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L 6-11 (a) ~ (d) o 2B B i AR AR U5 7k -

a)
b)

c)
d)

YV V V V V

FTHF Xcalibur 2, i Instrument Setup, Hr A #S 715
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7 6-13 (a) ~ (¢) P b m ad s iy i

a)
L 2

*

*
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b)

>
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c)

113 % Orbitrap Exploris GCFH 1, #EAT i 1SR #48 240k & .
7t Global Parameters 7-[f], 1% H:
Method Duration: fEGlobal Parameters 7t [, ¥ & )53 /774 8], 5 R
—‘ii;
Filament Power Table: {51410 minkT 22Off, 3 mink] 220n; DA% B I AEIR,
3 WAT 22 2215698 5
Calibration Gasit#%Static;
Calibration Gas LeveliE #5Off, 1% & lonization Mode & T- L, AR 3 S il
TR SRIEFFEIEE CIJR:  ELEARYE SEPr s 5k % Blon Source Temperature, —
RS AR B IR e il B AR ), B0 v ORISR e THIR B = i 5 10~20°C
CIJ% 2 %on Source Temperature % 200 ‘C, Ionization Modei&#CI, CIGas
Typei#Methane, CI Gas Flow% & 1.2 mL/min;
Optics: 1%3% Static;
mdiOpenEbr, FTHHCHT IR TS
7£ Scan Parameters FL1f], FHEZRMEFE Full Scan, % & :
Scan Ranges: Uil iIiyEH, CIJ&—M 50-700, EI Y% 50-750;
Polarity: ¥ B i, EI % Positive, CI YRI5 SZBRNR T Rik % Positive
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— 5 AR TR \» ;m::w
RiEEAF, RERT Calibration Gas: Static o ::‘(7
AR R T il A e U —_ =
— Calibration Gas Level: Off '“" L
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lon Source Properties

Use lon Source Settings from

Tune

lon Source Temp |20

lonization Mode | 8 |
Calibration Gas Static -
Calibration Gas Level | off -
Filament | UseFrom Tune |
C-Trap Offset | UseFrom Tune -|
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) [ 7] 20241125PC1. TuneSettings 11/25/2024 3:50 PM TUNE lonization Mode < M
Quick 200888 1 > 241118PCLTuneSettings 11/18/2024 5:34 PM TUNE
[ ] [ 20241113PCl. TuneSettings 11/13/2024 2:57 PM TUNE CLSslves Methane -
Deskdop [ 20241105E1. TuneSettings 11/5/2024 4:11 PM TUNE - ‘ 12 |
- [ 20241031EL TuneSettings 10/31/2024 1:57 PM TUNE -
) [[] 20241031NCI TuneSettings 10/31/202411:36 AM TUNE A Static .
Libraries [7] 20241031PC1. TuneSettings 10/31/2024 11:32 AM TUNE
a ] 20241030E1. TuneSettings 10/30/2024 401 PM TUNE e po .
= [ 7 2024102961 TuneSettings 10/29/2024 3:33 PM TUNE M—J
This PC [ 20241029PC!. TuneSettings 10/20/2024 1127 AM  TUNE e Use From Tune .
‘ [ 20241029NC1. TuneSettings 10/20/202410:29AM  TUNE ;J
i [[] 2024102681 TuneSetings 10/28/2024 3:40 PM TUNE C-Trap Offset Use From Tune .
| ] 20241023E1 TuneSettings 10/23/2024 1:34 PM TUNE { J
|_| EL.TuneSettings 6/12/2024 5:49 PM TUNE Opics Static .
Positive len Negative lon
ADD }'::':—__gilnam%}mm‘
< > Rp SO L 12 13 F I
Fie name: [20241125PC1 TuneSettngs = T TS U2z TS
-~ =
Files of type: |Tune Setting Data (" TuneSettings) ~| Cancel )ﬁﬁlt pen EHHT: ﬂﬁm?ﬁfﬁhﬁiﬁ
= ° /
b)) .
File  Orbarap Exploris GO Help
D/=|a) &) x| %)

Method Editor | Giobal Parameters

Methad Timeine [

Time Rarge fmin)|

=\ L .
| —_—) 5L B 7 |
prirk =) Qe

EI UL FE positive;

CI YRR Sk Frill i
i 2K 1% $E positive B

negative
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c)

' ﬁ TR 4

Kl6-13 g itk /7 vk
6.3.6. — A —BFERIBUREERAE S A B Ut i
EBAE I RE S, MRIESZR T RS WIK6-143 E6-16, KRE M E RE YA & .

Kl6-14 WBIRHEREBLTBORE 2R S (i B i

RSO, I Z)BE R A, ATED . KB
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b= |

16-16 B A HR A TSORE R KA B i B

6.4. KFEFFHmE KRBT
YnER T A2 BT, TESC A HE B ik Storage 45 N CAEEN NI o, H

RSO, I Z)BE R A, ATED . KB
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24 4 & Data. Method. Results. Curve. Sequence®s ¥ /4. PLR#E{EF®

FRFA R PR, FRORAAAE IR SO R SRR AR T
1ZHE6.17 (a) ~ (D BB IR @R AL T 51 IF18 47 P 41

a)  fTHXcalibur®ff, midiSequence Setup;

b)  mifiFile-New, B RIEFH. e 5 208075 /A7 B 72 Path,  {RAF
PAE: PRAT 2 Storage---FH J i 44 A ---Sequence LA R . Sequencei %
HE NS AR, HPEADN NSERdR A ERAA TEANE BRI .

o) TR, 4ifEFile Name. Path. Instrument Method. Position.
Injection Volumn, HAREZE ZRIT:

>  File Name: AFEMISAT P AER S RO, AW LV 44 HAS AT DUA R AT
. File Name — @ WHFEMIE Bards, DUMETPURBHTS REE, .
Blank CH30H, mix-std-1ppb %% . Sequence HFFEZE H _E 1M NIz 4T RE M FhSE N %
fe: FH (12 8F) —--STD QRFEEHAREIED -2 F— - SEBRFE -7 1 s

> Path: GERRGFHE. 4RIRFE] Storage---F F itk 44 S ---Data--- H # S0 4F
KF. BT Sequence —MRZEEERE, AR, 1EH PSRRI
Data SCAFIRN, Frdsofk, LR H a4,

» Instrument Method: Inst Meth Jyifl FHig AT /7330, #1220 6.3.5 (LRAF3]
Storage--- FH J #t£:44 SCf:---Method UK TR

> Position: WEFMRIE, EZSWE 6.3.6 =& —FEFEEBUF X A7 B 15 B H
grs FLAR T AR/ EAN R B , BEFERALELN 163 S84 .

> Injection Volume: ¥ BEBEFEARR . ARMERE 1 EFEIARRIX E N 1.00ul, 07
EREFT AR R BOHFE TE TR AE ML E
FeA LR Te i, TR B AMEFA ESE R, B LRE, miiFile-
Save - I IRAFHERE P41

) REPHEAT EbR.

e)  RTIRAS, WHRANAFE T EN, 5 7EAfter Sequence Set SystemIii H
N, AikOn; AR CBHMTIRAS, 164 ikStandby, 711758
AuE, XA AL, SEHOK, FFHITFIRIZAT

RSO, I Z)BE R A, ATED . KB
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- oo
a)
] dovones v
MS Tune Instrument Setup / Sequence Setup
£1il7 Sequence Setup
Frpe.srﬂe Library Browser Processing Setup
Sgatum.
o
[ pare——
Sn ot
e  Tme @D
T e P il
T i 1 wansm TraceFinder Admin 5.2 SP3 TraceFinder General 5.2 SP3
el T
= - e e;
cLouD
=1 Aria Patorm Anantecuns maGoua
. Thermo Scientific Xcalibur - [Open)
b) File Edit Change View Help Actions
New... Ctrl+N & } [ 1 )
0 -
pen... Ctrl+0
Save Ctrl+S m Sample ID
Save As...
Import Sequence... Ctrl+l
Export Sequence... Ctrl+E

Change Study Name...

View Audit Trail

1 D:\test\data\Liquid injection-20241105_20241118174206_20241211103736.sld
2 Di\test\sequence\Liquid injection-20241105.sld

3 Di\test\data\Liquid injection-20241105_20241118174206_20241211104701.sld
4 Di\test\data\Liquid injection-20241105_20241107120233.sld

Exit
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7~

b= |

c)

d

. New Sequence Template X
General
Base File Name |(TEST | Starting Numier 1
Path |Ditest\sequence | Browse.. |
Instrument Method | \m|
Processing Method | ‘W'
Caliibration File Browse...
Samples
Number of Samples 1 Tray Type -
Injections per Sample 1 Initial Vial Position |1 Re-Use Vial Positions
Base Sample ID
Bracket Type
O None ® Open ) Non-Overlapped O Overlapped
Calibration Qc
["] Add Standards [] Add QCs
Number of brackets 1 @ After First Calibration Only
Injections per Level 1 After Every Calibration
Add Blanks Add Blanks
| Fill in Sample ID for Standards | Fillin Sample ID for QCs
[ oK I|[| Cancel | | Save AsDefault | | Help |

- Thermo Scientific Xcalibur - D:\test\data\Liquid injection-20241105_20241118174206.sld [Open]
File Edit Change View Help Actions

Zey DSdBBRoNECEPEE»BN Y .

I Sample Type | File Name Sample ID Inst Meth Proc Meth Position
1 Unkno... ¥ blank_20241118174210 |1 Di\test\data = D:\test\methc 1 1.00
2 Unkno... ¥ ZX-1-58-01 1 Di\test\data  D:\test\methe 5 1.00
3 Unkno... ¥ DSN-VI-116-01 1 Ditest\data = Di\test\methc 14 1.00

B e Scintic Xl - [Oper] - 8 x
Fie £t Chunge View Help Acions

EESH NESEBESHES

S | Acpiton Quess |

< Fun Manager 5
Ready 2 Donnload

Sampie Name:

=4 R FIEAT E bR
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I Run Sequence X

e)

Acquisition Options
q p User |Thermo

Instrument Start Instrument
Thermo Scientific Sl for Xcalibur i} Run Rows 1 To 2
Orbitrap Expleris GC =]

[[] Priority Sequence

Start When Ready | Change Instruments.. Processing Actions
Quan
Instrument Method =
Start Up [ Browse.. | [J Qual
Reports
Shut Down Browse...
‘&‘ [ Programs
Create Quan Summary
Programs
Pre Acquisition | Browse.. |
Post Acquisition | Browse.. |
Run Synchronously Pre Acquisition Post Acquisition
After Sequence Set System O On ®{Standby "7t |O off

| oK [|| Cancel Help |

El6-17 HidRAEFFFIIHEAT
6.5. HimabE

6.5.1. BT
WK 6-18 (a) ~ (e) AP IRIHAT EE & F f 5 T

a) A1 QualBrowser KIFnE®, 7184 M )5, 4 LA File-Open
T, JEFRBINT L Data ST AT

b) Rl B A B EAR, BOE R ], O s a— B A5 R R
W], G R A f % B Subtract Spectral<2 Ranges, SR & £ (03 U 5 il 15
AR BOE R, R RETNRRTE SR R BTG A

¢) {FHIR D FEAA LT Generate formula from mass £ F2, %
HAMIE) TR, Mass tolerance ¥4 5 ppm, i Calculate, 575
o1

D AT, AT Insert, 152 K

e) MiT{TEIEIbR, T i PDF %K.
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) Thaemo Xcabbur Guual Brmier - o x

).m e Tochs el

a P2 B oruxi BEFER ¢ CCRE 282288020 ¢
Open Sequence.
Open Reult ..
Change Study Harne..
P

PO
3D P 115
TN
e
oemaom s e
sl Beowser - PYM-IIS0-BCI-2 - (PYM-11-80-PC-Lanw] - o x
D fie et [V Ouplsy God Actions oo Widow Help NI
B PRI 42 R A REFR S ECEF S22 880 l‘
= Ey-T -]
fx 1107724 13,2819
————————— @
] 73 "
157E7
Tic
L0
AifOpen, $THEHE 2
0]
£ 704
i
ful
&
o]
]
707 707 7 7aa 746 719 721 723725 128 13736738 742 T2 TM 14 gy 7m0 755 78 781762 765TES 771 T7A TI8 177770
ES T R — T 7 T 7 — 7 T ; 7 7 T
08 o 718 720 738 30 738 a0 45 750 55 ) 768 770 s 80
‘Time (min}.
PYILIOPCL2 W1 RT 400 AV 1 NL 1703 =
T FTMS + ¢ CI Full ms [50 0000-700 0000)
B4ETID
100
o0
L= 74 1022172 5667725 B47 3640
145 2231435 BT o0 propeeny
- 704 934856 1250748 172 4506 4585 3536284 17 0788
8
E
2 504
g«
& 403
207
103
o3
L 100 %0 200 20 200 %0 00 450 00 550 600 650 700
me
| o
Al e Kcan or Chuat Brsser - PYMS-A-43-PC1-1 - (PYM-3-43-PCI-2 o] - o8 %
b D e G vew Dapiay Gt actoms Tk wasos Hep S
A X ELEUEES AR L AT TR Ll Bl e
W e8]
H-40-PCL2 11724132819
¥R LE
RT 702780 =
- P o o "
H
P
®
fn
iw
§ ]
P
%]
7a7_T07
e i T w7k
T )
PR s R T AV 6 ®
TS 0 Fut s 5 S0%0.700 0
a0
-
®
o > soh L i %]
fa kP A sl — Bt 18 EF R
3 =
oo N
i- JF % El A i i%4% Subtract Spectra< 2
%!
2! =
' Ranges, 175t
o s smaw

St e e e i s e & o s ]

c)
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b= |

PYM-8-40-PCI-2 #1405-1505 RT: 7.30-7.32 AV 11 SB 45 724-727 7.34-T41 NU 177E3 @
T FTMS + ¢ CI Full ms [50.0000-700 0000
100 e Generate formala from mass
o0 Label relaive to selected mass ‘
" e v‘—\
3]0
§ = .
. F bR T REAL A 4% Generate
é . formula from mass
20-
10 2041743 2042215 294|23°G
¢ 29;11 29“ 12 294I 13 29!' 4 296']5 294‘ 16 296'.17 20418 291‘ 19 294‘20 294' 21 29&'.22 294;23 296' 24 294‘ 25 29" 2% 294‘ 27 291‘ 28
mz
D:\test\gata\F Y M-II-4U-FUI-2
g’? n.Lv.z L‘E H§1
Elemental composition
RT: 7.02-7.80
Single mass
Mass: [294.17576  ~ 100
Max. results {10 |3 Calculate | 90
[10x]__rormua | R08] Detta mm] ~ % H G 7 AR
1 |CiaH202Me | 60| -0.115 80
2 |Ci2H2s08Nz | 10 1222 o V
3 |C11H200Ng 65 1.227 E 70
4 |CisH2403N3 55 -1.458 Select Isotopes X
CioH24 05 N
s cm Hy 05 : 1% 2585 Elements : Isotopes : Selected Isotope(s) :
[ 17 H25 O4 5.0 -2.801 -
285i; Close
7 [Cshzz 04N 20 3907 : Name Rel. Inte... L
i .
g [CizHz2Ng 100] -a138 |V 285 100.000 Min. number : Delete
L - . ‘ 29Si 5.078 El
Fle... Lst Smulate 30Si 3.347 Max. number : | Help }
Limits
Charge: [1_|+]
NrogenFue: [Bortuse V| 7.
Mass t ce v v' H Periodic Table e -
RDB equiv: [1.0-100.0 L LI
Elements in use | - B w e |s|o|a] |~
Isotope | Min | Max | DB eq. Mass ne-.nva.n.-eun-m.s-m—'?
12C 0 30 1.0 12.000 E
TH 0 | 60 | -05 1.008 e | o | M|z |8 |w|n |f|@|Pd|ag|ca|m|[m|w|n|1|x
@ | |w|w | |w |Re|oo | | Pt |@|w|n |Po|Bl|Po|at|re
M|
o Multi Isotopic || ce | Bl [ e | P | e | eu | oo (W | o |6 | e || v | w
Load... Save as... Apply
. 1 "mj.mwn.u-nnu-u. w | .
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SBd6TT, 70T

g'?nfnzﬁﬁlsn

Blemental composttion
Single mass i
v ,
Mass: [204.17976 -] 2. mii Calculate, 5
BRI
Max. resuts [10 1= A
Idx Formula RDB | Delta ppm
1 | CaoHzeSi 20 oo
File... List Simulate
Limits

Nitrogen-Rule: | Do not use

~

Mass tolerance -pprn

v

‘2 1. Mass tolerance ¥}y Sppm

RDB equiv: |-1.0-100.0 I

Elements in use
Isotope | Min | Max | DB eq. Mass
12C 0 30 1.0 12.000
1H 0 60 -05 1.008
28 Si 0 10 1.0 27.977
Load... VSave as... | | Apply | Help
d) "2
5 n.lv'.z ﬂ.hl MS

Isotope simulation
O New

[t ] Replce

Chemicalfoma @ |[C20H26

]

Peptide/Protein ()

ANGFI A Insert,

Plus H20 2941798289 amu B3 R i
[J Adduct
Charge distribution
Most abundant : |1 =
Half width: (0 =
Output style
(@ Pattem
O Profile Gaussian
(O Centroid Choose algorithm...
Resolution Valley
1 FWHM
50 : 10%
20000 ' 5
Help

WHESCIE, 2R A TR, RED
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a
a

&) e e T FF X SN F ST .
T T

b A AT B SR, Sl PDF i &) Mo

..... ”
|

90

15
e M
P
poi2

(] Save Prne Outges s

K 6-18 TR

6.5.2. AW T &
R 6-19 (a) ~ (g) Ak Tib &40 i .

a)

b)

c)
d

e)

£

g)

H#E N TraceFinder ¥4, #7%E Master Method. # A\ Method Development 53
[fi, sty File-New-Master method, %4 Unknown Screening method-only,
Rt OK, Mass Precision &4 4 5% 5, s5 1 File-Save, /17 Master Method;
#rid Batch. A Analysis Ft1fi, iif7 File-New-Batch, Master Method Type
1%+ Unknown Only, xii7 Create;

sty Filename #2725 4L, F A EI Full Scan KR %45

miifi Deconvolution Plugin, Hf NG, SdRlETERR, 2R
4 BB

st Settings ElbR, WHE TIC RZEBIME (KT ZBHE N AT G AL
MO, WEMRANAWZER N (55, —M 5 sec), AUkl H i w
P, EATHIRBEAREL WA AN C B b ke () OR B3 B[] 5
i B B, s Process.

7% /4] 1% Exclusion, fiifi View-RT Alignment View, Alignment Type 1% %
Exclusion, £iifi Process, 13211 S5 R .

WHESCIE, 2R A TR, RED
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a)

B8 Mamo TacefinrGenerl GC
DSdE B

Z]Wn T W b € B | T Open Decon

Compound Database

Instrument View

Acqisition

Thermo TraceFinder General GC

m Tools Help

Open 14 Methed template...
Instrument method...

) Recent Files » b Name:

Exit Assay type

TompounTT

Instrument View

Injection Volume:

Mass Precision:

48T, 70

1517 File-New-Master method

10X

Create Master Method

Select Workflow Template  Classic

(O Quan using Method Forge

Performs peak detection against a raw data file.
Performs library lookup if requested.

(O Guan by importing an Xealibur Processing Method

Import Xcalibur Processing Method
Imports a previously created processing method,
finding and

spectra.

(O Quan - blank method

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

JE4E Unknown

Screening method-only

(O Quan by Selecting compounds from CDB

e oy T
Creates a blank master method and displays the

O Target Screening method

Create a target screening method.

@ Unknown Screening method - Only

Create an unknown screening method.

This method will not have quan or target screening
elements.

WHESCIE, 2R A TR, RED
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a x

Dadal = gL R % & B | W Open Decomvohtion & @
]

Lo N Dt Labormory

[

syt Aoy e

jacion okame s
—r— .

Mass Precision 1E4F 4 8 5

Acquisition

Anabyis
. Thermo TraceFinder General GC
ZIOM Tools Help
New »
Open »

Close method

Save as...
Recent Files »
Exit
B Save Master Method a5 - o X
Repository: DATA -
Method Type Date Changed Size (MB) | Domain
C6CI6 Quan 11-07-2024 09:46 AM 0.10 General
Unknown Screening Unknown O 11-07-2024 04:20 PM 0.06 General

New Method tesf

D:ADATA\Methods\Unknown Screening
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b)

Batch  Tools

File

Help

Batch using wizard

Batch template

Import batch...

] Stat

Recent Files »

Exit

¥ Data Review

Report View

¥ Local Method

Deconvolution Plugin

Compound Al

‘ Acquisition

@ Create Mew Batch - [m] X
Repository: DATA + | Batch Type Date Changed Date Created Samples Method Domain
20241107 Quan 11072024 1248PM  11-07-20240946 AM 7 ceci6 General
202411072 Unknown O 11-07-20240226PM 11072024 0226PM 1 Unknown Sereening General
20241107-3 Unknown O 11-07-2024 02:54 PM 11-07-2024 02:54 PM 1 Unknown Screening General
20241107-4 Unknown O 11-07-20240318PM  11-07-20240318PM 1 Unknown Screening General
202411075 Unknown O 11-07-20240511PM  11-07-20240419PM 3 Unknown Screening General
Master|Method Type 4%
A
Unknotwn Only
New Batch [test [ eremt= |
\ Master Method: Type: | Unknown Only ~ | | Repository: | DATA + | Name: | test -
DADATAProjects

RSO, I Z)BE R A, ATED . KB
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c) I I N UL L Ll Ll b ——
i g
m— b S T R I —
e T Em B B E B B
i filename 27 (4 ;":Z -
S A EI Full Scan 78 5146 b
=
L Vie e | SETETEVIITSEFTCINSIICRITS — L.

d

I RIE E s,
Hodfi 10 & RN
ittt

e)

@4 < {Fn v
| Componenw Ref m/z Area Height TIC
M Settings & 45
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Processing parameters

i 2
Setfings Advanced settings Rl n-alkane list
Accurate mass tolerance (+/-) 5% pom
m/z SigToNoise Threshold: 2012
- B TIC AT, ST A
Do S - A3 RS U
|T|cn-\yu--hdd: /w_]
lon overlap window 55 +
[ Include reference and exception peaks
RT Aligning .
e[S v |ssm IR e R 1, Ssec
Libraries
Ly e
[ replib ”
E W2INZ3LEG
e ,'AH_E W i
'W23INZ3REP w

SITh\mdd:I gnﬂ [] Reverse search

[ Fitermax ARI Max ARI 1002
[ Fitermax % ARl Max "2 Al

[ Penalize missing molecular ion
[ HRF Score/Annotate Fragments

I
Processing parameters

HE 2

1

e st [T
Global Samples

B-Xv LR dE |

[ Use global list for processing

| comipe: (Sl ¥

i O A column type is selected column type.

=R OIFE % PN
ey i A2 ) O B B (]

WHESCIE, 2R A TR, RED
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1))
- X-HW- T

Compenent Name RT Ref m/z Area Height Tic [

Peak detection options

[] Detect peaks )
[ Library search ich samples: A h
[/] HRF Score/Annctate Fragments

[ - ~ 8 x
e Took Help

D65 | @[ I 70 T B | & | W Open DeconvolutionPiugin

Resltme ot | e Therme | @) 2§

— Vi b
‘samples @ FIVG - pEIN s BLOK-I0NQ S X-F0N- 7 B E M- ] scoretouse Fonvard sesren .
¥ Data Review ERSNEN Smiple nome Sampie d e n Score  Metched Compound Formuls a5 El HRF Score. RSl RHRFScore [
» & |Biuochun-1 1 1909165:
. & . (v oslmapent  Jowdo  lwmees | ol s | s
it omeo mes | e mam e ma
Repor view o e w0 e | on e o o
S B st oW mes | s mas s s
v Lol wetnoa B s : .
| eeen o s Tk ok B « e v Ty | val sl

Acquisiton
Unknown Screening Acual | Nomolaed

Processing Camponent spoctrum
Reports
oy
& 00E-006)
o
006006/
«
2006006 «
s
T Een 2eom 2 e T 2
i ' 1 e 1| " T . .
& EH
teasure tass error = )
B =
vl @ oanan| e T2 oo wnones [orene o
) saosesrs. e7ss
2041306 2566781 830256 CSHEO ou3638 (0126522 al
] | emen s s o o oarim
El Vi ssets o cotnio 1301038166 040223
| U mmen wms sl o bt E
2 saomone ez e cro w0 053033
[T 465381 | CoHT0. ot 1218215 — - S =
Ll anososzs nsm 553 com snosserer o001 = » 7 w 2 s
@ mwes e owloso masees |omns
Fl sz sem cans s 150, Library spectrum
Method Development - - - - - >
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540, 70"

[ Ep—

g) e oo tp

D5 E @[ Eie[l Eio koW % & iv| & f | B Open Decomoisonpiugin

¥ Data Review

Unknawn Screening View
Report Visw
¥ Local Method

Acquisition

Unknown Screening

Processing

Reports

Acquisition

Method Development

Actuel | Nermalied

4 00E+006)

3.008-006|
2.008-006|
1006006
pem P P P pre s g
P2
&= H
nae | Mewed Heght FragmantiD
= 1wsoszes| v aussiz0|cary
LB oo . csH
=] sosios 212550 seqams|cnr
J i T [
3054152 = ssaies|Can
LB wesomiss oS mes|caB I050m316 06
=] 118085556 931453 283017 | CaHi i Y
[ =) oo 247503 coHT I
02 6705 essss | cove
J = ) £

)

)

- 8 x
et e st | U Thrmo 1 @) 6
T
View e
sarvies @ Peakis: G1
" s - Pl 300 5.0 @ X TV @& M Tl scoctous rovewrern -
[ s Sompcia Sompeipe mcion 00 Componaetime KT Rt e | PO v ——
A lowonnt : sz Ll o o] sioan] e
W Joene 0 i @ B e o des  mes > | 013> Tecieene Gz uners | sl 3
L T 135 oo owsnos| s [ connz I L
2ot hophen.. | 2260 BRoEISTS| moom2 574 Mesiene con2 weens | e
(@Dt coomen.. 2| mageiers| 205673 [ o4 wastme [conz [ ||
e e T T 573 Beniene, 1.2 tometyl- | Cami2 oma | m
s 07\DATA Brects st Dot Blank S S 975 Bemiene, 12 timetyl- | CHIE (9678 | o)
Acauisiion dte 7212022 1151 B - E v

Gompanent spectrum

Sample view

RT alignment view |

Total icn chromatogram display

results visibility | Sample List

‘ Component name RT

Ref m/z

Avg Scor

a v ﬁ M' @ Toggle library results vi

ibility | Sample List

= ==

RT alignment options

Alignment type

‘Pmm H T ‘

Ref m/z

Avg Scor

06 Il

Library spectrum
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1
7 = [ " = P

e s10weEs 1 1309572
] 1% w21 cw0 sacseeants | osm0n Library spectrum

Method Development

K 6-19 {LAWIE EE i A

6.6. SZIGZETRANE
® EMIUANAS AL TRAHUIRAS, ML EE O A7 AE Storage XA F
o EHKRIXM ARG Ex, EBHMIEMNSTREREE, sty sz &

® HEHIIG L, IR E SRR i SR
HER: —BIMRsEss, BRADVE I ATAGEIRGL R4F; 8 AR Hh I e 2 7
BIVHR AR B0A 015 DN 17 SIS HR B i o

7. MEX/ZEMH
Q/WU FLHRO01 SCF4m S #LiE

8. id®
15 3 P SORE B o T B FH AN B e 2R .

RSO, I Z)BE R A, ATED . KB
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it — REEE SR

1. BRI E AR i
i\ COE B, #2001 DB, S AT BT R 1 AIAR #E . 7£ Orbitrap Exploris Tune
L/CE R AR

a) Wk 1 (a) , IonSource 5[, IonSource Temp ¥4 250 °C, Filament %+
On, Calibration Gas E#¥ EI, Ionization Mode 1%£#% EI.

b) 1 (b) , Optimization#t[f, 2Ji%Auto Tune. Leak Check. Tune Report,
& 7 Optimize , Signal increased 1 Leak check {H ¥4 M. /> F10% . #5 Signal
increased HiL10%, MEFFATEE; #Leak checkifil10%, MIFHE—F
PR EE, 1T Leak check.

c) WK1 (c) , OpticsHti, sidiSavelbr, PRAFE A, SRR
CH#t-Xcalibur-methods AT, XAFar RN HIH_ B FIEME, tdn
20250220 EI, BI-H202542H20H, EFREIE .

d) 1 (d) , CalibrationF i, Modei#¥Calibrate, Polarityi#¥Positive, &
i Start, {i7~Passed, k@ .

e) WiKEe6.5 (e) , FilamentiE#FOff, Calibration GasiEFEOff, JCHILT 22 FIE; 1E
o

2, BV A R D B8 58 il

a ) DEFINE SCAN ION SOURCE CALIBRATION
lon Source Optimization Optics
lon Source Type EI/CI
@ 1on Source Temp (°C) 250 250 % temperature 1%y 250°C

= | Filament | On

\ |
Calibration Gas E | Calibration Gas 2Jif EI
lonization Mode ‘E\ ' Tonization Mode ] i% EI

/A

Filament 2)i% on

WHESCIE, 2R A TR, RED
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b)

c)

4. Signal increased fll Leak check
RN T 10%

DEFINE SCAN
lon Source Optics
Mass Selection TIC -
a
Electron Energy (eV) ‘ 70 - ‘
| Auto Tune | % 1. ik Auto Tune
Preset Defaults O

Set System to Standby on Completion []

L4
) |
) o
/)
) o
Flatapole DC (V |
|
Optimize Electron Lens (V) O
Optimize Emission Current () O .
2. “2)i% Leak Check;
Leak Check R
Z]i% Tune Report
Tune Report

‘Changing M Inter Flatapole Lens * (V) from 2.75 to 2.75
‘Signal decreased by 0 %. Restoring previous settings.

‘Leak check completed: 0.43% I
'El tune report completed

Optimization Completed.

% 3. #iif Optimize

DEFINESCAN ~ IONSOURCE  CALIBRATION
lonSource | Optimization optics
Repeller (V) | 132 .
Source Offset (V) |s2 -
—_— %™
Lens 1(V) | -495 v
Lens 2 (V) | 0 - f
—_——— 15€
Lens 3 (V) | 28 = g
- H
Injection Flatapole DC(V) | 225 = 2
Inter Flatapole Lens(V) | 275 5
C-Trap Offset(V) |0 = se™7
0 Saves X
Savein: [ | methods ] ~BEo@Er -
e Name Date modified L
| 202502146 TuneSettings 2/14/2025 425 PM nM L
QLK coom | 1 202411290 TuneSestings 11/25/2024 350 PM nk
[l 7] 20241118PC). TuneSettings 118204534PM T
Dok 7] 20241113PC1. TuneSettings 11/13/2024 257 PM Lt
= [ 20241105E . TuneSettings 11/5/2024 411 PM &
" | 2024103161 TuneSettings 10/31/2024 1:57 PM n
Libranes |1 20241031NCI. TuneSettings 10/31/2024 11:36 AM n
[+ 7] 20241031PC1. TuneSettings 0312024 11:328M T
= [ 2024103061 TuneSettings 10/30/2024 401 PM Lt
Tha PC ] 202410256 TuneSettings 10/29/2024 3:33 PM n
|1 20241029PC1. TuneSettings 10/29/2024 11:27 AM m
s [7] 20241029NC1 TuneSettings 10202024 1029AM T
2024102861 TuneSettinas 10/28/2024 3:40 PM n
< >
| Fiename: |2025021481 TuneSetings = [se ]
Saveastype: [Tune Seting Data (" TuneSetings) =l Cancel
v
o R=45102

Rl save bR, fRAEAIE SCLF
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2.

d

e)

DEFINE SCAN ION SOURCE CALIBRATION

Skip Signal Stability Evaluation [l

Set System to Standby on Completion [_]

= Calibration
Mod Calibrat 1, Mode i£4¥ Calibrate
2 | alibrate -
e - Polarity 1 4% Positive

Polarity | Positive v

Type Mass

Mass in progress...
Starting subprocedure "Spectral Mass Accuracy Calibration®

Finished subprocedure "Spectral Mass Accuracy Calibration® with
result PASS
Mass is finished.

E— ] e

Manual Calibration O
- o
following steps:

* Verify the appropriate El or C! fon velume is
installed in the ionization source

Before starting Check/Calibration, perform the A
* Verify the ion source is at least 200 °C (higher v

]

DEFINE SCAN ION SOURCE CALIBRATION
Ion Source Optimization |  Optics
lon Source Type EI/CI
@ Ion Source Temp (*C) ‘ 250 ‘ 250
Filament off . | % Filament #£ 4% off
Filament Number { 1 'J
Calibration Gas i% §% off

Calibration Gas | Off e ‘ |
lonization Mode El e

BT ELJE AR 4

CTUR I A HE

N CEHCIE, 2 N2, $UTCIE SR . HENF#RCLE)S,

CI Gas Flow f] P25 B Bi4mL/min"k 1~2hF45, P45 5 BT 1%

a)

b)

WK 2 (a) , IonSource 5[, Ion Source Temp %A 200 °C, Filament i%
#% On, Calibration Gas i%#% CI, lonization Mode i%4% CI, CI Gas Flow &
N 1.2mL/min, CI Gas Port i£$% Port A.

W2 (b) , OptimizationFt [, 2Ji%Auto Tune. Leak Check. Tune Report,
J5.i Optimize, Signal increased fl1Leak check{d 33 /N F10%. #+ Signal
increased ##HiL10%, W HFEATHE; FFLeak checkiBil10%, MIFYE—

RSO, I Z)BE R A, ATED . KB
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c)

d

e)

iR BE, HEHTiE T Leak checko

WE2 (¢) , OpticsFtifi, mitdisaveEIbn, CRAFHIESCHE, WIS SRR
C 4 -Xcalibur-methods SC{F 3 &, SCAF iy 44 LU ]+ 2 7 YR 2, 451l
20241125 PCI.

W2 (d) , Calibration 4, Modei% ¥ Calibrate, Polarity#R 4 SRt
7 oKk # PositiveE Negative, i iiStart, E7~Passed, REifEiHEI .

UKE6.6 (e) , Filamenti£#FOff, Calibration GasiEFEOff, F<MIK] 2 FIEIE

o

I, CHERERIR D P52 il

a)

DEFINE SCAN ION SOURCE CALIBRATION
lon Source Optimization Optics
lon Source Type El/CI
C{ lon Source Temp (*C) 200 ‘204 % temperature ﬁj\j 200°C
L -
Filament &) ¥ on |_>| Filament (On M ‘
' .
Calibration Gas [ M Calibration Gas “4Jif CI;
lonization Mode | a - Tonization Mode @Jﬁ CL;
)
B G o P (i 2 . CI Gas Flow ¥y 1.2mL/min;
CI Gas Port )i/ Port A
Cl Gas Port 1 Port A 'J
(e 7
L M J
e 7

RSO, I Z)BE R A, ATED . KB
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b)

c)

d

Set System to Standby on Completion []

Optimize Electron Lens (V)

Optimize Emission Current (pA)

v

Leak Check

Tune Report

{0 0O K & &

&

DEFINE SCAN ION SOURCE IBRATION
lon Source Optimization Optics
Mass Selection TIC -
Electron Energy (eV) ‘ 70 : |
| Auto Tune | % ‘)i Auto Tune
Preset Defaults O

/] i% Teak Check;

~_ /&li% Tune Report

Signal increased F1 Leak check
BL/hA 10%

*Signal increased by 1 %.
‘Leak check completed: 1.18%
‘PCI tune report completed

Optimization Completed.

Optimization In Progress...

wili save BlAR, {4 CH

DEFINESCAN ~ IONSOURCE  CALIBRATION
lonsource |  Optimization Optics
Repeller (V) 5. . I
= ]
Source Offset (V) 58 - I 35€
Lens 1(V) -165 H| E
Lens 2(V) 05 . 25678
Lens 3 () -8 . ] £
LR
Injection Flatapole DC(V) | 225 = | = .
15€
Inter Flatapole Lens(V) | 275 S |
s
= 1€
C-Trap Offset(V) ] S|
- se”
Electron Lens (V) 15 l
© Sovehs x|
Saven: [ methods R =T=1":
* Name Date modified wA e
- +
. [[] 202411189C1 TuneSetings TERUSIMEM T e
QuiekaC2288 3011139 TuneSettings 1WI204257PM T
|| 1] 202471036 TumeSettings 11/5/2024 411 PM .
Deskiop || 2024103161 TuneSettings 10312024 157PM T
- [7) 20241031NCl TuneSettings 103172024 1136AM T
- [ 20241031PC 1 TuneSettings 10/31/2024 11:32 AM n
Lbmies || 202410301 TuneSettings 10730/204401PM T
y ) 2024102981 TuneSettings 10292024 333PM T
7] 20241029PC TuneSettings 10/20/2024 1H2TAM T
=EC 7] 20241029NC1. TuneSettings 10729204 1029AM T
] 2024102881 TuneSettings 1028204 30PM U
Netwode L) 2024102361 TuneSetiings 10723204 134PM T
[ ElTuneSettinas 6/12/2024 543 PM LS4
< >
Flenane [Frzmzre e |
]
Save as type: [Tue Setting Data (" Tune Settings) - Concel | )3

S o

50 100 150
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DEFINE SCAN ION SOURCE CALIBRATION

Skip Signal Stability Evaluation a

Set System to Standby on Completion [_]

Mode #E4% Calibrate;

Calibration
Mode Calibrate - Polarity 14/ 5 brill i vk
Polarity | Posite . #F Positive of, Negative.
Type | Mass -

Mass in progress...
Starting subprocedure “Spectral Mass Accuracy Calibration”
Finished subprocedure *Spectral Mass Accuracy Calibration™ with

result PASS
Mass is finished.

Optional Calibration

Manual Calibration

Instructions

Before starting Check/Calibration, perform the ~
following steps:
* Verify the appropriate El or Cl ion volume is
installed in the ionization source
* Verify the ion source is at least 200 °C (higher v

e)

DEFINE SCAN ION SOURCE CALIBRATION

lon Source ; Optimization I Optics ‘

n Source Type EI/Cl

[ ] ‘ Izoo
. % Filament i% % off

| -l
) . % Calibration Gas 1% 4% off

B2 CIYE A 1 A
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Mitr— EBFIREE#HR

R 3 (a) ~ (o) Pt AT 5 - 5 46 .

a)  PEIR: RS IR S 80 CLLTR.

b) HIRET&: ClETaME L, BUCT &7 &M fLE /N, Bl &7
M fLECR. BB N BB 74, C Bl M C1 B 74,
— RS OL AN EI/CL B 1 &

o) FHE: FR&REMEFIREE T2 260 C.

FeVE: FOARESTURE e WA B TR

a) DEFINE SCAN ION SOURCE CALIBRATION
lon Source Optimization Optics
lon Source Type EI/CI
@ lon Source Temp (°C) | 80| | 199
Filament | Off " |
Filament Number l 1 |
Calibration Gas I Off -
lonization Mode [ cl M
@ ClGasFlow 0 0.00
Cl Gas Port | None "
| -
Cl Gas Type Port A | Methane M
Cl Gas Type Port B | None v

WHESCIE, 2R A TR, RED
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630, X 70"

ct Control

EE

| & Release Control (= Consumables ~

[ <Autogenerated> ~ ¢G4

1 Themo Scientific GC Home Thermo TriPlus RSH Smart Frontinlet | Backinlet | Oven {Aux Modules and Valves:| Audit

[~ Aux Heaters
Name Actual Setpoint
Heater1: @on  28ra [sorc =
Heater2: @on  2%ra  [aora =
[~ Events and Valves
Name State Name State
Event! Off ¥ Toggle | Events: Off 4} Toggle
Event2 Off 4% Toggle | Events: Off ¥ Togdle
Event3: Off 4. Toggle | Event?: Ofi 4.} Toggle
Eventé: Off 4% Toggle | Events: Ofi 4.} Toggle

b)

—

=FAR
BT&

El

EI&CI

Cl

Tl

DEFINE SCAN ION SOURCE CALIBRATION
lon Source Optimization I Optics
lon Source Type EI/Cl
@ lon Source Temp (*C) ‘ 250 | 250
Filament

Filament Number

Calibration Gas

lonization Mode

o .
, .
o

El

WHESCIE, 2R A TR, RED
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b= |

Eoedma, 70

c)

=) Direct Control

& Release Control (%) Consumables -

[ <Autogenerated> » {05

Themo Scientfiic GC Home:

Themo TriPlus RSH Smart

| Frontinlet | Backinlet | Oven ~ Aux Modules and Valves | Audt |

[~ Aux Heaters
Name Actual Setpoint
Heater1: @on 20209 260C1 =]
Heater2 @on  2u0rq 2601C1 =]
Events and Valves
Name State Name
Eventl Off ¥ Togge | Events
Event2 Off 4% Togge | Events
Event3: Off 4§ Toggle | EventT
Events: Off i} Toggle | Events

State

Off 4% Toggle
Off 4 Toggle
Off 4.3 Toggle
o ¥ Toggle

K3 IR

RSO, I Z)BE R A, ATED . KB



SHEIE-S 9P RIEBEA N Orbitrap Exploris GC SR R{EMIE 650, L 70"

B =

SRR E#R

WARERE . T RERE . [ AR AR BCERE AT AR R BB . 42T 4 (2D
~ (@) FoRsbAT HERFEHE L B 4t .

a)
b)
c)
d
e)

£

HE TerminalDesktop, #iifi Connect;

AR “LS1/365D0291-SM s

sy “Options”, &+ “Change Syringe”s

M “Move”, BEFEEHRIRE Bl 2 S A7 2 .

FHECN IHBE R AT Ea AR ERREE b7 sy, Mg m) SN
BT, FATTHEREEHHERT B E BT AR5 e T [ e RER T, A T n) /2
FrEhEreEr BT R AR, KRR BB AR .

Fah R PR ERE AT S EBERE R B ER LA s A2 T 8 A HERE AT SR,
AT MR s R B 77 TR, WOIT R G, KRR A 2
s 1A N HEShAEEE BT BRI, [ E A BERE R HERT

a)
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Connecting Remote Terminal ...

D —Address
Host:

192.168.99.230

Port: Transport:
[uto =] o

[l Remote Terminal - 192.168.8.. — X

b)

TriPlus RSH SMART @ 19:11

| r 1St ; 365D0291-SM Head

V| 104L; Conical; 265 =
Aot
Act. Temp.: 35.0 °C; Standby: 35.0 °C

Heatex Stirrer 1
E‘ Act. Temp.: 35.0 °C; Standby: 35.0 °C
+ | SPMEArrowCond 1
W | act. Temp.: 35.0 °C; Standby: 35.0°C
Trayholder 1
“— | slot1: VT54; Slot2: VTS4; Slot3: VT54
Trayholder 2
#— | slot1: R60; Slot2: -; Slot3: -
~

Options

O

RSO, I Z)BE R A, ATED . KB
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67T,

7~

70

b= |

c)

d

[l Remote Terminal - 102.1629.. — X

( )
Ls1 ©19:11
365D0291-SM Head

All Tool Paramete

All Syringe Param

Ndl Guide Type NonMagn2mL
Syringe Status ok

Samples Count

Avg. Strokes/Sam

T
=] [=]
:( ”

~

[id Remote Terminal - 192.1688... — X

Change Syringe ®19:12
Step 1 of 1: Change Syringe

Please press 'Mave' to position the
Head at the release position.

Move

RSO, I Z)BE R A, ATED . KB
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e)
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£
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%l Remote Terminal - 192.1689.. — X

g)

Change Syringe ® 19:16
Step 1 of 1: Change Syringe

Release the PALtool as shown,
change the Syringe and re-mount the
PALtool. When ready, press 'Next'.

Kl 4 BEAREEE

RSO, I Z)BE R A, ATED . KB
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PREFID SRR ERIERER

1 EHRERA S KRR RS 8.
2 BEHRE FHAE: K i E Oy Off IRAS, Bl &
3 EH AR AT AR EARES N, BRI B S RS AU

RSO, I Z)BE R A, ATED . KB
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SHEE-FHO PR IEBRAMER IR
ol i) 2N
A % (D | ‘ ‘ & #E
PN =3l FEmRE | — mh | BAEBR AR -H P -H i) (XA iksh: B/ E
| E
2019.12.18 K= il P1 ) Wangwu_Zhangsan 1218 \ FHFEZ
TR AT e A SO, —UIIER T AR — BOTRSES, BRUCAAI AT OCIREL R4 A8 AT R o I B 257 B R R BOR 5 M5 17
SRR EIE R
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