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BHESCHRI TIC, E3E @ . GC/Q-TOF ##E30 -
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A
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I 20 /€79 SNR &
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b
c
d

waE.

Default-GCMS.m /53N F.

BHEFE> fIH
1% 3% Default-GCMS.m.
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£ “AEARERT 'OT, ®F - MRARMRERE, WAL
HEMRR > RERERER AEM m/z BHEERA 0.3

Bk
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FElETiESRN “RE” EIFL, A 0.7 AMU,
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[ metnoa Editor: Find by Chromatogram Deconvolution x

@ ®EWE 9" - ® FindbyChromstogram Deconvolution ~

5 Method Automation

+] Target/Suspect Screening

= Compound Discovery

Find by Molecular Feature

Find by Chromatagram Deconvolut.. &
find by Integratian

Compound Identification

= Export

[# MS Extraction

A Settings | Mass Fiters | Compound Fiters | Resutts |

Resoltion:
RT window size factor. 100.00
Peak fiter
Excludedmizz 28

example: 46,48
Spectrum peak threshold %
SNR threshold 204
Edraction window
Left miz delta 100.0000

Right m/z delta: 100.0000

Component shape:
[F] Use base peak shape
Sharpness threshold 2500
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02 1'
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2ot QB |AAz ~[BHLS %%, 2ot QB |Gz -0 WAL b =
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z
1540777 8061 0084 340198 86797 1540777 25 Find by Chromatogram 03] 8
b 1880384 9221 0104 168313 70389 1880384 34 Find by Chromatogram 2 B
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’ 3
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[ 1 6
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[E Agilent MassHunter Qualitative Analysis Workflows B.08.00 - Default-GEMS.m
File Lounch Edit View Find Identify Method Configuration Teols

BHdE3 90 REQADQG M QS SD

Help

4 Sample Table: MSD_mix_4stds_DG_spl200_03.0 x
BoBa

Results Workflow
Result Summary  Saved Results Method Last Run Method Warkflow Target Source Sample hame

b 4identified (5 Default-GCMS.m < <Interactive>> DAMassHunt

[ il

3 compound List: 5 found

- TR

General Library Search
Formula ¥ mjz ¥ RT ¥ Width 7 Height ¥ Area ¥ Score ¥ lons ¥ Score (Lib) ¥ Lib/DB
2349375 506 0071 4830 10339 3
C12H26 57071 5581 006 100113 35792 9035 65 9035 demol
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e §
0 7! I,
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It Spectral Difference Results: Cpd 4: 4-Chlorobiphenyl; C12HSCE; 9.221 x
et QW
%102 [Cpd 4: 4-Chlorobiphenyl C12HSCI. 8.221: +E| Compound Spectrum (rt. 8.196-8.301 min) MSD_mix_4stds_DG_spl200_02.0
5 152.0618 leapaed
0 630240 760315 940194 126.0463 1. 1820217 n
%102 [Cpd 4 4-Chlorebiphenyl; CT2HSCI; 8.221: +E| Compound Spectrum (rt: 9.196-9.301 min) MSD_mix_4stds_DG_spl200_02.0
5 630240 760315 o404 1260463 Wszdﬂss msﬁm
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152.1000 1881500
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30 4 50 6 70 B8 9% 100 110 10 130 140 150 160 170 180 190 200
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15l
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S 4 3
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1D Techniques Applie 4 0
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306 264 (3 triflualin 5363 Acq il Compound Fragment Spectrum Results x
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1 3T7F Tomato_spiked.D ZIEXH a MREHITHIERF, BXNEH - 7EALIE GC/Q00Q #iERt, ATLUE
B TIC. MassHunter 151 TIERIEE B “BH ITERRE.
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[5 Method Editor: Find by Fragments x
@ ERBEE 9-C - O FindbyFagments -
Metnod | ECItegrtion | EIC Peak Fiters Fragment Peak Fiter Resuts
Target Source | Fragment Options | Match Tolerance:
= Screening
Targe source (b, *.cov, - oo, fomlas, nevtral masses) A
Find by Fragments
D:\MassHunter\PCDL\Pesticide_Bxample cdb o
Compound Discovery
B e e jlaec ket 5 Method Editor: Find by Fragments x
) MS Extraction Require RT match if database contsins a R for the target - B " .
s REETEHE 9 (¥) Find by Fragments
Method i EICintegration | EIC Peak Fiters |  Fragment Peak Fter | Resuts |
= Target Source | Fragment Options | Match Tolerance
Match tolerance
Find by Fragments Masses - 10m — =
= =
E Er Ty Retention times: +f- 0350 minutes

12 d
Expansion of valuies for chromatogram extraction

MS Extraction .
Possible miz: [Symmetic ppm) | < 350~
Limit EIC extraction range

Expected retention time:

Swwe =] b 10 e
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Compound Discovery
available
Compound Identification
Number of most specific ions from spectral
MS Extraction library

Fragment ion EIC qualfication settings

RTdifference - Q2
CISNratio & > [500
Coelutionscore  >=  [7q|

Fragment ion corfimation criteria
@) Minimum number of qualified fragments

Minimum percent of qualified fragments

[Z Method Editor: Find by Fragments. x
@ EREE 9-® - () FindbyFagments ~
Method EICIniegrion |  EICPeak Fiters | Fragment Feak Fier Resuits
TargetSowce | A FregmentOptiors | Match Tolewnos
= Screening
Fragmert ion source
Find by Fragments A @ Use spectral library only A

Use average fragment spectrum if spectral library not

A min. of expected RT

1

M
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1 REFLFE.

“URIERER” B EIRRFIETUET
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File Launch Edit View Find Identify Method Configuration Tools Help

sHdEg 9-c-REFRAGOD M BB

[ Agilent MassHunter Qualitative Analysis Workflows B.08.00 - pfh_GCQTOF_Pesticide Bample.m

[ il

P sample Table: Tomato_spiked.D x /A sample Chromatogram Results x
HeBa 2 et QR S -k BER%N L B O
Resuits Workflow x108 |+EI TIC Scan Tomato_spiked.D
Result Summary LastRunMethod  Workfow  TargetSource  FileName  Sample Position T
» 5 qualified (5t <s<Interactive>>  DAMassHunt Tomato_spikedD 4 Me i JL
o BB | n J\.__.,l\.,\» P DY
L . S . 56 7 & S 1011 12 1314 15 16 17 18 19 20 21 22 23 24 25 76 27 28 29 30 31 32 33 34 35 36 37 38 39 40
[l i (Y Counts vs. Acquisiticn Time (min)
Gl Compound List: 5 found x 7 Compound Chromatogram Results x  [Gilcompound MS Spectrum Results X
e - 7 - 5
B & @ [ 2ot QEY XA o e 5 He 26t QF [z -nHeL
General Compound Identification Target/Suspect Screer o —— 4104 |Gpd 1- 3.5-Dichloroaniline: G H5 CI2 N: 8648 « FBF 5
Mass VScoreV IDSouce VCpdV  Mame  VHitsY CAS Y Flags (Tgt) 2 = +EcF .z
b ilg0e7e7 9283 | FBFFragConfirm 1 3.5.Di 1 Quall 15 [ +EICFm 3 b Eé ;
2130558 8838 FBF-fragConfim 2 Chlorpropham 1 Quali 1 +EICFra A 5 g
2199461 9358  FBF-FragConfirm 3 Dichlorvos 1 Quali 05 [ +EICFm g5 85 =g
2381427 8781  FBF-FragConfirm 4 Pirimicarh 1 Quali 0 BT [ +EIC-Frag(1£1.5817) Sean 2 2z
z
3231128 8409  FBF-FragConfirm 5 Flutolanil 1 g6332.%5 Quali 35 o855 B6 o665 87 605 88 835 89 =2
B om e T ) Ll |
e 104 |Cpd 1: 35-Dichloroaniline; C6 H5 CI2 N; 8.643: +El Sca.
i 3 +eicrm s
[ +EICFm 6 § §
il +EICFr g. .
L &"Wf%m +EIC-Fragls 4 2 i A
(@ Compound Results: Cpd 1: 3,5 6 H5 CI2 N; 8.649 x 05 [ +EIC-Frag(s: 5
[ +EICFra(13as 2 =+
P ez
= C Fragid
e & 01 [ +EICFrag(st, " b WV
1D Techniques Applied & 85 855 86 865 87 B/5 88 885 &8 " 18 160 162 184 166 168 170
iy F&F-FragConfirm Ratio Fragment lon/Precursor lon vs. Acquisition Time (min) Counts vs. Mass-to-Charge (mvz)
Best & Name | formue B miz & Mass & KT mLloDs=  LlllCompound Fragment Spectrum Results x
® 35-Dichloroaniline 6 H5 CI2 N 1609791 1608797 8649 o e e ~[MED kB S
CoelutionScore B FragMassDiffppm) 8 Flags(Fls) 8 Height & Abundance(lib) 8 m: 154 [cp41: 3,5 Dichloroaniline; C5 HS CI2 N; 8.648: +EI Cleaned- HighE Scan (rt: 8.606-8.790 min) Tomato_spiked.D
100 41 | Reference ion Multiple.. 1582969 100 1€ 4 i i
9933 05 Qualified 1057143 644 1 A N =
1 2 =B
97.06 31 Qualified 182373 106 1t j:_; b EE
g8 2= §
9095 108 Qualified 27048 176 1 o '
%10# |Cpd 1: 35 Dichloroaniline; C& H5 CI2 N; 8.643: +E! HighE Scan (rt: 8.606-8 730 min, 56 scans) Tomato_spiked.D AvgFV/
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2 g S eE 8= <
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@Compound Identification Results: Cpd 1: 3,5-Dichloroaniline; C6 H5 CI2 N; 8.649
k&

ID Technigues A R

MName +H Farmula R mjz + Mass A  Mass(Tgt) R Diff (ppm}) +  Score(Tgt) = RT +H
3,5-Dichloroaniline C6HSCIZN 160.9791 160.9797 160.9799 156 5292 8.649
Coelution 5c8 FragMassDiffppm) +  Flags(fls) = Height -8 Abundance(lib & mz(Lib} = m/z 4 ObsPkHeight(MS) + Compound =
100 41| Reference ion ;... 158296.9 100 1605794 160.98 150709 3,5-Dichlor...
9938 0.5 Qualified 105714.8 644 162576 1625761 252918 3,5-Dichlor...
57.06 31 Qualified 18237.8 106 164.5734 164.5739 4460.7  3,5-Dichlor...
50.95 108 Qualified 27048 176 126.0105 126.0091 48175 3,5-Dichlor...
57.01 18 Qualified 136923 75 161.9817 161982 2825 3,5-Dichlor...
96.53 0.8 Qualified 14644 10 1335681 133.968 33834 3,5-Dichlor...
96.35 39 Qualified 291376 18.2 98.9996 98.9992 6066.5  3,5-Dichlor...
4 il
5 Kl A 3 + 3"
3 “UERAER 'O
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{2 Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default-GEMS.m o=
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help

sEHE3 A-VEF 9-¢-L BB ALK LLREBHS &

FA Data Navigator % 1} Spectrum Identification Results: + Scan (rk: 8.044 ... min) Sub x
[ Sort by Data File DT LT W
=[] MSD_mix_dstds_DG_spl200_03D
Best V1D Source V- Name V-8 Formula ¥ 4 Score 78 Seore (Lib) V43 CAS V4 Lib/DB T8
=) [l Chromatograms
. vy 7 X
¥lf\n = TIC Scan PRY ] LibSearch  Biphemyl C12H10 6519 334 22.524  demoll
- [l Spectra CE ¥ MName ¥+ Species ¥R Lib/DB 7 8 Num Peaks ¥ R Score (Lib) 78
WLl + Scan (rt: 5.558-5.565 .. min) Sub Bipheny! derici 7% 7334

wlulu i+ Scan (rt: 8,044 ., min) Sub |
il = Scan [t 9.196-9.203 .. min} Sub
VIulu = Scan [t 9:979-9.983 .. min} Sub
Background Spectra

]gs Spectrum Identification Results: + Scan (r: .044 . min) Sub [/ Chromatogram Resits

[5 Method Editor: Generate Formulas x 1L MS Spectrum Resuits x
e @BE 9-©™- ¥ GeneateFomulas from Spectrum Peaks ~ 2ot QREHE € AA 1 ~nHE0D B%%EE k=S
a A || Mowed Species [ Limts [ Charge State | 4 Fragment Fomuias 104 | Biphenyl: +E1 Scan (rt: 8,044, 8.088-8.118 min, 11 scans) MSD_mix_4stds_DG_spl200_03.0 Subtract ~
e Fragment annotation fiters o
Annotate fragment spectrum peaks with formulas A
[l Identify Spectra 244
Height fiters
Identification Workfow & | [7] Absclute height = 200 counts 221
Database Search Settings [¥] Relative height 3= 1000 % of largest peak &
1.8
Library S h Setti =
ST A i E
Eepeialeionuii=s - Limit (by height) to the largest 100
1.4
2]
IS [] Generate formulas for non-fragment (unknown) ions o
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1
0.8
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n
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1l:MS Peaks One: + Scan (rt: 8.044 .. min) Sub x

miz  RSpecies Abund 42 1 Formula & Ton Species 4 Diff ppm) 8 Loss Formula 8 Loss Mass® fonType © BAreats End B Stat B |4

770383 Ms2 9114 2 [C12H10}2 37 Molecularlon 18 770791 770185 | _

154077 M+ 2238805 1 [C12 H10)+ 428 Molecularlon 663 1541769 1539911 |

155.0808 M+ 307064 1 [C12 H10) 164 Molecularfon 98 1551362 1550143

410405 M+ 39533 1 [C3HS]e 4669 C9HS 113 Fragmentlon 5 410629 410297

430518 M+ 95884 1 [C3HT]= 1217 C9H3 111 FragmentTon 15 430979 430375

500157 M+ 79464 1 [CAHZe 1268 C8HS 1041 FragmentTon 11 500588 50.0018

510233 M+ 123305 1 [C4H3]e 679 C8HT 1031 FragmentTon 21 510781 509917

520299 M+ 62786 1 [CAH4]- 1702 CaHs 102 Fragmentlon 12 52062 520163

55.0553 M+ 83237 1 [C4HT]e 1956 C8H3 9 FragmentTon 15 550913 550229

560599 M+ 33243 1 [C4HEe 37.83 C8H2 98 FragmentTon 5 560056 560353

630231 M+2 119242 2 [C10HE]+2 304 C2HA 28 FragmentTon 20 630735 63.0004

635252 Ms+2 12488 2 [C10HE]+2 952 C2He 28 FragmentTon 2 635407 63504

640316 M+ 53652 1 [CSH4Je 132 CTHE % FragmentTon 10 640741 640188

65.0385 M+ 84684 1 [CSHS]e 098 C7HS 89 FragmentTon 13 650826 650129

66,0451 M+ 39173 1 [CSHEs 53 C7HA 88 Fragmentlon 8 660943 660287

67.0542 M+ 44898 1 [CSHT]= 052 C7H3 87 Fragmentlon &  67.0807 67.043

68,0586 M+ 22676 1 [CSHEs 5016 C7H2 86 Fragmentfon & 68084  68.027
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Load results method Sample Name
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24 Data Navigator X 1¥spectrum Identification Results: + Scan (rt: 8.044 ... min) Sub x
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WA = TIC Sean A ® LibSearch-MFG | Biphenyl | C12H10 M- 1540770 8 | 388 0 9122
=¥ Spectra CE VaName V4 Forward Score ¥ Flags 'V 2 Species V-8 Lib/DB ¥ 4 Notes 74 Num Peaks ¥4 m/z (prec) ¥+ Reverse Score 741 Score (Lib) ¥
Wil = Scan (r: 55585565 .. min) Sub e e = =
i/ il {= Scan {rt: 8.044 ... min) Sub |
flilu = Scan {rt:5.196.9.203 - min) Sub Species Y-8 m/z V- 5core (iso. abund) ¥ Score (mass) Y-8 score (MS) Y-8 Score (MFG) ¥ V-8 Scare (iso. spacing) T Abund Y5 lonformua VA Lib/DB ¥
Wil - Scan (rt: 9.975-8.383 . min) Sub PR 154077 9883 9573 9722 9122 9829 26739 ClzH10
Background Spectra
Height (Calcy ¥ 41 Height Sum3 (Calc) 742 Height % [Calg) 74 m/z (Calc) ¥+ Diff {mDa) ¥+ Height ¥ Height % ¥ Helght Sum % V8 m/z V=R Diff (pm) ¥ 2
26739 873 100 154, 07 2388 100 367 154077 428
29689 115 131 1550811 03 30716 137 19 1550808 164
1785 07 08 1560885 03 3615 16 14 1560848 -194
Best V- IDSource VA Name ¥R Formula VaspedesTH  mz  V-Rscore Y-8 Diff (opm) 78 Score (DB) T4 Score (MFG) ¥-8 Notes W-RT (Tgt)”
(] MFG C2H537CINO M+ 96.0023 1817 211 o 99.94
> - MFG C5H4sS M+ 96.0023 181 58 o 9955
- MFG C6 H11Cl02 M+2 M+ 75.0214 150.0447 1804 533 o 99.2
, O MFG C22H2 M O2 M2 1560044 1792 412 o 98.56 b |
[} i — >
Acw Results| 14 Spectrum [dentification Results: ~ Scan (rt: 6044 .. min) Sub |
1l M Spectrum Results x
2ot QY € G4 DC 1 - MELD BBHRE b= I
%104 [Biphenyl: +E1 Scan (rt. 8.04%, 8 088-8.118 min, 11 scans) MSD_mix_stds_DG_spl200_03.D Subtract -
5
454
n
354 |
A E
2: o o
BE 2 =& B 8 = g 5
8 g 88 B8 e e z
S &g 55 5 3 g
-9 L & 55 3 &8 5]
=, =) == 8 H g4 B &
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Counts vs. Mass-to-Charge (miz) =

48 EERRLERMAE—NEREERERS TR

4 XAHIE . a BEHENH > KBRS
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Agilent MassHunter Qualitative Analysis Navigator B.08.00 - Default-GCMS.m = EeE |
File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
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i Data Navigator % /\ Chromatogram Results x
[t by Dtz Fie Jeet QY ¢ [En0C 2 - [MIAKL B %BRE A B M -3
= [vi MSD_mix_dstds_DG_spl200_03D _
5 [ Chromatograms %107 |+E1 TIC Scan MSD_mix_4stds_DG_spl200_03.0
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0.6
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MassHunter B4 53 TIERIEE
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Xt

b i GCMS FHFIRGIEIEST M
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X

c EREARZRBUESIEE, RE
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&

b BEHFEE > IH
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d BEHE.
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AREEE TIERIERG, 1R
BRERR N AYIZEEEN
ME—IEL .

-+ HHA MRM BUREXX T 78,
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[ Method Editor: Workflow

= Method Automation
Workflow

Additional Chromatograms
Reparts

Export

Target/Suspect Screening
Compound Discovery
Compound Identification
Export

MS Extraction

AEREE 9-™-

(¥ Run Method Workflow ~

A

A

A Options | Time Rangefs)|

Workflow [ Terget/Suspect Screering -

Compound mining  [Find by Fragments -

Target source {".cab, *.csv, *.cef, formulas)

D:\MassHunter\PCDL\Pesticide_Example cdb A

[C] Reguire RT match if database contains a RT for the target compound

7] Only generate compounds for matched formulas

E50  “HEEAET > “TIERE 3%

4 WK TAERIZ AR R B A
HEMmAENEEk.

5 Y& 5 E5RE N ii_GCexercisel,

TEmIE” .

Hep “i? 2EMEREFE B5EA.

EESH

b N iii_GCexercisel.m.

¢ BEHRFRE.

- BEBEITIEATIERREER () .
WALLaE “FE > “BiTAE 4B (TERE+RE&), W
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L

pit s

6 KWELR.

XH “HEHEERR" @0
BHIE > HEYERRRIEE
#R.
WAYE, 8F "WAYEE
HR” TREZHH “Bm”
L

BEF “UAMIR" BOPH
FZMLEY.
ERHMULSYURTER .
KRR

© LEMBMERATATIFRES.
“HmBIEEZER” BHORMLT
aaitEEE - MAEYT
BYRIEE.

[ Agilent MassHunter Qualitative Analysis Workflows B.08.00 - pfh_Default-GCMS.m
File Launch Edit View Find Identify Method Configuration Tocls Help

BHES 9-¢-RAEFRAGG W @E S

A sample Table: Tomato_spiked.D x [\ sample Chromatogram Resuits x
| CHr- - 2ot QR Gz - R R A R I
REts B x102 |+EI TIC Scan Tomato_spiked.0
Result Summary Saved Results Method  Last Run Method Warkflow Target Source Sample N i 26438
» Squalified (5t GC_QTOF_Alllons Stcs_Spikedm Default-GCMS. Target/Suspect Screening  DAMassHunt 100ppb_mix ABC o T2
06
041
S . —_— - 4 " 10543
[, [T ™ 02 7186 | 15289
£ Compound List: 5 found x 6 8 10 12 14 16 18 20 22 24 7 28 30 32 34 35 38 4
= Counts (%) vs. Acquisition Time {min)
F % 99
ey 3 Compound Chromatogram Results % GliCompound MS Specirum Results x
enera
Formula ¥ miz ¥ Mass ¥ RT ¥ Width 7 Height ¥ Area 7 Score 7 Base Peak ¥ lons 7 Saturated ¥ Mining A 2 & $ &) ¥ 5MD0CH. 2601 § M2 v
CeRaCIZN 1609791 1609796 B56%9. 0036 263078 703, 9272 IG09791 6 fnd | 1102 [Cpd 2 Chlorpropham: C10 H12 CI N 02: 1 10¢ [Cpd 2 Chlorpropham; C10 H12 CI N 02; 13...
» [ CIOHIZCINOGE 2130551 2130558 D3.... 0035 67742 170.. 9L47 127015 5 Find ; bl
5 .
CAHTC2O4P 7199456 2198461 6229 0028 13685 2539 9247 109006 3 Find Z & T
C11H18 N4 02 2381421 2381426 17. 0038 134580 326.. 8772 166.097 3 Find. = =
CITHISF3NO2 3231122 3231128 23.. 0043 72386 207.. 8415 1730204 3 Find 1 & =8
133 1335 134 1345 135 = ﬁ%
Counts (%) vs. Acquisition Time (min) 0 = =
x104 |Cpd 2: Chlorpropham; €10 H12 CI N O2; 13
= H12CI N 02 1§38 5
= @
: 9.8
Dl -
3 Compound Results: Cpd 2:C1 10 HIZ €I N 02 13.399 x i i g2 2: 3
8
o [ =
e & . | l a3
ID Techniques Applied & 133 1335 134 1345 135 " 2lo 2f2 2le 216 2i 2k 2k
sy FBF-FragConfirm Ratio Fragment lon/Precurser lon vs. Acquisition.. Counts vs. Mass-to-Charge (mfz)
Best 4 Name & Formula B mjz /4 Mass - Mass (Tgt)+ Diff (opm) - Score (Tgt) RT BRTTgt)£ 1 Gl Compound Fragment Spectrum Resuts 3
(o} Chlorpropham C10H12CINO2 2130551 213.0556 213.0557 018 9147 13399 13336 PR Q I§| % A 2 - ﬁEEl J& 1 Ij
Coelution Score 1 CE 2 FragMassDifffppm) #1  Flags(Fls) -+ FV+ Height - Abundance(Lib) # mz{Lib) ® m/z #10bsPl 406 |Cpd 2 Chlerpropham; €10 H12 €1 N 02; 13.399: +£| Cleaned-HighE Scan (rt: 13.356-13.504 min) Tomato_.
100 0.1 Reference ion 518609 342 2130551 2130551
9856 16 Qualified 2079242 100 1270183 127.0185 : B 28 =
987 11 Qualified 358576 417 1710082 171008 1 5 a2 8
B HE 2
97.99 22 Qualified 617144 433 1529976 1529979 0. o et icn
9749 37 Ol 715755 367 1200148 1290153 X106 |Cpd 2: Chiorpropham; C10 H12 CI N 02 13.398: +EI HighE Scan (it 13.356-13.504 min, 45 scans) Tomato_.
96354 45 Qualified 499547 285 1540418 1540425
w2 2o o= mm 2eon cor =
2] sgs B8 2825 B33 EE8 225 7
E88 £35 =289 883 &85 538 4§
E% Nezx ama dod dEeg o
mZs BE BE &S Big g=z4 gag g
= ol _Beg 22 2F 55 HER HEH 2z8 &
[l i e
“ 50 75 100 135 150 175 200 25 250 275 300 325 350 375 400 425 450 475 500 55 550

[= Method Editor: Workflow| G Compound

Results: Cpd 2:C

€10 H12 CI N 02; 13.398

Counts vs. Mass-to-Charge (miz)
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2 A pid i3
1 17 a WMREBHFIERF, BRE

MSD_mix_4stds_DG_spl200_03.d MassHunter B EHR. TN ,

BHESCHRI TIC,

2 EEARR@E.

BEH > FTHRESESCH.

b i GCMS Pesticide SR BB
XHRFH
MSD_mix_4stds_DG_spl200_03.d.

c FERBARASERBIESREH ST

TH
a BEEE >HAO/MBE > ®ERYE - MFXERA, M
R Default-GCMS.m F3EANFE.

b BEHE5E > IH.
¢ 1%3% Default-GCMS.m.
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AR SYHZEE, FHRIREE/  EE/ BIEEXM
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[ Method Editor: Workflow x

@ @E 9™ - () RunMethod Workilow -
= Method Automation 2 Options | Time Rangeks)| ‘
Warkflow A

orkfios Workflow [compound Discovery ~la
Additional Chromatograms A
Repors Compound mining | Auto-Select Compound Mining -la
Export Identify by - Library / Database search
# Target/Suspect Screening [T Lbrary / Database Score fwd) Score rev)

[T T ——— | - | s |
Co 1d Dis [a
e A D:\MassHunter\PCDL\Pesticide_Bxam 2500 80.00

Compound Identification &

Export

Ms Extraction

Maximum hits per compound: 5

] Identify by - Formula generation

E52 TIERIEAUSYRRNE “HEEAE” > “TIERE #9

4 ¥B5ERTFE N i GCexercise2, a MIREEES, BEHGE>
Hep Yii” 22 exs BEA.
45, b #N\ iii_GCexercise2.
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[ Agilent MassHunter Qualitative Analysis Workflows B.08.00 - pfh_GCexercise2m [fee==
File Launch Edit View Find Identify Method Configuration Tools Help
sHdBS 9-c-RERADD H BB
A Sample Table: MSD_mix_4stds_DG_spl200_03.0 %\ Sample Chromatogram Results x
. JOR: ¥ -1 2o QEF HAl -8B L& =3
Results Workflow x107 |+EI TIC Scan MSD_mix_4stds_DG_spl200_03.0 =
Result Summary  Last Run Method Workdow Target Source File 1 2081
b | 4identified (26 found) pfh GCexercise Compound Discovery DAMassHunt MSD_mix_dstc i =
3 9220
13
5582 -
04
02 9988
0
1 il v 55 3 65 7 75 8 85 H 95 o s N 115
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(3 Compound List: 26 found x
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F & @ - = T
= v+t QY XM OC B HL % dot QB Mz -0 LW Ak
General library Search | =
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c1zH10 9913 Find byChromato LibSearch 993 demol - L_Eci ] 25 =
» cizmsal 9772 Find byChromato LibSearch  97.72 demo 2 &
CizH2e 919  FndbyChromato LibSearch 919 demal 3 E
C17H3402 8538 Find by Chromato  LibSearch 8538 demo.| 55 15 -
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. B
[ 0 ; 5 ¢ g
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g 2 g i
B d Results: Cpd 5: 4-C 12H9C; 9.221 x g 5] 8 3 &
4 £ g =
P & 5
PE ol e & 8 &
1D Techniques Applied -8 & x103 |Cpd 5. 4-Chlorobiphenyl; CT2HSCI; 3.221: +El Scan (it 9.19-.
api LibSearch 3
H 5 =
&
Best @ Name  Formula® RT -8 Lib/DB8 25 g
4 @  AChlorobiphenyl C12HSCI 9221 demol 5 4 =
9221 =
Name & Lib/DB 8 Num Peaks & Score (Lib) 8 15 3 5
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05 ] 8 |88 28 § 385 &
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0 e e R S
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[ Agilent MassHunter Qualitative Analysis Navigator B.08.00 - pfh_GCexerciseZ.m

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
BEHES A-VEE 9-0- L BE ADM Ak GHS &

% 1}jSpectrum Identification Results: + Scan (rt: 9.203 ... min) Sub x

[ Sort by et Fie

oo ee

=i MSD_mix_dstds_DG_spl200_03D
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[’ Method Editor: Workflow
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4-Chlorobipheny! demo.l 109
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m
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'

OO

1 188.1500

S ol
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x102 [4-Chlorobiphenyl C12H9CI + Scan demo.|

50 100 150 200 250 300 350 400 450 500 550 600
Counts vs. Mass-to-Charge (miz)

i MS Spectrum Results | Spectral Difference Results: = Scan (; 8203 .. min.. |

& 54

8 XABIEXH, RRFHRE

R,

£ “EMSTEMET EFPE

a BEHEH > KNBEEH
b EBRRFREFLRE, BER.

ITEEX TIEREFFSEINEGR
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3 FERAIERRE. SHMITED

£5%5 21. 51 CEF Xt

B LR B AEESEME BN CEF XX . " LKL CEF X3 A\ B AT,
4 MassHunter Mass Profiler 1 Mass Profiler Professional. %5 X fg M
“MassHunter & 451 TAEGFE” #2751 CEF XX ff.

£%% 21. S CEF XXt

2 =2 pid i3
1 17 a WMREBHFER, BRE © BREUREAAFHREET

MSD_mix_4stds_DG_spl200_03.d
BHEH

2 EEARR@E.

3 BERUEY.

MassHunter B4 # TIERIZEE
tro BN, BREXH > ITHERE
.

#3 GCMS Pesticide STty
MSD_mix_4stds_DG_spl200_03.d.
BRIBAZEREIBEILIE.
BEHITH.

BERE > @OME > RERE
w8

BEFE > TTH.

1%£+% Default-GCMS.m.

BEEHE.

- BITEELAYIZREE. fim,

BEER > R THIESHK.

AEAHAE (TERRE +
®E) FFH CEF XXt

© T XLERM, N

Default-GCMS.m F3ENFE.

* F{EM CEF XHSH LA,
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ERIIERIE. SHAITED

£% 21. B4 CEF xxfF  (40)

3

P2 4R pit s

4 54 CEF x4, a EXHEASHH, H8HEXHE > - #7 Mass Profiler Professional %%
S > PLCEF #83X. {4 F0 MassHunter Mass Profiler ¢
b BHEAEERIER. Hh 5N CEF 3T,
c EESHTHMNE.
d BEHEHE.

Export CEF Options ===
List of opened data files:
[MSD_mix_dstds_DG_spi200.03D |  Export corterts

() Only highlighted resulis

@ Al results

Export destination

One export file per data file:

e<Defauit path set to datafie location>> E

o

55 “SH CEF %kIR” XiEHE

5 YRiEFIIELISE CEF 3. a BE “HEERER EBFUE - TRASHERASEER.
B “AARESR E0. RE1E - TEXRLEENSHSY.
AT, ZEOM “UERHI%E TR CEF STHHRTANHEE MM
R’ BO—RIEREETIFF. 2H.
b BE “HFEELE > “SH”.
i CEF EiX4E.
d ERLBSFHEBSE.

o

[ Method Editor: Export
@EEER 9-0- ® bpor -

= Method Automation Export format selection
[C] ASR [£] MzData
plorcaow ] Compound Summany[ ] MSIMS inclusion list
Additional Chr A | |COMGF [EIceF
Reports Export destination
e @ One export file per data file

D:\WassHurter\Data ()
Target/Suspect Screening

rtfile (ASR. CSV or MGF)

Compound Discovery
Compound Identification

Export If export file aready exists

e *) Overwrite existing export file

® Auto-generate new export file name

BS6  REEE BOTH HEREMLET > “SH” B
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£% 21. B4 CEF xxfF  (40)

P2

4R

pit s

6 BT “HEEHLE (TE
iz + A ) Bk

a BEAEENE > TR,

b BEFE > BT A ERAE
(THERTE + Rk ). Tl
EATIERR (V) EEE KB

© BT “AEEmAE (TIE
MIE+RE)” B, BEITA
TH %
FETAERE

‘X HEITIIERE. FEENH AN & i E
ERRE

FHER

[Z Method Editor: Workflow
SERME 9

= Method Automation

(¥) Run Method Workflow |~

Run Method Workflow
Run Method Automation (Werkflow + Reports)

Workflow

Additional Chromatograms &
Reports ]
Export F-
Target/Suspect Screening D:\MassHurter\PCDL\Pesticide_Example.odb E

Compound Discovery

Compound Identification
Require RT match ff database contains 3 AT for the tsrget compound
Sample Purity Only report qualified compounds
Export

[# M5 Extraction

B 57 ERESITEMMN “HEEHIE” > “THERRE” B
7 87535 1R% 3] iii_GCexercised, a NFIRRHt, #BHHE>
Heh “i? 2EHMEREER BHEA.
HTE, b #EN\ iii_GCexercised.
¢ BHRERA.
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AT BEAE S PEAMHT AL T BT ED AT, LR DL .

oA A LA SR O A > (il B L SRERBTE L RS e o R e O i R
MU J % P A i o3 1 R A 2R

155 22 4TEN AR E

ERITERE. SHMITED 3

P2

AR

pit s

1 wRKIFA
MSD_mix_4stds_DG_spl200_03.d
IR, MFTF RS,
FHITESE 87 TI LR “1ES5 20.
FRBEXTERBREMNE
ITHZE” SelEN
iii_GCexercise3.m /73517 1k
Az

2 BHAEPRINTREEE:
EAPEITENRN IR, Rik
g AR 3T R 0 B IR AE
AR R EITENR AL E.
FiEE SR .

a MRXBITHAER, BEWNH
MassHunter 14 5347 SRS EIFR
BN, BEHEXH > TR

b 7£ GC RGIFBEICHRFRE
MSD_mix_4stds_DG_spl200_03.d %
.

c BRARASEREIESIEE.

d ?}EHEFH HMAETAZIRE, RERET

FF.
e BFEEE > BITHELERE.

a Bi “ME" > “HiE%mEsET .

b £ “FHE4wiESR” HOYF, BiE
#E > SRS

¢ EREITENREERIMEIERT LAY
SikiE.

d SEMRAFEITENAYIR B 3 R AR
Si%iE.

© MRESER T 87 LR “E

%20 EFABEEX TIERZRE
MIBITHZE", WHETHZER
iii_GCexercise3.m. Itt755XRE N
REM MR . 25 HERE
BRI, HiRAIEEFRIEE.

© RS ESRDEEFMRE

F2. MRERRIFEE, W
ERETURZIZER.

© SITRENE S ELE D TR

IEHER.

- ALl E “AIEEHLE” >

“RE" LRERESH. £i%
NEMERNESHRBRE “W)
& BaF, RZIFR.

© MRRLEERLTAA, WFs

BEER, BEXLEEREHE
BB R TARIC . f5ln, 4N
R AR BIEEEITR,
MEFIRASBEEN,
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£55 22 4TEN AR E (80
P2 EARIEER pit s

[Z Method Editor: Analysis Report x
o2 FER 9+ ® - (B PrintAnalysisReport ~
c Ch
] Show chromatograms
[7] With peak tables

Spectra

e o ] With signal to noise results

=/ Reports
o Spectra :

Analysis Report [#] Shaw spectra

Commaon Reparting Opti... [¥] With peak tables

] With library spectrum
Export
] With difference spectrum
General

Method Automation

B 58 “HEHER BOTH “OWRE” B9

3 BERERSH. a £ “HAHER 'OT, © RETARRRERR. XLk
BEHRE > BRREIEDR. BRIRBETEIES.
b (A% EEREHSHIRE
e

[ Method Editor: Commen Reporting Options x
A% A Microsoft Excel 3¢ PDF 4 iR .

a2 HE 9 -® - ® PrintAnalysisReport -

cmmmms = R &L “fEF Microsoft Excel £ REIRE” , M

.S:x::S o e BAE—HEIFERNERTH#%ERE. AT{EH Excel

e - sl BXEENER. ETREXEEENES
B T ER, BESNIRE RIS R

Analysis Report
o S e D:\MassHuntsr\Report Templates\Qual'B.08.00\en-U E

m

Ll Report templztes
(Fy Analysis report template
[AnalysisReport sk -

Method Automation
Qualitative method report template

[QualtativeMethodReport xst -

Acquisition method report template :
[AcaMethodReport mic -]

59 “HEAEESR @OTH “BAKRESER” > “HEIR” EmF
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ERITERE. SHMITED 3

P2

4R

pit s

4 TENZIRE

a B THRZ—TERE:
FEERER, PEA > TE >
SR -
EETARS, & 4T
BT
“OARE" BT
B, SRR LA
FTENS AR & 7 () -
BB EEEETN 5
R 285, IR SEATENS
iR
£ CRENRE PONIE
PHERESE S, BEHRE.

b BEHRERE TS HRTZ—.

¢ (AT RS MRIETH— MR

EHIEIE.

4 SECFTEDIREE SEAEI LI TENL.

e SPITEPHIMS HIE.

{ SERERA.

Print Analysis Report
List of opened data files
MSD_mix_4sids_DG_spi200_03.D

Report contents
@ All results [] Separate
Only highlighted results

report per data file

& 60

“FTENHTRE" FEHE

- AR, ATRUER “HiAmIEERT
TER#ZHE “B1T EiR (b -
M—LAR] BERIRAE ik 1 — T
. f5lan, GRLIRE] “F5iE4R
w|E WO “RE” > “BHM
wEED” Bpoy, MEaE “BI7”

EFRET AT RE AT I A 1804

fE. MRBEFK, ZESER

AIREHRIERITISR, ERTAMN IR

BEERITHRIE. MRMFIZFRF

EFERAMIRE, WaEREREHE

B MRRABE “BIT" %4,
MWARGAFHIT SRR E 1R1E.

- BEAE > BITAEBINE
(TIEREE + k) B, BE1TH
ETIERIE. RE, HIRBMA
Mifn &g EHITERE. &E,
WRE “BEEHLE” > “&

H” AR5y H ik R T A R AY IR I,

TUIRT A RS
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3 FEAIERE. SEFTED

£55 22 4TEN AR E (80

P2 4R pit s

g BEIZRE.
h BT B SKFTEITE IR,

L Report.pdf - Adobe Acrobat Pro [E=3E=E x|
*

File Edit View Window Help

Do [Boee- [ ORFS BRE e ol
IR T FVARORS < Common Tools | Fill &Sign | Comment

Qualitative Analysis Report

I

o e o e e e 0 prew—
p—— ositon .

Intrumenthame  Geqror Gertame  comTRANNGIOwE d
NcaMathod 4 s 0G A oL heauieaTne L2012 457 AN UTC 70

1M catbation - cemtccHm

conment

Expected Barcode Sampie Amount

Dwitva 1 Tunehome lanes B D eami

Teneratn — s ——

e

Acquisition Time

=y 1/20/2012 11:57:29 AM (UTC-07.00)

Chromatograms

Fragmentor Voltage  Colision Energy 0 Tonization Mode  ET

10 7 [#E1TIC Scan MSD_mix_tstds_DG_spi200_03D
1 2.061

1
08 9220
06

5582

N
0z 989

95 10 105 1 N5

[Area oo

d [Reight  TArea  [Area®e ]
L ums 7 N2 o NS U

T ) WS mzmuz I T
[ ser s e
3 55

61 DiTRkEME
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AT 3T EL SR S

Fer T eI S0

155 23 $TENML & WIRE

» VA XL .

ERATIIERIE. SHFITED 3

TR DT TARRRE” 12

2

=2

iR

1 WRKEA
MSD_mix_4stds DG_spl200_03.d
ARSI, MFTFF L EHEST i,
FITESE 83 TT LR “fES 19
1%%1{A%?%§I1lﬁmﬁill§
MEBITHZE” PEIERM
iii_GCexercise2.m /33517 IT1E
iz,

2 BITTERRE.
HEMREESUETR.

3 BEIEENER.
IREEFH MR, NE
EETHEENITIERTRE,
LAY RIS s LR S5 4RAR
S,

3058 & % A Microsoft Excel
S RIRE, WERTLUER
Excel FR &% 25 IR
BEXY &R& A XLTX B[
Wi, FEEBENEKERZE
ET

a WMREBIFTIER, BRE

MassHunter £ 53 TIERIEE
fr. BN, BEHXH > ITHEE
34 SN
1E GC RIS RS
MSD_mix_4stds_DG_spl200_03.d
BE .
ERBAEREIES EIE.
?iT'.EﬁFﬁ WErAERd, KRS
TH.

- BEHF% > BITHELERE.

£ RRER b, BERE
Bah4bE > B
BHRIRETF

¢ (Fi%) &3 BFRIHERSEIR

EFE AR SRR

(i) St EMIREREHER
R AR SRR

(ATik) St 3iiEMmEEEE IR S IRIRIE
FRAMRERIR.

(FTE) St AMIHR SRR E R
Hth Rk H1RR
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- MRESTERTH 83 WER “E

£19. FRYEMRETLIERIE
uEﬂLﬁﬁf”,Wémﬁf
79 iii_GCexercise2.m. It R

TIERERUAMRERE. k&

VISR E LR BaEENER,
HE “IREE / BIEERTIN

7 EAE TR RS

- WEMIZREAR BENERN

Bk

- I EMIEITIEE / BiEE

WREE.

- HTEML AR SR ER AR E

RIREURT HETH) TAERIE.

- BRIIEER SRS BERY /

—Iﬁ%ﬁ*ﬂlﬂzumf i_i1ﬁﬁﬁ

- HAPIRZEMEERSUEY

ﬁ?I«ﬁI)IL*EE E1§Fﬁ °

- HAMRERRSBEXTIE

/)u.*i_i1§ﬁﬁ

- YR TIEREE G EB3

T > T{ERIES S PFITIRE.
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155 23. I TEN L &R S

P2

4R

pit s

4 BRUEVIRENFETHR a

L

KAEFESFEEEBAH
MS Rk E I IhEE . c
XAIRE AT MS/MS 3£ .

BHABTETF

ERER MS RIEE (e L

HK) EikiE.
RA N,
ESiEiE.
WRAT,
SikiE.

[Z' Method Editor: Reports

= Method A

@A E @E 9-®™ - O PrintReport -

Destination | Templates | Layout | A Contents

Workflow A
Additional Chromatograms
Reports A
Export

Target/Suspect Screening
Compound Discovery
Compound Identific.. &
Export

Ms Extraction

*) Use Microsoft Excel® for reporting

@ Use PDF-based reporting
Report template folder

D\MassHunter\Report Templates\Qual'\B.08.00\en-U

Report templates
Target screening report template

[ TergetCompoundScreeningRepert sk

Compound Discovery report template :

CompoundReportWithldertiication Hits st

4
m

Sample purity report template

[ FormudaCorfimationReport xst

Compound report template

(Compoundicportasit

CompoundReport WithidentficationHits xst
TargetCompoundScreeningReport xsf

FormulaCs eport st

Acquisition method report template :

[ AcqMethodReport rdic

& 62

98

“FERIERR TH “UEYIRE” B

HERER MS/MS ik

EBRER MS/MS ISR

AN AEXESHIEFIEEE
ERSPEENEES (WMRT
B) . mRiZEELTH, M
BahEkitizER . flan, ZHEE
XHNEH MS BB, kTR
£63E MS/MS &8
LITHHBERSCHRE S MS 3
TR, A MRIEE (MS/MS)
B AA] I

s GC/MS #iiE, BREML
SYBIERSIEE.

5] Method Editor: Reports

@EEE 90

(¥) Print Report ~

2 Method i A [[Destination | Templates | Layout| A Conterts |
Waorkflow A | Compounds
Show compound table

Additional Chromatograms

Sort by [Retentiontme ]
Reports FY

Sotorder  [lneeasng <]
Export

Target/Suspect Screening
Compound Discovery
Compound Identification &

MS Extraction

[ Exclude details for unidentified compounds
Chromatograms

[F] Show user chrematogramis)

Shaw compound chromatogram(s)

[] Qverlay compound chromatogramis)
Compound spectum (MS)
Shaw MS spectrum
[] Show predicted isotope match table

Show MS peak table

(] Show MS spectrum (zoomed in on special peaks) A

Zoompadding: - | 300] +[ 300 me

Compound spectrum (MS/MS)
[] Show MSMS spectrum &[] Show MS/MS peak table A

Library search resuts

(] Shw library spectrum ] Show difference spectum
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ERITERE. SHMITED 3

155 23. I TEN L &R S

P2 4R pit s

5 FTEDZIRE. a BEHENH > TED > KEYIRE. - F “FTEHUAYRE” WiEiE

WREBEITENREEIAR (b)) KT B, EATLUEZFEEARITENN, i

EMLEIRE, FSZBIFTEN. RS RTFE PDF 8¢ Excel XX

b EPITEPFSE S IEAE, f, EEFRITENFRBERLER

BHEAE. KERE. {ATENE R EER, LUK

d BEHKXEHTENFREEIR. EEHRAENKEHAEASE
—MR&EH.

(1]

L Report.pdf - Adobe Acrobat Pro =l E ==
File Edit View Window Help *
=) open | P Create ~ ‘ B e ‘ & & & Customize ~ ‘ &

:' s | {“_‘; | = -|- ‘ Common Tools Fill & Sign Comment

Qualitative Compound Report

Data Fie HSD, k.t D6 590081 Sarmple Name
SampleType Poaiton =
ot Name. aqror s M TG
20 Memod .z 0 e sn 120028 Acadesa T vtz 115720 T 7y

B Methas o SCemn
Comment
Expoctod Barcode Sammple Amoune
st 1y vot ' Tumeame o D6 e
Tunepan DG Tumesatsstame. iz ssioe e
Operntoame CreTRBG I RunCompletedfis e
Roquisiion Thoe {Local) VD12 115725 A (0.0

Compound Table

[ oo L4 L ]

[ ™= |

I EEE 7 |

L [FEELT I 1

Compound Chromatograms.

10 7|Ced 1: B.060: +E1EIC(50.0162. 51.0228, 51.5253. 5 | 4o »|Crd 1:8.060: +E1ECC Scan MSD_mix_dsiés DG _s
! 1 cPdswmnsn
e 0
05 08
o7 07
06 08
05 05
04 04
03 03
02 0.2
(3] 01
72 74 76 78 8 B2 84 86 83 © 3 802 804 806 808 81
Counts vs. Acquisition Time (min) Counts vs. Acquisition Time (min)
WFE WS Specnm <

E63 WAMIRGH “HTEIFR” §O

6 XAKEXH, FERNTRE a BEHEXH > KNBEH-
#HR, b RGRTEREERFLRE,
HRER,
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° ° J FEHEEX 102
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“EMSTLIERE” BF 116
FEEEX 116
BHO - EESHILIERTE 118
“EMNTISME” RN “EUSTIERE" EF
mE 130
BEMREERR 132
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“EESTSNE" EF

“EMESHTFMEE" EF

FENRERX

HUATIE PR Hr S fids” FEP,
£,

BB R =
B EHH. K64 ERTEHREKX.

ANERSY: (1) SEHEL, (2) TR

B agi ive Analysis Novigator B.08.00 - Default.m 4 Menu Bar | =[]
File Launch Edit View Identify Spectra Chromatograms MethdD Actions iguration Tocls Help Toolbar
SEHES O-VEIE 9--FRE AMLHN LRGSR W
| b=l = e e s R e e e T e e e = =3
| 4 Data Navigator % [\ chromatogram Results
oy Dsa e Jret QEW ¢ Ga s - WIALE BHRE
S suffas_PosAutoMsMSd
N | & @ ovomsograms X108 <ESITIC MS(al) sl Fos S 4
] wif\a + TICMSERID
) ] Spectra 1 Chromatogram Results
| Background Spectra - Interactive views foryour 444y ek
| = & sutes_posmisa ! o results.
| | = & cromatograms x10¢
I i = Ticsan 5]’
= v spmu
| ul-
| Sl ~ Scan rt:0502-0582
ALl + Scan (:0775-0839 mirh Sub ‘me +ESITIC MS(al FrageT25.00 sufas_PosTargetedhSHIS:
| WAl + Scan irt: 1208-1.273 min) Sub
| ] Background Spectra p ﬁ
5% sulfas_PosTargetedMSMS.d 'lhi.u M "
| = vl Chromatograms 01 02 03 04 05 06 07 08 05 1 11 12 13 14 15 16 17 18 19 2
WA =+ TICMsal) Counts vs. Acquisition Time (mir)
] Spectra
I Background Spectra i1 ms Spectrum Resuns x
I 2ot QY ¢ SA 3 -l WAL B%%%B b
[} 102 [+ES Scan (1t 0.309-0.373 rin, § scans) Frage125.0V sulfas_PosMSd Subtract s
) Data Navigator 1 & al §
Help you keep track of the data e =88 o LB = S ge 281
that you have extracted from 05 5= = g 23 |
! the open data files, %E g8 3|8 |gMsamanimBelits g 4 55 o z9 |8
| o = R Display of MS and MS/MS. 5 |
| X102 ~ES| Soan (it 0.502:0.562 min, - SPECHrE, You can select twin . § g pyacy |
1 % parameters 1o show as =
I - b o the peak labels. |
05 2 £=Fg S |
| g T8 €% B B |
| ol B i1y €3 B 2 |
i X102 +ES| Scan (1t 0.775-0.838 min, 5 scans) Frage125.0V sulfas_PosMS.6 Sublract
1 |
| 0s¢ B g§g g
| ol 8 38 g
] 5h1nn|sazonzsasw150mssa
Counts (%) v
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Z 1] -—'—- ” 1l
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&, KRS gt TARRAE” 278 BioConfirm FEF7AU#AE. ICHLHS B
T B

File Launch Edit View Identify Spectra Chromatograms Method Actions Configuration Tools Help
66 “EMSNIMEE BFEREE

2. TR

T HAEFRAE T H T 3T IR B SO A . B mT DT FFRERAE v FTED
WEMRE, LAY E D250 W,

EEHE3 a-VEE 9-c-LRZ ALM IS ALREES &
66 “TEMDESME" EFHNIAERE

TRE=EMR BIE

N T
EBEEHGES &~ STt > RIBFSIR 4
STt > (R AR
G
ST > $TED > SRS
IR > YRR Y O

. " GiiE > BR > BEER
L i, ol g > B > NS =R RNTIE
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o HRZIE

o XTHLZE R
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HEEAGTER BRI A H I S s 2 A T R I A SR DA B i
W PREE AT A G B SO RPN, SR P G R # 4 FE B A Bt S
@Ik T SREEITA FUEEESIE PR B R RBEIERT T

BT R P O I, SRR R R Bk R, e B S R I E
Ho Bof “HERSM” (B > SERIHD J5, ik &Sz ok B bk
Bl O TR88) BB INBE A A Tim 3R A . dbrp “Bdla i o as ™ oh i g 18]
P v S At i B G S AT v o Nt R S E D YA
o RAMA T Ik ESR PIAR G IR BUE BTE B ar S, “HERSHL” A&
fEM .

24 Data Navigator X

Sott by Data File -
= |yl sulfas_PosAutoMSMS.d

= @ Chromatograms
Wl YA = TIC MS(all)
Spectra
Background Spectra
= vl sulfas_PosMSsd
= @ Chromatograms
W/ = TIC Scan

Background Spectra
= vl sulfas_PosTargetedMsMsd
= @l Chromatograms
Wl = TIC MS(all)
Spectra
Background Spectra

B 67 FTAHT=AKEXHE “BENER @0

FiEdRiERE  FITEMLE DT E S XSO T ITE A F KR
AR BT -RAEAR R e — . @ HRAMRER VAR . % F1
I, AT LSRG 5 1 A 23 2 i B R R 3 B .
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[Z Method Editor: Workflow x
@ RBME 9™~ () RunMethod Workilow ~

Chromatograms A Options | Time Rangefs) |
Spectra -

Vorkfiow [Compound Discovery -
Identify Spectra A

Compound mining | Auto-Select Compound Mining -
Reports
= Identify by - Library / Database search

Library / Database Score fwd) Score frev) |&
General D:\MassHunter\PCDL\Suffas_AM_PC.. | 2500 L
= Method Automation
Workflaw A
Additional Chromatograms : e
Reports @ Search all libraries / databases
Export ©) Stop at first library / database match
Maximum hits per compound: 10

Identify by - Formula generation
@ Always A (2 When there are no Library / Database hits

68 “EYRERR” B0

BIEELSR WELE D P EREMESE. RN AR KA AR 2 A
. AR B N7 sUEAE S RN BoRiX s ik . K 69 FESI R &
NN

/\ chromatogram Results
rot QEW ¢ &M OC ¢ - IALS W% B A & v -8

x108 +ESI TIC M5(all) sulfas_PosAutoMSMS.d

nessnssanhsemantinnsomms s sassens Massssissssasssssss

x108 |+ESI TIC Scan Frag=125.0V sulfas_PosMS d

5 0.225 oR T
0518

x10& +ESITIC MS(all) Frag=125.0V sulfas_PosTargetedMSMS.d

01 02 03 04 05 06 07 08 09 1 11 12 13 14 15 18 17 18 13 2
Counts vs. Acquisition Time (mir)

E69 HEINFREXTERT=ZABEEN “GEESER @0

Xt B IRERITIRE
A €6 EAAT VP 2 310 -
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I i SR TR P bR S w1 R R I A

EE 7o € i PRI S P i B € 3 1] i i T A A i )

W RTESE PR BV 2 B, fE ORISR 'O o (e,
SR BIRGESCA

ARVEELR, WS WBHFER. TRER 7SR #RE.

L]
xal g g

BIE AT

B EIEEPRIERE BE “BEELER TALZHhH =
R EEE BIEE > RNEIEE

TRERF AN g E BIEE > R N &g E

Ry BiEE BiEE > RO BIEE

TS FHZBRIE B E BIEE > RO FIRIEFEE
FRBIEE BikE > FREIEE
T EERELL BIEE > T EERL

TEETISE AR LR 1 eb R R SO T P G s ek
K7 TR () m, ATRE “oil g & 0 Baitb s O thE Hh BoR
FUk EA SR E “BERM AR W, BRAREE O B SRR ik
il

¥ Spectrum Preview X
2ot QRY|EA B =S

x102 +ESI Product lon (rt: 0.799 min) Frag=125.0v CID@17 6 (301.0728[2=1] -> ) sulfas_PosAutoMSMS.d
J 107.0810 2080141 JD1T.725
0 i i

%108 [+ES| Scan (rt: 0.791 min) Frag=125.0V sulfas_PosMS.d |
279.p507
121.0508 [ . 382.0391 579.1566 822.0135 922.0096 ‘

0
x102 |+ESI Product lon (rt: 0.774 min) Frag=125.0v CID@22.0 (311.0808[2=1] -> ) sulfas_PosTargetedMSMS.d gl
2111155 * ‘

0

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 BOD 850 90D 950 1000 |
Counts vs. Mass-to-Charge (m/z) =

70 BRT 3SAMHEXHRHEIEER “EEME” 'O

108 Agilent MassHunter Workstation ¥XfF - LC/MS M 34T\ 136E



MS [RIZELER  nl/EE O d SR MS Fl MS/MS Ji & . A [ ix L i 1% 5 7
VEREFIR R . o[7E MS A1l MS/MS J5 i B 8 7= 18 TG 1 AE A 58 g5 06 A 8 1 74K
UHR AT T AR IF RG] 7 A, W e fE S ez s R & B 5 —
ANGER . IR SFE BT M EAL R A GBI TR 8 E X OCA s B
W, SR TIEREZERN “RR7.

TN R T AT I 2 A

o HEIT “MS SR PLEE T T AL R bR e B R A, T

TR IEREA R R .
o AT B WAL SR IR R B 4R P K% B PCDL, B Kkt i
HEAT FACIE

o TR RV LA, fE “MS FIMEELE R G b A R
o, S B,

ARTEL, REMPGERREZEL, ES WAL

1l1 MS Spectrum Results x
det QBIY ¥ EM 3 -l WAL B%RE =S

x102 |+ESI Product lon (rt: 0.799 min) Frag=125.0v CID@17 6 (301.0728[2=1] -> ) sulfas_PosAutoMSMS.d
107.0810 208.0141 3DTT725

8220135 922 0096

21i|185 *

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 850 1000
Courts vs. Mass-to-Charge (miz)

N ERTZ=AMSFREER “MS RIEELER” @0

BRIE w{EIhE O H s TOF 5 Q-TOF ¥l i) EAR IE .l fa e 2 L i & 41
Ry RGUGAE RSN LT T 1B B B RS LR A UL RC T, )R i
BRSO ATAE “MS FUE ISR & O il REESC R R St 1
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Recalibration x
(AR CHOR "]
Masses | Coefficients
Reference listfile: €\ \qtof_default_calibr ()
Reference mass list |EIFFETShottFostive | [ Defout |
Tolerance (ppm) + 50
Measured Mass Knowin Mass Difference (ppm) | |
68.9947
(] 755993
1 77.0018
[m} 99.9931
] 1005964 3
[m} 1189915
1 1708976
[m} 172.0000
1 2708912
[m} 365.9895
1 4159863 =
= 1210807 E |
Mean 00000
Standard deviation: 0.0000

E72 “BRE” @O

FRIEFXTEELRR B ATk Bk A il i R R B RS, R D2 BN
ZABEE . AN ER AR M K. 5 AN R BB K.
JJ i P R R U P 5 9 P DA R 1 o B = AN R IR oKk B
s &, SRTE Ok ERAEER” w0 hikE 1z BuE A

‘I'H'Sped:ml Difference Results: + Scan (rt: 0.775-0.839 min) x

2ot QR

x102 |+ESI Scan (rt: 0.775-0.839 min, 5 scans) Frag=125.0V sulfas_PosMS d
1 2790508

o 1210908 2241281 N 382 0393 5791565

x102 |+ESI Scan (rt: 0.775-0.839 min, 5 scans) Frag=125.0V sulfas_PosMS d

2730508

o Ll P5DE 2241281 ’ 3220393 579.1565
{ TR k

x102 |Sulfamethazine C12H14N4025 + Product lon Frag=160.0v CID@10.0 Sulfas_AM_PCDL cdb
1 2730910
186.0332

124.0869
o T

w0 150 200 20 3o 3w 4l 4% sho sho ebo e 7o 7o sho sho oo
Counts vs. Mass-to-Charge (miz)

73 “RIENHEER” @0
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UV FIEEZER % 1SR UV RiEE. AT MS @ik &3 UV JeigE, g
KAET UV R, e D UV i BRI UV SRt Al [\ UV i B R

™ UV Spectrum Results
2ot QB A2 - He B

UV {0.243-0 298 min) sulfas_PosMS d

2o 2o 230 280 250 200 20 200 250 3o 3o Mo 2o ko W w0 2o Mo b sk
mAl vs. Wavelength (nm)

74 UV REEISER

ROIETIER LA N8 e Gl R 45 SRR .k B b a6 53351 51
FERPIARAT . WRERER T2 0BE, W “HEnad:” @HhEsR
RIS AN O E S BIRE R IEFIR” K. R PREE SR 1
RN EHT I E SRR T PR F S0 B0 o i HAb AL B . F1 7 A H At o
TokE B AN B PREE S

s Peaks: + TIC Scan x

Peak A RT = Area HArea %A Height @ Max¥ -9 Base Peak R Width R Symmetry R FAWVHM 4R

1 0325 6620637.37 4822 251862943 371462675 2710316 0195 193 0.037

» 2 0.518 2989417.09 2177 80589731| 2046221.12 285.0203 0171 292 0.058
3 0791  12361740.51 5005 441568064 57188035 2790899 0166 214 0.041
4 1225 1373136199 100 509732116 6556291 311079 0244 231 0.038

E75 “RoEFR" G0

“MSs FUEEIEFIR 17 1 “MS FRIGEIESIR 27 R BoR 1 B K 8
IV . A B B AR R AR T BT . IR SRR T 2 AN FUE A,
B — AN BT e BoRAE R R, T Al B B R DAZE “MS B g3 27 E
PG 2o A DR AESE 5 10 i & 0 2 N A HE PP JF S R R 9 8. R 514
BRI AL E . SR UM H A B O R A AN R PR FE S B
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1l M5 Peaks One: + Scan (rt: 0.775-0.839 min) x
=
m/z B spund 2 MaxAbund B Z & Species 3 Farmula & lon Species n Label ¥ 4 Diff (ppm) B [«
2790908 163349062 163349062 1 (M=H}+ ([C12 H14 N4 02 §}+H}+ | Sulfamethazine 0.38 |=|
301.0732 23302803 233028.03 1 (M+Na}+ ([C12H14 N4 02 5]+ Naj+ | Sulfamethazine -067 =
p 640164 510308 510309 [ :
102127 433273 433273 1 (M+H}= ([C6 H15 Nj+H)+ | 739
103.9557 440208 440208 |
111.0917 2555548 2555548 (M+H}= ([C& H1D0 M2]+H}+ | 007
112,0844 304442 304442 |
113.1074 1273443 1273443 1 (M+H}+ ([C6 H12 N2]+H)+ | -078
1180865 1059828 1059828 1 (M=H}+ ([C5H11 M O2)+H}= | 249 B
5 173 A 19
E76 “MSiIE1” HO
1t M Peaks Two: + Scan (rt: 1.208-1.273 min) x
=
m/z 4+ Abund P MaxAbund P Z+ Speces +  Formula &lon Species Label - Diff (ppm} + ‘ “
) 3110808 144694733 144594738 1 (M+H)+ ([C12 H14 N4 04 5]+ H)= Sulfadimethoxine 0.9; H
3330631 51894681 51894681 1 (M+Maj+ ([C12 H14 M4 04 5]+ Ma)+ Sulfadimethoxine -1 I
64.0163 747846 747846
1021272 418665 418665 1 (M+H}+ ([C6 H15 NJ+H)+ 559
103.9557 703845 703845
1059539 309465 309465
111.0917 28786.58 2878658 1 (M+H)+ ([C6 H10 N2]+H)+ -0.08
112.0857 298213 298213 1 (M+H}= ([C& H1D M2]+H}+ 7783
113.1072 1517463 15174.63 1 (M+H}+ ([C6 H12 N2]=H)+ 142 \i\

E| 77 “MSIE2” &0

MS SEFRE  ME D ERERE R RTSEREGR . XKW “MS SEhrl” &
Ao s that. RA NS RefE bR KA. LBFR. AR,
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E:Q MS Actuals: + Scan (rt: 0.775-0.839 min) x

Category MName Value Unit F‘i
Source Fragmentor:2 125 Volts
Source Fragmentor:3 125 Volts
Source Fragmentor:4 125 Volts
Source Gas Temp 350 C
Source Ion Polarity 1] O="Postive 1=Negative =
Source LC Stream 1 O=Waste,1=MS |E|
Source Nebulizer 35 psig [
Source Oct 1 RFVpp:l 750 Volts
source Oct 1 RF Vpp:2 750 Volts E|

E78 SRTHEDCEEMFSHN “MS KEME” BO

FIBENARILER e D o ok A R S TR B 45 R s AT A
T (MFG) B 2R / B e, WIXEEEE R o Son et s D tha e
BRSNS EN, E g R R AR, DLER
B B R MTEE R R B =G0 56— 20 B ik B R R RS R
5B JON o T AU SR B B A 0 R R E =205 s I s A my/z fH
CETFSERMEASEPRED o SR WT T2 ey 3 sUSE AT JR A P 5

1 Spectrum Identification Results: + Scan (rt: 0.775-0.839 min) x
#E Automatically Show Columns | & O 6 3 R @ @& &

=

Best V¥4 ID Source T8  MName TR Formula T8 Spedes TR m/z 7 A Score ¥ 7 4 Score (DB) 7 4 Score (MFG) W8 0 1

PRY Gl DBSearch-LibSearch-MFG | Sulfamethazine €12 H14 N4 02§ (M=Naj= (M-H}= 3010732 279.0808 8598 9956 9958 =i

Species V8 m/z 74 Score fiso. abund) W4 Score (mass) 74 Score (MFG, MS/MS) 7 4 Scare (MS) 78 Score (MFG) T 7 4 Score (iso. spacing) ¥ 4 Height 7 &
a (M=Na)= 3010732 99.03 9373 5956 5958 9385 233028

Height (Calc) W+ Height Sum? (Ca ¥ ¥ 8 Height % (Calg) ¥ 8 m/z (Calg) ¥ 8 Diff (nDa) ¥ 4 Height 7 - Height % 7 -8 Height Sum % ¥+ m/z 74 Diff [op

2311804 823 100 300073 02 233028 100 83 3000732 071
357581 127 155 3020756 01 34594 148 123 3020756 -0.22
138837 43 6 3030711 01 132102 57 47 3030711 -048

Species VA m/z ¥4 Score fiso. abund) W4 Score (mass) 74 Score (MFG, MS/MS) 7 4 Scare (MS) 78 Score (MFG) T 7 4 Score (iso. spacing) ¥ 4 Height 7 &

(M=H}+ 2790908 99.08 9382 8925 8921 983 16334906
CE T+ Name ¥+ Forward Score ¥ Flags ¥+ Species 78 Lib/DB 78 Nates 7 4 Num Peaks 7 8 m/z (prec) 7 -3 Revers
10 Sulfamethazine 3081 (M+H)=  DiMassHunterPCDL\Sulfas_AM_PCDLedb 3 273,081 585
IF |
__ _Best Wi 1D Sauree. Y8 Name T4 Enrmula WH_ Speries YA miz T Seare ¥ WA Seore (DAY T A Seare IMFGY TR0 T
] ] J

[

B79 “BUEEIRAIER” @0

[»
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GHIERS BT / B S H R P s

“MOL SCA” G- 5 H R 454 1) SR

Structure | MOL Text

& structure Viewer: Sulfamethazine

HZN

[ ”|Ji
i\NN)\ N/ CH3

& 80

SFRNUTESE KIAUHS

“HEHREER 'O

R
IO

Ko WL HTAEEGR, IHFTHIET HX LR,

B i VLA 25 RIS
R SR BRIN 1A o AR VA TN B X o B S 1 T s R I, e RT BR—
Hyo “HiERSR” OEMMEDR. “8987 LR BRa K B R R E .

B\ A Jo R R A7 B X FA T BE K 4258 00 T

Formula Calculator x
®
| Alowed Species | Limts [ Scoring| Formula (M) Score (MFG) ¥ Mass Mass (MFG)  msz(Cal  Dif 2]
s ard i » C12H14N4 025 100 278.0837 2780837 279,091 |
o e - €6 [13C] H18 CI N2 O7 9995 2780837 2780836 279.0909
€5 [13C] H12 €I N9 02 9995 2780837 2780836 279.0909 E
Charge 1 -
€10 13 H19 N O3 52 9973 2780837 278084 2790913
Charge carier C13 H20 C12 02 9964 2780837 278084 2790913
Positive ions: H ~  Megativeions: |H C16 [13C1H13 N2 § 99.33 278.0837 278.0833 279.0006
MS icn electron state: C12H22053 99.26 2780837 2780833 2790806
CIHITCNS OS 93,03 2780837 2780842 2790915
LA oo N €9 [13C] H15 N OB 9865 278.0837 2780831 279.0904
Element Minimum Maximum [4 CB [13C] H9 N8 03 98.63 278.0837 2780831 279.0904
» IS 2 & €20 H10 N2 98.32 2780837 2780844 2790917
; 2 ;ED : C10 [13C] H11 N5 04 98.01 2780837 2780845 2790917
- 5 o C7THI5CINBS 9745 2780837 2780829 2790902
. § H C11H1BCIZNI O 96.16 2780837 2780827 27908
a 0 3 I CB [13C] H17 N4 02 52 9583 2780837 2780826 279.0899
13q 0 1 El C7 [13C] H14 €I N6 O3 947 2780837 2780849 2790922
- C11HIBO6S 9392 2780837 2780824 2790897 =
= x [

& 81
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WO - “EMNSTSNEET BF

FRETERS AL T AW A A 7 RS E PR GEEFal i)
JIFR. BAT R E AR EVEN, RETHE S RO SIS TR, SRR

AT AP 5
I~ 15 L B o
Mass Calculator x
®
Base formula (M) Species Calemfz ¢ Refmjz Dift (ppm) Defect
C1ZH14N2025 = » (M+H)+ 279.091 2790908 08 0091

Species to calculate

@ Positive ions ©) Negative ions

[#] Comparison miz 2730904

E82 “REUHER ®O
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“EMATIIERIE BF

“EMSTTIERTE” EF

FENRERX
ﬁ&ﬂﬁ“ﬁr%ﬁiﬁﬁf”ﬁﬁﬁ,ﬁA%ﬁzAﬁﬁ(nﬁﬁﬁ,@yr
HF:, 3) FEH. K83 ERT EIREKX.

 Agien ive Analysis - Defauity Menu Bar

File Launch Edit View Find Identify Method Configuration Tools Help
FH03 90 -BERAGDGD H @D __ __--_-

P = — e e e e e e e e e = |

Emrmm}utmms.u % [\ Sampie Chromatogram Resuits x

1

- JOR: - - cet QR Mz -k BB A RD J

Resuts Taﬁ'::’::m?:‘lzel workow «102 [+€S1TIC MS(al) Frag=125.0 sulfas_PosTorsetecMSMS 4 |
i R i icfiow Targ 1
Result Summary Saved Results infon fon. Mo arget 1
&5 found Defaultm > DAMa 08
4 igentified (8 found) _pmaAll lons3. > DAMs 7 Sample Chromatogram
P 3igentified (4 found) Defauitm <<Interactives » sulfas, 06 Results
04 Interactive views for your
sample chramatogram results.
al ) 3 0z
0-
Gl Compound List: 4 found x X
= Counts (%) vs_Acquisition Time (in)

Hedd Compound List 1
Alist of the compounds found tf Lo % m Lck.oid Raeolts X
forthe current sampleinthe peore VRaePesk Ve 2 o 3t G Fl 3 X 2 ~ B LA % | o3 QF 42 ~ 0 HLEHO _‘

sample Table, a2 seoved . 7
sea2  1sa0i11 ,(m:Jde 4 Sulfadimethexine; C12 H14 N4 04 §; 1.223: +ESI TIC Fro. x10% |Cpd &: Sulfsdimethoxine; C12 H14 Na 04 S: 1.223: +ESI Sa
Cl2HIAN4025 279091 2780838 079 0195 176901 54366 9912 186033 i | 1223 1 ¢l =
COHIONAO2S2 2700319 2700246 032 0478 47040 10433 9521 156011 e 3 2| Compound MS
al = ez ch i B Result 2 S 3 Spectrum Results
[gmatogram Resuits 2 E Display of MS spectra for the
=21 Results: Cpal C12HI4 N4 04 5: 1223 x The chromatograms for the JE=ZE
ERD B current compound
current compound. s TE g
i % 1 EF R T
02 04 06 08 1 12 14 156 18 W 20 300 400 o0 &0 700 B0 w0
0 Tectulq s “’:::: : Compound Identification Counts (%) vs. Acquisition Time (min) Counts vs. Mass-to-Charge (m'z) |
S b Results
Best & Name 4 form| - The results for.one compound ki & piff (ppm) Giicompound Frag : 2 Kl
4 @  Susdmetonne C12r1g] « Of running either Generate s 2ot QF EAaz ~-WLE,D b =S
Farmulas or Search Library/D8.
mz 9 SpeciesP Height 42 5T0T€ (Mass) T SCOIE (150, ADUND) ore (Is0. spacing) < 1102 Cpd 4: Sulfsdamethouane; C12 H14 N& 04 S 1:223: +ESI Product lon (it 1204-1.262 min, 4 scans) Frag=1250V CID@Z20 (311.0808]z=1] -> *.
4 L0807 (M-Hl- 1994485 998 9859 5805
miz 8 m/z (Calc B Diff ppm) B Height B Height (Calc] -8 Height % 8 Height % 3 g Compound Fragment
3130799 3130794 175 122333 128237 61 2 = Spectrum Results
3120838 3120835 121 316028 31022 158 D\sn\a'vaf
310807 3110809 043 1988485 193439 100 d MAS/MAS pectra Jofthe clareat
£8 < compound
- 0
il * . 50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 505 550 55 600 €25 650
Counts vs. Mass-to-Charge (miz) 1

E83 “EMSTmIIERIE EFHRE

wal
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1.
SERRE (] 84) LT T EHAN LAY FTER S HRE, ULLREE) <&
Ve T ST S ” R IHRAE . BENLHE B & R S A SRR (S .

File Launch Edit View Find Identify Methed Cenfiguration

E8a “EMARMIERE EFHSEE

2. TEE

TR AL TR T T TR 5 RO SO R . ST DA RRAE 7. $TER
WA, LRI DR .

SEHES H-VIEBF 9-0-FLRBRE AM IS5 HbBEHEHE &
E 8 “EMSIIERE BFMNIARE

TREER ey
n R
B HGSS 90 Luppes
S > LREIE
ST > TED > L AMIRS
48 > B
458 > BHHT
WE > Ea%
@ T WE > ok itEs
& A GG M E > K AYEEEER
i WE > HREREER

HLE > L&Y MS RIEELER
E > L& R FOEELS
HLE > JFEELER

WA > L AMFI%R

@ & & WE > A HPRBIE R
ME > MS/MS o FRiFHAER
WE > BHEES
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3.FHEAO

FEEO GESIH 116 T ERE 83) #— B EiE 13 M 1. BRI “&
PEOPHT TARRAR” REFPIT, BB BIGE R A X E 0 —H5
o FEmE

. WEWHIFR

o LEWIILER

o JiEYniEA

o HMAEFRNR

o FEAL O LR

o fh Bt E S

o 1b&W MS Ji it 4k R

o AW R o 2 R

o XTHLZE R

e MS/MS 73 MG L

o TRt ES

o JREIMHEE

B0 - BSOS LIERE

Mk “RERER7 DRITIFEANRER CBR ) MER. BELE O ik
FH DB AR R & BoR A AR G Db T LB AR PR E PR A

7 Sample Table: sulfas_PosMS.d x
el e
Results ‘Workflow Acquisition
Result Summary Saved Results Method Workflow Target Source Sample Name FileName Sample Position Acquisition Time
65 found Defaultm < <Interact 1ngsulfas  sulfas name ofthe Data file PL-F1 8/16/2008 %:18:41 P (UTC-DE:00)
¥ {10 faund phexerdsem < <interact 1ngsulfas  sulfas Poshisg P1FL 8/16/2008 9:23:01 P (UTC D6:00)
4 found Defaultm <<Interact sulfas_PosTa 1 ng sulfas sulfas_PosTargetedMSMS.d P1-F1 8/16/2008 %:39:19 PM (UTC-06:00)
[ i | ™

E 86 Mm%k
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WEMFIFR w0 SR A E R SR B BT LS. IR R N
AIMHERZ, - thn] S SRS b A (Y

“UEMFIFR” ORGSR AT S SEEA S A . X L
S RIRAERIN / IBRFIAERE S . 0 F

o BEE

o HEWRM

o TRk

© D THRHERI

o BRI

o WEERR

o FEAROEE

o HAs#/ WIS

HEMIIRIAR

TRERK il

o3 - R HATE TS

- R T EERFAESIEE. LT
e STTRESE, SIS BaERL
ERFFIRRES.

. PHRE| E—MEAY. MERENS
4 & E—Meay, ikEARRETE.
. PHREIT—MEAY. MEBEEIENE
BE—MLEY, MkERFTR.

&
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3 Compound List: 12 found x
General Compound Identification Formula Generation Molecular Feature Extraction Database Search
Formula ¥ mfz ¥ RT V¥ Score ¥ Mining Algorith ¥ Cpd ¥ Name ¥ Score (MFG) W Vol ¥ Score (MFE) ¥ Score (DB} V¥
P iCEH1404 151.0963 0268 23.65 Find by Molecular 1 4731 60075 98.2 0 i
C7 H12Z N7 1951225 0297 2375 Find by Molecular 2 475 109096 986 0
CSHIOMN4 0252 2710324 0326 BBJG Find by Molecular 3 Sulfamethizole 1222686 841 BB.76
C5HI11CINS 045 273.0283 0326 23.81 Find by Molecular 4 4762 107190 86.7 0
COHIENT O 2561751 035 4502 Find by Molecular 5 90.03 23265 839 0
CSHIOMN4 0252 2710321 0416 47.29 Find by Molecular & Sulfamethizole 32976 58.1 47.29
CI0HICIN4 025 2850204 0525 98.67 Find by Molecular 7 Sulfachloropyrid 594954 100 93.67
C12H14NAO25 2790908 0792 98.87 Find by Molecular & Sulfamethazine 4432850 864 98.87
C12H14MN4045 3110805 1231 9909 Find by Molecular & Sulfadimethoxin 4220812 844 99.09
C12H14 N4 045 3110805 1331 95.81 Find by Molecular 10 Sulfadimethoxin 142298 100 95.81
€25 H26 N3 02 4012105 1732 2956 Find by Molecular 11 59.11 21433 100 0
C24 H26 NE O 44322% 1738 3922 Find by Molecular 12 TE44 36420 59.8 0

E87 ERTHENEINPHIIE “UEMIIER BO

¥

FEYRIERE TR 5T LLE T AR SERER N A S8 BE XSS
(37595 AT LA I ME— R SR A4 AT DR AT

FE I B T U PR LR R T IR IR By o A7 RS LS A B B I I
o H RV, ERTDRISAOC “OrAg AR AT R A IR B 1
Hi.

\

[E Method Editor: Workflow x
@ E BB Y- (B RunMethodWorkilow *
= Method Automation A Options |Time Hange[s]l
Workflow A -
Workflow [compound Discovery -

Additional Chromatograms
Reports Compound mining [ Auto-Gelect Compound Mining -
Export |dentify by - Library / Database search
. Library / Database Score fwd)  Score frev) |&

| DAMassHunter PCOL Sufss_AM_PC . | 25.00
Compound Discovery A 3
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