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LEEIE PFAS ANFHIER A EXKITENERFR. AR RBABEMREEIE-TK
%478 8] BRIBEL (Y (UHPLC/QTOF-MS), #II T PFAS RlfS3FsRmimaSis, @il
EIISTEN PFAS R aViiEHRELIEES —FRUEEES & RIS HUBIFRI B R ER
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ZEMFIFE (CAS) BEIZEY 2 MU FYR, XE EPA
FHFIERZE DSSTox HFRY PFAS 3AZ! 14000 &7, FEE PFAS
EXBVELE, Bal PubChem HIEFEFUZEH PFAS B3X 600 7
Fho SEBTELGAMARINIZRAFINA B FEABT 2 AR ESR
K (AFFF) AN RFIEH PFAS NEERRY —, XERTHE
FRRZORD REE PFAS EIEREEEF (FS)e AT2ET
FEERT AFFF HERSHHIIMEF PFAS WREMNESREE, B
MBI WA AFFF X FS BY PFAS A ISAEHTAENT, X
BB TR AFFF HURX SEMX M AES S EE X M.

A, ZRRTHABERANDBRENMERNUFINER, &
TRIEEGIES BT FRIERVE B D AR E REESK I L
+id PFAS BN, RABEIE-B O MRS AR A MR
SN AT E T PFAS 68, ZERARTHEYIHENELH
DA RET A SMIIRNEIEMTHE, WAIUARLERERN
FEEFHEY, WFREGESIBRLHKBRAR, EHERE
B E, FURHSMR, SEEERBHZRFERSE
(0 Auto MS/MS 1RR) , AILIESIEARERA, BAXRENKS
YN _RLUEHESHRE, NEHEZUEYRIRGSEEEES
fit; tHEFEHIRIFRMBY —RIERESR, 10 Alllons MS/MS %
SR, FJUBEI—XEFRBREEBEFNEABFER, #
M SEIEESIEEREN UG HITIRA S ETE, BEFRER
XEMERINELES, PTUEMLEMIRG S EEFmPRA
RA=g7/

MELERBEEES S BRIEBAEANRREL RS E#IELA
BUENREF, EMHEFIIFENRF PFAS NEEHtBE T EEN
12282, (HITHERIRBAY PFAS FhE 2 IVRIERIE I, BEIFFEN
B EAET 1000 fh PFAS MLiEREY,

NI KBS XORAE & - PR AT $ITRTE] FRIE B A Y
(UHPLC/QTOF-MS), 1T PFAS AIfES5IEAFE A, Bm
T PFAS TBEBEMME, RNEITEREXR. EZOES FC &
SRR PFAS BHEHR MM TR AFEL,

SEIRER Sy

TR

SRIOFRAMYARES (CH;0H, LC-MS £%) MF Merck KGaA ({2
E), 2B% (NH,Ac, HPLC 4, =99.0%) M3 Sigma-Aldrich
Fluka (EE) A8, €K (NHyH,0, HPLC &) TgFMHr T 5
BIEAE, B47KAMIlFQZEE (Milipore AF], =E) 2.

FEAFUWET FEHD A B REANEARAREGER (FS) £
i (LBEE) URERRAIR BHRY FS #a. K
MERARIERIF fa LA R B A RIVHZ 07K A BIFF fo

NEMigE

KA Agilent 1290 Infinity Il BEXUKRIEEIE Agilent 6546 A1k
YT RIRIE RS, BIEFIER Agilent InfinityLab Poroshell
120 EC-C18 (2.1 x 150 mm, 2.7 um)o

Hmai g

BY 20 uL #dd, AFRE//K (EREA 111) BEERESERE
f&, BESIAN 10 ng BEIZEANR, £ 30min G5, REEMHE
HEEEE, F4mL A 0.5% 2KNEERAR. 4mL BE4mL 5
gk WAX /v, BEIEL, B=HIRA 5-10 mL/min;
RE LR, HEEHSERMA 4 mL BERRZACAR (25 mM) &
o, RBESRBETE/NMHERBROR,; REEETH
WAX /MEFRERIIN 4 mL BEZH 4 mL & 0.5% &KW EBRES
WEITHE, FIERRWER 15 mL BOED; MEXAR
EMTFAIEERBORIEZE 500 ul, MEFMA 500 uL S4alk,
SRR 10 ng #EEARTR M2-PFOA, RIEIRS LUB MRS ;
BEmES 0.22 um BRMFLIERDIE, AGMEET 4 °C K5
R, REEMDHT.

REEIES MG

B InfinityLab Poroshell 120 EC-C18, 2.1 x 150 mm,
2.7 um

R 35°C

V=L A) NH,Ac K58 (2 mmol/L); B) FEZ

SRR 0.3 mL/min
AR 2 uL
TRETR S IIFR 1

R 1ORBASERE LGRS

B8] (min) TENAE A (%) FRENHE B (%) FE (mL/min)
0.00 95.0 5.0 0.3
1.00 95.0 5.0 0.3
6.00 50.0 50.0 0.3
14.00 2.0 98.0 0.3
19.00 2.0 98.0 0.3
19.50 95.0 5.0 0.3
21.00 95.0 5.0 0.3
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QTOF FUEMEERESHINE 2 Firo

® 2. WTHERIR NGBS

28 &
SIRE (°C) 320
SAKFRE (L/min) 8
1522 28E 52 (psig) 35
BERSRE (°C) 350
RSAE (L/min) 11
EMEBE (V) 3000
T30 EBE (V) 1000
FEREE (V) 110
H#HFLERE (V) 65
J\IRATSHERIEIE (V) 750
—RFARRIME (M/2) 50
—REERKE (M/2) 1500
—REBIEEE (RIZE/D) 4
ZREARR/IME (M/2) 50
ZHRFRERKE (M/2) 1050
“RAERBEEE (Da) 94
“RFEEEEE (RIZE/) 3
Auto MS/MS EIRHERES (V) 15. 35
Target MS/MS #&EzhiliERE = (V) 10. 20. 40

BIERERE

RAWESR ES| A BIE, AL (TOF). B -&E T
(Auto MS/MS). B ZREF (Target MS/MS) F2EHE
T (All lons MS/MS) RIHITREBLTMNVBIBERE. ML
MS/MS EEIXRE UM RREEEMNSEERE THREABETE
EEURRE, £ Target MS/MS IR, RIBSAH m/z FIRE
BB FI RIRENTE 2 MEREEE (10 V. 20V 1 40 V) THE
FROATHIBY MS/MS B, 7E All lons MS/MS BT, S9¥HE
HaRE (HRAM) #IBE T REIMEK 4 HITRE, BIFRMIEERS
OV M 15V) MShiEREESM (35 V). RAESEEFERRK
BYNBRET, BESEENERGEMERRET.

TSRS E L AYIRIRE TOF FUSNHREEHE. MBS
BB TOF SYAENEEB FIDHERINT: £ m/z 112.9856 4t
79 32098, £ m/z 301.9981 &g 45852, £ m/z 601.9790 &)y
56975, TE£ m/z 1033.9881 &9 61547, 7E m/z 1333.9689 &b J79
63617, PRI DHEEOIRENFTE (9 4Da),

BARSR &

/A Agilent MassHunter M2 EH (10.0 frA) B9 F
NEHK (FBF) ThEe#H Tl SEM IS, oM RE NMEmI T
ESBEZIUH PFAS #UBEFNIEHRRE. BURFEMEL
ENHFITLER., DIZEY)TmiLY|ZRES NORMAN Suspect List
Exchange (https://www.norman-network.com/nds/SLE/) LfI%
* NO.S46 F1EE EPA CompTox Chemistry Dashboard (https://
comptox.epa.gov/dashboard/chemical-lists/PFASTRUCTV2) £
89 PFASTRUCTV2 %ll5%,

ATRBEEE, 3189 = 90 N FRLETFZ 6 EA
m/z {E#t—FREE Target MS/MS (10 V. 20V F140V) #IELL
DI ZFEAER. HEE MS. MS/MS REBEEEXN DT
IE#1THIES, £/ Agilent MassHunter PCDL Manager B08.0.0
SP1 IRWEIEEE S, LIEIISRI0E PFAS FIRMIEE (PCDL).
ZSRKEBE PCDL BIABE MS/MS IEEIMR, @i ik s
FANRE A BYEERBAFIERT All lons MS/MS $3RSCHHIRERANE, M
TSR E B BIF @AY PFAS I 1TE 0 H S,

IR AR
HPLC-QTOF/MS #iEX &
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EERQ D EIEREFRPILIE. -CF,- f -CF,CF,- BRYIHERLIA
R ARIC. FIF Agilent MassHunter ProFinder 10.0 A MIRIEZR
BHEHITHED FRERE (REVREEIR 0.85-1 f 0-0.15
(ATEN) B FRIE . EFREfN#TERBETEARS
M PFAS FRERIREFERAERE +0.15 FSEER, BT XihdiE
AIBIBABEXRNEMYR, MBI TE 3 F. B2
B &S ((cef) § N Agilent MassHunter MassProfiler
Professional 15.1 hix?, LUHREMFERFEHINGFET=EHF
R FHHIE, HXREN D FRAEH I TREMER D DI, &
FA Matlab B A#TRIRMIE R, FIRLAIIERENSELERN
PFAS MYBUIERHAEHITIH—F 247, WHEEK HF (20 Da). CO,
(44 Da). NN-—FRESHE (45 Da) AUSERES CoF- (m/z 119).
CoFs (M/2169). CaHaN+ (M/z 58). C,HaN" (m/z 70) =5,

1 BR T AR EMIFE R D T RBAK, S UEYSEE
BB SACFARYE Schymanski AT 2014 R BB ERE":
ZTNEIRERIIENTEY N Level 1 4; BT ZRIEES
XERIREE S LRI RE E SR &Y Level 2 2%,
HEFEELTAMERNREMNENA Level 3 f; REMTED
FIBIAN Level 4 &, REE m/z EEBMA Level 5 FKo 1F
F3 MassHunter Molecular Structure Correlator (MSC) {4 f#4fr
MS/MS EEl, MSC RHRBEBREIN _FREEESAHLE
MIER S BER D TSRS TUNN B 5 S THEX M
DifT. EXMEHHEE, NNV EWEMHAIRE, NREIT
BFUERE, EEBEZP9E > 00 MR HIEN Level 2 Fo 31
FRERIBEFREEMTIND FIFE, WEDIEERE PFAS B
F -CH,CH,- BRATE1E MS/MS R ERANEZ, RIBIHERS Hif
EN Level 4 FEIDF o

R 3. DFIFIEIRENS MassHunter ProFinder BY£41

S ®E
&= HE > 600
HREE 112.9856. 1033.9881
BRERRIR (Da) -0.15% 0.15
BFES -H. +CH,CO0
EMIRIRE BERENSF
BT 1
REBTEIXTFFE O (min) +0.15
FBREXFFED (ppm) +7
IS EE > 6000
DFHERRSERE >70
RECERFEE (ABFRED (ppm) +10
REEERE (UEFRE (ppm) +0.15
Eiabar: Agile 2
HITIER (B FIRIUTIREE) >2000
HERE (B > 50
FHRAERE (REBILE) >10% &%=

ZR5E

FIE SRS IS

SR F3 MassHunter Profinder U (10.0 SP1 hR) FBIMES T
FHERINE AR FHEE (REHMR -0.15 £ 0.15) Hit
1035 N (WA 2) , AEFA MPP 0BRT BRI FHRAE
g, 2% 591 Mo FHEE (WE 3) . EE=EFRTIER
43% BV FHHEIE, FREBET=BINFRARESIRTEILA B
TEBTEN PFAS N FHFEIE, H—F KA Matlab BIEWT S HE
DFBEEHTRREYTIE (PFAS BEURARZRYEI, &8&FH
CF,) , H—FHE PFAS FFEI£,
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PFAS {5 &Ry S M iR AR 5 5830F

3T _EIRIEIFITIREVANT JE 518 2R PFAS $FHELE, £ E SRR REN B E FBRREHMN MS/MS REFIFR, REXRE_LR
EE, XA MSC E e A ST, HEEREFDFEM Mol XA g EHTHRT. SRWE 4 Fim. MSC HEER
TEBRWNEE. DU EIRENSN, 1ZERHHE O MEHDEEEE 00 47, RIBHEKMNEH O EERS. BITEN _4aEEwE 5 Fr
T~ (MEIEA PFHXSNO) » SAfG4E S Scifinder TEIEZ, XIFTIRFIAY PFAS #HTRIE, KA LR AEEKERTIRSE S5 PFAS,
JEDLBIREER 16

| 1 structure found for rt=11.927

Sotby [Scow | :‘""“""“"— Structure #1 — elucidated: 43.3% ions , 35.2% Weight Delay Fiters |
3 ] I Formise "] Mass Interisty Weight() No. of candd g Best score
V] cimnaFimaoss. prvo @
1 nesn7| @ Im2aee
o MFG=1000 MSC~30.7 Overal=30.7 615629
i esm
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N 0 5 Select structure source
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4. MSC — 2R Fr 45 HARRAT 45 SR (PFHXSNO)
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Cpd 3:C11 H13 F13 N2 03 S; 11.901: (M-H)-: -ESI Product lon (rt: 11.727, 11.744, 11.817, 11.834 min, 4 scans) Frag=120.0V CID@10.0 (499.0359[z=1]->**) 2013000017VF-9126-2-negative-targetmsms.d
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[
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14
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Cpd 3: C11 H13 F13 N2 03 S; 11.901: (M-H)-: -ESI Product lon (rt: 11.733, 11.750, 11.823, 11.839 min, 4 scans) Frag=120.0V CID@20.0 (499.0359(z=1]-> **) 2013000017VF-9126-2-negative-targetmsms.d
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4

4840122

315,979 382.49408
’ 499 W56

£1.0884 91.9813

1360025 1688830 2049705 243-9|501 2849311 362.9400

Cpd 3:C11 H13 F13 N2 03 S; 11.901: (M-H)-: -ESI Product lon (rt: 11.739, 11.755, 11.828, 11.845 min, 4 scans) Frag=120.0V CID@40.0 (499.0359[z=1]->) 2013000017VF-9126-2-negative-targetmsms.d
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AEMmhE FS ¥ MmN AFFF Za)gyxBk

XA MPP B hE BN T E — BRBEMEMD D KITE PFAS BURREMNT, IR AEMAE FS &M AFFF ZEMX R, S£REW,
BESHBETIRGIXLFRWMB R A UNRAZEME. FEEMN FS =M (VF 252 BENS FRIESERRRE C (B 6) SEM
M, REAXFERENEFAANEGHR I ZAERBMN. B, WomEna] xR FS #REFTZHNTE, fli, WhE 6 FARREHH
VF-9126 = @BYEIEIE, L3 VF-9126 £/ T2 1F 2013 EaRE TR %,

ERDATET T AERHNEZ B FRGE L ZHREM, EREFRoNmdE, NE 7 im. S—EMoBRANTENFRER, BF
FS FamAlBARERITE RO, BEMDTERENTRENGNSESZE EMERWENERE) , FEENDHETIERER FS ~am,
BIEBRANTEEFBANAREAR (WERER) TR,

[2016DX-1080]
[2016DX-1028]
[2016DX-1025]

[2013VF-368]

[2019DX-1025-CP]
4 [:

(2013VF-570]

s I (RN T I I
e [ N A WA TENTRET T AT T I |
[20190X-5011] | I | | I I | I I I I I I
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7. DFHIEBERD D

ZHBRARRIMKIAREIEE PFAS TR E

FIFIRGE Y PFAS 217 PCDL 1, BILEMETE TR MmKIE
B PFAS. LA 62 FTAB A, BAAH R A E FHIRIERK R
RERNWIELECEYETIRE. & 8 Bx 7 EIIM PCDL #
EEF 62 FTAB 7£ 15V #1 35 V R fZAEE T~ HI MS/MS FRIEE,
SR 6.2 FTAB BB FHITIER, H¥ Al lons iEEFRHE
B Fr B T SiEEE# T LRSS

-ESI MS2 QTOF FV=120 CE-15 (M-H)

100 223.07567 44600827 So0123
20 10d00 78,08 )

i 60 120.01260
# 40 32.23

0 |""|‘| |'|" | |‘|"|‘||'||"'I|J' :
m/z 50 100 150 200 250 300 350 400 450 500 550 600

-ESI MS2 QTOF FV=120 CE-35 (M-H)
100 -] 64.97028

10d.00
410.97229
% 60 163.05470 47.87
40 3582 282.01538
20 L 14.02
il | el o
0 T T . T T T T T T T

m/z 50 100 150 200 250 300 350 400 450 500 550 600
8. PCDL 1&FEH 6:2 FTAB B9 4R IE[E

BT 62 FTAB 8B FNEARBETFNEEE, TRENAED .
MABTFEE. B, SR, RENBEMIBESIRESEIE
i, TERISEFSREABTFHNHERLEED. B 9-A B
T 62 FTAB BEFS5EAREINEFRE (EIC) NEME, 6 ™
R (8 m/z 549.0725. m/z 506.9569. m/z 446.0091.
m/z 438.9909. m/z 410.9730 F1 m/z 223.0759) MY EIC 58EF
8 EIC 2MEENEREFE. ¥X 6 MEABTHENTEET
BET—, H—FPERMXERFEFSEEFRERELER
1 (Bl9-B), RIAXERREFRET 6:2FTABEETF, HIb
LI TN 6:2 FTAB BIHBILE.

Cpd 3: 6:2 Fluorotelomer sulfonamide betaine; C15 H19 F13 N2 04 S; 11.939: - EIC-Frag(549....
x10¢ Noise (Peak-to-Peak) = 415.8614; SNR (11.932 min) = 708.2

24 [ -EIc(569.0785) Scan
1.84 [ -EIC-Frag(549.0725)...
[ -EIC-Frag(446.0091)...

1.6 [ -EICFrag(410.9730)...
1.4 [ -EICFrag(506.9569)...
[ -EICFrag(223.0759)...

1.2 4 [ -EICFrag(438.9909)...

14
0.8 1
0.6
0.4
0.2

0

11.88 119 11.92 11.94 1196 1198 12 12.02 12.04 12.06
MRRY vs. SREEBTIE] (min)

9-A. 6:2 FTABEE FAE A IRIE T RE

10 -EIC-Frag (549.0725)...
8 -EIC-Frag(446.0091)...
-EIC-Frag (410.9730)...

6 -EIC-Frag (223.0759)...

-EIC-Frag (438.9909)...

0.2

0.1
0.08

11.88 11.9 11.92 11.94 11.96 11.98 12 12.02 12.04 12.06
BREFS5BEF L vs. KEBTE (min)

9-B. 6:2 FTAB BB FHIME A B F Mt hik



EFHBIEAM B REEXNIELEIRGIRIE, VTP EE 70 &
ﬁpms%%é%(ﬂWi%Uouxﬁﬁfh%%ﬁim$%
=, BEBFEIIR PFAS R SSUEFEIILEE, —R
#Hmi+ﬁﬁ$$$ﬁpmsm%wo&%Pms%ﬁmk—
FRESY 7, FIRENHUIBEI LA FEHES T, MMiRBIE
AP LRI PFAS &Y.

5L

AR EI 7ET UHPLC/QTOF-MS BY PFAS B] 22 F13EEE[E 5
ﬁﬁf;LﬂLimPMS*%ﬁ BIRESEEES S IFRH
BBIEREER, Ra 7 HTESNNE, ERTE 7ML
Pmsm#ﬂmm& M AR EE AT AE A PFAS FRIE 471851,

—

2 3Rk
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MR 1

CAS 5

4=/

BitHE
(Da)

fREBAYIE]

(min)

[M-H] Fi#A

m/z

BREF

BisE
K

30295-51-3

1-Octanesulfonamide,
N-[3-(dimethyloxidoamino)propyl]-
1,1,2,2,3,3,4,4,5,5,6,6,7,7,8,8,8-
heptadecafluoro- (9CI, ACI)

PFASNO, n=7,
I-PFOSNO

C13H13F17N203S

600.03754

13.217

599.0317

63.96229, 64.97024,
79.95736, 80.9652, 82.96089,
91.98112, 165.03413,
168.98936, 218.98607,
418.97367,482.93577,
482.98039, 537.97982,

PFASNO, n=7,
br-PFOSNO

C13H13F17N203S

600.03754

13.044

599.03138

63.96224, 64.97028,
79.95735, 80.9652, 82.96088,
91.98112, 165.03410,
168.98934, 218.98602,
418.97368, 482.93577,
482.98034, 537.97985,

178094-74-1

1-Heptanesulfonamide,
N-[3-(dimethyloxidoamino)propyl]-
1,1,2,2,3,3,4,4,5,5,6,6,7,7,7-
pentadecafluoro- (9CI, ACI)

PFASNO, n=6,
I-PFHpPSNO

C12H13F15N203S

550.04074

12.698

549.0341

63.96245, 64.97027,
79.95736,80.96519,
82.96085,91.98117,
168.98937,218.98618,
368.9766, 487.9807,

PFASNO, n=6,
br-PFHpPSNO

C12H13F15N203S

550.04074

12.506

549.03362

63.96242, 64.97025,
79.95737,80.96514,
82.96081,91.98114,
168.98939, 218.98616,
368.9769, 487.9802,

30295-56-8

1-Hexanesulfonamide,
N-[3-(dimethyloxidoamino)prop
yl]-1,1,2,2,3,3,4,4,5,5,6,6,6-
tridecafluoro- (9CI, ACI)

PFASNO, n=5,
I-PFHXSNO

C11H13F13N203S

500.04393

11.993

499.03745

63.96249, 64.97035,
79.95728, 80.9653, 82.96095,
91.98121, 118.99253,
168.98965, 318.97978,
437.98352,

PFASNO, n=5,
br-PFHXSNO

C11H13F13N203S

500.04393

11.876

499.03715

63.96241, 64.97032,
79.95725, 80.9655, 82.96099,
91.98126, 118.99255,
168.98968, 318.97978,
437.98353,

13417-01-1

1-Octanesulfonamide,
N-[3-(dimethylamino)propyl]-
1,1,2,2,3,3,4,4,5,5,6,6,7,7,8,8,8-
heptadecafluoro-
(7c1, 8Cl, 9CI, ACI)

PFASaAm, n=7,
I-FOSaAm

C13H13F17N202S

584.04384

13.363

583.03672

63.96243, 64.97024, 82.9607,
118.99259, 163.05485,
168.98959, 183.06102,
218.98616, 268.98276,

418.97192,

PFASaAm, n=7,
br-FOSaAm

C13H13F17N202S

584.04384

13.186

583.03646

63.96247, 64.97022, 82.9605,
118.99257, 163.05481,
168.98956, 183.06105,
218.98614, 268.98271,

418.97192,

67584-54-7

1-Heptanesulfonamide,
N-[3-(dimethylamino)prop
yl-1,1,2,2,3,3,4,4,5,5,6,6,7,7,7-
pentadecafluoro- (9CI, ACI)

PFASaAm, n=6,
I-FHpSaAm

C12H13F15N202S

534.04582

12.723

533.03845

64.97022, 82.9605,
118.99257, 268.98271,
368.9769,

10

PFASaAm, n=6,
br-FHpSaAm

C12H13F15N202S

534.04582

12.51

533.03855

64.97023, 82.9601,
118.99251, 268.98278,
368.97692,




S| CASS A=¢) HE E BitRE | REEE | [M-H] FafA BREF BEE
(Da) (min) m/z KFE
1-Hexanesulfonamide,
N-[3-(dimethylamino)prop PFASaAm, n=5,
11 | 50598-28-2 CT1H13F13N202S | 484.04934 | 11.979 | 483.04213 168.98918, 318.97972, 2
yl1-1,1,2,2,3,3,4,4,5,5,6,6,6- I-FHxSaAm
tridecafluoro- (9ClI, ACI)
PFASaAm, n=5,
12 CT1H13F13N202S | 484.04934 | 11.746 | 483.04221 168.98925, 318.97977, 3
br-FHxSaAm
1-Octanesulfonamide,
1,1,2,2,3,3,4,4,5,5,6,6,7,7,8,8,8- PFASA, n=7, 77.9656, 168.98954,
13 754-91-6 C8H2F17N02S 498.95348 | 13.033 497.9452 2
heptadecafluoro- -FOSA 318.9791, 418.9732,
(6Cl, 7CI, 8Cl, 9CI, ACI)
PFASA, n=7, 77.9652,168.98952,
14 C8H2F17N02S 498.95348 | 12.969 | 497.94645 3
br-FOSA 318.9797,418.9735,
1-Heptanesulfonamide,
PFASA, n=6, 77.9651, 168.98955,
15 | 82765-77-3 1,1,2,2,3,3,44,55,6,6,7,7,7- C7H2F15N02S 448.95667 | 12.543 | 447.94929 2
I-FHpSA 368.97681,
pentadecafluoro- (9CI, ACI)
PFASA, n=6, 77.96515, 168.98948,
16 _ _ C7H2F15N02S 448.95667 | 12.335 447.9496 3
br-FHpSA 368.97685,
1-Hexanesulfonamide, PEASA. n=5
, N=9,
17 | 41997-13-1 1,1,2,2,3,3,4,4,5,5,6,6,6- FEHXSA C6H2F13N02S 398.95987 | 11.813 397.9525 77.96553, 168.98942, 2
-FHX
tridecafluoro- (9CI, ACI)
PFASA, n=5,
18 C6H2F13N02S 398.95987 | 11.621 397.95242 77.96547,168.98935, 3
br-FHxSA
Glycine,
N-[(1,1,2,2,3,3/4,4,556,6,7,7,8,8,8-
19 | 2355-31-9 I-N-MeFOSAA CT11H6F17N0O4S 570.9742 12.577 | 569.96713 4
heptadecafluorooctyl)
sulfonyl]-N-methyl- (ACI)
20 br-N-MeFOSAA CT11H6F17N0O4S 570.9742 12.402 | 569.96741 4
Glycine, N-ethyl-N-
[(1,1,2,2334,4,556,6,7,7,888-
21 | 2991-50-6 N-EtFOSAA C12H8F17N0O4S 584.99026 | 14.091 583.98294 4
heptadecafluorooctyl)sulfonyl]-
(ACI)
1-Octanesulfonamide,
1,1,2,2,3,3,4,4,5,5,6,6,7,7,8,8,8-
22 | 31506-32-8 I-N-MeFOSA CO9H4F17N0O2S 512.96889 | 14.012 | 511.96168 4
heptadecafluoro-N-methyl-
(8Cl, 9CI, ACI)
23 br-N-MeFOSA CI9H4F17N0O2S 512.96889 | 13.887 | 511.96182 4
1-Octanesulfonamide,
1,1,22,3,3,4,4,5,5,6,6,7,7,8,8,8
24 |213181-78-3 . N,N-Me2FOSA CT10H6F17NO2S 526.98447 | 14.291 525.9773 4
heptadecafluoro-N,N-dimethyl-
(9CI1, ACI)
Octanoic acid,
168.98951, 218.98646,
25 335-67-1 2,2,33,4,4,556,6,7,7,8,8,8- I-PFOA C8HF1502 413.9741 11.217 | 412.96684 368.97637 1
pentadecafluoro- (ACI) ' '
168.98955, 218.98638,
26 _ P br-PFOA C8HF1502 413.9741 11.004 | 412.96638 3
368.97631,
Heptanoic acid,
27 375-85-9 2,2,3,3,44,556,6,7,7,7- I-PFHpA C7HF1302 363.9769 10.415 | 362.96945 168.98951, 318.97921, 1
tridecafluoro- (ACI)
28 br-PFHpA C7HF1302 363.9769 10.198 | 362.96929 168.98945, 318.97927, 3




S| CASS A=z HBE HFH HigHkE | REBETE | [M-H] FiHE BREF BiEE
(Da) (min) m/z 7KF
Hexanoic acid,
29 307-24-4 2,2,3,3,4,4,5,5,6,6,6- I-PFHXA C6HF1102 313.98009 9.395 312.97288 268.98275, 1
undecafluoro- (ACI)
30 br-PFHxA C6HF1102 313.98009 9.215 312.97279 268.98262, 3
Pentanoic acid,
31 | 2706-90-3 2,2,3,3,4,4,5,55- I-PFPeA C5HF902 263.98328 8.079 262.97594 218.98623 1
nonafluoro- (ACI)
Butanoic acid,
32 | 375224 |-PFBA C4HF702 213.98648 6.01 212.9792 168.9831 1
2,2,3,3,4,4,4-heptafluoro- (ACI)
Propanoic acid, 2,2,3,3,3-
33 | 422-64-0 |-PFPrA C3HF502 163.98967 | 2.834 |162.98234 118.99265 1
pentafluoro- (ACI)
34 76-5-1 Acetic acid, 2,2,2-trifluoro- (ACI) TFA C2HF302 113.99286 1.37 112.9856 68.99574 1
1-Nonanesulfonic acid,
35 | 68259-12-1 | 1,1,2,2,3,3,4,4,5,5,6,6,7,7,8,8,9,9,9- I-PFNS C9HF1903S 549.9343 12.431 548.92694 79.95727 1
nonadecafluoro- (9CI, ACI)
36 br-PFNS C9HF1903S 549.9343 12.197 | 548.92702 79.95713 3
. . 79.95724.129.95407.
1-Octanesulfonic acid,
179.95095. 229.94724.
37 | 1763-23-1 1,1,2,2,3,3,4,4,5,5,6,6,7,7,8,8,8- I-PFOS C8HF1703S 499.93792 | 11.867 | 498.93071 1
268.98237.279.94500.
heptadecafluoro- (8Cl, 9CI, ACI)
329.94133.
79.95714.129.95422.
179.95099. 229.94721.
38 br-PFOS C8HF1703S 499.93792 | 11.671 | 498.93022 3
268.98212.279.94541.
329.94113.
1-Heptanesulfonic acid,
39 375-92-8 1,1,2,2,3,3,44,55,6,6,7,7,7- I-PFHpS C7HF1503S 449.94073 | 11.237 | 448.93353 79.95723,98.95578, 1
pentadecafluoro- (9CI, ACI)
40 br-PFHpS C7HF1503S 449.94073 | 11.012 | 448.93341 79.95728 3
1-Hexanesulfonic acid,
79.9574, 98.95573,
41 355-46-4 1,1,2,2,3,3,4,4,5,5,6,6,6- I-PFHxS C6HF1303S 399.94416 | 10.453 | 398.93675 118.99248 1
tridecafluoro- (9CI, ACI) ' '
42 br-PFHxS C6HF1303S 399.94416 | 10.253 398.9366 79.95731 3
1-Pentanesulfonic acid,
43 | 2706-91-4 1,1,2,2,3,3,4,4,5,5,5- I-PFPeS C5HF1103S 349.94707 9.527 348.93956 79.95742 1
undecafluoro- (9CI, ACI)
44 br-PFPeS C5HF1103S 349.94707 9.322 348.9398 79.95733 3
1-Butanesulfonic acid,
45 375-73-5 1,1,2,2,3,3,4,4,4- I-PFBS C4HF903S 299.95027 8.382 298.94299 79.95744 1
nonafluoro- (9CI, ACI)
1-Propanesulfonic acid,
2-methyl-2-[[1-ox0-3-
79.95736, 135.01214,
46 | 62880-95-9 [(3,3,4,4,5,5,6,6,7,7,8,8,8- 6:2 FtTAoS C15H18F13N04S2 | 587.04822 | 12.329 | 586.04119 2
. . 152.03869, 206.04925,
tridecafluorooctyl)thio]propyl]
amino]- (9CI, ACI)
1-Propanesulfonic acid,
1513864-10. 2-methyl-2-[[1-ox0-3-
47 9 [(3,3,4,4,55,6,6,7,7,8,8,8- 6:2 FtSOA0S | C15H18F13N0O5S2 | 603.04202 | 11.159 | 602.03488 206.04954, 256.03204 2

tridecafluorooctyl)sulfinyl]
propyllamino]- (ACI)




%S| CASE A=z HBE HFH HigHkE | REBETE | [M-H] FiHE BREF BiEE
(Da) (min) m/z 7KF
1-Propanesulfonic acid,
191160613 2-methyl-2-[[1-oxo-3-
48 7 [(3,3,4,4,5,5,6,6,7,7,8,8,8- 6:2 FtSO2A0S | C15H18F13N06S2 | 619.03637 | 11.489 | 618.02952 4
tridecafluorooctyl)sulfonyl]
propyllamino]- (ACI)
1-Octanesulfonamide, N-[3-
. . . 82.96081, 120.01249,
(dimethyloxidoamino)prop
49 | 80475-32-7 6:2 FTNO C13H17F13N203S | 528.07616 | 12.211 527.06903 181.06516, 446.00965, 2
yll-3,3,4,4,5,5,6,6,7,7,8,8,8-
. 447.04208, 507.06186,
tridecafluoro- (9CI, ACI)
64.97027,82.96085,
1-Octanesulfonamide, 165.07032, 283.02329,
N-[3-(dimethylamino)prop 327.07377,347.07955,
50 | 34455-22-6 6:2 FTSaAm C13H17F13N202S | 512.0807 12.397 | 511.07352 2
yll-3,3,4,4,5,5,6,6,7,7,8,8,8- 367.08623, 383.08228,
tridecafluoro- (9CI, ACI) 431.04813, 451.05435,
491.06681,
1-Propanaminium, 2-hydroxy-N,
N-dimethyl-3-sulfo-N-
EtOH-AmPr- 182.04925, 303.06944,
51 | 76201-56-4 [3-[(3,3,4,4,5,5,6,6,7,7,8,8,8- C16H23F13N206S2 | 650.07952 | 11.784 | 649.07238 2
X X PFHXxSAPrS 629.06549
tridecafluorooctyl)sulfonyllamino]
propyll-, inner salt (9CI, ACI)
1-Octanesulfonic acid,
52 | 27619-97-2 3,3,4,4,5,5,6,6,7,7,8,8,8- 6:2 FTS C8H5F1303S 427.97596 | 11.096 |426.96816 80.9652, 406.96135, 1
tridecafluoro- (8Cl, 9CI, ACI)
1-Decanesulfonic acid,
53 | 39108-34-4 | 3,3,4/4,5,5,6,6,7,7,8,8,9,9,10,10,10- 8:2FTS C10H5F1703S 527.96808 | 12.36 526.9609 80.96524, 506.95484, 2
heptadecafluoro- (9Cl, ACI)
1-Dodecanesulfonic acid,
3,3,44,5,5,6,6,7,7,8,8,9,9,10,10,
54 (120226-60-0 . 10:2 FTS C12H5F2103S 627.9625 13.247 626.9547 80.96521, 606.94836, 2
11,11,12,12,12-heneicosafluoro-
(9CI, ACI)
Propanoic acid,
105.00157, 298.95825,
3-(3,3,4,4,5,5,6,6,7,7,8,8,8-
55 [149339-57-1 ) . 6:2 FtTP C11H9F1302S 452.01263 12.25 451.00552 318.96448, 338.9707, 2
tridecafluorooctyl)thio]-
378.98316,
(9CI, ACI)
Propanoic acid,
2089110-04- 3-((3,3,44,5,56,6,7,7,8,8,8-
56 ) 6:2 FtTP-S02 CT11H9F1304S 484.0006 | 11.022 | 482.9938 _ 4
1 tridecafluorooctyl)
sulfonyl]- (ACI)
1-Propanaminium,
N-(carboxymethyl)-N,N-dimethyl-3-
120.01263, 223.07573,
57 | 34455-29-3 [[(3,3,4,4,5,56,6,7,7,8,8,8- 6:2 FTAB C15H19F13N204S | 570.08696 | 11.917 | 569.07982 2
) ) 410.97231, 446.00829,
tridecafluorooctyl)sulfonyllamino]-,
inner salt (9CI, ACI)
1-Propanaminium, N-
(carboxymeth
yl)-3-[(3,3,4,4,5,5,6,6,7,7,8,8, 120.01267, 223.07591,
58 | 34455-21-5 8:2 FTAB C17H19F17N204S | 670.08042 | 13.208 | 669.07331 2

9,9,10,10,10-heptadecafluorodecyl)
sulfonyllamino]-N,N-dimethyl-,
inner salt (9CI, ACI)

546.00299,




S| CASS A=y #E HE EitEE | REEE | [M-H] FHE BRETF BREE
(Da) (min) m/z K
1-Propanaminium,
N-(carboxymethyl)-3-
[[(3,3,4,4,5,5,6,6,7,7,88,99,10,10,
120.01247,223.07565,
59 | 34455-35-1 11,11,12,12,12- 10:2 FTAB C19H19F21N204S | 770.07329 | 14.098 | 769.06612 645.99671 2
heneicosafluorododecyl) ’
sulfonyllamino]-N,N-dimethyl-,
inner salt (9CI, ACI)
Benzenesulfonic acid,
4-[[3,4,4,4-tetrafluoro-2-[1,2,2,2-
60 |271794-15-1 tetrafluoro-1-(trifluoromethyl) OBS C15H5F1704S 603.96472 | 12.394 602.9576 171.98358, 464.96601, 2
ethyl]-1,3-bis(trifluoromethyl)-
1-buten-1-ylJoxy]- (ACI)
1-Octanesulfonamide, 79.981213, 405.97672,
61 | 29765-95-5 3,3,4,4,5,5,6,6,7,7,8,8,8- 6:2 FTSAm C8H6F13N02S 426.99031 12.279 425.9831 385.97071, 365.96473, 2
tridecafluoro- (8Cl, 9CI, ACI) 345.96916
Acetic acid,
62 (123708-11-2 2-((3,3,4,4,5,5,6,6,7,7,8,8,8- 6:2 FTSEA C10H7F1302S 437.99592 | 11.755 436.989 90.98561,272.96113 2
tridecafluorooctyl)thio]- (ACI)
1-Octanethiol,
63 | 34451-26-8 3,3,4,4,5,5,6,6,7,7,8,8,8- 6:2 FTSH C8HS5F13S 379.99044 | 12.776 | 378.98312 358.97662, 338.97019 2
tridecafluoro- (9CI, ACI)
1-Propanaminium,
2-hydroxy-N,N,N-trimethyl-3-
64 | 88992-45-4 [(3,3,4,4,5,5,6,6,7,7,8,8,8- 6:2 FTSHA C14H18F13NOS 495.09015 | 11.232 496.0973 437.0240, 392.9978 2
tridecafluorooctyl)thio]-,
chloride (1:1) (ACI)
Propanamide,
3-((3,3,4,4,5,5,6,6,7,7,8,8,8- 435.0080, 407.0130,
65 | 64972-10-7 . . 6:2 FTTh-PrAm CT11H10F13NOS 451.02755 | 13.289 452.0346 2
tridecafluorooctyl)thio]- 392.9971
(9CI, ACI)
441.03238,378.98362,
66 C16H19F13N204S | 582.08579 | 12.766 | 581.07916 275.97249,255.96673, 4
141.06707
357.97687,132.01258,
67 S _ - C13H14F13NO3S | 511.04868 | 13.017 | 570.06259 4
61.98833
349.9883, 329.9821,
68 N N _ C11H6FONOS 371.00264 | 13.217 | 369.9947 309.9759, 289.9701, 4
241.9687
69 CI9H6F13N03S 454.9859 11.156 453.9786 4
70 - - - CI9H6F13N04S 470.9806 12.288 469.9733 - 4
71 CT1H6F17NO4S 570.9742 13.167 569.9669 4
72 I I - C13H14F13N0O5S2 | 575.0101 11.242 634.024 - 4
73 CT11H10F13NO4S 499.0119 11.162 498.0049 4
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