g <0.05

ESI Neutral mass (Da) Mass (m/z)  Retention time (min) Metabolites — o == TN Vo N at Week 4 CN.C vs CN at Week 8 _CN-C vs CN at Week 12

POS - 115.0378 1.08 - X X X
NEG 311.9745 332.9501 1.15 - X X

NEG 192.0261 191.0185 1.18 - X X

NEG 130.0255 111.0076 1.18 - X X

NEG 86.0360 85.0287 1.18 - X X

POS - 215.0175 1.18 - X X

POS - 216.0245 1.18 - X X

POS - 407.0327 1.18 - X X

NEG - 87.0080 1.19 - X X

NEG - 154.9979 1.19 - X X

POS - 122.0146 1.19 - X X

NEG - 249.0060 1.21 - X X

POS - 248.1543 1.21 - X X

POS - 423.0084 1.21 - X X

NEG - 263.0225 1.39 - X X

POS - 330.9951 1.40 - X X

POS - 113.0245 1.50 - X X

POS - 197.0675 1.52 - X X

POS - 174.1241 1.56 - X X

NEG - 129.0185 1.83 - X X

NEG - 222.9905 1.83 - X X

NEG 225.9479 270.9496 1.85 - X X

NEG - 85.0287 1.85 - X X

NEG - 336.9210 1.88 - X X

NEG - 205.0336 2.31 - X X

NEG - 204.9807 2.51 - X X
POS - 124.0760 2.82 - X X

NEG - 188.9854 3.05 - X X

NEG - 321.0391 3.16 - X X X
POS - 367.0218 3.16 - X X

POS - 158.0816 3.37 - X

POS - 120.0449 3.39 - X X

NEG - 154.0240 4.03 - X X

POS - 127.0362 4.23 - X X

NEG - 216.9803 4.26 - X X X
NEG - 127.0756 430 - X X

NEG - 137.0233 4.34 - X X

NEG - 182.0212 444 - X X X
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