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e 40°C

HEE 5L

Elpug oty 6°C

HEHER O (100% BEE) 57

GiEILE A) 0.1% FRERIKAR
B) 0.1% FRERRYEREZIAR

TR 0.5 mL/min

BEE 2BEF MS/MS EENRA* LT E A%
BfiE) (min) %B BYial (min) %B
0.0 40 0.0 20
3.0 60 1.0 20
40 60 7.0 40
4.1 40 8.0 95
5.0 40 10.0 95
{Z1EA/E]: 5.0 min 11.0 20

[GiE178YiE]: 0.5 min

{Z1EBFIE]: 12.0 min

£ 2.Q-TOF %%
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BRREMH

FIgsBE 250 °C

Figs (&S) wRE 11 L/min

ZHESE (BR) ENH 40 psig

HRRE 200 °C

BEMRE 11 L/min

EMEBRE 2500 V

M BB 500 V

HREBE 120V

HFLEBE 40V

Oct 1 RF Vpp 700 V

RERE/BE] 5 BRI E/#)

ShRE 64.0158 #N 922.0098
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MassProfiler 45E S 45
D  9FR B RT BREH *E QfF91E  Log2 (A1/A2) KK ERFD
1 Cy5H5C10, 8.4 257.0942 4664291 100 7.86 A 100
2 CeHsCIN LSRR 1.61 127.0192 1480334 100 6.51 A 100
3 C;H,C1,0, 0.34 140.9516 592521 100 3.89 1A 99.9
4 CgH,CIN,0 1.13 212.0464 551298 100 6.48 i 100
5 CgH,N,0,8 0.37 181.9781 543519 100 5.4 i3 99.9
6 CoHyoNS, 462 205.098 456724 100 16 +iE 100
7 C;H,NO,S 0.49 171.9698 429576 100 4.89 1A 100
8 C¢HysCIN,0S 747 258.1016 299708 100 5.68 1A 100
9 CysHisNO 7.46 259.1006 186491 100 6.35 i 100
10 CyHNO 77 258.0938 184274 100 16 i3 100




BEEESHECSYNRIASE
E57Hh

FAANRENBIBIERBIEXE
FEX 4-[ARRFHITEAFRIANE S
DiT. FELAYIEFRIEIBIFERBE R
& (£8F MS/MS) /1, ENRKE
T MS # MS/MS 8. FIAMAK
EYEIEESEE (PCDL)  MS/MS
EENEREF, NSEEBETIRE
NEFBEEER, SREEBEFR
SHNEEFHNRNEFEIEER (EIC)
5%%%?+?%?HCE%,M&
BHEHRHES (Bb5) ., BEFHHKR
—%*KMHIEEE“%LX&%‘%%D?%
FREREXT 4-[ERRHITHIN &
MS/MS EEN=MAEEEF AT
L-R]KRE, HYERBFEESEE
MS 7. FRZREESEMNES
BTFHEEBRTFEERNA %

8 A 1004 I - EIC(128.0262, 120....
7 [ +EIC-Fragis3.0573)
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BEMNEERABFURKENSE
R REBETE. BEF. BAEBF.
hittEREE BT EE S HZE MassHunter
EEAMRELUSEEESNAE,
WE 6 Fim. BERENBEFRATS
FIEEEFHL, moaEREMNRHE
BRBEFUREEMS T,

SLHIRERET 3 1M EEZR (0.1-300 ng/mL)
&% (B7) . EERBERR
RS 6545 FHITROEMIEE, Lthoh, B
F 4 EAEXRNRELFEFAERRE
3, FEIERA Swarm EEHEEHITR
FRE %K (50-250 m/z) B, RS
RS ITERTFIIER 29 ng/mL, H

ERNEESELEYIEE RS 0.05% 1Y
RER. =1 mg FATBHET 10 mLA
TRET, 0.05% BIFREER{YEZNEZR
BEE5S0ng/mL, AL, EASHA
EEEERERK L0, ANHARPF
KW ERCMREEF 1 ng/mL BY

A
ID Techniques &pplied &
= FBF-FragConfim$
Best = Mame +# Fomula = mfz 8 Mass = Mass(Tat) &= Diff [ppm] 4 Score [Tgt) = Score [RT] 4 Species = MNotes 4
wo|® | #-chloaniine| CEHBCIN| 128.0253| 127.0187|  127.0189 1.25| 92.31 59.91|  (M+H)+| targeted_1.d
m/z +  Coelution Score = CE ®  Flagz(Fls) = Height = Compound Hame = RT 4= RT Diff & SHRE =
33.0573 996 20 Qualified | 663476 4-chloraniline| 0.991 0.005 925
75.0229 97.6 20 Qualified | 5172.2 4-chloraniline| 0.991 0.005 95
110.9936 99.3 20 Qualified . 111063 4-chloraniline| 1.002 0.005 137
B
ansrss ‘,
E Sample
Mame D ata File Type | Level Acq, Method File Acqg, Date-Time
[ sample | L14-003.d | cal |14 | Chloroaniline_all.. | 12/3/2014 2:15..
Quantifier
MNarme TS Transition Scan Type Precursar lon Froduct lon Uncertainty
OB A 4-chloraniline 1280262 Relative
Qualifier
Frecursor lon Product lon | Tranzition Fel Resp. Calligion Ernergy Uncertainty Arma Sum
[ 0.0000] 110,9996| 110,9996 | EE]| | 200] [7]
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BEF MS/MS £3E5 Agilent MassHunter
Mass Profiler X (7.0 hit) HV&S,
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EEEER. TEREPEEEFER
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F MS/MS HERBATFRERESE
BFEMEF. XHEBXBIRK
EYHITEED . EFAXTIZA
IBRYMIRNEE G 4-RERRBYR
EE£979 29 ng/mL 5§ 0.02% (9 #frekis
SEE7 0.1-300 ng/mL) » ZIIERIZ
AER—MEMAGMERDTHE,
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o
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1. EMA Guidance on the limits of
genotoxic impurities, EMEA/CHMP/
QWP/251344/2006 http://www.ema.
europa.eu/docs/en_GB/document_
library/Scientific_guideline/2009/09/
W(C500002903.pdf
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