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& A\ masslynxz§:

Reports bo Sign ()

ou have no work in progress, Select one of the tasks listed on the beft or dick UNIFTs main task menu in the upper left comer to display a list of common fesks,

Creats Enalyms. .
Creata anahyss mathod.. |

Analytical workbench
Scientific library |

[Browse files

e rer wessen. <—— g Import data from file system

Import UNIFI data
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Segrch faiders.,

Impart data type:

" GIoup names

| Mhassiyme data - Create Sample Set Only

et 1D Training

"« 1,5\ Group name

* Group cescrption: 20131231

< 2N Group description

Z X B i
Salect Filais) ~ W
fwEE
2 select Folders 1o lmpert ﬁ
G@-l; w Metl. b Synapt G2 Met ID Nefazadone Time_ » w| 4y |[ Seorch Synapr G2 Metl. B | T
o o 3 ERSEEERAEE
A Music & Name = Date modified r FARN
=, Pictures
i | 310811 036 1aw 26.12.3013 557 PR
oens o
| 310811 037 26.12.2013 557 P4
& ARTR el 2
) 310811 0385aw 26122013 5:58 P
|- 310811 039 raw 26123013 558 P
M Computer F
: | 310811 040 raw 26.13.3013 558 PR
g D5 = o
= b 3081 4 Law 26.12.2013 558 PV
< New Vabime (D) e e
| 310811 Q42 raw 26.12.2013 558 P
. femens ) ). 310811 04Taaw 2612.2015 558 oM
, 3w . 5!
% solutionoenters () | = SOl Lo i Im 0 r't
i ; | 310811 M44saw 26.12,2013 GO0 PM
E 3 Public (shanghai) (Y 1
& Public {Baifing) () - g iii | '
Learn about in Folder, "3LOBLL [M4draw’ “310811 023653 "310B1L_D37.raw “310811 038 raw "IL0811 | Impert |
Select RAW Foidertsl | | Cancel
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| Search foiders..

Vo have no work in pra - e G s e A S W S s = = S E

Create Analysis Method
Creata anahysis method..

Analytical workbench 8 x

Sclentific library Please Enter the Analysis Method Details

Browse files Nadne: . .

e S i T et 1D Application Selution Example MS/E Analysis Method Dec 31, 2013 0341213 China Standard Time H;ig *I/J-{
Import UNIFL data Description:

Generic method 1o process Met [D data with Standards, Refersnoe ((00 and Unkndwns (t1..0n)

MR IO Appialun Souie Exdmpl.
H ¥ Folder:

1 compary 52 - IR

[ pee ][ <o |

mENext
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You have no work in pro
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Create anzlyss.
Create anatysis method..
Analyticel workbench
Selentific library

Browse files

Import data from file srstem
Import UNIFL data

?.

ST 1LY ARPICTOR SOIEH EXEMpL

¥ D W
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Create Analysis Method

Select Analysis Method Type

& Mame 1a Deseription
:1 Matabolite Identification - M52 Metabelite Identfication on MSe data

rin Ay St
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Home

You have N0 work in projes e mm o S o —— e - S W — - — S —— W - ——

Create analysis... Create Analysis Method
Create analyss mathod..
Analyticad workbench . ¥
Srmart by Mew Analysis Method creation summary
Browse files Marme: et [D Ap;:i-camn Solution Example M5"E Analyse Method Dec 21, 20132 03:02:13 China
Import data fram flle system Standard Time
Import UNIFL data Description: Gengnic method 1o process Met 10 data with Standards, Rederance (0 and Unknowns (t1.tn)
Folder Company,BT5E
Type: Processing only method - Metsbobite [dentification - MSe
onfiguration;

Mt 10 Applieatian S=utien Eeampl
Base method config:

__fneh [ Gt |

)

miEFinish
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[ et ID Application Solutl... *

Home H~

Met ID Application Solution Example MS*E Analysis Method Dec 31, 2013 03:02:13 China Standard Time
'F'\ Generic method to process Met [0 data with Standards, Referance (t0) and Unbonowens {t1.tn)

Manage Components 5
Anﬂys:s Ty
u] mounts | hiisd

| Metsholita Identification - M&e

| Metabolite Identification on M5e data

EEcHEMa

& B Quantify technigue used: Measure samples without intermal standands
i
E cﬂﬂ\ﬁll‘fl lﬁil)’ill Taults Bt IM\PlH.

| & Discover technique used: Halogen match, Meutral koss, Mass defect and/ior Common fragment search

Manage Components (1 expected component)
Spacify, review and modify the components for this method

Component List Diefault Amourits

This method has not yet been saved,  The following information will be set when you sawe the method.
Modified:

Mosified by

WVersion;

Locked: Unlocked u

® 0
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P\I:&EI‘?J\_ Processing Reparting = History
&

. Duplicate  Delete Clear

= Home ¢ Manage Components ~ [r—

Create  Import PamRn. 1’ . — — g\
=S 2, BN R SR

Shaw: | 100 Results -] [sarm .D]

Zeanch valus

Home
Manage Comporents
Deefault Amounts

dard  Use calibration cunve  Calibration raspensa £

7 Liorary name Farmula Has detection resuls

1, A= Import

3, R

| lonization technigue  Retentiontime (minl  Commert | Mass [mfz)  Adduct

Tips for adding expected ]

| o) (]

® &
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.‘_H._l]:nm_: Processing  Reparting Hi5h\:|r§|.I
L]

~ |Home ¢ Manage Cemponents

[7] Show anly selected libraries

A Seleted  Name

| Type

“‘ﬁ 1%&1EDrugs - Waters

Waters

THE SCIENCE OF WHAT'S POSSIBLE,"

= B
| Search foiders.. .- ﬁ '
H~ @

Prededined library of proteinogenic aming acik 1

“ou can rename the Default Custom Librany to suit your requirements. | = orel | s ealibation cunen | Cakbration "

Scientific Library

J JﬁﬁOK ! I}
o) o

Create  Import 1 F Aeing Acids Master
4 Campand 2 Defauit Custom Librany Custom
Manage Companents 1 | nerarad| | #3| H Drugs - Waters Scientific Lty
Dafault Amounis 4 = Green Tea Library
] Test
L] F BEISEH nag Library Custom
1 Bl pos Licrary Custam
|
1
1 [= 0l
4 |
Tips for adding !
Administrator, LIRIFT :.h_-:imin'-lgl ratan] o I
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:m Processing  Reporting | History
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= Home ¢ Manage Components

Adrministrator, LIMIFT LA '_-|..I-'
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_ Duplicate  Delete  Clear

| Search critena Operanor Search e

AiEmdESearch

Seatch in: | Dnuge - Waters Scisnkic Lisrary = | Shove [ Resuits z ;gq,‘.ﬂ_ )

tearch results {1 items found)

4 Name I Fommula Has detection results
|

ISR

A lonization technigus | Retertion time (min) it:umnm Mass (mjzl | Adduct

Import
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Create  Import  Paste Results  Oelete  Edit Fragments...

1 mersmodone

g

|2 MetID Appication Soluti... X

B
Waters
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4 Campanent nama il.abd. Expacted RT [min)  Expecited neutral mass (Da)  Expectad fragmank [mfz) Ecuded  Farmula
i

| I
! Intemnal standard?  Usaintemal standand | Usa calibration curva | Calicration respan:

“ |

Tips for adding expected components
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Bl Search folders...

e (M s 152 s s Eind 3D Peaks

Peak Processing Settifigs
Resdew or modify data pr ing oparations and their assoclated parameters 1o be applied 1o the data

Find 200 Peaks Find 3D 30 [sotope Clustering
Peak Processing Settings
i a : Targeted Screen Settings
Discovery Settings Resiew or modify sattings that are specific io the fargated screening abjective for this method.

Quantitation Settings
Sample Comparison Settings
Analysis Spacific Setings
Custom Fields and Limiis

Target by Retention Time Target by Mass

Discovery Settings
Restew or modify sattings that are specific to the discovery objective for this method

Pdnme Defect Settings | lalogen bstch Settingr Common Cregment Settings Mewtrel Loss Settings

| Quantitation Settings
] Ap Resiew or modify settings that are specific to the quantify objective for this methad.

Calibrate Quiantify

3 Sample Comparison Settings
@" Reesiews or modify sattings that are spacific to the sarple cormparison objectiva for this method.

Bifiary Sample Compare

=] Analysis Specific Settings
Resiew or modify settings that are specific to the current analy=is type 2t an experiment-wide level,

Adducts Transformations Lock Mass

Custom Fields and Limits
Specify custom fields to be induded. calculations to be performed, andfor limits to be evaluated. for the analytical results.

©2015 Waters Corporation
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Search flders

| [ MetD Applicaticn Soluti.. 3

| Retention time range & |

[7] manually-specifisd retention time ranges

Start time; | (Automatic) minutes Lock mass comection
End time: | [Automaticl  minutes [¥] mppily leck mass correction
|~ MS resolution Chromatographic peak widih
\
:#:E]E@ [7] manually specified M5 resalution 7] Manually specified peak width
MS resoluion: | (AUtomatic) Peak width: | (Auiomatic) | minutes
“gh arergy
1 [ manusily specified myz range Intensity threshald: 5.0 counts

Start my'z: {Automatic)

End mifz .[,I!u[OmETI[.J- ] —— —

Off

s High energy Intensity threshod/
e Low o (T Low energy Intensity threshod

Start myz (Automatich

Edme  |putomeg || Medium S/N >3 > 1/10

[ é High S/N>10

Basirrm number of peaks 1o keep per channel: 100000

| Tips for setting 3D peak detection = |

o ® o

Administrator, LINIFEJAHmim
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Home B %

Peak Processing Settings
SRR Reshew oF Modify data procesing operations and their associaled parametens 10 be applisd 1o the data

Bl
Meaney Find 20 Peaks  Find 30 Pesks 30 [sawpe Clustering
Peak Processing Sattings
[LHgE e S e A 5] Targeted Screen Settings
Discovery Settings Resiew or modify settings that are specific to the targeted screenng objective for this method.
Quantitation Settings W

Vel i e e €~ JCPERR T TArget by Mass

Custor Figlds and Limite

Discovery Settings
B Resisw or modify settings that are specific to the discovery objective for this method

Mass Defect Semtings  Halogen Match Settings  Comenon Fragment Settings  Meutral Loss Settings

| Quantitation Settings
| aP Resiew or modify settings that are specific to the quantify abjective for this methad.

Calibrate  Quantify

1L Sample Comparison Settings
@‘ Rt or modify settings that are specific to the sample comparison oigective for this method.

Einary Sample Compare

=] Analysis Specific Settings
Review ar modify sattings that are specific to the current analysis tyoe= at an experiment-wide level.

Acithucts Transformatiens Lock Mass.

Custom Fields and Limits
Speciy custom fields to be induded, calculations to be pertarmed, andion imits 1o be evaluated, fof the anaytical results

&

®a
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Search folders..

Target identification
Mass units: | PPk =

Target match tolerancs: 200

Fragment identification
|¥#) Generate predicted fragrents from structure
Fragment match tolerance: 20 mDa

Mawimum allowed scone: a

Dietected components

[#) Extract macs chromatagrams
Tolerance:

2 Automatic

@ Manual: 300 mOa

|7 Extract a mass chromatogram containing all identified ions

Undetected components

[T Extract mass chromatograms

&) Extract separate mass chromatograms for each adduct
) Extract surmid mass dwednatograms for all adducts
Alternative assignments

If mare than one compound is assigned 10 a detected component display:
@ Only the best matching comgaund
2 Al matching compounds

Maximum candidates per zample to wse during screening and discovery @ 50000

Maomuam candidates per sample to keep after screening and discoverys 25000
Defing targeted screen component processing

©2015 Waters Corporation
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Search folders..

..... e to P [ MetID Application Soluti_ X

H-%
Peak Processing Settings
Resiew or modify data processing operations and their associated parameters to be applied to the data,
Find 200 Peaks Find 3D Peaks 3D lsotope Clustering
Peak Processing Settings
I R (i 01 Targeted Screen Settings
s Rewiew or madify settings that are specific to the fargeted screening abjective for this methad.
Quantitation Settings
Sample Comparizon Settings =
Analysis Spacific Settings Target by Retention Time Target by Mass
Custom Fields and Limits DiSCD\l‘EI‘y Settings
G Resiew or modify settings that are specific 1o the discovery objective for this meshod
Mass Defeet Settings Hobogen Match Settings Common Fragement Settings Moutrad Loss Seatings
K3 . Hl
| Cuuantitjtion Settings
i @ Review or fnodify settings that are specific to the guantify ebjective for this method.
fiEsmdiMass Detect Setting
~ L] Sample Comparison Settings
EH Rewiew or modify settings that are specific to the sample comparison objective for this method.
Binary Sample Compare
o) i Analysis Specific Settings
Review or modify settings that are specific to the current analysis type at an experiment-wide level,
Adoucts  Transformations Lock Mass
Custom Fields and Limits
Specify custom fields to be indwded, calculations to be performed, andor Emits to be evaluated, for the analytical results.

©2015 Waters Corporation
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| Sacroh folders..

[#] Enable mass defect T T
selecag socucs sekasamet.] | Continuous
Fiterype  [Cuser ——al Dlucesbpess S \ e
s Search St —_— |
2 L Mass padding: 1 Da | Chﬂer ‘ 0z
Commen Frigment Search S=ttings Cefact padding: 500 ema 0200
" Specify characteristic lons for component discovery z
SR =
FALRY H
3
0470
oo
| om0
1
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'|5£wcﬂ folders..

L

Peak Processing Sattings
Targeted Screen Settings
Discovery Settings
Quantitation Settings

Sample Comparison Sattings
Analysis Spacific Sattings
Custom Fields and Limits

i

i

©2015 Waters Corporation

Q-

Peak Processing Settings

Resiens OF Modify data processing operations and their asociated parametsns 10 be applisd 10 the data.

Find 200 Peaks Find 30 Peaks 30 [sotope Clustering

Targeted Screen Seftings

Resiew or modify settings that are specific to the tangeted screening objective for this method.

Target by Retention Time Target by Mass

Discovery Settings
Review or modify sattings that are specific to the discovery objective for this method

Pdnxx Defect Settinge | Ialogen WMatch Seitings Comman Tragment Settings

Quantitation Settings
Resiew or modify settings that are specific to the quantify ohjective for this method.

Calibrate Quantify

Sample Comparison Settings

Bieutral Lows Settings

Review ar madify sattings that are spacific to the sample comparizon cibjective for this methad.

mosmecrn— fEER I Binary Sample compare

Analysis Specific Settings

Ressiews or maodify settings that are specific to the current analysis type at an experiment-wide kewel,

Adouas Transform ations Lock Mass

Custom Fields and Limits

Specify custom fields to be induded, calculations to be performed, and/for limits to be evaluated, for the analytical results.

19
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| MetID Appication Soutl... X

Bass holerance: 50

Retention time tolerance: 005 minutes
maference sample intensity theeshold: g Counts
Unknown sample intensity threshold 0o counts
Ralative intensity threshold: ann %

RtiRME]

Need help with these settings?

®
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‘egrch folders..

H- %
Keew or modity data processing operations and ther associaied parameters to be apphed to the data -
Find 20 Peaks Find 30 Peaks 3D Lsotape Clustering
T [|PF. Targeted Screen Settings
Peak Processing Settings Resiews or modify sattings that are specific to the targeted screening objective for this method.
Targeted Screen Settings
Dscovery Sattings. Target by Retenton Time Target by Mass
Quantitation Settings
Sample Comparison Settings Discovery Settings
Analysis Specific Setfings B Review or modify settings thet are snecific to the discovery objective for this method
Custom Fields and Limits
Mass Defect Seitings Halogen Match Settings  Common Fragment Settings Meutral Loss Settings
Quantitation Settings
&P Resiew or modify settings thet are specific to the quantify objective for this method,
|
1 Calibrate  Quantify
I
Sample Comparison Settings
Resiews or modify sattings that are specific to the sarmple cormparizon objective Tor this method.
Binary Sample Compare
E% @ﬁAd d ﬂ C Analysis Specific Settings
A fesiew oF Modify S2ITngs that are Specific 1o the cLIment analysi o 2t an experiment-wide level.
"-'--..____ 1
_._'_'_‘ﬁ-ﬁddms Transformations Lok Mass
Custom Fields and Limits
Specify custom fields to be induded, calculations to be performed, andfor limits to be evaluated, for the analytical results.
Custom Feelds Summany Calculations Limit Checks
for, LIMIFL ® =

©2015 Waters Corporation 21
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Select adducts to identify targeted components in positive and negative polarity mass data.
Available positive a0du01s Selectad pogitive adducts
Mame :- Deta MassiDak  Forrwla | Charpe Mame 3+ Delta bass (Dak:  Formula  Change
+H 10073 +H 1 +H+ 10073 +H 1
K 388532 +K 1 +Ha 225852 +Ma 1
=Li T.OLE5 =Li 1 +hHa 180338 +NH4 1
AEiIRE . s 1
FELY
| >
|| Awailable negative saducts ——— Selected negative adducts
Mame 1+~ Delia Mass Dan Formala Charge A Mame 1+ Delta Mass (Dak  Formula Change
=CHICOD 320138 +CHICOO0 -1 - -H= -10073 H -1
=Ll 3439584 +] -1
) Q05 +a a
+HIOD H 2R +HCOO -
H -L0073 -H -1
[* 2 Mhaimuem liowed absolute tharge for adduct combinations
[ Allow cross adduct combinations
Specify adducts for component identification

® =
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Home

Peak Processing Settings
Targetad Screen SETlings
Dizcovery Sattings
Ciuantitation Sattings
Sample Companson Settings:
Analysis Specific Settings
Custorm Figlds and Limits

st Tran:

aters

THE SCIENCE OF WHAT'S POSSIBLE,"

| Searoh foiders.

r"iﬂ Hesnenw or modity dats processing operations and their 45500010 parametens 1o be apphed 1o the data

Find 20 Peaks Find 30 Peaks 3D Botope Clustering

%] Targeted Screen Settings
Resdieny of modify Sattings that are ipeciiic 1o the tangated screening objective for this method,

Target by Retention Time  Target by Mass

Discovery Settings
fg:"} Resiew or modify settings that are specific to the discovery obsective for this method

Mass Defect Settings Halagen Match Settings Commen Fragment Setlings Meutral Loss Settings

Quantitation Settings
@J Ressiew or modify settings that are specific to the quantify objectres for this methaod,

| Calibrate Quantify

Sample Comparison Settings
Ressisw of Modify Settings That are saecific 1o the Samphe COMParkon oojective 1or This methad.

Binary Sample Compare

f ationssis:

Resiew or modify settings thet are specific to the current analysts type a1 an experiment-wide level.

LV ) |

Ackdhucts Transformafions Lock Mass

Custom Fields and Limits
Specify custom fiels to be indudedd, calculations to be performed, andfor limits to be evaluated, for the anatytical results

Custom Fields Summary Calculations  Limit Checks

©2015 Waters Corporation

23



. 49 LY./ i
aters

VALK
E THE SCIENCE OF WHAT'S POSSIBLE.”

Searrr.' folders..

& MetlD Application Soluti._ X

Salect the rARSMOrmAHONS that You Want to a000unt Tor when identifing the tanget components within your sarmplas,

Available rarafonmaions Selocted transformations
At Mamre Dedta Mass (Dal: | Formala Classifier S Hame Ciglta Mass (Da): Famaua Claasifisr
1 2xDebromination -157B367 -Br2 Phase [ 1 Hydraytation 15003 0 Phas=1
2 2 3 Dechionngtion -BR3FT L2 Fhase [
. a 2 x Defucriration -3To0E8 P2 Phaza [
’ﬁﬁﬁ@ 4 2 % Glucuromide conjugation 3510642 +C1AHIEO12 Phase [T
3 2 xQsulfate conjugation 1915035 +2208 Phasa [ E\
G 2 x Cwidation 3lo898 +02 Phase [
¥ £ 0 eIl OO MO ALSSO2L SOf211IE Trimna [ -
a 2 % Reductive dechlosingtion -67.522 -CI2+HIE Phase [ s
! E 2 x Reductre dafiuerinatian -35.8811 -F2+HI Phaza [
I 2 Sulfaie conpugation 1599136 +5206 Phase [
1L 2-ethowyl to acid 3G CHAO Phase [
13 5xCwidstion 470847 +03 Fhase T ¥
Iaximum number of transformations:
Phase l; o :l
o BmE
7 Fitter transformaticn list based on functional groups that are present s
[ Run the dealkylation toal > HE*?DE{{
[# Lecalize transfemmations [I7] Specify a trapping agent
aximum number of fragment peaks to |1 Cyano

TR GBI

® 0o

©2015 Waters Corporation 24
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| Scientific Library

2
Waters
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Sogroh folders. B

Cizlete
FomriuE
2 1008875 = CTHENZ
3 QL3SAT -CHA+D
Synanym types e | 11908473 +CTHING-O
Structure index creation 5 12807383 +CSHENI.O
e P R & 17105276 +CIHTND
1E 4201050 =C2H20
2 -201570 -H2
k] S1201060 -H2O
i 10 3400550 +HI02
! 15805641 +CIHIND
1z 4798470 +03
13 E4T00 -HE
14 TOO4190 +CAHED
15 14470250 +CIHIAOEN
N 15 489520 SCM-H
7 000920 =CIHEMNOS
18 L0608 +CEHTMA.O
1= 29511616 =CI4HLINTD
0 SOO4M00 -CTHS
21 791830 -Br
&z 1STRIETG -BiZ
23 2740390 .CO

Drescription 1

248

2-gthoogyl to acid

4AB

6AQ

Al

Acetylation

Alcohal 1o ketare
Aleohals dahydmatian
Ale=nes to dilypdradisl
AMC

Anamatic thicls o sulfonic acids
Amamatization of saturated nng
Butyryl conjugation
Casmitine conjugatian
Lyama

Cy=teire conjugation
Dap

DAPKAE
Debenzdation
Debromination

2 3 Debromination

Decarbomylation

Classifers

Suaraszans Labelling Reagert
Flsarescent Labelling Reagent
Phazal

Fuorescent Labelling Reagent
Fuaraszent Labaliing Resgert
Fluorescent Labelling Resgent
Phase ]

PhaseT

Phazal

Phas=1

Fuorescent Labelling Reagent
Phas=T

Phasal

Phazall

Phasa 1l

Matabelita Trapping Agertt
Phase 1l

Fuaraszent Laballing Resgent
Fluorescent Labelling Reagent
Phase]

PhaseT

Phasz]

Phasal

— Y
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ing Sactions

Home
Peak Processing Settings
Targeted Screen Serlings
Dizcovery Sattings
Ciuantitation Sattings
Sample Companison Settings:
Analysis Specific Settings
Custorm Figlds and Limits

AiEmhLock

G
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] Seoroh foidens.,

Hewiew or modity data processing operations and their associated parameters to be apphed 1o the data
Find 20 Peaks Find 30 Peaks 3D Botope Clustering

Targeted Screen Settings
Fiswieaw OF Modify SSEHNGS Tt are specific 1o the 1argeted Screening objectiv for this method.

Target by Retention Tima  Target by Mass

Discovery Settings
Resiew or modify settings that are specific to the discovery absective for this method

Mass Defect Settings Halogen Match Settings LCommen Fragment Setlings Meutral Loss Settings

Quantitation Settings
Rewiew or modify settings thet are specific to the quantify objective for this method,

Calibrate Quantify

Sample Comparison Settings
Reshsw of Modify Setlings Tat are saecific 1o the Samphe COM@arkon ojective 1or This methad.

Binary Sample Compare

Qnalysis Specific Settings

R modify settings that are specific o the current analysis type at an experiment-wids level.

Acldhucts Transformafions Lock Mass.

Custom Fields and Limits
Specify custom fiels to be indudedd, calculations to be performed, andfor limits to be evaluated, for the anatytical results

Custom Fields Summary Calculations  Limit Checks

26
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| MetID Appication Solutl... X

Lock mass
Combine wigthe 3 scans
Mass windoes os mfz

Reference mass 1. 556276575 mfz  (optional) |

Reference charpe 1! 1 {optional)
RalelEfice Mgk I msz  (optional)

===
”‘\Eﬁ@ Reference charge 22 1 {optional)

Qpticnal figlds cnly required if everriding acquired sathings
o when using MassLynx acquired data.

ME resulution
7] Manually smecified M5 resolution
M5 resolution: | Automati) |

Need help defining settings?

® &
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[ =R mu & My work

Home

[FI's main task menu in the upper keft cormer to display a st of common tasks.

Create analyss...
Creata analyss method...

Analytical workbench
Scientific librany

Browse files
Imnport data from file system
Import UNIFI data

FelaT 10 Applcarion Foumeon Coampl.
Pas

Meg

¥\ Admindstrator, UNEFT JAHIRSTEn s ® =
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Eﬁ@um-w =2
B - H &l My work

Warkin Progress | Saved Work  [nstrument Systems  Reports to Sign (0)

ou hawe no work in progress. 5q° B e — tersks,

Create analysis._
Crezte as miethod.. 2

[ anakysis me Creste Anatysis
Analytical workhanch b
Selentific linrary
Biwes e How would you like to create your Analysis?
Import data from file systiem 3 X g
Impart UNIFI data #+ Create analysis using last settings

Cwickly create an anakysis uring tha last configured settings. This option may be unavailabia
it previowsly used methods, sample lists or analyses are unavailable.

Riet ThAnehicaianeehien el # Create analysis by acquiring new data
e | Craate an analysis by selecting the instrument system and method,
eg 1|

* ceate analysis from eisiing dote. €— 15EIECreate ahalysis from existing data

Create an analysis by selecting the data and method.

®a

Administrato
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Creats analys...
Creata analyss rmethod..

Analyticad workbench
Seienditic library
Browse files

Import data from file system
Irmnport UNIFT data

fa“*- i

MEL LU ADPIICatO SOIEN EXaMpL.
Pos

& Administrator, LRI f."\-'ill‘lir:\;:'. e
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Waters

THE SCIENCE OF WHAT'S POSSIBLE,"

Heg | |

You have no work in progress. 5t

sﬁ Create Analysis

What analysiz method and existing analysis data do you want to use?

Sample set or analysis

Select a sample set or an analysis.

e JE—

Analysis method

Select an enalysis method to use,
[Mel 1D Application Salution Example MS"E Analysis Method Dec 31, 2013 19:05:44 ¢ ~ | g <

ieiESample Set

—

=ENext

WERRIBIFAYANalysis Met
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Creats analyss...
Create analyss mathod..
Analyticad workbench
Scientific library

Browse files

Import data frem file system
Import UNIFI data

2 ]

et 1D Application Soluticon Exampl...
Pos

Administrator, LRI TR etree
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ﬁ Craate Analysis

Enter the analysis details

Marme;
Met 10 Training

Desonphion

Folder:

Company T

—
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HEtAnalysis &
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Home

Yol have no work in progress, 5§
Create analysis.. 3
Create is method..
s Create Analysis

Analytical workbench
Scientific library
Browse s Analysis summary
Import data fram file system 3
Import UNIFI data Detils

Mama: Mgt 1D Training

Descripton:

Type: Metabalite [dentification - M5
=10 spplicadan Seutien Exampl. METRGD: PAETIL) BAPIAGON SN Eaiphe Mh ™ E ARGRSE Matidd Déd 51, L3 1!
Fos Sample data: Met I0 Training
Meg ] Calibration:

Falder: Company/HTE

|
i Finish
*1 Administrator, UNIFTTAHE il 5 | m @
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| Review | Investigate  Report

A et 1D Training: Analysis.. %

A\ 4y y

Waters

THE SCIENCE OF WHAT'S POSSIBLE,"

'|Sewc.'1 foiders..

2 49 Review Results

310811 036

Component Summary ~

4  Componentnamae Lehel  Fomuls myz Chserved AT fmin)

@ ldentified Components
o Unobsenved Components

o URKNown Components

[1] ’

 lserbapa Match bz RIS PAM

O timits > [F] Fracess (G Edit =| @ Tools = (| (Hre -

i Smple informaticn...
| L
| Custom formula
Analysis method
Passed Moutral Loss Filker | Passed Maks Defect Fiker  Passed Halegen Match Filter  Passed F

Isatzpa Match Intansity RMS Parcent

AdEdit EESample information

Chromatograms ~

Spectra ™

Mo data to display.

Mo data to display.

® Admindstrator, URIFL G
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v Batch Cuerview
Review

@ Identified Components
o Undbserved Components

o Unknown Components

@) Limits = [ Process W% Edit = @8 Tools = [ Drke -
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i 310811 036 [ .
e T Filers =
Corl Sample [nformation Editor .
A Edit Dafect Fiter  Pazsod Halogan Match Fitter  Passed F
£ S > = 5 le >Ref
e o QI E) R BNAF AR Sample ty pedipl Reference
f Ganaral ‘//|' Tabls | Dispiay |
§2 310811 036 Well: 132 No. of Replicates:
- | "
© Sampla Mamea  Sample typa Sampis pasition  Description Replicates | Sampkawaight | Diution factor _L 1
Chra| #1 3108103 122 Mefazodone T 10 & dilted with water 1
E Z AT _037 1173 Mefaaoednns TS 10 5 Mlised with warsr 1
3 310811038 124 Nefazodone T15 10 x diluted with water 1 |
|
4 | 310811038 125 Nefarodone T30, 10 x ciluted with weker 1 |
5 310811040 126 Mefazodone T45 10 & dihuted wih water 1
& | 31081108 127 Mefazodone T45 - cofactor, 10« diluted with water 1
T 30811042 128 Nefazodone T45 - microsames, 10 ¥ diluted with watsr 1 3
B 310811043 129 Nefazodone THI 10  chited with water 1
a 310811 044 1:30 Mefazodona T120. 10 x dibted with watar 1 -
o i i k
=0k
9@ a
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b Met ID Training: Analysis... % |

| Review | Investigate  Report
€ imits = [F] Process @8 Edit = §B Tools = [y (Drle ~

4 Review Results
310811 036 [ ' F Fiees

Component Summary ~ e
| Component nama Lshal  Cemaua omyz Obseresd AT (min) ¢ lsstopa Match 8z RMS PAM satapa Match Intansity RWS Parsant ,ﬁ@f@ C%E%M%&r Passea |

o Unabserved Components
o Unknown Components X
m .

=

Chromatograms ~ Spectra ™

Mo data to display. o data to display,

9| ®a

Administrater, UMIFL JAdministraten
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i MetID Training: Analysis...

| Review | Investigate  Repart
& 4= Review Results ) Limits * [ Frocess 4% Edit = @ Tools ~ [ | @D re ~
e LAt i L T Filters =

Compeonant Summary ~
A Comporantrama  Lbal  formis  my: G POCSIGIE | i ——

roant  Passed Mautral Lass Filter | Passed Mass Defart Fiter  Passod Halogan batch Filkar  Passea |

Please choose your processing mode:

& ofoplified Componcai + Peak processing and full application
& Unobserved Components processing on all samples
o Unknown Components Perform a5 processing, 30 peak detection and then
- |' 3 full applicatign processing. = .

Chromatograms ~ =+ Full appligation processing on all samples
Perform full pplication processng,

Mo data to display.

spiay.
+ Keep manual changes

| Keep mamual changes and only perform the application

1%&$FEPeak processing and full application

% Advanced processing..
Configure advanced procesing options.

| Enabile all modes, Let me decide which Modes ars relevant.

7 a9 ®a

nimstratar, LML
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AL Wt ID Training: Analsis.. X |

) umits ~ | [ Frocess | @ Edit =~ @ Toos ~ B | Hrae -

Component Summary -

© Unobserved Components
o Unknown Components

Chromatograms * Spectra *
Peak Processing - Calculating Chrgmatographic Peak Width

oo
| 0%
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L 1
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|Searah folders..

| Review | Investigate  Report
1 4 Review Results ) Limits = [ Process @ Edit ~ @ Tools ~ B | @Sre ~

L & “F Fikers =
Coamnnnant Summane ™
Summary Lo
o Baich Ouenview Save view a5,
" Manage wiews...
@ Identified Components Customize workflow steps..
o Unobserved Components
Import wagﬂm
© Unknown Components i
Export workfiow_
Chromatograms * Spectra *
Item name: 310811 _036 Iterm name: 310611 _(36
Lhannel name: Metazodane [+H+] W00 Da) 470231 ¢ Lresenphion: Metazodors 10, 10 0 aiubed with watsr, Channel name: Low erergy ; ime L2040 +7- IUEE mnutes 5.
- 50000 =470.23166 | S5
|
F 3 =
= =
3 =1
a Q
EL =
= 25000 - 25000 = 255 472.22913 2505
a . 2 =
= 3 3 E
= 5 & 47323145 £
27415352 469.20531]
g z 1 59,3515 i)
0 ] = A 04+ AT R
i) E o 27415352 4p9.20531fh 49221384 ; g
2 g 2
£ I 47323145 =
3 51
= 25000+ - -25000 5 2505 472.23913 --15¢5
2 z
3 &
= =
T T T T U L) T 1 T -sm T T T T L L] T i '555
0g 1 15 2 5 3 35 Ll 45 5 i 350 400 450 S00 550 600
Ratention time fmin] Oserved mass [m)z]
Item name: 310611 _036 Trerm name: 310811 _036
Channel name: Mefazodaone [+H+] : [RO200 Da) 470.2317 Description: Mefazodore T0, 10 x dilusted with water, Channel name: Low enargy : Time 32680 +/- DOEE minutes ..
a|®a
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Search falders..

ELd

O Limits = H Process W0 Edit = @ Tock ~ B @ File ~

310811 036 m . a :.lemudum . YT

& MetID Training: Analysis.. %

Component Summary ~

o Baich Ovendiew | Compare Results only available between Reference and Unknown samples
Review
@ ldentitied Components .
o Unobserved Components = Cpen [ X |
o Unknown Components 4 @v| b * Computer + Elements (I3 * MetID Application Solution Media * \Workflows - | by | [ search workfons 2|
Cinganize * New folder E- O @
| £
. o Doouments 0 Hame Diate modified Type Size
= :
e oy v i E ; 3 Channel : Loww : Time 3.2680 +/- 0.00%8 minutes .
: : 2 3,389 KB water, Channel name: enesgy : Time 3. 0058 mirwtes .
“EEMaetabolite Identification-Workflow:xml e =
= B videos
E 5 AETH
S
%- Wi |= -:3-?2.!25‘15 -2 5e5
£ & 050 473 23145 E
< NewVolume (D) daszusaifl LIEDL
& Elernfanlsl‘j:] ssazoszily amzziaes 59636154 £
s & SolUtionceners 0] 47123145 &
2 2 Puiblic (shanghai) () - 7
E 47222516 --2.5e5
E File name: Metabolite Identilication WorkRowxml - | XML file (i) (*xmi)
== = —————— = = == — ———————f T T T I--EEE
a5 1 15 ] 25 3 as 1 45 5 00 350 400 450 500 550 600
Retentian time jmin] Oibserved mass [rmyz)
Ieim name: 310811 036 e name: 310811_036
Channed name: Nefazodone [=H+]; 10,0200 Da) 4702317 Description: Wefarodone T4, 10 x diluted with water, Channel name: Low energy ; Time 3.2680 +/- 00058 mirutes ..
. & ® 5
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A et 1D Teaining: Analysis . %

Waters

THE SCIENCE OF WHAT'S POSSIBLE,"

Fr

Seorch folders..

Component Summary ~
A Companant nama

1 Mefazodone

2 Nefaodone+0

5 Binary Compartison

» Metabolite Map

3 HNefarodare=-CL1HL N2 dealkylation)

Label

) imits = [ Frocess Q4 Edit = @B Tooks = By Drke -

»  Biotransiommation Localization

L

o

o

o

o Trandplot Chromatograms ~
o

o

-

310811 036 [¥1] . @ Mefazodone " C —
[ =

Famuia myz Obsarsed RT [min) |t lotopse katch Mz R3S PPM ksotope Match Intensity RME Parcent | Passed Neutral Loss Filter  Passed Mass Defect Filtar  Passed H
CISHINSOZ 4703517 337 o7 155 ' |

CIEHIZOINGDT 2062247 37 472 1447 4] -]

C14HACINGO 2031508 440 306 2064 f ]

T — ! E
G Impart g

j .. The workflow file containg views that match existing views,

©2015 Waters Corporation

> Summarize Across Samples Item name: 310811_035 S Do youwant to ovenwite the exizting viaw data with the 1056 Channel name: Low energy @ Time 3.2650 +/- 00098, ©
y Standard Cunes Channel name; Nefazocone [<H+]: (00200 Da) 470.22 view data contained in the file? azodone T0, 10 x diluted with water
+ Drug Related Properties | soooo 47p23166 e
o Metabolite Review Annatated { Mo
40000+ = 25654 7220018

A I
§ a4

E‘ a0 N L ? 27415352 596 36158

£ T T T T T T

g @%Ye S 100 200 3w 400 500 500

= Iterm name: $10811_036 Channel name: High energy ; Time 3.2680 +/- 0,0008,..

E 20000 Description: Nefazodong TO, 10 x diluted with water

- 274.15540 107e5
7 100000 ™
§ 24612372

10000 8 &
= §3.05031 14008157
K me [ 7515620 47027060
5. I i o }3011303 7616000
4] - 0 | . I | i L '
T T T T T T T T T 1 1 T ¥ 1
05 1 15 2 25 3 a5 4 45 5 Log 20 300 400 500 600
Retenticn tieme [min] Ohsarved mass [my/z]
a|®a
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Review | Investigate  Report

& et ID Training: Analysis... X

- T

aters

THE SCIENCE OF WHAT'S POSSIBLE,"

e

) urnits = [ Frocese @Y ean + $ ook ~ B (Trke -

##£Injections an@«GOMponenfSesemeo - —
WiorkMow - — [ 8 1
nfent b ompanent Compeonent Summary ~
4  Componant name Lsbel  Formula miz Obzarved BT (min)  © Isctopa Match Mz RMS PPM | Isotnpe Match Intorsity RMS Parcant  Passed Newtral Loss Fiter | Passed Mass Dedact Filter
1 nefazodone C25HI2CINGO2 402315 327 088 055 F =
2 hafasadone=0 CISHIICNSOS  4BGI363 307 100 1m I 1]
& Metabolite Review —
3 metszodone-DSHICealkylation C19H29N502 3602556 213 z09 530 il
o1 Binary Comparison 3 = =
4 Nafasodens.C15H19N302 [dealkyize. .. C10H13CIN2 187.0835 21 Zat 13.24 ¥
o Metabolite Map 2oy e
5 MefazodoresO C25HI2CINGO3 485.2248 293 37 489 I v
o Biotransformation Localization = =
6 Wafasodene-D6HICKdealkoylation|+0 C15H28ME03 376.3325 177 £.52 1330 (= i
o Trendplot = =
T Mefaodune-C2H2[deskylation) CIIHICINGO2 444.2180 337 5,34 1562 [ &
o Semmariza Across Samplos
2 o Dt il I D00 L L CINME O Oy T CLHAIZINIOD ZIEA0TF a7 704 LD ]
o Standard Curve 5 = >
Nefazodene-C11H12M20[dealkyiat C14H20CINGD 55,1623 441 496 .30
o Drug Related Properties I (dentytiny
o Metabolite Review Annotated 14
* [ "l ¥
Chromatograms ™ Spectra ™
[tem name: 310811_028 [ten name: 310811 _033 Channel name: Low enengy ; Tame 3,.0711 +/- 0..., -
Charneal name; Kefazodone+0 [+H+] : (00200 Da) 486,2263 Wefazedone+0 Description: Nefazodone T15, 10 x diluted with... r
a7 5
apezndy" n
E
E 10000+ E 100000
é H
= =
§ 5000 z
g £
= E
o T T T T T | T T T
05 al 15 2 25 3 35 4 4.5 o T T T T T T
Retention time [rin] 150 200 250 300 350 400 450 -
* 1 Administrator, URIFT ARSI a@ | @ Q
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Search folders..

R:mew Investigate Report
i 4 ReviewResults € Limits = B Process @ Eclit ~ §PTook ~ B | FFie -
310811 038 i 1 @ MefarodonesD (R T Filters *
[ = =
Compaonent Summary ~
4 Sree Desaotian - 4 Companent nams Labal  Farmala iz Chserved AT (min) ¢ kiotope bistch Mz RME FPM Izotope Match Intensity RME Parcant  Passed
1 310811 036 Muofazodone TO 10x diluted with wabar & Complets: 1 Nefazodone CISHIZOMEOZ P 317 088 05
R S 2 Nefandona+0 CISHIAIMEDD  dBe263 e 1m0 10t
) : :
st il D T W7 compers 3 Nefazodone CEHICden C19HZONE02 I60.2386 213 28 530
a :
A Nerine 128 Ml et hanler ﬂ Cormpkts 4 Mefseodone-C15HISN., CI0H13M2 157.0835 211 241 13
5 | 210013 040 Mafszcdong TAE 10w dluted wah waser WT compits U n kOWﬁ”ma o5y e i it
6 i ) . : 4ga2
AL Mefacindoe 1495 EokockonsL ) A Ruterd With s ﬁ. Lot 6  Natazoddone-CEHICHDA - CISHEZINE03 762325 L7 552 1330
7| a0811 042 Mefazdone T45 - microsomes, 10 5 diluted with water I complets 7 | Nofarodmne.C3H{daslk CI3HIOCINEO3 3140 337 534 1563
B -
! eiphds) Nefserxime, THC e el vt maler i? tompt: 8 notoeodone C10H1LCINL. CISHILMEDS 921657 297 731 2110
9 - H
A HEfmzodone 20, 1 ic Mted vt oty i compirs 9 | Nefarodone-CLLHIZNE.. Cl4HRENID 2993623 4t 495 2030
Elr T " * Ja
4 m .
| 4 Staws  Lsbol | Mame CtasarveddRT (mind ==
1 @ [ — 337 Chromatograms ~ Spectra ¥
e @ wﬁ 107 Ttern name: 310811_038 x [tem name: 310811 034 Channel names Low erergy : Tim.. & = =
; Channel name: Nefazndone+0 [+H+] : [0.0200 Daj 4562263 Description: Mefazodone T15. 1. |
3 = Mefazmsdone 0 293 ngmiq 12365 |
4| @ Hefazodone- CI5H1SHI0R deabylaton) a . clb sezes |l
5 @ Hefazrdone- CA0H1ACIN dealkyissin +0 2a7 3 i g 100
! a2 |
& (=} Mefazodone-C11HIZNZ0idealkylationt aa1 = s =
7 = Mt azodone- CEHICldaaligatior) 213 i & copoo
z &
# & Matszodone- CEHEC)deaitation) 0 177 2 E
] @ Plofezndrne.C3H N salkyistion] 127 g ; T 17 z 1 i
T T T
Rietention time [min] 200 00 400 &
* Administr x @ @ Q
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| Review | Investigate  Repart
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& 48 Review Results

Irjections and Companents

4 310811039

3 30311040

B 310811041 hsfazndone T45

T 3gmoe Mefazndone T45
i B 310813043 Nafarodene TEO,
i 9 310811044 Mefazodone T12

A Staws  Lshel | Name

1 y @ Nlel'aﬂoame

3 @ Mefazodone+0

4 ] Mefazodone-C15H15M3 02 dy
5 ) Mefazodone-CLIH12CIN2Ide,
& = Mefazodone-C1LHIZNZONE:
7 ] Mefszodone-CEHICHdealtyla
8 & Mefazndone-CEHECseeyla,
£l ) Mlefazodene-CaHI daalkyiatis

©2015 Waters Corporation

H

g@i%workflown 310811 038 R

Component Summary ~

Nefazodone 0 (N
| =

) Limits ~ [ Frocess O Edit = @ Tools ~ [ | Dk ~

“F Filters

4 Companertname  Label  Farmala myfz Ohserved AT fmin) ¢ lsotapa Mateh bz AMS PPM [sotopa Mateh Intansity RVS Parcent  Passed Moutral Loss Filter | Passed Mass Defect fiter | Passea Halogan Mat
1 | Nefsodone+O C23HIACINGO3 4BE.2265 307 090 463 7 ] Ed

2 Nefaeodone+( C25HI0ING03 482267 ER [T 286 .4 4] i

3 Nefaodons+0 C25HI2CINGOI ABGI265 307 038 107 | L] ¥

4 Nefazodone+O CZSHIZONSO3 4851263 307 w82 Z88 [l 4 i

5 aredemesd coMBONSl s w 100 Ety l 7 =
& NetazodonesO C2SHIZCINGO3 482251 .07 310 410 E ¥ i

7T Nefazodona+0 C23HICINGO3 4852247 EXi 472 1147 E |5 F

a

]

! _m ] ¥
Chromatograms ~ Spectra *

Ttern name: 310811_038 ftem name: 310811_038 Channel names Low energy @ Time 30711 +0- 00, & - e

Channgl name: Netazndone+0 [+H+) : [0.0200 Dal 4863263 Mefazodone+0

Description: Metazodone TL5, 10 ¥ diluted with.

307
e | |
F
8 10000 F 100000
: i3
=) i 3 L
2 5]
2 5p0 =,
5 50000
3 3
A =
o T T T T T T T T T
b5 1 15 H 25 T 25 1 15 0 - . - - . | -
R 150 200 250 00 250 400 50 .
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2 4 Review Results

o Batch Owerview
Review

& Metabolite Review

1 Binary Comparison

& Metabolite Map

o Bistransformation Localization
Trendpiot
Summarize Across Samples
Standard Curve:

Dirug Related Properties
Metabolite Review Annotated

o0 D0

Acdmimistrator, LIMIETA
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Component Summary =
4  Comgonentnams  Labal
Mefazodone+Q
Mefazodlone+
Mefarodone+0
Nefazodone
Nefazodong+0
Nefazodongs 0
Nafazedena+0

Wom o~ et A W R e

@) imits = [ Process W% Edit = @8 Tools = By Drke -

4

Chromatograms ~
Iterm name: 310811 _037

Channel name: MNefazodone +3 [+H+] : (0.0200 Da} 4362251  Mefazodone+0
30

ntensity [Courts]

a

) 210811 037 [+ |+ Nefazodone+0 ‘ iﬁ /\.U k Egﬁ | Fra
Injections 9/9 Mo fiiter j E I nKnow (u]u]
Fomnala g | | T name Eesanplion fatch Intancty RME Parcent  Passed Nautral Loss Filter | Passed Mass Dafect e Passed Halogan Matl
cosana] 1 0803 Mefazodons 10 10« diluted with watar yo | & 5
CE3HIZC _— : j:!f: E 3 STl 286 .- il 7
P 3 aipeii o3 Metazodone T15 100 dilated with water L7 I i v
] @ Sl0BLLOI Mefazodone T30 10« dilited with water 55 - 7 7
o] © | L0BLLO40 Mefazodane T45 10 x chbited with water e F 7 7
I 6 31081 041 Mefazodone T45 - cofactor, 20  difutad with © e = = =
cagpaac] | 7| FL0BLLDAZ Mafazodone T45 - micioscanas, 10 & dilLed e = = 7
B anomii g4 Mefazndene T60, 10w chilned with watar
9 anpe o Mefazodone TL20, 10 dbuted with watsr
ﬁp L,

Trerm name: 310811 037
Description: Metazodone T3, 10 x diluted with...

Channed name: Low enargy : Time 30713 +/- Q0. ~

w23l

Intensity [Counts]

05 1

T T T s
15 2 25 E 15 4 45 o T T
Retention time (ninl 150 200 250 00 50 00 450 .
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Raview | [nvestigate Report

& 40 Review Results 4 limits = B Brmreas g - BTl ~ T (Drae v
310811 037 o1 [ || g Ne f —~ ' |
H | H | Filters =
"= Viewsy Metpholite Summary | ¥ |
1 ] -
Component Summary ~
Summa| o e :
5 Hmh'.'l" ) 11 Comgonent name Label F‘E:‘:mm iz i A . Dl'ug Related Pl'opertles JL:L Identificatin stats
—— © View 1EiEMetabolite'Sum ‘ i =
e ew 1EiEMetaboliteSummnrary | » Metabolite Summary
3 Mcfzodone+ CISHIXIMSO3  4BE.2I6Z 293 = Idarsified
o Bi Compari = 5
e el 4 Mefzzodones O CISHIINSOI  48E2IG4 313 b Quantitation Iderified
CHiiactabpine i 5 Mofarndons-CATHINCING O (daalkyiati... B0 1610595 487 3 Idanificd
Biotransformation Localizati g™
& T:':nm gt f  Mefazodone CISHISMION dealoylati.. CLOHI3CINZ 197.0842 212 1’ Sample Summaf!r' Tdersified
o}
TS T Mefazodome-CITH1ZM2Oid ealkylation) CL4HZDOIMID 295,107 440 a Ienified
a IMErEE ACTOES 5am)|
i —— B Mefamdons-CEHICHHeeinntian) CLOHIDMECE EELEE FEE] C tvi > Idursified
. urrent view 2
g 2 5 3
B Rkl P Hefazodone-C2H2{dealkdstion] C2IHIDCINSOZ 4442163 13 Tdersified
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