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| & Welcome to UNIFI

‘ By LCMS System

| Areas of Administration |

Home

TR , GBESMeE
P LA | ] /]

Administrative Links
Security
Search libraries

Recent library item details

Consumables

Define and manage consumables used with instrument systems

Solvents Buffer systems Column definitions Sample plates

Manage the Scientific Library 9=
Licensing

aw

Frinter Method Management
View or create metheds to print documents into UNIFI and extract data from UNIFI reports.

Manage printer methods Manage report extraction methods

Software Management
Change the database password, record UNIFI software information, and manage diagnostic log settings

Manage disk drives Change database password Record UNIFI information

Define diagnostic log settings

Device Management
View and manage device configurations

Create Instrument Systems

Event Log
Search Event Log and edit Event Properties

Event Browser System Audit Trail Data Audit Trail Imported Events Event Properties

Explorer Management
Define and manage synonyms and categeries used in Explorer

Manage Categories Define Synonyms

LIMS Configuration
Manage LIMS configurations

Licensing

Register, activate, assign, and view product licenses

| ﬂ Administration x |

Search folders...

BRI B R R

H Define and manage custom fields for storing data and calculating analysis results

~ Offline Storage Management
/|| Manage offline storage configurations

Qualification and Maintenance

Qualify Maintain Manage

Scientific Library

Wiew and manage Scientific Library information

Search libraries Manage libraries Create library items

Security

Manage users and roles, define policies and access, and create reasons for user actions

Access Management Roles Users Global Policies Folder Policies Predefined Reascons

Manage signature methods used for signing reports

ﬂ Signature Methods

Manage Methods Predefined Meanings Predefined Comments

System Monitor
View and manage the sample lists in the queue for an instrument system

Task Monitor

Wiew and manage system tasks

Monitor current tasks View schedules View task properties

©2015 Waters Corporation
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| & Welcome to UNIFI
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Search folders... pel | [l

| Consumables |

Consumables

Home
Solvents

Buffer systems
Column definitions

Sample plates

@ « |Home » Solvents
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Modify Remove Refresh

Solvent name

Acetic Acid

Acetonitrile

Ammonium Acetate
Ammonium Bicarbonate
Ammonium Formate
Chigroform

Dibasic Sodium Phosphate
Ethanol

Ethyl Acetate

Formic Acid

Hexane

Isopropanal

Methanal

Mongbasic Sodium Phosphate
Potassium Phosphate
Sodium Chloride
Sodium Citrate

Sodium Formate
Sodium Phosphate
Tetrahydrofuran
Triethylamine
Triflucroacetic Acid
TRIS

Tris Base

Tris-HCI

Water

=i “Create” HITBRIBITEN

Solvent type | Concentration {mmol/L} | Description

Add 10
~  UNIFIE##mmEs , WBE , TaSies
o - 1 o) 1
Salt 30
Salt 30
General

Base 100
General

General

Acid 10
General

General

General

Acid 100
Salt 30
Salt 1000
Salt 30
Salt 30
Salt 30
General

Base 20
Acid 10
Salt 30
Base 100
Acid 100
Aguecus
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) My Work

} 2 Welcome to UNIFL l By LCMS System

ﬁ Administration } ‘t Consumables x

|. Consumables

&
Woaters

THE SCIENCE OF WHAT'S POSSIBLE.’

[Search folders.. Al H@®

L - IHDITIE » Buffer systems

Consumables

Home

Solvents

Buffer systems
Column definitions

Sample plates
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g Modify Remove Refresh

Buffer systems list

i Buffer system name

il Meutral Phosphate

2 Tris-TrisCl

Comment
Meutral Phosphate - Buffer System

Tris-TrisCl - Buffer System

=i “Create” HITEMPEEFRAIEN

Concentration to deliver (mmol/L) | Acid
20 Moneobasic Sadium Phosphate

20 Tris-HC|

Base
Dibasic Sedium Phosphate

Tris Base

Salt

Sodium Chicride

Sodium Chloride

Aguecus
Water

Water
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EEH &) My Work |;3we|mmetour~uﬂ

| By LCMS System | #4 Administration | ¢, Consumables x Search folders... P‘ m]

| consumables ‘

Home » Column definitions

Pefinitions

odify Remove Refresh

:| Column name
Solvents

Buffer systems ACQUITY UPLC-HSS T3
Column definitions ACQUITY UPLC-BEH CB
Bapielpkites ACQUITY UPLC-BEH C18
ACQUITY UPLC-BEH300 C4
ACQUITY UPLC-OST C18

ACQUITY UPLC-HSS C18 5B

B T

ACQUITY UPLC-BEH HILIC

@

ACQUITY UPLC-BEH C18

9 ACQUITY UPLC-HSS C13

10 ACQUITY UPLC-HSS T3

11 ACQUITY UPLC-HSS C13 5B
12 ACQUITY UPLC-BEH300 C18
13 ACQUITY UPLC-HSS T3

14 ACQUITY UPLC-HSS C13

15 ACQUITY UPLC-BEH Phenyl
16 ACQUITY UPLC-BEH300 C18
17 ACQUITY UPLC-BEH130 C18
18 ACQUITY UPLC-BEH300 C4
19 ACQUITY UPLC-BEH HILIC
20 ACQUITY UPLC-BEH300 C4
21 ACQUITY UPLC-HSS C18 SB
22 ACQUITY UPLC-BEH C18

23 ACCQ-Tag Ultra UPLC

24 ACQUITY UPLC-HSS C18 SB
25 ACQUITY UPLC-BEH Shield RP18
26 ACQUITY UPLC-BEH Shield RP18
27 ACQUITY UPLC-HSS C18 5B
28 ACQUITY UPLC-HSS C18

29 ACQUITY UPLC-BEH130 C18

n ACOLUTTY LIPLC.RFH HTI T

UNIFIEzéa’a‘jc_‘é.‘BﬁWatersngu PLCE&iZHE ,

Part number | Dimensions Particle size (um) | Comments Vendor | User Created z
186003537 1mm * 150 mm 18 ACQUITY UPLC Column  Waters =
186002876 1mm * 100 mm 17 ACQUITY UPLC Column  Waters =
186002350 21 mm * 50 mm 17 ACQUITY UPLC Column  Waters =
186004495 21 mm * 50 mm 17 ACQUITY UPLC Column  Waters =
186003950 21mm*100mm 17 ACQUITY UPLC Column  Waters [}
186004117 21 mm *30 mm 18 ACQUITY UPLC Column  Waters [}
186003458 1mm * 100 mm 17 ACQUITY UPLC Column  Waters [}
186002344 1mm * 30 mm 17 ACQUITY UPLC Column  Waters ]
186003334 21 mm * 150 mm 18 ACQUITY UPLC Column  Waters ]
186003339 21 mm * 100 mm 18 ACQUITY UPLC Column  Waters ]
186004119 21 mm * 100 mm 18 ACQUITY UPLC Column  Waters ] I
186005394 1mm* 130 mm 17 ACQUITY UPLC Column  Waters =
186003340 21 mm * 150 mm 18 ACQUITY UPLC Column  Waters =
186003333 21 mm * 100 mm 18 ACQUITY UPLC Column  Waters =
186003378 21 mm * 150 mm 17 ACQUITY UPLC Column ‘Waters |:|
186003687 21 mm * 150 mm 17 ACQUITY UPLC Column ‘Waters |:|
186003686 21 mm * 100 mm 17 ACQUITY UPLC Column ‘Waters |:|
186004497 21 mm * 150 mm 17 ACQUITY UPLC Column ‘Waters |:|
186003460 21 mm * 50 mm 17 ACQUITY UPLC Column ‘Waters |:|
186004496 21 mm * 100 mm 17 ACQUITY UPLC Column Waters |:|
186004118 21 mm * 50 mm 1.8 ACQUITY UPLC Column Waters |:|
186002346 1mm * 100 mm 17 ACQUITY UPLC Column Waters |:|
186003837 21 mm * 100 mm 17 ACQUITY UPLC Column Waters |:|
186004115 1mm * 100 mm 1.8 ACQUITY UPLC Column Waters |:|
186002854 21 mm * 100 mm 17 ACQUITY UPLC Column Waters |:|
186003909 21 mm * 30 mm 17 ACQUITY UPLC Column Waters |:|
186004114 1 mm * 50 mm 18 ACQUITY UPLC Column Waters |:|
186003529 1 mm * 50 mm 18 ACQUITY UPLC Column Waters |:|
186003554 21 mm * 50 mm 17 ACQUITY UPLC Column  Waters =
1 RANNIAST 1 mm * S0 17 ACOLITY LIBIE Calumn Watars = E|
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*il:ll:ll:lﬁ ! mﬁﬁ*ﬁﬁiicpiﬁ?—}iﬁ}%{%%c’ THE SCIENCE OF WHAT'S POSSIBLE.®

-

&) My Work I 2 Welcome to UNIFI } Bly LCMS System l kb Administration l ¢, Consumables x Search folders...

=]
=1

| Consumables I

42~ [Home» Sample plates

3 Sample plates
0 ble
Home ¢| Sample tray Plate format MNumber of wells | Comment
Solvents 1 ANSI - 96 well 350 L ANSIMicrotiter 86 56 Well 350 plL Holder h ., =
e - UNIFI a]
. 2 ANSI - 96 well 700 pL Glass Insert  ANSIMicrotiter 586 96 Well 700 pL Glass Insert Holder n n
‘Column definitions
Sample plates 3] AMSI - 48 Tube 0.65 mL Holder ANSIMicrotiter 48 48 Tube 0,65 mL Holder
4 AMSI - 24 Vial 4 mL Holder ANSIMicrotiter 24 24Vial 4 mL Holder
5 AMEL - 384 well 230 pL AMSIMicrotiter 384 384 Well 250 pL Holder
6 AMEL - 96 well 2 mL AMSIMicrotiter 86 9&Well 2 mL Holder
7 AMSI - 96 well 1 mL ANSIMicrotiter 86 96 Well 1 mL Holder
8 AMSI - 96 well 1 mL Glass Insert ANSIMicrotiter 86 596 Well 1 mL Glass Insert Holder
9 ANSI - 48 Vial 2 mL Holder ANSIMicrotiter 48 48Vial 2 mL Holder
10 AMEL - 384 well 100 pL ANSIMicrotiter 384 384 Well 100 pL Holder
1 AMSI - 24 Tube 1.5 mL Holder ANSIMicrotiter 24 24'Well 1.5 mL Tubes Holder

©2015 Waters Corporation 7
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§|=]'3:Fad mi niStration/DeVice Ma nagement THE SCIENCE OF WHAT'S POSSIBLE.

ESH &) My Work l & Welcome to UNIFI By LCMS System I 44 Administration x Search folders..

| Areas of Administration |

Home

‘ Administrative Links

I Consumables

m i Define and manage consumables used with instrument systems

Security
Search libraries

Recent library item details - N
Manage the Scientific Library 5 i Printer Method Management {l

Manage Custom Fields and Formulas
Define and manage custom fields for storing data and calculating analysis results

Solvents Buffer systems Column definitions Sample plates =
Offline Storage Management

Manage offline storage configurations

Licensing View or create methods to print documents into UNIFI and extract data from UNIFI reports.

= lification and Maintenan
Manage printer methods Manage report extraction methods Qualification a d Maintenance
Qualify system components and manage qualification methods, licenses, results and maintenance logs

Change the database password, record UNIFI software information, and manage diagnostic log settings Qualify ~ Maintain  Manage

& f‘g Software Management

Scientific Library

View and manage Scientific Library information

Manage disk drives Change database password Record UNIFI information

Define diagnostic log settings

Device Management Search libraries  Manage libraries  Create library items

View and manage device configurations

Security
Manage users and roles, define policies and access, and create reasons for user actions
Create Instrument Systems

b
4
Event Log Access Management Roles Users Global Policies Folder Policies Predefined Reasons
Q Search Event Log and edit Event Properties A ) — 3,
[ ] ] 13- thods
= = e = oS andge St methods used for signing reports
EventBrowser  System Audit Trail  Data Audit Trail  Imported Events  Event Properties
(“\ Explorer Management Manage Methods Predefined Meanings Predefined Comments
ri Define and manage synonyms and categories used in Explorer =
I System Monitor
T % l View and manage the sample lists in the queue for an instrument system
Manage Categories Define Synonyms ol
Ef‘ LIMS Configuration . :
— YRS [ Task Monitor
| — Manage LIMS configurations

" View and manage system tasks

Licensing Monitor current tasks View schedules View task properties

Register, activate, assign, and view product licenses

® &

138PM |
3/1/2016

£ 3 ®E 0
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Device Management/Instrument SystemEﬁ&ﬁﬁﬁﬁﬁi&}ﬁ%éﬁﬁ’ﬂig%mﬁgtgf Essmg.@

&) My Work ‘ % Welcome to UNIFI I By LCMS System ‘ #4 Administration | ¥ Device Management x ] Search folders. pl £l @

= Waters UNIFI - De
~ Waters UNIFI -
Ev oo

am

Workstation | Instrument Systems | Database Driver Management

& =~ |instrument Systems

Instrumant Cuctams

Tl e “Modify” EIRTREGHTIER , WTEOIKTH

Offline  Vion Standalone

Offiine  ICiass Standalone

Online  LCMS System

1, OnlineBIRFAA CTVABNRRELIRE
2, ITiEIMEETFE , —BRAEEHTIEN

BRSPS SRS S R EAIP
 dht

>

/

»

Instrument System Detail: LCMS System

Firmware version Address

Serial number | Id Driver version

: Instrument model

J15BUR103G 200 1.65.273 (Feb 27 2015) 192.168.0.3

Binary Solvent Manager

192.168.0.2

1.00 100

SAADS3

Vion IMS QTof

200 192.168.04

Sample Manager FTN L15USM3356G 1.65.375 (Mar 26 2015)

0
®

1:45PM
3/1/2016
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e EEflEERIStandby |, T

‘ 2 Welcome to UNIFI

(Rl =2~ | &7 vy wor

flae

Search folders...

| By LCMS System | 44 Administration ‘ F Device Management x

Workstation | Instrument Systems | Database Driver Management

¥ |Instrument Systems » System Editor

System Name: | LCMS System

Description:

H

ST E

Primary pump name: Binary Solvent Manager

Primary pump serial number: | J15BUR103G

Instrument ; Slartu pShuldown.

[§] Enable Startup Enable Shutdown (Error shutdown is always enabled)

Enable automatic shutdown after period of time of system being idle

Idle time : hours minutes

Schedule

[T] Run startup: [T] Run shutdewn:

Time: |09 |00 Time: | 18 (00
Monday Tuesday Wednesday Thursday
Saturday Sunday

Details

Description:

Folder: Company/Vion Installation LCMS

Last modified by: administrator

Last modified: Mar 07, 2016 13:38:31 China Standard Time

Version: 2

ECmate... J.é’ Modify...

1#%3E""Enable Shutdown(error shutdown is
always enabled)

EIERIE (LLAN1/ ) SRR RAIRERRE—HHmits
ERENESISNERIRIRLENS ZR XN

=}
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Al dministration/Scientific Library, Al T7E8UEENRE, S OTQI’S @
ANFE. UNIFIEPEUREE Rk B BUEE SR ES & e SEIENEE BT MRATS FResiE
My3ELisenceA BefsEF

~| & My Work Welcome to UNIFI LCMS System £ Administration X Search fold
4 0% &

f Areas of Administration !

Home
‘ Administrative Li 1
& Consumables
Recent Tasks i Define and manage ¢ used with il it systems

Security
Search libraries

Manage Custom Fields and Formulas
Define and manage custom fields for storing data and calculating analysis results

Solvents Buffer systems Column definitions Sample plates =
Offline Storage Management

Recent library item details ) .
Manage offline storage configurations

Manage the Scientific Library 5 Printer Method Management
Licensing View or create methods to print documents into UNIFI and extract data from UNIFI reports.

U

Qualification and Maintenance

Manage printer methods Manage report extraction methods 3 SO ; .
Qualify system components and manage qualification methods, licenses, results and maintenance logs

Software Management

Change the database password, record UNIFI software information, and manage diagnostic log settings — — —

Scientific Library

Manage disk drives Change database password Record UNIFI information
View and manage Scientific Library information

Define diagnostic log settings

Device Management Search libraries Manage libraries Create library items

View and manage device configurations

Security

Manage users and roles, define policies and access, and create reasons for user actions
Create Instrument Systems

»
A
Event Log Access Management Roles Users Global Policies Folder Policies Predefined Reasons
@ Search Event Log and edit Event Properties 3
Signature Methods
. = 5 X Manage signature methods used for signing reports
Event Browser System Audit Trail Data Audit Trail Imported Events Event Properties
Explorer Management Manage Methods Predefined Meanings Predefined Comments
Define and manage synonyms and categories used in Explorer 5
System Monitor
g 7 View and manage the sample lists in the queue for an instrument system
Manage Categories Define Synonyms
LIMS Configuration =
9 S Task Monitor
Manage LIMS configurations N
View and manage system tasks
Licensing Monitor current tasks View schedules View task properties
Register, activate, assign, and view product licenses
Administrator, UNIFI" ministrator; o ‘ ® 2

—— \' . = e S e e—————rm
e 1’|y T I somE o Mo [
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i= EEH ) My Work } & Welcome to UNIFI By LCMS System } 4 Administration } fiil scientific Library x Search folders.. ,0| @
Scientific Library
@ = |Home * Manage Library Items » ‘ % -

1167759 ROC

Duplicate Delete Clear

A Search criteria Operator Search value

1 Mame equals *

#*

Searctlin: [spec, Default Custom Library = | Show: (100 Results =] [seach 2|

A MName Library name

avw

| ot LA B ARE AT R
= o ]

=5 2016/02/03 13:58:46.1167759 ROC »
»»> 2016/02/03 13:58:28.6907792 ROC
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| &= - EIRIETT

} e Welcome to UNIFI

l By LCMS System

l ﬂ Administration

l fiil Scientific Library x |

] —— ]
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fe e |Home * Manage Library Items » Library [tem Editor

Property Value

Item type Compound
Item description

IUPAC name

Formula

Hill formula

Average molar mass

Menoisotopic mass

| Mo assaciated structure

BT AT FAHIEE QLA EANFAN)

-
e Create Library Item

Ttem tag
InChl
Item name:
o
I ITE Library:
A Synonym Synonym type

Default Custom Library

e ——

Physical properties

A Property

Value

13



Ad m i n i St rato r/ Sec u rity ELlﬁ?fﬁ?Eﬁélﬁﬁ(J*E%ixgl THE SCIENCE l:lFO\I\\!‘II-:Ig'!'l:gs‘_-'nIBLE®
PeansE R B e P

EH v| & My Work ‘ 2 Welcome to UNIFI | By LCMS System | & Administration x Search folders.. 2 [

‘ Areas of Administration ‘

Home

Administrative Links R 1
& Consumables
m Define and manage consumables used with instrument systems

Recent library item details
Security
Search libraries

Manage Custom Fields and Formulas

Define and manage custom fields for storing data and calculating analysis results

Solvents Buffer systems Calumn definitions Sample plates )
~ Offline Storage Management

Manage offline storage configurations

Printer Method Management
Wiew or create methods to print documents into UNIFI and extract data from UNIFI reports.

Manage the Scientific Library
Licensing

Qualification and Maintenance

Manage printer methods Manage report extraction methods
Qualify system components and manage qualification methods, licenses, results and maintenance logs

) Software Management
Change the database password, record UNIFI software information, and manage diagnostic log settings Qualify Maintain Manage

Scientific Library

Manage disk drives Change database password Record UNIFI information
View and manage Scientific Library information

Define diagnostic log settings

Wiew and manage device configurations

il Security
Manage users and roles, define policies and access, and create reasons for user actions
Create Instrument Systems
Event Log Access Management Rof \ Users Glebal Policies Folder Policies Predefined Reasons
Q Search Event Log and edit Event Properties ﬂ

% Device Management Search libraries Manage libraries  Create library items

2

Signature Methods
N . " . Manage signature methods used for sigNgyg reports
Event Browser System Audit Trail Data Audit Trail Imported Events Event Properties

Explorer Management Manage Methods Predefined Meanings Predefined Comments

i-olj Define and manage synonyms and categories used in Explorer  System Monitor EﬂAcceSSEL\JES‘ZI{¢¥

. View and manage the sample lists in the queue for an instrument system
Manage Categories Define Synonyms

LIMS Ceonfiguration
Manage LIMS configurations

Task Monitor

View and manage system tasks
Li(ensing Monitor current tasks View schedules View task properties
Register, activate, assign, and view product licenses

Administrator, UNIFL [Administrater . _ _
€ @ Fy FerM =]
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Woaters
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£ shutdown 737&5RH, Eshutdowni#H T8, HEesfliE FaIRE

= EEIVI &) My Work I  Welcome to UNIFI I By LCMS System I £4 Administration I 7] shutdown method:Startu... X | |5€ﬂ!d7 folders... p| 1l @
Startupl Shutdown IError
|Shutdown | E-B~- %
& Shutdown to standby
»
Prime Solvents
Binary Solvent Manager Prime Solvents
Sample Manager FTN Pump A, Lines: || A1 a2
NioniMS Olof Pump B, Lines: []B1 Oe2
> S Run time: | 5| min
0
|
| Shutdown to standby

Shutdown to maintenance

Av

[C] Prime Seal Wash

Run time: | 5 ‘ min

The following properties are set whether starting up or shutting down

Set Flow

Flow rate Solvent configuration
Flow rate: 0 mlmin A 50 %
B: |B1 50 %

©2015 Waters Corporation
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Waters
E shutdown Tj_ifﬁﬁ , ES hutdown J‘&ﬁ'ﬁgﬂﬁ , ﬁ*i%%*ﬂﬁi%%iﬁ%ﬁ SCIENCE OF WHAT'S POSSIBLE.

HE 22|~ 5] My Work I e ‘Welcome to UNIFI l By LCMS System l ﬂ Administration I 7 shutdown method:Startu... X | ‘Sﬂ?'ﬂ? folders... }J| Bl '@\
Startup | Shutdown (| Error
| Shut§own | E~-EA~1%

Shutdown to standby

o oL, Prime Syringes

Sample Manager FTN Prime Wash salvent for: sec
Vion IMS QTof
Prime Purge solvent for: Cycles

)

Characterize Need|e Seal

Shutdown to standby

Characterize Needle Seal
Shutdown to maintenance -

Should perform if seal is replaced.

The following properties are set whether starting up or shutting down

Column Temperature

S EIBEAE B Hoff,

Has column

| S o BHEREEERREIREHoff

Sample Temperature
© off

©) Setpoint: *C

©2015 Waters Corporation 17



Waters
E shutdown ﬁifﬁﬁ , Es hutdow nj&ffi—ﬂgﬂtﬁ , J\Eﬁ%%*ﬂﬁi%%iﬁgﬁ SCIENCE OF WHAT'S POSSIBLE.

i SRl 55 |~ | &) My Work | & Welcome to UNIFI f& LCMS System ‘ #4 Administration I ] shutdown method:Startu... X | Search folders... ,O‘ il @

Startup | Shutdown ||Error

Shutdown E~E~

[ Ml Shutdown to standby - —

Instruments

The following properties are set whether starting up or shutting down

[

[T] MS Instrument

1®EAMS Instrument,

Switch to operate

Binary Solvent Manager

Shutdown to standby

3 Switch to instrument standby
Shutdown to maintenance

© Switch to source standby

| [ ——— EIESwitch to instrument standby

EHEHEFRE—HERG BREIREAStandby iR

Av

©2015 Waters Corporation 18
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Waters
E shutdown Tj_;fﬁﬁ , Ee ro rﬁﬁ?ﬁ?ﬁ-ﬁ;ﬂ:ﬁ , ﬁ*i%%*u)ﬁi%%ix SCIENCE OF WHAT'S POSSIBLE.?

_—
g gglvl & My Work I @ Welcome to UNIFI ‘ ‘ LCMS System ] ﬂ Administration l 7] shutdown method:Startu... X | Search folders... ,Ol [l '@‘
Startup Shutdowd | Error |

Error ER4 S RAEE)
2 Error shutdown
Ca |
» |
\
Binary Solvent Manager ‘ Set Flow
Sample Manager FTN Flow rate Solvent configuration
Vion IMS QTof

Flow rate: 0 mumn  Afar ~] 50 %

Error shutdown

BiREREA0ML/min,
ZHEFELRFLMRER, RERFZER0

Aw

©2015 Waters Corporation 19



Waters
£ shutdown 7557 E, fEerrorFRE M TR, HIFasH1EEIE S B srence o whars PosstaLe!

Search folders... p| 0 '@

EE - &] My Work | @ Welcome to UNIFI | By LCMS System | ﬂ Administration | 7 shutdown method:Startu... X |

Startup Shutdownl Error I
r | E~H~| &

|
—_ I Error shutdown
Column Temperature

\l/
o0& et e o Column Temperature

Sample Manager FTN MeEasirn ‘ﬂ off
Vien IMS QTof @ Off lE

R s B EEE R off
Hoff

Sample Temperature

Error shutdown

@ Off
) Setpoint: Off | *C 3

- pay 8 O SETH S H =

aw
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THE SCIENCE OF WHAT'S POSSIBLE.’

f£ shutdown 5 A5 M, fEerrorfRE MEI TR s IS EFRE

HE EE%} &] My Work l & Welcome to UNIFL l By LCMS System I ﬂ Administration l ] shutdown method:Startu... X | Search folders. P| ] '@
Startup Shutdown IErmr| I
\Error | E~H~ |
Error shutdown
v A= - - 1
MS Instrument
Binary Solvent Manager [E] MS Instrument
Sample Manager FTN % ° °
Operate/standby
—veTTT _ Fowitch to instrument stanaby
on i I ) Switch to operate L
O Switch to instrument standby
O Switch to source standby
-+ AJ A3
— FHERIEZEAStandby RS
Instrument setup 'U‘ 2 s ' ﬂ 1E y 0N
Run instrument setup
‘

©2015 Waters Corporation
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I .

=" My Work” RE,SF"  Instrument System” BHTIRE Waters

THE SCIENCE OF WHAT'S POSSIBLE.’

B —
(= B8 |~| &) My Work ! =) to UNIFI I #4 Administration I ¥ Device Management I By LCMS System I ‘550’07 folders... Pl £l @

Work in Progress  Saved Work | Instrument Systems ‘ Repofts to Sign (0)

Home

I
5
P

~ ) Instrument System (3)

Create analysis... g Vion Standalone

Create analysis method...

[ Offline]

Open Analytical Workbench IClass Standalone
Open Scientific Library g

Open Mass Calculator

[ Offline]

Browse files @ LCMS System [Online ]
Import UNIFI data &
Import other data

G

12" online” MRS MEEHARERANEHRE

Vion Standalone
ESI positive ion mode standalone M...
ESI positive ion mode standalone MS

FS 2

I
o, [
55

©2015 Waters Corporation 24



e R

mEEENEEEEI R, WO -|-e rs
W REESI LU TRARIRE

THE SCIENCE OF WHAT'S POSSIBLE.’

| Lows system |

[Lems System - Summary

Console Navigation

o

System

LCMS System
Binary Solvent Manager
Vion IMS QTof

Sample Manager FTN

LCMS System

Summary
System Startup

Plots.

Logs

Startup Shutdown log
Coluran

Instrument System Summary

¥
h LCMS System W O -I-e rs [ Summary

Online
4 THE SCIENCE OF WHAT'S POSSIBLE™ 19 LCMS System

Status

Startup: Maintenance
Cu .
RRRR
24N
I paei=11 5

Eaddl:l

RRRFRIEFI R

Idle ]
Pressure and flow

53 psi 0,000 mL/min

Delta pressure

0 psi

Solvents
Al: 500 % BL 500 %

Salvent Delivery

0\ I

r. Sample Manager FTN @~

Idle ]
Binary Solvent Ma@ Temperatures (*C)
Sample: 101 100
Column: 450 45.0
[F]
| vien s aror @~
Idle L]
Source: ESI
EEDCEILy Sample:  Idle

@ Idle Reference: Idle

# Administrator, UNIFT [Administrator]

. o ®a
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l 4 Administration I By LCMS System x | ‘Sean:h folders...

PlA@

| Lems system

[Lem

ument System Summary

=N E

@ Stop Flow @' Resume Flow

. LCMS System W 0 -I- e rs = Summary
Online
LEMS System g THE SCIENCE OF WHAT'S POSSIBLE™ &% LcMs system ®@
Binary Solvent Manager S; tu
atus
Vion IMS QTof System: Idle
Sample Manager FTH Startup: Mai -
Lc M S t A Y I ° Current analysis
system :
Surnmary
Plots
Logs | Binary Solvent R
Startup Shutdown log Manzaer
Column Idle 2
Pressure and flow
53 psi 0000 mL/min
Delta pressure
| 0 psi
»
4
' Solvents
Al: | 300 % BL 500 %
[F
Solvent Delivery Sample Management Mass Spectrometer E;. Sample Manager FTN @~
. . Idle 9
Binary Solvent Mm Sample Managm Vion IMS QTof \ Temperatures ("C)
Sample: 101 100
Colurnn: 450 450
[F]
E;. Vien IMS QTof @
Idle )
Source: ESI
System Activity Sample  Idle
e
@ Idle Reference: Idle
d o Ad 0
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LCMS System/Summary , FEEREBNRFVIRE THE SCIENCE OF WHAT'S POSSIBLE

iE ggH & My Work I 2 Welcome to UNIFI l 4 Administration l By LCMS System x | [Search foders. Al @A®
LCMS System ]

lLcMms System - Summary

@ Stop Flow @ Resume Flow

— \YT -1 A3 (}
s e TR BRI e
bo : L MRS 7 Waters >TIEH
nline B
FEVCE ) z e o K THE SCIENCE OF WHAT's PossisLe™ | || [ LCMS System ®@
Binary Solvent Mangger 'l." S; tu
atus
Vion IMS QTof S System: Idle
Instrument System
Sample Manager FJN ti Startup: Mai; e
Current analysis
Summary
i SemE -
Plots
- E" PB\“\Inar).r Solvent &~
Startup Shutdown log 0205
Colurnn Idle ]
Pressure and flow
53 psi 0000 mL/min
Delta pressure
0 psi
b
4
REG  HHRR  RERSR o
FRARE RE TaRE AL 500 % Bl 500 %
[}
Solvent Delivery Sample Management Mazs Spectrometer N Eil' Sample Manager FTN @~
Idle 2
Binary Solvent Ma@ Sample Managerm Vion IMS QTof \ Temperatures (°C)
Sample: 101 100
Column: 450 450
[}
E. Vien IMS QTof &~
Idle )
Source: ESI
System Activity Sample:  Idle
=
@ Idle Reference: Idle
y
Ad ator, UNIFI [Ad a0 ] 0 ® =
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LCMS System/Plots , FEERENRFNENZFRIRE

| Lcms system |
LCMS System - Plots @ Stop Flow @ Resume Flow
g 96 Hour Plots DIOE VTS|
e —————— /%
B5M syztem prassure . &
- m .
-I 50 .
LCMS System r@ LCMS System ® @
Emary Solvent Marfger
) ‘@ Status
Vion IMS QTof = System: Idle
oy [ Startup: Maintenance
| 0 o flo rane | Current analysis
Summary =
e it E 5 =
Plats | iEr
Logs &) Binary Solvent 5 T
Manager
Startup Shutdown log ]
Columnn S —— L | idle )
319 Pressure and flow
54 psi 0.000 mL/min
# 50 Delta pressure
N 0 psi
L 49
BSM compesition B Solvents
514 Al: | 500 % Bl: 500 %
F]
ot 50 E Sample Manager FTN i g
Idle o
49
25 primary A Temperatures (°C)
180 Sample: 102 100
Column: 450 450
g ] o
=N
G Vion IMS QTof @~
20
BSM accumulator A 1512 bl
¢ - - T g I 1 i - Source:  ESI
r T T
Sample:  Idle
- 100
= Reference: Idle
50 v
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LCMS System/Logs , FERRENRFIRSHRIEE)

58 1~| & My work

l e Welcome to UNIFI

l ﬁ Administration

LCMS System

l By LCMS System

S

Woaters

THE SCIENCE OF WHAT'S POSSIBLE.’

[Search folders..

[Lcms system - Logs

@ Stop Flow @ Resume Flow

Instrument System
S| Show system log
e | Add Summary
LCMS System i Ty_pe Date Device unique name | Instrument type Category User Action h LCMS S m
=y B E] Sample Manager FTN E] S; "
atus
Vien IMS QTof o
P MQ ak 42 @ Mar 02, 2016 08:32:11 China Standard Time  L15USM3566G Sample Manager FTN FTN Prime Syringe Administrator, UNIFT  Prime Syringe System: Idle
smple Manager - Startup: Maintenance
43 @ Mar 02, 2016 09:28:08 China Standard Time L15USM356G Sample Manager FTM Calibration Administrator, UNIFT ~ Z-zxis calibration
Current analysis
44 a8 Mar 02, 2016 09:19:50 China Standard Time L15USM35EG Sample Manager FTH FTN Meedle Seal Readiness Test  Administrator, UNIFT Meed|e Seal Readiness
Summary 435 a8 Mar 02, 2016 09:15:43 China Standard Time L15USM356G Sample Manager FTM Sample Manager FTN Leak Test Administrator, UNIFT Leak Test
System Startu .
: P 46 El Mar 02, 2016 09:14:57 China Standard Time L15USM356G Sample Manager FTM FTN Characterize Needle Seal Administrator, UNIFI ~ Characterize Needle Seal
ogs 47 @ Mar 01, 2016 19:15:32 China Standard Time L15USM35EG Sample Manager FTN FTM Wash MNeedle test Administrator, UNIFI ~ Wash Needle ) Binary Solvent ﬂ -
- Manager
Startup Shutdown log 48 -ﬂ Mar 01, 2016 15:30:39 China Standard Time  L1SUSM3566G Sample Manager FTN System Event System, Sample Manager FTN: eCord cannected
Column — Idle o
49 lﬂ Mar 01, 2016 14:52:06 China Standard Time L15USM356G Sample Manager FTN System Event System, Sample Manager FTN: eCord disconnected Pressure and flow
50 @ Mar01 2016 14:47:05 China Standard Time  LI5USM356G Sample Manager FTN System Event System, Sample Manager FTN: eCord cannected 54 psi 0000 mL/min
51 G Feb 24, 2016 15:24:14 China Standard Time L15USM356G Sample Manager FTM System Event System, Sample Manager FTN: Communication Failure Delta pressure
: 52 'ﬂ Feb 24, 2016 09:41:07 China Standard Time L15USM356G Sample Manager FTN FTN Wash Needle test Administrator, UNIFI ‘Wash Needle J pst
ANEE !ﬁ Feb 24, 2016 02:40:21 China Standard Time L15USM356G Sample Manager FTN FTN Wash Meedle test Administrator, UNIFT ~ Wash Needle Solvents
- Al 500 % BL 500 %
54 lﬂ Feb 24, 2016 09:37:35 China Standard Time L15USM356G Sample Manager FTM FTN Prime Syringe Administrator, UNIFT Prime Syringe
— [F]
55 'ﬂ Feb 23, 2016 18:07:27 China Standard Time L15USM356G Sample Manager FTN FTN Wash Needle test Administrator, UNIFI ‘Wash Needle .
- Sample Manager FTN &~
56 -ﬂ Feb 23, 2016 18:05:21 China Standard Time  L15USM356G Sample Manager FTN FTN Prime Syringe Administrator, UNIFT  Prime Syringe 2
| e 2
Temperatures (°C)
Sample: 102 100
Column: 45.0 450
Instrument system: LCMS System
)
Summary: Characterize Needle Seal -
@ Vion IMS QTof @&~
Description: MNavigate to instrument specific log to see the details
. Idle ]
Category: FTN Characterize Needle Seal
Source: ESI
Instrument type:  Sample Manager FTN
Sample:  Idle
Serial number: L15USM356G P
Reference: Idle
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LCMS System/startup shutdown log , TERRENRS

startup shutdown ASAIEREICR
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™~ =
Waters

THE SCIENCE OF WHAT'S POSSIBLE.’

-

A My Work

ng [=l=]
= og

I @ Welcome to UNIFI

l l:j Administration

| Lems system

} By LCMS System

[Search folders..

2| [l

al

[Lcms System - Startup Shutdown log

£ Status

LCMS System
inary solvent Ma

Vion IMS QTof
Sample Manager FfN

ger

Summary
System Startup
Plats

Startup Shutdown log I

Colurnn

(SIS TR NIRRT I < I TR IO I < (<

Date/Time

Mar 07, 2016 10:10:18 China Standard Time
Mar 04, 2016 23:16:17 China Standard Time
Mar 04, 2016 23:16:08 China Standard Time
Mar 04, 2016 17:15:09 China Standard Time
Mar 04, 2016 17:14:11 China Standard Time
Mar 04, 2016 17:12:57 China Standard Time
Mar 04, 2016 13:21:37 China Standard Time
Mar 04, 2016 12:08:10 China Standard Time
Mar 04, 2016 11:36:19 China Standard Time
Mar 04, 2016 11:36:19 China Standard Time
Mar 04, 2016 11:34:42 China Standard Time
Mar 04, 2016 10:58:16 China Standard Time
Mar 04, 2016 10:58:16 China Standard Time
Mar 04, 2016 10:57:58 China Standard Time
Mar 04, 2016 10:57:56 China Standard Time
Mar 04, 2016 10:29:46 China Standard Time
Mar 04, 2016 10:25:22 China Standard Time

Mar 04, 2016 10:23:56 China Standard Time

Cause

Cleared Instrument System Error
Cause Of Error Cleared
Instrument System Error
Cleared Instrument System Error
Cause Of Error Cleared
Instrument System Error
Instrument System Error
Instrument System Error

Cause Of Error Cleared

Tasklist Failed

Manual Startup or Shutdown
Acquisition Started

Cleared Instrument System Error
Cause Of Error Cleared
Instrument System Error

Cleared Instrument System Error
Cause Of Error Cleared

Instrument System Error

| @) stop Flow @1 Resume Flow

strument System

Message o
g Summary

The system error has been cleared

LCMS System Ol
The error that caused the system to shutdown has been cleared, the system can continue by performing a startup or shutdown. r@ @ t’
An errer on cne of the Instruments caused the system to shutdown Status

System: Idle

The system error has been cleared Startup: Maintenance

The error that caused the system to shutdown has been cleared, the system can continue by performing a startup or shutdown.

Current analysis

An errer on ene of the Instruments caused the system to shutdown

An error on one of the Instruments caused the system to shutdown

An error on one of the Instruments caused the system to shutdown

The error that caused the system to shutdown has been cleared, the system can continue by performing a startup or shutdown. | Binary Solvent i‘ .
An errer during a tasklist caused the system to shutdown Manager
User requested startup or shutdown from Maintenance to Ready Idle o
An Acquisition was started causing the system to startup. Pressure and flow
54 psi 0.000 ml/min
The system error has been cleared
The error that caused the system to shutdown has been cleared, the system can continue by performing a startup or shutdown. Delta pressure
An errer on one of the Instruments caused the system to shutdown 0 psi
The system error has been cleared Sohvents
The error that caused the system to shutdown has been cleared, the system can continue by performing a startup or shutdown. Al 500 % BL: 500 %

An errer on ene of the Instruments caused the system to shutdown

a-

E. Sample Manager FTN

Idle o

©2015 Waters Corporation

: Status  Task Message
Temperatures [*C)
Sample: 101 100
Column: 450 450
[F]
E. Vien IMS QTof @~
Idle o
Source: ESI
Sample:  Idle
Reference: Idle
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HIRES

&
I 28

Woaters

THE SCIENCE OF WHAT'S POSSIBLE.’

= - T

l & Welcome to UNIFI l ﬂ Administration

LCMS System X
ysi

| Lems system |

‘Search folders... P| (] '@

'Summary

& Stop Flow @ Resume Flow

(P
é Edit settings

B
(e Y
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| Console Navigation R—F
Lo o ) ldle #
Flow conditions Solvent configuration r@ LCMS System @@
Binary Solvent Manager S;tu
Vion IMS QTof Flow rate: 0000 mL/min 5001 % S)r:te:'l: Idie
S Y 500 % Startup: Maintenance
e Current analysis
E +, — . A
sy SR aTREe S
) mighR Tl
Summary
Setup Flow conditions Composition Total volu [ oK ] [ Cancel ]
Maintain Flow rate: 0.000  ml/min Solvent Al: 500 % 0
Troubleshoot R, Binary Sofvent @&~
N Pressure ripple (psi, Imin|
. s o s Solvent Bl: 500 % pele (p ) Manager
Minimum: 53 psi
Degasser: 043 psi ldle °
Maximum: 53 psi Pressure and flow
Summary Ventvalveaaﬁgéﬁngm\i&,—xb s 0 psi 54 psi 0000 mL/min
Logs 2N "II’L
Delta pressure
0 psi
BSM system pressure Salvents
Al 300 % BL: 500 %
538 e
@ Sample Manager FTN @~
a
Idle ]
T Temperatures ("C)
Sample: 101 100
Colurmnn: 450 450
ESM composition A
51 [
@ Vion IMS QTof &~
Idle ]
5% 50
Source: ESI
Sample:  Idle
L R o o L o o B  H H HLALLS  B Reference: Idle
-1 -095 -0.9 -0.85 -08 -0.75 0.7 -0.65 06 -0.55 05 -0.45 -0.4 -0.35 -0.3 -025 -0.2 -015 -01 -0.05 0
min
@ ® a9
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Woaters

THE SCIENCE OF WHAT'S POSSIBLE.’

vl &) My Work I 2 Welcome to UNIFI I 4 Administration I By LCMS System ® |

[Search folders.. £| [ ®

| Lems system

I Prime A/B solvents

@ Stop Flow @ Resume Flow

Prime A/E Solvents

System Prime: Solvent A,
by Solvent B,
Binary Solvent Manager I N .

Vien IMS QTof
Sample Manager *N

trument System

Summary

B Lcws system ®@®

Status
| System: Idle

Startup: Maintenance

Progress

Status and progress

Summary
Setup I Test status: Idle
1l EmEm 0.0 |

Troubleshoot |

a Reset Binary Solvent Manager

Are you sure you want to reset the instrument?

v

Start prime seal wash...

Reset instrument...

S

El = iExm

Current analysis

| Binary Solvent &~
Manager

Idle ]
Pressure and flow

54 psi 0.000 mL/min

Delta pressure

0 psi

Solvents
ALl 500 % BL 500 %

E. Sample Manager FTN i] 4

Idle ]
Temperatures (°C)
Sample: 10.2 100
Colurmn: 45.0 450
)
E. Vion IMS QTof @~
Idle ]
Source: ESI
Sample:  Idle

Reference: Idle

# administrator, UNIFI [Administratorn

©2015 Waters Corporation
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e

-| &) My Work

| @ ‘Welcome to UNIFI | By lcms x | [ ESI positive ion mode LC... | @ Explorer |

=

Woaters

THE SCIENCE OF WHAT'S POSSIBLE.’

|SEmch folders... £ ‘ E;l '@'

| lems |

Configure

lom
Binary Solvent Manager I

Vien IMS QTof
Sample Manager TN

A Binzary Solvent Manager

Setu I
Maintain
Troubleshoot

A

Configure

Dricoa [JB ool

I Start prime seal wash... I

Reset instrument...

S B —————.

Current configuration

Leak detection: Enabled

[ é Prime seal wash ‘il

Do you want to start priming seal wash?

=" yes” EHITHETAET ,

Seal wash2HRERHEEHE , —EH
90/10 ( 7K/ ZR5EKEHRES )

PR
. o

@' Stop Flow ((J) Resume Flow

-

ﬁ@ lems ® @

Status
System: Error

Startup: Error

Current analysis

@) Binary Sofvent 7 R
Manager

Idle ]
Pressure and flow
2013 psi 0200 mlL/min

Delta pressure

5 psi

Solvents
Al: 500 % BL: 500 %

wl

@ Sample Manager FTN @~

Idle @
Temperatures (*C)
Sample: 101 100
Column: 450 450
[F1
B Vion IMS QTof @~

Detector setup negative polarity ?
required.

©2015 Waters Corporation

Source: ESL
Sample:  Idle Bl
Reference: Infusing - 14.02 minutes <
==
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Bina ry Solvent Manager/Setu p%ﬁ , ﬂi#_ﬁ'ﬁﬂﬁ?éﬁﬂ'\]iﬁ THE SCIENCE OF WHAT'S POSSIBLE."

vl & My Work I £ Welcome to UNIFI I 4 Administration I By LCMS System x | [Search folders.. Al E®

LCMS System

I Prime A/B solvents

| @ Stop Flow @ Resume Flow

trument System

Prime A/E Solvents

>
Prime: Salvent A, Summary
s Solvent B,
’ @ sohvent 8, ) Lcws system
Binary Solvent Manager I . .
Run time: 5.0 min Status
Vion IMS QTof [

System: Idle
Sample Manager F[N

Startup: Maintenance

Current analysis

alve age
ey Status and progress
Setup I Test status: Idle
INLGEEE 00 [l 5 min
Troubleshoot Binary Solvent
Manager
3 Reset Binary Solvent Manager { ® J Idle ]
Pressure and flow
Canfigure Are you sure you want to reset the instrument? 54 psi 0,000 mL/min
Prime A/B sol
Siactodme ceal b Delta pressure
Reset instrument... I H 0 psi
—
ALl 500 % BL 500 %
[F)
E] Sample Manager FTN @&~
Idle ]
Temperatures (°C)
Sample: 10.2 100
Colurmn: 45.0 450
)
E} Vion IMS QTof
Idle ]
Source:  ESI
Sample:  Idle

Reference: Idle

# Administrator, UNIFT [Administratar] |@l| @ @
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= EEH & My Work

I e Welcome to UNIFI

I B Administration

I By LCMS System

LCMS System

|

[Search folders... 2| [

|Instrument Information

LCMS System

Binary Solvent Manager I
eass

Sample Manager FfN

Summary
Setup
Maintain I

Instrument In ion
nteractive Lisplay
Performance

Heads

Leak Test

Reset Pumped Volume...

aw

©2015 Waters Corporation

Instrument Infermation

Instrument

Serial number:

Firmware version:

Firmware checksum:

Software version:

J15BUR103G

1.65.273 (Feb 27 2015)

0x3462a313

200

| @ Stop Flow @ Resume Flow

REFEFISRIRERES

Instrument System

Summary

B%) Lcms system ®@

Status
System: Idle

Startup: Maintenance

Current analysis

Binary Solvent 1 R
Manager

Idle ]
Pressure and flow

54 psi 0000 mL/min

Delta pressure

1 psi

Solvents
Al: | 500 % BL 500 %

wl

& Sample Manager FTN [ N

Idle 9
Temperatures (*C)
Sample: 101 100
Colurnn: 450 450
F)
@ Vion IMS QTof [ N
Idle L]
Source: ESI
Sample:  Idle

Reference: Idle
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Binary Solvent Manager/Mamtam?ﬁE , ﬂﬁ%ﬁﬁg;ﬁﬂ%lﬁrl' THE SCIENCE OF WHAT'S POSSIBLES®

'} 6] My Work l e Welcome to UNIFL l ﬂ Administration l - LCMS Systemn x | |5€0th folders... }J| Eﬂ (

| LcMs System

[Interactive Display

| @ Stop Flow @ Resume Flow

Instrument System

0.000 mL/min 500 % _ . _ 0000 ml/min 500%_ Summary
Primary AgamTuIator - Primary /Actﬂmu\ator \“
2%psi g 7 lpsi ‘ / B9 LcMs system ®®

Status

Vion IMS QTof System: Idle

Sample Manager

Sample Manager Startup: Maintenance

Vent valve Current analysis

Binary Solvent Manager
System

Summary ;ff
aintain /

Troubleshoot f-J &) :;:T‘r:'gil:lvent 7
i 54  psi
beal wash pump Degasser 0.000 mL/min Idle ]
§ Off Pressure and flow

Instrument Information 5.0min 54 pei 0,000 mUmin

Interactive Display /

Performance Delta pressure

Heads " 1 psi

Leak Test |4

Reset Pumped Volume... : Solvents

? :tﬁg Al: 300 % BL 500 %
Seal wash Waste . Hg"lb =

@y Sample Manager FTN i‘ ~

F]

Idle 9
Temperatures (°C)
Sample: 101 100
Column: 450 450

Idle )

Source:  ESI

Sample:  Idle

Reference: Idle
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Binary Solvent Manager/Mamtam?ﬁE , ﬂﬁ%ﬁﬁg;ﬁﬁﬁlﬁl‘f THE SCIENCE OF WHAT'S POSSIBLE.

EE]V] 6] My Work l e ‘Welcome to UNIFI l By lcms x | [ ESI positive ion mode LC... l @ Explorer I |5'Eﬂl"ff?l folders... }J| 0

| lems

[Leak Test ‘ @‘ Stop Flow () Resume Flow

I — ] —

Parameters Fluidics end point Options

I V7} 144 j“ D Al v Ssummal
Accumulator pressure: 14000 psi @ Vent valve end point Prime Fi\\ﬁ Sta rt n ﬂ‘j Ty
L)
Pump: @ Colurn end point Automatically retry the test if it fails %&:ﬂu . hﬂ lems
Mzt

[ Include needle and seal Retry attempts: IE Status
System: Error

Console Navigation

Vion IMS QTof

Sample Manager Startup: Error

Current analysis
Summary Status and progress Leak rate (nL/min)
L Test status: Ready / Accumulator: 0.0 Primary: 0.0
Maintain I

00 | " |&min

Troubleshoot Pressure (psi) | Binary Solvent 7 R
| Manager

Test attempts: 1 Accumulator: 2011 Primary: 9
Idle 9
Pressure and flow
2012 psi 0.200  ml/min

Instrument Informatign 96 Hour Plots

Interactive Display BSM system pressure
Performance i Delta pressure
Llaad 1 1 4 psi
Leak Test ] | 13 ]

Solvents

Reset Pumped Volume...

AL 500 % BL 500 %

G 2012—_
27 2
2011 E. Sample Manager FTN &~
] Idle e
2010 Temperatures (°C)
BSM composition A Sample: e 109
51 Column: 450 450
i r,
] E Vion IMS QTof @~
50 Detector setup negative polarty ?
1 required.
4 Source: ESI
1 Sample: Idle
B e LA o o o o s o s s O S S H S ) E
-1 -0.95 -08 -0.85 -0.8 -0.75 -0.7 -0.65 -06 -0.55 -05 -0.45 -0.4 -0.35 -0.3 -0.25 -0.2 -015 -0.1 -0.05 0 Reference: Infusing - 12.52 minutes

min
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Sample Manager FTN /Summary5R@ , Al &2 HERFHY

ERCR

28/| & y work

} e Welcome to UNIFI

l ;j Administration

| Lems system

l By LCMS System

x|

= 4

b

aters

THE SCIENCE OF WHAT'S POSSIBLE.’

[Search folders...

Pl

[Logs

LCMS System
Binary Solvent Manager
“-ﬂﬂ "Is Oloi

Sample Manager FTN
T

Setup
Maintain

oo

| Add

@ Stop Flow @ Resume Flow

Type

a|lda @aoa PSS aa @[3'

Date

Category

User

()

Mar 04, 2016 11:36:19 China Standard Time
Mar 04, 2016 11:29:12 China Standard Time
Mar 04, 2016 11:23:38 China Standard Time
Mar 04, 2016 11:22:04 China Standard Time
Mar 04, 2016 11:16:32 China Standard Time
Mar 04, 2016 11:16:26 China Standard Time
Mar 04, 2016 11:10:56 China Standard Time
Mar 04, 2016 10:47:10 China Standard Time
Mar 04, 2016 10:45:08 China Standard Time
Mar 04, 2016 10:44:11 China Standard Time
Mar 04, 2016 10:31:34 China Standard Time
Mar 04, 2016 10:30:59 China Standard Time

Mar 04, 2016 10:29:45 China Standard Time

System Event

FTM Needle Seal Readiness Test
FTM Characterize Meedle Seal
FTM Wash Needle test

FTM Wash Needle test

FTM Wash Needle test

FTN Prime Syringe

FTM Needle Seal Readiness Test
Sample Manager FTM Leak Test
FTM Prime Syringe

FTM Needle Seal Readiness Test
FTM Characterize Meedle Seal

FTM Meedle ezl Readiness Test

System,

Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFT
Administrator, UNIFI

Administrator, UNIFT

Action

Sample Manager FTM: Zp-axis move hiw fault

HEER SR
RMEicH

Needle Seal Readiness
Characterize Needle Seal
Wash Needle

Wash Needle

Wash Needle

Prime Syringe

MNeedle Seal Readiness
Leak Test

Prime Syringe

Needle Seal Readiness
Characterize Needle Seal

Meedle Seal Readiness

Summary

Bo Lcms system

Status
System: Idle

Startup: Maintenance

Current analysis

| Binary Solvent
Manager

Idle 9
Pressure and flow
45 psi

0000 mL/min
Delta pressure
0 psi

Solvents

Al: | 500 % BL: 500 %

Pressure:

Offset:

©2015 Waters Corporation

Result details
Pass/Fail: Pass

7 psi

0.6 mm

E. Sample Manager FTN @~
Idle 9

Temperatures (°C)

Sample: 101 100

Colurnn: 450 450

F)

E Vion IMS QTof £

Idle o

Source:  ESI
Sample:  Idle

Reference: Idle
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Sample Manager FTN /SetupfRHE , AIXHERFHITIRE

= - BRI

| @ Welcome to UNIFI | n Administration ‘ By LCMS System

| LeMs system |

*|

3, S —

" 3

B,
Woaters

THE SCIENCE OF WHAT'S POSSIBLE.’

|Sea(d:l folders...

Pl

(BRAEZMNloopik,

Configure

LCMS System
Binary Solvent Manager
Vion IMS QTof

Sample Manager FTN

Prime Syringe
Wash Needle

Reset Instrument...

Configure
Extended loop size:
Needle size:

Sample syringe size: 100

@ Stop Flow G) Resume Flow

= -

% Edit settings

. Sample Manager FTN

When vial is missing: Fail On Error

When door is opened: | The light will turn on
Upper leak detector: Enabled
Lower leak detector: Enabled

When e-cord is missing: Allow acquisition list operations

Active column pre-heater is:

- FRINERERARE

Column pre-heater configuration is:  Active

Needle size:

(&) Custom

Sample syringe size: 100 v

I Extended loop size: @ Standard 0 ol

@ Standard 15 Tl

0.0 | uL

15| uL

e -

% Lewms System @@
Status

E} Startup: Maintenance

System: Idle

Current analysis

@) Binary Solvent N
Manager

Idle o

Pressure and flow

45 psi 0000 mL/min

Delta pressure

0 psi

Sample Organizer

Note: when you change the 50 conﬁgumﬁlﬁﬁﬁmﬁg
Sample Organizer: None configured ( Evlﬂgt**ﬁ E ﬂﬁ

Solvents

¥RE , AAMIMNEL )

Al 500 % Bl 500 %

& Sample Manager FTN @~

Idle o
Temperatures ("C)
Sample: 101 100
Colurmnn: 450 450
[F]
@ Vion IMS QTof a-
Idle ]
Source: ESL
Sample:  Idle

Reference: Idle
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Sample Manager FTN /Setup®R@E, aIXSEHH9EE

R
Woaters

THE SCIENCE OF WHAT'S POSSIBLE.’

EE|" ﬂ My Work | = Welcome to UNIFI | 2 Administration | By LCMS System x |

| Search folders... R | ]

| Lems system |

Prime Syringe

Console Navigation

Prime Syringe

Once started, and using the default time and cycles, this precess will take about 2 minutes to complete.
LCMS System

X EETAYRIME]

Binary Solvent Manager RuevashBolentioy 15 [fe=c
N
I:::;el:.q ::;3[ — I Prime purge solvent for: 5 cycles EI]EF&‘“‘E;E ==
+ __a
Progress

I Ty I Status and progress

:":'i":tﬂi" \ Test status: iy

00 | | 2 min

Prime Syringe

Purge solvent BiEF2RIEESIERARERIBSE | (RiE
AR ;

Wash solvent SRFiHEFFHAIINB , ERERA
90%RIBHIHAR , AIRIESEIRERET ;

aw

@ Stop Flow ,l;‘) Resume Flow

PR e ystem

;
r@ LCMS System ® ©

Status
System: Idle

Startup: Maintenance

Current analysis

E Binary Solvent S Y

Manager
Idle [

Pressure and flow

45 psi 0000 mL/min

Delta pressure

1 psi

Solvents

Al 500 % BL 500 %

E Sample Manager FTN @&~

Idle [
Temperatures (°C)
Sample: 101 100
Column: 450 450
E Vion IMS QTof &~
Idle ]

Source;  ESI
Sample:  Idle

Reference: Idle

©2015 Waters Corporation
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Waters
Sample Manager FTN /Setup5RHE , Al THEETRYET THE SCIENCE OF WHAT'S POSSIBLE

EE"} ﬂ My Work ‘ e ‘Welcome to UNIFI I g Administraticn I Bly LCMS System x | |5¢?’Wth folders... P| 0 '@
LCMS System
|Wash Needle | @ Stop Flow @ Resume Flow

nsole Navigat

Summary

Once started, the needle wash precess will take an additional 30 seconds to complete.

LCMS Systern I B LM system ®@®
Binary Solvent Manager ‘Wash time: 6 sec

Status
Viendiisohek

5 u ” st || e | System: Idle
Sgmple Manager FTN Startup: Maintenance
>

Current analysis

Sample Manage {FTRE

Status and progress

. 00 [l / ] 1 min

Binary Solvent
Manager

Idle 9
Pressure and flow
48 psi 0,000 ml/min

Configure

Delta pressure

4 psi

==

Solvents
AL 50,0 % BL 500 %

F]

E} Sample Manager FTN @&

Idle L]
Temperatures °C)
Sample: 102 100
Colurnn: 450 450
[F)
BB vior 1vs aro @~
Idle o
Source: ESL
Sample:  Idle

Reference: ldle
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Sample Manager FTN /Setup®HE , Bl#EITHEEHNEIE

&

Woaters

l e Welcome to UNIFI l ﬂ Administration l By LCMS System x |

LCMS System

THE SCIENCE OF WHAT'S POSSIBLE.’

[Search folders.. Pl @

| Wash Naedle

s, R ——————

System

LCMS System
Binary Sohvent Manager

Viga S CTaf

| Sample Manager FTN

Once started, the needle wash process will take an additicnal 30 seconds to complete.

Wash time: 6

A

h Sample Manage TETH

Setup
Maintain

Configure

Prime Syringe

Status and progress
Test status: Ready
00

]1 min

e Reset Sample Manager FTN ‘ 2 |

Are you sure you want to reset the instrument?

WANESIRIERT , T aTh “reset” iH{UERIREIEEINS

| @ Stop Flow @ Resume Flow

rument System

Summary
%) LcMs System ®®
Status
System: Idle

Startup: Maintenance

Current analysis

| Binary Solvent
Manager

Idle
Pressure and flow

48 psi 0000 mL/min

Delta pressure

1 psi

Solvents

Al: 500 % BL 500 %

a-
°

E. Sample Manager FTN

Idle
Temperatures ("C)

Sample: 102 100

Colurmn: 450 450

)

7 R
]

E. Vion IMS QTof
Idle

Source! ESI
Sample:  Idle

Reference: Idle
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Sample Manager FTN /Maintain5i@ , BIXSHHER ST

B HETH

O AN A
aters

/—

T2

THE SCIENCE OF WHAT'S POSSIBLE.’

2 ~| &1 My Wor

l @ Welcome to UNIFI

l‘-‘j Administration By LCMS System

| Lems system |

‘Search folders... yel ‘ [l

[Instrument Information

| @ Stop Flow @' Resume Flow

System

LCMS System
Binary Solvent Manager

Sam;le Ma;ar ETN I

Instrument

Serial number: L15USM356G

Firmware version: 1.65.375 (Mar 26 2015)

Firmware checksum: 0x34728d7d

Software version: 200

Sample Mana jer FTi

Summary

elun

Maintain I

Instrumnent Information

Interactive Display

Rotary Mechanism

Leak Test

Characterize Needle Seal
MNeedle Seal Readiness Test
Sample Heater/Cooler Test
Sample Temperature Test
Replace Components Wizard...
Calibration Wizard...

Disable Motors...

Park Needle and Injection Valve...
Reset Injection Count...

Reset Non-Volatile RAM...

©2015 Waters Corporation

Counters

Power on time ! 2252
Last power on : 72
Power cycles : 9
Injection count : 80
Injection count threshold : 0
Trap valve actuations : 0
Solenoids

Wash solvent actuations : 16
Sample Syringe

Sample syringe volume despensed :

Sample syringe lost steps checks :

Sample syringe times lost steps

Rotary Valves

Inject valve actuations : 260

Sample valve actuations: 2629

Axes

Theta axis actuations: 901
Theta axis rehome : 0
R Axis actuations : 804
£ Axis actuations : 7686
T Avic achiatinne - 1723

hours

hours

005 L

Instrument System

Summary
) LcMs System @@
Status
System: Idle

Startup: Maintenance

Current analysis

s S

r@' Binary Solvent @&~
Manager
Idle L]
Pressure and flow
48 psi 0.000 mL/min

Delta pressure

1 psi

Solvents
Al: 500 % Bl 500 %

wl

@. Sample Manager FTN @&~

Idle o
Temperatures (*C)
Sample: 101 100
Colurmn; 45.0 450
[F]
E. Vion IMS QTof (7 0
Idle L]
Source: ESI
Sample:  Idle

Reference: Idle
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\ N aters
Sample Manager FTN /Maintainﬁﬁ , ﬂiji&*fﬁ,zééﬁiﬁ?j'})%ﬁﬁ THE SCIENCE OF WHAT'S POSSIBLE.

U

} By lcms % | 4 ESIpositive ion made LC... [# ESI positive ion mode LC... l O Explorer A ESI positive ion made LC... |Search folders..

| (@ Stop Flow () Resume Flow

Instrument System

Summary.

S “start” TIHTEE B 00

Once started, the Leak test will automatically stop upon completion or upon error,

Binary Solvent Manager
Vion IMS OTof

Sample Manager FTN

('.“7 Status and Progress
Sample Manage) &N Test status: Ready

Status
System: Error

25 OB 75 Tl

Startup: Error

Current analysis

Summary 00 [. .J 2.2 min

I —— | | B s

Manager

Test results are not available at the moment. dle °

Instrument Information

Pressure and flow
Interactive Display

-59  psi 0000 mL/min
Leak Test I Delta pressure
Characterize Needle Seal " 0 psi
Needle Seal Readiness Test L‘ Solv
Sample Heater/Cooler Test alvents
S T T Al 1000 % BL: 00 %
Replace Components Wizard... F]
Calibration Wizard... .
Disable Motors. E. Sample Manager FTN i
Park Needle and Injection Valve... Idle o
Reset Injection Count... Temperatures [*C)
Reset Non-Volatile RAM... Sample: 101 100

Calurnn: 450 450

M

S g
Desolvation gas flow. ]
Source:  ESI
Sample:  Idle
Reference: Idle C

&\ Administrator, UNIF [Administraton g ESI positive ion mode LCMS 001 {Ic...

2 ®a
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Vion IMS TOF @ FTHEE
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VION IMS QTof /SummaryRH , AI&EEVIONRZEIRE

Woaters

&

THE SCIENCE OF WHAT'S POSSIBLE.’

= - EIEDE

I 2 Welcome to UNIFI l 4 Administration l By LCMS System X |

LCMS System

[Search folders...

ISummar_v

Console Navigation

LCMS System

i Solvent Mana
Vion IMS QTof
Sample Manag

Bina

Setup
Maintain
Tools

avw

- oee

Vion IMS QTof

\/il:ll'l®

RERVIATS

Status

ESI

Vacuum: OK - Pumped Source temperature: 99.96 °C
Operate: Operate Desolvation temperature: 27979 °C
Instrument: Idle Cone gas: 0.00 LUh
Setup (standard): Passed - Mar 04, 2016 17:40:38 CST Desolvation gas: 79443 LUh
Setup (high mass): Not run

Sample fluidics: Idle

Reference fluidics: (@ Idle

@) stop Flow @

o Lcvis System

Status
System: Idle

Startup: Maintenance

Current analysis

Resume Flow

| Binary Solvent
Manager

Idle
Pressure and flow

51 psi 0.000

Delta pressure

1 psi

Sclvents
Al 500 % Bl:

@ Sample Manager FTN

Idle
Temperatures (°C)

Sample:

Column:

@ Vion IMS QTof
Idle

Source: ESI
Sample:  Idle

Reference: Idle

mL/min

500 %

@~
°

101 100
450 450
[F]

a-

°

©2015 Waters Corporation
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VION IMS QTof /Summary&H , AI&EEVIONRIERE{FICR

O AN A
aters

THE SCIENCE OF WHAT'S POSSIBLE.’

i=] EEH &) My Work

} e Welcome to UNIFI

l ‘:j Administration

| Lems system

I By LCMS System

< |

[Search folders...

Pl

ILogs
ola
T
LCMS System e
Binary Solvent Manager E]

I n IMS QTof I i, A1
le Managef FTN —

ample
S| K
3 i
L9
Setup 5 O
Maintain 5 -
Tools 0
7 P

J
Lo Il

un i

M i

q R

& PR S
13 i

Date Category User
(=)

Mar 04, 2016 23:22:37 China Standard Time  System Event  System,
Mar 04, 2016 23:21:15 China Standard Time System Event System,
Mar 04, 2016 23:17:57 China Standard Time System Event System,
Mar 04, 2016 23:17:53 China Standard Time System Event System,
Mar 04, 2016 23:17:26 China Standard Time System Event System,
Mar 04, 2016 23:16:31 China Standard Time System Event System,
Mar 04, 2016 23:16:17 China Standard Time System Event System,
Mar 04, 2016 23:16:09 China Standard Time System Event System,
Mar 04, 2016 17:40:38 China Standard Time System Event System,
Mar 04, 2016 17:27:08 China Standard Time System Event System,
Mar 04, 2016 17:14:18 China Standard Time System Event System,
Mar 04, 2016 17:14:17 China Standard Time System Event System,
Mar 04, 2016 17:14:16 China Standard Time System Event System,

Action

Pump override enabled.
IMS Pressure Lock Failure.
Pump override enabled.
IMS Pressure Lock Failure.
IMS Pressure Setup Failure.
IMS Pressure Lock Failure.
Pump override enabled.
IM5 Pressure Lock Failure.
Instrument setup completed
Instrument setup started
Pump override enabled.
System connection restored

Source Temperature settle.

VIONRIBRUR(FiCR

©2015 Waters Corporation

Instrument system: LCMS System
Summary: Pump override enabled.
Description: Pump override warning.
Category: System Event
Instrument type: Osprey

Instrument serial number: SAAQS3

| @ Stop Flow @' Resume Flow

Instrument System

Summary

) Loms system ® @

Status
System: Idle

Startup: Maintenance

Current analysis

| Binary Solvent 5 N
Manager
Idle L]
Pressure and flow
51 psi 0.000  mL/min

Delta pressure

1 psi
Solvents
Al: 500 % BlL: 500 %
F]
Sample Manager FTN £
Idle ]
Temperatures [*C)
Sample: 101 100
Colurnn: 450 450
F)
Vion IMS QTof o~
Idle 9
Source: ESL
Sample:  Idle
Reference: Idle
49
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Waters
VION IMS QTof /S etu p?%ﬁ , EJ—XYTEEJE*E&IE&]E?&E?REE}] THE SCIENCE OF WHAT'S POSSIBLE:

EE]VI &] My Work l a Welcome to UNIFI } ﬂ Administration I By LCMS System x | |Search folders... P| [l &

| Lems system

[Instrument setup

| -3:1)|@|® @ Stop Flow @ Resume Flow

Instrument System

rument Setup

Start Stop ' = Complete SRy
~
6 H @ Instrument Setup Complete r@ L b ®@®
Status
System: Idle
Startup: Maintenance
Please ensure that the low mass calibration standard is present in vial C and Leucine enkephalin lockmass standard is present in vial B Current analysis
Fluidics setup completed .
Sample Fluidics Setup started Plot Data W
Fluidics setup completed
Lock Mass Correction Started. @ Binary Solvent S Y
Lock Mass Correction detected masses : 554.26. 0.00 0 0.000e+0 LT
Lock Mass Correction detected masses : 554.26. ) Reset instrument L= ] i i i Idle o
Lock Mass Correction detected masses : 554.26. ! ! ! Pressure and flow
Fealth Checks Lock Mass Correction detected masses : 554.26. Are you sure you want to reset the instrument? 52 psi 0.000  mL/min

Instrument Setup .
— Lock Mass Correct!on detected masses : 554.26. ; | j Delts pressure
Lock Mass Correction complete. 0 psi
» . . .
4| CCs Calibration - Acquiring data 1% complete Yes
i e
T

CCS Calibration - Acquiring data 8% complete

CCS Calibration - Acquiring data 16% complete
CCS Calibration - Acquiring data 25% complete [
CCS Calibration - Acquiring data 33% complete
CCS Calibration - Acquiring data 41% complete

Al: 500 % Bl 500 %

@ Sample Manager FTN i‘ -

CCS Calibration - Acquiring data 50% complete i i i i Idle o
CCS Calibration - Acquiring data 58% complete Temperatures (C)

CCS Calibration - Acquiring data 66% complete Sample: 101 100
CcCs Cal!bration - Acquiring data 75% complete - =
CCS Calibration - Acquiring data 83% complete

CCS Calibration - Acquiring data 91% complete ! ! ! ! =
CCS Calibration - Acquiring data 100% complete @ Vion IMS QTof @~
CCS Calibration successful. . . . , . )
CCS Calibration Complete 530.0 540.0 Maizuf.rtrluﬂ 560.0 570.0 Idle ]
Instrument Setup Complete o Source:  ESI

Nothing to run. Instrument Setup has detected that it does not need to run Sampler  Idle

any tasks at this time.

Instrument Setup Complete | Mz m Tic ‘ Clear v — Reference: Idle
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Woaters

VION IMS QTOf /Setup%ﬁ TXT”__ &E&ﬁigigﬁFﬂJ THE SCIENCE OF WHAT’S POSSIBLE.

(=~ [

‘ = Welcome to UNIFI

| By LCMS System

LCMS System

h folders..

£l m@

Instrument Setup D@ ® @ StopFlow () Resume Flow
Console Navigation | o ok

©2015 Waters Corporation

av

Mass Calibration - Acquiring data 4% complete.
Mass Calibration successful - Matched 25 of 25 peaks.
Mass Calibration Complete.

Starting Mass Calibration for Positive.Resolution.1000
Setting up fluidics

Mass Calibration - Acquiring data 0% complete.

Mass Calibration successful - Matched 15 of 15 peaks.
Mass Calibration Complete.

Starting Mass Calibration for Positive.Resclution.2000
Setting up fluidics

Mass Calibration - Acquiring data 0% complete.

Mass Calibration - Acquiring data 4% complete.

Mass Calibration successful - Matched 25 of 25 peaks.
Mass Calibration Complete.

Starting CCS Calibration for Positive Sensitivity 1000
Reference Fluidics Setup started

Fluidics setup completed

Sample Fluidics Setup started

Fluidics setup completed

Lock Mass Correction Started.

"

.

. m 5 “ ” b
3
start step Runni 1 1 E start ; I aa Eﬁ]&IE,n f} 'i:l:lths Fﬁ
LCMS System = @ unning o
5 T 0 ‘ Lock Mass Correction Started. Amimﬂ\jﬂ\j&mﬂg’l;,ﬂ ‘
| Vion IMS QTof |
== 2, setupS LI FEH :
d; Please ensure that the low mass calibration standard is present in vial C and Leucine enkephalin IcckwﬁggmAﬁ
Summary Resolution Uptimisation Lomplete
Setup Starting Mass Calibration for Positive.Sensitivity.1000
" Setting up fluidics AIE
Taals Mass Calibration - Acquiring data 0% complete. Eﬂ E:i-ljr-&-
Z Mass Calibration successful - Matched 15 of 15 peaks. HAIs2 x
ﬁ Mass. Calibration .Com.plete. N . iz‘ * = A .l‘ + CCS E 1000 2000
Starting Mass Calibration for Positive.Sensitivity.2000 I =] J-
Health Checks . P
T Setting up fluidics
I I Mass Calibration - Acquiring data 0% complete.

»

A
T
5470

5490

5510

THETT
5530

A
5550 & 5570 @ 5590 5610 & 5630

Mass (miz}

T
565.0

MZ

BPI

TIC

1:MS v

Normalise On
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Waters
VION IMS QTof /Setu p?%ﬁ , ﬂxqﬁ%iﬁ'fi’&ﬁ&ﬁiﬁi?ﬁﬁﬁ] THE SCIENCE OF WHAT'S POSSIBLE:

EE]VI &] My Work | 2 Welcome to UNIFI ‘ ﬂ Administration | By LCMS System x | |Search folders... P| [l &

| Lems system |

| Instrument setup

_|® @ Stop Flow @ Resume Flow

e R —— e @i

=

-

™
Start Stop

LCMS System ifi ‘ @ Complete % Lcvs system ®Q@

Instrument Setup Complete =

Binary Solvent Manager )
- ¥ - Status
Vion IMS QTof N System: Idle
ample anage;

Startup: Maintenance

Please ensure that the low mass calibration standard is present in vial C and Leucine enkephalin lockmass standard is present in vial B Current analysis

ses A
Hluidics setup completed éﬁiﬂ*ﬁ& 4
I Sample Fluidics Setup started \#,— F
HITER

Fluidics setup completed
Tools Lock Mass Correction Started. | @ ﬂ"ﬁw Solvent a-
= Lock Mass Correction detected masses : 554.26. - 0 0.000e+0 s
p Lock Mass Correction detected masses : 554.26. 5 Resetinstrument ), i i i Idle o
Lock Mass Correction detected masses : 554.26. Pressure and flow
Health Checks Lock Mass Correction detected masses : 554.26. Are you sure you want to reset the instrument? i ! H H 52 psi 0,000 ml/min
::::;:::::: I Lock Mass Correct!on detected masses : 554.26. 1 Delta pressure
q I(_:?;kCMﬁ;s t’if)rrecgon c.o.mplstt:. - - 0| ps
H alibration - Acquiring data 1% complete L
CCS Calibration - Acquiring data 8% complete Solvents
CCS Calibration - Acquiring data 16% complete T AL 500 % Bl 500 %
CCS Calibration - Acquiring data 25% complete [

CCS Calibration - Acquiring data 33% complete

CCS Calibration - Acquiring data 41% complete ﬁ‘ Sample Manager FTN @&~

CCS Calibration - Acquiring data 50% complete i i i i Idle o
CCS Calibration - Acquiring data 58% complete Temperatures (C)
CCS Calibration - Acquiring data 66% complete Sample: 101 100

CCS Calibration - Acquiring data 75% complete
CCS Calibration - Acquiring data 83% complete
CCS Calibration - Acquiring data 91% complete ! ! ! !
CCS Calibration - Acquiring data 100% complete (@ Vion IMS QTof a-
CCS Calibration successful. . . . ,

CCS Calibration Complete 530.0 540.0 Mas;:ul_.rt‘lwz_‘ 560.0 570.0 Idle ]
Instrument Setup Complete o Source:  ESI
Nothing to run. Instrument Setup has detected that it does not need to run
any tasks at this time.

Instrument Setup Complete | MZ m TIC ‘ ea v | Reference: Idle

Colurmnn: 450 45.0

F]

Sample:  Idle
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VION IMS QTof /Maintain 55 , ﬂﬂﬂﬁﬁﬁiﬁﬂ’ﬂ—%’&ﬁg THE SCIENCE OF WHAT'S POSSIBLE:

Egl'l 5] My Wark I e Welcome to UNIFI l ﬂ Administration l By LCMS System x | ‘Semrh folders... p| @l

| LeMs system

[Information

nsole Mavigats

| @ Stop Flow @ Resume Flow

Instrument serial number: . Summary
LCMS System pRAlbs %) LcMs system ®@
s a— VIONJE% =8
IMS OTof *15 H O System: Idle
Sample Manager Component information Startup: Maintenance
‘\ Package Version Build Date Current analysis
Vion IMS QTof Instrument Client 1155 Nov 18, 2015 11:52:00 China Standard Time (+08:00)
Summary Instrument 1269 Nov 25, 2015 15:19:00 China Standard Time (+08:00)
Instrument VxWorks 1288 Mov 18, 2015 12:36:56 China Standard Time (+08:00)
I Maintain I Vien IMS QTof 100 MNov 25, 2015 00:00:00 China Standard Time (+08:00)
TR | Binary Solvent @
Manager
Maintai Idle ]
ETET
Pressure and flow
Information 52 psi 0,000 mL/min
Fluidics
Rear Panel Delta pressure
Diagnostics " 1 psi
Wacuum ‘4
Pressures Solvents
Restore Instrument Al 300 % Bl 500 %

[F]

E. Sample Manager FTN @~

Idle ]
Temperatures (*C)
Sample: 101 100
Column: 450 450
[}
E. Vion IMS QTof [ R
Idle o
Source: ESL
Sample:  Idle

Reference: Idle
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VION IMS QTof /Maintain 5 , BIXEERISHI—E4RE

B,
Waters

THE SCIENCE OF WHAT'S POSSIBLE.’

IR

v‘ E My Work

‘ 5 Welcome to UNIFI ‘ i Administration |l; LCMS System X |

LCMS System

Fluidics

LCMS System
BinansSobieot Bt

I Vion IMS QTof I
Sample ManagerfF TN

Console Navigation |

e~

|
Summary 3|E
o
Maintain
Tools

=
W
—

PlE®

| Search folders...

(@) Stop Flow {;,' Resume Flow

Sample Fluidics

Start infusion Refill Purgf Wash Resat

Start infusion : FHGHEFE

Idle : 8.15 minutes of flow remaining

Wash cycles: -

lllumination: Always on *

=& = 3]
4 =
1]

4 4

- e Refill: SIRTTHRA
Purge: EIER, T EBRIEHBREIRE
Fill volume: 50 pl

Sif, L E R TR e

rgj LCMS System

Status
System: Idle

Startup: Maintenance

Current analysis

Reference Fluidics

| Fluidics I

Rear Panel

Diagnostics
Vacuum
Pressures

Restore Instrument

Start infusion Refill Purg| Reset

L=

Idle : 37.87 minutes of flow remaining

— EXBaJLLiEE" sample”
Flow path:

s ER" reference”

10.00

Sample -

Infusion flow rate: ul/min

Baffle position:

\ 4

(4

1&3E sample’

EEPRYRISHARE

BElkxEsampleifi

r Binary Solvent 5 R
@ M.
anager
Idle ]
Pressure and flow
52 psi 0000 mL/min
Delta pressure
1 psi
Solvents
Al 500 % BL 500 %
[F]
E Sample Manager FTN @~

Idle o
Temperatures (°C)

Sample: 101 100

Colurnn: 450 450

[P}

E Vion IMS QTof @~
Idle )
7] [ - Spliey Sl 251
Rz , “reference” RBAIERHENRS
Reference: Idle
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VION IMS QTof /Maintain 5@ , EJ-XYTT@EE?&E’J—JE’E‘@E THE SCIENCE OF WHAT’S POSSIBLE.

-DE

| Lems system |

- o ’ elcome to . ministration tem earch folders... (7))
My Work Wel UNIFI Ad LCMS Syst x Search folde R @

Vacuum

S— —

we oo | Ok, RRBRERGHEZEZIEFR

[ vene | e Lowms system ®@
I Vion IMS QTof I E u ” s ¥ iy Status |
Sample Manager FTN Pressure ,‘5“ vent 1%&15 ;Iﬂ io System: Idle
1

Backing: 3.27e0 mbar Startup: Maintznance

|@ @ Stop Flow @ Resume Flow

Current analysis
Trap: 3.42e0 mbar

- v o= BRRA BAERTE  RAMPENEtERIERES
Maintain |

ool Celll: 7.71e-3  mbar o) Binary Sohvent A~
Manager
- Cell2: 7.85e-3 mbar
Idle ]
TOF: 28le-7 mbs
= e Pressure and flow
Information : i
idi Turbo speed Turbo operation time 52 psi 0000 mLfmin
Fluidics
Rear Panel Source: 10076 % Source: 1,045 hours Delta pressure
. 1 psi
¥| | TOF: 10076 % TOF: 1,066 hours
| Vacuum I i
Solvents
Pressures
Restore Instrument Al: 500 % Bl 500 %

& Sample Manager FTN &~

Idle ]
Temperatures (*C)
Sample: 101 100
Column: 450 45.0
[F]
E. Vion IMS QTof 7
Idle ]
Source: ESI
Sample:  Idle

Reference: Idle
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VION IMS QTof /Tools/Mannual optimization 5{[E , BJiFH{ToTHe Science oF wHaT's PossiaLe:

TSR E

EE|V| E My Work | 2 Welcome to UNIFI | #:A Administration | By LCMS System x | |Secrc.»"! folders... }3‘ ] {]‘
LCMS System
Manual Optimization [ Stop Flow [} Resume Flow

ConsolENaTEy il Manual optimization PR et System
- -
Nl -

Plot Data Pop Out Load Set i Tune 7 summory S

LCMS System B% Lcms system

e . ik

Vion IS QTof I 0.00 0,000e+0 ss)::::; Idle
ASampIe Manager fTN M anua I O ptl m | Za tl o n 17“%&9%%&&% Startup: Maintenance

Y .
Current analysis

Summary =

Binary Solvent 5 g
Manager

Idle L
Pressure and flow
52 psi 0.000 mL/min

s535 5540 5545 5550 5555 5560 5565 5570 5575 5580 5585 550 5595 5800 5605 5810 5615

e ] LY

Delta pressure

(M2
0| [wz LesZ e | nc f . o erat@’ﬂnse —-, 0 psi

Solvents
source standby &~ > -
Positive | Megative Sensitivity = Resolution TOF | Mobility APl Gas | Collision Gas 1000 v 10 | Operate | Source | Standby I:‘ 5 a
= 1 ﬁ Sample Manager FTN R
Idle )
Temperatures ("C)
ESI LockSpray Instrument Fluidics StepWave Trap/IMS System2 MEPPkilg Sample: 101 100
C " G Wﬁ Column: 450 450
Capillary (kV): 3.00 3.06 o IS J n a S _b _" _b LE]
Sampling Cone (V) 80 E Vion IMS QTof 1
Source Offset (V) 80 94 Idle o
Source Temperature (*C): 100 100 Source:  ESI
Desolvation Temperature (*C) 230 280 = ',H' .. Sample:  Idle
Cone Gas (Uihour): 0 0 ;aﬁﬂgﬁgfaa&;aﬁﬂ\jlﬂj ReiGiencejldle
Naenhratinn Rae il Thaor Ann 7057 h
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IS EHIRE

EEH &1 My Work l 2 Welcome to UNIFI l A Administration l By LCMS System x | [Search folders... £ H@
| Lewms system |
| Manual Optimization @ Stop Flow @ Resume Flow

Coro el ¥ vcr

" PR e sysem
LCMS System % Lcvs system ®@
Binary Solvent Manager 5; .

Vion IMS QTof 0.00 0 0,000c+0 sy:te;: Tdle
Semple Manager FTN Startup: Maintenance

S s o
Summary
Maintain
Tools @) Binary Solvent @~

Manager
=
T °
— T T T T e = 3 = e T = T IRE" T T = T A = FIL 7 A PRI S VI ) Fressure snd o
Manual Optimization ~ E | s (miz) 52 psi 0,000 mL/min
I\I Delta pressure
S - -
4| [mz] o7 [eer|mic | ce | Nommalise On | e
Solvents
Al 500 % Bl: 3500 %
| Positive | Negative | | Sensitivity ‘ Resolution | | TOF | Mobility | APl Gas | Collision Gas | 1000 v 10 v | Operate | ource | Standby | |:| | )
@ Sample Manager FTN @~
Controls E = ldie O
Temperatures {°C)
ESI LockSpray  Instrument  Fluidics StepWave  Trap/IMS System2  MS Profle  RF Sample: 101 100
Column: 450 450
Capillary (kV): 3.00 3.06 =
N . 3
i — BT ESHEE TR
! N =
Source Offset (V): a0 94 Idle o
Source Temperature (*C): 100 100 Source:  ESI
Desolvation Temperature (*C) 280 280 Sample:  Idle
Cone Gas (L'hour): 0 0 RESiencelidie
Nacaluatinn Cae {1 lhaor- ann Far
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IESEHNIRE

HE

] 2 Welcome to UNIFL ] A Administration I By LCMS System X ‘

LCMS system |

|SEarcP:l folders...

Al m@

[ Manual Optimization

LCMS System

Binary Solvent Manager
Vion IMS QTof

Sample Manager FTN

M|

Summary
Setup
Maintain

Tools

@ Stop Flow @ Resume Flow

5535 5540 5545 5550 5555 5560 5565  55°.0 5575 5380 5585 5590
Mass (miz)

5605 5610 5615

> —

Manual Optimization

aw

| Normalise On |

5 LcMs system

Status
System: Idle

Startup: Maintenance

Current analysis

®@

| Binary Selvent
@ Manager

Idle

Pressure and flow

53 psi 0.000

| Positive ‘ Negative | | Sensitivity ‘ Resolution | | TOF | Mobiity | | API Gas | Collision Gas | | 1000 vl 10

|. Operate ‘ Source | Standby | I:‘ |

Delta pressure

1 psi

ESI LockSpray Instrument Fluidics StepWave Trap/IMS System2 MS Profile RF
Collision Energy (V) 5

lon Guide Gradient (V): 3.0 -154.7

Aperture 2 (V): 0.0 -157.2

LM Resolution (low): 47

HM Resolution (high): 13.0

Prefilter (V): 10 -167|

lon Energy (V) 0.2

Controls =] AL

Solvents
500 % BL:

E\ Sample Manager FTN

Idle
Temperatures (°C)

Sample:

Column:

& Vion IM5 QTof

Idle
Sourcer  ESI
Sample:  Idle

Reference: Idle

e

@~
9

mb/min

500 %

wl

@~
]

101 100
450 450
1]

@~
?
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om
aE

v| & My Work | 2 Welcome to UNIFI ‘ £ Administration | By LCMS System x | |S'Earcr"! folders... }J| [l

LCMS System
&) Stop Flow @ Resume Flow

Manual Optimization m
Y

Manuzl Optimization

Conscle Navigation

2\ .’

o o S B s,
LCMS System %) LcMs system ®@
Binary Solvent Manager Stat
- atus
Vion IMS QTof System: Idle
Sample Manager FTN

! ! ! ! ! ! ! ! Startup: Maintenance
1 i— i ! ; ' } } i ' Current analysis
Summary L 1 L L 1 L i L =

5535 5540 5545 555.0 555.5 556.0 556.5 557.0 5575 558.0 558.5 559.0 5595 560.0 560.5 561.0 5615

Maintain o
e Mass (miz) @ Binary Solvent A~
~ Manager
O~ Idle 2
MZ | DT _BpI \C Normalise On
m e My 4— = Pressure and flow
Manual Optimization I I 53 psi 0.000 mL/min
Positive | Megative Sensitivity | Resolution TOF | Mobility APl Gas | Collision Gas 1000 v |10 v Operate | Source | Standpy I:‘ Delta pressure
1 psi
Solvents

Al: 500 % Bl: 500 %

ESl LockSer Instrument Fluidics tepWave Trap/IMS System2 MS Profile RF
E Sample Manager FTN '

Sample F\uidicA N / @ | Reference Fluidics Idle ?
N\ Temperatures (°C)
Start Infusion| Refill Furge Wash

Sample: 101 | 10.0
e - 8.15 minutes

Colurn: 450 450

F)

Reservoir: B ¥

H&é\#ﬁ servoir Cc v E
L Flow Path: Infusion =1 323 ‘# A Infusion ¥ @ Vion IMS QTof &~
WU.Oxmﬂg”IbﬂgLﬁsﬁlge (pL/min) 10.00 E.Dli&;gsa mF'Ieﬁ ldle O

Infusion Flow Rate (pL/min):

ESI

Fill Volume (uL): 250 M Baffle Posiion samee T Refe rence ;utbﬂg ﬁ/\ﬁiﬁ Idle

Wash Cycle: 4 v Illumination On v

Reference: Idle
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I

vl & My Work

I @ Welcome to UNIFI

l ﬂ Administration

} By LCMS System

LCMS System |

R

Woaters

THE SCIENCE OF WHAT'S POSSIBLE.’

‘SE{]‘FCh folders... p| Bl '@

[Manual Optimization

@ Stop Flow @' Resume Flow

e - Summary
LCMS System B Lcms system @@
Binary Solvent Manager S; tu
Vion IMS QTof Sy:te:‘l: Idle
Sample Manager FTN [] Startup: Maintenance
MEL B
Summary
Maintain 5535 554.0 554.5 555.0 555.5 556.0 556.5 557.0 557.5 558.0 558.5 559.0 550.5 560.0 560.5 561.0 5615
Mass (miz) r Ei Solvent i]
Tools ) inary >olven -
@ Manager
M| | (o o] : =l Il B .
L b — Pressure and flow
Manual Optimization 51 psi 0,000 mL/min
‘ Positive | Negative | | Sensitivity | Resolution | | TOF | Maobility | ‘ API Gas | Collision Gas | 1000 v | 10 | Operate | Source | Standby | D | Delta pressure
q ( J L L J | J 2| psi
d
Solvents
Controls = Al: 500 % BL 500 %
[}
ESI LockSpray Instrument Fluidics StepWave Trap/IMS System2 MS Profile RF
@ Sample Manager FTN @~
A Idle o
SW 1 Offset (V). 20 St a Eg E
epwave = Temperatures (0)
SW 2 Offset (V) 30 ﬂgﬁ %k‘ {E Sample: 101 100
. —
SW 1 Velocity (m/s): 300 n 1Jk Column: 50 450
SW 1 Pulse Height (V): 15.0 o
SW 2 Velocity (m/s): 300 r& Vion IMS QTof A~
SW 2 Pulse Height (V): 15.0 Idle ]
Source! ESI
Sample:  Idle
Reference: Idle
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gg v‘ &) My Work | 2 Welcome to UNIFI | 4 Administration | By LCMS System x | [Search folders.. PlHe
| Lowms system |
Manual Optimization @ stop Flow ([§) Resume Flow

Con=ollESEIRE Manual Optimization m

LCMS System ! ! ! ; i : ! | B LcMs System ®@

Binary Solvent Manager ! ! ! i .

. Status

Vion IMS QTof System: Idle

Sample Manager FTN 1 | ! 1 ! ! ! ! B Startup: Maintenance
if\— | | | | . . ! + Current analysis

Summary L 1 L 1 L L 1 L =

G T T T T T T T T T T T T T T T T T d

Kisatain 553.5 554.0 554.5 555.0 555.5 556.0 556.5 557.0 5575 558.0 558.5 559.0 559.5 560.0 560.5 561.0 561.5

Tools Mass (miz) @) Binary Solvent 5

Manager
2N
) Id ]
Pressure and flow
Manual Optimization 51 psi 0000 mlfmin
|10 v Operate | Source | Standby D Delta pressure
1 psi

Solvents
Controls =] Al 500 % BL S00 %

ESI LockSpray Instrument Fluidics StepWave Trap/IMS System2 MS Profile RF

[l

E Sample Manager FTN &~

Trap Entrance (V): 0 Trap Wave Velocity (m/s): 100 1 E ]uaﬁﬁ:&g Idle Q
IEI Temperatures (°C)
Trap Stopper (V): 0 Trap Pulse Height ‘A" (V): 40.0 Y N
a AE’ =| :9 4 — N\ le: 101 100
Stopper Height (V): 0 Trap Pulse Height 'B' (V). 5.0 ut — ﬂﬁwn ! =J'rA] mﬁr]r o 150 450
Trap Bias (V) 40 IMS Wave Velocity (mis) 250 [

Gate Offset (V) 0 | IMS Pulse Height (V): 50.0 i . -
Gate Height (V) 40 Gate Release (ms): 2.00 2 7 ﬁ;r&]gﬂg%ﬂ,n I % ﬁl#‘j 2
Aperture 1 (V) 0.0 Gate Delay (ms): 0 nllﬂi Egcc S‘E&E Source:  ESI

Wave Delay # pushes): 20 Sample:  Idle

Reference: Idle

4
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SHRIRE

e EEH & My Work } 2 Welcome to UNIFI l 44 Administration l By LCMS System X | [Search folders. Al @@
LCMS System }
[Manua Optimization | @ Stop Flow @ Resume Flow
. “ ¥ Summary
LCMS System &) LcMs system @@
Binary Solvent Manager L ! ! L L h L L h L .
- Status
Vion IMS QTof System: Idle
Sample Manager FTN m

Startup: Maintenance

" — o

Summary L I ! L L I L L | L

Setup T T T T T T T T T T T T T T T T T i
Maintain 5535 5540 5545 555.0 555.5 556.0 556.5 557.0 5575 558.0 5585 559.0 550.5 560.0 560.5 561.0 561.5

Tools Mass (miz) EI Binary Solvent a-

Manager
M| | (2] o o e o . [ Nomaiseon | |l ||| .

g Pressure and flow

Manual Optimization 51 psi 0.000 mL/min

| Positive | Negative | | Sensitivity | Resolution | | TOF ‘ Mobility | | AP| Gas | Collision Gas | 1000 v 10 v | Operate ‘ Source | Standby | D | Delta pressure
)L J J J - g 0 psi

Solvents
Conirols =] Al: 500 % BL:| 500 %

[F}
ESI LockSpray Instrument Fluidics StepWave Trap/IMS System2 MS Profile RF
E. Sample Manager FTN @~
pDRE Attenuate: Off v Idle ]
s & Temperatures (°C
pDRE Transmission (%): 50.0 Em Ek-l'A{E P Q)

o Sample: 101 100
pDRE HD Attenuate: Off v - =
pDRE HD Transmission (%): 20.0 E

E Vion IMS QTof N
Seource Temperature settle. 9
Source: ESI
Sample: Idle
Reference: Idle

4]
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[RESEENRE

EEH &) My Work I @ Welcome to UNIFI I h Administration I By LCMS System x |

[ Lewms system |

|Sea(cb folders... P| ] @

| Manual Optimization

onsole Navigation E—

@ Stop Flow @ Resume Flow

ERETTETS

LCMS System _ _ . . . ; ; %) LcMs system ®@
Binary Solvent Manager 1 1 L L L L L S; tu

atus
Vion IMS QTof System: Idle
Sample Manager FTN [ Startup: Maintenance
Summary L 1 L L L L L
Setup B e e A A B e T e A A A B ¥
Maintain 5535 5540 5545 555.0 5555 556.0 556.5 557.0 557.5 558.0 558.5 559.0 559.5 560.0 5605 561.0 5615

Mass (mvz}

Tools

@l Binary Solvent & -
2

Manager
[ . Idl; ]
\ £ 4 -

Pressure and flow

Manual Optimization

7 52 psi 0000 mL/min
‘ Positive | Negative ‘ | Sensitivity | Resolution | | TOF | Mobility ‘ | API Gas | Collision Gas | 1000 v |10 v ‘ Operate | Source | Standby | D ‘ Delta pressure
N 0 psi
q
Solvents
Cantrols =) AL 500 % BL 500 %
[F]
ESI LockSpray Instrument Fluidics StepWave Trap/IMS System2 MS Profile RF
4 Sample Manager FTH @~
Quadrupole Options Automatic Profile v MS/MSMS:| s v Idle @
Sel Mass. 0.00 Temperaturss ()
miz: 1.25Ma 0.17Mb Sample: 100 100
Dwell Time({%Scan Time): 25 Column: 450 450
Ramp Time(%Scan Time): 75 I}
ﬂ Vien IMS QTof &~
s & E o \J
v 1 EAu to m a t I C &E Source Temperature settle. J
Source: ESL
Sample:  Idle

Reference: Idle
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A[HTRIESEHIIRE

= - FEEDTS

[ Lems system |

| & Welcome to UNIFI

I #4 Administration ] By LCMS System x |

|Ssarch,‘oi’der;4. P‘ 1l @

Manual Optimization

‘ Console Navigation "

@ stop Flow (@) Resume Flow

Reference: Idle

B 2 -
LCMS System ) LcMs system ®@
Binary Solvent Manager Stv tu:
[atus
Vion IMS QTof System: Idle
Sample Manager FTN Startup: Maintenance
Summary
Setup T T T T T T T T T T T T T T
Maintain 553.5 554.0 5545 555.0 555.5 556.0 556.5 557.0 Mas:s‘r.“ls 558.0 560.0 560.5 561.0 561.5
vz) :
Tools @) Binary Solvent @~
" M
= Mass Profile FEZAFEBIURMHIETZ=R , -
[mz ] ot [ Br | TIC v [ Nomalise On Ide ®
. - Pressure and flow
Manual Optimization 51 psi 0000 mL/min
Positive | Negative | | Sensitivity | Resolution | TOF | Mobility ‘ API Gas | Collision Gas 1.0 | Operate | Source | Standby | ] Delta pressure
H - R —— . e e N - . —————t - 0 pS!
Solvents
Controls =) Al:| 500 % Bl 500 %
I
ESI LockSpray Instrument Fluidics StepWave Trap/IMS System2 MS Profile RF
E Sample Manager FTN @~
Quadrupole Options ‘ Automatic Profile v [MsMSMS: | ms v Idle o
Manual Fixed Temperatures (°C)
‘ Manual Profile Set Mass: 0.00 i
m/z: Automatic Profile Sample: 101 100
Dwell Time(%Scan Time): 25 Column: 450 450
Ramp Time(%Scan Time):‘ 75 nb N . ]
e EMRTNREEEFRET = '
=1 . S LY -] N Vion IMS QTof &~
== EE = 1HE1E 7
\#,— * ‘ M I f. I Source Temperature settle. )
HITKSFAISEILHY , AJLAEAManual profile
Sample: Idle
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HTRIESHANRE

g8|| & my wore

I e ‘Welcome to UNIFI l ﬂ Administration l Bly LCMS System x |

| Loms system |

|S'Eafd:l folders...

PlH®

[Manual Optimization

@ Stop Flow @ Resume Flow

System Summary
LCMS Systemn B Lcwis System ®@®
Binary Sclvent Manager S; tu
Vion IMS QTof Sysate:'l: Idle
Sample Manager FTN Startup: Maintenance
S s - o
Summary
Maintain 553.5 554.0 5545 555.0 555.5 556.0 556.5 557.0 5575 558.0 558.5 559.0 559.5 560.0 560.5 561.0 561.5
Mass (miz) - P
Tools | Binary Solvent R
re Manager
s &
-F_ (s Y2 ———— Idle ?
M. o b ;m# Aaﬂ Normalise On
h |M I ny 1 - |7| Pressure and flow
Manual Optimization 52 psi 0,000 mL/min
| Positive | Negative | ‘ Sensitivity | Resolution | ‘ TOF | Mability | | API Gas | Caollision Gas | 1000 ¥ |10 v Operate | Source | Standby | |:| | Delta pressure
1 psi
4
Salvents
Controls L= Al 500 % BL: 500 %
[F]
ESI LockSpray Instrument Fluidics StepWave Trap/IMS System2 MS Profile RF
re. Sample Manager FTN £
StepWave RF (V) 250 250 MS/MS Ramp Mode: | Automatic ¥ Idle o
— Temperatures (°C)
Trap/IMS RF (V): 250 250 MS/MS Ramp Initial: 25 Sample: 101 100
lon Guide RF Offset (V): 200 263 MS/MS Ramp Final 275 Column: 450 450
lon Guide RF Gain 5 e
Cell1 RF (V): 300 301 rﬂ' Vion IMS QTof A~
Cell2 RF Offset (V) 100 165 Idle ]
Cell2 RF Gain: 3 Source:  ESI
Sample:  Idle
Reference: Idle
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THE SCIENCE OF WHAT'S POSSIBLE.’

HEELENENREE (N ESERINNEFENR

[ = I . . [

[ Lo nl o

| 2 Welcome to UNIFI | #:A Administration | By LCMS System

| LeMs system |

Manual Optimization

Pl H@

| Search folders...

&) Stop Flow @ Resume Flow

©2015 Waters Corporation

A
Pl Dala = [~ sunnary Y
LCMS System B% Lcms system ®©®
Binary Solvent Manager
Vion IMS QTof 0.00 Status
1 n % System: Idle
Sample Manager FTN ' T n 7 ,“‘ save set x 17 Startup: Maintenance
= .
. " load set” _JﬂFEZ REFIHISH
> v cror 2 E oa se i
Summary 3 u T H H ea k|
, R “Tune” , di :
Maintain ! ;
u n
4. = “abort’ | (BILEIEMRAEE
5 AR a or ! I 2 Manager
PP —— 5535 5540 5545 5550 5855 5560 5585 55:0  55/5  Sse0 5585 5890 5585 5600 5605 5810 5615 Pressure snclflow
lanual timization . | .| X i i .. 2 E . B - -
~ Mass (miz) 52 psi 0.000  ml/min
Delta pressure
. 0 psi
: MZ | DT | BPI | TIC A MNormalise On
Solvents
Al 500 % B1l: 500 %
Positive | Megative Sensitivity = Resolution TOF | Mobility APl Gas | Collision Gas 1000 v 10 Operate | Source | Standby I:‘ a
ﬁ Sample Manager FTN @&~
Controls a8 113 O
Temperatures ("C)
ESI LockSpray  Instrument  Fluidics  StepWave  Trap/IMS  System2  MS Profle  RF Sample: 101 100
Colurnn: 450 450
Capillary (kV): 3.00 3.06 =
Sampling Cone (V) a0 E Vion IMS QTof @&~
Source Offset (V) 80 94 Idle o
Source Temperature (*C): 100 100 Source:  ESI
Desolvation Temperature (*C): 280 280 Sample:  Idle
Cone Gas (L'hour): 0 0 Reference: Idle
Necnhratinn (Gae il thart ann 7G5
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' & My Work l 3 Welcome to UNIFI l ,j Administration I ‘ LCMS System x | Isegrch folders... p| Bﬂ (q).
| LeMs system |
Summary

@ Stop Flow @ Resume Flow

‘ Console Navigation "

PInstronentisystem

Power
e\ . = ./
m f - I-Class Binary Solvent Manager Summary
i 1

(4 1die
LCMS System ) LcMs System @@ |
Binary Solvent Manager 2 = / == S‘v .
= T atus
Vion IMS QTof * gﬁﬂg?*‘? System: Idle
Sample Manager FTN Startup: Ready
D R ——

Current analysis

Binary Solvent'

= 2
Summary

Setup Flow conditions Composition Total volume pumped (L)

Maintain Flow rate: 0000 ml/min Solvent Al: 500 % 0

Troubleshoot

nary Solvent

= Solvent Bl: 500 % Pressure ripple (psi, 1min) !
o P 3 52 psi 3
i = Minimum: 51 psi strument console
| | oo 00 EFEAEEIRE [
Maximum: 1 * 5
Summary Vent valve: System ’ / Prime A/B solvents

iogs Delta: 0 psi

Start prime seal wash...

| Reset instrument...

v Bif ( G ERE SR PR T Seses)
HARSR Tl&ﬁ%ﬂiﬂ%ﬁfﬁiﬂgﬁ’l\ ]

& Edit settings...

J

Al: 500 % BL: 500 %

1

E Sample Manager FTN &~

7 514
a
Idle o
) peratures (°C)
Sample: 101 100
Column: 450 450
BSM composition A
51 2]
IQ Vion IMS QTof : e
Idle o
52 50
Source:  ESI
Sample: Idle
L e o o L L ) L L L L e e Reference: Idle
-1 -0.95 -09 -0.85 -08 -0.75 0.7 -0.65 -06 -0.55 -0.5 -045 -04 -035 -03 -0.25 -0.2 -015 -01 -0.05 0

min '

1 Administrator, UNIFL [Admint rator I

9 ®a

™
SN E oy 12AM

5/1/£u10
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EENKELUE/ALBEUENGE | RIEERRESEN T AEE:

175 EE R |, RENext

(=]

- _; Create Analysis Method

\"-.

How would you like to create the analysis method?

Based on an existing method
Create a method for acquisition and/or processing of data using all or part of a previously saved meth

Create 3 method for acquisition and precessing of data for anv analysis tvpe,

Generate a process only method
Ermabaprprebnens e e BN Yot e et s onee

d.
Generate an acquire and process method /

Generate an acquire only method
Lreate a method for the acquisition of raw data Tfor any analysis type.

EHhGiER . REENext | ==

A ¥

A ¥

FALARIZEIZYFATS &
EMVREFIBAIGE
> By QSRR E

7 ENCREEIERAE
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EEN KEEUE/ALBEEUENDE | RIEFERRESENGAEE:

RN AR R R ATRFRINE

@ Create Analysis Method

Please Enter the Analysis Method Details

Mame:
test

Description:

Folder:
Company/Dan Diagnostics

=

AR E

] [ Cancel

©2015 Waters Corporation
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IR S AR S IRE N A EA E RIS A:

'@ Create Analysis Method

Select Analysis Type

All
Glycan Accurate Mass Screening on DDA data
Matrix Fffect Accurate Mass Screening on IMS data

Accurate Mass Screening on M5e data
Accurate Mass Screening on MSMS data
Protein Metabolite Identification - DDA
Metabolite Identification - IM5

Cluantify
/ Metabolite Identification - M35e

Screening Metabeolite Identification - MSMS

Peptide Map

VAR SR ERISEIN T &S
RE2%nth , NEYEE , SYRE

I precursor ion is detected.

©2015 Waters Corporation

gjl—:,ﬁgi ' ¢Z§&Mﬁﬁ%s screening using fragment ion data when a suitable |

1, DDA dataB2EFEIRKIRIEEIERE
KA ;

2 , IMS data 2iREEIEERERLIE ;

3, MSe data EIFSURKIIERSIERERLE

4, MSMS EIsEBFESFH R RERILIE

Mext l | Cancel |
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Select Analysis Type
All Search all q
Glycan Accurate Mass Screening on DDA data

Matrix Effect Accurate Mass Screening on IMS data
Accurate Mass Screening on MSe data

Peptide Map Accurate Mass Screening on M5MS data
Protein MEtElbDll_tE 1 Accurate Mass Sereening on M5MS data i
Quantify hMetabolite I
5 Metabolite Identification - M5e
Sereening Metabolite Identification - M5RMS

Defines accurate mass screening on full scan M5 or M5e data for identification,
discovery and quantification.

B ERBE |, SiENext | [ otee JI conce
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IR EE NIRRT RV AR 5t

Select Instrument System

System name 2~ i Status Description

1 IClass Standalone Ofline

2 LCMS System Online

3 \ion Standalone Offline

UERREFIETANARSRIR | FMSENRFY/Eonline
OfflinefI R Fwisfionlinef5 4 e

#AAE , B Next | | te oo
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i “Finish” SERTENEMEERIET

Mew Analysis Method creation summary

Mame: test

Description:

Folder: Company/Dan Diagnostics

Type: Acquire and Process methed - Accurate Mass Screening on IMS data

Configuration:  Binary Solvent Manager, Vion IMS QTof, Sample Manager FTN

mikfinishfg , EREHER
HANGERERLGIERSE

Cancel

©2015 Waters Corporation
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KERFZENGELZE
ATREEERNRE

VIONRWYERRIERBEaMRZIER , BRIRIERIEESEEIRZ1000 , 20007104000,

EE , ERRREF R T SinMREHNINRE | 51000 , 2000 54000
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Settings | Experiment | Options | Events |
Settings E -
General
JR—
Voltages Gas flow
Capillary voltage: 250 kV Cone gas: 50 L/h
Temperatures Desolvation gas: 600 L/h
Source temperature: 120 C
Desolvation temperature: 500 °C
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Settings|| Experiment ||[Options |¢vents

AR A
Woaters
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FEEMSIET(EHigh Definition MS &z,

MS Experiment

Made
O Ms

A cquisition time

@) Use analysis method run time

@ High Definition M5 () Use custom run time

Start time: | (Automatic) | min End time

1 | (Automatic) | min

/1 , ARIEES RO E)
2, IRIEEE , JLABTREENE

Scan settings . - =
Low mass: 30 m/z IQE*%EQEE

—— N
High mass: 1000 m/z / iB&j:a Fﬁﬁjl Ej
Scan time:  0.300 s

Collision energy

Collision energy mode: | Off

Data reduction
[C] Enable data reduction an acquired data
Expected peak width: | 2.00

-
5

Intensity threshold: | 20000 counts

aExpeﬁmentType | G |

Experiment Type

@ MS - Single MS experiment

) M5E - Single M5® expenment

() Function Table - One or more MS, MSMS ar MRM functicns
) DDA - Data Directed Analysis

A method can only contain parameters for a single experiment type. Changing the
experiment type will reset experiment settings to default values.
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| Settings | Experimentl Options | Events | i I:ﬁ\ }‘:’L'In
I\ J '— =HJ¥x )QE

[t A

Lock correction 1 7 E-L\)\{Q%Automatic
Mode: [ﬂu.ltomatic - l
Automatic lock correction 2 Custom Interval -LXE\\/
() Automatic Interval (5 min) Ej-l Ejl Eij ! g Ekazo 2 m | n
@ Custom Interval  0.30 min —p zlﬁgjg 0 . 5 m I N

Automatic lock correction requires the Waters LockSpray standard to be placed in the LockSpray reservoir.

Automatic lock correction will sample lock reference periodically as well as at the start and end of each acquisition.

The lock correction interval and sample time will be validated when the analysis method is run.

[orios

Pre acquisition checks

Acquisition check failure: [Ccmtinue with lock correction VI

Detector check

Automatic detector check: | Disabled «

Detector check

Automatic detector check: | Enabled = \

TEMEET | BEREZ20008 HEIIT , PILUERE Enabled”
Vit Dlsabled"
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| Settings | Experiment| Options | Events |

R R B T custom™

Lock correction

Mode: |custom v f *E}E g aﬁ':"% ?i-iﬁ%

Single reference mass:  554.2620 m/z | | / iﬁ% refe rence %‘?E/\Jrﬁﬁtb , E’L\)\{E% _/P%?
Dual reference macs | 1300874 [ 1 Enable dual point correction S /\&'
BRI E T

Interval: 0.50 min
e Lo | —> \gEREERRALE) , —ARIZE0.5min
sample time: 20U B

e Sample time , X&ERTE] , —#%IRE0.3s
Cofspnemgy a0 e Attenuation : rﬁ??ﬁr 482 80% ( gNSRIRE80)

Collision energy: WEREERNIRE |
rate . MEAIRE

The lock correction interval and sample time will be validated when the analysis mce)ﬂw is run.

—

Pre acquisition checks

l

Flow rate: 10.00 ulfmin

Acquisition check failure: | Continue with lock correction

Detector check

Automatic detector check: | Disabled =
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Events AUIgEEXIEE , REEWNZERIA]

| Settings | Experiment | Options | Events |

Events Table

| Add Madify Delete | Delete Al

£ Time {min) Event Action System

1 Initial Flow State LC Sample

TR “trigger’Bt, A =1NEIR

e .
- None , IEHVERAHETR7D BRYAA

iy
Trigger type: |Network v
1 Event inp| None Networkftrigger , UNIFIBEF=4IRI B3
] Event |r1p| Metwork

Hardware

Hardware @18 UNIFIABEEHIRYRIm D BEsE =T HYRAE
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Settings | Experiment | Options | Events |
Settings E -
General
JR—
Voltages Gas flow
Capillary voltage: 250 kV Cone gas: 50 L/h
Temperatures Desolvation gas: 600 L/h
Source temperature: 120 C
Desolvation temperature: 500 °C
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Experiment | Options | Events

MSE Experiment

MSE
Made Acquisition time
@ Mse @ Use analysis method run time
() High Definition MS® () Use custom run time

Perferm preduct ion confirmation Start time: | (Automatic) | min End time: | (Automatic) | min

Scan settings

E—— Smmrmr L = |
Low mass: 50 m/z @ e

1000 Experiment T
High mass: 1000 m/z periment Type

S R 02 s g MSE - Single MS® experiment

() Function Table - One or more MS, MSMS ar MRM functions
) DDA - Data Directed Analysis

Callisicn energy

Low energy: 6.00 eV

High energy ramp:  20.00 eV to: 30.00

A method can only contain parameters for a single experiment type. Changing the

— —— /b B3 e ex§ p enz,r wi\75e1 experiment settings to default values.
REZIOE R  —HA2040e
nable data ction on acqmr

Ok Cancel
Expected peak width: s | | [ nee
Intensity threshold: | 20000 counts
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Instruments Sections
Home

Binary Solvent Manager
Sample Manager FTN
Vion IMS QTof

Setting | Experiment | ptions l Events |

Settings

ﬂ

General

Analyzer mode:

P —

iR REHIERIRL

Av

Desolvation gas: 800 L/h

Voltages Gas flow
Capillary voltage: 050 kV Cone gas:

Temperatures

Source temperature: 120 C

Desolvation temperature: i 55(5 °C

@ExpeﬁnfntType | 23 |

Experiment Type

) MS - Single MS experiment
@ MSE - Single M5t experiment
() Functign Table - One or more M5, MSMS or MRM functions
|Z) DDA - Data Directed Analysis

A method can only contain parameters for a single experiment type. Changing the
experiment type will reset experiment settings to default values.

| Ok | [ Cancel

R B AR

50 Uh

R "experiment”
e " REHURRIRTV
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P ESIHEMSIENT | MATRIERRE

DDA Experiment

DDA || MSMSs | Charge State | Collisiganergy | Exclude |

Mode Pradlrsor filtering & priority Acquisition duration
@ MS > MSMS

[ Include @ Use analysis method run time

[ |7 e Y [ ) ) Use custom run time

Start time: | (Automatic) | min End time: | (Automatic) | min

Survey scan settings
Low mass: 50 m/z

tighmass: 1000 |z KERYE] , 1% "use analysis method” |, TR{ERSERIATIE]

Scan time: 0.2 5
MS colision enercy e LAB{TigEEETE" use custom run time”
Collision energy: 6,00 eV

N

LIIREMSHIRE: [ETERIRE , AFENERNIRE | —KEERIRE

VIONRIHRIERREZ§1000 , 20005%4000 , Eltb{EizFhigh Masshd ,
®EESRIEEEHRNRSE
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IRERMA — RIERISEMG
SERET—RRSENRN KT E—IREER |,
Fronfms — i,
| Settings | Experiment | Options | Events |

DDA Experiment

| DDA | MsmS | Charge State | Collision Energy | Exclude |

Trigger MSMS acquisition Stop MSMS acquisition
Acquire when intensity exceeds: 5000 counts ) Acquire until TIC exceeds: 100 counts
@ Acquire until timeout expires: 0.2 s

i =R ”ﬂ@mﬁﬁnﬁiﬂ’ﬂ%‘?’li&ﬁ:é&ﬁ%lél’ﬂﬂﬁ
e — B EEFREZREHIORE
S = N 1, HEE{T—EEERN EIERET R F
High mass: 1000 m/ 2 ' %%-Eﬂjlﬁlrﬁ-%lt ' —ﬂﬁﬁéﬁclﬁ\
~ scan &2/ Scan [G{=1E.
—_ 3, —R RS WA
“RRENTIERE

“use survey scan setting” EFEF—REEIIRENSIX
“use custom setting” AJLAREIF R EFAFEHRECE
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Experiment | Options | Events

DDA Expenment

DDA | MSMS | Charge State | Collision Energy | Exclude |

Charge state peak selection

Charge states:

[+ 1+ Bl 2+ [ 3+ [ 4+ [ 5+ [El 6+

PEREETL ND TR, ST ARMEE e
TSRS AR | AR SaENEET
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Experiment | Options | Events

DDA Experiment

| DDA | MSMS | Charge State | Collision Energy | Exclude |

D& Experiment Type
—

Collision energy IMass dependent ramp

Made: [Mass dependent ramp - ]

Define a mass-dependent collision energy ramp based on interpolation between a low-mass and a high-mass ramp.

\ Low mass ramp settings . " "
e e 5 "BEERTTEE
Jﬁ?:% —’&E¢H_j:3}ﬁ Ramp: 1000 eV to: 3000 eV /
AR AR

High mass: 1000 | m/z

_ﬁn\%?z Ramp: 2000 &V tor 5000 eV E_]-L\J\Eﬁu:t?ﬁiﬂ
v — SRR REB AL ETE,
Mass Dependent

LA g s SHITEEEH0IE
REHHA R RHEE R A | Lt TR R

=2 | 15t0 40 eV at m/z 525

___————

= High mass ramp = Low massramp = Example ramp

Ny,

I
=
|

=]
!

Collision energy ramp (eV)

0
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- Experiment | Options | Events

[ DDA | MsMs | Charge State | Collision Energy | Exclude |

DDA Expernment

| Add = Delete Delete Al Copy Paste  Import

There are no rows defined.
Please add a new row using the toclbar.

MSMS dynamic peak exclusicn

) Acquire once then always exclude for the rest of the acquisition

@ Acquire and then exclude for a duration of: 4 5

HEHEFRINNY

I . RE—RG  IASEXRELEFRI"RKER |
I KE—RfG , IERERI—RIENAERE

—RREIF BRI , REERRE—RABIEIEAIES | 45
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DDAMIGZIZE

MSE to MSMS HIMSHib &R — K134 ( product ion confirmation)
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FEFHIRAREL

1, SEFEFHME , WARFER—MEFEFHEEFHITRIA
-MSEXERBENSRER NEE , SEERBETANBRENEEFFEN , #ies
AR TR, AT RIS, RIE— SR PE MR R THA.
-SETRHITIRE

2, PIEEXRAMAE , WagEEER—MSENPEERINBEFHITRIA
- MSEXRERBEMNSREFHMEE , SEIReEEETSEEET ATITETIEERAY
PIEMIEEERT | BISRRA — I,
-RRAR KR | IRIE— R E TR RTR LIEMA
- BEDRRITIRE
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Instruments Sections

Setting | Experiment |

Dptions I Events |

Instruments Sections!

Settings

H

e N—

REEWERIERTL"

Home General

Binary Solvent Manager Analyzer mode:
Sample Manager FTN

Vion IMS QTof Volages

Capillary voltage:

Temperatures

Source temperature:

Gas flow
050 kV Cone gas: 50 Uh
Desolvation gas: 7800 L/h
T
550 °C

Desolvation temperature:

R B AR

e

@ Experiment Type

Experiment Type

I@ MSE - Single MSE experiment

() Functign Table - One or more M5, MSMS or MRM functions
) DDA - Data Directed Analysis

R “experiment”
o " REHURAIRTIV

EEEMSE 8 DDAKEZ(ERRTLA
HAMSE —-MSMS

A method can only contain parameters for a single experiment type. Changing the
experiment type will reset experiment settings to default values.

{

Cancel

Ok
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Experiment | Optiens | Events

Experniment

DDA | MSMS | Charge State | Collision Energy | Exclude |

Made Precursor filtering & priority Acquisition duration

@ MS > MSMS Include @ Use analysis method run time
© MSE > MSMS

() Use custom run time

s - P . s

%% "DDA" EMRME e

M5E

Survey scan settings

Low mass: 50 m/z

Mode uisition time

High mass: 1000 m/fz © ms® \ilaj::% ﬁz &E”"’EE%E

Scan time: 02 < ® High Definition M5® () Use custom run time

Perform product ion confirmation I Start time: | (Automatic) | min  End time: | (Automatic) | min

MS collision energy

Scan settings

Collision energy: 6,00 eV ]
Low mass: 50 m/z
High mass: 1000 m/z
Scan time: 1.000 s

Collision energy

Low energy: 6,00 eV

High energy ramp:  20.00 eV tor 30,00 eV

Data reduction
Enable data reduction on acquired data

Expected peak width: s

Intensity threshold: | 20000 counts
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Experiment | Options | Events

MSE Experiment

Mst | MSMS | Charge State | Callision Energy | Exclude | Product lon | A
/7
Made Precursor filtering & priority ATt
@ Mzt [ TInclude @ Use analysis method run time
Product lon () Use custom run time
Perferm preduct ion confirmation [[] Neutral Loss Start time: | (Automatic) | min  End time: | (Automatic) | min
[ Increase ] [ Decrease ]

Scan settings

lowmass 50 iz &1%E “product ion” =f “Neutral loss” #17

High rfw s 1000 m/. \:,EQE"J%EE
s %" MSERUIRfERIRER " & "I3fERTE" 3ERdiE
lowenergy. 600 v ®E /0.1 8,0.2s

High energy ramp: 20.00 eV tor 2000 e OVIONW&EEEﬁ]_OOO ’ 2000&4000 ’ E]th&
iZBhigh MasshY , i#FS5KRIEEEHERRIREE]

IRE" MSHYAMEREEF S RERVAIZRER"

L)
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SREEERNBISHYRN A TR —RER, #T RV

Settings | Experiment | COpticns | Events |

| MS‘l MSMS | Charge State | Collision Energy | Exclude | Product lon |

Trigger M5MS acquisition Stop MSMS acquisition
Acquire when intensity exceeds: 1000 counts @ Acguire until TIC exceeds: 100 county
2 Acquire until timeout expires: | 10.00 s
MSMS settings
it i sMEEFERE _.&ﬁﬁ'{ AYRJIE]
Maximum simultanecus M3MS5 acquisitions: 1 I P m—

I

@ Use survey scan settings 1 ; % gﬁ}g{& -—-JJ: \\/ g&ﬁj‘:
) Use custom settings 2 , %%—E H\j'lHjF‘T-It , _a§¥$€14\

i o ;fo” : scan 8§2/\Scan 5i=1L.
o 1000 = 3' —ﬂ§¥m%:ﬂ’ﬁ it

\ SREEIARAI LRA R B F 0 R
TIRRENHERE
“Use survey scan setting" E{E}EHMSEé}EIT*"E’J“’ EI’JT:T?%

“use custom setting”

©2015 Waters Corporation 99



I &

. Waters
D DAH;*‘QE' 5 THE SCIENCE OF WHAT'S POSSIBLE.®

Settings | Experiment |Dpiions | Events |

MSE Experiment

MS | MSMS | Charge State | Collision Energy | Exclude |

Charge state peak selection

Charge states:

&1+ B2+ B3+ Ea+ 5+ 6=

v
FEAEEENEETN "N TR, STk s

EHITERSFUEMDTTE |, JiFmZEaiNEE T

o
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Settings | Experiment |Options | Events |
% Experiment Type

| msz | MsMs | Charge State | Collision Energy | Exclude | Product lon |

Collisicn energy

=

ass dependent ramp

Mode: [Mass dependent ramp - l

Define a mass-dependent collision energy ramp based on interpolation between a low-mass and a high-mass ramp.

B TRRRE e e / HeiR “BeRACEE"
HTE’Jﬁjﬁ:ﬁ: ﬁg E Ramp: 1000 eV to: 3000 eV

High mass ramp settings

High mass: 1000 | m/z

_ﬂx j::F Ramp: 2000 eV to: 5000 eV __I-L\/L\Li_]tbj:ﬁgﬂ
" Mass Dependent ramp BEEAEREHEEEE,
[REEGHK AT Eﬁﬁmﬁﬁﬁfiﬂ%z 2 FIHTREERYEEE

U <

\ 15 to 40 eV at m/z 525
$ 40

o

E

g -

o

g

5 ap

EZU ///l
e i

3

(W)

— High mass ramp —— Low mass ramp —— Example ramp
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Settings | Experiment |0ptians | Events |

| Mst | MsMs | Charge State | Collision Energy | Exclude | Product Ion |

R ——C_C_LOF878n~,752.~.8.

| Add = Delete Delete Al Copy Paste Import |

MSMS dynamic peak exclusion

Please add a new row using the teclbar.
@ Acquire and then exclude for a duration of:

There are no rows defined. ) Acquire once then always exclude for the rest of the acquisition

HEH B FRIRIM -
F—MNER : RE—IRG | IASEXRE

SEICE FHI R iE

S|BMNEI - RE—IRT | ERERI—RIJEIRNAERE |
—RREFSE AR , REAENE—IZABIEIERIEE |, 4S
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- Experiment | Options | Events

MSE Experiment

[ mst | MsMs | Charge State | Collision Energy | Exclude | Product Ion |

|. Add| Delete Delete Al Copy Paste Import
— Settings
Description | Mass (m/z) | Threshold
Mazs tolerance: 5 mDa
1 238.2345 5,000 S
Praduct threshold: 100  intensity/s

R add” RN FBEF KR EE"

REFBEFRIREERIRE
NFBEFHENAEE

©2015 Waters Corporation 103



______ &

. Waters
D DAE;*‘QE = 9 THE SCIENCE OF WHAT'S POSSIBLE.®

- Experiment | Options | Events

MSE Experiment

1]
sz Lidsms | Charge State | Collision Energy | Exclude | Neutral Loss |

|. Add Delete Delete All Copy Paste Import |

. Settings
Description | Mass {m/z) | Threshold
,1 Mass tolerance: 500 mDa
| Use custem intensity threshold -]
3345734 by Product threshold: 10 intensity/s
Intensity threshold: 5000 counts|

A" add” B500" Neutral loss " K" E" ®Z&neutral loss NREHMRE
o add” BRI Neuralloss © 2" 8 RFEFIERE
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Ion Mobility Data Viewer
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22| ~| & My Work } By SAADDB+I-class Ié_ HDMSe MetID method... X ‘ uik)
Acquire  Review
[Home | Processing Options (1 Edit ~ [ Teols =| (Tl ~
‘ Injections and Components: Tray: 1:C,8 <[ 72? Sample 3 v @ Clozapine ’ Add injections to analysis ...
- = = Rearder injections ...
Remove selected injections from analysis
[ Limits ]
e 3 ‘Show acquisition information
s Channel name: 2 HD TOF MSe (50-1000) 6eV ESI+ (TIC)
Show analysis information
20000000 e 764
s0000000@ 505 View audit trail
cO000000@
00000000
:00000000
FO) O Te6
00000000 Reset properties
et
A Name |Type  Acquisition status
1 Ssamp. Complet g
mo.. @ mplete 5e6 226 857
2 samp. O complete
)
3 samp O complete : 5
a
4 samp. () Complete % A6
5 samp. v Complete = 028 322
3eb
4
{\ 786
2e6
A Name 13.25
N
1 )  Clozapine 197 i
2 @) Clozapine+0 166 053 348 708
3 (Z)  Clozapine-CH2(cleavage) s 277 640
4 Loxapine J
0
T T T T T T T T T T T T T T T T T T T T T T T
03 1 15 2 25 3 35 4 4.5 5 5.5 6 65 7 13 g 853 9 95 10 103 11 115
Retention time [min]
24 HDMse Wet 1D method 16Marl6 [.. @ ® w
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Waters
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> Waters UNIFI - HDMSe Met ID method 16Marl6: Analysis Center

Injections and Components ¥

k:
5}
4
&
)
=

Acquire

'\ Administrator, UNIFL'[A

v‘ &) My Work By SAA008+I-class

Review | Investigate | Report

~ |Home » Ion Mobility Data Viewer

@ = v & Fullrange

HDMSe Met ID method...

R —

@ 2 i)

Ol= ()~ 30~

2: HD TOF MSe (50-1000) 6eV ESI+

Drift time [ms]

150 200 250 300 350 400 450 500 550
m/z [Da]

600

650

700

750

800 850 900 950

X:521.6195 Y: 13.3005 Z:

a1

s

100

=) N7 Filters ¥

765 1.14e7

100

5.48e6

T

m/z [Daltons]

4.57e6

~

T
4 6 8 10 12
Drift time [ms]

R Lt
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7 Waters UNIFI - HDMSe MetID method 16Mari6: Analysis Center (=0
= v‘ &) My Work | By SAA008+I-class . HDMSe Met ID method... X Elfs|

Acquire Review | Investigate | Report

¥ |Home » Ion Mobility Data Viewer

P | gm= v & Retention time: 0.01 to 11.99 | m/z: 3197678 to 340.3449 | Drift time: 5.59 to 7.28 o R 72 7 Filters ~
§ 2: HD TOF MSe (50-1000) 6eV ESI+ - 301 1.88¢6
5 S
5 7.2 =
g %
&
50
399
7
933
T T T T T
2 4 6 8 10
6.8
2 |
|
141e6
6.6
£
v
E
64
‘B
[=]
oL ’;:s:e IA).A-‘" : 339:5‘
92 320 3225 325 3275 340
m/z [Daltons]
6 6.5e5
100
i 7
|
5.8
50
T T T T T T
m/z [Da] 575 6 6.25 65 675 7
X3386805 Y: 63993Z 11 Drift time [ms]
é—— HDMSe Met ID method 16Mar16 (... 9 ® L_]

E.’:j Administr'afor, L
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Waters
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=5 Waters UNIFI - HDMSe Met ID method 16Marl6: Analysis Center

=1}
ag

v] &) My Work By SAA008+I-class HDMSe Met ID method... X

(=8 =
Al m

Acquire Review | Investigate | Report

¥ |Home » Ion Mobility Data Viewer

v

@ v & Retention time: 0.01 to 11.99 | m/z: 319.7678 to 340.3449 | Drift time: 5.59 to 7.28 ¥

R —

S

O~ () > @ ~

| 2: HD TOF MSe (50-1000) 6eV ESI+

Injections and Components

Chromatogram 7

321

100

72 N Filters ¥

1.88¢6

399

4 6 8 10

0% T Y
320 3225 325

u T T
3275 330 3325

6.5e5

6.25 65 675 7
Drift time [ms]

Administrator, U
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100 321
%
50
339
T
2 4

1372

T~

Retention time [min]

12
100 32714 X‘\
%
50
P10 35012
/
32518 33708
321 34313
1922 3018 352z | ﬂ hif}‘n 33317 5 | 3l LU e
f T T f f T T
315 320 325 330 335 340 343
m/z [Daltons]
Moability Trace
100
%
50
\
T T T T T T T T T T
61 615 62 6.25 632 633 64 643 65 655

Drift time [ms]
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Select to combine
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~ |Home » Ion Mobility Data Viewer

¥ dm (] 2 Retention time: 001 to 1185 | m/z 326,246 to 3325678 | Drift time: 6.05 to 6.75 A=
8

a

°§ Full range

E RTStart:0.01 End: 11,99 MZ Start: 313.8886 End; 347,204 DT Start:5.72 End: 7.3

3

3 » RTStart:0.01 End: 11,99 MZ Start: 326,248 End: 332.5878 DT Start:6.05 End: 675
5

-

9

i

2

@b v Retention time: 0.01 to 11.99 | m/z: 326.248 to 332.5878 | Drift time: 6.05 to 6.75 S (Rafa - Whenever you Zoom into data In
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