YGRS : WU-ISCMS-QM XX XXXXXX
fRAS: V1.0
PORAS

oy

ok

2

Sl 7A
/Aa“s \E'l‘l;
B

B3

3
K
v
Ml <

~—

= B A& RELA Y
Waters Xevo TQ-S #r/ERIEMTIE

20224 11 B 15 B F£ B H=iE
FFREAHRTRFEE X%




&3 H WA= (EAARTAE BT % kv
2022.10.20 V1.0 RATIRAT T | FRERGE R




[—
.

T ettt eeees 1
SN 52 ST TT RS STS U SUUSS PSR UURURRIN 1
DT ettt ettt 1
0 5B S8 2 22 A B FEIITE oo, 2
4.1, N B TSI B TE oo 2
4.2, SZIGIEAEIITE oot 2
A3, BT I oo 3
00 S0 S AN BB T HEINTE oo, 4
5.1, ZEPUNRA BT ACIRAT 54 oo, 4
5.2 FTRLIBUEE <o, 4
5.3, BEUIZBAZITE oo 5
LI P T <ottt 6
0.1, B TR oot 6
6.2, FER IR oot 7
6.3, AXBE T HLZLI oo, 7
6.4, BEFEIEIL RGN oot 8
6.5, FTTFIIUE I oo, 9
0.6, ABEHELE A et 13

6.6.1 FEEFIEVE (Seal Wash) ..o, 13

6.6.2 FEVFEETE (Prime SOIVENTS)  ovoeeeeeeeeeeeeee e 15

6.6.3 TRl T B BTt oo, 16



6.6.4 FT I i T oo e, 17

6.7. IRERIERETZZ .o 18
6.7.1 SCAFZA(FIlE NAME) ..o, 19
6.7.2 ZiAE File TEXt ..., 20
6.7.3 BT TV SCAE(Inlet FAle) oo, 20
6.7.4 FE ST R 73230 4(MS File/MS Tune File).......o.vvveeveeeeeeeennn, 24
6.7.4.1 BELEEBEREIRE RN oo 24
6.7 4.2 T TE BT T oo 24
6.8 EFEETE . I TVE oo 31
6.9 FETALEIEFEBOLIE) ..o, 32
6.10 HEFEARFA(Inject VOIUME).........oveveeeeeeeeeeeeeeee e 33
6.11 FEMMZERL(SAMPIE TYPE) oot 33
6.12 FRERIIRIE (CONC) oo, 33
0.13 TTVEIBAT oottt 33
6.14 FUHELE R ..o, 36
6.15 SEIGAE TRARTE .o 42

T I SEIETE ST oo 42



= EURAT R REL B {X Waters Vevo TQ-S #rAERIEMIE £ 1

1. B®
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2. EH
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3. R&%
3.1 R IRATR TR, RO R R RO BRI =R AR G
3.2 WHERR O MAORIREN RE AR, IR AR AT #R A .
3.3, JCE B A
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4.1. FANREFLBSHE

4.1.1.  HENSZIG = 2 AT AURE ER . ORI B I B, TR AR S
06 2 1R %% T 22 R AR IR

4.1.2. HENBFIESRIGE, HA A = GG EIE

413, BEANSEIEFFEBLIMR, MAFHEE. SRR, KRIERK.

414, BENSCIGEN T REHEDT A RS S S0 A MG B, S0 a1 A B R Sl
IR FF 138

4.1.5. JEEKE CERBUNTT RN, — BRIV T I A2

4.1.6. ZEIERGSEI TN S N SERG = .

4.1.7. JUEETESLIGERE . WROHERE = ES) .

4.1.8. HESLE, [THALEY.
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2
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Rl 2D — AR ERRIRHLE TRUK.
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FEL ERERESE, BRI P AR NS Bobt i B AR, S EUEE IR A
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VARCEY HE . FEE, MF A5 .
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TEIUAEHT s ARYEAE L & O e B IR ORI A T R [RII,  T eg 4k 2 T8
A A I SAT TR R, 050 FH 2 AR AR A ot A SR AR A R A A L =
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Thgh AR B S ERIEN, HPFREMH AT ENER, FiZaid g H P ERE E
T EHURBR, JEN b RBIE T, REZSEEZABLIHEP, REIEZE.
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(5)  ASEE % Py JRan B0 A SO VFEAES TR B, CHAREH U #5#%3)
R A ELREFE Do P 3 AR B 22 SR8 S RIS W /4008 i 55 2 A% 3 T 3R 46 4
PEEAM AN, CLORAE IR AL B s SCa B AE AR S 00 = A I T AR B 2 4
(7> A AR S 6 X sk i) AT v, I 56 R Rl B AR I, BOR B3
A B LA B2k, K MfEas T8 S . EARAETE . TR O 1 5 M A5 1
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5.3. BIIE I
AN B TS PTHR I IRL s, BEOR L e 3T 551, Bl ae
TEACESAE PR B A B2 L SRR S 2 A RV L AR SR L A RR AT R S A N 4
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BNGEAE, PR NI f BN B R REAT 5 IR AR, BRIEIRYE B
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CHRERERE, BRABARIT VB, MIRFEZERKG, ATEEHEA R EE T AL
B#iE, —HEE%;
ASCEE B L B I Tk BRSO ISR K IS 45 T 5511 3 R AH S 2%
T FT SR VF R A SR AE PSR o G RAE 5% 200 RO NN BRA R R S BU AR s, B
HHEORARBYEBE I 2 5h, 4 TRERREHBEA] . Bl s .
XHEREFIN R IIRZLER
(1) 7 Ao % A A i B R FL I ) 22 4B SRR
(2) ABPEAEE BWIS B PRI R, 0G5 I ThRE, PR sp A S A
ITFIRMS AL SR FLI LR AL BRA 38 T B, RIEAER A R o7
(3) FAGREAR Masslynx AT RS0, AL IR AERE AR ERAE, DS RAEA
TG A e B, N A RS A A P S e ¢

6. SBARA

6.1. SR AT HE%
(1D R Pesh i aE it e ARAR, B 0R AT LA 5E Bl
RS-

BEAERBIAH -

TEIAHAL: HO (BB4iK, 0.1%FA)
MENFBL: ACN (Fisher/Merck #EI1 LC-MSZZ5, 0.1%FA)
e WEARRIRANAE CEREIN10-20 mMESIRE) , U RATSER A, fdf
WA RS A, VAR i I B FBE e S = 5 B2 T A1) BT 75 W BN A
AN FERA RN, BIALECISEIEH:, Rk @ik HER AT S HAR R
W AR, EHPE .
HABER: Seal Wash: 50%ACN+50%H,0;
FHPEWNW (75 EL B 7K AH): 20%ACN+80%H-0 (5 HIMHRENAARZ L)
SNW (= LB HLAH): 80%ACN+20%H-0;
HREH: FERALC-MSYUN (UKFERAE) 5 BCHI I s AR B P i35 7 b
(2)  HZERHZREN
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6.2. FEA &

() E#h, FEFEAmRE, &8 BV,

(2) W) HERHPIME LU BNRSIAEMRRE B 85 AKINRGEA, AN
18 2 G/ RE KA H BRE SR AR & bE . &4 DMSO. DMF. THF
SEREPRANUAR: BES AR OB . RTIEERIR A 2B NMR
GREETRY N

(3)  FEMKEE: 10-100 ppb;

(4) FEmE: 0.5-1.5ml;

(5)  FEMIM: 2 ml FRyERESOIH, HEFEBOEAM T AEEEEAH . RS,
FEIET, BURELH, 20 ARAT

(6) HIFERZ )G, 1 0.22 pm HJUENREGE #E E 0 (11000 rpm, 15-20 min BX_EISHBD ;

(7)  ERBUF ORGSR G NNFEIFFED

()  AEATE B,

ANFEVLEE: FEIERAU IR, A A A TSR B AR IR 2R

KT FEMIERpHAE2-8YEH N, AMIFES . ARV R IR RE R, DaIZed 25k

U JERAZ AR, SR FRAIAHA AR ARSA RN AMESANET

PUSRBROEN . =9 SBREE . IAFFFR UL AR S IR S5 RRUE TR VAIRIE. #1E. RFER

75 5 BRI 55

HEERE: 1D BFEASSUHIEREE A VEE S T, AR AR AL S T

FIRE S A TR ani G AR R IURE & 3 R ARERE i, 2R N OB BT

2) PRUERERA T A EER M 5 B0 18 1 28 5O OCERE R 1, AR 175 79 7™ S A% 1 ik

ATIERAEVT . A5 F O£ 55 A 5

TR H TR ) RS U S e BRI e, P SR B R e R A

CIA:R YAz EIE I8

6.3. XA EHLHR

ikl 6-1, =R PUBAFBBE B OO LR LA LA Jsh Al Rt it A

BAE. BEhRERS. WAV A, = E R BT B .
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6.4. GEFREHRG

ook JL P 22 4 8 il
PN KA RIS 2 1A' B P ) o T 5 s s T o L1

(1) Wkl(a), WFHER “—R@EH/”7, EIE Account iy AN TLI3E 11— RiEKF,
Password £ AAHRIK 2580, 55 Submit;
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ER: WKSEFEERMANGER, HiZER Delete EFHTHE, HEFHRA; Bibadh
Cancel, BT BEITRIL.
(2) (D), GnFE ER“LIMS User”, Account ‘&7~ Administrator, i 5HREITELR .

HERRE

GENEE GROUP

Accoun t —FEkS, —FEAP

Password: 5
AR, i SFCancel

mEE

Account : Adm

ERAURETER

6.5. FTFF I H XX A4

R O T H ST P, 1% %4 File - Open Project 41 735 H S0, Jt ik
#£ File-Open...¥T 7 B C.#) Sample List, FARU1TF:
H: RETEAREBATE AR, BRAMNSHEAR.
6.5.1 NIREAF

Masslynx % = 5 5 I DU AR V05 6 R 302 1) B B0 R AR R A, R A TR b B S T 6
B IHK6-3.

WHERSCHE, RZIBERERE A FTH. RE
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6.5.2 FTFFILH U S NiEFEF113
Step 1. AT S A /ML FIMasslynx Bl Ax (El6-4) , BRINTZR A B —IRAXES S5
(17 51 (1 6-5) -

] MassLynx - Xevo TQ-5 - Acquity UPLC Installation Project - WAC1752_24Feb21.5PL |
 File | View Run Help
@S- D2 E[B > 000 @srotar D Gt |

© Instrument  kectium Chromatogram Map Edit  Samplesv
File Name | File Text 1 MS File ]MSTmmlsme| Inlet File f Bottle Inipct’
51_MassSca..|MS1 Mass scale and resol... MS1_MassSe... Instiument S...

Instrument

Tools
W O~ O g e W R =

Inlet Method MS2_MassSca.. MS2 Mass scale and resol... MS2_MassSc... Instument_S... |

MS1_HighMas... MST High mass resolution... MS1_HighMa... MST_HMVe...

xx
é:; Solvent Monitor M52_HighMas... M52 High mass resolution... M52_HighMa... MS2_HMVer...
o @ Column_Condti... Blank Gradient |SYSTEM Blank Gradient 1Al
" 10 |Column_Conditi... Blank Gradient |SYSTEM  Blank Gradient A0
" MS Method 11 [Gradient1  Gradient TGradient SYSTEM  Standad  Gradient 142
£ 12 |Gradient2  Gradient Gradient SYSTEM  Standasrd  Gradient A2
3’1 a 13 |Gradient3  Gradient js,a:rm :SYSTEM :Slandald Gradient A2
E MS Tune t
15 |ESI_Positive_S... Sulfadimethoxine 1 pgon .. ESI_POS_SY.. SYSTEM_02.. Standard Gradient 142
16 |ESI_Positive_S... Sulfadimethosine 1 pgon... ESI_POS_SY.. SYSTEM_02.. Standard  Gradient 142
17 |ESI_Positive_S... Sulfadimethorine 1 pg on .. ESI_POS_SY.. SYSTEM_02. Standad  Gradient A2
MS Console 1E Eff_;rmtfve_s...ftfafwlhaﬁnejpgon... Efl_Ts_fv :SYSTEM_E?'... :fnand‘e.dl Emdm mf

Kl6-5
Step2. riil7 File — Open Project... (B 6-6), 5 6-7 XEHE, riidi Yes

WHERSCHE, RZIBERERE A FTH. RE
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F U, HBT

@_MassLynx - ISCMS - chenyinjuanl.SPL

[#] Masslynx - DEFAULT - Default.spl
file View Run Help

B open project...
Project Wizard...

Open Data File...

O New Ctrl+N

& Open... Ctrl+O

& save Cirl+5
Save As...

Sample List Properties...

Import Worksheet...
Import Data...
& print.. Ctrl+P
Print Setup...
Exit reup

6-6

File View Run Help

-0 || > 00

! shortcut | B Queve 5 Status

Queue

Properties

Step3. &I H A

Spectrum Chromatogram Map Edit+ Samples~

File Name File Text M5 File
| 659 |DL_HXL_20220526_sm1_O1 | Defaull_M5_Pos
| 660 |DL_HXL_20220526_sm2_01 Defaul_MS_Pos
| 661 |DL_HXL_20220526_sm3 01 Defaull_MS_Pos
| 662 |DL_HAL_20220526_smd_01 Default_M5_Pos

663 |DL_HXL 20220526 sm5 01 Defaul MS_Pos
E64 1) Default_MS_Pos
Select Project - Default_M5_Pos
Defaul_MS_Pos
— : R . : Defaul_MS_Pos
4 \ When changing to a new Project some services are automatically Defadl_M5_Fos

closed down. el
Continue? Default_MS_Pos
Defaul_MS_Pos
Defaull_M5_Pos
HNo Defaul_MS_Pos
Default_M5_Pos
YD, ' sd3 | Defaul_MS_Pos
| B75 Y YD_20220527_stdd_01 Default_MS5_Pos
| 676 \¥_vD_20220527_2004_01 H20 Defaul_MS_Pos
677 [¥X _¥D_20220527_2008_01 H20 Detfault_MS_Pos

K 6-7

i 6-8, AR LI OB A7 i 542, PR Drives M PI Projects J5, EHFHC
W E . BREHRTE M, BELREBHA R AL S . ki
ISCMS.PRO, BpA[ & xiZIH A, il OK.

E: NERFMEHE, EHRALARR.
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Select existing project ? X
File Name: Directories:
ISCMS.PHD D:A\Data\datehlSCMSY
ISCMS.PRO I [ B date A
= |SCMS
= Pl projects
T Template
1) Firmware

I Installation information

I POST MOVE

I PRE MOVE

I System Volume Information v

Drives:

|wD:Data _v_l Netwurk...l
[Tl Cancel |

%] 6-8
Stepd. EFEAN NFEFER
RS TR E SR, #E—25 i File - Open (B 6-9), 3 6-10 SHEHE, 4%
AN NBEREF 2 -Open, BRI ZI0H SCH TR P AN NEREFI R BB (B 6-11). i H
4i b4 Masslynx-Project-Sample List fit7~, %1 Masslynx-ISCMS -chenyinjuanl.spl.

] Massiyns - DEFAULT - Defaulspl
[ File Miew Run Help
& Open Project... >
Project Wigard...

Open Data File.. e

Save As...
Sample List Properties...

Import Worksheet...
Impert Data...

& print. Ctrld+P
Print Setup...

Exit rtup

K 6-9
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@ Open X
Lookin: | | SampleDB -« ®eE-

_Name - Date maodified Ty
isems 10/17/2022 432 PM  |St

~
v

|
Files of type: [ Sample Lists (*.SPL) ~| Cancel |

A
Kl 6-10
| 7 MassLynx - ISCMS - iscms.SPL
File yiew Run Help
[ﬁ ~ J .% H | j ‘ D ] Ul @ Shortcut "_é Queue @Status
= Instrument &» Spectrum Chromatogram Map Editv Samples~
g File Name ] File Text ] M5 File MS Tune File | Sample Type Inlet File
g a 1 [ISCMS-202210... Default Default Blank Default
2 % 2 |ISCMS-202210... Default Default Blank Default
" Inlet Method 3 |ISCMS-202210.. Defaul Defaul ac Default
_8 4 (ISCMS-202210... Default Default ac Default
L 5 |ISCMS-202210... Default Default ac Default
= 6 |ISCMS-202210... Default Default oc Default
= Solvent Monitor 7 |ISCMS-202210... Default Default ac Default
E’_ 8 [ISCMS-202210... Default Default ac Default
o @ 9 |ISCMS-202210... Default Default ac Default
g 10 |ISCMS-202210... Default Default ac Default
- MS Method 11 [IscMs-202210.. Default Default ac Default
s
=
Q
&
T
= MS Tune
MS Console
P/ )

& 6-11
6.6. (XA HEL TAE
6.6.1 FHMFHYE (Seal Wash)
Stepl. 7£ Masslynx & 5 [fi—Instrument 31, sii7 MS Console Ftifil (& 6-12) 8L £

f@ﬂﬁﬁ%ﬁMS Console Bfr (I 6-13), FIHAXZR$=H 6 F1H .

WHERSCHE, RZIBERERE A FTH. RE
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B MassLynx - ISCMS - iscms.SPL

File View Run Help

2| D& B[S > L 00| & shoncr 5Quese GFstatus
Instrument &» Spectrum Chromatogram Map Edit-
File Name | File Text |

o ISCMS-202210...

i - 1SCMS-202210...

ISCMS-202210... |
1SCMS-202210..
ISCMS-202210... |
ISCMS-202210... |
I1SCMS-202210...
ISCMS-202210...
ISCMS-202210... |
1SCMS-202210...
ISCMS-202210... |

Inlet Method

Solvent Monitor

DO N OO & W N =

g [y
=

2

n

2

o
%5@

o

a

TargetLynx XS OpenLynx Tools

MS Tune

MS Console

S

Edit Shutdown or Startup

¢

Shutdown

K 6-12

[ 6-13
Step2. &l 6-14, 7E Console Ftl, i 4% Binary Solvent Manger — Control-Prime seal wash
(&1 6-14), Seal Wash EITIHTAE, 4TI [E] 2 7344
H: RS diPrime seal wash,llseal wash ZRiz17/% 1k,

WHERSCHE, RZIBERERE A FTH. RE
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F 155, 43 ]

Console (Local) - [Binary Solvent Manager]

[=) System
3 | Binary Solvent Manager
[+ Sample Manager

(+} Column

[+ Xevo TG-S MS Detector
Plots

Maintenance Counters

Logs

Setflow...
Stop flow

Prime A/B solvents...

Prime seal wash ||

Reset BSM

Degasser:

0.43 psila)

BSM System Pressure
0.80

8 4
_W i

U000 mifmin Bl

Control | Configure Maintain Troubleshoot Help

performance
90.0 % BSM Total volume pumped
10.0 % R
0,000
pressure ripple (psi, 1 min)
Vent Valve: Minimum  Maximum  Delta
System 0 0 0

WHW,

6-14

6.6.2 BEVF#E/E (Prime Solvents)

ik 6-15, {E Console Ft1fii, i%F Binary Solvent Manger — Control-Prime A/B
solvents #{E(&l 6-15), FHHXTIEHE(E 6-16), RIETHZE2ILMBIAH A, B, HHEEE Al,
Bl, & &[] 2-4 min, s Starte —JuiRsIAHHURIZ1T, Binary Solvent Manager i 7~

Priming $2%.

Console (Local) - [Binary Solvent Manager]

I System
ﬂ Binary Solvent Manager

[+ Sample Manager

) Column

&) Xevo TG-S MS Detector
Plots

Maintenance Counters
Logs

Control | Configure Maintain Troubleshoot Help

Set flow...

Stop flow

Prime A/B solvents... | |

Prime seal wash

AL 900 %
Reset BSM
U000 wmR - Bl 10.0 %
Degasser: Vent Valve:
0.43 psila] System

BSM System Pressure
060

3 "
Tetnfle oo 20 A AAAD A A S A o N

performance
BSM Total volume pumped
0.000
pressure ripple (psi, 1 min)
Minimum Maximum  Delta
0 0 0

N S A Y

6-15
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£ 160, 437

Prime A/B Solvents
. Sol tLi to Pri l
olvent Line(s) rime Time:
A Al v 1.0 min
q B B1L v !
s Start Close i
6-16

6.6.3 HEREET Bk 2R IEVE

1E MS Console #*[f, #%£#¢ Sample Manger-Control - Prime syringes #:1F (&l 6-17), 3
H X UEHE(E] 6-18), %% Sample syringe and wash syringes, & BEHIKRECHN 3 K, A

OK. Sample manager ¥ B m HEFE TG VRS HERE o

Console (Local) - [Sample Manager]

g Sem Control | Configure Maintain Troubleshoot Help
e Prime syringes...
[+ Coam Wash needle...
[+ Xevo TG-S MS Detector Turn lights on
Plots temperature
Maintenance Courters Reset SM
Lo o
- Sample Pressure: Column 5.0 °c
0 psi off
25.4 °c
Injector Valve: S
off
Inject
Room 24.7 °C
Sample Pressure
0.28—
K 6-17

sample

Current: V:4

Injections

jections

0

I |
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Prime Syringes

() Sample syringe only

(®) Sample syringe and wash syringes

Number of cycles: |1

0K \ Cancel

Kl 6-18
6.6.4 FTFFR i A H
Stepl. 7 Masslynx #1E 3= St il —Instrument S i1, %% MS Tune FFR(K 6-19), B

4475 1M tune FIRR(E 620), HEA R R () 6-21).

P Masslynx - ISCMS - iscms.SPL
Eile View Run Help

g e ,‘j -% H | Q ‘ > = W ‘ & Shortcut "‘}éQueue fﬁ}status

Spectrum Chromatogram Map Edit~
File Mame | File Text |

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

ISCMS-202210...

Instrument &»

¢

Inlet Method

Solvent Monitor

Wo~N? e W N

=la

TargetLynx XS OpenLynx Tools| Instrument

2
0
2
]
[ad
-
0
a

MS Tune

MS Console

:

Edit Shutdown or Startup

4]
I
£
(=]
a
0
g
3

K 6-19
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FI8W FBW

Step 2. 7t MS #/E St (& 6-21),

6-20
5 AT U A
© F=: ﬁﬁ?N2C>,EH?AﬂD;

@ JFfifE: sl Operate @) k. (i), L0 FHEAS LR E N IEH)

BB Waters Xevo TQ-S MS Detector - D:\Data)date\ISCMS\ISCMS. PROVACQUDB Default.ipr - o X
| File View lonMode Calibration Gas Vacuum Ramps Setup Acquire Help
Dzdaore=mal>0umoe
1= sw}ml A@@mﬁsl Funcion Set Msss  Span  Gan
@ 1 [MS15can -] [ % 2 =3
3:’:““ St w2 [Eisen <] (E B
s
] g ey & [Eﬁcm ~ Fuz N 3
W 4 [MS15can =] [614 [e2ss |2 [4s7
Care (V) 7 R [—F—
500 o 8764 w I78.9 Fl 18288 =
Source Dffset (v] W — 10080 w225 | 1.0080 xi%| | 1.0080 o5 | 1.0080 48]
Temperatures
Deschvation Temp (€] [58 [B0
Desobvation [L/H) 0 650
Cone (L) 0 150
Nebukses (Bar) e Fo
- Anslyser
LM Resolution 1 300 —
HM Resoktion 1 1500 —
lonEneray1 [65 T—
LM Resolution 2 300 —
HM Resohiion 2 [i560 —
fon Energy 2 p5 [——F—
Colision Gas Flow (mLMin)  [000  [0.25  |——
Collsion .
o
1] 955 96.0 965 97.8755  876.0 8765 877.0 475.0 1476.0 1925.0 @A’Qﬂs.ﬂ
Ready [Pumped Standby [sWave O ion file: WAC1756_NegScan¥ torgrt.opt €5 )

6.7. AR FIR

FERFIRFERINF: £H (12 £ S MRRESIERE) —-=8--Ek
HM---ZEH (24D
Stepl. [F1%] Masslynx FF4HT, TN NI R EGE Friddb e y3k (B 6-22). it
PIREG—ATFHIIEE: FF14% 5, File name, File text, MS File, Inlet File, Bottle, Inject
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volume F1 Control 3t 8 ¥, IE#75-488-Add, WILE2HT &AL E IS 771
File name: AAIHIGL, SCARAARR, BIIE—4e S ML BTA 45 R B S
File text: MeIHIT, FIHAFE bl 44 PR B 5 5515 5.

MS File: 3T, il 72304

MS Tune File: IAIT, 25k 7 %3

Sample Type: WAIHIN, FFE AL,

Inlet File: WA, i 9% 304

Bottle: @WAIHI, Ff AL ;

Inject Volume: WAIHIA, 5 A

Conc A: WIHI, FRiEE MRk

Inlet Prerun: JEIHIT,

® Q0 @ O ® w e 6

® ©

Queue Is Empty
Spectrum Chromatogram Map Edit~ Samples~

FileName | File Text MSFie | MS TuneFie | Sample Type Indet File Bottle InjectVolume|  ConcA | Inlet Prerun
i 1 ISCMS202210... Defaut Delauk “Blark Diefaut 1Al | ELT — |
| "2 iscms 202210 Defaut Detaul Blank Default 142 3000

|

¥ Masslyn - ISCMS - isems.SPL
Eile View Bun Help
-l E| & P L U & shonc ByQuese FFstatus
Queue Is Empty

€ Tnstrument & Spectrum _Chromatogram Map _Edit~ Samples~
E File Name File Toul WS Fie MS Tune File | Sample Type Tnlet Fie: Boltle Irvect Vokame|  Conc A Irdet Presun
4 1 |iscMs-202210 Detault Defaul Blank Detaul 141 anml:'
z 2 jiscus 202210 Delauit Defaut Blankc Defaui 142 3000
- Iniat Mathod 3 [IScHs 202210 Dotoudt Detaut ac Detout A3 2000
3 3 liscwis-202210 Detouit Detaul ac Detout a4 a000
= el | 5 [iscMs-202210.  Deladt  Defauk oC  Defaul 2,000
:  @EF e sosammo.  pesk osen oc  Cefaun 000
> Solvent Monitor Deofaul Det oc Defaul 2000
§ [ jsowsazmo. Dol Oteut ac o 000
& .ﬁv_ﬁ, ......... Qc  |Oefau 1000
e @ Foscwsaome. Dean e oc  |Oefeun 2000
. MS Method 57 jscMsazzio.  Delsat Desk 0 Osfaut 2000
z
=
i av
e MS Tune

MS Console

Edit Shutdown or Startup

K 6-22
6.7.1 X {444 (File name)
Stepl. 1/ 6-22, f& Masslynx #AEF- M E T, & File Name N 772544, Wi £ 2R
Jebr, BURTHIA SR 4
o AZEN: FMELEFRHKRE)_ MNEFE (KB _BH_KRES_WEFS,
R T RIRER, FEAEFR
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Blto: sk =F I HEHS, ARETE K 201766 A 15 H, #&RK5 K sml, #7%
— 4R, A4k A ZS_LS 20170615 sm1_01
o AT UGS, WIMGIN S — A, S48 ZS LS 20170615 _sm1_02, PALSEHE.
H: (1) File name A EER, FAIERRAFS
(2) BRATAE, EAR-Add, FIIETEKFF5, BRINGIMKFS, ZREmER
BZB1TH . FEITH File Name, Bottle FEUHFEEN, R4 HIEHFHERMT
FUFAT B, EREMAFREFIHRE.
6.7.2 4% File Text %]
AR AR ), N R R TR, R m I ERYE, TEER
VA%, WTEHRE, LA,
6.7.3 B AL )7 (Inlet File)
6.7.3.1 EERE
HEHRE, RRMALR, AHTAEESE. ZENRTRRAEEE RS &
R EEAFESIT. WHRLEH, HBERTEAR ¥ Default_infusion /77, BEIEWHA.
VA B AREEAE: & Inlet File /M&-4i4#-Browse (& 6-23)

Dietamsk_LC_infusicr_01 €2 0.050

EH“'U:' ...:..IJ_I_I 008
ae0s| | Browse— 1,000
200005 Edit 1.000
200 20051 Cut 1.000
20190805 Copy 1.000
20 30605, Paste 1.000
200506051 1000
2000605 Add 1.000
WIS [nsen 1.000
2019005 1.000
RS Clear Selected 1,000
20030605 Customize Desplay... 1,000
2000 0605 10001
N AutoSampler B:d_ Layout... | 1,000
2 90E05-LC_MS 181 1.000

K 6-23
6.7.3.2 WAHRAE T
Stepl. i&H Inlet File /MM&-A8E-Bdit, FTH AT iR 11 (B 6-24, 6-25)
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Defaudt LC_mbugion_01 1L o=
Diefmat_LC_infusion_01 1.2 oS0
EﬂMI-J.me Tir 2 0050
0 A Browse... 1,000
anzosos____Edit 1.000
20130605 Cut 1.000
201 30805-1 Copy 1.000
201 308051 1.000
Paste
200506051 1.000
20090605 Add 1.000
200 S0E05-| [rgen 1.000
2009005 1.000
IS Clear Selected 1000
A Customize Display... 1.000
2000 S0B05-L 1,000
200 e AastoSampler Bed Layout... 1.000
AR T M5 141 1000
6-24
d?. Default_LC_infusion_01.wvhp, Default_LC_infusion_01.w2200 - Inlet— Méﬁrod — =Ll
— e —
File View Tools LC Acquity Sampler Help
O EE & ¢dlnis A ¢ |E| &
| Status
-‘ Status IACQLIITY Additional 5tatus| Solvent Levels|
Status
i Indicators ~ Pumps
| @ ) Running @ 800 X%
| é Time [mins): 0.00 :I
Inlet {7 Pump On
200 %
= ) Inject Cycle % Flow (ml/min} 0.00
‘ = @ 00 %
© Ready
| Autosampler @
{ ® oK Pressure (psi): 29 @ 00 %
| J 1
| Detector
| Scan: Mode: Mot Installed
|
" For Help, press F1
— = — T TE— _— >
K 6-25

Step2. Sl EEBEM 7k
1EE 6-25 1, SN Inlet EIFR, #H ] 6-26.
@© ®E A, B (AJKH, BRAAHAD , HEHN 0.4 mV/min - GEEIBEAHE
WA , RGES E R EGEBEE . 7F Run time & 11, $ ST 0 H
@ piili Data IET0, #HE 6-27, Ak IE)
ER: RS, ®EAKEZISLEEIE, PE—BRNE, ERRSEHWE, 5
AT D250 . IR EIERE, 25 1EF100%KAH. HILICEEEE R, AR AR,
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[, Modify Binary Solvent Manager Instrument Method X
Binary Solvent Manager 4 BunTime: [10.00 rmin
‘?eﬂe'ﬂ IData | Analog Out | Events | 2
[~ Solvents 1 Pressure Limits Seal Wash: ?
[A17=] [Water =l @] |ow: o i |0 mn @

[B1 ~| [Acstontrie =l High: [15000 psi
3 2l

Gradient I 2D Repeat
Time Flow ~| b
B o | oomm | %2 %8 | Curve :I o

1 [Initia 0400 (950 50 Initia (Gradient Start:

2 |050 0.400 950 50 6 @ Atinjection

3 |5.00 0.400 0.0 1000 |6  Beforo rioc

4 |7.00 0400 00 1000 6 eRpecio
5 |7.10 0.400 950 50 6 " After injection
& l4nnn N oAnn 0N En & LI [:_UL

K 6-26
[ Modify Binary Solvent Manager Instrument Method il
Binary Solvent Manager Run Time: [10.00 min

General Data IAnang Out | Events |

Select data channels to acquire: I” Show diagnostics _?I

| P —

R
1 I System Pressure Overall solvent pressure (pé
ow e ystem flow rate set point (mL/min)
O =zA Composition A
O %s. Composition B

2 | 0K I Cancel

Kl 6-27
Step 3. Jm’H H BN IEFEES Autosampler
R 6-25 F1, i 22 Autosampler AR, #H E 6-28.
General E100: FIARYE OBAIR LM SZVE . 0 S5 A0 b i SR v BT TR AR I 2 JRE i
FIRE, s OK Bk,
e (D BERXTIREARUR, FIAREEMAARE ., (RE, @By 10CEE 15°C;
(2) FRFAATTRER, BWERER SR, BE%35CHE 40C, RERKER
Z3E 75 S OIS IR T 2 1
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F£230 437

(3) fF Run time & 17, HASIRE4T A,

@. Sample Manager Instrument Meth::d B

Sample Manager

ll\

2 Inun Time: [5.00 Inin

Generzilnaa ]Evertsl

d

Alarm Band:
I~ z|5.0 6=
-5 T

Max Sample Volume: 7.50 pL

Wash Solvents r~ Temperature Control
Weak Wash Name: Column:
I -] W || fF ]
Strong Wash Name: Sample:
[Acetonitrie ~| i <]
Weak Wash Volume:

[s00 ul Loop Offline:

Strong Wash Volume: Disable > | min

oo W I~ Load Ahead
Active Preheater:

Comment:

=

| Use Console Configuration l]

3

ox |

Cancel |

Step 4. fRAF

T BT 5 BOE T,

K] 6-28

HATE IR,

A7 File-Save, #4771

AR T PR RS NIRRT, B ki R
M 2E 7 RERE KRGkt E
tbin: CYM_TCM_T3 16min

s FIZBUAH 773, ATk Inlet File /-4 8-Browse, BT (K& 6-23).

" Defauit_LC_infusion_DLwvhp, Default_LC_infusion_D1w2200 - Iniet Method

File

View Tocls LC  Acquity Sampler  Help

Ctrl=MN
Ctrl= O
Ctrl+5

MNew

Print... Crl+P
Print Preview

Print Setup...

1 E\data\...\Default_LC_infusion_01.w2200

2 EAdata). \20190605-LC_MS.wvhp | . \20190605-LC_MS.w2200

3 E\dataZ\..\20190605-LC_MSwvhp | ..\20190605-LC_MS.w2200

4 EAdatal\. AISCMS.PROMacqudb Defaultmhp | . \Default w200

Properties...
Exit

200 %

0.0

EB1 B B B

0o

Scan Mode: Mot Installed

e — o —

6-29

WHERSCHE, RZIBERERE A FTH. RE



= EVUIRAT R REL Y Waters Vevo TQ-S FrERIEMIE F24T, EBHR

6.7.4 B LR G J5 15 3CHF (MS File/MS Tune File)
6.7.4.1 ELEBEREHIFE M

TR RTA T, B Default MS_exp BX Default MS_Tune_exp /772 301, ELIEIAH -
Vi B AR#RAE: 1 MS File /M -7 8 -Browse (] 6-30a-c)

Defodt_LC_infusion_01 1€2

0050
(a) [t 0050
201“-0“ Browse... 1.000
20190605 Edit 1.000
20190805+ Cut 1.000
20190605 - 1.000
20190605 b 1.000
201906054 e 1.000
20190605+ Add 1.000
20190805 Insert 1.000
20190805 1.000
201908054 Clear Selected 1.000
20130605 Customize Display... 1.000
20190605 1.000
20190605 AutoSampler Bed Layout... 1.000
20190805-LC_MS 1A1 1.000
(b) | A select (C) | ¥ selectFile X
| Lookin: [| | AcauDs S emsmEr Lookin: | | | ACQUDB -]« & E
| Name " Date modified AR Name B Date modified )
| [ aazaexp 2/26/2021338PM ¢ L] defaultipr 10/2/2008 10:55 AM
| [} APcl_Sensitivity_260221.exp 2/26/2021 11:48 AM i Jrlnstrument_Setup.lpr A 2/25/2021 1:38 PM
[ O APcI_Sensitivity DDMMYY. exp 10/26/2010 6:49 PM : J Instrument_Setup_20210225.ipr 10/11/2022 &:14 PM
| []APCLSYSTEM_DDMMYY.exp 420/2010429PM ¢ I MS1_HMVerification.ipr 10/26/2010 12:52 ..
[ 7] BLANK_MSt.exp T26/20101211PM | || MS2_HMVerification.ipr 10/26/201012:55... &
| € > 1 < >
| Fie name: [ Open : File name: |

| Fles oftype: [ MS Method Fies ("exp)

Files of type: | S Tune Files (*ipr

6-30
6.7.4.2 MR E BT
£ Masslynx £4F JL1H 5 T2, #% - MS Tune File )5 25 #%-45 #- Edit, 3 1} Experiment
Setup X i AE .
F RS
Stepl. #fise BF &5 Tl G s BAAEEWE 6-31 a-c:
ok 07 e

2) Ion Mode> Electraspray+ (ES+) /Electrospray- (ES-) #1(Q):

3) inﬁIl, HHEE (K 6-31a);
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= SR RRBE R Waters Vevo TQ-S #RERIENIE ET, EMBHI

4) BEWAREL: 0.2 ml/min, A1:B1 (UK:ZH8E) ELBA 50:50;

5) mih MS Mode K45, Function #£#% MSI scan, Mass NLAEYIFEE, Span
BN 10 BB R A HARIN G 27 2E B, M ATHE Span #K), Gain &N 3;

6) IHRHERIIN A 517, Infusion Flow Rate: 10 ul/min, Flow State: Waste, .o Purge
KlFR, Purge A JHEUARAEMR 2 R GFE: ARAEBIKE AT AE 10-30 ppb /24, MALEY)
WAL, WERETE e6-e8 Z AL A 84F, WL maSR ARG EGY) (K 6-31b);

7) % Flow State ¥J#: Combine, Infusion A/B/C L HISRHER, 4781 B0 N HL i A4
eI, @i Span, Gain (B K/ RIA%E B FRELA VI BoR;

8) MKIKMAELIE L (Capillary), HESLHLE (Cone) ZEAL&H I AR IE B H K,
R s TR ROy H AR A BEE T UER ST . CHERRFE 0.1 Dad, Jf
WA HESL R (Cone) (] 6-31¢).

T — B RN

Dats\date|ISCMS\ISCMS.PROVACQUDBADefault ipr o %
a Vacuum Ramps Setup Acquire Help
] =
be | BL & | > O 00 |mm | @
Funciion Set Mass Span  Gan
= 1 [M515can ~] [ E3 2 |23
® 2 [M515cam =] 7= s |2 [is
Ly 0 TG-S - Acquity UPLC Installs = 3 [M515c: an ~] [5n: [1a753 | I3
e ® 4 [M51 50 =] [ (G [ag7
1|/
s - B s E =
.00, 10080
—
o
G
e
Comil
bk
.....
uuuuuuuuu
Pos  UniSpray - ;
lon Enargy 1 05 —
LM Resohtion 2 3 —
HM Resolutio [5a0 F
lonEnegy s [—F—
Colision Gas Flow (M) [000 [0 [—F
Collision 2 [ ——
Glezso™
(Regtyy T (Pumped. Standby Wave WAC1756_NegSc ss-
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*

File View Tools LC AcquitySampler Help

D@ H & gl (37| § 8 Vinters evo TS MS Detetor - C:\Massymd Xevo 105 - Acauity UPLC intlltion Project pro\ACQUDBISYSTEM, 022520 i
bl |Stalus Fle View lonMode Calibation Gas Vecwum Ramps Setup Acquie Help

NZHS ek ) dilne

S

Status: ACQU\WMMSWISMLM]
Status 5w St | P | Adarces| Dipsics | @ 5 ModeFureton S New  Spm  Gen
inary Solvent Manager @ Sample Hanager * Seacshued iy w1 ptien ] 6 % I
@ Fiaw Rus et P G e O
1 i M w0 ComB) o [ — REEEElE sy | 3
Inlet ot nien Bt 1% @) samel BAC g B2C NEEEElT e |2 [
. o o @l ||=V = = I
s wn = ama
(4 pu
Autosampler i B waters Xevo TQ-S MS Detector - C:\Masslynx\Xevo TQ-S - Acquity UPLC Installation Project.r
Solvent A: - @ File View lonMede Calibration Gas Vacuum Ramps Setup Acquire Help
o= D2 EH SO 2B > L) |mD @
Al = ES+Souce Fluidics |Adnnnsd| Dm:ﬁcs| Func
= MS1
Flow Control F1 'ﬁ
For Help, press F1 2 [MS
5
e
= 4 [MS1
IntelliStart 5 Status Idle - 45.12 mins:
Infusion Flow Rate  [5.0 uL/min Tooes
Reservor = (: ) 1
Flow State iw@(, vl
RNl Cobined e
LC
Waste

Waters Xevo TQ-S MS Detector - C:\Masslynx\Xevo TQ-S - Acquity UPLC Installation Project.pro\ ACQUDB\SYSTEM_02252021.ipr
c - File View lonMode Calibration Gas Vacuum Ramps Setup Acquire Help

NZHESOFeREeB| > UMD e

E5-Grre FlucicsIAdvamd] Disgnostics | Eaetan Set Mass SN
" W 1 [MS1Scan ~| [ E3 |2 [238

[[F Corieot % 2 [MS1Scan =] [213 [a76.4 |z [i5 @

W 3 [MS1Scan ] [502 [1ar53 |2 |45
Status

W 4 [MS1Scan ~] [614 E=T |3 |a87
Idle - 45,12 mins |
. BT i 96.0 a78.

: fovBacyisd 1.00e0 !-'g 1.00e0 .
Reservoir A -
Flows State ‘Waste -

[Infusion____|
ER¥ckae Combaned uL

Waste

Waters Xeve TQ-S MS Detector - C:\MassLymx\Xeve TQ-S5 - Acquity UPLC Installation Project.pre\ACQUDB\SYSTEM_02252021.i|

File View lonMode Calibration Gas Vacuum Ramps Setup Acquire Help

NS EHS @22 BE > O @
ES+ Source l Fluidir_'sl Advancedl Diagnnsticsl MSMDdE}:uncﬁm Set Ma
] ~ 1 [MS15can ~] [56 [as
ff':'ce Fted S o 2 [M31Scan =] [z1s &t
[ [foltages =
- apillay (KV) [0 648 [ — I~ 3 |MS15can | 502 147
v 4 [MS15can ~| |s14 192

Cone [V) 2 [40 [—F—

96.0 =
Source Offset V] |50 I-—Ji 1.00e0 X236

- Temperatures

Desolvation Temp [FC) |5? |EIJEI

K 6-31
Step2. i & HER+ 55+ i faf LL «
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= EURAT R REL B {X Waters Vevo TQ-S #rAERIEMIE E2T, XMW

D om0 s, s, MRS (W 234 Torr), WG
0.15 ml/min, AFfE=EFESERIN (218 2-5¢-3 Torr) (& 6-32a);

2) A 8 MS/MS Mode L3y

O MRS TFETFHIFEME, W7E Function 1% Daughter Scan, Set J&FE T Fifi L,
Mass y H x5 8 1[5 it , Span BEA 10, Gain WA 3, AL AIEE B (Collision),
7 B W AR B OR, sSSP R, RO T HERA S T B (U
#FE 0.1Da), Il A BRI (Collision) (K] 6-32b);

@ MWMBEAMETFETFRIFRATE, W Daughter Scan K&, W iEhllfE e & ABEN 20
VR AS W 3G KRl A8 Re &, (0 01 B T, B/ Fr A ik ge = IR B,

$$L§T€%ﬁ< , W B KHEZ4L: Data File: X4 ; Function 4 Daughter Scan;
Set NEEE T Fifir kb ; Start f1 End % € F 2 FHIVEF; Run Duration %£5E 0.5 min,
Scan Time 75 2% Scan speed=(End mass-Start mass)/scan time Tfi %€, % Scan

speed 4 1000 Da/s, sy Start F46 (& 6-32¢);
HE: ZHREEIE a4 PR - H H-F£ i 44 -MSMS-Pos/Neg
Ebin: CYM 20221116 pep MSMS_Pos
3) Wik 6-32d, 7E Masslynx & 5[] §.5f; Chromatogram, sy O S s e

vt SR TIC 40l Bl ATEE, 76 TIC [ N EURR, 2 Bl I B4
FRUEEE, — el L T 2k BN LB 0 T BT TSR MO RS T, WK
BT EEENTE T, TENERE. EEET);

4 WETETIE, #TE% ).
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H Wiaters Xevo TQ-5 MS Detector - C:\Masslyni\Xevo TQ-5 - Acquity UPLC Installation Project. pro\ACQUDBASYSTEM_02252021.ipr

a. File View lonMode Calibration Gas Vacuum Ramps Setup Acquire Help

D@EdSekkEeRO()OINMOD &
il

ESe Souce Fhadis | Adhanced| Diegrasics |

Flow Control

Status Ide - 45,12 rin
980 = 8784 =
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Collision P Py e—

PWERSCIE, IS ZIBE R R TED. BB




= SRR RBEF L Waters Vevo TQ-S #R/ERIEMTE E2OW, MBI

Eile View PRun Help
d. [Z-0Ce e &> 0l [2mw Do G
Queue Is Empty
e TRSOUTENT Speczmmlchromamgram Lap Edit> Samples v
< FieTame—
5 B i RESTaE - o x
2 2 = File Edit Display Process Tools Window Help - & x
Inlet Method 3 |MS2 MassSca. MS2Masy o3 | A [ (o8 B O @ | L oA 12 | @ A B @l@ Qe -« olzc i
8 4
{Gradient
2
x 6
c B 039 TiC
> Solvent Monitor 7 |MS2_MighMas.. MS2High) 2 51e6
& : ] \
8 ‘4,-1.5 5 |Cotumn,_Conaii.. pank
" e e . — I
o msE - o x
£ W Fic_Edt_Diplay _Process Tooks _Window _Hel . , ,
5 _ sow e
2 a B H = 7 ¢ o Q| me =
S ‘Bd_@:gam Blou@aBRo|TaX e 5o G @AERO QAR # o+ 5
d Mi’,i",'}',', - a XEVO-TQS#WAC1752 25-Feb-2021 18:14:C
o 050 MRM of 4 Channels ES
i 0 13804 1.0de
4 AN
s BN
{ AN
{ \
\
Edit Shutd /
{ I\
/ \
| \
Sh
i \
\
| “ |
[ \
s /
" @
‘ /
°© ‘[ @
[
® {
|
d / 2]
«
it
.‘/ \
|
/
/ 110.06 Time
”
049 050 [ o
15601 16509
o - T T T — T + T T m
S 165 0 s 120 25 0 13 0 s 1% 1es 160 165 170 175

K 6-32

Step3. LIS Tk
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Cut ':" Instrument

£
Copy E Q
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6.10 BEFEAEF (Inject Volume)
% Inject volume R 7 4%, X BHIEHR, A 2.0ul, [[%,
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£ Sample Type F X7 i FHE i 252 Standard, Analyte, Recovery .
6.12 FrERIRE (Conc)
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6.13 HiEBAT
6.13.1 TRAFHEFESR
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PWERSCIE, IS ZIBE R R TED. BB



= EVUIRAT R REL Y Waters Vevo TQ-S FrERIEMIE E3MTW, EBR

] Masslynx- 20 B
_Ble Yiew Bun Hdp
@ Open Project... i D J Hﬂ E Shortout -thuuu gﬁm-
Project Wizard... -
Open Dgakie.. [ P spectrum Chromatogram Map Edit+ Samples~
D Hew CtdeN [ [ Fie Nome | Fle Texd | WS Fie
B (cen 1 (2013081 4cpisctestOl sD 20190814-cyf-scheat-M$ method
ole List 7] sawe s ———
Import Worksheet... :: st : ;:r":‘f‘ §
Import Dea... i o items match your search. ]
& Print.. Ctil+P
Print Setup...
Esit P E’u‘ﬁﬂ— |
2 3 Srmmtpn: [orvs barcs0 =] Caed
MS Tune

6.13.2 N#E T
12 6.7 BBR, FTIFBAHTNE R H, ridi Bl 6-39 (1) Load Method, HN#EGKAH T2
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H
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Relative Retention Time Reference None
Response Uses Area

External (absolute - no internal standards)

Totals Group

Multiply Traces?
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