p3p!

Anthony Gravell, Praveen Kutty
Natural Resources Wales
Llanelli Laboratory

Wales, United Kingdom

Sofia Nieto

Agilent Technologies, Inc.
Santa Clara, CA

USA

1 26l|s Accurate Mass
GC/Q-TOFL} A2 =AM 2|5t
(chemometrics)H < 0|28t
Hxo| St4QESE AlH

2=

3

riot 0|0

J

e

Agilent 7200 A|2|= GC/Q-TOF A|AEIT} Agilent Mass Profiler Profiler
Professional 2 E9J|0{2| A2 A lSt(chemometrics) =1 E AL&5H=
GC/Q-TOF 2412 CtYet mlaX2| e ST I A2 SEQA=HE
gholstn M2| ubg Fof 28 @ e HetE F=Xot= H|of| 2atE el

2
SymelLC

Agilent Technologies



CIFS T4 SEOf| EXHst= & B2 SIE2 H K2
SO HHQHEHO| EME FHSH= ool a7t ELICH

OrED2{I|/EHE 2M7|(GC/MS)E 0| &%t
H|~2| =9 8l 7|E} &E EEE 2| Untargeted 242
NIST 149t Z2 ZZX QI E| 2l0|E8{2|E AtEEtLCt.
NIST 14= 80,0007H O] &2 otgt=0] it HEEIH A
(RI) 2t2t 2 200,000 7 O|Ate| EI AMEH S oISt
UELICt O2iL, 0f SESt IZ0tET Mt ALl H|o]
E MEE 2= o2{st /I3 EZ(workflow)2| EE2 A
ot 2NN 2H|E 7HELICH2,3].

A

2 MKt o[ 22H(El) HI0|E{2Q] deconvolutiondf| 0|2
HEZ 2lo|22{2] ZM2 HHLHASE MH| AL

71 det™ol 2 I E 20| X|2t, o] WS 0|85t &
H2 ME|S7] of2{RH, £9| 2to|=2{2| fA 21t
A0 J{gLICt 1 2dsS 0|2% GC/Q-TOF
urate mass 7|s2 U2 & U= A= MES

ot TR E BEMTLOA MlSELCt.

r o 11 ot Ho
|5

ro 1>

C

4o 1o NI ot ofp ¥t 1
(o]

A

o
H

t2= mlol = B2 0|X] 2tetEo A8 288
8ff D285 accurate mass AFS =S At-A|ZHH|H
AZHEAMT|(Q-TOF MS)E AHE 3t untargeted =t
targeted 2412 AgSt MER HZ2HS MAlSL|CH
g0} OfL|2}, Agilent MPP(Mass Profiler Profiler
Professional) 2ZE 0| E 0| 8% AZEMalst7 |22
o X2 5 2FEEH EXE | ot A
23t Ho[E sHAfofl ArSfLICE

>I20|0
oo n
25

2 A= Agilent 7200 Al2|= GC/Q-TOF A| A&}
Agilent 7890B GC A|2RIS ArESIRAGLICE 717 Z=AR2
12t Z5LIC

EE Agilent DB-5 MS Ultra Inert,
30mx0.25mm, 0.25pm film
(p/n 122-5532U1)

U TuL

2g| 10:1

BEE/HIEE FUF RE 300°C

EL- Tz 70°COllM 2272t {X

25°C/222 160°CTX| $2
3°C/22E 205°CTHX| 52

8°C/ERZE 280°CTIHX| =2, 7.522 R4
40°C/22 2 325°CTIHX| 2, 222 |X|

24t ItA s, 1.5mL/E 48 f
0|& 2tQl(Transfer line) 2= 300°C

Ms =

0|23t 2 El

LA 2L 280°C

MBI 22 150°C

g e 50 ~ 600m/z

A2 FXz|

= HE LA MK 2|E Ml ROIAM 1ALt X T 4
ANZE HEN 2N =TSt SLICEH 570 L= B2 2t
H|2EO| £|F |4, 14 H A 22} HIE A B E
dichloromethaneQ 2 F£510] M2 4O Z 5FtL|Ct.
F& ®™ 2tz A 20| LHREEZEZZQ! deuterated
phenanthrene(D,,)2 &7tetL|Ct.



HIOlE X2| & SA 24

HlO|E{ = Agilent MassHunter Quantitative Analysis 2
T EQo{(HH B.07)2 Unknowns Analysis 2ZEQ|0{E
0|23%t0{ I 20tET2HT| deconvolutionstH M, 1 CHS
Oll= NIST 14 Z2F AWE> 2to|E2{2(2} H|wdto] &-
HOZ 3tgtES AEYLICE MassHunter Quality
Analysis 2ZE9|0{(H{™ B.07)2| accurate mass =&
0|85t0] MHE StEAQHERS F7t SQletL|CE AEst
MEOA =ftolo] Hest Ch2f 200712 FHE = QEEH
M EE MEiStD MassHunter Quantitative Analysis

Arg3st0] BHE 2k (semiquantitation) BfL|C}.
O|=, Mak 24 Z0E 7t CHHE S 7| X2l Mass

Profiler Profiler Professional(MPP, HH™ 13)Z X{2|5t04
HMe 2 SFHSH e HatE gelgiL|ct J% 12

B = |
Hiolef 24 A3 EZ9 e YLICt

EI‘OIEE1EI ?:‘.'A_‘“
MPPZ _ T EPEES _ Deconvolution@ 2
Mzist MPPE ELji7| Ef2l M

Jg 1. Lol 24 Y3IEZ

23t 2 E9f

A 20tE2HI| deconvolution, 20| E2{2]

Z M 8l accurate mass 249l

I Z0tE 24T deconvolution} NIST 2t0|E2{2| 24 A
2 0|88l ZtZtof A|=0llM 2F 600712 22 HHEHo=
AHSIL|ICHOE 2). oietE A2 Yoo HEF HE, 2
S accurate mass & &2} Molecular Formula
Generator(MFG)E E &St MassHunter accurate mass
EFE 0|85 F7I2 2lgL|Ch(aR 3). 4ot 2
Hetr ot U2 Sl A EXH| @Xt= ZEHel 2t 2ol
2 O0[tA| LICHE 2). HIO|H= LR BESEE HE
2l(normalized)E I|3 HAE S AFE3H0{| MassHunter
Quantity Analysis 2ZEQ{Z F7} A2|gL|Ct.

File Edit \View Anahyze Method FRepot  Tock Help

0 b G2 | (D Anabmed | AN Taiger Mon-Taget [Hit| Hon-tin [Besthix
Samgles ~ & % [Chomalogram

w Pl Howr G W " [GFETGFETD)

£ w0t
GFE_1 wal ez [|E 18
ere2 29 w|_ b
GFE ww| s 1
ape_2 we| sm| || o
GPE3
4

|GFE2D
|GFE3D
|BPE_20
|Gre_30

90030
139751
161871

s

01128

09443

122473
38

s872
Fo )
8964

01 59 -
an | v

oo
=a
A BBA1
AT
m
047

92859

- 30X -

Components
Goreonst . Corpound Name

-
-
-
3
]

W00 1600 1300 20

b Bext ”

"W

21,2814
268509
B
4507

G114

-
& : 5 =
i3 £
800 W00 X200 W00 26 3800
Acguisition Time (mis)

191444
192657
19.2358

Cyelopertaisldbeniop...
1-Hexadecancl

153518 | Ouinobne:Tcarbanyic »...
153335 | Benzere. 1.1 1" paendi

I e |

19,7755 | Tetmlin, Gaceiyl-Biacor. .

2 &
67 i
L1k ] ]
s i
4
s
@27

C ot RT: 19.5007
£ 02

Spastrum
[Componant AT 18.5007312079059

2180136

19,8152 | Peridne, 5,10-chydre-
Benzere, dchion-142....
Dimantine:

Fhcet] fethyl-1. 148
S{mbicyoald. . Than...

En
24| &
" a6
(2% i

i
=
s |
b
R

2lhborandine-Suffoni
13-Tetradeca-114m-1-4

E5E E
EHIS

\s
Pequisition Time imin)

1855

MEYBH 20 Cff2t deconvolution 0/20] HA[E/LICL. B5% 2h2 I|3 B JIM H=oF 22

2rolsh + 9l0] 3petE 9| AlE S F&LICH 0| 32 triclosan)



(G4 Compound List x
Best V- Name 7 Formula W8 Score¥ W Mass ¥ Mass (Tat) ¥+ Mass (DB) -5, Difl (ppm) ¥ [Diff (abs. ppm) W& Diff (mDa) ¥+ RT ¥ RT (Tg) ¥+ RT Dif ¥4
8 & | C18H260 8531| 258187 | 145 145 037 | [
Species T8 lon Formula T8 miz 78 Height V8 Score (MFG) 78 Score (MS) W8 Score (mass) W8 Score (iso. abund) W8 Score (iso. spacing) 78
e | M| CIBH260| 258.19. 38862 23| 8.31| 58.48| 8485 47.48|
mz V& miz (Calc) ¥ Diff (ppm) ¥ Diff (mDa) W+ Height 78 Height (Calc) 7 -=}iHeight % W+ Height % (Calc) ¥+ Height Sum % 7+ Height Sum® (Calc) V=
| 255.]831| 258.19?8| -1.I| -03 33552| 28584 2 100| 100 B34| a5 El
[ 28202  zsez0m2| 39| 08 7638 7641 189 158 166 165 -
Best V& Name ¥+ Formula W4 Score¥ W8 Mass V8 Mass (Tgf) ¥4 Mass (DB) ¥+ Diff (ppm) W8 Diff (abs. ppm) ¥ & Diff (mDa) ¥4 RT ¥+ RT (Tgt) W& RT Diff w4
@ o C17H260 8439| 2462027 ' 1752 1752 431
=23 - Cl8H120 B366| 2440932 -18.14 1814 -4.43
@/ | C17H230 FIFERES -443 443 -1.08
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p-Dichlorobenzene CgH,Cl, 145.9684 145.9685 -0.69 0.3
1,2,4-Trithiolane C,H,S; 123.9469 123.947 -0.81 -0.7
2,6-Dichlorophenol CgH,CI,0  161.963 161.9634 -2.47 -1.2
Benzothiazole C;HgNS 135.0142 135.0137 3.70 -0.1
3,5-Dichloroaniline CgHsCI,N - 160.9795 160.9794 0.62 0.8
Chloroxylenol CgHyCIO 156.0336 156.0336 -0.30 0.7
5-Methylbenzotriazole C,H;N4 133.0636 133.0634 1.00 0.9
2,3,4-Trichloroaniline CgH,CIsN  194.9404 194.9404 0.02 -1.5
4-Methyl-1H-benzotriazole CoH,N, 133.0634 133.0634 -0.20 -0.5
Crotamiton Cy3H;,NO 203131 203.1305 2.46 22
Benzophenone Cy3H100 182.0733 182.0726 3.84 0.1
Tonalide (ANTH) CygH260 258.1981 258.1978 1.16 0.1
) 1.44 0.76
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