TGRS WU-ISCMS-QM 20214696

A5 : V2.0
IR
5B
DFREAHESTBEE
DIE% ::i#l:'

B8 YR AT BREL B {3 Waters
UPLC-SQD2 frEBRIEMTE
(Masslynx i)

20204 3 B 10 H%%H £ B H=iE

FFREQAHIUFE £






BT I

BATHM | RS BT 1 () % e
2020.03.10 V1.0 RATARAT PRERWE | AT

2022.01.18 V1.1 BT %4 S R E LT MReREE | BRRGE | FET
2025.08.12 V2.0 Masslynx 4 FREAYE PRERIE | ET







ol

H B ettt ettt ettt ettt ettt ettt s ettt seane 1
T ettt n e n s naes 1
R BT et 1
A SR S8 5 B FEIMTE oo 2
4.1, BENBETFIZIEZIMIE oo 2
42, SEIHEAE I oo 2
43, BRI IIE oot 3
0 SR S8 B A A B T FEIMTE oo 4
S0 FRPURRAT AU IR A A TR S oo 4
502 THIHE oo 4
503 BEUIFEREHIIE oot 5
I P2 e 6
6.1 T HTHE RS oottt 6
6.2, FEIIIHE S oot 6
6.3, ALBEITHULLIR ovvoeeeeeeeeeeeee s 7
6.4, MaSSIYNX BHIE c.ovieiceeeee e 8
6.5, ALBBUERT TAE oo 12
6.5.1 FHEETEVE (Seal Wash) ... 12
6.5.2  Prime SOIVENtS TEETEIEAE w oottt eee 14
6.5.3 ESIHERERS Prime BEIE oo 16
.54 FEITEE ..ot 17
6.6, TBATAUER cooveevieeieeeee ettt 19
6.6.1 ZRAHFERITR oo 19
6.6.2 AR TT Y oo 21
6.6.3 EFECTE . JTTE 7T et 24
6.6.4 FERALEIEFE(BOLIE) ..o 25

6.6.5 FEREARFR(INJECt VOIUME) .. ..eveeeeeeeeeeeeeeeeee e 26



60.6.6 IR ATRE I T I B AT T T oo, 26

6.7, BIHEEETE oo 29
6.8, SEIGAETARTE ..ooovoooeeeee s 32
6.9. IR HEEAE oo 34
FHI/SEHEME ST oot 34



88 PYERAT R R EL A X Waters UPLC-SQD2 #R/ER{EHEE (Masslynx BRZA) IR, EIH

1. B8
7 ST BA DU BT 5 56 P A (UPLC-PDA-SQD2)  (Masslynx #AERAS) 1 FERE R
P, [FHA IR, Y A .

2. ol
AFREE FH T B A 1 B DO AR RT3 B P A (Masslynx B I

3. R%
3.1 HF: PR ARERARAE, RIS H IS DO S VAR e EHOR 5
3.2, SKIEHORG: MOREIEN AR, TR A R AT 0 .
3.3. CEEHE

RAEARIG T BN, BT G AES W& RAL P £ IR RR A6 S
P WIREE SRR T . BT RO RPEOE D R AR T T
BT G AR B, 185 RAAESUREU TR A SRR T 6 .

US'SE EeE
(D Acknowledgement: The author thanks (Dr. XXX from) Instrumentation and
Service Center for Molecular Sciences at Westlake University for (the
assistance/discussion/supporting in) ... measurement/data interpretation.
(2)Coauthorship on the resulting publications would be appreciated if our staff make
technical contributions (including but not limited to critical sample preparation, novel
experiment designation and comprehensive data analyzation).
Affiliation address: "Key Laboratory of Precise Synthesis of Functional Molecules of
Zhejiang Province, School of Science, Instrumentation and Service Center for
Molecular Sciences, Westlake University, 18 Shilongshan Road, Hangzhou 310024,
Zhejiang Province, China."

SO E H
© B BEEH RS TR ARSI S 6 XXX A XXX 22 i)
FE.. R B A _ESR LR B .
@ FLFEMEE: WRD TR G 2SR AR i R AL BT AR LA HE
BOR TR CEAREA PR T OCHRE M) 2 . OB Y SEae vt AR FEEARE D) A1)



B OARAT R RREX A L Waters UPLC-SQD2 #R/ER{ENIE (Masslynx fRA) Fom,#£35H

AR A S I A A IEFMEE, 1EE At~ PR, o FREEA S
SEITF G, ThRer T SRS L8 B A sL %, SN, 310030, #iil.

4. BRIEXEERLEENC

4.1. BEANBREJT LK EME

4.1.1. BRI EZ T LAUEE ER . RO SN2 e B EE, ek
SYACSZIG 2 ) & I A R BRI

4.1.2.  HBENERRESIIGE, TR ARSI 2 A ERE .

4.13. AL EFFEEL M, AT, mEREEALRE, KEER
Ko

414, BENSIREN TRHEPIA R S ESkAEIE M B, S0 S IEIE L bR
A 2 DR A 13

4.1.5. PEEEKEH ORI REARBA, — BRI AT A AL 2

4.1.6.  ZEIERSEIG TR G N SER =

4.1.7. PEAEAESKEG SR WO ERRE RS .

4.1.8. WIASEL, FHMALEY.

4.1.9.  NORFFSLEG % N IR B GRS E , HEN LN S R RFF LI EE ] & K
o SEEREEW G, SN RUATIEY . &5 B RmE N A FE
K HL TR

4.1.10. AT EEA HEF R 2R R R AR IE .

4101, SEEZ N ORRREEE, AR P25 T ORI N

4.1.12. BN I UPS Frab s R RS A 25, BRSNS AT, ERRNZE
TRZBRIR . DR A BB LK.

4.2. i%ﬁ#ﬂ%
4.2.1. ENYRNREBII &, AT ANMGEE, REFINANR, A15HE
H B

422, EFEEELIH T, BIFMAEHKIXRGET RS
423, TEMRSALIEREERBATHIRE . TR b R R AT AR B A SR A
S, AL EHLEGRZAEINK, B st P T PR A AR A



88 PYERAT R R EL A X Waters UPLC-SQD2 #R/ER{EHEE (Masslynx BRZA) EIWFEII A

4.2.4. EMAEIEAERBAEMAR AT ERAE . LIS AR T A AT ] AN i 6 0 R
AR, B E EHUEERAE R R B B IR, 2 P R A
(ERCVICEN DSt

425,  SERGIRRH AR DUALER B R A RECR L OGRS . RS, ST
BB AR A 38 £ 5 N AR A B . R AR B A, LA ATIREI S —
SR T E AL

4.2.6. TGRS, DARIERE > S TIEMEDR, G EEEE R O R E
DEUBRRE . BEREARAE, DA AR IR % (A BObh B I B A, 33X
b AR R, P 2 R A A S5

42.7. ERAEERA, A T O 2 e e, AR E
PR B DR A 245 RS S5 A DG S R B A

4.2.8.  SERENIZGEE . W IUF G S, IR B

4.2.9. fERCEERFECZ AT, DAY R ERA R . R B,
I B EY H et FES, Mur i Apiy.

4.2.10. AEE LG MR EA A F B T 07T . SEROBEE AUE I 2 AR
PP T R, BN U B Bsh iS5 50 NI B A 3%
55 B0 A S AR Sl DR

4211, BiR. SR AR AR AT 328, AR B A IO AR L
WAEH

4.2.12. HFE BN SUETRZI I ] 3 25048 AR N K 5 8 Bl B0 R S AT A2
RS A S5 RS A AR S ), ISl AR APIRES .

4.3. SIEEAME

43.1. BHUAEHSELEESM, SERREHARDEITES.

432, THIESER S MR IR R LB

433, FIOFAOM, eNVER CEER R, BRI BRI,
A IRE IR o

434, FBHASOH, ERFRREROCH, BERPUSHETAE, SHRFT

AlE, BHFRNES. 250, fNBavaE, BFESRRE
B, FHHRTFT 18 BliEA,



88 PYERAT R R EL A X Waters UPLC-SQD2 #R/ER{EHEE (Masslynx BRZA) LT, HEII T

43.5. FFAOMBCEIRAOM, A5 ESEEE B A IERT T

43.6. MRS, TERYE T EHSOM . 3 A RO YR R AE A SO,
AR ST FHREORES U/ AR L ST A

43.7.  FURPBLPREF IESL IR [ E .

5. BRIESSEENFEHEEME
5.1.1  BAPUBRAF R BRI 548 F
AR AL RIS A SEACEE L 0 R BN ER B % SEAT (4 B 75
PR RN GEE TP RIRILE RN, AN BT
FF . BHIRRALTF RS s AR AL & IS o s FHRAE CRIF AR Py A 1 [
I, A AL
AR RS SAT TR BE VB FH AR AT i 100 D B B SR A 2 A% R
BIEEH AL (LUFRROD HHTIZ), FHRER B HAE B
1. ZHEIR
EAEHT S A 51 5T NV IERE R 5 B
THAE R A BEAT IR L e 1] £ B PRI S A 5 A 3 L BTN
MRS A8 B AT R 0 T T #
P b 0 35 RSO AE NS SRR, — J& R H 1S & R A 22 R A Ak B
2. HE EWL
O CJRIECERE I D TF BN, RIERHIET S U T AR
@ VETERBNTLIBFNHLIT, B IS 577 AT R AR 5 R i R
3 HARABATEIZE
@ EEHREN, H P ERAR G185 T bRk BT EAIER,
F BN MR B S EREN, P RERE N T LB, i
R P EDERAS A F EAUBR, RN E—EIE %, REKEE AR
MR, HEREZ I
512 TAHIE
TS FIRACERRBE . RS AR AR TAE, MR A 2 5 f AR, 52
B0 Z AN AR T AT Y b FRL ) B o B DU BR AU F R S SR AR S 4, B
AL P AR TR i) B i KA L = Wl f DR 30 rBHTRAINLAT, ELAE A

®» @ ©® ©



88 PYERAT R R EL A X Waters UPLC-SQD2 #R/ER{EHEE (Masslynx BRZA) ES,HEIS W

Ky FEBAR 58 198 H 1 SR VE L6 5 SN I A

A ST I R A A, DASRIR ZEALIN o N5 I (8] B, AEBOR B
Al AT AR I E PR . PRI REAE FRZD I TA) NI, T8 AT 30 204 AL
THIL I BRI 51 o B TRAINU B0 2 RIS RETRZI N (8] (9 7, skie =
R AT A« @ IR PP EIOE LN BTAR S AL

LI B L [R] A 27

FE—ZFH | 09:00 & 22:00 NS W53 AT

(1) BB 2 BOR I seia BRI, B a5 7] LAV

(2)  SKIRTFUAI; S5 AL SEIR LR A EEIL, SR WS AR s

(3) A E AT, YRl ROGE B EARAE . AT A A A B,
I 2R BRI ROAR 01, DME R RYE B B, [l AR R e 7T
AR, INEALEE;

(4> DALNON R DR e A3 A R ) CAn AR 88 ), P SR R H 4E A2 3% 5

(5)  Asls = prfy IR an 8o AN SR VEAE s TR el B, JeHA Vi U £
SR AL B Lo H P AR B SRaE R BT 3 0 i 55 #1514
TR EE EA M, DUORAEIF IR AN B, SCIR B A AR S =

HL P DR B 2 4R
(6)  FI7 NEPRRF S50 XA ARSI 58 B g LI i e R, BOR A
MITIRE
R IR LA B2 0], RRTE Sy T8 0 B Ir . TR A%
S URHET i

513  FIIEZHIE

RAZUM. TS AT T FRiE,  BEOR Dz R [ AT 550, #5
PN A AR A P R S R B IR S e A RN . AT AR L AR iR A
B CHFEMD SN E a2

B G, PR ARIIE RN R IRE T T 5 WEAEME, Sl
RAE B O R, BCREAR AT IS . VIREZEWKE, ATEEEA
BT ENRE, —BEE%.



88 PYERAT R R EL A X Waters UPLC-SQD2 #R/ER{EHEE (Masslynx BRZA) Lo, HEIIH

S S B YOI IR BT ERARACT G, 45 T35 SR BT L VR
A HR AR SR A SRS AE GRS o A RO AR R R S B ES i Btk
FORAIHYEB RN 2 4h, T EEET . Bl SR,
XHEAZRT N RO EE K
(1) 7B . AR FBU5T R BE AR J B K FL B 1) 22 22 B S5 B
(2) FAZGREYR Masslynx AT RS0, MASAL b HEREAUREERAE, Bk v
VEA 2 A A b, DA IR A P R s il o

6. LWAHE
6.1. LIRS
(1) BB Pesh S m s FAR, B LR AT BLSE il il
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ARG EHETE SR, T i%#E File - Open project 77750 H S0, ikt
— ik #% file-open---4T 7T H C. 1) sample list, F ARG :

E: RGP BRAREAITH SR, R RAGREOR A .
Step 1. S AEHES B/ MEIMasslynx BB (6-5) , BRIAT R N E—IRIX
i S I 81 (616-6) o

K 6-5

BEEREEEEEEEEE

K 6-6
Step2. riili File — Open Project... (B 6-7), 5 6-8 Xf1FHE, &7 Yes
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[ MassLynx - DEFAULT - Default.spl

File View Run Help

>
Project Wizard... ri

Open Data File...

D New Ctrl+MN
& Ope Ctrl+0
= iave Ctrl+5S

Sample List Properties...

Import Worksheet...
Import Data...

& Print... Ctrl+P
Print Setup...
Exit rtup
1= e

K 6-7

[#)MassLynx - 1SCMS - chenyinjuanl.SPL -—
Eile View Run Help

E-0BH[IS) > 00| @ shoncu [Byouee Ftatus

Spectrum Chromatogram Map Edit~ Samples'

Queue

w
% File Name File Text | M5 File
2 | 659 |DL_HXL_20220526_sm1_O1 | Delaul_M5_Pos
& 660 |DL_HAL_20220526_sm2_01 Defaull_MS_Pos
| B51 |DL_HXL 20220526 sm3 01 Defaul MS_Pos
| B62 |DL_HXL_20220526_smd_01 Defaul_M5_Pos
| 663 |DL_HXL_20220526_smS_01 Defaull_MS_Pos
| 664 _IDL o, 20020526 smé 01 Default_MS_Pos
B65| Select Project Defaul MS_Pos
Defaull MS_Pos
Default_MS_Pos

% When changing to a new Project some services are automatically

) closed down. Defaul_MS_Pos

Continue? Defaul_MS_Pos

Defaul_MS_Pos

Defaull_M5_Pas

Ne Defaul_MS_Pos

Defaul_M5_Pos

_YD_. " etd3 | Default_MS_Por

| 675 |YX_YD_20220527_stdd_01 Defaull_MS_Pos
| 676 |YX_¥D_20220527_2004_01 H20 Default_M5_Pos
| 677 |¥X_¥D_20220527_2006_01 H2o Defaul_M5_Pas
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ik 6-9, ARHEHMN I EIE ARSI E CUBA I E SO BREA
BT B SCHE, EFE IR A 2 a4 . Linik$F ISCMS.PRO, RIT] B/Ri%
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File Name: Directories: -

ISCMS._PRO E:\data2\P! projectsh _|
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e & SRECYCLEBIN 1

Jinginghao.PRO

LiuKaiPRD B lgo-datas

Liuzhichang PRO |
Luhaihua PRO I System Yolume Information

Shihang.PRO -
Tom Wanger. PRO
Wangzhaobin.PRO
Zhangyanyan.PRO -
zhanglihan.PRO

-

-

=l =

—Diives: b
|~..- E: DATAZ b

Default_MS_Pos Default_LC_infu

(RE T L N Y] e ST L b
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Step4. LI NBEFEFR
ERBARIAE SET, #4255 File - Open... (& 6-10), #i 6-10

SHEAE, EEEA NHEFES%-Open, BIO] S7RAZI0H SCH R A NERESIIR
ol (B 6-11). & 04 EfMf4f Masslynx-project-sample list &7,
Masslynx-ISCMS -chenyinjuan1.spl.

] MassLynx - DEFAULT - Default.spl

| Fle View Run Help

| @& Open Project... >
Project Wigard...

:

Open Data File...

=T .

Save As...
Sample List Properties...
Import Worksheet...
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Look in: | . SampleDB

| || chenyinjuanl

5] - @ ek Er
Date modified T
5/27/2022 7:59 PM Sk

< | m

File name: ||

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

& 6-11

ﬁ hd _1 33" H .._f’ D J uu @Shartcut .‘IJ;QIJ!U! Eﬂtﬂus.

Spectrum Chromatogram Map Edit~ Samples~-

File Mame File Text

c Tools

£

g 59
Z (=]
" Options 661
E 662
= B53
x (2]
ki Colors and Fonts 665
[=4

g 2
Y - S
= | 68

6.5. (X B3 TAE
6.5.1 FHHIEYE (Seal Wash)

DL_Hi<L_20220526_sm1_01
DL_HxL_20220526_sm2_0N
DL_HxL_20220526_sm3 M
DL_HxL_20Z20526_smd_01
DL_H+L_20220526_sm5_0N
DL_H¥L_20220526_smb_0
DL_H:L_20220526_sm7_01
DL_HeL_20220526_smf_01
DL_DE,_20220526_3 55 _01
WZB_GHC_20220526_5_86_0
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Stepl. 7t Masslynx 3= 5 [f] (Shot cut, Instrument &7~ ), &7 MS Console 5[] (

6-13) B i AT 5542 MS Console @ﬁn (E 6-14), FIHAEEH G

Fam (K 6-15).
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B8 Consetefor System Hclesd PDA SCOZ en Node CLENT06 - [Watess $Q Ditector 21 - o x
Sﬂ:ﬁmamw Comel Conigwre. Martan Troheboct Fele P s
resgiliacls
ﬂwt’n”moc

=- =" | System e
| P ) [+ Quatemary Solvent Manag (a'
[+ Sample Manager FTN =
[=) Column 7}
Column QC A
Batch QC -
Care and Use *
[+ PDA Detector - Iy
o ) Waters SQ Detector 2 N‘\/\J’\T’WTNW:WMWT.WW\A(M‘UW"VVU_HMWI\,H(AWLWM'»UJL‘F\!’\.JT\I/\HW @
191 3 V% 0 Detectar T Source Ten} P!ﬁts ‘ﬁ
e [yt i b
w1 Maintenance Counters T s GU P =
P . ‘_MW,LTW Logs MﬁJHan«M‘MWme‘M«wMA(MMMWMﬂwaWMﬂWW sl
g N
U e 11 1Y Tn R AN L AL e A1)
f—— 3 j\i,wm mw»: iAo N T ot AT A o g A A g,
j HLW/’V\‘JL y_m_ﬂ PRSI U AR AU A — A S, A P PN, V1S
A wj’wﬂﬂ""wl(hﬂy”w“‘— A Y e "lf rﬂ“"‘"’“'r’““f P A wﬁwmﬂwﬂ’v’hﬂﬁq -»-‘—\,..-«-—JW\U\-W\J\:\—
%ﬂwzwﬁrpr' A mefhmfﬂw P w—mnmtmlw\ﬂ‘\ N ™,

T T T T T T T
i 1k 0 in o am Y 2l
thrs.

09:12:39 ~ 12:04:46 [ |

El6-15
Step2. {11%6-16, %+ Quaternary Solvent Manager--- 4. ifi Control-Prime seal wash,
BATW B, B BATIC SR IN A
¥E: IR A dPrime seal wash, Jseal wash Riz1T{% 1k

n Console for System Helass_pda on Node LACEQR - [Quetemary Solvent Manager]

m! ﬂﬂ Treubleshoot Help

Set fow
Care and Use performance
RN e st PR 00 QSH Totalvokame pumped
s e .
Maintenance Counters A ) 20.0 *
Loge 0.600
=
Degassen = 0.0 pressure ripple (psi, 1 min)
0.73 psila) D1 0_0 - Hinsmum Maximum  Della
Venl Valve: 219 6312 6093
System
K6-16

6.5.2 Prime solvents JEFE/E

WE6-17, #EFEQuaternary Solvent Manager--- 15t Control-Prime solvents, %
#Control-Prime solvents, #fH El6-18%EHE, A11% B 5 RS AL (AN7/KAH,
BNANAD , BB —AHREE R R] (2-4 min) , fidiStart. BEFIRAE,
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Console 4 [ff] {7~ Quaternary Solvent Manager: Priming k#4278 (E6-19)
e EEERTERRBAE (ACRUKAE, BAANUED ZEIEM, ARESERL.

! Console for System Hclass_pda on Node LACEDZ - [Quatemary Solvent Manager]

IC«_ISE Mairtain Troubleshoot Help
Set fow.
:“.'..'.‘.
Prime sohvents
— performance
Prime seal wash
) Waters SQ Detector 2 - A 80.0 % S T s g
" Plots Reset GSM
Mantenance Countes  [~——yrggy~mymin £  20.0 %
Logs 0.000
Degasser: C M - pressure ripple (psi, 1 min)
Vent Valve: o 219 6312 6093
System
Kl6-17
Prime Solvents
Prime by solvent line [] Prime by composition Final Conditions
A A: % Flow: mL/min
Oc
C: % B: Yo
DDl DDZ DS
Jos [Jos [Jos D: % DL - c: %
| o BT % ot v
Durationper line. Duration:
min min
Start Cloze |

K6-18
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=l System intzin T H
v ary Sal |Cu|lml Configure Maintain roubleshoot elp

[+ Sample Manager FTN  Priming: Initializing

=) Coburmn
Colurmn QC —
conditions E
Batch QC )
s 210 psi A 80.0 =
PDA Detector 0.000 mL/min B 20.0 =%
[+ Waters SQ Detector 2
Plots Degasser: C % L]
Maintenance Counters 0.73 psilal D1 0.0 =%
Logs Vent Vahre:
System
2SM System Pressure
ﬁ E000.0—]

QSM Flow Rate

il min
(=]
-

%

t 8,
8

ol |y

40,00 —
CISM % B
E0.00 —|
= E
0,90 QS % C
0.070—
= i
o M % D
L0 —
a8 4
0 System Status
Quaternary Sobvent -0.010
Manager: Priming: QSM Primary
Initializing - R
o.o—

OSM Accismuslator

El6-19
6.5.3 EZHEFAS Prime HAE
U11&6-20, ConsoleFtIH, #%FESample Manager FTN; i Control-Primet{F,
B 6-2 1% 1EHE . B Wash Solventi& il [8] 430 sec, Purge SolventiX i H2-5
R, RHOK. FfahE i 45PurgefT B, Console 4t [H &7~ Sample Manager: Priming
W& (E6-22) o BERHEERTA AR, Console il i n i E6-224 E i,
System Statusfi /~AT 54, THARE RN,

n Console for System Hclass_pda on Node LACEDR - [Sample Manager FTN]

Contrel lCoﬂﬁg.re Masintsin Troubleshoot Help
- Prime
Wash neodle
Reaet SM
lemperalure
(+) PDA Detector
(+] Waters SQ Detector 2 sample Pressure:
Plots
Maintenance Counters 0 psi
Logs
242 °cC
Injector Valve: Sample
off
Inject
Room 21 8 °C

Kl6-20
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[¥] Wash Solvent: III sec
l [©] Purge Solvent: qycles

=
= 4 [ ] 4
R = Sywarm =
: [commet Contigure  Muessin Troutsearcot s Cortrel Corfigure Murasin Troubiesboot Help
e i Prima: Priming Wash solvant =
Coumn GC Cokurmn GC
Banch GC Betc oC
Core ol U condwsons.  tempesat e e a Uhew aedins
FDA Desacie DA Detietor 188 A 0 %
1 Wters 50 Detector 2 R a— +) Wntmes 52 Detector 2 o 1099
Pota Fioes 0.000 mifmin B 0.0 %
Aasganance Countens o o Martanance Courtars
s == vegasser: c 0.0 =
Injector vatve: Sampte Lheis (=) DI 0.0 =
Inject Went Vahe:
System
Room
CISM System Pressure
2
Sampis Fressure
T E o Sseremman
-4 - = :i
B —— TR
Samein Temn - 1
2008
= (- ISM %
v 00
- ==
P N
aoa—L
Faam Teme Pomc
S S =]
= A
T R D
sama—y
@ Swsrem Summ popo Q) Swatem Staka I
Quaternary Sobeent | | SealForce “‘_u_{
Flanager: Priming sas oS Pimary
Sample Hanager FTH: - i
sobsent an
ST Accumsaiar
saas |

Kl6-22

&: Joilt17Seal wash#:/E, FiE{TPrime solventif:/ff:

Seal washil# Prime solvent ] 5 [ 3} Ff 25 Prime [F] I £

6.5.4 FFHE#E

Step 1. FJHF itk AHifi. 411&6-23, Console -1 Ff Waters SQ Detector2- /5 i f5
I Tune k5, $T U0 I 6-24 57 715 B 5 i R 5 L 1
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ltmlum.«mmmmmum 0« [Woars 33 Dot 1)

3 System i
. [# Quatemary Solvent Manag: —
. [# Sample Manager FTN ek @
| Bcd‘-m i Calbestion  Calibration_MIBN108_17. Saop Fiow
Column QC 5 [
Batch QC Y ———
| Care and Use 2
(+) PDA Detector

(3 Waters SQ Detector 2 | ’ l

T Plot
_ Mais'lenmce&unets NWWWW“ POy
Logs s

| Bt

WWMWM@MMM
—— WwwMWWmWMMm«M

iy 15 Datectsr T Batwt Lien.

W‘..L‘N"‘"‘“

P A AU A LW AR A, A

Step 2. FF )i
(D
(2)

Kl6-24

Ton Mode: EFFES+ELH ES-HE,
oS SR E bR, SRS R R IE

m Waters SQ Detector 2 - Default [training\LC-MS] as chenyinjuan/Chemist | PaaRaer: s sacaupnn o spaidangess trespadtagp i o stingea
File View lonMode Calibration Gas Vacuum Ramps Setup Acquire (mn[r=a] |
= > _ Vecoumok Sy
DS HSO B
ES+  Fluidics Extended Diagnostics
Source Voltages
ot 17 %
core e ——
Source Temperatures
Desolvation Temp [*C) 52 400
Source Gas Flow
Desobvati
I - e
Cone (L/t] 3000 3500 4000 4500  50C
Analyser
LM Resolution || — |I| @ .
HiM Resalution I ’: Vacuum Ok Standby
lor Energy I—J—

— IR IE B TR
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(3)  FEAS A N fAOperated% 4, (8RNI Nkt (F6-25) HET
PR HL g b
ER: IELCH NSRBI AT B R /1 IEH (0.6-0.7 MPa)

. i
LY
ES+  Fhadci Estended Deagrosscs

Surce Velages
Capdy I Tl L] =

Cone 4 2 G

Souros Tempes sy
[hgactvgtoon | emg ) = &0

Source G Flow
[nescbemtion L) Lk Enil
Cons L) 0

3000 3500 2000 4500 saC

— 2 0EIm

\guum O Standiey

P
LM Figaciuton o |

HM Prasadutins LI |

ton Erenigy as ._ —

Kl 6-25

6.6. IBATIX 3

6.6.1 FRBFEME

BERFIREBINT: FH (12 ) HadEsh MERERERE) -SLhakt
-2 E (1-24F)
Stepl. [713] Masslynx &5, $THN NBERES R BB @A FEFIR (K 6-26).
BEREFI R —ATFHILE S 545, File name, File text, MS File, Inlet File,
Bottle, Inject volume F Control 3£ 8 1|, %47 41- 4 H-Add, TI7E 2Ry EA 3
MEAFF 1
(D File name: WAIEI, SCHEAAFR, RIS IR S5 50 S
(2) File text: JEIAT, TJHAFE G 4IRS 515 B
(3 MS File: WIHI, Jii% 715301
() Inlet File: DAIATR, 3% 570300
(5 Bottle: WA, Ff 5 HNLE
(6 Inject Volume: AT, ENMRF;
(7) Control: HEIEI.
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Spectrum Chromatogram Map Editv Samples~
' | FieName | FieTet | MSFle | InetFle | Bowe | InectVolme | Cortd |

] Mok 1081

File | Yiew Run Help

-

@O /3| p 2 00| @ sheren 2 Queve 3 Status

Queue Is Empty
pectrum Chromatogram Map Edit+ Samples~
Fie Nams FieTen | HSFie Inlet Fle Eotle Iniect Vokme | Control
) — o

Instrument &%

a

nx  Tools Instrument

Inlat Math,

Sol t Moni

QuanLynx OpenLy
2

s

%=

=
n
3
L]

=

or

Ms Method

MS Console

A

Edit Shutdown or Startup

e

& 6-26
> M AF4(File name)
Wl 6-26, 7 Masslynx #/EFH E 01, HH File name F 77254, Wi 2 ER6

R PN & LA

o RN FMELEFHARE) MANEFE (K5 _B#_FHES_IK
5, HEHTRISER, FEREFER

Blan: K=%VTZF T, MR EY 2017 F6 A 15 H, H#a@%5 A sml,

AT E — 4K, A A4 % ZS_LS_20170615_sm1_01

o BHAT UGS, WEGMS—RA, X448 ZS_LS_20170615_sm1_02, LAt
KA

#: (1) File name AR EE;

(2) HEATAS, Eh%-add, AIEINETERFF, BRINGMKFS], &
1EMIER 23347 BRAT . FEATH File name, Bottle ZLIBFZEER, R4H
BARB B R AT B B .
> %54 File Text 5
AR AR R L, N TR, LhRE S e, R
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PR, MEEE, WA
6.6.2 GRiR{VEITIE

> BI04 (Inlet File)  (GBAERERET )

Stepl. & Inlet File /M& -4 8E-Edit, T T EmEE T (B 6-27, 6-28)

Defaudt LC_mbugion_01 1L nosn
Diefmat_LC_infusion_01 1.2 oS0
p it Tir 2 0050
Amanens __ Browse. 1,000
anzosos____Edit 1000
20130605 Cut 1.000
201 30805-1 1.000
Copy
201 308051 1.000
Paste
200506051 1.000
20090605 Add 1.000
200 S0E05-| [rgen 1.000
2009005 1.000
IS Clear Selected 1000
20190805 Customize Duplay... 1,000
2000 S0B05-L 1,000
200 e AastoSampler Bed Layout... 1.000
AR T M5 141 1000
6-27
E - —
5 Default_LC_infusion_0L.wvhp, Default_LC_infusion_01.w2200 - Inlet Method =
— - —
File View Tools LC Acquity Sampler Help
D2 & ¢ghinis 39| &
| Status
J Status | ACQUITY Addtional Status | Solvent Levels |
Status
Indicators Pumps
E5) - Running @ 800 %
é Time (mins): 0.00 :I
Inlet ) Pump On
8) 200 %
7 Inject Cycle % Flow(m/mnk 0.0
w Cr— a @ 00 %
& Ready
| Autosampler
‘ ® oK @ Pressure (psi): 29 @ 00 %
| J L
I Detector
{ Scan: Mode: Not Installed
|
|For Help, press F1
Kl 6-28

Step2. JmiE BBl 71k

EE 6-28 1, s /2 Inlet IR, 5 HE] 6-29.

General 51: BB A\ B A (A /KA, B VAU » HEHN 0.4 ml/min,
RGiE I EFBR RS . 7E Run time & [, A IS 17 [A] 5

Data 41|: “AJi% System Pressure.
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ERE: AR, WEGUKAZIRLEENAE, PE—BE, E2%E e,
HEPEED28 . JEFIREIER, £RER100%7KAH.

[ Modify Binary Solvent Manager Instrument Method x|
Binary Solvent Manager 4 [500 " dfin

General | Data | Analog Out | Everts |

Pressure Limits Seal Wash: 2

[~ Solveris
J N~ Iwater - M’ Low: |0 psi [Tmin a

e R )

; al

Gradient | 2D Repeat
Time Flow N "
EB (min) (mL/min) . niE EIE ::I —’I
1 tia :0.400 10.0 90.0 tial ; Gradient Start:
2 [500 0400 100 20.0 6 @ Atinjection
3 i :
4 " Before injection
5 19 " After injection
i
£ - [o uL

& 6-29
Step 3. Z%H H 2N HEFEES Autosampler
fEE] 6-28 H1, gl /oMl Autosampler ElFR, 3 H K] 6-30. AIARHE (1% 7 i
JEE R foty B SR B B AL IR AR IR S b AR TR, il OK WA .
e (D) PRSI BEANBURE,  PIAS R St A T
(2) FERAATT IR, 10 BCE W 2555 S TS T T 52 1
(3) {E Runtime & 1, HALHFISITHH

Modify Sample Manager Instrument Method x|
Sample Manager 2 in

General IData I Evernsl

Wash Solvents Temperature Control _?I
Weak Wash Name: Column: Alarm Band:
—] 0 [P <lc| TR«
Strong Wash Name: Sample:

IAoetonitriIe -] IOH :]' T r [5_ '
Weak Wash Volume: '
[0 W Loop Offline:

Strong Wash Volume: Disable | min

00 W I™ Load Ahead

Active Preheater:

Max Sample Volume: 7.50 uL | Use Console Configuration LI
Comment:

[ J Advanced...

3! 0K || Cancel |

6-30
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Step 4. fREFHIE

AT T A A BE T, N JGiR, AU File-Save, fRAFTi%. A TR
HARAIA NIBAR T E, @WOTEm B RNy AP 24T RERS KRBl
i), Eefn: LRZ TCM T3 16min.

6 FHiZBAR 7592, 7T % Inlet File /Mg -4i48-Browse, BT .

" Default_LC_infusion_0Lwvhp, Default_LC._infusion_01w2200 - Inlet Method R E=
[File] view Teols LC AcquitySampler Help

New Ctrl=M

Open... Ctrls 0

Save As...

Print... Chrl+P

Print Preview @ 20 %

Print Setup... 1|

!

1 EA\dataZ'...\Default_LC_infusicn_01.w2200 @ 200 %

2 EA\dataZy. \HI190605-LC_MS.wvhp | . A20190605-LC_MSw2200

3 EA\dataZ\.. \ 20190605-LC_MS.wvhp | ..\20190605-LC_MS.w2200 @ o0 %

4 EAdstall. NSCMSPROVacqudb\Defsultwvhp | _\Defsult w200

Properties... @ 00 x

Exit

Scarn Mods: Mot Instaed
= — T E - 22—
6-31

> BRI (MS File)
1% MS File I 7 SH%- 4 8E- Edit, 5% H Experiment setup X 1HAE, B 7] 5%

JRIEREET . FE A AR RS TN (SIR) Al MS 24K
(MS Scan). 05 Z3H4T SIR MR SRAE, HIHE M AL &9 00 8 F {7 b

% Experiment Setup — untitled

File Edit V¥iew Options Toolbars Functions Help

O=zE & X
B ©r & Ms Scan

Points Per Peak:
Total Run Time: - ':'I 1|

H.. Type Information

# SIR of mass 311.00, Tirme 0.00 to 5.00, ES+ (sul)

S >

6-32
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i SIR #38, %idE: B 733, Span B N 0.5 Da, FiikiztTi[A] (Star
1 End, — 5 EREHSITN G —B0. 45 Mk 5N AL S 16 44 7% K
Bt E R, S OK.

Function:1 SIE b—q
Method Channels
Sl ¥, .lI| Dwell (s) | Cone (¥) | Comments
Span o 1 l sul 3110000 0. 220 22

VUse Tune Come Woltage O

Retention Windoy (Mins
Star a
End 5

AFel Frobe

Use Tune Fage S

ettings <
E ] ! Add ]I [Delete | [lesr 2] [ Undo | [ Redo |  [ill Dows

[ o0& | [ Cancel

6-33
JRYE TSI, %% File-Save as {RA7 5 1 77 1%
FEm A 2, B R T Re AT I Eh A3 A D2 ER IR 2, MDA
RO FEAE, BARERIESS LR B .
6.6.3 LA, R HE
] 2] Masslynx F 01, £ Masslynx #/EF I F 0, & Inlet File (B MS file )
TR A Browse, EFF 6.6.2 YR T (H il K R 7 S0

~ Samples~

I M5 File Inlet File Bottle | Iniel
I_ Browse... I

Edit

Cut

Copy
Paste

Add
Insert

Clear Selected

Properties...

Remove Column

Customize Display...

AutoSampler Bed Layout...

I HmS file N 775K, AiEE-browse

K 6-34



BB OARAT R RREXF X Waters UPLC-SQD2 #R/ERR{ERFZ (Masslynx ffiZ%) P25 W,HEBR

6.6.4 FERHLE EFF(Bottle)
Kl 6-35 52 H B FErE AL Sl . FE RIS 6%8, DLahf 2T/ BN
k), B MEHIET, AR EBEILAE .

6-35
FESLE AL AR S AL, AR R EDE S B SR R 24 T iR R ()
6-35).
e (D) BRI T T RYGANEE; (20 PN A 3500 5008 o 1 /2 35 L A i 2
(3) JFE: TP, FREFES TR E IO, BURFERA, KRS T
ZHBHRERR AR AR EE FIREE, BRERARESR . (D FER
AP E LT
FESAL B A PIFRANTT %, BAET
FHHMN: EH Bottle M, Wk EHIOEAR, AT
FE S B AT AR, 5 AR
Flan:l S EE, AF|, 254, MEA: A2
BEI%N: % Bottle N 5%k, 4#-Auto Sampler Bed Layout, H HURE §h #iLi%
FAH(E 6-34 (b)) o M E CHCE MR RAALE, kPR A,
SRJE RAAT R AR I BRI B, RS Al replace, KR H, BIW,
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26 T, W

(a)

Bottle | Inject Volume Contiol |
I 0.000
— Browse...
Edit
Cut
Copy

Paste

Add

Insert

Clear Selected
Properties...
Remove Column
Customize Display...

l AutoSampler Bed Layout...

]

1% fFauto sampler bed layout

6.6.5 FHFEA (Inject Volume)
1 Inject volume R 7254, XhE R BB GHR, A 2, %,
e WEEREAR N 2 ul, WUREESIKEE S, SRR BE NN EERE AR
e ENBL, At 0.5ul, 0.1ul &
6.6.6 RIFFEMRIFSIT HE

> RAFFEMRR: WA 6-37, BRSPS KA AL SRR, R

4. File - Save. HrEMIEFESIR, 1B 4 &P N ERAT .
o sionc- - nsed T T W

Fle Yiew Run  Hep
& Open Project...
Preject Wigard...

(b)

-
AutoSampler Bed Layout

[ 2 Plate Bed

ANS|-48Vial2mlHolder

ANSI-48Vial2mLHolder

K 6-36

i D [ Hu f”é.ihﬂwl“i;!.(l«eu gstatus

instead

Open Data File..

O New Ctd+N
[ Og o]

K

= =
Import Werksheet...
Import Data...
& print.. Ctil+P
Print Setup...
Exit
3 ﬁ
of
MS Tune

Spectrum Chromatogram Map Edit~ Samples~

Queuve Is Empty

I

Fle Tex

| MS File

| It File

Fle Mane
2019081 d-cpjschese 01

S0

20130514-cyfsckleniS method 201081 decyr... 14,1

6-37

Bote | IrjectVolume Centiol |
2
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] MassLyn - 20190814 - untitied ' Wy, Ty e |

Ble Vien Run Hep

Z-0B S| > U 00| 2 shotan Boueus G |

Queue Ts Empty
£ Tnstrument @  Spectum Chr Map Editv Samples~
E Fie Name [ FleTent | W5 Flle [ mie e Bt | IriectVolme | Cortiol
H [ 1 frsmzacyistann S0 20190814 0yf sd-eH M methad 201 S0BT4-cuk. .. A1
£
° Inlet Method
3
2
2
g
7 Solvent Monitor
z
@
x
= MS Method
7
T
z
& 0 7] sove s ==
MS Tune savein: | |, SanpleDB r| = &k BB~
MName - Date modified T
@ Moitems match your search,
MS Console
Edit Shutdown or Startup e e E
Flerame:  [0T0e T E|
& B —
Shutdown
startup
Options

K 6-38
> INET:
FTFRAR T3 10, i B 6-39 1) Load Method, JNARTRAHN 71, XA BAH
CRE AR T U644 FH P G (0 77 VAT THIR . INER IR A -
¥ Console Ft1H, REE1ZE/MT 30 psi (B 6-40), T LUBITHEEM .

& Default_LC_infusion_0Lwvhp, Default_LC_infusion_01.w2200 - Inlet Method w—
. — . — . .
File View Tools LC Acquity Sampler Help

DB &g |9 0|&

f Status

N setup method
Status | ACQUITY Additonal Status | Solvent Levels |

) Status
| Indicators - Pumps
| @ O Runving (A ez
| é Time (mins): 0.00 "

Inlet ) Pump On

200 %

= O Inject Cycle % Flow(m/mnk 0,00
| Cr— ® Ready @ 00 %
| Autosampler " @ _
) ® oK Pressure (psi): -29 @ 00 %
|
| ~ Detector
| Scan: Mode: Not Installed
|
|
hlicur Help, press F1 _ S _ J

6-39
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: mmwuu Control Config Maintain  Troubl Help @ Power @ Flow
+) Sample Manager FTN
=) Column
Column QC
Batch QC —
il conditions performance @
+) PDA Detector 4956 psi A 60.0 * QSHM Total volume pumped <
+) Waters SQ Detector 2 I i
Pl :
Maintenance Counters M — B M ” 0.000 @
Logs
Degasser: C 0.0 % pressure ripple (psi, 1 min) Stop Flow
0.73 psilal Minimum  Maximum [ Delta 7
D1 0.0 2
Vent Valve: — — 88 6839 6751 @
System Home &
Quaternary Solvent Manager = o
r ow
2759 psi 0.400 mL/min
A 60.0 % C 0.0 %
B 0.0 % D1 0.0% | 67514 psi
el
K 6-40
> :|":Ei Tin

ﬁ¢%ﬁﬁ%?ﬂ,ﬁ$3%%@ﬁ6w1mﬂ(EMAD,ﬁﬁ@GMW‘
TEAE .
I BATRERZAT, —E BB TS, Load WAHJTIE)G, WHIE AT
U117, fF Console Fi1H, WHIEHMRARGIESIZE <30 psi, WAL LLEIE
B P

7] Masskyrs - 20190814 - 2040081

Ble Yew Bun e
SR E S U] @ shenon ) Quese Fstati

als | Instrum ent

wrh s, i > Bbs, B85S

z
&
i
g
g

0 §@

C

4
&
H

9

-3
3
3

6-41
> HRINISAT R S
A7 Start run, 3 Start sample list run, @78 ZIEAT RIS 9 S TEHE,
IR, Rl OK. W FPFIFFIRIZIT, SATEiTRIFA], AaalERER. 8
ITEEHR, SR EOIRASTN R
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(a ) e LT >

Start Sarmpde Lit Fun

Wy Bt snsena ea Saraples =

s Dty B s

iyt Operiyne Taoks  Insinament
i
]

K 6-42
EEY
(1) RZIEATZHT, 55 W ORAEARE A B A7V IE A
(2) IEAEIBATIRE S, AT 5 o gk, a7, CARRATIBATIFEMAT
AT LMES . B AT, S FEOEEBATIE R R K, B RAr RN
LI
(3) IZATHIIA), AT AT RE B SRR BORE AT, (0 DR IR AR AR R
A7 /5 2 min (RIZEAERT 2 min+Z5 905 2 min) JF H Zhdb s BAE, 50
] fE o 3 BUX AR b
(4) 25 LM DA BT IR AT
6.7. JEEE
6.7.1 BE ik

AT RIS, i Chromatogram (1] 6-43).
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Queue Is Empty
Spectrum | Chromatogram | Map Edit~ Samples~
[ I e File Text [ MS File [ Inet Fie Bole | InjectVome | Control
2013081 4-cyj-sd-test-0 SO 2018081 4-cyi-sdestM5 methor a1 2

] Masstyr - 20190814 - 20190814 5PL ——
File View Bun Help —
@O S| > O 0| @ shonce B A
Queue
I"Stﬂl"]ent Spectrum gmmm Map Editv Samplgs-
ol TN WS Fie L e

i

Tools Instrument
5
. : %

Solvent Monitor

OpenLynx

6

MS Method

QuanLynx

K 6-43
6.7.2 A& i A
o EBEFIREEM AL FTIEE: 7Ok K b3 S .
o EHEFBUREIN RIS B £ EIEE b, AR H AR ) B RIA] K
PS8 T REIE D .

= Chromatogram - [ Traiming G0F] r‘-_lrE”'E|
| A e R s LI @A SR T e+ »
Sample 0.1 po/UL
Training_00o2 SIR or 1 Channsl ES«
0.a1 TG (SUITAEMEt0xre)
100 3.0D=6
h ‘
|
I X
o r T 1 - - T n : T T - T - r Time
0,10 0,20 030 040 0s0 o a0 o0 0,80 09D
K 6-44

o FHIZRBIEE]. RS EE L, A EAHL, B K, $TT BT Paint
], R A7
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B spectrum - 1zc wi_20191118 wi 0180031 . TS TR
] File | Edit Display Prd
=i B e )

wl_01_do

LZC_WL_20191118_wl_01_80_03 28 (0.123) AM2 (Ar,20000.0.0.00,0.00); Cm (12:39-140:200)
1004 2121170

cess  Tools Window Help

Ll @AEBRI Q| # ¢ 2|1 a|H

K| 6-45
[ ]

SRR . 135 Edit - Copy spectrum lists 52l 5 3 J5 46 —4EX0HE, G#rid
Text document SCA SCAFEEAT R MG ED AT o % txt SCAST] LAHE—25 H Origin #E47 4b 3

Spectm - [2C_WL_Z0191118.w4 0190
) Fite [Edit] Oispley Process Took Window Help

iz

el
- lo]x
| m  Conpioue ZRolaar e s Blecald
D i CE
L2 vn ) A2 (320000.0,0.00,0.00) G (12:38-140.200) 1.T0F MS ES+
0 Puste Specl 21687
iy
u s
3511641
s
as01282 sporres
3731208 rosTez
2131208 \
31000 s s sz ——
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