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BB aHTIEN A = RS
ik

FE—H B
1. U5 B0 G IR BT 1A 45
IR e Y5ifibprike
ZHk: 4-Hydroxy- a —cyanocinnamicacid (HCCA, o —-FIE-4-FFIERFERR)
HHH: 2,5-Dihydroxyacetophenone (DHAP, 2,5-—¥23LK 2. M)
Sinapinicacid (SA, FFTR)
2, 5-Dihydroxybenzoic acid (DHB)
Z Wi 2 5-Dihydroxybenzoic acid (DHB, 2,5- —#3JEKHER)
2,4, 6-Trihydroxyacetophenone (THAP, 2,4, 6—-=F2%L7% /M)
#%M2: 3-Hydroxypicolinic acid (HPA, 3—32JE-2-MLnE HR),
2,4, 6-Trihydroxyacetophenone (THAP, 2,4, 6—=%%3L /1)
AW Dithranol, HABA, IAA, DHB, DCTB......
wJ&Hli%: DCTB
L2 mFEJrik
1. 2.1 HCCA F- ik
Ea T2k, EabE .
FEM#E: Ground steels
SER T P TA30 il HCCA M AN -
Fedh: FH0. 1% TFA B3 TA30 VA%, HU 1 UOHRES AN 1 R SR BT SR &
BOL OHRE S BUSAERE R L, BT MRS A E s . RImETE
FIMAR AN RE T4 MALDT Zp A s 4ed. WiRAaxeeys 4y, iH e FMLER
ZipTips. EHTEEEIAR A LR EAT.
1.2.2 SA BUhiE
EaTEARD TR
FEM#E: Ground steels
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SRR T B SA LEEMBAIAT .
SRV 1T e SA E TA30 I FIVA T o

FEdh: FH 0. 1% TFA WA AR, B0 1 0P B R VR T RUEERE i L, TR RO o 2,
W 1 ROHE AR TT R L O RE S I SR G, BRI R 1 O G TR e
i) b

2. WRRERAEE

FE S TR IR IR FE TS AR 1x107" mol/L—1X10° mol/L Y& g iR .

2. 1 AR IA 7

Ky Wl . SRR (FH), . FHEm. T, &
fi ST/ EER S DU IR — HEAKk, N, N- ZHIE F e e (x
s, SEAEET 10 %) . FEHTEHE)

2.2 ik (& 0.5-1%)

HR. O LR, d8 M. HE. =24

2.3 = LR (TFA) F4m 4 H

ERMORAE TSR RETX, SR, 0. 1% TFA SfEREM{E 5T
B2 1/5 - 1/10

3. SBRBRAAGE

GOMS J&A R FEAE 1-100 pg/mL EHURE i, Fr 7 FF i B KA 75 B LB BTt
AR EATRE S TS TR S 23 R AR o R R AR, s SRR VA TR
FES U . ARIEFE S A RS R S B VA IR

3.1 RHLEARE St S B R PR R SO A, AR5 FH R PR BIGE & (144 A
ONFE SR OIS B, R SR BEAE 1-100 pg/mL FERFE A7 o

3.2 By AR AT BLH BRI B R TR ORI N VA R AR AR 1-100
wg/mL AR .

3.3 SRS it A VR SR BOE B O S, TN A TR R
F) 1-100 pg/mL FIVR BE V0 Bl J5 A o

3.4 VEVBRE A S B IR R b T VAR AR, RESIREE R 2 K. R
P AR P K TSRS AR DUV L, 3 T R o R NS B VA S SRR KRR,
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A DU RE SO G5 4T TR IE B T @ XN P, LI I R it — e AT 382 i B A VTR S
4. BFREETFREERER RS
KBRS, T VAR o S BRI S MR T O M, ORE il AN T DA

Sl

B LHLERE

1. solariX ZY{& B M-8 ¥ Bl fetdik i1
1. 1. FFPLHES
TEAS R R ARV A DA S EAG 7 DL 24
2% O A B 35 Bt /s TR ARG I
JRIESUR TREZE SR EAA, REE I RAREE AT EME, EASHE

B OO FARE A S ECE U S 5
AR A A G AN R S — € 7, DME g IIHRRE fh AL S I R

JIERIEAR (B SARRTAMAD AR Rl = AR kb i 45 ) SR
HRLEST JE AN MALDI Y £ 2235 58 HE
FESRIETR L B TEE ], AN ERORE, 8 Sl 2 (B AN R 2R)

PLeds e lE A B4
1.2, FFHL

W B THI AR | () MAIN POWER Jig4Hl 1 OFF Jig % ON.
1. 3. JAZh solariXcontrol HAt M k% 712

13,1 Xk 5 B b e i @l 2 ¥ H 5 8 Start > All
Programs >Bruker Daltonics>solariXcontrol> Run solariXcontrol.

1.3.2 BMHFH

[

p=;
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ariXcontrol C:ABrukerisolariXcontroliData\datahomekinstrumentstatels dministratoryinst_state.m [Broad_150-2000_12T]
) i

™ 5 compass llel

cthod  view  Tool el
P om v [HEAEEHMOEL] w2 o T [RE aa™Shes B | 2
g

W

aaaaa

TSar00
201 140300
158500
1w PES
s84.0
693
oa
gggggg
040.00] 2112.99
02 230099 5
22000 242599
] i I l l HZQ o7 l at an
s e
.mnml“ | “.llll‘lh“;ll“llﬁn
100 8o ko 1000 1200 100 Teno "800 2000 2200 2100 2000 2900
. Garaple Info | © APT Source | (1AL01 | Ton Transfer | Analyzer | Calibration || Gource MEJMS || AutaMSjMS | In-cell Mon
syringe Pums Tune scuree cas concrol

mz

oo

1. 3.3 G dE i o i 7

1.3.3. 1 Jiu il 77 V2 AT DL R SRR A i s ke %, 0y /e {4
P EIA]

1.3.3.2 i@t Method > Open solariXcontrol Part i/ /7%

P LOAD METHOD =]
Look i |1 Melhads » ¥ "mE
_..?) L) apeesCorimol.m [} amomewine.m
W Aok 10 11 05.m [ aumomswins.m
Mty Foacar] | ") aumopasers_ 1011 06 _2m L] agompeird.m
Documents | | u) pepeps_10_12_05-2.m [ asomswn7.m
L:__L} [ msoiEpis_10_12_05-3.m [} acomswing.m
L) Aot _10_17_05.m [} smamswing. m
Desbdop | | auportiss_20_17_08.m [ utertsanndow. m
) Ll mobets_21 12 05.m [ aumomssindows0oum
= [ awrtodtzwan L.m [} aucomswindows0o.m
[14 1 gl [ s mawirsdaw
Cocumants | porswrnsot Jelmictions
GEGONE View Tools Compass Helfl 99 :
: : [ ,'nml:g_"m File game teihodeaLtohSMS_10_11_05 m | Qpen |
Cipen solarixcantrol Part | &  rmoiten oo = o
Save solariicontrol Part As.., o e
1 M| Pan Bl
Save Entire Method As.., epeCeni oSS _10_11_05

|
[P Add Datadnalysis Part... ‘
1. 4. EST EEEMNAFE S (bRt dh)
BT T AR UE S R Al ELAS 5 3k v A R U
1. 4.1 Fa#Edh Tuning Mix $ARFIEL 1:10 FH ZEFRRE
B FIARAETS 5] (50%H.0, 50%ZMEBLHEE, 0. 1%FHER) 1A AR iR Bt
1. 4. 2 FEECLFRE S BRI NERERS (BF), HEREEs (5P & T
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HERER
R RS 5P AARREEARI
1. 4.3 BiEress (5D BEESE FRER CGnED

[1] 2]
— H AW —~— e/

TR BWE ST AT R EERE, RSN .
1. 4.4 7k Start TIPSR, WHEAN 120~180 pl/h, AJLAZAE: Fast
Forward BRiE, # H a7 ia 71 A<

=z Ernd
Flows Rate |1z0.0 = | pirh

Divert Yalve

FPosition ¢ ) Source (=) Waske

1. 5 WEHETESH
1.5. 1 & BAE S & IE:
fif& Readback (47 T F¥IE Readback £ ) H Capillary Current HLR
JulE 12725 mA.

Capillary Currenk 15.8
Shield Currert: B.918

APT_MebGasFlaw (bar) 1.0
BPT_DryGasFlow (Limin) [cu] 4.0
Ch Pressure 1.32e-06
UHY Pressure Z.71e-09

Peak Lisk Readback,
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HENERE, BRI

1. 5.2 /#)i% Nebulizer Gas Flow #l Drying Gas Flow.
1. 5.3 fE/E N IX, Ak EST High Voltage.
1.5.4 ‘2Ji% Drying Gas Heater, F¥f Dry Temp BN 200 CAL 4.

1.5.5 PIEEEN Capillary BLJE, 1B T 5Kk 4500 V, 415 15 K 3500
VC

sanple Info | O AP1 Source |HAL01

In Transter | Anae | Calbration | Surce HEJHS | AutoSIHG | InCel e

Syringe Pump API Source Source Gas Tune Source Gas Control

V8at O tahs| FastFowerd | SourceType

Copllry = 4500~ &y | Dry Temp

[al

9 ¥ Dry Gas (4.0 Limin | V] Orying Ges Fow

< > | f< >

Syringe |Hanikon_250 v : Iv] Drying Ges Heater
rdPate Offet 150 Ay Mebuier L |
FowRae 1200 3 uIIhE] ! i 1] Hiebusr Gas Fow
Corona Hegdle: |3000 Al e L
Nehulzer Gas Heater
Yolume Contral
Divert Yalve

Pation () Source (3) Weste

1.6 MALDI J5 ELFIARE & (BPRTE D
1. 6. 1 Jid MALDT 4l 5

i e | D DD I e | Made | Eimlzll_a_].rfo_l APT él;:ur::-el MALDI [:ll:!‘l
MTP ArnchorChip 400-384

I b Tume § Operate ]

| E» Acquisition § Single Spec. |
B ston

I [+] MALDI Enabile
[ ] ECD Heater OnfOff

Geometry Fie| MTP AnchorChip 400-383.... |

APL High Woltmsge |

[+] Sowurce Chsemch Enable: [ Undousd Target j Plabe OFfsat ._123-!3
[ Chromatographn: MMode [ T  Tar ] Creflector Plate Eﬂ.ﬂ
[ <I Sowurce CwnfoFF Laser Shots ?:100

& o _ _ [ Oearvarget ]| . s Fower [20.00

i Fraquency | 1000

[] Both Folarities i SR o
[ Event Table ] _—

1.6.2 MALDI #1E



HENERE, BRI

1.6.2. 1 #E MALDT $4E A m

!-Mot.:l-e- I Sample InFo-Ei AP Sorce | MALDT |E0n Transfer I ;Qnalyze.r"!i -Calibrati-o-n-ii Source M5[MS 1 AUtOMSMS | Tn-Cel M-S;|

g MTP AnchorChip 400-384

Geometry File i MTP AnchorChip 400-354.... % Enable Randamn Walk
Fiate Offset |100.0 = | Spat Diameter |300,0 um
Deflector Plate [260.0 o |
Teach Target
Laser Shats (400 pi
Clear T. t
Laser Pawer [20,00 | 7
Frequency |1000 21| Hz
Activate Laser i : . —
Laser Focus |Minimum (% ‘ [ Stop Video ] || Setlevels | LampPower|100.0 o
1anged off ko on Law ready Target in Positive CI Temp: 32,7 C
N s
1. 6. 2. 2 JUAFE AL

=

Geometry File |MTP 38

1. 6. 2. 3 OEAE 30 min AL HHIE M T2 A 315 H1L(Laser standby),
BOE MALDT J7 ARy 5 B 8hilal, 16551
1. 6. 2. 4 1% +3& 5 I MALDT J7 V&M (CERIA D \Me thods \MALDI Pos. m).
1.7 MRAT AR BEAM VALVE &b T3 TPIRZS
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P Instrument Interface
Qh (PS4) [mbar]
UHWw (PSE) [mbar]

Source (PS1) [mbar]
9. 21E-06
2 91E00 d - = =
= Beam Yalve Closed
? [Fress to Open]
ﬂ I i .
PSS PsSa
m L 8
I_l
—
G580 S
TP TP2 TP3 TPa
uuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuuu -
Bakaut Time (h) [0
[F' ess to Stap]

[F‘ ess to Stap] i
il Return
TP Speed TP2 Speed TE3 Speed TP4 Speed
D Source Oil Return
[Press to Start]

1.8 Tuning

it Tune/Operate #%41#E A\ Tuning #3X,
Tuning #AH FRASEOFMEE EMEL, wTRUESATTSEL 86
S HR A . Tuning BT, TR

BRI APRS, FAH T LR

S WL 2 i AL, (HR BRI A2 il K.

Last Run 0 . 00 rnir

’ [ Tune | Operate ]

’ [l Acquisition | Single Spec, ]
2]

1.9 REHE
1.9.1 KEHI, AJ{E Mode i£THF —> Detection Mode %L FEAH N AR

Broadband JH B 8 Ji i L Vi BB KA s Narrowband T8 i e

IS PR = R

R IEFE Broadband, 75 B W B &K/ Fm it GEED.
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HENERE, BRI

n| Mode | APT Source Ion Transfer | Source MS{MS | Analyzer | Calibration | AutomsiMs | In-Cell MSn | Bl Console | Param Contral
Acquisition Mass Control Accumulation
Detection Mode |Broadband |+ | Average Spectra |24 v
TD (Acquisition) 4M v | Source Accurnulation iD.USU = sec
TD (TunejDisplay) |41 | tFull_Resolution)  Ton Accumulation Time |0.150 :. | sec
Low Mass 147,42 | oz Ion Cooling Time (0,010 2| sec
High Mass |2000.00 [ oz Time of Flight 1,000 & | ms
Estimated R.P. jSQDDDU {at mjz 400)
Transient length |1.6777 sBC

Daka transfer mode

1.9.2 7 Mode &I —> Average Spectra i & FHHIREL, —HA
10720 scans.
1.9.3 MAFERE B
FEBE AR T L% 8% Prefix B0 Manual, 7E Prefix fll Counter ¥ A\ SC/F
Y8 gw*5; TE subdirectory HEHT HR: LA EETUERHFERE HFM TR
Z. 1t Sample Name MU FHIAFE M4 WERFTENUE, 7 comment BT NN
KT HEAREIR o 188 Py 25 DL R i 48 R tE 803 /) A2 )7 (DataAnalysis)
FAHHERE D (SHHEEE A ED.
@samplerofo =TI

Data File sample Parameter
i Manual Sample Mare
Prefix Counter I Arginine ﬂ
|Calibration_pos_070207 ooo00s
Sample Comment
Subdireckory

IKu:upenhagen_FebZElD? LI 0.01 mgfml in 50% MeOH

Data Root

ID:'I,Data

1.9 4 gty 1> Aeistion SinoleSoec. | gy g ) sz g i ST A bR 2o
PS5 5 I il s A e e SO Jerb . 243k %) Average Spectra Hi BT

S o r L Rt L R P E S T
P AR R S
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1. 10 =HL
1.10. 1 #ff5 BEAM VALVE &b 2 IR 2%

1. 10. 2 S maR _E#) Source pumping system 1 Analyzer pumping
system BLHH] ON B8, XPHEZS

EF Instrument Interface

Qh (PS4) [mbar]

UHw (FS6) [mbar]

PSS ,SsS2

[F'rESS to Stop]

[F' ess 1o Stopl

Sl Return
TR Speed TEZ2 Speed TE= Speed TP Speed
D EEEEEEEEEEEEEEE
[Press to Start]

1. 10. 3 =43 8h 5 K s Y5 T A L i MAIN POWER J7E4H i ON Jie & OFF.,

2. Autoflex &Ultraflex TUZE 5 55 BB GARIR 5 #1X
2.1 JA3h flexcontrol

A P A E=)5 5)) flexControl, BiEId windows BE%e/e | ATE
A flexControl A3,

B Ezh R, 2 ashMEEABE{TIE R (10-30s) @Vimrﬂlrﬁﬁ. SR AN SR

1)
1

¥ EEdEa 1) O T™ | g, padllat
Pesh . H RUEr
o gk AT
- . W |
Y E 2 B J R P K. SR ) O O P S A R R T
o LT i
|
HE BN 23 VO A .
e _pen. ), N#‘g}'”’ﬂ'w‘g\h
s Akt Ofes oz 03 [ S
PRGN, iE % [HT ) B 5 1
IR —Piedstelotetoiavelabeted I | M« i
i FEAE “ zeream cesssscss - = e -

e (o Lnmn | (i 418 42 o) 28

35— A e WHSCR &

A faf — P ARA A b, ML BRELTFM

o —

2. 1. 2 IR B RETT &

A LLiE T File Select Method e & KA Jrisk, W] LLid Ry X
M PRHE R 5 V5 A 24 BN« B — A7 B LARR MR R AR R

>

BT P ARRIES PR NARRAE PR TR, AQ
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MEAERE, B IRHER

ROFEXE; 1ift: 2% (TOF/TOF /5= »

[ flexControl - ultraflex TOF/TOF - (RP_700-3500 Dapar]
|File Display View Tools Compass Help

[l Save Spectrum to File Cuiss [
@ SeveSp

AL | RN

P CR=Tp
Shots: 1000 7 1 S Added OFteq 100005 4$3x

A L ‘0“1
EeoS0OOPOOOOOOOS

Selelee?

ecsoeseonne

[  und Add Saveds.
= oo & (B Sovess.. 0 gl ) » Computer » (D) Data » Methods » fleControlMethods &
Shots: 1000 / 0Freq 82| T el
| kv includeinlibrayy »  Shorewith~  Bum  Hewfelder
1 1 1 Name - Date modified Type
edodebedelelebeleleFele
eeeccese I rrrrrryl 1! Instrument Specifc Settings 1072006358 PN File folder
1 Senvice GM1/205897 PN File folder
: : : : : : : : U Specification 272402017 1096 PM File folder
Y ® ee s P ® L LIFT K 11716/2016 247 PM  LFT File
ese e esee ® | UFT_towmass it 117152016 HO2PM  LFT File
| UFT_Jomvoltage Ft 1U/A5/2016 843 PM  LFT File
eoe oo ssee o L UFT_negative.t 1S WAL . LFT File
: : : : : : : : . LN_700-2000_Da.par 11A6/2016 836 PM  PARFile
S ae . s LB 520 kDapar MANTIRAM  PARFe
LRSS0 kDapar PARFile
oo o0 eeee _ LP30-210_ka.par PARFile
eee oe seee " LP_700-2000,Dapar 225207 455PM PARFile
e e Lo seee L LB Imaging.2-20 kDapar 278017256 AM  PARFiIe

Spot  CBO

Canier  T_0280784_1002895_749

| RN_700-3500_| 2/22/2017 1134 PM
_ RE5-20_kDzpar 272812017 390 AN

Geomelry: | MTF 394 ground steel -

(| RP_700-3500_Da.par 2018 8:35 PM

Method RP_700-3500_Da par

[ e

2. 1. 3 SRIUARAE i 11

| RB_D00-4500_Da.par 2/22/2017 1329 PM
L] RP_12381_Depar 11/16/2016 608 PM
| RE_Imaging_200-1500 Da.par 2/24/2017 227 AM

] RE_ISD 18 bDaipar 11/16/2016 605 PM

5] fleCantrot - ultrsfles TOR/TOF - [RF,T00-2500_ Da.par)

file Dizpley Yiew Tools Compess Help

At

Ca e [ EEEES e

Ea v

PR EdE v = 8 @Bre A

= . == —
=
i

0

=8

;'_n

ks

ek

1000/ [k

Lk

Shot i

iz

TOZLErAe—L@NmO

.
.
LJ
.
-
.
-
.
-

St CAD Gieomelyy [MTF 354 o re

Caier  T_02B0754_7002335_749

I

Mpes Controd List | Peptidet

| astomac Assian) | Cear acsigned

HName Flef. Mass Oz
* Beadybon(L-T). 757.35536
- L046. 54130
. L296.50400
. L1347, 73840
. L619.822%)
- L7ss.gsas1
- ACTH dpli-i7.. 203088
* ACTH cip(18-3.. 2465 19630
« Semefestatr(Z.. 47470

[Eseea]

Meirad AP_700-3500_Dapa

42 dav (ppri Bofors Lact At

Intastet

Restors
10w =

| ety

ZeemBange

Feak 2eagerent Talerance
1 From Mass Control List

Fer Help, press FL

WHARAERE AL E, SIERIEOLRE

2. 1. 4 RAFIE

BB,

it

DN

x= 14752

o7 start.
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(= flextContrel - ultrafles TOFTOF - [RP_700-3500_Da gar]

Fia Display View Tosk Cempas: Help

PR EE o @ &8 Fas ded iddis: SEDEE [Fod 7N |

8 o

; o® e 3 et |

Shotz 1000 7 00D Addec OFieg 100005

CesoooesEcGsoBs0aEEnbl

EOROBRN0O0RORRSRD eseee
FOReOSs0ceREBRlREEERES
feseeseOORERsRORERRReS
HOPO P RO OO0 OOOPRRRARRO R
R R T T Y
JOSPES IR OROROROERDOR
aaaaaaaaaaaaaaaaaaaaaa
LesacsscscREbRsRRERReS
NGOG SO EASOOSDO80800ES
NOPORPROOARROPEIRRORDOS
e T T T R T P T

For Hep. press F1

sbedodolodolololaloliod)

ooooooooooooooooooooooo

Butar Conwent:
Sngle Line} HCDA
b LineZ

|| Proconig

DDA

Sompke Nave: 160601 _Teut

{0 30
Openinfexanays:
o ||
Padte Run n
Bl
(i [B Run methee on curect sl
B, S 4
A hew. | |B sen ssonzc Fun
[ |

TG T,

Dete Directory: Semple Name:

00000 P90 OO OO OROSOR O - _
Sect COO Gooncky |7 364 guond sies

Canler  7_0230784_1002655_743 [ =_ |
Hirkod RF_70000_Do.ox [0 Sen ] L cined

Reflector

BOALEDE

Progared [ For Caliration (10 M5 Mozared [ HSME Mossursd [ Fladine Specinury [ Aboriec [ M Locer-Tening

1= 75144 yolm b I S

i Save As, T Path fil Sample Name, 1#AFi%K; it Save, MJERIAE

17N b RIS B AR AR 44

2. 2 MALDI-TOF-TOF (MS2) #AE AL (m/z<<4000 1735 o

* fEFlexControl# /4 5 MR EL— i i B (RFER)

- fEFlexAnalysis Xt — 2% Jf it B br g

+ fEFlexAnalysis *11 BU— 6 {5 W b b 80 ) IE45 TOF/TOF
¢ CHIX LI F{E B R 1% Z|FlexControl

« fEFlexControlF i FELIFTH
-+ KBRS 7R i (parent mode), Jf RdrAddii

« IRELFE FFig(fragment mode), FFSd7Addi#4d

- DRAFEEE

2.2.1 RE—F itk
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flexAnalysis - unknown E|@|E|

“File Edt Masslist Process Calbrate Annotation Method FAST View Tools Window Compass Help
(SR CREX FAARR WA > DR QQ [ [Em e
Analysis List N race cooct — .'M::ssLBl'»IZPeaks-
W Ji,, BSAAD_BS\1 Intens. m/z
iy 15Ref Raw [a.u] ]
>
—~
s
o -
3000{
I
b3 PREUACE, SRS Sl bR A
FiEAdd to MS/MS List
2000
- & Show
o § Showr always
5= 5
1000+ © i Add to MS/MS List
3 i & 2 MS[MS List...
@ ) o
) 2 Identify Background Peaks. ..
5 =
i £...
i e en. || " . i O Lavou
1000 1200 1400 1600 1800 2000 2200 miz
ERC < ] »
Overlaid f Stacked ) List < ‘ >
J|For Help, press F1 BSAd_0_BS_1 Range Selection g

2. 2.2 EHUH AR GE R 1

ﬁ,‘ﬁ:l—fl‘ ﬁ*}ﬁﬁﬁ MS/MS List E|
iZEIMS/MS List.... Peak 1 || ook ho
e :
S AMED 927.49302 BS:0
1479.79763 BS:0
1567.74340  BS:0
B3 Copy 1639.94088 B5:0
% Delete 1880.92092 BS:0
Select All
fcrea: AB: i i7Send to flexControl
Show
Show always
Add to MS/MS List
MS{MS List...
Identify Background Peaks...
DfLaycut...
[ sendtoflexcontral |

2.2.3 WEEIER LIFT Jiik:
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WREL, BIRERR

& flexControl - autoflex TOFATOF - [LIFT.ift]

Fie Colay thon
©E

Tooks Compass Heb

Ol @ iRAR Rlet|hd

i MEE (s of (wmlwm TR ||~ ]|k

Inkens.
fanb}
4000-
| =000
2000
o
shois [ 02 203 Adsed| 0lFreq [ 2m02] 5%
ibeteieleitoleleBeleled
B ] «
c
P 1000
F
&
H 3 y =
i ] LFEIX B F A BB T Him/z
; > G BT A3 FEAR A B
: , BABETERSIRTE miz (H )it )
M v
N &2 ) 20 50 ™ 1600 120 150 170 200
8 Singe rosing 4 D60k O shatuin
inicecue | Sample Caver zéxmm Detection | Frocessing | Setup | Caibration | UFT | Status
Parent Mass: 19528957 D ' E
o
Sect  [BS0 Geomety: — 27 50 050 . PCS R 065 2| % of Parent M;
7 e & atent Mase
POIS Windo 1479 7978 / B5:0 ‘
T_0209574_0021044_12 el 15577434 /B5:0 =
D = = 2] s b > PCis [lon Caibrate
Mohod [UFT B [ o Aeston 11 ) |
° Patert Fuagveris Mode uFT: nval ol ‘
D Gain B e %
& it s [on [ Cabwa
ol Laset Powmer Boost ET- 1
Shats: -
Andog Offest 003 %
Dlcoon
For Help, pressF1 LFT shanghal demclab x = 1479.81 y = 2669.30
SRAE R A
2.2.4 RE_FRE :
RlhA ey | cBHER (sjod oo 28 ~[I4
Inkens. 1567.71
fab)
00
0
= - m ) U A AT J’ 33z 3 buff
ST SO BEE T B 7R I Elsum buffer
N i
- YRI5 il Fragments i 2
1500
1000-
500
2 J
|ca/m ] 200 400 800 60 1000 1200 1400 1600 1800 iz
Single reaing @Ddone O % O Shotestio
AudXecute | Sample Canier | Spectiometer | Detection | Froceseing || Setup | Caibeation| UFT | Status |
Porent Mass: [1567.7434 Da sl %
Mes L [1557.244 7850 ) (%]
=l
e FOSRonge | 0852 % of Povert Mass
02 1015 0a - Hon
Acquisition Mode
° s e
Detecior GanB 03]
o = etecior GainBoost i Dltn
= Laser Power Bocst: s3] x
Shots e
Ansiog Olfsar 00g] =
Dopon
F
e s e e

2.2.5 93—, ik,
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A AR ey cBOBEB | ded @@ 1R ~[1%
Inbens. 1567.71
]

3000

— NG B (M BT RS R I E sum
- buffer, )5 fidiFragmentstiz, 3KHL
TR, BN sum buffer, i
o Jri i Save as, A5 E A shids®

Save Spectrum To File
1000-

Buffer Comments
4 r
Single Line 1: |
500 @s
um 7
Line 2: [
(calm] 20 100 600 Processing
Srgerciing @tans  OW0% O Shotrsin -
AuscXecuts | Sample Catisr | Spaciometer | Detection | Prosessing | Sewp | Caitxaiion| UFT | Stai Process with: | none | [] Open in flexanalysis
Patent Mass: 1567 7434 Ds 3 ~ -
Fubsers Run: none [JAddto Run
ME/MS List [1567.7434 /850 %
POS Wandow Renge et
0. 03/ 0a s — §
Acquisiion Mode: F Path: D:\Data\201201 Browse...
[+ Fungments Mode UFT: §
B Sample Name: | BSAd
o Detector Bain Boost 10055 o Sampl B
Laser Power Boost. s0s| x
Shots SwS d 3
Cleoon

e e s ———

2.3 flex control FESZHANH

I.ow Mass Range -

Sl R 065060 Ttko. Da
Spzetruen See: 280890 prs Delay: 234528 pis

Detector Gain Sample Rate and Digtizer Seftings

rerecer: [ T By ﬁlﬂlﬂlﬂlﬁlz_l- Bo0sis
1% 0% 00x REPIESIERE  MasReme ool

-
_ Baseline Offset Adjustment: 00+ %
|5.uitrm - Frequency 10000 Hz Anslog Ofset: 20mV

Smatbeam Parameter Sat

Reflector BDAL@DE x= 75744 y=12287.00 i RN DN

MRAERE A5 BN EZOR, BoEHMei. MRS SRS, nd i sl

%

Juj3
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AsoXecute | Sample Carter | Detection | Soectrometer fprocessing | Catbration | Setup | Staus |
High Voltags Pulzed lon Edraction Polartty
Matr Suppression
Mode
oA Suppress up to-
(@ Deflection 450+ Da
Calibration >55 | /
Reflector BDAL@DE x=75748  y=1fzro0 i RO D
N/ -
i . FJFUEG], WEPDFFEE<Off>
HIEWE, —RARRE. BRI, HEHEELE

<Deflection>

Ausexecue | Sample Camer | Detection | Spectrometer | Processing | Calibration | Setup | Staws |

Frocessing Method ©  SC_Peptide_Cent > (BB (B

Parameter g2t uzed in flexControl for peak picking, emocthing and baseline subtraction

153 Eait Processing Method [SC_Peptide.Centl 125 i
g H—t Mass List Find
Edt
- Processing
Peak Detection Algorithm Centroid
Signal to Noise Threshold: 3 |
et il __y=uzmn ) I R |
Mirimum Intensity Threshold 0
Wil Number of Pesks: )
Paak Whath 02 mr
Haight m " — 5
—— T2 PTG AR TR
Hi&F FflexControl f 5%
TR LTS
| ]
i [ Saveas [ ok ][ cocs [ e

3. Orbitrap Fusion Lumos ZY¥& i B FH R EAX
3.1 RGKHL. FFHLAE
3. 1. UK g4 E T Standby  (FRHL) A
HHBIAMEH Orbitrap Fusion R4 MS, WIATEEFEAMHICH . R,
K P iEACE TR . £ Windows fES542 E, &#% Start (JF4R) > All
Programs (I FEF) > Thermo Instruments (Thermo {X#%) > model x.x
(#5x.x) > model Tune (B LTI Tune CHIE) H&WH.
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T3 Therms Ovbtrap F son Time Application |

o z . g () |cThemoiData = )
L Centrosd i [ @
Rarvetlsts
als R T _DMA0ZHLIAST | View

L iy () OFF

Scan Type | M5 Sean £
0 0
Dietector Type | om Trap B =
~ 0 ]
llon Teap Scam Fade | Hamal 1] &0
0 o
Wass Range | Mol a0 40
30 w0
Une Quackupols halitcn el n
10 0
10 X 30 40 5 & 0 0 W0 10 20 3 4 % & 0 20 W
RF Lens (%} » : E
AGE Target 30ed

Maimunm Injection Tame (ms) | 100

Micraucans ¥

Source Fragmentation

B - |

“ Eme
i LCMS RGES LC &, WFEXKMRE APT BRI . il

Xcalibur £ RGi4% ] LC FH, {FH Direct Control (HEEAFMH]) XHEAHE

SEPVRFITES . B, FERME Accela™ EHIVATIMEE, HATLLT L.

a. fEXcalibur Instrument Setup (Xcalibur{X#Zs¥ &) &L+, M LC
B,

b. TEREAH, EFE pump model (FEZYS) > Direct Control (EHFEEE
i) LATHF Direct Control (ELHAEMI) XifiME. Direct Control (B #EH
#)) SHEHE (Instrument Setup [ {XES%E ] &I

c. fidh LC Mk, Rkt Take Pump Under Control —(¥#1%)
HIEHE,

d. sidr Stop (4F1E) %4,

f£ Tune CH) WHT, KFHENET Standby (Ffpl) B

P LR S BB A e R AR R AR (. RITTTHIR B System  (R40)
LED ATARRMesith. AT ke APT BS-FURIE T, 0TS OCKs il Bl SORTE s B I
ZHAFHU BN E (2 AMER AL o RSO LT3 38 . 34T 24
EER APT BTURM 8 kv MLE. F RF HERIE PO RF HE.

3. 1. 2 AT TP s A%
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FT9F Tune ) &, A on OF) %4, BFIENXET on )
H e BTk FLEASE bR 1) o0 B AR SR €. BT THIAR B System (RE0)
LED ATAR skt HLF A5 3 38 1 s R AT T

3. 1. 3 SE AR B AL

AAE RIS TRI AN Y ST T A, Bl 50K O P DABEAT 4P B 4B IO 1B 0 T 56 4
KM Orbitrap Fusion H% MS. WIREMAMEM RS, A& sad AR, WG
FHNRR RG] URYE “ Wi E T Standby (Bl X 7 iy
N R G E TR,

a. RS “ BFIECET Standby (FFHL) HER 7 BEATERLE.

b. K THEBIFEIRE Service Mode (4EMBHE, A TFALE . Mk
HAG BT BIE.

c. XM Main Power (FEHLIE) FFk,

d. AN FEVRAE P AR ST A HL YR 2K

3. ARG B RS

JRB A AT, MR IREIE RGIELEIEAT . FUSEREIEEE RS HE R
Z AT TCVEIBAT -

a. HHFRASMEASMEMRE CEExED .

b. KM Main Power (FEHJEDITR, Ko THEBITRE T Service Mode (4
B, WD) ALE . RSO R .

c. #THF Main Power (FEHLYE) FFK,

MITTHT FF TR FR AR 4> T2 BT THAR IFTH LED ST 54E K

d. AR ESCH R, %88 Orbitrap Fusion RAINITFM (Orbitrap
Fusion Series Getting Started Guide) %5 5 T “FRIEAXIHE S #HF
ARRBATEAE. BN, =AM 1 NS AGh A

e. ¥HITYAETFRIRE Operating Mode GEATHI, L) 8. LI
B

45 )LF )G, Communication GEfE) LED (T2 NERE, FoRBESCR%E
A
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GO ESLEEER: . RS G E OO I B RGO B ERIL
ZEJFRIEA. 3 B,  System (R4 LED AT N, ForPlt o NS
RGN TS, BRSSO T R 2 P L E SO TR,
System (&R LED {74 NEREE, FoR O LLg T BoEsh & %,

3.2 HEHAE

3.2.1 Thermo Xcalibur {3 #% %% B AR

f§iflXcalibur Instrument Setup (Xcalibur{X 2 ¥% &) & L 4T IFHI Method
Editor (J5iEgmRas ) G @ SL i I AUHR ik A T 1B M NALES 7 VR S5 ],
FITFBRIAT LI R BL) RGN, NI R e S8 R IZK B IR N
Xcalibur{¥#% /7% (.meth XD HJ—#F. Method Editor (J7iifmiE#s) LA
LRSS AR R BRIV : AW AT AN T SE 5.

Method Ed itor Global Parameters Scan Parameters Summary

Method Timeline

Experiment 1 Time Range

Save as Template

System Templates Place Scan Here

Glycans
Metabolites L

Peptides-ID

Peptides-Quan »

1111

PTM »

Custom Templates
»

3.2.2 RERE N HUIRE
IBATA RS T VKRR A B 2 T F Xcal ibur B3 R 458 15 ShAX B . B R 4
THENL B B K28 10 280 O A B i
fifl FH Xcal ibur $ 2 G0 KSR Wt B #2 fE DL R AP R BEAT HR A -
TP Xcalibur 5 245, SRJFik#FE View (FLED > Sequence Setup View
(P31
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WEMED LTI Sequence Setup (JFHIRE) & 1. fTHEZITINFS,
BAEI R a. A Open(HTHO) AL £ A& b, EFEFHIC s1d)
I i Open (TJ1)

k¥ Actions (#4E) > Run Sequence (iz47# %)) 8% Actions (#4E) > Run
This Sample GZT1ZFEME) LTI Run Sequence GEATFHI) X ifiHEStart
Instrument CEZNMLER) FHiYes (G&) HTHRFPHIEAT BN E ShAEs

Run Sequence

— Acqguisition O ptions
Instrument | Start | nstrunent ]
T hermo EASY-nLC Yes

T hermo Orbitrap Fusion

IV Start when Ready 1 Change Instruments. .-

Start Up I Browse. .. I
Shut Dowen | Browse. .. I

# MS [ Start Instrument (AZIXES) FIFHHIL Yes (&) , BLEA T
B J3 s e B Oy HoAth 130 4%, A Change Instruments (FEHUXES) PAFTIF
Change Instruments In Use CHEC§fdi FHAJAXES) XHEHE.

|' Instrument Method

Instrument InUse Start Instrument
Thermo EASY-nLC
Thermo Orbitrap Fusion Yes Yes

ok | Cancel Help

fE Start Instrument CHZNXE) Flh, MG AMMAE RS CEFNA
ENHFERD) AMIE A TBL K “Yes () 7 BahBIZIXI. M 0K (i
€D o 7F Run Sequence UIB1TFH) MHEHE, SEMAR FIET. Mdi 0K (i
FE) o JABNXARBCE A TE

4. LC-MS2010%Y ¥R 5 Bk FH B 4%
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4.1 FFRHL

By FEFE AR BT R 3 P A O -

(1) FERTFRN (FBRAFFINMLHD

(2) HFIFRHL (EZRILE M, =k, CDL, 16, HV HITFJERISEH])
4.1.1 SBRTFRNAT IS B, ATIFEAE, i System Control .

rement |- Adnl i gmii 1LFaA-C¥. 1enl

A Bl BEy Toem ekl Daatemest eguinitis Bodn Teslin flsber Bidp = || %]
DFEH SR ol FERG T L ¢0 "
=) 'F
L M5 i | Nz
rom B0 71 50 s Cmimcion 4 E T o .
. —— |
Butail
s [¥udua] Wains |
1%
J
i wliwi
whiei
L)
3w
i s
SN
= £
(3
A ﬁ =
K T3 =1 ra Ha s i s -
=T =
o Gl Mk P 0B =
£
3
40y 3
1 i
! 4 .
) A ) 1 [ 10 [ [ i
= Tn e — T Ramd_eareed | S

B | Siegle Sanags | L Tiss Prag | dens Pas
[rEnTTTe E e ] [er ey 7]

Tnamnises Talings O Valings

F Jumiig Fidn % Vg File g Fibaifis
(o vt Ml L eossl, | i 53 ¥

Bk 1 s s [ b |
b : e I Ead v age 1 __Bae I s [ geaa | hqj

I:I ]\.li;l.;l;.e-ﬁ LagFile J 14] rd g R o
iy

Syatem Control

Auto Startup | futo Shutdown | Cancel
Feady g [¥ Yaeunum Restart Mode Bequired mim
Advanced >
—Waenam Moni tor
Lower Wacuum: <1.3et000 Fa Higher Pa @

M Auto Startup FFIEHHEZS, 4 30min JEIX 2823 ReadyIRAS, 1X#%
AR STATUS TSN, K. ani 5 B 5g 42 oeHl, 2056 s Auto Shutdown 3%
L2, %) 20-40min F5-OC A EHL BT L,
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System Control

| futo Shutdown Close |
Ready OJ [ Yacuum Restart Mode Bequired min
| Rdvaneed
Vacuum Monitor
Lower Wacuum: <1. 3et000 Fa Higher Fa @

Yacuum Swystem
Maintenance Information

Fump Unit 0il
Turbo Purmp 1 OJ Im M E
Turbo Purmp 2 OJ Im M E
Eotary Purnp OJ li A E E
Went Walee OJ li A

4.1.2 HEIFFH:

— MG OL N AR SR UG8 AT 201, S e T3 B 540, CDL Al Heat
Block il B2, AR5 - 5 WUAH ISR « L, 18 ELHOCH] LCMSsolution #%
TE O, AR BRI T OCHBARIN R, IEF S, CDL 4555,

4.2 R E

4.2.1 fdi SYSTEM CONFIGURATION

T LS Time Amolvois (Inaotzumcnti—.

Aamin) — Dot

g NN Sl = == e |

e
v
b
el
S < b JeE T
il o T =

4.2.2 Wi Instrument (Communication setting)

VEE AR L8R (4. CBM20Alite) , EE K (Ethernet B
RS232C) , 1P HubkskF 115,
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Inctrumsnt Hams: [Instrumsntl

Descripiion:

Comsnini cal i odn:

LC CIM-Z0A1: La Etharnat T 152, 1560, 200, g8 B
FOA SFD-SZ0A [ 1 I oo oo 1 [
(=3 LONE=-E010EY/ A | | 2 2 SCEL List

I—W:—I Caneal | _ Halp

B M System controller #EH, di#i AT kI IMAE Modules Used
For. [FIFEESIN MS. #RJ5 fids Auto Configuration, FrE #4F¥ HEIECE I,
s 0K B ARG E .

System Configuration

Available Modules Used for
= _' Instrument = : Instrument ([Communication Setting)
[—jﬁ LC Sw=tem Eﬁ IC System
- Srmten Comiralilar "B System Controller @ CEM-20Alite
g‘?p"j LC Fumps
E Autosampler ﬁ
@ Owen P
2 Detector
W Fraction Collactor ﬁ
[ Subcontroller —
"""" = Column
Q NS
Froperty. .. |
uto Configuratiul Beszet | dudit Trail. .. | 1] I Cancel Erint Help

4.3 HiRRE
4.3.1 /A7 Data Acquisition:

4.3.2 & B Instrument Parameters: & # Advancedms #F 4> (MS Al
Interface) :
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01| Instiument Parameters Yiew Moimal [ Advanced [ =]
us | Interface | Data Acquizition| LC Time Prog | Fusp | POA | Column Owen | Controller | Autossspler | Auto Furge |
HAoquizitien !Stwsll vi Segnent®l Acguizition FU = |1l:l min
= Segmentl 0,000 - 10,000 Acquisitien Sean et = Pozitive ( Hegative
ElEventt Scanis) Ewent Timae: oS zec. Migro Scan: ama
Petector 1.5 k¥ Threszhold: ﬁ

Start afc: () Eod mf=: 1600
Scen Spead:  [2000 wafzec

Interface Veltage, CIL ¥Voltage Garray Veltags
i Tuning File Ses
* Tuning File * Tuning File " Tuning FileFis

< > | kY I v oL, 2.3 C W
Table 3> | € Fragment | | b R i

™ 1= B5 Progres £ it Adduct Tom ..

Ellnstrument Parameters YWiew Mormal l Advanced ngwnLoadl

M= Interface |Data Acquisitionl IC Time Frog. | Fump I FDIh | Column Dvenl Controller Autosamplerl Autao Purgel

Interface: ESI
W Use Tuning File

Interface |250 C

COL Temperature: |230 L&

Hebulizing Gas |1. 5 Limin
C

Heat Elock 200

&
DSEH S @ FERw T L o0+ FHroPAE -
e ES T -mm =

L I e

| L =1
k o B ¢ A e WLl ol
" :

T Tas E\H 3 E ﬁ E

Wi = i o o wa [ s

Fep d Fles 05 alinis
| a Feg B Flew 000K abinis

Famp d Fraprws B,
37 0 ] V17 s ] AR (Ers ] . 1E = S oy B Fonmrms | 03 W
% Fump b Bnpuiier | R AFa
-] s ol [ Tanced i o Fag B Boguiner (Mot o 5P s
B | Iaterfass Buis Bepuisitios |EF Yiaa Freg | Pep | Botertar o] Culuss vms | Comtralios | dsntusmplen | Smti Farge | v Tpamats | WO
Muiem Tamparsns B E
A Tisa Progra (ST STHTES P B = T
AL Bimy: Tima: [0 00 sis | Bemling Am
& = Bl aring dun Fl [R5
ey L BaL it i Bl sing Sen P17 L B
e Pt Tiem' OO i SR —— =
Bk Tian W - -
oo BLidh Tagar BT
Mo Bliah Tosg B
Batarie Talings | | @0
1% Wormm Pl T
| — ¥ fuith Fa
e I
ity £ 0% Fems wa
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4.3.3 il Y B 58 R RAF T,

At Download F#EZ%i. SR)5 &S+ Instrument on, GAS, CDL, Heat Block,
IG, High Voltage, WLHEEEZk, Aa7E Ja RIPTHERE 34T

4.3.4 gt Single Start:B(E @ IHLGEESR Batch, #LAAELIEIT M.
5. GCMS-QP2010 Ulta%! % GCMS—-QP2010%d A, J5 Bk A iR A%

5.1 JT#L

5. 1.1 A& 2F GC #4r MS #5/3 R Fb i (¥ FRIFR A 8208 . 7 T8RRI | 1 Hs
IR IR 21 0. 3MPa.  FT T H o 15 BN 45 B AE S TR AS

5. 1. 2 4TJF GC HLURSESEAF LT 1 4080 i 4 F54T T
MS HIVRBR UL 2P 3“5 1)—7, IR GC 5 NS
7> SR JEF 1 o $45 Xk R 1 _E ) “GCMS Real
Time Analysis . ink” [EIFREZNOCGARHIEE, FIR &M “WE. B FpHE R
NSRRI HL D L 28 IR 34 R

5. 1.3 M M A 1 DT B 1Y) “Vacuum Control” s =
BEED R — AN, B A LMK “Auto Startup” 440,
KBS IER A B & H a2 kBB I A ik, 2
ZRSGEFATAN, AR, R R H T “Close” HZHKH “Vacuun
Control” &I,

5. 1.4 mi A T “Detail” %4, ¥t IR (SPL1 Temperature)
WF] 250°C, #HTE (SPLL Pressure) %74 70-80KPa, & (Total Flow)
10mL/min, W33 & (Purge Flow) ImL/min, #:35 (Column Temperature) %] 50°C,
BI7J8 (Ton Source) 200°C, $#11 (interface) i7 R F 250°C 75 5¢ sty “0K”
PG [, IXI FRTH A A GC AN MS MR 26 st GC THIAR L-f¥) “STATUS” F
“TEMP” #8787 N8 B IEINMR, S RRIX AT A2 Rk (45 1 N B 54 b 4
N NG EIF I “ready” B, (XA S SRR e

5.2 %

5.2.1 SEM LT M NI REG, S ARr LM/ 7o 4 AL S 25
FEEBIRRHEME G (IRELAS 6 Pa /i A7, i 2S 4%10 'Pa /A 4D . £
2 R “Tuning” TS S O, iy 2 P

GMS Real Time Analysis. Ink
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ff) “Start Auto Turning” JFUEHEFHIHTY.

5.2. 2 W SEE, RAFIRIE IR, KME .

5.3 KHL

5.3. 1 XA AERFHLIRAS IS Sk BIFR “Vacuum Control” #f
HE O, AEEOHE “Auto Shutdown” (XA$IT4A H Bl (G
LR AAG AT HERE, BN 45 SRR (RS 23 OB B 22256 4% Ak 52
JG. sy “OK” JCHHE 1, S Hl .

5.3.2 5 GC HLYE

5.3.3 KM MS HJH

5.3.4 XA

5. 4 JrHTRE S ERAE DT

5. 4. 1GCMS Bk H 43 #r

5.4.1. 1 piab A TLRTIBE ) “Data Acquisition” BEAZMHT
W&, BdH PR “Sample Login” #H—ANE L, fE%& HFIAH
REEH RN “FEREE”  “AEEEIE SO SO R AR
N CAAE I EIE SO, R “OK” S .

5.4. 1.2 S A2 HREERE ) “Method Detail” S —ANE I, 7EH L4
PR T TR O TTVE S, wR s AP TR

5.4.1.3 Sdh A iu bRt ) “Standby” HEHE O 4 58 4T B0 B0E SCEE AT
A RIEEALES, XS A UIRS N EAFZ TR, XN s
MK S H 2 MRS ECE NIRRT R 46 28 T H GC HBR ¢ “STATUS”
A “TEMP” $E7RAT 272 s (N 1k, B0 ST B A GC A MS IRZS HR 75 26 th 2 AR B
T HIRIRAT IR R SR AR B I B I AR R AH R 2 8 4 P B4 T AT 4R
BERESTHT T

5.4. 1.4 ¥ CECIFRE W FERESSEL Tul 224, RSSO EERE 119 37 B 4%
™ GC THAR ER “Start” 8, ESHFMEIERIBAT MR S GC Ttk /)
“STATUS” Fll “TEMP” #87R4T NEEELIA R

5.4. 1.5 X &Rs4T 8 e AR ESHURE . W ES BHgERT T —
ANFE SR 23 HT o

5.4.2 EI HEzHEE > HT
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5.4.2.1 HEATIFLAG, ERHUIRE T i BHARSFH 1) “Method” #42
H, TR ST “Sample Inlet Unit” ZEBBEDFTIFAOE D ik “DI”
Ja i “OK” S PAIRHRHE .

5. 4. 2. 2 HIVEBE SCREAN 7 SCE S GOMS A T o

5.4.2.3 RHIFFFATINE, KrtmmE T EEIAT b, 1218 i A X
. I “Start” BT

5.4.2.4 PRI MT AR, SFIRJZIER] 100°C LU R HAT 284k H

5.4.3 CI /3 HTHE S

KB IR CLUR, BRI IR NS, HoAbdRAE S GOMS AH I .

6. Exactive GC R4 ¥ RBRAL

6. 1 FFHL

6. 1. 1 JF/5 U (AAFE, AAHHEEIIHN 0.8 Mpa, A
128 0.6 Mpa.

6.1.2 777 GC. HBNBEFEG R, T8 8.

6. 1. 3 FTFF BRI RIFTF L, 29 3 /MG E TPk o

1. 1.4 UHV B ERE 1E-9 J5, #H#ET bakeout, A 12 /)

] Chn 3 /NP (] 3 15 /N, B8 BE R # 2 % i : Fore Vacuum:
3-6E-2; High Vacuum: 3.1E-5; Ultra High Vacuum: 2-6E-10.)

6. 2 IS IE

JErT—

]

= S
[LEnsde| [Auanze] el

6.2.1 7T %E’K#n, A BT 124 .



HENERE, B IRHER

BT E:

JiRE H R IR, SHREMEE; RS RN

6.2.2 FTFF Evaluate X258t 0%, T Calibrate {X#8#%1E, 2R

JEFTIF Tune FEATAAS 18

6. 3 T FE L iAE 7 i
6.3. 1 %&FF

o

“Method Development” F&HR, i%# “Instrument View”
I, JEEE O,

6.3.2 5‘6&% EEpeiZ SR YIREN ’—ﬁ*ﬁ?ﬂi, ﬁ&ﬁﬂfﬁ

T

=] #7877 E 3-8
| == = —] —
- HEAEE \ 1.3% 45 P A
Tl == = T
2 = S ® HAE P A
= = 1§ YETE e
sy —— = — ;
= = A o b
3 pp e fad —— 2 7 5 A
M, SHELE o Y & i BT =
. _ ot = —— s — o8 ¥ 57l AE
SN | T ——— &
o Th B e
wd—] - Oven | S/5Lfme) | PTVBack) | [ux Temomsaes
. : i Austhary temparsre cortmi
E o) i ow wm % W % & w8 W & N W W St Heater T Cd 280 'C
ﬁ‘ . = Lo Heater 2 ed 20 'C
» RN -
o o T S MR L X s 4 22 38 L B
T T e ARk
A BRI E L M Iy S MR = B W R
Rate: FHEIEE CCimind . AN SR AR, R HFABRNCCEM: —BRAMSEM
Temperature: # ib () 0B :
Hold Time: #% 1k i§ 8 #F SE et (8] ;
SSL -3/ T~ - A 1 PTVREFABER D
FYey
|m.m,lm.,.,. FHM AFBATARRR Colites mm-Jmm. e | | mram
e |- . S— T et P Fon e Tem e _fler
i NE— o g MR P g | =
- -y xS - -
e SR
A ~— —— T
el Sz pros wa ] Ceaning preee Prostropc - —
wwwww — v S Catied ¥ =

WidsclE W FTED
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Experiments -
— Full MS-SIM SEEHA } EGC
{“d MS - SIM Targeted-SIM HHEE TFTHEHHEER =
Fudl MS ./ dd-MS? (TopM) ) e
o s Full MS/dd-MSX(TopN) 443 #/3 8K # = 4T 8
o PRM PRM AT B EL Yl QEGC
S Taweted i/ is® Targeted-SIM/dd-MS?  #4%E T/ 4B M — &4

« | CGlobal Lists
Experiments ~ Tune Fes
ot 2 € \Vesbins metheds\Defau matune
( Properties of Tunefiles
R Pl M5 /8- M5* (Tep Ry EHEE \ L Genoral
© Togeted SN Q S ?::\!ul-b-.lr\mcrhodokbdaur mstundl

© PaM @it £ 17 1% S
s s

@E FESH @& &5
Properties
Properties of the method Properties of Full MS — SIM
4 Global Settings 4 General
3:::::”‘% :::':“"’ g;g% o w..l?. mn | SRR
4 Time - 4 Full MS -~
Method duratan 85.00 min & EATHE (GC) Resokstian £0.000 A9 R F
* ot on dt 4,00 min EFER AGC target 2e8 AGCRa L
ME transfer line :emp 250 5 O 31 R R Maximum LT auto FE AN
ton source temp 300 °C WFHBE (>2000C) | Seanrange 50 to 500 miz| 324
—— — LR

\SEQUENCE\20210819.51d [Open]
Hely

FEHEo-NESHBPPEI»ANT? .

4 [JB3 All Sequences Unknown v 2021081901 DAGC-MS\202108 C\Xcaliburimethods\Lipide GC-MS 22MIN 1 100

4 [ [HOMEPAGE]-D:\GC-MS\202108420210819)
CIMiSequence Row #6

Unknown  ~ 20210819-02

DAGC-MS\202108
DAGC-MS\202108
DAGC-MS\202108

2 100
163 100
164 100

1
2
3
4
5 DAGC-MS\202108
6 DAGC-MS\202108

165 100
2 100

e

6.4 KHL
6. 4. 1 BEIR- M/ FRRfeMme . B TIR. 2ERE DA R AR TR .
HEPEC, HERA, fei (GCRY WH

. Oven: Temperature === 50°C
M, m :
Staus Maintenance Level .

PTV: Temperature
— 50°C

SSL:Temperature

’! 'n m = -1 . (EH RER—)
E ol E ' : Auxiliary
= : Auxland Aw@ — 50°C

A\ =x. Emxmas

crasd
Fromtinlet 2800 S anter ot ermp. () 58 =
B ol [ ) y Ty Tonsowce g 0O 100 = | {ETunefk {4
GC SH sk ket ol wec | |° Tune :
%”“ st i Mty Catpeaton gas ::: T T URURI
g e | e | SRR B

T JE
= Ggupen oms Pttt

e —— ® =
et | hophy | Hep 7] Hotlink
@ ]

fusx comrol heater 2

6. 4. 2 JFUIE ML e kMM FIFR » 5% 20min Ja R HETITC o

@ )

@ R kAL gzlﬂ BFFX (RifHEr

IO

@20minfz XA BREF %
R GCEHMERE, ME
HiRR)
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6.4.3 %M GC. HBhHEEERS (RSH) HLIEFISIR (USRS,
7. Bruker Q-TOF J&#E4X

7.1 FFHL

7.1. 1 BT Ory gas) MZEAS (Nebulizer Gas) Jrg A
AR UNC A VR, U AT 0 I R AR I D SR R D OREFAE 100 psi
P b, R B AR A 0.6 Mpas

7.1.2 BB IIT IR (Collision Gas) g%/ N2 EiE4i& < Ar
P CAEREEER 99.999%), FH M IEUE IR R K2 0.4 Mpas

7. 1.3 KA RIMEKLL, TG OR) 1/2~2/3 ZI);

7. LASTITE RN, B as B,

7. 1.5 FTHF T REAX F AR (e M8 T 75

7.1.6 JA3 micrOTOFcontrol MM, 55 W IRFFIXAT—H shutdown IRZ,
PR ELRE] < 1X10e mbar 5, A AYIHZE standby IREFHL: N T IRIER
IFREE I SEIG 45 B, #5 A TREE 10e ‘mbar LLFJE, # operate X Z8IT44
e

7.2 B RIE

7.2. 1 P BELME IR (BST, CSI, APCI), {X#% Operate (/N J&,
% Calibrate T
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Mode | B¥ Source 5:‘ M5 /M5 @ Sample Info | 2= Chromatogram ﬁy\ Calibrate -:,v't— Instrument Tune % Service
&, Calibration [ TOF ) % Calibration [ Quadrupale |

Rieference List |Ma Formate [poz] w | Zooming | 0% w | Calibration Mode

Marmne Ref. Mass Cur. Mass | Emar[ p... Int, 4 dnEE el

+ Ma[MaCOoHN 90.9766

* MaMaCOOH)2 158.9641

+ Ma[MaCOOH3 226.9515

* MaMaCOOHM4 2949389 Calibration Status

+ NaNaCOOH)5 3629263 Fit Previous

+ MaMaCOOHE 4309138 StdDev « ppm
* MNaMaCOOH)? 4589012

o Maib=mNNHG ROE 0006 hs Score %

0 [Properes |

7.2.2 BEUE T 10mM F R AN ER = 9 SRR HE ST AR IE, FE RS2 IE AT,
HAF IR T A & 1% A 1% ULAC .

7.3 M A

7.3. 1 X7 oTOFcontral #A4;

nil:[O'l'()Fv:nntrnl = [Default.m —> Acq000002. d]

File Acquisition Method View Options Compass Service Help
0 & g b B EE F B D HEHEBE QR4 i de 4 S
[ [+415 Intens
Intens. [arb]
Operate [arb] %108
#108- 2.0
Standhy
1.5
Shutdown 8
Status Lo
! . :sa‘asm £ 9‘55943 540 3‘95531 7351'43494 10137|mzau 1271 slszouz
PC
243610245 456.253644 BS1.774475 895805725 1133010010  1411.387329
e i S A Y v 11 O Y Y
D 200 400 600 800 1000 1200 1400 1600 iz D 200 400 600 800 1000 1200 1400 1600 nfz
Service v %10
Fiun Time = 1
m g - |
B [ H 10 15 20 25 Tine [ min ]

Mode |+ Souce| & MSMS | B Samplelnfo | 24 Chomatogiam | ¢, Caibrate | -} Instument Tune | 3% Service

Nebulizer Gas Spectra Acquisition Focus Processing Extemal Cantiol bealFiaiyy Divent Valve
[#1Dry Gas positive % to | Souce v
Save Spectra [7] Active Absolute Thieshokd 1000 Configure.
G St
Include Profile Spechia Peak Summation Width 5 pts. s 3
@ Alvays Mass Range
O Thrasho | 1000000 From to| 1800 |m/z
olling Average — Spectia Time
Roling A Spectia T
fol:1 Mon [ 3 | [ 100 |see
Segment Parameler
[] Mark & Calbration Segment
ik Edt [ Al Segments
For Help, press F1 Pan Chensong Segment 1 Changed _ High000es0 sl P J ° A

5

Mode | B3 Souce :':' 545 E Sample Info | 2 Chromatogram 53?\ Calibrate: -_}L_- Instument T une ‘}@ Service

Source Tranzfer
End Plate Offzet 500 W ] nd Furnel 1RF | 3000 | wpp  Furnel 2RF | 4000 | wpp
ISCID
Capillary 4000 v 0 s Eneray na g¥  Hexapole RF | 3000 | Ypp
i Quadrupale
Mebulizer « 0.4 Bar 0.0 Bar Jon Energy a0 9 Low s 30000] s
e 40 | Vmin | 0.0 Vi Colision Cell
Dry Temp > 180 | & T Eﬁ!fg'ﬁ,” 100 | &  Colision RF | 5000 | ypp
Transfer Pre Pulz
Time 1600 | 7 Storage 50 i

7.3.2 Bk gmIBIX Souce WIE AN HE IR, Source 1 H U HE Source F
Transfer PR, Source #5r SE WAL MR 110, BIME SR8, Transfer
W ZHGE I S AR R R R R, BT E YRR A
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7.3.3 it Sample information i AFEMm HFK, fidi Operate JFUGHE M REE,

PR

Mode || #% Souce || i MSAMS | B Sample Info = Chromatogram " &%, Calibrate || i Instrument Tune || IB Cervice

D ata File

) Manual

Sample Parameter

Sample Mame

< Mo Sample > w
Counter P

|DDDDD2 | Comrmett

Subdirectony

|< Mo Sublirectorny =

Fath
D:ADats

7.3.4 gl Stop 151 RAEEE .

7.4 KPS

7.4.1 SFMAERIKE standby FFHLIRAS, mMidi micrOTOFcontrol #4472
<Shutdown>, HILLLF [Shutdown Option) % I, &+ <shutdown>

(To switch off all voltages) &, Aii OK.

MS

Opeiate
I Standby

Status

7.4. 2 BIR AT micrOTOFcontrol # 4F A Ml <Shutdown>,

) —

Shutdown Options @

() Standby

To switch off all voltages

© Shutdown [ only recommended for maintenance issues )

I 3 r v |

(o] [Cancel ]

EEEC Y S

[ Shutdown Option) % I, i%&#<VentVacuum> (To switch off all voltage and

to vent vacuum system) J&, FK&EdT OKs

Opesate

Standby

Shutdown Options E]

() Standby

t

Shutdown

il

Status

A J

O S hutdown

[ mamntenance

To switch off all voltages and to went vacuum system
[ e.q. for ion optics / capillary cleaning )

Cancel

() Vent Yacuum

7. 4. 3 A ARG RIS S f BRI, WA, s YES.
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micrOTOFcontrol P

\ ? ) Do wou really want to vent the mass spectrometer ?

Yes I [ Mo ]

7.4.4 FUEBIHES (venting process is active), WBOHFE SR E, M
DR 10-15 708, BAAKRHEMUE RS, RATEAERT: HEKA
HELEEMEIL [the Venting process finished successfullyl), FToRBE
LR e S

7.4.5 BRI RES, BDRSRAERIRASE, 7B INS:Vented] B,
ESTAN ) RSO e
vs MS
JRRLE L
e =

S hutdown S hutdown
Status Status:

MS:Vacuum —_— MS:Verted

7. 4.6 FPH R EHLH YR .

7. 4.7 RPAEIE T IR B R (B RUR AR IR, DR PR 1 .

7.4.8 KA EAE TR, KRR

7.4.9 KRIETHENL, BoRdsEYE.
8. Xevo TQ-GC=EE MU AL R U SR BRFX

8. LJTHLATHE#

FIFFEA (He, 99.999%) 15 71280, 8MPa, 4T PR (Ar, 99.999%)
YA 71°40. 08MPa.

8. 27FHl
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_File | Miew Run Help

FIOF AL AR G A5 YRS A5 570 Bk = I B i

= -0 ® 3= > ol lla s File View lonMode Calibration Ga{ [Vacuum | Rsmps Sefup Acquire Help
D2 H S bepo 12 [ Ve | [ |
— Spectrum Chre
= Instrument &» e s El+ IEHIendedI Diagnostics | F
= 55 |[100po_OFN_L S = 1 W
= 56 |100pa_OFM_C =m 2z
. Inlet Method 57 |100pa OFMN_b [Filament 1 ~ Tum Off Filament - =
8 55 |100pg OFN_F rs M
= 53 |100pa_OFR_t % Emission Contral ¢ Current Control 4w
= €0 |1pa_OFH_MA
= Solvent Monitor 1 |20190109_OF Blectron Energy (V) [70 Fss&
5 &2 |zo1s0108_OF
s &3 |201s0108_OF S () 30000 [258.86 4.81e7
5] E4 |20180109_OF Curren b (2] [3.60 |2.79
= MS Method 65 |20180105_OF = Vol
= - Source Voltages
> =53 201 90105_0OF
= 67 |2nisoios_oF Source (V) [ [—F—— %
= [==] 20190109_0F
= L I Er———
= MS Tune o == [ [33
70 |zois0109_OF Extraction (V) |EY — F— =7
[===] 71 |zoia0ios_OF Focus 1 (V) fzo |- s
Mo eoeoe 7z |zo1s0105_OF
e Focus 2 (V) 70— F— s

HET 4L, W Turbo speedsE IAEI100% (5-10min/EAT) o

File View Ion Mode

Calibration Gas VYacuum Ramps Setup  Acquire

NS H SO bejo (2B S| > L 00[Mmm|

El+ | Extghded Diagnogtics
—PLD — Inatrurnent Temperature
PLD Yerzion G Temperature [°C) 26.3
—El Board Status — [~ Yacuum
El Board Yersion H Turbo Speed %] IT_
Analyzer Pirani [V] [
Wee=d || Forrmd s Collsion Cell Pirari (+) Fa

8. G EH T
EMES /DN fE, FTHMES, & Analyser, Collision Cell,

34 | 69



HENERE, B IRHER

Source Pressure = PMETFSMMIZHE B EY (ZNESMAPIE®ERL N
1.2%10°, 6. 0107, 2. 8%10° &£ 4) &

[ Xevo TQ-GC - D:\Tengfel_Cui_20181128\OFN PROVACQUDB\20180108_1 manual.ipr
File View lonMode Calibration Gas Vacuum Ramps Setup Acquire Help

j@&ipww&E@>JumD

El+ | Estended : | Analyser Collision Cell Source Pressure
FLD Instrument Temperature
PLD Yersion G Temperature '] 262
El Board Status Yacuum
El Board Yersion H Turbo Speed (%) 101
Analyser Pirani () 16
El Board Powered Up . .
Calision Cell Firani (¥) 14 2,427

AR EIEHIRE T, HOMIE R KT B HOENE 215, (HANRE
TNIERIT/4, PR, NIRRT HOUE A4y, U SUEAS 2 AN . B

=il
B R A TR A

B Xevo TQ-GC - C:AMassLyrud DEFAULT.PROVACQUDB\Default.ipr = |5 =
File View IonMode Calibration Gas Vacuum Ramps Setup Acquire Help
D= H S| 0 0o 12 |HL 1| B L 00 )|A0 03
El+ WExLended] D\agnusllcsl Function Set Mass Span Gain
T = 1 |MS1Scan =] [50 |32 [s0 [5.47
2 [MssScan =1 [50 [z19 [T [1
Filamert 1 - Tum Off Fiamer: (I 5 o [T Bl o K R
(% Emission Cortrol ¢~ Cument Control 4 [MSScan =1 [50 [s0z [T [+
Blectron Energy eV} [70 696 = =
Emission (1A) S 1ater 5
Source Vohages
Source (V)
Repeller (V)
Extraction (V)
Focus 1 (V)
Focus 2 (V)
Temperatures
Source ('C)
GC Interface ('C)
Methane (o] =
0.0 0.0
Analyser
LM Resolution 1 75 —_—
HM Resclution 1 31 [—F—
lon Energy 1 57 —]
LM Resolution 2 45 [——F——
HM Resolution 2 50 [——F—
lon Eneray 2 15 ——
Colision Energy M5 5 [- 10.0 15.0 20.0 25.0 30.0 35.0 40.0 45.0 50.0 55.0
| =
Ready Vacuum Ok Operate

8. ATE AR ) 7 R AN B %
8. 4. 1314
£ MS Tune F* I 4T JF R B M0 W SC #F, B &£ N

C:\Masslynx\Intellistart\Results\Quantitative Resolution. I MS Tune

G PRFFHT IR
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E Kevo TQ-GC - D:\Tengfei_Cui_20181128\Training PROVACQUDB\Default.ipr

File View lonMode Calibration Gas Vacuum Ramps Setup  Acquire
N@GH3 OB > 11NN
B |
* | : E Open
P Look in: ‘ ) Quartitative-1 j (] £ B
Filamg b
Name Date medified
@ Emi | 7 Quantitative-1_Positive_20190111 1/11/2019 11:16 AM
T |7 Quantitative-1_Positive_20190108_1 1/8/20191:13 PM
Emissi ._4 Quantitative-1_Positive 20190108 1/8/2019 941 AM
issio|
|7 Quantitative-1_Positive_20190107 3 1/8/2019 9:26 AM
|7 Quantitative-1_Positive_20190107 2 1/7/2019 2:40 PM
Source| |7 Quantitative-1_Positive_20190107 1 1/7/2019 2:32 PM
Source| |7 Quantitative-1_Positive_20190107 1/7/2019 2:21 PM
Repell
B saveas (=3
Sxem -]« & o @
Name = Date modified Type
JipS i} 8/31/201810:43 AM  IPRFile
|7 Default 1/11/201911:16 AM  IPRFile
7] xf20180829 8/30/2018 3:30 PM IPRFile
| . 13
Ficrname:  [Quantitative-1_Postive_20190111 Save
Save astype: [Instrument Parameter Files (*ipr) | Cancel

U FH ol IR SO (BiESH), B Calibration SUIF2 B BNIER

B Xevo TQ-GC - D:\Ter

uantitative-1_Positive_20190111.ipr

File View IonMeode | Calibration | Gas Vacuum Ramps Sgtup  Acquire  Help
j g H —jﬁ @l Calibrate Instrument... {1/ M D
i Set Linked Calibration...
El+ | Extendedl Diagt e 1 Function
Filamert Calibration: Calibration_20190111 cal [
File Edit Calibrate Process View Help
Filament 1 hd Tum Off Filament |. p || [FFTBa e Pos <] E | Useaiels I
{* Emission Cortrol ¢ Cumert Contral Last Calibrated: Man1911:24
D ata Directory: D:A\Tengfel Cui_20181128\Training PR O4datah
Blectron Energy (V) |70 595 MS1 Static: Mazz 47 Dato 504 Da. s
— High Masz Resolution=15.4 Low b asz Resolution=17 1 lon Energy=-2.0
Emission {l-'-p‘-} 300.00 297,89 W51 Scanning: Masz 2 Dato 1250 Da.
160 279 High Masz Resolution=15.4 Low b asz Resolution=17 1 lon Energy=-2.0
151 Scan Speed Compenszation: Scan 100 to 2000 amu/ zec. i
High Mass Resolution=15.4 Low Mass Resolution=17.1 lon Energy=-2.0
M52 Static: Mazs 47 Dato 504 Da.
High Mass Resolution=15.3 Low Mass Resolution=14.7 lon Energy=1.3
M52 Seanning: Mass 2 Dato 1250 Da.
High Mass Resolution=15.3 Low Mass Resolution=14.7 lon Energy=1.3
152 Scan Speed Compensatian: Scan 100 to 10000 armu/sec.
High Masz Resalution=15.3 Low Masz Resalution=14.7 lon Energe=1.3
Ready NUM

MS Tune J73E4EAL: W% 69/219/264/502 DUANSE BT, M Sbr i 0
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T AN BRI o < PR <, 37T N AR (Reference) , B fRIX AR Operate
&, AR HCPETEMIERLO RS, PIETE 1 4, LG R Z /T £0. 2 Da.

(B RER ]

==

500

T Ton Energyl/Source/Repeller/Extraction/Focousl/Focous2 [I%UH
TELRUFWETE R I FE R RT3, AR AR A B e . PR AF S, SEEEUs 1 SOk
AN AT R

8. 4. 2 [ Bhi e )i

ARSI SOE BB A, FIHE(T Auto Tune, FERAE/SPERMIATIR T, 1L
Wi N et . 7E MS Console FHi>Intellistart H1, #F Auto Tune, start.

FER: H3I1 Auto Tune & FHREEE FEF TR &, #AERIRE A
B EA R, WRERAPRLZE, EWHET T3,

Mass Spec Check

S

Autobune

L]
ke Autotune

8. 57 Mt i
FRE WA ImLAE VR R L2 2 1. SmLAE S, FEAE SO A R R
8.5. 1¥THFFile>Project Wizard@ s~.— 4 #rJProject
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WA MassLynx - Diverse - diverse.SPL

| View Run Help
& Open Project...

Project Wizard...

Open Data File...
D new Ctrl+n
& open... Ctrl+O
B save Ctrl+s
Save fs... Create Project

Sample List Properties...

Import Worksheet... Project name | drugmixture

Import Data... Description \dlug related analyse I
& print... Ctri+pP Location ‘C:\MassLynx\ | [ Browse I

Print Setup...

Exit

Quan

oD

I Next > I[ Cancel ]

8. 5. 2T FF NIz 4 ¥ Pro ject

WA MassLynx - Diverse - diverse.SPL
View Run  Help

= = - |
Project Wizard... D — Lm g
Open Data File...
O new amn - Spe':tm:,e N :
B cpen... Ctrl+0 N
M save CrHs AU select Project [EJ@
Save As... 3N/ 0VO3 ] o o
Sample List Properties... 4 4 File Name: Directories:
5 DG Default pro C:AMassLynst
Irport Worksheet... & |Divo 'A‘ tospecQuantify. pro = N
S 7 oo Y S — | O O
) Di # i3 Config Msi
& prit... Ctr4P 8 |DivO8 Q:ae:\ffy% # ._'; Course Material
Print Setup... 3 |DVO3 # (=3 Documents and Setlings
10 |DW10 ® ) expense
Exit R E t; !j“éﬁ:
c =
[ 12 |DM12 .
& =/ S | # ) Idendb v
Drives:
=t v [(Nework. |

8.5.37ESample listHHA “file name” . “file text” . “MSFile”

“MS Tune File” . “Inlet File” . “Bottle” F1 “Inject Volune” HIfE
;gl_;\? %A%\iﬁﬁ}}aﬁﬁo
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71 MassLynx - drugmixture - untitled

File View Run Help
s OB | & P L 00 |& shortcut |5 Queue &3 status
Queue Is Empty

e Instrument &» Spectrum Chromatogram Map Edit~= Samples~
g | File Name | File Text MS File | Inlet File | Wial Inject Valume
E % 1 |TestMion scresnin a gradient 11
File Name f File Text | MS File MS Tune File Inlet File Bottle Inject Volume
1 DEFAULTO1 Default file DEFAULT

Solvent Monitor 6 |TestMios sereening gradient 16 2000

6

MS Method

MS Tune

MS Console

8.5.3.1 “file name” NHHEHIHFEIH, IEEARERL, @WLLHMmA .

8.5.3.2 “file text” AFFMAF LIBHRE AT .

8.5.3.3 “MS File” JABiukrill /5, F BUbnAfe it 23t H 4
SCHL, R N R “Edit” g R ik O, AR A
P 7 AT B R GE BRI, MRMAS I S5AN 3] 1) S5 1 Al 7 v o 800 B 5 s /e
EAHIFile>Save fEAil 7 iE .

MarkerLynx QuanOptimize 1

B Experiment Setup - di\tengfei_cui_20181128\pah.pro\acqudb\default.exp [E@=]
File Edit View Options Toolbars Functions Help
DEHEZ X

B =R |B MRM @ MSSccan ‘E Parerts | [@ Deughters

Points Per Peak:
Total Run Time: 000 6 |

No. Type Information
Function:] MS Scan

Mass (m/z) Method

Start 50 lonization Mode  |El+ =

End 550 Data  [Centroid -

Time [Mins) Scan Duration (secs)

Start 3 Scan Time 02

End 40 [¥] Use Tune Page Settings

Election Energy () 70
« y
Cance NUM

8.5.3.4 “Inlet File” AAIEMIET %, AEH D Inlet File® HET
PR E A Ed T CEN SR (I D7 ik R A 1, B 5 0 1 Inl e tEN UM (1%
THRTT 9w e 1, AR 2 ke il 50 BARTE S0, fa A\ (1l THR SRR )5 ik
File>Savefffif /71

8.5.3.57E “Bottle” —A=ri N SLAERE S b 1) BARAL E .
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8.5.3.67F “Inject Volune” —#=rpfm N#tFEE, —RFEMBEFEE N 1UL.
SER E RS, FRh b O RS R A A R AL
8. 5. 45 S 1 = A R 43 BT R

4 MassLynx - drugmixture - untitled

Fie Vew Run Hep . ]
- 0ed Qm_l 00 | @ shortcut | 2 Queve & Status

L\‘ Save changes to Unttied?

I[ ves ]J[ wo | [ cones
T
Start Sample List Run [i
@ CiMassLymdDEFAULTFRO
= — Samples
Savein | ) SampleDB CIEED B b Ag Pre-Run
v Acquine Sample Data. From 1 To H
LlAuto Process Samples
CAuto Quentity Samples OCMontor
[CIPostRun [JEnsbled
Scheduling
[CFriority
DN\gMﬁumcesx
S

B BumaE

1. solariXZU{& B B 7 [5] e 4% 57 i A%
1.1 DataAnalysis ZEAFLH

5 Al #HBEO #HEH
1. 1.1 FTF%dEFile>Open. S AH#% Compass Analyses (k. d).
1. 1. 2 Method>Parameters>Display#fEfFE/ N/ FiMass SRetention time 1.

1.2 hyig

1.2.1 Find: RIESEOREXTHRE EBAT B bR,
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D L

2 Edit: FBhricBE bR,
3 Clear: 5T EI&E,

Intergrate Manually: F-ahumiil|dné,

5 Parameters: & MAn&TVERSE

. |[Mas=sLa sti Deconwolute Identifr

[Ctr1]

.,..
- d
(="

e
O e |

"
"

-4 _‘1523 Integrate Manually
m s

il [}f Parameters. ..

TCFATMSH 1 15009

43 F- N 32 #.<Chemi s try>

1 SmartFormulait 5 frik & 51 i B v B 4oy 19 713K
. 3.2 EditZwmiE ik il B i SmartFormula List.

Cleari b iz & bl B ) SmartFormula List.

SmartFormula Manuallyit& 3 —F5E B EWKE (n/2) 1751
SmartFormula3DARHE B} & 5~ A F & 1 i 571 3.
Verify FormulalfiF )i i B o it —F5 % 19+ .
Simulate Patternfi@#i 773X, HHUIEE 707 BHS R AL RIETE .
E X <Chemistry> T {EHIZ2L.

S w

coO == O O

Parameters

DataAnalysis microTOF Defau

ghem'tstr'fl Process Calibrate Annotation M

EaE

N

K F

SmartFormula F3S

Edit

Clear

SmartFormula Manually... Shift+F8
, SmartFormula3D... Ciri+F8

Verify Formula...

Simulate Pattern... Alt+F2

Parameters...

.

41 | 69



HENERE, B IRHER

1.4 s

1. 4. 1<Chromatogram Analysis>#%H Tk & ik & .

1. 4. 2{Mass Spectrum>iH FTik 2 B — i K .

1. 4. 3<Compounds># 4} itk 5 B3 — > compound J7i 3% 1] .

1. 4. 4<Graphic>¥ Fr 5.7~ 1 it B A compound i i & [R5 DL emf T 28 H -

= S-MH30H_1_100_62_01_256.d [DataAnalysis micrOTOF

Eile| Edit Find MassList Decorwolute Identify Chemistry Process Caliorate Annotat

= 2pen... Crbo | 4 b ga A b b | A B uL b
£ Close Cir +F4 :
i save Cirl+s

Gl Save all Shift+Ctr+5S
Oty Result History. ..

Export Chromatogram Analysis...

Print Preyiew... Mass Spectrum...
&8 Print.., Cir H+F Compounds. ..

Gr ic...
Send » Graph

Properties. .. Alt+Enter U!

1 S-MH30H_1_100_62_01_256.d 10 20 30
2 S-MH30H_1_100_62_01_256.d Q, i Sk
3 E:\Data\,..\36_DI\3B_10ug_MS.d d /| Stacked ) List ), Analysis }, View /

4 701_1ug_3_01_1585.d wind Spectra - S-MH30H_1_100_62_0

5 sample_J1T-2_4_01_669.d
6 38_800ng_2_01_1581.d 1m
7 38_10ug_InterCalib.d 1 4233598
8 esi_pos_wide00000<,d |
9 E:\Datah, . \msAccurace000002, d ] 18. 621 4340
10 E:\Datah, . \WWASHGTHN\BSADIG.D : iabhos
Exit AlteEa ]
h 1 1803
401 823 4795
21]-
D_ .

1.5 FTEIHiR
RPEIE A AR5 A% 2O TR 4T EN .
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Primt Preview

Acguisition Parameter Repork

Prirter Acquisition Parameter Report {maxis)
alibration Report —
Tdamme: Chromatogram List Repork - [ EProperties
Chromatogram Reporkt .
Stabus: Compound MS Deconwvolution Repork
T . Compound Spectrum List Report
bt Compound Spectrun Report
wWhere: Display Report
. |seneral Unkmowen Scresning Repork
Comment: | oo neric Display Feport
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g =1
= % 87436328
63875409 gt 1087.39856
=1 71027400 82031232 =1
10 428.25146 Prepeee =1 z=1 93787558 1148.45088 120851819  1366.04114 “390:9'2 1512.09973 1659.64270 172868616  1O75T4TOB 1045 a7e7g
o | = il 1 | =2 =1 =2 =2 T =2 =1 =2 R =
t r 1 ) ? ; 7 T T f T T ’ T J
400 500 700 800 1000 1100 1200 1300 1400 1500 1600 1700 1800 1500 2000
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Single mass

Mass: |1002.39221 |

Max. 10 = Calculate
RDB

1 | C57 Hss Q12 Ns 325 0.212
2 | C43 Hss 018 N1o 200 -0.296
3 | C44 Haa 023 N3 145 -0.301
4 | Cr2 Hso Oz N4 50.0 -0.618
5 | C71 Hsa Og 450 0.719
g |CroHag O N7 505 0.724
T | Cao Hes Ozs Na 20 -0 809
] IE:C-IE Haz Oz2z Ns 150 1.041
9 | Csa Hsz Da Ng 35 1.126
10 | Cs Hss 013 N2 320 EREL

File... List Simulate

Limnits
Charge:|1 =
Nitrogen-Rule: Do not use b

Mass tolerance |140.00 mmu ~

RDB equiv: | -1.0-100.0 ‘

R U S T RAA L 1 T R, HhDe ] tag R BIR AN SEIAE 2 1) fR
2, /NERAER (AT LUl T masstol erance il iR Z W47, % B Appm) » Charge
TR A VT AT AL, AR S R e AT B 4
4. LC-MS2010%L % J5 Bk FH J 14X

4.1 fiiiReport Formatih A i

BILCHS Postrun Analysis (Admnin) — [Report — Untitledl

B File Edit Y¥iew Item Layout Page Icols Windew Help _|E| X||
D d| @R WEm| 2 |||r  S|EEmes| e @b 6 »

[k [N NOO (@i @DEE | AR Wl E S TS
EE:AAREE W EHSTE s DEESRRARED
=l
Eraject in: ]
I “datatLCMS -

Filename Mo,

L
P]]A Data QEMS Data B Report

= o - T % temp Of LCHS. . . &P LCMSs. .. BLcms ...
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4.2 SidiSEH Ttem #&T0, 4 Common, General, LC/PDA Common, PDA, MS
Items, Figure %, MF 5 Bk A G 7E R 5 AR 4 tH —HEIEAT 8 0 o

Analysis (Admin) — [Report — Untitled] — =
B Bste Ed5% Tiew Ifen Laweut EBege Tools Pindcw Belp —l=|
[ N-NF AraEt B 4 I~k T = = [ F5 | e B | e 1 0 B

=) Ao |
T e~ |
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5. GCMS—-QP2010 UltaZl & GCMS—QP2010% 4, 5 Bk i JiR 43¢
5.1 HHT GCMS A il IR i I A F- 2 -8 8 B A /N IR B R i,
DA E s R FH 2 B A3 T7 2
5.2 HNLIEFR -SSR I GOMS B o AT ki, TEX0H — A2 s 4T T 47 Hdis
(S fF e, FE H Srb 4R B0AR B0 SCAF, e B Xy SCfF 44 BRI AT IR S0

ST (AQIIN) - S0 < YT < ZUi0US10-1AG00] T

AnFC) WAV FEL EEN BFEO) IRM SOW) #=EH)

@ PER ?
| | - e =
IRE: ) )
(g -
THER FEA -
| |201800704-2 2018/7/4 EEF= =
| 120180315-1 2018/3/15 50
| |20180315-1A 2018/3/15 ERE0
| |20180315-2 2018/3/15 E/F0
| |20180315-2A 2018/3/15 580
| |20180315-3 2018/3/15 ERE0
| |20180315-3A 2018/3/15 E/E0
| |20180315-4 2018/3/15 50
| |20180315-4A 2018/3/15 E8E0
| |20180315-5 2018/3/15 E8E0
| |20180315-5A 2018/3/15 ERE0
| |20180315-6 2018/3/15 E8E0
| |20180315-64 2018/3/15 ERE0
| |20180315-7 2018/3/15 ERE0
| |20180315-7A 2018/3/15 E5E0
AN19N21E © ANt o Ms EERM
4 m 3

B 24

i Lol SR

T T M

MR e ub b A AR

T (i)t

b2l

I:hEE

= il

=M £8

-

-
£, RS (C)
By AR (D)

200 7R TiRImaiEE
2017 @ 1&iEST
3600ownloads
360EFFINER

) Fw_ ¥ JEA

Jyhzs

KuGou
KwDownload
Q-toft&illiE+H
qycache

HETHR. .
# &

il

m

5.3 FITEIBUMERU AL SRR G . S HLER R, Rt
A € M PR TERE I A — A, BRI 2R B e B BB e 5
BRI, 450 b A RO YR 55 A RIS, A TT BB A BRI 31

LM\

25 [P

=

513 H
osnco [N

SHEHE

3, 513

[BF 5= 1) JAL
© giEgm me/\“
]
2’5 (@ [ maA |[FEmo ||

3

)

MRAE B AR DU DU R AR 455, R B e B e AR 0 i e . B L TR A
HER Bt i 4 iR ) se B
5.4 R /R I RGEBEA K e PR R B, 3t e VER IR o 72 PERXT U

HE N id sy TIC 3T,

SHRC S o 8 A S 7 R gt A2 MM 2 3 AR 20 ) i 045 IS
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UUUUUUUUUUU I e Y2 LN T NIT N | El L

-
FIEI(P) 4RE(E) WEWV) BLEREES)
S | #5HE | FEnE | SRniE

8.465 8.420 8.510 TIC 341053 100.00

m

|<| I | b

<[ [\ FIEINTE ATIC 460.00 7

——— —
T

P bn et i e Ay “Ug5 7 R T (IR 5 B0k e . 5 Bl RSk
A 1) Gt 4 T B e v M B B AL B . XIS P AR G 1 (A S B A
HRR RO B S AL BER

(o mu= B
FEP) [(REHE] BV ELSERE)
IS REETER(E)... miz IEEN | gEns [T =S 4
z
£H5(S)
£3i(C) |
Tif215(D)
=)
TfarrEiE=Mn) -
4| 4| 1 | 3
_\ EREIESMNERR) I |
; . : [6.460 —> &.470] - [EE]
2018/3 BHTERERE(L)... S5 e/ 200
S [ e == | |88 8% | #E | %
FEDHE(0)

ggﬁﬁﬁ V| ERULAHIERETICESN)
sy
wE

TR e 4l

5.5 fEEVER R NI —ATIETF ik AbB” e, B E PR T R

FITAT 200 A7 (0 C i 0 B oxt 2 R B % B . B iR e B e T Hudle
SR B R M R b AT P AR R AR R T P R R T AT

nEsE - (E=SSEal™ %™
fIE(P) 56 HEV) (EEEES
B REREEO) l_ e
eI S EERIES(R) HiEl | &% | &S [ =8
1 — E1H(S) 2.510 1
Y SEHSmSlbaYSRESBNES
< N\ FRERIR ATIC A 60,00 7 |« m :

VRIS R AN (5 U Boxt 2 (A S REAT PR R AR R . RS EE, G
XF T o

5.6 PRl g R R AE A i B AR

o DU HPF 2 2 B E RS 5 S 1
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ey 223 350 H A PR A B A T AR, PR R AT 7 A i e AR L PR R A 7

HaEEaEs - BEE (=]
Re: o=
e -
THER XA
L du 2016/1/21 EE5M...
PG Ssolution tem'Tunel \20170821-1#. qst
DiE/ M- TE 358
LI
4 I +
i -
E%E TS 0 @S 2018001514 and
TI
50, 000, 000
B ® [E £ MANEE | GEEE | AURRE M SRSV [ SuRRS

AR, BE ks ooE HERROAN SR B A R B3 T T DU SRR B AR A
(RIAR SRS B 3 tH s X G, X0 A R AT E R S B L

5.7 WGBS, B A TN AT FT BN . Wk, 815 2
PDF % 3CH i 7R, W75 ZEAE T ENALIZE T I K Adobe PDF G350, st n] LAKS
s BAHFT B PDF SCAR A T

e ==
FTEDHL
EFU): P LaserJet Pro MEP M225-M226 PCL & - Bite...
W doh PIF
Zem: WuLnnrJzL Pro MFF MI125-M126 PCLaS
8: g E:::g:: ;:: :;: :;25:;225 PCL 8
EE RSt e Dt Fea e nezsan L
{TENEE {7
o 2N fH# ) i
EREEG ME: 1 ) et o e
T 6) 1t 22 33l LIEHERe
[ #mo | A
. \)
6. Exactive GC W4 #FSRBRHX
| W o
6.1 M-l A, i PR AL B A A
o | = o | c— | C—
= EE = olEE 2 2| 8
v v v v v
T A HTH ewE mHE =& #E Fz  FaH # o a
#iE FFl  HR #E 7l e B W s
X 4 B BiA
plot plot
4 =l
AR sl el(sfE w5
¢ - v v kY { v e \ v
BE goEm MRE M vk - " " = & 3
EFE HH EEK Y Y#  Y#$h B MAEHE
WA EA MR B £ y ;
R cell cell cell cell £F TE ae ks e A
B 4 18 A 4
Rt

6.2 AR TIC F i mEdE i — N X4k, A% Subtract Spectra F1ER
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M, A5 B0 R E WS B, A Bk Library BORLHEAT IR IE M E R R .

D?”f??%;::t:ﬁf:w&#&ﬁﬁﬁﬁi

Open... -0 Apphy...
[R— —— E
Ranges... = Open Sequence... Apply Default
Open Result File... 5 Crrle s
Mass Options... == _ Save Cerl
[z options... |-——— oo e
|

Display Options... [ Close All Save s Defauilt
Annotat » | Restore Factory Default
nnetate o | Mass Tolerance: 5.0 ppm
= * E=T Decimals: 5 Summeny (o~
Pan > = == =
Amplify »
@A HEFIORRE,
= R L L E T S — -
- ORFEHERER Vicw B R — rzan
#8345 4 — A [ 15k o e
Subtract Spectra » 1 Range i
== . 2 Renges
-=- - e =5 - =2 Clear
- ¥ | Elernental Comp. e
. - (@) 8§ o7 A N Ay ET kA 4 o= S
E — e DT XL T i B ST i 47tk i85 S A =
- | e View » = =
o L u - Pioe . =TT
S I haa ———— i Subkract Spactra . S EER
RS U U W W SR
- Expont . Expert to Libraey Browser
| ¥| Bementst Comp. | opons.

6.3 45 S Ranges, 1%FF Mass Range, ¥ AFEHAEE, 7 LASEHURE =
ik,
ORTAREENGEE B -

o
[ T —

—_——= Plet 3 -
e Peak Detection 3 V" RS i
z Peak Purity... - e s e
H Y Ty WS - ==
] Library v .
= . Expart "
o~ == T 77 Autofike | I
- T . p——
- T [y = re———— 2] ) s [
™ i — Display Options... s .
o o - 1 | Rewe 1 ot B
J o == L | |‘ l*‘“i—l_ o hanae Plot type: Mass Range
P N N Ranges: % i & #
= e - ]|

6.4 PR E K AT AT RS, A5 Generate formula from mass
ATUES T B FaE A B TR A .

Teéc Bar P =} [y — E T T + ) Pl [ RTRLN]
lelB‘l ﬁll F Elerarks Iokopar Sbacied hokopals]. e
Sareta corpoaton [ | =
WML“’IE__“Z!__ [ im | Generate formula from mass
- s r 1 -
- [ HERTE 10 Lot | in Label relative to selected mass
1
3 : Reset relative mass labeling
[ I TN T i - » n 1207
NSRRI o elafafefufm]| e : .|
= ottt m E e ™ B B )
Co o] o o | |8 ] o | ] = | om | o [on o [0 = [ [ =
w | o ] [ [ [ [ [ [ [ = [ = =
wlelelels === [=[m][s]=][=]n]=]= ; —
e Sinls PR . Bl
Ch e ]| = [0 || [ o o] | S et
W o | | | [ e | | o [ |
owi [ B [+~ =[]~ = =[] =[] S
Himgen fie: [orctuee -]
P — Max st 10 4 Cacuale:
e I ! . - " " .
FOBeaur: 101000 FmTERERK = x|  Formula | RD8 | Detta ppm
[ —— ; . Ta Fizr Ol 1 I 2 OE :
Mass Tolerance 5ppm e el e | R [ REAYTC R AL RS

Delete lsotope Charge"l : ‘L‘i’#lﬁiﬁé

Add Isotopes...

7.Bruker Q-TOF JRE4%
7.1 X5 DataAnalysis 8, FTFFELACEE ) B SO
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) o x
on Mifod Yew Look Compies Window e
PR T T O e S W Y - o O e (el )
i
o4 o .08 0 e i
iy e
View - 202100816 SAIKLEMI3) a
S50
.
) = Y ES ED b
EE O Bk Pl ek [ o
Compound Spectra - 202100816 SAKLE0413) 0
Inters W, 0.
107
10
us
350,002
| »
e = r = o T = = e
= QA fws =[] — urs:
hust

7.2 kT A, B TIC SEIX Rk El, #%4# Copy to Compound
Spectra, FEAT BTG E 24 .
7.3 WE i, FE <SmartFormula Manually>, iHEH—F&EME (n/2) &
5y 73, BRI m/z AL AP EIHER 2 T 4K
7.4 fifi file 1 print FTENREA.
8. Xevo TQ-GC=E NUZAT R R U R EKAHX

8. 1 £ S 1 o i 43 A H 4

F 7o % {F Sample list ik o IE £ I2 AT W FE M AT, R 5
“chromatogram” , &7 SEHRIN 4 43 1

8 Chromatogram - [QC3]
£ Blle  Edit Display Process window Iools Help

= B &S| s Bn Bn @ ke ah s @A%a%llcvcrq* e @« =[5z ]

QC
Qc3
] 1.35
Spectrum map Edit~ Samples -
[ | FieFEme =T T MS File | MS Tunc Fie | Inlst File
| 1 _DEFA.IJLTD1 D efault file DEFAULT DEFAULT DEFAULT 1.2
P

FE A0 R v ek A s B R SEF S AT B RS 1R
8.2 MhFEA MR
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8.2.1 fEMEMERT, EPEATIFHI LR, WAkt LAk, M55

diChromatograms 7~ itk & .

Spg/mil std
Pyt P —
281 nets A
N A Gea
A
j |
5 ;A
-
I,' |
f ‘\
- 1 iy
e i
=N
o . y — 5 Time
obs  o%c oY= ibo 1k 150 a%s  =bo 2% 25s =¥ Sho 555 556 57

=] Fle Edit Display Process Window Tools Help —
= A e D E L sl LE @ A B e O | QU ar o T’C“I:’= I

AAAAAAA ey 3 Channetls AP+
281 5
7 A, a6ea
N
f \
/
/ X
=y ™,
d ;>
> -
o e T T T T — e - Time
2. 00 210 220 2 30 230 250 2 &0 270 2 8o 2 50 3 00 310 3 20 3 30 340 350

8. 2.3 PR =ik &,
PREUR 2 %K, SE8F >Display >Mass HBGEOERE D, Bk
Select All > OK, Frf s E¥ ST BT RIS Tl .

®™ Chromatogram - [ASSAY07]

[ Fle Edt Dspay Process Window Took Hep i
Zagenndlhu@alro/aa|me s 3
Spg/ml std

ASSAY07 MRM of 3 Channels AP+

Mass Chromatogram

File: ASSAYD?
] \ Description (chan):
Ch1.Ch2.Ch3
B /

3
;'I \I‘ Function: | \RM of 3 Channels AP+
/ \
/ »\ Channels] 1274131821
/ . 22881558
P S 32941564
0 b it I AR IR ottt Kol Il il Rl B ) (@ Add trace

(O Replace trace

() Newwindow
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8. 2. 4 MIBR— A i ]

S IR G, ORI — SR AR N (Figure 1), #%

Delete ##, i Yes, mhnlHHMIBR (Figure 2)

8.2.5 BoR AFIUH T HI i

HRATT— 5Kk i &, File > Open, M ICAF44 53R ARk ST IT O (3 I,
iy Add, s OKs

8.2.6 KK, EHE

SHFODisplay>view> Ak Overlay graphs, /A2 link vertical axies,
P il S, (HYARA K. KB Display>view>4)ik Overlay graphs
A link vertical axies, A tikESES, NHFKEK.

8. 2.7 il I i S

FETHMREG A, R ABEOEE DR AXEsG— T, HI Edit
TextString MEHE, £ TEXT X I8U4m N Z5m A\ H N 2, 78 BT 7 ik # 8ox 7 5,
i 0K,

8. 2. 8 o i
.

We

THE SCIENCE OF

Comnbine Spectra... Window size {scans) = 2
Components .
e Nerbecotemocte 1
Srmoothing method
(@) Mean
() Sewvitzioy Goley
i ]
-}
o3
| |
|
™
o - T T T T T T T T T T T T T T Time
010 020 030 050 0 50 0 50 o0 0 8D 090

Smooth Cheromatogram trace

i FEProcess>Smooth, AT SE, HidiK. #HEFEE DH2, REHS. ik
I RCRAE, 7] AIE S 3G IR EL

60 | 69



HREAERE, B ARER

8. 2. 9 Jr ik gm iR A

ik PEProcess>Integrate, HEANFR FHiEgm%E SL1H - MassLynx & A4 5
e PRAERR Y J7 15 AIApex TrackAR 7 51k (RS AR 73l [ B it B R Ao 3
L RIS EL BERE

¥ Chromatogram - [13 analgesic mix faster]

S Fle Edt Dspay JEERSE) Window Took  Hep

& x
@ an ok IIEEE 0 QX e
130 mm col ibiad
13 analgesic mix faster Smooth... 1- Scan ES+
100 et 0385 TiC
) Process Al Traces 1 90e8
Combine Spectra... |
Components L3 ‘
Signal To Noise.... i ‘ \
oso 087 ’
f | ‘
= \ ‘
031 | |
| I ‘ | |
‘ (| ‘ \ ‘
| | l |
1
\ \ |
I‘ ‘I | |‘ | | ‘ \
\ | \
1 I | A \ |\
o | { % ) | N i ) (. SO
j« ! - Y L N S |  SFCHR U T
Ay A s, ] i = -y J
o T T T T T T T T T T T T T T T T T Time
0.10 0.20 0.30 040 0.50 0.60 070 0.80 0.90
Perform peak ntegration

FRHERR 53 T7 1

% FH bs #E AR > 7 ¥, 1F Integratechromatogram & [ H1, A 4 i%&
ApexTrackPeakIntegration. Peak—to—peaknoiseamplitude: A] H An A SELE
mhE A B —BORESEIN, ] LLA)%Automaticnoisemeasurement ik 344 H
Al L=

¥ Chromatogram - [13 analgesic mix faster]

=] Flie Edk Dsplay Process Window Toos Hep
= O ShER LAl @A B XA e s

3 n ES
100 oss iy
0s |
f
‘ |
exTrack Pesk intearston |
Threshold &
i
|
=]
-] ;‘|
|
012 1
A L =
= . v = vaa¥
T T T T T r v T T T T T T T T T T Time
010 020 030 030 050 050 070 030 ©0.90
Retention time vandow : 0.1032 0.1559 0.2591

8. 3wk 15
8. 3. IZEHRLIEFEFile> Report Format W] iR miR2 Bk gmid e .
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TargetLynx - untitled *
gz Edit View Display Processing Window Help

Open... Ctrl+0 Lo ozb - | A = |EI|E| ||:
Close — —
Save Ctrl+S
Save As... Std. Conc RT Area 1S
0.500 2645 132166 ao
0750 265 145185 75
1.000 2645 204967 75!
2.000 265 479 941 52.
5.000 2.65 1302141 a1
Apphy Layout... 10.000 2.65 2566472 82
Save Layout As... 15.000 2645 3423 765 a0
0.300 263 62 630 il
Import Quan Data... 2000 265 552 174 106
Export .
Print... Ctrl=F | Calibratig
Print Preview MRM of 2 channels AP+ lCompound name
Print Setup... 27410~ 152 10 flooretaton coem
Print Current Chromatogram Ctri+A i Response type: I

e
9]
c
s
I
=
b=
m
C
=
m
W

Report Format...

TargetLynx - untitled *
=8 Edit Wiew Display Processing Window Help

Open... Ctri+0O o ogb - [ Af M = |EI|E| ||:

Close — —

Save Ctrl+5s

Save As... Std. Conc RT Area =]
0.500 265 132166 a0
0.750 2645 145 185 Th!
1.000 265 204 967 75!
2.000 265 479.941 g2
5.000 265 1302 141 91

Apphy Layout... 10.000 265 2556 472 82

Save Layout As... 15.000 2.65 3423.765 g0
0.300 263 62 630 T

Import Quan Data... 2000 2 65 552 174 106:

Export L4

Print... Ctrl+P

Print Preview MR of 2 channels AP+ iCompound name

Print Setup... 2?4_;] D= 182 10ifCorrelation coeffi

i ite F.a02e+002
Print Current Chromatogram Ctrl+A -
o

8.3. 2/l General, ZmiEiish fiidFH M2
PageNumbering - Jiig;
Header - WJH, S{EREIHRKE

Footer - T, #HEREHR FAPrint;
Margins - W& TLUFE;
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e

Compounds Report I Samples Report Method Report I Totals Report I Audit Report
Statistics Report I Sample Template Report Owverview Report I FPICS Report I Matrix Factor Report
| GEﬂ$g| | Compound Summany Report I Sample Summary Report I (Calibration Report I Experiment Report
[F] Header: Print Margins
Top: 0.0 inchies)
[T Footer:
Bottom: 0.0 inchies)
Print Media Page Mumbering
Left: 0.0 inchies)
Hard Copy Apphy Page Mumbers

- Right: 0.0 inchies)

@) Individual Report Numbering d
[ Soft Copy (Adobe PDF)
() Continuous Numbering

[ Selected Headings
Printing Options
Heading Order
[ Prirt Separate Samples

[] Dant Print Compounds Below Reporting Limit

[ ok || canesl || Hebp

8. 3. 3R 5 AR 3%k T

(1) Compound Summary Report—4Z4t & WIHEZ AP 4G I 25 B Enable -
)i A] JE AR U, BIMASE . Options - &R EHIIUH Calibration
Information - 5| N TAERHZRHI{E B Allow Split Compounds EIE—"MLEY)
s B REEITEH NI —MEEMRIER, AR —I. Colunn Format-
Al A9, 18I change column order ibﬂﬁkﬂﬁf)\ﬁﬂﬂéﬁlﬂﬂ@lﬁﬁ, it Edit
Column Properties #miEEaE—%IH) 5~ 77 e

o oo

Compounds Report I Samples Report Method Report I Totals Report I Audit Report
Statistics %apod—l—SimphIamplita—Eapq Overview Report | PICS Report | Matrix Factor Report
General Compound Summary Report | |Sample Summary Report | Calibration Report I Experment Report

Enable
Orientation Graph Size
@ Portrait ¥ Calibration Information [T Fit Graph To Page Width
- [ Compound Per Page
) Land . .
- Andseaps [JAllow Split Compounds Width: 5.0 inchies)
[w]Include Calibration Plaot )
[w|Print Table Row Headings [t Graph To Page Height
Height: 3.3 inchies)
Column Farmat
#| Name Type Std. Conc RT Area IS Area Reszponse| Prima
I |:| 3
[ ok || cancel || Hep |

(2) Sample Summary Report - FZ&#F & HE #1740 B4 I 45 B Heading
Order— Al%w%E title AR
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e

Compounds Repot | Samples Report Method Repot |  Totals Repot |  Audit Report
Statistics Repot | Sample Template Report Overview Repot | PICS Report |  Matrix Factor Report
General | Compound Summary Report | Sample Summary Report | Calibration Report | Experiment Report
Enable
Crientation Options
@ Portrait []5ample per Page
— [JAllow Split Samples
) Land
- banaseape [w|Print Table Row Headings
Heading Onder...
Column Format
#| Name Trace RT Area IS5 Area Response| Prima
<« [ b
| oKk || Cancel || Hep |

3) Calibration Report— T/ £k

oo e

[w]Show Response Curve
["1Display RF Calibration By Points
[15how QIC Points

Compounds Repot | Samples Report Method Repot |  TotalsRepot |  Audit Report
Statistics Report | Sample Template Report Overview Report | PICS Repot |  Matrix Factor Report
General I Compound Summany Report I Sample Summary Report | Calibration Report | Experment Report

Enable
Crientation Cptions Graph Size
@ Portrait [w|Header Fit Graph To Page Width
— W] Show Residuals
) Landscape o Width: 5.0 inchies)

Fit Graph Ta Page Height

Height: 3.2

inchies)

(4) Samples Report—#fin#ik &
Heading Order - mJ4miEtitle, fanH #. BfA]%. Edit Column Properties

or Change Column Order—F]4w%a 413 N 2. Chromatogram—n]Zw4E itk & ) &
/j—_\‘jjizo
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o oo, e

Statistics Repot |  Sample Template Repot | Owerview Repot | PICS Repot |  Matrix Factor Report
General I Compound Summary Repart I Sample Summary Report I Calibration Report | BExpermert Report

Compounds Report |  Samples Repot |  Method Repot |  Totsls Repet |  Audit Report
Enable
Orientation Options Graph Size
@ Portrait W Sample per Page Fit Graph To Page Width
[lAllow Spiit Samples Min Width: 3.3 inchiss)
© Landscape W] Include Summary

] [w|Print Table Row Headings Fit Graph To Page Height

[ Chromatogram FProperties... -
[w]Stack Confirmatory lons in Graphs Min Height: 2.3 inchiss)

[ Heading Order... ]

Fit Graphs To Page
Selected | Compounds. |

Column Format
#| Mame Trace RT Area IS Area Rezponse Co
<« [ 3

[ ok [ Camcsl |[ Hep |

(5) Statistics Report—HIR &/ ~EIM G485 R

nramsomens O e

General I Compound Summary Report | Sample Summary Report | Calibration Repart I Experiment Repart

Compounds Repot | Samples Report Method Repot |  Totals Repot |  Audit Report
Statistics Repot | Sample Template Report Overview Repot | PICS Repot |  Matrix Factor Report
[¥] Enable
Orientation

@ Portrait

Compound Column Format
Compound No. of Samples Mean Std.Dev. %RSD Abs Bias

(7) Landscape

Sample Column Format
Sample ID Sample Name

8. 3. 43EFARLIESEFile > Print Preview, TiMaRk4E
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TargetLynx - untitled *

3-8 Edit View Display Processing Win
Opern... Ctr+0
Close
Save Ctr+s
Save As...

Apply Layou
Save Layout As...

Import Quan Data...
Export '

Print... Ctri+P

Print Setup...
Print Current Chromatogram Ctrl+A

.
xtPage Zoom |n Zoom Qut Close
| | | | | |
|

Quantify Compound Summary Report ~ MassLynx 4.1 Page
Dataset: Untitied

Last Altered:  Tuesday, January 09, 2007 09:38:52 Central Standard Time
Printed Tuesday, January 09, 2007 09:39-15 Central Standard Time

Method: C:\MassLynx\Quantify.pro\Methdb|Qmeth1.mdb 09 Jan 2007 0% 34:26
Calibration: 09 Jan 2007 09:38:53

Compound name: 1, Std

Response Factor, 736594

RRF 50: 130.095, Relative SD: 17.6617
Response type: External Std, Area
Curve type: RF

Ty SdCoc AT A= [SAm  Repose Deedi.  gm  %0e|
1 Blank 100 281 %0147 =®ig W 13 2
H Stndad 100 27 saEn SRET o 12 200
2 Stndad 100 27 808TR HETH e 11 ey
4 Stndad w0 2m T I & w29
5 Stndard 1000 m 759.226 TBIX b 10 31
& Sndad W0 21 a4 258 W 111
7 Standad W0 2T seaE EE 12 244
s Standad 100 281 822218 2 o 11 11
s Sndad 100 2% s1Ed MEE 11 ag
10 oc w0 2m meT I 11 &
11 ac 1000 m 1083.683 1062682 bo 14 444
12 Qc 1000 28 804078 804078  bo 11 R
13 Blank 1000 287 97253 9257  bo 13 320
14 14ASSAYH Anslie 100 262 8827 8829 o 12 17
15 15 ASSAYIS Anshe W0 26 T T4 & 0a 224
18 18 ASSAYIE Anshe 100 282 817ER H7EE & 11 1)
7 17 ASSAYHT Anelte 100 282 ST EISE 11 o
12 18 ASSAYIS Anslte 100 282 AR W B 1w g
19 19 ASSAY19 Anshtz 1000 282 204268 94268 bo 13 255

8. 3. B3I AR i Lo > Save Layout As, (RHHREHR, [FIN(RAE T4
LR I AR
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E QuanLynx - untitled *

3= Edit View Display Processing Window Help

Open Ctrl+0 X | E @ BM &S| %

Close Parent

Save Ctrl+S

Save As. Std. Conc RT Area Response| Detection ... ng/ml %Dev IS Area

930147

0200 279 101.248 0115 bh 0z 63 863 674
0.500 279 230.660 0.285 bb 05 39 808.750
0.750 279 294 603 0.3 bb 07 5.3 TA3.757
1.000 279 415267 0.547 bb 1.0 -0.9 T59.225

Apply Layout... 2.000 279 869.522 1.055 bb 19 4.8 524 580

T R 5.000  279)  2486.259 2713]  bb 49 22 916.398

Import Quan Data...

Export 4
ASSAYOE Smooth(Mn,2x2) MR of
Print... Ctri«P 2pgiml std IDG
Print Preview nc. /1S Area ) 100 Psr;?t_
Print Setup... [xis trans: None 86952
4341
Report Format... X %
X
Properties...
0 |
1 C:\MassLynx\...\Caffeine.gld w ' o ' ' ' ' ‘
ks A y
ASSAYDE Smooth{Mn,2x2) MRM of
y Fre e ngdml
Exit g 2po/ml std ID6
. Std _
100 279
624.58
2 3838
5 500
S

8.3. 65k FEFile > Apply Layout-- MH#H S AR AN OL AR R o

| Targetlynx - unti
Edit View Display Processing Window Help

= s 1
Open... Ctrl+0 | 4o ocb v| 4{ 1 v‘ =
Clese
Save Ctrlss
Save A, | AT Ares 5 Ares Primary Flags | ngimi|__ %Dev| 1° Ratin (F_| 1° Ratio (| 3° Ratio (F_| 2° Ratio (| Forwa s
e 0| 81| s30d47] 900147 bd 113 13 o] 294 627
e ooo|  279]  sesers 853674 b0 o8| 78 NETEES
A looo| _278]  esers0 08,750 oo D o] 212623
wo|  z78|  7sa7er] 753757 b EEEE 0| 312 884
Review Dataset...
wo|  27e|  7sasm) 750,225 b [EEED o] 173 983
Unaccept Dataset... wa]  27s]  seesa 524580 b To0] 04 o] 375 819
00| 273]  evesms 915.39g] b T2 e o] 495337
Apply Layot...
e = EERE== Calibration: 16 Feb 2017 06:05:44

Import Quan Data...
POSI£IVE Import...
Export 3

MRM of 2 channels, AP+
29410 = 64.00
LStd _ 45716+003
2.81
93015

Print... 4543

Ctrl+P
Print Preview
Print Setup...

3 Print Current Chromatogram CtrleA

Custom Reporting... Crl+W
Report Format...
Properties...

1 drugmix

Exit

I

8.3. 7 FTENfi 5 R W]
VRS WAEREI
1. solariX %@ B M-8 7 6] e St i v 4%
11 S BdHIE (EPIRA . FEM il
BRI 6 55 EE P E, WA AR U

Compound name: |. Std

Response Factor: 821 278

RRF SD: 55.9400, % Relative SD: 6.81144
Response type: External Std, Area

(Curve type: RF

10.0

Residual
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1.3 BRI E — AR S TR Ve E A5 4
2. Autoflex &U1traflexZiHE 5 4 BB B AL

2.1 EALEALHIE (ERRES . FERIET .
L2 FEHIRERS B G0 8 FIDME,  DMSOZE it /5, MEFE R A WLIAT .
3 WL SIERI AR, WSS EA T, BT
A4 RTINS A AR W (BRAPKESE) , 2251 RS RN B TR .
-5 MO R BE DN BORRE S 5 0, s 8k i R
L6 TET USRS R 1 A A AR A T, AEE R TE.
T M S IR AR, R RN B S HOE R S AR I AL
3. rbitrap Fusion LumosZY¥& 5 BEHH i 4%

3.1 EALEACHIEE (ERRAS . PRI,

3.2 FEHIFURE IR AR 2 AT, BB RGHER; MEESME; MESEE
71

3.3 FHAHTIMRTE UG, BT ELT TR 4 b B

3.3.1 MEHERELALT

3.3. 2 P ET R .

3.3.3 TSR RO o

3.3.4 MRS E TR
4. C-MS2010ZU 3 BB FH JR 4%

4.1 @B IRHIE (BERIRES . FERIES.

4.2 ANMHT @A, HERIRA, V7RI

4.3 FERRZ 0. 45mm JEERLJE.

4.4 R RIEEGLR, EST JEE VAR 0.1-0.2 mL/min; A 1.0
mL/min.

4.5 — ORI B IR G, Wi o B YR, del B E . Tk
T BHASEA S, sidi Auto shutdown. .

4.6 FEMTEVER TR, JUH I HTICbrre i,
5. CMS-QP2010 UltaZ & GCMS-QP2010% 4, J5 Bk FH J3 A%

5.1 FEALEALHIE (ERRES. FERIET .

I O O ) B Sl o
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5. 2 GCMS T BEASIE & 4 M /N F S5 M G R R b o B DAk & 1 431
B HA KT 500Da.

5.3 WM A TRRE SR EANRER B (— IR AR T 10mg/mL) , B fhit
P — R AEHIFEO. 2uL e AT

5.4 JBTHE B 41 BRI G — M B AE207650Da 2 ], A A IDB-5 MS
BUE CIEFE TR, REREAEIE250C .
6. xactive GCREIZHFSRBRAX

6.1 FELEICHI B XEPIRES FEMmITsR) S

6.2 Exactive GOBTMSAE G 43 #r/N 7T 39 ML ¥ R FEdh o A0 &
VI 5y 7 — A K F500Da, BEEEFE S T E A K T-800Da.

6.3 TR IR A RER T (—BREAR T 10mg/ml) , HFFE
— EFEHIE0. 2ul 247

6.4 EHNEVER TR (A HIBEE—RAE, 6% — RN
7. Bruker Q-TOF/R#E{%

7.1 EASCEEHIE (EPRAES. FERIETD .

7.2 HIFEE X HTIRZ AT, ARG A RS E: BESEE
71

7.3 HAFMNRTE RS, MRS, W RGE TR
8. Xevo TQ-GC=E PUZAT R i R HUE R B

8.1 TESHTRE b HTEAEL T MRAE S IR PE /D, 42 /IR st L,
AR I AR L BT B AT, 1 B 4 1 B AN i o B 25

8.2 TEAH I = = DY AT iy R B0 0T 1% ASOMRMASE =4 T A i, — 8 ZEFH 1
B A MR TR S 56, ARl RE &, #RH EE R P T E N E S T

8.3 = H PUZLAT e R R TR SRR H e R, DA R AR (R

8. 4 FEAK ) = F DY ZAT iy R AURE o 1% A AR B 70 i A0 7 2 B SR
R B SR B T, RBUEMER RS IEH .
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