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50-1200, #HIEFREFEIHDMSESER, Cyclic IMSERBEBEF, FHZEIRBRIEEEM#(10-40 eV),
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BIEBIERS: ACQUITY UPLC I-Class PLUS, &PFASHABN
R

ESE I RAEGHERBMRZERE (P/N: 186005230)

PREAE: Atlantis™ Premier BEH C1g AX 2.5 um, 2.1 x 50
mm (P/N: 186009390)

DT Atlantis Premier BEH C15 AX 1.7 um, 2.1 x 100
mm (P/N: 186009368)

Ha: 35°C

HRRE: 10°C

HEETR: 25 uL

IR 0.3 mL/min
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TREhAEA 2 mMMZERRRKAR
JRTHAEB: £0.1%(v/v) S| ENREAR
FRE R
BYi] TIR
(min) (mL/min)
0 0.300 99 1 s
2 0.300 99 1 6
3 0.300 75 25 6
8 0.300 50 50 6
15 0.300 15 85 6
16 0.300 0 100 6
20 0.300 0 100 6
20.1 0.300 100 0 6
235 0.300 100 0 6
24 0.300 99 1 6
st
PR ARS: SELECT SERIES Cyclic IMS
BEE: ESI-
EMERBRE 0.5 kv
HFLEBE: 10V
REZER: HDMSE
REEHE: m/z 50-1200
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o Pras.see | g Condde e 35— v N riers -

Component Summary ~ F€# £ _ 0O
B 4 Component name Identification status | Observed m/z - Observed RT (min) Observed CCS (A) Detector counts  Response

95 Candidate Mass 369.9797 None 369.9797 10.02 157.12 20220 17700 :
v

hror G Buw-il _ 0O — 0
o
- 55757 (240 PPM): DT=3.19to 342 s - TOF MY IMS (50-1200) -G, 4eV €Sk .
7 | s e N
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6. {6 FRIZFE B 18]-m /2T B A 1E R K K m A ik & EN S (m/z
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, FFRTF@ESUNIFIR T BT8R,

Bk ok iF me @ RS R B m/zimiER N EREERENN T EEAN-FEEA
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N-Methyl-N-[(perfluorobutyl)sulfonyl]glycine
DT

E7.A) m/z 369.97978MEEY N TR AR ITERER. RIB-FITERGE
(ERARMURRAEENEND FAHITIED) , REMEDFRACHF
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Dashboard LR Z 5D TR B FIREFTEPFASE, LECH D TN AN-H
E-N-[(2RTE)BEHRE HaRIN-FELE T BB E ZE(
MeFBSAA),

em name:PEAS 508 Channel name: Low energy :Time 100214 +/- 00268 minutes :Drf Times: 131 +/- 011 ms
Item description: Waste water effluent 2
14165
36997972
wesl 0 eE s
s -y
s
ERE A Ui
=]
| {ECEME : AVl 0.4 mDa
)
3 om0 MeFBSAA AM =-1.1 ppm
z
g
£ C,HsFyNO,S
£ 50000 78 g 4
28294823
S0 - 25948 37098280
0648 7
2‘8'9“7'\' 2315477 | 31197474 37197745
160 120 130 180 180 200 220 210 260 280 3% 320 350 %0 30 400 420
Tiem name: PFAS 508 Channelname: High energy  Time T0.0214 +/- 00268 minutes Ot Times: 324 +7- 011
em descrption: Waste watr effuent 2
23904
20000 — ‘ e e
5] i
RCEIRE HH v
T 1500 HHH
3 ) LAREN)
> 218.98627 28294841
% 1000 Mass error: 0.1 mDa Mass error: 0.3 mDa 311.97503
= Mass error: 0.4 mDa
5000-
198.03550 21008767
191.10303—\ | 212+ 251.14624271.0;3530 /234,94502 12968383 369.98137
o u |l L ' L i 1
100 120 140 160 180 200 20 240 260 280 300 320 340 360 380 400 420

Observed mass [m/z]
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MeFHxSAA) (E9) . ARFIEEHNLEYMECHERNEM, ERTHCCSEE
PR, X=MUSYEELERNEEKTER2c: EFHLERRYIERERENL, >
HIBIMSIHIR ELER T A AR EMPFASH F IR E M XEXCCSHIm/zM S H %
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- W
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WP, BRI ERKERR, ALTEEBENFEEERNIMAEHITUESYERE. NIREM/ZIHEPFAS
ARESBEEERTRH, BFRERMTIINIDBLEE, FHRMETCCSE, AIEMPFASHFIEDECRIAIEE
o waters_connectRf+ RV R E N HE T AT B TIERRE P IRF PR HAYIEEIANPFAS,
A EMEFEEHMPFAS, FERERHREBN. REMENIRE. FHIEERBFANERNCCSFET.

K BFHERAEHREERPHYERREN S ARELEY(PFAS)NIREEE 21 N A 12



SHFARMPFASHIR MM R, ATFXRUEYSEMEERMUm/ zNEEYEREL, ABRENREN/CCSHE
Fik, FALIMSHRT MRS, ARARETFRNERBZHEMm/ Rk HE, KN THEFRPEENS X
R4 (BMEEGREKFRIR) o BDFBHEINFFRGHIEEBM E LIRS SHNEMILE, WNMeFBSAAFR
o RAYIBERNAXSTT. kAR ERRIEHDTER — N BIEOIRRARRG RP . HFIFZPFASEIHIE
FREmMELIRE], FEIERALC-IMS-HRMSAE BBV R LA BRIMI CCSFatmad M S5 B i RE 14 B R R Bh o

1. Schymanski E, Zhang J, Thiessen P, Chirsir P, Kondic, T, Bolton, E. Per- and Polyfluoroalkyl
substances (PFAS) in PubChem: 7 Million and Growing.Environ.Sci.Technol.2023 57 (44): 16918-16928

2. US Environmental Protection Agency.CompTox Chemicals Dashboard. PFAS Structures in
DSSTox (2022%8HE#) .https://comptox.epa.gov/dashboard/chemical-lists/PFASSTRUCTV5 <
https://comptox.epa.gov/dashboard/chemical-lists/PFASSTRUCTV5>

3. US Environmental Protection Agency.Analysis of Per- and Polyfluoroalkyl Substances (PFAS) in
Aqueous, Solid, Biosolids, and Tissue Samples by LC-MS/MS.January 2024

4, ASTM D8421-22, Standard Test Method for Determination of Per- and Polyfluoroalkyl Substances
(PFAS) in Aqueous Matrices by Co-solvation followed by Liquid Chromatography Tandem Mass
Spectrometry (LC/MS/MS), ASTM International, West Conshohocken, PA, 2022, www.astm.org <
http://www.astm.org/>

5.LiuY, D’ Agostino LA, Qu G, Jiang G, Martin JW.High-resolution mass spectrometry (HRMS) methods
for non-target discovery and characterization of poly- and perfluoroalkyl substances (PFASs) in

environmental and human samples.Trends Anal Chem 2019, 115420

6. McCullagh M, Hodgkinson M, Dilllon L, van Bevel B, Burgess JA, Jogsten IE.ffFUPLC/HH B FiHEMN R
ERNMEEHEERPHNEARENSRRENESY(PFAS) AN ALE, 720005090ZH.201445F68.

7. Dodds JN, Hopkins ZR, Knappe DRU, Baker ES.Rapid Characterization of Per- and Polyfluoroalkyl
substances (PFAS) by lon Mobility Spectrometry-Mass Spectrometry (IMS-MS).Anal Chem 2020, 92, 6,
4427-4435

K BFHERAEHREERPHYERREN S ARELEY(PFAS)NIREEE 21 N A 13


https://comptox.epa.gov/dashboard/chemical-lists/PFASSTRUCTV5
https://comptox.epa.gov/dashboard/chemical-lists/PFASSTRUCTV5
https://comptox.epa.gov/dashboard/chemical-lists/PFASSTRUCTV5
https://comptox.epa.gov/dashboard/chemical-lists/PFASSTRUCTV5
http://www.astm.org/
http://www.astm.org/
http://www.astm.org/
http://www.astm.org/
https://www.waters.com/nextgen/cn/zh/library/application-notes/2014/determination-characterization-perfluoroalkyl-polyfluoroalkyl-substances-pfas-environmental-samples-uplc-ion-mobility-ms.html

8.

10.

11.

12.

13.

14,

15.

16.

Organtini KL, Rosnack KJ, Plummer C, Hancock P, Burt O. 1R3EEPA 16330 i & REMZ A IELEY(
PFAS)5E288 9. KBEERS KIS HNBLE, 720008143ZH.2023F128.

. Organtini KL, Rosnack KJ, Hancock P. £ Atlantis BEH C18 AR & 18I i i IG B G FEPFASH N B i#

HEHIPFASKNSEE RIS AL E, 7200080347ZH.202348A.

Twohig M, Fujimoto G, Mohan A, Organtini K, Rosnack KJ, Hird S. i @& REMZaRELEY(
PFAS)BIAERE A D #7575 RS 422 720007184ZH.202143A4.

Charbonnet JA, McDonough CA, Xiao F, Schwichtenberg T, Cao D, Kaserzon S, Thomas KV, Dewapriya
P, Place BJ, Schymanski EL, Field JA, Helbling DE, Higgins, CP.Communicating Confidence of Per- and
Polyfluoroalkyl Substance Identification via High-Resolution Mass Spectrometry.

Environ.Sci.Technol.Lett.2022,9, 473-481

Mullin L, Jobst K, DiLorenzo RA, Plumb R, Reiner EJ, Yeung LWY, Jogsten IE.Liquid chromatography-
ion mobility-high resolution mass spectrometry for analysis of pollutants in indoor dust:

Identification and predictive capabilities.Analytica Chimica Acta.2020 Aug 1125: 29-40

Foster M, Rainey M, Watson C, Dodds JN, Kirkwood Kl, Fernandez FM, Baker ES.Uncovering PFAS and
Other Xenobiotics in the Dark Metabolome Using lon Mobility, Mass Defect Analysis, and Machine

Learning.Environ.Sci.Technol.2022, 56, 12, 9133-9143

MacNeil A, Li X, Amiri R, Muir DCG, Simpson A, Simpson MJ, Dorman FL, Jobst KJ.Gas
Chromatography-(Cyclic) lon Mobility Mass Spectrometry: A Novel Platform for the Discovery of
Unknown Per-/Polyfluoroalkyl Substances.Anal.Chem.2022, 94: 11096-11103

Huset CA, Barlaz MA, Barofsky DF, Field JA.Quantitative Determination of Fluorochemicals in

Municipal Landfill Leachates.Chemosphere. 2011 Mar 82, 10, 1380-1386

Newton S, McMahen R, Stoeckel JA, Chislock M, Lindstrom A, Strynar M. Novel Polyfluorinated
Compounds Identified Using High Resolution Mass Spectrometry Downstream of Manufacturing

Facilities near Decatur, Alabama.Environ.Sci.Technol.2017, 51, 1544-1552

B~ m

K BFHERAEHREERPHYERREN S ARELEY(PFAS)NIREEE 21 N A 14


https://www.waters.com/nextgen/cn/zh/library/application-notes/2023/analysis-of-per-and-polyfluoroalkyl-substances-pfas-in-accordance-with-epa-1633-part-2-analysis-of-aqueous-matrices.html
https://www.waters.com/nextgen/cn/zh/library/application-notes/2023/expanding-the-range-of-pfas-in-a-single-injection-to-include-ultra-short-chains-using-the-atlantis-beh-c18-ax-mixed-mode-column.html
https://www.waters.com/nextgen/cn/zh/library/application-notes/2021/approaches-to-non-targeted-analyses-of-per-and-polyfluoroalkyl-substances-pfas-in-environmental-samples.html

ACQUITY UPLC I-Class PLUS&%t <https://www.waters.com/134613317>

SELECT SERIES Cyclic IMS <https://www.waters.com/waters/global/SELECT-SERIES-Cyclic-IMS-ion-
mobility-mass-spectrometer/nav.htm?cid=135021297>

waters_connect <https://www.waters.com/waters/nav.htm?cid=135040165>

UNIFIRIZE B R4 <https://www.waters.com/waters/global/UNIFI-Scientific-Information-
System/nav.htm?cid=134801648>

MassLynx MSE ¥ <https://www.waters.com/513662>
720008269ZH, 20245281

/N

© 2025 Waters Corporation. All Rights Reserved.

ERAFN RARE Bin 88 AENM R AR BRAFmEFEEIFANIE Cookie Cookie
®KE

JPICP#&060035465-2 R AR & 310115020074765

K BFHERAEHREERPHYERREN S ARELEY(PFAS)NIREEE 21 N A

15


https://www.waters.com/134613317
https://www.waters.com/waters/global/SELECT-SERIES-Cyclic-IMS-ion-mobility-mass-spectrometer/nav.htm?cid=135021297
https://www.waters.com/waters/nav.htm?cid=135040165
https://www.waters.com/waters/global/UNIFI-Scientific-Information-System/nav.htm?cid=134801648
https://www.waters.com/513662
https://www.waters.com/#
https://www.waters.com/nextgen/cn/zh/about-waters/corporate-governance/legal-and-privacy-notices/terms-of-use.html
https://www.waters.com/nextgen/cn/zh/about-waters/corporate-governance/legal-and-privacy-notices/privacy-policy.html
https://www.waters.com/nextgen/cn/zh/about-waters/corporate-governance/legal-and-privacy-notices/trademarks.html
https://www.waters.com/nextgen/cn/zh/about-waters/careers.html
https://www.waters.com/nextgen/cn/zh/about-waters/corporate-governance/legal-and-privacy-notices.html
https://www.waters.com/webassets/cms/library/docs/hazardous_chemicals_license.pdf
https://www.waters.com/nextgen/cn/zh/about-waters/corporate-governance/legal-and-privacy-notices/cookie-policy.html
https://www.waters.com/#
https://www.waters.com/#
https://wap.scjgj.sh.gov.cn/businessCheck/verifKey.do?showType=extShow&serial=9031000020200228152634000005597226-SAIC_SHOW_310000-20140123145114966013&signData=MEQCIE8rXJWygB4HVffdbWKhJLsithVUKPaD9kE/PSYC3ojVAiA8l4C7gyUCEjCDDeVBKCLsg27sASmWGvtqG2t/nHKGtQ==
https://wap.scjgj.sh.gov.cn/businessCheck/verifKey.do?showType=extShow&serial=9031000020200228152634000005597226-SAIC_SHOW_310000-20140123145114966013&signData=MEQCIE8rXJWygB4HVffdbWKhJLsithVUKPaD9kE/PSYC3ojVAiA8l4C7gyUCEjCDDeVBKCLsg27sASmWGvtqG2t/nHKGtQ==
https://wap.scjgj.sh.gov.cn/businessCheck/verifKey.do?showType=extShow&serial=9031000020200228152634000005597226-SAIC_SHOW_310000-20140123145114966013&signData=MEQCIE8rXJWygB4HVffdbWKhJLsithVUKPaD9kE/PSYC3ojVAiA8l4C7gyUCEjCDDeVBKCLsg27sASmWGvtqG2t/nHKGtQ==
https://wap.scjgj.sh.gov.cn/businessCheck/verifKey.do?showType=extShow&serial=9031000020200228152634000005597226-SAIC_SHOW_310000-20140123145114966013&signData=MEQCIE8rXJWygB4HVffdbWKhJLsithVUKPaD9kE/PSYC3ojVAiA8l4C7gyUCEjCDDeVBKCLsg27sASmWGvtqG2t/nHKGtQ==
http://www.beian.gov.cn/portal/registerSystemInfo?recordcode=31011502007476

