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[l AgilentMassOnline

File View Sample Worklist Method Tools Help

Context: /=

— Layout: Defalut{sys) Iyt b4 | a
I quisition I

Tune

For Help §

J | Method: ‘ molecular mass.m

Q-TOF

: @7/ vuaiest
10000 0.00

@ F] Standard (3200)
0.000 ml/min { & 2 GHzExt Dyn Range
n - -

56 T ] 0.00bar |

0.00/0.00
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10000 0.00
0.000 ml/min
0.00 bar

o o

0.00/0.00
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Q-TOF

ﬁj‘ Dual EST
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(4) %P File—new—method iy %, AIE—ANFHMESE (E-17)
B AgilentMassOnline

Standard (3200)
2 GHz.Ext Dyn Range

File View Sample Worklist Method Tools Help
| Hew ‘ Method |"'.'5¥'5J-‘}'t bl | a Ii'l']- |Merhnd: molecul:
Open Worlklist
Save
SaveAs.. »
Print... £ Column Comp. -I '_‘_ Q-TOF
T Q. o w00 .o . w0
= . ) =
Eecent Worklists == (i EJZ ﬂ ﬂ:/ Dual ES
=
Lock Session Cul+K 100.00 0.00

0.000 ml/min

5 1450 bar |

0.00/0.00

e T

2416 °C

P e T

23.78°C

Standarc
2 GHzE

OFT
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© Centroid
@® Protile

MS/MS

Abs threshold

Method Editor

2 | ] | B ”mulewlnrma.~:~u\ -||v Apply |8

Properties DA Hip Sampler  Hip Sampler Pretreatment  Bimary Pump  Column Comp. i i
Ton Source- 1 rTon Proarity—— ~Data Storage——) -LC Stream i General Source Acquisition  RefMass  Chromatogram
| [Dual Est -\l;| Positive ‘.‘l Profile || ‘| Ms |‘ Son Proarity(Sex)- - “Daia Stomgelses)-
Stop Time |~ Time Segment and Experiment #- 7 | O Positive i Fast Polarity Switching O None
@ No Limit/As Pump [ Tometmmy | Expt | ‘ @ Negative O Both
OsopTme [30 |min ’ | 0 | s | ! \ LC Stream(Seg)—— ~Plot and Centroid Data Storage Threshold-

| @®MS MS
() Waste Abs threshold 200
Apply Now Rel.threshold[%]

Do not wait for setpoints(e.g temperaturejto equilitate

“‘orkhstl Method Editor | Sample Run

Rel threshold[%]

-
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Help

Context: | Acquisition - ‘ Layout: ‘Dcfalui(sj.w Iyt

|Me.1,(,¢_ ‘molcﬁular mass.m

= | worktist: |

For Help Press Fl

ﬂj’/ Dual EST

[Q-TOF: TOF Vac
10000 0.00 @rj Standard (3200) [Q-TOF: Quad Vac
0.000 ml/min e DY Kad |Q-TOF: Rough Vac
P
w3 3 0.00 bar

Patameter

|Q-TOF: Not Ready Text Long

5 Centroid M5
ab
sl
2
sf . ‘ i ‘ i
0 1 7 w3 4 H
Sk Frofle |5
i
E
2
i . . . . 5 . . i H
=hl e 1 2 min 3 4 5 0 1 ) a(am) 3 4 5
Method Editor x
Ovwa | /] [smotecuta mass.n *]| @ 2y |0
Properties DA HipSampler  Hip SamplerPretreatment  BinayPump | CofumnCorp.  Q-TOF
“Ton Source | Ton Proarity——| -Data Storage— LC Stream General | Sousce X RefMass b
h Dual ESL -Hh positive | ||[__Profile \\M Ms | T 1
I J I TOF Spectra
~Stop Time- - [~Time Segment and Experiment #———————— Mode
@us Mass Range | Advance i
@® No Limit/As Pump Time(min) | Expt [ (Seg) Min Range G
Osoptme [ Juin |21 0 [ P11 - MoxRange | [j00 wis
| 1 O MSMS L Il |
(Seg) : Rate/ .
||| B ] s
MS/MS T fspectna
) — e e L] e
Trandients/spectrum
Worklist  Method Editor  Sample Run

D WEREERZEN1 (E-20) .
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Method Editor x
] | 2l M| &|[motecutar massm <| & ey |0
Broperties DA Hip Sampler  Hip Sampler Pretreatment  Bimary Pump  Column Comp.  Q-TOF
Ton Source [ lon Proarity—— [ Data Storage——  LC Stream——— General Source Acquisition RefMass Chy £
[Dual Est v|H\ Positive \H\ Profile \||\ MS \|
J | | TOF Spectra
z e ~Time S iment #
Stop Tim Time Segment and Experiment . M(;de are— i
@® No Limit/As Pump Time(min) Expt (Seg) Min Range e
O Stop Time S IO I I N s MuxRange [0 e
| J| O MsMS
(Seg) —Acquisition Rate/Time—
tra/s
Targeted e
MS/MS
R —" & ~ipion
Trandients/spectrum
Worklist  Method Editor | Sample Run

Method Editor x
0 | L] | B Hmnle«.ulmmmuu -||O Apply |'
Froperties DA Hip Sampler  Hip Sampler Fretreatment  BinoryPump | ColummComp.  G-TOF
Binary Pump (G4220B) [ |
Flow ~ Timetable(empty)
0500 [+ | mLfmin
Solvents . o o Flow Max Pressure
Time[min] AR B el [y
3 1 O 100 % Water V03
A s % 00 0 100.0 05 2600
2 @[100 % Water V03
: 1 ©[100 % Acetonitrile VO3
v (@
Y/ % 3 ®[100 % Mool vz
Pressure Limits Add | Remove | ClearAll | | ClearEmpty |
Min: [ 00072 bar Max: 260.00 |4 bar v Cut | Copy | Pasic | | Shif Times | min
TWrnrktist Wiathad Feitar Samrile Run
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Properties DA Hip Sampler  Hip Sampler Pretreatment  Binary Pump  ColumnComp.  Q-TOF

Binary Pump (G4220B) 1

. S rrer—
T T—
LI T r—" et | o | oo | o, | ESE
Pressure Limits 0.0 o 100.0 0.3 260.0
260.00 [£] bar
Py Add | Remove | Clearll | | ClearEmpry |
v Cut | Copy | Paste | | Shift Times | min

‘Workdist Method Editor Sample Run
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File ‘View Sample Worklist Method Tools Help

New ¥ Layout: Defalut(sys).lyt - | a

‘ Method: | molecular mass.m

kS Q-TOF 7 - m
00

Open
T
Bave As.. 3 Method |
Print... . .
Recent Methods = E1o) o Idle__ 0e
=]

Recent Worklists = & %;

=
Lock Session Cui-K 000 100.00
Bl 0.000 ml/min

o =
- o 9 1450bar |
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2
1
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EA~ FRETIEE ¥
Moncd =& - e o
Plugit o
Reso 11.m
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Dat: 11.m 2018/8/
Src 1111m 2018/8/
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icc
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7E Worklist S ANFESIRAI B (F-25)

Worklist
QW W e o nE| -
Sample Name Sample Position = > ) #&i g Data File Sample Type
1 Samplel Plal + [ o<t BE ‘project LCMS Unity UnityVR_Data Updater Src'data\Ld Sample
B Saniple2 Pla2 ¥ | molecular mass.m - BE project LCMS Unity UnityVR_Data Updater'Stc'data 2.4 Sample
3 Sample3 Pla3 + | molecular mass.m - C:\OBE project LCMS Uity UnityVR_Data Updater'Src'data'3.d Sample
4 Sampled Plud | molecular mass.m - C:\OBE project LCMS Unity UnityVR_Data\Updater\Src'data4.d Sample
B Samples P1bl ¥ | molecular mass.m - C:OBE project LCMS Uity Unity VR Data Updater\Src'data 5. Sample
6 Saniple ¥ | molecular mass.m - C:\OBE project LCMS Uity UnityVE_Data Updater|Src'data|6.d Sample
7 Sample ¥ | molecular mass.m - BE project LCMS Unity UnityVR_Data Updater'Stc'data\7.d Sample
Kl-25
N N =N
g LT (K260
Worklist
T JCETTEN -]
| sample Name Sample Position Method Data File Sample Type
1| |/ [safuplel Plal ~ | molecular mass.m - C:\OBE ‘project' LCMS Unity UnityVR_DataUpdater'Scc\datail.d Sample -
2| [V |safupie2 Pla2 ~ | molecular mass.m - C:\OBE ‘project' LCMS Unity UnityVR_DataUpdater'Src\data'2.d Sample -
3 | [V |safuptes s 4 [P1a3 ~ | molecular mass.m - C:\0BE project'LCMS Unity UnityVR_DataUpdater'Scc\data'3.d Sample -
4[| ]sahuptes "="T"Tr1aa ~ | molecular mass.m - C:\OBE ‘project' LCMS Unity UnityVR_DataUpdater'Src\data'd.d Sample -
5| [+ |safuptes P1bl ~ | molecular mass.m - C:\0BE ‘project'LCMS Unity UnityVR_DataUpdater'Scc\data'S.d Sample -
6| iple6 ~ | molecular mass.m - C:\OBE ‘project'LCMS Unity UnityVR_DataUpdater'Sc\data'6.d Sample -
7 |sample7 ~ | molecular mass.m - C:\OBE project'LCMS Unity UnityVR_DataUpdater'Scc\dataiT.d Sample -
Kl-26
- /# 4 =
s, JHniE (827, BREIESR.
Worklist
SECTIC Tl =
bomplc Name: Sample Position Method Data File Sample Type
1|/ [semplel Plal ¥ | molecular mass.m - C/\OBE: pm]eclLC\/IS\Umtv UnityVR_Data\Updater Sre\data\L.d Sample -
2 [ [sample2 Pla2 v [ molecular mass.m - c\0 CMS Unity UnityVR,_Data'U 24 Sample -
3 [ |sample3 Plal ¥ [ molecular mass.m - C:\OBE! pm]eclLC\/IS\Umtv UnityVR_Data\Updater Sre'data'3.d Sample -
4 [ ]sampled Plad ~ [ molecular mass.m - C10 CMS'Unity'UnityVR_Data'Up 4 Sample -
5 [/ |samples PIbl ~ | molecular mass.m - C:\OBE pm]a:lLC\lIS\Umhr nityVR_Data! UpdxeﬂSrc\dala‘Sd Sample -
6 Sample ¥ | molecular mass.m - C10 CMS'Unity'UnityVR,_Data'Up data'6.4 Sample -
7 Sample? v | molecular mass.m A CAO CMS!Unity UnityVR_Data\U data\7.d Sample -
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T (E-30) .

W Agilent MassHunter Qualitative Analysis

File = Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

[opmbmreon] oo § @ @a- o FEE 2 G @w 4~ & &
Refresh Data File = —

W Save Results Cirl+5 @ 4 Chromatogram Results

AN 2l el 2] &l w| ¢|E 4| of efF < o 4] ala

@ Close Data File
Close All

4 Print

Export

Exit

K-29

Open Data File

Look in: || CiADBENproject\LOMS\init VR DatallpdateriSroidata »| O @O © [ [ (5
_._ My Compu{erl id I »
° 2 1. %EH
2 Administrator o
4d
5.d
20180822.d
2. 177
File name: |1. d |I Open I
Files of type: [(Data Files (#.d) Ra| Cancel

Help I

Options

Load worklizt method
(0) Load results method

(®) Use current method

Load result data

0 Eun 'File Open actions from
zelected method

Sanplie) Tnfernation

Sample Hame: 1.4

U=zer Wame:

Sample Fosition! Plal

Description:

K-30

BRSO R OIE, KKATIF M 2.ds 3.4 4.d.
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B Agilent MassHunter Qualitative Analysis

Flle Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help
== T R N T v o i S T 12 W YA [ 00 TS B SR A "R - - - S ¥
& Data Navigator EBS|| 4 chromatogram Results =]

2| o] +| alE] ¥ <|E Al o] efF = jof 1| a) 2] 2P %] %] ] =|Fe 5

6.0+ 10¢ |- #EST TIC Scan Fres=176.0v 1.4

-0
L0ee
a0-10e
zoewe
Lo-10e
LR , . , . :
G T 8 g 1o n 12

Sort by Data File

L

1 2 3 i g
L8108 1 BST TTC Soan Frag=176.0V 2.4

15-10
L3-10
Lo-1w
150100
s0-0e

2.5+ 100

0.0-100

Count ve Aoquisi tion Tine (nin)

[5 Method Explorer: Defaultm it MS Spectrum Results
Lo 2] 2| ol @] | <|EH A o] ofF 1 [ 2| alF x| A 5] = 4

Find Conpounds

Find Conpounds by Formula

Tdentify Conppunds

Conpound Autemation Steps

Worklist hutomation

Export

Kl-31
(3) 1 1.d iB XA g Ay, 4% Extract Chromatograms #r4> ([&-32) , $2HU{:
-Ljaﬁgo

i s e S| & peake +TIcaIM [=

2|'e] +] &J[E] v el ] o el 1 o] &) ) ] 2|80 o) ] 5] o[ = 3] T e e

6.0+ 108 [ 75T TIC Soan Frag 15,0V 1.4
5.0 100
4.0-100
3.00100
2.0 10° Extract MS Spectrum
10-108 Extract MS Spectrum to Background
e Extract UV Spectrum
1 B 3 4 5 6 7 8 9 10 11
Extract Peak Spectrum
18 10F 1 BT 110 Soun Frasm175.07 2.4 Extract MS Peak Spectrum from UV Peaks
1.5 100
1.3-10° Fomatograms
10107 Use Highlighted Chromatograms
150108
Extract Manual Compound(s)
5.0 100
25100 Integrate Chromatogram
000100 Integrate and Extract Peak Spectra
Count vs. Acquisition Tine (min) Smooth Chromatogram 2 4
Subtract Any Cl
- MS Spectrum Results Caleulate Signal-to-Noise =

2| o] 2] ol (@ 2 | 4l 2 el W] 2| nl b %] % 5l =] 2 & ecaredon sk e

Adjust Peak Threshold

% Set Anchor

Clear Anchor

Assign Ranges to
Copy to User Chromatagrams

Clear Results

K-32

FEFH B O rp e S i SO, AE Type N Hw bk EIC A (&1-33)
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Extract Chromatograms

List of opened data files

1d
2d
3.d
4.d

1. &ik

Tyre: EIC = Integrate when
D extracted
TIC <
2, JEFEIC

@M Chr d Maszes
T
Seans: IAll zean types LI
n/z of interest: IAny _.J

miz valuels) | |

[IMerze multiple masses into one chromatozram

0K |

Cancel |

K-33

£ m/z value SLHI AN SR BREVEH, e il ok (18-34) , 73 BIFREI (il I (]

-35) .

Extract Chromatograms

List of opened data files

1d
2d
3d
4d

Type: i}:zc ‘.J [ Intearate when

extracted

M Chromatozram Advanced | Fxaluded Massesl

S level: A1l v| Polarity: IPositive - @

Spans IAll soan types _V_I
nfz of interest: [imy =]
mfz valuels): |44U—444 ‘

[ Merge multiple masses into one chrematogram

O

Cangel

K-34
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nter Qualitative A

Fle Edt View find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

iﬁrﬁﬂﬁaww-w

FRE: Belk i Aktc @ 6= &

£ Data Navigator

=]

Sert by Data File

E

A\ Chromatogram Resufts

ﬂﬂJJIJJIJJJrjJJJJJ@JJJJMM]J

0: |- *EST TIC Sean Frag=175.0 4.4

6.0-10
5.0-10
40-10
5.0-100

0 1 B 3

7.0 10: [T BIE (H0-040) Somn Frap (B 0V £ 0

Count vs. hoquisition Tine (nin)

[ Method Explorer: Defaultm (==
Chronatogran |
Guea |
General
e

Find Conpounds

Find Conpounds by Formala

Tdentify Conppunds

Conpound hutanation Steps

Worklist hutomation

Export

@ EHETFIM

DN Agilent MassHunter Qualitative An

\

[A[x]

2 MS Spectrum Resuhs

2| o] 2| ol [E ¥ 2B 4| o] ofF 1 ][] 2| alF x| A 5] =] 4

% (E-36) .

K-35

Fle Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

§Bﬁsuaao~~nvr~

£ Data Navigator

)

Sort by Data File

L

EAEWm o ko kG GG S A

A Chromatogram Results

2| ¢| o[ ¥ | 4] o ofF =T W X

7.0-10° |- #EST TIC Sean Fras=175.0V 4.4

[ B N e BT

1 H 3

7.0 10: [T EEE (G0040) Sem Fragl 50V 4.4

Count vs. hoquisition Tine (nin)

5 Method Explorer: Default.m =]
Chronatosran |
BaEs ]
General
Reparts

Find Conpounds

Find Conpounds by Formila

Tdentify Congpunds

Conpound Kutenation Steps

Worklist Autanation

Expart

il MS Spectrum Resul

JJJJIJJIJJJFUI 2| ] | %] 1l =] 5]

K-36

(5 7 1.d SR G gst, miks, Fahfs (E-37)
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Edit View Find Identify Chr

o=

ﬂaa&lllﬂw

Spectra Method Wizards Actions Configuration Tools Help.

FlEEe BleWe 0> &k B G @6 HE=e &
=

£ Data Navigator

B |[ 1 chromatogram Resuits

Sort by Data File

E| _I_IJJIJJI_I_JJHJJV_IJIEI_I_I_JJ““* BT

4d

0100 | 4EST TIC Soan Frag=L76.0V 4.4

o 1 2 3 4 5 6 7 s B 10

EST EIC (440-44d) Soan Frag=175 0¥ 4.4

00100 L L L L L

10

Count vs. Asquisi tion Tine (nin)

13 14

(% Method Explorer: Default.m

(=5 || & ws spectrum Resubs

2] 2| &l #l | 4] of ofF I [l S 2| Gl % %) ] ~| 4|

BERSER (K38 ,

K-37
il

Sk iew Fod Wony @
8 8 doJda

ams Spectra Method Wizards Actions.

¥ EE 9 [&

Configuration  Tools Help

BHe A ems 22 &k ke @6 H = &

2 Data Navigator

EH & 1.d
& 2d
[ 3d
& 4d

=]

Sort by Data File !

o] <] I ] ¢l o] ofF ) o] I ] 218 3] < 3 ]

20101 [T 000 S Fe W T T
60100

s0-10 5 -
L ool L A
20-10
20100
Lo-1o
0o-0r

Comt ve Aoauisi

5451

Area Peak Height

50267 67436

oy

SRR

[ Methed Explorer: Defauftm
Cheomstozran
Spectrm

=5 | 4 ws spectus

2] o] 2) & ¥] ¢l 4] ol ] I ) 58] %1 % 3 =] 3

Gaaeral

(6 HELEG, BAEWEREN 2.4 3.d. 4d KRS E R

K-38

B3 SE A »

— B S AR oy
Fr¥a ) 3.d PP I g E Ab, s RPET (E-39)

AR, B R IZ SO IR GOE R AT IS 3.4 IR SR,

LIEHSEEEP S

ez

4 R
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File Edt View Find Identfy Chromstograms Spectra Method Wizards

‘s 8 dadlam

Actions  Corfiguration Tools Help

R &Ww 4D kG A YR

E 9o [

2 Data Navigator

Sort by Data Tile

B[ 4 chromatogram Resuts

2|
©o-10

3.0-10

+| &[] ¥l <| 4] o efF = of L|[E ] 2|F %] %] ] <[k 5

1 z 3 0 B g 7 g g

ST EC (W00) S T 75 0V 5 0 TEan

3 0 B g 7 B g

Count vs Roquisi tion Tine (nin)

4 Peak: + TICSIM
Pesk AT

Peak Height

3036

=

% Method Explorer: Defautm
Cheanstomran

"] 3] &)l ¥) <l ol o] ofF = W] ) ol x/ 5/ 2] =] 3]

Spacteon
General
Reports
Find Conpounds

Find Conpounds by Fornala

Tdentify Conppunis
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