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A.1 Kendrick JRES# (KMD)

FIF Kenderick i 5 #1 (Kenderick mass defect, KMD) XHb&4E 240747 3 H7 o
HICER R 2 5 H TUPAC #%Ui & (Normal Mass, NM) 2 [8] ) 2 F AR N &5
1 (mass defect, MD). KMD B &S A WL FR 431 TUPAC i & (measured mass) %

ek Kendrick mass (KM) (A (A.1)), KMD BIANM 5 KM ZE (A (A2)).

. Nominal mass of series
KM (series) = IUPAC massyeasured X (

) (A1)

Exact mass of series

KMD = NM — KM(series) (A2)

7E KMD Erh, HAMREIRZCEM, AREEE S RITHE RIE N5 fE R — %K

LR b ARBERT I TR E, AR (AL (A2) i series T LA CH2 (14.01565 Da). CO- (43.98983
Da). CF, (49.99681 Da). -H/A+Cl (33.96103 Da). -HABr (77.91051 Da) 4.

#l: Yu %% T HPLC-QTOF-MS F|f] CF2 W& 5B citikF &Y, 44 EPA

CompTox ¥ FE FELARTH & 1 KRR I 2 A 2 AL 59 (PFASs).

10 samplas ‘ QTOF raw data ‘
5[N>3:Inhnn'w>100‘ Peak picking ‘ 35859 peaks
Mass error < Sppm ‘ PFASs homologue analysis ‘ 3135 peaks
|
Mass defect >0.85 or <o.15‘ CF2 normalized mass defect filter ‘ 1074 peaks
|
An aseending trend of m/z vs. RT ‘ Consistent elution order filter ‘ 383 peaks
Mass error < Gppm; ART<0.1 min‘ Dimers, adducts, and isotopes filter ‘ 121 peaks
‘ PFASs Homologue list ‘ 121 peaks
- PFASs Identification }
Exact mass error < Sppm |
i difference | Level 1: 2 Level 2: 19(2
lectape ratia d = 200 ! 0(?) @ I PFASs suspect screening
Fragments masa error < 5mba |+ Layel 3: 11 Level 4: 18
ART < 0.1 min | Level 5; 57

A.1 PFAS [F] ¥ 7 Hr AN B AL ik T A ik

225 CHk: Yu Nanyang, Guo Huiwei, Jin Ling, et al. Non-target and suspect screening of per- and
polyfluoroalkyl substances in airborne particulate matter in China [J]. Environmental Science &
Technology, 2018, 52: 8205-8214
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Da). CH3;0H (32 Da) #1 CO, (44 Da)

225 CHk: Jeffrey P. LeClair, Jeffrey L. Collett, Lynn R. Mazzoleni Fragmentation Analysis of
Water-Soluble Atmospheric Organic Matter Using Ultrahigh-Resolution FT-ICR Mass Spectrometry [J].
Environmental Science & Technology, 2012, 46, 4312—4322.
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ALLE A vt (4T 1% 70 Tl SR F AR T ARMALLPSE LAY P B b ple e, e X iy — 0o i
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+  Feature mapping | *- « .;’V .

oic 1 Spectral library & in silico annotations

3 a1 . on
jl\/] ) @
A = =
) g Ob, W caman R 5 s
Dimethylbenzimidazole u, ;: camno o
CTHeNO Cameno ' 3 -
=N
~
= w0
w

CIH10N2

1-Indanonehydrazone =
| -~
i~ C11H14 >
CoH12N2
T Z N
Nodes T \% CoHIN H :
-
N NO CH | = CaHIZNZ
Rt 9.0 - 13.4 min

m/z 124.0756 - 149.1073 .

COHTN s

Edges AN Z
o

C—
0.65 Cosine score 1.00

Kl A3 PMas EA 1R 70T 3RAE

2 2% L HR: Stefano Papazian, Lisa A. D’Agostino, Ioannis Sadiktsis et al, Nontarget mass

spectrometry and in silico molecular characterization of air pollution from the Indian subcontinent [J].

Communications earth&environment, 2022, 3:35.

11



