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An extendable all-in-one injection twin derivatization LC-MS/MS )
strategy for the absolute quantification of multiple chemical-group- =
based submetabolomes

Polarity-Tuning Derivatization-LC-MS Approach for Probing Global
Carboxyl-Containing Metabolites in Colorectal Cancer

Xiging Bian,” Na Li,’f‘j Binbin Tan, Baoqing Sun,’ Ming-Quan Guo,' Guoxin Huang, Li Fu,
W. L. Wendy Hsiao," Liang Liu,™ "and Jian-Lin Wu™® ¥
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project_2020_01_13_13_24 49 2020-01-13 13:25 58 2020-01-13 14:17:59 FY- T
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S5 1 B 2 RiTR |, £3H 2 KON

ram chramatogram | batch: 3 _Ga0_sic_5 conc: 125 fnction: 25 mass: 5961152219
T
i
095_126_ac_0L 1 0. 283921 3, 018995 0. 610209 4. 550714 2. 534365 270. 5913 30.25¢11 4. 475957 4394139 6. 651148 0. 537864
09%_126_qc_02 1 0. 267985 2. 458426 0. 563047 4. 094282 2. 643134 275. 6861 2219272 4. 017863 41.7003 6276529 0. 59341 cking | windaw size: 31 fter snr:1 peaklocalion: Largest nolse: 725 BLine:No NC:
095_126_qc_03 1 0. 269743 2. F24525 0. 619172 3.981024 2. 646183 279.5116 0.127958 4. OTBSFT 43.8862L 6.221438 0. 606274
095_126_ac_04 1 0.338415 2, 761152 0. 645408 4.130333 2.713694 283.961 1976919 4. 374255 47.17243 6.749566 0.70109
B5F 095_126_ac_05 1 0.324016 3.158008 0.62772 3. 791707 2.813336 301.4185 24 26018 <. 408609 50. 05503 5. 385426 0. 722045 / \
095_126_qc_06_1 1 0. 3L816T 3125866 0. 603568 3.345127 2. 56264 280.0124 12.6286 4.321439 47.4112F 4662225 0. 76444 ! \
095_126_qc_06_2 1 0. 296317 3. LTE6E3 0. 616806 2. 952006 2. 727718 272. 2842 0.127958 4. 276905 +7.2882F 3.981315 0.66249 / A
095_126_qc_0T 1 0312141 2. 53003 0.594425 2. 717806 2. 53096 272. 5818 15.38081 3.088414 4426271 4384331 0.70132
1 0. 454513 0. 742535 1. 008316 0.06804¢ 2.T1H577 417.1332 0.127058 1.551622 47.7034 3179827 0.677251
1 0.281521 1,01032¢ 0. 851437 2. 253026 2. 003447 273. 1357 5. 837075 3. 513766 35. 96467 4235056 0.593402 ™
1 0. 278348 1. BLL455 0. 724646 5. 061823 1.52465 209. 0768 0.014818 2. 468872 27. 83098 3. 839673 0. 634436
1 0. 27654 1. 266798 0. 341723 1. 962915 1.317555 283.6014 10.707F 1.75663 26.03057 2.830612 0.818154 e
1 0. 378524 0. 089574 0. 428963 1.628075 0.922232 65.60133 2. 946531 0.49026 8. 324565 2. 362477 0.633083 X
1 0. 282357 8, 328133 0. 484397 0.713195 1.072852 6T. 7968 L. BOZEET 10.00963 26. 77904 1.52413% 0. 173834 peakarea | windowsize:3 Bline4Ph: o
» — 1 0.30236 0. 422016 0. 7BOTLY 5. 247738 2.576321 325.2342 0.127958 4. 392993 48. 56887 3. 453315 0.405382
I ‘L . 1 0. 27598 0. 454917 0. 467932 1. 199075 2. 477845 2529896 0.127958 6.521198 49.95894 3.89528 0.558537
ﬁ Ei . 1 0.28601 0.972789 0.676851 2.29626 3.425966 239.7322 1.833958 12.45146 94.20323 4.B16237 0.743212
1 0.328072 1, 265286 0. 712124 5. 019863 5.722016 5O00.TETT 13.50205 0. 474762 T4. 89466 7.503601 3. 089653
1 0. 253256 1.016109 0. 355573 1.5228¢ 1.202401 160.255 0.127958 0.599524 5.185305 2. 036943 0. 369849
CN 2019 1017038 1 0 1 0. 269623 0. 2T96E1 0. 298223 0. 975356 1. 064245 30.B707L 0.127958 0.T11578 7.383481 1.058485 0.353336
. 1 0.272511 0. 668104 0. 3T0BTL 1.24696¢ 1.394101 214.7472 0.127958 1.868306 16. 63349 2. 332363 0. 362609
1 0.261712 0128887 0. 428224 2.020712 1.537912 287.5538 15, 12065 3. 035146 31.5010 4737505 0. 569615 =
i 0.202276 0.54071 0. 362719 2.30381¢ 1.T1369 283.1211 3.174366 0.628647 18.19773 3.05917T 0608094
1 0. 281038 0. 83697 0. 345086 1.284438 1. 221288 224. T506 8. 440007 5.067l4 11.75053 3.253181 0.59553 i
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High Throughput and Quantitative Measurement of Microbial
Metabolome by Gas Chromatography/Mass Spectrometry Using
Automated Alkyl Chloroformate Derivatization

Linjing Zhao, ™" Yan Ni,"*"® Mingming Su,"*" Hongsen Li,” Fangcong Dong,” Wenlian Chen,”
Runmin Wei,” Lulu Zhang,* Seu Ping Guiraud, | Francois-Pierre Martin, Cynthia Rajani,” Guoxiang Xie,"
and Wei Jia®' @
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https: fdoi.org /10.1038,/541591-019-0509-0
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medicine

Gut microbiota-bile acid-interleukin-22 axis fa (ILc3) HIGATA3IEEEHRIHIL-22
orchestrates polycystic ovary syndrome ok, H—SREAEENEE
Xinyu Qi'", Chuyu Yun'?", Lulu Sun'?, Jialin Xia'?, Qing Wu'?, Ying Wang'>#4, Lina Wang'34, ﬂ.’.l')(&ﬂﬂﬂiu gﬂﬁ% guﬁﬁ ’ i&ﬁﬁ

Yangming Zhang'?, Xianyi Liang'?, Living Wang"**, Frank J. Gonzalez ©3, Andrew D. Patterson®5,

Huiying Liu'?, Liangshan Mu'?, Zehong Zhou™'?, Yue Zhao'*’, Rong Li***7, Ping Liu'**7, Chao Zhong?, Ei% PCOS#%E" )
Yanli Pang @3, Changtao Jiang ©"?* and Jie Qiag©"347810%

Ma et al., Science 360, eaan5931 (2018) Nature, 2019, d0i:10.1038/s41586-019-1785-z
Gut microbiome-mediated bile Article
acid met?bollsm regulates liver Bile acid metabolites control T, 17and T,
cancer via NKT cells cell differentiation

Chi -Ma,, Mia,o!'un Han, Bfarnd Heinrich, Qiong Fu, Q,ia,nfei_ Zhang, Milan San_dhu,

I ey st 2o o, Soumen tom wrosteg vaan,  3~0X0~LCARTHIHITh174HBAY531L, MisoalloLCA
Vishal Thovarai, Shurjo K. Sen, Mathuros Ruchirawat, Firouzeh Korangy,

Xin Wei Wang, Giorgio Trinchieri, Tim F. Greten* ﬂ'% EET re gﬂﬂ Eg ﬁw o
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AthCiInCI""S \lzheimer's & Dementia 15 (2019} 76-92
“
Df‘ll%él]tia Alzheimer's & Dementia Wl (2018) 1-13

Altered bile acid profile in mild cognitive impairment and Alzheimer’s
disease: Relationship to neuroimaging and CSF biomarkers

h|

Kwangsik Nho™', Alexandra Kueider-Paisley””, Siamak MahmoudianDehkordi"
Matthias Arnold™, Shannon L. Risacher" Gregory Lome . Colette Blach”, Rebecca Balllle

h i
Xianlin Han', Gabi Kastenmiiller™*, Wei Jm Guoxmng Xie', Shahzad Ahmad’, ) l.|.@—‘rbléﬁ HZ, H:l: H&m%urjAD

Thomas Hankemeier', Cornelia M. van Duijn’, John Q. Trojanowski", Leslie M. Shaw
Michael W. Weiner" P. Murali Doraiswamy”™"™", Andrew J. Saykin™**, Byt R
Rima Kaddurah-Daouk”""*, for the Alzheimer’s Disease Neuroimaging Initiative and the °
Alzheimer Disease Metabolomics Consortium®

Altered bile acid profile associates with cognitive impairment in
Alzheimer’s disease—An emerging role for gut microbiome

Siamak MahmoudianDehkordi*', Matthias Arnold™"”', Kwangsik Nho"', Shahzad Ahmad",
Wei Jia“', Guoxiang Xie®, Gregory Louie”, Alexandra Kueider-Paisley”, M. Arthur Moseley*,
J. Will Thompson®, Lisa St John Williams®, Jessica D. Tenenbaum”, Colette Blach',
Rebecca Baillie', Xianlin Han", Sudeepa Bhattdcharyyd , Jon B. Toledo ", Simon Schafferer",
Sebastian Klein", Therese Koal", Shannon L. Risacher®, Mitchel Allan Kling",

Alison Motsinger-Reif”, Daniel M. Rotroff”, John Jack”, Thomas Hankemeier”,

David A. Bennett', Philip L. De Jager’, John Q. Trojanowski', Leslie M. Shaw',
Michael W. Weiner", P. Murah Doraiswamy™ """, Corne]ia M van Duijn’, Andrew J. Saykin“**,
Gabi I{aqtenml.lllerh ** Rima Kaddurah- Daouk' EEE for the Alzheimer’s Disease
Neuroimaging Initlatlve and the Alzheimer Disease Metabolnmlcs Consortium
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Anal Chem, 2016, 88(14): 7041-7048

Anal Bioanal Chem, 2017, 409(23):5533-45

Anal Bioanal Chem, 2018, 410(21):5287-300

Nat Commun. 2019. 10:4971

Alzheimer’s & Dementia, 2019, 15: 76-92

Nat Rev Gastroenterol Hepatol, 2018, 15(2):111-28
Alzheimer’s & Dementia, 2018, doi:10.1016/j.jalz.2018.08.012
EBioMedicine, 2018, doi:10.1016/j.ebiom.2018.10.030

BMC Biology , 2017,15:120 -34

International Journal of Cancer, 2016, 139(8):1764-75
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Cell Metabolism,2020,31,1-15 (IF=22.41)

Immunity, 2019, 50,1-16 (IF=19.73)

Gut, 2019, doi:10.1136/gutjnl-2018-317609 (IF=17.02)
Hepatology, 2020, doi:10.1002/hep.31280 (IF=14.97)
Signal Transduction and Targeted Therapy, 2020,5: 177-90
(IF=13.49)

Microbiome, 2020, 8: 74 (IF=11.61)

Microbiome, 2020, 8: 133 (IF=11.61)

The EMBO Journal, 2020, 39:e103304 (IF=9.89)

Arthritis Rheumatol, 2020, doi:10.1002/art.41419 (IF=9.59)
Chemical Science, 2020, 11: 6111 ((IF=9.35)

Theranostics ,2019; 9(3): 900-919 (IF=8.71)

Theranostics 2019; 9(10): 2999-3013 (IF=8.71)

Clin Gastroenterol Hepatol, doi:10.1016/j.cgh.2020.06.067
(IF=8.55)

Carbohydrate Polymers, 2020,248,116780-92 (IF=7.18)
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