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BB, B FEIMRRRE =T,
> MRS wEe-5 (b) Fx, H R E, WA GEIFEMETD FA,

8MRE A (M Y NP 1-P2-P3-P4-P5-P6-P7-P8. [ Bk i 2% ) 3 B J7 A1 i85
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MPosition 2 CH) o ZA M MEIRAE PO, RETEE: 0-80 °C (AU
FER AR T AR

RO A B e T PO B B R A — 3, PRI EE, BX
TR . BRI, SSRIKREE RIS RO O i
JNIE, 2 W& 6-6.



MBS RURAR IS OARAT $TAHE] BRI Agilent 1290 Infinity 11-6546 #R/ERR{EATE 18|, 49 :|

m b

D EfileEddn,
C EeEEAD;
D HERRESMEAD;
. AeEERALD,
. Afe R o,
. MSif

1-6 Position 1
1-2 Position 2

Kl6-6 HIRAE LYK

6.3.2.4. i)
Il 6-7 29 J5 1 AR i 7 73 1) B S
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KAENFHEE (APCD .
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MBS RURAR IS OARAT $TAHE] BRI Agilent 1290 Infinity 11-6546 #R/ERR{EATE 14T, #49 T

T ABTHREERE T

> BETRELS: BEILEIINE TR0 — Mz, SEANITE . s T
FEHRRY L RmDHR,
kit A gs: PR AR R R s, AR AN AT .
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ﬁ D]] (") Shutdown SmartCard Tool
- Q-TOF Diagnostic Tool
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Instruments «  GB6546A
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o) G6546A

Start Instru

Project: | ISCMS_LiXin £ Launch Offline

a Status
Instrument does not have status information

K]6-8 Project-Launch i 33 H £#:/E

il C. Y — » v
U R R SRR A e -
e _
7
SR £ T 1
Sﬁ el Fosen (il % iﬁiﬁﬁ ﬁ He [ *
i R 4
S| Jr ) )
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2. MR A REIE A OB Project SCAFJF ML) Launch | Masshunter
Workstation, 7 2256 Wi FFAXAS TAF 35 5 2w HoAh P 300 H SO, S84 T 7T
BAEZ WK 6-10:  (a) MM AIEBATAFNVIRE, Al MassHunter
Workstation T 47 - ff Close El#%; (b) %] Control Panel 50, &#4
N1 Instrument SIS, s SE AL Close Connection, #f H A ¢ A1 21
WE I, 5 Yeso (o) BEJEHM R NG BT R BERE, 18T ORI
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gh, ANE ST EARA T, BEEMHE Information & I-Connection has been
closed; (d) [A2P8% 1, 7£ Control Panel " 47 | fi%£$¢ Instrument--—-i%£H H
CUBT Y Project-—-OK 2 J&, miifi Launch, ¥ REE TAEU.

e cHeEHEWZ Y ~Qe s

(a)Control Panel 5A T - A T fInstrumentit
I - & 3B 42 Close Connection,
IANE A, 1EFEYes

Information
— Connection has been closed.

-

(O O F i R L R EIE SR T 5T Al
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: ji : (d)ECéntrolrPanelqJVET%ii?%Instrument———iﬁiﬁ
Dz FECHERPoject---OKZ/E, siflaunch,
- = ?‘TF%%_IT’@EC

Kle-10 WroFumi H S i %

3.EE: WiE6-11, EFEBinary Pump BbR (il vE 207 LA,

AV/A2BI/B2, W R AR H A H i %, 7] £l Switch Solvent Selection

Valve A/B#EAT 5 4 ) - 45 # ---Prepare  Pump---Purge %t [ W B HE 2% 5 # 5

mL/min, A:B=50%:50%tLf, #EVE10 min CEEIHR, 100%AFIBIK HE

7%, %-5min); 5 A A : AT Conditioning---Start; 45 % Ji5 Prime---Start;

5% J5 7 1% %€ Purge---Start
7: 1) Prepare Pump: FTHFRUE R0, B0E HIRA R RRAAHNEH . 2) Purge:
AT HF R s AR, 7R S R s B B R NIDTALR A ] . 3D Conditioning:
TN RGE R D 0E), R, A 2l A M i A . 4) Prime:H T
ECBURIZA e, G R RGP A IR A, fEMPurge TIERR LI @ WAL . 5) Seal Wash
Prime: WL RE SR ETIRS . Kk FEIE LA 0% T BRI 7E1290 infinity RS,
FEZEATIEBEECAAT I, HANRTEIAE A 5 P R R
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- Control.. Binary Pump
Error Method . k] .
EMEL urge
Identify Device O
-g Switch Off @ Use for changing mobile phases, drawing solvent or for removing air bubbles
(21 Switch Solvent Selection Valve A 100--00 0.000 mL/min o Duration: | 500 : | min Composition A | 5000 - | %
BRI Switch Solvent Selection Valve B BEB %] Flow 5000 | mUmin Composition B: | 5000 & | %
& Bottle Fillings...
Pregare Pump...
S¢/ Nash Prime ) -
\ Q '_::__.:__ eters are applied fo
Y
(1) EFEH e
O
(2> JFfHH
1] 20
tart Cancel Help

B6-11 ARt BEE IR S A R A

\

6.4.2 JH iR 1
AR WHE B AT N5ERR, AMEAH P B E VBN E . LT

THIRRZIMBEATRLIE
AT 1) o i B L P 5 A AR AR A TN RS AR BN W 2, U AT X

IR, BARKIES R
TE R AU TR R AT 2 S oAS 0, AR E IR CGEA: 55 A =t 1, 7 bar;

AR URENIR0.15 MPa) ¢ B E A IEH (Al TAEES FJE Actuals
I, TOF VacA107 torr, Quad Vac H107 torrEi &2, 2 W K6-13)

1.

® o _F "!
Gl BEES, HOFEH0.15MPa
apidfire 5LC-QTOFLF)

K6-12
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195, L9 |

Instrument Status

Chromatogram Plot Worklist

Method Editor Actuals
Sample Run Spectrum
Windows
Actuals
Parameter Value
Q-TOF: Not Ready Text Long One or more temps/flow/pressure are not ready.
Q-TOF: TOF Vac 1.29E-07 Torr
Q-TOF: Quad Vac 7.22E-05 Torr
Q-TOF: Rough Vac 2.18E+00 Torr
Q-TOF: Vaporizer/Sheath Gas Temp 125°C
Q-TOF: Drying Gas 3.0Vmin
Q-TOF: Gas Temp 225°C
Q-TOF: Firmware Version 27.851
K6-13

2. fEControl Panel AT A b £, stk Tuneidt 17474 3] Jo i 1% 5L i U 2 3 Tune
S . FTHFRE, ZEFRUE3E NReady IRZAS S8 DL by 3R PR B HE ) #
M, & B TOF, I 15 iMass Calibration/Check; 5 i Start TOF Mass Calibration

AR B

O Ja K A 3 B R iR A

e & A7

D:\Masshunter\Tune\QTOF\Reports\Stage ., i 75+ ffJCorrected Residuals/
/NF1 ppm, RIEA AL

Home

@54k TOF k4 Sandby # on. FHARI S,

Q-TOF i E

Q-TOF

Acquisition

Tune

ﬂ? Dual AJS ESI
@ E Standard (3200
2 GHz, Ext Dyn Range

q? Dual AJS ESI
@‘E Standard (3200)
2 GHz, Ext Dyn Range

OV it - dat s \
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@REEFERIENRY: LHTHRABT

---TOF---Mass Calibration/Check+
~0Q-TOF: Standard (3200 m/2) Extended Dynamic Range —

" Quadrupole [ {+ Mass Calibration / Check]
[~ MNegative o TOF " Transmission Tune

" Bath " Systemn Tuhe

Tune & Calibration | Instrument State |

[~ Fragile lor
TOF Results
- - |
-
1 n
bEks
@ﬁiﬁ) I uﬁﬂ&ﬁ 14M L Iy @ﬁﬂjﬁiﬁtiﬁ]iﬁ#ﬂ(—
H b2 u}
1 1221 9908
e 1521 9718
B 2721 8951
8
g o
-]
5
L
2 | 122 8993
oan
Start TOF Mass
Calibration o
e —_— .
1000 1500 2000 2500 000
T8 |
TOF Mass Calibration Data
Thmorstical  Actual Time MApundance  Calibration  Resolution  Primary Comected
Apundanct Fmsicuats | Fesitusis
1180686255 118088255 37809684 TI2843 430834 12571 3.8 a0
122048120 3ZIO4B11Y SREAGI2  1.204TH) 420825 s A9 L0
422028080 B22029010 TLOMTIE  1.DERS1S 412183 7078 0o ooe
Tune HBDOI't Gz BEDOGATAR BRTEOSMD BTN 4MESH M0 0 44
1221 860637 1221590681 102003427 1.%68008 404271 30401 0z 408
1S2ET4TE WS STUTY 1ATSANTT  SAT 406 188 504 R 015 000
1E2852313 SAM SS2453 124388311 854,104 442813 33340 012 ooe
PRSI 2120403000 134135180 STHT  MEARN 34383 O o
2621913950 2421504119 143234703 B3B8 lasdnz 35008 o0z oos
ITIVEREEID ITI BO4TED 151 TEEDSD 904004 ASTNZ e D06 a0 é‘

Kl6-14)51 iE A% 1
D)4 B Acquisition ST, AXES RS & X TEHE I FE Yes; FRIRIfE; i
Yes A7 1 0

Instrument State Confirmation iy

Your Current Instrument State:

Acquisition 4 GHz, High Resolution in 3200 m|z Mass Range

Tune Have vou tuned and calibrated in this mass range?

If not, click No and select the Mass Range you plan ko acquire in BEFORE you leave Tune Context.
Proceed to Acquisition Context?

Ix

Home

: ®giili Yese
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x

The Mass Range, Acquisition RatejTime are changed for the current instrument state.

Save Tune File ' X

There may be unsaved changes to your Tune file,
Would you like to save your Tune file before exiting the Tune Context.

wo |

@iy Yes

Kle-15 fRAFR A
SIS B kA T BN AH — B A B R AR U AT R 0. 225K B D
— I A/B— W 7 1R IR G5 A — 8545 R G0V — TS RS E — H R FE 7 41
IBAT RAE T 51— B3 b 38 e 5
6.5. BITINER
6.5.1 H WU 5%

4 Stepl. 7t MassHunter Workstation 5% [l Acquisition # = T~ , &

Method---Method Editor, )ﬁﬁi@, B Tk

Home

Acquisition —_ B Save ~ & Instrument Status  Chromatogram Plot Workdist
Tune ﬂ] b ﬁ il T Method Editor Actuals
Ti-
Method Single Sample Status IS ) Reset Layout Sample Run Spectrum
Context Layouts Windows
Instrument Status

Multisampler Binary Pump Column Comp. Q-TOF
L idle] standby

EuF() EMF(Z) EMF(Z)

@ @ 8 7 8 q? Dual AJS €51
5.00 L . 3 :

H 9500 500 0.000 mL/min 2TEC \g 6y 2831°C @T_! Standard (2200)
-

= more] Position 1 (Port 1> 6) = 0cH:
b
: . BEB 0.15psi o
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Method Editor
Eﬂ E B Eﬂ default_LIXIN_positive.m

Properties DA Multisampler
Method

Multisampler Pretreatmer

Path
D:\Projects'|SCMS_LiXin'\Methods\default LIXIN positive.m

Pre Run Scrpt

Post Run Script

K6-16
#+ Step 2. {KIX&E Properties, DA, Multisampler, Multisampler Pretreatment,

Binary Pump, Column Comp PA A Q-TOF 4§, DL KK UL :
Method Editor
Cn O B o

Properties DA Multisampler

.\/‘_—_)

Column Comp. Q-TOF

Multisampler Pretreatment  Binary Pump
Data Conversions | Qual = Quant

[ Qual Automation

D:\Projects \ISCMS_LiXin'\Methods \default m

Kle-17
(1) Properties: FE1% & Path /7 A IRAFHIBRAR N T IS AT I 7). RAFIHRAR, W]
PAFE e 5 — 20 I VEORAT 46 %€ #8422, fEPropertiesi’d & TP EAT Bk . — IR
FAAE 7 SO ReMethod F- S0 A H o VRIS AT IN (B > B0 46 _EAERFTR],  BfF
HATIHTE, LFRANKE.
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(2)

(3)

(4

(5)

Method Editor

ROEES v OB

DA Multisampler ~ Multisampler Pretreatment  Binary Pump  Column Comp Q-TOF

Method

Path Est. Run Time
D:\Projects\ISCMS_LiXin\Methods"\default.m 0

Pre Run Script

Post Run Script

Description

Kl6-18
DA: EZ7IWE . FEHTHEIREAEE R R CRENREE LT et
EEAEAATE, —RIEHRE. WFEHT R E, DO R TS

W, WNEEAT A 2.

Method Editor
EES -V O

Properties Multisampler ~ Multisampler Pretreatment  Binary Pump  Column Comp.  Q-TOF
DataConversions | Qual Quant
2D-LC File Splitter A~FIS &

() 2D-LC File Splitter Automation
() Generate 2D-LC report
[J Keep original Retention Time

Data Conversion
[ ] SureMass

K6-19
Multisampler: BRIAEPRT, LFHFRE. FEHTREBFEE. i it
FERAR, BEREAA AT AE RS h RIE AL HE
Multisampler Pretreatment: ERINRITR], THRWE. FEH P ELATERH
b AE 2 A b
Binary Pump: ¥ (AR E R AAHRE, —M V0.4 ml/min 5(340.3
ml/min GE@EEEER, KE>10 cm) 5 EFA, BRsIHE. 2EB,
A+B=100%, 7] LUE LB LU R IETT AR IR . . SO e
Jit, e LUK AR 2 i LA MU, P — BOtE], R BIR0AE LG, FES
b2 o AEREIR (ISR, A5 1R 100%7KAH
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5F245, k9]

(6) Pressure Limits: 1 B Rk 77200-15000 psi;
(7)  Stop time: 35 13847 B (8] 3 AR B 5 e B (1]

Method Editor

RHEES

Properties D& Multisampler  Multisampler Pretreatment Column Comp.  G-TOF

Flow

yanis

v o H

I+ Advenced

A Timetable (empty)

000 | M
Stoptime Posttime
@ #a Injector’No Limit @ off
(@] min [9]

i s o Flow Max. Pressure
Time [mir) LI To R R i
000 %000 1000 0.400 1835491
Add Remove Clear Al Clear Empty
Copy Paste Shift Times

b ISET

Kl6-20

(8) Column Comp.: WE OIS EMAEE LEFRAE (WZ%E6-67~
BED , ETEEO0-80 °C, TEMRMEFEM LT ik IR R 52 A1 5B 75 2L
BT AR E . TEIRIE SR T 2, W E RN S, Position 1N /C M
WA A7 AUREIRAR , Position 2445 I € WAL AN A AT IR « AN A IORE IR
6, T EZFINot Controlled, LA tailbiE I RHC AL SR I 858 N AR



MBS RURAR IS OARAT $TAHE] BRI Agilent 1290 Infinity 11-6546 #R/ERR{EATE SB25T, 49T

Temperature
Left: Right:

(O Not Controlled

@ | 400 ;| °c
(O As Detector Cell

(O Unchanged

Not Controlled

300 ;| =C
As Detector Cell
Unchanged

OO00®O0

Combined

Valve Position/Column
(O Use Current Column / Position

@® Use Selected Column / Pasition
Position 1 v C)

Kl6-21
(9) LC-QTOF: B Rt R&E k. HTRikisir MikigERE, BiES N,
B4 —Q-TOFJi it R AE J7 ik dmbe, VRANHEAT Ui .

Method Editor
hEES O

Properties DA Multisampler  Multisampler Pretreatment  Binary Pump  Column Comp. | G-TOF

lon Source lon Polarity- ~ Data Storage -~ LC Stream General | 50uu:e| Acquis'niunl HelMas:l Chlume!uglam‘
|DuaIAJS Esl ﬂ I Eeiliie ‘ Eckh CE lan Palarity (Seq) LC Stream (Sea) Data Storage (Seq)
Stop Time:  Time Seament and Experiment * Positive I~ Fast Polarky Switching & MS el £ Mene  Centroid
& No Linit/és Purp Time (min) Expt * © Negative © Waste & Both © Profile
T IERE C
Flot and Centroid Data Storage Thieshold Profile Data Storage Thieshold
MS MS/MS
Abs.thieshold 200 Abs.thieshald  [5 S teestuld 0
Rel thieshold (%] [o1 Rel thisshold (%) [007 MSMS thieshold - [0
Cycle Time: 1 seconds
[ Do ot wait for setpoints [e.0. temperature] to equilbrate [~ BioConfim Masimum Entiopy mods:

Kl6-21
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(10) RefMass: SRS IEMN FH, “2)i%Enable, Use bottle A, % 1F 5112141922,

General | Source | Acquistion Ref Mass | Chiomatogram |

Reference Mass Correction

[ Enable Reference Masses
Reference Masses Table
On MZ
v Use bottle & Apply Now v 121.060873
__| 149.02332
| 322.048121
| | & 322009798

1221.930637
1521.971475

Auto Recalibration Reference Mass Parameters LA 2421.91333

Detection ‘Window | 100 ppm

Minimum Height | 1000 counts

F6-22
(11) Chromatogram: &% & T RIEFETIC.
Generall Sourcel Acquisition] FefMass Chromatogram l
Chromatograms
Chromatogram Label Expt Type P-l?}ll‘:[g'"' Offzet | Y-Range
| TIC TIC MS |F'-:sitive | 15| 10000000

’&l6-23

+ Step 3. RAFHE: HiFREMIALIRGE, )ﬁﬁﬂ TIERAE, IR RAF IR AT
W B 2% RiProject 3L Method 304 o SCHE 44 B BCALHE FH P - (i A A R -
i - B W R % fF 8, i LX-C18-10min-MS_Pos 20250808

Method Editor

A PP S v o

Properties Save Methad Tpler  Multisampler Pretreatment  Binary Pump  Column Comp.  Q-TOF
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Selected Path: ‘ DAProjects\ISCMS_LiXin\Methods

ﬂ] default.m

(11 default_LIXIN.m

1] default_LIXIN_negative.m

(1] default_LIXIN_positive.m

(T] default_LIXIN_positive_direct.m

(T] LCMS_C18_positive_20250714.m

Filename:l |I | Save |

Files of type: | Methods (".m Cancel

Kl6-24

6.5.2 HIEXFEFS

1) AcquisitionFt[H T, s 87 8 Worklist, B¢ 7E Worklist 7% 1, s = l,
nl6-25;
2) I AR

= Agilent MassHunter Workstation Data Acquisition [0Q admin (ogadmin)] D HE Worklist
=N orklist

Home

Acquisition PR . B Save ~ &
Tune ED == W

s Lock

Method Single Sample D Reset Layout

Context

Worklist

il R (=) Signalto Noise Ges4sBw =, %fn = [E, Q@ [Ee E

ol

|

E\)ﬁﬁ?ﬁ]u%\#&v

Kl6-26
3) {£ Sample Information ZEIH R, HEFE G A FR(LALIEE B — BGOSR 447
HIASEH Ty, RSB FE X ), Bl s ik, WA IR, Jiikk A
KBRS A7 84255 sy Sample Position 1T, 3 BB I0 AR & BT
JECE A
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Add Multiple Samples x

: Sample Information | Sample Position

Sample

@ Append Counter

Mame: |5£Inp|e

Suffix Counter
Numberofdigts: [1 | SwatVae: 1 |  Step: |1
EEFRE
Method ﬁ
Name: |6545}(T _Res_Accuracy_ms.m r '|
Path: |c:‘xPrnjecta\d'|edmm\Methnds |
Overnde DA Method
MName: | -r|
Path: |c:mejects ‘checkout'\Methods |
Injection
Injection Volume: | As Method v|

~

EENERRETEHFE, A N

Kl6-27
4) #£ Sample Position G- & ri o F-HE 5] BUFR AHH & — AN BT Y X s
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Sample Information | Sample Position
@ Curent Configuration

Select Well-plate or Vial Tray __Plate/Tray Type

Select Tray
o WI-ﬂMe UL Selection Origin Block Increment
|+ P1: "54VialPlate® .
| P2 5tvialPlate”| = | © Toplet O Topright O Row major
- P3: *54VialPlate® . : O Column major
| Pa: savialPiate O Bottomleft O Battomright () sempentine
| P5: “54VialPlate®
| P8: *54VialPlate® Number of samples Number of replicates
Wellplate/Tray

[ ok J|i" cance

[ 6-28
5) i OK 5P Add Multiple Samples XJiEHE. 5% & FUFE A HILAE Worklist &
¥, I H AT LAREAT PR IK Gt 4«
a) Sample Name: X{ili & —> Sample Name /ME, o), IR 7 2 HE
B i ALK
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b) Sample Position: XX i :—~ Sample Position /ME, HJHEAT FoRIESE, 5L
HARAE LR B

c) Method: HEHH— Method /ME, Tk A LLE#E Project---Method H [
HAbIZAT 7. Ba—ATiEvE, nRE — /MO, R Y% .
d) Data File: BFrikF3— Data File /ME, s, BontE, $ah R it
TRAT-Z%F B Project-—-Data SCAF5K Data T /7 3CAFH, 52 SUE5 SR SCAF 4 R
e¢) Sample Type: —MS3i%+E3] sample.

T

6) TRAFFEME: WK 6-29, i “— fRIFLAER, i TAERAK, @Eilas
KR PI-F P -H 3 FHARAF 2N N Project---Worklists #8142 F, i 6-30.

(R LAER

Worklist JI//

EOhOoOED» = EEt=lkacalk#
| z Status Sample Name Samiple Position Maethiod Dara File Sample Type Lewed Name Inj Vo )
1 2 W Pending sampie1 Fl-Al cefault_LIXKIN.m WorklistData-0001.d Sample As Method
2 b/ W Pending sampie2 P1-A2 cefault_LIXIN.m W Data-0002d Samiple As Methaod
3 /| [ Penc Sam default_LIXIN.m WorkiistData-0003.d Sample As Method
4 /| [l Pending Sampled FL-ad default_LIXIN.m WorkiistDara-0004.d Sample As Methad
5 o [l Pending sampies PL-AS default_LIXIN.m WorkiistData-0005.d Sample As Method

Method Editor [[PEER| SampleRun

6-29
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Fele{ted Path: | D:\Projects\ISCMS_LiXin\Worklists

2= e

il Tor 2025w

il Tor_202503w

Files of type: | Workdist files (.

A 6-30

6.5.3 AT I INEE R T
RAE6.5 28 R P IR s T 10 7k, IERIBATHE AT, NARATHT F1Z 71,
Feab AT nE, BEAREAEU R fFMassHunter Workstation 5t 4 T £ /4 i Method

Editor-— /5 7 Eﬂ B, A rERes, BB, St Apply
Method N Bl fN# 1% 792

[Method Editor |

O &= (22} Injection Camyover G65458.m - 1O
Pﬁnemes A Multisampler ~ Multisampler Pretreatment  Binary Pump  Column Comp DAD  Q-TOF
Method
Path Est. Run Time
|D:\Projects\0Q2023\M,  egtion Camyover G65458.m |3 |

Pre Run Script

Post Run Script

AN

<

LET G AT I — Ay ke

Description

K 6-31
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R ER E AN EIRE, A fEMultisampler/ME--- 45 B ---Control...., #EHAT
WHE. MRFERHREARUR, NEHRE.

|Mu|tisamp|er |? O Bi

Mon S0 EME(Y)

T i

5.00 pL
]1’ :
=
w0
Y —

-+ Control... I
Error Methaod
|dentify Device
K 6-32

BE RS T WK e6-33, fEChromatogram Plot, TICSZHY €4 i I Fi i 5 o
i, EFEChange..., fEA % IEFPump Pressuredf Sl Add->3&5H IMA 2145
HEOH, R OEER AR ENES, BEREITMET R,

Chromatogram Plot x

80

11 f#1%4F Change...<

80

Freeze

Zoom Qut

e Adjust

Change...
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Edit Sagnal Plat - X Edit Signal Plot

Selacted Signals Ayaiable Signals
Multiz smpler: Tamperatute
TIC

Qual. Pump 1: Flow
Quat. Pump 1: Sobent Riatio &
Quat. Pump 1: Sobent Ratio B
Qust, Pump 1: Sakeent Rstio C
P ia1 Phan 4 Fabimus Matia 0

Qusl. Pump 1: Presame
" Predictable Rarge

() EIFFNB S| o T 4
T - &

Selected Signals

Jm_

& Flosting Rangs
epanrange:  |100 ilba(
Offset: & =

I~ Awto w-adust

' [ ) A OK Fthe
ows range: [20 win ooz vange: [0 min
™ Diraw Giid [ Diraw Grid
K | Concal 0Kk | cocel | oh |
Chromatogram Plot x
Quat. Pump 2 Pressure
bar WV
o g
240~
230< A
220 1
21n-5
200 . —
1805 (4) Eﬁgﬁﬁuﬁﬁﬂ—\("
1803
1702 o —
= ® A p . . » Fs FA = =

Kl 6-33
6.5.4 IBATEFETHI
12 183.1 A-DBBRIEAT KA T A BT 7 41---Tilig
(Run) ---58{IB1T .
A)

T (Prerun) ---1FfFiafT

Worklist TS T EE 5
il e S =) SonaloNose Ges4sBw  + B B ¢

z=EQQBA
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B)

Instrument Status @ﬁiﬁ.ﬁf"
Al
Multisampler BinaryPump ? [ Column Comp. Q-TOF

—

EMEL) on @Bon EMFL) EMF)

o ® BA_- Legl @ee

S5.00 500 0300 ml/min

= oEl ] Pesition 1 (Port 1- 6 ek
b HHE = o 2 )

8 e 1

0.00 /0,00 Instrument Injecting [E] (Don @& oOff
Chromatogram Plot x

Tic Bindey Purmp: Frassune

8900000
TO00000 -
£000000-
!Dﬂml"l—;
4000000 -
3000000 -
2000000
1000000~

o +

-1E82
=il 1280 1400 1410 1420 1430 1440 min
Worklist

BhEE R F@ Il (S TOF 202503 EZ2dsFaaPA

0)

BIEfEIE T

[Instrument Status

Multisampler Binary Pump 7 Column Comp. Q-TOF
T

EMFA) T S0 EMF(Z) EMF(Z)
& A B A3 8 @ omwss
. 24.75°C edl 2513
500 500 0.300mlfmin Ao Stmedard (3200)
37510 Position 1 [Port 1-> 5 g
BHE 137713 psi (-] W Al g
L it wl i
| Rum B.66 / 10.00 min Instrument Run  [i] Don Sor
Chromatogram Plot x
TiC Birmry Pump: Presurs

=

2553—

268~

rm

1£x-:

o A

5T

ﬁ:u -2 ] 2 4 ] g 19 12 14 1% mif

Worklist
PR B0 3 Tormsn

H = + =y
AEdinzlfaallA
o Status Sample Name Sample Posiman Mechod Data File Sampie |
1 4 [l Acquisition Stopped  sample1 P11 default_LIXIN.m WarkdlistDats-0001.d Sample

s M W hakig et MM GewRDNm Wodkabiedld  Sewle
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35T,

41

D)

[Instrument Status * ||Actuals
Iti | i 1 Faramater Valus
Multisampler Binary Pump Column Comp. Q-TOF Q-TOF: Not Feady Text Long
[ ] @-TOF: TOF Vac 12660
EMFE) emez) o) Q-TOF: Quad Vae 7.18E-0
— E GQ-TOF: Rough Vac 1.95E-+01
sop 2 , |} 8 ﬂ sl s B Q-TOF: VaporizenSheath Gos Temp | 350°C
" }
l 9500 $00 0300 ml/min e &L ‘ s Standard [(3200) G-TOF: Drying Gas B.0Vmin
— _— foition L Fon - 5) T0H Q-TOF: Gas Temp w0'c
8 e R o G-TOF: Farmware Versicn 7851
e
0.00 / 0.00 Instrument Idle [E]  @Don
Chromatogram Plot =
@ TAERIEIT %
Tie Binary Pump: Prassure 14 mi
L
Pl
32004
3100 ® Worklist
3100}
Worlklist run completed,
3050
000 oK
2950
2 i ..‘nl T T T T T
=00~ M (\ 0 250 S00 TEO 1000 1250 1500
: e ) ez
=l 2 0 2 H ] f "0 12 14 1®  min |
= GTOF
Worklist
BHORED s & 1 S o ‘ARdzCaaBB
| Status Sampie Name Sampie Position Method Data File: Sampie Type Level Name Ing Vil (ul) Comn
1 A | W Acquisiion Stopped  gamplet 1-A1 detautt_LOIN.M WorklistData-0001.d Sample s Method
2 Il compiersd Samplel PL-A1 defsult_LIN.m WorklissDats-0002 d Sample As Method

Kl6-34

6.6. HImsbHE
6.6.1. HIEER
W iiMasshunter Qualitative Analysis, FT 5 17 4K A4 AT A0l 6-35 T 7

[ Agilert MassHunter Qualitative Analysis 100 - Defaultm - o x
File Edit View Find Identify Spectra Chromatograms Method Acticns Configuration Toals Help
BEHBS & 9-0-EFRE Abd J% AbibT G & B vavgatorView B compounds view
1E515ample Table: sulfambxd1.d x [\ Chromatagram Results x
H OB & ce: Q@Y ¢ B OAERFHDC [#2 %% %H & = v -3
Results 2107 |= TIC Seaz suliamizdl. d
Fiags  File Name Sample Name Sample Pos 1
b sultimi01d Sulfa Drug Mix - 109pm _ P1-46 2
ey e J
i @FMEERe :
0l
0.1 0.2 003 0.4 05 006 0.7 0.8 09 I 11 12 18 17 L8 19 3 21 22 23 24
il L] Lk Counts vs. Asqui
& Data Navigator x x
Fl B% B b =9
Sort by Dute File w
= sulfamic0l.d a
5
=T
¥ . .
v BRI DI X ‘ .
24 = & -B ] of @
g = T g % g
1 Compounds 0 el = A L]
LTI TR "R 1] B0 o 2 ozl oMo e w0 v b e My e

Commey v, Mags-te-Charns (=2}

6.6.2. 1% EIFEI AL EE
a) i A
Al B R X9, 7R ISR FRL £ Extract Chromatograms
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O EFERIGERA, WEIC, HERLT H

(@) HEFEFE S ERAL, WMS;

(3) LB EHEHL B T W 14 2 Positiveid /& Negative;;

@ HFRR—REZ AN A Fm/ 2 @R, TemAZANME, DUES 0. &
A DASR B — BB R VO Y (i, 4n278-281

Sot by Data Fie e et @B €%ao el 1]
= [¥] sulfas_PosMS.d
=! User Chromatograms x10 8 |+ESI TIC Scan Frag=125.0V sulfas_PosMS.d
I 7C Scon| gt
=[] User Spectra 5
Vlil + Scan (0.807 m 5] O g EiEE-
[7] Background Spectra
[[] Compounds 4 T
[F] Matched Seguences 7 Extract MS Spectrum
&[] sulfas_PesAutoMSMS.d 3] Extract MS Spectru ckground
= [¥] User Chromatograms
@] + TIC MS(all) 14 Extract UV Spectru
[[] User Spectra —_— o
[7] Background Spectra 01 0203040506 Y
[[] Compounds g Extract MS Peal/Spectrum from UV Peaks
Matched Sequences E
O o : 1l| MS Spectrum Resulis | Extract Chromatograms..,
Y I T ) 5 | Extract Defined Chromatograms
7. Use Highlighted Chromatograms 3
H x10€ +ES| Scan (0.807 min) Frag
: £ Method Explorer: Defaultm o - ———
Extract Chromatograms e
. AhEEEE] )
List of opened data files AR RRAhSEIN
sulfas_PosMS.d _——
T [ElC P ‘P]A = Integrate.when
: N EFEREmME R
A MS Chromatogram | Advanced | Excluded

]

Scans: (Mscantpes | @ipsmimmi R G-
m/z of interest: Any M

miz value(s): 279.0906,311.0807

] Merge multiple r chromatogram
@ad OK-

1 oK || Cencel

K6-36
b) HEHUTTIE A
> EHVERELIERE T H, XERTICK S E] 2 BP AT A 7 2 i 20 1 o 1 P
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> A REIRIG I (B B B B 1, W] AFETIC ] b 4% AT BRbs e B ik 5 —
Binll, £BikFEExtract Spectrums

2|0 3 QB ¥ ¢[XAlO e 1 x[W]LA K

x10 € |+ESI TIC Scan Frag=125.0V sulfas_PosMS.d
h | OEEEERETA-
6-
1 L

4 Extract MS Spectrum -:;JI @iEmEEE- |
3] Extract MS Spectrum to Background
24 Extract UV Spectrum
14 Extract Peak Spectrum
0102030405060 Extract MS Peak Spectrum from UV Peaks
= Fvtrart Chramatanrame

Kl6-37
)  FEEURIHIFR BT T 5

> A{ETICKE] 48 FH i B30 Bl TR £ 3E mel— Bl SO, sl s 8,
% PEExtract Spectrum to Background, 1% )5 i F#; H i\ 2135 5 5k &
(Background Spectra).

» fEMS Spectrum Results P4 155K 5T i B B A B i ole, 7R 58 H A0 T 110843
Subtract Background Spectrum. W% /5 B2 E a0 4054 L A0S 5 R
S
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Extract MS Spectrum
Extract MS Spectrum to Background

Extract Peak Specx
Extract Chromatqd ORBREREAE R
Extract Additional Chromatograms

Use Highlighted Chromatograms »

Integrate Chromatogram

Integrate and Extract Peak Spectra

Smooth Chromatogram .
Subtract Any Chromatogram

Calculate Signal-to-Noise

Adjust Peak Threshold
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2ot QEH% ¢ &Aa 00 1 - IAMNSE %%%MN & = Mues -3
%107 = TIC Scan sulfazix0l.d
3.54 - -
OFEHUR % B v 5t
0. 5+
—
04
0 [ [] 04 0. 06 O . 0’9 18 1.7 1A 18 3 21 am »a %4
Extract EIC 1
1l M5 Spectrum Results Extract Chromatograms..
T = %] - Subtract Background Spectrum
vet QAW Y 54003 -1 MALD B%ERB b = I e

x10% |+ Scan (zt: 0. 461 =in) sulia=ixll. d /— Addﬁm)'gpc:wm
4] Convert Profile to Centroid
= YN » Y B :
E';_ | ®E % H[J ﬁ ]vaEf[‘ Em Fﬁmlﬁ% %6‘ 54 Convert Profile to Centroid and Replace

Find Spectrum Peaks

Edit Peak Annotations...
1 Adjust Peak Threshold
Search Library/D8 for Spectra
Add/Edit Manual Identification...
M Clear Spectrum Identification Results

Deconvolute [Resolved Isotope)

%men
1179

= higg. 1

B f—=1559
167.9
=213, 8
=
=—0292.7
08

5
0

2104 = Bcan (rt: 0.235=0. 360 min, 16 scans) sulfasix0l.d
54
4

s

Set Anchor

2.1

gh Rangeas to |
Move to Background Spectrum

Delete

Unzoom

Assign Random Colors

Cheose Defined Coler I

e oX

Copy to Clipboard Ctrl+C

Paste CtrlsV

Print...
Export...

"N

Counts vs. Mass=to=Charge (=/z)

Kl6-38
d) FeREREFAL N ER K
A SRR AR W 2 Fe R 1, R DU I 23 B SRR L PR Jo il B A e
R Age rlad Bk B, 723 S 51k FE Convert Profile to Centroid, LA
57 ol B A IR A

x103 |+ES| Scan (0,239 min) Frag=200.0% 20pg_res_ms001.d
1.4+ 509.2806
1_2- JLJULI-CILLHII_"’ JPE‘LLILJIII
1 Add Any Spectrum
089 Convert Profile to Centroid
0.6 6082722
04 610.2¢ Convert Profile to Centroid and Replace
0.2 Find Spectrum Peaks
04

Create Compound from Each Selected Spe

- r— 1 T 1T T
606 607 608 603 610
Cou jlf MS Spectrum Peak List 1

K6-40
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e) il KT

s g T B AR, T3EN T Walk Chromatogram R 2 . FFRFS 21 € B [X 35,
T8 e B A 1) e A0 T e BT ) A T A (R T IS ] 5 B P A — s TR] R B I

1B Spectrum Preview Bz, W 25k % 5 < Range Select #2411 MS Spectrum
Results #%41, FHEUHXT Spectrum Preview %41 1 & =ik .

et QY € 54 9C 1 v o HAKLS K% NB & = Minue =

=10 TIC Scan sulfamix(l. d
3. 84
364

@ g1 i, BEA Walk Chromatogram+

@i ek A A A 7y SR
pukegep S Pl

r ra
I
PR S S M

0.84
0. 6
0.4
0.2

0.1 0.2 0.3 04 05 06 07 08 09 f{ 11 12 13 14 15 1’6 17 18 e 2 21 2’2 273 24
Counts vs. Acquisition Time (min}

6-41
6.7. SEMEST
6.7.1 51
A S B AN B Le A2, AT RL:
O FEFRE B g dE Robs A Sk B AR B H AT EE m/z R R R
(2) Hiif Identify Compounds HEEX, %+ Generate Formulas;
@ AMERSF R EXHEE, e o RAR . RV RZE. AR, H
PR T HAF o BRI S5 24
(#) #RJ5 i Generate Formulas from Spectrum Peaks FF U115 ;
() iR G2 %~ MS Formula Results % [, 11845 54,4 [F A £ TUAD
2 (mifS5 o8 100, HARZAHME) . FEMmZE. AMEME. $d+aT Ll
R S VEA A B RN AE TR U7 B T b SR H R 3R TLECAE
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AT, L]

[ agilent MassHunter Qualitative Analysis 10.0 - Defauit.m

File Launch Edit View Find Identify Spectra Chromatograms Method Actions Configuration Tock Help
BEHdod - 9-0- FRBEE A DM Bk B S [E Navigaorview BE Compounds View

(i samphe Table: sulfas-ms-only.d
- JOR:-¥ -1
Resuits Acquisition
Fiags  FleMame  Sample Name Sampie Position’ instrument Name Acquisiti
b sultas-ms-oeiyd  Sulfh drug mix P1-A2 4/5/2007 123314

@i AT i

|7 Method Editor: Generate Formulas

aEHE 9-

= Method Autom... A

Workfiow A
Additional Chromato.. &
Reports

Export

¥ Chromatograms A
[+ Spectra A
1= Identification
Iidertification WorkfL..
Database Search Sett.
Lbrary Search Settings

Gererate Formulss A

™ - (¥} Generste Formuls from Spectrum Peaks =

MY am %h @

Best T-miD Source VaName T8 Formus oo Species T8 miz V-0 Seare V-0 Seare (MFG) W8 Diff ppm) 78 Sear

O M
MFG
MG
MFG
MFG
MFG
MFG
MFG
MIG

Mlowed Species mts A Chame State  Fragment Fomulas
Charge camer b be assumed i not krown

Positive ices Negatve ions:
DT -~
e A
A i
] «hHs & +HCOD
O] -c2Hs 5 <CHACDD
] +c3H5 v| |OecFaco0

| | =] B
MS ion electron state: show both even and odd
[ Growp hits with same fonmula (but different charge carmiers)

Bemerts and imits.

Element Minimum Maximum
ylc 3 0

H ] 120

o o EL

N o 30

H ] 5

] 0 3

MG
MFG
MFG

x #mnlmmmmmo Scan (rt: 2.049 min)

(©F e 5 (U

MFG
0 MFG

') MFG
o MFG

il MS Spectrum Results

CIZHIENQ3S  M=Nal=  I790906 9632 9632
CIZHIE N

CIZHII NI . .

CI0HIZ NT @EZR@EJE w%%“
C10HS NE O

CITHISCES M=M= 2730906 95 95
CEHIENAOT  (MeNal- 2780906 8659 865
CIOHIEN4 025 (M=Nal= 2730906 8672 BET2
€5 H11 N9 52 M=NH4)+ 2790906 8549 8549
CTHHON4 0282 (M-Nal» 2730508 8441 B
CEMITHN2O552 (M-NH4)» 2730906 8404 Band
COHIENIOSS (M=M= 270906 B34S LEELY
FOHIZN2 058  (M-NH4)» 2730906 8345 LEELY
FI4HIENOIS (M=M= 2790906 8262 8282
FT H1Z N8 O3 (M-Naj> 2790906 T4 T4
C1TH24 03 M=H}= 2TTATE3 Taa T4
CISHZZNIOZ  (M=-H)= TTATEY T4 T84
CISHIZN2O2  M-NH4- 2771783 7184 T
C18 H24 N M-Hai- 2774783 TiS 715

aot QW ¢ 54 D0 3

_['é Spectrum Idertification Resuite: + Sean rt: 2.040 min) Lﬂ Cheomatagram Resuls

212
-188
-1.79

ol R T Y R ]

=105

4
375
354
3254
3
75
254
2254
2
1.75.

1210606

@)%+ identification—-Generate Fomulas¢

154

6.7.2 731t S as
(D M Tools 32 81% 4% Show Formula Calculator, 237 H 154> TR/ T A
(2) ff Mass and Charge i NELHE B LLATHS HORZS . Charge E4% 1
Fonr— A IERAT, WRIEEE-1 IR — A AT
(3) Charge Carrier £ [ BRI A& 1E/ 5085 T, 7T LA #6402 R 0 AT S 25 £

ERE

1580021

211183

—

EEE

+ES| Scan (rt- 2 043 min) Frags160.0 sulfas-ms-only.d

2700606
TCTeHTeH

O b b A AR AT ) /2

J—

- 5791542

TEI 4061

B2

9220101

b= 1655560
&

18

=
]
24 1o

Kl6-42

S a7z

&
&

a0

o sto b0 eto
Counts vs. Mass-io-Charge (mz)

(4) 1f Elements and limits 4 X\ 7] B8 ) 7T 2 5 AT 2

®
A

)f_:_];a:‘_l‘jé//fi: ’

ﬂ Agilent MassHunter Qualitative Analysis 10.0 - Default.m
File Edit View Find Identify Method Configuration Tools |Help

SHdB3 9~

i sample Table: IP for TOF_00

Show Formula Calculator
Show Mass Calculator

(D% $E Tools—Show Fomula Calculator<

VAT 2SR A AT RE T3

W 7o ok

E4 500467
&
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B)

Formula Calcul

»

1 @i .

Alowed Species  Limts  Scoring Formula (M) Seore MFG) ¥ Mass  Mass (MFG) myz (Calc) Diff (ppm) DEE m/z
Mass and charge 3 C12H10C1 06 100 2850166 2850166 2860239 012 75 2860239
Mass or miz: |1’3502397v| CHHACINTD 0166 2650166 2860239 013 13 2860239
oh 7 CS[13C] H14 NS 54 9958 28501
arge. b —_ —

o CEHTNSO5 S 939 2850166 2850168 @ERILR 5 He
Charge camer COMICIHICINACZ S 9985 2850166 2850168  ZovoreT T T IO
Positive ions: [H ~|  Megative ions. H
MS ion electron state: allow both even and odd s
Blements and mits

Element Minimum Maximum E

e -
» e 3 s @i N\ Jgifar Ee Ay Aok

H 0 120

o 0 30 E

M o 30

s 0 5

a 3

[\El=] 1 -

— - T=1
€2 TPNC LA b e L 6

Kl6-43
6.7.3 BRI
(1) M Tools % F% Show Mass Calculator, 5 H i+ 551 & A 17 EL i/~ T
(2) 7£ Base formula F#iA% T3
(3) 1E Species to calculate FE#E /& IE/91 8 ; 7£ Number of charge i AT
e ) FL AT
® R Ira TR, R R RN A
A)

ﬂ Agilent MassHunter Qualitative Analysis 10,0 - Default.m
File Edit View Find Identify Method Configuration Teols |Help

=™ S 9- Show Formula Calculator hie e — =
@ Sample Table: IP for TOF_00 Show Mass Calculator (D% FE Tools—Show Mass Calculator<

B)

e @sudiaty, JHAiSEe

®

@i R AR

Base fomula (M) Species  Calcm/z © Diff(ppm} Defect
[Enrioz » » [ ML Tizaese 5614
M-CI- 1483623 2003..

Species to calculate
() Positive ions (®) Negative ions

O

[] Radical

kA -H

&+l

[ +Br

[] «COOH

[] +CH3COOH

@A TR I MRS

Number of charges: 1

Masa compaiisen
[ Comparison miz: 100.0000

P 6-44
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6.8. HH
M File £ 5% 4% Print---Workflow Report-—-3 [ & 11 o M2 I 3R 24T
R SO, T LR — AT B . OB iR IR TS, il OK
FEAH A it
> PR AT
B Agilent MassHunter Qualitative Analysis 10.0 - Default.m

File |Launch Edit View Find Identify Spectra Chromatograms Method Actic

Open Data File... Ctrl+0 - AE Al ™ A

Refresh Data File

Save Results Ctrl+S |

W W)

Close Data File

& & File—-print+ & Workflow Report+

Close All - o e _ -
= Print *» =) Workflow Report... Ctrl=P :
Export 4 Custom Report...
Exit Qualitative Method Report...
LC/MS Acquisition Methed Report...
Print Workflow Report ¥

List of opened data files
DAD-004 d

W contents
(®) Al results [[] Separate report per data file
(") Only highlighted results

Prink repart
[=] Print repert
@ﬁgiﬁ% P‘]ﬁl Printer name: <Defaults e

[+ Print preview

Fage size: O M (®) Letter

Save report
[] Sawe report

L \MassHunter\reports

&t oK {TED-

Cancel

&6-45
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6.9. SLILHRALE
® hEmilAr, RFEMEIRE, ATEOff, —#Standby.

Instrument Status x |
Multisampler Binary Pump Column Comp. Q-TOF
[ die] [ Standby
EME() EME(S) EME()
f 5.00 pl ﬁ @ f‘[j '-?3 e
M o 100.00 000  0.000 mb/min E ZBATC @E
4 Ef;: EEE |”:| n1(Part - G]o 10GHz
d [ ] Tdps
0.00 /0.00 ] @®on|@off
K 6-46

® R KXMAG TR, FiCAMTICTKIEM{EE

® SUIRASH, THEBSIIR, IR B AR S S .

THER: —HIMRSEss, BRADVE I ATAGERIRG R4F s 8 AR rp Hh I e 2 7
BIVHR AR B0A 015 DN 17 SIS HR B i o

7. MEX/ZEMEH

Q/WU FLHRO01 SCF4m 5 #LiE
8. 1IBF

TR A S 03k .
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FiifF—: Q-TOF FilR&ETT A% E

(1) GeneralZllix&: &1, RAFHBEES ST, fEion sourcefh T RiEHE
Dual AJS ESI; Stop time % B R €4 1% 56 AR [RI BT (8] ARPE A IEAE . BEAE
FOZRAE AT SZI X} Ton Polarity, LC StreamFData Storage 4713 8 . HAKUI T :
Ton PolarityfR47FE M B T, % $E IEPositive B{# Negative, A CHFHR
ALY LC Stream WX 22l B B HERE SR EEAEIEAT PUE AL, #B
BPIMS; FEXS O Peny, AIRCE Y Wastes QRN FHAFYIRR, Al
i Time SegmentI4 =4}, FFAEXS NI [A] Beide £ 75 ZL K LC StreamB[I A ; Data
Storage: £ 5 P R AEFE IR B (Centroid) 5 # 5255 I (Profile) , £ 1K Centroid
P INEEE ST RN, oAt 2O 75 20

Properties DA Multisampler  Multisampler Pretreatment  Binary Pump  Column Comp. | Q-TOF
[EREES: jonlGolny) e General Soulcel Acqu\sltiun' HefMass} Ehmmatagram'
| Positive Both MS
Dual AJSESI » lon Polarity (Seg) LC Stream (Seq) Data Storage (Seq)
Stop Time- 144 FE /5 TirnaSe-gmenl and Experiment # @ Posilive I Fast Polaity Switching * M3 o  None © Centioid
& No Limit/tis Pump Titoe (tin) Enpt " Negalive " Wasle @ Both © Prolile
0 1
oot [ o || HEEEE | D
Plot and Centroid D ata Storage Thieshold Profile Data Storage Thieshold
2R EIEATAHIE s MSMS

3 SRR E

MS thieshold

0
MS/MS thieshold 0

Abs. threshold 200

Rel thieshold (%] [g.01

Abs. thieshold 57
Rel thieshold [%) [p.01

Cycle Time: 1 seconds
I Do not wait for setpoints (e.g. temperature] to equiibrate |~ BioConfirm Maximurn Entropy mode:
1
(2)  Source: WEBETIHSH, THRWRER, ZEAKERT.

11:: Nozzle Voltage (Expt): B FELIE 25 FL B HL & 2 AR L s, FH T B L s
Fragmentor: TOF R L, H T %%,

General Source lAcquisition] HefMassl Chrornatograrnl

Dual &5 ESI (Seg)
Gas Temp |320 C
Diying Gas | 8 1/min
Nebulizer |35 psi
Sheath Gas Temp [350 C

Sheath Gas Flow |11 1/min

Dual 4JS ESI [Expt)

WCap | 3500 v

Mozzle Voltage Expt) | 1000 W

MS TOF (Expt)

225 B Fragmentor |175 W
Skimmer |65 W
3.0 I/min Oct 1 RF Vpp | 750 V

15 psi
125 =
2.0 1/rniny

Capillary |0.068 pA

Chamber [0.38 pA
K2
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(3) Acquisition: i REB, BFEYFMS —H2HH; Auto MS/MS: HEIR
£ "2, Targeted MS/MS: HbrE T i1 K 4E; Data Independent: £ F
WKL . DL BARTEA

Generall Source Acquisition lHef Massl Chrnmatograml

Spectral Parameters I Collision Energy I

Mode: Mass Range
o MS Min Range |1gn m/z
(Seg) Max Range 1000 m/2
- ':%?MS Acquisition Rate/Time
(Seq) Rate [ spectrals
Targeted i
~ MSIMS Time |10[|g ms/spectrum
(Seq) Transients/spectrum | 6792
Data
" Independent
(Seql
K3

> MS REE: T B S A E Y RO AN 2, ARYE R o B
Mass Range, {X#3H1km/z¥100. Max Rangel5HRIEFE M, o, A%
WEEK, SUEREMSE LA K. Acquisition Rateldfl # W B 18042,
Collision Energy % B W% .

Spectral Parameters l Collision Energy ]

Mass Range

Min Range |-|g[] m/z
Max Range | 1000 m/z

Acquisition Rate/Time

Rate | 1 spectrals
Time | 1000 ms/spectrum
Transients/spectrum | 6792

K4
> Auto MS/MS: X#RE—HUER RN, FEAR R B B 34T i iR .




MBS RURAR IS OARAT $TAHE] BRI Agilent 1290 Infinity 11-6546 #R/ERR{EATE AT, #49 T

HEMSHIMS/MS K5 Mass Range; Collision Energy: ] LAi5 & [H] % flf 1 5
&, B# Use table, AN[F)J5Tfar LG Y0 IR B 1 BB AN [FI Al RE s Bl 6 FE Use
Formula, R4 7 £ 4T H Eramp &, 12 ILKE6; i#id Precursor Selection I,
I, TIEEAT 2 B T F Bh ik 2% v L

Spectral Parameters |Col|isian Enelgyl Precursor Selectionl' PrecursmSe!ectianIIl Plefeued.’E:-:cludeI
Mode: MS MS/MS

M5 Mass Range Mass Range

~
(Seq) Min Range 100 m/z MinRange  |100 méz
e Max Range 3000 m/z Max Range  |3000 méz

& MSMS

(Seq) r~ Acquisition Rate/Time - r~Acquisition Rate/Time -

Targeted Rate |1 spectials Rate |1 speclials
" MS/MS

(Seq) Time (1000 ms/spectrum Time  |1000 ms/spectrum
Data Transients/spectrum  |6743 Transients/spectum  |6736

" Independent

3
(Sea) Isolation Width | Medium (“4miz)

K5

Spectral Parameters  Collision Energy IPremlsnr Selection | I Precursor Selection |l | Preferred/Exclude

& Use Fixed Colision Energies Collision Enerqy 1.0
" Use Table L4 —UI
" Use Formula

(J
wn
1

Collision Energy
=
=
I|IIII|I|II=IIIIIIIIII|

1 1 1 L 1 1 |
1 I U 1
-0 1000 2000 3000

Spectral Parameters  Collision Energy | Precursor Selection | Prenusuiﬁelecliunlll Pldanade:oc‘ludel

(" Use Fixed Collision Energies Z=1 Za2 Z=3 Z>3

(* Use Table Caollision Energy Table
Mz Z2=1 | Z=2 | Z2=3 | 2>3

@
S
I

" Use Formula

=
L

=g

100{ 10 0 0 o g L

» 500 20) 30 of o (GeoT
100 a0 e0f o o Saf 5

2 |

S 204

o -

T T T T T T T O O O O B

200 400 600 800 1000
miz

o

Spectral Parameters CO||SmEneFWIFrecursot Selection | | Precursor Selection |l PrelsuedlEncIudeI

" Use Fixed Collision Energies 160
" Use Table 140+
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General | Souce  Acquisition | Ref Massl l:hrornaloglaml

Spectral Parameters | Collision Energy  Precursor Selection | | Precursor Selection Il | Preferred/E xclude

Mode [ MaxPrecursor Per Cycle SlabcErctsn anosiCiet I Use PC for MS/MS decisians
e Static Exclusion Riange Table
o [Seq) Precursor Threshold Startm/z End m/2 -Iterative MS/MS -
Abs. Thieshold  [200 counts 50 300 Mass eror tolerance (+/-ppm)  [207
* :‘d%t.?MS Rel. Threshold (%) |0.01 % 1L L 1200 RT exclusion tolerance
S o .
(oes) -Active Exclusion 02 [min)  [02 [(+min)
Targeted
" MS/MS [ Enabled
(Seg) Excluded after I-|— Spectra
Data .
" Independent Released after ]0‘5 min
[Seq)

K7
PG F , IF KRR E m/z I B T AT 2%
WEMSHIMS/MSK4Mass Range; Collision Energy: A AZ%
fETargeted List---47882Add, "84T, ik H

Targeted MS/MS: X #%:K5E—
LIRS S
Auto MS/MSHIl 1 e & 15t 1 ;

— =7 —H Wk y s 5 N1 e T
PR ORSFERINERUE 3B DU ADD) s DRBFIN AT 1, B& s e
=2 O = 53
(! /%Hj‘lj:é:,fntu\o
5. AilldE B B
Genelall Source  Acquisition |Hel Massl Ehmmaloglaml
Spectral Parameters I Collision Energy | Targeted List
Mode: MS MS/MS
~ MS Mass Range ~Mass Range
(Seq) Min Range |100 m/z Min Range l1l]07 méz
o Max Range |3IJUD m/z Max Range  |3000 m/z
" MS/MS
[Seq) Acquisition Rate/Time Acquisition Rate/ T ime
Targeted Rate | spectrals Rate 1 spectrals
« MS/MS :
[Seq) Time I 1000 ms/spectium Time 1000 ms/spectium
Data Transients/spectium  |6743 Transients/spectrum |5735
(" Independent =
Sel Max Time between
] r MS1 Spectra |5 < [~ Use PC for MS/MS decisions
General | Source Acquisition ] Ref Mass | Chromatogram |
Spectral Parameters I Collision Energy
Mode: Targeted List 1 able Default Values
Ret. Ti Delta Ret. . Collisi Acquisition Ti -
e [[|[on ] peowe [2] Pl (Bt | wan |G/ pismtie || | oo
» 7| 200 1] 0| |Medium (~4 mi2) |
Auto Delta Ret. Time:
" MS/MS i
(Seg) "
e Iso. Width
(Seq) IMediurn (~4m/ v|
Data |
" Independent
(Se) Total =1
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> Data Independent: (X #5 KA — G EIN, o0 3 — B0 BT LB 5 fir bE IR F
PLES T3 AT —RAE K4 . K EMSHIMS/MSK4Mass Range: Quadrupole
Window List: 7] LLZ7 Auto MS/MSHill 4 5E & 15 B ; 7E Targeted List---£1 8 Add,
AT, HORE BRI b CRS R NS R 28 DAL« g, fRER
IR R T, BR s B fE . il AR R AR I TR 545 B .

General | Source Acquisition IFler Mass | Chromatogram |

Mode:

MS
~
(Seg)

Auto
" MS/MS
(Seq)

Targeted
" M5/MS
(Seq)

Data
» |Independent
(Seq)

Spectral Parameters  Quadrupale Window List I

(Quadmipole Resolved All lons [-RAI) List Table

On Start m/z End m/z Window Width | Collision Energy
» v 200 250 500110
v 800 850 50130
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