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: [ Method Explorer: Defaultm x ||} [Ef Method Editor: Find Compounds by Integration X ||¢ yl1 MS Spectrum Results x
E e ~||i (® Find Compounds by Integration ~| (3} | ) - 04 -| Methodltems~ | (= Wi & & 3 |Q F] #/ & | Nl & 2 v\ o !
Adust Delay Time | Peak Spectum Bdraction | Charge State | Resuts ||| x10% +El Scan (rt: 5.558-5.585, 5.598-5802 min, 7 scans) MSD_mix_dstds D *
A Iniegrtor | Peakfites | O Edraction | Exclude Massfes) | - EA
Integrator selection - 15 E
¥ Reports [ms/ms 50) ~a 1 20
= Find Compounds L 05 l e {
b E 0- bk, P S Sy i
E N R, : 104 [+B1 Scan (r: 2.041-2.044, 2.088-2.091 min, 4 scans) MSD_mix_4stds_D..
Find by MAM This is @ parameter less integrator. i

.

50 100

150 200 250 300 350 400 450 500 550 600

Counts vs. Mass-to-Charge (miz)

39 ZRMSEHER
5 XHAHHEH-

a BEHH>

b RAEEREFERR, BERE.

¢ BixH.

KBRS -

© MREREFX
N RER“ES 18 IRTFER"

e ot

R, BFELE
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57



2

58

T FRF

E516. BIBR MRS TRAERLEY

AlE “HTE B MS/MS” B FR I LC/MS Bu¥i ek E T H ks &9t
Frifiih. fE LC/Q-TOF (X #%rh, X &Ml rE 2 48 4 NASRIREE BE 2 (WA B k4T
KAESZHL o U T B RERE e O VL 20 V 140 V., 0 V il BIH Ak & “A%
REEEIE” , EEEE RIS YRR E T, 120 V A 40 V S KB
& CRRBEEIE Y, EARRTE I e T A S IR R . Rk, AR
Sy “FiE T MS/MS” . WJ{E LC/TOF X #% AT scsy, BI7E 2 4 4 %
R s 2 [AIAS AT SR4E (fltn, 125 V. 200V #1275 V) o X T “AfeEiE
B, P BCE R U CURE e K 2 B A S R A S IR N AR, T
REIEE” O SR P AL S IR RE B . AT 2 e R IE PR AN
& Wka e T RIRE

31T GC/Q-TOF EI i, T LIEATREH WA, SEBRAE AR T LR T
SR RSB o (B, SRR, KSR, e A
BT, P, T S TR T A AL, S AR £ A 2 (1A
ELMS OB “n” ANFTE T CIRSCHEE me SRR B T D]
LA SR o AE, SEUERS R 0 bR ORI T O ) 1o 0
B TS T, JPONE B RREIIEIIR, AR, ERAR RT AL
AL WS AN TR o SHB TR TR F (R
7E) AR SERLASY TR T o SEAMITAS I ST CLI LI OB . i S
PO BBRINES FBORA b T IR, WA R A

R “ARREREIE” A AW I AT el T AT s g AR, R R] X
LC/MS H il F B F AR, FERXFMEI T, A nFEriES 5
T TR R RERIEIE P RS T ARIAR T T

Agilent MassHunter Workstation 3% - E1£44#7 GC/MS N[ 13ERE



TEFTA G OL MR AR “ OB M RE R
T FFRIEFA I o A T AR

2516 BEERBIMZD FRERLEY

TR 2

[EARTYI e il N (e

TR EAT L]

i

1 3T Tomato_spiked.D EBXF a MRIEHITHERF, BEWNEH
B9 TIC. MassHunter B EFR.

B > FTFEE

b i GCMS 3 RFIRFIEIE T
432 Fh Y Tomato_spiked.d £1E
X

c BERARERBIESIRIEH AT
17F.

=,

i /\ Chromalogram Results -
i

i e 3 QB WAl e 2 x[H]E AR LR % R B S M =

108 |+EI TIC Scan Tomato_spiked.D
14

5 6 7 8 9 10 1112 13 14 15 16 17 131920212232425282 23 29 30 31 32 33 34 35 36 37 38 39 40
Time (i

40 Tomato_spiked.d 1By TIC & iL[E

2 BREAPFEUALEGC iE. - ZBE L2 IER “EI52 KEEE
AT GC/MS KiEeI A P R E” Hi
A I TIRIE.

3 @M a BEHFAE>TH.
GCQTOF_Pesticide_Example.m b %% GCQTOF Pesticide Example.m
FiEXH. FEFBEHITH

4 BHEREHN a MNIEXRS8d, BHAL>
iii_GCQTOF_Pesticide_Example.m, BEA.

Hep “i” BIENEZ2EFE b #A
95, iii_GCQOTOF_Pesticide_Example.m.
¢ BEHREFRHE.

- FEE,

- 7EALIE GC/000 #UER, ATLUE

R “E#H” TIERE.

+ 7ERLTE GC/Q-TOF #ERT, aJLUE

A “®EM” TIERES “GC/QTOF
HEMHE” TIERE.

© WHEREE

\\MassHunter\methods\B.07.00
XHEP.

c MREFARFENEIEM

Ee=fl, WALHZRE.

REREN, SSBIE
TRAMAZRAARTEEE
EUHER=ARIEK.

Agilent MassHunter Workstation ¥4 - ZE1£4 %1 GC/MS \[J4E5F3
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2 ETHARF

£% 16

BEERHINRS TFRERLSY

EZ

LR AA

iR

5 HINRS FRERUSYH
2%.

T “HFEEER a0, mER
SFRERUEY > BHFRE
BHSFRRRET .

i Database/Library.

J£3% PCDL 3K iy
Pesticide_Example.cdb L%,
BESFREEETF.

STATHERY m/z SEIEXIER (ppm), FF
WEE.

A BRE EIC IREGEE EIiL1E, i%
BX#R, BN 1.0 EATHRE
Bt i)

- H[7E GC/Q-TOF El ¥R x biE
T “9TFREH” (FbF) Bk,
WA LM “Ff BB+ MS/MS”
1t R E B LC/MS BUE 4
ERLLEL.

- XEFEEERRAAERIRE.

« NTETHERY m/z JEE BY{E AT REEUR
FHERESS BEER LT EWNE
HERPEITRES .

: 57 Method Editor: Find Compounds by Formula - Options x
| MethodItems - | (2. 3§

5] Method Editor: Find Compounds by Formula - Options x

i (B Find Compounds by Formula | ¢} | ¥ ~ o i () Find Compounds by Formula | (G} | ¥ - (4 -| Methodtems - | (= g

(type a comma-separated list of formulas, e.g., "CEHB, CH4")

*) Compound exchange file {.CEF):

@ Database / Library
D:\MassHunter\PCDL\Pesticide_Example.cdb

=

Worklist

Matches performula
Maximum number of matches 1

increase for

Values to match
%) Mass
©) Mass and retention fime (retention ime opfional)

Mass and retention time (retention time required)

Expansion of values for chromatogram exiraction

Pessitle méz: [Symmetic pm)»|

[¥] Limit EIC extraction range

+- 30 -

Expected retention time:

Symmetic  *

| Scoing | Resuts |  Resutfites |  Fragmeni Confimation | | Scoing | Resuts |  Resutfites |  Fregment Confimation |
Formuia Source | Fommua Maiching |  Postivelons | Negalive lons | FomuaSouce | Femuia Matching Posiive lons | Negative lons |
Source of fomulas to confim Match olerancs
*) These formulas Masses +- 1000 pom -
C13H100
Retention times +[- 0350 minutes

# 4

60

BHERETF.

R RERARTRO L &

JEFIREL EIC FIIR N B BIEE R
A,

BHERSESIET .

‘R A RS FRERLEY
SiEiE.
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BEERHINRS TFRERLSY

EHIRA 2

LR AA

iR

} [ Methed Editor: Find Compeunds by Formula - Options
i (b) Find Compounds by Formula ~| G} | ¥} - 4 | Methodtems - | (= 3§

x

| FomuaSource | FomuaMatching [  Postivelons | Negative lons

Scoing |  Pesuts | Resutfites |  Fragment Confimation

Previous results

V] Delete previous compounds

New resulis
@ Highlight first compound
*) Highlight all compounds

Chromatograms and spectra

7] Extract EIC

[¥] Extract cleaned spectrum [] Include structure:

[T Extract raw spectrum

Symmetric /2 +- (50000

[C] Extract MS/MS spectrum

Precursor tolerance: +/-[20.00 ppm

42 “4#RHFREK - E”
m
n
)

p

Agilent MassHunter Workstation ¥4 - ZE1£4 %1 GC/MS \[J4E5F3

BERRBIMETF.
EREER BTN
kA FEFAE.

BHUERRERE, MREEPR

BEETHREEN 7.
WFREEEZE, #Ao0.2,

{ [ Method Editor: Find Compounds by Formula - Oplions x
: () Find Compounds by Formula =| (3} | €3 ~ 04 | Methodltems - | (= 3§

| FomnuaSouce | FomnuaMstching | Postivelons |  Negaivelons |
Scoing | Resuts Fiesuik Fitere e
Unmatched formuas

[#] Only generate compounds for matched formulas

Matching criteria
Low score matches

Matches for which the averall score is low
[@] Wan if scareis < B0

[#] De not match if score is < 7000

Single ion matches

Matches for which only a single evidence ion is observed. but a second
evidence ion of significant abundance is predicted from the formulz

\wlarn if the (unobserved) second ion's > 5000
7] abundance is expected to be
i Do not match if the (unobserved) second > 20000

ion's abundance is expected to be

o G R T R AR T EFETF

« ¥F GC/Q-TOF #iE, EHHFEH
FHNHE S IEE.

- BYHEME, BERPITEN
BEMMEEEMMS; BR,
BAMBTHESSHEREZ
TR K.

- BiIREREZNTEER 0.1
202. ZERAUHSEETH
REEHEZEBHE. “EED
i EFEENEESEET

61



2 ETHRFRF

2% 16 BEFRBIMRD FRERLEY
EZ EARIEA it i

r ARERRIEEIRIE © WMRIEPERRIEEIRIE, WAEM
s A 70 (EARREHES - RIBMERY AT REME R S (AR ELE
t BEEMBRETHSMMEFE K.
A 1o c BUEEIREN 1 E 3. REA
FERNTEMNRR: SEET
MEMBT.
{ [ Method Editor: Find Compounds by Formula - Options x

i (b} Find Compounds by Formula ~| £} | ) ~ (4 | Method Items - | (= 33

| FomuaSouce |  FomuaMatching | Pesivelons [ Hegativelons |
| Scoing |  Resits |  ResutPites |  Fragment Confimation

Search fragmert ions

7] Confirm with fragment ions

] Molecular ion optional
Fragment ion souroe

@ Use spectral library only

*) Use average fragment spectrum if spectral library nct available

Number of most specific
rary

min. of expected RT

Fragmert ion confimation criteria

number of qualified fragments 1

) Minimum percent of qualified fragments

B 43 “RHoFREK - EB BOFHERBINETF

6 EITRATFRAERNLEY < BE (p) UEMKEXHEITRS - “EESN BEFEXLSHE
B FRERUSWES. THEIT 5 MILEY.
© BEHEER > BOTRAEREESY. - REEGEATFPHERE

1 REFLTE. © BREBLT=#MAX B —fRESF

Tk
$$H%ﬁﬁ%¢%ﬁﬁli
FIEERR .
ERBEERER A
FRHREFRE.
MIESRER, BHAE>
®E-
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EHIRA 2

£5 16 @I HINRD FRERLEY

EZ LR AA P 2

8 MELKEY. BENE M L a BHETHEEFH - iEE LEYIIR” BOHRYL
E"]. 36, EE Compound Details View o é%ré! 3{%7:1_:%?}'?.4334]%11@”@
b WRAWR, BXAFZRERNST OPRTRER.
FEERETO. c BXEAMER, FSREN
¢ E “UEYIIRT AOF, A%E  #HE.
HEMROERIIRE, AL - EFAEIEONEHRESR.
& MIEREY” .
d B “HE9M5R" §OHaikRc
(EfLEW) TIBRIRRESIL.

Agilent MassHunter Qualitative Analysis B.07.00 - pfh_GCQTOF_Pesticide_Examplem E==EeE <)
i File Edit View Find Identify Method Wizards Configuration Tools Help

== =R A S R @.f_\\ {IH& I Navigator View |[E] Compound Details View
x -

@Comwundhn Results: Cpd 1: 3.5-Di x

§ 4 Automatically Show Columns | 14| Gt 5¢1| 5 @&y i ) Automaticall Show Columns | P51 G S8 G &2 ) @ @ ) o e |[oxe]
Label TR Flags (Ta) T+ Formula ¥ D Techniques Applied &
[EITS Cpd 1 35-Dichloroaniline CBH5 CI2 N || IS FBF-FragConfirm
Cpd  Chiorpropham fifaliiod| CI0HIZANOZ Best 4 Name &  Formula 4 miz 7 8 Mass -8 Mass (Tgf) 4 Diff (ppm) & Score (Tgf) & RT 4 RT (Tgti+ RT Diff & Score (RT)
Crdi3 Dichionvos pitaied| [CHHICPOLE o [§ | 35Dic| CEH5CIZN| 1609791 1609797 1609799 153 2292 8643 8595|0054 )
Cpd & Fitimicarb Qualified| C11HIBN&02 - - -
Cpd 5: Flutolanil Qualified| CITHI6F2INO2 miz A Species ﬂ. Hé\gﬂﬂl Score (MS) {I‘ Score (mass) ¥ Score . abund) ¥ Score (is
| 1608781 M+| 751004 99,1 99.25| 9842 |
mz 8 CE®|FV = Coely c® Flags(Fls) ® Height + SNR= RT 4 RT Diff# Compound Name =
160.9734 100| Reference ion| 158296.9 8643 0| 3.5-Dichloroaniline
162976 994]  Gualiied| 1057148 8643 0| 3.5 Dichloroaniline
1649732 971 Qualified| 182378 8656]  0007| 35-Dichloroaniline
1260105 908]  Qualifed|  27043| 8648 0| 35-Dichloroaniline
1618817 97| Qualified] 136523 8653] 0003 35-Dichloroaniline
1339681 95]  Qualiied] 14644 8653] 0003 35-Dichloroaniline
98939 93] Qualied| 291376 8656] 0007 35Dichloroaniline
vl I, ] r
||} €] Compound MS Spectrum Results x
(2o 218 @l s[a]a][n]Lk]% % Bl s Mines .\aug,. P2 e 218 A&l aln]]e nl = Sk
25 = - x10¢ [Cpd 1: 35-Dichloroaniline: + FBF Spectrum (rt: 8.626-8.706 min) Tomato_spiked.D Subtra.
2 =+ & 1625761
15 [~ & [CEHSCIZH]-
1 ==
o . 4 161.9220 162.9781 IEA7AT
. = 2 [CEHBCI2N}+ [Chreaa.  [CBHECIRM
85 .52 8.54 856 858 66 862 664 B.66 BEB 87 872 874 876 8.8 B8 B.52 834 866 B.h 04a - L - L - 2 - u - .
Counts vs. Acquisition Time (min) 1 1eis 2 1625 63 1635 184 ks 165 1855 166
Counts vs. Mass-to-Charge (miz)
0
= ==
5 = L) x
= R e £ N e P e = A
e %105 [Cpd 1: 3,5-Dichloroaniline: +£I Cleaned-Hight Scan (rt: 8.606-8.780 min) Temato_spiked D
1 = 160 9734
= 3 H5EI2 [
05 0 | T
x104 [Cpd 1: 15-Dichloroaniline: +E1 HighE Scan {rt: 8.606-8.730 min, 56 scans) Tomato_spiked
[C6HE 12 Nj+ 281.0508
°‘ UJ .m Hm.'f X
85 852 854 856 858 86 8.62 8B4 B.66 BES 87 872 874 876 873 28 882 234 2.36 828 160 200 250 300 3% 4bo 450 sko  sE0
Ratio Fragment lon/Precursor lon vs. Acquisition Time (min) Caunts vs. Mass-to-Charge (miz)

BERRRINERERS FTRERER

Agilent MassHunter Workstation X% - E1$4 47 GC/MS A\ | J45E8 63



2 ETHRFRF

£5 16 @I HINRD FRERLEY

EZ LR AA P 2

e BHIMEMETLBESL “UEWT - KROE-RERESITHR
R PMLEY, TRRE—1 HRIEZHEHERES.

wEm. - B2 (ER) BETATHEE
f 0L “UEMRANER” GOFR ZESMEINSH. AAEKED
=8 DTBTHRBRZS TAER

g BF + BRRARN—ARA. B SREFTERZIT.
FRORANE, EFREEA - Bir. « ESENRERERFSFREHR
nmHES. TRRETEMER

= =
BTEM.
: % Compound Identification Resulis: Cpd 1: 3.5-Dichloroaniline
Automatically Show Columns | PR | Gl S | 5 6 | @ &% | 5 S |
ID Technigues Applied &
=) FBF-FragConfirm
: Best &+ Mame = Formula + ID Source + Mass + Mass (DB) = Mass (Tgt) 8 miz # & Diff (ppm) 4 Score (Tgt) = RT & RT(1
# | 35Dichloroaniline| C6H5CI2N| FBF-FragConfirm| 160.9787)  160.9799|  160.9799| 160.9791| 1.53| 92.92| 8649
miz 4 Species B Height 8 Score (MS) 4 Score (mass) 8 Score (iso. abund) 8 Score (iso. spacing) 8

f | 1609791 M+| 751004 99.1| 99.25| ' 98.42| 99.6|

miz  # CE-R FV 4 Coelution Score = Flags(Fls) = Height ® SNR+ RT -+ RT Diff # Compound Name =

160.9794 100| Referenceion| 158296.9 8649 0| 3.5-Dichloroaniline
162.976 994 Qualified| 105714.8 8.649 0| 3.5-Dichloroaniline
164.9734 97.1 Qualified| 18237.8 8.656 0.007| 3.5-Dichloroaniline
126.0105 90.9 Qualified 27048 8649 0| 3.5-Dichloroaniline
161.9817 97 Qualified| 136923 8.653 0.003| 3.5-Dichloroaniline
133.9681 96.5 Qualified 14644 8.653 0.003| 3.5-Dichloroaniline
98.9996 9.3 Qualified| 291376 8.656 0.007| 3.5-Dichloroaniline

J 4| i
45 “UEMIRANER” A0
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£5 16 @I HINRD FRERLEY

EHIRA 2

SR B4R LB 2
h A CUAMERESR WOFE - UANEEESR WORT
BGR. SIRABTHENETIRE.

i WA CHIRHEE” EEAR.
i WMIABEEEEM. TEEFHE
FHRIRE N TR:

c BRETHELEE, EETER
BTSUHEMLREMERIEE
E. ATETS%, BER—%F
yEATHEL. BEX1RTE
MBEFEE52EBTRIEE
iR, BEELEREIR 1, KA
EMBTEXEMSSEET
FH

f.}.' Compound Chromatogram Resulis

i 2o 119 @ s[a]a]s]e %)% % B e Mines =

| !
254 b /=
Sl BAMERETHSEETH =
15 @,iﬂﬁﬁ [ +EIC-Frag(162.9780) ...
7id [ +EIC-Frag(164.8734) ...
054 +EIC-Frag(126.
0 | [ +EIC-Frag(
| i [l iFIC.F=o
B43 85 BA52 B854 856 B58 B6 B62 864 866 868 87 B72 B/4 8/6 B/B 88 882 8B4 BB6 888
Counts vs. Acquisition Time (min)
10 [ +EIC-Frag(180.5754) ...
5 [ +EIC-Frag(162.5760) ...
R ] 3 [ +EIC-Frag(164.5734) ...
I E i el
| —
1 —
—
0.5
01
B43 85 B52 B54 856 B58 86 B62 864 866 868 87 B72 B/4 8/6 B/B B8 8852 884 886 888
Ratio Fragment lon/Precursor lon vs. Acquisition Time (min)

E46 “LEMHRANER” HO

9 KAHHEH- a B> KBTI
b RTEERERFERN, BHE.

c MRERFXLLER, BEELE
R ER“ES 18 REFHER”

Agilent MassHunter Workstation ¥4 - ZE1£4 %1 GC/MS \[J4E5F3
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2 ETHARF

£55 17. AlERIEEER S FAMERIEE

AEBEES 1, 5B GO/Q-TOR Ml STt S FELIEATBU L. 25,
5T P T ) 2R

2517 AEREEE NS FRAEZRIERE

TH 4R pat =
1 $T7F a MREEITHERF, BEWEH - MRAASERBESIERIERT
MSD_mix_4stds_DB_spl200_03.d MassHunter £ 5 B R. TN, B, WEEELREXHPREE
R TR TIC, BEHH > FTHEEE . ER. XRUWATRELE RHR
b 7£ GC RGBS HR P BT BB, ESRNEN ALY “E%
MSD_mix_4stds_DB_spl200_03.d £ 18 {R7F4&R".
|t - BiAA “EM” LERE.
c AR RBIES RIEIHRE
TH.

ECHEERER EOR, BHCE
EET > “F5H (MS)” #S
LBsiy - SupiA- frddil S8

B RE.

1 AR S EAE .

LR (RIEH) SiEiE, i
A,

f BEEEE > RO IHHENER
EE.

2 o FAREIERIEE.

- I — N I —
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2517 AEREEE NS FRAEZRIERE

EHRRA 2

EZ

LR AA

iR

3 B RFREEERS T
EF REERER
B,

%ifl MS RHELR
&0

R BERIEE 48 HEIRER,
FHREEERERANS FE
AEMIRIEE.

b

—_— -

# “HEEHEE” 0G4, BEHiE
AEW > £ERSFR.

£ O“HERIESRT HO%, BEE
FRRITE, FRBEERENLTF
AR EIEE,

£ “BIRNIER HOMHARRIG
E#s ., 5B RAERILE.
BHEIRS > MRiEEIIEE RS F
K SR FEEEF 5 FRI%
(k) LUEITIZE .
MELE, BF “FRIEEIRANE
R Efr B, siBaH0NE > Rig
EiRRLEReS.

£ OFRIZELRANGER” HOH, B
T TLE# MR RYIRE.
B “BUEENRBER” wOS
“Tamiz=5l” B ().

£ ‘RN mOS, kEE
it 5.558 S HAYBIEE .

JEIZ C6 HT EARELER.
BRRUEEIZIT

KM “HEHmIER B0,

BHE “‘MS RIZESER” §OFE
REFZELAE “HFRABF
3 . AL TFRMBEFMEN
e 5RiEEER.

Agilent MassHunter Workstation 44 - E1% 441 GC/MS A[J4EE

< IRELHE m/z KR, BRI

Bk E EE £ F 2 Y E A
FZFEL. AXEAER, S
TERALABA -

- B, ATLMERAZERESRTIR

B SR B (6) A—
4FI B B B4R 1 oh 154 — TR AE .
fltn, BEUEARE EG
EARE, AIASSHITRIMARL
BiE. MBRHHK, RESE
R BRI BIR, ERATLLA S
HIEERTRRME. MBENTIR
PRI EARIRIE, WS EXHRE
BIE. MBRBE E{T
8, WRGBHITREBRIME.

- ALUBS SR T 2 RRE ST

BIITREMFIFE.

 AILUEZIENIRRRE R ET .
- ATLUBE B ERPRESRE S

HIRMBR SR M BR = R B9 5
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5 17. A RUIEEE M S FRIMERIEE

B2

LR AA P 2

Agilent MassHunter Qualitative Analysis B.07.00 - Default.m
i File Edit View Find Identify Spectra Chromatograms

Method Wizards Actions Configuration Tools Help

H= ™ W= N R | NG R 72 T Navigator View Compound Details View
i 74 Data Navigalor % ||i 14 Spectrum Identification Results: + Scan (rt 5.558-5.565 __ min) X
Sort by Data Fils ~||; Show Columns | [ | Glf S | @, &% |

SD_mix_dstds_DG_spl200_03.0

o it Best ¥+ IDSouwce VR Name T+  Fomua T+ Species T mz ¥+ Score™ Y+ Score (RT) ¥ RTDiff ¥+ Diff (ppm) ¥4 Score (Lib) T4 So™,
W - TiC Scan » [ MFG CEHT (MeH)-  BODBO7  97.17 175 =
bl s Species ¥ miz ¥+ Score (iso. abund) T+ Score (mass) Y4 Score (MFG. MSIMS) Y+ Score (MS) T+ Score (MFG)¥ ¥+ Score (iso. spacing) V8 Hei
I S e 555565 |
1l + Sean (rt. 8.044 .. min) B [(MeHe | 800607 | 100 | 94.08 | | 9797 | 9717 | 100 |33
Mﬁ+iﬂi; :;ﬁg:;g: mmi Calc) T+ Heig T4 miz (Cale) ¥ Diff (mDa) T+ Height 7+ Height % 75 Sum% TR mz T [
+ 7
T mn | 100 [ooezt |14 [3148 [0 | 100 | s00807 | 1
Best 74 IDSource V1 Name ¥4+ Formua W+ Species T4 miz ¥+ Score™ W4 Score (RT) T8 RT Diff 41 Diff (ppm) T4 Score (Lib) 74 Se
I MFG CBHT (MeH)» | 1040605 | 96.65 15.11
I MFG C4HT N202 (M+H)+ 116.059 | 96.51 -1407
= WFG CizHi3 [MsH)> | 168.1072 | 9611 148
I~ WFG CTH13N2 02 (MeH)» | 1581072 | 3424 142
I WFG C8HT (MeH)- | 116,096 | 5263 209
I WFG C3HTN202 (MeH)- | 1040605 | 9206 -nR
I MFG C7H40 (M+H)+ 105.0337 | 8833 -334
- F WFG CTH (MsH)> | 99.1167 | 8636 197 o
IEN [ ] b
/. Chromatogram Resuits |} Spectrum ldentification Results: + Scan (rt: 5.558-5565 _ min) |
[ Method Explorer: Defaultm % || 1L MS Spectrum Resulis x
G a e siaBuexlaoce 2 -/meene % k=l
Spectrum %104 [CB H7: +El Scan (1t 5.558-5.565. 5.596-5.622 min. 11 scans) MSD_mix_4stds_DG_spl200_03.0 =
78.0468
General 1 (IC6 HEl-H)+
Reports 81,0635 30860 85,1014 |
05 ([C6 HEJ+H)+ ([C8 H10}H)+ (I06 H121+H)+ 89.0389 3
Find Compounds L ‘ ‘ ‘ | (17 HeH)
o | 2 | 1 .
Find Compounds by Formula
il A %104 +El Scan (1t 8.044, 2.088-3.118 min. 11 scans) MSD_mix_stds_DG_spl200_03.D L4
I Identify Compounds. 468
1 lH)+
Search Database BB,
(IC12 HeJ=2H)+2 79.00 81.0702 #3.0855 85,1011
Search Libeary 4 o (ICE HfH)+ (IC8 HEJH)+ (IC6 HiD}H)+ (ICEH1ZIH)+ 890388
Generate Formulas | | (Ic7 H‘+H)‘
0 \ b ! . A N J | A . | L,

‘Combine Identification Results

- "

755 76 765 7/ 775 78 785 79 795 80 805 81

815 82 825 83 835 84 845 85 855 86 865 87 875 88 885 83 895
‘Counts vs. Mass-to-Charge (miz) =
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Agilent MassHunter Qualitative Analysis B.06.00 - GC_QTOF.m =
i File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help

(5 S e gl aFIEIE 9 PR [EE Al R[] 4] A s e G @ 35[0 & | 8 [F NavigatorView | B Compound Details iew

i % Data Navigator x H 7 8044 _min) Sub ”
Sort by Data Fie - Automatically Show Colurns || P | G 581 | 3 2 | @ @ \

L

= [7] MSD_mix_dstds_DG_spl200_03.D - .
5[] User Chromatograms Best 78 IDSource W8 Formula 78 Species V& miz ¥4 Score™ W8 Diff (opm) ¥ 8 Score (MFG) ¥ 5

[\ + TIC Scan =) LibSearch-MFG C12H10 154.0769 762 402 95.56
&[] User Spectra . ; . . =
[#/1lu + Sean (5,568, 5.595 min) Sub Name - Library ¥ 5 ks W Seore (Lib) W=
A Scon (0057044 i) 5 | [Bhenst_[oemol | s |
[F]1lw + Sean (3.203 ... min) Sub Species Y- miz T+ Score(iso
[Z1lu + Sean (3.979-8.963 ... min) Sub

] »

abund) ¥+ Score (mass) W+ Score (MFG, MS/MS) W+ Score (MS) ¥4 Score (MFG) ¥ 7+ Score (iso. spacing) 7+ Abu

B = \ M+ | 154 0788 | 5812 \ 9542 \ 8556 95.56 928 197
& Height (Calc) 7R Height S Calc) ¥R Heig Calc) ¥ # miz (Calc) ¥# Diff (mDa) T+ Height ¥ Height %2 7+ HeightSum % ¥+ miz W+ D
0 137588 87.8 100 154.0777 0 193304 | 100 862 154.0769 | 5.
25872 115 131 155.0811 0 27663 | 143 123 155.0811 | -C
1555 07 [ 156.0845 24 2% 15 13 1560869 | -1
57 0 0 157.0879 a7 546 03 02 157.0916 | 2
Best ¥4 IDSource W4 Formula 7+ Species V8 miz V-8 Score¥ ¥+ Diff (ppm) 78 Score (MFG) 74 2
<L : : : . : [T : : . b
7\ Chromatogram Results |} Specirum Idenification Results: + Scan (8.037-8.044 . min) Sub |
i 1[) MS Spectrum Resulis X
; [£+ Method Explorer: GC_QTOF.m x|z e QB C&aloc 1z [m]o]R m[F]% R ml el
GC/Q-TOF Compound Screening A “|| =104 |Biphenyl: +El Scan (2.037-8.044, 8.082-8.118 min, 13 Scans) MSD_mix_4stds_DG_spl200_03.D Sublract i
22
Chromatogram A o
'+ Spectrum 18
14| General 16
1 14 s £
5
Reports : 12
Find Compounds 1
Find Compounds by Formula A o8
06 76,0311
= Identify Compounds o [CEHes 1
Search Unit Mass Library | 02 \ ] 207.0311 2530146 331.0601
Generate Formulas Y 0 Uit Lk Bl T R I o PN

60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580
Counts vs. Mass-to-Charge (mz) e

T Spectral Difference Results: + Scan (8.037 8044 _ min) Sub ]| MS Spectrum Results

48 HERRERIAE—MEREEEARS TR

6 £ “MSIE1” HOHPEESN a RENE>MS RiEEETIR1. - BAETFURBETE “MS &
FEERER. b AREEHIEST Fm/ MR . EESER” @OH.
¢ BWIERRTEE 49 hHFERTRE - BTREAURSFET. BhA
THIFIRH. BYX=TH. WREBRET,
d IREFEBIIHEF. W “ERSFR” M “EKRKR
e IRBTFARBEHRET WE B IBETASFETEEA
“MS RIEEIZER” AP, “HF ZETFHSFRMRE. 5 FR
AFBTHEL” LRERETEST METHEAETZBETHST
gk RABFHE.

Combine Identification Results

1t G und

4
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1} MS Peaks One: + Scan (8.037-8.044 ... min) Sub x
mz 4 Species £ Abund 8 Abund %+ Z+8 Formula+ Diff (ppm) + Formula & lon Species + Loss Formula+ Loss Massh lon Type © 4 El
154.0769 M| 1939038 100) 1] C12H10 5.02| [C12 H10}+ Molecular lon M
1550811 W+| 276628 1427] 1| CI2HI0| 029] [CT2 10} Molecular lon E
156.0869 W+| 28597 153] 1] CI2HID| ~1558 [C12 H10} Molecular lon

e e uﬁl 2041 CIF 22| CI R CEH5 jiE Fragment ion

43.055] M| 866.15 47 1] awr -17.85] IC3HA- CaH3 111 Fragment lon
500158 M+| 72818 376 1| camz -14.44] [C4 H2)+ CaHe 104.1 Fragment lon
51.0224 | 209354 08 1| cim 975 IC4 Hal+ CaH7 1031 Fragment lon
520275 We| 31044 18] 1| cim3 2203 [C4 )+ CeH7 1031 Fragment lon
520298 e 1833 095 1| CiHs 19.09] [C4 Hal+ CeHE 102 Fragment lon
520388 Me| 152 1;r| 078] 1| CiHs ~4.42[ [C& HEl+ C2H5 101 Fragment lon
54.0472 W+| 18345 085| 1| Cire 1424] [C4 HEJ CaHe 100 Fragment lon
55.0551 W+| 63113 325 1| CiA7 1571 [C4 Hl+ C2H3 8 Fragment lon
56.0626 M+| 40496 208] 1] C4rB8 -5.63] [C4 Hel+ CeHz 58 Fragment lon
620152 Me| 72T 0s2| 1| csH2 -145] [C5 Hal C7He 921 Fragment lon
63.023 M| 102138 527 1| C5H3 7.31[ ICE Hal- CTH? 311 Fragment lon
64.0309 M| 51122 264 1| C5He4 301 IC5 Hdl= CTHE £ Fragment lon

£5.029) W+ 67014 346 1| C5H5 6.86 [C5 Hal+ C7HS 8 Fragment lon
£7.0548 W+| 609,95 315 1| CsH7 “8.15] [CE HTl+ C7H3 a7 Fragment lon
£9.0706 We| 121151 728 1| CsH9 1116 [C5 HaJ+ C7H 85 Fragment lon

70.078] M+ 51514 262 1| C5HI0 -365] [C5 HI0}+ c7 £ Fragment lon
740157 W+| 83829 232 1] C8R2 7.82[ [CE Hal+ CEHE 301 Fragment lon

75.023] W+ s2871 278 1] CeH3 085 [CE H3l+ CEH7 751 Fragment lon S

49 MSiE1%, BEETEE. EXSTN. EXRRENGTFAMBEFHET

7 (AE) XAEHE M a BEHH > KBTS © MRERFXLLER, BEENLE
BRI HIT T —ESL b BEHEXH. NRER“ES 18 IREFER"
T RRAARTF LS

Agilent MassHunter Workstation X% - 14447 GC/MS A\i14E5F8 n



2 ETHRFRF

% 18. ;RFLER

FEBATS5 Hh ST LAORAT 24 i K SO (R 45

5 18 RFER

TR

EAT L] i
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2 FTFHEXHERER.

b BEIH > KA H- PR, MRECHEZATEE
H—EREFTER, WELEHX
#> REERNBEXL
&R

a BEHXH > ITAREXH. kNS
TH “FTHEERCH” FHEE.

b EE—ANEIEG. X F U RSG,
=prines
MSD_mix_4stds_DG_spl200_03.d %
T

c EPIBRSREIEEILE.

d BHFITFHIRA.

Open Data File

=

Look in: GCMS Pesticide

-1 3 [#] [ [

Ji Pest - 200 - ScanD

/
Recent ltems

Documents

Computer

10 MSD_mix_dstds_DG_spl200_03.D

i Pest - STD 200 MRM.D
L Pest Strawb-01 SPIKED 1 ppb - Tulin D

ﬁk File name: ~ MSD_mix_dstds_DG_spl200_03.D -

Hetwork Files of type: | Data il

s d)

- [ Concel |

Options

(@) Load results method

@ Use current method

Load result data
= q

Sample Information

Sample Name

User Name:

Sample Position

GCMSTRAINING 10\admin

1

7 Run File Open' actions from
" selected method

Description

Bikm “BERGREE" KikkE.

50 “FTHEURENMH

72

HEE
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3 MBELER. a BEHERIEERMNERETO.
b ELR.

Agilent MassHunter Qualitative Analysis B.06.00 - GC_QTOF.m
i File Edit View Find Identify Spectrs Chromatograms Method Wizards Actions Configuration Tools Help

gl HdEd A MEFEY-o-lP Sl Al B | G K|S B

Navigator View |l Compound Details View

§ % Data Navigator x ” Spectrum Identification Results: + Scan (8.037-8,044 .. min) Sub

Sar by Data Fie B A ically Shew Columns || 4| & 5 | 63 63 | @ % [[ae]

= [¥] MSD_mix_4stds_DG_spl200_03.0

+ Scan (5.568, 5.585 min) Sub o
o
+Scan (3.203 .. min) Sub [ Bipheny!_| demol
9,983 .. min) Sub

V-8 Library 74 Num

|78

Species ¥H# miz V8 Score (iso

Best V-8 IDSource Y4 Fomula W+ Species T+ miz W4 Score™ -8 Diff (ppm) 78 Score (MFG) V-8

User Chromatograms
User Spectra erE] LibSearch-MFG  C12 H1D M 1540769 76.2 402 9556

bund) ¥ S m (MFG. MSMS) ¥+ Score (MS) ¥+ Sc

(MFG)¥ ¥+ Score (is
928

pacing) ¥ H Abu
197!

E B M- | 1540769 | 9812 | 9542 | 9556
] Best ¥8 IDSource ¥4  Formula W4 Species T8 miz W ScoreT T4 Diff (ppm) 78 Score (MFG) v

- MFG C11H120 M+ 160.0878 | 17.31 247 8653

- MFG C5H11 M+ 71.0860 | 1656 -697 8281

- MFG C7HO M+ 101.0011 | 1496 1135 7478

(sl MFG C7H15 M+ 931165 (1472 -02 7362

(8] MFG C7H3s M+ 1189931 | 1447 1304 7237

f« =i MEC A e S METES ] Ti7m

7\ Chromatogram Results 1}§ Spectrum Identification Results: + Scan (8.037-8.044 ... min) Sub |

i 11| MS Spectrum Results
: (5 Method Explorer: GC_QTOF.m x| 2 o tQFHE 2 5 [Be]% % ] = g
GC/Q-TOF Compound Screening A | x10¢ [Biphenyl: -E1 Scan (8.027-8.044, 8.088-8.118 min, 13 Scans) MSD_mix_4sids_DG_spl200_03.D Subtract
Chromatogram A zi
Spectrum 18]

064 76.0311
=) Identify Compounds ol [CeHe- 1

Search Unit Mass Library Al 02] L 2070311
L] o ity dulillal )i bdesadld o

=

+ General 164 | —
s 1 / VAR

'+ Find Compounds 14 \ / / Nl
Find Compounds by Formula A o Vi

,

Generate Formulas !

Combine |dentification Results Counts vs. Mass-to-Charge (m/z)

60 80 100 120 140 160 180 200 230 240 260 280 300 320 340 30 380 400 430 440 460 480 500 50 540 560 580

1

T Speciral Difference Results: + Scan (8.037-8.044 . min) Sub  gl] MS Spectrum Resulis

7 und

51 EEERRGRIAE —MERIEEE NS T

4 KABIEXH. a BEHNH > KABEH.
b RTIRERGFERN, BHE.
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d BEFTHIRHE.

Agilent MassHunter Qualitative Analysis B.07.00 - GC_QTOF.m ===

t File Edit View Find Identify Spectra Chromatograms Method Wizards Actions Configuration Tools Help

iE s e S aEEE e \||§\ﬁ4\&1&ﬁ @\@J;g 8 | B [FE Navigator view | BB| Compound Details View

: 4 Data Navigator x HiAcn.mmmmnﬁuu x
Sort by Data Fie e o Q@ €A Cc 1 o [H]E A SR [R|% B S Mines )
B [¢] MSD_mix_4stds_DG_spl200_03.D i
-] User Chromatograms 107 |+E1 TIC Scan MSD_mix_stds_DG_spl200_03.D
JEIlg8Y - TiC Scan ]
B
] Spectra 1
B 08
B 08
0.7
06
05
04
03
0.2
01
|
0
55 € €5 ¥ 75 8 85 ] 1 10 105 " 1ns

Counts vs. Acquisition Time (min)

/A, Chromatogram Results £ Compound Identification Results |

{ £} Method Explorer: GC_QTOF.m % || 1l1 MS Spectrum Results =

(2ot QB CEaloc 1 m][w]en k% % Bl sl

>

GC/Q-TOF Compound Screening A

#| Chromatogram

1+ Spectrum

17 General

I

% Reports.

[l Find Compounds

! Find Compounds by Formula

1 Identify Compounds
Search Database
Search Library 4]

Generate Formulas e . ...
L e ~ || 4 Spectral Difference Results
M52 EEARERMAE—MEREEERS TR

6 KAHEH- a B> KBTS
b BER.
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 [Z Method Explorer: Defauitm

x ”E@ummmnlmmm

- Chromatogram

Integrate (MS)
Integrate (MSIMS) 4|

Integrate (GC)
Smooth

Extraction Data Format

[+ Spectrum

[+ General

7] Reports

! Find Compounds
# Find Compounds by Formula

# Identify Compounds

“ [l (® Integrate Chromategram ~| (& | ¥ - 0«

| MethodTtems - | (= I3

x

Integrator | Sutabiity | & Peak Fiters | Resus|

Filter on

*) Peak height

1.000

0000  counts

% of largest peak

4A

53 «@_\%@» > «*;.\ﬁ (MS/MS)” > «méﬁ;‘)g%%” is_E,Iﬁj—E

5 AT, UBRNE - BERSEEERE (), UL
BB SCHHTINS
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™4 FATIE.
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BFH REFEA.
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7 EREREEE R, UEER a £ “AEEESR BOH, BEHR
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: [ £} Method Explorer: ph_GCexercisel.m

+ Chromategram

x H 5 Method Editor: Exiract (MSMS)

i () Extract Peak Spectrum ~| (4 | 9 - 1+

x
| Method Ttems = | (= .ill_] P
|- q

—
Extract (MS)

Extract (MS/MS) 4|
Extraction Data Format

Spectrato include

Peak s

(7 General

A Peak Spectum Bxtraction (MS/MS) | Feak Fitters |

At apex of peak

@ fwerage scans

rum background

10 % of peak height

+ Reports i

Spectrum at peak stat -la

Find Compounds A Time range:

+ Find Compounds by Formula
# Identify Compounds

| Compound Automation Steps

7 Worklist Automation

BRI EH “REFEHE”
ERAREFH BT E,

B 54 “BUEE” > “42E(MS/MS)” > “UEBUEELZE (MS/MS)” EI+

8 XF MS FRifEHEEUHITMI, KL
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ENAL IR SE R H S SRR .
S AT B SO S
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.
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: [£ Method Explorer: pih_GCexercisel.m x H Ef S B =
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Béract Peak Spectra
[Edract { M) Exiract Defined Chromatograms
Extract (MSIMS) Chromatograms
Peak Sp
Extraction Data Format s
epor
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File Open Actions A

File Save Options

4 Reports.
+ Find Compounds
4! Find Compounds by Formula

A
Integrate and Bxract Peak Spectra

* Identify Compounds

¥ Compound Automation Steps S
+| Worklist Automation =
] Export -

55 FIEREIRTA “EM > XHTHRET By

12 REFLF %,
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i[5 Method Explorer: pih_GCexercisel.m

] s ' .

—peo

Extract (MS)
Exiract (MS/MS)
Exiraction Data Format

- General

File Open Actions
File Save Options

[+ Reports.

[l Find Compounds

| Find Compounds by Formula

 Identify Compounds

Compound Automation Steps

= Worklist Automation

Reporting Options

\niorklist Actions

A

Selected Ranges

1+ Export

i (¥) Run Worklist Actions Now =/ 2} | 49 = (% | MethodItems » | (= [

| — FEPEERANTERRES

T e —— Fo HERETHATFITHRS
e T B, F—MBRETIR (THHT
= oy FHRME) ATLLEST. EAMEE
e —— ! FR (TERBME ESAZE

EITRHETT.

==
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