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AL G A BEAE o TSN & 2Rl
A SHA
1. PATUL R84
o WIWHRNHEAL ER <Drive>:\Program Files\Analyst\Scripts X%,

o WIWERIEA: DVD b (R ATHD Bl R a4 FEE Y Extras\Scripts X
3

2. 77T Scripts 3.

3. PATRA AR —1RAE:
« W% sMRM Calculator JiiA&, X7 sMRM Calculator Setup.exe.
o XFRTA HABIA, X ScriptRunner.exe.

4. IR 2 AR
CZ 2L A FT A Script S 3RS .

EIF A

TR i) E1 % DFTTracker A1 MRM3 Optimization JiIA<. i 5L MIpR T X SefiiAs, 0420 & 57
2% Analyst MD 3AF 4 BE v i) 1% LS A
LA, AT TEIEZ —:

« XI¥ Create Quan Methods From Text Files. Create Text File from Quant Method #/1
MSServiceLog fHIA, %%
<drive>:\Analyst Data\Projects\API Instrument\Processing Scripts X

3, SR IEFMEREA dil.
« X}F sMRM Calculator JiIA, 47 LL R EAE:

« {£ Windows 7 #/E &4t .. #.i5 Start > All Programs > Control Panel > Programs
and Features.

« 7f Windows 10 #:/F 4 L. #id; Start > Control Panel > Programs and Features.
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o 4 sMRM Calculator, &5 Hidi Uninstall.

o THEE R LR ERAE.

15 78 BT VR AN SO A

Create Text File From Quan Method A 1] % 52 & 7772 5 N PR 157 43 B 1 SCAR SO
Create Quan Method From Text Files A H] ¥ DA 2R 157 4 B IO SCAR S B & 1E B SR ANGE

b
He o

= TESCHE (gmf). HET, Analyst MD 4+ [ Build Quantitation Method ZH /44 ¢t 2

Create Text File from Quan Method JEIA G 2 i SCA U T AR ER e & ik, kb T
Export all columns SiEHE, WA SCARSCAF R RN 0 77 TR — 1. W oRikhizE
JEAE,  TUZE A A= B SR SCAAN 2B B - BB T A WA A TR B 51

Create Quan Method From Text Files JHIAN 2§85 & XA SCAFRH B JE 0 75 7B (Bl andi 43 59k

HEAZHD MBOME. BE2ER, IS ML FEY:

AR

i Create Quan Methods From Text Files 4«
1. H.if; Script > Create Quan Methods From Text Files.

2-1 Create Quantitation Methods from Text Files X} {54

B3 Create Quantitation Methods from Text Files

Diefault Genenc Parameters

Algonthm: |Analyst Classic (TurboChrom) = |
Extraction Type: 'MRM = Period:
Expacted RT: 01 min  RT \Window:
Blkig. Start (min): 0 Blkg. End (min):

Conc. Units Cale. Canc. Units:

Default Anahyst Classic (TurboChrom) Parameters

Bunching Factor: M - Moise Threshald:

MNum. Smooths 'U ~] Separation Width:

Exp. Peak Ratio: 5 Exp. Adjusted Ratio;

Default General IntelliCuan Parameters

Min, Peak Height 0 ops

Min. Peak Width: 0 SEC

Smoathing YWdth: _U > |paints
Regrassion Parameters

Fit: Linear -

Weighting: .NDnE =l

Farameter [Area =

Iterate:

Mo -

o’

1 - Experiment: 1 -|
D ‘sec Uzse Relatve RT
[
'1|;||;| Area Threshaold: 200

0z Separation Height 0.01

r | Exp. Walley Rafio: 3

Default IntelliCuan MO |l Parameters

Moisa Percent 50 %
Base. Sub. Window: 1 mir
Peak-Spliting Factor. :2 bl

Feport Largest Paak

Default Window Summation Parameters

v |Use Baselina Subirachon

Create One Method ]

Cancel

Create Muliple Methods ]

Analyst MD #f4
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2. {1 H Default Generic Parameters i) H 12501 & & & J77% . Algorithm. Extraction
Type. Period fll Experiment ‘7B /E Analyst MD B A . RIBHEREL TS
.

« M Algorithm Z|5£ 7, EHFE—FEEHKE L. Window Summation 5i%E24 O1 B
T A SRIEAR I, I HA S BRI,

M Extraction Type %I+, EHELERIEHEIAL.
+ M Period 1 Experiment 5|3, %45 f RO S2I60 40

Default Analyst Classic Parameters. Default General IntelliQuan Parameters. Default
IntelliQuan MQ Il Parameters 1 Default Window Summation Parameters 41 {4 7¢

Algorithm 7B ik F VAN S

3. ¥ Use Baseline Subtraction &% HE 7] iE Window Summation 5i2: %} 5 5 SR Al 42 SR Al
Tl 11PN e H o P U S AL KPR, A2 A SR AN o .

4. {f Regression Parameters &4 H, &£ [EAE R
HeAb R s BE&H TN g, S50RTMSECNE, ToikAE SR X R e
o H, fHEMEESECENHTIE Y. GRSH5EEU, 15550 0:
(EBIY

5. HEQ#ERE, Hil Create One Method, Wi 244 T 61 d & & 77 1 S0 AL
4, SR )5 #.idi Open.
WAL A AR R IER I BAE IR, WA — 510 txt XA RS2
SEE R qmf XU, BIEE E B IEAFAELE Analyst MD 344 2450 TAETHE N
Quantitation Methods X ¥, 5 XAHIAE K.

6. HEMNEZNUAXMEIEZ T, Hidi Create Multiple Methods, 3 % 45 0 A4 i
REHISCAE e, SRS it OK.

X T SO e Ao OB B 9F HLAL & BT R A A SO S, S —AN 5% txt X B
[F] 24 B 77k qmf SO, B R E 7 VA CE Analyst MD 3 fF 9 415 TAEDH
T Quantitation Methods A, W5 AR SARINLE TR

{¥iF Create Text File from Quan Method {4«

1. 1£ Analyst MD #fF il i 5 OR A7 8 B 5
2. il Script > Create Text File from Quan Method.

A P 488 Analyst MD % {}:
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] 2-2 Options *HifHE

-

[5 Options

-

= =] %

[ Exportall columns

(otherwise only iffield value is not the same for all peaks)

[ ] Oy show this dialog again i the contral key is down

| ‘ Cancel

%% Export all columns &iEHE, A5 Hidi OK.
4. WWREEITE (gmf) M, REE .

TR IR AL E

I AE A B B BT A S SCAR S . I SRARAESE 3 20 Hhik 4% Export all columns & i
HE, U2 BEIAR A ) SCAR SO 280, B - BUE T B WA AR IR 0 7 B 71

SRS

FF 817 52 87772 (Create Quan Methods from Text Files) 1) SCA ST RN E B 7154 1%,
(Create Text File from Quan Method) A% H A TR X

o ERHFIRA RS T B IF LRI B AT AT R AT
o SRR —ATNEESIbRE . N RFERN LTI S A S AR S . ARSI

oo FHISEPRIRFF AN 2

o BANREAT A R PR B M e AR RAE S

R 21 SO

B4R B ik

Peak Name = BT ER N BRI T 42 R

First Mass ps X MRM %8s, 2R Q1 FiE. MTFaHis
Wi, AFRERSR XIC B FE. M Q1 Ml Bk
Q3 MI % ds, MARE .

Second Mass Al R T B AR Ek MRM B3R %5, (EFT Q1
Ml 5% Q3 MI i AE L 7. *FF MRM 38, XZEK
Q3 &g, M TaEfEE, BN m XIC g5 R
J B

Analyst MD % {}:
8/29

A 7 $E v
IVD-IDV-05-4988-ZH-D
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R 21 SCARSCAFR( L (2E)

IRy S

iiipay

Extraction Type

AN
=]

BRSHIEIE A, WRAE, NN TZ—:
0 - MRM %3

1-Q1 Ml 2 Q3 MI %z
2 - R

Is IS

i

T 5E 2 T I8 ARG IE R o T 0 . Qi RS2 N A
Py, NIy TRUE. 150179 FALSE. 4nRits) A7
£, I5E LR T WS RN 0 A i

TE: FEREAZ 1S ARV 2 /i, N SEAESOA
SCPE A E LA BRI o

IS Name

i

XEF T, FREAHR AR CWERAD AR,
R FE TV A N ARY, A 5 B
XTI B, RIS UL BURI N

Period

il

e 0 S8 AN 1 2 P RSO

Experiment

oA

eI e QO ISV L li0F o N v QI

Use Relative RT

o

Nt A5 POARD 43 AT e, 4 s TS £ B s [ 15
FIXHT 1S AR BB TR . A2 TRUE. 0K
FALSE. xfTHAhig, tb7Bdhrm a8 g2, 4
115225654 TRUE B FALSE.

Conc Units

i

WL A

Calc Conc Units

THETRIR AL

Bkg Start

i | oA

WEEF S FFARRT ] (8t o Wb SHOR 2 UE A 5 50
SMERL 7, (HRE R GEETIRZI SIND 1)

I

Bkg End

il

W SO 25 RN E) ()

Expected RT

oA

TrHOR A (o38f) , Y 0 % 1666.

RT Window

o

TR RIE (B, JaFE N 1 % 1000,

Algorithm

i

T LA F R e Ay R AR > SR . WUIRATAE, NN
0 - Analyst Classic (TurboChrom)

1 - IntelliQuan - 1QA Il (Automatic)

2 - IntelliQuan - MQ Il

3 - Window Summation

Bunching Factor

o

(TurboChrom &%) WERIHERE RE, EHEN1 2
100.

BA R PR
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R 21 SCARSCAFR( L (2E)

H| 4R Wil it

Num Smooths 5 (TurboChrom #.7%) ~“FigkE, Vil N 0 £ 10,

Noise Threshold |5 (TurboChrom %7%) Mg R{E, Yol N 1-6 & 19,

Area Threshold 5 (TurboChrom %3%) HAFE, o8 1-6 & 112,

Separation Width | 7% (TurboChrom i) 7y &%, JWH KN 0 £ 5.

Separation Height | 75 (TurboChrom %) sy & mfE, WHEKN 0 2 1.

Exp Peak Ratio |5 (TurboChrom 5Hi%) fREIE(ELL, JEEN 1 % 16.

Exp Adjusted & (TurboChrom 5i%) feHUR%ELL, JERlN 2 & 16,

Ratio

Exp Valley Ratio | 7 (TurboChrom 5Hi%) 1REAMELL, N 1 % 16,

Min Height % f#H IntelliQuan HiER RVFIH/NE S, JEEA 0 =
116.

Min Width 3 (IntelliQuan 5% RVFER/NETE (B , JEHN
0 £ 116,

Smooth Width o (IntelliQuan %3%) Savitzky-Golay ~F-¥ i 5 2% 2
%, YN 0 = 20,

MQ 1l Noise Fa (IntelliQuan %32 MQ 1 S I ) S 7 43

Percent Eb. IHEN A 0 5] 100 HREHL,

MQ Ill Baseline |7 (IntelliQuan 532 ] MQ I 358 55 1) 3 28 ek 4 2

Sub Window M, JalEN 0 % 10 44,

MQ Ill Peak Ea (IntelliQuan 592 {# F MQ I &I 06 73 24 8]

Splitting Factor T, ValEy 0 £ 10,

MQ Ill Use % (IntelliQuan &%) 5 5 H MQ NI 5 (1) £ K

Largest FETRAECR B IN ) 57 10 P, B8 3 5 O B N [ i
TR 0. ¥ B N TRUE 6 HRokIE, &8N
FALSE {if FH %1 10

Summation 7w CREIRTE I SRAEL) 8 AN AR 7 258 B =0 Zkik

Baseline Sub ST T 1A 5 T /N R AU R A . SR T AR AR
oy R LA /NS SRR, W E N TRUE, &
W, an R R s 2 E=0 28, W& N FALSE.

TR T RSO SCIR R, ORI SRR, RS TR
G AERAE

R 2-2 EAREEERE SR SR

Peak Name First Mass Second Mass Bunching Factor
Analyte Peak 1 500.1 500.7 1
Analyst MD {4 A - 4e e
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JEA

R 2-2 EFRERE SUR SR B (£R)

Peak Name First Mass Second Mass Bunching Factor
Analyte Peak 2 812 813 2
Analyte Peak 3 400 401 3

TERERTH A MRM ¥R~ 1. Analyte Peak 1 it & Al Fl15 € k¥, Analyte Peak 2

A A BRI -
#* 2-3 MRM #4f5 SCA A 7 4
Peak Name Is IS IS Name First Mass Second Mass
IS Peak 1 TRUE — 500.1 413.2
Analyte Peak 1 FALSE IS Peak 1 600.2 382.1
Analyte Peak 2 FALSE IS Peak 1 400 3121
NERIEESEE AR S A i35 MRM #E -
& 2-4 MRM H 45 SCA A 7 4
Peak Name Extraction Type Experiment First Mass Second Mass
Analyte Peak 1 0 1 500.1 413.2
Analyte Peak 2 0 1 600.2 382.1
Analyte Peak 3 2 2 812 813
Analyte Peak 4 2 2 400 401

DFT iE 528
FIASIE ST B (DFT) JB B 8 BACTT LLB B QTRAP R G35 IA A (1) DFT % & . & 1d %
REIAS SR A 2 2R PR B8 TP (LIT) A S R IR e i [, AT 7E — AN 58 2 1 Bh A5 BB SR 19 3 s 1Y)
B piEE. DFT IBERZSTT LU IR LIT F#528 8. a2 i &1 (EMS). 3658 7
(ER). HEsRA =487 (EPI) A1 MS/MS/MS (MS3).

- i Script > DFTTracker-.

BA R e w

IVD-IDV-05-4988-ZH-D

Analyst MD % {}:
11/29



A

i 2-3 Dynamic Fill Time Tracker X}ifHE

#* Dynamic Fill Time Tracker =k

File

EMS ER EF MSMEMME
Tima Inransly DOFT Time Inransrl:}r DFT Time Imgnai'ly' DFT Time Inu;msil;.I DFT

DFT A& R &% T il SN 3 A7 S A1 SR ik 1) P A ZE ) sh A2 e

RG] BN FIRE MR 7 U R 2 ). iR SRR L, BUE AT (A 2
BB R AR S BIBR A, AT RIS 12 A AT RO o B (R B TS I B AT LA B AR
MR T 5515 5

« i File > Save AI {RAFIEER AU 7B [A] o
* 97 File > Clear TJJi5 FRi& i HIH 78 I 1] .

« %1k File > Always On Top 7] Dynamic Fill Time Tracker & 1 & T g HAb T TR % 1
BN 2 B TR o

it File > Exit n[iB H DFT iB B2 IAS .

MRM3 AL A

AT QTRAP R4t LRE B, erlmfr i, imnl DR m R R b o th e
BRI o FEAE Ry AU, AR e A AR B AR ) MS3 REE TS, IR BLhAT
NIRRT IR

© HRINRTAR T RE

o PRk R Y TR AR

© HEEEBRET

o PUAbBE—RREY A& T IRLE REE (CE)
o ONMEEAEE T T T MS3 14

« MRAITE MS3 Hili Bk BE R (AF2)
G 0% )

o DRAFHTA HR AR AR T ik

ZAE AT DU T E, PR ES T (RI—OO N —F &4 A& 45 MS/MS
1 MS3 JRIEES

Analyst MD #f4 A 487
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MRM3 LA 5 25

& FH MRM3 Optimization & 1 42T S 0. %% G W] DAERALZS A UG T LA
No LUTF2ZE 1 & Mk T 255

% 2-5 MRM3 Optimization % [

TR P

Status Window | X EZIIAES, & OB TR YL E . FFiaiehy, 1%
w02 BRFEE R

Log File PASCA S R R AT BT R IR S5 SR o %30 2 A I RS 2% H I S s
B R Log.txt SCErR

Overall SN AR o

Progress

Main Controls |6 T 50040t fE 1 B A PAT A RIWFTE EZ DR,

« 7 View Results, LU# ] Microsoft iId AT HIHEF Z M. MTERE, RaaH
NIRRT A Results.txt X fF.

« Hil Settings ITJF—ANE M, AR DU AALIE B 2R AL 5015 12
« il Start JAEN UL RE. EACHIE], 2RI PR G 44 0y Abort, BT ET AR fAL

& 2-4 MRM3 Optimization % Il

= MRM3 Optimization X

Curent Setlings Enhanced Resolution
Analyst Projct 15 Kinaze [ Datemine achual 15t precurso
Method a1.dam @ i
Compound Mame  Pephde 01 Multiple lon
11 Reszolution Lnit [] Optimize OF
Enpected mfz SE1.0552 Da [ Olptiize EP
Puolanby Paocitive E'
Advanced Setlings: @ (4
ER Sczan Rate 1000 Dals
QIMIDP Ramp 30V to 150V with 5 step Enhanced Product lon
EFl ScanRatz 1000 Dars [ Get 2nd precursors
EFi # 2nd P E . . L
M52 S can HI:E, 1000 Dads H l.llm_l:_ Reaction Monitoring
Final Methods Save all final methods (] Dptirize CE for 2nd precursors
MS/MS/MS
. , [ Diptimize AF25 for 2nd precursors
" Select [Seftings] buttan to madily the cunent setlings and gat 3id precursars [0 of 0]
* Select [Advanced] button in Settings 1o modify the advanced setings @
Generate Final Methods
[ Genesate final M5/MSMS
aoquisibon method:
stat | Bt | g
JAAS 7 fE v Analyst MD #
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B gE| it

1 Status &%

2 H &

3 B

4 AR
W I

JAEER S SN, Settings XFilHES: EH ZhFT IT .
1. Hiil; Browse LI B W] S R . ZHEPAE T H TR S FIRA& .

2. {t£ Compound Name =B, SEARAIEM SRR ZAFRBAE NI RETT LU
A RS AR S )RR

3. 71f Expected m/z (amu) 7B, AN ESWRIT AL (m/z). RS m/z 18
K41, NHH Calculate from chemical formula LML &R %Rt Bi%E .. 1S
PLRES: 115 m/z,

4. 1f Q1 Resolution 7B, EF—AHT MS/MS A1 MS3 11 Q1 73 #F %,
7t Polarity ik —Fh 5% E HIEARF WM. 4H7 A% F Do both £,

6. HEBUIE R AT, o Advanced. 2 LI N ET: AT
Advanced Settings X 1 E .

7. FERIEAMTES 1BE, hf OK.
5 B AR

1. WERYIAERETVEAAAE, WATLRE— A W15 75N 252 4E Manual Tune (T3
Wi BRI —f Q1 RETE, BN HOSHIERFIILHRE FEES, BN
X (E B R 2 A AL .

2. WHERGAATFIEM Acquisition Methods CfFJH, Al B A U RAFAE
AT

3. Hi; Script > MRM3 Optimization.

Analyst MD % {4 JEIAH 7 e FE
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| 2-5 Settings X iHHE

( 3 Settings ﬁ ]

Acquisition Method:
C1.clam

Browse. .
Chanalyst Data\Projects\ExampleMacquisition Methodsh
Folarity
Compound Name: ‘Cumpnund
@ Positive
Expected m/z (Da): |400.20) C Negative
Calculate from J i
; <
chemical formula

211 Resolution: |Unit ﬂ

(0]:4 | Cancel | Advanced |

4. BNRUREFFITLFEAINEWER, SRIG1E OKSettings X iFHE 1 Hid5 .
5. HEIFEIALEEF, £ MRM3 Optimization & 17 #i; Start.

15 m/z

it Settings XEHEREAN m/z THEAR .

1. £ MRM3 Optimization % 171, #if; Settings.
Settings X iEHEFT T .

2. Hik Calculate from chemical formula.

2-6 Calculate m/z XHEHE

9. Calculate myz &J

Enter a formula {i.e. C6HB) and charge:

Chermical Farmula: ‘

Mum of charges: |0 (heutral)

Calculated my/z

se myz ‘ Cancel ‘

3. f£ Chemical Formula 7B, BAMEWIRILZER. AR RS PR R A HG
2 WAL IEHE A

A P 488 Analyst MD #{}:
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A

4. {f Num of charges &, i Hifa.
B E T R AT m/z , i Caleulate.

6. FFELMIHARIAE Settings XFUHHE A FH i+ 5453 H 1Y m/z {5 % % Expected m/z (amu)
B, 1 Use miz.

{# ] Advanced Settings X iG4E
A TEAE A R MR BRI UL . A B E AT DL T B 2 B H 5 XA

1. £ MRM3 Optimization % 171, #.if; Settings.
Settings X EHEFT IF .

2. i Advanced.

& 2-7 Advanced Settings % i HE

=)

B Advanced Settings S

Enhnnced Resolution

Finds thie mos mbnse peak within & 2
Dia window of expected 158 pracursor
molecularweighl Mass range wandow
defaulied ta 30 Da arcund expectad
mass o change ratio

Scan Fote: 1000+ | ([Dayfs)

yddes: |

Q1 Multiple lon

Optirnizes DF and EF. DF re-optimized if
-1EP<10. CEP is oplimized ondy when
applicable. Smooths TIC 2 imes and finds
woltage vielding graatest ion cour

Siait Stop Step

DFRamp: 30 [150 [  (p-200v)
Dwall Time: [100 (ms)

Enhonced Product lon
Fmid$ the rdst intiEnss Snd prlcurgor

peaks, exchuding any peaks withina 5
Dim window of 151 precursor

Scan Rate: (1000 = | Uinfs)
2nd Precursors: (& {1=10y
heass range: W ta IW
ce[s0 ceEs [
Syl h

Multiple ion Monitori

Optimizes CE valves for the most intense
2nd precursor peaks by oycling through
each X0 cvilay, XC graph smoothed 2
tirmes and voliage yielding greatast ion
count is determined. (CE is ramped for
itz enfire range with & 2V stap siza)

Cwell Time: |50 (res)

o]

Cancel |

MEMEME

HC graph smosthed 2 imes, Finds 2
mostintense Jrd precursors a1 5% mex
intensty. Exclude pesks within 2 Da
window of 2nd precursor (parent must be
<1055 hotad on counl). (AF2 iz ramped for
ophirmal sansiinaty.)

Scan Rate: (1000 = | [Dafs)

[* Use 00 Trapping

Froard Fill Tima; |50 (ms)
Mazs range: | 100 to | 1000
Generate Final Methods

Craates final MSAASMS mathods with
maszs range of 50 Daio 2nd precursor =
008 Do dar gach 10p 2nd prdcurdarn
Cresles optimal MSAASME method with
M0 Da megs range wandow sraund most
intanse Jrd pracursor.

® Sang il Final Methods
" Save Optimal Methad Onby

3. 1F Enhanced Resolution. Enhanced Product lon 1 MS/MS/MS 41 N [f') Scan Rate “FE
i, %P T ER. EPI #1 MS3 [HH#I#H %,

4. 1£ Q1 Multiple lon #1¥] DP Ramp 7B, ALK L (DP) JulH . %76 H A
S HE AR I E R R, IEHRYE Settings XHEHE 1 BT/ A3 E Sh M H .

5. 7f Enhanced Product lon 20 Py 3#47 DL S #/E

* f£ 2nd Precursors 7B, S MS3 AL I 058 TR T (A ET) Kk
KRR BA—A 1 F110 Z R HeT.

« f£ Mass range 7B, BA—HT MS3 ARALIIEE ik & 1 il & V6

Analyst MD #f4
16/29

BT
IVD-IDV-05-4988-ZH-D



IEN

« fE£ CE ‘FBh N — Ml ge E1E, JF/E CES BN —Mlfse B e, T
SRt — RS MS/IMS FRIE G, LUE A AP Is s 7 8 1.

6. A EAERURE R RIS T T B4 MS3 U7 LA T BT I MS3 i,
7t Generate Final Methods Zf % A\ Save All Final Methods. 'f.i; Save Optimal
Method Only X {347 f FLAR ) MS3 J5v2: (i e Sl U

7. Hal OK B2 B a i R i EL

BT

WAL FFLE G, Analyst MD #4F 411 Manual Tune 23 E #0215, JIAIZ AT, BA4F I FTE Db
Pyl . AR AN B2 52 5, Log.txt SCAF £ B BB o LEAT AT i 1) 422 11 i
A, Hidi Abort. 12 T EF AR . 7F Overall Progress 54, Checklist {4 A1
EAREAFIFPRE, BARUEH WL R,

2-8 RA&7RH

[(Drask not performed yet — text is black
(2)Task in progress — text is blue and italic
(s ): : .| — text is grey
E@Task completed (hyperlink) — text is blue and underlined
\ask completed (no link) — text is blue
@Dan of task completed (hyperlink) — text is blue, underlined, and italic

T H fhiik
1 M ARPAT RIS - ST MR T
BEAT RS - SO Nl B RHA
FEAPAT RS - SO ONIE tdF s Ik
CEM RS G - SCF NI IR PRI
CEMES (%) - X hlEt
CSMRES > GRS - LRl CRMA IR FRIZ

Ol DN

A TN RIL ISR OB R, s v BoRAH RN S E % B . MS/IMS/MS 7 I3

] LR R IEFERAT I MS3 F#%L, ROy RS ] BATE 1 #1110 2 IA]. Overall Progress #f
i FE Message [X o Z DX 1t B 2% R 2 AP IRINEERE . JEE 2% BT v RS

PR, W AR S HT LA P BRIARARES

A P 488 Analyst MD #{}:
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A

| 2-9 EPI f3#i )5 ) MRM3 Optimization % [l

= MRM3 Optimization

[S4E:55 PM) -» MAM scan of 2rd precursees,,

LIS 059,190 CE (99) CEZ (20) 0.053 1w 0,18, Blax. 9.9e0 cps,
201,04
Q0=
G54
E_ 2083 20712 &H
= 395 00
& 2045+ B28,18
o =52 a5
£ ines o D
PN
. Ldull ald . | . -
100 200 J00 400 SO0 B00
mifz, amu
dam wilf
[5-46:55 PM] 2nd precusars: ~
[5:46:55 FM]  301.001 amu, 1. T9E+07 cps
[54E:55 PM] 207 0BE smu, 5 96E «0E cps
[Ec4E:55 FM] 346.021 amu, SETE«DE cps
»

X]

Enhanced Resolution
[+ Dstermning sctusl 15t peecursce

01 Multiple lon
Oplimize DF
Dplimize EF
[

[

Enhanced Product lon

Get #nd precursors

Multiple Reaction Monitoring
[ fntimin £ fvr o anacumsans

M5/M5/MS5
[] Optimize AF2s for 2nd
and gt 3id precursors [0 of 3)

Geneiate Final Melhods
[ Genesate fnal M5MEMS
scquisiion methods

Creating rethod and ubeniing baich...

WiH ik
1 S
2 MEDS!

FEFERRAS T I, S BoRZ BRI S i K. bRl iz 5, e
AN B o 3SR I R AR RS 2 A R A2 W — A S . X D SE iR — AP Ok
Ui, 5 AR B SCERBRAE T 1% (dam) BB SO (wiff) #8707 DAFTOF. a1 iR B2

MS/MS/MS 34, AL A AHAEA R B MS3 34t Z [AIFE A .

Analyst MD #f4
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IEN

& 2-10 MS3 353 18] /) MRM3 Optimization % Il

= MRM3 Optimization rg]
B i3 ESSAS0E0T.0T) 2,939 min frem Sam.., Bax. 3545 o Enhanced Resolution
Deterrning sclusl 151 pracr
a8 @1 Multiple lon
Z0e5 4 Oplimize DF
E [+] Dptimize EF
- 1558 E‘
=
w
C 10e5] 8|
E Enhanced Product lon
S0es Gt 2nd precursors
@ En 00 150 e ;@ @ Multiple Feaction Monitoring
miz, amu [+ Optimize CE 3 for 2nd precursors
S Rot2) S e yeil M5 /M5 /M5
- [ ot 455 fv S mracimear
[5:4543 PM] Mo peaks found [pacent not belove 102 tobal ion count). - 2T A T PRy L o T
[E4543 PM] > MSMS/ME scan of 2nd precursor 207,085 amu, 3.33E+06 cps...
Eg gg gg m: ﬁﬂrﬂ;:i ;ﬁFEIn: [SE o 105 bl ] Generate Final Methods
0 pears o parent ot Delow bokal jon count]. G e final MS/MSMS
[5:5203 PM] > MS/MS/MS scan of 2nd precuisor 346,021 smu, SE7E+0B cps.. D,:um thuls
Expecied baich Sme: 155511 zec
| | e |
T H ik
1 HiEA
2 FEAN[F] MS3 494l Z (A1 FE A% 3 i #8H
3 B

AL FE K
2 MS3 1 B sE i EUE IER, RSB Results.txt SC4F. 1Z 30K H Microsoft

WHEAHINFTH. I MRM3 Optimization % 191 #.i; View Results DI F 1% . FHANH
7 Results.txt SCAHHI SN o

Time and Duration: S R H AR .
User Starting Conditions: &7~ iZ &40 1% B Al S 3L E
Optimization Conditions Found: &/~ ER A1 Q1MI #1410 ATk 2 s £E 541

MS3 Fragments Found and Associated Losses: &7~ EPI $9##i 1 MS3 Frk E 5 A Al
AR (iR AR e ) DL GHi 2k

JHIASFH P Fe Analyst MD #ft
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A

K 2-11 fifeiss

E' Results.1xt - Nolepad = |[E|r§

Bie £t Fgrmst Yiew Help
Gquatitative optimization for Ms3
Thursday, July 13, 2004 (5tart 10:12:49 &M, End 10:24:37 &M)

S'Eal"l'lﬂg FardameTer s
analyst praject: opt Ms3
starting Method: starter Method.dam
Compound Hame: Reserpine
resolution: unit
Expected m/z: ©09,28L amu @
Polarity: Positive

ER SCan Rate: 250 amu/ss
QM DF Ramp: OV To 2000 with 5V step
EPI Scan rate: 1000 amu/s
EFL # 2nd Prac: §
M53 Scan Rate: 1000 amu/ss
Final Methods: Zave all final methods

optimization Results

actual mSz: G09.172 amu, 7.23E+07 <ps
optimized pP: 90 (30 initial n-a.'lueg
optimized eP: 10 (10 inftial value
optimized CEP: 24 (24.774 dnitial walue)

[Ms/M= Fragment 1] 195.117 amu (Loss of 414), 5. 9BE+06 cps :

optimized CE: 47 (10 initial walue)
optimized aF2: 70 (100 indtial wvalue)

ME3 Peak centroid MmassCamu) 2nd Loss cCentrold Intensitw(cps)

1 167,04 28 5. QDE+D4
2 152.82 4z 1. GFE+d

Final Ms3 Method: Reserpine_FinalMs3_1%5.117.dam

[ME£/MS Fragment 2] 174.149 amu (Loss of 435), 8. 60E+06 cps

optimized CE: 55 E!LEI initial value)
optimized aFz: 70 (100 indtial valued

M33 Peak centroid MassCamu)  2nd Loss  centrodd Intensity(cps)

1 15,05 15 1. 00E+05
2 142, 209 32 5. 00E+(4

Final Ms3 Method: Reserpine_FinalMs3_174.14%, dam

T H ik

1 LR REIESITEES

2 ilabi cF Tis

3 B RS AT

4 FEN 1 MS3 1 FIAH A R

I A RS T IE AR A — IR VS, HAAFRAR O [BRBERIL &M FK] + [F4587] +

[m/z] + dam. XLy IR ]2 R TR DRATAE AR R (R SR

Analyst MD # A
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IEN

J 8. Log.txt A1 Results.txt S #RGRA7AE Data 3 AF e, 30 R — T H FhEA
V22 REETTA QIR . T30 O [Frie M &4 F5] + OptMS3 + ([HIY]], [Hf
A1) o A SCPFRIRS 2O [Frig iRt A FR] + [958 2] + [m/z] + wiff.

BIASZ AR A TEA U A14R1L
A EEA BRI AW B PUTRIFTE I, SHIHOR AT 3.

PATAEATIRALSTHEHT, MRM3 DAL IIA e ZHAT DL R WA H0 B o RO SeD B g AR i —
AMHEBLEER, A E R AR

1. Hif% Analyst MD ¥t IE£EIE4T .

2. MBI RETTE, UHIEIZ T2 EBAN, B GIRA,
3. HIEHIN Data FICIERLIAEAE wiff SCIF.

4. A% Log.txt L.

S R4 T

PR B TR 7B . ER DURE R RE R BT 20 34, ETIHEE—Hl
BT m/z (B £ 1 amu JEIH A R sRIERE T . 516 Analyst MD BAFH A, 7SR
€ m/z [H I 30 amu f 5TV B N EEAT . 6 T2 B B TR UG, RV IR AT E C12 &
?ri

Q1 % &5 134

2B R AT B SR I T M RERE b AL R . ZARACR A IE Q1 MI 3. A s JE DA
FREH DP R RBATHHE, X DP 2Ttk . EP SR iR H M 1V B T
E212V (AEFHEA TN -12VAZE-1V) , PKAN05V. Rt EP EHMT 10V (75
FHAT AT -10V) , MFEXMLA DP. CEP ik 724 H M 0V BT 5
100V (TR -100V AZE0V) , SKA2V. e EEENSRES, R
LG, JHER AR NS TR L. B FEHF Dwell Time 34 100 ms.

LYY [ ek

bR B R T MS3 ALIIRE 5. B2 IE I DL S 3 Rk T =k EPI 34

RSZIU o NFTA BT AL S PTe e fetk CE. Witk CE K%, MIFExE—A CES {H, LAMEM
i CE W B VGl XA T AR B S AT iR B 70, AEFEFE—fiAR T4 £ 2.5 amu JiH

PRI . O AR 58 —RTAR T RO B /E Advanced Settings ik . Tk RiAR T

1 5 B Y e FH P 4R e

2 SN (MRM) 94

PP BRE A EPL 58 Tk B — Ry B T RORL I R R . IR MRM 434
KIS 5 CE NS ZLTHAE 130V (B THFMN 130 2| -5V) , KAy 2V, FEEN
[y 50 ms. &M@ SN EL BT, B A oS T B R A et CE B
H.

JEIAS FH P 48 R Analyst MD % {}:
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A

MS/MS/MS (MS3) 11

VA F 8 72 B i ZE 0 — Pt b B 5 AR B AT — IR MS/IMS/MS (MS3) 134,
AF2 W\ 0 ZBATHE 100V, PIRARIERE KN 2 mV.e BOE IR e [a], 002 A] DT
J& QOtrapping, LAIKFIE KRB . MS/MS/MS (MS3) F14 i &3t F IR LA sE, LR
M5 iR S+ + 5 amus

R ER T T CTR S TR BRI B AF2 FE5E RITAES TR GERE (BLXIC Oy
#E) NERKSRELI 5% M3R1G . A7 T1% AF2 {ELAL 1453 135 DU FH O 22 45 1 o 56 B K ) — e
A&, MRS AR T £ 1 amu BN ARG, DR T RTRE T mz (R TEE T
THEU 10%,  WPREANE AR B 2508 AR TR Fr o 225 PF OB R, WPREE R AR 1
1 m/z (ERT 10%, MU IRERATE )

2-12 AF2 T 5E )71

[T ot =i (o A L O 11 Garvpm 1 {3arg W] el Béarme _Juse Fh_MEE Kimpaiy 5 0o wil [ Taibs Sp iyl Smeolha M= 00al opd
0ok P — .
B ..__________,.-f.- — — —
fory
TIC of AF2 Ramp for MS? of 654>346
e
o A e e e e e e
L] L] w " n o ] M & 48 L L1 L] L L ] L] ELd L) L] e
T 500 ot =M (00 Pl i) 0 DRl G an B M SR 5 3 Py ey 5 JaWoguink 1 18 @ s FELICTT 1 A _.lu';- 7‘r‘i:ﬂ_ﬁ1nnni.i‘_.b-t'\- [ES T Mas 4 Vel ape
i
1 ) .
\ Optimum AF2 | XIC of 346
1Y Y
*u, I
I -
= e i 5% Residual
ooy ) ! -
e | &
CT\.' ------------------ e - —
L n " 1) = m . =0 43 - L L] Be iy e m L L L 103
aF T U
[l U (AL R DAL 0 Ba T mm am Samph 1 (5a re o] ol Biams _Jaes 78 _WES_Fampald 5 (0wl (¥ sk Sarapy M A0 e
080
BDw2
Lot H
a0 MS? at Optimum AF2
RDes = =
.| (2 mostintense ions) .
LL > 5
FoTH  2IEE B . 2230 380,
L 1 A L i
L) L Lot wh O 180 180 oo s i 200 280 0 0 a0
M. amv
AY E[ A \J
A
A R 4 T7 1

PATRALTHE S, A 2 A4 i 24 1 MS/MS/MS 7. it il 7 Advanced Settings &

FH1¥] Save Optimal Method Only G35, A AR i B2 5 K — 0 v B8+ )& £ 10 amu
f— A MS/MS/MS J5v:. ik Aidi 7 Save All Final Methods &30, 45t < FH M
EXHIRIRS (BB RiAE T +5) amu Y L IR (1) 5 & 95 B 61 @ fc fE 5 i DA — Pl — A
TR MS/IMS/MS 5.

MSServicelLog {74

BREDL T, RIS Rl 324E Bl SEE MS Service H &, 8 il MSServicelLog AT
P MS Service H & AR [R1EME B3, sIFaA1CEs Rl3E Bid 5. MSServiceLog i
AANL3E T 4500MD 11 Citrine 24t &%

Analyst MD % {4 JEIAH 7 e FE
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IEN

MSServicelLog I AT LLAE B A S S BC B SCF RO DL R, HXT MS eds H S B B T i
FRIAEAnT B8 4R A A T B A G B SO e A R

LR A
DS TR
il A AS

1. 5 ARG B A .
2. Hi Script > MSServicelLog.

2-13 MS Service Log Settings i HE

et s e S W
Enable @ @ Disable @

Logaing

@ Log Interval (min) 15.00

@ Log File Size (ME)  10.00

MS5cr. sy

C:'ProgramData‘aB SCIEX\AnalystiMss

@

[ Use Defaults ]

TiH ZFR iR

1 Enable T T84 18 ) MSServiceLog A BT 1A% Fry [ 352
= Btk 3] MS Service HE .

2 Disable T2 1148 B MSServiceLog A BT 1A% 1) [ 352
1% BAt 33| MS Service HE 1.

3 Log Interval i KoK B R A [R5 B il sk B MS Service H &

(min) SRR, AN . BB 15 B, fREER

JEEEN 1 3 8hE] 1440 505

[N EDRE 1] Analyst MD #ft
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IEN

i H B ik
4 Log File Size |45 HESTH IR/ BRI 10 MB,  fLVFITE
(MB) >4 1 MB ] 1000 MB. #&% % Al 43 w4 H &S

o CHETHESCH, gk BAXERH RS R
o FREH S

124901 H ESCHRARHE E KN, R TiE X
IR SO s Fo 7Ry, IF HafE FHTE MS Service
Log Settings X% HE F1 8 5 1 32 A — 4 Hr H &

SCHE PR SR B EAE

5 Log Filename | 457€ HEXHRISCFE 4 . B2 HISCHHY B4 N esv. txt
% log.

6 Log File Path  |f5& HEXHRIfEEALE . BRIRIEERING B

C:\ProgramData\AB
SCIEX\Analyst\MSServiceLog WEIEHILE .

7 Use Defaults | iy DURE X AHE 1 A T A 7 Bok B N TIRAE

.1t Disable LL{% 1-7E MS Service H & CAEAE s A5 B o

i Enable LLFFUATE MS Service H & S HFc 3 5 A 1) 1R (E E

B M MS Service Log Settings XFiEHE A B HAR FEME, WS RE: K 2-13,
. gl OK B i

sMRM Calculator

sMRM Calculator i< 1] i+ H W £k Scheduled MRM 5% RAE 5% . 1 BIARE A DA I
278 MRM B0 (OMESL . L IF A L SR A SIS T) DA A S0 e 2 F ) 5 BRI ) o 12 ) 1
K 2-15. N 7R 70 AR s AT I ) S & A, IR A TEHE h BB S e, 4
Maximum Dwell. Minimum Dwell. Target sMRM Cycle Time &\ Target sMRM Scan
Time. Window Width. MRM Pause Time F1 Settling Time. VUMK AHRN HE . FEE
AR, ERSEIETH R T HE A

VERE: I BAE SRR J7vE ik T Target Cycle Time, NIZE A SHEHE P AN BEK H 5 BN
Target Scan Time. 13755 4h 77k FiE 4 T Target Scan Time, JITE JEIA G TEAE H A REHE
HE N Target Cycle Time.

2 T

R RAXT Citrine 248, 4 A58 sMRM Calculator JHIAXHEHEF [ Settling time i
Tl o

Y

LR A

B2 LA

Analyst MD % {}: A - 4e e
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IEN

il A AS

[H[IEiS Yas
« HfR Analyst MD #F 4T BLAEA-BC B SCPF 20
o R C A% Scheduled MRM #3542 5.

1. H. Script > sMRM Calculator-.
sMRM Calculator xHiEHEFTIF .

| 2-14 sMRM Calculator % ifHE

Tieve i) Tina (men)
Cycle Time Q Dwell Time: [w]

Tive i Time frin]

2. i Load Method VUL A ) Scheduled MRM 535 R4 7715
Open X iEHEST T

VR WA Scheduled MRM 1% 5256 LT 24 BT i 19 H o 03630 B X A R T
£ BE4E sSMRM Calculator AT 7. {27~ Scheduled MRM BLE S50 ) FEANE S
iE Scheduled MRM 35525678 A Fbrid v3E Scheduled MRM.

3. &% Scheduled MRM LK%, #A)5 Hidi Open.

16 5% B R4 7 1L BERIZE sSMRM Calculator Xt iGHEFFT . BT FFRE T IE K AR 4
SERTEXH TR HE bR A A

[ NEEPRE = 1E) Analyst MD %t
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A

K| 2-15 7 sMRM Calculator X7 iHHE 137 I 1SR4 715

-:mmr:' i Wb DAk pects Wt T re it Pt | @ s -'EF.E
Lnaal Mo e o P BT Wik Cieill * M ptfnd Dhvmiview o Comcamsrcy (=]
Ve Paumaten (01 | B-sknea 15 PO AN . 1P M 1 W Feiten [ Mopi @ - @
[Pa— - " [ Peer— T MLMDIEOG - T = i i M
ipima Dveall 308 -t [ v— MO - 21T W@ e S = —=i— " |
[T T —— TINONX0 - 3T @ nx === |
(e g —— 7Ti5 AT DS MOD = |28 5 TRT) . .= __. E., ]
b Dot Tk EE- g L s E [
0 Coxheran ol 00 N0 . TED il Fulo ki - a g
ks W PO Y S - saxoimmwo 3% % . || = — ;
n.;:l:r r e ¥ Hedooodora- FE MO NG . 1B = LFB —_— —= 1
e m @ [ e ——— e AL Eoa e
) . W | FAHOE S0H pared D | BII00) TE MG = (444 = r= ==
000 | WHOTEBOH haed L8| TTTI00/ TR = (442 2 ®m -
Aok = A ] BMOMMO - 2 0B ™ = = J—
T S — [ re— FIHOIZMMD - 1MW B W R =it | Tmaimnd
= 04 | Maghebeeadd 15 | MANGUMANG + 188 W B Croie T a Dmel Tome o
Taoomt sbEM 07 Hapectamaedl 1L TR WD WS . 3R el Lt - . @ - @
Baar Teea i 0% | Madadora-dd) INMOIMEW0 - 3 B M 5 : .
e s 077 | Maharchatemnaf | EENO0EG - (18 X 1298 T o - *
L ol == ¥ | Matborkors D3 15 MO MM - 1T 12 ¥ F =] ~
Sanling Tux ¥ e [ Jre— T HRXOITHMG = 3B 2% 143 r - "L - é -
(0 | Mosgirad FMOITION - 0 W@ e & I 1=
(21 | Miearapnd IEMOIMIND - 400 3 . 2 =
22 | Mopnpieadd HTMOIIDMO - 14F B Wl : .t - £ w
) | Dpremdores X2 WOIMT D . (TR el 373 -E‘ . fl - -
128 | Oepmorphorsh WS DI . 190 oS Ehai 4 L i ’a
(S | PP FLE T R TR Bt — ..__.-""' -
[Egrrry IAMO WA - 180 M LE ] N
3 - e it el
NS
HiH E{iBa

FE M 5 M B E A #R A1 Scheduled MRM SE 4. BB #% o B R IS 80
RTATIFHIERET i

D SR s T DO A B o 88 0 AR A AN 3, DS £ 2 0 7 A v B
IS EANRE . RA% T IS8 DL B TEAR RN B . R AE SR VRN
O R A S X S S U, ELBSEIEE 1 B X AT

40, WA Target sSMRM Scan Time “7 B FfE A A S0k, IE&#E
(Y 55 B O TR EEOR TSRO 580, HL B B AR S ST

Bihn, nEE 7 Windows Width =B s, X T8 FH ik 4 /i B
FIFTAE B F5F, HAELE Window 5 ESKE B 8. BT 2555 1 3 BF s (] 1
SEHIT R IR B . A0k i E A R R EE . XA
Scheduled MRM Pro SR T kb B AR & DB E R E 76, 5H
e K ) Window Width 42 J7 15 BB AN 2 BB R 4 I 28 35 7 X6 1Y)
Window %177 f){H .

VERE: e E B PR B T BN i, EATEA T

Analyst MD #f4
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JEA

i H

Eitipa

2ol WEY ID. Q1 M Q3 pif. WME. &I TERE. PR B I [R)AGE B I
AR R E (E E RS . BUARL AR IR S HE .

BOR P A A 5 BB, AP —BbR R index.
ID. Masses. +/-. RT. Window F1 Dwell. [0 & &l Hr, &AL
) BEE S N B =2 7 2 7 A OAE B

T SCIEX 4500MD Al Citrine R 451K /7%, i8] LLEE A& th gmE 1%
Scheduled MRM 532556 FR ) BT A &5 10 06 11 96 5 o RA% P i T BE I
V) AR A 00 7 A% P P PR AR N 3 B . B R TP i T 1 98 T
Scheduled MRM 5.y% R AE 7 vk #6459 Scheduled MRM Pro &R 4E T
%

FERE: A2 M i v (2 R i LA B I SE N T SR AE T EB R
&R AN TR B A, B R O RS E LR T B
FBERE, Mok T SR AR N A .

A5 % UL R 75 2004 28 1 Scheduled MRM 8032546 77 = A0, 2 R i
A Scheduled MRM 1% & 7~ A PUANAS [ 28 74 1 I o

o FTREAHIIETE MRM B T6HE B g DLk (6 IR e RoR

o BT RR IR B X AR AR JE A TR AR M e 3 1 SR B s R X

o FANEEHI T AR E R FE T XAEM Y H. X+
Method Overview fil Dwell Time FEJ, L&Y ID 4 Bon7E T H 2
A~

« 1 Method Overview FEJEH #.idi— MRM &%) vl 78 HoAh = A
AIRAE PR BZ B X

#F— " KEJE Method Overview & 7R BT B 14 DA S BN B 755 FRAS I
Ho X AhERfrEna. Y #E R MRM #5185, ERETETHANET
XTI o

% A EF MRM Concurrency £ X fili b BRI IE], 76 4 EER
FEAMR R () AR ) MRM 375 2

% =/NEJE Projected SMRM Cycle Time 7E {4 B4 I [a] 241 ¥4 A 5 A
INpA] . 20£64X 3% Target Cycle Time C(IISf#ifH) . fnfdifH Target
Scan Time, N4k ()t & Target SMRM Scan i a] 2 fil, B[ 77324 flr
A Scheduled MRM H% S8 Fr B T8) 2 Al

JEFRE: X Projected sMRM Cycle Time Lt Target Cycle Time &
Target Scan Time Z Al (ZLALAL) (KA 2 HIE 7xf, FUHEGE % .
*fT Projected sMRM Cycle Time [t Target Cycle Time &{ Target
Scan Time 2l (ZLALAL) @SS ZIHE X, BiHEdE S,

BA R PR
IVD-IDV-05-4988-ZH-D
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IEN

T H Eitipa
7 S5 DUAS PR S8 7 B A B 1 6 A R PR I ) AL PO B I T o X s R B IS

8]0 Y A S s N O 98 B IS A

4. AR R EE SOX S A DAL 7Y, TR B BE 4 Projected sMRM Cycle Time
I3t

5. i Save Method.
Save Method File % I [ERI+T T

XTI B SOAT AORAE B R SR T 9%, tm] DLERAF B MR B T ik A0 RS BE A PR A7 3
JERAETr ik, W e 2 e R T (B i -

6. BENFTCMA, BUREEIRTNE, S5 i Save.

7. 1f Acquisition Method Editor #1F] JF A7 (1SR4 7772 A28 G 3 24
R JE 5% B 7 Acquisition Method Editor H37JF, 06 50K He 56 P I 58511 IF .

8. Hii sMRM Calculator X} iHEA LA X PAIEFZXT T AE .

Analyst MD {4 A - 4e e
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PR FA

=
« JtZEHIX: NA.CustomerTraining@sciex.com

Kkl : Europe.CustomerTraining@sciex.com
o 7ER 51t 2 4ME T A sciex.com/education

R b

+ SCIEX Now Learning Hub

SCIEX 7 #F

SCIEX M HARKAE S BRVER N WA & RS IR S B AR LK . AlATA] DURZ R4t it
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