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Why is High Resolution Screening Helpful for PFAS? WOferS
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= Estimated 4000-6000+ PFAS have been
created/used

= Targeted techniques only cover a tiny EPA 537.1
portion of that number

EPA 533 25
= Toxicity EPA 8327 24
ISO 21675 30
= Novel and replacement PFAS are typically EU DWD 20

unknown

= Source apportionment and forensics
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Advantages of accurate mass screening?

= Over recent years high resolution mass spectrometry has gained in popularity as a
screening tool

v Ability to perform non-targeted analysis
* The freedom to measure compounds without prior compound specific tuning
v Ability to perform historical data review

« The capability of performing structural elucidations of unknowns or suspect
compounds

v Ability to perform full spectral analysis

* Providing greater insight into the composition of a complex sample
v Ability to screen for larger number of compounds and adducts

« Compared to QqQ based screening
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Power of High-Resolution MS o’rrs
Analysis of PFPeA: MRM Vs. HRMS
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Four Fundamental Questions \/\/o’rrs
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Are these compounds in my sample?
_..Targeted analysis
How much is in my sample?
E i B i
What else is in my sample?
_.Non:Targeted Analysis
What are the differences between samples?
w.Comparison. ...
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Collecting a Comprehensive Profile
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Scientific Information System
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LC modifications for PFAS analysis Waters T
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« Care must be taken when analyzing
samples for PFAS compounds to
avoid procedural and instrument
contamination.

+ System contamination can be
reduced by taking the appropriate
steps.

* PFAS Kit must be installed on the
UPLC system prior to use for PFAS
analysis.

 The kit is comprised of PFAS-free
components and an isolator column.
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Separation, Detection and Identification Workflow Waters
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UPLC-QTof using comprehensive, data-independent acquisition (MSE)

Parallel collection of precursor ions at low energy and fragment ions at elevated energy

Peak componentization - carried out once in parallel with data acquisition

3D apex peak picking algorithm for peak detection then organising the data using isotope clusteringand adduct and
fragment grouping into a set of components containing the low- and high-energy ions with an apex at the same retention

UNIFI library searching - search a predefined list created Unknowns - no defined target list and compound not
from UNIFI scientific libraries using accurate mass presentin the scientificlibrary so search external
measurements, isotope patterns of molecular species, databases for assignment of likely structures to the
fragment ions and RT (where available) empirical formulae proposed for candidates by UNIFI from

accurate mass measurements. Structural elucidation of any
proposed assignments requires further analyses (e.g.
MS/MS)

©2021 Waters Corporation COMPANY CONFIDENTIAL



MSE: Data Independent Acquisition
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MSE is a PARALLEL process
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Targeted Analysis
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UNIFI Library Generation

= Gather
structures (mol
files) > UNIFI
automatically
determines
exact mass

= |nject standards
for RTs and
fragments
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Library Generation Based on Authentic Standards

| i Component Summary
Observed ne..
531.90.

“ Component na..
& 9CI-PF30ONS
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‘ Chromatograms =

|Channel name: 9CI-PF3ONS [-H] : (45.5 PPM) 530.8956
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Assessing ldentified Components

Waters
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o et v

“ Component na... :- Identification status ' Neutral mass (Da) Observed ne... Observed m/z Adducts Mass error (mDa) Mass error (ppm) Expected RT (min) Observed RT (min) =
7 9CI-PF30ONS Identified 531.9029 531.9024 530.8952 -H -04 -0.8 13.07 ﬁ
& ADONA Identified 377.9761 377.9756 376.9683 -H -0.6 -16 10.55
N|° FBSA Identified 298.9663 298.9657 297.9585 -H -0.5 -1.7 8.89
10 FDEA Identified 577.9798 577.9787 576.9714 -H -11 -1.8 14.49
| IIF}
Chromategrams = > - - Bl P~ L
Channel name: ADONA [-H] : (45.5 PPM) 376.9683 Channel name: Low energy : Time 10.5470 +/- 0.0223 minutes Channel name: Low energy : Time 10.5470 +/- 0.0223 minutes
Item description: Spike ASB Stock 1ppb
= 735e5
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View Filters for Efficient Data Review
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& 10.105.105.168 - Remote Desktop Connection a s
3 Waters UNIFL - 081220 PFACH_ONLY_2M920_Quan_Oual PEAT MTE Sep 23, 2020 12:22:57 Enstern Dadioht Time: Anabyais Certer [slelis
gg _-| ] My Wark 2 Welcome to UNIF | A, 0B1ZI0 PFACI0ONLY 2., X | o 150920 PFAS Libracy MS.. A, 220630 DSTOX Libeary Q. A, 20630 Quan_ Cual PRAS... Pl EE

Beview  Investigate  Report

i @ | Review Results € imit taets B Process @ Edit ~ B Toos ~ [ | B ~

57 210920 SP_ASB_20 @ 11C1-PFIOUAS T
[ Compersammany = — Lt
Summary — = = = =]
Component n... - Identification Metra I xpected RT (min)  Observed RT (min)  Adducts  Expected Fragments... !
Batch Overview =
12 N-MeFOSAA Identified @ Maenge Fiters = (&= 1387 13.78 -H 3
PFAS HRMS S<reening Werkflow =i . .
o FBA Identified 396 396 -H 1
. i 1 [pres identified 732 731 H 2
Unkanoun Componerts 15 PFDA Identified 1343 1342 -H 2
Binary Compare 1E  PFDoDA Identified 1470 1471 -H 2
Common 17 [PFDS Identified 1414 1411 -H 2
Refensnce Unique 18 PFHpa Identified Enter the filter criteria 1043 1041 -H 2
Calibration Curve 1% |PFHpS Identified @ Match all groups. () Mkch sy group 1171 1170 -H 2
I PRHxA Identified 885 885 -H 2
~Ye= . .
a . Maten ol of these expeessians 1057 H 2
2 [FA Wentificd +)(a) Mass erer (pper) = it hess than - w pom * 1260 1260 2
5 pEMS Meniified =)(x) Betentsn Tene frice (mer) * o bt than - [N s 1343 1343 H 2
3 |PFOA Identified =05 Trecrsboy Fragmests Found = isgresterthan = 1 - 1154 1162 -H 2
D3 pron Mg Identified = (= Mateh all of these expeessians = . 1154 1182 -H 2
% |ERs Mentified - Fas Common Fragmentlons = is - Yes e 1263 1264 -H 2
@ [PFOS [M+8] Identified - - et Common Neutral Lotuss « LS - Vet v 1263 1263 -H 2
1 PRPeA Identified 670 669 -H 1
- =) (=)  within Mass Defect Reguon = [ - Yes =
2% PFPeS Identified 815 817 -H 2
30 PRTreDA Identified 1532 1532 -H 3
3 PFIRDA Identified 15.09 1509 -H 2
32 PRURDA Identified 1412 1412 -H 2 |f
[l @
L) P s
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£ THSeh [g
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= o . .
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o
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Summary

O Batch Overview

PFAS HRMS Screening Workflow
@ Identified Components

0 Unobserved Components

O Unknown Components

0 Binary Compare

o Common

o Reference Unique

o Calibration Curve
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|dentification of PFAS in Soil Samples
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|dentification of PFAS in a Soil Sample
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" (6=
s"';:'hr:v . “ Component name Identification status ‘eutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm) Expected RT (min) Observed RT (min) Actual Concentration CalcEI
(o] 4 erview
PFAS HRMS Screening Workflow 2 PFEESA Identified 315.9451 314.9379 -01 -0.2 8.10 8.08 1733
| ildentified Components ﬂg
0 Unobserved Components ‘ ____ —
© Unknown Components = - & . =
© Binary Compare || | Channel name: PFEESA [-H] : (45.5 PPM) 314.9379 Item name: 201120_16ALC10_23 Channel name: Low energy : Time 8.0797 +/- 0.0339 minutes ©

Item description: 16ALC10
© Common
421e6
O Reference Unique PFEESA 4e6- 314.9379
o Calibration Curve LOW CE
- 8.08 ; ;
"g 405 — 36 F 0, F
£ 0,
<] t
L] 8 2 F F £
£ 2e5 g
1= E
1e6
PFEESA 316.9344
0 = H I o |
T T T T T T T T T T T T T T T T T T T
2 4 6 8 10 12 14 16 0 50 100 150 200 250 300 350 400 450 500
Channel name: PFEESA [Fragment) : (45.5 PPM) 134.9874 m name: 29112:,16&510_23 Channel name: High energy : Time 8.0797 +/- 0.0339 minutes
750001 -8.08 N e
= Hi g h CE 2
2
c - s
5 500004 T 4e5- NS
E : %
A S
.y =)
Z z 1349874
£ 25000+ £ 265 Mass error: 0 mDa
E E @ 13498 (¥
314.9375
0 : ; ; . ; ; : ; .
2 4 6 8 10 12 14 16 0 50 100 150 200 250 300 350 400 450 500
Retention time [min] Observed mass [m/z]
* Administrator, UNIFT [AdminiStrator] W
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Confirmatory Targeted MS/MS

remrame AUthentic standard Lean Clay extract
femdesen - MSIMS spectrum for m/z 314.9379 at t, 8.12 MS/MS spectrum for m/z 314.9379 at t 8.12
3e
S 5€07] IS
2.5e67 134.9873 1349873
Mass error: -0.2 mDa 2.5e6] Mass error: -0.2 mDa
4 1349873 |* 1 1340872 (]
T 2ebq )
5 5 2eb]
=] Q
= =)
= . =
g 15e6 2 1.5¢6-
c c
R 2
= =
leb 1e6]
5e57 Se5
el 315.9403 AL 236.9302 3169346
M -01mDa [135.9904 M :0mDa  [135.9906
0 = err0|r , o R  2020790/250.5093 |!_31""9345 394.8510 494.7968 0 asse"Tr Im : i 1989494 o 3141085 3948496 4947983
50 100 150 200 250 300 350 400 450 500 50 100 150 200 250 300 350 400 450 500
Observed mass [m/z] Observed mass [m/z]
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Quantitation of PFEESA in a Soil Sample

o = .
T EEEl—_—_—_——C—_—_—~CFC— [ Lt Bl
S““I:?::;v 9 Component name  Identification status * Observed neutral mass (Da) Observed m/z Mass... Mass error (ppm) Expected RT (min) Observed RT (min) Calculated Concentration |
O Jerview .
PFAS HRMS Screening Workflow 1 |PFEESA Identified 315.9451 3149379 -01 0.2 810 808 e
© Tdentified Components
> Unobserved Components [ I ]

> Unknown Components
© Binary Compare

© Common

5 Reference Unique

® Calibration Curve

Waters
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Chromatograms =

Item name: 201120_16ALC10 23
Channel name: PFEESA [-H] : (45.5 PPM) 314,9373

Quantitation

Calibration

Calibration’=

component: PFEESA

Equation: ¥ = 54.8*X - 35.1

% RSD (%): 37.948
R~2:0.998809

#'| Administrator, UNIFT [Administratar]

Waters Corporation

= Weighting: 1/X
i} |
£ PFEESA . ..
8 8.08 -] 8.65 ng/g in original
. 2.5e5 .
’v_\ L]
g : | soil sample
(=4
= 0 : : ‘ : : : : : 7 2.5e5
H 2 4 6 8 10 12 14 16 &«
Item name: 201120_16ALC10_23
Channel name: PFEESA [Fragment] : (45.5 PPM) 134.9874
04 . . . . . r r r r !
= -8.08 0 1000 2000 3000 4000 5000 6000 7000 8000 9000 10000
é 50000 Concentration [ng/L]
3
'_:‘ Individual Points
< - - &)
£ 0 :Ignore  Description % Deviation (%) X Value :+ Y Value Calculated X value  Calculated Y value
2 4 5 M 10 12 14 16 2 5 16.14 5000 282991 5.807 238,774
Ttem name: 201120 16ALC10_23 3 10 581 10000  544.479 10.581 512.666
ichannellnasmie: RFFES M fbrag ment] LK o5IERMIR 9608 4 50 -1441 50000  2309.006 42795 2703.802
= -8.08 5 100 -11.23  100.000  4827.418 88.767 5442721
)
5 1000 15.35 6 500 -3.08  500.000 26509.734 484.586 27354.074
Q 16.14 7 1000 479 1000000 57367.215 1047.901 54743.265
o 0.82 243 450512 7.26 10-55\ 11.56 13{’;‘5 / 8 5000 428 5000.000 285574.813 5213.917 273856.796
= . . . )
= o S — . e T = te ; 9 10000 -2.29 10000.0.. 535185.063 9770.646 547748.710
2 4 6 8 10 12 14 16 =
Retention time [min] [N ] (D
@ ® 0
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| worklo A
Summary Non-Targeted Analysis
O Batch Overview
PFAS HRMS Screening Workflow

Identified Components

Unobserved Components

Unknown Components

Binary Compare

Common

Reference Unique

O O O O @ O O

Calibration Curve
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Structural Elucidation Tools-Common Fragments
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—— Lt |
“ Component name Identification status ‘Observed m/z Mass error (m... Mass error (ppm) Observed RT (min) Detector counts Response Adducts Common Fragment lons Found O]
5 pFBS Identified 298.9428 02 05 751 388123 361192 -H 98.95577 (FSO3), 79.95736 (S03)
16 PFHpS Identified 4489331 -0.3 -0.7 11.70 516180 452955 -H 98.95577 (FSO3), 79.95736 (SO3)
17 PFHxS Identified 398.9362 -0.4 -1.1 10.56 341321 304013 -H 98.95577 (FSO3), 79.95736 (SO3) [:I
8 PFOS Identified 498.9298 -0.4 -0.9 12.63 367087 322005 -H 98.95577 (FSO3), 79.95736 (SO3)
19 PFOS [M+8] Identified 506.9566 -0.5 -0.9 12.63 348657 332569 -H 98.95577 (FSO3), 79.95736 (SO3)
2 PFPeS Identified 348.9392 -0.6 -1.7 9.15 407812 369521 -H 98.95577 (FSO3), 79.95736 (SO3) ‘
[ E - R B - (]
ot - ahA ;
Item name: 210920_SP_AS8_19 Item name: 210920 SP_ASE_19 Channel name: Low energy : Time 7.3062 +/- 0.0216 minutes
Channel name: PFBS [-H] : (45.5 PPM) 208.9428 186e7
- -298.9428 )
z PFBS s Low CE
M 3 le6 730 z | A Fo\wo
H . € 17 ! F% o
= 0 T T T T T T T §' F F F F
2 4 8 10 12 14 16 2 sl
i . 210920_5P_ASB_19 &
mmnim PFBS [Fragment] : (45.5 PPM) 79.9573 ?99.9453 =
E 0 - - e
., 100000 9.16 11.69 12.63 260 200 300 0 0 o0
£ 071 7.31 T e 151
z R Item name: 210920_5P_ASE_19 Channel name: High energy : Time 7.3062 +/- 0.0216 minutes
© A n A o s
0 - - : — : - - 1.5¢6 . -298.9429
2 4 8 10 12 14 16 N High CE
Item name: 210920_SP_ASB_19 E 1e6
Channel name: PFBS [Fragment] : (45.5 PPM) 98.9555 S 5857
» 80000 916 11.69 12.63 g x
g 7 31 A —13.43 :: 5e5]
S 0 A ﬂ A ) h A ) 98.9555
T T T T T U - - - - -
2 4 8 10 12 14 16 100 200 300 400 500 600
Retention time [min] Observed mass [m/z]
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Structural Elucidation Tools-Neutral Loss
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Structural Elucidation Tools-Neutral Loss

Waters
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Component Summary =

L Ltadta =
4 Component name Identification status 'Observed m/z Mass... Mass error (ppm) Observed RT (min) Detector counts Response Adducts Common Neutral Losses Found : &
8 FDEA Identified 5769719 -06 -11 14.40 7662 4995 -H 84.00229 [CO2HFHF] =
2 FHEA Identified 3769841 -1.2 3.1 10.78 7526 2541 -H 84,00229 [CO2HFHF]
2 FOEA Identified 4769784 -0.5 -1.0 12.92 6444 6444 -H 84.00229 [CO2HFHF] =
e e
oo T
Item name: 210920_SP_AS8_20 @ x
Channel name: FHEA [-H] : (455 PPM) 376.9841
~— 20000
z FHEA
=
S 10000{ M10-78
g
= 0 L
13 iL. T T T T T T T T T T T T T T T T T T T T T T T T T
! 1075 11 1125 115 1175 12 1225 125 1275 13 1325 135 1375 14 1425 145 1475 15 1525 155 1575 16 1625 165 1675
Item name: 210920_SP_ASB_20 @) x
Channel name: FOEA [-H] : (45.5 PPM) 476.9784
£ FOEA
g;'°_.25000- 12.92
g 12.82
1075 11 1125 115 1175 12 1225 125 1275 13 1325 135 1375 14 1425 145 1475 15 1525 155 1575 16 1625 165 16.75
Item name: 210920_SP_ASB_20 i x
Channel name: FDEA [-H] : (45.5 PPM) 5769719
£ 25000 FDEA
S 14.39
._C. 0 !
1075 11 1125 115 1175 12 1225 125 1275 13 1325 135 1375 14 1425 145 1475 15 1525 155 1575 16 16.25 165 16.75
Retention time [min]
- 9 ®Q
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Elucidation of a Suspect Component Waters
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[T workiiow =AY

Component Summary =

s":':':':v : 4  Component name i~ Identification status ' Observed RT (min) Detector counts Response  Adducts Has Common FragmentIons Common Fragment [ons Found ~ Within Mass Defect Region
o el erview
PEAS HRMS'S S—— 55 Candidate Mass 278.9705 None 741 30970 30335 Yes 84.99122 (CF30-) Yes
o Identified Components
) or e Coecren s Channel name: 1: +278.9705 (45.5 PPM) : TOF MSE {50-1200) 3eV ESI- : Integrated : Smoothed Channel name: Low energy : Time 7.4073 +/- 00213 minutes
@ Unknown Components. 16266
o Binary Compare I Elucidate... I 7.40 15e6 278.9705
3 Common _ 12654 components... LOW CE
O ficferepe Lilque Assign as in source fragment
© Calibration Curve . . -
View alternate assignments § 166
50000 S
4 1 View component details ‘;‘
g
Copy = 5e5d
4 80000 Print
7
7 340.9708
§ Report selected components 0 84'9?05 . rvtettr . . . : 916"1066 . . .
15) R 100 200 300 400 500 600 700 800 900 1000 1100 1200
> eport all
3 60000 Channel name: High energy : Time 7.4073 +/- 0.0213 minutes
g 9.08e4
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Parameters =
Discovery | Elemental Composition | ChemSpider | Fragment Match |
Elemental Composition ® ChemSpider ) Scientific Library -
s S e Discovery
Number of compositions: 25 Number of hits: 50
— r
st || X ;
‘ Parameters =
[ Discovery | Elemental Compasition | | Fragment Match |
Composition

S S m/z Tolerance:
(¥ Automatic elements selection

1 mDa [¥UseSenior rule

Elachioe: siates »I, Use Carbon/Hydrogen ratio filter
P [¥] Use Carbon/Hetero-atom ratio filter
Selected elements: |C H N, O, P, 5 F. Cl, Br et 15 [¥] Use muilti-atom filter
e Maximum DBE: 50
u
[¥] Automatic adducts selection Number of isotopes 0 E I e m e nta I
Selected adduct H belore sckorked el
Number of isot to H
T s o e © Composition
[(Dsn | % m—
Parameters 2
_|Dixw=q|EI¢mhI’ positi (< lFugmentMikh:
Available f : Selected libraries:
4C Pharma Scientific ‘ ChEMBL
A8 Pharmtech =
Al BioChem Labs » H
o 2] Chemspider
Abacipharm
Abblis Chemicals «
Abcam
ABI Chemicals -
[ ®san || X
| Parameters

|| Discovery | Eilemental Composition | ChemSpider | Fragment Match |

»

2] Alpha: 5 DBE minimum: 15 Mode: Automatic ¥
1| Hydrogen difference: 6 DBE maximum: 50 [ Fitter peaks by intensity
2 Allow scores below: 8 Neutrak: [on | Numberof peaks: [)
05 Delta (mDa): 2 HPenalty:
(¥)start X
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- oy
Summary Channel name: Low energy : Time 7.4073 +/- 0,0213 minutes | Parameter: - %
5 Batch Overview 78,9705 162¢6
PFAS HRMS Screening Workflow 1.5¢6 ; Results (5 found) 2
© Identified Co ts = "
o o :pomn R | ' Component Name m/z Elemental Composition Common Name Fragment Matches Citations a8
O Unobserved Components 1
. T L2560 ! Candidate Mass 278.9704... 2789705 CSHF903 Perfluoro(4-methoxybutanoic) acid il zo
b |Ehickiationiaoted T e 2 Candidate Mass 278.9704... 278.9705 C5HF903 2,2,3,3-Tetrafluoro-3-(pentaflucro... 0 3
© Binary Compare § e 3 Candidate Mass 278.9704... 2789705 CS5HF903 Difluoro(heptafluoropropoxy)aceti... 0
) Common i [4]. ] 2]
£ 7.5e5 —_——
O Reference Unique é e ¥4 Assign
O Calibration Curve Z e
S5e5] Information -~
Perfluoro(4-methoxybutanoic) acid o
2.5e5 ' Synonyms s491
= " o
o 84.9905 ’3409708 916.1066 1 Butanoic acid, 2,2,3,3,4,4-hexafluoro-4-(trifluoromethoxy)- 7} C5 H F 9 O 3
» / .
q 0 T T T T T T 2 = -4~ (tri jic aci “
200 00 00 200 3000 1200 2,2,3,3,4.4-Hexafluoro-4-(trifluoremethoxy)butanoic acid 80000-
- - 3 863090-89-5
Channel name: High energy : Time 7.4073 +/- 0.0213 minutes 5 %
9.08e4 4 Pperfluoro(4-methoxybutanoic) acid
_ 5 223,344-Hexafluor-4-(trifluormethoxy)butanséure
84.9906 _—
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7 60000 k. ol o
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Perfluoro(4-methoxybutanoic) acid ZIENCE OF WHAT'S POSSIBLE."
F F Molecular Fomula CsHFg03
F F Average mass 280045 Da
F OH Monaisotopic mass 279.878210 Da
r )( e F ChemSpider ID 23955753
F F O

TAG

v More detalls:

Properties  Searches  Spectra VWendors  Arficles More ~

Mames and Synonyms

Validated by Experts, Validated by Users, Non-Validated, Remavadby Usars -
EDIT

22 33,4 4-Hexafluor-4-{trifluormethoxy)butansaure [Sorman) [ACDAURAC Name)

2,2 33,4 4-Hexafluocro-4-{trifluoromethoxy)butanoic acid /4 C L/ LPAC Mame]

863090895 [N

Acide 2,2,3,3,4 4-hexafluoro-4-{triflucrométhoxy)butanoique [Fronch) [ACDAUPAC Names]
Butanoic acid, 2,2,3,3,4,4-hexafluoro-4-{triflucromethoxy)- (A C0index Namea]
Perfluoro{4-methoxybutanoic) acid

MFCDOTT84238 [WDL number]

Perfluora-4-methoxybutanoic acid

Perfluoro-4-methoxybutanoic acid (FFMOBA)
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Sending Identified Compounds to the Library WC"fe"S
[ oiro, S

Component Summary »

| l e # (y =
s"';:':" 4 Component name - Identification status ' Neutral mass (Da) Observed neutral mass (Da) Observed m/z Mass error (mDa) Mass error (ppm)  Expec... Observed RT (min) Detector counts ResponsE]
D tch Overview
21 N ; - -
PFAS HRMS Screening Workflow N-MeFOSAA Identified 570.9746 570.9742 569.9670 0.4 0.7 1397 13.78 33209 29¢
B Esieiinet Cornpamanis 22 N-MeFOSE Identified 556.9953 556.9948 616.0087 = S
0| Unobservend Companents 223 Pperfluoro(4-methoxybutanoic) acid  Identified 279.9782 279.9777 2789705 Send To Scientific Library
© Unknown Components. 224 pFBA Identified 213.9865 213.9859 2129786 Elucidate... —
© Binary Compare |25 pFBS Identified 299.9503 299.9499 298.9426 R 7.31 171448 1634
i i [ || e —s
© Common (i . " emove assignment o
Oj Referesoa thiqua = Py o — Add component comment...
& Calibration Curve chromatograms» ¢ ghA:
Channel name: 1: «278.9705 (45.5 PPM) : TOF MS* (50-1200) 3eV ESI- : Integrated : Smoothed Label components... ergy : Time 74073 «/- 0.0213 minutes
162¢6
. = 15¢6 Assign as in source fragment
i3] Perfluoro(4-methoxybutanoic) acid
’ 7.40 - View alternate assignments
R cg, 1e6
=) . -
‘| 1000001 = View component details
2
2 ses
3
B ] Copy
g 4.9905 Print » 1916.1066
S 100 20( 90 1000 1100 1200
2
£ 60000 " -0
2 Report selected components e Tene TAOTS 2/~ 00213 mimdes 2
=
] Report all
40000 g
g e
5 3 .
8 50000 ‘\' Properties...
z
G %000 | 849906
2 i
. Mass error: -0....
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Summary

= HRMS screening allows for more thorough characterization of environmental samples

= MSe data collection allows for comprehensive data collection in one injection that can be processed
and queried in many different ways without needing to re-inject

= A custom library greatly aided in the assignment of the PFAS compounds detected in the
wastewater and soil samples.

= The UNIFI software provides a set of tools to aid in the identification of potential unknown PFAS not
present in the library, using common fragments, neutral loss, and mass defect searching
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