
TARGETED ANALYSIS

Metabolite
Fold Change 

R vs S
124LPS_86 124LPS_87 124LPS_88 Average 124LPR_184 124LPR_187 124LPR_188 Average

lysoPC a C17:0 1.43 2.87 2.80 2.37 3.12 2.97 27.62 11.24 4.75
PC ae C42:2 2.81 3.81 3.37 3.33 3.91 4.09 129.26 45.75 13.74
alpha aminoadipic acid 31.27 41.37 51.67 41.43 24.70 19.13 29.10 24.31 -1.70
Carnosine 0.18 0.22 0.46 0.29 2.36 1.96 2.71 2.34 8.08
Hydroxyproline 7.77 9.34 8.40 8.50 5.40 5.93 7.37 6.23 -1.36
Alanine 396.67 537.67 523.67 486.00 329.33 377.67 256.50 321.17 -1.51
Citrulline 14.20 18.10 19.47 17.26 8.98 5.77 4.18 6.31 -2.73
Glycine 568.33 717.67 613.67 633.22 398.00 518.00 472.00 462.67 -1.37
Threonine 144.30 158.00 174.67 158.99 109.00 120.00 89.55 106.18 -1.50
SM (OH) C16:1 0.41 0.60 0.56 0.52 0.63 0.60 26.62 9.29 17.83
SM C18:0 0.77 0.71 0.75 0.74 0.95 1.08 29.86 10.63 14.28
SM C18:1 0.40 0.54 0.55 0.50 0.58 0.55 31.29 10.81 21.81
Hexadecanoylcarnitine 3.20 5.59 3.25 4.01 2.12 1.65 3.13 2.30 -1.75
Butyrylcarnitine 39.37 73.13 55.93 56.14 34.70 32.83 17.37 28.30 -1.98
Hexanoylcarnitine 2.58 4.82 2.81 3.40 2.43 2.29 1.90 2.20 -1.54
Valerylcarnitine 0.30 0.52 0.39 0.40 1.11 0.70 0.66 0.83 2.07

UNTARGETED ANALYSIS
Metabolite

Aduct Mw_mean 124LP_86 124LP_87 124LP_88 Average 124LP_184 124LP_187 124LP_188 Average Fold Change RvsS
Pyruvate M-H 87.01 42611.86 47192.65 45511.03 45105.18 28384.53 29552.96 21737.06 21737.06 -2.08
Lactic acid M-H 89.02 68042.01 53643.17 69260.05 63648.41 39667.76 50242.98 48821.86 48821.86 -1.30
Oxalacetic acid M-H 112.99 84056.66 81746.44 85683.77 83828.96 88870.01 93293.84 92902.72 92902.72 1.11
Fumarate M-H 115.00 34180.70 39112.69 38209.83 37167.74 24242.91 26363.54 21723.82 21723.82 -1.71
Taurine M-H 124.01 116041.13 156419.07 131134.40 134531.53 238176.16 208883.90 220866.90 220866.90 1.64
Malate M-H 133.01 45245.60 58035.03 64836.10 56038.91 42223.20 47427.74 55973.90 55973.90 -1.00
4-Hydroxy-2-oxoglutaric acid M-H 143.00 63610.62 60163.35 83529.27 69101.08 59931.46 34986.34 73865.42 73865.42 1.07
L-Glutamic acid M-H 146.05 48233.72 46378.73 41766.20 45459.55 44239.02 58922.32 54990.88 54990.88 1.21
N-Acetyl-L-aspartic acid M-H 174.04 12463.15 21066.11 15525.91 16351.72 51206.07 74852.51 144761.41 144761.41 8.85
D-Glucurono-6,3-lactone M-H 175.03 717165.73 784289.98 0.00 500485.23 578130.16 621715.91 471329.88 471329.88 -1.06
Allantoic acid M-H 175.05 104891.65 119618.95 112502.17 112337.59 63993.31 71528.95 43913.86 43913.86 -2.56
Citric acid M-H 191.02 22165.86 20657.95 30449.23 24424.35 17289.89 13619.24 22153.69 22153.69 -1.10
Pantothenic acid M-H 218.10 123146.73 168072.13 158805.58 150008.15 304023.83 246998.35 448523.83 448523.83 2.99
Cytidine M-H 242.08 10279.92 12583.02 9165.34 10676.10 15538.19 17824.28 22452.68 22452.68 2.10
Palmitic acid M-H 255.23 301631.33 203083.80 309320.14 271345.09 249809.24 225654.60 265130.86 265130.86 -1.02
Adenosine monophosphate M-H 346.05 7665.88 5140.95 2618.85 5141.90 9588.95 13534.96 9222.30 9222.30 1.79
Valine M+H 118.09 304642.48 587553.79 534643.04 475613.10 304926.19 343379.29 287262.10 311855.86 -1.53
Creatine M+H 132.08 259616.22 310892.89 255355.85 275288.32 433167.17 425586.27 345831.39 401528.28 1.46
Spermidine M+H 146.17 103559.47 95812.91 92820.09 97397.49 77505.42 81485.13 79869.33 79619.96 -1.22
Acetylcarnitine M+H 204.12 303189.78 491745.53 381438.47 392124.60 376223.31 325242.06 360555.28 354006.89 -1.11
Isobutyryl-L-carnitine M+H 232.16 777703.81 419636.34 0.00 399113.39 797306.81 778252.50 759497.75 778352.35 1.95
Isovalerylcarnitine M+H 246.17 12712.63 25793.20 20571.99 19692.61 61364.64 39400.18 43191.08 47985.30 2.44
Hexanoylcarnitine M+H 260.19 170748.31 297745.47 194051.44 220848.41 144592.47 146466.27 143118.31 144725.68 -1.53
Octanoylcarnitine M+H 288.22 50326.18 57191.77 52275.88 53264.61 37515.60 29065.29 28443.73 31674.87 -1.68
Decanoylcarnitine M+H 316.25 47112.07 63391.27 55340.94 55281.43 41268.74 31901.74 28237.85 33802.78 -1.64
Palmitoylcarnitine M+H 400.34 358883.44 534551.78 439464.85 444300.02 217414.33 181325.36 311652.78 236797.49 -1.88
Stearoylcarnitine M+H 428.37 134672.02 111927.77 161858.80 136152.86 41786.73 38587.40 55923.96 45432.70 -3.00
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