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© REEAHEFEET 10 gL ALS #FF5, 8 23-26s k. AIRESE

BT

7250 Q-TOF GC/MS R4 EEEH B8 B MM,

© BIOUEMRE,

- BT RS,

© BRETHEMEEHR, J&W BS 122-3832 DB-35MS: AIEEmHRIR

/£ 30 m x 250 um, 0.25 um BigiE,
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EXHERZIEENERME NREARRELIENRESE 8 W LK1
PRIRBILEYIEHREN RS, NAEIFRIZIBIEXFEHRRE

KES o

Agilent 7250 Q-TOF GC/MS \| 5/



NIELE]

PEERE EEFR R M

\ A2 w3 (NJAY == O

NEGERE SRR
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BRERZE (B0 , UTHISET Agilent (N 25RYIZE,

HEEESFTENME:

B (p/n 05970-60045, 3¢ p/n 5074-3025 (XFRTEEZERA) )

R i S ERT N O

yESCY i)
HRUEYBRTRFERANF, £F 1 2FREN 10ng/uL. 100 ng/pL
100 pg/uL BORERIRH, W& 1 FFR

&1 FmEMIIR
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£55 1. R EHFOMHIFSE

15 1. 1K E#HF ONFEFFSE
1 7 Windows 5 | SUBRIEE.
2 SEMEORAHSRER. BRIFREER BT LA RRRZEIR

#rido

Method  Instrument  Sequence  View Abort  Window  Help

tatus
Idle
nt Stat

oy Sl Neme:
P Data File: $
Sequence

&Gk T i §

ument status
Ready

Bl O §F © @

Method

===

L TP

‘ Inlet-F Temperature

280 J 1.00

= B QRS SHOHEE,

Inlet and Injection Parameters

Sample Inlet GC

Injection Source GC ALS
Use MS
Inlet Location
@ Front ) Rear
M5 Connected to:
.é. Frort
o] [ o

Oven Temperature Collision Flow Rough Vac (mTorr] Quad Vac (Torr)
‘ TOF Vac (Torr) ‘ uad Temp. (*C rrent (uA) Eic ‘ ‘ Spectrum
=)= =

() Dual

O Rear

Help

3 & GC{EN#IFL, HEEERER ALS fERNHF IR,

4 EH{ER MS 2i%E1E,

10

Agilent 7250 Q-TOF GC/MS N[ J#5/



NI
£5 2. 16E GC i &

£55 2 & GC EE
FEICA IR, BIMEB LA GC BAHEE,
1t GCRESHEL,

»

Method Instrument  Sequence View Abort Window  Help

s ==

Run status: Sample Name:
mstrumemstatus Data File: ‘ _ O ﬂ @
Run Time.

Sequence Method

@” G
ﬂ W L2
Dven Temperature Inle( F Temperature Cnlumn -1 Flow Calc Aux -2 Temperature Collision Flnw RDugh Vac (mTorr) Duad Vac (Torr}

‘ TOF Vac (Torr) ‘ Quad Temp. (°C) ‘ Source Temp. (*C) ‘ Filament Current () ‘

EIC ‘ Tc Spectrum

PR B GC 4RIBSHE .
s GC Edit Parameters
Select... Pressure Units
als Valve Configuration
psi -
Front Injector Valve Type Name Parameters
Back Injector Oven [> Notinstalled =~ (Valve #1)
Tray / Other 3 Siow Fan 2 Not Installed ~  (Valve #2)
Valves 3 |Netinstalled - (Valve #3)
Inlets 4 | Notinstalled = (Valve#3)
2ot Fiont Thesmal Aux Type 5 Notinstalled = | (Valve &5)
Coli?ncn;aa:k : i ;:“S‘D‘:::‘s';i — 5 Notinstalled v (Valve #6)
i i ‘
Oven = o T Notinstalled = | (Valve &7)
Detectors 8 Notinstalled | (Valve #8)
FID - Front
TCD - Back
Aux Heaters
Events
Signals

Configuration
Miscellaneous
Columns
Modules
ALS

Backflush

Counters

Readiness

GC Calculators

2 TESHXER, SEFEE > Hith,
3 REHRAILEN psi
4 FEEFEXEF, ERRBENABUEIEHRS,

Agilent 7250 Q-TOF GC/MS N[ JiE/ 11
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EEMmEed, SERE > B, AEKeIEE 11889 J&W 122-3832
BT EIET, BEEMSE N (8FE) #FE0O, BHEOS
F9 MSD, IN#EISE HiEFE.

MREREMEETE, NWATENMIFE GC 2HIRE, TREREAIER
P EBIEE.

e, ®EREE > B, ASE SSHEORMKISEN He, FhlbiE
th EPC SRR E N N2

ESMEED, FEREE > ALS, AR HETIEE NTE 23-26s 5
SLHEEFZEE T 10 L ALS 155, BBRERERISE N A B,

I G EREF
BHHE,
GC 2 T & EF GC, ARXHLEE D,
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155 3. M BIEE FFEEMRITHRERIE

> =T T e
155 3. MHEEEFFEMATTRERE
TR, AEEEEFFEAATRERE. RERIEREMDFHFNST
A, SRIER/VNERENGEERIFIME. FIIRXET AFFTIREF
T EEIRERIE. BEXIFAES, BERNEAER.

T 1 IKECRELIEN m/z SEE, MEHEZIIREIEE, UEHITH

o

1 7 MassHunter X 231=5E S, 823 MS EiEEMR. 52~ GC/Q-TOF i
BE O

2 SBHEFhAEEUR, AEPEREET T,

Manual Tune  Vacuum Control

lon Source : El+  Quadupole  Colision Cell  Transfer Optics  TOF  Detector Acquisition

Ins_tl'ument Mode TOF Mass Range Ramp
Acquisttion Rate | 1Hz ~ Wengrnum Mass Hange
Low v| 20-60  amu Sme
Acquistion Time 1000  ms/spectrum b
Display Mass Range
Transients/Spectrum 13286 L i
Combined High Resolution (EDR-TLPP) High 650,00 amu

Enable Transient Level Peak Picking (TLPFP)

3 TEREERFETHIHIRAEE 1 Hzo XERIEHIBANRE,
4 TERABRESTEE MIFIRPERE.

B 20 E 650 m/z ZBREIE. BIMNE 2 NRESEE e B TR SE.
MESEE (20 21200 m/z) FIHRBSEE (20 2 3000 m/z) o fEIEIERE
SEEUREESNEAER 8E,

5 TTSEEERM—IREN 25, ITEM—IiRiE N 650,
£ 25 1 650 m/z 2 BIRENFIRE BT AERIEEE O+,

Agilent 7250 Q-TOF GC/MS N[ JiE/ 13
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155 3. M BIEE FFEEMRITHRERIE

TE]2 B ERFEE,
X—FBEEERITRIERI TR,

1 BEBFRENF, AREREREXEDEREBA.

43 GC/O-TOF Tune - PP4-lowmz-03-14-2017.efhs tune.xml X
asomz) 85045 Spectum | Ramp  Respanse
10278480
Silbin  1in Mass (miz)
FwHM 00027 Counts )
Time 5260.9675 Resoluion 25433
BIEEFNREFE o
5| 6essse Time 25.2609675
08| 130.9814 YEXIX
X108 | 689946
o 1309814
o 08
2 08
074
07
084
£ o 06
3 o5 218.3950) 5 os 2183850
o
i 04
Gl 263.9865 23 2639885
024 02
93,8929 99.9529
014 s . 0 4139772 5015708
iets0 4139772 5015708 | | | tessss0 38831 [ i alaess
i | (BT TS ' 313 8831 | | 513.8631 o !
a o o o T e N R s e T
< [« Mass {m'z)
File and Reports  Autotune  TOF Mass Calbration  Manual Tune  Vaguum Cortrol
Tune Masses [ Profile Display lon Source :El+  Quadrupole  Colision Cell  Transfer Optics TOF  Detector Acquistion .
lonization Mode | Standard v
Enabled b Viindom SowosTenp. [ 20| C 200 | Show Faus
1 % 21
; = = " Emission A 210 Eneray 70| ev
s B Flament @ 1 Bectron Extractor 250] v
2189851 i IE\Ca\ Valve on I Repeller v
T | Suree Sty v
BRI Estractor 13| v
433738
Pest Bdractor 1 Offset v
sos7es
siass2 frosk Bracinc2 v
O o Focn v
et o v

14

2 ERBERERRER,

3
/p\/E.ljz_lO E

TRRA%ASERA El KRIER.

iﬂ”&‘ﬁ]‘%m, EE*BFRIERENTT 0.8x 10°H 1.2 x 10 counts (849
SHNESEESEN, RENERTEINREREERE

R EBHIE ?éﬁi‘l"ﬁﬂﬁo
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ﬁ% 3 #H‘.l’ J\EﬁIEo
1 1%t GC/Q-TOF IFiEE -1 TOF BERIEEI-Ro

.................. TOF Mass Calibration - ----oeon cooiiaans

TOF Mass Calibration

Fun Calration Show Caiibration Restore Defauit Caliration
T
[
Extended Mass Calibration Data
Mass | I I I |
[] Use extended high mass data for mass calbration ‘ Save ‘ ‘ Load
Time | I I I |
libration Coefficient:
0.00024580
12405150
Time and Mass Comersion
Time | | | Convett Time to Mass 5> | ‘ << Convert Massto Time Mass |

BESIMES 6. KE MS TR (&) ($23700) .
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155 3. M BIEE FFEEMRITHRERIE

2 BHIBITRIE,

RIEZRGE, BETR TOF RERELERE D, W TRETFIANAEERE
¥, BREHEHE (PPM) BEMNET 1PPM,

TOF Mass Calibration Results

Residual Error (ppm) vs. Expected Mass

104

— 5=

E

g

>

= 0 -— e— —

=t

3

=

E

5
-10
0 100 200 300 400 500 600
Expected Mass
A= 0.000345801 083478336, TO = 1240.52592904741
Target Mass Actual Mass Accuracy (FPM) Previous Mass Previous Accuracy {ppm})

W 689947 £8.9947 0.01 689949 327
< 1309915 130.9915 £0.03 1309918 223
A 21898561 218.9851 0.09 218.9856 225
J 2639366 263.9866 007 2639871 203
A 4139770 413.9763 012 413.9776 1.62
A 4635738 463.9739 027 463.9747 206
N 5015706 501.5705 017 5019715 182
7 6139642 613.9642 001 613.9666 3199

For enabled m/z values over 50, average PPM emor 0.00. maxdmum PPM emor 0.3
limits for average PPM emor 3.0, maximum PPM emor 8.0

Show Detailed Chart

Close

B REA

4 BEXHRURE AT EHEEIEI. B SEN

atune-lowmz_date.ei.tunexml. EFRHEIZSRAIHER,

5 BEH KA

GC/Q-TOF JEiEE VXM, LR " X! " HE.
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52 4. 5N\ GC

1155 4. 3\ GC XK

LGS F,

S

/

SR NFHIT I DA FRRRRY GC 2

Fo

1 5& GCHIBSHAETTR. REMENGE, RBREIFEHEIEPIENFL,

RIRIRYE T B4R E EBITRAYTIRE,

Method  Instrument  Sequence View Abort  Window  Help
MCd
- ==
Run Status: Sample Name:
Instrument Status: ﬁ Data File: ‘ O . @ .
Sequence Method

GhkRRES

5-'

()

F

W%

CDI imn-1 Flow Calc. Rough\/a (mTorr) Qu; dva (Torr)

‘ Quad Temp. (°C) ‘ Source Temp. [*C)

TOF Vac (Torr)

PR B GC RIBSEE .

85 GC Edit Parameters

Select...
« ALS [ oven Temp On
Front Injector [go*c J
Back Injector -
Tray / Other
Valves
Inlets
SSL- Front
COC - Back
Columns
Oven
- Detectors
FID - Front
TCD - Back
Aux Heaters
Events
signals
~ Configuration
Miscellaneous
Columns
Modules
ALS
Backflush
Counters

Equilibration Time
0.1 min ‘
Maximum Oven Temperature

B ;

O override Column Max: 325°C

Readiness
GC Calculators

0K Cancel

Aoply

2 ESMESH, EEREEH,

Agilent 7250 Q-TOF GC/MS \| 5/

NP

Filament Current (uA) EIC ic spectrum
- o X
W Options
Rate Value Hold Time Run Time
*¢/min X min min
(Initial) 80 3 3
b Ramp1 % 250 22 12

Post Run: (300 °q |

Post Run Time: [2 min |
! S

REEECIEEDIHEET 1.
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1£53 4. 19\ GC RESH

18

w

EFATHEGIRTI, ZAREREERERN. WA 1.1 27 / 23 ENTE

&
VR BRE BT FRVEEE EPC, JASTEREE EPC X1, X N2 fifE
S|EENE 1.5 ZF / DHIFTH

GNSRAGIEM N2 AR SFUREETNE 1.5 27/ 0%, FREZNIT
B8, WEBHITEEE,

FEREEth EPC DX, BUHET He HIHIESE,

ESMRERERHEFED >SSL, AEHNSR 18 BT LR 2 FIFRFIATHE
mE @

SEERMEE, ARRANSE 18 1 LMK 2 FFFINIEEES K.

EFHRB LR ALS > B FO, SIS 18 TTERIR 2 FFTFIEHE
FOS.

WNRER ALS BERRIEHEED, BEFEHEFERET R,

ESAKER, EEMEIMRE, AERAE, HREEIREN 280 °Co
X2 MSD feiaL ez,

10 BEHWE, GCSHF THE 6C, ARXHLED.

&2 FATEHIERETT AR GC B,

LE ]

FAradial 0.1 7%h

HFEPRIER 80 °C IR 3 %P, LA 25°C/ DHHIREADE
250°C, fRIF22 0%

E{THYE] 129

i SS #H¥O He

52 AN

s £ 250 °C By A FF

£ B RE AN ERE

fREVITRE £ 3 =/ DTN

ESER ] £ 3 DHEIAEI 20 =FH / DA

DRRE 220 =/

mEL 2001
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1£53 4. 19\ GC RESH

Agilent 7250 Q-TOF GC/MS \| 15/

x2 FATFEURRESEN GC B (4)
% 8
HUEHER 2 {MSD f&ia4% }
nFREE TH
B 280°C
B J&W 122-3832 DB-35ms: 30mx 250 um, 0.25pum
AR il SS #HHF [ He
SNER 'z
#ERE) 80°C
pis 11 =7/ D
melEr ESEil
[l ZES
priZEaa Pl 1040
HiEE Tl
VBRI AESE (EEERD) 2
BRI ATESE (HER) 2
B A AR 8L
BT BIESL  (EEERT) 2
B BIES (HFEE) 2
B B AR 8
=i 0
B AHATR 8L
PR RER 4
JTEReTia)  GEAFRD) 0%
IIegeYia)  GEFERE) 0%
A SHEURE 300 UL/ 53%k
BB BDRE 6,000 pL/ 3
P o B S THHERE 300 pL/ ¥
FEkn ERE 6,000 pL/ 53%H
HIEFDEORE 6,000 pL/ 53%H
19
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®2  ATHERESENGCBM (&)

B8 &

HEIEER 0

PR 7

RbH3th EPC 43R

" 1557/ HEEAR
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15 5 QIR ATIIHETHEIRE

HiE

155 5. elER T HEEFIEERES A

WESHRES 4 Tﬁ?iﬁPEﬁu)\E’] GC %
FHR#R 7250

1

28, FAREFE
S QTOF 54w 2 ElfT.

Method Instrument  Sequence  View Abort  Window  Help

SR,
Fio

FELES R,

EREmABTE

- B
===
Runslalusldle (= Sorpleteme
el WO @mmOﬂ@.
Ready Run Time
Sequence Method Instri
i
QRPEE 2 L w@
Q) %
| | 2 ] 280 | 8.66e+01
Oven Temperature Inlet-F Temperature Column-1 Flow Calc Aux-2 Temperature Collision Flow Rough Vac (mTorr) ﬂuad Vac (Torr)
‘_ 94e-07 ‘ ‘ \ “ \“
TOF Vac (Torr) Quad Temp. (*C) Source Temp. (°C) Filament Current (uA) Tic Spectrum
== s 1
ST FiEYmiEERE
LB S FTFF QTOF FAiEdmigasd M.
QTOF Method Editor
lon source Tune file Acquisition  Reference Mass  Instrument  Chromatogram
szt | E ||
SR e Quad TT! cuteff mass
® Tune Setig < 0 Runtme [ m e
) Fixed ol Solvent delay E min ® Defau Am
Overid amu
Time ftering Shises L
El Mode [ Standard [ Low Energy
£ Peak width 0.700)
T Setirn o ® = i Data Threshold Ayl spoial
e ® O A || M3 cotmrs [_a Acgtime 200]  ms/specim
By time segment 0O o) wsas[ 0] cours [ 0= Transients/spectrum 1841
Apply to Profile data
Bectron energy
Tune Setting ® ® 15 v
Fued o[ 1|0 =
By time segment Q (@]
Time segmerts
Time Acq mode El Mode Emission E:;g;" Data storage Data stored
v 1 [ vs | Standard |~ 5 70 |Both v
Timed everts
Time Type Address Value

Display Timed Events

Agilent 7250 Q-TOF GC/

MS NI 4EFE

OK Aoply
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155 5. QIR TR FRIEMRER A

10

11
12

22

EIREX XS, BE D BlfR. ERESS 3 LT OIZERIIEIEX o

FEFREXEF, SEFREEIREN 200 °C, KAFEMSENEEHF
MAE 50, HEFEERENFIERE,

RSFEERIRE N 5 0% ATBFRERICE, 7250 K1t 5 ¥z /aHn
LS5 6N

FERfIERE AT, ERIEEE, FBEIREN 07 7. XA ISEANFER
%, LUBDHUEFE.

TEEUREENIED, BN 10 fER countse XK ISIE ARENIZE, LU
DRI

RN AEREERE. BT BiRERED SN AR EELSE, LU
FhE.

TERSTRIER BT, MRERRT T HUFIRPIERE MS AUI3iREL

NRHIT MS/MS K&, FMZTEMALLLRY counts, LURL EIEFE,
TRV E

VRS K R 7 AE & BV AC B B SR AR B 2R LA T 2R 0 o

£ MS R HH, WTHRETEE, WA 40 FAEER, A 600 fFN
AmA s, A 5.00 FRIEE / BIFAREERE \

B—EXEESH 650 m/z NFIELHIE, BRAEIMNEENEIE
(40 £ 600) #F2FEFRHE,

S EHE UKHANZE o
AEEOPERESZE > BEBER, FR757E55F7 OFNEI70eV.M.

Agilent 7250 Q-TOF GC/MS N[ J#5/
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£55 6. K& MS 1EEUE  (FIi%)

55 6. KEMSIHEEHE  (FIiE)

FUAESS, ERIERERMERY LINES TR ARED IR HTE

BJFA MassHunter B BIRAIEIEXH (MEWSEME (5601 Fir)

WITT—MES, FRLULESZERIER, A, MREEWR, ALIRIESS

AURARREIE B 2B EIE o
1 BEFRET (BEFN) Bfn. BE25 " FRET " WiFikE

Start Run Lr
Basic  Advanced
Cument Method Injection Style: GC ALS
Operator Name.
| Data Path D:\MassHurter\GCMS'\2\DATA' Browse
| Front Inlet
| Data File Name: SolAD Browse. E L Browse
| Sample MName:
Mise. Info
Expected Barcode:
Sample Amount
Muttiplier 1
Vial Number: 1
Injection Volume:
@ Curment Method 1 ul
(O Ovenide using 0 Wl

9,854,193,664 bytes free on drive D

Method Sections to Run

4] Data Analysis (MassHunter DA) s

EHIERET, WAZRTREZSTRENIEXHFRNER.
AEEEEERIEFOEDT, %A Sol_AD fEANBIEXHZTT.
W\ Bt a3t mE TR Rl S 1 E.
NEFEERIEEGE. BEREREES 4 TRNEFE,
AEBEITHNAEZERAH P, EEEERE.

SE REHBITHE

N oo o b WON

FERRIXE) GC #1 Q-TOF, (MEmita, BENFRHWELRE, AR

R AR EREERHIERE R P

Agilent 7250 Q-TOF GC/MS \| 5/
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£55 7. ERFTIRHIRERIE

5 7. ERRIILZHRERLE

B BT E—RIIERETHENZHRERIE, FERXEEITEREMN
mﬂﬂe?ﬁmo ﬁﬁ}\ ST, BNERAY 2 /NHITRARERE, RER
FREEDH, BEILEESFESHNREBEFERER,

TEB1 IF ﬁllﬁy“ﬂﬂiﬂﬁbulﬁﬁffﬁﬁo

1 EABTETHRERENSEE. ZEZETREEERTS AT,

2 ¥ MASSCAL xEFHRINFENZE

Sequence Table

EEY a5| Mew Sample(s) * ¥ | E E | Toals ~

Mame “Wial Type Kepword Method Path Method File [rata Path
1|Hexane 1| DoubleBlank ~ ~ | DivMazsHunte\GCMS Y vmethods | |OFM EI 70eV.m ... | Di\MassHunter\GCRSN1 Ydata
2 _- Cal ~ |MaszsCal B [ \MazsHunter\GEMS A smethods 1AM azs
3| OFN 100fg-1 5| Sample ~ | Db azsHunte\GCMS Y Ymethods | .. | PFM El 70eV.m ... | D:\MazsHunter\GCRS41 Ydata
4| OFM 100fg-2 B | Sample ~ ~ . &N El 70eV.m ... | DiAMazsHunter\GCMS41 \data
5 OFM 100fg-3 7 | Sample ~ ~ ... |OFM El 70V.m ... | DiAMazsHunter\GCMS41 \data
6| OFM 100fa-4 8 5amole ~ ~ OFM EI 70¥.m D:iMassHunter\GCMS Y1 Ydata

3 WANBATAEFRIAGE, ARMRETIYIRPEFRIE. ZFEHEE
FF5IrhERRE 2 /e T mEfER.

4 F®ERFY

TR 2 EALBERX—F, ARERPE 3 FAARENEITHIERER

FRZPE, BITEFIIRPOIBRERESRE, EFmEITHEEMR 2/
/’J‘DDEE XIEQEO

1 HBEBETHERSE, AEBHITRERE,

(120 2% / #F5RIETTHYIE) YT 10 DPRFRIETT, XEWEERT
FREMIERTA] LILIE 12 Mo

< KEFAN2+12+1=151MEH. BIBTTA%K

B E—F RN RERIESR

EEATRERENFERST EME, ?*}:ML"FKmﬁqﬂﬁh#ﬁ)\#uuo
HEEIZEE, 2T,

BIEREEEE 2D,

R®EFo

o g A W N
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155 7. ERFILHIRERIE

T3 AHRRNTAN, FEiETHRIEERIE—S PEIZNRERIEER
HITERIZE R,

1 ERFY > E1TF.
© BEIFFIXEERERNIT .
- BXREFAER, BEUENER,
2 AERAET R, BEEHNEER.
SREEXBFIENF,
4 EERNRENEERE,

NRISEIE AT 8)[8IfRE BT #HITERIE, HAIEE A ES ey
BB EX,

BB Start Sequence default sequencesanl Last Madified: Tue Jan 1 00:00:01 2013 X

Basic | Recurring Keyword

Recurring Type: Hours

Recurring Interval: 2

Recurring Keyword String:

5 RN 2/EENEERER.
6 1&¥ MassCal (FABEEXRFF T H. REBRERLIEEERET.
7 BEHEBITFE.
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23] - DAnEdE

26

25> — DATEE

5 1. TSP AR 27

£ 2 KEEUESTAFARE 29

155 3. EE M SMePHIAE 31

5 4. EREEDITTERZIRNLEY 33
1% 5. BEEHEEMKIRS 36

155 6. £ EERMUIIERIE 39

57 RELER 4

155 8. ERKMOIMRBILEY) 45

FMEIF, BETMAFHRETEBIE S P RENEIE. WRAREIZ
1B, DIfEARMEARAIEGEH Sol_ AD, MBINSEME (F6M) Firo.
BXRERZEFNEMEE, 152N MassHunter FEMIAIA T GC/MS #Y
MassHunter Workstation B2 NI HIEEME S EIIFIEN, UEINSE
¥ (Ee6em) HFfm.
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NELE]
153 1. TEMESMERPITHERIE S

5 1. EEE ST EUES

1 WERE ERELSMESRES N UBEIEMEDTIEF.
Ell
=l

]

Qualitative
Analysis 10.0

ARR TR TSR " X EE,
B Open Data File ®

Look in | Data |

| 150 2D

Tl
Recent lems

G

Desktop

This PC

Fie name:  [SoLAD - pen

Network Filss of type: | Diata Files [* d) ~ Caricel

Optians
Load worklist method Sample Information
O Load results method Sample Name

@ Uss curent method User Name

[ Load rssit dota Sample Fosiion: 1

Deseription

ANEE LU A TUREEE):

© HEOEPRESH, 2 F13#
© ERERETER > BR

- BIEEEOPRIEBER

2 SMEIEEEXHTANE, HikERENEIEHSN LA S RMERE
/7_‘\3\(# SOI_A.DO
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NELE]
153 1. TEMESMERPITHERIE S

B Open Data File X
Lookin: [ Data [El|
- | 15020
|_.1
Fiecent ltems
o
Documents
7=
@
Desktop
m
This FC
Fie name: 5oL 4D - Open
Network Files of type:  Diata Files (-] v Cancel
Help
Options
Load worklist method Sample Information
() Load results method Sample Name -
(®) Use current method User Mame
] Locd st dats Sample Posiion: 1
Description

3 TEEW T, ERERSERIA AT SRRREREE.
4 BIITH. WEZBERIBEESE, HEREIER TIC

|| &

% Chromatogram Resuits

A A A E B % Ry

2ot QRBlE ¢ HA00C 2 -~
«107 |+EI TIC Scan
1 1
1.5
14
0.5
04
42444648 5 F2 545658 6 F2 R4 BERS 7 72747678 & 8284 8688 3

Counts va. Acquizition Tire [rin)
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£55 2. EERE SRR RE

TS5 2 BEEEE

EOATRE R SR E

TER1 EEES S

1
2

3

MEFET, %R FiE>TH.
%1% default-GCMS.m F & H3TH.

[ Agilent MassHunter Qualitative Analysis 10.0 - Default-GCMS m - o x

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

BEEHES G- FERE AW Lo BB B NavigatorView BB Compounds View

[isample Table: Sol_A.D X /\ Chromatogram Results x
[ JON: ¥ - et QY € A OC 2 - MDA KS B %%BE & S Ve ~a
Results %107 |+EI TIC Sean Frag=70.0v Sol_&.D
Flags  File Name Sample Nam 177 1
v _solap agesjosiions g
1.25

1
[ | ™
05
P4 Data Navigator x o

D
EeT o {2 44 45 49 5 52 54 56 58 5 62 64 65 69 7 72 74 76 78 6 62 84 86 88 9
Counts ve. Acaistion Time (nin)
= Sol.AD
Rl IE ion Results | /4 ¢ Result: ‘
Wifin + TIC Sean 1l1 M Spectrum Results X
Spectra
Background Spectra 2ot QR € 54 OC 3 -~ HELD RBEDE k=S
Compounds

MERETEZERE > BERaRigE,

4 NEFRBPEEERE > AR RERE.

5
6
7

KT " BRERE " MEHE, IAAERRISEER T ERRBIES A Z A0
VEERRIBNATT R, WIRFE, FILUHITYREE.
User Interface Configuration [/} X

Mark il of the following that apply to the data you wish to analyze. Your choices control the tools
that are enabled as well as the initial values for some parameters in the default method

Separation types Mass accuracy
GC [] Other (for example. CE) Unitmass (Q. QQQ)
OLe [] None (for example, infusicn) Accurate mass (TOF, Q-TOF)
lonization type MS levels
El or other hard" ionization technique MS (any)

O Cl. APCI, ESI, MALDI or other "soft”
ionization technique

[J MSMS (QQQ. Q-TOF)
Non-MS detectors

Ouw
[Janc

Carce

BERE.
MEFBh, ER Bik>BEN. W EEnR, RNETEIBERE S .
EXMHEZS, BN QTOF-GCMS . m, AEEEHHE,
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15 2. EEEE M DITAF R E

$I2 2 BB MS 1 MS/MS FRiIZE 2%,
1 fEEEHEA, EEEE > MS fl MS/MS RitE 5%,

2 %ﬁﬁ)ﬁ EEFRERTUAT ~ IR BERTEE, R TEETE, XEE
SE m/z KRN %T*D%?%EF*{EI—J?EL\ME’JEWLE Elo

| MS and MS/MS Spectra Display Options

M5 and M5/MS Spectra  Compound Label Configuration Spectrum Peak Label Options  Common — Color Options

| Peak labels
M5 peak label méz ~ Formula & lon Species ~ |
MS/MS peak label m/z ~ Formula & lon Species ~ |

Label top plat anly [ Vertical labels

[ Allow averlap with ather labels

3 fRFE.

$I8 3 IEEILERAERIEE,
1 BEAFERESEMI AL ARESS, AEREIIRG > RAIITIERE.
NTETEE, BREEREREREE " EMDTSAEE " &5,
2 ANRFIRFIREEMNIEEIZEE, MassHunter AT Solo.cdb &/,
ZEESESHRPERN 4 EY. R TEERNE,
@ Method Editor: Identification Workflow x
G2 BEE 9™ - (B Identify Selected Spectra ~

Chromatograms |dentify by - Library / Database search

Spectra Library / Database Soore [fwd]l  Score [rev)

untersLibrantdemo.| _m

=/ Identify Spectra

Identification Workflow

Database Search Settings

Aidd R
Library Search Settings Emae

() Search all libraries / databases
(®) Stop at first library # database match

Generate Formulas

Combine |dentification Res...

I

Mazimurn hits per compound:
Reports
[ Identity by - Formula gereration
Export

General
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£55 3. EEM S PHaIALE

155 3. EEESinas P

1

ARIEESEREET, RBEHER 4676 RT FENE, FERED
ZERIIE,

sernsEEise L2, s A BT RAIE RT 47 5 471 B2,
BEMXIE e A 2 FREE,
ERBHAEXE, REM TSRS MS RsEIRNEIY S,
ISEVE I ENS BT E MS RUBESRERT, T iESMRhY
SFRZE %D,

Ba M FEHEIZE MS FIZE T B Nk,

S E R EACRARG S RT 475 5 4.68 ETASHX S,
ERBEAYXE, REM TR rERRE MS FEE,

I T ZEIEE, HESTE MS REELR NSRS, FAlrRiE
SRS ELE Tk, 2B SREEMIR, HIEE MS RZE
BT A P AT S R T

£ MS BHBEISRET 9, EREERERERY Y iETEER = AR
TIUNREIRS 0, EERBPEEMHIA > HFRIEE /DB LIEHFRE
Eo ZAEBRIEEIRANEREM F 2K+ R ER B ER IS,

ZER m/z %, LIETR 168 = 179 ZERERSEE. BT R+ lpIFul

EZ, BERAFRR T ZRRRNLERERT.

[ Agilent MassHunter Qualitative Analysis 10.0 - GTOF-GEMS.m - o X

Xk

File Edit View Find Identify Spectra Chromatograms Method Actions Configuration Tools Help
BEEHES -0 PFEBRE ANLH ABRES MNavigator View BB Compounds View

@Samube Table: Sol A.D x _|}__§suecwm Identification Results: + Scan (rt: 4.673-4,680 min) Sub x
BeRa i R
Results Best ¥ 741D Source ¥+ Name ¥4 Formula ¥4 Species ¥+ m/z 7+ Score ¥ 4 Score (RT) ¥ RT Diff 4 I 7RI (Lib) 7+ RI Diff (Lib|

Flags File Name Sample Name Sample Pos (G Libsearch  Dodecane C12H26 8267

» Sol AD 4stds_70eV_10ng_spi50 1

] i 3

4 Data Navigator x
Sort by Data File v = = =
= S0l AD

% gl Chromatograms h}é Spectrum dentification Results: + Scan f1t:4673-4.680min) scb [/ ChromatogramResuts |

=1 [l Spectra 1ll MS Spectrum Results (zoomed) X

willi + Sean (it: 4.673-4.680 min) Sub
- [v] Background Spectia

26t QW ¥ A D01
BEEX &

¥104 |Dodecane: +El Scan [t 4.673-4.680 min, 3 scans) Frag=70.0% 5ol 4D Subtract ~
45
4
35
3 1702030
25
&
16

1
05 17 |2054

ARTTR IT-In i AL O

Compounds

1722097
13 1 1h 172 17 104 175 16 177
Counts vs. Mass-to-Charge [m/2) v
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153 3. TEMSMEEPHIALE

8 WRFE, BFEEREFFHIALFRTHEMMIE,
9 ’"IIEA"REWR, EERF
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£55 4. ERAEMSHh TIERIZIRFE S

£55 4. (ERE

ERtT TIERIEIRAIE &)

TE1 WELSYRTEREFNESES A ERE

WESFHIETES 3ERZE, WRNEEDITIERESITH, BEHEXH
SOL_Ad IR ITEL5EM.

1

SHFTEEKENUEMRELETN . Sol_ A.D BIEXIHFRETRE "F5
BIEE " f,

jilent MassHunter Cualitative Analysis 10.0 - GTOF-GCMS.m — O *

Edit View Find Identify Method Configuration Tools Help

AHES 9-0-FLEBEFADZ DG B 23 Navigator Viewl| 5 Compounds View

mple Table: Sol_AD X ﬂSamprhmmamgram Results x

® M’ A et QR G - REL B A =S

la lL w102 |+El TIC Scan Frag=70.00 Sol_a.D

mpound List: 0 fo... X 141 1
P " 0.75

vl o o 05

mpound Identific.. X 0254 ‘ l

i 0

i 45 5 5.5 B ES 7 75 g 85 g
tta to dizplay. Counts [%] vs. Acquisition Time [min]

2

MRET BRI FERERABLED, BEDFEIETITH " 5EdR
L=
NTETEE, BREESEREHE " EXEDTSME " B0

£ AR T, ROAEBRME/ TERE. FRE DR EmEREN
+o

£ "I ERIR R, R B/ AIRMIEEFN TIERE, ARAKE
ISR IR R BT

T AR ST, POERY)/ ATRYITRE > IBREERK, ARRTERK
LT o

Bd | -  FikRE SolA.cdb EABRKIR. ERIUESEME (5600
FRRTRBL B EIZ S o
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[ Method Editor: Workflow b
oy = @ Lo) o led = @ Run Method Workflow ~

= Method Automation A Options  Time Range(s)

A Ll
Woaorkflow

wiork flow T arget/Suspect Screening v A

Additional Chromatograms
Reports Campaund mining Firnd by Fragments v A
Export Target source [*.cdb, " cav, ".cef. formulag]
Chromatograms |D:\MassHunter\Liblary\SoIA.cdb |A
Spectra

Target/Suspect Screeni... & . . .
Require RT match if database containe a RT for the target compound
Compound Discovery Orly report qualified compounds

Identification r-9

Export

TR 2 IERRBENE L.

1 A ARESRT, PORBETIREE. FAETRNE. SUEEMR
BEXE(E, HinET-RRpRIAER AR EZE o

[Z Method Editor: Find by Fragments
ﬁ = .% @ La st o bns ® Find by Fragments ~

Method Automation r-9 Fragment Annotation EIC Integration
& Fragrment Peak Filker Fragment Signal-ta-Moize
=+ R
# Chromatograms A Target Source A Fragment Options
Spectra Fragment ion source
[l Target/Suspect Screening (®) Use spectral library anly
Find by Formula A 9] Usze average fragment spectrum if spectral library not
available

Find by Fragments F- s

Number of most specific ions from spectral E
Compound Discovery library

Mumber of most specific ions from average 7
Identification r-9 fragment spectium

Export Fragment ion EIC qualification settings

RT difference +i- A min. of expec
Coelution score P

Fragment ion confirmation criteria
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£55 4. ERAEMSHh TIERIZIRFE S

2 B& " HEARES T TREERRRRBERET.

ERRFY I EHRR. KEWTIR. FRBEESR. KEYEERERNK
B MS BUEESEREE T,

I8 3 (R .
1 s FEiEse TRERIRESE M,
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£55 5. Ec &R AR LIRS

36

155 5. B &R ABiikS

BRI E S THTENO RS, SGHER NG EBMETIERZN—E
73, SMEMERNFAEOY—1F. DTREFIUSRERAMRD BIEE. REUR
BE. ERAEY). ERBIEFEDIETSE SRR FUEE D F RIS
Ro

TB1 WEEESITEEUBESIRE TR
1 ERZEEEST, BaREAES, AREEKRS.
2 BEMRUIEETFHFREIREN TEETRHE,

Destination  Templates  Layout Contents

Frint report
[ Print repart

Printer name: <Default>

Save report
Save repart
() Inside data file's reports subdirectary

(®) At specified directony:

| D4 azsHunterreports

I repart file alieady exists
() Dvenwrite existing repart

(@) Auto-generate new report file name:

EERFREFRE, AR PDF IREFAENXXHRMAE,
3 BRI RRIRBIREN TEETAYE.

Agilent 7250 Q-TOF GC/MS N[ J#5/
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Agilent 7250 Q-TOF GC/MS \| 5/

[E Method Editor: Reports

@2l E 9 ® - (B PrintWorkflow Report ~

(=l Method Automation
Workflow

Additional Chrematograms
Reports

Export

Chromatograms

Spectra

Target/Suspect Screening
Compound Discovery
Identification

Export

SRS, 1RIE ¢ TEREERE, B EEEAMNREERETERR

fimizko

A Destinaion  Templates  Lapout  Cortents

®) Use PDF Report Builder
O Use Microsalt Excel®

Feport template folder

‘D'\MBSSHUNEI\HEDDH TemplateshQualil 0.0ven-US5Let

Report templates
Target Scresning

TargetScresning template. sml ~
Sample: Purity
SamplePurity template. kml ¥

Compound Discavery

CompouneDiscavery.templatesml -
Custom
Analysis templats.sml ~

Qualitative Method
Qualitativeb ethodR eport.xslt il

Acquisition Method -
AcgMethodReport. idc ~

Edi..

Edi..

Edit

Edit

BHRETNHZFEIREN TEETAE,

[ Method Editor: Reports

@ EE 9™ - & PrintWorkflow Report ~

=) Method Automation
Workflow

Additional Chromatagrams
Reports

Export

Chromatograms

) Spectra

Target/Suspect Screening
Compound Discovery
Identification

Export

A Destination  Templates Layout  Contents

Sort by Retention fime
Sort order: Increasing
Zoom padding: - 20.0 + 20.0 miz
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155 5. BEEE AR S

5 RBRABEMFHZEIREN TEETHIE,

5 Method Editar: Reports X
@ EE 90 O Print Workflow Report ~

= Method Automation A Destination  Templates Layout Contents

Woarkflow Compounds

Show compound table
Add tional Chromatograms
Sort by: Retention time
Reports A
Sort order Increasing
Export
Exclude detals for unidentified compounds
Chromatograms
Compound chromatogiams

Srl Show user chromatogramls)
Target/Suspect Screening Show compound chromatograms)
Compound Discovery Overlay compound chromatogram(s]
Identification Compound spectium (M5)
Show M3 spectium Show M5 peak table
Export

Shaw predicted isatope match table
Show M5 spectrum [20omed in on special peaks)
Zoom padding: oo+ 300 mfz
Overlay predicted isotope distibution
Compaund libran search results

Show library spectum Show difference spectium

ERBEEMNLEYR. BIER. REEEE. BRMIEFELRERRIE

EI2EE,

BB 2 (RIS .
1 8 HAmER TERANEESE M,
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£55 6. £ EBEIETIERIZ

55 6. £ ZEBE I TIERIE
BAE S RIS AP AR, T RS TR

MESTEIBTERITOMN. EHRERAES
SO TIERENERFEESN LA, EFRSERESTERNBRENSD

Blo TEXE, Il ERIEL—

#ro

1 ERERERT,

ZIEMERZAIREN. BENIES 4. FREMS T IIERE
¥ (55337 .

[Z Method Editor: Workflow

eI A BB > TR

a2 EE 9™ - (8 RunMethod Workflow ~

= Method Automation
Workflow

Additional Chromatograms
Reports

Export

Chromatograms

Spectra

Target/Suspect Screening
Compound Discovery
Identification

Export

[E Method Editor: Workflow

Optiohs * Time Rangels)
“wlarkflow Target/Suspect Screening i

Compound mining Find by Fragments i

Target source [".cdb, ".cav, ".cef, farmulas]

| D:A\MassHuntersLibrantSold, cdb

Require RT match if database containg a AT for the target compound

Only report qualified compaounds

£ HiEdRtEes T, ERAERMK > TIERRE.
ZIERIERZAILEN, 15Z

@2 @ E 9™ - () RunMethod Workflow ~

= Method Automation
Workflow

Additional Chromatograms
Reports

Export

Chromatograms

Spectra

Target/Suspect Screening
Compound Discovery
Identification

Export

Agilent 7250 Q-TOF GC/MS \| 5/

fES 5. BEE A EZEURE

Options  Time Range(z)

wiorkflow T arget/Suspect Screening ~
Compound mining Find by Fragments 5

Target source [".edb, ".csv. ".cef, formulas)

| D:4MazsHunter\LibrarhS olé. cdb

Requite AT match if database contains a RT far the target compaund

Only report qualified compaunds

AAEE
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£55 6. £ A EB ML ITIERE

3 AETEENMIERSH, EFETHEB
(¥} Run Method Autemation (Werkflow + Reperts) = ©
EERIMARFINLEY), REELENHCEIBEMUESFN POF 18
o

Target Compound Screening Report

T T
= il
Instrument Name T250A Marketing User Name
Acq Method 4_stds-P0eV_SSL_033017.M Acguired Time 3/30/2017 1:41:10 PM (UTC-07:00)
micese I v
Comment
Expected Barcade Sample Amount
Dual Inj Vol 1 TuneName PP4-03-14-2017 ahs. busexanl
TunePath De\MassHunte\GOMS\ 1Y 7250) 2017-03-307T1

Acquisition Time

RunCompletedFlag  True 3/30/2017 4:41: 10 PM (UTC-04:00)

(Localy
GL/MS Acquisition B.07.06.2628 28-Mar-

Masshurfer
Acquisition SW QuadrupaieTimeore
Ak I oo 1505 i et s, oSO oo 7600
QuadrupaieTimeof
light Firmware G.7250.02.01E
Version
« d Table
abe Totname  [ravscon| wrom [Pt votromus | Tater | ovewr [met sasovs s
Cod % Dodecane: C12 | negcane psss o Jo.2s 12 125 467 som| o3y 102ms]
R e — oz | |m oz [P Ry e pmp—
Cpd 2: &
lorobipheny; C12 [4-Chicrotiphenyl 95.20 [-0.008 |-2.46 C12 H9 O 6.1194 6411] 188.0393] 188.0368|
[Ha CI; 6.111
BiC Tl
palmitate; C17 H34 Methyl palmitate 95,08 [-0.002 |32 IC17 H34 02 6.962] 696 2702559 270255
s
aoe osmyz | Obswy | obamsss | Toenr | Torormus | Tgrmass | awer | wrom | FiedCeds
. o ‘
(ppm) "
Dodecane 170.203 |4.676 |170.2035 14.576 C12 H26 170.2035 029 (] ::::m'
Compound Chromatograms
10 2| P Dodecane: 12 H2f: 4 676: +£1 EIC-Frag(71 10 2 |CPa: Dodecane: C12 H2E; 4 675: +E1 EIC-Fragiss.
:
1 4878 1 E75
03 03
08 08
o7 07
0s 0s
03 0.3
04 04
03 03
02 02
('R} o1
5 _
44 45 46 47 48 43 5 44 45 45 47 48 43 5
Courts [%) vs. Aoguisition Time {min) Counts [%) vs. Aoquisition Time {min}
g SRR

Agilent Technologies
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15 7. ELR

T5 7 REER

ZESZBREE "EMEOTLIEME " EFNETIE TR TSR B
TR, FEEOINEIER T SMEREE.

SR 1 BEHRIINCSMHBENRANLSYHE,

1 AFEERISOT, EREEYIETHRIT 4 NEEIIBET.

5 sample Table: Sol_A.D x

g & B

Results Workflow Ac
Result summary File Name Last Run MethodSaved Results Method Flags Workflow Target Source sample Narme sample Position  Acay Method Acquisition Time
» [Zgualified (4 taraets)_Sol AD QIOF GCrSm Screening DilassHuntenLibransolA cab_dsids 70eV_10ng spl50 1 4 5tds 70eV_5SL 033017.0 _3/30/2017 4:41:10 P (UTC04:00) |

2 ARG E AR AR,
S8 2 BELAYIIRTHEIRILAMNEL.
1 HERAMFIRTENSD, BEemyymEmes) BE,

@Cumpuund List: 4 found

MEE e 5

General
Show/Hide Label T Mass T RT WWidth'7 Height W Area 7 Score 7 Base Peak T lons 7 Mining Algorithm™ 1D Source ¥ File W Formula ¥ m/z 7 Diff (Tgt, ppm) 7 §
v/ Cpd 1: Biphenyl; C12 H10; 5.445 154.0779 5445 0.014 6014724 5358926 98.26  154.0773 3 Find by Fragments FBF-FragConfim Sol_AD C12H10 154.0773 -2.03 ]
¥ Cpd 2:4-Chlorobiphenyl: C12H3Cl; 6111 188.0388 6.111 0.013 7524320 6279273 97.02 188.0382 4 Find by Fragments FBF-FragConfim Sol_AD C12H3Cl 188.0382 -2.43 |
! Cpd 3: Methyl palmitate: C17 H34 02 6,960 270.255 6.96 0.01 355478 250343 96.09  74.0361 3 Find by Fragments FBF-FragConfir Sol AD C17H3402 270.2544 322 |
b v Cpd 4: Dodecane; C12 H26; 4.676 170.2035 4.676 0.01 34553 21368 99.99 57.0698 3 Find by Fragments FBF-FragConfim Sol AD C12 H2e 170.203 0.29 |

¢ REFRESHRHYE

© AHREEE,
2 ENEWFIRT AT, BEEmERREsIAN B,
3 BERFBHRENPEIRFKEYINGER,
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TR 3 EREUSTIRANER,
1 BEEORSEESYRRAERET R,

2 EUEMFTIRT, AERDUEEUEWIRAED HEE+ Tk,

HEMRNERE P EE TN E+
@C@mpound Identification Results: Cpd 4: Dodecane; C12 H26; 4,676

D Techniques Applied 4

FEF-Frag(onﬁrmg

fest # Name R Formula® mz B blass 8 Mass (Tot)  Diff (opm) 8 Score (Tot) 8 RT RRIARI(Lib) #RIDIff (L) 8 RIDiff % (Lib} 8 RT (Ta) 1 RTDiff 8 Score (RT) 9 Species# Score (0] Score (Lib) A Score #Flags®  Notes 4

(% Dodecane C12H26 1702030 1702035 1702035 0.9 9.9 4676 4876 0 10 M

Coelution Score R CE-RFragMassDiffippim)® Flags(Fls) BFV-R Height 8 Abundancellib)R mzlib) B m/z B ObsPkHeightiMS)R Compound Name-R RT 8 RTDIff - SHR 4

100 05 Reference ion 13486106 731 710855 71,0855 2922815 Dodecane 4676 0 953
%95 11 Qualified 1844515 100 57.0699 57.0698 421406 Dodecane 4676 0 4

3 MAERDHILE+HIER.

4 EFRZHIRPHEM=MEEY), ARERERTEEHEE

T2 4 KEFRBIEESREETO
1 BEEAUEMESEI.
4676 DERT AWM TICHEER-HZE "+ 1Kk " L&Y,

Asampiecnromamqram Results

2ot QF s v R KR D

9% Sold_T0e 2D

BHdED 9-0-LEFAGHDG B BB Mavigater View B8 Compeunds View

%102 +EI TIC Scan Frag=70.00 Sol_&D

N 4676
08
06
04
0z
4563

42 44 45 48 &5 52 54 655 58 & B2 64 66 B8 7
Counts [%] v, Aequisition Time (min)
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SRS RENSYRLEREREOHETH &8 " #1,
1 EHAMEEELEREOS, 2 D N HIR BRERN  BE B,

"EE " RIVF EIC B NIERES, TF ECC B ANBERTMIE, EAL
o, PIRESWHEHHITIEE,

€% Compound Chromatogram Results % [(Gi/compound MS Spectrum Results x
2ot QEY GM2 B HMEB%RE [ 2ot QF a2 -0 BAED R B
Cpd 4 Dodecgne; C12 H25; 45676: +E| EICFraplF1.0655) Sean Frag=ron..| * w102 |Cpd 4 Dodecane; C12 H26: 4676 + FBF Spectum fit 4.670-4.653 min).
w02 |Moise [PeaktoPeak] = 1411.7852; SNR (4676 mpn) = 955.3 170,200
19 45 1 [C12H26}
\ 0.8
] 0.6
Cpd 4 Dodecane; C12 HZE; 4676 +E| EICFrap(35.0542) Sean Frag=r0.0.. 044
w02 |Noise [Peak-tofPeak] = 4402.0127; SNR (4676 min) = 60.9 .
i 171.2064
p 1gE 02 [C12H2EL
0
w102 |Cpd 4 Dodecane; C12 H26; 4.676: +El Scan (t: 4670, 4573, 4576, 48
17
464 4E5 456 467 468 483 47 471 472 473 4W 14 [C12H26}
Counts %] ws. Acquisition Time [min] v
10 0.6
5 [ +EIC-Frag(71.0855)
[ +EIC-Frag(57.0699) 0.64
S [ +EIC-Frag(ss.1012)
015 Ean [ +EIC-Frag(T0.0777) 044
i [ +EIC-Frag(3s.1030) 02 171.2064
[ +EIC-Frag(s5.0542) “ [szZS]*
01
0
4B A5 486 457 4D 4E9 47 471 472 473 4N "1 167 188 183 170 171 12 173 M 175 A% 177
Ratio Fragment lon/Precursor lon ve. Acquisition Time (min) Counts [%] vs. Mass4o-Charge (m/z)
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TE 6 MENSYIRFIRS

1 EXHEBEIERF, %ﬂniaa%A%lR%HEi PDF B R FREST
Fo FXENEVET, HIHEEREEMEE D:\MassHunter\reports H,

Target Compound Screening Report

Data File Seih_70eV_2.0 Sample Name st 70eV_10ng S50

Sarmple Type Position 1

Instrument Name TE50A Marketing User Name

Acq Method 4_stds-70eV_SSL 033017 Acquired Time 3/30/2017 1:41:10 PM (UTC-07:00)

IRM Calibration

micetes N oo oo

Comment

Expected Barcode. Sample Amount

Dual Inj Vol 1 TuneMame PP4-03-14-2017 aihs. bune xmi

TunePath D\MassHunter\,GCMS), 117250 TuneDateStamp 2017-03-30T19:40:19-07:00

MSFirmwareVersion G.7250.02.01E Operatoriame.

RunCompletedFlag  True ?"-‘Ilm":m Thee 3/30/2017 4:41:10 PM (UTC-04:00)
MassHuker GC/MS Acquisition B.07.05.2628 28-Mar-

Acquisition SW QuadrupoleTimeOrF

S 1017 cnppw © 1963-2016 Agient Technologies,  BSPEEY MSQTOFDrver 7.6.0.0

QuadrupoleTimeOfF

light Firmware G.7250.02.01E

Version

Compound Table

Labed Tgt Name Tgt Score | RT DI 'T'[:.E;;“ Tgt Formula TotRT | obs. BT |Rer. Mass |obs. Mass
o 4 Dodecane; C12 | nodecane EEE 0.2 c12 Has asze]  aere] oo 170203
oo 12 Sy’ 12 | mipnenyt eaz6 oo |20 12 Hao sasg|  sess]| sseored]  isanml
o ol CL12 [+Diorobighenyl 9529|0008 |-248 cizhea eug  eau| im0 1sscss
H9 CI; 6.111
pﬂm"‘a&: C17 H34 Metthyl palmitate 96.08 -0.002 -3.22 C17 H34 02 6.962} 6961 270.2559 270.255]
o2 6.960
Vigt My Find Cpds
MName Obs. myz Obs. RT Obs. Mass TgtRT Tgt Formula Tgt Mass Error RT Diff.
(ppm) "
Dodecans 170.203 4.676 170.2035 14.676 (C12 H26 170.2035 0.29 0 ;?;l\il;l
Compound Chromatograms
ao 2 |Cra+ Dodzcane: C12 F26: 4676 +81 ECTFrogET1 1o 2 |CPa+ Dodzcane: C12 F26: 4675 +E1 EICT =955
4876 4676
1 1
1) ] 1) ]
0B 0B
07 07
0E 0E
05 05
04 04
03 03
0z 0z
01 01
0 - 0
44 43 48 47 48 43 3 44 43 48 47 48 43 3
Counts (%) vs. Acguisition Time (min] Counts (%) vs. Acguisiton Time (min)
Fage 1of 15 Printexd at 12:05 PM on 17-Apr-2017

- Agilent Technologies
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155 8. FERFRFM A ITIRAMEYD
ZAE B E R MassHunter B ATREMIRY “ RE DT " N AR R(EMH
SureMass B AL E.

SB1 BE) " KM NAERF.
1 ERE NG KM " N AERRES .

i

Qualitative
Analysis 10.0

2 TEFFBHEEXMH > HES.

3 %8\ UnknownsDemo.uaf fEANER. NAEREINIIEEERZDMH
Ho

FIE 2 SRR

1 EEFEEAEEXH > RS

MRLIEX A EE EMAAIEX P, FREENRIUAESFR, AREM
HUEER T M. HFmiSERIZIEERH B K,

2 NEBHAIES R F1ERE Sol_A.D X, AR EHE,

S 3 RiFmEEEI/ SureMass &0
1 AERPHEETA > BiEHRERF M.
2 FREEEEEAFmIOHNE] AR, 155 IE 2 T EE SRR
3 MR IESHFAIER Sol_AD X, RAERTHE.
4

TEXTEERFIREL D, RS SureMass 18, AEREHIR, HUE
NIRRT SureMass 18T $eiftsER/E, BHXF.
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PB4 REDIHEE.
1 HEERETEFEGE > HiE.
2 TEIBRMET £ E, EERIERN T8 SureMass.

Methad ? *

Peak Detection  Decorwolution  Library Search  Compound Identification  Target Match  Blank Subtraction
Peak detection

SureMass ~
Specify zcandzignal for TIC Analyziz...

Peak filer:

Ercluded m/z: | 28
Example: 28.91.149

I

SMR threshold:

3 BPEHBERENR, HESBE TR RT EOXNEFEXH 100,
Method ? X

Peak Detection Decorwolution  Libray Search  Compound |dertification  Target Match  Blank Sublraction
Resolution:
RT window size factor: |1DD
Estraction window:
Left miz delta:
Fight méz delta:
m/'z delta unitz: AL ~

[ Use integer méz values
Component shape:

[] Use baze peak shape

Sharpness threshald: 4

4 FABAIRT, BUBEERERERERIR.
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5 SHEENRENF, ASRLEREE,

Methad ? x

Peak Detection  Deconvolution  Libra Search  Compound |dentification Target Match  Blank Subtraction

Libraries:
Change Library...
Add Library...
Mawve Up Mave Dawvn Open Library... Remave Librarm

Search criteria
Pre-search type;
MNone ~
Adijust Score
Remove Duplicate Hits

Match factor:
Use AT Match

RT penalty function: RT mismatch penalty:
@ Trapezoidal @® Multiplicative
AT range: sec () Addiive
Penaly-free AT range: s8C Max BT penalty

55 E SolA.cdb SUHFRTENIE, FH1%E4% SolA.cdb S {4,
FRRIVET, EELFATIRREE, ARERRFESLRER,
FECERF T, EEER RT L,

£ RT ST, &5, K RTEEIGE N 207, KX RTEE
REN 15T,

10 BHUEYRAET £, AERFRINMZIZRE RN 60,

O 00 N o

Methad ? X

Peak Detection  Decorwolution  Libiary Search  Compound Identification  Target Match  Blank Subtraction

Max hit count:

Mir match factor

o=
=

Mir bZ:
Library Search Type: Spectral Search ~
Multi-Library Search Type: All i

11 2FENMARMREER.
12 BEE%R, AEETIEFERZTIEITNE,
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13 KERREREIREN 50, ARREHE.
REPEIFRBHIRE—S. AR ESEF KA

Method X

Decanvolution  Library Search  Compound Identification  Target Match  Blank Sublraction  Ausiliary

S ample Name “actor  GeachOider AT Calination AT MatchFaciorType AT MaxPenaly  RTPenalyType  ATRange AT RangeNoPensly  SpectumTheshod  Remove Duplicale Hits  Accurate Mass Tolerance
dstds_706Y_10ng_spi50 | 0.7000 Tiapezoidal 20.0000 | Multplicative: 03333 0.2500 00 =] 50

e

| Defadt || 0K || Cancel |
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SRS BITH

1 £ FKHAR " TR, SHEEAE. BIRES ZPIRENSHCR

PARIIZESRY QL
2 BEHTAEEPRIEERRETREIRIBLEY.

& Agilent MassHunter Unknowns Analysis - UnknownsDemao,uaf [m] x
File Edit View Analyze Method Report Tools Help
SO Ea 9 o (DAnalyze Al AL Target [Nan-Target | Hit Nan-Hit | Best Hit |
Chiomatogiam ~ ix
SampleMame  File Hame Comporents  Hits
2 w07 z
Sol_aD £ 4 E ] b i
S 154 i b
1.4
1.3
1.24
114
1
0.8
0.8
07
06 E
054 b
0.4 E
0.3
024
Components -1 x 1]
n
E?mpme“' 4 Compound Name Match Factor Best Hit Fomula Ao 1% = 550 =0 3T 700 75 a0 AT a0
Acauisition Time [min)
54439 | Biphenyl a6 =] C1zH10 lon Peaks » 2 X |Spectum - 10X
51123 | 4-Chlorobiphery| ENE=EEEE E”mﬁ“’u":ftm 48760 = Cf”":g":"tm 16760
. s me] R 57,0638
69608 | Methyl palmitate G I CELECE ol gt | |3 D;,
7 0658
0.8
55
71.0855 0.7
5 85,1012 gg
454 55,0543 0z
6 1521 0.3
“ 02
014
38 0 | o
3 01 1 170.2029
02
25 03
04
2 05
064
15
07
14 084
09
05 1
11 57,0699
0 |F oy T T T | T
458 47 50 100 150 200 250 00 60
Acquisition Tims [ Massto-Charge (m/z]

3 WMECRERE, BARRD UEEEH, ARERERAE. X

e FUEE S mniUERILLAREE o
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