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T, FEEH 17200 OF — X JEA Y v ROBF] & Fih, Agilent OWERIZFEA DR EIZOWNT
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4-7umr 7 ==/ (p/n05970-60045 1) 188 Cy2HgCl
IV FUBA TV 270 Ci7H340,
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Method  Instrument  Sequence  Abort

.M / default.sequence.xm
indow  Help

EAREFEANRT A =X

GC /$F A — X frte

] MSF z—=27

Instrument Control

Idle

- Sample Nam
=4 i
F Data File:

Sequence

g 1000

Method

&

.

()

strument

&7 W i)

Inlet-F Temperature

Oven Temperature

Aux-2 Temperature

Column-1 Flow Calc.

TOF Vac

| 0.0 |l 45207 § Off |

Collision Flow

Filament Current

0.0 J 230 |

Source Temp.

Quad Temp.

Quad Vac

Spectrum

Rough Vac

1.21e+02 0 0 |

Gas Flow

EA Chromatogram

(=5 Hol

Superimposed Chromatograms
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Inlet and Injection Parameters
Sample Inlet ac -
Injection Source [GC ALS hd ]
Use MS
Inlet Location
@ Front Rear Dua
MS Connected to:
@ Front © Rear
) =) Ce

2 FEARLEANTAH
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GC Edit Paramete

N O@E P b 9 . X

ALS Inlets Columns  Oven Detectors  Aux Heaters Events Signals Configuration

Y

12
Counters  Readiness

?"' | Columnsl Modulesl ALSI
Pressure Unis Valve Corfiguration
Valve Type Name Parameters
Oven o Not Installed | | (Valve #1)
[ Slow Fan 2 Mot Installed |+ | (Valve H2)
3 Mot Installed |+ | (Valve #3)
| 4 |Notinstalled || vaive #4)
5 Mot Installed |+ | (Valve #5)
| Themal Aux Type (3 Not Installed |« | (Valve #6)
1 | Not Installed 7 Not Installed |+ | (Valve £7)
» 2 D Transfer 8 Mot Installed | | (Valve #8)
3 | Not Installed

[ 3 ay T 4T — g VRTE
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b [F¥ VT L—2a I T |RF % Xy U T L—arBNETTHE,
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TWARENRHD £,
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S,
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FE -7200 FHER YD A A Y v ROBRE
A7 3HEREFYY T L—a rDOFT

(8 ccrprorrne 0 -

D:\MassHunter\GCMS\1\'7200\HR_121218 ei tune xml

Mass (m/z): 68.9946 Mass (miz): 68.9946
counts: 21526379 counts:  2.152.637.9

resolution: 584 reopluion. 5554 i
I time: 164201171 time: 16,420.1171
x108 |58 1308915 w108 |58 1309915
18 18
16 N SN 16
" IR T N B VA I

2189852
2633866

999929 4135776 5019703
| | | 1eesee0 3129832 | L 138820

75 100 125 150 175 200 235 250 275 300 325 380 375 400 435 450 475 500 525 550 575 600 625 60 675
Mass (miz)

933828 4139776 501.9703
| || 1eessso 313.9832 | I 138840

75 100 125 150 175 200 225 250 275 300 225 380 375 400 425 450 475 500 525 550 575 600 625 650 675
Mass (miz)

5
[ <]

Adjust 3 Resolutions Finished

Marual Tune

Tune Masses Profile Display lon Source | Quadnupole | Colision Cel | Transfer Optics | TOF [ Detector | Acquistion | Dynamic Ramp
Parameter
Enabled r:,ﬁ Window Source Type : El+ Source Temp. 20 ¢ | 20 [ Enable
6893466 |1 Fiament R ®2 | Emssion 60 wA | 60 | o Value
11399614 |1 - e .
o
Teseier |1 I EICal Valve on I b
el 4“0 v
13088147 |1 L Cicavave [ [ e
168.988266 | 1 3 Sourcs Body 80 v
= o .
2888077 |1 Bdractor w00 Vv
263986572 |1 Gas Control
— fon F 40 v
413976353 |1 s Flow R — on Focus
s |k = Entrance Lens 100 Vv |
501570581 1 [sa ] Show Fauls |

Emission 80 <« i v Rangefrom 00 to 2000 sep 0.1

{
i

E-———
-

R A F TR H o AD BT

Adjust 3 Resolutions Finished
Fiie and Reports TOF Mass Calibration | Manual Tune | Vacuum Cortrol | Removable lon Source

a 0.000576800317557314 Restore Default Calibration Peak Detection Window (%t) 2.0

Polynomial Coefficients 2 76153408362242E-07

-1.91382866479442E-15
458411931207842E-24
-5.03771652764947E-33
2.56812880338119E-42
-4.86109307455541E-52

Conwvert Time to Mass >>
<< Convert Mass to Time:

[TOFEEX vV T L—va ] ¥T
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- — — 3
TOF Mass Calibration Results - . [

TLha e- =

Residual Error (ppm|
4

] 100 200 300 400 500 600 700 800 500 1000
Expected Mass

=0 O00E 7eE00/EET 75T 1O = 1079 43134787547

—
| »

Targetmass Actual mass Mass accuracy (PPM)
49,9963 499963 15
' 68.9947 68.9947 -01
1139961 113.9958 -30 (|
118.9915 118.9914 04
+ 130.8915 130.9915 05
' 168.9883 168.9882 -03 h
+ 218.9851 218.9852 06 2
< 263.9866 263.9866 02
v 4138770 413.9768 -04
4639738 463.9746 18
+ 501.9706 501.9702 08
+ 613.9642 613.9645 05
Testonly data

Was 49.9963, is now 49.9963 ™
Was 68.9946. is now 689947

Was 113.9958. is now 113.9958

Was 118.9914, is now 118.9914

Was 130.9915, is now 130.9915

Was 168.9881. is now 168.9882 =

6 [TOFEEF vV 7L —a iR 27
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ZOERETIL,

FEE 7200 HIRY JAH A Y > ROBRAFE

TA—HDERTE

ST % GC DEMEBELET,

AT

SR

A b

3 YU MITHELTZGCT A—F %
RELET, £ 22HLTE
SN

a [GCRTA—FmE|T A= (K1)
27Uy LET,

b [HTA]T A2 &R, [HH]
FIT[HT L2 ERIRLET,

c I hr—LET—R[AU]EERL
Tho, [avAFr h7r—]%—
FEBIRLUET, FIHIfEE LT
MIml/min) ZAHLET,

d [#BA1ZIT[2Y V2 > k'/LVEPC] &
WL, [2VPa&LVEPC =Y T
T.[N2=2V Y3 > HA]% 1.5mlL/min
WCRELET,

e [2UPa E/LEPCI=Y T T,

He V= F U T HANOF = vV %
sLET

f[EAD]ITA 23RN0, [SSL] #
TEBER, K21V AFENTVDHE
AANRT A= EANSILET,

g (=T T7A 3 E8IRL, % 212
YA RESNTNWEA =T LT A —
2EANTTLET,

h [ALS] 7 A 2 Z3IRL, [T A
UV I B ET RN, K 212V A
FENTWDAS TP F ZINT A—
2EANTILET,

i [AuxbE—%— |7 A 3 %ERL,
Aux{RJEZ ONIZ LT, JREE% 280 Cl
BRELET,

i [OK] A& & @RLET,

12 =20 712577 [6C 1T
A—SHRE] Y 4 v RYRERE
nET,

7 4 v RUBEBRENIREET,
TAaryp bl A EBEId 5
L TA AV ERETEDLY—L
De Yy FRERINET,

oY Va AN HADBRIEDR
B4 1.5 mL/min (CZ8 8 L7384
X, A— " Fa—=r T RBNEZ
20 ET,

ALS 7873 27 PEA A ICHERE S T
WHEAE, [Ny sV s
57 RN LET,

ZAUIMSD T RT 7 T A
b—Z =T,

GCRTA—=FBGECIZF T m—
FEi, V4 RUBHCET,
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FEE 7200 ALY A A Y > FOBASE
427 8.GCME T A — 2 DOE

N O A L ¥

ALS Inlets Columns | Owven Detectors  AuxHeaters  Events  Signals  Configuration Counters

il Rate Value Hold Time Run Time
COven Temp On “C/min T min min
24 roey | [HEE) 3 3
25 250 22 12
Equilibration Time o |
*
0.1 min

Maxdmum Oven Temperature
M0C
Overide Column Max: 340 °C

Cryo:

[ on

[ Quick Cool

Cryo Use Temperature:

(R

[] Timeout Detection

(R

[] Fault Detection

Post Run: 300 °C

Post Run Time:  2min

Lok | | Concdl | [ teo |

= 7 (A= TA a2 PRIRENTIRED [6C T A—2iFE] T 4 KT

12 Agilent 7200 0-TOFGC/MS 7 7 S U 7 U E— a3 U HA R



FEE 7200 HIRY JAH A Y > ROBRAFE

#2 THUEAY Y FDG/NRTA—H

INT A —H fE
F—T
ST lRg ] 0.1 min

F—=TTa s T h

TUHA L

7 SSTEAN

TR
t—4—
£7

N NS R h=<

A —I3—

80 C T —/v KIF# 3 min, 25°C/min T250°C £ CHIE L.
X HTA—/L RIS 2.2 min

12 min

He

27 Y v b

A, 250°C

o ZOMEH T LRI L - CHBIICRESNET
Z . 3mL/min

7. 20 mL/min ; 3 A% 3 min

A7V h7a— 220 mL/min

A7V Nk 200:1

Aux 2iRE{MSD R T > AT 7 T A '}

E—%— I

IR 280 °C

77 L#A J&W 122-3832 DB-35ms : 30 m x 250 pm, 0.25 pm
P 7 nm Y hSSTEAM He

VA e

(F1340) 80°C

it 1.1 mL/min

ik =7 WA +7

P N

VYUY AX 10 pL

AR Tul

AV (FEARD 2
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SE -7200 HELD IAFZ A Y FOBHFE

NG A= B 1
WBEABES (FEA%R) 2

TR A B 8L

VBB LR (FEART) 2

WEIEB LR (FEAfR) 2

B & 8
TP 0
BT 8uL
YIRS T 4
Ry A5 (AR 0 min
Ry Z A5 (FEAE) 0 min
VBRI IR | 300 pL/min
VA PEDET Bl H 6000 pL/min
Y T VYRS 300 pL/min
Vo TN R 6000 pL/min
TN TR 6000 pL/min
PR R 0

P T) o THRS HE2)

2y BNLEPCEY 2 —/L
EH . 1.5mL/min

~Y TN 7

14 Agilent 7200 Q-TOF GC/MS 7 7 S U 7 VB — 3 A K



—7200 HHL Y IAIE A Y RDBAS

HAT B AF L Axy L DEMIITE A Y v KOVERL

ZDFEETII, XA 4 TBEIZAY v FRANENTWD GC AT A—FEFHLET, 20
BAT T, A AL AF % AD 7200 87 A—FEASLTAY v RITRFELET,

AT v EasiE!

A b

4 YU TNVIHELIZMS RT A—H a
AL, AV R&
iii_MS_Scan.M &\ 5 4RI THRAE b

[QTOF 2V v R=F 4 Z |7 A 2
K1z 227V v27 LET,
[Fa—=rTT77A 0] =TT,

LES, 220, iiiida—9F—o E] . I o
PRGN TAavEs Yy L, ZOH
Wl LeFa—=r 77 A V%
BIRL £,
c [AAVFR] U T T, [A AR
E1Z 230 CIZEREL, [=3 v

vav] & [EENIRE L THE
36.0) #ZANLET, S5, [

BT HRAE— % [[HE] ICRE L

CfE 170.0) #A DL ET,
d [ABRE BRI & 5 iR ELE T,
e [FALTANE) LT =Y T T,

[E— 28] 23RN L TOTRITREL

E3 S

f (XA 287 AN UT T,
e N =R iy I~ /RN
MS AFx v XA THBINLET,

[F— 4% OIRAE] T [ 5] 2580 L
7,

g [MSE—R]&Z7 =T, [EEHE
O [BEEE]IC T40) ZAAL, [#
THEE]IZ T600) AL T, [HE
WEE] O [A27 kv /s]ic [6.00] %
AJILET,

h [0K|Z27 Yy 27 LT, V4 RUu%x
FAC £,

i AT 4 RUND

[AYy RI>[4AiEfTTAY Y R
ZRIF]DIECEIRL T, AV v K&
iii_MS_ScanM &\ 9 AR CTIRIF L £

[HIE

16 ~—2 DK 81253 [QTOF A
Yy REF 421 v 4 FUNH
S

(AR B | BOEIC & 0 |
HnG 7200 DT — &H}Z UBENZ N/
BmENET,

574y

[MF]%ERTDHE, =207
n7yANT—HEErhrA K
T =& Dl J7 T — AT I AR
Fanxd,

40 7251700 m/z £ TOMDF T
OF =4 PPEOR G L 720 £F
By FAATBIFEND O
RIS T

3, ZIZTC,hiiida—Y—n1 =
¥ IILTT,
Agilent 7200 Q-TOFGC/MS 7 7 S VU 7 U E—Ta A K 15



2 7200 FEL Y IAZ A Y FOPHZE
B ALY b A F A%y L OEMRIEA Y v FOMER

lon source Tune file Acquisition |Refe|moe Mass | Instrument l}matogmml
lon source: El gtofatunes_DG_Jan... g MS mode
Source temp.: 230 T [ Mass mnge 40 to 600 amu
Run time 12 min
Emission: S el _4 Acq rate 500 spectra/’s
. == vent delay min
() Tune setting 51 uA Acqtime 00| ms/spectrum
Time fittering JE—
© Foed B0 WA I Transients/spectrum 2710
Electron energy: Peak width 0.700 sec
() Tune setting 700 ey Centroid Data Threshold
@ Fixed 700 eV M3 0 counts 0 =
() Vaniable by time segmant MS/MS 0  counts 0 %
Time segments
Electron
Time Acq mode e Data storage
Display Timed Events
[ ok | mey |[ PResst |[ Camced || Heb

¥ 8

16

QTOF A Y v R=F 1 #
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H AT 6.MS Axx T —2DREIE (X7 ay)

B —7200 HEL Y IAF A Y v ROBIFE

ZDOXAY T, BIOZAT THRBE LAYy REFEHLT, AXy o T7—22R0iAHE
T, 70T AMMBOTET =X 77 AN ERANTIROZ AT BT 5120, ZOX AT T4
T a T, R L MBS LT, 20X A7 TtAT5EBVICETLTHADT —#

T ANEUETLHZEHTEET,

AT FEAI A EF A
5 TSERVIALES (A7var), a [OHTBEA] (RORED) 74 227 18— DR 9 1R [MER4A]
s F—HT AN Vv LET, EAT TRy I ARFRREINET,
iii_MS_scan.D L WO LA b [T—H R Z OB TRIET S
JET, 2Tl —— TR T ANERGET DT 4 LY
DA =X VTT, NI EZADLET,

¢ T—H Ty ANEAY Y RER ¢ [7rY MNEAD]®S V3 T,
BEIDHT 4 L7 MU RREIRE [7—% 7 7 A V4] (Ziii_MS_scan.D
LET, EANLET, 22T, il —F—

DA =¥ )LTT,

d [NATNAEZA— T T B
LADulr—y 8 FHEE AT LET,

e [AYy RETHIH]I &7 > 2T,
[T—XHE] 2RI L ET,

f [OK&AY v RETIRZ L E2T Y >
7 LET,

N7 SSLIEADZHEHLTWVWD
e, [Ny ZEAQlT YT
T2 Ty ANGHEANTTLET,

GC & 720012 A Y v FAEEE
E7, WEROWEfATE DL, &
YINAPREANESNTT —Z 30
RER, BESNET—4T 1 L
7 FUIRTFENET,
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FKHE —T7200 ELD 3AZ A Y R OB%E
S AT 6.MS AFK v T =X ORE (A7 a)

— e

Basic | Advanced
Current Method Injection Style GCALS
Inlet Location M5 Connected to
@ Front Rear Dual @ Frort Inlet Rear Inlet
|

Operator Name: TW it

Data Path CAMassHunte\GCMS'WZ\DATAN Browse..
Front Inlet Rear Inlst
Data File Name: | MSD_mix_4stds_DG_spl500_04.0] | | Browee... Data File Name:  [EVALDEMO.D | [ Browse... |
Sample Name: Sample Name [ |
Mise. Info Misc. Info: [ |
Expected Barcode: Expected Barcode: ‘ |
Sample Amount 0 Sample Amount o |
Mutpiier 1 Mutplier: [ |
Vial Number: 1 Vial Number ]
Tray Name [Agient ALS - Tray Name: [Agient ALS v
Injection Volume: Injection Wolume:

© Cument Method 1 W © CurentMethod [0 | ul
© Ovedeusing 1 i Ovemdeusng | |yl
|
Data File Name: Enter & data file name or type a ?for a list
Method Sections to Run:
Data Acguisition
0K and Run Method [ Bt ] I Cancel ] [ Help
Data Analysis

9 [MWERRIZAT TRy 7R
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FH -7 — 5 DT

A7 VEWSIT T v 7T AOBG

ZOERBTIE, ZOT=a T VORIOFRE THEL TRBW=T —2 2 LEd, Vv I A
DOERFTEDFHEMZHOWTIE, 77 IV 7 V¥ —a o H A R (p/n G3336-96007) %M

LTL7EENY,

AT v B

A b

1 BT w7 T 2z LET, a

FRT N T O [EWSHT] T A 2
VEETNVI Y v LET,

F o
Qualitative
Analysis ...

b TET7 7 A NEaE— LIRS
@) L C, [QTOF_Familiarization] >
[F7—% 1 DIEIEIR L,
[MSD_mix_dstds_DG_spl500_04.D] % i3
WLET,

c [ATvar] T, [BEDOAY y NE
M F oy IRy 7 RA%F L,
[BRLIAY Y RTT 7 A V%L
XTI EET) Ty IRy
I ABLO[FERT — & OFiAriAx]
Frv IRy I AeA7IZLET,

d [[H<] %27V y7 LET,

[(F—2 77 ANVERL] #47 R
TRy I ARKRRENET,

ST ERRT HEATT. IROBME
EITVET,
T4 RUNRT T 472> T
WHIREETH F—%2# L £ 9,
A A2 —T[~VT]>[HK
1DIEZZ Y v 7 LET,
TIT A TIRREDOT 4 RUD
[~V RE EBEIR L ET,

20 _—YOR 10223 RLTLE
SV,

TR T 7 AIVPFRAEI,
F—HZDTIC NFERENET,
20— 11 E2BRBLTLTE
AN
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- F— & DA

MSD_mix_4stdz DG_splo00_04.0

- )

Cancel ]

7

Gi File name:
Netwark Files of type: [Data Files [*.d)
Options

() Load results method

@ Use current method

[7] Load result data

m Fiun 'File Open' actions from
selected method

Sample Information
Sample Mame :
Uszer Mame : GCMSTRAININGT 0hadmin

Sample Pozition: 1

Drescription :

Agilent MassHunter Qualitative Analysis B.05.00
ile Edit Wiew Find Identify Chromatogram

= =R AR N 7 Y]] = -

T2 77 A NERL

- Defaultm
s Spectrs Method Wizards Actions Configuration Taols Help

AR ] Al e BB e &R

(|

DataNavigator x

4

Sort by Data File HI

i /\ Chromatogram Results

I 5 2B % R B =

tla@He[Ealoe @

E=mEen =)

_rin_dstds_DG_spl500_04.
ser Chiomatogram

X106

[ User Spctra £

5] Backaround Spectra 5.5
[ Compounds 5
] Mstched Sequsnces agl

4
3.59
3]
2.54
2]
1.54
14
0.54
o4

+EI TIC Scan MSD_mix_dstds DG_spl500_04.0
1

55 B 65 7 75 B g5 [] 95 10
Counts vs. Acquisition Time [min)

115

HT. Y

111 MS Spectium Resuks

3 =[]

tla@ue[aaloc o 5 I[B]% % 18 =]

[ m +

: EhMethodExplorer: Defakm X

Chromatogram

Spectrum

General

Reports

Find Compounds

Find Compounds by Formula

Identify Compounds

M FHHRAENTZT—X 77 A LDTIC
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\1

AT T PR EF AN
2 [ V=2 T7a—2HTHE a A A=a—T, [T S L— « [V—rTE—ar7 4l L—
T RTTEERELET, vavl>|V—rT7u—parr s vav)ZATue s Ry 7 AN
L—ya > [ ] ONRICESRIR L E ETFET, KM 12E2SRLTITEIN,
T
b [EMEAY Y RIDO[V—7T7u—DF
TV KA Yy REmAairte] &7 VTR = TIIFEE DR D
Uy LET, UV—r7u—nmhHoEd, v—7
¢c [LAT TN D[T—2T7a—DF Ta—TkIZ LA T Y MRRZRY
TAN N UAT T N EBRIAT ] BT 3, BebU—rs7un—2Yv
Uy LET, Bxde, VAT RBETIN
7
Workflow Configuration (=3

Qualitative Method

All unsaved changes will be lost!

(™) Reload current method

@ Load workflow's default methed (It includes parameter values adjusted
"= for this workflow and it may include new report template.)

Layout
() Use current layout

@ Load workflow's default layout

X 12 vUV—r7a—@ary74lLb—ygy
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AT T

REAMLY] ALY b

3

TFTIANMDT 4 RTLAT D

a AL A=2—T, [ar T4 L— « Y7 Rho=7I20%, EiCIEREN

FEEITELET, Yar]>[U4 Y RULATUR]> EESERLATY MBS
[F7 42 bLA 7Y hO"EI O ThET, TheERes L7y
IR L E MEFAIAT Z L B TEET,
4 2—W—A( L F—Tx2—2R%aL a A A=a—T, [avT74TL— « [2—PF—arT747L—Tz)]
T4 —varLET, vavl>[a—YP—A 1 F—Tx— AT TRy 7 ARHEET,
AT 4 7 L—3 g ] ONEISER 13%ZBL T &N,
LET, [2—HP—A v F—Txz—R « LPOavy Figa—F—o L Z—
Ay 4 S L—va | FAT RS 7 = A ANTHA RIS T 5 000,
RNy 7 ARHEET, IOXAT TRy 7 ATHRIRL
b UFDOF =y IRy 7 A%F L TEELET,
£7,
* SHEX A 7 1 [GC], [LC]
- TRHE : (R
* AAAeZ AT [E)
* MSL-UL:[MS (IEE) 1.
[MS/MS (Q0Q. Q-TOF) |
* XOfh: [FEMINT A—F DRIR]
¢ [0K] 27V v LET,
[ User Interface Configuration @‘
Mark all 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) [T Unit mass (Q. QQQ)
LC [ Mene (for example, infusion) Accurate mass (TOF, Q-TOF)
lonization type M5 levels
El or other “hard” ionization technigue MS (any)
O gﬁiﬁ?&h@hﬂ?ﬁ orether saft MS/MS (QQQ. Q-TOF)
Optional software features Mon-MS detectors
[ Peptide Seguence Editor [ uv
[ ADC
Cther
Show advanced parameters
1B a2V —A =T f RO T4 T L=V a
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R2A7 2 TaryR) a—a Al LA EEYoORH

MS/MS 7 —Z F /AW, ({EAEHORH] TAITY XML > TRIESNET, T 2R
THNAF A ENTNDDITHEHMAR A F v o T —F TTR, L VMR AR ¥ T —F DRI
13 Z OBEBE D I B3N R T,

AT v BRI A EF VAN

1 BROMRERDLAXTy U iEE a [Z70v T TARR]Y—AR—T, - HIOZRIZNLOEETT,
BIRLET, PUTFOY—n %8R LET,
. gapmesm !
¢ RX—LIZYHhEA— N AT —L
1

b (Vo 7SRRI Y4 v RYT - B UMEBELT S,
$975~ 95 HOFEE 7 U v 7 & K
Sy CRRLET,

ﬂchrann Resulis x

2o tlQFY C[Haloc 2 T S% P [%] % %o ] = Minutes =)
x108 |+El TIC Scan MSD_mix_4stds_DG_spl500_04.D

o

5.5

e

45

4]

35

34

254

24

1.5

1 ...-w-—-—--"‘""“"‘

051 [—

0

55 & 55 7 75 [ 85 3 35 10 105 1 15
Counts vs. Acquisition Time (min)

X 14 [Zu~< 7T AR 2f
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AT T

BB

aAyk

1 ZOF—X\Z@LizT avR
Va—val@BZEEANLET,

v

a [AYy Rz 2x7u—F |4 R
T, [kEYoORt > e~ 7T

LAFavRY a—va e E
R DT L5,

b [

REVZ TN D ANNEBZLUT O

FIOICRELET,

[(E®ofEae] =V 7 .

RT 7 ¢ > Ko ¥+ Xf%% - 100.00
(=7 T4 NZ]= V7T

b4 42 m/z : 28

AR NVE—J7 ALy g ib
F:0%

SNR XL v =/ K200
(Y 4 Ry 7
m/z7E5 V4 1 100

m/z 4574 100

m/z 7 V2 AL : PPM
[2YR—F b= T T
HEY— T A TEEM D
VY —T X AAL vy a /LR 25%

Ay RZF 42D 7a~ T
FhTFaryR)a—varicksd
{LEMOBRMI F AT el Ry s
AR EET, K 15E5MLTL
72EW,

IOF X LEREEATIL
F9, PRI, A TA T
EHRL TSN,
TTIZCINGEDORENHFATND
WA, A A=2—T[#HH]>
[/~ I FLTarRY a—
va LR AbEM O] > 3
PREHPH] OISR LT, LAY
ERETAZELTEET,

4 15

24

[

=Lt
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 [Z Method E ditor: Find C

x

i (b) Find Compounds by Chromatogram Decorvolution | 2y | € » (4

ds by Ch D

A Sellings | Mass Filters | Compound Filters I Hesults|

Resalution
RT window size factor: 100.00
Peak fiter
Excluded miz: 28
example: 46,48
Spectrum peak threshold 0.00 %
SNR threshald 2.00
Extraction windeow
Left mz delta: 100 A Right m#'z delta 100 A
mez delta units: | PRM A
Component shape:
[] Use base peak shape
Sharpness threshald: 25.00 %
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FE — F— X Ofigtr

AT T REA LA ESVAN
2T w71 (ki) c [HB7ANHZ|ZTI12HDHANNER s 1B EBBLTLIEXN,

EUTOXIICERELET,
C [EET4NE| YT
MaxhE & - AA%h, 500 v b
FHxfm & g
d (k&7 N2 X 72D ANNTE s 26—V 1T EBHL T
HEUTFDOXIIZHRELET, Sy,
c [EHEZ7 A VHZ VT
Mok Rt : A%h. 5000 7 v b
FERHHEAE M
e [MER]|ZTICHLIATHEBEZUTD -« 26—V 0OM 185 L T
Lo ELET, 0,
* [AIEIOFER] =V 7T -
AL G ZHIBR - BZ)
C [HLWRER]I =T .
EOEWE A TA
* [/u~v T TLAEANT P
U7
EIC Offi : 5
ECC D : %D
WIEA~Z Forofit : A%
EDARY MVEH - 5

E@MelhodEdilm: Find Comp dszby Ch k D x
: () Find Compounds by Chromatagram Deconvolution = | (5} | 4 » (4 !

A Settings A Mass Filters Compound Filters | Hesults|

Height filkers
Abszalute height »= 500 counts
[7] Relative height A = 20000 % of largest peak

16 [HEEZ7ANVH|ZT
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@ Method E ditor: Find Comp dszby Ch k D it x
: () Find Compounds by Chromatagram Deconvolution = | (5} | 4 » (4 E
| A Settingsl A Mass Filters| A Compound Filters |F|esu|ts|

Area filters

Absolute area r= 5000 counts

[T Relative area A »= 10000 % of largest peak.

IRV RN E (e P A

! [Z7 Method Editor: Find C is by Ct D luti x
|® Find Cempounds by Chromategram Deconvelution |'|| 7 9 - o E

| Settings | Mass Filters | Compound Filters | Results |

Previous results

Delete previous compounds

New results

@ Highlight first compound
() Highlight all compounds
Chromatograms and spectra
[ Extract EIC

Extract ECC

Extract cleaned spectrum
[ Extract raw spectrum

2 18 [fER]1 4T
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AT v

ALY ZA~ b
2 FarRYa—varEFETLET,

a AY Y RZFT4ZD[7u~x bl T7h « 26—V DK 18FBMBLTLE
FarR) a—3 g L BLEW I,

DRI XA T el Ry 7 AT,

i (¥) Find Compounds by Chromategram Deconvolution

7 ) v 7 LET,

FarRY a—varnNETTae, * TAYR)a—varyBETTD
FORERN LAWY AR D7 4 R ETICREHDR DD 2 03D

B LOMS ALY RGER] Y ¢ v E3
RUICERRINET,

192ZBLTIZEN,
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Generate Formulas

m

Combine |dentification Results

Compound Automation Steps

Agilent MassHunter Qualitative Analysis B.05.00 - Default.m [r=le
i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help
i3 e eV E R 9o 2R [R]E] A m ] sk (e e A
: P4 Data Navigator ® || @Cnnmmlllhst
Sort by Data File M | Automatically Show Celumns || PR Gl S8 S G | o @ | o S
=[] MSD_mix_4stds_DG_spl500_04.D - —
User Chromatograms B Shorw/Hide Cpd ] Label
[, +TIC Scan 1 Cpd 1: 8
[\ +TCC Scan 1 2 Cpd 2:8
~[] User Spectra T 3 Cpd3: 8
~[[]] Background Spectra z Cpd4: 8
Compounds
i Cpd 1: 5.064
[¥]Cpd 2: B.167 ¢ /\ Chromatogram Resuls
e ot QBE K [xaloc 2 A 1k 2 [%] % % §
x108 +El TCC Scan MSD_mix_4stds_DG_spl500_04.0
[7] Cpd 7 9.051 ollt | PR
B — [ACod B934T | : x10% [Cpd 1: 8.064: +E| ECC Scan MSD_mix_&stds_DG_spl500_04.0
= o’ L
: Method Explorer: Defaultm x r T T T T T T T T T T T T i
: —— 55 6 65 7 75 8 a5 9 95 10 105 1 1)
1 lL.ompounds A . Counts vs. Acquisition Time (min)
Find Compounds by Formula : _IJ.LH'S Spectrum Resulls
et Cononugds 2ot QB Q&Aoo e 3 -[m][e]s h% % % 5
Search Database || %108 |Cpd 1: 2084 +EI Compound Spectrum (2.040-8.127 min) MSD_mix_stds_DG_spl500_04.D
Search Unit Mass Library -5 - 1540780
| 7 76.0318 | _,E 203.1960
Search Accurate Mass Library A

x102 Cpd 2: 8.167: +El Compound Spectrum (8.070-8.131 min) MSD_mix_4stds_DG_spl500_04.D

o

x102 Cpd 3: 8.670: +El Compound Spectrum (8.651-8.702 min) MSD_mix_4stds_DG_spl500_04.D

158.0131

J s.?.[1554
'+ Worklist Automation [i] -|
L 40 60 8 100 120 140 160 180 200 220 240 260 280 300 320 340 30 3%0
Export - Counts vs. Mass-to-Charge (miz)
X 19 T arvhla—ia kR

28
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ATFTVTE, ZOTA T TV 77 AT Agilent 2 HIEENZ LD THY . F—FH|

T4 77 O

FE — F— X Ofigtr

VA N —)VF 4 A7 @ QTOF_Familiarization\Library 7 + /L X TR SN TWET,

T, ZOXMLRBEEETIA T 7V 77 ANMCRIET D[22y b~ AT 47 F U O
RIAY Yy REFERHLET, ZORXA Yy RiE, 2=y h~RATA4 7TV LREE R XML 7 A
TI7VDOELLICHLANTT, [KEBEEEIA 7T DOMHK A Y v RTHATE 50X, CDB
T ANTEREFICRESNTWAED T, (HEOY VXML T4 77 VI3 Z ClIfi AT

®7
EA

FH A,
2T FERIRIEA a A b
1 RETHIEWETINLET, a [fkEMY AN T4 RUT, &) ZOXATIL, RIEIOZ A7 TE
DITHRI7 Vw735 E, TOITHH BENIALEmY A "o bieE Y
MERENET, RN CHMBLET,

2 AV RZTF4ZD[2=vy b~
ATGATTYORBR|FAT RS
Ry 7 A%E, HEETRL
3

[(AYy R AT —F10U 4K
7T, bkEHORE]I>[2=y v
AT74 77 ) ORR] DIAICER L
F9,
[RE)ZTD[TA4T T V@RV
T T, [ AT MNTATZU~DN
A 112 MSD_mix_lib.mslibrary.xml % 7% &
LET,

[RE] X 7D MBREME] =) T T,
[AT M —F DRGSR ] & 30 m/z
WCREL, [RZ ) —=v 7%/
T 5] BRENCEEL.

[A a7 OFE] 2 HMHEL
*7,

[BRE] 27D [MS/MS ##E]| =V 7
T, [m/z D] % [FExE (m/2) |
+0.5000 IZEXELET,
[RBRER)Z 7O [MRBER] =V T
T, kBTt Rk RkE v %10
by MIEREL., [wh—EAa7]
% 50.00 IZEXELET,

(¥} Search Library for Compounds ~ | A
RLUET,

L& U 2 K] T, RT=8.064 73D
PIOALEDDOREZHD [+ T A 2%
70 w7 LET,

0= 20 EBMLTLE
S,

Ay RZTF 4 4D [2=y b~
ATGATTYVDORBI AT 0T
Ry 7 ARE £,

IRN—TVOR 21 EZWLTLES
W TDOTAT TV T 7 ANIE
Agilent N HHEEEEINA DO THY
T=RMEA A RN—IVT 4 AT
> QTOF_Familiarization\Library =
NERIF SN TVET,

0 N—TD 2 EBMLTLE
YN

FREBNET T D&, TOREN 1L
MYV AN T4 RY [Ia~
FZTARERIV 4 RUBID
[AX7 DAFERI D 4 FUITE
IRENET,

JEFIC Y A b ERTeEicRt L
T, FA 77 VOHENG 3 HODH
MO H HILEMBFRE SN E L
Too AT % FEYEITE®RIN U725 R,
&b ATREME DOV ME A N Fe RIS
VA RENET, 31 X—=TVD

X 23 &% TLEEND,
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30

Show/Hide Cpd e Label e
L Cpd 1: 8.064
2 Cpd 2: 8167
3 Cpd 3: 8670
4 Cpd 4: 8871

20 (LEMDOER

A Settings | Search Results

Library selection
Spectral library path:
C:\MassHunter\QTOF_Familianization'Data\MSD. & [ . |

Search criteria

Begin spectral matchingat ~ 30.00 miz
Enable screening

Adjust Score

MS/MS search

miz expansion

Symmetric {m/z) ~| + 05000 ~

X 21 [2=y b= ATATTVDORER]|D[RE]|F T

22 [2=y bvATATTV]DRBRER] X7
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Agilent MassHunter Qualitative Analysis B.05.00 - Default.m
i File Edit View Find Identify Chromatograms Spectra Method Wizards Actions Configuration Tools Help

WA= =R TR REA R 2 |h‘|.@'|@ﬁ.ﬂj|&ﬁﬂ@'.@Jﬁ“h}&ﬁﬁ

: P4 Data Navigator

Sort by Data File

[ Background Spectra
= [#] Compounds

& de 1 Bipheny

[ Compound List
M |H Automatically Show Columns | B | Gl S | 5 63 | @, @ | 5o,

-k

m

Show/Hide v Cpd g Label T  MName T Fc
1 Cpd 1: Biphenyl Eiphenyl
Name w Formula ¥ Score VYV [
Biphenyl C12H10 95.87
3-Chlorobiphenyl C12HsC1 7113
Hexadecancic acid, methyl ester C17H3402 50.45

ivot QBW L [EMOC 2 b 1% 2 I%]% % |
x10% |Cpd 1: Biphenyl: +EI ECC Scan MSD_mix_4stds_DG_spl500_04.D
Cpd 1: Biphenyl
x D T T T T T T T T T T T T T
8045 8205 805 806 8065 807 8075 808 308 809 8095 81
Il Counts vs. Acquisition Time (min)
) General o tlQBE [0 c 2 ximle E[E]3]% % 3
| Reports Profile Peak to Peak > | E E_ }( | ﬁ
Analysis Report s 2 x10% |Cpd 1: Biphenyl: +El Compound Spectrum (8.040-8.127 min) MSD_mix_4stds_DG_spl500_04.D
24 .
Compound Report 154.0780
Commen Reporting Options 1.5
Find Compounds s Ly
b 0.5 =
'+ Find Compounds by Formula 76.0318
_ o) 51022 63.0242 I, 89.0394 1020472 115.0547 128.0823 |H|
NS A TS 4 50 60 70 8 8 10 10 120 130 140 150 16
s - E—— - Counts vs. Mass-to-Charge (miz)
23 FEEETA T T ORERER
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i[ Profile Peak to Peak -] i B x|
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¢ [EREORE]Y—ADH— N ;§§£;§ Ei};g;%iﬁ
139.0536 m/z A 4> /> 154.0780 m/z f)ﬂg“ °
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B =]

Profile Peak to Peak

A XA

x108
7.

154
1

0.5

e

Cpd 1: Biphenyl: +El Compound Spectrum (8.040-8.127 min) MSD_mix_4stds_DG_spl500_04.0

1EAF780
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111.0251 115.0547
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Qualitative Analysis Report

Data Filename MSD_mix_4stds_DG_spl500_04.D Sample Name
Sample Type Position 1
Instrument Name GC QTOF User Name GCMSTRAINING10\admin
Acq Method 4_stds_DG_noIRM_0112012.M Acquired Time 1/20/2012 3:15:31 PM
IRM Calibration Status Sl oA Method Default.m
Comment
Expected Barcode Sample Amount
Dual Inj Vol 1 TuneName qtofatunes_DG_Jan20.ei.tune
xml
TunePath D:\MassHunter\GCMS\1\7200 TuneDateStamp 1/20/2012 5:55:09 PM
\
OperatorName GCMSTRAINING10\admin RunCompletedFlag  True
Compounds
x10 6 Cpd 1: Biphenyl: +El ECC Scan MSD_mix_4stds_DG_spl500_04.D
8.064
15 Cpd 1: Biphenyl
1.25
1
0.75
05
0.25
08 T 7 T 7 T T T T
8.05 8.06 8.07 8.08 8.09 8.1 8.1 8.12

Counts vs. Acquisition Time (min)
Integration Peak List
Start RT En Height Area
[ 804] 8064] 8.127] 1767905.03] 4764370.15
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