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A B, W License Activation CYFRIEMGE ) & 4T T

! License Activation EI =] @
You don't have a valid license. To obtain a activation key, send the license code below
to Thermo Fisher Scientific. .
Email: ThermoMSLicensing(a Thermo.com. J

You will get an activation key.

User Info:

Name: | Street Name:

Company: City:

E-Mail: Zip Code:

Telephone: Country: -
~ Feature Info:

Barcode: Product: TraceFinder_General
License Text:

<LlicenseRegquest version="3.1"><Userlnfos><Userlnfo name="MNama"></Userinfo><Userirfo
name="Company"></Userlnfo><lserinfo name="Email"></Userinfo ><serinfo
name="Telephone"></Userinfox<Userinfo name=">5treet"></Userlnfo ><Userlnfo name="City">
</Userinfox<Userinfo name="2ip Code"></Userinfo><Userinfo name="Courtry"=UMNITED
STATES</Userinfoz</Userlnfos> <Features > <Feature name="TraceFinder_General"»«</Featura:
</Features>«<Host| Ds><Client >0 88b4da88</Client ><Server>=00f 88b44a88</Server>
</Host|Ds><License Term>FEATURE TraceFinder_General THERMOCO 3.1 174un-2013
uncounted TS_OK HOSTID=00f 88b44a88 SIGN=</License Term></LicenseRequest > SCIENTIFIC

Copy Paste Set

ERE EEUH AN AT LA TraceFinder S 51 -1 IEHE Help (FBBfI) > License Activation
GFRERE) F1JF License Activation % o #5 DA KAVFAUE, WHIL—/MFEE
TNTE i B B 5E FEAR AL
DL PR ARSI g ml b ] F -
¢ 120-Day Evaluation Version (120 KVFALAR, %)
¢ Full Version Single License CPRVEAT IR 52 3 /D
PRI RESCHE, FEWOE G 120 K5 Bahid . (BB Rldk R4 H AT A #80% B 3

ZERIZIRAS . T LUK TraceFinder N HIRE P58 SRR, AEVP A B2 i BN S8 AR, e
i ST R A

AT U S VE AT TEAT AL AT H B R R VAT, R
M
A VS ATAR ()@, wT I R NA4E JE IE M San Jose [#] Thermo Fisher Scientific 7 A 3 #F:

o HL T MY ThermoMSLicensing@thermofisher.com

o fEFL: 408-965-6120
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1. 7E License Activation (VFRJIEMIE) % ) User Info  CHH S ED XA A H {5 B o
ERINEE,  License Texe (VFRJIESCA) HEGIEEZAS S XML SCAH

~ User Infa;

MName: Jane User Street Name:  River Oaks Phowyl

Compary:  Themo City: San Jose

E-Mail: jane user@themofishercom  £p Code: 55134

Telephone: 1234567850 Courtry: UMNITED STATES -
— Feature Info:

Barcode: EEEE SRS Product: TraceFinder_General

License Text:

<licenseRequest version="3.1"=<Userlnfos><Userlnfo name="Name"=Jane User</Userlnfo:
<Userinfo name="Company™ = Themo</Userinfo ><Userinfo name="Email">

jane user@hemaofisher com</Userinfoz<Userlnfo name="Telephone"> 1234567830/ Userinfo:
<Userinfo name="5treet™ =River Oaks</Userinfo=<Userinfo name="City" »5San Jose</Userinfo
<lserinfo name=""7ip Code"»95134«</Userinfo<Userlnfo name="Courtn"=UMNITED STATES
</Userlrfoz=/Userinfos»<Features > <Feature name="TraceFinder_General"=xo00-000 000K
</Feature=< Features=<Host|Ds»>=Client =00f 88b44ad 8« Clent ><Server>00f 88b44a 88
</Server=</Host| Ds=<License Tem>=FEATURE TraceFinder_General THERMOCO 3.1 174un-
2013 uncounted TS_OK HOSTID=00f38b44a88 SIGMN=</License Tem></LicenseRequest:>

2. 1F Barcode (£JEAE) HEH i N TraceFinder CD FFTEI 4T,

ZRTEAEHE N soaee-soo-xoooc B xooe-xom-xooc-xoes
R B E e
3. HPTHE RSN G, riidi Copy (E®D .
I FIFR 7 1% XML SCA ST i) 42 B AR
WRREAAEE, — MR ERAT B AR
4. F XML SCACKE I 22 FL 7 HBAF IR ESC, SR AP 4

ThermoMSLicensing@thermofisher.com.

ThermoMs, icensing@thermofisher, com

Subject: request for TraceFinder license

¢LicenseRequest version="3.1":<UserInfos:<UserInfo name="Name":»Jane
User</UserInfor<UserInfo name="Company">Thermo</UserInfor<UserInfo
name="Email"”>jane.useritthermofisher.com</UserInfor<UserInfo
name="Telephone">1234567898</UserInfor<UserInfo name="Street">River
Oaks</UserInfor<UserInfo name="City">San Jose</UserInfor<UserInfo name="Zip
Code"»95134</UserInfor<UserInfo name="Country">UNITED
STATES«</UserInfox</UserInfos»<Features»<Feature name="TraceFinder General™ 000300
KO0« /Featurer</Features»<HostIDs»<Client»@@fT38b44as8</Client»<Server-0eff3sba4as
TraceFinder_General THERMOCO 3.1 17-jun-2813 uncounted T5_OK HOSTID=@@ffs3b44as3
S5IGN=</LicenseTerm:</LicenseRequests>

FP e W8 35 s A A [ 52
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2. M TraceFinder SZHLH & Help (B > License Activation (¥ AIIERTE) -
License Activation (VFRJUEWIE) & 47T,

R 4P B Configuration  (BLED #H& _LIM I RERLERINGER, Thgk
HLff] License Activation (UFRJUFEE) & K H 3 .

3. piili Paste CREMY) .

S FH R PP B U AR 11 P9 28R 5 2 License Texe  (VFAIIESCAD HEH,
4. i Set GRE) .

N FH R P42 ROVF RTIE 2R 7 PR 4 B S B BT

BRI
fasn] LA 2 B AU R Thermo Fisher Scientific, FREAT S B o

& BEBRREAIZFEDHLO

B 3% 800-532-4752

LB 561-688-87306

LT~ 42k us.techsupport.analyze@thermofisher.com
AN PR www.thermokb.com

FHE T ABCERE, Vil mssupport.thermo.coms
¢ BEBRREPRSDL, REUTHER

T 800-532-4752

fh 561-688-8731

HHL - HR us.customer-support.analyze@thermofisher.com
P i www.thermo.com/ms

& HERGAMHEEIRFIHKRAER

#¥:2 www.thermoscien tific.com/wps/portal/ts/contactus.
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o Xcalibur {4 REHRALIALEE  Cpmd) FULHE Cmeth) J7yk3CfF
A RO B R4S B, S50 79 U0 Ry AT k.
A RBVEAE T R VR B, S5 283 UL B/ AT s 7

o KABIEPE (xml 3% .cdb) RSP LAY
SR 258 TUER « GBI A 7

o RELUNNHBFPIHLR 7k s .
—  TraceFinder 1.0, 1.1, 2.0~ 2.1 87 3.0
—  QuanLab Forms 5% ToxLab Forms 2.5 &¥ 3.0
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TraceFinder N H F2 7 7E A H 2 B CAR PR AR UEAC BERE P W G120 BT R4 (SAS) NIEI R Z,
o 5 P A A 55 IR 3 P I TG 2

THERI TSR

TraceFinder N 27 S HF LA SO

o EGNRRME Cosv) RS A A 17 RSO LA A SO SR — R SRS
2o AR AT R SO G AR A DR H . SCASSCE P (AT ARG T (04T, SOARAT
MIE 5 BT T R4 17 B

o WPERSCIES (xmD s OB ROHER, AT AAEERCECR SO Bl HL g
A AR B o M — AN AT B (0 TR SRR SO A 2T — RS AR 3, BRSO
TCER o X RRAE SO AERR I AR FR ARG Y. (1 45 SRR I 2 (8] o

o AE Cmeth) @ Xealibur BAFRLAT SRS, 8 EREA SR AT B R AR K

FEEH A
¢ MR Cpmd) ¢ Xealibur S EATIOCIF, @50 TAPLER RAN LB T
IR AR 4

o JFUREE Craw) : RGUREFE SO,
o thEMEAEEE (.cdb) : TraceFinder 5%, ExactFinder 14 &5 PE A B 1e) SR
o B (.db) . HT HFRIHIE AP A

TraceFinder B #4544

TraceFinder W FE /P LE .. \TraceFinderData H & ALK T7iERIBMN B EE TR . EEREA
RIS Jert, N R 2 0 R B 5 v AR 2 B S

J )R] LLLE TraceFinderData\Projects SCAF R QIEEAL K, 8 7 Projeces (WL H D) AR
QUL 730 o P R ABE R B R 7 30, ARREAN ] DA LAt R SCA
ALK

BEEER LEEMABS)H TraceFinder N HFE A1 £ 1) 301
B 1. ok H s ai sl

| , Computer » O5Disk (C:) » TraceFinderData » Projects » Project A » Subprojectl » Alprazolaml »
Mame : Date modified Type Size
. Data 5/24/2012 11:00 AM File folder
. Methods 5/24/2012 11:00 AM File folder
. Reports 5/24/2012 11:00 AM File folder
|| BatchData.btd 5/24/2012 1:42 PM BTD File 86 KB
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2, SEZM TR, WAZEEIE . B BAVEREEE . T E Mg AR,
I 58 A B AR AR B

TraceFinder AR AIEHIRAE . LB, EFHMIREFINGE, 5N IRRIETT T A 23R
HAEBY . AN R AT 4 A 3l R RT3 Bt 70 il l DU A R R SR
QARSI FF S AR .

TraceFinder N I RE /7 R E3 G AR B i, 1ROESCE 10 7 IR IHR SR, iRt s A
Rt. BeAh, IEREEUETOG A, JFEA B A A A AR IR .

BEE LSRRI

o HA LabDirector (SL50% 3:4F) . ITAdmin (IT & HE 1) . Supervisor (&) |
Technician (FARA B H QAQC (AR FsE) [HHAUIR

o HTEREEH 7 224 [f) Administrator Console CEFHL ¥l &) FEHRAAEE CHBUIRM
o

* Configuration Console (Bl EFHIE) , HTIREEE . BIHCRERME . TPk
e H o AN AR

* Method Development (J7¥ETFR) B, H T4k, WEAHESECNE bR
S BRI LI

o RAEINFIIEII:
—  Acquisition batch  CREEMIO F, 53 H 7 QUL RIS AT HE
—  HEVARR 1) 24T ToxLab Forms N R b 1 1) S 1

e Analysis (Z0#7) B EALXALE . BURER . AR T LA E A S LK

o BAEPERE I TETT K

o EWRANIAE, SCFF LCquan™ F ToxLab Forms N 27w (1) 2 fig

o HFRTiE TR

o FRUERN 52 SR

R TAERAZ O R P B4

o SREEFIALH

o WA

o AFRRIEREE

o R HTRIbR LR E

o ERAR

o HdlEFFATE

o JRAREE SCPRALHE
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TraceFinder N IR /3 th S0 (R SE36 = TARWRAE AL B JH P QU — IR, Bl RGO i
A AT b AT B AR E R ARk o T DO AR SR e AT IR E L )
égﬁéﬁiﬁﬁﬁazﬁ% P RS AT R PRSI R RN, SEIEREE MR, RIETT
{8 1] TraceFinder N HIRE /I, IR LA N HEAD BRIEAT
1. £ Method Development  (J5{XJF %) FEarh 8IE /AT — A 574,

AN EINRE G R INEMAE P, AL RE

o L SRARFIAL B R 4 HcHs

o B A S A PE O S5 R

o SR AER R L
2. MFIEA— Rt m S QU R AHEIX

RO ARAE I35 R T iR AR BRANR S R 102 o LR (AR AT AR AP R b
3. Wi#% Real Time Status  (SERPARZS) HLEI P RHEICIRES

T TraceFinder B\ P A A SLIN BRI LAZE G 24 B R AR (S IR 1 Fg ] i
THRIEAT I3 — K

R DA Il I TraceFinder & HoA T AR EE RGRE . ZIX B R
NG OB EARESAT KBS PR R () .

4. VA Analysis (73471 B 5 .

Analysis (7308 BCEE TP T LA ALK, HERERE . SRS AA 5 2 AL
5. 7F Analysis (73#7) B Report View (IREHLIED A FFT 4R

f# 1] Report View GHRIGHLED A BT B2 Airde @ ALk i it o
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A TR L PO R AR, BRI % SR =R LA TR A 4 3

MR BEIRE UM TR . LR RBFE AR MR I E R ESK, ST B

% LC Fl GC RGHIMERER 7. 50 MU : Standard  ChpfE) o Custom 52 X))

Target Screening ([ PRITE) F0 ToxID.,

HRprE. B X HARTRIZEDL ToxID™ #5245 E, DL PRUEHR S S IR 7R 41,

R 551 LBy R .

FrifEdk s (PDF SCHF) 7l Az T- LA SO
C:\Thermo\TraceFinder\3.1\Clinical\ExampleReports

REHR SR

Thermo Scientific

* Batch Report (LK E)

e Batch Summary Report  (HEIR s 4541 H5)

Batch Report Rev 1 (LK & A 1)

Calibration Report (% IEH4)

Calibration Curve Report (1 1F fh 44k 15 )

Chromatogram Report  ({A % 4R #7)

Compound Calibration Report  ({b &ML IEFR 2D
Compound Calibration Report - Alternate (LG IEFR T - 251D
Confirmation Report  (FfiiA i 2)

High Density Calibration Report (/5% FERZ IEHR 27D

High Density Internal Standard Report (5% & N AR 25 )
High Density Internal Standard Report Long (&% 5 A FR KAl 25D
High Density Sample Report 1 (% BEFE iRk & 1)

High Density Sample Report 1 Long (% LA A KAk & 1D
High Density Sample Report 2 (% FEFE ik & 2)

High Density Sample Report 2 Long (=% FE A il KAk & 2)
High Density Sample Report 3 (% FEFE ik & 3)

High Density Sample Report 3 Long (5% BE A i KAk & 3)
Intelligent Sequencing Report (] HEHE/FHR 15 )

Internal Standard Summary Report  ( NFRE &5 )

Ton Ratio Failure Report (&1~ Lt A M i i )

Manual Integration Report  (F2F 734 )

Method Report (/554 &)

Negative Report  CBHPEAE il 15

Qualitative Peak Report (i PRI &)

Qualitative Summary Report (i P & 254 27D

Quality Control Report  (JFT#%4R 15 )

Quantitation Report (iR )

* Quantitation Report - 2 CEIEIRE - 2)

* Sample Report  (FEiHHR &)

¢ Sample Report Long  (Ff K4k 5 )

¢ Solvent Blank Report (#7175 [ 2
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o AltCalibrationReport (£5HR IEHR )

o Alternate BatchReport  (#5 FHHEIR IR 5D

e Alternate CalibrationReport (#5 IR IEH )

s Alternate ConfirmationReport  (£& FHffiiA k5 )

* Alternate MatrixSpikeReport (£ 3 FUIMFRIR 25

s Alternate SampleReport (£ HIAFf i )

o Alternate SummaryReport (£ S 454k &)

* BatchReport (LK)

e BlankReport (7[R %E)

s CalibrationDensityReport (5 1F % FEH )

e CalibrationReport (FZIEHRT)

e CheckStandardReport (I £ )

* CompoundCalibrationReport (ft&HI1 IEFR 15

¢ ConfirmationReport (AR )

* ConfirmationReport2 (ffiih#k 5 2)

* HighDensitySampleReport1Long (=% LA A KAk 2 1D
* HighDensitySampleReport2Long (=% FE A il KAk & 2)
* HighDensitySampleReport3Long (=% B i KAk & 3)
* HighDensitySampleReportd (5% FEFE iRk & 4)

* HighDensitySampleReport5 (5% BEAE iRk & 5)

* QuantitationReport (SR )

* SteroidAnalysisReport  (FS[H[BE /3 AT &)

B FRimiE R & KA

* Target Screening High Density Sample Report  ( H Friii 1% 5% FEFE il &)
e Target Screening Summary Report  ( H AR ik & &5 &)

ToxID 3R & 28

* Target Screening Long Report  ( H FrifiE KRk &)
o Target Screening Summary Report  ( H AR ik & &5 &)

6 TraceFinder JH ) T/ Thermo Scientific



| =]

FEANI]

A FALSE TraceFinder N HTRE P N T E T 25X
B2
o ‘%% TraceFinder N FHFE 7
o ‘4% Power Modules (IJHEREEL)
o %% NIST Al QED J%
e JA3) NIST Library Browser (=3 i #%)
e )45 Qual Browser i PEN Y 2%)
o bt B A

o HEEEFRIAER G

2% TraceFinder [ T2 FF

Thermo Scientific

VIR ‘2 %% TraceFinder 3.1 N HFEFI, &M TraceFinder % 2E781H  (TraceFinder Installation
Instructions) P UEIHBEAT o DLJG T REIE 75 L5801 2245 TraceFinder N R 7 B0 22 34
InstallShield Wizard (InstallShield 7] 5 ) _ERHAB DI RERCER, 4141 Power Modules (L HEAH
Ho) .

DL N Ui EEE . )3 8l & S TraceFinder N HFEF .

& EEE TraceFinder K2 RIEFF

1. i# 1 Thermo Foundation Instrument Configuration (Thermo Foundation {X#FHCE ) 7 [
MBRITAT A -

2. 1t Windows™ Control Panel (Windows™ # il [H M) #1ZX TraceFinder N FHFER, 4R )5 H)
T Thermo {X#5 9K 5N

3. #fi \ TraceFinder CD (TraceFinder Ya#) , %M UL D3R 4% TraceFinder 3.1 W HF2 5 Fll
NIST J%:

a. $TJT TraceFinder 2235344, X5 A Next (F—%) .

TraceFinder H /- Ft 7



2 ERAN

223 TraceFinder W 27

InstallShield Wizard (InstallShield |7 5) #TJF.

Thermo Scientific Product Launcher - InstallShield Wizard

TraceFinder 3.1 Setup
TraceFinder 3.1 requires Foundation 2.0 SP1. You can install Adobe Feader w10.1 from the software CD

Adobe Reader 10.1

Drothlet 4.0 Extended

MIST Library

TraceFinder 3.1

TraceFinder Power Modules
Litrary Manager 2.0

Walidation Certificate

Example Data

Browse CD

InstallShield l < Back l it

b. A7 TraceFinder 3.1 %41, %M InstallShield Wizard (InstallShield 7] 5) H 5 B i
1T

R PG AIF A& 5 16 A BAS ) Thermo Foundation™. Thermo Xcalibur™ F1 ToxID V.
R, R b AT s .

EHIXHEHES S Yes (), LLSEERE bR LART 2235 ) TraceFinder N HFEF .
FFRFT IT TraceFinder %35 304, #R)G il Next (T—%) .

e. 5l TraceFinder 3.1 %4, %M InstallShield Wizard (InstallShield 7] &) H i B 4%

o

o

o

BERER N T 1IEMI %2 TraceFinder NHFEST, AIHES /R H /7 #14 Thermo
Foundation™. #AT LA F#4F:

1. fith Yes (&), M¥RERUENN, L OK (H7E) .
MR 1] 5 4k 252 22 2% TraceFindero

2. EPIR 2% Thermo Foundation, fiili Yes (&), MFL/nH A ENLES,
Aii OK (&) -

RS ) F 4R B AT T — P e
£ MR, BRI GC (i) i LC GRERIE) A,
g ZEGELLG, FRHRFTIT TraceFinder %6304, #RJ5 i Next (F—%) .

h.  (ToxID 7)) #5LAHT A Z%E NIST 5, pith NIST Library (NIST EE) %41, )5
3 CRTIE S P AL

. (F[iE) midi Example Data GRGUEHRE) ], 2 M UI] 284 Son Bt Boi (7R

B H .

8 TraceFinder JH ) T/ Thermo Scientific



2 fERAIT
229 TraceFinder M FH A2 ¥

4. LI IE AR YRE),  7E Thermo Foundation Instrument Configuration
(Thermo Foundation {X#3HAC'E ) & H L E A A -

P& Ui )3 3l TraceFinder N FEY .

@& ZEE BT TraceFinder iz IR F
1. i AR
P AERC B A A 2 H 205 ] TraceFinder N R

2. Al 510 _F i) TraceFinder Elbr, BUF# L+ Start (FF8E) > All Programs (EFE#EF) >
Thermo TraceFinder > TraceFinder Clinical Research (TraceFinder IERFFZE) -

AT, P2 2Re RS, NHETF LHEM., 78S 24, S0
% 60 71 R “ToxID”,

& HEB XK TraceFinder LAREF (HHAPREHERD

FERE AF 55k TraceFinder N HFEFZ 0T, M P 2 S B0ER, REGE B G0N
HP3cE — NP B R E P AR, R H P 4R e A 05 R AL

I3
1. 7t TraceFinder 3k & I FAIATREMIH P 4. Z050 11 00 B “TraceFinder Login (47
. Z2 »
KD EI 7,

BEER A BRI 2REo T, LUE BB YOy, A
Administrator/Password (B R / B8 15N wsernamelpassword (/745 | ZH9) o

2. BN
WRE NI P 28I, RS H I RPN

Incomrect credentials

BNIERH P e, sUE IR RAE BT,

3. I Login (&3%K) .
TraceFinder &x % HFT o S0 TraceFinder 711,

Thermo Scientific TraceFinder H /' F/it 9



2 ERAT
2% TraceFinder N J1 FE ¥

2. TraceFinder F= % [

AN G E FH 224, User CFHPD
1 Log Off  (VESRY) $&HH A nI H]

I Themo Tocefinder | ===
File Go  Help Real time status | User: Director Log off e 3

DSl Hrek - e é §| e

¥ Batch View bl Local Method Update Instrument User.

Samples > _ Inj
Status Filename Sample type Level Groups Level Sample ID Sample name val

Dt c 1

ce

¥ Data Review

Sample View
Compound View
Comparative View

Qualitative View

Report View

¥ Local Method 1 '

www

General Automated Batch Reports Compound Active Status

Compounds Sample Level |r Batch Level | RT Compound Activ

QAQC . Create Create
Report Name Type Print POF ML

Method Development ] p

10 TraceFinder H /' F At Thermo Scientific



2 AN
2% TraceFinder I FHF2)%

3. TraceFinder Login (& 3%) %

TraceFinder™ 3.1 Domain: | AMER
Optimitzed for Clinical Research el

Password:

[_Login || et |
e T g O By R Thermo

T vl inberrealiconial ieatied i csoribed) in e Aot SCIEMNTIFIC

© Copyrignd 2003 Thermma Fisher Gcienlls; i

F 1. Login &%) HHOSHL

¥ i3

Domain (Hi[X) IR 7%

Username (/7 44) Mg 44,

Password (%#6i5) I P AR E B

Login (& 3x) IR 7 A RS, $T T TraceFinder N FHFET
Exit CGiRi)D KM TraceFinder % 3% % 11,

Thermo Scientific TraceFinder HH P FIF 1



2 fERAAT
4234 Power Modules (I BEAEE)

223t Power Modules (Thagt&Esh)
HEHE DL ) 2% R TraceFinder H7AHEHE DL S 2 R0 A HIIT
o BEIEEESR
1. MSFE 0 B 22 %% TraceFinder N FHFEF .
SEE 7 HEH %% TraceFinder IR 7.
2. FEUHTIF TraceFinder %655 01, S5 1715 Next (F—35) .

3. miili TraceFinder Power Modules (TraceFinder ThEEARIR) 44, F4M Ui ] 20 22 il i
FIE REHE PR .

4. W INRE BT,
PR, $RIRIEI TraceFinder ML FERIS BT . Z0050 i 70 LI < 7

G
XL BRI IR R A TR, R A B
. FHHILE LI, BH 59 0 R W T

12 TraceFinder H /" F/Iit Thermo Scientific



Z22E NIST #0 QED [

2 AN
22258 NIST A1 QED J&

248 ] = EPURATACEs I, 9120 TSQ Quantum XLS, % ML 45 ] 222344 NIST Al QED JE.

¢ BHERKNISTE

1. TJT TraceFinder %4304, SRJ5 riili Next (F—3) .
2. ¥l NIST Library (NIST &) .

NIST 08 MS Search and AMDIS Setup (NIST 08 Jitil Kl #:ZR Fll AMDIS ¥ &) 1 '$41 IF.
3. F R BRI b U AT

4. A FHRRIEPE HARSCIRIN,  1EHE
C:\Program Files\NISTMS.

& HERIE QED E

1. ﬂﬂi%ﬁia‘] Xcaliblll' E]*i" wcalibur fe)
Thermo Xcalibur Roadmap (Thermo Xcalibur ST 17

ii’ Thermo Xcalibur Roadmap

File Actions View Tools GoTo Help

= e

(5] /s

Status | Acquisition Queus

‘- Sample Name:
- Working On:
‘- Position:

- Raw File:

4 | 1 | »

= H_un Manager -
- Ready To Download ||

i Inst. Method: -

ON-LINE

1fz2]5]

45
3 o|E|
o)
Instrument

etup

Pmccssmg
Setup

Sequence
Setup

ResulMeview

Library
Browser Browser Browser

For Help, press F1

11717/2011 2:28 PM

Thermo Scientific
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2 RN
2225 NIST F11 QED J

2. MR ERE Tools (TE) > Library Manager (EEEES) .
Thermo Library Manager (Thermo FEF BEAS) X 1HHESTIF, W7 NIST Libraries (NIST

JED F3
Iﬁ Thermo Library Manager @
Manage libraries | Convert Libraries
NIST lrares | add |
Delete

3. il Add G .
Add Library GRIIZE) WEHEST HF o
[ Add Library [5m]

Source: C:\Thermo\QED NIST Library

Action: @ Copy the library to the local computer

-

(™) Link to the library from either a remote location or computer

| ok | | Cancel |

4. 35iF Browse (MST) , SRJSTE C:\Thermo CAFJEH %] QED i,
5. miili OK (#RE) -

Xcalibur N FEFAR 5 CORFZ IR INZE NIST B IR o
6. smiifi Dismiss GRH) LBLOKCHIW EAHE,

Xcalibur IV HFE 74 QED FEAS A Library Manager (R EEZS) ST UEHEH ] NIST
Libraries (NIST J£) %1%t

Iﬁ Therma Library Manager
Manage libraries | Convert Libraries

MWIST libraries

NISTDEMO
QED NIST Library Deiei

Archive...

i

7. Riifi Thermo Library Manager (Thermo EF H#S) MHHEP ) Exit GEHD .

14 TraceFinder H /' F At Thermo Scientific
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8. AR SR e, FILL R BRI T

a. JA3)) TraceFinder N IR -

b. Rl T FHUE #45 1F) Method Development (FHEF &) -
c. 7T Method Development (J7VETF KD FMIEH% K] Method View (7 7%4R

ED .

d. MEFH LIEF File (30F) > New (Hi#8) > Method Template (F5%1E ) .

2 AN
22258 NIST 11 QED J#

Method Template Editor (AR G 4% ) 7E Use These Libraries (fff FIX 2% ) 4]

Fh 78 QED NIST Library (QED NIST ) .

~ ldertify the peaks™

|Ise these librares

NISTDEMOD
QED MIST Library

Limit library hits:

35

Best match method: | Reverse Search Index

-

TraceFinder JH J* F /it
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2 ERA
JE %) NIST Library Browser (2231 ' 2%

/2 zh NIST Library Browser (EE| 55 2%

FIH NIST MS Search  (NIST i 452 ) T HAZR NIST J%#.

< HEFTH NIST ESIaE
M TraceFinder 332 .- IEFE Go (iE{T) > Launch Library Browser (BENEENISIER) -

HThermnTraceFinder
File Go  Help
RR=4" 1 el i T= T 4 & | & &= 9%

NIST MS Search (NIST J5tits I %) % FIT T
£E] NIST MS Search 2.0 - [Librarian] ol [-E )

E'Eile Search View Tools Options Window Help - X

SiLEE=ES ?

@ = g Dfe| x| (2 |0
# Src. | Name
ik
i - 10H
2 L Theabromine 0
3 L Xanthine 108 ,‘J
4 L Vitamin C KNJJIN
",
504 55 67 by
; A
42
136 165
T2 il % e om0 o |

20 40 60 80 100 120 140 160 180 20
(Spec. List) Caffeine

MName: Caffeine
Formula: CgH1gN402
MW: 194 CASH: 58-08-2 NISTH: 290714 |D#: 1 DB: Spec. List
Other DBs: Fine, TSCA, RTECS, EPA, USP. HODOC. NIH, EINECS. IRDB
Comment: NIST Mass Spectrometry Data Center, 1958.
10 largest peaks:
154 559 109721] 554
42138 1931351 1951
Synomyms:
1.1H-Purine-2 6-dione, 3, 7-dibydro-1,3, 74rimethyl-

674
1

—
n
u

oS

[=R-5]

2 32
18

oo oe
Sea

31

Estimated non-polar retention index (n-alkane scale):
Value: 17595iu
Confidence interval {Nitrogen-containing): 83(50%) 356(35%) iu

« [ m b
Hames Spec List |\ PlotText £ Pt

Lib. Search ‘ Cther Search J Names ‘ Compare Librarian

For Help, press F1

A AR B VRGN, 208 NIST MS Search  (NIST SR Ik 2D % 1 1) Help
GiitIp
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2 AN
JE 5 Qual Browser (5 PR 528D

J2%h Qual Browser (GETEN]EEE)

FiIFH Xealibur TR Qual Browser  CREVENISEE) WJSTE Kt SOl 2 PE AL B 45 S o
A (R

& HETH Qual Browser (FEMEINEEE)
M TraceFinder F 3 H%EF Go (3BT) > Launch Qual Browser (BEITEMSRLIZE) -
Thermo Xcalibur Qual Browser (Thermo Xcalibur &£ W48 ) $1 .

Thermo Xcalibur Qual Browser EI@

File Edit View Display Gnd Actions Tools Window Help

BEE & B «» X128 $[FEF g5 S E g =m
20 - S

=0 @Eﬂﬁﬂﬁ Alprazolam.raw E\@

ChTherme'. \Alprazolam'Alprazolam
'_L|.J=| Alprazolam
Fl . \ i 315 hL:
i e CANThemo\TraceFinder'2.1 o 100 1EEES e
o
i E ap TIC M3
.-'\E Alprazolam
=
... Bub _g &0
Ao =y
- K -no file - z 0
+ﬂ -no file - % 0
+E -no file - =
- K -no file - 0 1 2 2 4 5 5 7 8
+- P -no file - Time {min)
+ﬂ -no file -
+- | -no file - 187.01
X o 100 &
o
5 &0
'g
3 a0
=y
z %0 213.02
T 3 2791
Fi n 3 = 20
& J_ |, 29128 489.88 B10.18 68420 939.42
n I T 1 I‘ 1 . 1 II 1 1 1 1 T I 1 1 1 |
200 400 800 800 1000

miz

A XA Qual Browser CEPERIMERS) B U, 204 Qual Browser CEPEN YRS &
1 Ef) Help (58D ©

Thermo Scientific TraceFinder JH /* F/iit 17



2 ERAN
e g B RO

R iR BE A

FJHH TraceFinder Legacy Data Converter (TraceFinder it B 24l 4% 4e s ) F ik, #ik. ik
PR A AR A SR U RRAR B 488 DA W] e 25 1) TraceFinder 3.1 HARICE o 2B A 7] o

o JHP'ATLAM TraceFinder 1.0.1+ 1.1. 2.0+ 2.1 B 3.0 MOAHE st B $ds .
o H /A LAM EnviroLab Forms. QuanLab Forms BY, ToxLab Forms #5454 .
o P ar LUK R AN TraceFinder 3.1 5 Ml & 4% 4 il 53 #h—Flt TraceFinder 3.1 “Z4E AL o

% EHZE4TH TraceFinder Legacy Data Converter (TraceFinder i BB #i54515%38)

M TraceFinder 33 FiE#E Go (3BIT) > Launch Legacy Data Converter (JEZhiEBH
EEEIRES) .

TraceFinder Legacy Data Converter (TraceFinder 15t ¥ JU4l e 40e 2% ) % LI4T T

EZ] TraceFinder Legacy Data Converter El@

Data type: Method = Source version: TraceFinder 30 General ~ §3 Target version: TraceFinder General - Target drive: -

Methods to be converted:

Convert  Mame Source Folder New Name Status

| Cancel I >

AHB AL BT 32
o AR

o HeHITL

o itk

o BRI

o HHALIBIR

18 TraceFinder H /' F At Thermo Scientific



2 AN
e M3 B

RRZS R 1

R B7R TR SRS (77 1% HbIR. Tr iR S AR 5 TraceFinder 3.1 H AR

FAHA
& 2. AR

[R3ERRA TraceFinder 3.1 B4R

General EFS Clinical Fo!'ensic
(=) (ﬂ:}%‘,iﬂﬁ Researt:l_l' ~Toqu::E)Iog\!
mEE) (IRKFFR) CGEESFYH

TraceFinder 3.1 General v/ v v
TraceFinder 3.0 General v v/ v v
TraceFinder 2.1 General 4 v/ v v
TraceFinder 2.1 EES 4

TraceFinder 2.1 Clinical Research 4 4
TraceFinder 2.1 Forensic Toxicology v v
TraceFinder 2.0 General 4 v/ v v
TraceFinder 2.0 EFS 4

TraceFinder 2.0 Clinical Research 4 4
TraceFinder 1.1 General 4 v/ v v
TraceFinder 1.1 EES 4

TraceFinder 1.0.1 4

EnviroLab Forms 3.1 4

QuanLab Forms 3.1 v v v v
ToxLab Forms 3.1 4 4
EnviroLab Forms 2.5.2 4

QuanLab Forms 2.5.2 v v v v
ToxLab Forms 2.5.2 v 4

Thermo Scientific TraceFinder FH /' T/t 19



2 ERAN
e

IR
Ao P K B e e K 10 PR R B 40 TraceFinder 3.1 7595
o BEEBAE
1. 1t Data Type (H#lERALD 3k, %4 Method (73 -

TraceFinder Legacy Data Converter (TraceFinder 15t F £ e % ) Wom 40 7y 5 i

AR -l 5 7 7 F 0T LUK TraceFinder 3.0 General (TraceFinder 3.0 #¥0) Bl & P iy
EER ST General CHIE) BLE .. A RMRAMAMEMEEYIR, ST 19 0 B
WA .

&1 TraceFinder Legacy Data Converter EI

Data type: Method - Source version: TraceFinder 3.0 General ~ §3j | Target version: TraceFinder General ~ Target drive: C: ©

Methods to be converted:

Convert  Name Source Folder New Name Status -

CAThemo\TraceFinder'.3.0\General\Methods"3drug
= Method_Alprazolam CAThermo Trace Finder'3.0NGeneral\Methods \Method_Alprazo... | Method_Alprazolam_2
3 | Method_Alprazolam_analog | C\ThemoTraceFinder’3.0"General\Methods Method_Alprazo...

| | Cancel ">—

2. 1 Source Version (JRURIRA) FlIFK, A BRI LA

Methods to be Converted (5554771 Won CIE R UG A Methods (J7¥5) 03k rh
ke R IR 7V SO AR A mmx SO

3. A AR AN AEENIR TR, ST DU 48k
a. tiili Change Default Source Folder (EREBRABIMEIIHI) [itr, b,
I R #4 Source Folder CJRAGSCAT) HEA A% H o
Data type: Method = Source version: TraceFinder 3.0 General ~ &3

Source folder: C:A\Themo Tracefinder'3.04General \Methods | |

b. siii Browse BT I iscfk.
A DG PE—MRF 58 7 S0 B 2 AN 7 I Sk

c.  hiili Browse for Folder (SCAFIENISE) XHEHEF ) OK (REZED .

J P AE Methods to be Converted  (RpEE4 710 b BRIt e

IEPE AL ZATIVE SR I SO, SRR P R BT 10 U5 1
4. 1F Target Version (HFRRRAS) FIFRr, EREREZHAL UM RRAS o

FNA R HAT ] MR HE ) TraceFinder BUE . ZB50 19 71 LA < A b 7.
5. {F Target Drive (HARUKBNEE) FR T, ERE—AN 2 IR 245

PRI AR SR REYN IR
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2 AN
43 R

6. (WiE) fF New Name CHAFK) #4rp, BESGA BER AR TR K ERUET 25K o

M3 78 Methods to be Converted (RFEEH 775D KBS, N HFE PR AEA A LA H
PRSI & B A B A %A FRI

o WERTGTAABRRCAAFAET HARSCI R, BRINH AR AL R AR e i n <17
o WERTGTTRAIRAAET A bsSCHJert, N TR DR K ISR 1) 5 i A0 B

EERER Bkl MO 4. FORARE A B,
R HTA— S AR, IR IE %2 B DA

7. e s B REAN T R I B AE,

R sk L2 .,
7 PR R A BT AT T A ) momx SCPERE

M RETT A, W R B7n—MIRESFANT Cancel (CHGHD 1%L, ATELBGH AT A
BN E A, B TCVRIUN ST IEAE R K Tk

2 Status CIRE) A= 75 DDAy, N R P O s 5 A
...\TraceFinderData\Methods .43,

R TR, W Status CIRAS) BB RHHRERR . Kobbris B AER bR _EJ7
LB SR B

8. HiEAMEHAMIE, Fili ViewLog (BEFEHE) .

JV IR E Microsoft™ Notepad SCAS G 45 &% 1 11 41 TF 23— I 01 A /AR A H 30
B 4. A7 ik H S SR

Start Converting Method from TraceFinder 3.0 General to TraceFinder General ==
--- Converting master method from
"C:\Thermo', TraceFinder® 3. 0M\General‘Methods AlprazalomlAlprazaloml. mmx'
--- Creating master method
-—- Importing properties of object 'Methodpata' from ML file
"C\Thermo TracEFinderHE.D{GEHEP&1HMEthndSHA1praza1nm1&ﬁ1praza1nm1.mmx'
--— Saving master method
--- Copying instrument method
--- successTully converted master method from
"C\Thermo' TraceFinder® 3. 0hGeneral ' Methods AlprazalomlAlprazaloml. mmx'
to 'C:hZ\TraceFinderbata‘'Methods‘Alprazaloml_4"Alprazaloml_4.mmx’
--- Converting master method from
"C\Thermo' TraceFinder® 3. 00\ General \Methods X XC_method \XC_method. mmx "
--— Creating master method
-—- Importing properties of object 'MethodData' from XML file
"CAZThermo'\TraceFinder® 3. 0N\ General \Methods XC_method \XC_method. mmx "
--- Saving master method
--- Copying instrument method
--- successTully converted master method from
‘C:\Thermo'\TraceFinder® 3. 0"\ ceneral \Methods*XxXC_method ' XC_method. mmx '
to "C:\TraceFinderbata‘\Methods \XC_method_4\¥C_method_4 . mmx '
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2

AN

e e e Kl

Btk

A PSR e 4 e 46 0 B HL U #e TraceFinder 3.1 ik
*» HEHBRR
1. f£ Data Type (E#i2eM) 33K, JEFF Barch (#E0 .
TraceFinder Legacy Data Converter (TraceFinder 15t B ZUdla e ) 2 /s e b o () St 1f

LR 7~ 87 7 7 0] LB LR M TraceFinder 3.0 General  Ciy 30D Pt B 45 #e AT
General CHEHD FECE . HRMAMBEIENTCEINL, S650 19 00 B0y < AR VE 7,

E*] TraceFinder Legacy Data Converter EI
Data type: Batch -~ Source version: |TraceFinder 3.0 General |v|@ Target version: |TraceFinder General |~ |Target drive: C: - View Log
Batches to be converted: Target default project: Default Subproject:  Default "] Replicate original project /subproject

Convert  MName Source Folder Project Subproject  New Name Status
Batch_Alprazolam C:A\Themo'\Trace Finder'.3.0GeneraltProjects’\Default\ Default...

Batch_Alprazolam1 | C:\Themo'\TraceFinder'3 0General\Projects’\Default \Default’. .. | Default Default
3 Batch_Alprazolam3 | C:AThemo\.TraceFinder’.3.0\General Projects’\Default \Default’.... | Default Default

———

22

2. {E Source Version (JRURKA) FlFRH, Py B I REIR FIRRCAS o

Batches to be Converted (% #Atb i) WIRIE T BRAGAS Projects (JH ) SCAFIHH]
JIECER/®

3. A EHH AN ATEBRASR PR, AT EUT #R A
a. Al Source Folder (JESASTEEI) WEb%, [60).
. FFE P4 Source Folder  (JRUASCAF) HEA A E 1.
Data type: Batch -~ Source version: TraceFinder3.0 General ~ &%

Source folder: C:AThemoTracefinder'3.0%aeneral Projects | |

b. Aiili Browse CXI58) $REIHLR SO,
A DUERE— AR HEOOCCde, s & 2 AR Im I H 8511 B SCAFJ .
c. it Browse for Folder (SCAFFMIN) XHHHEF 1) OK (FARE) -

I H 27 7E Batches to be Converted (REFEIALIR) H1) 3R v W /R IEFF 1 SCAF e FiZ SC A
Je R BT REIK

EFE ML 2 ARSI I H 57350 H SOOI, N R4 s AT HER
I RE P AE Notepad SCAS G4 & 1 b T Tz 0I1) A H &S

4. {E Target Version (HFRRRAS) BT, ERERE LHAL BT RRCAS o
FNFRAL s BA T HE A EAE ) TraceFinder BCE . 2325 19 U0 B < AR 71 7,

5. 4£ Target Drive (HARIKBNES) JIRH, EH—DIKBIEE.
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2 ERAAIT
5 45 B

6. AT FHRAE L —, O St R G NI A I -

1t Target Default Project (H PRERIATIH ) Fl Subproject CFIUH D AEP IR H A7~
H 4 FR

_p
%" Replicate Original Project/Subproject (ZHIRIMTIE / FWB) SIELHE.

. (HJIE) /£ New Name CHraafc) #4001, SO B R RN TR BR BT 44 8K o

I FE Batches to be Converted (RREEHRALIR) FIHWy, [N HFE A & R HE IR LU
H bp ST g AR AR A PRI IR .

o WARARZIR O EAAET BRSO, BRHT A B AR IR AR AR Z RS <17
o WERHLIR B IRAEAE T H ARSI, TR DR R IR AL A4 B

EEER HokEls MO 4. FRAIRE CARIRT I TR
A, R JTFahA—ASH AR, AR PR & A AE

RS B ) AN ) SR AE,

R ik L2 .
R AL FE I AT A R B A box SCEERS

A TR, MR B7s— MRS Cancel  (HUH) #2081 W] UBUH AT A
BRI, (HZ TCVE O 200 IEAE R H At ik

M Status CIRE) AR E LR O AL, N PR Ot s A
...\TraceFinderData\Projects AL, AZSCAIERT DA IR Ga T H A7 I H AR, B Al
RPN IR T 8

SERE PRI, T Starus CIRZS B2 GRBHR B bR, 45 othn e BIZE B s L5
DL TR

9. HEBEFHHHE, )ﬁfEViewLog (BFEH® .
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start Converting Batch from TraceFinder 3.0 General to TraceFinder General
--- Converting batch
from "C:\Thermo'\TraceFinder'3.0\General\Projects'\Default'\Default\Batch_alprazolam'BatchData.btd’
Loading data from source batch database
--- Cop E raw file
from c \T ermo'\TraceFinder'3.0\General‘Projects'\Default'\Default'\Batch_alprazolam'Data‘\Unknownal. raw’
to 'C:\TraceFinderData‘\Projects'Default’DefaultBatch_alprazolam\Data‘\Unknownal. raw’
--- copying chrospec file
From 'C:\Thermo'\TraceFinder"3. 0\General\Projects’Default \Default \Batch_ a1prazo1am\Data\UnknownAl.chrospec
to "C: \TraceF1nderData\Pr03ects\Defau1t\Defau1t\Batch alprazolam'Data‘Unknownal. chrospec’
--- Ccop raw
from "C: \Tﬁermo\TraceF1nder\3 0\General‘\Projects'\befault'\Default \Batch_ a1prazo1am\Data\unknownA2.raw'
to 'C:\TraceFinderData‘Projects'Defaultbefault Batch_alprazolam\Data‘UnknownAz2. raw
--- copying chrospec file
From 'C:\Thermo'\TraceFinder"3. 0\General\Projects’Default \Default \Batch_ a1prazo1am\Data\UnknownA2.chrospec
to "C: \TraceF1nderData\Pr03ects\Defau1t\Defau1t\Batch alprazolam'Data‘\Unknowna2. chrospec”’
--- Ccop raw
from "C: \Tﬁermo\TraceF1nder\3 0\General‘\Projects'\befault'\Default \Batch_ a1prazo1am\Data\unknownA3.raw'
to 'C:\TraceFinderData‘Projects'Default’befault Batch_alprazolam\Data‘\UnknownA3. raw
--- Copying chrospec file
from 'C:\Thermo'TraceFinder’3. 0 \General‘\Projects’\Default’Default \Batch_alprazolam'Data‘UnknownA3. chrospec
to 'C:\TraceFinderData‘\Projects‘\Default'\Default'\Batch_alprazolam'Data‘Unknowna3. chrospec’
————————————— cam?1eted sample import —---------
--- Importing local method for 'Batch_alprazolam’
--- Importing pro erties of object 'MethodData’
from ML file EThermo\TraceF1nder\3.0\Genera1\Pr01ects\Defau1t\Defau1t\Batch_a1prazo1am\Methods\..J
--- 5aving local method data for 'Batch_alprazolam_aAlprazolam’
--- Copying reference files method
--- Copying instrument method
--- Saving batch data for "Batch_alprazolam’
--- successfully converted batch
from 'c:\Thermo{TraceFinder\R.O\Genera1\Projects\Defau1t\Defau1t\Batch_a1prazo1am\BatchData.btd'
to 'C:\TraceFinderData‘\Projects'Default'Default’\Batch_alprazolam’

Conversion completed. 1 total, 1 successful
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e M3 B

FHIRTTIEIER

A6 BB e 8 i Mg 2t B VAU ) TraceFinder 3.1 J5 124504
& BHEFEMTIEER
1. 7f Data Type (E#aAY) FZKh, %+ Method Template (F57EHRHR) -

TraceFinder Legacy Data Converter (TraceFinder 1t ¥ Zl 4 40048 WoR i 457 VBt 1) 5t
E o

E#] TraceFinder Legacy Data Converter EI
Data type: | Method Template Source wersion: | TraceFinder 3.0 General |v| &3y | Target version: TraceFinder General ~ Targetdrive: C: + \View Log

Method templates to be converted:

Default Analog C:\Themo\TraceFinder'3.0"General\ Templates'Methods  Default Analog_1
Default with DDS C:A\Themo\TraceFinder'.3.0"General\ Templates'\Methods | Default with DDS_1

Name Source Folder New Name Status

Default C:\Themo“\TraceFinder'.3.0\General\Templates*Methods | Default_1

| Cancel ">—

Thermo Scientific

2. f£ Source Version C(JGURRAD FIR A, P B 0 5 IR T RRCAS o

Method Templates to be Converted (e ST VAR 78 Tk R4 CAS ) Templates
RO S Fr R AR . N TR 3 B0 IE VAR O 2 A pmex U

3. A7 B AAERRAS R P (R HA, SAAT R R 384

a. i Source Folder (JRIASCHEFE) KbR, o
N HFEF ¥ Source Folder  (JSLUR SO HEARINEE 1.

Data type: Method Template = Source version: TraceFinder 3.0 General ~ &3

Source folder: C:AThemo'\ TraceFinder' 3.04General Templates  Methods .

b. it Browse GHIBE) $RBIBIAR L2,
AJ DA B — AN e AR SO e B 1 22 AR 1 S A
c. il Browse for Folder (SCAEJEHYE) XHHHET ) OK (FARE) -

M2 {57~k Method Templates to be Converted  (fipi% 4 VAR D 4113 Hide v 1) SCA:
3

RPN BA TR SISO, N TR R S P A AR 5 A5

4. {£ Target Version C(JURRRAS) BT, JERERE LEHAL R TRRAS o

FN AN B - B AG Al 3 A B AE 1 TraceFinder LB o 2P0 50 19 UL_EF “ A 2350 7,

5. ETarget Drive (HARIRBES) FR, EHFE—AME K8 .

PRES AR S L REYNUS T eIk
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6. (WIE) fE New Name CHAFK) AErp, S SGAY BELH AREAN VAR BRI BT 44 FK

NI FE Method Templates to be Converted (R MR TR IR, N R A A 5
ANTTERRR, AN H AR SO e 2 A5 A7 A5 1% 44 FR ISR

o WERTPEBMR A IR DA AET HARSCAER A, BRIH A MR A R 2 K Ja iR
“ 17

o WERTPEBAR A RAAAE T HFR ORI, N RE P DR S5 46 10 5 AR A4 ko

EERR HOLkES DO TS . OB CAT JHEBR SR,
TR TN — BB, DHRIEZA RS CAFAE.

- RS B ) RN T AR K SR

SRl [ B
IR B A T AT o e O R ] pmex SO 3

MG RETT A, R B7s— MRS Cancel (HGHD 4%HL. AT EABGH fFAE
BN R, B TCVRIUY 24T IEAE R AR R ARAR o

M Status CIRZS) AR ORI N, W R o4 R AR 5 N BA R ST
...\TraceFinderData\ Templates\Methods\Clinical 3{ 3%

R BRI, W Starus CIRZES) BB R EIFR . Robhnfs BER bR EJ7
LU 7B iR B o

8. HEAFEHMHE, rili ViewLog (EFEHE) -

IR P AE Notepad SCAS G4 a5 & 1 b T 200 1) A H &S0

B 6. Fed ik (1 H &Sl

=== Start Converting Method Template from TracerFinder 3.0 General to TraceFinder General ===
- converting method template

from 'C:\Thermo'TraceFinder'3.0 \General‘Templates'Methods'Default Analog.pmtx’
- Importing properties of object 'ProcMethodTemplateData’

from XML

file 'C:\Thermo‘\TraceFinder"3.0General’Templates'Methods Default analog. pmtx’

- Saving the method template

- successfully converted method template
from 'C:\Thermo'TracerFinder' 3.0 \General’\Templates'Methods'Default analog.pmtx’
to 'C:Z\Thermo“TraceFinder'3.1\General"Templates'Methods'Default Analog_1.pmtx’

Conversion completed. 1 total, 1 successful, 0 failed.
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2 ERAAIT
5 45 B

IR R ARHR
A5 P s e e 85 0 Tt B HEVRBRAR 46 48 A TraceFinder 3.1 HEIKARR

& HEZHHLRIER
1. {F Data Type (H#lZRAY) K, #E+F Batch Template (HEURIEMR) .
FH P ] LU LabForms fEIKAAR 5, TraceFinder HLRARAR .

TraceFinder Legacy Data Converter (TraceFinder 12t i £ 400 8% ) 0 7 404l REAR 1) 5
@ o

2. 1 Source Version (JRUGHA) HFerh, G FeAy B L4 LR I RAS

Batch Templates to be Converted (fRAE AL W ik SR CA K Templates (A
B SCA I (1 5 VAR

3. A EE R AN AEEOAS R P R, AT LU A
a. 1t Source Folder (JEH&STH#I) b7, [68).
W FHFE 7K Source Folder  (JRERSCAFI) HEGS N4 % 1
Data type: | Batch Template ~| Source version: TraceFinder 3.0 General ~ §3

Source folder: C:A\Thermo'\ TraceFinder'3.0\General\ Templates'Batches | |

b. i Browse CGRIBE) HLEIBMR LA
AJ DA AN 8 OB SO A e sl 5 22 AN HEURSEAR (1) S o
c. Mili Browse for Folder (SCHEIERINE) XFiHHEF ) OK (FHZE) -

I A2 {5 7R Batch Templates to be Converted  (Rp i th RABBIAR ) 4138 Hhde v 1) SC A
Jeo

ML BB I IS, N FIRR 4 s AT (R LR o
4. f£ Target Version C(JGURRRAS) B, JEFER LA TRRAS o

ANFA 7S BT AT G H (1) TraceFinder BUE . 22025 19 U0 LR« oAt 7,
5. 1€ Target Drive (HARIESNER) FUKRF, b e Jshs .

PRI AL S REREUNUS T eiE e
6. (L) £ New Name OB 48K £4r, S0 CuAy BEE IR A L CBEAR R ER A BT 44 Bk o

I 7 Batch Templates to be Converted (fpi#eftbik i) HIZRR, NP &R
FERABAR LRI H AR SO e 2 15 A7 A 12 48 PR ISR ABIAR -

o WERHLRBR 44 FR A7 AL T AR SO, BRIHT 48 FROR A JUR 4 K Ja 8 T
“ 17

o WERHLKBER A FRAAFAE T H ARSI, NHIFE P DR 1 S A A OB 44 B o

EERR HHokEm DO TS . OB CAT HEBR SR ),
TR TN A BRI, DR IEZ A O A .

Thermo Scientific TraceFinder JH J* F /it 27



2 ERAN
e g B RO

7. JEHURE EEE A I RE B ) SR,

RIF ity L .
R R T E B YO A bex SOk L

MR RTTAN, N HRE R Bos — RS Cancel CRGHD #28ll. T RUBGH A At
B EE S, B TCVRIUN 240 IEAE e SR R ARAR o

2 Status  CIRZS) FAIRE B O Eh AL I,
IR s L B i SO BN .. A\TraceFinderData\Templates\Batches S,

SERE BB, T Starus CRAD BLERHHRIRE . Kk R7ERIRR L5
DL TR .

8. HEEFHHHE, )ﬁﬁViewLog (BFEH® .

JS RSP E Notepad SCAS S 4 s & 1 b T T390 18) AR H &GSt
7. Bt AR ¥ H A& SO 7R

start Converting Batch Template (LabForm type) from TracerFinder 2.0 General to TraceFinder Gener

converting batch template from 'C:“\Thermo'\Tracerinder'3.0%GeneralTemplates'Batches'Batch_Templa

Importing properties of object 'BatchTemplateData' from xML file

‘C:A\Thermo\TraceFinder®3. 0\General‘\Templates'Batches\Batch_Template_Alpraz.btmp’

-- Saving batch template to 'C:‘\,Ther‘mo‘\,Tr‘aceFinder‘\3.1\,Gener‘a1\Tem;:ﬂatesEBatchesEBatch_Temmate_j-‘ﬂ

- successfully converted batch template from 'C:%\Thermo‘TraceFinder'2. 0“General‘Templates'Batches’
to 'C:“ThermoYTracerFinder'3.1\General’Templates\Batches\Batch_Template_alpraz.btmp’

=== conversion completed. 1 total, 1 successful, 0 failed. =========4
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= 3. 1 SS ABRARLR

Method Fmertnn Al Configuration Administrator
APER% Developmgnt () NN Console Coclllsole
(FZEFER (EREEHE (BEREH&)
Security XA Security
(%42 (4
LabDirector v v v v v/
(SE5 % FAE)
ITAdmin 4
(IT FH 51D
Supervisor v/ v v v v
(EED
Technician v/ 4
(BARN 5D
QAQC v
CFefRJiidz)

AR R eRBEE, A RO B R TG
L LA D IR HR AT -
o BRI

o i ZATIT Configuration (FLE) ]G

N

o HEHTIT Administrator Console (B B #2H16)

=

o HERRIEREIRHE

%

o R IARIRES
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R
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R
0’0

HEREEKX
1P AR M _E e A A
SRR I B s AU AR

Acquisition

Analysis

Method Development

B ik

Acquisition TT}FAcquisition CRAD) B, AEzbiU P DOl A A #x. it

CRAE) WHHR . R FARI . B 5 2, AT Acquisiion CRAE) i
=7,

X H7E Configuration (BL'E) A HHi%H Acquisition Batch Wizard
CREEfE KT I, A TTH . S50 61 U0 R “Bacch Wizard
Style (LX) G

Analysis FIIF Analysis (34T Bixl, 7EZBC Rl IR EHbR . #xEdsE.
©ixiip) AEFAM . S5 6 w5, I Analysis (38T BIL 7
Method F1JF Method Development  (J7i£TF R ) X, 7R8I T ol LLAIE 3=

Development ik, X VEBIFRIK. S50 4 &5, < (1] Method
(JFEFFRD)  Development (J7VEJFRD #3”.

ZE$TTH Configuration (L E) £§lE

#5it TraccFinder % 1147 - fi/] Application Configuration (i FIERFESE) Kitr, ¥ .
e AE I, AXEAT Configuration  (ACE) PRI 7 AT LAY 1) Configuration
(RE) #HlG. %35, “ M Configuration (AilE) #Hfl G 7.

& E4TFF Administrator Console (&IERI=HI&)

M TraceFinder 1:3% #1114 Tools (TH) > Administrator Console (HHERIEHIA) .

M2 AAEaER, AV A Administrator CEFPEE 51D SR 1) H 77 0] L5 ) Administrator
Console CEH MG o S0 TraceFinder B i3 5757 FHF (TraceFinder
Administrator Console User Guide ) o
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1. 5l TraceFinder & 145 AR HRIRAAT
(=& =]

Real time status 9 ﬂ
@ w0

Instrument Log ({44 1785 XS URHEST IT

Instrument Log [E]

Date Time Message
MM242012  4:44 P Lozt connection to server.

1| 1] [

Refresh f Clear Messages ‘

k

Instcrument Log ({3 H &) XU HE i 7~ M TraceFinder N FHIFE 7 JH Bl BN F 0 B
SH S TR R A T AR A R

2. PAT FIERAELZ

o niili Refresh (RIFT) UL RFTIF Instrument Log (A% H &) WHEHE G A A= (14
o

o siili Clear Messages GHEBRIHR) LG Instrument Log (A3 HZ&E) 1 Wiy

S
I FHAR P AE BR Instrument Log (A3 H&) ERIRIEE. KB ELREAELUT
H s 3

C:\Thermo\TraceFinder\3.1\Clinical\Logs\ TraceFinder.log
o Hii; OK (FRZE) B Instrument Log ({88 H &) XFiHHE,
o BEBMNERS
A1 TraceFinder & 1147 A FPRALT
) BORREIE Tk %

S

[ HORRZOERAE T AL

G LT (0 £ FAN % £ 5 P B A T AT AT 2 45
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& HEEFIMEEMAE
st TraceFinder % 1457 /1] Real Time Status (SERPIRZS) .

[(==@]=]

Real time status 3 -ﬂ-
2

Z I FE P AE B R AR {278 Real Time Status CSEBPIRZS) B o

Real Time Status

Acquisiticn  Instrument Devices m

(= Acquisition Queue - 1 batch (Ready)
= W} Batch_Alprazelam_2 - 3 samples
* UnknownAl 120604101553 - Acquiring (RUIURERY
¥ UnknownAZ - Pending
F Unknownd3 - Pending
Processing Queue - Empty (Ready)
Reporting Queue - Empty (Ready)

3.15 TG

100000000

Absolute Intensity

50000000

RT{min)

A % Real Time Status  CSERPRZED BRI ARFIERHER, 20070 339 U0 B “Real Time
Status  (SEIPAIRES) EHE 7
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TraceFinder B 45 1E
X BRINEA LabDirector  (SEHG % FAT) WS, M P 24 28R, TraceFinder

1 H A IX LT RE .

=N [HCR (=S

Real time status | Userjane.user Log off @ £ o ]

= 4. TraceFinder % L1 224K

S8 iR

Real Time Status KT EHE K AEHT IT Real Time Status CSEFPIRA) %tk . KAEMHFEE
CSERPIRES INAE TR

CurrentUserName 7= 4/ H P A FR . 9 H P2 2 30E I 2R o

CHEr 5D

Log Off (VEHY)

A AETH O BoR S s Al . 12D RE O Y P 2 g I v H

Help (HHD)

FIJF TraceFinder Help (F5B)) »

Configuration
Console

(P EFEHI 6
L

17T Configuration (HL'E) &G, EMAT LLAEH] TraceFinder M
P AT JUMHECE . 2050 3 &7, “ 1] Configuration (JiLHE) 44l

S »
=1
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{# 3 Configuration (ELE) =H A&

ATERIRT Configuration (BLE) ¥&#I & WErPE. A 22 CBuEN, Bf
Configuration (FCHE) BRI Al il iz d & . M) e RBEEIN, Brg o #8a)
PI# ] Configuration (AL'E) ¥l G LRI AR

FH PR AL B — 5, B R 8) TraceFinder N HFEST, WIEKIAH - A
LabDirector (S256= FAF) WIMIR . 20 TraceFinder EPEZ IS TH (TraceFinder
Administrator Console User Guide) o

KM Configuration (HCED FEhl G L—Lehedh, Al ol ARSI R Ehag: wl AR
M ey RAABOME . ZIE . RS HARIGE. tn] LEREH P T IRt . Y
PR P ER DA AT T DEAS 0 PR ER AR

HF
* JH Reports (i)
o RN HEFEIME
o JEEERIA Peak Detection Parameters CUEA I Z %)
o $85E Adducts UINEYD
o VO TR
* B Custom Columns ( F & X51))
o BIE HE R
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3 (£ Configuration (BE) =&

< ZHZEi9 Configuration (ALE) EHI&
RAHEE S 04 A1 Application Configuration (NAREFEE) KFF, L
TraceFinder Configuration (TraceFinder fit'E) #5547 7F .

o TraceFinder Configuration

Database: | C\Thermc\TraceFinder\3.1\, . MAdmin\ConfigConsole.adb

[o O]

Reports

Defaults

Peak Detection Defaults
Adducts

Optional Features
Custom Columns

Flag Customization

¥ Application

| Apply || Undo || Close |

%% 5. Configuration (Fit'®) =44 L Navigation (M) EA&HIThREE

ThEE
Reports (4R 75)

3%
it Reports (k5D ML, FCEARE. HE X, ToxID
BCHPRIREIR Y o S P450 37 U0 B 4R0E Reports ()

e
=]

Defaults CERA)

i3 Defaules (BRIAD) HLE, 45 H IR I ERIN LG %
MXEF PR O EOR MR VT . S50 42 10 B
“ R N HIRE P BROAE 7.

Peak Detection Defaults

AR N AED

103t Peak Detection Defaults  CUEASIERIAE) 1L H5 e 1
For g J FLak I, RIS M2 AR, S 44 00 bk
H « $8 52 BRIA Peak Detection Parameters (UGS %)~

Adducts &)

3L Adduces CHE#)) M, 5 EAE T TF AT T
MEP. S5 56 1EER 78 Adducs Cs2) 7

Optional Features

CRIERFIED

i id Optional Features CRJIERFE) FLIE, &80 Ny
PE, B0 ToxID. PRECREE . ftkin SR, 2k, &
REFEFPRIHIE e . 2200 20 59 U0 bRy Jloh n) e e 7

Custom Columns

CHEXI

1L Custom Columns CH3E XF) W, K5I
INERRIFE AR A . S50 66 70 B < 014 Custom
Columns (HEXH]) ”

Flag Customization

(brid HE 3O

183t Flag Customization (Fric H e ) MK, F & i
ARIC A A, PAiR N @ ALK Data Review  (CHidia &
F) FHIMALEDE R ST 69 v bRy« Al o
XFRid 7o
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57 Reports (3R

P RS, BRIAH LabDirector  (SE%0 % 1:4F) 8 ITAdmin  (IT B BEG) HRSSH
AT ARC EAR S 50, 125 RAEPTH 7 A\ Method Development  (J53AJT4%) « Analysis
(3Hr) B Acquisition  CREED AU N AR & I ] dlid Repores (35 ) #Kl, wILA
Bl EARUE. HE X ToxID B H ARTHIER 5

L P E AT RS BUE N, A s 284 5 7E Displayed Repores (s 4R %
e, WTHTH PRI ITE Tk BUAEDL T, Intelligent Sequencing Report  (CFY EFEF
%) AL TE Displayed Reports  Cit /s R 2 ) it s

R QO Cae Intelhgent Sequencing (F/REHET) DIREALE HJF A T Intelligent
Sequencmg (FReHE) ThRERT, Intelligent Sequencmg Report (FREHEFHR D A FTH .
SR 12 0T ER © Z23% Power Modules  (DIRERCEL) ” RIS 65 51 _EH “Intelligent
Sequencing CFYHEHET) 7

R (CAOE ToxID RrPERT, ToxID &5 AR H . S5 60 U1 L) “ToxID”,

A L) PDE 2 SCPEAL - BL R SCpE sk
C:\Thermo\TraceFinder\3.1\Clinical\ExampleReports

PR LT D SR AT BRAE
#7 BT Reports (i) FLIE
o FERE RN IR

o HESANHEXME

& EEITF Reports (3Re5) LE
7t Configuration (FL'E) ¥l G FMUEH L, £iili Reports (3R -
Application - Reports (M FIFEF? - i) BLEHTIT. KT RIS 3 I A R 1) 81
®, ZH 39 U_EK) “Reports (i) 7

¢ AERETTHNERS

1. 2k AR SO A REIUR 1 1) Display (RR) RILHE.

7E Method Development (J775JF &) « Analysis (73041 Fl Acquisition CREE) #K
s R ELS ) SRR R I T R

2. BRI — A G QA AR RO E R A , AREiE S
Batch Level ($XR7KIE) S iEAE.

GITEA N B PRI T, N RE P28 DT R 8, D Bk Bl
R iZ@)ﬂ%%F?E@Tﬁ%touk?H’ﬁlﬁi%% KHTHEI—A B, BUHFIX ).

B HARBE SO R Y, A TG Batch Level (HEXRZKFE) Hik
HEo BRIATEOLR, NHRET A PTA IR & LS Batch Level (HEIRZK) H5E.
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o HEORREEFIKE YIRS (FIUAT T E I RS, sl Undo (R

) .
o HEGRAAEN, Bl Apply (BZAD .
FH P B0 5 13 B AE TraceFinder N TR b 7 B AT o
& HESABEMRE
1. i Import (BN .
2. B A SGRE (xlam) I 40T Open (BTFE) &
3. T ERAHEN, il Apply (RZFRD .

B HIRE R B e SRS In 22 mT 0 B e SR A&
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3 {EH Configuration (EE) £§l&
15 7€ Reports (W 15)

Reports (R5)
N R RH LS bedll, e 30, FIBRIT AT ToxID 45 « 4498 Reports (#R75)
ME ESHRRE, S0 41 70 ER) “Repores (4275 ) P 240 7,

8. Reports (%) P B nbrvfE

Application - Reports

[&] Display MName Report Type Batch Level #
Batch Summary Report Standard
Calibration Curve Report Standard
Sample Report Standard =]
Sample Report Long Standard
Batch Report Standard
Batch Report Rev 1 Standard I
Calibration Report Standard
Chromatogram Report Standard
Compound Calibration Report Standard
Compound Calibration Report - Alternate Standard
Confirmation Report Standard |
High Density Calibration Report Standard
High Density Internal Standard Report Standard =
High Density Internal Standard Report Long  Standard ]
High Density Sample Report 1 Standard [
High Density Sample Report 1 Long Standard [
High Density Sample Report 2 Standard
High Density Sample Report 2 Long Standard
High Density Sample Report 3 Standard [

High Density Sample Report 3 Long Standard [
O Intelligent Sequencing Report Standard
Internal Standard Summary Report Standard ]
lon Ratio Failure Report Standard L
Manual Integration Report Standard =1
Method Report Standard
Megative Report Standard [
Qualitative Peak Report Standard

Qualitative Summary Report Standard

Quality Control Report Standard [
Quantitation Report Standard C
Quantitation Report - 2 Standard C
Solvent Blank Report Standard Ol

Import..
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$55E Reports  (4R75)

40

9. Reports (475D MLEIE/R B € Xk S

Application - Reports

FEEEEEEEEEEEEEEEEEEE = E

[ Display MName Report Type
AltCalibrationReport Custom
Alternate BatchReport Custom
Alternate CalibrationReport Custom
Alternate ConfirmationReport Custom
Alternate MatrixSpikeReport Custom
Alternate SampleReport Custom
Alternate SummaryReport Custom
BatchReport Custom
ElankReport Custom
CalibrationDensityReport Custom
CalibrationReport Custom
CheckStandardReport Custom
CompoundCalibrationReport Custom
ConfirmationReport Custom
ConfirmationReport2 Custom
HighDensitySampleReportllong Custom
HighDensitySampleReport2Long Custom
HighDensitySampleReport3Long Custom
HighDensitySampleReportd Custom
HighDensitySampleReports Custom
QuantitationReport Custom
SteroidAnalysisReport Custom

Batch Level

O00OO0O DD OEEO0SE000 9 9 =

@ =

#*

LIl

Impert...

10. Reports (%) MK R HbRifiE R &

Application - Reports

[H] Display Mame Report Type Batch Level
Target Screening High Density Sample Report  Target Screening 1
Target Screenimg Summary Report Target Screening =l

Import..
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3 {EF Configuration (ELE) #5%|&
155E Reports  (FRT)

11. Reports (275D #LE 27 ToxID $i 35

Application - Reports

[@] Display Mame Report Type Batch Level
Target Screening Summary Report ToxdD
Target Screening Long Report ToudD
Import...

ER U O L ToxID™ #AF I I0E ToxID F5PEI,  ToxID A5 A T H . B RBE
ToxID $FPEMIEANP IR, S50 60 Ul B “ToxID”,

%% 6. Reports (k) MK Z%

S ik

Display (fit7%) Fi € LI Tz TR AR

Name (£F5) BRAZN IR AT T RS

Report Type FeEWAEIM . Standard (BR#E) « Custom C(HE X .
(HRERAD) Target Screening  ( HA#1ii%) 87 ToxID.

Batch Level (HLIKZK V) BRUEOL R, N HFET AT A &1L+ Batch Level (HEIRIK
O R, DEAEREIKOKCST A Bk .

Impore (‘') FITFONERS, A —0 e RS G2 nl A e k51
%E‘jo

Thermo Scientific TraceFinder FH /' T/t )|



3 {3 Configuration (ELE) =414

FaE R P BRAE

RERREFRIAME

i Configuration (FCHE ) 5 1) Application - Defaules (N HFEST - BRUAED MK, 5
SE N TR A BRI AL A A4 PR s 1 ST Ok FE AN (i (R s S T . 2 H] ) 224
CUBIE I, {EBRIAK LabDirector (SE% % F4F) 8{ ITAdmin (IT & B 5D JRASHH -~ 0]
DA [ X BBk

L LA D R HR AT -

R
0’0

R
0’0

1.

17 92 4TI Defaults  CERIMED %'JL'IEI
L 52 BRI SEIG 2 A R B 44

pAy
A B BRI UK RN i Y [

% %

EEHTTF Defaults (BRIAE) LE
1t Configuration (ACE) G M FHiE K L, sl Defaults (BRIAED -

Application - Defaults N R - BOMED KT T

Application - Defaults

Lab Mame

Default Laboratory

Instrument Mame

Thermo Scientific Instrument

Display Mass Precision

-

2

-

Chromatogram Intensity Scale
@ Relative
) Absolute

AEREERANLREZRANMBFRR
F Lab Name (SEEGEAFR) HEH i NS5 = (1 2 K

MENEFTERS, N R AL % BRI S0 = A FRAE S Method  (7772) #LE] General
CHD DU Laboratory Name  (SERG = AFR) o N HFR P AEHR Ebn b A FHAZ 5256 =
o

R AN 2 R IZ BRI S =5 40 BT 2 ART QU 7575 BOATE LR, KR 4404
Default Laboratory (ERINSEEE =D .

2. 1F Instrument Name (X#$ KD HEF g NS 1 4 FR

ORI, R BRI 2 AF ) Instrument Name - (X &34 0% H)
Ho NIRRT b A AR 44

3. HERAEB, ol Apply (RZFD -

IR P AN 2o IZER NSRS 44 N 21 LR B At b e BROIAROL T, A& ARk

Thermo Scientific Instrument (Thermo Scientific {X#%) »
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3 {&H Configuration (EE) £$l&
e N ERGAME

¢ HEEERANRERREETEELE

1. {E Display Mass Precision 7R EOR L) HEP, R0 2O B2 (M) /N B B s B R 2
B 6 2 AL, BFE 2 A 6.

ERIN 7RI HCT e 20 TraceFinder N FE R AL TR BORS AR, o LA B 145

AL

* Reports (5 -

Blank Report (7% [ 5)

Confirmation Report  (HfiiA#l 27, Fdiil. FEili. wEE o rfietEs e
Zi)

All High Density (Irfim &) Mt (m/z {H)

Ion Ratio Failure Report (& LU K@Y, w8&EFFEER T
Manual Integration Report (F-BNFR 54, miz {H)

Qualitative Summary Report  GEVER &R, I m/z {H)

Quantitation Report (EIEHR T, Qlon)

* Method Development (J775FF &) BT Detection CRyIND BRI F IR P A7 I

e Analysis (Z0#7) BN B K] R

* Method Forge M) HEHE A A i B 2o

BEER YT R A BE SO TR, N TR e M A B0 SO A s G g
AR, DI uERs; MY B SRR AN RS, DKk
TR (P AL, TraceFinder W FH #2548 HH| Display Mass Precision ({278 i
R L) H.

2. #%#¥ Relative ($8XF) =i Absolute (ZEXF) i%TJi[T- Chromatogram Intensity Scale ({7
PR VD o

TCRE AT A E B0 G AR T T Sl s 1R S A 1 £ % 1) U R J s 2R A
3. HERMFBN, Hili Apply (BZRD) -

TraceFinder JH J* F /it LX)



3 (M Configuration () ZHI&
J 52 BRI Peak Detection Parameters  CUEAS I 2450

IS E Bk 1A Peak Detection Parameters (4SS )

M P AEEER, BRIAK LabDirector  (SE46 % 1:4T) 8¢ ITAdmin  (IT 45 EE ) HRZ 1
H AT LA Genesis«  ICIS BY, Avalon Al 553245 & BRI GRS S 40 . 11 H Peak Detection
Defaults  CUERSTIERIAED) A1 45 o e RS0 0920 S FLIE 0T, 0 48 R TR . IX L6

ASHR S35 4 R W I AGT I 2 ) A SRR 5 LA A ASr I S505 P 2 5 A B -

Genesis Detection Method (il J77)

[CIS Detection Method  Cfarilll J71)

Avalon Detection Method (53] 77 V)

EIEITH Peak Detection Defaults (IEHETIEIAE) {1E

1. Configuration (FCE) &6 1 FH1%H#% L, Mt Peak Detection Defaults (U4l
BOAED -

Application — Peak Detection Defaults (N F 27 — WA IERIAED) FLEHT ITo
o AXRITAKMFELEIT NS E T ENRIR, S0 45 00 By« m W 2

w"/
57

o K Genesis K EL T AN S BOW RGN IR, S0 47 U0 B “Genesis IR

Sl >
//7\ 3

o 4% ICIS R &y BT RN 2 B0 VI IA , S04 25 50 0 B “T1CIS IR 2
¥ »

o 4K Avalon Fr il & VE BT IR NS EUIVEAN HEIR, S50 52 01 B “Avalon W5 2=

pr »
p24

HEEEERANSH

. M Detector Type (Enill #5854 #1348 rhife 8 — Al 25 281

XA A S SR B PR ik, S P70 45 DU B R LIRS 2

. 1E Mass Tolerance (JFURE A VFMZ) XIEPAT L F A

a.  EPAT AT G E A, (MMU B PPMD .
b. fF Value (fH) #EH, F8& b FRBTAE A 0 i s A0 A7 (5 5% ppm 204
I R 6 o B 1 i 2 3 P 2 R B B i e . BRIAEA 500 MMU.

. 7F Retention Time C(fREAIITE]) XA AT DA T #4F:

a. fE Window (& FD HEH, FE@ MG (DMARAD , URRRGH T ARG
ST O B I T P Y )

b. fE View Width (&F L) Herh, $RE & O &/ RSF CGREh 9
Bl

. 1f Ion Ratio Parameters (2 FHLERSHD XIEHAT UL T #AE:

a. {f Window Type (% HEA) HEHr, 1%4% Absolute (483F) i Relative (FHXP) 1
B E AT BT EAYE IR P I o A5 ik
b. £ Window (& 1) HEFP, MEFETHEZ 8 1 AR

44  TraceFinder F /11t Thermo Scientific



3 {EF Configuration (ELE) #5%|&
1552 BhiA Peak Detection Parameters (WA 2450

c. f Ion Coelution 5y ILPEM) HEFT, HEREOHIA R e by g 1 U8 [ O B I 1)

e K ZE1E
5. {F Peak Detection Parameters (WA S X% BRI A — R 575 . Genesis.
ICIS i Avalon.

Peak Detection Parameters

Detection Algorithm: | Genesis =

Avalon

6. F8E M Hr ik AT L IS4
HRZEIN A, SHUTH P2 —:
* Genesis Detection Method ~ CHill J772:)
e ICIS Detection Method (il /73%)
¢ Avalon Detection Method (Kl /572%:)
T IS5
Detector Type (Kl #52574) . Mass Tolerance (JITIELA VM Z ) « Retention Time (fR
IF[A]) FT Ton Ratio  (ES-LUA) Kyl S HnT T FrA fonil 32
12. 5 DL OGRS PN 1X 355,

Detector Type
[ms )

Mass Tolerance
Units: @ MMU ) PPM
Value: 500.00 =

Retention Time

Window (sec): 30.00

b {1 T

View Width [min): 0.50

Ion Ratio Parameters

Window type: | Relative -
Window (+/-3%): 2000 5
lon coelution (min): 010 =

Thermo Scientific TraceFinder FH /' T/t 45
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J 52 BRI Peak Detection Parameters  CUEAS I 2450

R IIERNZ AL
%

Detector Type
CRL #3287

iR

MS  (BUHEO « BB A i SRR AL 41, A B AR o far L
Cmlz) 8

PDA OGHL AR RS « Jar AR BESIRTII 28— Fh AR i
HS R BRSO T RS B T SO BT
T, DA [ A I — R A

Analog (B0 « AR INZS (5140 FID. ECD) o HiEFXA
RSy, AR 278 Qlon fHINAR Y IR {H 4 Analog (4%
O 5 10 BT B AT R K 5 1] 1275 4 Not Available
(ARATAD .

A/D card (A/D KD« WK WS ATERSE RG M2, WL
TPARUE SO & (B, SS420X) K e ik i A £+
i, DMRAFAE RIS SO

UV CEIM) - s TARARRRRE B R A e T (A
I B G BETt CHTER KA o S AR ) 25 A
DRI 5 B K R BB 43 B4

Mass Tolerance

(REHAFTRE)

Units  (FA)

o (BN MMU (=i
MMU & U5 P FR ST 5

« PPM (HJiHrZ—)
PPM J& — M TS Br s A0 n] AR vh 5. s o),
PEVT O 22 90 R S o U 0BRSSV i 22 Y B

Value ({H)

MMU u{ PPM _F [ .
ZRIN: 500
Jal#l: 0.1 350000

Retention Time

(R BB R (&) )

Window (sec)
(B, B

TSGR CLIRP N A7) R R 48 B0 7 W A FUY) O B I 1] (149
.

View Width (min)
(PRI ERE, 435

B O R s RS CRRA B0 o« A E SIS
WA U AS, U PRI Ab 3 s TraceFinder N FHFR FPACKE L T KR SR

Ion Ratio Parameters

(BFLLESED
Window Type T8 02 T 4 52 21 L 2 9 T R 400 AT o 5505 7%
(g 2R

Window (+/-%)
( @ l:] ) +/‘ %)

WS T LRV

Ion Coelution (min)

CE 7 JEuE, 381

R A 7 Ve g i WA ) R B I TR) ) e K22 R o

46  TraceFinder FH /7 Ft
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1552 BhiA Peak Detection Parameters (WA 2450

Genesis Detection Method (&30 7535%)

TraceFinder N R 0 [ 1) He 2% Xcalibur 1.0 WFFTHEAE T Genesis W46 M 50355
13. Genesis WA

Peak Detection Parameters

Detection Algorithm: [Genais "]
Detection method: Mearest RT ']
Smoothing: 1=
S/N threshold: 2.00 3

["] Enable valley detection
Expected width (sec): 0.00

[[] Constrain peak width

Peak height (%a): 5.00

Tailing factor: 1.00
Peak 5/M cutoff: 200,00 =
Valley rise (36): 200 =
Valley 5/M: 1.10 -
# background scans: 55
Report noise as: [F'eak To Peak x

% 8. Genesis IR SH (551 01, 33 100)

% 1Pt

Detection Algorithm 85 Genesis WA &y,
CRI &3

Detection Method Highest peak gz i0ge) « I H (i B 0 Sy AT 40 S 1) 25
R 7542 5E o

Nearest RT  (Hedein LR BE IS T)D « A (00 B vh B feie i
B IS (] P e BEA T A B S e

Smoothing CFi#) FEVEAST I R 230, A B S AT B/ I B0 AT 1P R
ICIS U Ay P 53 A FH G A

Bk: 1

a1 A 15 pZ AT A HORE A
S/N threshold FH AR5 (I IRAT A5 e LU BB . /N 015 Mg LA R el AN 2 3t
CEL LaqEE TRy o KT IO e LUAE R e b A TR A

JalE: 0.0 & 999.0

Thermo Scientific TraceFinder FH /' T/t 47
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J 52 BRI Peak Detection Parameters  CUEAS I 2450

< 8. Genesis IR S4B 2 i, L3 00)

2%

Enable Valley Detection

et VA A

iR

A VB A ST I ALy R ACE DN AR A AT (006 o 12273k AR g A Ve
IR RBSELAE S L. | ERMILL AT IR E T
AN SR LSS AN IR o

Expected Width (sec)
(PSS, #2)

FURRWE T 28 (LR 0D o« R R SR, %2
BT P FIUYD 1 g /N VEE 98

J VRTINS, ATA BE B WS N T A 55 /21 I s
R o WA AL T 58U 2 41, TraceFinder £ 240K
SR R R . NIRRT AR A SRS T IR B L I 2 10,
5 U 1 g B v EAE TG %

JalE: 0.0 & 999.0

Constrain Peak Width
(PR 0 55D

7E €0 B VAR 23 I B 2 Ak S W (P 0 5 o AR T LU et 12 A
4 D] R A5 AR A T B T TR OC ] » 1EFE Constrain Peak
Width (PFRAEIETE) S IEHE S BT Peak Height (%) (I, %)
i Tailing Factor (JB A1) ki,

Peak Height (%)
(IR, %)

FEFT PR AR 4380, {5 5 0 T B (100%) 362k T
S N 24i%+E Constrain Peak Wideth ([R @) HIEHER,

P SCAHE A P -

JEll: 0.0 £ 100.0%

Tailing Factor

21 TraceFinder I FIFE 7> W BEATUEHE AR S (I 10 I8 T

€S R FEFR— AP W P96 2 6T H e ) B K B . AN M3 $E Constrain
Peak Width (PR UETE) HIENERT, 1% SCARNEA FIE
Ja: 0.5 % 9.0

Peak S/N Cutoff P 10 25 0% B OMAR %5 e L A .

(A5 Eb g F D

A TL G e 2 U g L /N T e R U vy R W e L AL
{E LR AP, IR B I RE P kS Mg a2 .

MUESRIEMEEE A 500, EIFE R LA R(E A 200, {5 LLAE
/NTF-200 B, TraceFinder W 252 F8 5 LW ) A2 A 10 %%
JulE: 50.0 & 10000.0

Valley Rise (%)
(A BT %)

W F T AN M (R T ) Rl b,
LR B AP IEBZ T 3 LUE . bR HER T HAT KA R AR /0 0
R A R

IR N AT Z R AR R BB LA — ST H k. T HZA
SLER AT AR T B AN AR DU AN TR

] T I 1% Ay LI, TraceFinder N RN FH A 46
DGR AT i o BRI N FH 0 i 22 A il 2% .
JelE: 0.1 & 500.0

Valley S/N
UL LD

Fa & —AME LAVFAS W2 1 Jec s o 5 FH ot 2 50 O DL R L F -
(EC=E

2Rk: 2.0

JeF: 1.0 & 100.0

TraceFinder H /' F At
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1552 BhiA Peak Detection Parameters (WA 2450

< 8. Genesis IR M4 (553 01, 33 00)

S g

# Background Scans TraceFinder N I FEFPHAT IO T SR KR

(H SHEME0

Report Noise As Wi A H RMS (R R) sl b5 Wi 2 1) (1) 7 B R AR, oK
CREME AR5 ) THE T SING (fEMELE) fHIEERA . EITH RMS (B B¢

Peak To Peak (IEXFIE)

ICIS Detection Method (A& 73E)

ICIS WG B 8 v AL EE MS - (IO Hdig, 48 MS IS {5 5 7KK B A
B3 AR I 50

14. (CIS WA

Peak Detection Parameters

Detection Algorithm: | ICIS -
Detection method: Mearest BT "]
Smoothing: 1=
Area noise factor: 5=

Peak noise factor: 10 =
Baseline window: a0 =

["] Constrain peak width

Peak height (3%): 5.00

Tailing factor: 1.00
Moise method: Incos >
Min peak width: 35
Multiplet resclution: 10 =
Area tail extension: 5=
Area scan window: 0=

] RMS

Thermo Scientific TraceFinder FH /' T/t 49
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J 52 BRI Peak Detection Parameters  CUEAS I 2450

9. ICIS R Z% (1oL, L2710

S¥ ik

Detection Algorithm Fa € ICIS WA &k .

RN 532

Detection Method Highest peak Chemnleg) o Rl B vh ) e ey e BEA T AL S ) 4
CREI 75732 o

Nearest RT - (I #Z3E (OR B INFIR)) « A P €% P v BoAT sl
BN ) (R D REA T A 5 D 255

Smoothing ( )

FEVEAS I RIAR A3 1, 8 X 2 T B VA AT o R
ICIS WA I 503245 FH G A o

Jul: 1A 15 2 R AR R AT AL
BRik: 1

Area Noise Factor

C e T B 75 LA )

P T 0 W] REA A5 AU (27 320 5% (11 7 7P A5 A
IRAL L AR

JalE: 1 %2 500
Rik: 5

ICIS WA 5

Peak Noise Factor

CURERSE 75 R 1)

F T 2 T AR VA B AR PR M P AP A5 B TCIS WAl B ik At
HIEAR -

Jal®El: 1 4 1000
Ej(ﬁ\ 10

Baseline Window

TraceFinder N IR 7 HEAT JLIK A A &4k — R i ME . ICIS

(FEZR T 1) WA I A e

Jul: 1% 500

2RIN: 40
Constrain Peak Width FE O I AR I R e AL S I 5 . SRS, nT DU I e
QNS P) o 15 AR RN 9 )2 R 1~ 25 Tl W AR A Ar] I T FF AT S AT o 3% Constrain

Peak Width (PRI ) HIEHE, FE Peak Height (%) Q=0
%) A Tailing Factor (¥ 2K 1) LT,

Peak Height (%)
(W, %)

LEFTTFE R IR0, 55 DAl T BEE (100%) FELr
Irbbe AN 243k FE Constrain Peak Widech  (PREETE) & ILHER,
VA HE A P -

JEE: 0.0 & 100.0%

Tailing Factor

€V APSR D

21 TraceFinder N FIRE ¥ W] BEATUESE AR (I 70 I8 1
AR N IRE I A R HTRE (R R KPR . (3% Constrain
Peak Width (FRAEEDE) SIEMENS, % ICAMEA

JaFE: 05 %F 9.0

TraceFinder H /' F At
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1552 BhiA Peak Detection Parameters (WA 2450

R 9. ICIS A 24 (BB 2 00, 3L 2 00

B¥ ik

Noise Method LA INCOS CFRiFiL) 8l Repetitive (Z 5L .

g 75 Y

(20 INCOS CHUEFI) « I ¥ SR KT o ICIS W
o WU A e A
Repetitive (575D « HH] 2 8 SVLR0E M K. ICIS I
KR A . — B, XA EVEAE 73 B 75 7 T L
INCOS  (Hila 320 Wi VL S uERfy, EL 3B i I ) BE G

Min Peak Width U T K P i /NI K . TCTS WA 594 P L

e/ NIEE B8 )

JalE: 0 & 100 YFIH
ik 3

Multiplet Resolution

A5 P AN TEEAE G XU 2R 2 TRI 80 ) /N TR B SR 0 P 0

(ZHEITEED T ESAENTIIFRUE . TCIS WEAS I 524 A

Jal: 1% 500 A

2Rik: 10
Area Tail Extension E L S TR IR, T 5. ICIS WA I A5y
QETIRAYEE /) 5 FH 1

JuHl: 0 % 100 K4

Bik: 5
Area Scan Window NS PN SOV IR IR . A S TR AR e 45 B
QENIEESE R InD) A (L SRR 5D .

JEFE: 0 & 100 K3 HE
@j@)\ 0

RMS (FJ75R)

$8 52 TraceFinder N HIEF A e 5 RMS (BHR) {H. ERIA
LR, SR FAE ] Peak To Peak  CUEXFIA) HEAT R A 144,
R TSERA, RMS GYITRD ¥ Ak

TraceFinder JH J* F /it 51
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J 52 BRI Peak Detection Parameters  CUEAS I 2450

Avalon Detection Method (A& 7535%)
Avalon R VE Ty UV CEAN) Bl it.  Avalon WKL SR 0E . m] DA

52

Avalon Event List  (Avalon Fi/1:4142) " 4m45 Event (ZFAF) {H.

15. Avalon IR

Peak Detection Parameters

Detection Algorithm: [A'l.rall:rn ']
Detection method: [Nearest RT - ]
Smoothing: 15

Time Event Value
Initial  Start Threshold 10:000.000
Initial  End Threshold 10:000.000
Initial  Area Threshold 10000000
Initial P-P Threshold 1.000
Initial Bunch Factor 1.000
Initial Megative Peaks Off
Initial  Tension 1.000

[.ﬁ.utucalc initial EvenEl [ Edit
2 10. Avalon WA 2 %5
S8 ik
Detection Algorithm ¥5 5 Avalon WEAG M & s,

R )

Detection Method Highest peak CIReiplge) o €3 ] v (1) d e WA T A0 B ) 4

R 75792 E o

Nearest RT  CEgHEUT (IR BE I 1))« A €0 1] o BA e dln O
B I TR (P e BEA T A B S

Smoothing ( )

PEVERSTINFNAR 23117, B B0 2 H Rl o Ve B i B AT (1P IS RS
ICIS WA I 553245 FH e A o

EW}\ 1

ol 1 E 15 S22 BT R AT EE R

Time/Event/Value {78 Avalon Event List  (Avalon ZHA-%138) X uEHE T F5 & 344
CINFTA) 7 =54 /4D ECAT I8 s e G i s B 1 BR A 4

Autocalc Initial Events Hzhil 8 Event List  CEAEA3R) T4,
CHBVHYIGE T

Edit (4m%H)

FTJF Avalon Event List (Avalon F4:513) XFiGHE, 7EL AT DL
%% Time/Event/Value (W0 / 4 1 {H) 2480, S “Avalon Event
List (Avalon FH:51%K) >

TraceFinder H /' F At
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$5 78 BRI\ Peak Detection Parameters  (UEKAI 250

Avalon Event List (Avalon E431%R)

AR R A SR FAERCVEEAT S 4 BN S . ] 4% Avalon RABE
I, R s BOA S oV BRI L s e e TR I TR B e A SR AV

g5, S5 Evene (P

>/ Vil

A SN

16. Avalon Event List (Avalon FHEH £ ) R AHAE

Avalon Event List =
Time Event Value
Initial Start Threshold 10000.000
Initial End Threshald 10000.000 Evert:
Initial Area Threshold 10000.000
S -
intial P-P Threshold 1.000 qta” Ej“::
Initial Bunch Factor 1.000 e
Initial MNegative Peaks Off Area Threshaold
Imitial Tension 1.000 P-P Threshold
Megative Peaks
Bunch Factor
Tension
Time (Min): Event: Walue: Tangent Skim
0.000 Start Threshold - 10000.000 Spoulders 08
Force Cluster On
Force Cluster Cff
[ Add ] [ Delete ] [ Change ] [ Cancel ] [ Apply ] Disable Cluster On
Digable Cluster Off

3% 11. Avalon Event List (Avalon F44:%51136) WHEHES %

B4
Time (Min)
CETR], 4341

ik
e HAF R AR I 1]

Event ()

fag FAFRR . RGBS P 53R, S0 “Event
() KR,

Value (fH)

R FIFE.

Add G

K 4 A7) Time/Event/Value CHFE] / ZFAF /() S804 IN—1
BRI pILR T,

Delete (I

M F) R PR R T ik Time/Event/Value (IF[R] / Fi4: /1 H) &

Change (50

IV FH =241 2 AU

Cancel (HUH)

AT, SCHDURAE . R AT I B sl B e P A2 42 i

IR

Apply (NHD

PR TEHE o

TraceFinder H 7 Fiit 53
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J 52 BRI Peak Detection Parameters  CUEAS I 2450

17. Event (Fif) 2w

Event:

Start Threshold -

Start Threshold
End Threshold
Area Threshold
P-P Threshold
MNegative Peaks
Bunch Factor
Tension

Tangert Skim
Shoulders On
Shoulders Cff
Force Cluster On
Force Cluster Off
Disable Cluster On
Disable Cluster Cff

F12. Bvent (FH{F) %

RfER 10 35250

B4R Eiiipe
Start Threshold TR B WS AG AL (E . Start Threshold GEIGEIME) Sk
G AR BI{ED RMS (5D MR EEAH G

JWH: 0 3999999999
End Threshold PR WSS RN (KB . End Threshold (5B L5 tailt I 1K
(&5 R I{ED RMS (5D M s ELEAH K

JWH: 0 3999999999
Area Threshold PR TR AR LA o R G AN S0 WU 0 1 AR /N TR 3 (R AT A 0
CUBETRIAR R AED I S H A s B S W T AR AR A

e 0 % 999999999

P-P Threshold

FER AN B2 AN SR W 1) d— AR 2 2 i, WS U B 32 (L

(U XoF e ) 4D TR DL S FE . W BNt R, A TiIg
BENERIIHL . R hEmES AT,
JE: 0.1 & 99.99
Negative Peaks FEVFRTIN A bge . AEHR B0 S A3 E 1.
(Al HRAE: On ($TFF) 3L Off (P
Bunch Factor T WA I VA kg —2HL R s 8. 12 T 3 R o s 15 1 A1)
4R A, ARG . AR, W
4.
Jul: 0 & 999
Tension P b a3l P IR TR OB R o Ik A, DUk ol
(Bealrsk ) SO s B AR . SRR BRI IR Ry, (RS2 AR T K IR I T )
b N IR TR o
JBHl: 0 % 999.99 434
Tangent Skim ] LA AZ A AT AT U 2 2 o BROVIE LR, N HFEF
VI3 EP) TEPEAL 1) Fe e WA R vt . 9 v DUFE s W A Hh 1) AN 4 Oy ik

o N R PSRRI — M) CEam)) Al 2k g . 1)
SR 22 AE VA 2 1R K g 1 B
Ll 021

TraceFinder H /' F At
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12 Bvent (FfF) FME 2 00, HL2 50

E LS ik

Shoulders On RV RS PTR80S LA B
CRIEFTIT) — B

Shoulders Off ENEE LSRR

(R < DD e 0% 50

Force Cluster On Sl BL FWETHAE A1 (A .
oIS TP

Force Cluster Off o P R R 434

Com i o P e 2 )

Disable Cluster On A BT A W A% 4 2.

(ZEFEZH AT T

Disable Cluster Off YRR 4.

€L 2PN
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¥e%E Adducts CIn&n)

$§7E Adducts (HNE4)

& & INEHE TR EE BT f T AU 1 R N i Js 7 50 5 a3l
HEAE O SRS IR TS e I mT LU T B

it Application - Adduces (MRS - M4 MK, $5EAETEIT AT &4 .

F LU N DR THRAR

o HEATIF Adduces CIn&#) WK

o HENIINEY
DS

o HEBERINGY

N

o BHEITF Adducts (&) 1A
1. Configuration (FCE) #&Hl &1 FHUE W L, i Adducts (INEHD) -
Application - Adduces (NIRRT - &) MEATIF, BB IE R 7R 3 1 n&

Application - Adducts

Positive Adducts % Megative Adducts %

MName Formula Type Meutral Mass Name Formula Type Meutral Mass
Ammonium  M+NH4 Gain  18.03 Hydrogen-Loss M-H Loss -1.01
Hydrogen M-+H Gain 101 Acetate M+H3C202 Gain  59.01
Sodium M+Na Gain 2299 Formate M+HCO2 Gain  45.00
Potassium  M+K Gain 3896

& BERMMEN

1. 75 Positive Adducts CIEB T4 5 Negative Adducts (B TIEDD ks -,
#iil7 Add New Adduct GEBTIA#) Eir, .
RRR PR LE Adducts A FIRIIE IR FH T 847

Positive Adducts e -
MName Formula Type MNeutral Mass
Ammoniurmn - M+NH4 Gain 1803
Hydrogen  M+H Gain 101
Sodium M+Na Gain 2299
Potassium  M+K Gain 3896
P | New Adduct |M+H Gain 101
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3 {EF Configuration (ELE) #5%|&
¥e%E Adducts CIn&m)

2. BB T T

7R FRIPREATHES, X RN S e 23 Ui DL S G S AT 55 .
25T IR V2 710 DO R B AR 45 R P R Bl B R T

B, AR — RO A R MeNal+ (L M2, U N
“Na”o — Rl ISP POy & 72 (M+H+H20]+, 7073 AP A “H30”.

EERER M Dmaywn v, HP R DUAKRS TR U NG
FBE; {HJ, TraceFinder MR A K EFEHRM N B Bu R, i NEF
RERB R TR

Wltn, ek FREER “inad” BTN In Au, 5 “COSI” it CO S 1.
N R B FH P S NI G 43 1 s 2R R R R P i

hﬂ’ MNew Adduct NH3 Gain 101

CIEFERNAFE (New Adduce [ FOIaE) D A INE WAL FR

HUP AN i S SRR sl b VSO S, (E R o B R 2 TEAf 7 S I SR

. #% Return (9| Z4=4E)

N IR PR I A i =GR, IR SEILER ISR (Gain [ 8500 ] 5% Loss
[ ZR D) M4

Positive Adducts r-a:;= —
Marme Formula Type Meutral Mass
Ammonium  M+NH4 Gain 1803
Hydrogen M+H Gain 101
Sodium M+Na Gain 22,99
Potassium M+K Gain 3896
¥ | Neutral  MnH3 Gain 17.03

B R BRI S BUER, XEnaE el 1117 #E Method Development (572
kD AR Compound Database (A& ) AL h b TIE£E. 20 7 258 L
T G R A 7 .

Adduct: Meutral -

Charge State:

Ammonium
Time range peak] Hydrogen
Sodium

Window (sec): |
Potassium
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3 {# Configuration (EE) {=#14
¥85E Adducts (&)

» HEBRINSY

1. £ Positive Adducts CIEE 7G4 5L Negative Adducts (HEF A witg b, ik
PEARER RIS -

2. #% DELETE FFHfiA M R Bk in &4

M GEMIBR B Cas =M G AR G4, AREMER TraceFinder 223N 3 X1
NN IR

58  TraceFinder F /" /1t Thermo Scientific



3 {EF Configuration (ELE) #5%|&

g S Bri S

X H] Application - Optional Features (N HIFEFF - AIEHREE) A0 EIOE LA etk

Thermo Scientific

ToxID

Quick Acquisition CPRHCRAR)
Delay Calibration (FERAZIE)

FH P A I 58

H B HEFE AT AL

Batch Wizard Style (#E¥X ] FJ57)
Multiplexing (£l 1#)

Intelligent Sequencing (RSP
KAAAT

i i 2%

& E4TTF Optional Features (AJi%4¥F14) TIE

W i

7t Configuration (FLHE) MG K FNi%# L, rii Optional Features (R[IEFHE) .

Application - Optional Features (N FHFES? - WJERHE) BUfFTIF.

Application - Optional Features

General Settings
[C] TouD
Quick acquisition (EnviroLab/ToxLab/QuanLab Forms)
Delay calibration
User peak detection settings allowed
Allow auto sampler to automatically determine tray configuration (disable for Waters Acquity)

Batch wizard style:
) Acquisition batch wizard (TraceFinder)
@) Batch template wizard (EnvirolLab/ToxLab/Quanlab Forms)
Acquisition submission options:
Full Sequence Submission (Mot permitted with Intelligent Sequencing)
@ Single Sample Submission
Screening Libraries:

Library Manager: Browse...

MNIST Libraries: Select..
[T] Multiplexing
Awailable Channels : Channel 1 Channel 2 Channel 3 Channel 4

Intelligent Sequencing
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3 (M Configuration (EE) Z=HI&
WO TR

ToxID
TEA R ToxID 45 2 1, FH P A ZE ToxID &I,

& HEHE ToxID
1. % ToxID K IEHE.,
2. HERAHES, ik Apply (BZRDD «
S A P 7 B FH S I e R
A IRATH] ToxID R A HIFNZE, S5 39 00 B “Repores (475 ) 7

Quick Acquisition CERIERE)

PUFCER AL LT T Acquisition  CRAE) « Analysis  (43#7) 8 Method Development (514
TR BRI Quick Acquisition  CERIEERAE) RS

R CYBUE Muldplexing (2381 B, Quick Acquisition CPREERHAE) FEEA AT .
Z 55 65 1L B “Multiplexing ( ZiHE)
& BHEHTREFRE

1. %% Quick Acquisition (EnviroLab/ToxLab/QuanLab Forms) ({RiEFEE,
EnviroLab/ToxLab/QuanLab Forms) & iEAE.

2. HHERAFEN, g Apply (BZRDD o
IS FERE P 7 B 2 S 0 B e s
A K Quick Acquisition CPRIERAD) FRE AR, ZFd25 79 o0 By AT 0k 7

Delay Calibration (ZEIR#ZIE)

FH P ] Ly 5 12 N FH R 4] 12K Delay Calibration (ZEIRFZIE) S EROE M2k, ZEiR
HOPRIE,  E2YS N R A BERE K Th 1 5 G — MR IEFE i LA RN IR AR 2 5 R4 T T
TR T T R R g S BRGNS

¢ BEERTERIEMLZ
1. 3% Delay Calibration (FEIRKIIE) KIELHE.
2. HERAEES, i Apply (BZFD) -
IAEEY A AN VA B S T A L S

60  TraceFinder FH /7 Ft Thermo Scientific



3 {&H Configuration (EE) £$l&
Vs TR

F PR % B

] User Peak Detection Settings Allowed (SOVFFH 7 WA I v B D 1EI, HT-H &2 Data
Review (HREE) "HIREWADINITIER W E .. A RMESERN L0 u i, S50
472 T R < 3 EAE USRI R 7.
* BERIFHPESIEENEE

1. %P User Peak Detection Settings Allowed (ftiFF PUEHMIZE) FIEHE.

2. HELRAAEN, $ibi Apply (RZA) ©

I R 37 R3S FH 33 200 5 5 PR e 2k

BalifttR 2k E

BRNTEOL R, TraceFinder N HFRFAE B 2 EFESS B s B TFCRACE - 9 H P EH Waters™
ACQUITY™ RG], FEAIERLIKIN, AR X mURe M HAs 20 s 4 R B R RC

¢ AEFRITHITESREREE
1. %" Allow Auto Sampler to Automatically Determine Tray Configuration (ft1F B zhit#
FREFFITIRERE) SR,
2. HERAEEM, i Apply (BZFD) o
IS R P 7 B P S I 5 e A s

Batch Wizard Style (#t % [mS2E8!)
HFIH Batch Wizard Style (b1 73818 e I $6 9 A S 28 v i) — b H T4tk e ) 43
+ EERERSKE
1. 1 Batch Wizard Style (HIbiR ] 3:28HL) FFrh, 14— n) 32670,

e Acquisition Batch Wizard CREHUREF) : ¥ Acquisition CRAE) #ARNINE T
WUEM o ZAR Y TraceFinder 1.1 N 1) Acquisition CRE) AL, =
RZE 5 5, A Acquisition CRAE) B 7.

AT 2 TN, N HVRE R E S i1 2R

* Batch Template Wizard (#LRAEEF) . ENNm 32K 5 EnviroLab Forms.
ToxLab Forms I QuanLab Forms N HF& 7 o IR AR ) 328 48L. 2220 402 10 B
“ FIH Batch Wizard (Hbkn) 5 ALK 7,

ERE UBUE Muldiplexing (238318 B, Batch Template Wizard (I ARAR 1)
) AuTH. S5 65 7 LK) “Multiplexing (Zi@iE)

2. HERAEEN, ki Apply (RZFD ©
I FH R o S B FH 3 200 B 50 R A2
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3 (M Configuration (EE) Z=HI&
WO TR

62

RS HIRAE, o] DIBOE AT — 3 AR I e T H BN FE S . M TE Acquisition  CR

) BT HEK . 7 Method Development (55T K&) Bl FHEAZTF R ALK, B0 1E

AR NS Quick Acquisition  CPRIEBURS) LRI, 4285 SR AS At I e 5 384T (1) 5

JPIEAT o Ierde IR S B 563847, BRIELE Acquisition CREE) BEzUTH L T4

PLoEBAT AL

* 4{§/ Full Sequence Submission (SE¥EJPHIFRAS) I, 7B AR AR UG B2 Bl )
AT SEAE IR .

« 4{fi} Single Sample Submission CEAFENAHLAT) I, 558 BEUHERAEFE WG B2 I %12
ATttt

o HEEEXRERZGHE

1. 16 +% Full Sequence Submission (STEFFI#RZ) 1L Single Sample Submission (AR
R LI

* Full Sequence Submission (SEEEITHIFEAL) « S HANREFEGAE R W] REAE A 45 1L o
A AR R T A I IR PR, TraceFinder N IR 41— 2 B IR B 4% —
(S SO N (=l SR Bei T E o S i i X VA

FERRAS ARG, TSI ITAG I, AShBERES TR HER DT AT (AR S R . 72T
g HAd AL CEIME R AR O m b IO 1, A5 S Atk b (R DT A A

B YU Incelligent Sequencing (CRYREFF/F) ),  Full Sequence Submission
(FEREPIIERAT) R tEATT I
* Single Sample Submission CFLALGMERAD) « SCFFRRETHIRFIE . 7EERAC— M HLIRE,
F SRR TT 00— UHE 2 — MR AR EERE o D0SE 0 R AOFE AT LA AR IR 24 i R AL I
HIRRE P o

B YBUE Muldplexing (Z3#18) I,  Single Sample Submission  CHLFF: i 12
) FFEARTH . S0 65 il BT “Multiplexing ( ZiHE)

2. HERAFES, Hat Apply (BZRD ©
SR P 7 B 2 P S 0 B e e

TraceFinder JH ) F I Thermo Scientific
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3 {EF Configuration (ELE) #5%|&
P R

SE FETVEM H BR IR IE T3 VA AR B P 8 08 (VI IRTE 12 A3 S T gy vk P 4 9 306 2 1)
EZAFR, SU0E R PR o AT SRR AE H AR G 38 5 v AR Y 9 8 128 1) BE 224

K

Zx[R] H bR 5 v i i i 2

U N TRE JTVEARE General  CHYUAL) BT _E Y Library Search Type (JERIZRISAL) I,
FH ] LLZEHE Library Manager (FEEPRES) MrRARIAN AT DLk FE NIST Rr R, S0
208 U1 _EH) “ 4% General CHHL) bl

o YA ILILEFE Library Manager  (JEEBEAR) 1A Library Search Type (JERGZRISM)

i, NP RH Configuration (FLED #5145 145 E 1) Library Manager ( R B8 )
PESCAE (db) A2 FEACERRESNIN, X BER 2R AN i R

MR TR NIST 1E 4 Library Search Type (PERZRRAD i, NP R
Configuration (L&) &l G P4 i NIST FE. (EARBEREM T, H P T RLERRRZ
AN NIST J#.

EZIE7E Library Manager (BEEIEEE) HikREE

Rl Browse CIBT) JFHEIH P AR H T-07 1 1%

R AEACEAEAL I, R ACREE ] — PR R . 0L NIST 15 4 J5 7% Library
Search Type C(FERIZREML) I, N ATRERAEHIH 7B B8 R 1 I 2

EEI5E NIST FFikRE

. il Select GERER)

Select NIST Libraries CGZE#f NIST /) XJUHHEFT TF, 1) H 4 W HFE P 222 10 22

Select NIST Libraries =
Please zelect the MIST libraries that will be
used with library matching.

Select MName
NISTDEMO
[¥]  QED NIST Library

| ok | | Cancel |

2. Ay TR R AR NIST B SIEHE, il OK (B -

AR RALBEAE I, P AR — R R 2R A . Ik FE Library Manager (R
PEES) VEATTVEM Library Search Type (FERYZRRAD If, [ HREF A H 72X
HLIERE 1) NIST J#.

TraceFinder JH J* F /it 63



3 (M Configuration (EE) Z=HI&
WO TR

3. A RRAHEN, Hadi Apply (BZRD -
97 FH A P S R 3 00 B A FR R Ao

N TR PP AL B4 IR 28 12 AU s A — SRR AL 50, R A 1 ot Il
AP a1 ok AT UL L, IR [l 204 (LD .

7 FHR 3> AT 1 1) P A 2R m00 ) PR A B o I [ A R AR AL 50 (1 5 B 5 2 L v ) o
BT E, TG ZR 12 2 H S AR RN 5 ) T P AT L

EEHEPHIHIERE
FEE R TR, P T LU EVLRCEhRE,  IF BB A7 B (i DU il D 5 ZE DL
S 159 0B “Library (40 7o FHEILES—MESH, MR 45 21 10 70 B s
THRE MBI

BFRIHIE T 5% o B9 ik B

FE HARTRIE 05, TP AT DU R R, DL sl ZE LS, IR E — > BB e
PUR D B ZE VLA . S0 2 217 01 bRy < S50 VU LB 7

o Identify CiRH]) B¢ Confirm (HfiiN) : NHMFEIKRRIRC IR RE, KiRMEH
R B O E S5 E 2 - Tos E DU R i B s 0 2 (LA EEER 7R, SRR A ER
NS

e Score Threshold (/r%0B{E) « #FEPUEIIA R BAE—MEEY, WERZRTAE]
()53 B00h 20T v T Fi o TR BRI AE

EER/R WM R AT U BN, N FE 5 250 L BT 4%
o SRR EEE SCHF A S B R RS S e R (HCD) » & TR S i

RN

% (CID) BeBTRE (AIF) Hr A,
o FEAA W MG A 1] 91 [l A 1100 A B ) o 200477 it ]
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3 {&H Configuration (EE) £$l&
P R

Multiplexing (% i&i&)

X422 4% Multiplexing Power Module (ZIHIEINAEBI) I, Multiplexing (3l ) 1%
AWTH. SRS 12 70 ER © 223% Power Modules (DRI~

B 4T Incelligent Sequencing (R figflF/3) I, Muldplexing (£2iiE) Aw[H. Z
% Intelligent Sequencing  (FAEFEF) o
+ AEREZIBETE
1. % Multiplexing (%i@il) $iEHE.
2. WA TR AR I AR I SE 1K) S AE
3. HHERAF B, Hadi Apply (BZAD -
S FH R P 7 B FH 3K TR LSRR o

élﬂ%)i'jﬁtlz{/\ﬂijﬁ’}!:/\ﬁnn?amkx_ (S 314 U0 B or SURERL 21 ) sl R4
(Z 50 342 U0 B “Devices (0 46) UL ™) B, N HERAE [t Acquisition CREE AT
(I ES TR EERT N

R SO ZEE N, DUR AR AN A -
* Quick Acquisition CPRIE KAL)
e Batch Template Wizard (HLIRFAR [7] 5
¢ Single Sample Submission (Intelligent Sequencing) CHLFf AT, FHEHT)

Intelligent Sequencing (& &EHERF)

1 1% %% Intelligent Sequencing Power Module (3 GeHE/ 7 D) *iﬁ%) INf,  Intelligent
Sequencing (FEEHET) EIA T . S50 12 U0 ERY © 22208 Power Modules  (Jjfigfit
g o

HBAKE R AT R A Intelligent Sequencing  (RIEEHET) o« TR —MLIRG, B3RS
THUG— IR e — AN LR o 0SB4 s itk mT BArR W M iR AR L b (PR 7 41

o BEHEERHFE
1. %" Intelligent Sequencing (B REHEF) SIEHE.

FERE UUUE Muldplexing (Z3l18) B, Intelligent Sequencing (ZHEHET) ANn]
H. 25 65 1l i “Multiplexing ( ZimiE)

Acquisition Submission CRESEAL) LEIERINA Single Sample Submission  CELFF b2
A o ik Intelligent Sequencing (B AEFFF) EIIN,  Full Sequence Submission (2
FER A AT H .

2. HERAEIEN, i Apply (BZFD) o
S PR o S 0 %7 P 3 5 4 R R 1
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3 {#/ Configuration (EE) {=%1&
B4 Custom Columns [ 5E X 51

£1)3E Custom Columns (HENXF)

B i Custom Columns (& X)) Uil , K540 NFI0 MBRGR IR SRS . %
¥4 5 H 2 Microsoft Excel™ HL T3 K 8 CSV X iy, %N H R - s 5 e X o) 51

66

(EVTIIEED R

0] B Modify Columns (B 2H1)D) 5 1EAE K 2 735 - 5 260 i 41 38 P 26 1) 1) {27 i

o (BB 361 00 B < a1l )

P AT LAEEH] Field Chooser  (“F-Brii$4) K W7n I 8 2l Data Review Samples (E(#li &%
FEAD EA% KB ) RO INF (S5 418 00 B “Samples CFEALD FHS 7D o

M G Phoenix 58 TLX s 2401 TurboFlow™ J7 vk}, 201l 18 B EFE 11 M 2 Hi|F

B AR Aria™ MX I, 170 DU I 2850 (i) (14 S B4 T R 4 il o

FZIRCL N D IR T A
o #HEHTFF Custom Columns (& XD T
o FFEUNINE S B PR
o HEAIETE B E XAt
o B B E AN R

& ZEFTH Custom Columns (BENXF]) THE

HHAT T S E F1H) Custom Columns (BENXF) .
Application — Custom Columns (N HFEST - & XF1) THIFT I o

Application - Custom Columns

["] Enable Custom Columns

Headingl ColumnHeaderl
Heading 2 ColumnHeader2
Heading3 ColumnHeader3
Heading4 ColurmnHeaderd
Heading 3 ColumnHeader5

Heading & ColurmnHeaderb

TraceFinder H /- F At

Thermo Scientific



< BHERMBEXIIZEHHIX
1. % Enable Custom Columns (B BENXFI) HiEHE.

3 {EF Configuration (ELE) #5%|&
B1% Custom Columns ([ & X.%1))

N FIRE RS 53 SN BN 22 F P B K BT AT Bt o i RE il 1
2. XFREAS B E S, IETREOAIIBIAFRIA A E XA

il -

Application - Custom Columns

Enable Custom Columns

Heading 1

Heading 2

Heading 3

Heading 4

Heading 5

Heading 6

Study

Client

Laboratory

Company

Phone

Email

3. miili Apply (RZFD .

I FHRE RN AS F 2 A2 F ™ B K P A B i
AR QUFAb &I B A TR P AR B 2 AR TN 42 DAHT B2 3tk k

e

R A IRPI RO, S ECE E B AARR, N HTRRE R BLE A %8

HiFKo

¢ BHENZTAEXTIMHHHK

Ifi k% Enable Custom Columns (BRI BENXF KIEHE, Jfriidi Apply (FZF) .
RIS, XL P A B XA, AN IR REE TR B B

CLHIHEZ i) B A1

Thermo Scientific
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3 {#/ Configuration (EE) =414
B4 Custom Columns [ 5E X 51

¢ HERSEEIIMET

Enable Custom Columns CJa H H & X)) & IEMER T3 570 Bk 2 a0 5 e X
F), LARAE Batch View  (FILXALIED ] Modify Columns  (E2(%1)) A IEHEF Data
Review Samples (E#a &G ) EH% 1 Field Chooser CFBriFias) 2 Eox A E
XA,
PAT FIEAE 2 —
o AT A AR AT, 1 Enable Custom Columns (BB EX
5> SIEHESF it Apply (RZF) -

o FTEAE HE XHHEFTERUX P IYATTH, 5Bk Enable Custom Columns (BRI BEE
X3 SikHES ST Apply (RZFD) .
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Thermo Scientific

3 {EF Configuration (ELE) #5%|&
B {2 XFRiE

R T S E1Y Flag Customization (FRIEEEX) -
Application - Flag Customization (N FHFE/T - brid F & O #LEIFT T

Application - Flag Customization

SEBu Flag Customization Grid A SO WKL, B R bric s, DR e mfix

Data Review (Hili&5F) IS WA U 7 AT DL iR e B4t Chnid D
IDESEg, ] Lg% F T 4578 i B i RN . P ] DU R — MR S A
BB AT

& HETTHF Flag Customization (FFRIEEEX) #HE

Priority Groups
Priority Name Shape Color
1000 Green Flag Flag

10 QOrange Flag |Flag

1 Red Flag Flag

100 Yellow Flag (Flag

EEEE

Create New Prionity Group

Priority Name Shape  Color
o[ e

Flag Rules
Name Description Flags PriorityGroup
Canfirming Ion Coelution Flag is shown when RT diffe | Confirming Ion Coelution |Red Flag
Ion Ratio Failure Flag is shown when ion ratic | lon Ratio Failure Red Flag
QC Amount Qut Of Range Flag is shown when calculat | QC Amount out of range |Red Flag
QC RF Diff Out Of Range Flag is shown when respons | QC RF Diff out of range  |Red Flag E
QC RF Out of Range Flag is shown when respons | QC RF out of range Red Flag @
QC Out of Range Flag is shown when respons | Out of range Red Flag
Library Search Flag is shown when library n|Library result not found  |Red Flag
LoD Flag is shown when calculat | Limit Of Detection Orange Flag

Create New Flag Rule

MName

Reset to Factory Diefault

Description

Flags

PriorityGroup

Breakdown

4 [l

Area out of range  #
Auto sample ran outl:l

Cal Amount out of r
Cal Out of range

Cal R2 out of range
Cal RF Diff out of rar
Cal RF out of range =

]

TraceFinder H 7 Fiit
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3 (£ Configuration (BE) =&
A 1w bsid

L LU D R TR AT
o ARG RA
o HEBIEHILEHA
SRS kAN YW
o A EBIEHER L

W

L]
W

o HEBERIA HE XAE
» AEHBMEARA

Priority Groups

Prigrity Name Shape Caolor

1000  (Green Flag |Flag

10 Orange Flag Flag

1 Red Flag Flag

EIEEIE]

100 Yellow Flag |Flag

7E Priority Groups  ({ESEZR4 KB, Ji /7 ol LUSRBHERCIOE A4 TARERgiEe . TP
T LU BRI AR IC . ARSI 4R

PAT FIERAEL

o BRI Priority (PLGZ0 {H, HWIAPE.

« Xt Shape AR {H, MFIERHEFE—ASFEIR.

o st Color (B() #isk, FFAMMEHCPIESE—FBra.

Current Color:

Current Color Palette:
EEEEEN

Derl\red Color Palettes:

Recent Color Palette:

[ Advanced ]

4. SERRITEESUG, Al Apply (REFD) DURAAE .
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3 {EF Configuration (ELE) #5%|&
B {2 XFRiE

HENEHULARE
Create New Priority Group
Priority Mame Shape  Color

o[ e
. AE Priority (PLSEZ0 HEH, FaAILIEHAE.
AT B A E B 8. B, e ol .
. fE Name (#4755 HEH, SIABALICHALHAR

. M Shape OB ZIFRPILEFE—FibridJEAR: Circde ([EF) . Square (W) il Flag
(HERRE) -

4. fiihi Color (Fft) 3%, IO ERE—FPE .

Current Color:

3
%

—_

(S \S)

Current Color Palette:
H EEEEENRE

Derived Calor Palettes:

Recent Color Palette:

[ Advanced ]

5. (A[iE) fiidi Advanced (B4%) JFM RGB. HSL 8{ CMYK i Atk rh kB —fhgifte. =
525 73 70 _ BT “Advanced (i) XS UEHHE 7,

6. Riili Create (fIE) .
N RE KB AR 0 N 2 Priority Groups  (fJL5Egi4l) K.
(R

Create New Priority Group
Priority Name Shape  Color

10 NewFlag | create

Priority Groups
Priority Name Shape  Color
l e [o” ||
100 Yellow Flag |Flag . l]j]
100 Green Flag |Flag m ﬁ
10 Orange Flag Flag l

Thermo Scientific TraceFinder FH /' T/t n



3 (M Configuration () =HI&
Bl B e hRid

o HEHEFFICHAN

SERE T A AR ARG IR R AL S R4, tm] BUBMBR R . ] AN BE S
B0 1 22 FR BRIl 2R B

1. PAT FHIHRAEZ —:
e 1F Description (Hii&) —Flrh, I YR (¥ SCAR I BT A 4 o
o Wikt PriorityGroup (PLSGZAL) (i, M P — A BFALL
 fili Delete (IR .
SRR P SLZIR B 1R o 25 ZE ST BRI R, R Undo  (HEEH) -
2. SERITE NS, Al Apply (BEFD) DURAFE .

& HELEFFRCAN

Create New Flag Rule

Name Description Flags PriorityGroup
Auto sample ran out S
Breakdown

Cal Amount out of rar

Cal Out of range

Cal RF out of range =
m 2

Reset to Factory Defaults

1. 7 Name C(ZFR) HEPY, BB 445 .
DRAE 44 PR 17 7 B o
2. 1F. Description (fifiid) HEPY, A Hihric B IR ik o
A T LURE R A2, AR RO 14T
3. M Flags (bric) ZUEH, &£ MRt .
4. M PriorityGroup (fRJGZ4L) HIFK, e MEJdH4l.
IR S BRI S AN U T L e R4 . S5 71 0 by« 7 s

WL ™,
5. fiili Create (B .
I T RE BB bR Ac U N 2 Flag Rules CRRic BRIUD SR A R o
& AEBRFIEAEXAR
#5.ili Reset to Factory Defaults (HREHTIZE) .
IR PR B T T AR SE A« b v DR L SR R T (% BT i«
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3 {EF Configuration (ELE) #5%|&
B {2 XFRiE

Advanced (B HEIE

W Advanced (gl SHUEHE %R, KH RGB. HSL 5t CMYK A b 4 bric i £
H e X

18. =12 RGB Bt
Advanced

RGE HSL CMYEK

—
-
Red

G | 220

Green

a | 23
Blue

([} 188

[ ok || concel |

ML 8k 1 (RGB) WML —Frig e RGB EMEIE, Wil HNL ErRas LR,
& 19. =4 HSL it

Advanced
RGB HSL CMYK
ot
-

Hue

U 6.00

Saturation
8| B87.18

Lightness
—1 52.88
[ ok || cancel |

AT A /52 (HSL) M EACH IS PR E HSLAEMEE, &0 5L
e

Thermo Scientific TraceFinder FH /' T/t 3



3 (£ Configuration (BE) =&
B B bR

20. = 2% CMYK it

| Advanced

RGE HSL CMYEK

Cyan
[ 89.96
Magenta
U 0.00
Yellow
U 13.53
Black
a 10.20
[ ok || cancel |

MTT [ EL ] ¥ TR (CMYKD) O ERE— PR e CMYK BRI, W ER AT
ENPLH R —FF. FTEIHLRERI M 22 (KO Fite—H A BA,
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{$ F Method Development (FA3%xF %) HER

AREEVHE T JBOEH F 2, R4S BN Supervisor () BY LabDirector  (SE46 % =
1) WITEIT AT -

=k
o EHETE
o {#[fl Compound Database (fb &%k )
A FIAN 3R T 12
il FHIF Atk ik
fif F PR B2

M Method Development (J735F k) AxURT LGN E sl ik 77k A 77 ik sl— A A
A0 IR AR TR IR T AU

WA LAME ] Quick Acquisition  (PRIFEREE) ThAEREGE 1L Method Development  (J77:7F 4D
BT IR AL R AT R o

< FEif 9 Method Development (FH3EF %) 1R
ML T SHUE RS _E 1Y) Method Development (FH3EFE) -

Method Development

Method Development (775K SRLE &I .

Method Development ~ 1

»  Method View

» Compound Database
Instrument View

Development Batch

A KT 18712 Method Development (55T k) SHUE S LA DhRERITEAN IR,
SR « 5 /7151 Method Development  (iETFR) FHLEHS 7.

A K% 772 Method Development (55T k) SHUE S LA DhReRITEAN IR,
SR 5 78 L I« ik J5 VL1 Method Development (55T R ) FHLEHE 7.

Thermo Scientific TraceFinder F J* Fii 75
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21. 5E F 77751 Method Development  (J7VEFF &) S H %

General

Compounds

QAQC
Groups
Intel Seq
Reports

>

# Compound Database

Instrument View
Development Batch
Acquisition VM 7E Configuration (HC'®) #7614 Lk
7 Acquisition Batch Wizard  CRAEHL K ] 5)
Analysis PRy 1) SR A v

Method Development

% 13. 5E 1771519 Method Development (VTR SRLE S 4

s
Method View
(FHEMED

1, 270
ik
R ETE) Method View (710D o S50 79 00 B < AE 1 57k 7,

General CHHD

278 Method View (AR 1) General CHHEL) TiMf. Z50 105 7l B« it
General CHD UL 7

Compounds R Method View (J7iEMLED ) Compounds (A5H) Ui S50 111 0l B
&) “ Ym# Compounds (L&) ULIH 7,

QAQC 7R Method View (J7iEMED 1 QAQC  (FtfRJidE) wiii. 2[5 177 vl By
TR A “ it QAQC (iR Jmids) T ~s

Groups (41)

.78 Method View (7VELIED (1) Groups (A1) UTifi. Zx[ %0 187 i LIy« 4kt
Groups (41) Tiff 7.

Intel Seq
CRREHE)

7R Method View (LR 1) Intelligent Sequencing (R REFET) Uil Z [
189 Ui _EH “ %% Intelligent Sequencing (& HEHET) TLIH 7.

Reports  (#t5)

7R Method View CHIEFRED ¥ Repores (H%E7) WlHl. Z:[ 50 193 Ul B[y« kit
Reports (ffx ) BLIf 7.

Compound
Database

(&R

275 245 T ) T Compound Database (b &)%) »

76 TraceFinder F /- /11t
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4 {EH Method Development (F3EF %) X

< 13. & =7 1E 1 Method Development  (CFVETFR) S Hm4S (G20, 2710

s ik
Instrument View %550, 283 U1 1 < (01000 I
(L)
Development Bateh 5 1} 289 i |-« (1i/11 )1 At v 7
(FEHH)
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22. §iiik J7 V% (%) Method Development  (J5VETF ) SRiE A%

General

Reports

Screening

Peak Detection

>

Compound Database

Instrument View
Development Batch
Acquisition {4 7€ Configuration (‘&) $ahl 4 ik T
Acquisition Batch Wizard  CRAEHEIK [ T 1E A 17
Analysis FRBN AW,

Method Development

< 14. 771k J71: 1 Method Development  (J7VEFF KD SRLE S f 4

s
Method View
(FHEMED

iR
IR E 1) Method View (VAR o S5 79 vl By < 4] 778 7,

General CHHD

7R Method View CHIEMLED 1) General CHHID Uil Z 75 208 UL B« 4
% General CHHL) UL 7,

Reports (7))

7R Method View (VAL 1) Reports (375D Ui Z:[ 20 193 L B« 4
4 Reports ({35 LIl 7o

Screening  (JiiiiZ)

W7~ Method View (J7iEMED 1 Screening  (iiik) UlMi. 250 215 Ui E[H)
“ ik Screening (k) vl >

Peak Detection

278 Method View (J71EMLIE) 1) Peak Detection (WA TiTH . 2255 229 1L

CUBE A T “ Y% Peak Detection CWEEFSIND T [f] >

Compound Database SR 5 245 1 BB “ ] Compound Database (AL E) 7
(L EDBERE

Instrument View S5 283 TU_EH < AL i

(L =BRED

Development Batch 25, 289 /(1) ~ (4111 4o Hk

(FR& RO

78  TraceFinder H /' /11t
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4 {EH Method Development (F3EF %) X
A 5%

ERERZE
TraceFinder W FRE A H] EUVATREFERM AL UCRER AL BEATSR A (R PE ORISR . 2 dar ] i
oA MR E a7/ [N TR DNl f ey R VAR BRI DA RFS
—ANERTEINEEE MU AW HIRA AL L AbBERR X LA TR

— BRI EE S SRR TR AR B R A AR, USR] TR
WA B

MU TN, TraceFinder N HIFE A8 A2 7 VARAA 2 A F U (] A A i 4L, DLER AL
B NI AR AR T3 R AR E R AR SR a8t . VAR Ax i HI ok 3R
SE QT AR B AR A L T A P AT B B af A, USR] s I3 75 2 RE K A o Hdle
ANES R

TraceFinder N FIRE 74 VAN I =, At ie ZEAL BEANR 5 1) — D s AN FE AL &
Ho RIS, 2T AR R i T s Ak BRI SR A5 S8t 1 LA o = Wl 7
e

A EPANEE T, T AN — AN TERR . A VAR A B T SR AT
1%, 2% TraceFinder N HIRE 46 BIrAT (V0% HI D7k v Cfl @8 1 I 20 sl A gt 41
R RAFAERAR

AR ELAEXS T HIAE S5 Ul -
o QUEHT T

o iiHoC & Tk

o Gl H BRIt L 5k

o LUBr &M 547 371k

o QI IERIR

o FACKAMMFITIE

o TR HEE

Thermo Scientific TraceFinder JH J* F /it 79
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i 05

BIEMERZE

AL BR B — MR E T, IRAEIE TS DUA Create Master Method - (B T35 Xk
M AN FIRR R (BER) TPt AT k.

ff ] Method Forge (5L 'T) BIH /7iZ
S\ Xcalibur = 515

A2 [ A

WA B PE kB &)

B 7 ik

I, fEH] Method View (5E#LED BB ZhRESE B, IR LA A 175

FHFTIT Create Master Method (13 = /775D XFUEHE, M T3 kPt File (32 >
New (Fi#) > Master Method (EF%) .

23. Create Master Method (@13 =777 XHEHE

Create Master Method

There are multiple ways to create a master method.

Select the technique you want to use.

@ Use Method Forge

Method Forge
Performs peak detechion against a raw data file_
Performs library lookup if requested.

Import Xcalibur Processing Method

) Import ¥calibur Processing Method Imporis a previously created processing method.
finding configured compounds and reference spectra.

Create blank method

() Create blank quantitation method Associate a raw data file and

manually select peaks.

Select Compounds from a compound database
Creates a blank master method and displays the

© Select compounds from CDB configured compound database, allowing
compound selection.
) Create screening method Create a screening method
oK | | Cancel

80  TraceFinder FH /7 it
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A 5%

£ Method Forge (753(m%) BIBH A%
FIH Method Forge (J77km3) W ULFghik g, EHEZ MG, Mg rEam4, 80
55 PERS 2 TR R TR T EAT X6 LR — AN I = 5. ] DUEHREAE ] TraceFinder W H %2
JPHshB Tk 5 RTE Method Forge (7AW 'S SEM MR, S50 89 It
) “Method Forge CHEMS) XFuEHE 7,
Y TraceFinder N 27 B 8 4 H P G £ 07 vRR,  JEHATEL N Dhig:
o KA R AR EHE SCAF R AE TR TR A B .
o WHZ2 FUL TR e A A FR A CAS 56
o FHBUEAT IR BeAE R R 1 A T UL G 2% itk
AR MRk A ERIE E R, NEBEFASPITER R, WAS AT AIA S
o
F UL DR AT A
o FHEADNERA S Y EH T
o HEFHERNEYLLAIEH 71k
* BEANEFECEWEIENAE
1. M File (3CfF) 32 FiE+E New (Fi#) > Master Method (EFE) -

Create Master Method  CEUEE £ 772) XUEHEST . EEH A I £ 71517 =,
27 %5 80 U1 ] “Create Master Method  (GI%: = J5vE) FI1HAHE ”,
2. 1% F¥ Use Method Forge (fER77%MET) LI riili OK (FAE) -

Method Forge
Performs peak detechion against a aw data file.
Performs library lookup if requested.

@ Use Method Forge

Method Forge (J7i%[MF) X IEHEFTIF. 4K Method Forge (J7i%In)3) X FHE 1 T A
DIReM TR, 270 89 Ul B “Method Forge (TTEEMS) SHEHE 7,

MR A IRAT 10 JEL AR 5 SCPE, A Method Forge (U735 Al 377k, sifg—
T TR BT I A A SO

KR TVREER AR BT ERAR o W RE P AEASAR 9 s I AT L ORAF 1R 5 AR o

Template Librares
Default Analog 1
Default 1

3. A ELRPE BT AR, AT U e A
* niili Open Method Template Editor (}TF 7 5Z1EMR4w4REs) . QI IFRF W0
JIER o
ZIR 233 JUER < B VAR 7,
o MBI F| R PIERE— N TJ71EBI,  fiidi Open Method Template Editor (¥TF 757548
RARIBET) » I HEIT ORAFIZ T VAR

Thermo Scientific TraceFinder JH J* F /it 81
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o MR AR IR AT

BUE, P BERITIT Method Forge  (J7i%1R3) XFARHERS, BRNEH % OB, H
I HEJT TraceFinder W HFERF . 27 EAF/ R 0] AR IS HL Rothefs
FERR AR E DT

24, IR AR ZE

AN

@ Default

Sensitivity -

Background update rate - 5
Template Base noise limit - 0.1
Base noise rejection factor - 2

Defauit Allnalog Base signal to noise ratio - 0.5

Defautt with DDS Calc noise as RMS - False

Default {E-,} Constrain Peak - False
Expected peak half width - 0
Expected RT - 0

Method - Mearest

Min scans in baseline - 16

Peak height %6- 5

Peak signal to noise ratic cutoff - 200
%Largest Peak - 10

Population uncertainty- 2

5M Threshold - 2

Tailing factor - 1

Valley depth - 2

Valley detection - False

Valley threshold - 1.1

Window -0

Enable retention time range - False
Enable peak threshold - True

Peak threshold - 10%

Select largest by height

Enable top peaks - True

Select largest by height - 10

Search libraries

Max library hits - 3

Library sort order - Reverse Search Index
Include confirming ions - True
Mumber of confirming peaks - 2
Specify ion ranges - True

lon coelution - 0,025

Confirming ion window type - Absolute
Ion ratio tolerance window - (+/-)0.20%
Calibration method - External
Calibration curve type - Linear
Origin - Ignore

Weighting - Equal

Response via - Area

Create reference spectrum - True

4. 7%£¥¢ Name the Master Method (f8@E757%) HIEHEH 4N £ 1EL K.

MPHERIEETTIERY,  wf LU —ASH 5 IR A4 8K, BUE RN CAAE T IR A R
i S5k ANEFEZIE I, IR B b 7 iR I i FH £ S el SO (K 2 A

EEFE Y% Name the Master Method (x4 7)) EIEHERS, F b2 N
—NIEATR . RN R R H R UG SO A2 ok 42 77, IS BR Name the
Master Method (v %4 £ 7718 HIEHE,

5. i Automatically Create the Master Method (B 1€ EFHTL) KILHE.
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i w7

6. FIELL M RAE 2 —FaE A R Bl SO

a. {E Raw File Selection (JRIG3CAF4%E) Xk, ©E+F Use an Existing Raw Data File (f
RIA W R e 8E ) -

b. Hiili Browse (WU %4 I HR3NEH] T2 77 1) I as it SOk
C. %ﬁfﬁg% 8o

ok

a. 1E Raw File Selection (JRUGSCAFIERE) X3k, 1EF Acquire a New Raw Data File (3%
SERRBEIETH -

b. 7F Instrument Method (X &% /79%) FIZRH, EFEEH T REHW M 7L Cmeth)
A

c. fF Raw Filename C(JRIASCHA) HEH, #i N TraceFinder N2 B AE b 5 N R R
B A S4B FR

d. 7E Path (E%42) MEFRERABSAR, B ) W42 I F 4 20 3 #2778 F 1 PR A7 IR i
B SO SR

o

CRIIED HANIR T CURAAT ot el SO v
7. AT EERAHT I AR B SO, AT U R
##% Manual Injection (FEhiFHE) .
_af
iy SR S AR
a. Ff Use Autosampler (%P EENIHHEEDS) .
b. 1E Vial Position (FESIBALE D HE I AFE SR & -
c. 1E Injection Volume CHEFEAAR) HEHH N BEFEAATH
JulH: 0.1 3] 2000 pL
8. HEABhEIE X%, il OK (MIE) (K Overwrite[ BE ] ©
Method Forge (J5k[ ) FA 5T, 2 Won DL AR :

RT (min) Compound Mame
315 | EDIFEMPHOS-CES-R20-TLES-QED
3.67 |1,3-Dioxclane, 2-heptyl-

Total Progress

4.70 | Pyrazinarmide
3 214 | Propanenitrile

Detecting Peaks

Analyzing Spectrum

o X THIHIE, Method Forge (775 T) WA W /RN Peak@(RT)Analog. Method
Forge (HiEMS) AR Kl b 4 2 1 IEHAT FER R -

o WTJRIEE, Method Forge LS MRMIKIFE, I BB L a4 R
A R

Thermo Scientific TraceFinder FH /' T/t 83
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i 05

10.

11.

12.

13.

REETEMN,  Method Forge (73 HEATWATIN . FEATZR (BEERRAN) o FEAEES
TASH T E . BEJG, Method Forge (J51%) KX — 15 RAN B 3 )57k
o I k£ LAY CRAR A Js n Bt SO, 02 57 B AN R

M Instrument Method (X5 777%) FF ke —Fh X3 77 1%
M Qualitative Peak Processing Template & PEIEALFERIN) 2K b, AL H LS55
At 22 J5 R 7 R R AT WAL I BT P FR)  V2AEAR o

(H[3%E) M Background Subtraction Range Option (5 StfIBRIEH LI FIFKh, EHELL
AR AN TR A 2 AR R E T S IRV

* Before Peak (UEHIT) : {EIEIZ P B NHIERFE & O 1414

o After Peak (UEJSF) : 7EWEZRZ S5 HIBRSR & B0 44

* Both Sides of Peak (IR : FEWEIRPIIL 7 5l F1ERR 2 B 34

PRI SR G S il B, N IR AR 8 B A PR R PR ke i) v

AT W IS B AER, PR X CHBRTE RS E PO (FEAbRE LRI BS) R
A Quantitation Report - 2 CGEREMRE -2) e LA MEGWN I 544 € PEAL PR,
N IR P AN AT 18 ST B

£ Stepoff Value ( JRFED HEN TN —AME
TraceFinder N F2)7 ) H 12 (M T 34 R BR AR L 5 0 A AR AR 414 . 3 2t

Background subtraction range option: ’Elefore peak v]
Mumber of scans to subtract: 35
Stepoff value: 5

U 9AE Number of Scans to Subtract  (FUFRIIFIFEED HEFHIAN 3, HIBGEE N 5, W
TraceFinder N T2 /5 Z WG W 2o AN (PR 5 ORFAH,  TXTUEZEMIER 6. 7 F1 8 IXHAFHAT
PR SRR

HERAE T, MBS IERE File () > Save (RTE) -
H R U FETTEP A SETER 3, 0450 101 00 B« galie ot 0k 7.
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A 5%

* BHEFHEEREUSWUERSZ

1. M File (3CfF) S5 FiEFE New (FEE) > Master Method (EFE) «
Create Master Method (B £ J75) WHEHEST I 25705 80 UL EfF) “Create Master
Method CHIEEFETTVE) KHHHE ~,

2. F¥ Use Method Forge (£ ZAmMS) EHJf fidi OK (FARE)D .

Method Forge
Performs peak detechion against a aw data file.
Performs library lookup if requested.

@ Use Method Forge

Method Forge (J73%[0143) X UHHEF FFo 4 K Method Forge (J7ik[m 5 WHEHE g
DIREMITEA R, S50 91 vl BRSO Xealibur 1257 7,

REFHTTVE R AN PR PR . N TR PP AE AR B2 P S s T PR A (1 5 VR A

R
Template Libraries
Default Analog 1
Default 1

3. A EEFE AN E MK PR, AT BL R A A

* iiili Open Method Template Editor (¥TF 77518 ImAERR) , QA IFORAE AT
JIERAR o
SIS 233 U QU VAR 7,

o MBIMRFI R P IERE— D J71EBI,  fiidi Open Method Template Editor (¥TFF 757548
WRERERES) , I ORAF LI VAN . N HRR P4 5 0 ORA7 28 LR SR e

...\TraceFinderData\Templates\Methods\Clinical A
o MR H1 2 TRk B — AN IR

WAL, HPERRFTIT Method Forge  (J5i1M1F) XEHERS, BRIAEHZ CERR, H
2] ] 5 5 TraceFinder N FEF o
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BEEERATT S P 025, Bk AR & R 7. 81
AN

@ Default

Sensitivity -

Background update rate - 5
Template Base noise limit - 0.1
Base noise rejection factor - 2

Defauit Allnalng Base signal to noise ratio - 0.5

Defauit with DO3 Calc noise as RMS - False

Default {b Constrain Peak - False
Expected peak half width - 0
Expected RT -0

Method - Mearest

Min scans in baseline - 16

Peak height % - 5

Peak signal to noise ratio cutoff - 200
%Largest Peak - 10

Population uncertainty- 2

5M Threshold - 2

Tailing factor - 1

Valley depth - 2

Valley detection - False

Valley threshold - 1.1

Window -0

Enable retention time range - False
Enable peak threshold - True

Peak threshold - 10%

Select largest by height

Enable top peaks - True

Select largest by height - 10

Search libraries

Max library hits - 3

Library sort order - Reverse Search Index
Include confirming ions - True
Mumber of confirming peaks - 2
Specify ion ranges - True

lon coelution - 0.025

Confirming icn window type - Absolute
Ion ratio tolerance window - (+/-)0.20%
Calibration methed - External
Calibration curve type - Linear
Origin - Ignore

Weighting - Equal

Response via - Area

Create reference spectrum - True

4. %# Name the Master Method (82 E£755%) EiEMHEI 4N T LA,

R FERIE VAR, ATEUR A — DN IHES AR, BE A — A CAAE N A Y AR
WS A ANEPEZAE I, USR] G i e 75 VI B £ S e s SCA (44 8K

FEEFEE 4% Name the Master Method (742 = 77%) EIEHER), FH ) 2% N
—NTIERATR . BN R TR H R UG SO A ki 44 77, IS BR Name the
Master Method (44 - J7vE) HikHE,

5. ffifR L5 Automatically Create the Master Method (BENEIBEFE) STIEHE.
6. A7 ELEPE AR B SO, B A SO T A
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i w7

7. HEFHOE T, Sl OK (MAE) (5 Overwrite[ B= ] .
ik S EE R FTIE, B AR IR A EE SO R B BT

XFTRT  COREAFRD Zh &) A0, 1% RSP 75 Libraries () %i#é B4 Hnf
REFIVLHECI . TraceFinder N FHAR P 8 5e fE UL AL, 7 Compound Name (L& )44
Fr) B Eh BoRAFK, HAEEA Libraries (E) i b BoRizdb &Y g mit 14 .

IRAEVLRC A A4 it I

FEJS AR M SO h SR B S DU S 44 R ] BE VL T I

e e I R R
S———
o e e —

RT (min) Compound Name

NL: 66080372 BP: 300.09
» 3.15 | Pyrazinamide
3.67 |1,3-Dioxolane, 2-heptyl-
4.70 | Pyrazinamide *2*

100

o
=3

3.14 | Propanenitrile

Relative Intensity
@
=

100.08 11408 12261
— 1 T 1 T 1 T I T T T I T [T 1 T Tttt
&0 70 80 an 100 110 120 130

RSE 792 Sk 102 MP: 0| =
—

NL: 999 BP; 80,00

80.00
100 122.00
z 53.00
T g
E L 52.00
2 .
o 40
2 26.00 44.00 79.00
20 o .
16.00 | | 2200 | 5400 6200 JBT00 105.00 I‘;“-w E
I Sy e sy sy R e e e B
Fi 30 40 50 &0 70 50 @ 100 110 120 130

miz

I”| Methanesulfonic acid, 1-methylethyl ester NISTDEMO RSE 791 Sk 183 MP: 3

NL: 999 BP: 43,00

43.00
100
& L
T o 122.00
% &0 T9.00
& 40 .00
& 15.00 4500
2 0 gggo || B0
||| L | e 12500 yag 0p
04 | T .| L : | : } I : | T i =
20 40 60 80 100 120 140
miz

Select the compounds for method and click Create Create
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8. (M%) #HEAFHFEAEY), MAEH B TraceFinder N HFR PRI EY), HATULT
A

a. fERT C({REAIED kNI,
b. fE Libraries () 7ikg b, s pilk LR RS L &4,
c. b T B RS bl I S IEAE

LAk Methanesulfonic acid, 1-methylethy ester NISTDEMO [ RSIE 731 Sl 182
“v 4300 NL: 999
=100
e
5 80
£ T2.00
£ w0 e
2 . 1500 2700 B0 sem
-55.-:0 8000 ST.00
0 lll -|”|' '|I|I| — |i | . i'_ —
20 40 &0 80 100
milz

d. VB HAEANIE E AR IX AP IR
9. £ Compound Name (LEH4FR) FIFerdr, ffiH] CTRL ¢ SHIFT Bk Fe4EME 24
&R EYH IS
AR U RSN, J5A R S EUR L A AR T I
10. (Al 37 EHRH 5k S5 R A B TT7L,  middi Cancel (BXHD o
Tr k) 45 RG], N R IR [ 4 Method View  (T7ERRIED , TiAGIE T
R ORI A P AR, R FIRER SR B A ik, W s b

1EF Method View (F57%#E]) > View Method Forge Results (BEF £ RS
2.

11. 5l Create (SIE) .

TraceFinder N R A8 T it &9 613 575, I+ 878 Method View (7140 KD
1) General CEFR) TiTfi. 4K General CHEF) T ETGIhREMITEG IR, 25
o5 109 U1 _ER) <« e m VA General CRERE) DT 7.

12. M Instrument Method (2% /7¥%) FIZRH L —FINES ik
13. P ELRAEH 78, MWEF A ERE File (L) > Save (RTE) -
A IRAME S E VETEAI UL, S 101 U0 By < dadir vk T
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s I 757
Method Forge (753(R2) MiHIE
/] Method Forge (J7¥%10)3) R EAE QAR 57
25. Method Forge (¥ F) X iEHE
Method Forge — create master method from raw data file | &3
— Method template selection — Raw file selection
Open Method Template Editor @ Use an existing raw data file
Template Librares Raw fiename: | D_01 | [:]
Default Analog 1 (71 Acquire a new raw data file
Default with DDS 1
Default 1

C:ho¥calibur’,

Mame the master method

@ Manual injection lze autosampler

Name: |Method_DD

Automatically create the master method

1
Check instruments
1

(ownas ] [ ox | (e ]

% 15. Method Forge (/5
¥

) MEES S (1, 36250
3%

Method template selection (775%#EMRIERE)

Open Method
Template Editor (T
AR RES Tk S o)

FTJF Method Template Editor AR A2 ), AE T DLgmdE 2 ay OOk i) 7 vk
bR . S 2 233 0L B < Gl gl T 7,

Template (AR

I T QU ETVERI TR o Jr A AR — AT AR . 5 B R MR
MIZEL KOS AR R4 BT S 81 UL ER 77 2 F e te 454
G875 7 H 1) Method Template Parameters (7 VAR SHD 7R

Name the Master

B LA AARR . FARE THERAR, WS HURE A st et S 4 Bk 44 1%

Method T
(s 0710
Automatically Create  SRESEMIN, Method Forge (J7AI3) HEATIERI . PER . FHIER THZS%
the Master Method OGO o 1% A5 BB 75 an iRk £ CLaA7AE 1 Js dh Bodhs SO
CHBAETTE) W27 XA

Raw file selection (JE#43Ci%#E)

Use an Existing Raw

Data File (ff HHELA
)R GEACR L)

W% Raw Filename (JUGSCPE4) ME, RIS TG0 0530 a0 Hotis
A

Thermo Scientific
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R 15. Method Forge (¥ ) XHEHESH (352 00, L2 0D

SH iR

Acquire a New Raw S5 D) REUEATH R4, G H T80 3 U7 v S o 25 S0k
Data File CREEHTH]

Ji s A S0

Instrument T REEI I ORI Cmeth) S0P
Method

T8

Raw Filename TraceFinder M HIRE /3 5 A J5Ua cdhs 1O STAE A4 7K
URAR 340

Path C(42) TraceFinder W FH F2 7 PR A7 B 4 B0 SCA IO &

Sample Comment  (AJi%) 55T Fr RAL I b mE L ST AR o

CREAERD)
Manual Injection T F 2R 4E
SRR
Use Autosampler AT F 2R e 4 |
R 3R 2)
Vial Position T T [ 20 3 R 2 A 1 T AR i 2
CRE AT ED
Injection Amount [ ZhHERE S AR HOHERE R (R HEETH) .
(HEFEED
Check Instruments FTIF Submit to Acquisition (3248 LASRAE) SHFHE, 4875 H] /e RARE i LAY 2 7
QR INED) L AT HERANS o A 1L FE Acquire a New Raw Data File  CRAEHT 1 J5U4h 5045 S
) BT A 0] H
Thieesz+
Overwrite i) BRIRE M AE TR, DURE L i R DAY, IR T
OK_(HfisE) I B0 A 5 SO .
Cancel (HUH) J< 4] Method Forge ( JERS) MAGE T k.
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4 {EH Method Development (F3EF %) X
A 5%

S A Xcalibur £53%
A LU IRAT (¥ Xcalibur 4B 7 1 G185 10 77k
& BEFA Xcalibur £53%
1. NFEH Fik$E File (3ZfF) > New (Hi#) > Master Method (EFHE) .

Create Master Method (B E /772) XUEHEST . #HEEH/ A I E 71175,
Z 525 80 1 _E ) “Create Master Method (8% T 5D XHEHE 7,

2. J%E#¥ Import Xcalibur Processing Method (A Xcalibur &3 757%) LI St OK
(FHE) -

L Neskih Import Xcalibur Processing Method
@ mport : aliour Imports a previously created processing method.
Processing Method finding configured compound=s and reference spectra.

Import an Xcalibur Method (‘A Xcalibur 777%) X iHHEFT IF .

a= Import an Xcalibur method EI@ -'
¥ralibur method to import ; [:]
Raw data file to associate: E]
Filter precision from raw file): 2= decimal places. Associating a raw data file auto detects.
Mass precision (user defined): 315 decimal places. May be different than fitter precision.
| ok | | Cancel |

3. X T Xcalibur Method to Import (‘A Xcalibur /57%) HE, %4 Xcalibur £ 7772 3C
PERIAL B IFATIT %A

TraceFinder . FHFEF M Xcalibur 7¥E AP SALEYIER .

4, (AJE) X Raw Data File to Associate (AR ERE s ) HE, WY 25 71405
IR AEE e S (B FITAH OQ B B 4 i SO A 3R e 88 IO B T 41 T

A B ORAZ IR B SCUES Tz ik BT L (B, R ik sh 2] T HAb R 4
B N R R S an Bl SO ORAT AL TR SO e -

...\TraceFinderData\Methods\Methodname
5. (AJ3%) 7F Filter Precision (G UE2SKEREE ) HEH 5T 50/ N BT £
FH AT DOR I A RS B /N B0 B o 2 B 5 2 TR ELEE 2 RS R34

R U IR RUR BRSO AT IR, N AR AAZ SO G i A
SR E IR AT
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4 {3 Method Development (773£FF%) &3

/7%
6. (A[i%) {E Mass Precision U ERG L) AEH B MU/ 40
AR EORS B )N B B R R 2 31 6 2 IR ALEE 2 AT 6 IR3E AL
o' Import an Xcalibur method E@
Healibur method to import: |C: '\ ¥ealiburmethods'2¥C_method pmd E]
Raw data file to associate: C:\Themo' TraceFinder'.3.1\Data"\Pest ScreenApple aw E]
Filter precision from raw file): 2| decimal places. Associating a raw data file auto detects.
Mass precision (user defined): 31+ decimal places. May be different than fitter precision.
| ok | | Cancal |
R YO AN RSB ST, AR P AAH S SO T S O JE R R, Rk
FH P Jo 58 24 Filer Precision (L JESSASREE) {H.
7. i OK (FRRE) -
TraceFinder N JHFEREE R INTE A Xealibur 77 R BT A AGEY), IEAE Method
View (FEMED F IR General CHHLD TUH . 5K General Ciy#) TUH FIhEER)
TENUERA, S0 109 Ul bWy s 8 )77k General  CHEEED - DL 7
8. M Instrument Method (Y28 7775) FIRHPIEFE PN A 7%
9. FAEARAFH T, IR IERE File (3CF) > Save (URTE) -
H R AU FETTERTEA U, S5 50 101 00 B < Zadios i vk 7
TraceFinder JH ) F I

Thermo Scientific



4 {EH Method Development (F3EF %) X
U EEViRER
NE=AEESE
A U S A RAR 0 SR A6 800 SO rh A A 0 B A 0 8 T Tk
¢ AEETAEERZ
1. M File (3CfF) S5 Fik$% New (HiEE) > Master Method (EFHE) .

Create Master Method (B EJ772) XUEHEST HF. 5 EEH A I £ 7117 =,
27 %5 80 U1 [ “Create Master Method  (GI%: = /575D FJ1HHE ”,

2. #%#¥ Create Blank Quantitation Method (fIBZHEEAE) KLU A OK (H#

E) o
Create blank method
@ Create blank quantitation method Associate a raw data file and
manually select peaks.

PR w2 AR Method View  CUFEMLED $T0T. 25 EEA MIREE . W] LU S iy
KA i A5 500 SO PR AR5 B A 10 g ik

3. M\ Method View (JiEMIE) 28 | i%kF¢ Associate a Raw Data File (KEXRIGEEIEL

" .
Associate a Raw Data File (OCHR UG EH ) X iEHEST IT
5 2 A S A
ERE—AN LART A G SO ———
Associate a raw data file =]
Raw data file to associgte:  C:\Themo'\TraceFinder'.3. 18Data‘\Alprazolam aw [3
Update instrumert Arace selections ) No @ Yes
IUpdate target ion ratio values @ Mo () Yes

Update scan fiters forall peaks () Mo @ ‘Yes

Automatically set reference spectrum @ Mo () Yes Yes, with background subtraction

| ok | | cance |

4. PR 5 5 AR UG Bt SO (BN Z AR SC 10 S a6 2 SCPF o b £ R4z
BIFHTIT %A

A B DRz R Bl SCAEx Tz ok B T (B, WA A B T AL R S
B N R Ke S i Bl SO ORAT AL TR SO e -

...\TraceFinderData\Methods\Methodname
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4 {3 Method Development (773£FF%) &3

i 05

94  TraceFinder FH /7 Ft

5. h BT VA BBk

* Update Instrument/Trace Selections (EHTNEE [ 1EBIEE) « MORB UG EHE S
EFEEE Detector (A28 ) I Trace (HEE]) &I 7F Detection (Fll) B[]
by FUREAE IR AR E i SO R ARSI 28 R A ] . X TR Detector (il
2 Fl Trace GIEED EEITEGIBN, 230 132 00 B “Signal  (f55) 7

* Update Target Ion Ratio Values (EHTB#REFLLRE) . MSCHI JsdaHdE S
SRR 1 HE A,

* Update Scan Filters for All Peaks (EFTFRAIERIIARTIRRE) - MR I hA 2L
& SCAF I3t I PEAS SEORT BT AT U

* Automatically Set Reference Spectrum (BENEESERIL) : M OCH JRUUAHHE S
PR B S 2% T .

Y P AIEFE Yes ) I, N HFEFK A Background Subtraction (i 5¢1FR) L

e, 7EE AT OB NS E TOEE, JPRZOHRTY NS % ok
K (PR EARic AT BS) #0274 Quantitation Report - 2 CERRE -2) i

EAREAME P B S R

ER DU P AE TR General CRRD T BERE T — AN bR vk
i, BRMBEDAH. SR 105 10 B © %%t General CHFRLD) TUH 7,

BEEN No (1) [MIEEITUR I s ¥ AR A

. S OK (FARE) -

TraceFinder N HFEF 27~ Method View (AR 1) General CHEHL) Tl .

- WINPT A5 PEUE AL ERARAR -

IR A PSR 1) PR R T i A B ) o A T AR P B AT I AT 2, &
R FNEF 7E Compounds (AbE ) U LN peak@RT .

A B E VR A PR P 48 € 5, 4T 7T Method Template Editor (77 5t i #5 ) o
FRREAR AR ARAE 20 235 DR« 2y U A g BT

. i FMUE RS L Compounds (4LE4D) «

BN DS MG

. il Detection (R&M)) 1EIjF .

Detection (kD BTIfI_E 278 — 1) Compound (LEW)) FIFK, sl S+
A B 10 1 P

Trace: [MS vl Filter: -

5.80

N 7.11 .

T T T T T T T T T T T T T
2 4 [ & 10 1 14 16 18

RT{min}

Relative Intensity
o [=1
= =1
1|

=1

RT: 2.036, 65209810000 | CY\Thermo‘\TraceFinder\3.1\ .. . \Methods\Method_ANADOL.raw

10. M Filter CiLyE2%) FIERHIEE—ANILIESS .

Thermo Scientific



4 {EH Method Development (F3EF %) X
i w7

11, NZEA I 7 VA S ) 100 [ b e 60
12. A3 3 MPREESE H % Add This Peak as New Compound GRINZIE(EAFHILS4) -

&

£

2100 —es :

= Add this peak as new compound

o 80

e Reset scaling 18 1
4] o=

Copy to Clipboard

Stack graphics
RT: 2.036, 6209810000 | CA\Therma\TraceFinder 3.1, . \Methods\Method_ANADDL . raw

TraceFinder N FFE 7 0 it S AT PERL R« IR oA 15 AN UL AL AL S 0 0t &
YR SR EID T SRR S (EVSPAE { SER L L SR L RN R (B L NI R

AR IR ARSI, NP ASRATERR, A VUNMERTHINE T .

R A AL S A4 PR, W Add New Compound - GASIIEMLSH) X
HEFT T

Add new compound =]

Mame of new compound:  Fyrazinamide

Pyrazinamide
308.08 ML: BEOBDETE BF: 30009
=100
‘W
E B0
= &0
2
T 40
[11}
20
R Py R . e [ .
. 7210 490,38 621.09 | T32.04 g21.92
RN
100 200 300 400 500 B0 700 a00
Mz
"] Pyrazinamide NISTDEMO RSl 732 51 102 MP: 0 »
ML- 999 BF: 80,00
- 80.00
& £3.00 2.0 :
E B0
= G0 5200
"% 40 N B
kS 26.00 .00 7200
20 B} =il .. .
16.00 | | == | | 5400 |63.00 | Eoe 105.00 1400
i Ly il il - = allll 1 1
T T T T T 1 T T T T T T T T T T T T T T T T |
20 30 40 50 &0 0 8O a0 100 110 120 130
Mz
Type of compound to add:  Target Compound - 0K ] [ Cancel
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4 {3 Method Development (773£FF%) &3
i/l =53k

13, (Al AT FAUERAT:

a. A EAERIE D CAEY LSS, RSBz ERBaE K, AR
TR IR R P2 S B AR -

Ok Ak Methanesuifonic acid, 1-methyletiyl ester NISTDEMD SR RSI 731 SI: 18-
=] o 4200 NL: 999

£

E &)

g &0 79.00

: 41.00

o0, — [

E a0 5.00 27.00 E:':' 55 00

&5.00 80.00 57.00
0 | |I ||||' '|i||| |i i'_ . 1
20 A &0 80 100
miz

b. 7t Type of Compound To Add (VS HIMLGHIIZEAL) HIR ik e —ME S YR,
c. Mili OK (HE) »
14, N EASINB7 % M S Y 2 XD IR

11K Detection  (CKrifll) Uil BT DhREMIPEANBERT, S Pd70 111 D0 RRg = 4t
Compounds (fL&H)) TIH 7.

15. A SHE R F General (B#) .

J715H] General CEIE) TUHIFI JFo 9% General CHEIL) UL T ThEE R ELN 15 0,
Z[R 5 109 71 _ERY < g mJ7VEN General CHLD TUIH 7

16. M Instrument Method (X8 7775) FR Pk FE— MBS 715,
17. HEARAE T T, MESER kS File (L) > Save URTE) IE N H:dn 4.
HIRUMTE R E TP S EG B, S50 101 00 B it i E k7,
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4 {EH Method Development (F3EF %) X
A 5%

M EMEIREPIEZELED
A DL it e rh e B4 S LB BT 10 07
¢ HBENMAMBREEFEELSY
1 TR PP File (30D > New (Fi#) > Master Method (EF3%) o

Create Master Method (B E /772) XUEHEST . EEH A I E 71517 =,
Z 52 80 1 _E ) “Create Master Method (8% T 7)) XHEHE 7,

2. & F¥ Select Compounds from CDB (AL EWIHUIRERIFLEY) EUUFHE OK (R
B .

Select Compounds from a compound database
i Creates a blank master method and displays the
@ Select compounds from CDB configured compound database. allowing
compound selection.

Select Compounds from Database (A FE P IEFEAL S ) XURHESTIT, 2 AL &%

PR
P b CR T L&) .
i Select compounds from database C\Thermeo\TraceFinder\3.1\ ., \Databases\Default.cdb [= = |[ =]
et o0~ |
e Compound Detail
Compound Formula
2.3,5,6-tetrachloroaniline SRM . Compound: 2,3,5,6-tetrachloroaniline
2.4-D-1-butyl ester SRM D
2.4'-DDD SRM Experiment: SRM Category: CAS: 3481-20-7 Formula:
24'-DDE SEM lonization:
24'-DDT SRM onization: H Meutral Mass: 0
2.6-Di-tert-butyl-4-methylphenaol(N) SEM
2-Imidazilidinethione SRM Tar'get Peaks
2-phenylphenal SEM
3.4 5-trimethacarb SREM Peak 1
44'-DDD SEM
44'-DDE SRM Precursor Mass:  231.000 Confirming Peaks (Quan Only)
44'-DDT SEM
Acephate SRM Product Mass: 158.000 Precursor Product Mass Collision Energy:
Acetochlor SEM .
Acibenzolar-5-methyl SRM fdduct Neutral 231.000 160.000 22,00
Aclonifen SRM Polarity: Positive
Acrinathrin SRM
Alachlor SRM Charge State: 1
Aldrin SRM
Allethrin SEM i
Allidochlor SRM R
Tt 2L RT (min): 10.76
Ametryn SEM
Amitraz SRM Collision Energy: 20.00
Ancymidol SEM
Anilazine SRM bens: 0o
Anilofos SRM Energy Ramp:  0.00
Anthrarana SRAA
Total Compounds: 605
[ Add Selected Compounds to Method l [ Cancel

3. e Ay IS B 5 I ML S YK R AE
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4 {3 Method Development (773£FF%) &3
i/l =53k

4. B ELRPEAR D I A A Y, & AR T Compound (K& HIiLAE.
5. miii Apply (RZF) -
TraceFinder I HIFE =44 326 o AL S W0 I 217 1%

6. R SHUE RS LI General (CE#L) .
JiVEH General CHRL) TUHIFT FFo A9 General CHAL) TUHI_LFTA ThRERIFELN 15 1,
ZR 5 109 W) “ 5 J7EH) General  CH L U 7.

7. M Instrument Method ({X#5777%) HZRHPIEFE—MUER 7%,

8. A BEARLEH v, M EEH LS File (M) > Save (RTE) N Z T LML

ARAPMES ETHERTER BT, SF50 101 00 R Gidioc i Bk
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4 {EH Method Development (F3EF %) X
i w7

B TFiE T %
HIal LG AN 1T T H b i ad iAo 32535
+ HECERBHRFIESZE
1. NFRH Fik$ File (X)) > New (Hi#) > Master Method (EF3E) .

Create Master Method (B E /772) XUEHEST . EEH A I E 71517 =,
Z:% 55 80 T _E [ “Create Master Method (B2 £ /5775) Sf1HHE 7,

2. & F¥ Create Screening Method (BIETFIZAE) EHUT it OK (FAZE) -

@ Create screening method Create a screening method

H FRIiLE 7751 Method View (ALK 45 General CHHL) . Reports (FR%E7) -
Screening (J7ii) Fll Peak Detection CUWEATMID BLf o

¥ Method view

I

General >
Reports
Screening
Peak Detection
XEEYEHHR TR 2508 BN R AR £ kBT € i NS 8. A o nd]
BT L ET A S B TEM W], S 5700 205 DU ERY G bR 10k 7,
i 1% 77921 General CHEHL) TUHIHT I o
Calibration file last used:

Lab name: Default La boratory
Assay type: Assay name

Injection velume: 1.00 : [
Mass Precision: 2'.-: [
Instrument method: ’ v]‘) Edit Update
Mass Tolerance: | 50 : o MMU @ PPM
Library Search Type INIST v]

[] Show all compounds
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4 {3 Method Development (773£FF%) &3
51
3. M Instrument Method (X283 /775) #R P EFE—AMME 775
4. pii Method View (VMK FRALE S LY Screening  (FFIE) -
e 712 Screening (i) VUIF] I

Target Screening Settings ( HARTHIE I E) G s T AAELELL N ST AL & 08
L

...\Thermo\TraceFinder\3.1\Clinical\Databases

Compound Databases

Enabled Database Name

Benzodiazepines Example Database open
] Default open
] Converted_Database open

5. R/DEF—MMEE W EARE ) Enabled (BA) KILHE.
HPAERAF L2, R DIER— MG EIE .
6. AT BEARMEFTIE, TSR %EFE File () > Save (URTE) -

7. £ Save Master Method (fRAFFJ5v) SFiGHEF, SN V4R Jf il OK (3
E) o
[ IRUMAE KR TR EGN B, 2B 50 205 0L R it Hobrimik k7,

100  TraceFinder FH /- 1} Thermo Scientific



4 {EH Method Development (F3EF %) X
T 51k

MR IT—A F 05k LA R sl 4 7 ik T e &), 7AW AT 75 3B T
AR ELAEXS T HIAE S5 U ] -

o fIIFERTEIL

o %t General CHRE) UL

o Yq#t Compounds (fLGW)) ULIH

o i QAQC (JFUfRFi#=) TUM

o Y4 Groups (4D il

* %% Intelligent Sequencing (
o Y4 Reports (i) Uil

ps

A T
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4 {3 Method Development (773£FF%) &3
i/l =53k

TIHAEEEHZ*
FIH TraceFinder N FHFE 74T FFAE 411 TraceFinder N 25 A GG AERAZ 1 = 7%, BN LA

B A [P] TraceFinder. EnviroLab Forms. QuanLab Forms BY, ToxLab Forms it B T 2K [ W FH R
Frr el SR I 07V A BRI BT, SIS 18 UL R i A s

FE I DL D BRI T HAE
o FEFTIFCOIRAFIN TV
o FEAEMUT A AR BE I (]
¢ BEEITAESRENESX
1. fiif T FH % 4 [ Method Development (FH3EFFA) -

2. NEZEH LikE$E File (L) > Open (FTFF) > Master Method (EFE)

B M Wnr UAT IR Hrh—AN P Bl Al 0 305930 3+ Files (32 >
Recent Files (FRIL{ERBIXE) > Method (7r7%) .

Open Master Method  (FI T =777 SPUEHEFTIF, WosPr A v B 77%
26. Open Master Method  (FTJFE 575 SHiHHE

B Open Master Method EI@
Method Type Date Changed Size (MB}  Domain -l
8253D Quan 03-18-2013 02:43PM 034 Clinical
8253_screening Screening 03-05-2013 07:20AM 0.03 Clinical
Alprazolam2 Quan 02-22-2013 09:38AM 0.14 Clinical
Diazapaml Quan 02-22-2013 09:38AM 0.07 Clinical

CiTraceFinderData\Methods\8253D

% 16. Open Master Method  (F7JF 3= 57 SHGHES %L

28 ik

Method (J775) CL R T 445

Type (EHY) JIERZEMY: Quan GEE) B Screening (i) .
Date Changed T3 R e e S H

CESH D

Size (K/M) B IR T

Domain (4iR) TraceFinder H 812 )7L N A8 : General C(HFE) . EFS
(RS FIE N 24 . Clinical (IffRK) 8% Forensic (VEBE2%) .

Type (KAL) BRI R TR Quan (EH) o Screening (Hffiik) B Any
ERD
Path  (BE15) TraceFinderData\Methods 3432+ £ 77 VL 44 .
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4 {EH Method Development (F3EF %) X
A 5%

A Type () HIKF A Quan (EE) .

Type: [QUEH - |

JHENE s T BT AT R S5k

SRR AERTTNAIF A Open (FTF) o

Lk 7151 General  CHFLD TUHIFTITe 49K General CHFL U LI DiRe I HE4N
Ui, ZEE 109 TR < BT7AK) General  CGREHD BT 7

AEBUAEPRRERE

. M Method View (J7VEMLE) 8% Local Method (ASHM /7v:) MR Vi FHATUA T

Forp—FhRfE .

* M Method Development IR #5530 Method View (7 VEMIED) 32 ik
#£ Method View (F57A#LE) > Adjust Retention Times CIHEE{RERYE) .

o M Analysis (737D #3X Local Method (ASHi7V%) R M) 32 5 1 +F Local
Method (Z&#t735%) > Adjust Retention Times CEEE{REERE]) .

Adjust Retention Times (i} AR A ST UEHEFT IT o

Adjust Retention Times @

Adjustment all compounds by

@ Afbszolute [minutes) i =

7 Relative (%)

By file... Select

| oK || Cancel

AT AR

a. 1% Absolute (HEXF) VI,
b, Fi5E AN IEAE B AR AR I slcos /D P00 O B I 1)
H%{E: -100.00 £ 100.00
c. M OK (HWE) .
IS R 3 a6 2 PR 2 BB e 2 5 3 v b A7 A 45 0 TR PR £ B I 1)
_af
a. JEFF Relative (FRAXT) LT,
b, FRE AN IEAEER G LIS sl b P Ok B I 1R)
%A -100.00 £ 100.00
c. Miii OK (HWRE) -
IS R P a6 TR 4 LG B N B 2D 5 32 o B A A S W TR PR £ B I 1)
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4 {3 Method Development (773£FF%) &3
i/l =53k

ok
a. JEFE By File GEXICH) L.

IR AR A B IR AR, £E Local Method  (ASHT %) LK
Ew

b. il Select GER) .

Adjust Retention Time by File CGHEAL SCAFFEEOR R RAEAEFTIT, Bt g
AL BRRIRE b o

Adjust Retention Time by File ==

Select a sample

drple PosHCD 0 81 01
Apple_PosHCD _ 0 81_02
Apple_PosHCD _ 4 05 01
Apple_PosHCD _ 4 05 02
Apple_PosHCD _ 8
Apple_PosHCD__ 8

1
1

c.  MRFEAREAE 5% A ] FCOR B I Ta] RO

d. i Select GZEHE) .

e. Mili OK (HZE) .
RETELE . L ARHERE e (0 A C R T, o TR o e UGB A 2
TREFIS R o A5 7k AL Tk ie it TP RS I B A5 1), IR LLA0 S I £ B IR TR AN

—_—
%/’f‘)f nﬁ o
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4 {EH Method Development (F3EF %) X
A 5%

4m%8E General (EH) T1IH

General CHRL) T _Bige TAHREFENIEAGEE .. AR EEREN N, S0
109 7L Ry < 58 7L General CHEEE) T 7.

L LA D R T HR AT

Thermo Scientific

R
"0

ST IF General CHEL) TUf
t EARE FE TG B

A S AR AN S T T

A BT 1 VA AL BRAR AR

i SCE A BT SR

W

e T UV 2
AL B OB L JE B
B N 1 AR

=

T OO O
%

=

ZEZITH General CEH) Ti@E
i Method View (VAR SHLE M L General (CEHL) .

General }
Compounds
QAQC
Groups
Intel Seq AN ] P80 Configuration CHc &)
814 B Intelligent Sequencing (& fEHET)
Reports I A T

AEREEAFENERER

. {E Lab Name CSCHr=AH0) MR, SN BAERERITEL PRAr o3 HAR & T s 1 44

PR
BRINF PR N Default Laboratory  (ERIASEEG %) o

. AE Assay Type (SEEGZRA) HEMP, HA VAR HARD AR,
. 1F Injection Volume (HEFEARR) HErh, MeFEUERES T FIBEREAARR (£ 0.1 F1 2000 pL

21D
A B/ N SREL T pL (S R R AR, s A A A AR R A

]
/N o

EEFR TraceFinder N TR FA L0505 P HIBERE AR, T ANRANES T3 7% P kA
(NP

. 7E Mass Precision CFUEHCR ) HEH, EFE— DKM (FE2 R/ 6 2, HF5 2 6)

PR AR VAN T P s P A F /N B o
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4 {3 Method Development (773£FF%) &3
i/l =53k

5. 7t Ion Range Calc Method (E§-YGHITHHE T S, &8 H TR & 1 HE 30 Fl
REPIEPAS

MEFE Level (UKD B, TraceFinder W HFEF B IR Use Level (/K %13%, fFik
A DA — MG IEK T B EAE Compounds (Fb&4) T 45 52 v I AR 1IE 7K,
SR 111 0 BB Ya% Compounds (ALA5H) UL 7

Ion range calc method: ’Level v]|

Uze level: ’ v]

» BERBNEAE
1. M General CHEMD) T Instrument Method (X85 7 1:) FI R Pk FE— R8s .

Instrument method: | AS Method 1 - | Edit || Update ]l

2. FHEGH AR, fili Bdie (4RERD .

Thermo Xcalibur Instrument Setup (Thermo Xcalibur {X 25 E ) X TEHEF] TFo AXAREE
IR T 24 CRCE AR .

Untitled - Thermo ¥calibur Instrument Setup
File TRAZE Help

D|=(E 8| x|?]

Ower | Right S5L | Right Carrierl AL Zu:unesl Fiun Tablel

a0 e} 'ul

25

1]

| L I Y Y I ) ) B
oo 020 040 O0BOD 080 100 120 140 160 180 200 220 240 260 280 300
—FRampsz 1~ Post Fun Conditions — Owen

= Fate Temp. Hold Time Temperature [*C: I 1]
II [*CAmin] [Tl [rirtes] I™ Enable Cryo

TS50E Quanturm I—‘m 100 Tirne [mir): I a

Iritial: .
) bax Temp | E]:Iﬁ
PressueLeftpsi: | 05
Rampt: [ 100 [ 50 [ ton || ceietles)

Prezsure Right [pzi]: I 05 Prep Flun
— Acquisition Time [rmin) Timeaut (min: | 10.00
0 Fiun-Time: I
—_— e Rl Eguilil:nre_ltion
TRACE GC Ultra © Specific Tine: [ 10.00 Time (min: | 050

3. A g A DU L {E

4. {F Thermo Xcalibur Instrument Setup (Thermo Xcalibur X #5145 # ) XJ TFAE 1) T35 Hirf,
W File (X)) >Save (RTE) , ARJGIEH File () >Exit GEH) .

TraceFinder N FEFIR A1 5 General CHAL) UL S5 109 0l B < s i 7401
General CHIL TUH 7,
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Thermo Scientific

4 {EH Method Development (F3EF %) X
A FH 3 732

A BRI 7R S SOREAS TE TP AT B, il Update (GE#RD ©
Update Instrument Method? (FEF A% /7742 ) XAHEHEF] IT.
[ Update Instrument Method? @

Please select where to update the instrument method file Instrumentl.meth,

[ Send to Xcalibur Method ] l Get From Xcalibur Method J l Cancel

CIEFELL R AN

* Send to Xcalibur Method (%&IEZE Xcalibur F3%) : X Yai{ss VL8 5
C:\Xcalibur\methods SCA4- 32+ (14X 28 71 o

e Get From Xcalibur Method (M Xcalibur F3%315) : X C:\Xcalibur\methods {4
SR PN A 7 17 T AN S T

* Cancel (BUH) : X407 A AR B AT ).
AEIRFEE IR IRAER

7t Qualitative Peak Processing Template CEPEIEANFERIN) HIK D, EHF—NEAEGD 7S
Broe AR, X6 S S i 1A W G0 B o 240 AR

N FHRERPAE LR SCAEIe B8 T I 5 80 Cpmoe S -
...\TraceFinderData\ Templates\Methods\Clinical L3¢

HEREANERIMBRIL

. M Background Subtraction Range Option (15 StAUBRIEHIEND FFerh. EFLLFHLp—

ANIEIRORAN T FANBR VL

* Before Peak CUERT) : 7EURIZ PRI TG E HOa 44
* After Peak CUEJE) : 7EIETIZ )5 HTERTE & ORI

* Both Sides of Peak C(UERIA) : FEIEIRPILANERSR & B AIFH

R SANBR G S ol B i, N IR AR 8 B b PR R PR ke ) 5

AT BB SRR, JPR X O AR SIS E PO (FEARbRE _EFRid BS) R
A Quantitation Report - 2 GERMR T -2) i LA MEGWN G404 E AP,
N IR PP AN AT 15 S B

. 1F Number of Scans To Subtract (FAFREGFAFEED HEH AN —NEE.

JX 2 TraceFinder W I FE P AET- 12 Ji TS SEHHIBR IUIE R . WALEFE T Both Sides of
Peak CUEPII) JEIG, JUJINEFHIRE 7> U PO 88— T 1T BR B R 41
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i 05

3. {E Stepoff Value (JEFE) HENHMA—MEH

TraceFinder I 7 M I Z AN AP B AT BRI L8 55 e S AAR AR (48t . 491

Background subtraction range option: ’Eefore peak v]
Mumber of scans to subtract: 35
Stepoff value: 55

Before Peak CUERT) 7~

4 Number of Scans To Subtract (FIEREJFTHIED) {4 3,  Stepoff Value CURFE) N 5
W, 1] TraceFinder MJHRRF: Z2MaU e DI 5 i, TOAHE A0S 6. 7 1 8 ok
FRA TP RIS SR

After Peak (I&)5) 7-:

* Number of Scans To Subtract (FIERAIFAHED {4 3, Stepoff Value UBFFED K 5
IF, W TraceFinder I FFE 7 RS UEAT IR HT 5 A, MUXTIEATMIKIZE 6. 7 A1 8 14
FARATFEIRTS TR

Both Sides of Peak (UEPH1) 7-1:

24 Number of Scans To Subtract (HIFRFAFEED {4 3,  Stepoff Value CUEFFE) K 5
5, W TraceFinder W HIRE 3> 20N UEE 2o A7 AN R 5 A, TR Ze A A AR 285 6
7 F1 8 AT T R RS ST ER o

HEEERENAITRE

PR A AT A A
- ARE miz + JFUR AV 22 10 22 TR SRR B ppm {E

I AR s o s 0 A O 22 3 A SRt it P v
FEQSRIBRBITIERS
1% Include Data Dependent Filters (& &#EKBITiES) EIi.

G PAETRE PR R, N TR A S B RO IE s . S 152 U0 R
“Signal f55) 7

i L IE S bRl AT “d”s

Filter: | + cd ESI Full ms [200.00-800.00] |

R OB RS A B LN, SRR AEHT TIC BR3P (1 8 Ml 424
i, JERILAIN, ARJEARE EE MO MS/MS B MS™ F3 AT IR 2R

BEMATEHER
fE Notes  (7ERE) HETPBEASCA LA ] CTRL+V 8 L& W RS P Aokt G SOA
A DA IR RE AL T FeAb vk

108  TraceFinder FH /- 1% Thermo Scientific
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A 3073
EEFEH General (E#H) TNH

] General CH L) TUIH LA DhEESR €A 2 E 7 ERIEASE &,
27. £ =7 General CHEEL) T

Method View - Method Benzos

Calibration file last used:

Lab name: Default Laboratory

Aszay type:  Assay name

Injection volume: | 10,001

Mass Precision: |

Ion range calc method: ’Le".rei v]
Use level: ’ v]
Instrument method: ’Ilﬁtlumenﬂ v] I Edit l ’ Update
Qualitative peak processing template: [Defaui‘t v]
Background subtraction range option: ’Eefme peak v]

Mumber of scans to subtract: |

Stepoff value: |

Mass Tolerance: | 500-”5’%"‘% @ MMU D) PPM

Motes

F11. General CHHBD W% GF1 0, H2750

2% ik
Lab Name LR TN ORA7 B AR5 T s 1 S 06 A4 Pk
(SEE 2 240K KiN: Default Laboratory (ERIASEE %)
HEFREBINER E AR, S0 42 00 B fr e TR P ER A 7.
Assay Type TR BRI AR AR SERRI A S AW o0 A B e F e 549
CSEERZRAY) AR (i, PAH FSEER SRR T T 234 55 55 A S 734D

Thermo Scientific TraceFinder 7 T/ 109
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i/l =53k

F17. General CHHD Wz G20, L2070

e

Injection Volume

CHEREAARD

i

ARGUERREI PTH I BEREARAR CRAZOh D) o A REE PRGN ], 2 A hidt
PRSI SRS

PESCAE I ETE R I EREARRR, A BGER J5k P IREFEAR AR . DLSE Atk
RIBEREAARY, T AN 3207 i B HEREAR R

Jul: 0.1 3 2000 pL

Mass Precision

Ei-8= s AN DD QDN R NS VDA NN RN R A

Qs ¢ ¢i1iP) HRAE: 286200 CHEIEE2F6) %L

lon Range Calc Method = TraceFinder W F A2 74 FH AT i 5130 FE V155 7 V2o VT 3503 1 LR Ry [ v 11
(BT H T Manual (Fz), BRI . Average CGFEH)) . Level (UKD 8§ Weighted Average
%) OMBEERD o MIEFE Level UKD I, 2 WR—ANEAMOSIRME, etk DLk

F—MRIEAK P, 7 EIRE Compounds (L&) T ERIRLIEIKFE, 2
55111 71 _ER) “ e Compounds (fb&47)) LT 7.

Instrument Method

TR

FH - REEFE b (AR T3

Edit

(G4

FTJF Thermo Xcalibur Instrument Setup (Thermo Xcalibur {X#5 & &) X THHE, {Elt
A LG BANAS T 1k

Update (FEH7)

PAT LR Horp — A
Send to Xcalibur Method (Z&3IEZE Xcalibur A3%) : X 4 es 778 &

Xcalibur J7:.
Get From Xcalibur Method (M Xcalibur FiE#KE) : K Xcalibur 778 35 2401
1A TV

Qualitative Peak
Processing Template

R e A PEASAR )

TraceFinder N I REFFAEAL S 73 W58 B EL i, A0 5 PR U Ak PEABARORT 3 JA i A
ARSI o

Background Subtraction

Range Option (5 35t

H¥A E: None (). Before Peak C(UEF[) . After Peak (U4J5) . Both Sides of
Peak C(UEPIZ)

I3 V6 16730 #N: None (J5)

Number of Scans To HRAE: BEsE

Subtract 2RIN: 0

(BRI EO

Stepoff Value 0 25 A IR S0 ) S 0.
ORFHED

Mass Tolerance

BBV Z2)

MMU 1% PPM | [R1H .

2RA: 500

JulE: 0.1 50000

o (BRI MMU (ZFEHALD) : MMU E4BUR BT ST H.

e PPM (HJi4rZ—) : PPM & — NIRRT SRR B A n] AR v 57 . it i 45 bk
AN, VIR ZEVE AT o R BOBOR, VR 25 VU LR 3

Include Data
Dependent Filters (4
AR UL U 2D

SRR IET .

Notes (FEE

F S I T 36 T3 VR R

110
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i w7

4%%8 Compounds (L&5¥) Tim
FIH Compounds (HL&EH)) B HARGEWF R E B H TR A 2
& ZE$TFH Compounds (k&) 71|
Ml Method View (J7iEMLED 2% #5 1Y) Compounds (L&D -

General

Compounds >

QAQC

Groups

Intel Seq 24 H P #s Configuration  (FR'ED
4 A Intelligent Sequencing (B fEHER)

Reports AP H

M Method View (J77EALED ) Compounds (Ab&4)) Gif b, wlLAYs A+ 51 i -

Acquisition List CREEHF) W2 Acquisition List CREEVIFR) o

Identification (PR WS 114 70 B/ “Identification  CIRJID DL 2
Detection (3l SR Z 129 7L EH) “Detection (KGN  TUIH B k% 7
Calibration (#ZI1F) WS 165 7_EH) “Calibration  (FZ1E) THIZEL .

Calibration Levels (#% 1E/KF) WEH 168 T _ERY “Calibration Levels  (£% 1F7K~F-)
THZE .

QC Check Levels  (JBt#zEAsFE/K ) W 170 51 LR “QC Check Levels  (Jiifahrff/K
YT ) IS .

Real Time Viewer (LR A MBI 174 1 B “Real Time Viewer (SER X F
M) S,

Compounds (A4 U R RE— T (& Acquisition List [ K£E51% ] F Real Time Viewer
[ SER & s ] A HAE A dr R EESE . S50 176 DU R < AEI P EE S i 4 7

Thermo Scientific TraceFinder 7 T/ m
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i 05

Acquisition List (F&FIFR)

Acquisition List CREEFIER) LRI R T 4R ET e WA EY, &Wry
Compound Database (b5 W14 %) WLEIARAL. 7E Acquisition Lise CRAEFNZR) i L,
M P AT BAA Compound Database (A& #Edh ) shids nHAd A 54, s I i BR
EY.

ik Compound Database (Ab5#)8#i %) ML BT DIREMTEAI U], S0 2 245 i L

1h]

R
0’0

1.
2.

“ffi[f] Compound Database ({LA5HEHRIE) 7,

BENAERBRLEY
£ Compound (fb 5D FIELPIEFAL S .
miili Remove Compound (FERLEY) Klitr, EL

ATE e E R B ik S, ERIURORE B R OK (RRED -

= H

H /o

N HIRE P2 B Skl 59 b g

. HEBRZMEAY), A CTRL 8¢ SHIFT .

R PP A - A SRR B B AL 50
HERLSHTME T

. Kiili Add Compound from Compound Database (AL EHIEBEEPRMULEH)

4

. I_|-
KlFr, 7.

Select Compounds from Database (A FEIEFEAL ) WIARHESTIT, B AEAL S 44
e E T EY . BRI VAR gL S ER S, 2R
Compound Database (b &8 A) MHIF: M H BERBAR SIS N 2 05 e 54«

28. Select Compounds from Database C\EHE EIE AL A YD ST URAE

-

& Select compounds from database C\Thermo\TraceFinder\3.1", . . . \Databases\Default.cdb | = || =] || 2 |
e o) ¢ i
= g Compound Detail
Compound Formula
2.3.5,6-tetrachloroaniline SRM Compound: 2,3,5,6-tetrachloroaniline
24-D-1-butyl ester SRM ]
24'-DDD SRM Experiment: SRM Category: CAS: 3481-20-7 Formula:
24'-DDE SRM lonization:
24'-DDT SRM onization: E Neutral Mass: 0
2-Imidazilidinethione SRM Ta-'get Peaks
2-phenylphenal SEM
3.4 5-trimethacarb SREM Peak 1
44'-DDD SRM
44'-DDE SRM Precursor Mass:  231.000 Confirming Peaks (Quan Only)
44'-DDT SRM
Acephate SRM Product Mass: 158.000 Precursor Product Mass Collision Energy:
Acetochlor SEM Adduck: Neutral
Acibenzolar-5-methyl SRM : 231.000 160.000 22,00
Aclonifen SRM Polarity Positive
Acrinathrin SRM ~
Alachlor SRM Lnarge State: 1
Add Selected Compounds to Method | [ Cancel

112

TraceFinder ;' Tt
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2. IEFAE YL INE AT

FH P AT DAAd ] SHIFT 8% CTRL B8 %8 2 AME o

4 {EH Method Development (F3EF %) X
i w7

3. piili Add Selected Compounds to Method CGHMBIELEMERE) -
TraceFinder N RE 7K 28 o A0 & P05 I 2 07 iR KR ARSI &

Acquisition List

-Sea rch

Compound

ldentification

4-Methyl-2,6,7-tric.  XIC
4-Methyl-2,6,7-tric ~ XIC
METAMITRON-R2  XIC
1-Butanol, 4-(buty  XIC
FENFURAM-CE10-  XIC
FEMFURAM-CE10-  XIC
Phenal, 4-methyl-.  XIC
DIMEFURON-CE1:  XIC
3.3 -Diaminodiphe  XIC

Detection | Calibration | Calibration levels

Formula

C5H903PS =
C5H903PS
C10H10MN40
C8H18N202
C1ZH11NO2
C1ZH11NO2
C7HOENZ20%
C15H19CIN4OS
C13H14N2

Compound Detail

QC levels | Real Time Viewer

(= (=]

Compound:  1-Butanol, 4-(butylnitrosoamino)-

Experiment: XIC Category:

CAS: 3817116  Formula: CBH18N202

lonization: None Response Threshold: 0 Meutral Mass:

Target Peaks

Peak 1
Polarity: +
Adduct: MNeutral

Charge State: i

MS Order: msl
Precursor Mass:

Extracted Mass: 277.12759
Window (sec): 30

RT (min: 5.87784
Lens: 0

Energy Ramp: 0

Confirming Peaks

Precursor Extracted Mass MS Order
294.15396 msl
203.09102 msl

Fragments

Extracted Mass Scan Type

Thermo Scientific

TraceFinder H J* Tt
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i 3= T7v%
Identification (GR3()

Identification CIRF) TS HHEH T 00 #a5 IR et SE &Y. fx
Identification CUR])) L _EATEEMVEM B, 20 “Identification  CULUD Tof] 7.

¢ HEJEETHLEY
M Show  Clitz) FIRH, EHFZAAMMEWIIR T BarI SIS,

Show: |Quan compounds =

Target compounds
Internal Standards

A=cvE il i3

Quan Compounds SRR EENAY), Bl B A SR N AR S
CERALEYD

Target Compounds R BA &)

(HAstb &9

Internal Standards N B RHNERMEEY

(WAL EDD

& 29. Identification CGH%)) TiH

Acquisibon List Detection | Cahbrabon | Calibraton levels | QC levels | Real Time Viewer
Useas RT  Reference

RT Compound Compound type  Active CASMNe LUMSID Reference | compound
1 |(314 |Propanenitrile Target Compound 107120 [
2 315 |Pyrazinamide Target Compound 08964 ]
3 |3.67 |1,3-Dicxelane, 2-... | Target Compound 4359573 &

% 18. Identification CiR%) % (101, L2750

SH 135

RT (B TE]D PREGI ] o JEFE G FEAME G DIV I ] o I T) A A5 W R B8 A0 Co i A v i 2
I T
TraceFinder R4 RT (EREFESTE]D FIT Window CHd 1) {HAff & KA TT
GRS 1 N )

Jul: 0.00 & 999.00

FRUAIA] = AR INE) — CEFE /2D
IR ISHA] = AR BE ] + (BT E /2)
TR IEJEE : 0.00 & 999.00

Compound ML AP .. HE A E SRR, AR IR G AT SR
&) FELE R AR i gy, A Show (7)) ¥,

Compound Type AR Target Compound  (HFRALA4) F1 Internal Standard (bR
Qe A/ Bty Y1) o TraceFinder N 2776 S50 HH R B AR L S WIF WAR LS )

114 TraceFinder ;' Tt Thermo Scientific
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A 5%

3 18. |dentification CiR%)) TMZ%E (B2 5, H2 100

B¥
Active CIVE)

ik

VUM 2L B R AE AR I IR AT IR S I EEME S Y. BRAEOLR, B as i
WA BB S . WS EAEREE BB AL T Analysis (407D BT

Batch View (LR Fl Data Review (BB ) #AE L.

CAS No
(CAS it 5)

TraceFinder N FE 5 & —AME A WIHEAT IS HC A BI04k 24 Sl (CAS) &l
T FEWRERINEIL S, A CASNo (CAS Bid'5) HITH 5 A # &id
=

Use as RT Reference R 45 £ B4 I (R AR AT IR I, TraceFinder N 2T & 46 U0 B LA O B9 I
CHIAE R B B () 2 [ BRAE IS LA A4, IF HAEH S AT 2 Or B s TR R 3Tl A 20 1 B bl &
%) L//B

Reference Compound - F- i34k S (% B i 1] . %413 AFE Use as RT Reference CFAE{REH I ]2 %)
(ZEEYD IR A A -

— Identification CPHD TUAE A o BRI PREESC B . 22320 176 i By < 4]

PHESE s

Thermo Scientific

TraceFinder H J* Tt 115
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)5k
Detection (&)
K Detection (il GTTHI 22 SCOEFIAK A 40 A ART 28— (R WA I AL R 53
M Detection  CEGlll) Gy, wJ LA [ F 41 5L :
Times CHJ[H]) W[5 130 UL R “Times  CHJ[A)) Ul 2241 7,
Signal (f5%5) WS 138 U1 “Signal  (f55) L2407
Detect (Kl WS 141 U1_ER) “Genesis ] Detect  CRIID  TUHIZS AL 7,
WZ 2 145 71 _ER “ICIS /) Detect (Kol TUHI S %L,
WS R 147 10_E# “Avalon 1] Detect  (Kill) TUHIZ AL 7.
Suitability &) WSFEEE 151 7 _EH “System Suitability (REEEHMED) X UTAE 7o
Spectrum  (JFTIGED  WSFEZE 158 7T L “Spectrum  (JTili &) TUIHITRFE L a2 7o
Library (/%) WS R 160 11 _ LR “Library () TP R G2 7,
Ratios (E#%) W[ 162 1 B “Ratios (L% nifiiZ 4L 7,
1F Detection (A& WU b (P 128 UL ) “Detection  CEZMID viifin ») , w] DA &
WA AR 43 H bR S R B o 0T DLgwRF8 2 (b SRR IE B 1414 400 3
TNEP R AMEEY) R HB TR LS4, nl b HESR T2 L&
AT DASE SOH TR0 f 0 . T G B e A B T S 8. TraceFinder N HI TR H 844
HANVCHC IS PIAE A S AATR, R ik B i R4 b e g, Rp o o RIS =K
B AR BN T
FI DL PR AT R A
o HEEIERIIMED
o TEETE UG ) W R
o HEAE YN INR Tk
o HEH MG MESTE A
o A B E B IR
o DR TELECAS N B O B i A
o A ELNINE B
o HELN IS R B ALY
o IR P DA B 1 U s R
o T ELRLAIA B T BB N AUAI R A R
o P UISE Real Time Status (SERPIRZS) FAs LS Ini 4]
o AT AN B T
o BTELN IR BB
o DN B IR ] BY DAL I T A
o S BARATR T
116  TraceFinder H /- /1t Thermo Scientific
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{EH F 05
+ HESRETHLEW
M Show (W) FIFd, EHFLAA SR T BRI S PIE R .
Show: | Quan compounds =
Target compounds
Internal Standards
HEYMAER i3
Quan Compounds e EEY, B HEEY. WS
CGERALEYD (7P
Target Compounds 1B~ b a5,
(Histb &9
Internal Standards BN ERLE YD
(WA

1 A ik ] B AT RO S Ef A, SRJG K GhRT B 7L Peak Labels (IEFRZEE) 7.
P vivks S TAAN CATTPANG 273 i TN =N L s i s

A000.00-=281.07
RT: 3.17
AR 1462501821
AH: 2545776.7T4
SN: 250,15

o A

Remowve peak

Ty

Reset scaling
| Peaklabels |
Copy to Clipboard

Ealative Intansi

Label area

Label retention time

Label height

20
3.00

[<IC<Il<]l<]

Label signal to noise

] 31 3z

RT{min})

3. AT EMIBRbRRE, FHIIEFERR SRR HEFH R
IS FH AR PP —fon] 52 P (R T s AT P e Y X SRR 2 1

Thermo Scientific TraceFinder 7 T/ 17
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i 05

o HERUSMFMEISGE

R 7T LU 1T SR an s SCrE R it 59 CAWD IR 7 JFaRD B RICH:
A AR B S IR Iz S R A & PR 1 TR

. TS FEPE Method View (F3EfRE) > Associate a Raw Data File (KEXRISEIE

X .
Associate a Raw Data File (GCHEJRIAEIE SCAE) SHEHEFT IT
U AR RR - E iV e o
ERE—ANCUAT AR S S —
Associate a raw data file =]

Raw data file to associgte:  C:"Themo'\TraceFinder'.3. 1"Data‘Alprazolam.raw [3

Update instrumertArace selections () No @ ‘Yes

Update target ion ratio values @ Mo () Yes

Update scanfitersforallpeaks () No @ ‘Yes
Automatically set reference spectum @ No () Yes fes, with background subtraction

| ok | [ Cancel |

- DS BE IRA OR I SR A A SO (B i Sk I A HITAT G (1 B an et SCPF a1

WP WAL EIFFT IS

AL OROX A R AG B SO BORE T Tk (i, RS TRER S R R S0
IO R PP A 45 SO S vh DR A7 SCA -

...\TraceFinderData\Methods\Methodname

- A B ORIAZ IR A SCPFIN BB AR T LU R AE, JEP Yes () IEIL
- AT AR IR SO I SO I IE AR, LT Yes (R IEIH.
A EWESHENE, AT NI

T Yes (&) L.

_w

% Yes, with Background Subtraction (2, ERAEFMER &I
IR P AE g s AL B R CIBR S =S H oK, IR BRSNS %5 R

W FEE#RRE EARIEA BS) ) Quantitation Report - 2 CGE R -2) 5 1
AL E P B m 4

ERE CYH P E T LN General CRBLD TN FIERE T — AN St H0BR 7 VAR,
BIEINA R . S5 105 71 _ER “ 983 General R TUH 7.

118  TraceFinder FH /- 1} Thermo Scientific
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A 5%

6. M OK (FRE) -
TraceFinder N TR 543 S 7 AH 5% S5 4R B SCpE b AL &4 14 €6 18 R0 i Bl

Trace: ’MS v] Filter: FTM5{1,1} + p ESIFull ms [100.00-1000.00
-
3 ;
2,00 i} 3.15
%' j‘ 024 0.87 148 1.3 T—/u 470 518 580 650 688 T4
2 R R R R L R e L R R LR L RS L L
1 2 3 4 E] & T -]
RT{min}
RT: 2.524, 8661620.0 | C:\Thermo\TraceFinder3.1% Data Files\Alprazolam\Alprazolam.raw

NL: 628143.5 BP: 100.08

(=B =]
(= =]

Relative Intansity
-
o o

b
(=]

151,28 i
| " 1‘ l_“3’5-3"f ST 59516 63420 B4 33842
A YOG SN vl T e Vb
300 400 500 50D 700 800 800
[yfrd

EERER LUl R B RO s dn s SCrE, 7 Bk s Compound
HeEHD PR R ARG R . T B8RS AH SR A B ST i &4
(Fpueefs B A ELRIBUNET A SN B thfe, RAFIZTTiE.

7. M Filter CGRLUE#R) FIRPESFE— i v ds.
8. mil ity LAade o £ % Pl Py AR N 22 T R AL S i
9. A7 FE NPREESE 1% 5 Add This Peak as New Compound GRAINZIEIEAFHL S -

Trace: ’MS v] Filter;: FTMS{1,1} + p ESI Full ms [100.00-1000.00]
'E'mc._ =13 Add this peak as new quan peak
g ]
£ g0 Add this peak as new compound
% Ec-—_: Reset scaling
& o] .01 :
40 Copy to Clipboard
20 Stack graphics
L L L L L D L DL L |
20 30 i1 iz i3 i4 is
RT{rmin}

TraceFinder N FHFE ¥ N T A oy Wb AT FERT 28 . MR 4 B AN DL AL S 1 pe £y
P bR, A5 i B A AL a4 o B, K2 NS = KI B AR A B T

o HIREPAEAE BN ILEAL SR AR, N2 S s n 2075 I
Compound (L)) S Wor AR P Al AES If g4 iz 5 IS4

Thermo Scientific TraceFinder 7 T/ 19
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i 05

o WERTTET A EANILEMAEI AR, W Add New Compound (S MUFTALEH) Xt
WAEFTTT . WP B s ik e SRR A7 DIkl R AFE TS, 0
igs th— AT N I E . B IR ARSI N 2 07k,
FIR AT APER 10 2058 12 9T

30. Add New Compound CZRIITHTAL A W) X EHE

Add new compound =]

Mame of new compound:  Pyrazinamide

Pyrazinamide

305.09 MNL: 6EOB0ET2 BP:; 300.09

Ty
-
B 0 T o
[ = =}

Relative Intenai

20 e e | 31208
2ras <W5 37210 43028 821.32

B
100 200 300 400 500 600 ] 200
miz

| Pyrazinamide NISTDEMO RSl 732 5l 102 MP: 0) »
NL: 999 BP; 80,00
- 30.00
& 53.00 2.0 3
g 80
@ 60 52.00
T 40 44.00 : T
2 26.00 : 79.00
20 . = .
16.00 | | =@ | | 54.00 |aa_-:-3| | &0 105.00 12400
i} L il ipal — = allfl .. L
T T T T T T t T T T T T T T T T T t T T T t 1
20 3 40 50 @0 70 50 80 100 110 120 130
Mz
Type of compound to add:  Target Compound - oK ] [ Cancel

120 TraceFinder ;' Tt Thermo Scientific
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s I 757
10. AT FIIERAEZ
o WEANCILEA SN — AR
MO G WAIRCLAAE T IRET I, MR gt & S . 1) eikE s

11.
12.

EWARE, WA AT A AN EER ALK AN 2R

Name of new compound: | Pyrazinamide ]

_af

o HEEHIBRE ALY USSR R IZAE G E, TR ]
T M FRU A A HH AT L ) A2 G2
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=
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A LAAERfN 2 T U Ratios (LEER) TUIIE B HEH I E LR, 0500 161 70 By
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AERREHFIMIIEAEERBLCEREH

AR E TR, R bR R A LT

2L EOME AR U

- A IENPREE S L P Add This Spectral Peak to Existing Quan Ranges CIFiZRigilE
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. %% Don’t Update Ion Ratios (FEFHBEFILER) & Update Ion Ratios Using This
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Sig) .
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2L OMEACARE U
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Add new compound =]
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BB U, NIRRT BRI A B I
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% K Real Time Status  (EFPIRZS) B LRMIEE

FifE AN N2 Real Time Status  CSEIPIRASD B b 11 58 068 sl 2 Aff A 91 DA PR s i
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RT: 2.15
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Time Viewer R RfESZI EF as T HIIEED G N . S5 174 U0 LR “Real Time
Viewer (SEHEFEL) 7.
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Quan Compound Trace
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o o .
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miz 311.09 1% B LA st 85 1o i o

Real time status
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* UnknownAl - Acquiring 1500000040 —— 024 0.30 063 069 0.87 0.89
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RT(min)

¥ m/z311.09 1% s n 2
Real Time Status ~ (SERPARAS)
ot

126 TraceFinder ;' Tt Thermo Scientific



R
%

1.
2.

Thermo Scientific

4 {EH Method Development (F3EF %) X
i w7

HETRBINETIE

sl i Ay BRI R DA VR R B A

2SS AR SCAE s B B R v Ko hndst i A 1
2L HE AR L U
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o
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F20. Times C(If[E) TUHZ% (R 2 50, 32 50

B

View Width (min)
(ML TR, 4381

i

Bs B OIS TSR R T SCE T SR IFAN R WG (1 A P
TraceFinder N R K HH T BB 7R . 4i%#+F Range - Detected  (JuIH - 1
W) =+ Range - Integrated (JEH] - B173) KrillZEAIN,  Jovade 5/ T Or B N [A)
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N 243.10
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35. XIC Filter (XIC L&A Xf1hHE

[ XC Filter |
Mass Analyzer Type [FTMS -
MSX | Any -
Data Dependert [pmr v]
MS Order | Any -
Polarty | Any v
Scan Mode | Any v
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Second precursar
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=
N
A
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F21. XICFilter (XIC :LyEas) X IGHESH (551 0,
2% g
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TOFMS: KAT IR [H] J5E 4%
TQMS: — T PUARAF T RE A
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>
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& 40 3 40

30 a0

20: gn:

0] 104

4.3 4.4 4.5 4.6 4.7 4.3 a.4 4.5 4.6 4.7
RT{min} RT{min}
Tirmes |m| Detect | Suitability m| Detect | Ratios
HIC @ Filter HIC @ Filter
Detector: ’MS v] Detector ’MS v]
Trace: ’Mass range v] Trace: ’Mass range v]
Eilter: FTMS 1,1} +p ESI Full ms [100.00-100 Filter: FTMS 1,11 +pESI Full ms [100.00-10]
| e
Threshold: | 0.00[%]
Start End
myz m,z

3

Threshold: 0.00 E|
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37. BRI Signal ({55 B

-50] -EDE
E -ES—: E -85
g ] g0
% _gu__ E -BDE
£ & ]
-85 -nsf
-100 . T T T T T T T T T T -100 . I T T T I T I I
20 3.0 3.1 32 33 29 3.0 3 32 3.3
RT{min) RT{min}
Times |m| Detect Suitability m| Detect | Ratios
HIC @ Filter HIC @ Filter
Detector: [MD card v] Detector: [MD card v]
Trace: ’AD card ch1 v] Trace: [AD card ch1 v]
Threshold: | 0.00 E|
F 22. Signal (fF5) Wiz G, L2050
B8 iR
XIC (420 FCYEFEMS B0 Kl o 7w PSS 1 se e 288, eoR H A2

B ED R S A AT R AR, SRIBOEA H AR T

Filter

GUR/:£ ) Ao

BCIEFE MS - 5l 30O gl e MR RS S RIE T T AL B S 1 I D8

138  TraceFinder A4 /- 1t
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A 5%

%+ 22. Signal (f55) WZE CGF20, L2750

B¥
Detector

CRrEs)

(30

I e R 7 R A B TR 52 o %A T LA AR AEIE T (BT 51 Y A3k 1), el
AUE TR ERAN I S s SO (R R 26 330

MS  CBOESO « O EFEG D 7, R TR FATEE (m/z) 70,

PDA  OEHL ARSI « - AR MRS &2 —Ph AR il e B o e e —
A ZMERES o e AL TR R, SeVF R R I — R A

Analog (LD = HHBOESMIZS (140 FID. ECD) o b HEX/MGI I, AT EoR
Qlon CERET) (HAHRE B il Analog CREHL) , ) o3 Uik ] (ROAL A 41 75 4 T
W] {27~ A Not Available (AR .

A/D card (A/D R« WERASI A ANAEROE RGEEHIZF, ARn] DU SRASAE 5 08 45
& (B, SS420X) K& e 4l g Uy A5 o ADRAZ AL S dr Al SCAF v o

UV CRAM -l TARERBIRIEAR A3 YOt AR 88 e
R T B AN ) o IR0 2 G U £ 328 2 e 1 R WG IR 20 B4 o

Trace

G ED

& MRE B . TraceFinder N IR A I B4 E AL S YIRS IE S T

MS BT KM : Mass Range OFEEGEH)D o TIC CRESFUED 5 Base
Peak (JEUE) o {4 H F'iL4¥ Mass Range  (TEEGUED I, 55 3R~ HE ST RIS i H P
M\ miz e R 1E(E .

PDA OGH MRS KZREIT: Spectrum Maximum (il % m 04 ) . Wavelength
Range (JKJEMHD 5L Total Scan (244D -

Analog (B4 Ky IUESEIN: Analog 1 (F40L 1) . Analog2 (Bl 2) . Analog3 (f
0 3) 8 Analog4 (FHU 4D o P LAFEACAS MC . e O L3 3 44 R

A/D Card (A/D £) #ill#5i%35: AD Card chl (AD Fifiii 1) . AD Cardch2 (AD £
HiE 2) . AD Card ch3 (AD KiliiF 3) oi# AD Card chd (AD KiliE 4) » " DALEALAS
fic B P T B X S T A R

UV CEAM K2k T: Channel A (GHiE A) . Channel B (i B) . Channel C (il
18 C) {3 Channel D GHEIE D) . 1] PLZEAXESEC B A e B X Ll 8 44 7K .

Filter

(P&

CAIEREMS OFBEAD K sy o] o QR — AN 2 B R ARl IE
Bltn, EIEARIEIN + ¢ Full ms [35.00-500.00] X3 1E B T FRRES 5215 m/z 35 2 500 1)
AL AR R AR

Ranges
GEED

POCHIEREMS (BT A28 1K) Mass Range (BTt 207G D 3% B I v o

Edit
(%)

TJT Edit Mass Ranges (B it By [ 0FEHE,  ZEb T AR 2 F-TA AR 20 (0 5 1
Wl SIS 132 TER < 37 2 E M T REATRR 23 8 T va L7

Start m/z
G UH T
faf 6D
End m/z
(S5
7 LB

e AR R 7 (R8s 7 o W R P 45 v e X S TRl 2 N T

H L R R R (G LLEAME B S IIAE Stare m/z - GREGRGEL) F1rb . N HIRE
PPz AE o e, A ZEAT A ZESE 1 amu (VG .
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Detect (#&3M)

Detect (il GO I T-97 @ WA I 55000 (R ML IR LA Ko i #h e T AR . R
R =M Genesisv  1CIS Fl Avalon.  Genesis A1 Avalon 23 8508 AR 2 H T i A .
ICIS R RS AR A 2 2 ] AUl i«

FERETC L, P AT BERE S MEEAT T e AR Detece CREIND WU L A7 DI RER T
M, S0 FHIB:

o X Genesis REIE, S50 141 UL FHY “Genesis [1) Detece (7D DL Z 4L 7,
o X ICIS RAEKSE, ZM 145 Ui B “ICIS [ Detect  CERIID i 2%
o X Avalon REE, S0 147 UL FHY “Avalon 1) Detece  CEGIID DL Z 40 7

o
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38. Genesis [ Detect (D T TH

4 {§F) Method Development (F3EF %) &R

Confirming peak 1

m'z309,08 miz313.08
RT: 3.15 RT: 3.15
AA: 42184572908 AR 1405115.81
AH: B0T04542.63 AH: 316648.25
= SN: 11601.69 z EN: 18.33
‘" 100 100
£ a0 £ Bn—_:
E 60 'E 60-]
@ o -
& 4p = 40
20 203 3.30
0 T T T T T T T T T |
30 ER| 3z 33 34 3.0 31 32 33 34
RT{min}) RT{min}
Times | Signal | | Suitability Signal || Ratios
Sensitivity: ’ Genesis - ] Sensitivity: ’ Genesis - ]
Detection method: ’Nm;m RT v] Detection method: [NE,EIIS[ RT T]
Smoothing: | IE| Smoothing: | 1@|

5/M threshold: |

20 E|

[] Enable valley detection
0,001

;

Expected width (sec):

Constrain peak width

Peak height (%5): 5.0
1.00

Afr 4l r

Tailing factor:

L
=

=
FP] [FB]

Min peak height (5/M):

Peak 5/M cutoff: L=

SN threshold: |

20 E

Enable valley detection
Expected width (sec):

[] Constrain peak width

Peak height (%5):

Tailing factor:

Min peak height (5/M):

Peak 5/M cutoff:

(I ESVIRFS

# background scans:

Valley rise (36):
Valley S/M: 11

;

Valley rise (35):
Valley 5/M:

# background scans:

PeakToPeak  ~ Reportnoiseas:  |Peak ToPeak v |

Report noise as

% 23. Genesis [ Detect CRxD iz % (551 00, L300

BN ik

Sensitivity (RBUE)  $8E Genesis AT H L.

Detection Method Highest peak (iU ) « T35 P 10 0 iy i HEA T AL - D 2650
R i)

Nearest RT  CHe#3 (1 P B IS 18] )« A P €5 1] P AT e P30T O P I T 10 A8 A 7
WEYIEE .
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R 23. Genesis [1] Detect (Rl % (GF2 m, L3 7010)

B

Smoothing  C*F¥F)

iR
FEVEAS W R 23 B, A 0 B 2 i B W B AT 1P R
BRik: 1

Wl 12 15 JZ I AR R AT B A

S/N Threshold R AT S e LE (e . /N T AR LUAE I A S BTy KT IS

CEL A iD) W LU AR 1 08 EA T A 49
Jull: 0.0 & 999.0

Enable Valley A5 FH OB A ARG I AR 7 32 KA I A AT PR 06 o 1257 ¥ DR SRR U6 2 ) R A R 3 Rk
Detection YE—4c e 2k, I F 28 FIIEZe A8 SO SUT 1 /NI 45 R DA R B — AN TR
CJa FH )

Expected Width TARIESE 250 (AR i) o iR O Ja R A, %2 50T ¥ i i rd
(sec) /N,

(HUYIBESE, F

JA FHVEAS A I, ATA RS AT RN T A /2 AT A 8 o AR A mikd
T U 5E 2 5, TraceFinder $ii REUK AL R 2 1L . N IR FPIR 2 AL
IR BRI 2 0, L TR AR T B R TS R

JLH: 0.0 3 999.0

Constrain Peak Widch 75 ¢ (% e AR 43 i B e A0 S I w8 o SRS, AT LI I 8 5 06 s ol (B R0 446 22 IR 1

QRS PEHIEFL AT IS HT T RIS ] o 37 Constrain Peak Width (FREWEETE) EIEHE, ¥
1 Peak Height (%) (&5, %) Fl Tailing Factor (¥BEHT) L.

Peak Height (%) EFT TP AR 1T, [E50im T REE (100%) MI3ELE . 4Gk FE

(IR, %)

Constrain Peak Width ([REWETE) ZIEMERS, 1ZSCAKHEA B
JuH: 0.0 & 100.0%

Tailing Factor

P4 TraceFinder N FH R/ QT EA T W AR 22 IO DR 10 A 702 4 — S BROE I

€ V=APS i D) i FE T AT IE R B K EE 2 . AN 243 $% Constrain Peak Wideh (PR5EIE D) SILHER,
1 SCAHEA BB -
JuHl: 0.5 4 9.0
Min Peak Height (S/N) - 255 48 32 AL, )5 v2<#5 48 F] Nearest RT Peak Identification (Fpe42er {4 B4 I [aJ W& - 51D
@=ZN = PRUE, WS LLE IR T BT IS8 A T &Y, TraceFinder N HFE
5 4P) Fros 2 A5 e ELARL /N T S/N Threshold (5 Me LG IRIAE D 11 AT (0 i B 0
Wl 0.0 (A 2 999.0
SO v
Peak S/N Curoff AL B A T %AW L .
ClE (5 be AR B D e st Lo s . AU
MR R A (130 S iR B /N T AR R R Ak (1) Ve 2 e S VA TR A T L A B L R Y
PRy, il T DA i 2% .
MR PIE ML 500, VIR LU R(E ) 200, U2 5 LA /N T 200
B, TraceFinder N 2 P25 45 52 bW 1 22 A7 10 %%
JuHl: 50.0 & 10000.0
142 TraceFinder ;' Tt Thermo Scientific
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A 3777k
3 23. Genesis 1) Detect (A =% (A3 0L, 310D
SH iR
Valley Rise (%) WA % P AT — N ME. (P R 5D St b, 8 RS R 2 A 31 1%

(ELR LT %) [EFi=A1-E

TR NRARNT I Z I IR B SR — S H k. |HALMRELM T X EXT
TN ZE LA —ANE T GR

R ISR ETFE 0 S B, TraceFinder N R 7 W H 45 K6 NI FH 43 Bk
#E.

TraceFinder 3 2 345 LEI R N FH B 06 1 22 A 10 % .

% BT 23 AR T BAT K3 R A R il H

JulE: 0.1 & 500.0

Valley S/N F8E —AME CAPPA A I ey o A FH 1M 2 B30 R EL ) 1 Pl (o vy
Q) BRik: 2.0
JulE: 1.0 & 100.0

# Background Scans TraceFinder N IRE A PAT HO T SR8 KR

QEB=SEEiEIP)
Report Noise As AT RMS - (3405 AR sl 55 02 [A] 1) 73 2 B B R VB SN (b

CBemg A5 ) e, ETA RMS  (3JJ7HR) BY Peak To Peak CUEXIE) .
RIEF S

Apply to All Peaks in K] Detect CRIID VU F AR & B VAT T AL S e s A
Method (NHHZETT BTN X LT R,

ER R BT gD

Apply to All Peaks with [ FJF 5> ] Detece (RN TTIRT b0 24 V8B 5551 7775 Genesis 70 855 15 2

Like Sensitivity Setting "N T A GW . K Genesis 7GR 1) 72 i A A 25 #5N I L8 57 7 o
(N &R B AT

FHADL R A58 5 1) P

)

Apply to All Peaks in SR H] Detect KD DU b 1) i v & HOBT M Hrfb S b (iAo 53k & A
Compound (W4 AR UL T IXLE ST 3T .

AP I P A U6
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fFHHE )57k

39. ICIS [#) Detect CH& i) wiph

mz309,008 miz313.09
RT: 3.15 RT: 3.15
AA: 42608106433 AA: 183235620
AH: B0T05266.84 AH: 332551 456
& SN: ZBZTZR.55 = SN: 72260
T 100 g 100
£ g0 £ 8o
E EI:I: E (53]
Z 40 € 49
20: 20
i
3.0 31 32 33 34 30 31 32 33 34
RET{min) RT{min)
Times | Signal | | Suitability Signal | | Ratios
Sensitivity: ’]CIS - ] Sensitivity: ’]CIS - l
Detection method: ’Naarﬁt RT v] Detection method: ’Nearst RT v]
Srmoothing: | 1 E| Smoathing: | 1 E|
Area noise factorn g E| Area noise facton 5 E|

|
Peak noise factor: | 10 E|
Baseline window: |

40 E|

Constrain peak width

Peak height (%) 305
Tailing factor: 1001
Min peak height (5/M): 3.0
Moise method:
Min peak width:

Multiplet resolution:
Area tail extenszion:

Area scan window:

RMS

Peak noise factor:

Baseline window:

|
| 10 E|
| 40 E|

Constrain peak width

Peak height (35): 501
Tailing factor: 1001
Min peak height (5/M): 3.0
Moise method:

Min peak width:

Multiplet resolution:

Area tail extension:

Area scan window:

RMS

144  TraceFinder B4 /2 F1F
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4 {EH Method Development (F3EF %) X
A 5%

3 24. ICIS f¥) Detect (AN vl (551 01, 32 50

BN 3%

Sensitivity CRIBUE)  $5E ICIS Wk IHRE, 2T TR I &% .

Detection Method Highest peak  CIeiilfe) A (il B i) d sy WA T (L S ) 25
R i)

Nearest RT  CHeH3L (1 PR B I 18] )« AP €006 1] P AT e 300 O B I T (1 A8 A 7
WEWEE

Smoothing (i)

PEWER I AR 23 117, A 0] 4 {0 o VA R AT IR P R
BRk: 1
Tl A1 A 15 s (AT B A RO

Area Noise Factor

FIT-0f 5 W] BEAFAE BV 2 Ve G PR W 75 7K ST 5

CIETMRRE S ) BRIk 5

Wl 1 & 500
Peak Noise Factor FH T 2 W R VA 5 A 11 T 75 7P A5 5
IR 75 R -1~ 2Rik: 10

JulE: 1% 1000

Baseline Window

TraceFinder N FIRE P HEAT ) LU A B4 — AN Jy dfde/ME

(EZRE 1) BRIN: 40
Ul 1% 500
Constrain Peak Width 5 ¢ 1% P U A5 o3 i B e AL S AIG 55 o AR5, Al DLE I 15 8 0 oy ) (RN 36 R I 1
(PR U 58 ) PG FR T I T JTFISE ] . 1% Constrain Peak Width (FRE W TE) E kM, 34
1% Peak Height (%) (U=, %) Hl Tailing Factor (¥ ) L.
Peak Height (%) TEATIFEOC AR AT, 55 2405 T Bm  (100%) M E o, (CYIEF

(m%%7 0/0)

Constrain Peak Widch (FREETE) BEIEMER, 12 SCAHE A P
JulE: 0.0 & 100.0%

Tailing Factor

P2 TraceFinder I FFE > Wl EAT U AR 20 (IR 10 3% IH 7o 4 AN BROE I

(21 i AT T B R . AN 3% $F Constrain Peak Widch (PR @455 ) L EHERT,
P SCASHE A T -
W 0.5 4 9.0
Min Peak Height (S/N) - 23 (B 48 M1 7 v2:#5 48 F] Nearest RT Peak Identification (3l {5 B4 I TRJ WA TR 5D

ClRe /NI Ry,
=)

FrdfE, (SR LU AR T EEE TS . I T IRAMEAY), TraceFinder N H]
TR 2 AW AW LA /N T S/N Threshold  (fZMELLHIME) (1T (6 18 1] 14
Jull: 0.0 (FTHEIE) % 999.0

eI .

Noise Method HEIAY INCOS (v B Repetitive (ZMHIL) .
(MRS
- INCOS  CBAIREI) « P 243 30 K 0 o e 7 7K T
Repetitive (25 L)« FIH 2 WM €M S K. — RIS, XFERLE
AT RS T B INCOS (R YL ) i s Sy s e mf, (H 0BT T s i Tl s K
Min Peak Width — AN TR 1 B N VS
CSUN LS P) BRiN: 3

JulE: 0 & 100 X3

Thermo Scientific
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i 05

%R 24. ICIS 1) Detect CRrdl) WUiZ% (55200, L2050

B
Multiplet Resolution

(ZEIHF)

ik

PN T AR I R U2 2 TR F 3 ) o /N TR B o 3K 00 7 PN 06 2 15 AT IR L B 2%
2RIA: 10

a1 & 500 A

Area Tail Extension

e U AT R L I R

(TR ) BRik: 5

JEFE: 0 & 100 YA
Area Scan Window AT SR R . AR RV AR TR T A 04 (U A 3
GETRIREHIE D B LD

@W}\ 0
JElE: 0 & 100 K3

RMS (B HD)

$85E TraceFinder N IR IR RE H RMS (50 fH. BRIATEOLT, A
[ {8 ] Peak To Peak CUEXTIE) HEATME A THE . 41 R TFahfi e b A X 3k, RMS
YH) K EshiET .

REEK R

Apply to All Peaksin SR ] Detece (KRl BUTHI b Y 2T B & SE B M i S h IO DT I . X s BRI
Compound (M FIA A TN XL BERT

WEYH RIETAT 6D

Apply to All Peaks in SR J{] Detece  CKRllD Ui L) 41T v & SE B AP T A G . R SEAfA
Method (NHIATS B U N HTIX L BERT o

IR A )

Apply to All Peaks with SR HJ Detect (KL U L0 e, SEH 5% ICIS RABERER (T A
Like Sensitivity Setting & ). %R ICIS SR BURAL & FEANfIA B 7 X 2L 0T

(N &5k BAy

LA R R0 B 1) T

1)

146  TraceFinder A4/ 1t

Thermo Scientific



40. Avalon [t Detect (A&

T

4 {§F) Method Development (F3EF %) &R
i w7

miz309,00 me'z313,00
RT: 3.15 RT: 3.15
BA: 473152914 .82 AA 153148039
AH: BOTOS0Z9. 76 AH: 32612854
= SN: NA = SN: NA
100 9 100
£ 5] £ 803
E 0 E 60
ﬁ':n d-lfl: 'iq -d-[l—__
20 20
X LI L R —
30 31 32 33 34 30 KX 32 3.3 34
RT{min} RT{rnin)
Times | Signal | |EEGad | Suitability Signal | IRiaadl | Ratios
Sensitivity: ’A'l.raiun - ] Sensitivity: ’A'l.raiun - ]
Detection method: ’Ngﬂ[ﬁt RT v] Detection method: ’Ne,arﬁt RT "]
Smoothing: | 1 %l Smoothing: | 1L$—ji
Time Event Value Time Event Yalue
Initial Start Threshold 10000000 Initial Start Threshold 10000.000
Initial End Threshold 10000000 Initial End Threshold 10000.000
Initial Area Threshold 10000000 Initial Area Threshold 10000.000
Initial P-P Threshold 1.000 Initial P-P Threshold 1.000
Initial Bunch Factor 1.000 Initial Bunch Factor 1.000
Initial Megative Peaks Off Initial Megative Peaks Off
Initial Tension 1.000 Initial Tension 1.000
| Autocalcinitialevents | | Edit | | Autocalcinitial events | | Edit

R 25. Avalon 1) Detect ORIl TS C5F1 0L, JL2 00
SH iR
Sensitivity (RBBUE)  475E Avalon IR ETIL,
Detection Method Highest Peak  Clgzrmglde) o ) (0335 18 v 1) di s W EA T A S ) 4 0E
R 7732
- Nearest RT  Cledilr (0 B8 I TR) D« A FH (03l P v LA d 2 0 O B I T PR e gk A T
AWML E .
Smoothing CFIF)  FEWEASIIAIR 730, A ZE0 W0 o W AT I T FR
Bk 1
JoFEl: N1 & 15 N R R AT R
Autocalc Initial Events A Zlj11 % Event List (FA438) =,
CHFIHE I
)

Thermo Scientific
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i/l =53k

%% 25. Avalon [1] Detect (/XD wifis4r (8201, L2 50)
S ik

Edic (Zm#E) FTJT Avalon Event List (Avalon FAF513) XMiGHE. S50 53 U1 _ER) “Avalon Event
List (Avalon ZFf%13) ~

REESE B

Apply to All Peaks in S Jf] Detect  CREIND 0T IHI = 1) 224 i 6 & 3BT 4 Ak S0 P (I AT I o %t s TG
Compound (M HIZE A B T I HIIX L8 55T
WEPH RIETAT 8D

Apply to All Peaks in SR ] Detece  CKGlllD 5Tt A i v BB AT T A G X e AL
Method (N HIZTT BTN HIX L T
LI A )

Apply to All Peaks with & FHF /3R ) Detece  CRYND BUTHT b F¥) 224 7 ¢ 5 SE B 17 Avalon R BHEERRA T
Like Sensitivity Setting ({7 HL 54 %) Avalon SRR AT AR S AN DA 120 3 e 00 12 FH T 28 B3
(M 2T AA

FHACL R 8052 B 1) e

1)
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i w7

Suitability GERTM)

I Suitability CGEFPE) TR & (0 FE 25 IEE AR, U005 B AR R e n]
BRI . W VRHERE LR A 5 B (0 7 P A B AL A0l e 27 5 E AR [ e e I ) ) S e
AN — 5 LU TRV T B 58 o 015t 0406 e e 3 2 7 C A I A PR

Suitability &) G RS 1 AR FE A R & b idsd I PE I S 5fE . P T BLAE
System Suitability (FREEIEFHTE) X1 HE P g fHiX L6 240

Detect | [EMUELTIGE | Spectrum T

50
50

------ 1.80
3.60
10
2.0
15
1.0

¢ HERERZERAMSH

1. $ili Edit (4R59) .
S%S)Em Suitability (REEEMME) X IEHEFTTFo 2 System Suitabilicy (RZLIENITE) 4
THAE .

2. 5 BT FRVERIN, AT B ER A
a. & Symmetry Parameters (W FRIESED KILHE.
b. 7 Peak Height CU&R1) A A AT A — AN FH 5 A S 00 g0 vy o
c. {E Symmetry Threshold CRJFRYEBIME D) HE A Hi A — A FH T RPFRPEACT I 1) 9 8
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150

3. A EAT ORI, AT LU N AT

o

=

o

1% Peak Classification Parameters (W28 HikHE,

L Xcalibur W55 M B{E, 7F Detect Peak Width (K& ss) X I#fm N\ 5
o

o FFEEAKLIIE R, 7F Peak Height (U7 HEA A —AMHE.
o B NI/ NETE I, {F Min Peak Width (/N3 HENHIA—ME.
7 B Xcalibur WEHEZ KM, 7E Detect Tailing CRIIEE) Xk A4,
o FTEENAKLIE R, 7F Peak Height (7D HEAHIA —AMHE.
o PP WM MBI, {E Failure Threshold (RZBIME) HENHIA—ME.

B #E Xcalibur (A3EAE 4K, £ Detect Column Overload RS2 i 4 0 38
X 34 NS5 .

o FFEENKMIE R, 7E Peak Height (W) HEAHIA—/ME.
o A NUWEHE I BB, 7E Failure Threshold (ZRB{E) HEWN HIAN—"MH.

F7ELRHE Xcalibur FEZ 3 BIRIN, 7 Detect Baseline Clipping (Rl &2 87D [X 15k
WANZH

PR ER M T 1, £ Number of Peak Widths for Noise Detection (15 75 & I ff) g 5
O HENRIAN—ME.

4, PTELRAFHE, B OK (FBRE) -

TraceFinder ;' Tt
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4 {EH Method Development (F3EF %) X

A 32 1%
M. System Suitability (RGEE M) FHUGHE
[ Systern Suitability |_EE|‘
Symmetry parameters
Peak height (%) (500 =
Symmetry threshald (%) (900 (=
"50:/.
Peak clazsfication parameters
Detect peak width Detect tailing Detect column overoad
Peak height (%) 200 = Peak height (%) (100 | Peak height (%) 200 £
Min peak width (sec): 1.8 = Failure threshold: (2.0 = Failure threshold: |1.5 =
Max peak width (sec): 3.6 = Tailing factor is de‘f_ined as . Overload factoris qeﬁned as
RHS/LHS at specified peak height LH5/RHS at specified peak height
s i ’Euz /r_\\ [P ' 0% 3005 "su
| ok || Cance |
%% 26. System Suitability (RZUEHM) MIGHESEL 1700, L2750
¥ ik
Symmetry Parameters 2 EL R J A5 IO O R
(HFRESED
Peak Height (U FHFXE B0 A0 P 0 5 6 Bk P (R 06 o5 20 LA
i N . P
[ TN | —— et 30 o 50%0 A
Symmetry Threshold B A SRy o R HL A I g R R B /N 1 4 L 2 A
ORFRE B ED
Peak Classification Parameters (45 2£&%0
Detect Peak Width T 5 W 723 A 5 P 0 £ S/ 5
R I e 55 D
Peak Height FH -0 5 A 0 5 (1 U 1 0 B AT
( IJI%% ) 302 [P . N a
AN [ TN | i 30% S0 ARG A
Min Peak Width A0 I o B SR R B /N (AR e e e 1 23 LR AR AR RDD
€ %N 5
Max Peak Width A I 3 FH PRI T SR R e K SR VRIS (PR W v 1 23 LU AR IIAS 1))
€= IN 5 9]
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2 26. System Suitability (RGUEMME) MHHESEL (2 01, 270

B8 ik
Detect Tailing FEARRE W e 17 73 AL, WA () 1) 5 JSE B3k LA e ) 11 98 152
CREtE D
Peak Height FH 0052 7 Ay o e 55 14 06 71 3 LU A
(U )

R ‘ 30 RV 10% AT 30% AT A2 A7 O 06 5

Failure Threshold T8 3o 3@ FH A BT 5K 1) Minimum Detect Tailing (/MG )R 8
CRARBIED (RHS/LHS) .

Detect Column Overload 45 5 W vy 77 73 FUAL, U8 2000 4 5 J32 e AU 0 F) 6 2
R 15 FERL 30O

Peak Height T 5 A P SO0 5 13 EAE
() : .
o s F” T 30% A1 50% AL B A I

Failure Threshold T s 3 FH PR T 2 5K 1) Minimum Detect Column Overload g /MR il ¢, 33
CRILBED M) fH (LHS/RHS) .
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Spectrum (JRigE)
FIH Spectrum  CFTHE &) TTIHIERAT E F0G B P11 575 i
K Spectrum - TS DUl BT TREESC A 2 IITEA R, 200700 158 1l BT

“Spectrum  ( JREEED v
F UL DR AT A
o FFEAEHSE T K

o T EFUHIIANE T LR

B

N7

v L M A BT FH 1) A

o HENM BT SIERBRES

o RN IS N2 S

o FEDE AN IREAINE IR EE LAY
o BBt B B P R R

* BENESERILEAE
1 sk e St i P A TP I — AN U
2 e ] B R AE Spectrum COmiEED wH .

2. fiili Spectrum i) i 4% H MRS 5 h % Apply Background Subtraction to
Peak and Set as Reference Spectrum (M fIEH =MRIFLEASERILED .

IS AR P A 52 AR BT IRME ] C AR TS SIS B0k &, PR SR T RIS % i
W (R _ bR BS) %4 Quantitation Report - 2 CGEmR Y -2) i L
(S A/ IIUESIEERE

AR DY P AE TR General CERL) DU BIESE T — AN SR LR, 1%
WA AR . SR 105 10 ER “ 948 General LD TUH]

& BEBEHRIASFILE
1. sk e S s g 1 PR A TP I — AN U
2 e I B R AE Spectrum COmiEED wH .

2. frili Spectrum - Ot &) &A% T M ARSESE H171 1 £ Update Confirming Ion Ratios with
This Spectrum  (F| RiZFEEEMBIAFT FLLF) .

+ EEENTBERANTEREN

1A R R A
Y 1 TR ] R AE Spectrum TEED BTkl

2. 7E Spectrum  CFHEED) BHT, H06HEE FZESEABE 19 mie 177«
LB T e (R B ML ERE, R Db %85 T
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3. A I IRBESE P IERE L M fin &2

* Set This Mass as Quan Mass (¥ B 1% HON E %) > Don’t Update Ion Ratios
(A B 7 R

* Set This Mass as Quan Mass (& EiZ £ E 5 FH %) > Update Ion Ratios Using
This Reference Spectrum (I 1% 275 35 14 58 251 LL %)

— — Ly oz 2L . =Ly Py B
PUR 7R Sz 17— o S e M — A AT SR i ) h i
JNESSR
B 42. J5idh e A TR HUR B
Quan peak
09 08 i T K
RT: 3.15
AR 4Z3152014.82
AH: 30705025 76
SN: NA
100
& ]
@
E &0
2 0]
£ EO_
= 40
20
1 25
30 31 32 332 34
RT{min})
Signal | Detect | Suitability REiZadin
NL: 66080372 BP: 309.09
100 30808
&
2 &0 ‘ 311.09
£ S
z 0 Update confirming ion ratios with this spectrum
@ =
& 5 | Set this mass as quan mass Don't update ion ratios
20 e SE
Add this mass to existing quan m Update ion ratios using this reference spectrum
[¥]
200 400 600 a00
miz
( 309.083508056641, 66080372)

TraceFinder N 2 77K FH BT 8 o 4008 J Jo 4 o &8 i i 40
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[ 43. O e R iR AR Bl

miz311.08 B BT E R
1

ﬂﬁ ?;211{;55347.&:)

AH: 2348475600

SN:NA

-
=1
o

Relative Intenaity
&8 & m
S © o

ha
=1

31 3z

RT{min}

Signal | Detect | Suitability | [ EatL

33 34

ML: 66080372 BP; 309.09
0505
100
&
£ 80 211.08
£ &0
£
o 40
&
20 BIT.1T
0 273.09 45028 | 1.08
"o abo  sbo ato
mfz
(311.086486816406, 20801372)

¢ AERBETEMBHRRES
1. 7E Spectrum  (Jitils &) EA% T, Keoubrds AR B 11 miz (L7 .
BT mlz AH R AL ORE, FoR iz & 1

2. A7l I AERSE S B FE Add This Mass to Existing Quan Mass Range Ci&iZ/RE &R N2
EAERREHCERED -

BUAERT USRS 1 LEA, DU RSN B 7 5 B I B A 5 IO L
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» AEREEEFRMIAGHLEY
1. sl Quan Peak CiE i) (03 [ 2 5 rh IR U
U il B 7R AE Specrum (BGHE D E s H
2. 1E Spectrum (BT Bt rh, K ehnts B AERAE T mlz (L7
BT mlz (B IL—ANLEAE, Ron Qg ixE 7.
Signal | Detect | Suitability | [ inatutadl

ML- BEOBOSTZ BR; 308.09
30808
100
=
2 &0
E &0
2
3 40 | 311.08
i
20 617.17
o 275.05 430,38 651,09
200 400 B0 ann
miz
(311 .086486816406, 2080137.2)

3. At IR S B % $F Set This Mass as New Quan Peak (IREBIZIRERAFEEIL) .

TraceFinder N HFE P98 INZ 025 4 B €
Quenteskt |

Quan peak

miz311.08 %ﬁiﬁﬁm%)ﬁﬁﬁ

RT: 3.15
AA: 121552352.56
AH: Z3453300.00
BN: INF

Relative Intensity

30 ER 32 33 34
RT{min}
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¢ BEFANBZIMHIASTFRMECEUSY

1. ey (v P 4% P ) B
UK S ] 7R TE Spectrum (BUHE D) s .

2. 4 Spectrum  (F KD Gk, Kothrts AN 110 miz {H LT
ST mlz HABE MO AL OKE, Rontigh s 1.

3. A i FE N PREESE 1% 5 Add This Mass as New Confirming Ion  GRINZREXA FHIA
B

TraceFinder ¥ FT 18 5 B0 I A 1% 5 1 06 R A A UG
|

iz 309,08 miz311.08
F100 €
= [=
£ 80 £
E o
T 4 &
20
2.55
3.0 31 32 33 34 30 31 iz 33 34
RT{min} RT{rmin)
Signal Detect Suitability | W] aigil] m| Detect | Ratios
NL: 66080372 BP; 309.02 = P ap—
& XIC @ Filter
309,00
100+
i Detector: ’MS v]
z &0
c ] Trace: ’ Mazsz range - ]
£ 0]
% . Filter: -
g 31109 .
. miz 311.09 1
204 I, = |
] BITAT
7 i 43038 | 68109
(¥] o e .| oy 1y .I- g T L
200 400 o BOD 800

» HERAGEESEEET
1. Rk .
A7 I T EOR B8 R AL KN o
2. FAERMIBIIR WoR, A I IREESE P L Reset Scaling  (EEAEHLELBD -
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Spectrum (JRiEE) TIE

FIH Spectrum  OFTHEFED LT () PRAESE i A DR A7 BIE B AP 2 2% i .
44. Spectrum iG] VLI

mu'z 305,00

&
Z 100
<
F 60
o
& 404

20}

3.0 31 3z 33 34
RT{min}
Signal | Detect | Sui-‘.abili':}f|
NL: 660E0372 BP: 300.0 |

o 309089 Update confirming ion ratios with this spectrum
2100
T en Set this rnass as quan mass 3
% 60 Add this mass to existing quan mass range k
& 40 31 Set this mass as new quan peak
3 el

2':": 27503 Add this rass as new confirming icn

i} ="
P :
200 Reset scaling
Copy to clipboard

% 27. Spectrum (i) U PRAE SR Ly &

we

ik

Update Confirming Ion Ratios With This  {ii Ffj it %6 06 55 5 Af N\ 55 7 LL &,
Spectrum (I HZ 5T % Pl SR 1 DA 29

THED
Set This Mass as Quan Mass K P 326 1 1) e J e RS T 28 e e BT A P 1) B A b
CBCEIZ AU E TR0 R LME %2 25 i 1 8 9 BB A S 10 1 LE A

Add This Mass to Existing Quan Mass & ik i 508 i BIBLA ¢ s B Fl b . 1Y n] B
Range CHBURERNMBICAT @I OFreg FHeg, DUHREHILE 7 58 e RIS E S 1 E.
RHGEED

Set This Mass as New Quan Peak W IR IR CAEE ST,
CRCEIZ TR RO BT E 818D

Add This Mass as New Confirming Ion AR Z AN I I 2 BA i S,
NI Ok N

Reset Scaling  CHEE A LL 1)) RN SE W SIS V=D)L GPNA N

Copy to Clipboard (S il 2 B I ) W B s S A BT AR
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Library (EE)

i Library () GTIfI$5 52 USRI bRAE. 96 Library () BT EHTA DIREMITEDN i
B, S Library (%) Uil

& HEMEETE
1. &% Enable (/331 HILHE.
2. M Library Search Type (FERTZREA) FFerr, EFEH] T ULHEC IR SR A

e NIST: i HF# TraceFinder N L/ — 2 2E 1 NIST FE. S 2 13 vl bl « 222k
NIST 1 QED J% 7,

FERE BT NIST FEAROK, DRI ASE FH 120 2 I vl 2 17 A9 ol Ak 38 P S P

e Library Manager (EEEIEER) : Ml /£ Configuration (FLHE) #&iHil& L¥e e M)
FE. Z50 63 UL B < Rk 7,

R R ZRA% I, R R R 1 o el 5 Ak 5 0 1 1 o R BEA T UL I, 7951

R M GREEILAD .
3. 7 Score Threshold (/M $MIE) HE P A — MBI

BT ML, MR 500 50 S A 5008 T SN BB
4. (W) H% Use Reverse Library Searching Only ({R{EF i BIEEME) SLIkHE.

WA R R IER S H SR S AT b IR ) B 2R R AL S 1 A o 1] 5 e
Z HR B R TR EED

45. Library (JF) WUIH

mz322 80

045
2100
:
2 50
m
L]
2
03 0.3
H T
0.3 0.4 0.5 0.8 0.7
RT{min})
Suitability | Spectrum | Sl ik
Enable

Set peak library settings to all peaks in compound

Library search type Set peak library settings to all peaks in method

Score threshold (35): | 0.00 =

Use Reverse Library
Searching Only: O
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< 28. Library (JE) WUMPRAER By

we i
Library Search Type FREERRA, DT HbEk.
QLR - E~TitD) o NIST: A1 [{]Ffi TraceFinder W 27— 2351 NIST FE. S50 13 vl B

“ %2 NIST 1 QED Ji 7,
e Library Manager (FEEIREE) : Ml /7L Configuration (FLHE) il &
EIREMEE. S 63 U0 TR 7,

Score Threshold FH ZE RS 2R DT A3 201 23 50 o3 bbb 2 s 4 2 BIAE, - LR B A M5 4
o3 BUBIAED IAFAE o

Bik: 0%
Use Reverse Library R4 H S AR ST QEMARRE AR SN s S5 E4 B
Searching Only Jris AT R D o
CAASE P 338 ) A D
RiEKEAMS
Set Peak Library Settings R H] Library CZE) TUIH ¥ 25 1 1 & S B S 0040 S0 h 0 BT 1. S5 o B A
to All Peaks in TN BTN IR e N0 . N AR e T A B A5 v () A W I BB A T 3T ) A
Compound LAY R
JIT A Ve I FH U A 5 D
Set Peak Library Settings R H] Library (FE) TUIH [ 2 5y & BB 7P TG e a . 5t B G

to All Peaks in Method 2 Wl B HTIXSE Ty o 24 1] 7 2k —A> AR BEAEIRAE A T VR A 2 i 2 I
ORI AT N N RE 2 S B3R 70 P S8 Ak BEAZ AR LUSER 12 BE E
e P D
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Ratios (LEZ)

i FH Ratios (L) TUIHI+E @ H T PR IA & 1 808 P & ¥ 1bsE . TraceFinder W H 27
TSI AL 5 A S (AR LT B2 i AL S, K HAE Acquisition CREE) AEUA
A ARt oK

A K Ratios (LLZ) G FAr-AIIREMIVEGN I, S 4 Radios (LLA) i,
* BERBTEBETEERE
1. J%E$¢ Enable (BA) EIEMELLHGEIANE T

2. f£ Target Ratio CHAREEAD HEHT, LEFEOIN R 3R W WAR by 5 F 10 1 1A Wi BAE 2 TRV
Mg,

3. {f Window Type (% [H2EA) FFK, 1L+ Absolute (#EX}) il Relative (HHZT) 1E4
J T 5 vT 32 B 1 LA LR o S 7

4. 1F Window (+/-%) (&1, +/-%) Herp, L[5 B L Ru .

5. 7€ Ton Coelution (&5 HLUEME) HEFF, MEREmAIN AU b g 8 12 0 1) Ok B I 1R] £
RKZEH.

ELL R, HARH TR 61.02%, % 114 Absolute (ZEX}) 20%, K%
AN B TR n] 252 T 10 41.02% 1] 81.02% .

Signal | Detect |m

Enable
Target ratio (%) 61.02 =
Window type:
Window (+/- 36): 20,00 =
Ion coelution (min): 0025

SR, AR 2RI, Relative  CAHXS) , JUANIEAE A 61.02% 1) 20% (Bl 12.20%) ,
DRl M2 N B UG TR T B2 52 B 11l 48.82% 1] 73.22%
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46. Ratios (EL) Wi

Confirming peak 1

Relative Intenaity
= =
=2 =1

miz 309,00

RT: 3.15

AA Z1EZ40184.7T
AH: B0T11414.25
SM: 12621.54

[:1i]
400
20
10 31 12 33 34
RT{min}
Signal | Detect |
Enable
Target ratio (35): 64.02 =
Windowype
Window (+/- %) 20,001
Ion coelution (min): 0025

% 29. Ratios (%) WHIZE

2%

Enable (5 A

ik
A 7 EE AR AR HE T H o

Target Ratio (%)
(HAREEE, %)

BTN 125 1A ) {5 R 212 1A W B2 ) (R P B R

Window Type
QEISESEY

0/ 58 AT 52 1 LL A I PR 240 AR o 5500 1

Window (+/-%)
( T;)?;T I:I ’ +/' 0/0)

IR =z e

Ion Coelution (min)
(BT ILPEN,
SR

BAA 8 0B g g e U 2 ) R B I T 11 i K2 A

REFBGS

Set Ton Ratio to All
Confirming Peaks in
Compound L5
Vb BT i 0E Y
BT R

¥ Window Type (% I1ZEM) . Window (% 1) Hl Ion Coelution (B FHLyE/i)

AR EE SIS T L, IR AMEE Y.

DA S HA Z AN IR

Set Ton Ratio to All
Confirming Peaks in
Method X 77k
R ER NIV
b))

¥ Window Type (% IH1ZEM) . Window (% 1) Hl Ion Coelution (B FHLyE/i)

(ER IR IR AT B L, JFEORrZ ik,
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Calibration (#ZIE)

i Calibration CRZIE) WU e B g A ACA AR, BRI THES A2 ML IEbrE
A (AU RS IE PP o

A HAMEEY AT A AR E R E, Mo FHAR S 98 H LRI
45 R, IR TUER Acquisition  CRAE) Bz & MO IE .

HH, R A A R A U AR e s ) R 2 RE R TP S
N R Pl A IE M2k, X AR R H AL S A S A B ARG
A IERE bl ISR, R AHE HARE S 15 &

AR RAC R, R A SR HESR IS € O Estimated  (PPAY) , SRR LAl AL
ERB A RBAL A . N RTRE A SRR S RS E - ok oF S B A S P i &
i, AR HARME S PR B AL IE 2k .

A LA N ESE IR TRLE, LSRR ESR SR E ) Sed Addidon  (FIIAR) - H
SRR S 2 SO LRy B RN, /DI EIINAR) o 5 AR T ATRE Al A A F
TRAF 20 AU S ERARAE S AR SO D, IR — @R, T
AR AORFF BRI R Wt R B A S AR B E

% Calibration (KZ1E) WU _EATA HEERIVEGN I H, S 20 165 0l B “Calibration (%
=) UL 7.
e UL DI AT A
o HEEEYII NI
AR i= R e et ) I ORI (W I = BBt
o HEREMEYIIINARARAESR Y
¢ BHERELSYRHARYER

1. 7t Identification CU)) Ul b, 28w ik —MeSW1E N WAL S YR,
Z 755 114 T _E /Y “Identification  CIRF])

2. {E Calibration (FZIFE) BTN LPAT L #R4E
a. {E Standard Type ChitE2EAL) %K, 1E+% Internal (RFRHEEHD) .
b. fEISTD (WARLEYD FH, EFEXMEE ARSI S D).
IR R A AT Idendificadon (ORI DU 46858 A ARSI S .

HEBE Analysis (AT BEUTRINFREE, S0 468 U0 B “Compound Details ({75
PrEsfE e

'

q=i
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& HEEELSYEITERERE
1. 1 Standard Type (ARAFERAL) FFd, 4% Estimated C(IF4E) .

2. f£ Linked Compound CRIKALEY)) F1, L P ARERERL BIZAL SR 7 ik AL
EHAEEY)

Estimation Method (PPA% /775D (HERIA K Ext Curve (HMERTZE) , HoW Hisk,

Data Review (F#5#rE) H 1 Compound Results (AL A4 4 ) ¥ Calculated Ame  (if
FRD RSt ms2 sy NI CREFD S

Calculated Amit
&a -
M/F

o BERELSYRIMIFFREELE
7t Standard Type (ARFEIRAL) ZIIFRH, i%4% Std Addition (HR¥R) .
o Curve Type (HIZEEA) FUEBRIAN Linear (ZEVE) , Hob HiE.
o Origin (U5 FUEER N Ignore (M), FL4 M.
* Weighting (A FIMEERINK Equal CHHEE) , HOW Hik.

A BAZFERL N, N TRE PR S o LR 2y AR AN RS, AP bR B
FIREFPARYE 26 | R SO MR, Forb ZEHDE IR y- B, #7752 1R
2R

A Std Addition  Chbs) RRIERS, RIEMMZ LI - R REAZ 0, W1 N EIR:

Propanenitrile

Average Ares: 1025895, % RS0 94,07

1500000

N

=

Are
o o
2 5
(=] (=]
] ]
L] [ ]

=]
L=
=]
o
A
L=
—_
o
(3]
L=

Data Review (HHEEE) H1ff) Compound Results (P AT TR LUR A2
* Calculated Amt (PSR (E ARG AR AT il 2 v 545 B A b i o

* Theoretical Ame  (HRiS &) {E2 7 P € UK T{H

* Sample Amt  CFERAHED R MARBRATE H 10 S B F i A v 1y I
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Calibration (#{IE) TimH

i3 Calibration (#21F) Ui _E DI RESR & Hrr B,

MR T HE % — D e MRS

PRI I PEA
47. Calibration (K&Z1E) TUIA]
Acquisition List  ldentification | Detection Calibration levelz  Chk Std levels | Real Time Viewer

RT Compound

B

0.00 | Maphthalene, 1,5-dichlor... | Target Compound
0.01 | Pyrazinamide

1.07 | Methyl 2-furoate
1.32 | Methyl 2-furoate *2*

Response  Curve

Compound type Standard type o type Origin ~ Weighting
[Internal - | Area Linear |Ignore |Equal
Target Compound [Exl:ernal - | Area Linear |Ignore |Equal

IEstirnated -
|Std Addition | v [ Area

Target Compound

Target Compound Linear [Ignore |Equal

3 30. Calibration (KZ1F) WS (5B 1 01, L2 50

2%
RT C({REI]D

ik

OREINTA) o BEREJE AN S PIVERE I IR TR) o N TR) D240 S W OR B AE Gl AR Hh i
S IR TH] o

Compound AW 2 F5

59

Compound Type WEDRIL G RN Target Compound ( Wik &4Y)) 8% Internal Standard (N AR{L
QA eIty =YD .

Standard Type F8 7€ M Internal (NFRMEAEW)) « External (AMRALEY)) - Estimated (PPfH) 8{
(hRE2RAL) Std Addition CfIAR) Frff.

Response Via i P T R B0 = o T SR AR PRI O Estimated (PPN 5 BEAABEISIE -

Cimpg B 5 50D

Curve Type fREN Linear (Z6PE) . Quadratic (IXKJ7) B AverageRF (-3 A1)

Q2= R, AR E N Estimated  (CBEAY) » IFIABEEGE . WS brke

FRABCE N Std Addition (A5, AZFMEERIAY Linear (2> HIyH k.

Origin  (J5 i)

XF J R AL AL Tgnore (M%)« Include (£UF5) B{ Force (5D o Origin
(R Fl Weighting CIIAD FIRAEATA] Linear (1) 8% Quadratic (—IKJ7)
HHE RN A FT ] o A SRR PR FE SRR BB Estimated (PP, EAIANHERG -
W AREFRFER BB E N Sed Addition  CHIAR) » iZBIMEERINN Ignore (RMED Hoy

Hik.

Weighting  CIIEL)

FE MBCK Equal (RHEE) © /Xy 1/XA2. 1/Y B 1/YA2. WIS RRFER BB Ny
Estimated (VP , SEFUABEEIE . AR FRFER AN E Ol Std Addition (I
bR, ZIMEERA N Equal (A% Ho H B

Units CERA)

AL ST IR o

ISTD HErb e N br (ISTD) o %4103 SRt A& 258 Internal

(N EYD Standard (WHFREEYD) LAY . CYH P BARFER T BB N Internal( P ARk
B W, A .

Amount (&) ISTD (AL &Y B . WA E N Estimated  (PPAL)D , LA

W -
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%% 30. Calibration (FZ1F) mifz# (F 2, L2750

SH iR

Linked Compound OB AR RER T E N Estimated  CPPAY)D IS, 25 AT H . B SZBERZ W] H
CREAL YD WAEMHRAC SRR E N Bstimated (VA FIMLA D

Estimation Method PERRFERT U E N Estimated  (PPAY) W, 12804 T 49wk

PN 7729 o USRI S A TN Target Compound  CHERLAHD) W, VPAl 51k

H 3% 8 A Ext Curve (AMERIZR) .
o YRBMLSWIRIEYZER Internal Standard (FRES ) BF, PEAL 7
H 3w E A Rato (HLF) .

Calibration (F21E) UL AT I EE SR . S 20 176 v0 iy« (TR

BSR4

RIES A
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Calibration Levels (#ZIE7KF)

7EEJ7VE K Calibration Levels (RS IEZK-) mi b, wlUA¥g @ H FARIEMIbRFE. R BEgntE 1
TTERIRIE KRR o i AR VLR, ARTTH R Hik,

4 2% Calibration Levels  (BZ1FEKS) B BT DIREMITEGN B, 21 Calibration Levels
(FZIEKSP) i .

FI T DA PR B B S R RE, R EZKE N — 2 SR 5 — 1, B
A TR B HAD T T AR, S P 171 TR SRR A

HEIRERIEKFEIRE
RN AR R BRI BE AL
RT Compound

3 367 1.3 Dicxolane, 2hephy-

. {F Manage Calibration Levels CEIRAZIE/KF) XL, HAZE— MR IEAEHHE.

I FHRE P S A8 T BRAT B 73— SH i 2SR IE K PAT

Manage Calibration levels

Level
1 Call
Fooz Cal2
¥ 3
ARSI IE KA

AR IEAKP 2 ), T LU E RER L A RS AT (R L

AT ERR AP RIARIE, BT R SRR

a. B MRIERFR BITH .
b. R P ICHAT LA N AT g AR
c. BN IELE.

- AEE SRR P I E AT R DI 4.

Acquisition List _ Identification | Detection | Calibration [[EX S il QC Checklevels | Real Time \
RT Compound Call Cal2 Cal3

1 315 Pyrazinamide 5.000 10.000 15.000
7 367 1,3-Dioxclane, 2-heptyl-

- AT BT R AN R R AR, IR R BRI, A IR N IREESE L rp ik

Copy Down ([ETEHFD .

TraceFinder H J* Tt 167



4 {3 Method Development (773£FF%) &3
i/l =53k

48. Calibration Levels (FZ1E/KF) i

Acquisition List  Identification | Detection | Calibration i}CChecheuEIs Real Time V/

RT Compound Call Cal2 Cal3
1 314 Propanenitrile 5000 10,000 15.000
2 315 Pyrazinamide
3 3 3.67 1,3-Dioxelane, 2-heptyl-
4 4,70 Pyrazinamide *2*
Manage Calibration levels
Level
1 Call
b Cal2
3 Cal3

% 31. Calibration Levels (KZ1EZKF) T H 2%

B8 /3%
RT  C(fREFI D OREIN ). BERE R AL S PIVERL IR ). XN TR &4

DR B AE L AT P R S IR TRD

Compound (fLEH) (AR /B IS

CalLevel 1-CalLevel_n (f7 WP ¥ae ML EWIIRIEK . H P LES A AR AL B T
K 1- IR Fn) REIE AT 81

Manage Calibration Levels S BT S 5 AR IE KA .

CE B IEZKP)
e ] Calibration Levels (A2 1E/KF) Ui F A4 i H LA Pediesi

B, ZH 176 T_ER < AT PRFES a2 .
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QC Check Levels (fRIZ=HREKTE)

{37719 QC Check Levels (BidEhrtfKF) T+ E QC Check (BHEFRIE) K1
Frffo H7 HBe4E T 514 QC Check  FEFRE) Ko UgwiRAH T VAR, ATTHN
WA A, AKX QC Check Levels  F#EbrFE/K ) Wl BT A SHREMTEA UL, S QC
Check Levels  CFEFRFEZK ) LI o

FH 7] DU BB o BB, KGIEThAE, K QC Check  (BUIEAREE) ZKF M — 41 16
B, mE AR R A R . RV, S 171 UL B
“ ARG ZIAE 7

& EEIEF OC Check (JFRIZHR#E) KTEFKRE

1. JEFEE R HE X QC Check  (FHEFRFE) 7KV o B4 ELISAE RN B AL 54

RT Compound
k 1
367 1,3-Dioxolane, 2-heptyl-
9 470 Pyrazinamide “2~

2. {£ Manage QC Check Levels  CEBEFHEARAEKT) XBL, K4 QC Check  (iidZEds
FE PR FR

TraceFinder N FE P AE IELE G (14T R 7 I —N 125 1 QC Check Levels  OFif&br
B AT

3. BN % Test (IR 40 Lb) 1H.

% Test £ 5> QC Check  UFFEARFE) KT EARESHEE GEED ZHFH#RZ
Zl (AR .
Manage QT Check levels

Level C % Test
1 Levell 5.00
* 2 MA

4. RSN LR N QC Check  UFERRFE) K FRIME
Manage QC Check levels

Level % Test
1 Levell 5.00
2 Level2 5.00
4 3 Level3 5.00

W N5e QC Check iR 7KV ZJE, AL E R SRR AT IR
5. BRI AN IEE, AT R AR

a. EFE QC Check UFTFEARFE) K TR HITH .

b, U IO AT A A g RS

c. NP

TraceFinder H J* Tt 169
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i 05

6. HEHE—MEEYARRIITA QC Check RFEFRFE) /KFEEILIES.

Acquisition List  Identification | Detection | Calibration | Calibration hmls Real Time \

7. AN PR AR M R R AR, IR R MIRME, A AREESC A $%

RT Compound Levell Level2 Level3
1 314 Propanenitrile 5.000 10.000 15.000
2 315 Pyrazinamide

Copy Down (EITEH .
49. QC Check Levels (B4 brFE/KE) TUTHI

Acquisibon List  Identihication | Detechon | Calibrabon | Calibration levels e e 2000 Real Time V

RT Compound Levell Level2 Level3
[ 1 Propanenitrile 5.000 10,000 15.000
2 315 Pyrazinamide 5.000 10.000 15.000
3 3.67 1,3-Dioxolane, 2-heptyl- 5.000 10.000 15.000
. Manage QT Check levels
Level % Test
3 1 5.00
2 Level2 5.00
3 Level3 5.00
% 32. QC Check Levels T brtt/KP) HUHZHL
2% ik
RT C(fREFITA]D PREFINIA] . BERE S A S PIVERE IR TR) o SN TR) D 24 S Or B A G A v 1
S TA]
Compound WA FE
Siac/R

Level 1-Level n
K 1- KFn)

R A S P R P I KT

Manage QC Check

Levels (&IB[RITHR
= & 0]

Level (JK3)

FIP R I PRSI 28K . F I A 2 AR AR T QC Check (% b
FE AP bR

% Test 4> QC Check  (FUHERRFE) JKPH O AN R GUHE(E) Z IR R #E% 7
OBy 23 B A (LA o) .
s QC Check Levels  CFtEbnFER) B A AT o IMBLI R EES L. S35 176 1

BB A PRBESR A 2

170

TraceFinder ;' Tt

Thermo Scientific



Thermo Scientific

4 {EH Method Development (F3EF %) X
A 5%

S HIFNE G SHE

AT LI R PGS o B A R ZhRE, AR BT iR i — s 2 i 21 55— 4
B A TR B AL T . P AT AR AT Compounds (A5 4)) Al
QAQC  (JstfRJitdas) MLl b &5 Bt 2 (1 DU Al A A A ORI Eh e

PR I E B BB DI, T ORE OREIG SO I RE S, did A, gl
M BT ERR . Rk A R, BRI = AR Tk

B KB 2 2 N R AN 2 TraceFinder & 1ERM I, RAIPLEES SR LK)
Copy with Headers (HIAREIE S A& MiAE Copy (S s LMRAEFIFTAR,
ML PR A T H A
o A7 EURHE AN B S B AR B ok
o PEHHUP I I (A A A g
5 -HE
5 BEA FER S A T 3 D vk
o BHERBEN—NRTHEESEHMETE
LA BoTHs P E, BRI
A LGSR e g £ — AN Foos (B
———— MR TE R
P TR R
2. fidi R b £ Copy (I -
IS PR PP 326 BR TS A B O 18 1Y) S oA &2 T R BY DA
3. AEAR T JNVEEHAR 07 vE N, e AR 5 1K B TR BURA
o HEEHIRICARAE, T LLE T RO B R BT
o HEHIHEA IO, WA I 5 IR
4. i JENIRFESR B P L £ Paste CRERED .
IS FH A A FH 8 52 o 2 B DR R 4 ide 4
& BHER IR ESHZEEMT
1. {8 H SHIFT $ik h 25 61171
Cal_1l

f_
RE e

°
T o

2. frdi NI R £ Copy (EHID ©

TraceFinder H J* Tt m
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fFHHE )57k

3. AEARE VAR AR =7 vk, AR SHIFT ik b 278 55 151
Cal 3

10.000

10,000

4. A JF IRGESC LA IEFE Paste CRETGD -
IO FHFE 7 R 52 7 4 B DI R B O 782 i J2 H (1 B 0%
Cal_3

5.000

5.000
5.000

5.000

» HESHZET
1. Al F SHIFT ik 22 HI 5.
Cal_1l Cal_2
5.000 10,000
5.000 10,000
5.000 10.000

5.000 10,000

2. fith I E RS B I PE Copy (B HIDD o
3. AEARE VLA =7 vk, AR SHIFT ik b 2178 55 151
Cal_A Cal_B

4, fithIF NPRFEE B I PE Paste (HETE) ©
I R P R FH O A2 16 2 B D AR (1) 5 0% 78 55 228 FH IR BTG
Cal_A Cal B

5.000 10.000

5.000 10,000

5.000 10.000

5.000 10.000

172 TraceFinder ;' Tt Thermo Scientific
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¢ HRERBEIRTBENZHMIESZ
1. f# ] SHIFT kb A% i TG 71 .

LOQ ULaL
(Quantitation LOR (Linearity
lirnit) lirnit)
10.000

LOD [Detection
lirmit)

Carryover
limit

10,000

2. A I NRFESC P IEFE Copy (EHDD ©
3. fEHAM vk, ) SHIFT #ik b 28 #5141

LOQ ULOL
(Quantitation LOR (Linearity
lirnit) lirnit)

LOD (Detection
lirnit)

Carryover
limit

0,000 0r.000 0,000

4. Al I IRGESC L IEFE Paste (ARG -
JO7 AR Py R B2 4 2 B DI R B oM 282 i 6 P (1 B TT %

SRR DT U BBl B TR PR NG  ELk H AR FRTAR 2 I, NI R AR
R ORS IFIR T B DA A A2 A LA N A

Thermo Scientific TraceFinder 7 T/ 173
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Real Time Viewer (SERIEEHSE)

MTE Acquisition  CRAR) B F AT KAESAE Method Development (735 &) B FR
TR, FIH Real Time Viewer (SENFEEH#%) TLHITE EAF Real Time Status  (SEEPR
) EPERFIER . 050 339 U0 EFF “Real Time Status CSERPIR A EiF% 7.

& 50. Real Time Viewer (SZE Y E#E) TH

Acquisition List  ldentification | Detection | Calibration | Calibration levelz  QC Check levels JRGHI R ERT=

[7] Show Quan Peaks only

Displayable Traces Traces to display in Real Tirme Viewer (0 / 25)
G oo G oo o

Propanenitrile 1000.00 M
2 Propanenitrile 1000.00-=281... Top
3 Propanenitrile 1000.00-=274...
a0 s Pyrazinamide  m/20808 .| | . MUD;E
5 Pyrazinamide m,/z311.09
& Pyrazinamide myz310.09 . Moye
7] # |[13-Dioxolane, ... |m/z464.36 e Down
B 1,3-Dioxolane, ... | m/z465.36 Move To
g 1.3-Dioxolane, ... | m/z492.39 Bottom
10 # | Pyrazinamide *2* | m/z610.18
11 Pyrazinarnide *2* | m/z611.18
12 Pyrazinamide *2* | m/z612.18

< 33. Real Time Viewer (SEWfEEH#Y) Wiz CGR1 00, L2 00

B4 iR

Show Quan Peaks e &R P AU R B . £F Quan Peak CEEIE) 51 DL bros H 8 &
Only et

(’fXEKZT_\‘fE%m%) Show Quan Peaks only
Displayable Traces

Quan’ Compound
Peak MName

Propanenitrile 1000.00->309.09

Trace

; *  Pyrazinamide m/z309.09
3 * |13-Dioxolane, .. |m/z464.36
4 * | Pyrazinamide *2* | m/z610.18
Displayable Traces
(ATRRIEED
Quan Peak 158 A AR BV R 1] o AR 1 P AR A 1 10
CRE FEIE)
Compound Name TiEF AN SR
QLA ELR D)
Trace CiFED AYBEAAAT P B H BITA i Bl 10 i 2 R B 1 i b B, il o B AT A
T,
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A 5%

3% 33. Real Time Viewer (SEWAXFAS) WIHISEL (552 00, 32750

SH g
- H T3 1% P % 50 2] Traces to Display in Real Time Viewer ({75 7E SE I 25 # H IF1%
KD wikk,
. T 6 15 7 8)) 21 Displayable Traces (RIS R &) A% o
e ¥ T % % 8 2] Displayable Traces (HJ 7R KD M.
B 2 NS 8 3] Traces to Display...  (friw s &) %iks, %4 SHIFT %,

WG, A R[] .

Traces to Display in
Real Time Viewer (n/25)
(RREXHNEERS
hEYIEE, n/25)

7E Acquisition CRAE) BIzUF, FESEH TR 41 H 752 W oR 9 3% R B s 0%
ZEIR 25 352 0L B S o
TR Ay 25,

Move to Top
(B T

Fa Pk il A2 8 & Traces to Display... (i sl &) FIZR A IR K S 8o v 1)
% AIE . AE Acquisiion  CRED) BT HSE Wosd, TIC MAab T2 8.

Move Up ( EF%)

FEFZ R Pk il Il EAE — M E

Move Down ( %)

FENZ R Pk il N A — ML E

Move to Bottom

(B D

FEZ R T 1615 1T 7% 2R AT

Thermo Scientific
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ERREREGS

Compounds (fi74) G EREAN TR (B Acquisition List [ SKAEFF ] Al Real Time Viewer
[SEIF AR A ] RSN A A A PR B 7%4!43“3@5%5@1% B I 21, WA R B
WEY, RHRIRRING B BCR A SR DA N .CSV 3.

Copy down

Display retention time column

Delete compound from method

Copy
Copy with headers

Paste

Export to CSV file

Sort by Compound Name
Sort by Retention Time

Add this Compound to CD5
Add All Compounds to CD5

%% 34. Compounds (4 DURIMRAFER RS (B 1 00, 4£2 50

wE R

Copy Down 4¢EﬁﬁﬁfTEﬁﬂiﬁi%J§U$£7:7?Eﬁﬁﬁ¥§?Tq“ R B — AN L
Cla) D o)~ BHIE R, Zdar AT . ZEi e C, i Copy

Down (o) F&E D) #1 Fill Down (o] FiEHFE) 7

Display Retention Time B S R RT (R8nFE)D %1,

Column

Q¥ NI CIETID)

Delete Compound From

Method A7V H B

M THE R R Pk & .

RAEL7/D)

Copy (D K Pride Ay s rp K 8l = =BT R Z SR SR
B Z 5 — AN HREY, 1 Excel L7 AR . Joikb %L
PR 5 20T A GBI

Copy With Headers R P aded 1 el s b K Bt S LA SR I Z bR U A B AR . A

CHi bR & D A RS B RS — AN IFE, W1 Excel HL T 88l

Ko TIERG LB T 2T A S IR A

Paste  CHfIE)

Feok B AR Y TR A0 Excel L~ 2 (4 54 B kb G 22 P
Ao KNG B 20 BT I 4] (1 A7 2

Undo Last Paste

R BN 2% H W THETT RACE AR P R BR

CRIUEY | J0RE I

Export to CSV File FIIF Save As  (J347 M) XHUGHE, TEUE AT LUKE M ATtk &5 2R AR
(FHE CsV ) 15l .CSV St

Sort by Compound Name 4% AL A W) 2 FRIGBEIT N A 2 Z HEE o

A A FRHE )

TraceFinder ;' Tt
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i w7

%< 34. Compounds (A4 DUPREERRar4 (2 00, JL2 70

% fi
Sore by Retention Time 44 {4 B I 17 W\ J51 S R A 1A T HEIY:
AR B T

Add This Compound to ¥ Frsk b & Vs MBIL S B . A &) C A5
CDB  CRrzfb s in I, TraceFinder N IR HI 24 fi AL 45045 S SEBHAE 50 Kot
LA EE D JE

Add All Compounds o K¢ i J5 VA BT A S PE I B SRR PE R . R RX
CDB CRFMItaMins LW i P i, TraceFinder N HIFEFH] 21T L
B S PR 12D EE RSB S R .

448 QAQC (RERRID) 1@

QAQC (mfrJiidi) DU T B E PR BIAVEE , LAE TraceFinder fr &8 MEATR, WIAEA
IR A LA T B

FERZH QAQC Umbrfids) Tl L, FlJ™al LA AREESCH i SR TR, 5 2ehs
FHE—FIZHIE 55— F, o AT TREE IR 3T . A R B,
S 171 SRR SRR S IE 7

Thermo Scientific

R
%

EEITH 0AMC (RIRFEE) TTHE
Riili Method View (1ZEALED SHIE#H L QAQC (RIRFRIE) -

General

Compounds

QAQC >

Groups

Intel Seq 24 ] 1 #40% Configuration (ECED 4476
& 1Y Intelligent Sequencing  CBYREHET)

Reports i ]

M Method View (5 HERLED 1) QAQC  URARFida) il LLJi 1) 41 i i «

Limits (PR
Calibration (fZ1F)

QC Check (FtiEhrte)
Negative B 100 fED
ISTD (NFREYD
Solvent Blank (¥ 7175 1)
Threshold (BI{H)

Hydrolysis ( TKAE)

TraceFinder H J* Tt 177
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i 05

Limits (PR&))

S Limies BRI BURRE ] ToE mATR I A/K T mE R BT VR AL 7R o5
o PR AT LA E (T IR T g AR, O AR/ TR E BRAIMEIN AR

& 51. Limits (PRHED T

Calibration | QC Check | Negative | ISTD = Solvent Blank | Threshold Hydrolysis

LOD LOG ULOL g
RT Compound (Detection  (Quantitation LOR (Linearity . i?l
lirnit) lirmit) limit)
> 1 314 |Propanenitrile 0.000 0.000| 0.000 0ed 0ed

= 35. Limits (PR US4

S
RT (B TE]D

ik

OREF I ] ERE R AL S IVEIRE A IR Ta) o IR 8] A S P Ok B A Gl AR v 1Y
Sl IR TH]

Compound A2 R

59

LOD R PR o A R RG22 (1) B G o 3 B VAN PR. Cnd D) 5T
R BR D

LOQ M. AelE ) 5E HRE A e S BRI H S R IE &
CE PR

Cutoff (1B

FEHLATM B AR BR (LOR) o IXRE AR (M i, i BEA S = i hn it
B VLR AE -

ULOL LMk BRI IR R R E

(et ERRD

Carryover Limit ANSAEE TR R B e i AR TR B RO 5, T 5 i
€3 4:1!"9) R T RIS SR o R BB IR 5, WANT s R AN

F AT P i

178  TraceFinder B4 /- F1F
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A 5%

Calibration (#ZIE)

81 Calibration CRZIE) BUMISKAR E W 52 MR IERRHE . TraceFinder N FH /7454 it
HAREME B YT REE S5 R A TP (3R e fEREA T X LE

{£ Calibration (F21E) &, NS bnic il H X SRR H 1 AR LS T A
52. Calibration (fZ1F) Tiff

Limits ac Check | Negative | ISTD | Solvent Blank | Threshold ~Hydrolysis

Compound

R"2

threshold MaxRSD (%)  MinRF  Max Amt Diff (%)  CV Test (%)

1 |314 |Propanenitrile 0.9900 | 2000  0.000 | 2000 | 0.000

3 36. Calibration (f&Z1F) WIS H

BN

RT C({REHI ]

ik
PREAI R o BEFEJG MO S WIVEI RST8] o 20 TR) g A5 0 O B A B A 1 s
BT

Compound A& 2 H5

CORBE IS )D

RA2 Threshold T2 RIE CYR Tk koD s MRS () .
CRH R R AU ED

Max RSD (%) (#k

M ARAE 72, %)

M T AHERALIE CHAETPE RE BN [ KA ER 2 (RSDD o

iE®E % RSD {55 Data Review (H#i &%) 'l Compound Calibration Report
EEYILIER T F P EH RIEANR . ZH ) EFF AverageRF - (P-4 i [X]
T AERTTIRR R, YR A% RSD {H. ZBd70 165 11 L[
“Calibration (FZ1E) BITHI 7.

Min RF T RIE CHAE TP RE AU /N m iR - (RFD .

Cle /N R 5D

Max Amt Diff (%) RE A fL CAAE TStk s kOB rh ) BT S B AN B v B 22 1) F)
(e KWZ, %) PN(ER

CV Test (%) (A5 Coefficient of Variance (ZZ 57 FR%) MK, 5K RZE T o EFRF—/K PRI Z A
B, %) an R FRHEfR 22 e LL 100, FFBR BUZ KT 2 ANFE il R BB 3 B &5 R . k5

U AR EEAT 1Y o

Thermo Scientific
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QC Check (JRIZFRHE)

FIH QC Check  (FfEFRFE) T EH FFSEHEATIIRLIE . TraceFinder N FHFE 45 il 4
AP b 4 R A AR T rh i 2 (R AT AR R IEREA T X LE

7t Quality Control (F#EFRE) -2,  TraceFinder N FHFE P2 ic HHE H 1 46 BRI 1 oA
ALE DT AR .

ST OB, QC OUFRFEARFE) FF i P I TH IR B2 5 B (AR L 1) d5e K M 22
WHEAE Compounds (JbEH)) LRI ) QC Levels  (BifE/KF) mi.
53. QC Check C(Jif&krff) Ui

Limits | Calibration Negative | ISTD = Solvent Blank | Threshold Hydroly

RT Compound Max RF Diff (%) Min RF  CW Test (%)
1 314 Propanenitrile 20.00 0.000 0.00

% 37. QC Check (JFi#Ehnkt) VRIS %L

2% fik
RT  CfREE ] DREIN ) BERE R AL S PIVEIE IR Ta] . I TR 0 A S Ok B

FE AT A PR I T o

Compound ((&EH))  HLEWZFR.

Max RF Diff (%) (WIN. QC CBEEARFE) FEM NN (RE) RIAZIE  CHAET-1
7 i K %=, %) RE BN -2 i 7 A5 2 1) 1 e KA 22 o

Min RF QC (F#FsE) FEM IS/ NN 1 CYAE T34 RF B0
/N 3 PR 1) ) o

CV Test (%) (AZF R Coefficient of Variance (ZF5F RE0 MR, A5 R2EH 7 b2 g
AL, %) [ —7K~F B 2 AN (bR 22 3R LL 100,  FEBR UIZKF- 2 AN

i (FSPRME TR A5 0. %o SO I T I AT 11 6
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& 54. Negative

Limits | Calibration | QC Check ISTD | Solvent Blank | Threshold ~Hydrolysis

4 {EH Method Development (F3EF %) X
i w7

Negative (FATEXTERD

Negative CBIPEXS I GO HIT-48 58 225 AR S T HARLS P PT Be52 K- TraceFinder W H]
REFFHERE ity B R S T SR B S AR DO 45 38 I S KR AT XS EE o PR AR LB
173 B s s (i T OR B A fs KR

A K Negative  (BITPEX D GO EFrE DIREMITEA VLR, 2204 Negative CIIPEATID T

7E Negative CEHPEXTIE Rt p, W ATRE PP 2 bric O H X 2 BRI H ARAL 01K v 5
{H.
¢ AEEEASUEAMENRE

1. M Method (J77%) FIFRMEHERE T A HEL —:
e % of LOD Al PR 1 43 k)
s % of LOQ & ®BRE 4
* %of LOR (&R 4tk

2. 1 Percentage (HZ3LL) #Ur, A H 4 LUAE
* BEREERXKE

1. M\ Method (J51%) FIKHEHIEF: Concentration GRE) .
2. 7F Max Conc (e RIRIE) 1| HHii N 4% H

CB R R DaTh

RT Compound Method Percentage  Max Conc
[ q 3.14 Propanenitrile Concentration - 0.000
2 315 Pyrazinamide Mone 0.000
- i Concentration
3 367 1,3-Dioxolane, 2-heptyl- % of LOD 0.000
4 4,70 Pyrazinamide *2* % of LOG 0.000
% of LOR

% 38. Negative
¥

CRAPEXT D T 24
3%

RT C({REIE]D DRPEINE] o FERE 5 AU B R I RIS 18] o 22N T A 45 00 P B A A v 10 A5

LT
Compound tEMAFR
L&D
Method HF B SR VPl L R . nT AR e AR Kl . HARIR M, s bR
€Y I=D) AL B 5 e £ R 14 4 U A
Percentage (F4rLL)  WIRAEHI T 4x L orik, WARFHE PR A0 PR ol e SR H 4 L.
Max Conc WA 4o B 77, MR B KR
(KR )

Thermo Scientific
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ISTD (R¥RILEM)

ISTD (WhrtLEY) TR TR ARG CGEERD B SRR B 1] . TraceFinder
IS FHRE P A it P A A A 5 0 FRT TR R B I ) 285 SR 5 v i BRI R T 0 L
WA PTAT 1) H AR S A BCE I AR IE AR, sl AR AR T A & ) o RS9
WA AN W s AT AT
B 55. ISTD (ARt Bk
Limits | Calibration | QC Check | Negative [[EJliY] Solvent Blank | Threshold _ Hydrolysis
RT Compound Min recovery (%) Max recovery (%) MinRT (-min}  Max RT (+min) CV Test (%)
4 1 314 | Propanenitrile 50.00 150,00 0.25 0.25

% 39. ISTD (WAL EY) TS HL

S E(1pe

RT CLREFESTED  CREFINTH] . BEFE S BN AP0 W R S 8] o 2N 1) R A5 4 PR B A (o sl A v 1 s i)
8],

Compound A2 HE

Crasr//D)

Min Recovery (%) PRty KR NEDKCR £ 6 (B4 T — AT [ 6 Tt
/NI, TraceFinder IV TR SR fh et REA PR AL SRR, 5 DA A e I i
%) AL PRI O AR LB, 6 BT SCb RS, R
Max Recovery (96 "DJRIRUTEHERFRE WS FITFRL 722 o SELL RS b FERS (6l o Lo AT L L. it
R, TTRBTEERRRE, NIRRT SRR B A e TR

%)

Min RT (-min)  PkR# s AR MRRS (L B AERD Fa5E T — AT B2, X Tk,
CB/MREAIHE], TraceFinder [V TR FEA-REANRE Gl RS A OB O LRI, 5 BATTAT B I A oh 24k
L) ST R I b O BV TR e, % T A SUARE G, SR e 7
Max RT Geminy  VHBOERRRRE, ISV REIE 22 58 AT PR (R 1 oL L, i
Cgqnetn P PTPRIRUTESRRRE, WURE R 2 M R R (E A PR

+ 718

CV Test(%) (4% Coefficient of Variance (85 ZE0 WA, A7 REE 7 LE 45 R ACE 2 ANFE i
FREK, %) PAREmZETRLL 100, FRER DUZIKSE 2 ANEE 0 PR B 45 2R . & HR
T AR BEAT I 6
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SolventBlank G&EFIZH)

Solvent Blank (V7122 1) BT H] T- & A sl A AR 5 (1 QC - (Bids) i MW HRE#
P by R AL S R T S AL 55 A GO R 1) e K Wi AR A T B

1F Solvent Blank (25 1) G H, TraceFinder N HFE 2 bR HHE HY X S5 R AR 11 4 b

WEYRITH AR

56. Solvent Blank (J&#%5 1) T

Limits ~ Calibration | QC Check | Negative | ISTD Threshold  Hydralysis

RT Compound Method Upper Limit
i 314 Propanenitrile Mone -
2 315 Pyrazinamide All Ton RT - 0
q 3.67 1,3-Dioxclane, 2-heptyl- QuanlonRT |- 0

% 40. SolventBlank (JAFIZS ) WIHSH

S8
RT (E£rREARSTE]D

g

OREIN ). BERE R A S PIVERE N ) o I TR D A6 & 4 Ok
FE TS FE B LI ] o

Compound (fb&54))

a2

Method (7¥E)

A E B 1 (Quan Ton RT [ € 5 FORBE ISR 1D i W AE
S T S AT A (All Ton RT [ BT &5 TR B I
(B 1) i AR RH PR PP AR e R o 5 B I R e A B P TR v )
RN, EPE None (F) .

Upper Limit  ( FFR)

IR CIEFE TR, AR MO R M SR IR X
SO AR IR AR, 02 S i A
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Threshold (&)

i#3d Threshold (BIMED TUTH (ZPd7% 185 UL B “Threshold (R vyl ™) F & anfal B
{2 LR 55 Data Review (HHR & E) HAT Comparative View OO LLRLED  EILA
Yo HP AT LG 8 BN B P 0 48500 1 B0 1y 71 0 O A o I FHR P SR PR gk o %) B A1 7 9 A
5 7€ ()5 AE Comparative View OO AL (il ] EOIEE — & BIEZ . 2070 438 1L B
“Comparative View (X[EEALED 7,

GG R, ATRUARES A, AR FRE AT — MR EAE A Comparative View  ORf
CERLIED rh BT R EAE o A DR T E BUERE A 15 S, 23720 401 U0ER “Threshold
Samples CEIEFESD) TUH 7o

N, BRI T MRS A B AR B AR U Y 509, FF i Benzo26473.  Benzo25557
M1 Benzo26154 J& - groupB, %I BI{EAE M /& Benzo26473. {1 Comparative Data  (hf HL X
P> AL, AT DR 2 S 0 52 212 4 b AR it P SRR T I AU g /N T B ARLAE A
I TR 50%

[& 57. Method View 73K w1 QAQC COFtfRpds) L

Master method: Benzosl

Limitz= | Calibration | Chik Std = Matrc Blank | 1STD | Solvent Blank Thmshull

RT Compound Method Threshold Percentage
191 Benzoic acid, 2-[[[4-[(ace... | % of Thresh... |« 50
P (272 Dibutyl phthalate % of Thresh... |* 50
ENEWIRES B LA it e g
50% INFA) A

58. Batch View (HELIXALIED (K] Samples (FE5D T

Status  Groups Filename
1 & |groupb Benzo2fd73
2 @ | groupb Benzo25557
b1 @ |groupb Benzo26154

J& TRl — LR

[# 59. Batch View (HLXALE) "1 Threshold Samples  CEIEAFE D LT

Group Sample
|

Wik Sk groupb BERELAE i
Benzo26473.
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5%
60. Data Review (H#l#rE)> "1 Comparative View CfELARED
BIEFE
Benzo26473 Dibutyl phthalate Benzo25557 Dibutyl phthalate Benzo26154 Dibutyl phthalate
RT- 272
AA203323204.79
AH: 99.84
3 RT: 2_?% RT: 2_?%1
] AA B3050017.06 AA 9528521089
50 AH-38-36 AH: 43.12
0|+ T T T T |"| =7 — ‘T T * t =
24 26 28 3.0 32 24 26 28 3.0 32
RT{min}) RT{min} RT(min)

IR 17 0 LE - 50%

61. Threshold CJHI{E) VI

Limits | Calibration | Chk Std  Matrix Blank  1STD | Solvent Blank

RT Compound Method Threshold  Percentage
P304 Propanenitrile [Threshﬂ-ld - 1.000
315 Pyrazinamide [Threshﬂld - 1.000
367 1,3-Dioxoclane, 2-heptyl- ['}E of Threshold Sample |« 01
4.70 Pyrazinamide *2* ['}E of Threshold Sample |« 01

= M. Threshold (1{E) W HZH

2%
RT  CfE IR TA])D

iR
ORI TE] o BERE R S MU S IR A I 8] o 320 18D A6 5P R B
FE O TEAT IR I ]

Compound (L&)

UREL/EAR S

Method (A

R BRI T3 46 5 Doy LR (10 e (L B i 5 b I {ELRE it P e i 1) 1T
I

Threshold C[H{E)

3% 52 Threshold  CRRIMED J7vAkmy, Fa o B ¥ 4t e v i
Y AR EFE SR 4L Threshold Sample  (BI{EAES) B, i%(d
PR BRI B E

ZRik: 1.000

Percentage (77t

ik E % of Threshold Sample CBIMEFE M E 70 b)) T7ikIt, F&5E
LA PR W i 1 20 LU AR (BRI P A i L e 10
Threshold Sample CEIMEFE ) HISEBRIEmHIEA T AR
€ Threshold Sample CEI{EAEA) FMEE, ZH7 401 U0 R
“Threshold Samples CEIEAFE D T 7.

ngj\ 0.1
Jull: 0.1 & 100.1

Thermo Scientific
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Hydrolysis (7K fi#)

FIH Hydrolysis (ZKfi#) TLIHIH& & L S HI/K il 245
62. Hydrolysis (/Kfi#) VL

Limits | Calibration | QC Check | Negative | ISTD | Solvent Blank i
RT Compound Method Threshold/Lower limit Upper limnit
P34 Propanenitrile Mone -
315 EDIFENPHOS5-CES-R20-T..,
367 1,3-Dioxolane, 2-heptyl- ;:;Z‘:“'d
4,70 Pyrazinamide Mone |v|

< 42. Hydrolysis (CKfi#) TLHIZH (BB 1 0L,

&5
RT CLREFTED

2750
ik

PREFINTA) e FERE S A A PIBEIE A IR AL o 2N TRk A W O B AE € AT T AR S IS
Il

Compound
eEP)

WEYHHR.

Method (¥

BV I RE, F8 e — AR B a5 O s R e e S
IKAREMAR, EH None (JB)

Threshold/Lower A Threshold  CEIED Tk AL G W4e & AR B . 7% BIE BL R e

Limit B bric e Hydrolysis (/Kf#) R i,

CHI{E / TR X TAEH Range (GulD HiERMLAY), S ECKfR 2 T K.

Upper Limit X TAEH Range (GulHD HiERMGEY), S ECRKHE e o H M ERR.

C_EFRD

RIEFK R

Copy Down Pk A E S HI B2 P I AT . AR Copy Down () D iy 41

QERNCE D TR, SEM% C, “ Ml Copy Down ([a] &) Fl Fill Down ([a] NIH
) 7.

Display Retention W Rek Btk S5 10 RT  (EREE IR 1.

Time Column (&

TR B I TR 51D

Delete Compound M\ i 3= 757k WP BT ide 1k &40

From Method

CTT I R AL

“YD

Copy (& AT B R B S A B AR . R R A E R 2 5 — AN N
FEJT, U Excel 708K . Toy Bz s kWG nl o 01 AL &8 A

Copy With Headers ¢ i 475051 o 1 i S SLAH DGR B AR A I 22 B Wb« R iz B A015 B

iy brdll 52 61D SR 5 — AN R, W Excel T4 .

Paste  CHEIE)

B oK E AR FHFE > 1 Excel HL5 40308 2 1) 9 KR U 22 P ade 1) o R U K08 a0 200
e PTIESRAT A o

186  TraceFinder A4 /- 1t
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A 3777k

%< 42. Hydrolysis OKfi#) iiZz# (B2 01, 352 50

SH ik

Undo Last Paste B EUCHIG 45 H W IETT RAL G H R PR B o

CHICES B VORI

Export to CSV File  4TJF Save As (53470 R&HE, FEHEAT LK YTt S HIERIRAT A .CSV .

(‘FHZ CSV X

1)

Y748 Groups (4R) T1HE

Thermo Scientific

FIH Method View (J7VEFLED 1) Groups (41D TUIINHAL G /3 BL B D) Re 4 B8 4R A v
A DU AR SR G H AR S 74 . 4195 Groups (41D BUIHI_E A7 DI HE RSN U
B, Z{ “Groups (41) ULl ",

KT E ALY, TraceFinder N IR 2 Ab BT i OB AL S W) IF /A7 e ) 45 4, {3
£ Acquisition  CREE) FxUN R BoRPrikdl h b &4, 3 o S YRR E h AL S 7< r
WA EY), RAAEMPEBK T A D S BRI G WIIER, (HEE RS T A
A DI RE A e AEZNEOUT, NIRRT —FI7ik, Il DAk b 43 21 1 25
Ro HEAUR R THE AN EY), M Show (7)) FIFKMED £+E Quan Compounds
(EEXEW .

T BAGIEE 2 A 204

& EEFTH Groups (4H) TUH
&iili Method View (J7VEMLIED FHiLE 1% L1¥) Groups (4R) .

General
Compounds
QAQC
Groups >
Intel Seq AN ] P80 Configuration (FiR &
4 R Intelligent Sequencing (& BEHER)
Reports i r] H

» HREEA

1. 7F Groups (4D XIHMEHS, rithi Add Group GHRANLR) .
Add a New Group (U IIHT4L) REHEST IT

2 BN AR, K5 R OK (BB «
B W RTE Groups (41) X3,

3. M\ Compounds ({L£54)) I R EWRIA 4 L GREBZ B ARSI —
B
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4. BMNAPRERIANGY), ey 24 ool UM ER, A a4 JF W IRFES L

.
Groups
.o P  Emptygroup
E O P Rename group
[ Targ Delete group

5. HEBBREAMEEY), A AP RS AR NIRFER B P L £ Remove from Group
(BB TZERD .

Groups (4B) TiH

FIH Groups (41D Wil B Zhaertb &9 0 iR DhRed B 4R 4l .
63. Groups (4> WU

Calibration file last used:

Compounds Groups

-0 Propanenitrile EI @

----- O EDIFEMPHOS-CES-R20-TLES - Propanenitrile

----- < 1,3-Dioxolane, 2-heptyl- -~ O Pyrazinamide

L0 P}rrazinamide E@ Target GFDLIFI'
O Pyrazinamide
O Propanenitrile

Add Group

5= 43. Groups (41) WZ% (100, 200

S¥ #Hir

Compounds (541> FIH I Al IR 597 -

Groups (41) I BT A 4

Add Group GAII4L)  #T7T Add a New Group CESMUFI4L) XGHE, nI/EbOIEH 4.

TREESE R

Empty Group M A IR A S .

Qi)
Rename Group o T A 1 42 B o
LEEZEED
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< 43. Groups (41 iz (5E 201, 2 70

2% ik

Delete Group TR BT 20 L b i T AT AL 50 o
CHIERZD

Remove From Group R it 5 NI P A Bk o
CARAL R ERD

4748 Intelligent Sequencing (S EEHIF) TE

MBS ISR IR AL RN, K Incelligent Sequencing  CRYAEHEIT) T I 48 i AR 2 B HI
FPHEAT I3AE . %30 Configuration (BUED #5Hi|& F ¥ Intelligent Sequencing (8 figfk
J¥) B, Intelligent Sequencing (REEHET) Wl A W H . 25 65 1L Ef “Intelligent

»

Sequencing CE/REFF/T) 7o

& FEZEITHF Intelligent Sequencing (FEEHEF) TTH
Miili Method View (iEMLED FALE#E L1 Intel Seq (B EEHERR) -
General
Compounds
QAQC
Groups

Intel Seq >

Reports

Intelligent Sequencing (& HEHE/T) TLIHIFT I o
Sample types Actions

Megative

: = : Samole . Max Action  Failure
Eachbrator Flag Failure Action Type Prigrity Count Continuation
Hydralysis » [Cantinue - 0 1
Solvent

Unextracted

Specimen
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HEEEEMRERMETRIE

. M Sample Types (FfEARZRAL) HIL Pk He—Fhbe Sl 81,

FERPAE it 2RI B A — AR RIS IL . S Bd750 192 DEERY < FRe bR I MR 7o
NIRRT FE— A R IWRAE

F& Solvent (#§71]) B Negative CBHPEXS RO FF R R MAR LA, B RIBARIC K
RIWERAE LI A o Solvent (W) Fl Negative (VXD i KA Auto
Sample CHFFEFE) Fl Auto Sample and Reinject  ( H BRI T AR RMERAE.

Sample types Actions

MNegative Sarmnple Max Action  Failure
Ea(lzhbrator Flag Failure Action Type Priority Count Continuation
Hydrolysis 4 l Continue - ] 0 1
solvent
Unextracted Stop
p Auto Sample
Reinject
Auto Sample and Reinject

BERP R IR A AR EESR—AEZAS LA R E::

* Sample Type (Ff A

e Priority (fL4E4)

* Max Action Count (It KHERAEIRED

* Failure Continuation RIS JE#E4F)
ARMSERTED BT, S0 191 TLER “Actions (F41) 7

- JEFE TR A S U T RIGHRAE

ZAEN Auto Sample  ( HBIHEFE) F1 Auto Sample and Reinject ¢ [H @b FE A H A )
RIHEAE T . M P LE Auto Samples CHBIREFE) U FAIEFE AN, 20 52/
T —MEAER R RE S, CLIRT B ShdbFEas X AT . S50 398 UL B
“Auto Samples CHBIFE ) UL 7,

. AE Priority  (ALSGZ0 B, H AR ILEHIE

DI AR T LU AT T IE 4B A 7 4 A
o R P PRAT JE I RE 1 14 e vt 2 ol SRIGCS DL P SR IBCs A1 1 228 s i A FCAt 531 o

o IS 2 RIS DU E R e Se oI, N R PR A T L ST RE S 2R
WG DL IR R AR T s A

. 7E Max Action Count (I KERAEIRED %1, B AN R 52— AR 195 K IREL.
. {E Failure Continuation CRWMUSEEAE) 41, HEATUL N H A —FhfE:

o ZHUEFEAEIT Max Action Count (e RIRAEIRED {HIN, e i B HE LAk 124
dh, JFATEEZR N b

o ZHUEFEALEIT Max Action Count (R RIRAEIRED I, F5FRIZ R GEHE LU 111231
Ko
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Actions (I2{E)

2l 25 A ST S Rl AR IR ARG, 8L Actions  (BRAF) Bk HiRE 1%
IO R DR R 34

Actions

. i Sample Max Action  Failure
e s Type o Count Continuation

» m Continue 0 1

% 44. Actions (F:1E) %K

S ik

Flag (hrid) FEMPFE SRR E bR B BT SR A N 1 e
bride REFFRICKRISH —4LH ) 45 Eﬂﬁrﬂﬁf}?ﬁ]ﬁ%aw&ﬁ
P IS AE I EAEAT N

Failure Action XT?ilil_l_Eﬂ‘f—nn, W ﬁﬁﬁ)?ﬁhﬁuT,ﬁ\tP Tt

CHAE B0 Continue (ZKEE) . kLR HURF T —FEM.

e Stop ({F1E): fFIHIEALIR,
* Auto Sample (BEIFHHE) : HHEH Auto Sample Type (7))
BERERAY) St O 2R, JFRTRER b ke dh.
* Reinject (EFFFIE) : WRLAEALK PN A« FHERE
RO it oA T S0 214 T PRI
* Auto Sample and Reinject (B BIHEHFNERFE) : AN
Auto Sample Type (HZIBEAERM) SHHFRERIFEMRAL, R
Jov EH IR AR L A o
Sample Type fRE— Solvent (VA B Negative ([FIPEXTID £ 5 2R LA
CREARZRAD HIT B ShAE i A
BRIN: Solvent (HFID

Priority (PS40 PESEIAE P LARAT 2 A A el 7 R

4SR5 2 R AT (L SEINT BRI 3
B HERI SIBCHALI SR 5 2 oA

JS2FH R 3 AT o et 2500 SR R 0 ) SR 4547 O 2mgs B A7 LAt 2%

il
Max Action Count FE N R A ATk 2 — AL e E A P A, R A
(e REREIRED FES IR B RIS, 4kl 15 1E /Y Failure Continuation (2R
B ZHHYOE .
BRk: 1
Failure Continuation M % E EAERS, it Max Action Count (g KERAERED) S
CRIMEHEAED A [Pk ENINE R AT T GIVA P S 0 SUNEZY TP o[ BF) ol Ny = 2

Fll:ll:]o %j(‘y\: EA@

H BRI IEMERS, i Max Action Count (B KERAEXED 2
B E IR il S BN I RE A5 k%t
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FFE M Y K MFRIT
RERRRE S BAT — A R -
HmER ¥Ric
Negative ([J]H0f 1) * Negative (B D
Calibrator (FZIEFRFE) o Cal Out of Range (R IEARFE#E H VG 5D
e Ion Ratio Failure (&1 L& AR
* Carryover (J&#)
QC Ji#hste) * lon Ratio Failure (T LLF AR
* Outof Range CHEHJEHD
Hydrolysis (7K fi#) e Jon Ratio Failure (-1 L&A )
* Hydrolysis (7Kfi#)
Solvent (1D * Solvent Flag (G FlIAric)
Unextracted  (AR$ZHO ¢ lon Ratio Failure (& LbZAamid)
Specimen (GEEFFH) e lon Ratio Failure (BF-HhR A L)
* Carryover (J&8)
192 TraceFinder H /- F-#ift Thermo Scientific
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YR%8 Reports (3RE) TIH

HMH] Reports (35 ) $if % ORAF BT B 730 A9k Repores (75D WU _E BT ZhAE
FITEA UL R, 214 Repores (41275 ) LMl

X ER AR, A LME L Quan Report Settings (i AR5 BB LTI ) 28 12 PR b
iy H P SRR T LR AR LI T .

X T ToxID $ 25288, v LUE K Target Screening Export Settings  ( HARJL T H % E ) U
RBRAR IR, e B RIEI. B AR EIE . R DR A LA Exactive™
LT o

AR EFER T LSS Ui B«

o FREMA AR

o JR R

* JHJE Target Screening Export Settings ( HFrifiit 7 H &) O ToxID 51 F)
EEREER

o AJLAKBEA Standard  (BRifE) A RAEIEAEPE DISTENM: . PDF SCfFE XML 3Cf.

o T LICARRY Custom CHE S ARG A48 DIFT B4R Excel 7 )it FH T AE
(xlsm) A

o AT UK BR ToxID 4R 5 R AU G A #5 DT B el PDF SCAF

* BHEYTF Reports (IREH) NH
Rl Method View (F7iEALIED S FY) Reports () -

General

Compounds

QAQC

Groups

Intel Seq e = {ﬁﬂ.ﬁ Configuration (RE) #H
Reports ’ Hﬁj:ﬁif% Intelligent Sequencing (& BEFE)

FITARCE RS VIR Reports (F-E7) TUHIFT IT o

A BRI O WS Ay ] R o mRR L 2 T LB R OK PRS2
37 T LY “ FR3E Reports (4R75) 7
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¢ HEEEREXBEMIHEN
1. 47 B4 Report Tide (FRTEFRAD , Wiz 4 MR8 e i A8 B € XAAFK.

TraceFinder N R AL 12 275 92 B0 I A7 i i A A2 A4 R o Joide LA 41 35 40 1
H Report Title (FREFRAD .

2. BRI IR EON R (RS fr 2R, ARG G 8 G SRR .

3. AN PR R SRR, R E o g, ARJE A T R GES A R
Copy Down (EITEHD .

Print Create FOF  Create XML Create XLSM  Batch Level
0 B v
I I Copy down "
] = [ r r

PP I B oHs LA I B SRS 2 ke SC b (I AR IE IBOIR 2 o 12484
AR i g A% U AT AR o BRIATSOL &, T it SRR AR B o

Reports ($R%5) TimE

FIH Repores () UUIHT b () D fiedi i PrAr sl d T ERHR 35 (1) 77 20
64. Reports (%) T

BExample Report Name Report Title Report Type Print Create PDF  Create XML Create XLSM Batch Level
1 # | Batch Report Batch Standard ] O ] r bl
2 ; Altemate BatchReport Atemate Batch Custom [ |l | | [i]
Target Screening Long Report | Tanget Screening Long | ToxID [ | | |l |l

< 45. Reports (475D mUiiZ4L (3108, 3L2 50

¥ ik

Example FIIF—A Boron iR &5 8L PDF 3CA

7R 1D)

Report Name 45 K144 ¥R &

€' 9]

Report Tide 4% irfili I AT B 5 A&

R &R D

Report Type W5 RA: Standard (BiifE) « Custom (HE ) X ToxIDo
(& RAED

Prine (3THD)  AIEIRE BFTEINL. X PrATIR A SR ] .

Create PDF BRI RAE R PDF 0% 1A Standard  (hrifE) A ToxID R 45 287 AT 1 .
(fi PDF)

Create XML 4REFHH XML #30. 1% Standard  (BréE) 7 2RAI AT H .
(i) XML)

194 TraceFinder ;' Tt Thermo Scientific



4 {EH Method Development (F3EF %) X
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% 85. Reports (A7) WHIZEL (20T, JL2 50
¥ ik
Create XLSM #4845 S H 4 Excel 728 H TAE#E  (xlsm) #30. {6 Custom (HE X)) R45SA0]
(gt .
XLSM)
Batch Level GITIEAC AR OTEMOT IR, NP LG I S Ia e i 8ds, A
FERACE) kB — 4 o LR By B LR IX 5

I JCE N Reports - (45D TUHIIEREZIET . WAZ0U 0 41 35 BE . AP (4R 7 26 4% Batch Level

(HEKIKSE) BT, [0 25 37 vl B/ < 1501 Repores (5 ) 7

Thermo Scientific

HEEERETRE

HFIH Quan Report Settings i TR 75 WCE D) LT I IE IR bRt 15 2840 vp (AR i (B R (2
NMe BIEFESE . S5 197 UL BB “Quan Report Settings  CE st i %) LT 7

GGy N7 SEiiE S (B

A B E R

A SR 7 S AL I
IR E E SR IC T
R W T T
A SRR ER R WS SO AL H

EEREEER

~CQuan Limits Flags
Report concentration: Always v]
Decirnal places to be reported: 35
Show chromatogram on Quantitation Report
Display compounds above set limit [

CAFEAR A AR N B R AR E BT LOD. LOQ B% LOR 153 RIS E, M

Report Concentration (fRE L) FIFRMEH IEPEIE M ME
FHIRWREBRAUE, S0 177 U0 BRS04 QAQC i Jidzs) il 7,

A PR AT AR BN L, /E Decimal Places to be Reported (i % 7 /)

B o Herb i Ei%H.

. 47 27F Quantitation Repore (& &R ) HAUFHFE M (A% &, & Show

Chromatogram on Quantitation Report (EEREETRBILEE) TIEHE.

- AN BIRA S EY), & Display Compounds Above Set Limit (7R E R _EHY

LEY) SLHE.
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+ HEEEAPFEIER

~User Interface Options
Shade row when sample is outside of evaluation criteria [l
Separate ion overlay display
Use alternate calibration report format [
Display Quan flags and legend [l

L A BAERAMEARF A L rp PP A AR AEAT R EXHE AT NI 2, 1% Shade
Row when Sample is Outside of Evaluation Criteria (4GB 1T& FRAHER X iZ1TFARS)
REHE

2. FHENHINE T2 B AR B T EE G EITK, 1L Separate Ion Overlay Display
(SEETERETR Nk,

3. A B AL N RS FTED H 9% v ) Calibration Repore (AR IEHR ) A, FHHHR
HWH % 7 MR IEFRFE, 7EH Use Alternate Calibration Report Format (i £
KRIEHREHEN) KIEHE.

4. FEAE B SR R oRARd ], & Display Quan Flags and Legend (BREE
FRICFAEER) SIEHE.

¢ AEREEERICESR

~CQuan Flag Options

Flag values below LOD
Flag values below LOGQ
Flag values above Cutoff
Flag values above ULOL
Flag values above Carryover
Flag values between LOD and LOQ

A BEAEAR T R A
PR T T Quan GERD BUH_EFRZE K5 R

KR AR & AR S EIEAESS 198 U1 B “Quan Report Sectings (i BE i 10 E0)
G ZH” FIRE
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A 32 1%
Quan Report Settings (EEREIKE) W

HIFH Quan Report Settings  CE AR AW E ) UL D BE A ARAER 5 288 AR 0 A A1 2
RISy

o BEEERETEGE
[Calculated Amount Option

Calculate concentration as: Rounded -
s ded

Truncated

fE Calculate Concentration As CGRJETHE ) HEF, £ Rounded (HEFREN) 1L
Truncated (FHD .

e Rounded (MEHFAAN) : FIHFE Quan Limits Flags CE AR IE) XIEFRE 1/ML
PO TSR DU S TN BRI AR

* Truncated (BBED : K1 H EH% Quan Limits Flags CE s RARIC) XIS 2 1/
A7 AT A
Z 195 7B« EHRE B I 7.
& HERBREXHER

Tune Time Tracking Options

Enable tune time tracking

Tune file lifetime (hrs.) 12:=

1. % Enable Tune Time Tracking (/3 iEI&E BIERER) RIEAE.
ZIEIERER T F A P R R it R Z TR 1) /N I 4

2. f£ Tune File Lifetiime  CFIESCAEAEI A7) HEAR, S A BB TR bt R A 2 [R] 78
PRI/

AR ARDHE X d K SCVRINS T] (A it R AR AR S AE Bacch  (HIEUO R EATFRIC -
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65. Quan Report Settings CEER W E ) TUH

Quan Report Settings

~Quan Limits Flags —Quan Flag Options ———— ~Calculated Amount Option

Report concentration: [Always "] Flag values below LOD Calculate concentration as:

Decimal places to be reported: 32 Flag values below LOQ

Show chromatogram on Quantitation Report Flag values above Cutoff ~Tune Time Tracking Options

Display compounds above set limit [l Enable tune time tracking
Flag values above ULOL

~User Interface Options Tune file lifetime (hrs.) : 12=

Shade row when sample is outside of evaluation criteria [ - plai s

Separate ion overlay display Flag values between LOD and LOQ

Use alternate calibration report format [l

Display Quan flags and legend E

% 46. Quan Report Settings CERAR L BEE) TWHIZSEH (GF1 701, L2 70)
SH iR
Quan Limits Flags (FEEMRFRIE)

Report Concentration g # AL N (R BE, i ARk @ EEE RN (LOD) v wEMR (LOQ)
(FRAEHRED AR ERE (LOR) B EE . Report concentration (FREFIRIE) : Always (st
&)\ SsLOD CKFRERE) « sLOQ KTk i >LOR CRFHAR .

Decimal Places to Be i G 7E TS K ANEUNALEL. SR fEE 6o
Reported

(gl i) N D

Show Chromatogram  {F g HR4E F BRIt K (TIC B & R ED »

on Quantitation

Report CE AR T

N

Display Compounds W4T EIAE R LA AP IR S o W IEANME G978 H T 8 2 19 Quan Flag

Above Set Limit Options CEEARICIEI) PR, W TraceFinder N HFEF &G %AW . Xk
CERBEMRCL LW il T AR RIS PER < 231 ” #Hids

&)

User Interface Options (Fl A SREIETR)

Shade Row When 3L IR Jorh— PRI, fEBT B L b A T i
Sample is Outside of

Evaluation Criteria

CRE B VP Al AR E I

XHZAT IS

Separate lon Overlay 347 (A TA 125 2% I PR 10 1 S48 T A% 20 B TR
Display (73 BSES¥
HE BN
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%< 46. Quan Report Settings CE BEREWED WHZE CGF 251, L2750

BN

Use Alternate
Calibration Report

Format (i FH 2% A
IERHR D

3%
L A RS T ED H BT 1E ) Calibration Report (RIERE ) B (R
T RRE A IR 7 MIEFRFE -

Display Quan Flags
and Legend I/~ €
HRCHE YD

fEv s RS L BoRTabsid . #lTabsid &b id )

Quan Flag Options
(EEFRITIATD

A T ER T Limies (PR O _E3RE MR . X 28hRi0 IR SRl ot
F.

Flag Values Below

LOD (hricdik T4
N BE IAED

Fric A AP (LOD) HI{H.

Flag Values Below

LOQ (hridfikT &
R

PRdfk e ER  (LOQ) MIME.

Flag Values Above
LOR (Hrid i TR
R AED

Frid s RSB (LOR) M.

Flag Values Above
ULOL (bridm T-4&
P R A1ED

brad s T2t BRR (ULOL) HIfH.

Flag Values Above
Carryover (bridim T
1% B PR R AED

Fric i 1Ak B PR INE

Flag Values Between
LOD and LOQ (¥x
A TR PR
PR TR (4D

R TG IN FRAE i R T8 RS E O T

Calculated Amount Option (i+E ZEix£T)

Calculate
Concentration As

GRS

R G W E B 15 € Rounded (DU H A Y Truncated (HIN) 512

Tune Time Tracking Options GE£RT (8] BRERIETR)

Enable Tune Time
Tracking ( Jet FH R
sy 1) PR )

BRER_E A TS RIRE R it R AR 2 TR IR /NN £

Tune File Lifetime

Cl il SCPFE A

i)

FRE _E G P RIRE b R AR 18] 1R B /NI A Al R 3 — e K SR VR IR TR
FE AR AR STE Bacch (IO RS P TARIE
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i 05

3§ i€ Target Screening Export Settings ( BfriFiAFHIKE) (33 ToxID |EMS)

HMIH] Target Screening Export Settings  C HART#iZE T ¥ B D U1 _E A 1B T ¥ & A2 i ToxID 4R
HITT NS H. 7% Target Screening Export Settings  ( H AR{fE T H 1 E) Ul _EIIRENTE
AN, S 203 0l bW “Target Screening Export Settings ([ brimie S A ED) T V.

TraceFinder N FH 2 7 FHIX L6 S50 Ab PR R 4 50 b SO, IFEIEE S ToxID A5 AL H A
T CCUH P BOE ToxID YJHERT, Target Screening Export Settings ¢ H AR ik T H 15 ED
THEARH. S5 60 1l LR “ToxID”,

R D BRI T ERAE
o HEIRERINSHL
b ﬁﬁ’uﬂ%l—ill II/J__t'Kllllll/l\

g BT LR H A

=¥

E]

LY A AR TR
=¥

H

} .
o HIRE Exactive 241

+ HEEEMANSH

Processing Configuration File:

| | ]

Screening Method: |Autu:u Detect v|

Company Mame: | |

Laboratory Mame: |Defau|t Laboratory |

Company Logo: | | E]

myz Window (mu): |U.5 |

RT Window (min): |0.5 |

M52 Search Library: |M52_TE5t | | | | |

MS3 Search Library: |M53_TE511 | | | | |

Uze Full M5 Scan to Confirm

1. Rii Processing Configuration File (AbFEPCE ST %4 b #—AMic & S0 A
C.esv) o
2. M Screening Method  (¥iiiii J77%) HIRMEPIEFE T AL EWTHILETT 5L —.
o (BRIN) Auto Detect (HahAM)
 Based on Full MS2 scans (3T MS2 4414i)
* Based on SRM and MS2 scans  (JET- SRM Hl MS2 ##)
 Based on MS2 and MS3 scans (£ MS2 1 MS3 1)
 Based on MS3 scans (3&ET MS3 F14#)
e Based on accurate mass scans (3 T-HERf IR EF D
 Based on SRM scans (FET- SRM F14#)
* Based on Exactive screening method (3T Exactive iz /77%)
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4 {EH Method Development (F3EF %) X
A FH 3 732

AT ENFESR S LA R 4
AT EEAR A B SER 4
. M7 Company Logo (A RIEbR) WIVEILH, ARG EREHTENAEIRE B A S

Cjpg, .gif B¢ .bmp) .

. £ m/z Window (JATLLES 1D HEH, A T AR TAL AW m/z (IO B E

. E RT Window CLREAI R ) MEH, Shys T RIS TS P 0 B I TR PR 7 AN —
AMEAE.

. {E MS2 Search Library (MS2 fa& %) HEH, HAH TH R MS/MS Fuilk Kl i) = Mo &R
JETR A4 K o

{E MS3 Search Library (MS3 Kr2&PE) HEd, HAFI TR MS? il B\ =M R A1 4
Mo

- A BRI R (BRI IR PE R R A5 R, 1 Use Full MS Scan to

Confirm ({EARIEERAMBITHIN) TIEAE.
4N RS SR R A PR I RIS, A S AR S S RS .
HFETEMREEESER

Semi Quantitative:

[7] Report Semi-Quantitative Result Measurement Unit (e.g. ng/ml}:  [ng/ml |

Calculation based on: -1 5can Intensity @ Peak Area

. {E Semi Quantitative CPEER) XL, $ATELH #A4E:

a. & Report Semi-Quantitative Result (3R&EFEEER) HikiE.
b. NI AT
I A AR TR
1% Scan Intensity (FAHE5RAE) El Peak Area CIEEFR) LLIN.
e Scan Intensity (FIffisMAE) « N HIFR T MS/MS WEIFHRAE, AHATE SANFR.

o Peak Area CUETHIARD « N AR P Il & bR B 1 B A sl iy s i A . kv
Peak Area CUETHIFN) Bf, Use Full MS Scan to Confirm  (f#f H i i 444 T A
SEHE A BhIE .
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+ HREREBTFURETERZ
run Ratio Calculation Method (In SRM Experiment):

@ UseScan at Peak Apex (0 Use Average Scan Ion Ratio Window (32} |20

1. & Use Scan at Peak Apex (f FIUETNALITH) =i Use Average Scan  ({£F 39134

iiIDCI\‘O
o Use Scan at Peak Apex (fff U THARAAFE ) = I IR 2 T 08 T s P o1 B3 5 1
tb#.

* Use Average Scan  CHPIA93H) « W FHFE o Ak T2 06 vy LA_E (101 35 409 oot Pl o
SR TR O E SR A (AR i S A AL ] LI I8 s Tk

2. {f Ion Ratio Window (%) (B THLHEH, %) HET, HAEVER 115 E 58 1 n £
SO ot

B, 4 Ton Ratio Window G TELERE 1) 4 20% H g &2 Tom/E / W54 100 1,
FREHIIAE T/ TR B b 20 5 /b 0 80 A HALAE L4k

¢ HEECERRENEM
[Accurate Mass Experiment:

Exact Mass Window (ppm): |4U |

M Exact Mass Window (HERfi FTEZCE 1) Hi AL ppm A BRA IR 50 7 196 R
B, P A SRR EECY 50 Hi NSk 2 Mg R, SikaiETIra 1 49
51 e By [ P Wi N R R B A XICs

% EHEI57E Exactive S
~ Exactive:

Adduct 1: |H+ Adduct2:  |NH4+ Adduct3:  {Na+

[C] Mo Specified Retention Time

- First Peak i@ Highest Peak

Report All Compounds Listed in Configuration File

1IN Adduct 1 CINE¥ 1)« Adduct 2 (e 2) F Adduce 3 COIna ¥ 3) 14

IXLCAE U T AERC & SR A AN H &, InG e i RUE. 6 A,
EANSTUNEYME . ZEAE BN Hew NH4+ Fl Na+o

BRI R DS I s R n&4, 20750 56 vl B < 4708 Adduces CING9))
2. FER R IR WA I B SO, AT DU EAE

. 1% No Specified Retention Time (Fci§EREBATIE) HiLiHE.

b. & First Peak (EF/MIE) ¢ Highest Peak (FRESIE) LI,

R R AL S R Bt ST R R B AN BLE /e URBCEE RN, ST A 8 o U
AT AC L
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A 5%

3. 1% Report All Compounds Listed in Configuration File ({R&5EEXHHPFIHRIRE L
A R, DERETCESCIF A S, T SR EIX S S I IL R .

PR 75 AR LA Tt an el SO b SR B UL RE A 5 . BTN H] T+ Exactive 546 o

Target Screening Export Settings ( B#riFiESHIEE) TUH
HJH] Target Screening Export Settings  ( H briifiict ¥ B Ui E D Re e € 2E i ToxID
UM 2/

66. Target Screening Export Settings  ( H bRifiie T HIBEE ) Tl

Quan Report Settings Target Screening Export Settings

~Semi Quantitative:
| E] [7] Report Semi-Quantitative Result  Measurement Unit (e.g. ng/ml):  [ng/ml

Calculation based on: ) Scan Intensity @ Peak Area

Processing Configuration File:

Screening Method: |Auto Detect v|

~Ion Ratio Calculation Methed (In SEM Experiment):
Company Marme: | |

@ Use Scan at Peak Apex 2} Use Average Scan  lon Ratio Window (%): 20_
Laboratory Name: |Defau|t Laboratory | i P : g (%)

G | | E] ~Accurate Mass Experiment:

; T Exact Mass Window (ppm): 40
myfz Window (mu): 0.5

RT Window {min}: [0.5 ~ Exactive:
T T T |M52_Test| | | | | Adductl: [H+ Adduct2:  |NH4+ Adduct3:  [Na+
| |

[7] Mo Specified Retention Time
| T ) First Peak @ Highest Peak

MBS3 Search Library: |M53_Test | |

Vel 5 Seandiaani) Report All Compounds Listed in Configuration File

% 41. Target Screening Export Settings  ( HARIfiIEF H B E) TS (561 01, 370

2% i

Processing FRERCE L Cesv) o
Configuration File

CAb P& A

Screening Method &5 L) | Hrh— ik Iy vk«

(TR TTE) o (ERIA) Auto Detect (HBHAGM
* Based on Full MS2 scans  (J&ET- MS2 4= F14#)
e Based on SRM and MS2 scans (F£F- SRM F1 MS2 $34f)
e Based on MS2 and MS3 scans (3T MS2 Fl MS3 $94)
e Based on MS3 scans (3T MS3 #94)
* Based on accurate mass scans  (FET-HER i B £ 34D
e Based on SRM scans (FET- SRM 14D
* Based on Exactive screening method (3T~ Exactive JiiiiZ /77%)
SR ToxID SR BRI Auto Derecr ( FIZIREID) J5k SUHRAHESCHT
HHREAT R IR SR
Company Name R T EfER Y BRI AE 4.
(A FE PR
Laboratory Name fREFT e RS =4
(LI E A

Thermo Scientific TraceFinder 7 T/ 203
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i 05

= 47. Target Screening Export Settings  ( HARffik S S ) WIS

(52790, 3350

SH iR

Company Logo ATV LB Cpge gif 8% bmp).
CA B

m/z Window (mu) R T AR T A miz (G D{E.

OFfef b & 1, mu)

RT Window (min)
(IR IR 7

FRE AR AL S Ok BN IRIMELAY 7 A

min)

MS2 Search Library o2 HTHR MS/MS i B = MG R ET & FR o

(MS2 Fr & )

MS3 Search Library e HTHZ MS? UK 1 =AM R FE I ZFR .

(MS3 K2 )

Use Full MS Scanto 55 I R 7K H A1 di b B2 A A N ERE R 45 R . N R A 4
Confirm (A HFPARIBNER, 2L AEABIRE 45 R 5

AHEREATHIAD

Semi Quantitative (33E

2

Report Semi-
Quantitative Result

LG F ARSI SR P g AL

R EREHR)
Measurement Unit FHT-Hr0 i BAAT
CIN 2 A7)
Calculation Based On 355 DL FHrp—Fpil 55 057
GHET)  Scan Incensicy CEFHSRIE) « 52 JARIE IR MS/MS MEIIBRIE, RHTTY

IR

o Deak Area CUWETHIAR) = 552 IV R 300 5 BF 25 1 117 B 4 4= 4130 10, 0 14y 0 i
Fo ik Peak Area C(UETHFR) B, Use Full MS Scan to Confirm  (f# ] i i
AHPFIATHA RIEHE A it .

lon Ratio Calculation Method (In SRM Experiment) (Z-Ftt&it+tE 3£, 7 SRM L&)

Use Scan at Peak Apex 5 5z W I F2 7 2 F- U4 O 5 00 135 2 7 LE R,

Cfff O T AL 14D

Use Average Scan 8 8 I R 3 38 12 06 v DAL (PP 3 3 s P U S S T LR L SO A
CE R S SESETD) o 5 A2 LI PRI v

lon Ratio Window(%) it il 22 {11 8 1 LL A< .

(BTHEEA,

%)

Accurate Mass Experiment CfERREEHTI)

Exact Mass Window
CHER T2 1)

O ER Jo R RS SR AR AE LA ppm B ) T (L.
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A 5%

%= 47. Target Screening Export Settings ¢ H Fniiiit T ik &) WS4 CGE3 I, L3750

¥ g
Exactive
Adduct 1-7 fR e R B S AN - InE Y. G AR b v A B i s 2k .

A% 1-n)

WA, B SUNEYIE .
BRih: Adducel CUINEY 1) . H+, Adduct2 (&Y 2) : NH4+, Fl Adduce 3
&Y 3) : Na+

No Specified Retention 446 2% 1] 75 R 45 Kl S h #2024 /e VCHC S FEF,  Fi5 52 A FER A A4 First
Time (IR EMRE  Peak (EHAMIE) 1k Highest Peak (Al .

NI

Report All Compounds  ${#3& /£ Exactive S50, W HIRR PR S L ESCA T AL &, oIt R E)
Listed in Configuration X 26{k-S 41K UL HL .

File (RAEECESCAE  BRIA: GRS IREEAE a5 SO P 4k B RERIAL 540

AT S

D

YmiE EARRIEE T X

Thermo Scientific

AT AT IF—A HARIk = 073%, R IRAIEI, IR R4 . TRIL ek
JEL PUNAIERIN BCE L et Il S 4L

AR ELAEXS T FIAE S5 Ul ] -
o JTIFHFRTIE T 5%

o Zi%H General CHHL) UL
o Ykt Reports (HH) T
* %% Screening (T/ie) T

o il Peak Detection CUEKMD T
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I BiRiHEE T

X HARTRE 75, R AR T Target Screening Settings  ( H bRifiiL k&) HA% I
Compound Databases (AL HHHE D XA EHE . NHIFEFPFIH T 474k T LU SOk
AL S A I

...\Thermo\TraceFinder\3.1\Clinical\Databases\filename.cdb
bR 1267 AU e A S i e b i) F B AL S 91K U i P (AL B 4 o

¢ HAETACSRENERE
1. s AL TS E # ) Method Development (FHEFFE) .

2. N FiEFE File (L) > Open (JTF) > Master Method (E773%)

Open Master Method @

Select a master method to open

Method_VitaminWater
Method_Vitamin_Screening

Open Master Method  (FTFFET515) SPGHEFT T, oAl I 7.
67. Open Master Method (T FF 7575 XHiEHE

B Open Master Method E\@
Method Type Date Changed Size (MB})  Domain ‘
8253D Quan 03-18-2013 02:43PM 034 Clinical
8253 _screening Screening 03-05-2013 07:20AM 0.03 Clinical
Alprazolam?2 Quan 02-22-2013 09:38AM 0.14 Clinical
Diazapaml Quan 02-22-2013 09:38AM 0.07 Clinical

CATraceFinderData\Method=\E253D

%< 48. Open Master Method  (FTJF 7516 XEHES 4L (351 0L, L2 50D

S ik

Method (J53%) CER T IR A4 K

Type (KAL) JREE: Quan (GETE) BY Screening (k) o
Date Changed JTA I 5 Je EOHT H Y

CESCH D

Size K7V BARL R IR T
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1 7
= 48. Open Master Method  (FTHFF575) XEHESEL (B2 01, 32750
SH ik
Domain (4i35) TraceFinder "1 6@ 77 %04k : General C(H3E) . EES (Ff
BRI 24) . Clinical (KD 3% Forensic (VEEEZ) .
Type (KAL) BLEIRNMTERM: Quan (EE) + Screening (i) Y
Any (fFEED .
Path  (BE15) TraceFinderData\Methods 3432+ 3% 77 v 44 .

B A AT DA IR rh — AN i A B B 0 2 7 v . 1L FE Files (3CHF) >
Recent Files (FRiIE{ERBIXHE) > Method (777%) -

3. 1t Type (KAL) F|EKPILEFE Screening (TFiE) -

Type: [ Screening - |

TIEINRA s H ARG IE T
4. 1 —A HARfIE X T7EIF fiidi Open ($TFF) ©

UL TV ) General CHRL) TUHIFT FFo 47K General CHERLD TUIHI E A7 DhREI 140
YW, S 211 U0 B “General  CHID L 24 7,

H FRIiLE T7 751 Method View  (J7iEMLED 045 General CH#L) . Reports (FR%E) -
Screening (Jiiii) HI Peak Detection CUEATMID BLIfI

Thermo Scientific TraceFinder 7 T/ 207
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i 05

Ym%8 General (E#) TimE
WL General CHEIL) TUHITRE A I< LM FEAAG B

208

K2
0‘0

1.

EEYE General (EM) TTHLHSE
i Method View (7D SHLE R L1 General (EHL) .

ik V50 General  CHEBL UIIFI IFo S04 50 211 00 B9 < 0028 7571 General - (Y
DN T

. {£ Lab Name (SCHr=AH0) MR, AN SAEREHTED DAy B3 H R A T s 1) 44

o

BN FRA Default Laboratory  (ERIASEEG %) ©

. 1 Assay Type (SEEGRAL) HEH, FATTiEM HAR AT 2R,
. {E Injection Volume (HEFEAAA) HE, GEFEHEREIN P HEFEARE CHAT R pl) o

Jul: 0.1 % 2000 pL
A B/ N SR EL 1 pL (RS R/ g R AR, s P B A\ AR R R A

o

EEFR TraceFinder N IR P8 7505 P MIBERE AR, T AR AES T3 i P A
(LY

. 7E Mass Precision (TR &) HEH, EREAE D b WA TS ] 3 /s A i FH 1 /N2

RALHL
ARAE: 256 20 CELHH 2 F16) HIHEEL

. M Instrument Method ({X#5 J5¥%) FRHFEEE—MUES Tk

Instrument method: | AS Method 1 - | Edit || Update ]l

GRS, sl Edie (4REB) o

Thermo Xcalibur Instrument Setup (Thermo Xcalibur {X 8 W E ) X IEHEF] IF. DL MU
BRI R T2 ERCE A S

TraceFinder FH 2 FI} Thermo Scientific
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68. Thermo Xcalibur Instrument Setup  (Thermo Xcalibur 1 #8 ¥ &) & I

(I ESVIRFS

:x Untitled - Thermo Xcalibur Instrument Setup
File Empty menu! Help
D|=E| 8 x|
Owen |F|ightSSL Right Earrierl P Zu:unesl Run Tablel
’ :r-‘-—_/=-r H
25
0
L Y Y Y Y Y I L O B
oo 020 040 0B0 080 100 120 140 1B0 180 200 220 240 Z2B0 280 300
—Ramps I Post Bun Conditions——  —Oven
1 - Fate Temp. Hold Time Temperature [*C]; I ]
T50 Quantum EI ["C/min ') [minutes) o I™" Enable Cryo
Initial Time [min]: I ]
= = nitiak I 40 1.00 ) Max Temp [‘”E]:I 380
— Pressure Left [psi]: I 0g
Rampl: | 100 | 50 | 1.00 S
Frezzure Right [pzi]: I 05 F'_lepFlun_
r Acguigition Time [min) Timeout [min I‘IEI.I:ID
— = Oven Bun-Time: I
“0 Exachive - e =0 E quilibration
Orbitrap M5 ™ Specific Time: I'IU.UU Time (mir] I 0.50

8. AN AR AN A DT B V(L

9. 7F Thermo Xcalibur Instrument Setup (Thermo Xcalibur {X#F W E ) RIHHEN =S,
edE File (X)) > Save (IRTF) , RJGiEFE File (X)) > Exit GRHD .

TraceFinder N HFE 1 7] Method View (J7ARED) H) General CHHL) Tl .
10. EFEAT L2 AHH I = Ay
o (BRI MMU (=ZFis#Unfr) « $RBUEEI ST H .

* PPM (50020 s BT Scbn i i nl AR v 5. e o), A VR 22 Y
A o TR HOROR, A V(i 2 v R B

11. M Mass Tolerance (JFURECA VI ZE) HEHIEFE miz + FURECA VI 2 (122 o K {E 5]

ppm ,on
QR ICT s WP DN W ATRE b T 4= G L N AP R ORE S h R pANE | =5 (I D AR AR
Zo

92 FH R o4 Jo e K Vi fi 22 I R R (i 1

Thermo Scientific TraceFinder 7 T/ 209



4 {3 Method Development (773£FF%) &3
i/l =53k

12. M Library Search Type (FERTZRIEM) FiFkrh, EHFH T HARIHIE R FERAL,
o NIST: M )"7E Configuration (FL¥E) & LI EM NIST fE. S5 63 It
B 11 Bl 5 N
FERE T NIST EAROK, DRI At A2 e I Rt 1 A5 ol A BEL AR T

* Library Manager (FEEIERR) : IHIH /"7t Configuraon (HLHE) G LIREM
FEo B 63 VLR < GFILI

N R PR 2R P AU s AR St AL 50, R P K R 8 1 o P S A S R
TS AT UL, R R B (DL RD)

13, HE B RINETRE NPT A Sy, ORAESTHRILRRLE, 1+ Show All
Compounds (RTFIBEUEY) HikHE.

14. £ Notes (V1R HEFPHEASCAELAE T CTRL+V § LS N TR R Aok G SCA
A DA INTERE AL T ATk

210  TraceFinder FH 2 F 0t Thermo Scientific
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i w7

5% 5%5H) General (E#) T1HE
i General CHAL) TUH L ThRETR & 9% B ARIHIE T 5 ik I SEALE H
69. Jiik 5 General CHEFLD) UL

Method View - Method Benzos Screening

Motes

Calibration file last used:

Injection volume: 1000:
Mass Precision: 2: 1
Instrument method: ’]nstrumenﬂ v] I Edit ] I Update
Mass Tolerance: | 50002 @ MMU @ PPM
Library Search Type ’NIST v]

Lab name: Default Laboratory
Assay type:  Assay name

Show all compounds

% 49. General CHBD W% (10, H2750

2% ik
Lab Name SRR TN ORA7 BT AR5 T s (1 S 06 A4 Tk
(SEH = 240K KN: Default Laboratory (ERIASEZE: %)

HEAREBONER S ARR, S0 42 00 B AR R PR 7
Assay Type JIERT AR TR A TR SR RN T30 A B o0 ks 2 R AL 54
(SERFRAD) BRAGESR (1, PAH FYSEEG AW ] T 235505 BREA S 204D
Injection Volume RGAEYERERS BT - ERE AT CRAh pL) o A OREVEAI UL, 204 B )i
CHEFEARRRD AR .

PEICAE T VEH B HEREARRL, ARG 5 b IR AR
PR AR P I RERE AR, AN S 05 b I HERE AR AN

JulE: 0.1 #2000 pL

Mass Precision

Ve LR P s v P AR AN B A

RO 1) F: 2516 2 (AR 2 R 6) HREAL.
Instrument Method 11§ SR A PF il 5028 75 7«
)

Edit (gw%)

FTJF Thermo Xcalibur Instrument Setup (Thermo Xcalibur {X#$ &) X HHE, {ELt
A PLgm iR a8 T

Thermo Scientific
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5
< 49. General CHHD WiZ% B2, 2750
BH ik
Update CHEH7) AT LU Horr — T A«
Send to Xcalibur Method (% 32ZE Xcalibur 75%) : DL A% 77578 55 Xcalibur

ﬁiz o
Get From Xcalibur Method (M Xcalibur 77743845 : LA Xcalibur 757778 5 24 HI{X
2.

Mass Tolerance MMU ik PPM i) _LFRAE.

(iR mZE)  BRik: 500
JelE: 0.1 & 50000

o (BRI MMU  CgiesBopn) - SRR st 5.

« PPM (FIrZ—) « BT SChr A m AR v 5. O B, VR
ZENE IR o JFORBOBOR, RV ZE VS BT o

Library Search Type 57 ISR, DLH T HARTHIE
(R RAD) * NIST: 8]t TraceFinder NI FE /¥l e/ NIST P Z[ 7% 15 0l LK)
“22%¢ NIST A QED J% 7.
e Library Manager (EEEIE8) : i1/ /' 7E Configuration (HLE) #&HlH I
e . S5 63 Ul B TR .

Show All Compounds /= J7 vk MIFTA LS, WHEFER T BCA IR LE
CRRPa s

Notes (JEFH) XV B A IR
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A 5%

Y548 Reports (3R&) T1THE

L Reports (% 35) GUIHIR E R 35 AARZE N 5y G i i 3 A% 2o S0 [ At )y
7L Reports (#R5) ULIHI.

i N DR AT HRAE
o iEATIT Reports (475D UU[f]
o A EARERE AT A

R
**

Thermo Scientific

EE$TH Reports (IRE) TTH
Ml Method View (J7iEMLED %k LX) Reports ($RE) .

i1 J7 V2 1) Reports (AR ) BT FFo ZPE0 214 01 B HARTTIL 7741 Reports
G oniil e IR FNRAL R T Target Screening  ( HARIHIE) 5,

MBI H bR IE VLR, A R & Target Screening Summary Repore ¢ H AR ik £ &5
) BY Target Screening High Density Sample Report  ( H FRTiiik i % BEAE d R 15D [RIAHSR
B8, S 37 0L B “ 558 Reports (FRi) 7

FEREREXENIHEN

. A7 E 4% Report Tide  GRIGFRAED , Xz A FIFHANB 47K

TraceFinder N R0 A8 12 320592 B B A7 i ik A A A4 R o Jeide LA 41 35 400 1)
# Report Title (FRF5ARED .

- A7 BN RE R SRR SR AR 2R, AEIE A 8 Pk R AE
AN PTAT IR Al R, S ORI R, SRS A O DR P e

Copy Down ([ TE&EH .

Print Create PDF  Create XML Create XLSM  Batch Level
0 =

] ] Copy down

= [ [ B B

AL F T HuAS DAN (0 BT AT R HERE S pirie # oo IR ICUR B OIRE - i3
VEOUNIH 8 28125 A% 2 mT I R 75

FRIATFOL B i BRI A i i 82
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i 05

B#RiFi% 7558 Reports (3R&) TIE
it Reports (R¥5) WU b 1 B g4 e ik &5 AHARE A ik Gt i 2 3 A% X

& 70. H bRifigE 740 Reports (FR45) LI

Example Report Name Report Title  Report Type Print Create PDF  Create XML Create XLSM  Batch Level
1 Batch Report TS Summary | Target Screening | [ ] ] [
2 Batch Report Revl TS Summary | Target Screening | [ ] ] [
3 ; Target Screening Summary Report | TS Summary | Target Screening | [ (] (] [ [
4 Target Screening High Density Sat... | TS Summary | Target Screening | [ (] (] u u

2 50. Reports (R ) THSHL

S iR

HwETIRY

Example (751D PR IANIE T H AR TR I R 4
Report Name RE 2K

(5 2 F0)

Report Title ek Pl H A P 8 e IR
CHR 75 i)

Report Type e HARIRILE T, AR 328 Target Screening ( HFRIGE) 2224,
(&R

Print  (FTE[1) KB RFTEIHL.

Create PDF 5 CRAF ) PDF SCAF
(fil# PDF)

Create XML P2 T o XML S0
(fil# XML)

Create XLSM BEE AN IE T H AR ik i e
(fi) XLSM)

Batch Level B TUANE FH T H bR ik i 2
HEIKP)
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4 {EH Method Development (F3EF %) X
5%
4%4E Screening (FFik) TIW
8 H] Screening (FfilE) UUIHI4R & ik 7V IO SRR E L IR R . PUNABA R E .
% BHEJTH Screening (FFiE) TIH
miiti Method View (J7VERLED S L [1) Screening (i) -
ik 7721 Screening  (Jfiik) GUIHIHTHF . 070 225 U B/ “Screening  (FiiL) miifil 7.
AER > ELAEXS T FIAE S5 Ul -
o IR R RE
o dREAE R
o FRE VAN BE
EEETIERRE
Peak Filter Settings (UEId yERSBCE) Btk o 1 BRIAS AR 2L i il (1 24

Peak Filter Settings

Use RT Limits | Search from 0.00  minutes
to gog,np  minutes

Use Matrix Blank [ Amplifier 1.00
Chromatogram View Width 075 minutes

Use Source CID Scans [

¢ HEREETESF[IE
A EERCE DR N TRV L DA A BT F AR, AT DL A
a. 1% Use RT Limits ({EF{R R EPRE) SFILLHE.
N FFR P0G Search From  (RYZRAT 5D Fl To (B MBI,
b. {E Search From CRrZ&ig i) HEd, AN FHIE; 76 To (2 HEF, HA LIRME.
2. FFEAFH AN A T HIBR I BT BFE SR JE 45 Heid,  BAT DU 34
a. 1% Use Matrix Blank ({EFRERZTH) HikkE.
JS AR P30 Amplifier GBOK 38D BT

e A B FEF,  TraceFinder NIRRT A A2 SAT: ity (0 06 T AR o 411 - B B 1 ) SRR
st G PE (R UEE T A o

A5 L TATATRR A XU, N HIRE P 6 e O R B I ) (RTD S (N
AN CFEALSIEAR R HRE R, IXPIANIEAL TR 45 € I R RO VR 221
.

R A MG (FETIUE SCRVRR 22 B 1 PP HAT A [R) £ Jo R 50RO B )
HBEZ AN CE BRI b, RS P O R Ve T AR o vt (K 8 A

1
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2 AR XS JERE e b ) AN S e A [ S JEORE ot v g — AU B A A R A )
P TAAAF RIS s S RS A X A e (1 iAWt AT ke . 41
an, A BIEXS HERE il ) MEE ) B MeH AT M+Na #2175 £ 57— BIPEX AL
A ZAE SR MeH 1 MaNH4 (27, W IR R ] P A 12 8 ) i T AR
BEATHIRR .

B PIIRAAEAE BAPERTERE R, B AE— DA BT R S E B 1L Use
Matrix Blank CfFFEBTE ) BREHERS, JAAT IR . AT H0BR AR I I
BUNT 0, N FHRE PR AN ERIE AR BEE A 0,

b. fE Amplifier CECRHES) HET, BE—MEOREHE
A B/ R R EL 1 ARG U AR, A P B A I AR

FERATINERZ AT, TraceFinder N IR K BIVEXS IR AR LOZAE . RS EON,
IR PP AE e 28 45 R P I SR I 1
TER M 1ZT7 128V HIBAF U Batch View  CHECRRIED w1, I AT RAIZE WA B 43
FER T H0BR . 5 365 U0« 76 FARTRE AL O h kA7 25 1 7.
3. {f Chromatogram View Widch ({0i%EIAF G HET, A —"ME, LUIEE Data
Review (K &A) MK Ol EKEEEH .
4. A7 EAF YR CID HESHEAT HARIFIEMIA (R &7 aERI %) , 1 Use Source CID
Scans ({#fiR CID 133#) RIEHE.

MR IZEEHERS, B SO YR CID FARE T R, W) TraceFinder 3 HF2 74 FH %
7 PR, NARFAER AIF 88 MS/MS H145 CYa D .

IBENESMEIERE
Target Screening Settings  ( HFRE s ) EA Tos TAAEAE LA SCAR e e & Y 8k
JE .

...\Thermo\TraceFinder\3.1\Clinical\Databases
Compound Databases

Enabled Database Mame

Benzodiazepines Example Database open
] Default open
] Converted_Database open

& AEREUAYEBERE
1. /D FE - MMEE AR E ) Enabled (BR) HikHE,
2. (Al A4, S Open (FTFFD AT LA R RAE:
a. SRR .
S5 258 VORI« GEEEEE A AL S 7

b. M P 9w sCBARER, st Method View (7iEMED) ML E % 1Y) Screening
(FFiZ) » IR[FIA Screening (i) WLl
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A 5%

REEIRANFBIANLE

BRANTEDL R, TraceFinder W HFEFAE I i bt (mlz) L3840 50 . 7F 1dentification and
Confirmation Settings CHURfIA B D X3k, 7 vl DA DL AT R A Rk ik B LA bR
HE LT B 0 A

o WEVVUNHIF VUM S0, TR LR 45 301 T /s VGG (1 (R 2K

HEVUN—MEEY, NI AERR E R I T a1 (057 R A e Ok B 1)
&I WIEHTRR, JERRE IR m/z Y5 H ARG S YR miz EAT BB e,
WE (Y] iz AT HARE M) miz +5 ppm BRINEVFIMZEVEIH A, N R H AR 54
MR B R

o WA T HUAE AL SN ULRC A5 R 1 EAR

A EINMEEY), N AR PR R A S UGB SCIE, TR AR S 1IN m/z 15 H ARLE
BT /e AT LCAL . AFE ST m/z A0 T HARAG S mfz (RS F O 22 Y6 16 A B
SRR A % H AR S0 0 2N

Identification and Confirmation Settings

Peaks miz Threshold Override [T 5,000

5/M Ratio Threshold 5.0

Retention Time Identify | Confirm Ignore if Not Defined [

Window Override (sec) [ 20
Fragment lons Identify [_| Confirm Ignore if Not Defined [

Min. # of Fragments 1

Intensity Threshold 10,000

Mazs tolerance 5

Isotopic Pattern Identify  [_] Confirm Fit Threshold (%) aQ
Allowed Mass Deviation (ppm) g
Allowed Intensity Deviation (36) 10

Use Internal Mass Calibration [

Library Search Identify ] Confirm Score Threshold (3) 20

Use Reverse Library Searching Only []
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218 TraceFinder FH 2 F it

HEETRMNMBIALE

- A BB H R SG B(E R R FR 0e  BUE A S BRIV, SRAT BL A

a. &' Threshold Override ({L7cHE{E) HILHE.
b.  FEAHICHE S, AN TTAUE A M .

PLICHE REAZ B, AN W) 42 (1) Response Threshold (WY BI{E ) {H .
97 FH > 220 W U T ARSI T4 R B AP0

c. LEUBEEEELL (S/ND mTHe e E %, 7E S/N Ratio Threshold ({5 M LE 3
fED HEH BN — AN LERAEAE Ky .

ISR 7 220 S/N AR T 48 2 B (1) 0
A ZHR E Retention Time  (LREFIFA]) BT, HHAT LA R #RAE:
a. &' Identity (325D 5 Confirm (FIA) HIELAE.
b. 1% Window Override (588 M) LI A HE.

R B S TAEA S )80 12 BB ) RT Window  COREAINFE 11D {8, 4L
F 5w LG ] I . 7EHR € 11 Window Override  (OLSETE 11D R B B[] ¥ [

W, DA OR B IR S H AR A R T OR B IR TR UL E IS, N AT 47

W ERAZ A S PRI AE

AT RN RE > g PR30 O B I DR E A AR L, S0 %0 221 00 B “Recention Time (£
NI CTDIN

. 47248 E Fragment lons (B &) GBI, AT LU FERAE:

a. JET Identity (3RFI) 5 Confirm (FHIN) HILHE.

b. M EWE AR TR EATATRE I, #5220 Fragment lons  (FF 7 551D &L,
P Ignore if Not Defined (RISERZIE) STIEHE,

AR P AT R SR I, SRR PR HRR IR 25 3 b A i

P IR A 4 .
c. fE Min. # of Fragments CH/DTESTHO A, iR BIaRH A —MEADHATT F
e DTSR
d. 7E Intensity Threshold (HRELBI(E) HEH, Hir N\ o & (H.
B8y 6 FSE A 200 v - TR ) At A B 4P

e. fE Mass Tolerance (JUEE AV MZE) HEH, F ARSI ZE, ARG ERR
HHEVHRZ R RAL (ppm B mmu) .

TR U VTR ZE AR R BT 10 m/z + 28VF IR 22 I 2 AU X ppm (B %5

e RS TR E K R B VF IR ZEE X 0 TT . 050 208 00 B/ 44 General
CHAD v 7,

R U B TEEEAEER, AR R 300 mmu, 20 R IR R .
A N R aife R B IS E S, ST 222 00 B “Fragment Ions QLA

BT
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4 {EH Method Development (F3EF %) X
A 5%

4. 47 SR E Tsotopic Pattern ([ 3R 70 A1) BT, #0447 EA T #RffE:
a. ik Identity (GRHI) 5L Confirm (FIN) HILAHE.
b. £ Fit Threshold C(ULPCE{E) HEA, HALACEIE T 73 Lo
N TR BN — NS PIRIAFAE, TR ZR AT VS IC 23 2 20 B b 20 e 138 78 1Y
VP BIME 4y .

c. {E Allowed Intensity Deviation (SCVF3REAMZE) HEFF, Ay AAERS T~ 50 [F) 407 28 2 1 1)
JRAE AV R 22 DLIR U s 1) 71 73 B

A R 2% Ve 5 S AT B RV 3% 1 08 A e T (R 7 35 5 1 AR AT R 988 52 (1 i 22
FIor AR, TraceFinder [AIA 280 A VAN i RN IR IR B . O 175 2 I lf (1 45
Ry RAZAEBCE N E 2L 98% I 98 i ZE 8 /N T2 SCVF o 8 i 2

d. HEFRE RN 2 A v E AT AR R B B AN 2 MR B AR 1, 2 Use
Internal Mass Calibration ({FFRRRERHRIIE) HikHE.

;iﬁ*iﬁﬁiﬁﬂiﬁi N FHAR P B SR [F 7 28 iz W6 200 S0 30 T L BB 1 LA S0 40 2K
A ORI F R Fe A v 5 IR 2R 03 A 23 B Al AR B, B0 2 223 01 B “Isotopic Pattern
C([FfLZR AT 7
5. #%455E Library Search (FERIZR) &I, AT LA F A%
a. 1% Identity (IRF) 5l Confirm (FHIN) HILHE.
b. fE Score Threshold (/3% F{E) HE P Hir A BI{HE

F PR 2R VG O T A5 10 45 SR 23 40P 20 L s 20 i P N (1 B DA O B A ML S
IAFAE

H RN AU T HAT ER R P HARE B, S350 223 70 BB “Library Search  (J445
1/7/; ) »
INRIRBIFFR AR S 12

TraceFinder W FHRE 7RI € I3 Ak BB AR B e A S e AL B (R B i
BetRimad 7RO, NIRERPARSERAT 20 A Sk G K U5 s AR .

R ) Ignore if Not Defined  CR¥EE I B LEIH HARAEAL S8 45
ek ENIE- €1 IVAREY 95 215 SUREATTY AteclIl N7

R AP RE PR A R PRI, N TR i B A R T AR v
B R ek b, JF HORSEARUERRIC N2 H .

TraceFinder N HF2 7K H LU A A BEUR ) R A 18
1. m/z Fil Retention Time ({#FF IS [A])

MR B e PO SR Far L. 241 /7 1% #% Retention Time  (fREFIN[A]) B
I, AL S P2 Sl I % IR HEI . A S PRI m/z B Retention Time  (fR
DD SR INGUIS S SRR P AN AR LGy S8 52 I (0 JEAB AR HE AT TR s A it

H % m/z 1 Retention Time (LREFITH]) S ERHARAS B, S50 220 o0 By < Jiiar Ll
(m/z) 7 FZE 221 i _E ] “Retention Time (fRE B[R] 7
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2. Threshold (®1H)

WAL m/z FT Retention Time  (PREANTTH])D ARAENRA S, AR B30 &Y
T ERAE A RME  (5000) o 4 4852 — Threshold Override (MEZGHI{E) B, W
FHFE A% F %48 2 B4

LG WAL Threshold  CEIAED PUnIMGNINT, I HIFE PP ANAT FI -1 U000 sl A 1
Fragment lons (4 /7 ¥ BY Library Search (FEIZR) M.

H Threshold C(EIE) S HAAE S, 2450 220 U1 B/ “Threshold  CE {1~
3. Isotopic Pattern ([A]fi/ 2573411

H K Isotopic Pattern  ([AIAL 35041 S HANE S, P70 223 01 B “Tsotopic
Pattern ([RIfZZ=50 A1) 7

4. Fragment lons (f#F 7 1)

5K Fragment lons (W71 5) ZEIIIARAE R, Z 50 222 00 B/ “Fragment lons
(ERET) 7

5. Library Search (JEf %)
17K Library Search  (JEFLZR) ZHNIARME R, S50 223 V0B “Library Search ()4
bz
R (m/2

IR R E SR mfz FUTTR RO VE i 22 (0 B M S AT U, RITALE General ('
B B _EARE I R BRI 22 E . 2050 208 ULEM 4048 General  CHIID 0TI 7

I RS PR A O U i /2 5 HARAG RIS /e AT B o 2 DN /s b TS50
(R BOCR VR 225 A, B IR PR H A S C 38 HIE I m/z DA

7F Data Review (E#E#F ) I Target Screening (HFrjfiiLt) Uil b, Compounds (fb&
Y Fkghif MZ 5T ELD PI0R 2 Sl iz s HENR . Flag Chid) s Hisfb &
YA SE A A R I B BRI IA . B OTEANGE B, S0 430 UL B
“Compounds ((b5H) EHE 7,

Compounds ((LEW)) Rk h b Wos T RGP mlz T m/z W SAEFD m/z ZE4H

Threshold (&)
N HREF B 22K H S G2 A b e e 006 AR A BE SO A e A

7E Identification and Confirmation Settings CRAIFIHHIATE) &S, F ™ o] DUFR & ZAd
{1 Threshold Override (LSEEIMED , T AR AL A P80 P vh i o 1R e T AR B A

7 FH R Py 65 A st DA 16 U T AR B 41 R AU TR AR R (L JOEA TR Bl o X it DA P U i A vy T 5% T
A B e b AR . 18 0 A R B0 S Ve T AR B ELIN - Rl AU S H ARt 50

7F Data Review (HHi &5 E ) I Target Screening ( HARJHILE) WU I, Compounds (fb5
V) R Flag (Brid) F2 R @ Wi ixbr N, Flag (brid) 2248 B 54
SRR RN FE R AR A . AOCTHEAIE R, S 430 U1 B

“Compounds ((b5H) EHE 7,
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A 5%

Compounds (LEH)) FAE P 27K Measured Area (I EIEHIFRD 1), DAERO R IRIEHIR
(B LA 7S W AR i 1 BA% U AR (R, A5 WUDRF i8I T AE s A 20

Retention Time ({REERT(E])

ISR Py R T e A 15 W0 5t P v 415 2 PR SO0 O B I T 60 £ B I 1) 10 R TR i A o
AL o

1t Identification and Confirmation Settings CRIFIAHIABE) Bikgrr, P nl AR E S H]
DL SE DR B IR TR) & UL, 10 ANSRIAG S P et P76 o i 5 1) O B I ) B IR

LB PR A AR E T PO OR B IR I, SRS BT 22 B 5 AT DR
o

o YU NMHIREFAESRE RN E 0 (LR BN E D) NEITRR, I
FERUERIIE m/z 5 HEMEGYIRTUN m/e BEATXT . I m/e 40T F0W m/z (1)
PR A VE I Z GBI, % H S el 20 H .

o Bk DR PR R UG BRSO, PR SR m/z 5 H RS (K0
Wl AT o I /Wb T /e i858 R R BV 22V AN, 1% H
PRSI AN .

A R R AR A e e U R B I AV, 8RR P e A S W A T R0 Bl A
o #TH P IEFE T Ignore if Not Defined CRFRE I 20D LI, N AHFETFAPATIL,
4 Data Review (H#E&FE) E"]Target Screening CHARRIE) DU A PR A TR RT - (FR
BEIT D) ARk A

7E Data Review (BUHEE5E ) 1 Target Screening ( HARJL) Ui I, Compounds (fbf
Y kg RT  CBREGISTED S 2 F R AR e, RT (GREIFA])D 21367 H oz
WEVE G SE Ml BRI BRI IN . AT ORPEAME R, S5 430 10 B
“Compounds (tL754)) s 7 Compounds (Ab&H)) Fbg b o T &FILA YN RT
COREAISIRD PRUUME. RT CORBEIFE)D WHEALA RT (PREAWFRD 221
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Fragment lons (FEHFEF)

BRI B AT RN BN, N R SR DR 45

o Tk EWEHE A HARSIR P REANMCE VIR € I B AR B (1) ey H 5T R

« HCD C(rfmifE s 22 « i CID QB ANRERE S/ - AIF (T 3 72468
B IO AR A S 0 T T RD S Bl A P e — I T S [RDS A7AE

G IEARE R A BAS S YR e N, LU NS

o MIEF 7V Ignore if Not Defined (AR E I 208D JEITNS, N HFEFAAT
Fragment Ions (FF /B 1) (i j. 7% Data Review (EdE&EH) #EH, FI (R E
T I H

o MR LA Ignore if Not Defined  (RFi 2 N 206 ) JEIURS, N HFETFIAANIZH
PR A AR o Fragment lons (B 7 B§ 1) 198 AR@ IS .

o YL ) Ignore if Not Defined  (CARFRE I 208 ) JEIIS, N FE P ARAT
Fragment lons (% )7 851D ()it J€ HAE Data Review (F#a&E) #LEY, FI (FRE
T I H

2 N R PP AL BRAE b TR 1 5 1IN, BRGS0 e v i e Il e i B .
JFUHREM Min. # of Fragments (/D 80 (EANRE = TG S8 22 48 € i v £ i .
B, WS PR DR E ST ES A =AW TR, SRR
o TEIHIETT A Min. # of Fragments (/DR 80 HEH A <27 i, N AFETF 2032
“ANMBRE R E TIPS . Pragment lons ()7 251 1 JEds 18t
o {EFRE TN Min. # of Fragments  (l/D#FE v #0 HES A “4” I5f, N RSP H4R3) =
eI B o Fragment lons (BB 1) g AR,
o {EGIETTEM Min. # of Fragments  (lg /DR v #0 HER A “2” I5f, (HJ2 N R 7 L g
EE AR E PP Fragment Tons (FEH 1) RS AL
I AR A BN s B DL PR

L RHE TR O b sl 25 CoRAR SR A B SCAF B B B — iR 0. A
7t Data Review (HEEHE) #LEF) Chromatogram (3% &) Hts N s MR IE T4
RS DbTe=s & - S(AEE )i NP VAR SHA R AP L WA R VISP N 2 P E WA S5 o ST B U
Fragment lons (B &) ddEas; S0, NAHBFHE T4,

2. N R R A 5 H ARG A ) PO AR B I 1) e iz 1 H CAR BRI F 3 144, I3k
H 5 AL S I TH B 21 1Y MS/MS i 1 o

FEAZJICG v, N PR PP $ B d e A AR P a8, PR AR T U AR R 88 1 iR 4L
MIRVFIRZE N o SRR 00 Bl 5 5 /N1 03 T v P i o (1 i R BRI, 1 R
PP R AR B A IR 27 A0, AE S BT &1
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Isotopic Pattern (R &S %)

F P T LI HE b () B A DI B R s A [/ A7 3 40 Ao TraceFinder N FH AR 72K H H
WA G531 X BRI oA e de CRITE 20 &R «

X RIAL A JE s, EARBE T N RIAL R A S, WAL RCEIE . 2P
BN —DME VS AEAE, R 25 5304 UL BC AT 20 1 73 H0vh 25 vy T UL 47

EEPRIIEN G, B LA I AME M AN e

Fo BFALERA 5 BRI A 09 PR B S IURL TR AL, 2R I

P 4 G 76 2410 00 ) G 40 AU ) 2432 R 2 23 A

HHC R -

o X FRBEESR, RIS FU B E TR (A (R B ) B 3
R S0P R F Y ROBTAT L) U SEARS0I G 2 4 U L. {E Dara Review
CBOE A ) BUEST, 5L FTFR P B PR - G UM PR B

o RETHRRPLACHE, SRS TR S R34 AR 2 Dara Review (4
FRAEA) LIS, BV AR B S BTG

S R TSI 30 SR LT SO0, T LR FTAE 7 e 362 4T

SHGRIU IR E DM (HET 100%) o HARHIBLN, 4) 508 BT 0%. 1)

MR T TP A ODCAL L ISR R 3R AE 1 RS L, 0L B

4] P Data Review CHUEA) WAITIOLRIN, P CRRLEAMD SRS

LLERRIC T, AR Iy I I BRHE A A YR A3

Library Search (FE#&E)

X H BRI E M, AT PAAEAL B 5 v rp ok YR s i o 3k £ Library Search (ERIR) bR,
TraceFinder N #2710 ik 4 2% Bk e R B UAE i Ak 590, FFIR PR 04 (BLA 0L
e mm S H, X R PR 81 Bk B R S 0 8 oo B i IR
o HTRRAE, T DAL A SO R IR 9 B A T
FIBE, HEFESHBAULERAED TR AP0 1R B ULEe, PLR A A A
WEVIRIfEALE .
I 2R FH BT 92554 4 e DC B A B s 2 =
o MELHFPA AT H %075 A a9 71 AR VT EE Y
—  MPESHGE T EEET o SO E R, AR .
— YIS T o BURER, bR
o MELZHPANHIS T HEES H R MNAHKS B G 2 AHITAS, (H2
g1 E B &Y 501 XALECR (8% 701 XA THD -
— YRS EGE T EEET O B, AR .
—  YESEART o BURER, bR
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224

o T REES H AR B S YA LR, i brEARIE R H. Lib Match Name
(EULRCAAFK) « Library Score  (JE4344) F1 Library Match Rank  (FEULERHET) #1|LLE
IR AR R N/A.

IR U EYCRGME R AT MS/MS HHIY,  Lib Match Name  (JFEULEL 44
FR) + Library Score (JF43%() F Library Match Rank (FEIEFECHE ) H1 AL tASCA
(LN N/A.

o M HAT MS/MS HH H S H R 123395 B brfb S Y0AH LRI «

- YESBETEET O BRER, ZAsHEEL . Lib Match Name (JEVLECZFR)
Library Score (J#E43%{) Fl Library Match Rank (FEVCECHET) F1JLALR A SCARTE A
BN IHAH.

- MESBUET O EER, ZbrHEARIERL . Lib Match Name  (FEILECZFR) <
Library Score (J&4344) F1 Library Match Rank (FEUCECHET) H1LLLL A SCARTE A
BRI

A R EAS RAAT YN BN, TraceFinder NI 7 2L R Bl /& LA T 4 F

o JUREEE SIS HCD  GRIBERERETS AR 2 « YN CID G REREE S f ) 5
ATF (T B T2 BT k.

o AL A YIRS 1] A/

JO7FHRR 3 AT L 1) P2 A 2R m00 ) PR A B o I [ A R AR A 50 10 53 ) 5 A 2 L v ) ot
TR L, MG 2R 2R 2 H S ARG 5 ) T B AT L

RS CIERERRE T 1) MS/MS Ol IAAAER, TSPt & P A SLUe e B 1
R AR, R R R P AT ) A R o UAE IR S R IN, AAT IE Tk ZRKe A 2
A F e B T, O FCRE R R o 23, RIS H 3 R P e 2R R I v ) A S
S PRI SN EIE A 97/ e d i TR

MHEAS CIEPEREE 11 MS/MS Btk EIAEAERT, B 5 AR & — AN s AN BEE 11
R, DRI N R P AT 1E ) A 2, BRI 2 s K 5 A 4% H AT DEIC B pRad B 5 HEAf o
M P IEFRAR TV F) Use Reverse Library Searching Only (U 30 [a) FEAS 28 ) ST HE
B, N RPN AT ) A 2R

2 AL e B I s R P A AR SR 1) - 49 S i P A D P A R 1) 2 N i
T2 DT PR T U TR B I (] B 3T 1) 109 ST A BT 1 4 Bl L1 8 . 4 D
AR IR P R I, RS A P e T 8 1 PR R 1K 2 A i 1

N IR R B DLECIT, B UL RCE 4 HAE O BOm o b o IZER R e 3Rk BT A
A GHEZ4NIINCTR

WA 3 N TS B 1 /e AT R 2 S, N RIRE P DU X o R 2R R AR B R DL Gt H 23R4T
FA R R, (HRRXR RS H S A2k T, SRR 7 7t 7. A 2R3
—AMERCAH, MR EORR A R Bk s IR, SR A . AR Kk
RARKBICHS, NHFERP Bk A 2 AR - = R UL
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Screening (Fif) TiHE

ff FHl Screening (i) VLRI b [ThAEFR 2 Ik Jy vk gl JE v & . Ik 5 1. 00 R
INBEE

B 71. H ARGk J7 ) Screening  (Jfik) WL

Peak Filter Settings

Use RT Limits ] Search from 000 Minutes
to gggQp Mminutes

Use Matrix Blank [ Amplifier 1.00
Chromatogram View Width 075 minutes

Use Source CID Scans [

¥ Target Screeming Setiings

Compound Databases

Enabled Database Name

Benzodiazepines Example Database open
] Default open

Identification and Confirmation Settings
Peaks 7] m/z Threshold Override [ 5000

d

5/M Ratio Threshold 5.0

Retention Time  [#/] Identify  [] Confirm Ignore if Mot Defined  []
Window Override (se) [7] | 30|

Fragment Ions Identify [] Confirm Ignore if Not Defined [T

Min. # of Fragments 1
Intensity Threshold 10,000
Mass tolerance 5
Isotopic Pattern Identify  [-] Confirm Fit Threshold (%) 99
Allowed Mass Deviation (ppm) 5
Allowed Intensity Deviation (36) 10

Use Internal Mass Calibration [

Library Search Identify [] Confirm Score Threshold (%) a0

Use Reverse Library Searching Only [C]
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< 51. Screening (k) TiiZEk (31 0T, JL3 50

2%

iz

Peak Filter Settings (&3 EE)

Use RT Limits e ER R _LBRAT R R
(AR I R PBRAED  Jul: 0.00 2 999.99 7%t
BRk: FIRMEHA 0.00 208 EIRAEA 9999.00 434
Use Matrix Blank Y8 EAr B R,  TraceFinder N HFEF A 5& A 5 IR UL
QLR Y ESI=D) FCUEE TR H 1B e B 5o BEASE o P O TR AR o

Amplifier BUK#S)

EPATIERZ W,  TraceFinder N HFE 45 BT I I AX e LL %
fH. BORSSEMO, NP ERLE Rl i gk .
il .01 & 1000.00

Zik: 1.00
Chromatogram View fRE B 9K, LIRGE Data Review  (CHUREA) ME (G
Width WP A
(8t P 00 ] 5 ) i 0.10 2 999.00 73 ff

PRik: 0.75 705

Use Source CID Scans
(ff Y CID #3145

T N R E YR CID #34 CAHHAES s SerEhar D .
FOXECHFA T, N TR AIF 80 MS/MS $14 C4nl A
) o

Compound Databases ({L&48RE)

Enabled (JgHD

FRE I H ARG 26 40 P 10 Hcdie e

Database Name

CHe 12 43 Bk

BT Databases CEUl ) SO v FH R ECH

Identification and Confirmation Settings (GRZIFNFHIANZE)

Peaks ()

e NIRRT L Gm/z) LB S0 .

Threshold Override A %M, A S A YR ¥ Response Threshold
CPRAE D COR R BRI B W FH R 3> 22 Mg e TR ARG T4 o B {EL 1) 0
JGHl: 1000 % 1000000000
BRik: 5000
S/N Ratio Threshold INAEERELE (S/IND w148 2
SRR LD JaH: 1.0 £ 100000

Bik: 5.0

Retention Time

fe o TR B I TR AL R (1) Idendify  (HU) 8% Confirm  (AfiIA)

COR B I Ta]) I EVONIACEY, MR RSN RT  (fRE I
) B REATILAC, 5 ZASME Y, AR PR R A
Js e K AT
Ignore if Not LB 7R b ORAR E AR OR B I 18] H. Data Review (K &
Defined CRTFE  H) HARTHLEL R B A O/ B N R0 srfi A 45 R I, Zg
INFEN D) J' 4 Retention Time  COR BN IR) ) ZETGUHE 32 (R -

226  TraceFinder FH 2 F 0t
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%= 51. Screening (k) iz (5F 2 5x, 3370

S
Window Override
RAEE 1D

ik

Fa e PP A LA e A B s A W B ) RT Window (R B I (1]
T 1) fEIANE & iZe e i Ve F N g, E35 € 1 Window
Override (PUSEE ) PRE W TRVEE N, U0 E YN & O B
18] 5 H AL &Y T OR B8 I ] DS ECES, Y F R P A R )
Wiz B WAL

JuHl: 0 % 999

ZRIN: 30 B2

Fragment Ions

fRE TR & T ULBCH Idendfy  CIR%ID 2% Confirm  (FfiA)

(B I, A EPUNIEANE A, MR RIEEMR RT (PRI
() %l A TUCEL . A7 SEA AN, N R PR R B i
Ja B A
Ignore if Not G WEAR P D R IR E TR Y B Data Review (Bl &5 F)
Defined H AR 26 45 S PSR 3 R B A 2 S, s
(RFGEN Z8)  Fragment Tons (HEF B 1) BTG & H1H
Min. # of Fragments  §f & PR B A & 5 AL — MG G I 75 1 e/ D e
/D50 JaMl: 125
Bk: 1
Intensity Threshold  firsi e F1 85 W0 50 MAE G . TSPy B0 TV A0 88 T A
Co BE B SR JE R

Wl 14 1e9
ZRIN: 10000

Mass Tolerance (Ji&
SHAVHR)

TREW I BT miz « BRVFIMZ (I 22 TR 508l ppm H, 50 H}
BT IRE N CRACA VR Z X 2 TF (0 208 UT R« ik

General CHHL) L )

JalE: 0 & 500
ik: 5
$’1j mmuﬁppm

AR LS T OREER, YRR 300 mmu, R ]
JUHE A 1R

Isotopic Pattern

fa T R 2 0 AT UL EE Y Tdentify  GRJID 88 Confirm  (Hiff

CRIE 2853 A1) W I EHEPHEEMEEY), NP R R E R RT  (fR
B E)) 2 LEATILE. AR S, AR PR R
B IR B AT
Fit threshold T VU BN MO S IAAE,  [FIALER 7 AV G 2> 2
QUNTEAIED, Iy L 23t T4 R I UL HE BI R 7 23 L

RN 90%
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< 51. Screening (k) TiiZEk (3301, JL3 50

5% iR

Allowed Mass i T B v 1 SV o e 2

Deviation (R VFH N

e T RBEEREIGI L e AT SCFUN e 1O %0,
TraceFinder [AJ7 28 0 AT FEK SA 8 9 3B 0 T 13 2054 1)
gL, MPEZAE B AT 2k 98% IH T A I ZE H /T U
JoT AU 2 {1
Y 3 42 100 ppm
BN 3 ppm

Allowed Incensity  Ji5HI T4 6 5 7O AL VPR (22, BLIEUE i

Deviation Ho bR

CARRVF 9 I 25D

v (R 22 U 5 FEE AN T B[R] 7 28 B8 1 o BEAEL =y T A 38 1
PRAG AT Sl BE 1R 25 7 43 Ebfl,  TraceFinder [RIf 250 Ai SV K
AN RIEARIR S h TR A R, ARz E BE Al
21k 98% I 9 i 2= H1/N T9% SOV 5 FE I 2 1E

ik: 10%

Use Internal Mass

Calibration (f# ]

i€ IR SR [RIA 38 /s W6 20 SEARE 1 L PRV (B LA G 451 2K
T H

PN b T AR 1)
Library Search R T ERR T Idendfy (D) 2% Confirm  (FfiIA) HEL.
(FERIR) PG, NP REEN RT (R &
AT . H BN EANCA Y, AR PR RIEA R G 5L
i A
Score Threshold FERT R VLA 2 1 0 B0 H o bbb 20wy T4 e B, DA 5
CorE B ED INFEAE AW AAAE .
ERik: 80%
Use Reverse Library W4 ZE4¢ H SR A PTG QE R R AR FAL AV
Searching Only ({X & 1& 5 4 H K FUE B BEAT X EE) o 1Z3% 5506 NIST M1 Library
EH M FERIED)  Manager EFEHER) KRIYTH .

228  TraceFinder FH 2 F it
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Y745 Peak Detection (IEHEM) TimHE
TraceFinder N HI 2> 0] DAL AR A — WA 3% Genesiss  ICIS B¢ Avalon.
& HEETERNSH
1. miifi Method View (J7VEHED Ffi & 4% L) Peak Detection CUEHEM) .
35 77102 1) Peak Detection (AN T +T IF .
2. PP Genesisy  1CIS B Avalon.
o Y Xcalibur 1.0 7387 S R HEAFRHE T Genesis WA 592 o

o ICIS WA SVE R I T AL B MS - (FUE O Hidls, £E MS (FUELO 55K
I HAT D05 ) A I 205

o Avalon WK ETIEL ) UVIVis CRANIT L) BdlaFR o AL 3 B M et
3. $59E JT LRI 25
72. HFriFE 7704 Genesis WA 0T 1 b 125k

- Peak Detection Parameters

Detection Algonthm: [Genesis "l
Detection method: [Neare-st BT V]
Smoothing: 15
S/N threshold: 200 =

[T] Enable valley detection

Expected width (sec): | 0.00 3]

[] Canstrain peak width

Peak height (%): | 5.00 2]

Tailing factor: | 1.00 :|

Peak 5/N cutoff: 200,00 =
Valley rise (%): 200 =
Valley S/M: 110 5
# background scans: 5E

Report noise as: [Peak To Peak Vl

i 1 771221 Genesis RTINS H0 Y 2 7 VAR SEAIE . S50 141 U0 B “Genesis 1
Detect (KD VUM Z% 7,
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i 05

B 73. H AR 7750 (CIS vk P v i b ¥ 24

-Peak Detection Parameters

Detection Algorithm: | ICIS

Detection method: [Neare-st RT v]
Smoothing: 1=
Area noise factor: 5=
Peak noise factor: 10 =
Baseline window: 40 =
["| Constrain peak width
Peak height (%) | 5.00 (2]
Tailing factor: | 1.00 = |
Noise method: [Incos -
Min peak width: 35
Multiplet resoluticn: 10+
Area tail extension: 5=
Area scan window: =

[] RMS

230  TraceFinder FH 2 F 0t

G126 J7 1220 ICIS WA S 40 Y e s VA S B R . S5 20 145 71 B “1CIS 11

Detect CEGlll) TUHIZEL s

Thermo Scientific



4 {EH Method Development (F3EF %) X
i w7

78. HARTHIE /7120 Avalon SRS BT |11 24K

- Peak Detection Parameters

Detection Algornthm: [Avalnn ']
Detection method: [ Mearest RT ']
Smoothing: 1=

Time Event Value

Initial  Start Threshald 10000.000
Initial  End Threshold 10000.000
Initial  Area Threshold 10000.000
Initial  P-P Threshold 1.000

Initial Bunch Factor 1.000

Initial  MNegative Peaks Off

Initial  Tension 1.000
[.ﬂ.utocalc initial Evenﬁl [ Edit l

i1k 7 V50 Avalon VRTINS0 5 2 VAN ZEUAHIE . S0 70 147 00 E1 “Avalon 1)
Detect (K3l DT Z40”
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BB EERE
FHP AT LA AF J50E S 5 H B 008 5 VR DR A FORT A4 B, B0 SR 4 i s VR e 7 o AP AE ()
Jiike BT E P AR T P A
o BHEUFRBMRAEARZE

1. MNP RS File () > SaveAs (BTEA) .
Save Master Method As  CFEf =7 VE A4 R XUEHEFT I, Wonirf & &4 H bRk 5

%o
B Save Master Method as |E||E||E|
Method Type Date Changed Size (MB})  Domain
8253E_screening Screening  03-18-2013 06:33AM 0.03 General
8253 _quan Quan 03-18-2013 06:25AM 0.13 General
8253 _screening Screening  03-05-2013 07:20AM 0.03 EF5

New Method 8253B_screening

Owverwrite

CA\TraceFinderData\Methods\8253B_screening Cancel

%< 52. Save Master Method As  CF; = J5 ¥ 5347 0 STIEHES S

S5 3%
Method (J77£) CLE R T 4K
Type () JREMRA: Quan CEHE) B Screening (i) o
Date Changed T35 1) e i SR 1 30
S H D
Size CK/N) AL IR .
Domain (%) TraceFinder O 77 VLA : General (H5#E) . EFS Of
B M i %4s) . Clinical (IfiJRK) B¢ Forensic (VEPEZ2) o
New Method UREEE b WIRPNINEZY I
CHrT)
Path  (E51E) Methods (J775) U 2k 7 VA 647 o

2. PAT P IIBRAEZ —
o 1E New Method CHriiz) HEW, HAB LN LK.
N HFEF A A Save (fRAF) %4,
e {F Method (J7¥%) FI k#2248 a5 1 7%
N R JE H Overwrite (FEaE) 14 .
3. miili Save (URTFE) 5 Overwrite (BE) .
I FH R R T A 7 VE B DR AT A5 58 B A4 BRITFAT T 515 ) General  CHERLD) BT
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i w7

BB IFRIR

FE TraceFinder NIRRT, 7T R0 55 1 ¥ B 17 iR B Ab B % ] AGIEE —
AN E R IIBRE . SRR WA TARUE . S IR E AN g PR AL B IR T Vb . A%
Method Template Editor (J7 kit gmbEds) EINREMI SEREGH], 207 239 U0 L
“Method Template Editor (7 VEBEAR GndEds)

I A P A 7 VR AR B HEA T B 0], L ZRAE Qualitative View  CEPERLIED
Lo SR 447 LR “Qualitative View  CEPEFLED ”

AN BT VR 5 VAR o H AR TR J VAN FH 7 VAR
Fe LU D B AT #4E
o LTI Method Template Editor (7 VAR 4% )

o FEmEAE bR UE

o AT B

o HEREMIAE

o HERIEALE)

o FELN TR NTERE

o HERAFTTIERR
& BHEITH Method Template Editor (F7554&HR 4748 28)
1. filifr T FHUE 44 1H) Method Development (FH3EFF %) -

Method Development

Method Development (J73:HF &) FHUEA&F]IT
2. miili Method View (F3E{LE) .

3. MERREAERE File () >New (i) > Method Template (F3EHER) -

Method Template Editor (ﬁ]iﬁﬁéﬁiﬁ%) 1. 2205 239 71 BB “Method Template
Editor (77 VAR G B 2
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& HEETEERE

~ Find the peaks™

Sensitivity: [Genesis -

[] Limit the retertion time range:
Min BT {min): 0.00=
Max BT (min): 599.00 =
Enable peak threshold
% of largest peak: 10/
i@ By height
(") Byarea
Only select top peaks
Select the top: 10
i@ By height
(") By area

* These parameters may also be used for qualitative peak processing.

1. 7F Find the Peaks (#r$kIg) X, EHF—ARBEKT-.
TEERE R BB AT, i VRS I s SRS R T UG I (1) i [
o 45 Xcalibur 1.0 4387 S 0] e B4 T Genesis WA 57 .

o ICIS RN SVE Ve FALEE MS ORI #dl, 78 MS RSSO 155 7KK
I ELA O 7 AR WA I R

* Avalon WERITINSTIE L UVIVis CRANATIL) Bdla B0 VBN (038 18 1 i 7o

2. A7 EAT AL T HEA {035 18] PR 2 Y B N 0%, EFF Limit the Retention Time Range
(BREIGREBESBSERD SEUUFHRER-INE  (RT) .

3. A HER SR 5 A I AT U Ry BV RIAR DL R 5 350 B e B 1) e e W 7 4 EOR B g,
1% +% Enable Peak Threshold (/3 FAIEH{E) & iEHE.

P TEH] T AL BE 71506, TraceFinder N H #2748 H] Enable Peak Threshold (3 g
WD I PERS A IR LI 15 5 45 e 1) B R WA U vy B s TR (1) 7 40 B

4. A7 B S T AR R TR B (B KW, 1% Only Select Top Peaks ({UiEHE RS
WD ST AE I N BRI R H .
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< HEIRFIE
~ [dentify the peaks™

|ze these librares

NISTDEMO
QED MIST Library

Limit library hits: J=

Best match method: | Reverse Search Index -

* These parameters may also be used for qualitative peak processing.

1. 1F Use these Libraries (fifi X YLE) HEAF, LA ERMRTIE,
{34 _EIE T E W7 AE Use these Libraries (ffHIXE8%) HEr,

2. A5 FERRI AR GeAE Ik P A 2R 5 1 IR IR R (g VLR I4, - 7 Limic Library Hies (BRI
PEVLECHD HEAP BB —ME.

3. FF R B WA FERG R 45 B THERS, £F Best Match Method  CE A VLR J715) %1% HE
HERE—AME

o HEEEWAET

—Handle confiming ions

Include confiming ions

Mumber of corfiming ions: 2=

Specify default ion ratio ranges

lon coelution {min): 0025
Window (/- %L): 2000

Include compound peak spectrum as reference spectrum

L AEREMNS T LR, % Incdude Confirming Ions (BIFEHIAEF) HikHE, Jf
£t Number of Confirming lons (Hfiih 25140 HEP R E —ME.

FAEE T E R e B i, LR PR S e A A, G, BT
€ ot HFM S e 2R . o DU IZAE BB 1 4 10 Z A% 1 F 10 AT
MU 2B 2, DDA APl H A A e B iR AR 1 A AN A B T AT 3-
B R.
RGEFRE RN E T g BT, JERMNZ R T e sie .

2. A BRI VAN BN B T BUEYE S T IBRUE, 1%+ Specify Default Ion Ratio Ranges (3§
ERVABEFLLEERED) SEHEIF i E FoIME:
a. AT ER RN U b g A R W T DR B IR B K ZEAE, 7 Ton Coelution (min)

CEFILUEM, 728D HErPBEE — M.
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b #EE T 0w v B2 2 LR [ R 40 BAH TR T, Window Type
(E KRR HI R ik FE Absolute (483F) Il Relative (FEXT) -

c. HEIRENEZE TRV, A Window (+/— %) CE 1, +/—%) HEFHRE
=

AT BT T A AR BT ], 1EFF Include Compound Peak Spectrum as Reference

Spectrum (BIFLEMIERIEEEASERIEED LIk,
AEREKEY

—Calibrate the compounds

Calibration method:
Cumetpe
Weighting:
Response via: Area -

. {F Calibration Method (KZ1E 77k FEK % £ Internal (AFRILEH) X External

MRS .
7t Curve Type (HHERAY) HIR P LS F AL —:

. Linear (S . BIL2SN, P I AR M4 Origin USA0 FI% 1k
BT Include (f4F) I, Weighting CHIEO) ZHCRAIN.

* Quadratic (ZR7F): Btk b, Pra bR E T M4 Origin (JE D 71
IR T Include (147D I, Weighting (IIED ZHCAATH -

o Average RF (EIMIRZEF) : Weighting (A Hl Origin (S s SEARH .

. AE Origin - (JU) FIRHIESE FAIETZ

o Ignore (ZBBE) : ERMZENT, FEE AR SE R IE AR . ks
Ignore (B B, RIEMZ&A— gt

* Force (BR&D) : A ML, 454 I Hh 4l Hodls st i

o Include (B3F) : IREETHEE MR, B SE BB s . SLiks
Include CELFE) B, BIEMZA—w Lt b

7 Weighting (IR #4618 FAUEIZ

* Equal (#8%) : $REAETTHEIEMZNT, R B E fl. 2154 Equal
CHHEE) I, BOEMZA e 2l i

o UX: F@AERIE I D SR BT R, PrA ROE R SRR 1/X. £2
IE AL L (R 5

o U/XA2: FREERIE ML RN IRPIVATH R, TR E S S 1/X82,
FEMI R D FE P 5 i (5

o VY: $RELERIE AN IR BT, PR e s s By 1/Y. AZIE
VIR Dy LM AR (BRI EE R {14
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o 1/YA2: FREAERLIE MR iR/ ST, P RO B AR 1/YA2.
RAED AL A Hema A (el R B3R S5 I 14

5. 1F Response Via (MR 53 FZr, £+ Area (HEEFR) 5( Height (IS .

* Area (EMEFR) : $75T TraceFinder N FHFR P75 M W T 5 b F T AR AL
* Height C(UEF) : 5 5E M IR P AE W TS A8 T2 0 v

o HEEEEMIELE

- Clualitative Peak Processing

|Jse Genesis algorthm for qual processing

ISTD matching (+/~min): 0025

BExclude matching quan peaks
BExclusion window (+/- min): 0025 =

[ Use data dependent scans

[] Enable 15TD Threshald ( Cwerridas "Enable peak threshold)

10

1. %9 Use Genesis Algorithm for Qual Processing (& Genesis EiAH{TEMEIB) Hik

HE,  FFHRE W ASILRCIE.

N HREF KA Genesis SIELEFR EAE N 7 WEE N VCECNFR. £ Genesis FIETE 25
B, ZR% 47 T _EH “Genesis Detection Method (Kl 7775 >

{4 Find the Peaks (ZX#RIA) XIK[T) Sensitivity (REUE) ZH N ICIS 5 Avalon
i, %ZSHA T ) ET Use Genesis Algorithm for Qual Processing (R H Genesis
FEBAT B MR SLIEHERS, N HIFEF? 20K Find the Peaks (FT kI XA
Sensitivity (RBEL) S,

. P B BR Exclude Matching Quan Peaks (HEBRITECESWE) HikHE, R oHRRE

FA{H
I R A 48 A N/ yai Rl PN R o Hee i

A B PR R BRI R RS R, P Use Data Dependent Scans ({5 F #3E Ak #i3

) JEHE,

MR LI B AL FERE By, SRR R TIC R 3 B (Al 4434, I
HIH, ARG RS EE A MS/MSS B MS™ F 4 AT EER R .

T AN PR I 4 A A T4 T 1% 1) Data Review (BEAH) o S5 515 Ul Ry <«
J Report View (5 FLED ~

bR BoRuEfE ELLAAL,  TIC Report  CRUES TULIEIHR ™) M TIC Summary Report (it & 1
TR SR I s BB SRR I B SR AL <l 7

BRI PER TIRARIL AR (Rl g (b IR0 B/ 1o LI, 3

'} Enable ISTD Threshold (BRI MWRBE) SEMEIIEE — 1w/ 5.

HEFZ B T AL B 510, TraceFinder N H #2348 H Enable ISTD Threshold ()i H A
FrRBIED Ik U8 28 A e W LI 157 S 10 P9 BRI e =y ) 48 2 1 40 L
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24 ] 3¢ Enable ISTD Threshold (i I NARBIAED ZHIN, %7752 0% ) Enable Peak
Threshold ()i HU&BI{E) F1 Only Select Top Peaks (UL mlE) SHOENEH. &
%0 234 JTERY < 5 B4 VB .

R KA Method Forge  (J7ikIn) ) BT A, N HFRF Z01% Qualitative
Peak Processing (& PEIGEALEE) XISk ¥ 245
& BEAFFRMNIR
F Notes  CERE) HEPEEASCARBEH] CTRL+V L& W FHFR P Aokt G SCAR
(SR CEWIRrS ¥ e sy VG = P o N R R (LR T
& BHERTFHZER

1. )\ Method Template Editor (J5 i3 dmiBas) Sic i ik #¢ File () > Save (f%
.

Save Method Template ({RAFJTVERMD X UHHEST IF
2. PAT FABRAELZ —

BN FE IR AR, ARG R OK (FBRE) -

— B -

EREE G TEARR, SR)5 Rith Overwrite (FE) -

TraceFinder J& F R P 35 77 R BEAR R A7 7 AT ST e
...\TraceFinderData\Templates\Methods\Clinical

M H PR Method Forge (7715 Al kR, v EURH CARAFIN TR . 2
%) 55 81 11 _FF 4 ] Method Forge ( FikmSs) s vk .

W
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Method Template Editor (75 354& R 4R48 38 )

K H] Method Template Editor (7 iAEMEtR i) b A LhRE v LAFR 2 WA DAV 07 A% 2
BN TARE . A S W ENIE PRI AL BT i

75. Method Template Editor (7 V2 ARAR G L 2% ) X B AE

Method Ternplate Editor - Default
File
N5 H @

Find the peaks™

Sensttivity: [Genesis -

[] Limi the retention time range:
Min BT {min):

Max BT {min):

]
[

(9=
[¥=]
[S=]
]
3

Enzble peak threshold
% of langest peak: 102
@ By height
) Byarea

Onlty select top peaks
Select the top: 101=
i@ By height
i) Byarea

|dertify the peaks™

|se these librares

NISTDEMO
[] QED NIST Library

Limit library hits: 3=

Best match method: | Reverse Search Index v]

Motes

=

Handle corfirming ions

Include confiming ions

Mumber of confiming ions: 2

L L

Specify default ion ratio ranges

lon coelution {mirn): 0.025 =
Wedowtpe
Window(+/- %) 2000

Include compound peak spectrum as reference spectrum

Calibrate the compounds

Calibration method:
Gave e
Weighting:
Response via: Mrea -

Cualitative Peak Processing
Ilse Genesis algorthm for gual processing

ISTD matching (+/- min): 0.025=
Exclude matching quan peaks
Exclusion window (+/- min): 0,025

[7] Use data dependent scans
[] Enable ISTD Threshold ( Crwerrides "Enable peak threshokd)
10

* These parameters may also be used for qualitative peak processing.

.

Thermo Scientific
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% 53. Method Template Editor (U7t didRas ) XIEHESEL  CGF 10T, JL2 50

B8 iR
Find the peaks (Z=#:1&)

Sensitivity CRIUL) 5 AL I &5 S AR e (1 [

Limit the Retention Min RT Cle/MRE D 758 TIEHIFTTAG . Max RT (R RPREINRD #&75E
Time Range (PRIIECR TGS A
B N T YL D

Enable Peak Threshold i Jot 75 3 iof AF oS W ety e I AR LA RO e Ao 5 40326 436 ) e o A 17 2 B E %
Ot V& B A e

Only Select Top Peaks  jif iof Ut vy sl e [ AR el 70 435 7 HCHE ) g v U

AN di i 0D

Identify the peaks (iR Blig)

Use These Libraries BT K R I .

i X 8%
Limit Library Hits R E AR GUAE NI 2R PSR i P I a2 [ PR DL C A
CRRAITE 72 VLA HO

Best Match Method B FERMRHET .
CSLEAINYRr) HHE: Search Index (#3522 5]) . Reverse Search Index i [n]frZRZE5]) .
Match Probability (FrZEHE#)

Handle confirming ions (ACIBFINETF)

Include Confirming FRE AR T8, X B TR e O I b e B T HR A T B BL U A
Tons/ EYRIRLE T

Number OF COMIINE AU 2, (A AP — A AR R TR A B AT 3
Tons (@?ﬁ%ﬁ\%?/ ?'93%\20
L THO

il 1310 2 0m RS 1 A1 10) %%,

Specify Default Ion Ja 3 1 L RVE F ThRE

Ratio Ranges (e Bk . B2 Ay oy BTG S BB U6 (R AR BE ) E] B
OB H % 6 [ ch;r%(:{oaeiumon CEFILPEMO FaE 7RIS T8 5 g 5 2 108 2 ] 1R O B I 1) d5e

Window Type (T HZRAY) 4558 T HfisE W] 252 B 1 HL AV 1K) Absolute (45 )
o} Relative CAHX) vFHE k.

Window (+/-%) (E 1, +/-%) $&5:& T &1Ll #52 6,

Include Compound AP TV RE I i ] o A % B AE Data Review (Bds &%) B AT

Peak Spectrum as JoehE B EE AL,
Reference Spectrum
AR YV o s

B 2 2% ik D

Calibrate the compounds (RZIE{L&4D)

Calibration Method Fa 52 A WAREIMRELIE J5

(BOETHD
Curve Type o — ANl IRDT BT e N 7 2RI
CZkm)
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%= 53. Method Template Editor (7 AR it ds ) XIGHES S (55 2 01, 3270
B ik

Origin  (J 55 P8 A0 A RS IE T £ Iy 2086 . Bl 28 sk 10 2 A0 46 I R
o Ignore (W) : F5E ARSI ANKE SR A AR IE I Ze A Rl . 4k
$t Ignore (WG W, FIEMMZA—w &G,
o Force (BEMD : MARAS I MIZRI, F5 2 A IF Hh 2 i #odis w sl
e Include (ELFEH) : FRTEAEVIHRIIE LRI, B pS AE A B . i
Include CELFE) B, BOEME&A—w &t

Weighting (B 7 8 R IEHARE AR .

o Equal (AM%5) : FRCAEVIEASIEHERIN, Kb s /E A BN Es . 2%
Equal (#H%5) B, KIEMMZ&A—w &l miri.

o 1/X: FREEALIE M2 fe s — e[l v 5 B A R IE B s FIRCGE A 17X
T TP A R Ay R 35

o 1/XA2: FREAEARRIE - ZR 1) d5 /N - 3fe ] Y= oS5 b B A 1 £ s A R
1/Xn20 FIE) IR R Ho 17 (P51 5

o 1/Y: FRETERIE ME 1) /s — e nl v 550 B A IE 0l si AR h 1/
R IEP AR g JE e A CEsimm 3 6D R 81K

o 1/YN2: FRIEFERIE M2 i) dse /D A TS R A R R s RUA R A
1/YA2. BOEDIACE R e NAE CElami b B #e) P07 {31 4.

Response Via 58 %€ TraceFinder N FHF2 775 M N 550 A 2 A5 A FH 0 T AR g 1
i 7 20 o Area CUEIIARD : ¥ N HIFE P A0 Mo B 145 Fh A FH 0ée T RHUAE

o Height (U)o 550 I L A WA 3 v 55 mhfaf P 06g s
Qualitative Peak Processing (ETHiE4LTE)
Use Genesis Algorithm W FF2)5% K F Genesis 507K VCHEC N b5 o

For Qual Processing
(K H Genesis #7533k
AT AL D
ISTD Matching HeBrAE ik BN HAsb &4, I HATE TIC Repore (Rl BTt RS ) 8-
(PRI Data Review (B EE) MM Qual Mode ARzl ALK 41 H XL 54
Exclude Matching Quan 3§ 757 7 P A ) o B IR 100 5 A 28 vh e B0 10 A b £ B W) TR 30E A7 e, HERR
Peaks Exclusion Window CHEBRT 1) Vi [ A0
CHEBS LR )
Exclusion Window FBE—NIEE, RGN/ 838 5E Exclusion Window (HEFRE 1) 1H.
CHEBRE 1)
Use Data Dependent # Data Review (B AF) BRI HA SR A 0L . S50 515 vl B
Scans “AEH] Repore View  (HUSHLED 7o BREIRIEE L LLSL,  TIC Report (Rl BS Tt
(BRI BT A1 TIC Summary Report  Cib 3 P B R S54RI W B0 et g
AR 1E E .
Enable ISTD Threshold 3 AT U iR AN, 5@ KM I/MBEIME  (F8 2 A EARIE ARG H 2 ), A
Ca FH A bR BIAED JE1F. Enable Peak Threshold (3 HUEE{E ) F Only Select Top Peaks ({X I+ i
I6) ZE i $a e K RERALBLE Mg . Y8R S 14 Enable Peak Threshold
CJa HUEBI{ED BY Only Select Top Peaks (X ik+f i ) .
% of Internal  JgeBEI I RRVERT T A0 E, R OB B
Standard
(AR A ED
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4 {3 Method Development (773£FF%) &3
i/l =53k

BANBEHTRERZE
{t TraceFinder N FFE P, WL ANCKAMMTEM TN B . TraceFinder %
SEPRAL CRATIT VAR LA R SOk
.. \Thermo\TraceFinder\3.1\Clinical\Published Master Methods
» BESANBEHERE
1. NS EF: Method View (F535#LE) > Import Published Method (SABEHH

)
Import Published Method ( SNCRATTE) FIEHEE R,
[ Import Published Method =R

Select a method to import

Anabaolic Stercids

EPAR3E Trazines

Glucocoricoid

Malachite Green Method
Melamine and Cyanuric Acid
Mitrafurans

Pesticides and Herbicides
Pesticides in Water Using EQuan
Sulphonamide

2. IEFREF AN IS

3. siili Import (BA) .
MR PRSIk I N, IR TR RAFAE L | SOk
...\TraceFinderData\Templates\Methods\Clinical

"] LM AE R Open Method (4T TT 7572 fn AT IFIZANTE, WFEHTITQIEE M 757%—
Ffo
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4 {EH Method Development (F3EF %) X
i w7

FHREHAE

Thermo Scientific

£ TraceFinder N REFFH,  F AT LN —ANE A S H o S 13k, AR i
TSQ. ISQ. Q Exactives TSQ Endura 3¢ TSQ Quantiva 3 HF2F UK XML 3. H A R
HE M AE H2 8t 3t i s
ARG LU 5 A A% S s

* Triple Quadruple (—=HPUFFF) 4%

¢ Q Exactive %3

¢ TSQ Quantiva/Endura SIM #%{

¢ TSQ Quantiva/Endura SRM %X,

¢ HERBREHVEIIRIFHE XMLH
L FTOT A B e s R (1 3 ik
AP EES T U5k, AR G R B 1R 2 T ORAE 5 R

2. HEAE ARSI, St Compounds (&%) LI L1 Acquisition List (3%
gIFR) LR,

Method Development ~ ! | Method View - Method_Caffeine
Calibration file last used:

General Identification | Detection | Calibrabion

Compounds )

Groups Compound Formula
15-acethyldeoxynivalencl+ NH4 SEM

Reparts Caffeine SRM

FHEPEATFE IR Acquisition List CRAESIEK) , {HJE Acquisition List  CRAEHZFR)
PSP DA E —FdE & U R S0 R A . 58 B Acquisition List
CREEFIZR) WER, S5 112 U0 B “Acquisition List CRAEAIL) 7 ARG
B SERRRIE R, S5 258 0L R G A e A S

3. NE S H P IEFE Method View (F53%5#RE]) > Export Mass List (FHREHFIFR) .

BEFR AP WARE TSQ. 1SQ. Q Exactives TSQ Endura 8%, TSQ Quantiva 1
Ay, —VH S B () AR B R RS X Triple Quadrupole  (—=HEPURRAT)
Q Exactive. TSQ Quantiva/Endura SIM 8% TSQ Quantiva/Endura SRM.

I PR PR b CLRC B AT A 1R 20K Acquisition Lise  CREEFIRD IR i
e CTICYNY NSRS F

...\TraceFinderData\Methods\Methodname
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4 {3 Method Development (773£FF%) &3
A= 5k
Triple Quadruple (=EMRFF) HBR
ERE M HAEKE SRM 8 SIM #2574 T o4 Triple Quadrupole (= PYARAT) #% 3,

TraceFinder N 2 56 i s 405030 5 2 LU SCAFH
..\TraceFinderData\Methods\Methodname\ * xml

TR B S TSQ XML EeHsVChD, vl H TN F R 2 A8 7 vk dmas s .
Q Exactive 3%
AR )RR XIC £ids 227 3 o Q Exactive #43(,

TraceFinder N 25K i s 40503 5 2 LA SCPFHR
...\TraceFinderData\Methods\Methodname\Methodname.xml.include-masses

BOCPE T B S Exactive XML Z4s VL AT, 7T T AR P 4SS 07 V020 4 s v

TSQ Quantiva/Endura SIM #&3%

B O HAE SIM 85257 5 b TSQ Quantiva/Endura SIM %54

TraceFinder N FE 765 BR800 S 2 LA S0
...\TraceFinderData\Methods\Methodname\Methodname.xml

SR IEEE S TSQ Endura™. TSQ Quantiva™ Hl Xcalibur XML 085 VCHL, 7] H FIX L8py
FIREFP A 7 g s o TraceFinder N HI R KK LU R S WS 407 2 XML S0P

* Compound (b&5#, 4HTH XML SCAFH K] Name [ 49K ] )
e Product Mass (1B 1 JiiEZ, WA XML SCAFH ) Mass [ JiE2L ] )

e RT range C{REAWFMIVEE, 1EW XML SCAFEHH ) StareTime [ AZLG 1 H] ] A1 StopTime
[ 5 1] ] 2 TR Y D

e Polarity (%)
o Lens GFEEE, 1EW XML XA ) TubeLens B¢ S-Lens)

TSQ Quantiva/Endura SRM &35\
FER S HAEK: SRM 85251 5 i TSQ Quantiva/Endura SRM 4%

TraceFinder N FE 76 BR800 S 2 DL S0
...\TraceFinderData\Methods\Methodname\Methodname.xml

S I EAE S TSQ Enduray TSQ Quantiva Al Xcalibur XML £ #gVCEE, n] H T 1X L85 H
FEFF IR TT iR B 4% o TraceFinder W TR JUR LU R LS W2 40T 2 XML A

* Compound (b&5#, 4HTF XML SCAFH K] Name [ 49K ] )
e Precursor Mass (BEZ 7 im0
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

e Product Mass (& T =D

* RT range C(fREAMFAIVER, 1E40 XML XA StarcTime [ &AM ] F1 StopTime
[ 457 IR TR] ] 22 Ta) s D

e Polarity (#14)
o Lens GFE4E, 1EUI XML XAE 1) Tubelens 5% S-Lens)
¢ Collision Energy (fili4# e )

{8/ Compound Database ({L&HBUEEE)

MR PO, HAT Method Development (75T AUBR I F AT U\U\
Compound Database (b A EHEE) LK Compound Detail - (L2700 2145 L) DL (fi18%
Grid LR DU 2 i 2o 128 A g BRAL S M I 5 3L

¢ PSR IUI EIO4TIT o B A0V BRSCR PE0 fr SRR IR 205 245 0 Ly
FITF R A S

o SEPA BRI LR R ARIG A 4 RARRI . S350 249 50 LR < G100
AL

 Compound Detail ((bGWTHEAEE) Al Grid (R v FAEH S EAIRE, REH
MRRE AN . S50 269 U0 ER) b 524507,

'ﬁﬁﬁﬁ%ﬁﬁ%%%%ﬁﬁﬁiﬁ@%Emmmm(i%)%@ﬁﬁoﬁﬁmﬁ5
] “Experiment Types ( SEEGRAL)

FI T FOfR R EN R B

HIP AT EUINA AN TraceFinder — 8 24 (AL 1%, s @A A S EdRE. A al
L7t Compound Detail (ALEHITEANE R THIEL Grid  (FA%) Ui L Bon Bl =S4

HOACE DV IRAF GBI S SRR 4 S O ORAr A0 S Bl PP S

-ﬁ%ﬁﬁQmmmumm<%A%#%%%>ﬁﬁiméwm%%,%%mﬁxmt
B« gmiR O P ik S

o XL Grd MO TUR EAAPIIORY, B 267 TR © F gL A
8 e e T 7

PR LU D SR AT A

o %4 IF Compound Database (LA S 4%
o AT GRS TNl S AR A

o A EGIEUHA SR A

o K T R AT 2 ER

o B LB 44 BR S A7 Hdh
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

& FESTH Compound Database ({LEHIEIREE) HiBEE

1. s5ii Method Development (75T R) FHLE % L] Compound Database ({4 &%
B’BEE) .

» Compound Database >

Compound Database (LS HEHE ) MIEFTIF, W 47 £ 4 Compound Detail
(EEPrrednfE B B .

Compound Database - Default

S Compound Detail - = y/
Compound Formula

2.3.5,6-tetrachloroaniline  SRM Compound:  2,3,5,6-tetrachloroaniline

24-D-1-butyl ester SRM

24'-DDD SRM Experiment: SRM Categony: CAS: 3481-20-7 Formula:
gi.:gg.f. 22: Ionization: H Neutral Mass: 0
2.6-Di-tert-butyl-4-methylphenol(N) SRM

2-Imidazilidinethione SRM Target Peaks

2-phenylphenal SRM

34, 5-trimethacarb SRM Peak 1

44'-DDD SRM

44'-DDE SRM Precursor Mass:  231.000 Confirml'ng Peaks {Quan Only)

44-DDT SRM

Acephate SRM Product Mass:  158.000 Precursor Product Mass Collision Energy:
Aeeschion SR Polarity: Positive

Acibenzolar-S-methyl SRM 231.000 160.000 2200

A S D BT s A S R, AR R G A T 1 R R B
i (o

IR A LT AR AL SR, SR B U S SR R
. mitdi Yes (B) UUMRAF ESOFRELTT T AR S8t 4

A UE AL S SR N S8 B Ay s Bl b A e &, 8 Tahig A
I EW. S 251 TER < 472 LS BER 259 TUERY < 47 SRR AL S
R .
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

¢ BHELRREFRPMBLSOEIERE

1. EF¢ File (X)) > Open Compound Database (FTFLEHIEIRE) -
Open Compound Database (] THLG W H) XS URHEST TT

' & Open Compound Database El@ﬁ

Select Compound Database

Default.cdb

| Open | | cancel |

2. R AT T RO 2R A4 K
Cik #dli 2 /E Compound Database (L&) %d %) ML Compound Detail (fL54)

FEAUEED Ui EFTHF . 25755 253 U0 B “Compound Derail (A5 1E40 {5 KD 0t
il

ERE oiE, TR ESEH % FE File (32fF) > Recent Files (FIERI3CH) >
Sfilename (XD RINZRZ wi T T 12

& HEUEHULSYRIERE
1. NFEEH Fi%$E File (3ZF) > New Compound Database (H{t &HIEUIBEE) .
New Compound Database  CHr L &8 %) REHEST T

o

Mew Compound Database 23

Compound Database

Apple_Fragments
Benzodiazepines Example Database
Default

EFS_Database
Mew_Database

Database Name

ox ) (]

2. BB EAE 0 SCAE AR, AR JE i OK (FRE) »
I R K 28 P AR A7
...\Thermo\TraceFinder\3.1\Clinical\Databases\filename.cdb
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{# ] Compound Database (X & 444l )

¢ HEREWREFEERERE

FERE AR ORAT S B PEAE Compound Database A EEHEE) bR _EbR
E, BIEEEFEAFR G AR A 25

M kPR File (3TfE) > Save Compound Database (R ESHMEEE) .
& BEUNMBMBERERE
1. \FEZE FEFE File (3CfE) > Save Compound Database As (LEMBRBESEAD -
Save Compound Database As (b5 W05 72 5347 D) X UEHEST IT o

Save Compound Database As @

Compound Database

Apple_Fragments

Benzodiazepines Example Database
Convered_Database

Default

EF5S_Database

Mew_[Database

Database Name |

Crvenwrite QK Cancel

2. PAT FAIERAELZ —
WOHEAR RS AR, R A Rl OK (FRRED -
_af
TEPEH P A4 BB AT B o, AR5 15T Overwrite (B3R .

T PRI A AT IR L SRR, PR SR PP i A A
MR, D5l SLAEAE T

I R s 28 P AR A7k
...\Thermo\TraceFinder\3.1\Clinical\Databases\filename.cdb.
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

FHMSIALESY

A LA Compound Database (L& #%d 7 MK Compound Detail (LA HITEAIE ED
TUMEL Grid  GRA%) BUH S AP R CSV U EUIEHS IR T, 83 M XML,
CSV 5 CDB XA G AN -

T DL D BRI T A
LRSS H E CSV X
o HEKALEW S 2T EEFR

o HEFAED
RS ARG AL SRR D BRAL, ASHS Al 5 LR B A
o WAPEE WU E] CSV 4144

o EERUE I EIE A

¢ HERBUSHMSHECSVH

1. NEHH ik Compound Database (L EH¥IEHEEE) > Export All Compounds to CSV
File (REFBHEHE CSVIH) .

R E UET S DB SRR S S, S RV B B3R L R A
il middi Yes (R UARAFSESUF4REL AT 2 D K.

Export Compounds (‘3 HHAEY)) X IEHEST IT

# Export Compounds @

Browse ‘

Export File: CAThermo\TraceFinder\3.04..... \Databases\Default.csv

@ Export only columns with data

Export all columns

[ Export and Cwverwrite | [ Cancel |
2. (Wik) siili Browse CGRIBE) JEHE|—MH T A SRR R At S
I B AR o

L B R (1 — N B RE A S s g AR s P K — A 2 S RS
PdlE & CSV SCHE, SASHER RS, S EWR B ESATH .

3. MEA R PRI

* Export Only Columns with Data ({RBHEZEIEHF . 20N - MLAWIEA
EARBOASR I AIME . ZIETA OSBRI 5. S B 282 11 R« 520
NIEGHEE/TE 7/

 Export All Columns (RHETEFD : KA AIEAN CSV X, WEATEMILA
WEAR 51 o

Thermo Scientific TraceFinder HH /i 249



4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

4. 15 Export and Overwrite (BHHFBE) .
IS R 4 a0 2R DR AT A

76. Excel Ao T HdlR R P AL S K

...\Thermo\TraceFinder\3.1\Clinical\Databases\databaseName.csv
— Excel @ T F, LRtk &9 83 0 s 75 2 =X

1
2
3
4
3
i
7
&
9

A
TraceFinder Compound Database Export

CompoundMame
15-acethyldeoxynivalenol
15-acethyldeoxynivalenol+NH4
17beta-estradiol_neg
1-Maphthylacetic_acid_neg
2,3,5-Trimethacarb

24-DB _neg

Schema Version 1

PEAK 1

ExperimentType Precursor

SEM
SEM
SEM
SEM
SEM
SEM

339.1
356.1
271
135.04
154
247

3 Excel M8l ER P IS4 A RS S G WA i 4R 3 P I S A AL . 25

55278 TU B < AL A WEE ZE A4 WL 2] CSV B4 7

FH P ay DA - Ecin 2 b 19 T Bk g AR Ak S8 2 b s, ARG CSV S 4k

P55 [0 4 TraceFinder N HFEF . 5 P N FEIRR T MR T —%], RESAT % CSV

A, N HRR R H BRI ER 2 e . A ORERAMESIR G S, S0

282 JU_ By« SEOAME RS 7.

*» HERUEMSHEREHTIR
1 EHESHEED .

R AT LU AT — S 30 28 R Y AR A A 3 b o TR 3 R 3 i (R A R 1A
RIS A XML P, 2 IR AR SE e M

2. MAEFH Fi%EFF Compound Database (L EHIEHEE) > Export Selected Compounds to

Mass List (RHEELEMERERTIR) .

ER AT SRR S AR RIS, SR B B R H R AE

Bl middi Yes () UAMRAFHE SO RELHEAT 2 D IR

IO FHFE 2 R o T A 2 e 2 A s O L A 15 0 0 Jo B A8l 5 N A S

s

...\TraceFinderData\Methods\Methodname\ *xml

ER S EAERE TSQ. I1SQ. Q Exactives  TSQ Endura 2{ TSQ Quantiva 1X#%,
— DU S R B ) AR AR A% 2U: Triple Quadrupole (= PURAT) |
Q Exactive. TSQ Quantiva/Endura SIM 8¢ TSQ Quantiva/Endura SRM

250  TraceFinder B 2 F 0t
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

AROFHPRBIERRRG], ST N2

o 244 T EH) “Triple Quadruple (= FEPUMAT) KX~
o o 244 T_EK) “Q Exactive #%3( ”

o 244 TT_E K “TSQ Quantiva/Endura SIM #& 24, ”

o % 244 7 A “TSQ Quantiva/Endura SRM % ”

* BESAKLEY
1. NFE3H EiE# Compound Database ({LEHIEHEEE) > Import Compounds (FAfL
at .

R A A S EE S RO S, S RV B R 3R L R A
Hile midi Yes (R) UMRAFSESUFREEHT R AT

Select File to Import into the Current Compound Database (IEFEICAHLL S A YT AP EL
D X IRHEFT T o
FIP AT ELABL R S-SR R rp 3 A5 )

e ToxID Exactive CSV

* ToxID MS2 CSV

* TraceFinder CSV

* TraceFinder Mass List XML

* TraceFinder 3.0 Legacy CDB

* ExactFinder 2.0 CDB

BEERE EM M CSV X A AT, SR rdaslh & E &M e
M . X AN EERINE, ER K CSV Bidls A& TraceFinder L& #0804
| 1D K E R

* CompoundName (LAEHIHAFR)

* ExperimentType (SZEGRA)

* ProductMass (F B F i, Hixlg)

* Confirm Product (A 7B, AR

e Fragment (HFJ7)

P N T Bl R R 73—, IR E CSV #idE 3 A\ £ TraceFinder W
RIREF, Az Ry PR B P JeiE A AT i SO IR0 k2R3
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

2. KFIZFP AN CDB.  CSV 8 XML A6 & WA 4 3T it Open (FTFF)
Import Compounds to CDB (G AUEY RS EILED X 1EHEST T

& Import Compounds to CDB | = ” (= “ £3 |

Import File: CAThermo\TraceFinder\3.1\Raw Data Files\PestScreen_Apple Browse |

Format: ExactFinder CDB

Target Database: Default.cdb [ Create ‘ [ Browse |

Total: 67
Validation error: 0
Already found in target: 6 @ Skip () Owverwrite

[ Import | [ Cancel |

diiscbutylphtalate

Diethylamino

Hydroxyaming

Caffeine

Etalon =

AR B ARSI A E R, N SR P ICEMENT SR
PR H T  k 5 ﬁ%ﬁ?ﬁﬁﬂﬁﬂﬂéﬁﬁ%ﬁ, SR % 253 1 _L# “Compound
Detail (LEW)VELNE S TLIH

3. HEEFE AR LS EAEFE, A Browse GXISE) , %] XML. CSV 5 CDB
G, ritdh Open (FTF) ©

4. LR HAREAE P, AT BU R b — R A
a. Aiili Browse GX¥%)
b. #F| XML. CSV &k CDB &SI E -
c. miili Open (FTF) o
_af
a. Aiili Create (BJE) .
b. HNFAL A VEHE AR
c. mii OK (#E) -
S. A E SR B bR EOE R A

SR PIR S T AP AL S DB Bk bR AL S AU L CaArAE T H s
By b AL S AL

6. CRIEE) LA R FEH
 Skip (ki) . (P AIBLE H ARSI B A AR S .

* Overwrite (/) : KMEFAMLEDE I CAA AT HbrEdE P s
.
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{# ] Compound Database (X & 4544l )

7. miili Import (BN .

TraceFinder NI FE/ 7 R A B AR RALEY), RILE IS8 RN SRR &)
IR R HER .

MR AR © A SRR .
=]

Imported 61 Compounds.

8. A OK (FHRE) -

Compound Detail ({LEMFAER) A

27 #7IF Compound Database  (fb &% %2) ALK, BRILH Compound Detail  (fb 5
PredndE D .

Compound Database - Default

pisi Compound Detail = o 1/
Compound Formula

2.3.5.6-tetrachloroaniline  SRM Compound:  2,3,5,6-tetrachloroaniline

24-D-1-butyl ester SRM

2.4'-DDD SRM Experiment: 5RM Categony: CAS: 3481-20-7 Formula:
;’i._gg.f. ::m Ionization: H Neutral Mass: 0
2.6-Di-tert-butyl-4-methylphenol{N) SRM

2-Imidazilidinethione SRM Target Peaks

2-phenylphenol SRM

34.5-trimethacarb SRM Peak 1

44°-DDD SRM

44'-DDE SEM Precursor Mass: 231000 Confirming Peaks (Quan Only)

44°-DOT SRM

Acephate SRM Product Mass: 158.000 Precursor Product Mass Collision Energy:
Acetochlor SRM Polarity: Positive

Acibenzolar-S-methyl SRM 231.000 160.000 2200

MR P A S T - I S0 282, BT E S R A
o SRM SE¥ () Compound Detail (fb & PE{5 B LT

» SIM 3255 f) Compound Detail (LW TELNE D T

o XIC 525 ) Compound Detail (ALEHIVEA0E D W
AT LT F

o Bl ISR

o AR R AL S )
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4 {3 Method Development (773£FF%) &3

{# ] Compound Database (X & 444l )

77. SRM 525 #) Compound Detail (AL &#iE4ifs 8D Tk

Compound Database - Default

Search

Compound

Bensulide
Bensulide_neg
Bentazone
Bentazone_neg
Benzobicyclon
Benzofenap
Benzophenone
Benzoyl_peroxide+NH4
Bifenox
Bifenthrin+MNH4
Bioresmethrin
Bisphenol_A_neg
Bispyribac

bitertanol
Bromochloroacetonitrile_neg
Bromoxynil_neg
Buprofezin

Buspirone

Butachlor

Butafenaail+ NH4
Butamifas
butocarboxim
Butocarboxim_sulfoxide
Butocarboxim+NH4
Butylate

Cadusafos

Cafenstrole

(all) -

SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SEM
SRM

SEM

Formula

Compound Detail

- ¢

Compound:  Caffeine

Experiment: SRM Category: CAS: 58082 Formula: C8H10N40O2
lonization: MNone Meutral Mass: 194.0803755

Target Peaks

Peak 1

Precursor Mass:
Product Mass:
Adduct:
Polarity:
Charge State:

Window (sec):

RT (rmin)

19408038 Confirming Peaks (Quan Only)

194.07983

Precursor Product Mass Collision Energy:

Meutral
19408038 193 30
Positive

1

60
5

Collision Energy: 19

Lens:

Energy Ramp:

0
0

254  TraceFinder FH 2 F 0t
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4 {§F) Method Development (F3EF %) &R
{# ] Compound Database (X & 4544l )

78. SIM 5255 1) Compound Detail (A& #0iE4n{s B T

Compound Database - Default

Search il - :
eare e ] Compound Detail = o y/
Compound Formula
Caffei M = Compound: Caffeine
captafol+MNH4 SIM .
captafol+NH4 SIM Experiment:  5IM Categorny: CAS: 58082 Formula: CBH10N402
Captan_MeOH-a SIM —
iy I tion: 3

Captan_MeOH-b <IM onization: None Meutral Mass: 194.0803755
Captan_neg-a SIM |E|
Captan_neg-b SIM Target Peaks
Captan+NH4-a SIM
Captan+NH4-b SIM Peak 1
Carbamazepine SIM
Carbaryl SIM .
Carbaryl_fragment SIM Confirming Peaks (Quan Only)
CARBENDAZIM sIM

Mass: 194.07983
Carbofuran 5IM Mass
Carbofuran-3-hydroxy SIM Adduct: MNeutral 103
Carbosulfan SIM . "
Carpropamid SIM Polarity: Positive
Carpropamid+HCOOH neg  SIM Charge State: 1
Dicamba SIM
Diethofencarb SIM v
Diflufenican SIM Window (sec): &0
Dioxacarb SIM .

RT (min): 5
Esprocarb SIM fesi)
ethiofencarb M Lens: 0
Fencbucarb e
Cadusafos SIM Energy Ramp: 0O
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

79. XIC 525 ¥) Compound Detail (LA WFE4H{E ) TUfI

Search
Compound

17a-Estradiol
17a-Ethinylestradiol
1-Naphthyl_acetic_aci
245-T

24D
24-Diaminctoluene
24-Dimethylaniline
26-dichlorbenzamide
26-Difluorobenzoic_ac
33'-Dimethoxybenzidi
34-Dichloroaniline
3-Amino-2-oxazolidin
A-Aminobiphenyl
4-Aminophenol
4-Bromo-35-dimethyl
4-Chlorophenoxyaceti
Ba_Methylprednisolon
Acemetacin

Acephate
Aceprometazine
Acetaminophen
Acetamiprid
Acetochlor
Acetylsalicylic_acid
Acibenzolar-S-methyl
Acifluorfen

Aclonifen

Acrinathrin

HC

HC
XC
XC
XC
XC
C
HC
HC
XC
XC
XC
HIC
HIC
XC
¥C
HC
HC
HIC

HIC
XC
¥C
HC
HC
HIC
HIC

Formula

C18H2402
C20H2402
C12H1002
C8H5CIZ03
C8Ho6CI203
CTH10NZ
CBHI11N
CTH5CIZNO
CTH4F202
C14H16MN202
CBH5CIZN
C3HB6N202
C12H11IN
CeHTNG
C10H12ErNO2
CBH7CIO3
C22H3005
C21H18CINOG
C4H10NO3PS
C19H22MN205
CBHI9NO2
C10H11CING
C14H20CINO2
CI9HE04
CBH6N2052
C14H7CIFZNOS
C12H9CIN203
C26HZ1F6NOS

r

3

Compound Database - Default

Compound Detail = = 1/
Compound: Aoetaminophen
Experiment: XIC Category: CAS: Formula: CBHINO2
lonization: None Response Threshold: 5000 Neutral Mass: 151.06332
Target Peaks
Peak 1
Confirming Peaks (Quan Only)
Extracted Mass:  152.0706
Precursor Extracted Mass M5 Order
M5 Order: msl
152 msl
Adduct: H-Gain
Polarity: Positive
Charge State: 1 Fragments (Screening Only)
Extracted Mass
Window (sec): 10 111
RT (min) 0
Lens: 0
Energy Ramp: 0

256  TraceFinder FH 2 Ft
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

7t Compound Detail (ALEHFEANERD UL, 7 Al DA 2 Wos itk &Y 5 R BEA T HE

¥

Compound Database - databasel

Search
Compound Formula
Aldicarb XIC C7H14N2025
Azinphos-methyl ¥IC Cl0H1ZN303PS2
Bendiocarb ¥IC C11H13NO4
Carbaryl ¥IC C12H1INOZ

Dicxacarb ¥IC C11H13NO4

Ethiofencarb ¥IC C11H1SNO2S

Fenpyroximate X¥IC C24H2TNIO4

Flusilazole ¥IC C16H1SF2N3Si
Linuron ¥IC CIH1OCIZMZOZ
Methiocarb ¥IC C11H1SMO2S
Manocrotophos ¥IC CT7HI4NOSP
Napropamide ¥IC Cl7H2INCZ
Omethoate ¥IC CS5H1ZMO4PS
Phosalone ¥IC C12H1SCINO4PS2
Pyriproxyfen ¥IC C20H19NO3
Tolylfluanid X¥IC ClOH13CIZFN20252
Triflumuron ¥IC C1SH1OCIF3N203
- N 1k >, A N = |

TR LU D B AT A

o T AR LEY

o P ELE SIS ORI A W)

o B W IRAA IR A ) 4 TR

R
"0

Thermo Scientific

EEBIEHRELSY

#E Search (%) HEH, ML AW AFRIIEL IS

B RN, BRI S IR, LA (RSO

i, AT LIS R S S BRI, S IT S R < 1 SIM AL A
EEBILRRMETLAY

M VL S D SR

VA R SR, A ST AR i A
* SRM: 4% S il

* XIC: U T

o SIM: JEHEE Tl

7 AR ST KA IEM BT, BB 275 00 LR “Experiment Types (L0058 7,
i, AT LIAZ IR SR RIS, R IT A T RE 6 i) SRM AL &40

USRS L o

TraceFinder H J* Tt 257



4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

¢ HERTHEEBNLEYER

ORI AE I . Ak A4 FR 7, Bos AN Se A PRI Tool Tip (3755
HED o

2-Nitrobenzaldehyde_semicarbazone
2-Nitrobenzaldehyde_semicarbazone_d3
2-Nitrobenzaldehyde_semicarbazone_d
2-Nitrobenzaldehyde_semicarbazone+MNH

2-MP-AHD | 2-Nitrobenzaldehyde_semicarbazone_d3+NH4

RIBHIEE P EY

7t Compound Database (bAHEHE ) LK) Compound Detail (b AHITFEAN(E KD BT
b ATLCRHAL S T N B R R WO R RS I A R AL 50 K H AU s DA VR AN
PHETT . BNMEE YIRS B H bR 6 sl oA U

F LR BRI AT A
o DR S WS I A H A A
o HEBBRLSY
o AEFA YT Gt
o TN HARGER NS
o A ELHANIER N A H bR
o BN HbRIE N —NEUE D) E B AR S )
o PHDNE T AN N0 5T B A g
o A EERERT R IR H bl

258 TraceFinder ;' Tt Thermo Scientific
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

HERUSYRMELIEED

. miii Add Compound GFMMLEH) Klix, o

I FHRE R IE K 25 A S i, JER AL G s R P i S 4

. il Compound (LG HE, AT Compound (L&) HFK.
. ¥ Experiment  (SE40) ZEA: SRM. SIM = XIC.

BEMPSLIG R T TS EORR . S50 275 01 B “Experiment Types (SEEGEA)

. {E Target Peaks ( HFRIE) X3, AT LT HAE:

o XFT SRM 5E4G, %A Precursor Mass (RFE )i E40) F Product Mass (72 T Jit
EHD E

o X T SIM B XIC 52Xy, %y Extracted Mass (FEHUTRED RI1H.

. AE Confirming Peaks (A ) XA, #0047 LR A

o XIT SRM 5E5, HiA Precursor Mass (BEE ¥ i) Al Product Mass (1 1)
w=HO M

o XFF SIM 8k XIC 525, %I Precursor Mass (BEES T iiE%0) Fl Extracted Mass  ($2
BOsEED 1I1E

S AN B 269 LB ALY 20 TR I T HeA TR S A
MO SECE M, fiidi Complete Edit (FER4REE) Kltn, @‘o
R HEUNE A A A e T R R i 4, [ ]

i, ),

BERER WIS G, Compound Database (AbA%E ) Tl _E 4R
K A Sl B R 2R, AR R RAE . A7 B R S C U
HaPe, MEZER LIEF File (3L#F) > Save Compound Database (RFLESIE
TEE) .

s BRI
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

& AEBRUSY
1. /£ Compound (HLEH)) BT, EFEMERHL S .
PN IR R SCRER T LA D52 6 2 M 540
 CTRL+A LLEF LG
« CTRL+ i UL FEAELERIL S
* SHIFT+ i BUEFES ML &)
search Compound Detail = == 1/

Compound Formula
e L SRM Compound:  15-acethyldeoxynivalenol*
15-acethyldeoxynivalencl+NH4*  SRM
17beta-estradiol_neg* SRM Experiment: SRM  Category: CAS: Formula:
1-Naphthylacetic_acid_neg* SEM -

I tion: : -
23 5 Tramethacub® SRM onization: Mone  Response Threshold: 0 Meutral Mass: 0

2. #itdi Delete Selected Compounds (HHFAEEXEY) Khr, E
3. B E MR Lt &Y, ERIIRE RS S OK (B -
I R P8 Bk iz Ab & ) S LU A L
& AEELASVTRE
1. /£ Compound (LEH)) BT, LGRS .
search Compound Detail = == 1/

Compound Formula
e L SRM Compound:  15-acethyldeoxynivalenol*
15-acethyldeoxynivalencl+NH4*  SRM
17beta-estradiol_neg* SRM Experiment: SRM  Category: CAS: Formula:
1-Naphthylacetic_acid_neg* SEM -

I tion: : -
23 5 Tramethacub® SRM onization: Mone  Response Threshold: 0 Meutral Mass: 0

2. siif; Edit Compound (4mEBHLEH) KHF, o
N FHRE AL B 2 BomT G BT o
Add GFHD Kbz, E LICRE HARUE A R P A I AL S PRl A B

R IR ASE S, BOATE LN AT IR .
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¢ HERBHRERMENLEY

4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

1. F Target Peaks CHFrIE) bl I, ity Add Target Peak GHRANEHRIE) K.

Target Peaks

+ -

— Add Target Peak (i3 b H A1)

(SE

I IR PR 8 H ARl in 246 &40 . H AR s i AL S e e

Peak 2
Polarity
Adduct:

Charge State: 1

Precursor Mass:

= =
4

Product Mass:

Time range peak: [C]
Window (sec): 0
RT (min) 0
Lens: 0
Collision Energy: 0
Energy Ramp: 0

2. BT BN S AL

Delete Target Peak (I ER H Frid)
Elbr

ARSI i HAREE S A AR S5 275 10 B[R “Experiment Types (51

%ok )

A RBIMTTIER S HI IR,

S5 269 VLR LB ZH IR,

R HEH S A PrA e SR e 2 4ol E BrHARIE, A RedsIn At B H

bl CRAF A S

3. HAEXEOP RGNS Hbsgas i 2te 54
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

262

TraceFinder ;' Tt

HERBIANERMZE BirE

. #£ Confirming Peaks (#fiIAIE) Fridil I, s5ii Add Confirming Peak CGFANEHIALE) K

o
. b - Add Confirming Peak
Confirming Peaks -= . . ~
2 RN FlbT
Precursor Product Mass Collision Energy

VAR VR SRR IR RN 27y TSNS R AN

Confirming Peaks

Precursor Product Mass Collision Energy

|0 |0 ‘0 — ———— Delete Confirming Peak  (INER#AIAIE) EFx

N WA N SRR
ARSI AL ) DN A T AN . 20070 275 U1ERT “Experiment Types (5

R 7.
A RBIMAIEN S IR, S5 269 U0 ER A5 22007,
AT IX PR LR 10 AN NS H bl .

’R Ei%ﬂﬁﬁfﬁﬁﬁ)\ﬁﬁ¥§d%iéE@m%éiiﬁéiééﬂﬂ&%[::}%ﬁﬁ%i&m%, A BEA I A B A
BRI 2 S

HERBREN—MLEYERZIH LS

AR E WK, R H AR S

Compound Formula

Acrinathrin+MNH4 SEM

AflatoxinB1 SRM . — EEY
AflatoxinB2 SEM

AflatoxinGl SEM

AflatoxinG2 SEM

Alachlor SEM

RIS AN ANER, AR DI G PN Target Peaks  (HARIE) XAk, JRzEhE
S

Target Peaks

Peak 1 Confirming Peaks (Quan Only)
Precursor Mass: 313 Precursor Product Mass Collision Energy:
Product Mass: 285 313 741 a0

Thermo Scientific



4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

3. (R EMAIER T, DRFFIRAL S CIEIFAEH] SHIFT 5k CTRL B $ 2 0 S AT H Arig

— By

IDEiAEEY/R

Compound Formula
Acrinathrin+NH4 SRM

AflatoxinB1 S5EM —
AflatoxinB2 SEM

AflatoxinGl SEM

| AflatoxinG2 SEM

Alachlor SRM

EERER HEiFEayeik.

4. fECIE G D) Target Peaks CHARIGE) Xk, Ay H AR I I WP AESE B e %
Add Peak 1 to N Selected Compounds Mg 1 Z NP BiELE) .

Target Peaks

Pealk 1

Prefurs

D [ 0

Add Peak 1 to 2 selected compounds

Set the Window for all peaks of 2 selected compounds to 54.00

At H bR .

IR, 1% S R B SR M
IO FHRE A e R 2 CakAb SPh, Rz 2 Co b e Mg

5. 5 OK (FARE) -

¢ HEREOEN—TIESH I HibiE
L GRS, PRI D S .

Compound

Acnnathrin+MNH4
AflatoxinB1
AflatoxinB2
AflatoxinGl
AflatoxinG2
Mlachlor

SEM

SEM
SEM
SEM
SEM

Formula

o A

Thermo Scientific
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

2. 7ECIEA G PN Target Peaks CHFRIE) DX, YU EE A I H 2 1 )0
Target Peaks

Peak 1
Precursor Mass: 231 Confirming Peaks (Quan Only)
Product Mass: 158 Precursor Product Mass Collision Energy:
Adduct: Neutral 231 160 22
Polarity: Positive

Charge State: 1
Window (sec): 54
RT (min}: 10.76

Collision Energy: 20
Lens: 0
Energy Ramp: 0

3. fEAL B, REFEA W) TR CTRL HE £ 2O0 ILRHI A 1L &4

Compound Formula

Acrinathrin+NH4 SEM

AflatoxinB1 SRM —— A
AflatoxinB2 SREM

AflatoxinGl SEM

| AflatoxinG2 SEM

Alachlor SEM

EERER HEhFFELaY k.

4. 75 CIEA G PN Target Peaks (HFRIE) XU, A7 H PRI X IS A PREESE FL Pk $E Set
the Window for All Peaks of selectedCompounds to windowValue (18 B S HERBIENE
RiRERELE .

Target Peaks

Peak 1
Add Peak 1 to 2 selected compounds
Presurs
Set the Window for all peaks of 2 selected compounds to 54.00
Dr"\ 'll 1
At H bR .

PRI, RO B I TR RIS 12 20 e B e a0, wdiie sy (4
EHFZAIERD .

O YR o O B ) R 5 6 A2 11 281 S A 5 W ) P A 06 LB AR 45 W R i AT oAt
W b, 7R XSS AU

5. 55 OK (FARE) -
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

& HERERRMEBRIE
1. {f Fragments (% )7) 458 I, xiili Add Fragment GHFIN#ER) EFr.

Fragments ella ———— Add Fragment CZSIIRE ST Elbx

Extracted Mass

JS2 R B 4 1) H e o

Fragments -
Extracted Mass
. ~ Delete Fragment  CHHERIERD Kb

2. 1 Extracted Mass (3eHUREED HE, HA— 10 £ 2999.999 7 ] [FI1H .
3. HAR XD R DU InAREL A I e .

R HEH S PT A LB R R S B kR [:] PR, A RetRAF iz &
.

Grid (348 TUH

Compound Database  ({b &%) WLEIN Grid (R TUREAL S W5k 1 b 1) Hs
B AIAT BT HEE R &R . Grid  GEKS) T EREEE Y T Compound Detail
EEPIPEANE B T L Py e

o WEWEIREH RS T MG MUAR Grid GERSD Ui .

o Grid CRE) T ERAZEAS . S WEEEEH RSB 20— ME, 5L
BFAEIRZSHI.

IR A HARPIR WoRAE Grid (Ft%) Gl E, 324 Compound Detail (fb&4)iF:
MMEED Wi, 2049 MESYLUU S ZSHE, REIREE Grid CGRIFD
T o

5 Grid GRS TUH b, W] LU AL G 3 ANBA 2 b L R AL G W07 in 22 508 e b sl KL
e R ERAL G R H AR B R 2L S0 s S B H AR i sl
e

o HEEGid (R NMHEHLERESMEIEE
w7 Compound Database (fb&HEAR ) FHLEH LI Grid (R#B) -

¥ Compound Database >

Compound Details

Grid >

HFTEAEEAE Grid  CGRA%D T AT TT.
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

Compound Database - Default

l@ Compound Name Experiment Type  Ionization = CAS Neutral Mass  Peak 1 Peak 1 Precursor Mass ~ Peak 1 Polarity = Peak 1
K - m AN I A N - Ry - m -
1 2356-tetrachloroan SEM v H v 3481-20-7 O 158000  231.000 Positive g
2 24-D-1-butyl ester  SEM v H v 94-80-4 0 240,000  285.000 Positive g
3 24-DDD SEM v H v 53-15-0 0 91.000 238.000 Positive g
4 24'-DDE SEM v H v 3424-826 0 302,000 359000 Positive g
5 24-DDT SEM v H - 789026 O 299,840 406,780 Positive -1 1
APk ST I RS g0 2R, s B EH K BB S B IAE .. RIS
Bl PErb I E I TG S8R TEA ], 20070 269 U0 ER) L2407,
IR D BRI AT 44 -
o HEBIEEY)
o HEBBRNLEY
o 7 E AR B VB RS TP B
o B RAL G A FE T Y Experiment Type  (SEEGRAL) fH
o AR BB R S
o BRI BRI S
& BERMESY
1%@§%A%ﬁﬁﬁﬁﬁmﬁﬁo
B FHEAT
2. R EATH, CRHE R A SR G 281
R LSS MR, AT U R
3. #%AE ENTER LUKE 55— FATHS I 23Rk
& BEBRUSY
1 ilidr AT A E DR P &4 .
18 | Alachlor SEM * H =~ 15972-60-8 0O 93.000 286.000
19 Aldrin SEM * H = 309-00-2 0 193000  263.000
2. 4% N DELETE ##.
AR REE CTRL+X MIBRIL A, CTRLAX AR CLik B ook Hh i 2 50l
3. SR e MRz A, it OK (FRZE) -
INARRREIS AN E 3 R A SR ALY/
266  TraceFinder H " FI} Thermo Scientific



R
%

Thermo Scientific

4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

HERBUSYMBIEEREPHE

PAT FH AL —

o GEACHHTHE, HAFE-

_mk

o LTI AR I A STHE B A, AR, R T R

o] DA A 1 S0 3E S s A bR L 48 51, 4R 548 CTRL+C A
CTRL+V EHlF{H

S 9% Formula (733300 SR IOAEIS, N REFP SRR TR 72 711 m/z i
.

MRS SIS AV EARERT, N R R A RS TR T
miz Ji R HAH .

IR AEAEH CTRL+X MRS Y . CTRL+X AU Tk 28 704 1 S 500 .
EEEEXAMEBEREE DAY Experiment Type (SLIGHE) (&

. M Experiment Type (SEH:2EMY) F A A4 GH 5 — B i 81,

Compound Mame Experiment Type
Ay - An -
2.3,5,6-tetrachloroan  SRM
24-D-1-butyl ester
24'-DDD

- A TS TR T R I 9F 4% CTRL+C,
R R T ST Experiment Type  (SEEGRY) FLITH
. % CTRL+V.

92 FH R 4 A2 1 1R S 36 SR ARORE UG 22 K08l P b i T AT AL S

BEERR A% AERRA, MBS G S scm kRl BRA A
WAEYERAH RSS2, BN Grid  (GRA%)  TUIH Gk Bos 88 2 o

AERFEINEIEEIE R

- A AR

I IR A2 S 0 (U R 7 BEEREU 7 ) R AL B A
TR SR, B 1-n R, TR A-Z HES

RS TARAL, AL S I R R I
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

& BAERIBERELSY
L SR bR E, Rl v ds s

lonization
o - TRk

2. EFEILP— PP JELRETT, 11,  Starts With (3&F) .
lonization CAS
Aa - 0 - T?ﬁ%ﬁ%%’ﬁ—‘/]\ﬁ”%*ﬁo
[} Contains

% Does not contain
— Match (regular expression)

+-+ Does not match {reiular ﬁr&ssiun}

#2 Does not start with
ah Ends with
af Does not end with

3. mili M IF MR IR R — S, EL

lonization
m | [-]
(Custom)
(Blanks)
(MonBlanks)
B
ESI
APCI
EI
CI
APPI
Fert FAL R 5 Ok JE AR ARG AH VS RC A 54
Ionization
An o EH - iy
EI -
EI -
H -
H -
H -
H -

268  TraceFinder FH 2 F it
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

MRS IR AP T RS2 50 ), Compound Detail (LA TELEED T EL Grid
CRKE) T EAL S P SR S B AT AN o DU 2R iR 51 1 T 5 )
SR DN THRE SRR

Compound Detail (ALEPTEANMEED TR Grid  (GRA%) LT[Rl —ZH i /KA A
[ 22FR. LU RAEH ) Parameter (S50 FIH T 38 Al —Z 44t Compound Detail (14
EPTVEAE R VA Grid  (GRAS) U F2 A TA R A

F o4 L5 SH CGE1 G L6 50D

¥
Compound Detail ({4

GITVEAE R T
Compound (L&)

Grid (M) UL

Compound Name

B2

iR
AT Y 2 K T BRI A A

Compound Detail ({4
EYITEAE D U
Experiment  (S255)

Grid (KA%) Tl :
Experiment Type

(SREGRM)

SEEGRN: SRM. XIC 8% SIM. A R ZE R FEAE R, S5 275 1l bBiy
“Experiment Types (SEEgmy >

Category (A

(L) - EPHCF ARG

CAS (b7 3CHitt)

TraceFinder N FE A AL 2% 3CHi#L (CAS) Bl S UL AW«

Compound Detail ({4
Formula (43 T720)

Grid (M) T :

Chemical Formula

2z 120

wEmrte sy 7. HH S a W s R

Tonization (& T4k)

TR PR

HRAE: None (). ESI. APCI. EI. CI. APPI
2Rih: None ()

Response Threshold I FH R ASORT i) A v 1% B AR (P U BEA TRy o o N BB A& TR AT & SOV A
QeI D) BRI BN NAE . AH T HARITIE 7. A XIC 5256w H

ZRk: 5000

JolE: 1000 BEHE &
Neutral Mass M 2E O S R . PR SR T AMU TR EM. %5
(e RO BAH TR s ASH A

Thermo Scientific
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4 {3 Method Development (773£FF%) &3
{# ] Compound Database (X & 444l )

R4 (WS E CGE2700, 36T
SH iR
Target Peaks ( B#RIE)

B

Compound Detail (ft.  HFRERTATIL (mz) o HAERBEE PRI E, BN AT L.
GYIEAME R Ul fERIAED, BEE RS H AR BT I A [

Precursor Mass RN 0.0

CBEBS 7 40 JEHl: 10.000 E 2999.999

Grid (k%) BUd:  FF MS Order (FUEZED WEH MS2 (i) , A SRM L5 XIC
Peak 7 Precursor Mass SzEal .

(U 7 BEES ¥ TR ED
Precursor Mass: 1520706

Product Mass: 1520708

M5 Order: [msZ vl

BT XIC 28 P i 3, 2% MS Order  (FUREZRHD WE AN MS1T (—2 5
#Y B, &% Extracted Mass (BEEUTREHD

Compound Detail (ft,  AIAWERK BT EG . HARE S B IR OLE, SBAL B (m/z) s
EWEANE R TR Bk 0.0
Product Mass (&1 JGH: 10.000 £ 2999.999

RO
3 Y% MS Order CRINZEH0 WS MS2 (2R , %FFif SRM 521 XIC
Grid (£#%) T : SIS AT .

Peak n (W& n)
Precursor Mass: 1520706

Product Mass: 1520706

M5 Order: [msZ vl

BT XIC 28 B El, 24 MS Order  (FUIEZRE0D % E h MS1 (—24 )i
%) B, 2% Extracted Mass ($E2EUREHD

Compound Detail (ft  #IAWERBIATE . HARE & & PR O E, BAL T (n/) .
BYVEAAE D DU AU SIM LR AT
Mass (i %0

Grid (A% TUHI:
Peak 7 Mass

(U n O 250
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4 {EH Method Development (F3EF %) X
{# ] Compound Database (X & 4544l )

F o4 LS CGE3 L L6 50

BN

Compound Detail ({4
EYITEAE D T

Extracted Mass

(BEBUF =S

Grid (GRH%) TUIf:
Peak 7 Extracted Mass

(U SEHUTTRED

ik

HbRIER ATt . Hbr e & & P .Ofn g, B (k) .

FH P ar LN —A Extracted Mass  (BeHUSTRED 1, (H& 29 H P ¥ 2 Formula
(70 Adduce UINEH)) « Polarity (A) BY Charge State (HLfmrAx) MIME
W, N HFER BB Excracted Mass CREfi =20 (8, B OB AF{E.
2RN: 0.0

JuH: 10.000 £ 2999.999

¥ MS Order (JFIEZRED B E N MST (—Z0 5% , SATA XIC SL5 ] 1 .

Bxdracted Mass: 1520706

M3 Order: [msl vl

¥ XIC 256 (R BUE, 24 MS Order  JREERED & E N MS2 (25
) B, ZA Precursor Mass (BTt %) B Product Mass (1551 i &
O

Compound Detail ({4
EYITEAE S U
Polarity (A& 14)

Grid CRHSE) VLI :
Peak 7 Polarity

CUEE 7 D

Positive (I1E& 1) B{ Negative ( TET)

Compound Detail (ft
EYITEAE SO U
Adduct On&EY)

Grid (GRH&) UUf:
Peak 7 Adduct

(U n 4

FUHBCE S AR 2 NG . A7 ENERNFIR PRI s BRI &9, S35
56 1 B/ “ 45€ Adducts (IN&EY) 7

MR P A I AT BRI, I 2 ma DB BT R A T S

NGRS . AEE$E Adduce ONEY)) {HZHT, 1%+% Polarity (Fk1HD £

ERIN Positive CIEZT) ARE: Neutral (FPER)) . NH4. H. Na. K
PRIN Negative (512 F) ARMH: Neutral (PP . H. H3C202. HCO2
BRIN: Neutral PR

Compound Detail ({4
SYIEANE D U
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