	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	RI
	Quant
	
	Sanpia
	
	
	
	
	
	
	Spade one
	
	
	
	

	
	
	
	m/z
	
	1N
	2N
	4N
	
	1N
	2N
	4N

	1
	L-Tryptophan 
	2208.1
	202
	
	0.351
	±  0.03
	0.275
	±  0.04
	0.134
	±  0.01
	
	0.312
	±  0.03
	0.146
	±  0.01
	0.140
	±  0.01

	2
	Sucrose
	2639.8
	218
	
	61.484
	±  3.49
	48.907
	±  1.80
	28.840
	±  1.17
	
	60.178
	±  4.46
	36.126
	±  3.11
	32.664
	±  2.45

	3
	Glucose
	1891.1
	206
	
	1.850
	±  0.24
	2.296
	±  0.44
	0.579
	±  0.17
	
	0.569
	±  0.06
	0.273
	±  0.05
	0.244
	±  0.04

	4
	Xylose 
	1660.1
	307
	
	0.074
	±  0.00
	0.063
	±  0.01
	0.054
	±  0.00
	
	0.056
	±  0.01
	0.038
	±  0.00
	0.031
	±  0.00

	5
	Arabinose
	1667.0
	307
	
	0.096
	±  0.01
	0.104
	±  0.01
	0.076
	±  0.00
	
	0.080
	±  0.01
	0.039
	±  0.00
	0.040
	±  0.00

	6
	Fructose 
	1867.8
	308
	
	0.779
	±  0.16
	1.510
	±  0.25
	0.339
	±  0.09
	
	0.390
	±  0.02
	0.146
	±  0.03
	0.161
	±  0.02

	7
	myo-Inositol
	2087.1
	217
	
	9.979
	±  0.54
	7.710
	±  0.31
	7.086
	±  0.25
	
	6.947
	±  0.72
	7.081
	±  0.53
	5.613
	±  0.31

	8
	L-Lysine 
	1916.8
	174
	
	0.061
	±  0.00
	0.072
	±  0.01
	0.053
	±  0.01
	
	0.062
	±  0.01
	0.038
	±  0.01
	0.037
	±  0.00

	9
	Erythritol 
	1503.9
	217
	
	0.224
	±  0.01
	0.241
	±  0.01
	0.263
	±  0.01
	
	0.037
	±  0.00
	0.035
	±  0.01
	0.023
	±  0.00

	10
	Ribose 
	1682.2
	307
	
	0.034
	±  0.00
	0.042
	±  0.00
	0.040
	±  0.00
	
	0.051
	±  0.00
	0.031
	±  0.00
	0.027
	±  0.00

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	11
	L-Tyrosine 
	1934.6
	218
	
	0.314
	±  0.07
	0.618
	±  0.06
	0.689
	±  0.03
	
	0.538
	±  0.02
	0.816
	±  0.07
	0.846
	±  0.04

	12
	Malate
	1486.5
	245
	
	3.609
	±  0.34
	8.693
	±  1.98
	13.846
	±  0.89
	
	2.691
	±  0.31
	6.004
	±  0.48
	8.054
	±  0.90

	13
	Benzoate
	1249.7
	179
	
	0.225
	±  0.03
	0.385
	±  0.05
	0.604
	±  0.10
	
	0.847
	±  0.41
	0.943
	±  0.19
	0.712
	±  0.07

	14
	2-Oxoglutarate
	1578.3
	198
	
	0.064
	±  0.00
	0.082
	±  0.00
	0.089
	±  0.01
	
	0.094
	±  0.00
	0.100
	±  0.01
	0.114
	±  0.01

	15
	Glycolate
	1076.3
	205
	
	0.062
	±  0.01
	0.105
	±  0.01
	0.115
	±  0.02
	
	0.109
	±  0.01
	0.136
	±  0.02
	0.106
	±  0.01

	16
	Monomethyl-P
	1175.1
	241
	
	0.111
	±  0.01
	0.156
	±  0.01
	0.188
	±  0.01
	
	0.176
	±  0.02
	0.187
	±  0.02
	0.170
	±  0.02

	17
	4-Hydroxycinnamate
	1794.0
	293
	
	0.033
	±  0.00
	0.069
	±  0.01
	0.087
	±  0.00
	
	0.042
	±  0.01
	0.058
	±  0.01
	0.057
	±  0.00

	18
	trans-Ferulate
	2092.3
	338
	
	0.038
	±  0.01
	0.094
	±  0.01
	0.110
	±  0.01
	
	0.092
	±  0.01
	0.121
	±  0.01
	0.105
	±  0.01

	19
	Citrate
	1820.6
	273
	
	11.867
	±  0.73
	15.096
	±  1.67
	26.285
	±  2.41
	
	13.692
	±  2.17
	27.024
	±  1.92
	30.428
	±  1.01

	20
	L-Isoleucine
	1297.3
	158
	
	0.523
	±  0.04
	0.766
	±  0.05
	0.825
	±  0.03
	
	0.736
	±  0.04
	0.977
	±  0.08
	0.978
	±  0.02

	21
	trans-p-Coumarate
	1937.6
	293
	
	0.100
	±  0.00
	0.222
	±  0.02
	0.266
	±  0.02
	
	0.163
	±  0.02
	0.205
	±  0.02
	0.206
	±  0.01

	22
	Erythronate
	1541.8
	292
	
	0.178
	±  0.01
	0.298
	±  0.01
	0.397
	±  0.03
	
	0.300
	±  0.03
	0.411
	±  0.03
	0.382
	±  0.03

	23
	L-Glycerol-3-P
	1765.3
	357
	
	0.352
	±  0.02
	0.596
	±  0.04
	0.775
	±  0.04
	
	0.527
	±  0.04
	0.641
	±  0.05
	0.585
	±  0.04

	24
	L-Serine
	1365.4
	204
	
	4.852
	±  0.38
	8.068
	±  0.68
	8.847
	±  0.68
	
	7.029
	±  0.57
	11.895
	±  1.12
	11.102
	±  0.34

	25
	L-Cysteine
	1555.3
	218
	
	0.066
	±  0.01
	0.134
	±  0.01
	0.165
	±  0.01
	
	0.129
	±  0.01
	0.173
	±  0.01
	0.161
	±  0.01

	26
	4-Hydroxyproline 
	1523.7
	230
	
	0.044
	±  0.00
	0.071
	±  0.01
	0.112
	±  0.01
	
	0.064
	±  0.00
	0.094
	±  0.01
	0.094
	±  0.01

	27
	L-Glutamine
	1777.9
	156
	
	0.361
	±  0.04
	1.780
	±  0.24
	9.832
	±  0.72
	
	0.504
	±  0.03
	6.247
	±  0.74
	6.146
	±  0.32

	28
	Fumarate
	1357.0
	245
	
	0.114
	±  0.00
	0.270
	±  0.02
	0.467
	±  0.01
	
	0.161
	±  0.02
	0.322
	±  0.03
	0.357
	±  0.02

	29
	L-Alanine
	1102.5
	116
	
	4.232
	±  0.52
	9.141
	±  0.95
	18.627
	±  0.94
	
	5.911
	±  0.67
	15.877
	±  1.65
	16.809
	±  0.92

	30
	Threonate
	1560.5
	292
	
	0.876
	±  0.08
	1.717
	±  0.12
	2.348
	±  0.12
	
	1.652
	±  0.12
	2.302
	±  0.16
	2.179
	±  0.18

	31
	L-Asparagine 
	1674.8
	231
	
	0.080
	±  0.01
	0.204
	±  0.02
	0.316
	±  0.02
	
	0.114
	±  0.01
	0.262
	±  0.03
	0.259
	±  0.01

	32
	L-Aspartate
	1517.5
	232
	
	6.258
	±  0.38
	14.866
	±  0.72
	47.157
	±  3.27
	
	7.969
	±  0.42
	39.707
	±  4.08
	35.469
	±  2.02

	33
	Succinate
	1319.8
	247
	
	0.697
	±  0.03
	1.150
	±  0.09
	1.765
	±  0.11
	
	1.005
	±  0.05
	1.532
	±  0.14
	1.745
	±  0.10

	34
	L-Homoserine 
	1450.3
	218
	
	0.034
	±  0.00
	0.067
	±  0.01
	0.128
	±  0.01
	
	0.058
	±  0.01
	0.149
	±  0.01
	0.130
	±  0.01

	35
	L-Glutamate
	1625.1
	246
	
	18.862
	±  0.99
	35.336
	±  1.84
	44.620
	±  1.32
	
	29.622
	±  1.65
	38.892
	±  3.33
	35.521
	±  1.54

	36
	L-Threonine
	1390.0
	218
	
	0.391
	±  0.03
	0.716
	±  0.04
	1.001
	±  0.07
	
	0.578
	±  0.04
	0.973
	±  0.08
	0.933
	±  0.03

	37
	Pyroglutamate
	1518.6
	258
	
	11.228
	±  0.40
	22.257
	±  1.14
	36.378
	±  1.48
	
	16.963
	±  1.43
	28.710
	±  2.57
	27.869
	±  0.79

	38
	L-Valine
	1213.5
	144
	
	0.924
	±  0.07
	1.887
	±  0.13
	2.634
	±  0.12
	
	1.421
	±  0.09
	2.460
	±  0.22
	2.300
	±  0.14

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	

	39
	4-Aminobutyrate
	1527.8
	174
	
	0.175
	±  0.03
	0.253
	±  0.06
	0.304
	±  0.09
	
	0.181
	±  0.04
	0.178
	±  0.04
	0.194
	±  0.03

	40
	Sulfate
	1159.5
	227
	
	1.072
	±  0.13
	1.054
	±  0.26
	2.285
	±  0.81
	
	1.611
	±  0.43
	1.998
	±  0.46
	0.944
	±  0.21

	41
	Glycerate
	1335.1
	189
	
	1.343
	±  0.04
	1.627
	±  0.11
	1.367
	±  0.07
	
	1.803
	±  0.12
	1.615
	±  0.12
	1.543
	±  0.15

	42
	Putrescine
	1741.5
	174
	
	0.062
	±  0.01
	0.079
	±  0.01
	0.061
	±  0.01
	
	0.077
	±  0.01
	0.075
	±  0.01
	0.101
	±  0.03

	43
	Xylitol 
	1701.8
	319
	
	0.089
	±  0.00
	0.113
	±  0.00
	0.101
	±  0.00
	
	0.111
	±  0.01
	0.100
	±  0.00
	0.114
	±  0.01

	44
	L-Proline
	1300.8
	142
	
	2.667
	±  0.23
	4.510
	±  0.45
	3.628
	±  0.26
	
	3.327
	±  0.25
	2.973
	±  0.31
	2.962
	±  0.16

	45
	Phosphate
	1276.5
	315
	
	47.599
	±  2.16
	52.874
	±  2.35
	59.009
	±  2.72
	
	55.802
	±  4.74
	60.305
	±  3.74
	43.905
	±  1.88

	46
	Oxalate
	1136.9
	191
	
	18.491
	±  3.90
	35.135
	±  4.45
	64.054
	±  7.19
	
	42.715
	±  4.40
	63.795
	±  6.97
	44.114
	±  3.27

	47
	Galactarate
	2038.8
	333
	
	0.156
	±  0.01
	0.190
	±  0.01
	0.228
	±  0.01
	
	0.139
	±  0.01
	0.184
	±  0.01
	0.150
	±  0.01

	48
	L-Phenylalanine
	1630.4
	192
	
	0.319
	±  0.02
	0.484
	±  0.02
	0.461
	±  0.03
	
	0.460
	±  0.03
	0.397
	±  0.04
	0.370
	±  0.02

	49
	Glycine
	1309.6
	174
	
	0.457
	±  0.08
	0.604
	±  0.08
	0.746
	±  0.10
	
	0.759
	±  0.14
	0.792
	±  0.10
	0.563
	±  0.06

	50
	Threonic acid-1,4-lactone
	1377.6
	247
	
	0.091
	±  0.02
	0.092
	±  0.01
	0.144
	±  0.01
	
	0.139
	±  0.03
	0.141
	±  0.02
	0.123
	±  0.02

	51
	Glycerol
	1278.3
	218
	
	0.624
	±  0.10
	0.798
	±  0.10
	1.016
	±  0.10
	
	0.852
	±  0.18
	0.837
	±  0.14
	0.714
	±  0.08

	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	
	


