RS WU-ISCMS-QM 20214702
FRAS: V2.0

ZYRES

KT

2

>

3
K
v
Ml <

/A\d"\gégﬁz
(=

B3

BlEFRAEHFE LN Waters
Prep100q RERIENTE

20204 8 A 3 H%A% £ B H==iE

FFRFEQAHIBFE 4%






BT

&1 H 1 WA CRARAL] BT B A% kv
2020.08.03 V1.0 RATIAAT WARAR U FRER 45 R
2022.05.15 V2.0 BT 224 N A VT MRER e FRER e R




HL T oot 1
T ottt aeaeas 1
ELTT oottt 1
(T S S B A FEIITE oo 2
4.1, HBENBE I BT oo 2
4.2, SEBGFEEIERIE cooveeeeeeeeeee et 2
4.3, FIIFFHEIE cooooeeeee et 3
0T SR AT BHIITE oo 4
5.1, I PR AR G AL G AEFH oo 4
520 THLIHIIE oottt 4
5.3, BEUIZEREIIE oo 5
ILBRBEAE oo 6
0.1 B A oo 6
6. 1.1 AUBRAZIT oot 6
6.1.2 TSR oo 6
6.2 DAL LTI (oot 7
6.2.1 LB IEAE oo 7
6.2.2. AUERIBATHEZEI coooooeeee e 8
6.2.3 ZZAEZTR coooooeeeeee e 8
6.3 FEHUIT oo 10
0.4 JEATAURR oottt 11
6.4.1 BRAF LI E I .ot 12
6.4.2 AUBFHERE TAE oo 16
6.4.3 N4 (File NAME) oo 19
0.4.4 TN FIIE tEXE ....oviveieeeeeeeee ettt ettt 19
6.4.5 HTEE MS File SUIF oo 19
6.4.6 F Inlet File SXAF (HI SFC BEMLSTIF) oo 22
6.4.7 BEE BOte N co.ovoiveieieeeeieeie et 31

6.4.8 B H Inject volume FEFERRT: oo 34



6.4.9 5 & Fraction File CEEZE BN EIUEIAERZEME) o 34

6.4.10 15 B Fraction TIIGEET 1......ococvevevieiiieeeeeeeeeeeeeeeeeeeeeee e, 40

6.4.11 AU BIRS T HAM TIEBEITTE oo 43

6.4.12 KRG CREFE FATTLEE oo 43

6.4 13 YHEEBSEE B ..o 44

6.4.14 SamPle TiSt LTI ovoviviiieiciiecieetce et 48

6.4.15 TBATHERIFUZR oo 48

6.5 B B TR oot 51

T KHTR ZEEEVE ST oo 57



IR F A HI & & (L Waters Prep-100q Fr/ERRIENFE F 15, #Hell

1. B

NI SRR & kA (SFC) FrifEfd FHERVERURE, [ H A EAG. AVEH{E R
2. EH

AFRLIE F T B Al FH R IR A i) 2 iS4 i P

3. IR&F

3.1 PARIEATE P IRAE, RIS DL AR B R E
32, WAAE RO MIORRIEN R REI, AR AT B
3.3, R B

RAEARARFE N, (SR G A e R AL A2 BT R A 2RS0T
B WEREAECE R 7O, il BRI DL oAt s T2 1R
B XA B, 18 S AR SOR B 7 TR A ISR T 6
US'S'E EeE
(DAcknowledgement: 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).
Aftiliation 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."
HH S
© B BRWHRED TR AL ET 6 XXX H4EE XXX 2Zi)
FE. .. RAEECEHE 7 B ESRBLRI B
@ FFEEE: PR TR G 2R UREERE G R AL R R R A B
ARTTHR CEFREARR T8 M % . BT ARSI ot AR BE B ), AT



IR F A HI & & (L Waters Prep-100q Fr/ERRIENFE g2 m, # el

=i

WA 2B L FEE, EZBoibb T POk, HFRls A dhseigF
B, R T S5 UES TV L A = A s =, b, 310030, #iil.

4. BRIEXERERSEIN

4.1. BHAREF LK EZHE
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B BB, MER R Bk, Fal AR R 108 7t 5T,
I A

(4) RN JFE RS AR R ) Cantsi {45348, P BRI &R 412 2%
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Bt By Do P AR 2 SR 08 I RTS8 A0 AR 55 25 A% 2% T 4%
JEIAHE B A B, DURAF (R A s SO0 O 7E AR 5256 5 e i

R 2 4E.
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R,

B EIEL L, B2, B sS T &S EIRIETE. DRI 8 B S5
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H O EERR, AR RET BN WREREGKE, TEEEA RS
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SI6 B HAR BUARNF L BTG, TR AT SRV a]
A SOV B AR SZ A A o AR N R E R R S B SRR, BRIZ R
ARG RSN, 5 TERELN. IR HEG.

K2 BN G R -

(1) 7 ARASCES PR AR B R 3L N FH 1) 22 2 R S i
(2) #AZE SFC AL & MIhRE, MA% I PR I ORI, 72 R IR 1

] e ST A AL AR I Bk, SRUEIER SR AA LR
(3) HHEYE SFC MK RS, Mt bR R E AR, PR CAERIEAR

A A A, N FAR O B A BRI 5%

6. {UBRHRIE

6.1 HE&TAE

6.1.1 {XF X}

@© KA HUIRBIAHI o FRAR, AR 75 B A7 5 4

@ I EAARFMETE K BB AMEE S SRR, JUH R AR M IRV AR

@ BB VRET AR, FERRIA BRI K o 2 /DB BT 3.0 em

@ %A COLMI I T H6-7 MPa;

® AN E

© BXAEIERESITE, WEIEE N3 °C

@ FEE R

® B&EWCE (FAE25 mmAE, &EN100 mm) FIHEREE (BEAR13 mm, /2
9100 mm ik . )

6.1.2 fHIFER

7

WKEE10-50 mg/mL, FEGTHAGESEBRE. MR, SRRESEAERIEEI ,
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AN S RIEE RIS (BERTERD O mER. . RO K. R
B/ R GBI G, BSORRE i i (5 F SR R B G IE 0), A BRI
. 18022 pmPEMEE; FoKEER. i E LK,

FHACEGYRE R & BRSPS SAE NI S HEFRRZ (DMF) . —H
B, R OFE. —F B b IR (THE) SRR Bl Ao v il .
LR BRI ik, TIHER, TR ANLER, RIS &
T =R AT

ATV A RIERAUL IR, RS AEA TSRS S A AR KR 2
WESE Ry FERVATRpHIE2-8YE  , AEMIRER . ARG RS, B
EEBREAR. BRMZHEERIE, REHRSEER: AMSERMEERN: A
BEAHETHRIR . =R AR . BFETE LIRS R FasetE. W
Pe. BIE. R TSR EEEER.

HERE: D P R IUIHREE B A DT, R AR R AL A
PR ARG AS TR o AR R IR i 2 B M R ARVERE SRR AR R
At

2) PR R RAN T A B R 5 350 1 1 8 B33 B (1, AR A% 1 ™ B A
BEATIEARALIT . A5 F BUR £S5 A 5

HER: TR BRI RS SRS R B e, BT ST B P T AE R
FOH B LA AR

6.2 AERLH R R

6.2.1 XERARKNEHA

AR RR 1EH

@® CO % Seftiiln 5 Co2

@ AR 2545 et LD

® MACHA HEIA, COL AR EIERIE TR FE, SOrERIAEZE b
@ It Rl CO2 7N &

® HRAE BNFIEAE (275D
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® 515 % M H i A5 VAT I 2 I 8 R IR

(@) ABPR &5 &8 Rl A 45

GLS A A28 I B SRSy

©

2767 BB EER/AE S R R

BEAF BRE i [ W3 o

2998 PDA #:ill| 2% TRRE RS R A I A
A1) QDa Jifi i K6 2% JoR VAo I 2%

@) SSI 55 [l 7 R M 38

CO2 Atk #hseditk HymiAs

6.2.2. B BITHELRE

Coolant

CO2 In Bath

60-65 Bar

- -

P200
€02 Pump HE2 Heat
95 g/mto Exchanger

Co-Solvent
QGM 2545

HE4 Heat

5%-40% Exchanger
4 Solvents 40C
MEOH-ETOH

10 ml Delay

2998 PDA

Detector
220-360

100-200 Bar 25-30C
GLS Make-Up
Pump
20-30
mls/minute

6.2.3 LI
(1) CO2 K&kt
= BMEAA,

EANN, EAETTH COoid

CO2 +
~ Sample +Co-

/ Solvent Mix

2767
Inject Sample
with Co-Solvent
Only

Splitter
Very Low or
Low

. L]

™1 L]
.. EEEm L -.
n
: *waste =
= "
Gas Liquid =

Separator
GLS

515 QDA MS

Detector
Scan ESI+
5 pts/sec

MS Makeup
Pump

K 6-1

A, Al E B AET

IRFE>3%, WP R e . SR BE . XSS,
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\
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=i

>10%, HAJRERG. A8, RPN, RS AR
>35%, FRXMLE— . FHE. 5. BE.

I 5 CO2: AI 51 i JHk B AR ™ 2 PR AR K %

(2) K [A]SEge 20 PL R &, PSS, o — Az s 4%
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6.3 FFHLRF?

Bl SRS E e EARIEER

FHHBIE AR @/ 2B
(BEIEReEEEARR)

s o 1| Az s HEZE: BEE5mm/EE100mm;
EEAHENHEE — ie Eoomm Bl

| Fre B |

1. modei A1 Ren

F515%R || 2.5=/7%: ##0.5-1ml/min; 1600psi
EFETEH.

51 5% 534 fE £ | 1. 515%F: #iE0.5-1ml/min; 1600psi
| RIZHIER 2. CO2AEit: ZEE>0.88 g/em3

Pump:P50/P200; ;R E<10°C;
FFEfbRE (Rt 3. ABPRJE J]: 1400 psi
4 4. GLS: 50psi
(%“Dﬁﬁﬁ;k} 5. 551: 20-30ml/min

ﬁﬁ{# B s, Massl}m?ﬁ#

R L4 HF 7B k=11
FORAHBHE | ) armis. 70, B4, KiE
% _OFF; 0-7Al,

MEMNE R s15TVEIR (ESIFHE)

2545%. RENHEB
| 5158, ssgEFanEs |

B

SIS BE: MR (REHF)
SR, BIEE R E3m

A ow

|ﬁ)§‘.;‘§f{§ (515, ssl) |— FFRunTE4A

1. 36kg, HREHAE70-80%. 6kg/h —
= : B—mSERS/NE; ESFTCO2R
AR L %é%%; SHE 6Tk
2. EFmiE BASE NEAFSE
T, ERELXSEFRE

Console5f @ : MS operate
Console 57 H: CS-prime

U EE —

gl e

ME =,
m— FigsE (CO2E &L, SISRES. FE.
BT () BE. GLSEAZ) | MEEE Ready

|25 Bg) || mress ]#:%bypass

| £7%, EHRE |

BHES \ EE
ey = [ xs15% oM E5R
Biz (EtRstop) B HESE
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6.3.1 ;088 EEFRAAFHURE, IEFHWR, A EIEHAE3°0)-TF 515 Z-TFK
PR B -EVE-TT 515 J¢ SST AR Run $281-TF O (X 2 HE -3 T P BT ES
SEATAX R

6.3.2 515 ZITHLITIE: 5671 515 &, IF4% mode 74 Ren J&, FITRIEHIBL;

I ,808__ Run
FLU{JOE! 1592r =i

VB 515 (4358 purge 5 mi/min; E4SE (HPL) 6000psi,
{EER (LPL) i

TYE5%0 3% 0.5-1 mi/minEF1: 1600 psi

Kl 6-2
6.3.3 WAMEIA I
R CTRE: K=1:1; KINAMER], AR TT AT AR 4708 22-FF VAR
FEHL: 1ML F2 R a4 4% B ZEHE-OFF; 0-9%H1
6.4 BITIXER
o B 22 G0 6 i
Fe N AR (RS 2 1 A i 259 75 T2 5 ol S 41 B 5L 1
(1) W), WP ERc— K@M, B Account HANTLIH K — K@K,
Password F= 4 AAH MK P 2488, 55 Submit;
ER: WKSEELRANER, HEEM Delete BIATRER, BEFWA: HI1LX
it Cancel, BB ITRL.
(2) &), W5 ERLIMS User”, Account {7~ Administrator, 175 4H 52
R



HBIGF FARH & B i Waters Prep-100q FRERIEMIZ F12m, £61:

HERE
GENEE GROUP

IC Card Ko,

Atount

Password

s

Account: —FiBEIS, —FEAF
Password: 78 LOR Cod
WANEIR, IS HECancel ——

sy
B
Account : Administrator; LIMS User |

BRRUREER

03(16/2022 0 10:07

6.4.1 WA KT HFE
Stepl. .7 H b 52 [ Masslynx FFR(E6-3(a)), 7 AMasslynx#4FE 11 (K16-3(b)), 24
AR b — RACES S8 107 71 (B 6-3 (b) 1 247 HE S5 7)o

> vk PRGN, EE A K AMasslynx A ERAE AT, F& H TR ER
o R AE RIS T 7 (631 T HE R OR),  ELE sidiMasslynx BIARRI AT .

S OB H B b e Home G

00

EnnRisEsEannal

K 6-3

Step2. Al File - Project wizard(K 6-4, WSk HE), 58 HXTIEHE(K 6-4(b)), i
Yes #ENT0H Hr 2 7] 2 (B 6-5(a)).
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E Masslynx - 20190710 - 2018071

(a) File Yiew FEun Help

& Open Project...
Project mwd

Open Data File...

O Hew Cirie N
B Open.. Cir+ D
I save CtrisS
Save s
Sample List Properties...

i
BEEsREEREEERED

Irnport Worksheet...
Import Data... r

& Print... Ctri+P
Print Setup...

Exit

I

file- project wizard

g —
Select Project E - >
When changing to & new Project some services are automatically i
clazed down. . @
Continue? g
H
[Coe 1]

Step3. i H Bra 5. nEe6-5, i@ idBrowseid £ 1E 7 K30 H 4% (location), i AT
H 2 X (Project name), kitfiNext, 3 HXIEHE(E6-5 (b)), “AJikCreate using current

project as templatei6 I, s ifiFinish, 5 H B 7R 751 SO ToEREE & 11(Kl6-6), miil
OKIHATHIA . UL TEHUHT &I H (Kl6-7).

> M AZBRERMAXHHRALAR T, Ee L. G MIRNRALY LHF
—ATFE X7 T Pl folder %42 T, R XA RAATE, EHL P &L H#ATH
#, Wik =, N% A\ Zhang San, & 3 Next.
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F 14 H6R

(a) Create Project FOET Y 1 B Gyt Gmas
Projsct nams |
SRR El:\h_ala\PI folder
Location |E" a0 Browis
[ I Nt > I
(b) Create Project

™ Craate new proect
E:\data\PI folder\Zhang San

® Cmateusngo o

™ Copy sample sts

" Create usng sesting project as temaiate

pigiigaanl

K 6-5

Step4. FrEWUH M5, ... spl TRHATIRIE(E 6-6), midi OK. Fifija#ifF
W BB @m H LA R P8, i 6-7 From. MR N B08T 5 VA
FileName/File Text/MS File/Inlet File/Bottle/Inject Volume/Fraction File/Fraction

Triggerl/Wavelength A/Mass A %515 & .
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_bU laradient, bron, 4 M, BS54+ Cont|EST+ 5Hz 19 Cont b BUU deg|IMS ALl 4 LD a Frep TUg SHC b.1:2 I/ URNNE]
_B0 Gradient, Smin, 4 Mix, ES+ Cont ESI+ BHz 15 Cont B 500 deg INSTALL 4kl Q0 a Prep 100g SFC B1:2 A00.000
_B0 Gradient, Smin, 4 Mix, E5+ Cont ESl+ 5Hz 154 Cant 5m 500 deg INSTALL 4kl Q0 a Prep 100g 5FC 512 500.000
0.0a0
_50 Gradient, Smin, 4 Mix, ES+ Cont FSI+ BHz 19 1_5 Cant Bm |INST.~’-‘«LL Ml ADaPrep 100q SFC 5,111 1000.000
_50 Gradient, Smin, 4 Mix, ES+ Cont|ESl+ 5Hz 154 1_5 Cont 5m INSTALL 4kl QDa Prep 100g 5FC - 5111 1000.000
_B0 Gradient, Gmin, 4 Mix, ES+ Cont ESl+ BHz 15% 1_5Y Cont Bm [ INSTALL 4Ml< Q0a Prep 100gSFC 5,11 1000.000
_B0 Gradient, Gmin, 4 Mix, ES+ Cont ESl+ BHz 15% 1_5Y Cont B INSTALL 4Ml< Q0a Prep 100g5FC  5.1:3 1000.000
_B0 Gradient, Smin, 4 Mix, ES+ Cont ESI+ BHz 158 1_58 Cant B INSTALL 4kl QD a Prep 100g SFC 5.1:3 1000.000
_B0 Gradient, Smin, 4 Mix, ES+£ Cont ES1+ BHz 15 1B Cont B IMSTALL > 00 = Pren 1000 SEC L7 ] 1000000
_50 Gradient, Smin, 4 Mix, E5|MassLynx > (0,000
_50 Gradient, Smin. 4 Mix, ES 0.000
50 Gradent. Smin. 4 Mix B3| 2@ The sample list ile: D:\DATA\Training_100Q.PRO\SampleDB\ACQUITY go0
‘Sa¥ QDa Prep 100q SFC Install Test.spl is invalid 0.000
_50 Gradient, Smin. 4 Mix, ES - 0.000
_B0 Gradient, Smin, 4 Mix, ES 0.000
_60 Gradient, Bmin, 4 Mis, E5 0.000
_50 Gradient, Smin. 4 Mix, ES 0.000
_50 Gradient, Smin, 4 Mix, ES- 51R |ESI-5Hz 15 51R 5m IMSTALL 4kl Q0 a Prep 100g SFC (5,13 1000.000
_B0 Gradient, Smin, 4 Mix, ES- 51R ESI-5Hz 158 5IR Bm INSTALL dMI QD a Prep 100q SFC 513 1000.000
_B0 Gradient, Smin, 4 Mix, ES- 51R |ESI- 5Hz 154 51R 5m IMSTALL 4l Q0a Prep 100g 5FC 513 1000.000
_50 Gradient, Smin, 4 Mix, ES- 51R |ESI-5Hz 15 51R 5m IMSTALL 4l Q02 Prep 100g 5FC 5,13 1000.000
_B0 Gradient, Smin, 4 Mix, ES- 51R ESI-5Hz 158 5IR Bm INSTALL dMi QD a Prep 100q SFC 5.1:3 1000.000
0.000

‘ollect Fluorezcein ESl+ BHz 15 Cont Bm IMSTALL 4MI< QDaPreo 1000 SFC - 5.1:2 500,000 Ada Perf Te:

K 6-6

e You b i
@ DB dl S || @ srotan 5y uene s
Queue s Empty
Instrument Spectrum Chromatogram Map Edit=  Samples =
Fie i FlaTed e P e | et Vit FrackonFie Frackn Thoge 1 [P Taog.[WwianghA [WewlnghB] Wi | Wast
i 05

H
i

Tools | Imstrament

Salvant Manitor

Quardptimize

acmany

argellyns X5 FrachonLyns

?
Edit Shutdowm or Startup Queue Is Empty
5 a Specirum Chvomatogram Map Edit-  Sampies+
) - File el G E0 o | Vo Facknly Facin Tge 1 [Fcin T WnLtogh A Wnlongh
nutdann
stamp
cptions

System Status

® notReady

) trtrument = o stany m
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6.4.2 {XARAERTAE
Stepl. {X#%4% i 5: MassLynx F 5t [fi-Shortcut-Instrument-MS console, fiii MS
console, A s & F I

] Masslyru - Trenng_ 1000 - untitied
fle Yew Bun Help

S OB H D > d i @]y
‘i Instrument &> Spectrum (Nwtw:
: N —
£
- Inlet Method
B
3
. @
.
s
F Solvent Montor
3
=]
I
-]
o

MS Mathod
c
>
s
11
5 MS Consoke

Kl 6-8

Step 2. 515 %% . SSI ZE F-5hEE
RIS 28 FhEES1S .

SIS IRIEE 90.1% F R I B C G W Gl MHPLC & BL B s
51522, TiiTH H-Edit-Enter-Prime;

W E R IR 1T, TR 2 A,

NI AR T, S1SZE AT THIHR - Menu-Mode-Edit-_I '~ {]#t &£ Rem- Enter.

YV V V V
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Kl 6-9
RS 2 SST 18 73 [T AT 77 R 3%
> IR IR, TEhERE TR,
> T E IR T

Kl 6-10
Step 3. MS JHLH: Console F1fi-i& H =l QDa Detector- s i 45 fll] Operate



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE

S | Bl Console (Local) - [QDa Detector]

Control

WLW‘WMWN‘

= ¢

I
%ﬂt'Mf\W mt}waww{n YIJ“IWMM LJ\PW(JLNLM\-LW“"MYLMAM

A A A, ]

TS

DD

Rasonve

(3)

m

T e

Kl 6-11

Step 4. WAHZEHEE: Console Ft -1 H £ l] CS Pump-Control-Prime solvents
e KA, S min, 8% 712 min;

m Console (Lecal) - [CS Pump - 2345 Quatemnary Gradient Module]

T b8 Detector
[+ 2998 PDA Detector
Plots
Maintenance Counters
Logs

Contrdhl:onﬁgure Maintzin Troubleshoot Help

Set flow...
Stop flow
Frime solvents .. | I
Prime seal wash

100.0
Set sparge...
Visible module identification 0.0
Leak sensor 0.0
Reset 25450 0.0

Y EEETET

K 6-12

F §&§ F 7

performance
Total volume pumped

0.000

pressure ripple (psi, 1 min)
Minimum Maximum Delta
765 789 24



TR B I Waters Prep-100q #rERIEMTE

F 19, el

m Waters Instrument Console (Local) - [Co-solvent Pump - 2545 Qua?;-mary .GrﬁiEﬂt. Module Interactive Display]
Instruments Control | Configure  Maintain Troubleshoot Help
Co-solvent Pump iy ﬂ_ T
- —
saes top f P } . Outlet Check Valve Manifol

+ QDa Detector E— = N )
+) PDA Detector IO kO J i
Plots nime seal wash | —
Maintenance Counters m *-4 psi -2 psi
Logs Set sparge

Visible module identification || Prime Solvents a ‘ .

Leak sensor [

Reset 25450 Solvent Line(s) to Prime

-] ! > o4 /] A B c D

\ 1
Filter | o/
5 O
— Time per Solvent:
; VentValve
+ System iZO | min

System Stalus i Start L | —e——

6.4.3 IAX 4 (File Name)

B fE: 7 Masslynx #0F 51 100, % File name T 520, Wil £ 8R06k5, &l
CIE TP & = B Y P i) R R b WSS e b R et B = e R N e s
PIl: K =SV, AT ] % 2017 46 A 15 H, f#di4i5 % pep,
Trag— £, A X y: ZS LS 20170615 pep 01; 17— LM, W18 017
F—fFEL, XL K ZS LS 20170615 pep 02, LIMZEFHE,

E B ATESE, BT, REgd T —x, F—F&, ZHTH RN,
HEPINT

AN A kb PS4 E-add, FIIEINA T SEIR A, BRI, File name,
Bottle [f1%m 5, AECFE5 R, R4S H S8 T80 SOl 73T

6.4.4 HI File text

AR T BT g AR B IX 4y, PRI BE A R P,

6.4.5 FE MS File 30

MassLynx #fF, WA BRGSCAE, a5 7VER R —2,  FE& 754 T84T
(R

(1) i MS File Z#%- 44 -Edit,# 1 Experiment setup Xf 1iAE (] 6-14)

) HEF SIR B30 CRAE P 58 MS R (& 1250Da)

(3) %I\ Total Run time: 5 SFC 43 & /7 AR FF— 5



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE 200, # 61l

\

(4) XM SIR 5 MS £, #HTHIESEEAN

® MS (4] 6-15): Start/End m/z i [l (1E & Ja B ¥ #17E 100-1000Da); Start/End
Time FHEHTE] (5WAHIZITH A —%0); Mode: ES+E{3 ES-, Data: Continuum;
Cone voltage. /i OK

® SIR (4] 6-16): Mode: ES+5(# ES-; Start/End Time 4l [8] (5¥AHIEIT
I [8]—%%); Channels: #i N\ HARIAFR. BT Hfmilb. Cone HE. 2/ His¥,
sl Add TR0, B sl OK A

& Experiment Setup - di\data\training_100q.protacqudbdefault.exp - d *
File Edit View Options Toolbars Functions Help

D& & X

B cr | B MsScan

Sampling Frequency: |10~ Hz  Actual Frequency: (10000 Hz

Total Bun Time: ||5.00 +— E' . 1| . % . |3 . -'ii . 5I‘n|ln=

Mo,  Type Information Time
# M3 Scan, Time 0.00 to 5.00, Mass 100.00 to 600.00 E

K 6-14



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F21 0, Heolm

B Experiment Setup - di\data training_100g.prot\acqudbdefault.exp - O x

m

File Edit View Options Toolbars Functions Help

DEUSHEX

B =r | B Ms Scan
Sampling Frequency: |10« Hz  Actual Frequency: (10,000 Hz

Total Fur Time: [5.00 “ o 1

=

-0
Lo
2

=
5

Mo,  Type Information Time
# M5 Scan, Time 0.00 to 5.00, Mass 100.00 to 600.00 E

B Function:1 M51 Scan >
Mazs [mrz) Method
Start lonization Mode ES+ v
End
Data Caontinuum -

Time [Mins] Cone Valtage
Starl D Cone Volkage V)
End [JUse Cone Voltage Famp

Cv Ramp...

Corc

MUM

K 6-15



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE

$ 20 Hem

Function:2 SIR

|onization Mada

Start

End

Fretention ‘windaow [Minz)

() HASHE

File Edit Wiew
Dkl &l
E == |E

Sampling Frequency:

X
Channels
ES+ hd Compound Nam| Mass (m/z) Cone (V) Comments
1
Add Delete Clear Al Undo Redo Fill Davar
Ok Cancel
4 6-16
Options-Temperature Settings/ESI Capillary voltages
i Experiment Setup - d\data‘training_100q.protacqudbidefault.exp — O >
Options  Toolbars Functions  Help
Configure 5IR/MRM smoothing...
Method events...
Detector Gain
Temperature Settings
1 2 3

Total Run Time:||5.00

ESl Capillary Voltages

Fraction Trigger...

4 5I‘I‘I|in:

(6) PRAFIT%

File-save XX am 44 77 :0: H P _Fefb 44 FIH_ B 715
4 Lisi_pep_20200806_Pos MS & Lisi_pep 20200806 _Pos_SIR

6.4.6 FTE Inlet File 3X4 (B SFC ¥4

Stepl. 1L Inlet Filef)/ME, 45 8E-Edit, 5 H Inlet Method /7 754w 45 & [



HBIGF FARH & B i Waters Prep-100q FRERIEMIZ E2BW, HoelR
Queue Is Empty
MS File I Iried Fie f
K 6-18
Step2. Inlet File1% &
> {EInlet Method 7 V44m4E % M (K6-19) , fidiInletiZTi, 7 HModify Instrument
Method & [
*'.-l'- t_SFC me gm, Default_SFC method.w67, Default_SFC met —
File View Tools LC Waters2767 Diode Array Help
O @aginds &0 0| &
Status
J Status  Additional Status | Solvent Levels]
Status
SFC Pump @ ~
Idle Fow
Inlet €02 Flow: 0 g/min Back Pressure: 39 bar
r Pressure Drop: 11 bar
- Oven Temperature: 33.0 °C
Autosampler Current Column: 2: Column 2
Waters 2998 681 psl 0.00 mi/min E v

For Help, press F1

6-19

> [&6-20, fEChromatography pumpt=, ¥ & ifAHIZ1T & W [H Run time
> Vel AT DL BRI e M (Run  Isocratic) BRAHEEVEMNT (Run Gradient )
@ EEBE MM (Run  Isocratic) : i%E#ERun Isocratic, 1% & Total Flow, Co-Solvent

Precent (<40%), Minimum GLS Flow Rate (25-30 ml/min) LA &zMS Makeup Flow

Rate (0.6-1ml/min) (F&6-20); i #0OK

7E: Minimum GLS Flow Rate; 25-30 ml/min; MS makeup flow rate: 0.6-1.0 ml/min



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F 240, Ho6l:

@ Madify Instrurment Method (Untitled.bgrm) 1 X
Chromatographic Pump Run Time: [f10.00 it
Pumping System | Additional Options |
— lsocratic Parameters — Makeup
* Run |socratic 3 I ;I

Total Flow: |3 - I a./min

Minimum GLS Flow Rate: |5 ml/min
CoSolvert Percent: |'|5 4

M5 Makeup Flow Rate: Iﬂ mml./min

—Gradient Parameters

¢ Run Gradient Start Perc | End Perc | Start Flow | End Flow | Total Dur... |
Add Gradient
Edit Gradient
Remaove Gradient 4
Config | ITI Cancel |
€l6-20

@ FEFEYEM (Run  Gradient) :i%#¥Run Gradient, 57 17 Add Gradient, 3 i Pumping
Gradient Entry X iHHE (1&16-22) 5 % AStart/End Flow, Start/End Prec, Total
Gradient Duration, /& iHOK MR8 75 B4k 48 5 5 Add Gradient® INyE i e . W E
TERRTTOK

7. Start Flow 5 End Flow & % — %, Start Prec.'5 End Prec.—%(, BHMHE D LFH

EHI7E40% LA, Total Gradient Duration i [H] Ay BN BE 1) 457 22 ]



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE

F 250, el

@ Madify Instrument Method (Untitled.bgrm)

— lsocratic Parameters — Makeup
" Fun |socratic I
Tatal Flow: | a/min

CoSalvent Percent: |15

Chromatographic Pump

Pumping System | Additional Options |

it

Run Time: |1 Q.00 ik

i

14

M5 Makeup How Rate:

B2

Minimum GLS Flow Rate: |5 ml/min
Iﬂ mml./min

- Gradient Parameters

* Bun Gradiert Start Perc | End Perc | Start Flow | End Flow | Total Dur... |
Add Gradient
Edit Gradient
Remove Gradient
Config | k. I Cancel
Kl6-21
@ Medify Instrument Method (Untitled.bgm) *
Chromatographic Pump Riun Time: [10.00 rii
Fumping System I Additional Options |
. Pumping Gradient Entry X
» Total Flow(g/min): jv
199 [Start Flow: |3 End Flow: |3 =
] ml/min
CoS |
p ml/min
StartPerc: |15 -2 EndPerc: |15 3:
—Grad|
5 ]
Total Gradient Duration: Ig min
A
Cancel |
B
Remove Gradient | I
Canfig | QK Cancel

Kl6-22




BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE $26 0, Ho6ll

> BECS Pump: % ARun Time (5 Chromatographic Pump i & 15 & i ] — %5
Flow LHWE; EFA/B/IC/DEHR (100%) , fHfOK(K6-23).

T AHUER AN, WA AR, R, OB, AR

SFCYIZIE K, oAt 7] 75 AR 4 € i A2 i 52 ME RNl 75 25 B 5 18

@ Madify Instrument Method (Untitled.bgrm) ot

Cs Pump Run Time: [10.00 mhin

General | Data I Analog Out I Events I Sparge I

— Solvents o |
A IWE"E" LIJ c |Water LI
B I.Pscetunitﬁle ;I D Iﬂcetun'rtrile ;I
— Pressure Limits Seal Wash Period: IE_D min
Low: Iﬂ bar High: 414 bar
Time Flow T
{min] il i) YA B el %D Curvel
1 5.00 100.0 0o 0o 0.0
2
3
4
g W
Comment: J
Config ] 4 | Cancel

Kl6-23

Step3. Autosampler 15 &

> {EInlet Method /7 V44w 4E % 1, &t Autosampleri® i, 3 H Waters 2767
Autosampler & 1 (&]6-25)

» WHE Injecton Parameters: 1EF¥Right 1000-f% 2 Center in loop-Partial
Loop-Aspiration/Dispense Speed 20-40, H—3; Air Gaps: Pre-Sample
&Post-Sample 3ul.



Bl TR AR F I Waters Prep-100q FRERENIE 2T, HEeI]
Status
Inlet
Autosampler
Waters 2998
P6-24
# Untitled.bgm, Untitled.wi7, Untitled. w88 - Inlet Method — >

File VWiew Tools

LC  Waters2767 Diode Array Help

DSH & Giligks | & 9|0 | &

S

Status

8

Inlet

Q

Autosampler

G

Waters 2998

Faor Help, press F1

Waters 2767 Autosampler

Injection I'W'ash I Au:-:iliaryl Fraction Mi:-:ingl Stacked |njections

— Injection Parameters

— Loop Selection Centering
Left  200p o Right 10000 ’V Center in loop v
- Injection Type Synnge Speeds

Partial Loop LI Azpiration Speed (%) I fo

w il I 4 Dispense Speed [%] I 20
Air Gaps

Pre Saolvent wolume [pl] I 1 Pre-5 ample: (1) |73

Pozt Solvent wolume [pl) I 1 Fost-5ample ()] I 3

Kl6-25




£t 61 ;1

\

BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE % 28 I,

Step4. Waters 299815 &

> fEInlet Method /7 V=W % 1, midiWaters 299811, # HiModify 2998 PDA
Detector Instrument Method & I (1&]6-26)
% B Run Time (5 Chromatographic Pump 5 & HI 5 ) (6] —£);
Generalf~: EFELamp On, % B KK JEHE (190 nm-800 nm) , Resolution :4.8 nm
2D Channels: % ¥ B8/ U IHEIE, P i Bl 75 7£190-800 nm B N .

Q

Inlet

2

Autosampler

e

Waters 2998

Kl6-26



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE 290 Hoell

@ Madify 2992 PDA Detector Instrument Method il

: 2008 PDA Detector Run Time: |1.IZIIII iy

| General IE ) Channels | Analog Out | Events |
i Lamp: ¥ On _?I
| 3Ddata: v Enable

?LIT:IHQE.'Z |19'I] ta: |2'I}I] nim

|
! Resolution: I‘I,2 vI nm
Sampling rate: I‘H] vI points/sec

! Fitter time constant: IFast LI ID.'IDDD SEC
i Exposure time: IF-J_rtD vI msec
Options: ¥ Interpolate 370 nm line region

| ¥ Interpolate 656 nm line region

| Comment: I _I

] | Cancel |

Kl6-27

T RIEE NI T RR: E6-28 & KE16-2977 7] i 7 Chromatographic Pump &
CS Pumpi& &



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE % 30 571, 3 6l

g

~

i, Modify Instrument Method (D:\DATA\Training_100Q.PROVACQUDBAINSTALL 4MIX QDa Prep 10... il

Chromatographic Pump

— lsocratic Parameters

™ Run lsocratic

Total Flow:

Fun Time: IE.EID min

Pumping System | Additional Options |

|3 vI a/min
CaoSalvent Percent: |1 i #

— Makeup

| =)

Minimum GLS Flow Rate: IEH] ml/min
MS Makeup Flow Rate: ID.E ml/min

—(Gradient Parameters
¥ Run Gradient

Stat Perc | End Perc | Start Flow | End Flow | Total Dur.. |

L] 5 100 100 05
) 5 50 100 100 35
Add Gradiert | 50 50 100 100 02
50 5 100 100 07
Edit Gradient | 5 5 100 100 01
Remove Gradient |
Config | (1] Cancel

[#5 Modify Instrument Method (D:\DATA\Training_100Q.PRO\ACQUDB\INSTALL 4MIX QD Prep 10.. X |

General | Data | Analog Out I Events I Sparge |

Kl6-28

Fun Time: IE.EIEI ik

2|

S| o [ =l

CS Pump
— Solvents
A IWater
B Iﬂce‘ion'rtrile

j D I.Hceton'rtrile ;I

— Pressure Limits

Low: Iﬂ bar  High: |3'ﬂ] bar

Seal Wash Period: |5.D min

E;Trﬁ [:mFL'?:i'n} %A %5 %C %D | Curve il
1 1.00 100.0 0.0 0.0 0.0
z
3
4
5 A
Comment: I J

Canfig | k. I Cancel

Kl6-29



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE 5 31 1, # 61 ;1

6.4.7 & Bottle i1 B

>

DR [ g A 4 2 TR

#EInlet Method LT, 5 i Waters 2766-Bey Layout..., 7] LLEF [Al 4% Ak R4

A, MFiBay 25444 25mm collect 1 13mm inject, K52 A100mm (2 I & 6-31

FE6-32)

fERE: 2767 H SR B & A BRI ERERE, a5 B A R4 r BN, 2, 3, 4,
5 H A ISR G A TN BLAR25mm i, & 29 100mm: HERERIE G5O 13mm,

75 9 100mm e .

$ Untitled bgm, Untitledwb?, Untitled. w38 - Inlet Method
File View Teols LC  Waters2767 DiodeAmay Help
D|b"u|§|€f& Prime Systern

5 Change Syringe
@ — Probe/Port Wash...
Stacked Injector... |
Status

Reference Position..,

Configuration...

@

Inlet Plate Generator...

Reset Z-Axis on Inject

'

Autosampler

G

Waters 2008

Kl6-30



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F NI Hem

\

| Bed Layout ¥ |
| |
i Select/Create Bed Layout |Mad-@ged Layout |
Cumert Bed Selection
[ |4 25mm collect 1 13mm inject |
Bed Layouts: Rows In Columns: i

= |/4 25mm collect 1 13mm inject H| 1 Fows

4 25mm eollect 1 13mm inject S
4 mlinject, 25x 100 collect

%) i it 25 150 colloct #2

Stack Collect 1 =

Stack Collect 2 .5 |

Stack Collect 3

Stack Collect 4
Three 96 Desp Well with Four

Kl6-31
Bed Layout o
Select/Create Bed Layout  Modify Bed Layout
4 Zhmm collect 1 13mm inject
| SFL Prep|| SFC Frep|! SFC Frep| /20e
¢ ZBmm |0 2Bmm |0 2Bmm | D_mm
' Diam ' Dwam |* Diam | | .'E'[':"'
Coowith [ with | with ! ?ﬁg el
C 100mm | 100mm | 100mm ! UT?'”
Vool [ wial b Viel [ e
: : : ]
2 3 | 4 | 5
™ Haorizonkal Priaritg
QK Cancel Help

Kl6-32



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F3BH, Hem

> WHEBottlef. B (A ED « 1k HIFEFE 51, Bottle ~ /MiE-47 $8-Bay Layout,
5 HH AutoSample Bay LayoutiZ £ & [

Queue Is Empty
MS Fie ' Inied Fie | Botte | ImectVohume |
0,000
Kl6-32

> {E-33, OfiiA#%25714 25mm collect 1 13mm inject@i% H Plate: 5,1 (L5
B’ BUT, AEREEE B RB UTRER A, B NS, ATAPlate: 5, Vg EE AL
(1) @ikt FER P REEALE (ST BHETY) @5 Linserti 4G /N
[E
BN F#rE1Svialfi B, WBottlefz BN 5,1:15, 17115, 1 AL .t n] DU

i EPROE T B



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F3Mm, Hem

AutoSampler Bed Layout >

4 28mm callect 1 13mm inject

2 [3H4E |1

SFC |1 SFC | SFC | SFC |

Frep |' Prep |0 Prep ! Prep EWaters
[ [ 0 ' 1 3mm
28 |} 258mm |0 2Bmm | 25mm | Di
. 0 . 0 . 0 . 0 1arm
Diarn |: Diam |0 Diam [ Diam ' iectior
with |\ with | with | with :'I::IEImm
100mm|: 100mm|: 100mem|: 100mm|:

vial | vial | vial | vial | Y

Plate: 5.1

LE X X X XX X
L

1
iGE X X X ¥ XK ¥ N ]

LSS
LSS
R R X R XN N
R R X X R X N N
X R X X R X B X
R R X X R X R N
R RN N R XN N
R X X KR K R K J
X R X X E XN N

Cloze

Kl6-33

6.4.8 ¥ B Inject volume FHFEAFR

TR B o B R A R, — VR LRI B, i20-30 ul. I £ FE T Y
KEFEE, FFE R AR 1.0 ml.

6.4.9 % B Fraction File (EZE R 5 BN fh /R 2445

Stepl: # A 77 30: ik & 0 ik FF P 71 Fraction File T /M - 45 8 -Edit, 5
FractionLynx Method &



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F 3 W Hem

Queue Is Empty

MS Fie [ Ikt File | Botte | Imect Volume | Fraction File [
' | 0,000

Kl6-34
Step2 %% & General £, Fraction Collection:On; Peak Type: preparative; Minimum

Fraction Width: 5s; Span:EBRAE (K6-35)

&2 Fractionlynx Method - Unknown.frc
File View Help

Trning Collection ES- ES+ FPDA  Timed Events

Fraction Detection iﬁﬁﬁﬁ-o n

Fraction Collection: \OFf v|

% APreparative

Peak Type: Anahytical v
Value s o S
Minimum Fraction Width: |5 Time (secs) v
Span p EOABDA]

Span (+/- amu): 0.2

Kl6-35

Step3 % & Timing:



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F 360, Hoell

& Fractionlynx Method - Unknown.fre
File View Help

General| Timing | Collection ES-  ES+ PDA  Timed Events

Trace Monitoring

v 30s
Solvent Front Delay fsecs):
Peak Timing

P 10s
Spit/Collector Delay(secs): mw
MS/Analog Delay (secs): “}—‘ |' °
MS/DAD Delay (secs): I'}— 4,..0 01s-0.06s

K16-36

Step4 % & Collection:

&% Fractionlynx Method - Qda Perf Test 1.frc
File View Help

General Timing ES- ES+ PDA  Timed Events

Collection Limits
[[] Max. Fractions per Injection: 10
[0 Max. Tubes per Injection: 10

BAMIR95% ; = ASE300s

y

Maoimum Tube Fill (%): [95 |
Maximum Fraction Width: Time (secs) v [300 |
Rinse Between Fractions lﬁﬂﬂo
Rinse Time (secs): lD
K6-37

StepS W EES-
AT QDakwill g, Bk FEH I ES AL, B FTUARE. mREE,
HEZHW T HIR:



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F 33 HW Hem

& Fractionlynx Method - Qda Perf Test 1.frc X
File View Help

General Timing Collection ES- ES+ PDA  Timed Events

ES- lon Detecti - e .
ne 178 - 1SHRIESCIR ISR
5 oAb = ] EME
| Min. intensty Thveshold (MIT): 200000 i
I Max_ Intensity Threshold: [34e+038 Iﬂ-‘ ﬁia =54 _I%_gi
JEEHE
Type Value
Peak Start: Use MIT Orly w 0
Teminate Peak: Jse MlTOnh( wr 0

t t

IIRAIMIT  B[Rsd | SiREE R

DADATA\Training_1000.PROVAcqudb\Qda Perf Test 1.frc

Kl6-38
Jfii%Min. Intensity Threshold (MIT) % & J512::
>  fEMassLynx E 5, E&HIEITHIFEMAT, MidiChromatogram, BRINER2E T
REEE (TIC) , i W BL ke 8 (n2.56min) , 3R
I [E] £E2. 56min R i X (J816-40)

iscps_cyj_20200521_std_01
Ihpt_chenyinjuan_std_20200521_01




HBIE AR A Z B I Waters Prep-100q R EIRIENE FE3m, E6lm

> TEE6-40M, XU H s B 1 I Bk

& (Wm/z=579) ,HIm/z=5795 T H I i 42
ErFaEE (Ke-41)

580
a7
so1
21 o | s
81
Zj: E\u a3 33u9339 302398 kﬁ 5% 601
D st b bt b ettt oped Dttan (Wbt ‘l“‘ b b kol o, LJ\‘MnlﬁLIn{uu T T R TR PR U TVUNT T WT NN WA 08 LA.L i Lot
160 180 | 200 | 220 | 240 260 280 & 300 ' 320 | 340 = 360 380 | 400 = 420 ' 440 40 500 | 520 0 00 620

Kl6-40

> EE6-411, m/z=579% T ML IRIE Tk K, A B RN bR E TR
fH.

g |

4

)
¥
1
—

n 86287
| 'W w !

»\ | U
(R

* % \ . ‘
I |\ | Lk ‘ \ || ~ dl
( Wl/ i "p i ﬁl m LA H\ J‘ ’\" j ha '\\ i l“

|"
| (i
72k

Kl6-41

Step6 &% EHES+: =LK 6-42, MITEAKHRE R E /L, ZNStepdKl39-41.



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE F 390 Helm

a2 Fractionlynx Method - Qda Perf Test 1.frc
File View Help

X

General Timing Collection ES- ES+ PDA  Timed Evenis

ES+ lon Detection
(iy’i%l, 23
ES+ lon Adducts: [ ]
b =a -
g &lKEE
| Min. Intensty Trreshold (MIT): |30000 ﬁ
i SR KA
| Max. Intensty Threshold: [3.4e+038 |
Type Value
Peak Start: Use MIT Only L 0
Teminate Peak: | Use MIT Orly ~«| [0

f !

HHEREMIT Only Mg, SiRIEFE

DADATA\Training_100Q.PROVAcqudb\Qda Perf Test 1.frc
Kl6-42
Step7 % EPDA: Z WLI&6-43, MITHAKBIE K E 7%, EHFPDAMIE, Z/NStepd
&39-41.
PDA: e2=10000

& Fractionlynx Method - Qda Perf Test 1.frc

X
File View Help
General Timing Collection ES- ES+ Tmed Events
PDA Wavelength Detection
Bspanf&
4
ISpan (+/-nm): ’ || N
Il PDARGREIE
fiin. intensty Threshold (MIT): [10000 .
PDAREREFIE
[ Max tensty Theeshoid: [35000000000000 (
Type Value
Peak Start: Use MIT Only v
Teminate Peak: | Use MIT Only v| o
) f

5% & AUse MIT Only FERERIEE K

Kl6-43
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\

Step8 % & Timed Events (I [A] 55 14)

FTAEARFIN B, ASFERMGEE, %455 PR T Step4-6 FIMITS# B HEAT [HI il .

> NI

> W HEHRE. Event( Disable Collect/Enable Collect/PDA MIT/MS MIT). Parameter
(SRPEZH)

» /AJ#%Use external events table

=2 Fractionlynx Methed - Oda Perf Test 1.frc b4
File View Help

General Timing Collection ES-  ES+  PDA  Timed Events

Time  Ewvent Parameter Lmit

000 Disable Collect
100 Enable Collect

8 25k

Time {mins): Event: Parameter Unit

EX Enable Collect Time(secs)

Extemal Events Table

[J Use extemal events table

DADATANTraining_100C.PROVAcqudb\Qda Perf Test 1.frc

K6-44

Step9 {&f7Fraction File 3C {4

File-Save. X fFan 47720 H P a4 HIH_FF1

1 Lisi_pep_20200806_FF1; H #r gt /715047, Wiw44°~ Lisi_pep_20200806_FF2,
FKttE.

6.4.10 % & Fraction Trigger 1

Stepl. %™ Fraction Triggerl f)/ME, 45%#-Browse, # i Fraction TriggersZ i & [
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Queue Is Empty
MS Fie Irlel File | Botte | Inject Vohme | Fracton File Fraction Trigger 1 |Fraction Trigg. |
. sk |
Pl6-45

Step2. Massfifi & :  BRiA NWMass, % Mass TICEMass A-RZ5, @ % % & Mass A-R,
P 4% B As b &P o far L3 AT 1325 . 45656.4.8 Fraction File# &, ES+, #%#1,23,
W B A&7 788270, WMass A: 271 (+H™) , Mass B: 293 (+Na®), —Fh#E
AAFENEDD, TR EAT BB B A

Name ~ =

Mass TIC
Mass A E
Mass B
Mass C
Mass D
Mass E m
Mass F E
Mass 3 il
Masz H |
Mass |

Mass J
Mass K
Mass L
Mass M
Mass M
Mass O
Mass P

Mass (3
Maze B >

QK Mo Trigger | Cancel

Kl6-46

Step3. PDAfilK : BRIk yWavelength A, 1£FF¥PDA TICE{Wavelength A-J5%, ¥
B Wavelength A-J, BIELEK M TR E .
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% 40|,

Fraction Triggers

I1IIIIIII|,I+ MName | |
FDATIC |
Wavelength A
Mass Wavelength B |
l Wavelength C :
Wavelength D |
Wavelength E
FDA
Wavelength F |
th Wavelength G |
Wavelength H
Wavelength | |
Anal
79| Wavelength J |
M 7. |
Mixed |
OK No Trigger | Edit Cancel
Kl6-47
Step4. Analogfili & : AME .
Step5.Mixedfi % :
Fractionlynx Mixed Triggers Editor bt
Description
OK |
Delete |
Trigger Expression
I Cancel |
Waming: Invalid Syntax! Less << |
Trigger Source
{ | Add |
Operators
AD .| NOT ~ |  OpenBrace [ | MI
oR + | YOR # |  CloseBrace ] |
Clear |
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6.4.11 UBWREBHAM T ESHEE

> SFC Status Panel: [6]6.4.6, i%H Inlet File/ME-£ §#-Edit, 54 H Inlet Method /7 V%2
I

> Additional Status: 47 ##-SFC Status Panel Jf 5 SFC Status Panel (}56-49),5% tH
6-50SFCIRAAZ;

# INSTALL 4MIX QDa Prep 100q SFC.bgm, INSTALL 4MIX QDa Prep 100q SFC.w67, INSTALL 4... — x
File View Tools LC Waters2767 Dicde Array Help

0 H &G lnia £ &

‘ Status
" Status | Addilional Status | Solvent Levels |

Status

SFC Pump @ ~
Fla
Not Ready: Post-BPR Heater oven zone not __.
Inlet €02 Flow: 95 g/min Back Pressure: 119 bar
Pressure Drop: 40 bar
e
@ Oven Temperature: 28.4 °C
Autosampler 2: Column 2
SFC Status Panel

€S Pump
Ready

Waters 2998 2405 psi 5.00 mLfmin v
For Help, press F1
K7
l6-49

> fEE6-50, FIEFHCO2ME, ABPRIET), MK FR%i/Z HFReady

SFC Status Panel X

General ]Add'rtional I Makeup I

Mot Ready: System Equilibrating

Pump On [MumCffl | ABPR On
Back Pressure: 130 bar
Pressure Drop: 63 bar

Owven On  [Tum Off
CO2 How- %4 g/min
Oven -
Temperature: 287 T
Current Column:  2: Column 2
l6-50

6.4.12 RGEE. g EERE
> Kl T6.4.5, fEModify Instrument Method-Additional Options, FJ R4 €8 344 45
FH¥E3K, % & System Back Pressure (R4t 1), System Back Pressure Alarm (R4
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A E), Column(tai#E), Column Oven Temperature (ALiRAHIRSE) %5

IN§ odify Instrument Metho 3 raining_ . cqu aPre
Meodify | Method (D:\DATA\Training_100Q.PRONAcqudb\INSTALL 4MIX QDa Prep 10.. X
File_ Y Chromatographic Pump Run Time: [5.00 rin

*
Pumping System Additional Options | F—
— Pressure Settings

System Back Pressure: - | bar

System Back Pressure Alam: bar

E‘

—Column Selection
Column: 2: Column 2 ;I
—Column Oven Settings
c Column QOven Temperature; IE’.D vl i
Au Post-BPR Heater Temperature: I-i.5 vl iC
Wa
Config | Ok, I Cancel
For Hel

Kl6-51
6.4.13 EBEE
> MassLynx 5t , short cut-Fraction Lynx-Collection Control ([6-52) , iy
Collection Control, 7t Collection Control /N& (1&6-53)
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FractionLynx &»

Instrument
%

Collection Control

QuanCptimize Tools

Edit FractionLynx Method

Edit AutoPurify Method

Edit AutoMIT Parameters

FractionLynx
‘

9 U
5 B
3 rowser
o
p —EE
s SZ
pud OA Manager
e
—
=
@
O
o

[&l6-52

> BOEIEEERS . kP System, sdiActivate (E6-53) , N2767 E ShHERE 2S00,

s s B il 6-54, fEsystemEbr A M H fﬁ'uXﬂL@rzlﬁ“%;
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&3 20200514 - FractionLynx - Collection Control

File View System Help

G v

a System (¢! Shortcut ‘t‘; Activate

> System Overview < Control ~

<

-~
System

System | Overview

Kl6-53

20200514 - FractionLynx - Collection Control

File View System Help

G | 8 system I Shorteut | 2y Activate
;;_r System Control+ View~ Run~
E :
R Collection E Tl

g
E "
() e
@

Waters 2767
SFC Prep 25mm Diam with 100mm Vial

Kl6-54
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> BUEZE, wWHERnEe6-55, B ORI RIWCE A T g A B, R R
e S TY AR AT HF i [T WAL 5

] 20200514 - Fractiontyrec - Collection Contial I

SFC Prap 25mm Diam with 100mm Vial SFC Prep 25mm Diam with 100mm Visl SFC Prap 25mm Dism with 100mm Vial SFC Prap 25mm Diam with 100mm Vial

0000

Kl6-55
> H#: Contro-Reset Beds, NI & [FIULE (K6-56), HEMKI), RIERZ1S
4, tubelfr B, WK6-57

20200514 - FractionLynx - Collection Control

File View System Help

[i” v‘ 35,-,15“ & Shortcut . ‘Q)Activlte
| T

: System Controlv Viefv~ Run~
z Reset Comms
u -
3 Collection Eeset Beds
e

E -
s P q
2 @
()

Waters 2767

SFC Prep 25mm Diam with 100mm Vial

Kl6-56
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% 48 71, # 6l

g

~

] 20200514 - Fractiontyrs - Colestion Control
Fle View Sptem Help

G2 -] 8 s O shotcut | By Actiate

——=

: Ay Control= View=  Run~
3 Resst Comms

: Collection St

E 3

= v

2 Waters 2767

SFC Prep 25mm Diam with 100mm Vial

SFC Prep 25mm Diam with 100mm Vial

Ready

Waters 2767: 4 25mm callect 1 13mm inject

e

SFC Prep 25mm Diam with 100mm Vial

SFC Prep 25mm Diam with 100mm Vial

6.4.14 Sample list 7~

31 |ADaPrep 100 Collestion Test Optimization Collect Fluorescein
32 |ADa Prep 100 Colection Test Optimization01 Collct Fluorescein
33 |ADaPrep 100 Colistion Test Collect Fluorescein
34 |Relnjection Test Collct Fluorescein

6.4.15 BITFEMFIR

ESl+ SHz 19V Cont 5m
ESl+ EHz 18V Cont Em
ESl+ SHz 19V Cont 5m
ESl+ EHz 18V Cont Em

(DR A S A SR W B

Q)RR HERERE dh AR a8 7 B % IS 4

INSTALL 4 GDa Prep 100q SFC 5,1:2
INSTALL 4MiX 0D Prep 100q SFC 5,1:2
INSTALL 4 GDa Prep 100q SFC 5,1:2
INSTALL 4MiX 0D Prep 100q SFC 5.1:4

Kl6-58

QYR A IS, FERAERE LA 3
(4) FTIT515% K SSIFE (El6-59)

500.000 Ada Perf Test 1
500.000 Qda Pert Test 1
500.000 Ada Perf Test 1
500.000 Qda Pert Test 1

=]

B

Mass s
Massh
Wavelengh &
Massh

220000
220000
220000
220000

0.000 333
0.000 333
0.000 333
0.000 333
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g

~

T

FLOW 1,860

Rurn

Flow 1523esi ¥

Kl6-59

(AINFEAA S5 Load method

$ Default_SFC method.bgm, Default_SFC method.w67, Default_SFC method.w98 - Inlet Meth...
File View Tools LC Waters2767 Diode Array Help

D EH & ¢Golnis

Ry

S

Status

D€

Autosampler

G

Waters 2998

Status

Status IAddilinnd Slab..lsl Solvent Levels |

~Indicators i~ Pump:
) Running @
6 Time [mins): 0.00

% PumpOn
) Inject Cycle % Flows (ml/min}; 0.00

LA @
® o @ Pressure (bar): 55 @
Detector

( Sean Mode: Idie

K6-60
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(5) Ykt

2 Ready M1 OK Wi H ¥ v %k th, wIREAT 2767 B ShBEA: s dERERH G BEERIE .
Waters2766-17 HE-Prime System

$ Default_SFC method.bgm, Default_SFC method.w67, Default_SFC method.w98 - Inlet Meth...

.File View Tools LC DiodeArray Help
D ZH & gl |3, [0 &

Status

S

Status |Additiona| Status | Solvent Levels |

Status
~Indicators ~ Pumps
@ _* Running @ 100 %
o Time (mins): 0.00
Inlet % Pump On :
00 %
~— ) Inject Cycle % Flows [ml/min]; 0.00
2

.................

Autosampler

® oK @ Pressure [bar]: 55

— Detector
Scan: Mode: Idle

00 %

>
%
&
Ca [©a
=
o
o

G

Waters 2998

For Help, press F1
K 6-61
(O)IZATHEM: AXAREREE, RGEIIZ/INT30psi; EFHFEAT, rdrizirzil

AN

7] Mazslyrw - 20100814 - 2088
Hle Yew Bun biep
S 0B S >0Esrenne Doues Founs
--J Queue Is Empty
H TRStFUMENt "§»  SPectrum Chromatogram Map Edit~  Samples = i ) ) )
E I Ll N (EIE S ottt Vokara | Caried |
1

H |
- Inlet Mathod
H
. O@
[ — }.—-
P IEHURS, mid e BIbR, 81T TR S
H I FATA] j_\" { I
T &Y
é M5 Method
g
)

MS Tune

MS Consdle

Kl6-62

miih Start run, 3 Start sample list run, SE/REIEITHT AR5 TEHE, BFIATGIR,
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sy OK. BEIFRITFIGIEAT, HAHsiT s, AoROitEEr. BIT4H, %
R K.

(a) o

Fle Yow B e
OB E S W @eena o Fuma

(D) T s e —

0190814 - Samghes § 1o 1: Samphe | Acquiring
TEFRNE e  Seciwm Chvomibogran Map Edé:  Sanplest

H i : :
Tia Huna T Tl [ ket Pl Bode et Viokara Caniedl
H B
E
: ©
-
i
¢ €
P D
£ M MAatecd
L
S Tume

Kl6-63

6.5 BIBEF

6.5.1 BEEAILHE

BFRIZAT RN F S, s idiChromatogram, B sinE6-64FT~, BN, Frid A
EEREN AT
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Queue Is Empty
Spectruml Chromatogram IMap Edit~ Samples~
ame File Text [ MS File | InletFie Bottle InjectVolme | Contol |
ol 5C 20190814 cyisdtestMS method | 201 3081 d-cyi-.. | 1:A.1 2,000
4

] Masslynx - 20190814 - 20190814.5PL
Yew Bun Help

S~ 02 J[S| > 00| &om G

Map Editv Samples~
File Tt

Spectrum  Chromatogram
Fie Hane

Instrument

Lynx Tools Instrument
g
H 5
H
@
El
g

QuanLynx Op
z
@
z
&
g
a

aaaaaaaaaa

w7767

K6-64
6.5.2 FHIREE
MIRAENL, EHIFREE, FTIF A A PaintiE B, RS IF 5 A

Q Spectrum - [LZC_WL_20191118_wl_01_80_03] “
Q File [Edit Display Prodess Tools Window F
S AR SR Lo @ABR
| 01_8(
LZC_WL_20191118_wl_01_80_03 28 (0.123) AM2 (A

K6-65
6.5.3 IREUR G EHE
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1% #EEdit - Copy spectrum lists 5 il 51 15 R 46 — 4EXHE , B2 Text document XA LA i
ATHREMGRD AT o iz tx A ] LU — 22 FH Originiff AT A B

1118 _wi_01_80 03

/
Mi_01 8 ]
LZC WL Paste i
100 Paste Sglecial.. <
Library ]
P6-66

6.5.4 [EISCASEH)
> ATH A MTRE Rk ], 3T R (IPDAEIE B MS TICHEIE (kA (1 B e

M HEIA SR, BPosbrid) ,\i%%?ul%ﬁ‘&; 5 H B 6-68 X TEAE;

# | 208 Hipailaite 3282120336 345 \
9. 1t 14 ! . ; m"""”‘ﬂ; »’TH |l l*'\ “,"
i MMW ] W M "]« /W i
Wm‘ f&ﬁ,\;( w,m‘“'qh,:.'v,ﬁ W | \:;Sw‘%;'fwm CW boh ol Ui \"l R L N | .. -
i D?n“ e | o T o TR I"-‘zlilﬂ il :2‘.‘50 o 0SB0 e el
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F 54T, E 6T

>

B H: General Parameters: Peak type: Preparative; solvent Front Delay (secs):30s;

Minimum Fraction Width (secs):5; Maximum Fraction Width (secs): 300s;

WH,
Peak start: Use MIT Only; Terminate Peak: Trailing valley (%):

Peak Detect Parameters: Min. Intensity Threshold (MIT):

7730% J.6.4.8 step SHlstep 6; Max Intensity Threshold:

FOK, BRI R

T

=
B

CFapohha Lal@a

BRO XX e+

IR AN, AERESSH, HFEERCR.

A R, AT
i e {EL BRI B AT

i)

FHERWE N-300,

[6_50 Gradient, 5min, 4 Mix, ES+ Cont

QDa SFC Prap100q Install UV Precision MAY30 Sampee 3 FLSM { Prep, 164003, LE, TV ) 2: Dioge Array
20
Range: 344
30 [} | |
I |
I 355'
20 (] | i |
= | 20l Y
10 | Al 1L
7
j W
BN I B T B R ¥ R~ M) Y el et et
03 SFC Prap {00q Install UV Precisan MAY30 Sampie 3 FLSm( Prep, 6e+D03, LE, TV Diode Array
o
cange. 544
30 . [
SR faga |
2 20 (et \{ |
o [roowess =] 265 [AN]
10 Sttt B A AV
et 73
e e " 240 260 280 3.00 320 340 360 380 400 420 440 480
e prep
[ra—— -
20 Wi Iy Thoschekd MTE [0 ‘Iﬂ,‘ 1
[—— o | 1] I 1 e
20 Te Vi I 11 S
2 s [l | 11 265 \
10 TomeisPosk. [Travavamrm =] 30 sf*“‘Lf o '{"‘F A
|
ot d e
FEop m L e e B 1 OB
op {00q nstal UV Precison MAY30 Somple 3
™
i
Al 1
20 | i 186
| |
2 I \ 265 I
1 i
10 I I A\ /
I 1A /
) | J
00 - Time
2 L R S T D e M S ' ¥ R VA ST M) it et gt
8
F) . .
FRawhhn Lol QARRD QAT X we + 5 EWE
&
2 Disoe
158
i
|
| |
|
O 1 M 1A R M S et
mEs
!
| e
I
I
|
%
| 356
|
I 35
IF:
! 361
I ‘(
|
| laee
h: |4
| JE
b, 287 35}
. :" g, J" j?” 0 v:‘ L’ 3m
du oa o’ W o
I B \w . [k Aty “v\\,-v AR oAy
Tine
L T e S T R s e St ST P M T Y E St ey ot

%6-69



BRI Al & 2 1E{ Waters Prep-100q ¥R/EIRIEMIE 55, el

\

7.4 SEREERBAE

6.6.1 MR RERE: FIRES BB, B2 AR 4T, WAV ATR. BN,
5B R Al G VAR CO2 M

6.6.2 MR OIEFESUR, H 100%CO2 Mk 10 min;

6.6.3 VANHIRIE A 0 ml/min, 3R V]3] bypass A & ;

6.6.4 FERARIIE LA off;

6.6.5 J<M] PDA 2.4MJ: Inlet Method Editor Jtfi, s/ ML

$ Default_SFC method.bgm, Default_SFC method wE7, Default_SFC method w3 - Inlet Meth..,
File View Tools LT Waters2767 Diode Array  Help

DEeE S el (@0 &
Status

S

Status | Additional Status I Solvent Levels I

Status
— Indicators — Pumpz
@ 0 Running
é Time [minz): Q.00
Inlet i Pump On

©1

0 Inject Cyele % L ol 0.00

ot
= JA I @
& {Feadv!
Autosampler @
® ok Preszsure [bar): 44
@ — Detectar
Scan: Maode: |de

Waters 2998

Kl6-70

6.6.6 XAl F71: Inlet Method Editor A1, itk B3k
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$ Default_5FC method bgm, Default_SFC method wE7, Default_SFC method w3 - Inlet Meth..,
File View Tools LC Waters2767 Diode Array  Help

DSl &gk (290 &
Status

d

Statuz I Additional Status I Solvent Levels I

Status
— Indicators —Pumpsz
@ ) Running
é Time [minz]: n.0a
Inlet i Pump On

(@3

) Inject Cycle m I p—_—. 0.00

-
sy | | |E|
& "Feady
Autosampler @
® oK Preszsure [barl: 44
@ — Detectar
Scar; Mode: [dle

Waters 2998

Kl6-71

6.6.7 FPJH % HYR:  Console Ft[H-1% H 7= ] QDa Detector- /4.t 45 ] Operate, Z%°H
214 QDa operate $5 7 ;

& Power o Status

®

Stop Flow

QP

Rezshime

Kl6-72
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6.6.8 XU, IHHEERTH CO,

6.6.9 FERGIEJJEIE, KIAEH L H &=

K 4% [A] 4--OFF, O-5% 4]

6.6.10 FZXHAX IR &AL RHIRGS, & HEEE KRR
T 1R A

6.6.11 SZI6 8L

6.6.12 [FIWSCRE i e TR 4y, BRI, BSFSRE =,

7. HEx/ZEMCH
Q/WU FLHRO01 U144 5 Mt .
8. id &
R I TR A ) % (4. Waters Prep-100q 1 FH1C 3 & id % .
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i ] & R U F BT R

H ERAA R
. T % B[] 4 R af | S
(hh:mm) (hh:mm) (hh:mm)
ot 0 s s s
o 7 = E R o mm A PREVIN T
B a2 (D) #HEREK (KO
¥
TR | x4
(W47
HHR
WA

& JH 7 F CO2(A)/ B B0/ B o/F I BEo/H .

- o) 22 PDA # % o F i A # o
g R *E:  OF& o @E4% o

R ey

KA OF % o @FFH% o
i R

o | B0 T
% A FoE o
BT B 4o

#HEE A 180 B E

Feo | #HE (D

H A
Pt A

ZE(DPL A A & HE % 5; ZS_SFC 20191218 P1 01

Q**FER: EAMARE LRI, —WEE T &#E;, —EFHIR, BN
FERMNERNEST; FAIEFHAKEMLFEREA R; MR E1E R AR E
o








