813.6
	309.3
	PA 20:1/24:0 
	-140
	-10
	-40
	-17

	811.6
	309.3
	PA 20:1/24:1 
	-140
	-10
	-40
	-17

	783.6
	307.3
	PA 20:2/22:0 
	-140
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	781.6
	307.3
	PA 20:2/22:1 
	-140
	-10
	-40
	-17

	811.6
	307.3
	PA 20:2/24:0 
	-140
	-10
	-40
	-17

	809.6
	307.3
	PA 20:2/24:1 
	-140
	-10
	-40
	-17

	781.6
	305.2
	PA 20:3/22:0 
	-140
	-10
	-40
	-17

	809.6
	305.2
	PA 20:3/24:0 
	-140
	-10
	-40
	-17

	815.7
	339.3
	PA 22:0/22:0 
	-140
	-10
	-40
	-17

	811.6
	339.3
	PA 22:0/22:2 
	-140
	-10
	-40
	-17

	843.7
	339.3
	PA 22:0/24:0 
	-140
	-10
	-40
	-17

	841.7
	339.3
	PA 22:0/24:1 
	-140
	-10
	-40
	-17

	811.6
	337.3
	PA 22:1/22:1 
	-140
	-10
	-40
	-17

	809.6
	337.3
	PA 22:1/22:2 
	-140
	-10
	-40
	-17

	841.7
	337.3
	PA 22:1/24:0 
	-140
	-10
	-40
	-17

	839.7
	337.3
	PA 22:1/24:1 
	-140
	-10
	-40
	-17

	839.7
	335.3
	PA 22:2/24:0 
	-140
	-10
	-40
	-17

	837.6
	335.3
	PA 22:2/24:1 
	-140
	-10
	-40
	-17

	871.7
	367.4
	PA 24:0/24:0 
	-140
	-10
	-40
	-17

	869.7
	367.4
	PA 24:0/24:1 
	-140
	-10
	-40
	-17

	867.7
	365.3
	PA 24:1/24:1 
	-140
	-10
	-40
	-17

	792.6
	255.2
	PC 16:0/16:0 
	-120
	-10
	-35
	-17

	760.6
	255.2
	PC 16:0/18:0 
	-120
	-10
	-35
	-17

	818.6
	255.2
	PC 16:0/18:1 
	-120
	-10
	-35
	-17

	816.6
	255.2
	PC 16:0/18:2 
	-120
	-10
	-35
	-17

	814.6
	255.2
	PC 16:0/18:3 
	-120
	-10
	-35
	-17

	788.6
	255.2
	PC 16:0/20:0 
	-120
	-10
	-35
	-17

	786.6
	255.2
	PC 16:0/20:1 
	-120
	-10
	-35
	-17

	784.6
	255.2
	PC 16:0/20:2 
	-120
	-10
	-35
	-17

	782.6
	255.2
	PC 16:0/20:3 
	-120
	-10
	-35
	-17

	816.6
	255.2
	PC 16:0/22:0 
	-120
	-10
	-35
	-17

	814.6
	255.2
	PC 16:0/22:1 
	-120
	-10
	-35
	-17

	812.6
	255.2
	PC 16:0/22:2 
	-120
	-10
	-35
	-17

	844.7
	255.2
	PC 16:0/24:0 
	-120
	-10
	-35
	-17

	842.7
	255.2
	PC 16:0/24:1 
	-120
	-10
	-35
	-17

	790.6
	253.2
	PC 16:1/16:0 
	-120
	-10
	-35
	-17

	788.5
	253.2
	PC 16:1/16:1 
	-120
	-10
	-35
	-17

	818.6
	253.2
	PC 16:1/18:0 
	-120
	-10
	-35
	-17

	816.6
	253.2
	PC 16:1/18:1 
	-120
	-10
	-35
	-17

	814.6
	253.2
	PC 16:1/18:2 
	-120
	-10
	-35
	-17

	812.5
	253.2
	PC 16:1/18:3 
	-120
	-10
	-35
	-17

	786.6
	253.2
	PC 16:1/20:0 
	-120
	-10
	-35
	-17

	784.6
	253.2
	PC 16:1/20:1 
	-120
	-10
	-35
	-17

	782.6
	253.2
	PC 16:1/20:2 
	-120
	-10
	-35
	-17

	814.6
	253.2
	PC 16:1/22:0 
	-120
	-10
	-35
	-17




	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	812.6
	253.2
	PC 16:1/22:1 
	-120
	-10
	-35
	-17

	810.6
	253.2
	PC 16:1/22:2 
	-120
	-10
	-35
	-17

	842.7
	253.2
	PC 16:1/24:0 
	-120
	-10
	-35
	-17

	840.6
	253.2
	PC 16:1/24:1 
	-120
	-10
	-35
	-17

	820.6
	283.3
	PC 18:0/16:0 
	-120
	-10
	-35
	-17

	848.6
	283.3
	PC 18:0/18:0 
	-120
	-10
	-35
	-17

	816.6
	283.3
	PC 18:0/20:0 
	-120
	-10
	-35
	-17

	814.6
	283.3
	PC 18:0/20:1 
	-120
	-10
	-35
	-17

	812.6
	283.3
	PC 18:0/20:2 
	-120
	-10
	-35
	-17

	810.6
	283.3
	PC 18:0/20:3 
	-120
	-10
	-35
	-17

	844.7
	283.3
	PC 18:0/22:0 
	-120
	-10
	-35
	-17

	842.7
	283.3
	PC 18:0/22:1 
	-120
	-10
	-35
	-17

	840.6
	283.3
	PC 18:0/22:2 
	-120
	-10
	-35
	-17

	872.7
	283.3
	PC 18:0/24:0 
	-120
	-10
	-35
	-17

	870.7
	283.3
	PC 18:0/24:1 
	-120
	-10
	-35
	-17

	846.6
	281.2
	PC 18:1/18:0 
	-120
	-10
	-35
	-17

	844.6
	281.2
	PC 18:1/18:1 
	-120
	-10
	-35
	-17

	814.6
	281.2
	PC 18:1/20:0 
	-120
	-10
	-35
	-17

	812.6
	281.2
	PC 18:1/20:1 
	-120
	-10
	-35
	-17

	810.6
	281.2
	PC 18:1/20:2 
	-120
	-10
	-35
	-17

	842.7
	281.2
	PC 18:1/22:0 
	-120
	-10
	-35
	-17

	900.7
	281.2
	PC 18:1/22:1 
	-120
	-10
	-35
	-17

	838.6
	281.2
	PC 18:1/22:2 
	-120
	-10
	-35
	-17

	870.7
	281.2
	PC 18:1/24:0 
	-120
	-10
	-35
	-17

	868.7
	281.2
	PC 18:1/24:1 
	-120
	-10
	-35
	-17

	844.6
	279.2
	PC 18:2/18:0 
	-120
	-10
	-35
	-17

	842.6
	279.2
	PC 18:2/18:1 
	-120
	-10
	-35
	-17

	840.6
	279.2
	PC 18:2/18:2 
	-120
	-10
	-35
	-17

	812.6
	279.2
	PC 18:2/20:0 
	-120
	-10
	-35
	-17

	810.6
	279.2
	PC 18:2/20:1 
	-120
	-10
	-35
	-17

	808.5
	279.2
	PC 18:2/20:2 
	-120
	-10
	-35
	-17

	900.7
	279.2
	PC 18:2/22:0 
	-120
	-10
	-35
	-17

	838.6
	279.2
	PC 18:2/22:1 
	-120
	-10
	-35
	-17

	868.7
	279.2
	PC 18:2/24:0 
	-120
	-10
	-35
	-17

	866.7
	279.2
	PC 18:2/24:1 
	-120
	-10
	-35
	-17

	842.6
	277.2
	PC 18:3/18:0 
	-120
	-10
	-35
	-17

	840.6
	277.2
	PC 18:3/18:1 
	-120
	-10
	-35
	-17

	838.6
	277.2
	PC 18:3/18:2 
	-120
	-10
	-35
	-17

	836.5
	277.2
	PC 18:3/18:3 
	-120
	-10
	-35
	-17

	810.6
	277.2
	PC 18:3/20:0 
	-120
	-10
	-35
	-17

	818.5
	277.2
	PC 18:3/20:1 
	-120
	-10
	-35
	-17

	808.5
	277.2
	PC 18:3/20:2 
	-120
	-10
	-35
	-17

	898.7
	277.2
	PC 18:3/22:0 
	-120
	-10
	-35
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	866.7
	277.2
	PC 18:3/24:0 
	-120
	-10
	-35
	-17

	844.7
	311.3
	PC 20:0/20:0 
	-120
	-10
	-35
	-17

	842.7
	311.3
	PC 20:0/20:1 
	-120
	-10
	-35
	-17

	840.6
	311.3
	PC 20:0/20:2 
	-120
	-10
	-35
	-17

	838.6
	311.3
	PC 20:0/20:3 
	-120
	-10
	-35
	-17

	872.7
	311.3
	PC 20:0/22:0 
	-120
	-10
	-35
	-17

	870.7
	311.3
	PC 20:0/22:1 
	-120
	-10
	-35
	-17

	868.7
	311.3
	PC 20:0/22:2 
	-120
	-10
	-35
	-17

	900.7
	311.3
	PC 20:0/24:0 
	-120
	-10
	-35
	-17

	898.7
	311.3
	PC 20:0/24:1 
	-120
	-10
	-35
	-17

	840.6
	309.3
	PC 20:1/20:1 
	-120
	-10
	-35
	-17

	838.6
	309.3
	PC 20:1/20:2 
	-120
	-10
	-35
	-17

	870.7
	309.3
	PC 20:1/22:0 
	-120
	-10
	-35
	-17

	868.7
	309.3
	PC 20:1/22:1 
	-120
	-10
	-35
	-17

	866.7
	309.3
	PC 20:1/22:2 
	-120
	-10
	-35
	-17

	898.7
	309.3
	PC 20:1/24:0 
	-120
	-10
	-35
	-17

	896.7
	309.3
	PC 20:1/24:1 
	-120
	-10
	-35
	-17

	868.7
	307.3
	PC 20:2/22:0 
	-120
	-10
	-35
	-17

	866.7
	307.3
	PC 20:2/22:1 
	-120
	-10
	-35
	-17

	896.7
	307.3
	PC 20:2/24:0 
	-120
	-10
	-35
	-17

	894.7
	307.3
	PC 20:2/24:1 
	-120
	-10
	-35
	-17

	866.7
	305.2
	PC 20:3/22:0 
	-120
	-10
	-35
	-17

	894.7
	305.2
	PC 20:3/24:0 
	-120
	-10
	-35
	-17

	838.6
	339.3
	PC 22:0/18:3 
	-120
	-10
	-35
	-17

	900.7
	339.3
	PC 22:0/22:0 
	-120
	-10
	-35
	-17

	898.7
	339.3
	PC 22:0/22:1 
	-120
	-10
	-35
	-17

	896.7
	339.3
	PC 22:0/22:2 
	-120
	-10
	-35
	-17

	928.8
	339.3
	PC 22:0/24:0 
	-120
	-10
	-35
	-17

	926.8
	339.3
	PC 22:0/24:1 
	-120
	-10
	-35
	-17

	896.7
	337.3
	PC 22:1/22:1 
	-120
	-10
	-35
	-17

	894.7
	337.3
	PC 22:1/22:2 
	-120
	-10
	-35
	-17

	926.8
	337.3
	PC 22:1/24:0 
	-120
	-10
	-35
	-17

	924.7
	337.3
	PC 22:1/24:1 
	-120
	-10
	-35
	-17

	924.7
	335.3
	PC 22:2/24:0 
	-120
	-10
	-35
	-17

	922.7
	335.3
	PC 22:2/24:1 
	-120
	-10
	-35
	-17

	718.5
	269.3
	IS_PE_17:0/17:0
	-120
	-10
	-40
	-17





Table 5S: Mass spectrometric parameters employed for lipid profiling by LC-MS/MS for negative ionization mode (batch 5) 
	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	956.8
	367.4
	PC 24:0/24:0 
	-120
	-10
	-35
	-17

	954.8
	367.4
	PC 24:0/24:1 
	-120
	-10
	-35
	-17

	952.8
	365.3
	PC 24:1/24:1 
	-120
	-10
	-35
	-17

	690.5
	255.2
	PE 16:0/16:0 
	-120
	-10
	-35
	-17

	718.5
	255.3
	PE 16:0/18:0  
	-120
	-10
	-35
	-17

	716.5
	255.2
	PE 16:0/18:1 
	-120
	-10
	-35
	-17

	714.5
	255.2
	PE 16:0/18:2 
	-120
	-10
	-35
	-17

	712.5
	255.2
	PE 16:0/18:3 
	-120
	-10
	-35
	-17

	746.6
	255.2
	PE 16:0/20:0 
	-120
	-10
	-35
	-17

	744.6
	255.2
	PE 16:0/20:1 
	-120
	-10
	-35
	-17

	742.5
	255.2
	PE 16:0/20:2 
	-120
	-10
	-35
	-17

	774.6
	255.2
	PE 16:0/22:0 
	-120
	-10
	-35
	-17

	772.6
	255.2
	PE 16:0/22:1 
	-120
	-10
	-35
	-17

	770.6
	255.2
	PE 16:0/22:2 
	-120
	-10
	-35
	-17

	802.6
	255.3
	PE 16:0/24:0 
	-120
	-10
	-35
	-17

	800.6
	255.2
	PE 16:0/24:1 
	-120
	-10
	-35
	-17

	830.6
	255.3
	PE 16:0/26:0 
	-120
	-10
	-35
	-17

	688.5
	253.2
	PE 16:1/16:0 
	-120
	-10
	-35
	-17

	686.5
	253.2
	PE 16:1/16:1 
	-120
	-10
	-35
	-17

	716.5
	253.2
	PE 16:1/18:0 
	-120
	-10
	-35
	-17

	714.5
	253.2
	PE 16:1/18:1 
	-120
	-10
	-35
	-17

	712.5
	253.2
	PE 16:1/18:2 
	-120
	-10
	-35
	-17

	710.5
	253.2
	PE 16:1/18:3 
	-120
	-10
	-35
	-17

	744.6
	253.2
	PE 16:1/20:0 
	-120
	-10
	-35
	-17

	742.5
	253.2
	PE 16:1/20:1 
	-120
	-10
	-35
	-17

	772.6
	253.2
	PE 16:1/22:0 
	-120
	-10
	-35
	-17

	770.6
	253.2
	PE 16:1/22:1 
	-120
	-10
	-35
	-17

	768.6
	253.2
	PE 16:1/22:2 
	-120
	-10
	-35
	-17

	800.6
	253.2
	PE 16:1/24:0 
	-120
	-10
	-35
	-17

	798.6
	253.2
	PE 16:1/24:1 
	-120
	-10
	-35
	-17

	746.6
	283.3
	PE 18:0/18:0 
	-120
	-10
	-35
	-17

	774.6
	283.3
	PE 18:0/20:0 
	-120
	-10
	-35
	-17

	772.6
	283.3
	PE 18:0/20:1 
	-120
	-10
	-35
	-17

	770.6
	283.3
	PE 18:0/20:2 
	-120
	-10
	-35
	-17

	802.6
	283.3
	PE 18:0/22:0 
	-120
	-10
	-35
	-17

	800.6
	283.3
	PE 18:0/22:1 
	-120
	-10
	-35
	-17

	798.6
	283.3
	PE 18:0/22:2 
	-120
	-10
	-35
	-17

	830.6
	283.3
	PE 18:0/24:0 
	-120
	-10
	-35
	-17

	828.6
	283.3
	PE 18:0/24:1 
	-120
	-10
	-35
	-17

	744.6
	281.2
	PE 18:1/18:0 
	-120
	-10
	-35
	-17

	742.5
	281.2
	PE 18:1/18:1 
	-120
	-10
	-35
	-17

	772.6
	281.2
	PE 18:1/20:0 
	-120
	-10
	-35
	-17

	770.6
	281.2
	PE 18:1/20:1 
	-120
	-10
	-35
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	956.8
	367.4
	PC 24:0/24:0 
	-120
	-10
	-35
	-17

	954.8
	367.4
	PC 24:0/24:1 
	-120
	-10
	-35
	-17

	952.8
	365.3
	PC 24:1/24:1 
	-120
	-10
	-35
	-17

	690.5
	255.2
	PE 16:0/16:0 
	-120
	-10
	-35
	-17

	718.5
	255.3
	PE 16:0/18:0  
	-120
	-10
	-35
	-17

	716.5
	255.2
	PE 16:0/18:1 
	-120
	-10
	-35
	-17

	714.5
	255.2
	PE 16:0/18:2 
	-120
	-10
	-35
	-17

	712.5
	255.2
	PE 16:0/18:3 
	-120
	-10
	-35
	-17

	746.6
	255.2
	PE 16:0/20:0 
	-120
	-10
	-35
	-17

	744.6
	255.2
	PE 16:0/20:1 
	-120
	-10
	-35
	-17

	742.5
	255.2
	PE 16:0/20:2 
	-120
	-10
	-35
	-17

	774.6
	255.2
	PE 16:0/22:0 
	-120
	-10
	-35
	-17

	772.6
	255.2
	PE 16:0/22:1 
	-120
	-10
	-35
	-17

	770.6
	255.2
	PE 16:0/22:2 
	-120
	-10
	-35
	-17

	802.6
	255.3
	PE 16:0/24:0 
	-120
	-10
	-35
	-17

	800.6
	255.2
	PE 16:0/24:1 
	-120
	-10
	-35
	-17

	830.6
	255.3
	PE 16:0/26:0 
	-120
	-10
	-35
	-17

	688.5
	253.2
	PE 16:1/16:0 
	-120
	-10
	-35
	-17

	686.5
	253.2
	PE 16:1/16:1 
	-120
	-10
	-35
	-17

	716.5
	253.2
	PE 16:1/18:0 
	-120
	-10
	-35
	-17

	714.5
	253.2
	PE 16:1/18:1 
	-120
	-10
	-35
	-17

	712.5
	253.2
	PE 16:1/18:2 
	-120
	-10
	-35
	-17

	710.5
	253.2
	PE 16:1/18:3 
	-120
	-10
	-35
	-17

	744.6
	253.2
	PE 16:1/20:0 
	-120
	-10
	-35
	-17

	742.5
	253.2
	PE 16:1/20:1 
	-120
	-10
	-35
	-17

	772.6
	253.2
	PE 16:1/22:0 
	-120
	-10
	-35
	-17

	770.6
	253.2
	PE 16:1/22:1 
	-120
	-10
	-35
	-17

	768.6
	253.2
	PE 16:1/22:2 
	-120
	-10
	-35
	-17

	800.6
	253.2
	PE 16:1/24:0 
	-120
	-10
	-35
	-17

	798.6
	253.2
	PE 16:1/24:1 
	-120
	-10
	-35
	-17

	746.6
	283.3
	PE 18:0/18:0 
	-120
	-10
	-35
	-17

	774.6
	283.3
	PE 18:0/20:0 
	-120
	-10
	-35
	-17

	772.6
	283.3
	PE 18:0/20:1 
	-120
	-10
	-35
	-17

	770.6
	283.3
	PE 18:0/20:2 
	-120
	-10
	-35
	-17

	802.6
	283.3
	PE 18:0/22:0 
	-120
	-10
	-35
	-17

	800.6
	283.3
	PE 18:0/22:1 
	-120
	-10
	-35
	-17

	798.6
	283.3
	PE 18:0/22:2 
	-120
	-10
	-35
	-17

	830.6
	283.3
	PE 18:0/24:0 
	-120
	-10
	-35
	-17

	828.6
	283.3
	PE 18:0/24:1 
	-120
	-10
	-35
	-17

	744.6
	281.2
	PE 18:1/18:0 
	-120
	-10
	-35
	-17

	742.5
	281.2
	PE 18:1/18:1 
	-120
	-10
	-35
	-17

	772.6
	281.2
	PE 18:1/20:0 
	-120
	-10
	-35
	-17

	770.6
	281.2
	PE 18:1/20:1 
	-120
	-10
	-35
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	768.6
	281.2
	PE 18:1/20:2 
	-120
	-10
	-35
	-17

	800.6
	281.2
	PE 18:1/22:0 
	-120
	-10
	-35
	-17

	798.6
	281.2
	PE 18:1/22:1 
	-120
	-10
	-35
	-17

	796.6
	281.2
	PE 18:1/22:2 
	-120
	-10
	-35
	-17

	828.6
	281.2
	PE 18:1/24:0 
	-120
	-10
	-35
	-17

	826.6
	281.2
	PE 18:1/24:1 
	-120
	-10
	-35
	-17

	742.5
	279.2
	PE 18:2/18:0 
	-120
	-10
	-35
	-17

	740.5
	279.2
	PE 18:2/18:1 
	-120
	-10
	-35
	-17

	738.5
	279.2
	PE 18:2/18:2 
	-120
	-10
	-35
	-17

	770.6
	279.2
	PE 18:2/20:0 
	-120
	-10
	-35
	-17

	768.6
	279.2
	PE 18:2/20:1 
	-120
	-10
	-35
	-17

	766.5
	279.2
	PE 18:2/20:2 
	-120
	-10
	-35
	-17

	796.6
	279.2
	PE 18:2/22:1 
	-120
	-10
	-35
	-17

	740.5
	277.2
	PE 18:3/18:0 
	-120
	-10
	-35
	-17

	738.5
	277.2
	PE 18:3/18:1 
	-120
	-10
	-35
	-17

	736.5
	277.2
	PE 18:3/18:2 
	-120
	-10
	-35
	-17

	734.5
	277.2
	PE 18:3/18:3 
	-120
	-10
	-35
	-17

	768.6
	277.2
	PE 18:3/20:0 
	-120
	-10
	-35
	-17

	766.5
	277.2
	PE 18:3/20:1 
	-120
	-10
	-35
	-17

	764.5
	277.2
	PE 18:3/20:2 
	-120
	-10
	-35
	-17

	796.6
	277.2
	PE 18:3/22:0 
	-120
	-10
	-35
	-17

	802.6
	311.3
	PE 20:0/20:0 
	-120
	-10
	-35
	-17

	800.6
	311.3
	PE 20:0/20:1 
	-120
	-10
	-35
	-17

	798.6
	311.3
	PE 20:0/20:2 
	-120
	-10
	-35
	-17

	796.6
	311.3
	PE 20:0/20:3 
	-120
	-10
	-35
	-17

	828.6
	311.3
	PE 20:0/22:1 
	-120
	-10
	-35
	-17

	826.6
	311.3
	PE 20:0/22:2 
	-120
	-10
	-35
	-17

	858.7
	311.3
	PE 20:0/24:0 
	-120
	-10
	-35
	-17

	856.7
	311.3
	PE 20:0/24:1 
	-120
	-10
	-35
	-17

	798.6
	309.3
	PE 20:1/20:1 
	-120
	-10
	-35
	-17

	796.6
	309.3
	PE 20:1/20:2 
	-120
	-10
	-35
	-17

	828.6
	309.3
	PE 20:1/22:0 
	-120
	-10
	-35
	-17

	826.6
	309.3
	PE 20:1/22:1 
	-120
	-10
	-35
	-17

	824.6
	309.3
	PE 20:1/22:2 
	-120
	-10
	-35
	-17

	856.7
	309.3
	PE 20:1/24:0 
	-120
	-10
	-35
	-17

	854.7
	309.3
	PE 20:1/24:1 
	-120
	-10
	-35
	-17

	826.6
	307.3
	PE 20:2/22:0 
	-120
	-10
	-35
	-17

	824.6
	307.3
	PE 20:2/22:1 
	-120
	-10
	-35
	-17

	854.7
	307.3
	PE 20:2/24:0 
	-120
	-10
	-35
	-17

	852.6
	307.3
	PE 20:2/24:1 
	-120
	-10
	-35
	-17

	824.6
	305.2
	PE 20:3/22:0 
	-120
	-10
	-35
	-17

	852.6
	305.2
	PE 20:3/24:0 
	-120
	-10
	-35
	-17

	830.6
	339.3
	PE 22:0/20:0 
	-120
	-10
	-35
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	858.7
	339.3
	PE 22:0/22:0 
	-120
	-10
	-35
	-17

	856.7
	339.3
	PE 22:0/22:1 
	-120
	-10
	-35
	-17

	886.7
	339.3
	PE 22:0/24:0 
	-120
	-10
	-35
	-17

	884.7
	339.3
	PE 22:0/24:1 
	-120
	-10
	-35
	-17

	854.7
	337.3
	PE 22:1/22:1 
	-120
	-10
	-35
	-17

	852.6
	337.3
	PE 22:1/22:2 
	-120
	-10
	-35
	-17

	884.7
	337.3
	PE 22:1/24:0 
	-120
	-10
	-35
	-17

	882.7
	337.3
	PE 22:1/24:1 
	-120
	-10
	-35
	-17

	854.7
	339.3
	PE 22:2/22:0 
	-120
	-10
	-35
	-17

	882.7
	335.3
	PE 22:2/24:0 
	-120
	-10
	-35
	-17

	880.7
	335.3
	PE 22:2/24:1 
	-120
	-10
	-35
	-17

	914.8
	367.4
	PE 24:0/24:0 
	-120
	-10
	-35
	-17

	912.7
	367.4
	PE 24:0/24:1 
	-120
	-10
	-35
	-17

	910.7
	365.3
	PE 24:1/24:1 
	-120
	-10
	-35
	-17

	777.6
	255.2
	PG 16:0/20:0 
	-120
	-10
	-40
	-17

	775.5
	255.2
	PG 16:0/20:1 
	-120
	-10
	-40
	-17

	773.5
	255.2
	PG 16:0/20:2 
	-120
	-10
	-40
	-17

	771.5
	255.2
	PG 16:0/20:3 
	-120
	-10
	-40
	-17

	805.6
	255.2
	PG 16:0/22:0 
	-120
	-10
	-40
	-17

	803.6
	255.2
	PG 16:0/22:1 
	-120
	-10
	-40
	-17

	801.6
	255.2
	PG 16:0/22:2 
	-120
	-10
	-40
	-17

	833.6
	255.2
	PG 16:0/24:0 
	-120
	-10
	-40
	-17

	831.6
	255.2
	PG 16:0/24:1 
	-120
	-10
	-40
	-17

	775.5
	253.2
	PG 16:1/20:0 
	-120
	-10
	-40
	-17

	773.5
	253.2
	PG 16:1/20:1 
	-120
	-10
	-40
	-17

	771.5
	253.2
	PG 16:1/20:2 
	-120
	-10
	-40
	-17

	803.6
	253.2
	PG 16:1/22:0 
	-120
	-10
	-40
	-17

	801.6
	253.2
	PG 16:1/22:1 
	-120
	-10
	-40
	-17

	799.5
	253.2
	PG 16:1/22:2 
	-120
	-10
	-40
	-17

	831.6
	253.2
	PG 16:1/24:0 
	-120
	-10
	-40
	-17

	829.6
	253.2
	PG 16:1/24:1 
	-120
	-10
	-40
	-17

	777.6
	283.3
	PG 18:0/18:0 
	-120
	-10
	-40
	-17

	805.6
	283.3
	PG 18:0/20:0 
	-120
	-10
	-40
	-17

	803.6
	283.3
	PG 18:0/20:1 
	-120
	-10
	-40
	-17

	801.6
	283.3
	PG 18:0/20:2 
	-120
	-10
	-40
	-17

	799.5
	283.3
	PG 18:0/20:3 
	-120
	-10
	-40
	-17

	833.6
	283.3
	PG 18:0/22:0 
	-120
	-10
	-40
	-17

	831.6
	283.3
	PG 18:0/22:1 
	-120
	-10
	-40
	-17

	829.6
	283.3
	PG 18:0/22:2 
	-120
	-10
	-40
	-17

	861.7
	283.3
	PG 18:0/24:0 
	-120
	-10
	-40
	-17

	859.6
	283.3
	PG 18:0/24:1 
	-120
	-10
	-40
	-17

	775.5
	281.2
	PG 18:1/18:0 
	-120
	-10
	-40
	-17




	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	773.5
	281.2
	PG 18:1/18:1 
	-120
	-10
	-40
	-17

	769.5
	281.2
	PG 18:1/18:3 
	-120
	-10
	-40
	-17

	803.6
	281.2
	PG 18:1/20:0 
	-120
	-10
	-40
	-17

	801.6
	281.2
	PG 18:1/20:1 
	-120
	-10
	-40
	-17

	799.5
	281.2
	PG 18:1/20:2 
	-120
	-10
	-40
	-17

	831.6
	281.2
	PG 18:1/22:0 
	-120
	-10
	-40
	-17

	829.6
	281.2
	PG 18:1/22:1 
	-120
	-10
	-40
	-17

	827.6
	281.2
	PG 18:1/22:2 
	-120
	-10
	-40
	-17

	859.6
	281.2
	PG 18:1/24:0 
	-120
	-10
	-40
	-17

	857.6
	281.2
	PG 18:1/24:1 
	-120
	-10
	-40
	-17

	773.5
	279.2
	PG 18:2/18:0 
	-120
	-10
	-40
	-17

	771.5
	279.2
	PG 18:2/18:1 
	-120
	-10
	-40
	-17

	801.6
	279.2
	PG 18:2/20:0 
	-120
	-10
	-40
	-17

	799.5
	279.2
	PG 18:2/20:1 
	-120
	-10
	-40
	-17

	829.6
	279.2
	PG 18:2/22:0 
	-120
	-10
	-40
	-17

	827.6
	279.2
	PG 18:2/22:1 
	-120
	-10
	-40
	-17

	857.6
	279.2
	PG 18:2/24:0 
	-120
	-10
	-40
	-17

	855.6
	279.2
	PG 18:2/24:1 
	-120
	-10
	-40
	-17

	771.5
	277.2
	PG 18:3/18:0 
	-120
	-10
	-40
	-17

	799.5
	277.2
	PG 18:3/20:0 
	-120
	-10
	-40
	-17

	827.6
	277.2
	PG 18:3/22:0 
	-120
	-10
	-40
	-17

	855.6
	277.2
	PG 18:3/24:0 
	-120
	-10
	-40
	-17

	833.6
	311.3
	PG 20:0/20:0 
	-120
	-10
	-40
	-17

	831.6
	311.3
	PG 20:0/20:1 
	-120
	-10
	-40
	-17

	829.6
	311.3
	PG 20:0/20:2 
	-120
	-10
	-40
	-17

	827.6
	311.3
	PG 20:0/20:3 
	-120
	-10
	-40
	-17

	861.7
	311.3
	PG 20:0/22:0 
	-120
	-10
	-40
	-17

	859.6
	311.3
	PG 20:0/22:1 
	-120
	-10
	-40
	-17

	857.6
	311.3
	PG 20:0/22:2 
	-120
	-10
	-40
	-17

	889.7
	311.3
	PG 20:0/24:0 
	-120
	-10
	-40
	-17

	887.7
	311.3
	PG 20:0/24:1 
	-120
	-10
	-40
	-17

	829.6
	309.3
	PG 20:1/20:1 
	-120
	-10
	-40
	-17

	827.6
	309.3
	PG 20:1/20:2 
	-120
	-10
	-40
	-17

	859.6
	309.3
	PG 20:1/22:0 
	-120
	-10
	-40
	-17

	857.6
	309.3
	PG 20:1/22:1 
	-120
	-10
	-40
	-17

	855.6
	309.3
	PG 20:1/22:2 
	-120
	-10
	-40
	-17

	887.7
	309.3
	PG 20:1/24:0 
	-120
	-10
	-40
	-17

	885.7
	309.3
	PG 20:1/24:1 
	-120
	-10
	-40
	-17

	857.6
	307.3
	PG 20:2/22:0 
	-120
	-10
	-40
	-17

	855.6
	307.3
	PG 20:2/22:1 
	-120
	-10
	-40
	-17

	885.7
	307.3
	PG 20:2/24:0 
	-120
	-10
	-40
	-17

	883.6
	307.3
	PG 20:2/24:1 
	-120
	-10
	-40
	-17

	855.6
	305.2
	PG 20:3/22:0 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	883.6
	305.2
	PG 20:3/24:0 
	-120
	-10
	-40
	-17

	889.7
	339.3
	PG 22:0/22:0 
	-120
	-10
	-40
	-17

	887.7
	339.3
	PG 22:0/22:1 
	-120
	-10
	-40
	-17

	885.7
	339.3
	PG 22:0/22:2 
	-120
	-10
	-40
	-17

	917.7
	339.3
	PG 22:0/24:0 
	-120
	-10
	-40
	-17

	915.7
	339.3
	PG 22:0/24:1 
	-120
	-10
	-40
	-17

	885.7
	337.3
	PG 22:1/22:1 
	-120
	-10
	-40
	-17

	883.6
	337.3
	PG 22:1/22:2 
	-120
	-10
	-40
	-17

	915.7
	337.3
	PG 22:1/24:0 
	-120
	-10
	-40
	-17

	913.7
	337.3
	PG 22:1/24:1 
	-120
	-10
	-40
	-17

	913.7
	335.3
	PG 22:2/24:0 
	-120
	-10
	-40
	-17

	911.7
	335.3
	PG 22:2/24:1 
	-120
	-10
	-40
	-17

	945.8
	367.4
	PG 24:0/24:0 
	-120
	-10
	-40
	-17

	943.7
	367.4
	PG 24:0/24:1 
	-120
	-10
	-40
	-17

	941.7
	365.3
	PG 24:1/24:1 
	-120
	-10
	-40
	-17

	809.5
	255.2
	PI 16:0/16:0 
	-120
	-10
	-40
	-17

	835.5
	255.2
	PI 16:0/18:1 
	-120
	-10
	-40
	-17

	833.5
	255.2
	PI 16:0/18:2 
	-120
	-10
	-40
	-17

	831.5
	255.2
	PI 16:0/18:3 
	-120
	-10
	-40
	-17

	865.6
	255.2
	PI 16:0/20:0 
	-120
	-10
	-40
	-17

	863.6
	255.2
	PI 16:0/20:1 
	-120
	-10
	-40
	-17

	861.5
	255.2
	PI 16:0/20:2 
	-120
	-10
	-40
	-17

	859.5
	305.2
	PI 16:0/20:3 
	-120
	-10
	-40
	-17

	893.6
	255.2
	PI 16:0/22:0 
	-120
	-10
	-40
	-17

	891.6
	255.2
	PI 16:0/22:1 
	-120
	-10
	-40
	-17

	889.6
	255.2
	PI 16:0/22:2 
	-120
	-10
	-40
	-17

	921.6
	255.2
	PI 16:0/24:0 
	-120
	-10
	-40
	-17

	919.6
	255.2
	PI 16:0/24:1 
	-120
	-10
	-40
	-17

	807.5
	255.2
	PI 16:1/16:0 
	-120
	-10
	-40
	-17

	805.5
	253.2
	PI 16:1/16:1 
	-120
	-10
	-40
	-17

	835.5
	253.2
	PI 16:1/18:0 
	-120
	-10
	-40
	-17

	833.5
	253.2
	PI 16:1/18:1 
	-120
	-10
	-40
	-17

	831.5
	253.2
	PI 16:1/18:2 
	-120
	-10
	-40
	-17

	829.5
	253.2
	PI 16:1/18:3 
	-120
	-10
	-40
	-17

	863.6
	253.2
	PI 16:1/20:0 
	-120
	-10
	-40
	-17

	861.5
	253.2
	PI 16:1/20:1 
	-120
	-10
	-40
	-17

	859.5
	253.2
	PI 16:1/20:2 
	-120
	-10
	-40
	-17

	891.6
	253.2
	PI 16:1/22:0 
	-120
	-10
	-40
	-17

	889.6
	253.2
	PI 16:1/22:1 
	-120
	-10
	-40
	-17

	887.6
	253.2
	PI 16:1/22:2 
	-120
	-10
	-40
	-17

	919.6
	253.2
	PI 16:1/24:0 
	-120
	-10
	-40
	-17

	917.6
	253.2
	PI 16:1/24:1 
	-120
	-10
	-40
	-17




	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	837.5
	283.3
	PI 18:0/16:0 
	-120
	-10
	-40
	-17

	865.6
	283.3
	PI 18:0/18:0 
	-120
	-10
	-40
	-17

	893.6
	283.3
	PI 18:0/20:0 
	-120
	-10
	-40
	-17

	891.6
	283.3
	PI 18:0/20:1 
	-120
	-10
	-40
	-17

	889.6
	283.3
	PI 18:0/20:2 
	-120
	-10
	-40
	-17

	887.6
	283.3
	PI 18:0/20:3 
	-120
	-10
	-40
	-17

	921.6
	283.3
	PI 18:0/22:0 
	-120
	-10
	-40
	-17

	919.6
	283.3
	PI 18:0/22:1 
	-120
	-10
	-40
	-17

	917.6
	283.3
	PI 18:0/22:2 
	-120
	-10
	-40
	-17

	949.7
	283.3
	PI 18:0/24:0 
	-120
	-10
	-40
	-17

	947.7
	283.3
	PI 18:0/24:1 
	-120
	-10
	-40
	-17

	863.6
	281.2
	PI 18:1/18:0 
	-120
	-10
	-40
	-17

	861.5
	281.2
	PI 18:1/18:1 
	-120
	-10
	-40
	-17

	891.6
	281.2
	PI 18:1/20:0 
	-120
	-10
	-40
	-17

	889.6
	281.2
	PI 18:1/20:1 
	-120
	-10
	-40
	-17

	887.6
	281.2
	PI 18:1/20:2 
	-120
	-10
	-40
	-17

	919.6
	281.2
	PI 18:1/22:0 
	-120
	-10
	-40
	-17

	917.6
	281.2
	PI 18:1/22:1 
	-120
	-10
	-40
	-17

	915.6
	281.2
	PI 18:1/22:2 
	-120
	-10
	-40
	-17

	947.7
	281.2
	PI 18:1/24:0 
	-120
	-10
	-40
	-17

	945.6
	281.2
	PI 18:1/24:1 
	-120
	-10
	-40
	-17

	861.5
	279.2
	PI 18:2/18:0 
	-120
	-10
	-40
	-17

	859.5
	279.2
	PI 18:2/18:1 
	-120
	-10
	-40
	-17

	857.5
	279.2
	PI 18:2/18:2 
	-120
	-10
	-40
	-17

	889.6
	279.2
	PI 18:2/20:0 
	-120
	-10
	-40
	-17

	887.6
	279.2
	PI 18:2/20:1 
	-120
	-10
	-40
	-17

	917.6
	279.2
	PI 18:2/22:0 
	-120
	-10
	-40
	-17

	915.6
	279.2
	PI 18:2/22:1 
	-120
	-10
	-40
	-17

	945.6
	279.2
	PI 18:2/24:0 
	-120
	-10
	-40
	-17

	943.6
	279.2
	PI 18:2/24:1 
	-120
	-10
	-40
	-17

	859.5
	277.2
	PI 18:3/18:0 
	-120
	-10
	-40
	-17

	857.5
	277.2
	PI 18:3/18:1 
	-120
	-10
	-40
	-17

	855.5
	277.1
	PI 18:3/18:2 
	-120
	-10
	-40
	-17

	853.5
	277.2
	PI 18:3/18:3 
	-120
	-10
	-40
	-17

	887.6
	277.2
	PI 18:3/20:0 
	-120
	-10
	-40
	-17

	915.6
	277.2
	PI 18:3/22:0 
	-120
	-10
	-40
	-17

	943.6
	277.2
	PI 18:3/24:0 
	-120
	-10
	-40
	-17

	718.5
	269.3
	IS PE 17:0/17:0
	-120
	-10
	-38
	-17








Table 6S: Mass spectrometric parameters employed for lipid profiling by LC-MS/MS for negative ionization mode (batch 6) 
	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	921.6
	311.3
	PI 20:0/20:0 
	-120
	-10
	-40
	-17

	919.6
	311.3
	PI 20:0/20:1 
	-120
	-10
	-40
	-17

	917.6
	311.3
	PI 20:0/20:2 
	-120
	-10
	-40
	-17

	915.6
	311.3
	PI 20:0/20:3 
	-120
	-10
	-40
	-17

	949.7
	311.3
	PI 20:0/22:0 
	-120
	-10
	-40
	-17

	947.7
	311.3
	PI 20:0/22:1 
	-120
	-10
	-40
	-17

	945.6
	311.3
	PI 20:0/22:2 
	-120
	-10
	-40
	-17

	977.7
	311.3
	PI 20:0/24:0 
	-120
	-10
	-40
	-17

	975.7
	311.3
	PI 20:0/24:1 
	-120
	-10
	-40
	-17

	917.6
	309.3
	PI 20:1/20:1 
	-120
	-10
	-40
	-17

	915.6
	309.3
	PI 20:1/20:2 
	-120
	-10
	-40
	-17

	947.7
	309.3
	PI 20:1/22:0 
	-120
	-10
	-40
	-17

	945.6
	309.3
	PI 20:1/22:1 
	-120
	-10
	-40
	-17

	943.6
	309.3
	PI 20:1/22:2 
	-120
	-10
	-40
	-17

	975.7
	309.3
	PI 20:1/24:0 
	-120
	-10
	-40
	-17

	973.7
	309.3
	PI 20:1/24:1 
	-120
	-10
	-40
	-17

	945.6
	307.3
	PI 20:2/22:0 
	-120
	-10
	-40
	-17

	943.6
	307.3
	PI 20:2/22:1 
	-120
	-10
	-40
	-17

	973.7
	307.3
	PI 20:2/24:0 
	-120
	-10
	-40
	-17

	971.7
	307.3
	PI 20:2/24:1 
	-120
	-10
	-40
	-17

	943.6
	305.2
	PI 20:3/22:0 
	-120
	-10
	-40
	-17

	971.7
	305.2
	PI 20:3/24:0 
	-120
	-10
	-40
	-17

	977.7
	339.3
	PI 22:0/22:0 
	-120
	-10
	-40
	-17

	975.7
	339.3
	PI 22:0/22:1 
	-120
	-10
	-40
	-17

	973.7
	339.3
	PI 22:0/22:2 
	-120
	-10
	-40
	-17

	1005.7
	339.3
	PI 22:0/24:0 
	-120
	-10
	-40
	-17

	1003.7
	339.3
	PI 22:0/24:1 
	-120
	-10
	-40
	-17

	973.7
	337.3
	PI 22:1/22:1 
	-120
	-10
	-40
	-17

	1003.7
	337.3
	PI 22:1/24:0 
	-120
	-10
	-40
	-17

	1001.7
	337.3
	PI 22:1/24:1 
	-120
	-10
	-40
	-17

	971.7
	337.3
	PI 22:2/22:1 
	-120
	-10
	-40
	-17

	1001.7
	335.3
	PI 22:2/24:0 
	-120
	-10
	-40
	-17

	999.7
	335.3
	PI 22:2/24:1 
	-120
	-10
	-40
	-17

	1033.8
	367.4
	PI 24:0/24:0 
	-120
	-10
	-40
	-17

	1031.8
	367.4
	PI 24:0/24:1 
	-120
	-10
	-40
	-17

	1029.7
	365.3
	PI 24:1/24:1 
	-120
	-10
	-40
	-17

	734.5
	255.2
	PS 16:0/16:0 
	-120
	-10
	-40
	-17

	762.5
	255.2
	PS 16:0/18:0 
	-120
	-10
	-40
	-17

	760.5
	255.2
	PS 16:0/18:1 
	-120
	-10
	-40
	-17

	758.5
	255.2
	PS 16:0/18:2 
	-120
	-10
	-40
	-17

	756.5
	255.2
	PS 16:0/18:3 
	-120
	-10
	-40
	-17

	790.6
	255.2
	PS 16:0/20:0 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	788.5
	255.2
	PS 16:0/20:1 
	-120
	-10
	-40
	-17

	786.5
	255.2
	PS 16:0/20:2 
	-120
	-10
	-40
	-17

	784.5
	255.2
	PS 16:0/20:3 
	-120
	-10
	-40
	-17

	818.6
	255.2
	PS 16:0/22:0 
	-120
	-10
	-40
	-17

	816.6
	255.2
	PS 16:0/22:1 
	-120
	-10
	-40
	-17

	814.6
	255.2
	PS 16:0/22:2 
	-120
	-10
	-40
	-17

	846.6
	255.2
	PS 16:0/24:0 
	-120
	-10
	-40
	-17

	844.6
	255.2
	PS 16:0/24:1 
	-120
	-10
	-40
	-17

	732.5
	253.2
	PS 16:1/16:0 
	-120
	-10
	-40
	-17

	730.5
	253.2
	PS 16:1/16:1 
	-120
	-10
	-40
	-17

	760.5
	253.2
	PS 16:1/18:0 
	-120
	-10
	-40
	-17

	758.5
	253.2
	PS 16:1/18:1 
	-120
	-10
	-40
	-17

	756.5
	253.2
	PS 16:1/18:2 
	-120
	-10
	-40
	-17

	754.5
	253.2
	PS 16:1/18:3 
	-120
	-10
	-40
	-17

	788.5
	253.2
	PS 16:1/20:0 
	-120
	-10
	-40
	-17

	786.5
	253.2
	PS 16:1/20:1 
	-120
	-10
	-40
	-17

	784.5
	253.2
	PS 16:1/20:2 
	-120
	-10
	-40
	-17

	816.6
	253.2
	PS 16:1/22:0 
	-120
	-10
	-40
	-17

	814.6
	253.2
	PS 16:1/22:1 
	-120
	-10
	-40
	-17

	812.5
	253.2
	PS 16:1/22:2 
	-120
	-10
	-40
	-17

	844.6
	253.2
	PS 16:1/24:0 
	-120
	-10
	-40
	-17

	842.6
	253.2
	PS 16:1/24:1 
	-120
	-10
	-40
	-17

	760.5
	283.3
	PS 18:0/16:1 
	-120
	-10
	-40
	-17

	790.5
	283.3
	PS 18:0/18:0 
	-120
	-10
	-40
	-17

	818.6
	283.3
	PS 18:0/20:0 
	-120
	-10
	-40
	-17

	816.6
	283.3
	PS 18:0/20:1 
	-120
	-10
	-40
	-17

	814.6
	283.3
	PS 18:0/20:2 
	-120
	-10
	-40
	-17

	812.5
	283.3
	PS 18:0/20:3 
	-120
	-10
	-40
	-17

	846.6
	283.3
	PS 18:0/22:0 
	-120
	-10
	-40
	-17

	844.6
	283.3
	PS 18:0/22:1 
	-120
	-10
	-40
	-17

	842.6
	283.3
	PS 18:0/22:2 
	-120
	-10
	-40
	-17

	874.7
	283.3
	PS 18:0/24:0 
	-120
	-10
	-40
	-17

	872.6
	283.3
	PS 18:0/24:1 
	-120
	-10
	-40
	-17

	902.7
	283.3
	PS 18:0/26:0 
	-120
	-10
	-40
	-17

	788.5
	281.2
	PS 18:1/18:0 
	-120
	-10
	-40
	-17

	786.5
	281.2
	PS 18:1/18:1 
	-120
	-10
	-40
	-17

	816.6
	281.2
	PS 18:1/20:0 
	-120
	-10
	-40
	-17

	814.6
	281.2
	PS 18:1/20:1 
	-120
	-10
	-40
	-17

	812.5
	281.2
	PS 18:1/20:2 
	-120
	-10
	-40
	-17

	844.6
	281.2
	PS 18:1/22:0 
	-120
	-10
	-40
	-17

	842.6
	281.2
	PS 18:1/22:1 
	-120
	-10
	-40
	-17

	840.6
	281.2
	PS 18:1/22:2 
	-120
	-10
	-40
	-17

	872.6
	281.2
	PS 18:1/24:0 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	870.6
	281.2
	PS 18:1/24:1 
	-120
	-10
	-40
	-17

	786.5
	279.2
	PS 18:2/18:0 
	-120
	-10
	-40
	-17

	784.5
	279.2
	PS 18:2/18:1 
	-120
	-10
	-40
	-17

	782.5
	279.2
	PS 18:2/18:2 
	-120
	-10
	-40
	-17

	814.6
	279.2
	PS 18:2/20:0 
	-120
	-10
	-40
	-17

	812.5
	279.2
	PS 18:2/20:1 
	-120
	-10
	-40
	-17

	842.6
	279.2
	PS 18:2/22:0 
	-120
	-10
	-40
	-17

	840.6
	279.2
	PS 18:2/22:1 
	-120
	-10
	-40
	-17

	870.6
	279.2
	PS 18:2/24:0 
	-120
	-10
	-40
	-17

	868.6
	279.2
	PS 18:2/24:1 
	-120
	-10
	-40
	-17

	898.7
	279.2
	PS 18:2/26:0 
	-120
	-10
	-40
	-17

	896.6
	279.2
	PS 18:2/26:1 
	-120
	-10
	-40
	-17

	784.5
	277.2
	PS 18:3/18:0 
	-120
	-10
	-40
	-17

	782.5
	277.2
	PS 18:3/18:1 
	-120
	-10
	-40
	-17

	780.5
	277.2
	PS 18:3/18:2 
	-120
	-10
	-40
	-17

	778.5
	277.2
	PS 18:3/18:3 
	-120
	-10
	-40
	-17

	812.5
	277.2
	PS 18:3/20:0 
	-120
	-10
	-40
	-17

	840.6
	277.2
	PS 18:3/22:0 
	-120
	-10
	-40
	-17

	868.6
	277.2
	PS 18:3/24:0 
	-120
	-10
	-40
	-17

	866.6
	277.2
	PS 18:3/24:1 
	-120
	-10
	-40
	-17

	896.6
	277.2
	PS 18:3/26:0 
	-120
	-10
	-40
	-17

	894.6
	277.2
	PS 18:3/26:1 
	-120
	-10
	-40
	-17

	846.6
	311.3
	PS 20:0/20:0 
	-120
	-10
	-40
	-17

	844.6
	311.3
	PS 20:0/20:1 
	-120
	-10
	-40
	-17

	842.6
	311.3
	PS 20:0/20:2 
	-120
	-10
	-40
	-17

	840.6
	311.3
	PS 20:0/20:3 
	-120
	-10
	-40
	-17

	874.7
	311.3
	PS 20:0/22:0 
	-120
	-10
	-40
	-17

	872.6
	311.3
	PS 20:0/22:1 
	-120
	-10
	-40
	-17

	870.6
	311.3
	PS 20:0/22:2 
	-120
	-10
	-40
	-17

	902.7
	311.3
	PS 20:0/24:0 
	-120
	-10
	-40
	-17

	900.7
	311.3
	PS 20:0/24:1 
	-120
	-10
	-40
	-17

	842.6
	309.3
	PS 20:1/20:1 
	-120
	-10
	-40
	-17

	840.6
	309.3
	PS 20:1/20:2 
	-120
	-10
	-40
	-17

	872.6
	309.3
	PS 20:1/22:0 
	-120
	-10
	-40
	-17

	870.6
	309.3
	PS 20:1/22:1 
	-120
	-10
	-40
	-17

	868.6
	309.3
	PS 20:1/22:2 
	-120
	-10
	-40
	-17

	900.7
	309.3
	PS 20:1/24:0 
	-120
	-10
	-40
	-17

	898.7
	309.3
	PS 20:1/24:1 
	-120
	-10
	-40
	-17

	870.6
	307.3
	PS 20:2/22:0 
	-120
	-10
	-40
	-17

	868.6
	307.3
	PS 20:2/22:1 
	-120
	-10
	-40
	-17

	898.7
	307.3
	PS 20:2/24:0 
	-120
	-10
	-40
	-17

	896.6
	307.3
	PS 20:2/24:1 
	-120
	-10
	-40
	-17

	868.6
	305.2
	PS 20:3/22:0 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	896.6
	305.2
	PS 20:3/24:0 
	-120
	-10
	-40
	-17

	902.7
	325.3
	PS 22:0/22:0 
	-120
	-10
	-40
	-17

	898.7
	339.3
	PS 22:0/22:2 
	-120
	-10
	-40
	-17

	930.7
	339.3
	PS 22:0/24:0 
	-120
	-10
	-40
	-17

	928.7
	339.3
	PS 22:0/24:1 
	-120
	-10
	-40
	-17

	900.7
	339.3
	PS 22:1/22:0 
	-120
	-10
	-40
	-17

	898.7
	337.3
	PS 22:1/22:1 
	-120
	-10
	-40
	-17

	896.6
	337.3
	PS 22:1/22:2 
	-120
	-10
	-40
	-17

	928.7
	337.3
	PS 22:1/24:0 
	-120
	-10
	-40
	-17

	926.7
	337.3
	PS 22:1/24:1 
	-120
	-10
	-40
	-17

	926.7
	335.3
	PS 22:2/24:0 
	-120
	-10
	-40
	-17

	924.7
	335.3
	PS 22:2/24:1 
	-120
	-10
	-40
	-17

	958.7
	367.3
	PS 24:0/24:0 
	-120
	-10
	-40
	-17

	956.7
	367.4
	PS 24:0/24:1 
	-120
	-10
	-40
	-17

	954.7
	365.3
	PS 24:1/24:1 
	-120
	-10
	-40
	-17

	793.5
	255.2
	SQDG 16:0/16:0 
	-120
	-10
	-40
	-17

	821.5
	255.2
	SQDG 16:0/18:0 
	-120
	-10
	-40
	-17

	819.5
	255.2
	SQDG 16:0/18:1 
	-120
	-10
	-40
	-17

	817.5
	255.2
	SQDG 16:0/18:2 
	-120
	-10
	-40
	-17

	815.5
	255.2
	SQDG 16:0/18:3 
	-120
	-10
	-40
	-17

	849.6
	255.2
	SQDG 16:0/20:0 
	-120
	-10
	-40
	-17

	847.6
	255.2
	SQDG 16:0/20:1 
	-120
	-10
	-40
	-17

	845.5
	255.2
	SQDG 16:0/20:2 
	-120
	-10
	-40
	-17

	843.5
	255.2
	SQDG 16:0/20:3 
	-120
	-10
	-40
	-17

	877.6
	255.2
	SQDG 16:0/22:0 
	-120
	-10
	-40
	-17

	875.6
	255.2
	SQDG 16:0/22:1 
	-120
	-10
	-40
	-17

	873.6
	255.2
	SQDG 16:0/22:2 
	-120
	-10
	-40
	-17

	905.6
	255.2
	SQDG 16:0/24:0 
	-120
	-10
	-40
	-17

	903.6
	255.2
	SQDG 16:0/24:1 
	-120
	-10
	-40
	-17

	819.5
	253.2
	SQDG 16:1/18:0 
	-120
	-10
	-40
	-17

	817.5
	253.2
	SQDG 16:1/18:1 
	-120
	-10
	-40
	-17

	815.5
	253.2
	SQDG 16:1/18:2 
	-120
	-10
	-40
	-17

	813.5
	253.2
	SQDG 16:1/18:3 
	-120
	-10
	-40
	-17

	847.6
	253.2
	SQDG 16:1/20:0 
	-120
	-10
	-40
	-17

	845.5
	253.2
	SQDG 16:1/20:1 
	-120
	-10
	-40
	-17

	843.5
	253.2
	SQDG 16:1/20:2 
	-120
	-10
	-40
	-17

	875.6
	253.2
	SQDG 16:1/22:0 
	-120
	-10
	-40
	-17

	873.6
	253.2
	SQDG 16:1/22:1 
	-120
	-10
	-40
	-17

	871.6
	253.2
	SQDG 16:1/22:2 
	-120
	-10
	-40
	-17

	903.6
	253.2
	SQDG 16:1/24:0 
	-120
	-10
	-40
	-17

	901.6
	253.2
	SQDG 16:1/24:1 
	-120
	-10
	-40
	-17

	817.5
	251.2
	SQDG 16:2/18:0 
	-120
	-10
	-40
	-17




	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	815.5
	251.2
	SQDG 16:2/18:1 
	-120
	-10
	-40
	-17

	813.5
	251.2
	SQDG 16:2/18:2 
	-120
	-10
	-40
	-17

	811.5
	251.2
	SQDG 16:2/18:3 
	-120
	-10
	-40
	-17

	815.5
	249.2
	SQDG 16:3/18:0 
	-120
	-10
	-40
	-17

	813.5
	249.2
	SQDG 16:3/18:1 
	-120
	-10
	-40
	-17

	811.5
	249.2
	SQDG 16:3/18:2 
	-120
	-10
	-40
	-17

	809.5
	249.2
	SQDG 16:3/18:3 
	-120
	-10
	-40
	-17

	849.6
	283.3
	SQDG 18:0/18:0 
	-120
	-10
	-40
	-17

	877.6
	283.3
	SQDG 18:0/20:0 
	-120
	-10
	-40
	-17

	875.6
	283.3
	SQDG 18:0/20:1 
	-120
	-10
	-40
	-17

	873.6
	283.3
	SQDG 18:0/20:2 
	-120
	-10
	-40
	-17

	871.6
	283.3
	SQDG 18:0/20:3 
	-120
	-10
	-40
	-17

	905.6
	283.3
	SQDG 18:0/22:0 
	-120
	-10
	-40
	-17

	903.6
	283.3
	SQDG 18:0/22:1 
	-120
	-10
	-40
	-17

	901.6
	283.3
	SQDG 18:0/22:2 
	-120
	-10
	-40
	-17

	933.7
	283.3
	SQDG 18:0/24:0 
	-120
	-10
	-40
	-17

	931.7
	283.3
	SQDG 18:0/24:1 
	-120
	-10
	-40
	-17

	847.6
	281.2
	SQDG 18:1/18:0 
	-120
	-10
	-40
	-17

	845.5
	281.2
	SQDG 18:1/18:1 
	-120
	-10
	-40
	-17

	875.6
	281.2
	SQDG 18:1/20:0 
	-120
	-10
	-40
	-17

	873.6
	281.2
	SQDG 18:1/20:1 
	-120
	-10
	-40
	-17

	871.6
	281.2
	SQDG 18:1/20:2 
	-120
	-10
	-40
	-17

	903.6
	281.2
	SQDG 18:1/22:0 
	-120
	-10
	-40
	-17

	901.6
	281.2
	SQDG 18:1/22:1 
	-120
	-10
	-40
	-17

	899.6
	281.2
	SQDG 18:1/22:2 
	-120
	-10
	-40
	-17

	931.7
	281.2
	SQDG 18:1/24:0 
	-120
	-10
	-40
	-17

	929.6
	281.2
	SQDG 18:1/24:1 
	-120
	-10
	-40
	-17

	845.5
	279.2
	SQDG 18:2/18:0 
	-120
	-10
	-40
	-17

	843.5
	279.2
	SQDG 18:2/18:1 
	-120
	-10
	-40
	-17

	841.5
	279.2
	SQDG 18:2/18:2 
	-120
	-10
	-40
	-17

	873.6
	279.2
	SQDG 18:2/20:0 
	-120
	-10
	-40
	-17

	871.6
	279.2
	SQDG 18:2/20:1 
	-120
	-10
	-40
	-17

	901.6
	279.2
	SQDG 18:2/22:0 
	-120
	-10
	-40
	-17

	899.6
	279.2
	SQDG 18:2/22:1 
	-120
	-10
	-40
	-17

	929.6
	279.2
	SQDG 18:2/24:0 
	-120
	-10
	-40
	-17

	927.6
	279.2
	SQDG 18:2/24:1 
	-120
	-10
	-40
	-17

	843.5
	277.2
	SQDG 18:3/18:0 
	-120
	-10
	-40
	-17

	841.5
	277.2
	SQDG 18:3/18:1 
	-120
	-10
	-40
	-17

	839.5
	277.2
	SQDG 18:3/18:2 
	-120
	-10
	-40
	-17

	837.5
	277.2
	SQDG 18:3/18:3 
	-120
	-10
	-40
	-17

	871.6
	277.2
	SQDG 18:3/20:0 
	-120
	-10
	-40
	-17

	899.6
	277.2
	SQDG 18:3/22:0 
	-120
	-10
	-40
	-17

	927.6
	277.2
	SQDG 18:3/24:0 
	-120
	-10
	-40
	-17



	Q1 Mass  Da 
	Q3 Mass  Da 
	ID
	DP  Volts 
	EP  Volts 
	CE  Volts 
	CXP  Volts 

	905.6
	311.3
	SQDG 20:0/20:0 
	-120
	-10
	-40
	-17

	903.6
	311.3
	SQDG 20:0/20:1 
	-120
	-10
	-40
	-17

	901.6
	311.3
	SQDG 20:0/20:2 
	-120
	-10
	-40
	-17

	899.6
	311.3
	SQDG 20:0/20:3 
	-120
	-10
	-40
	-17

	933.7
	311.3
	SQDG 20:0/22:0 
	-120
	-10
	-40
	-17

	931.7
	311.3
	SQDG 20:0/22:1 
	-120
	-10
	-40
	-17

	929.6
	311.3
	SQDG 20:0/22:2 
	-120
	-10
	-40
	-17

	961.7
	311.3
	SQDG 20:0/24:0 
	-120
	-10
	-40
	-17

	959.7
	311.3
	SQDG 20:0/24:1 
	-120
	-10
	-40
	-17

	901.6
	309.3
	SQDG 20:1/20:1 
	-120
	-10
	-40
	-17

	899.6
	309.3
	SQDG 20:1/20:2 
	-120
	-10
	-40
	-17

	931.7
	309.3
	SQDG 20:1/22:0 
	-120
	-10
	-40
	-17

	929.6
	309.3
	SQDG 20:1/22:1 
	-120
	-10
	-40
	-17

	927.6
	309.3
	SQDG 20:1/22:2 
	-120
	-10
	-40
	-17

	959.7
	309.3
	SQDG 20:1/24:0 
	-120
	-10
	-40
	-17

	957.7
	309.3
	SQDG 20:1/24:1 
	-120
	-10
	-40
	-17

	929.6
	307.3
	SQDG 20:2/22:0 
	-120
	-10
	-40
	-17

	927.6
	307.3
	SQDG 20:2/22:1 
	-120
	-10
	-40
	-17

	957.7
	307.3
	SQDG 20:2/24:0 
	-120
	-10
	-40
	-17

	955.7
	307.3
	SQDG 20:2/24:1 
	-120
	-10
	-40
	-17

	927.6
	305.2
	SQDG 20:3/22:0 
	-120
	-10
	-40
	-17

	955.7
	305.2
	SQDG 20:3/24:0 
	-120
	-10
	-40
	-17

	961.7
	339.3
	SQDG 22:0/22:0 
	-120
	-10
	-40
	-17

	959.7
	339.3
	SQDG 22:0/22:1 
	-120
	-10
	-40
	-17

	957.7
	339.3
	SQDG 22:0/22:2 
	-120
	-10
	-40
	-17

	989.7
	339.3
	SQDG 22:0/24:0 
	-120
	-10
	-40
	-17

	987.7
	339.3
	SQDG 22:0/24:1 
	-120
	-10
	-40
	-17

	957.7
	337.3
	SQDG 22:1/22:1 
	-120
	-10
	-40
	-17

	955.7
	337.3
	SQDG 22:1/22:2 
	-120
	-10
	-40
	-17

	987.7
	337.3
	SQDG 22:1/24:0 
	-120
	-10
	-40
	-17

	985.7
	337.3
	SQDG 22:1/24:1 
	-120
	-10
	-40
	-17

	985.7
	335.3
	SQDG 22:2/24:0 
	-120
	-10
	-40
	-17

	983.7
	335.3
	SQDG 22:2/24:1 
	-120
	-10
	-40
	-17

	1017.8
	367.4
	SQDG 24:0/24:0 
	-120
	-10
	-40
	-17

	1015.7
	367.4
	SQDG 24:0/24:1 
	-120
	-10
	-40
	-17

	1013.7
	365.3
	SQDG 24:1/24:1 
	-120
	-10
	-40
	-17

	718.5
	269.3
	IS PE 17:0/17:0
	-120
	-10
	-38
	-17
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