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Compound Detail

Compound: Fluometuron

Experiment: Category:
lonization:

» CAS: Formula:

MNeutral Mass: 0

Target Peaks +
Peak 1 —
Precursor Mass: 233_ i Confi |'mir'|g Peaks {Quan Cnly) +

Product Mass: 72

Adduct: .None -
Charge State:
Time range peak: [C]

Window (sec): SDU{J

RT (min): 000

Collision Energy: .;D.'DD

Lens: 0.0

Erergy Ramp:  0.00

Precursor Product Mass Collision Energy:
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Compound Database - testl*

Search } 7 M Compound Detail = = y/
Alachlor SRM +  Compound: Alachlor
Fluometuron SRM
Triadimefon SRM Experiment: SRM  Category CAS: Formula
e (e Neutral Mass: 0
T Target Peaks
Peak 1
433
e 22y

ss: 270
238

Positive

None

Charge State: 1
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Create Master Method

There are multiple ways to create a master method.

Select the technique you want to use.

Method Forge
) Use Method Forge Performs peak djeiedlon agalr_‘lsl a raw data file.
Performs library lookup if requested.

Import Xcalibur Processing Method
i) Import ¥calibur Processing Method Imports a previously created processing method.
finding configured compounds and reference spectra.

Create blank method
) Create blank quartitation method Associate a raw data file and
manually select peaks.

Select Compounds from a compound database
Creates a blank master method and displays the

© Select compounds from CDB configured compound database, allowing
compound selection.
71 Create screening method Create a screening method

| oK | [ Cancel

1%EF “Select compounds from CDB”, i “OK”, HILU1F XGHE:
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[BSectal) Search @ 3 Compound Detail

Compound Formula

achlor SRM +  Compound: Alachlor
Fluometuron SRM
= S
Triadimefon SRM Experiment: SRM Category: CAS: Formula:
Ionization: None Neutral Mass: 0
Target Peaks
Peak 1

Precursor Mass:  270.000
Product Mass: ~ 238.000
Polarity: Positive
Adduct; None

Charge State: 1

Window (sec:  30.00
RT (min): 0.00
Callision Energy: 0.00
Lens: 0.0
Energy Ramp:  0.00

. . Add Selected Compounds to Methed s
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File MethodView Tools Help
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Method Development ~ 1| Method Vi Unnamed

)
Real time status | User: shuyingpeng | @ 4%
 Waiting for Device Initialization ) i)

¥ Method View bl Calibration fle last used:

General >

Lab name: Default Laboratory =l
Compounds Assaytype: Assayname
G Injection volume: 1007
Groups Mass Precision =
preos lon range calc method: Manual =
¥ Compound Database
Instrument method: | 0 [ e || vpdate
Compound Details
Instrument View Background subtraction range option
Development Batch Number of scans to subtract:

Stepoff value:

Mass Tolerance: 5005 @ MMu @ pem

Acquisition Include Data Dependent Filters

Analysis

Method Developm

P 01502122
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File WEEGLLRATETE Tools  Help

M Import an Xcalibur processing method...
Associate a raw data file...

I Adjust retention times...
Method report options
Import published methed
Export mass list

Bk L BT R A -

Update instrumentArace selections @ No
|Update target ion ratio values @ No

|Update scan fiters for all peaks () No

Automatically set reference spectrum @ No

© Yes
) Yes

@ Yes all peaks

) Yes

Raw data file to associate:  D:MCourse materal ST EEBEIE 2014122412 raw

) Yes, only peaks without fiters

Yes, with background subtraction
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1E “Raw data file to associate” 713k BeEdE 04,
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Grid
Peak . =
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£ “Acquisition List” 1, ¥ H(E S C&mhn.

1E “Identification” ', HEEMMNER, W TK:

Acquisition , Detection | Calibration | Calibration levels | Chk Std levels | Real Time Viewer

RT Compound Compound type Active  CAS No LIMS 1D Use as RT Reference Reference compound
| 0.00 Alachlor Target Compound NA |}
2 0.00 Fluometuron Target Compound NA =
3 0.00 Triadimefon Target Compound NA =

RT: ZH RIS IE], 2Ty Rk, AL

Compound: &R, CiddEdE EEEMA, AR

Compound type: FHEFIZA T NRFNYNIE 2 NFR (W RXTHAREER, HEETEN
AhbRiE, AL TR B ER LT “Target Compound”)

£ “Detection” 1, WEBNMTISE CHAEEE T, BTN REERE THIER

BZHO:

| Signal |DE:E|:: |S.ui:at:-ilit:,r | Ak

Times %71

Expected RT

Window (sec):

Wiew width

Detection type: [Single - Detected

)

825=

30002

050/%

Times | BRG] | Detect | Suitability | | ¢
0 XIC @ Filter
Detector: [Ms - |
Trace: [Massrange v]
Filter: -
Ranges
Start End
myz m,z
22 | |

Detection type: 1%F¥ Single-Detected
Expected RT: $# N\ 4155 1R BE i ]
Window(sec): R %% Z [P (8] 4 22 7 1]
View Width: £ i#% & a] B A 55

Signal 11 :

HEFE “Filter”

Detector: E# MS

Trace: %% Mass range

Filter: FHiifkd¥x] M.2H 53 ) Scan Event




Times | Signal | PlRimag | Suitability | | ¢

Sensitivity: [ICIS -
Detection method:
Srmoothing: 1=
Area noise facton S
Peak noise factor: 10=
Baseline window: 40 =
[C] Constrain peak width

506

1.00 1=
Min peak height (5/M): 30
Moise method:
Min peak width: 3=
Multiplet resolution: 104
Area tail extensinn: =

Detect JEI: WE SO SE, L anEg
DEHE

Sensitivity: T Hr i EEFA 5 77 2 BRI A ICIS)
Detection method: Nearest RT

Smoothing: N T w2

Baseline Window: 2k 55 f

Area Noise Factor: THIFRME %

Peak Noise Factor: UM%

Min Peak Height(S/N): HEN & /Mg

R AR 73U R e ¢ B D At 25

B IZH 73 1) Detection £ RIS 5 f5, i “ Calibration” JEIH

Acquisition List  Idenfification | Detection Calibration levels

RT Compound Compound type f;:’e“”'” 3:‘””“
1 sz Fluometuron Target Compound  |External |~ | Area
2 |1114  |Triadimefon Target Compound  |External | = | Area
F o3 [1236 | Alachlor Target Compound | External [ = | Area

Chk Std levels | Real Time Viewer

Curvetype Origin  Weighting Units  ISTD Amount  Linked compound
Linear Ignere  |Equal  |ppb
Linear Ignere  |Equal  |ppb
Linear Ignere  |Equal  |ppb

Standard type: | fii%EHF € &%, External (JMRVE), Internal (PIARIE)

Response via: Area (T
Curve Type: Linear (Z&VE[A])9)

Origin: %288 J5i 5 (Ignore), #filid i s (Force), {5 (Include)

Weighting: Equal (F{E)
Units: $# N\ AL
ISTD: #NWIRE, EFENIRY)

Amount: FAWRE, FENARIIARE

%% “Calibration Level” T
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Manage Calibration levels
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Acquisition List Identification | Detection | Calibration IOl BV-EN Chi Std levels | Real Time Viewer
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RT Compound 1 L2 L3 L4 LS
1 825 Fluometuron 10000 20000 50.000 80.000 100.000
5 [1124  [Triadimefon 10000 20000 50.000 80.000 100.000
» 3 |1256 |Alachlor 10.000 20,000 50.000 80.000

20140819
20141022
20141029
20141103
292

3

404

3

Type
Screening
Quan
Quan
CQuan
Quan
Quan
Quan
Screening

Quan

o

Date Changed

02-20-2014 03:54PM
03-20-2014 11:56AM
08-19-2014 03:18PM
10-22-2014 07:35PM
10-29-2014 08:21PM

11-03-2014 07:48PM

05-13-2014 01:30PM
07-01-2014 05:39PM
07-01-2014 06:03PM

10 737 N1 A AT AINKE

Size (MB) Domain

0.03
0.06
0.07
0.07
0.07
0.07
0.07
0.03
0.07

Fa¥. bl

General
General
General
General
General
General
General
General

General

New Method  testl

Ci\TraceFinderData\Methods'\20141103

mii “Save”, {RAFEBEEIRALIE 7L “Testl”

MU A T 5 “ Analysis”, US04 AL 38 (8008 SCAF, LR
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8D CresteNew Batcn e
@ @] | Bach Type Date Changed Samples  Methad Size (MB)
: : 1029 Quan 10-29-2014 08:27PM 6 20141029 012
I Clrzcebinder Dy iggec 1103 Qi 11-03-2014 07:45PM 6 20141103 0.12
= Folderdot e, =
12 Quan 05-13-2014 01:33PM 6 292 012
20140819-1 Quan 08-19-2014 03:20PM 6 20140819 012
292-404 Quan 04-10-2014 04:00PM 5 292 0.11
5 Screening 07-01-2014 05:38PM 3 3 4.29
6 Screening 07-01-2014 05:40PM I 3 1.00
T Quan 07-01-2014 06:05PM 6 404 0.12
g Screening 10-22-2014 07:46PM 3 5] 101
i Quan 10-22-2014 07:57PM 6 20141022 0.12
| n ) G
MNew Batch testl Create
Type: [Quan v] Method ltesrl -
CATraceFinderData\Projects\Folder001,1103
- ,
New Batch: H# NiZitt i) 44 51
=N
Type: Quan CE&)
L ey v v« »
Method: T H7i% 2 F @ € R AR AL FE 775 “ Testl
113 ”»
R “Create
. Qual
Status Filename Sample type Groups . Level
Processing
» 1 Unknownl |Unkr‘|own | | | |

Wit E & “Filename” #£7f¥) Unknownl, Bk SHGHE

. What raw file would you like to use?

=

(:K)v| | ¢« Course material » Hi¥1 » EETE - | 44 | | Search TEIHE Fe |
Organize = Mew folder il @
M Eavoiies Mame ‘ Date modified Type

Bl Desktop | 1] 2014122410 2014/12/25 14:53 RAW File
@ Documents - Shorteut | &) 2014122411 2014/12/2515:44 RAW File
“El Recent Places | &) 2014122412 2014/12/2516:35 RAW File
| @] 2014122413 2014/12/2517:26 RAW File
4 Libraries 3 | ,ﬁ, 2014122414 2014/12/25 1817 RAW File
@ Documents | %] 2014122415 2014/12/2519:08 RAW File
J‘i Music | &) 2014123416 2014/12/2519:59 RAW File
[E=| Pictures | &) 2014123417 2014/12/25 20:50 RAW File
B8 videos B | &) 2014122418 2014/12/25 21:41 RAW File
[l sazgae
Hernens
Gl RET#
- o« 1 (3

File name: "2014122418" "2014122410" "2014122411" "20; = ’Rawfilﬁ

I

Open ] [

Cancel ]
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e rh B A SR SO, i “Open”, BB AL RO ST I i 4t

Status Filename Sample type Level Sample name Comment

1 e [2014122410 Cal Std u mix-10ppb

el & [2014122411 Cal Std L2 mix-20pph

3 & 2014122412 Cal Std L3 mix-50ppb

4 e [2014122413 Cal Std L4 mix-80pphb

5 & 2014122414 Cal Std L5 mix-100pph

& e [2014122415 Unknown ck

o & (2014122416 Unknown 1-1

g e [2014122417 Unknown 1-2

g & [2014122418 Unknown 1-3

Sample type: FHLIEPIZEHE AriES (Cal Std), %5 H (Matrix Blank), iz s (QC
Std), ¥ (Solvent), AKRAIFEF (Unknown),
Level: EFEREAFRAE XTI Level
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Submit Options ==
|

|Jser name: |shu1_.'1ng.peng

Samples: 1-9
[ Aequire data
Process data - with Peak detection
[[] Create reports
Priority

[ Priority Sequence
(@ Mext Available Batch

Mext Available Sample

Start device: <— Mo Start Device Selected —»

ShowDetals.. | | 0K | | Cancel

/A)i% Process data Fll with Peak detection, ri.7 OK, #£F Status FPIRAIT &34 4E, ZHLEER
AbFR5EEE,

g
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