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Hardware Configuration Editor @

Hardware Profiles:

[ Mew Prafile. .. ]

| viewProfie.. |

Delete Profile

[ Deactivate Profile ]

[.ﬁ.vailalgle Devices... ]

[ LCloze ]

| Hep |

2. New Profile2 =2!/gtL|C}.
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Create Mew Hardware Profile @

Prafile Mame: |

Devices in curent profile;

| Add Device...

Delete Device

Setup Device..

o

3. Profile Name ZE0f 0|52 ¥ =HgrL|C}.

4. Add DeviceS = 2IgtL|C}.
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Available Devices @

Device Type:

i

M azs Spectrometer v]

Devices:

bazz Spectrometer TrpleTOF 5600
bazz Spectrometer TrpleTOF 4600
b azz Spectrometer TrpleTOF GEO0

Available Devices CH3} A Xt0| A| Mass Spectrometer= Device Type ZE2| AFM A7

YLk,

5. Devices SE0|A XA A 2MHE MEist = OKE S/ L|C}
Create New Hardware Profile Cii 2t 2 X}0{| A| Setup DeviceE = 2|2t L|Ct

7. (MEHALEH £ FA| HEE ARSI H2F EMHE F438l2{ D Configuration £ 0|
M Use integrated syringe pump 2QI2t2 MEHSHL|C}
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Mass Spectrormeter @

Configuration | Communication

Alias:

Synchronization Trigger
@ Active low
1 Active high

Maote: Scanning will be tiggered by a 0 V signal f the
Active Low synchronization tigger is selected.

Settings for Integrated Devices
IUse calibrant delivery system (CDS)

[¥]ise integrated syringe pump: | Corfigure Pump

DuoSpray lon Source Switching Yalve Courter

*- =l

| ok || cance || Hep |

8. (M Areh) CcDSO| et 2E 24 A S +-d5+2 H Configuration 0l A Use calibrant
delivery system (CDS)S ME{SHL|CL,

9. (ME Ak R0 el Configuration 5 Communication B0l Al 71 7|52 MEiEtL
Ct.

10. OKE 2=/ gLt

11. Create New Hardware Profile CH3t &8 Xt0| A| Add DeviceS =2/t & Rk 244 7|9t &
H AHEEl= 2t X E FItstn AETLICH iAo HE = SHEQO =2 Hof| X =
7 MMS AEBIAIAIS.

12. Create New Hardware Profile CHi 3t At XtOJ| A OKE & 2l 8t L Tt

13. Hardware Configuration EditorOf Al 2-d3tet stEQ0] Z2E 2 S8/t C}

14. Activate ProfileS 22! &fL|C}.
2Ol HA|Z7L SAH0| g LICH A It BA|E|H SHEQYO =2 E 2Hd3tof X7t U=
ALt
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1. Hardware Configuration EditorS & L|C}.

2. Hardware Profiles S S0 A| SIEQ|I0] Z2 T S H| 2zt CY,
3. Edit Profile2 Z&|gL|C}.
4

Add DeviceE =&/ L|C}.
Available Devices CH=t &FXp7F S EIL|CY
1

5. Device Type S =0 TX|E HEtt = OKE S = LICE
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Available Devices @

Device Type:

bl azz Spectrometer -
r'.'1.5|:5::5: '-; |F-|'rr| |r|||-'h-r

Purmp

Autozampler

Column Owven

Walve

Detector

&40 Corvverter

Integrated System

Software Application

6. OKE S LIC}

7. Devices TF0|M X E HEict = OKE S ELICL

—
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1. Tools > Project > Create Project.S 22|32 L|C}
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Create Mew Project/Subproject @

Project will be created under the following directary:

Praject name

Subproject Specifications

Subproject name:
2013.11_21

Froject folders: Subproject folders:

Acquigition Methods -
Acquizition Scrptz

Batch =3
Biodnalyst
Data

Log £=
Procezsing Methodz
Proceszing Scripts i

[ [Py By TNy B-PUUORE Y I g b

m

[] Copy template methods [&ctive Profile with Instrument required]

[ 5et configuration as default for new projects

[ ] ] [ Cancel ] [ Help ]
T Al off| Z2HES AHE5H0 9 E AO0| ot Z2HE| Cish M= A 5t =
2HES MAY 4 ela Tt

3. (MEH ALY 1R ZEMEE A}
a. EHattEOE ME 2 ola g HES AMESH0] Subproject folders =52 = 0|&
Lot
b. Subproject name EE0| & HR]| 5t Z=HE 0|52 YHSIAHLE 7| & ERE Al
gt
4. (MEFAIH EE M Z2HE Ofs 0| Z=HE S 519 Z2ME E0 743 AMSHH
™ Set configuration as default for new projects 2212tS MEHSHL|CL,
DEMIEZZHETIO| 2 FEe =z dgE Lt
5. OKE 2Lt
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1. Project= T Z32| Project=Z0|A ZE2HEES MEAGIL|C,

2. Tools > Project > Create SubprojectS = =& L|C}.
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Explore Mode v] 3 [Example -
APT Instrument
Default

O| 12l ZZME ZEZ0|= API Instrument, Default 3! Example Z G 7t EA| & L|C}.

API Instrument, Default X ExampleO|2}= A| 7HS| ZE2ENME EG 7 AZEQ0{Qt gt
T A X| &= L}

API Instrument ZC

HI2A %&5h= O 02 S L API

API Instrument Z5 = =
o Y Wl O 29 METL EQEIH UEL|LCt,

— = O
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Default =

Default EE0l= M| Z2HEQ| U= EM7 Z22EH M| Z2HEZ HESICZ AL EL(CL
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API Instrument Z25 S+

API Instrument %HE 787|&||9§ %%61'—7'— Jg7| %IlE—’,‘—%

2.

1. ¥Xf API Instrument 2L 2| 0|2 HATL|CH

2. W ZOE projects SO SARLICH
3. B ZHO| 0|22 API Instrument® HATIL|LE.
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2. TOFMSEE= MY 0|2 A FHS MW = HEHQI TICZE YA 22[0 24 o3
7t ﬁ‘iﬂ'E%*Oﬂ 9;'\'.:7(| folgtL|ct.

3. EM 220 A Tune and Calibrate O}2{2| Instrument Optimizationg & & Z&/gtL|
I:|-_
Instrument Optimization CH3} & A7 &€ & L|C}.

4. =Y 8US MERSILICH =7 8AO0| & E HIO| S0 YX|SH=X| =ZQlgtLCt.

5. Verify Performance Only £ QI2t0| O|2| MEHE[O] RIS L|C NextE =22 L|C}
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Of 1} YK[SH=XK| =QlgtL|CE HAD 352 AT 2 CDS TS %éli.“—l Ct
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(&Y Instrument Optimization
File Edit Help

Results Summary

IZEII‘I-DZ-Z'! at 17:00
Logged in as

Instrument: TcipleTOF 6600

Hodel #:

Serial #:

Inscrument Optimization Ver: 2.9359.40

Inscrument performance. ..

TOFMS High Resolution

Hass (Da) Found At (Da) | Height (cps=) | Area Resolution Error (ppm)
132.90439 132.9044 1.34E+D4% S5.3BE+04 24 823 3.6
829.5193 829.5406 3., SBE+03 Z.41E+04 35 559 1.5
Product Ion High Resolution
Hass (Da) Found At (Da) | Height (cps) | Area Resolution Error {ppm)
185. 1285 185.1289 1.61E+03 T.IBEHD3 26 619 2.3
215.13%90 215.1397 82.86E+02 4.09E+03 27 790 3.3
298.2125 298.2137 3 .45E+0D3 1.66E+04 32 315 4.1
381.2496 3B1.2511 2. 66E+03 1.42E+04 32 176 3.9
4943337 494 3350 4.63E403 2.79E+04 32 355 2.7
607.4178 607.4189 3.20E403 2.06E+04 32 694 1.8

Help |

Instrument: Triple TOF 6400

Finished

Instrument Optimi zation Ver: 2.9352.40

znt a0

<drive>:\Analyst Data\Projects\API Instrument\Data\Instrument

Optimization\yyyy-mm-dd\results.pdf AZ20 Xt&S2 = XMEELICE 7| A yyyy-

mm-ddE 2E0M7F S E SRYLICE AFE A= 21t 2% A4{stALE o]0 et 2t

"9%s € 5 AL
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SE
1. A BMAH U FH YK E ZY5e StEYof ZEEHO| 2 HEfQIX] &holgtL Tt
2. EM 30| A Acquire 022 Build Acquisition MethodZS § H 22/3HL|Ct
3. Acquisition Method Properties £ 0| A| Synchronization ModeES 1 Ei gt L|C},
4. (ME4 A Auto-Equilibration £212H2 MEis = L3t BHst AlZHE)2 Y=L

Ct.
5. Acquisition Method & 0| A Mass Spec 00|22 2 &|%}L|C}.
6. MS TO|A Scan typeS MEHSIL|CE
7. EHeof met o2 ZEo 2hE YEL T
8. Advanced MS B0 M 20 a2t B0 ZtS AL}
9. MS HO|A Edit ParametersE 2 2|2 L|C},
10. Source/Gas HOAM ZR0j et HEO| ¢f2 X|EgLICt.
11. Compound &OI|A Eo0f a2t ZH=of 2+2 X|dg L Cf

12. OKE =gt

A 2B AR XE OFLE A TripleTOF 6600+ A| A Hl
RUO-IDV-05-8593-KR-D 49/138



15. File > Save.S S &/¢tL|C}.
AlS] =X
SEeipEyl:

1. Acquisition Method HO|M &S FIte 7|22 OIRA Q&
experimentE 22 L|C},
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T
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ret
ot
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Q.
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28 741 48 57}

Acquizition method

= Acquisition Method
-4 Mass Spec 0.000 min
=& Period 0.000 min

- ﬁ +01

Add experiment

Add IDA Criteria Level
Copy this experiment

Delete this experiment

7|2t Opx|8f de otz Aol F=7hE Lt
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bl aw. Mum, ‘wfaiting S amples 200}

b as. Mum. Acquired Samples 100
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AAE A7 gralof et 95*” 2{0f Cist £ HEE Ys|{of ohL|Ch 20| &
Hofl e”‘o*5|01 %U:‘lafE AHEX7F = AT Hol gt 2 HZASI0] StLt O] 2| ME0f it

Eo| U8 MEO O3l CIE Y-S ALESHE{ T Use Multiple Methods 29!
MEHSHL|CH 12| ™ Acquisition Method Z 0| Sample H|O|£0] EA|EL|Ct O] &
o| zt ME0f Lot =/ & Y@ S dEgL Ot

15, SE0| LIQE SO FYZS HYSH2I T Inj. Volume (uL) Tl 2 ME0| FUHS
S

16. ¥= %I*I 2735123 Ltg T otLtE LT}
« HiX| HEZ|OM HE /AKX 2E
« PAX| R0 A BFO[ 2 RX| A4 (M EH Ate)

17. Submit B & L|LC}.

A MES 7|20 S| Mo HE =ME HEY -+ AU HE =ME B
ot Submit B0 A H|O|= ™ 21Z50] s HZ(OH 22 A0 EAE)E +
ZET 2 M ?IXIZ ZO{SLICE

18. Submit Status M| 90f| HYX| 2FERO|| CHSF BIAIX| 7} 228t El 2 Chg & SHLHE Y

Ct.
« HiX| ME EH|7t 22 E|ACHE BIAIX| 7L EAIZ|H 195 A 2 0| S &L LY.
- HiX| MZE =87t 2L EIX| BER/ACHE HAIX|Z7F A ZH HAIX|of 2B= = HEE

—

L

L Ct.
19. BE BiX| =7} SHIEX] 2H0I% = SubmitS 2 RLICE
BiX| 7} CHZ | QOfl M= T 7| € 22| Ao & = A& LICE

20. OhEs MY

dE L= UEMEXNS

M0 ME S 5 UENEQ S0 LMot MBS CHA| AeHAlS. Tl 922 ol
BT SR U O EMEa| E70| 227t RXIEX RO0 ME RENO| ENE 4
Ql&L|Ct

AN H

1. SiLIS| MEO|Lt o] ME S MEASHL|CE,
Batch Editor®{| A] Submit &S & L| .

3. Submit Status 15 0f| HiX| &EHOf CHTt HA|X| 7} Lot El B2 Ctg & otLtE gL
Ct.

- HiX| M= =87t 22 E|UCH= BIAIX|7F #AIZ|H O BA 2 0| SEL

- HiX| ®ME EH|7 2R EIX| BRACHS HIAIX|Z7F BA|ZH HAIX|of @& iz HEe
L Ct.

TripleTOF 6600+ A| A & A AEL AR XF OFLY A
62/138 RUO-IDV-05-8593-KR-D



it&E X|& — Batches

4. SubmitE 228t

AH = YSEPSPS

me ug 58

MEO| HIX| ZEOM & SE= S AZEQO0M E XI5 BH2 X522 0of| 25t A
St = QUESLICH O|HAH St 2|5 T Z M A MAof CHoll e et 7t FSsHA SR EL
Ct

CDSE 73X A2 ZR2 U2 QLEMEDE AFESI0 I AFEX= w7 9
(*.dam) X! I ¥ =ZE ME0| HO|Y {|X|E N SoHOF 2hL|Ct.

1. Batch Editor0|A| Calibrate &2 = 2/3tL|LC}.
| —

2. Calibrate Every _Samples &

3. Calibrant Reference TableO| A HX§ S/J0f| CisH AL 5= U= WHEE XX g
Ol =50 A= HO|=S HETLICE MBS H= H| O[S0 2HHE Calibrant Valve

Position0| %! o = 7(l 20l °.=.F L C}.

4. CDS Inject Flow RateS A7 gtL|C}.
X 7t ® = 2 E[H w7y MEO| 7| o MYUELICH 4 MEE 7Y MEE AR CH
w7 L 0|2 AnalystCal_ + 215 & O[5 & LICHO: AnalystCal_TOF.dam). CDSE
?“6_* F2 7|Eo Ch3 MEO AHEE= 25 WHEN LX|ot= nd SR-O| XHs2 =
M E l—IEr w7 OOl 7 2t w7 MEof Cet Heo| o] & Lo A& LICE
Queue Options Ci{3} At Xt0| A Keep Calibration Data FileS MEiSH A2 17 H 1 AMQ}
Al 78 O|o|Ef L0l Cal Data 5+¢| Z2C 0| XZE| 1 Cal, EFQJARI 3 7 ME QI
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2. Reserve Instrument for Tuning (___|) O}0| 20| &2 X /UX| L-2X| &QlgtL|Ct,
3. EM D30|AM AcquireE 22/ THLC.
A S AFERE QHLHA TripleTOF 6600+ A| A&

RUO-IDV-05-8593-KR-D 63/138



sl

= X| % — Batches

e

View > Sample Queue.S 22 8fL|C}.
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- Rack Code Z0jA{ 24
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.l

OF 2| K| MEH(MEH A

= 7 o|8fof 3L

= ©—=|°

YO CHet XRA|

TripleTOF 6600+ A| A El
64/138

A28 AR A CHL A

RUO-IDV-05-8593-KR-D




A

t= X| % — Batches

5. = RYo|2tn g|o[S0] K| g sHE F &
AlELICE
REMEZ0 tiect M = St =7t 2 = 2|0 BA|E LT
6. AAY T oILE F B SELIC}
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Huele Server
8

Feady I armal

of

18 87278 ZEES HAISH= TH7[E MH BA|7|

Cueue Server
|§ il

Ready Tune
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dESH] 245ts HYS ohad = ASLICH Cha &=0f thet AiMe §E= Da AFEA
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. H|2A MZ2 4% Go to Sample OI0|2(?h2 St ot

=
« Select Sample Ci 3} A X2 Sample S 20| A E2{= MES MEHTIL|CL,
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. 0j0o|§ TS| O] MEZ 0|52 ¥ Show Previous Sample 0F0| 2(*+l)
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Explore > Show > Show File Information.2 2 2|2} L|C}.
J24= o2} 0l File Information &0| & &!L|LC},

21 File Information &0 M & 5 B2 M52 ™ File Information &2 OFfA QLEZ HE
© 2 223t = Save Acquisition MethodZS = 2/¢tL|Ct,
E —

HO|=0i ClO|& HA
1. HIO|H mpYS FLCt
2. Explore > Show > Show List Data.S S2/¢tL|C}.

GO 7t 2= ofef o] &ofl EA|E LT
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8 91 I3 =5 B(TripleTOF A|AH)

| TIC of +TOF Product (808 2k from Sample 1 (Reserping MSMS CE = 40V - 2) of ReserpinglMEhS..,

3.0ed 9.08 0.14 027 025 0.30 0.33
o e —— e —— e e —— -
Z2.5=e ]
2.0=44
1.524

1.024 4

Intensity,...

5000.0 A

oo

D04 008 008 010 042 044 016 018 0320 022 024 026 028 030 032 024 038

Tirme, min

TIC of = TOF Product (609.2): from Sample 1 (Reserpine MSMS CE = 40V - 2 of ReserpineMSMS CE=40V .wiff (Ton Spray)
Data List | Peak List
Time (min} Intensity (cps) % Max. Intensity

1 0.03363 2 T7836e4 934721

2 0.05030 2.8107ed 94.3821

3 0.06697 2 T7498e4 92 3371

4 0.08363 2.8618e4 96.0981

5 0.10030 2 7683ed 92 9584

i 0116497 27230e4 91.4372

Fi 013363 2.84T0e4d 956011

=] A AREMSM B TFOAIAA 0% AG3

HoAAHEY I3 82 %o 02F 22 o

Ol = 715

Column Options (2 =) Select Columns for Peak List Cii3} XS & L|CT.
Save As Text (HAEZ NHZH) OIO|HE txt LY Z N ESHL|Ct,

Delete Pane (& AMK|) MEHSE &2 ALK L CF

#92 AZR0ETAY I3 55 o 2EF S5 UHw

| 715
Show Peaks in Graph | (20 L3 ®A|) J2j=0f F 7tX| My o= I E BAIT
LICF.
IntelliQuan Parameters | (IntelliQuan O§7f £1==) Intelliquan Ci=t XS EL|CH
Save As Text (HAEZ NZ) OO|H & txt Tt 2 X EEtL|C.
Delete Pane (& AMK|) MEHSE &2 ALK gL CF
A AED AR XE QLM TripleTOF 6600+ A| A &
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O = = B |

ADC G|O|E HA|

ADC(Ot22-C|X| & #2t7]) HO|H &= 2 HAE7[0|M(0: ADC 7F=S S3l uv HE7(0
M) 2l S50 2E =47 H0[E et HII'LOP“ H #&gfLICt ADC H(O| 1% At & U
ote{™ ADC H|O|E{ et ZE ZM7 H|O|H & SA|0f &SotdA|2. J2{8 & 7HX| ol f

OlE{7} s &t ntZof g &Lt

1. ADC HIO|E{7} MAEl M E EE7} MeE|Q=X| SOISHL|CH 0S S0] Exanple
EGg 228

2. EHM D20 A Explore 02| Open Data File2 F+ H = 2|3fL|LCt,
Select Sample CH2} &8 A7 & L O

3. Data Files ZE0{A 5} E1|0|E1 ZECEISote BR)EFHE
od=2 aél%”—l':f O£ =0 Example E0 Oﬂﬁ DevicesE F+
Adc16chan.wiffS = =|gtL|C}.

4. Samples =0 MEZ MEISH T OKE =&/ LT}
Explore > Show > Show ADC DataS

12 9-2 ADC A{'2 MEH Lz} AX}

Select ADC Channel =
Channet [A/D Conventer DROR2y ...}~
oK Cancel Hebp
6. Channel 3E0|M 2SS HEITH = OKE S = TLICH
ADC H[O|E{ 7} &g & of2flof Al Hoi| EA|ELIL.

7l= X HO|E &A|
1. HolE TYE Ut

2. Explore > Show > Show List DataS = 2|2t L|Ct.

TripleTOF 6600+ A| A & A AL AR XF OFLY A
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3. Peak List 20| A| O+2 EZ HES 223t = Show Peaks in GraphS MEHSHL|CL.
o|37F 5 7HK| *H**OE HA|EL|C},

4, O3 7| Lne|E 4EE HESIHE 0L LER HES S &S 2 Analyst Classic
Parameters == Intelliquan Parameters % gd e

| Fo

5. (MUE AH) Mol X8 E T3S HASH
2/t S Show Peaks in GraphS ME F 4
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L{C
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TIC(Z 0|2 22 | A2t £ 27 B0f s A7H0| B = 0|2 28 HAISHY MdE 2
OE J134) E0tE M YLICE
HOIE LS € M TICE 2|=F A HH-E[0 ASLICH o &
7HO| ShLIRE ZBHE HR0= AHE-HOZ HA|ELCH
OOl ntY S 2 Sdt= St MCA &0l2ts MEisH 0| ol &
FArdEHOR HILICH MCA It MEISIX] gt o™ OO ot
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Explore > Show > Show TIC.Z S2&/gHL|Ct.
TICZH A &of S&L|Tt.

ENAHERZS T3l & YEE OIRA QLEZ HES R &3t = Show TICE 22/&HL
Ct.
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TICE 3o e AMOM H2 B= 0|22 2= 7|0l =5 gihsto] WEE LI TICE At
g5t0f T FOolM THM| OO MEE 2 5= ASLICE TICE A 20LE2fE F oA AlZto
et A El= 272 2= 0|20 Ciet 2= A2 g E LTt HoJEof o] & Aot
ZoE AL RE MYO| A LIEtL £ TIC Of2foll 2 Aol ChE TICTH MM & AL
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# B-10|= PPG(EEZE2 LY Z2[F) U WS ALESH0 BHEE Hoh HHY 59 fL

Y QS E FZ(E=/2=)0] Z2E|0f ASLICEH 0] 22 M = HOC3Hg],OH A2 At

8310 A M A2 0|2 MSMS EHEH2 [OC3Hgl,(HY) A2 AFE RIS LICH ZE Ao A

H = 1.007825, O = 15.99491, C = 12.00000, N = 14.00307 & L|C}.

E1:PPG 8UE A WHE ALY I SHE 9 A4 OIS ALESHHAIL.

H B-1 PPG g5t A
n ot AgHm) (M + NHy)* | MSMS THE [ (M + NH4)?* | (M + COOH)-
1 76.05242 94.08624 59.04914 56.06003 121.05061
2 134.09428 152.12810 117.09100 85.08096 179.09247
3 192.13614 210.16996 175.13286 | 114.10189 | 237.13433
4 250.17800 268.21182 233.17472 | 143.12282 | 295.17619
5 308.21986 326.25368 291.21658 | 172.14375 | 353.21805
6 366.26172 384.29554 349.25844 | 201.16468 | 411.25991
7 424.30358 442.33740 407.30030 | 230.18561 | 469.30177
8 482.34544 500.37926 465.34216 | 259.20654 | 527.34363
9 540.38730 558.42112 523.38402 | 288.22747 | 585.38549
10 598.42916 616.46298 581.42588 | 317.24840 | 643.42735
11 656.47102 674.50484 639.46774 | 346.26933 | 701.46921
12 714.51288 732.54670 697.50960 | 37529026 | 759.51107
13 772.55474 790.58856 75555146 | 404.31119 | 817.55293
14 830.59660 848.63042 813.59332 | 433.33212 | 875.59479
15 888.63846 906.67228 871.63518 | 462.35305 | 933.63665
16 946.68032 964.71414 929.67704 | 491.37398 | 991.67851
17 1004.72218 1022.75600 | 987.71890 | 520.39491 | 1049.72037
18 1062.76404 1080.79786 | 104576076 | 549.41584 | 1107.76223
19 1120.80590 1138.83972 | 1103.80262 | 578.43677 | 1165.80409
20 1178.84776 1196.88158 | 1161.84448 | 607.45770 | 1223.84595
21 1236.88962 1254.92344 | 1219.88634 | 636.47863 | 1281.88781
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oot 22k A otahA
H# B-1 PPG 320t HE (A45)
n Fetot AEH(m) (M + NH,4)* MSMS THH | (M + NH,4)2* | (M + COOH)~
22 1294.93148 1312.96530 | 1277.92820 | 665.49956 | 1339.92967
23 1352.9733 1371.0072 1335.9701 694.5205 1397.9715
24 1411.0152 1429.0490 1394.0119 723.5414 1456.0134
25 1469.0571 1487.0909 1452.0538 752.5624 1514.0553
26 1527.0989 1545.1327 1510.0956 781.5833 1572.0971
27 1585.1408 1603.1746 1568.1375 810.6042 1630.1390
28 1643.1826 1661.2165 1626.1794 839.6251 1688.1808
29 1701.2245 1719.2583 1684.2212 868.6461 1746.2227
30 1759.2664 1777.3002 1742.2631 897.6670 1804.2646
31 1817.3082 1835.3420 1800.3049 926.6879 1862.3064
32 1875.3501 1893.3839 1858.3468 955.7089 1920.3483
33 1933.3919 1951.4258 1916.3887 984.7298 1978.3901
34 1991.4338 2009.4676 1974.4305 | 1013.7507 | 2036.4320
35 2049.4757 2067.5095 2032.4724 | 1042.7717 | 2094.4739
36 2107.5175 2125.5513 2090.5142 | 1071.7926 | 2152.5157
37 2165.5594 2183.5932 2148.5561 1100.8135 | 2210.5576
38 2223.6012 2241.6351 2206.5980 | 1129.8344 | 2268.5994
e M 2 E
H B-2 Y HEH F2tot EEF (C33H40N200)
29 Y
EX} 0] 2 Ca3HgqNoOg 609.28066
THH CygH3gNOg 448.19659
THH Cy3HogN2O4 397.21218
THH CypHysN204 365.18597
THH Cy3H1gNO3 236.12812
THH CqoH1104 195.06519
THH Cy4H1,NO 174.09134

AL ALE AL CHLEA
RUO-IDV-05-8593-KR-D
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=
# B-3 ERZ S 24 F2oh 2T (CoHasNO;S)

0

A4 Y

2 X} O] 2 CygHasNO7S 514.28440

THH C,H305S 106.98084

CHH C,HgNO3S 124.00739

THH SO, 79.95736
TOF 178 8

H B-4 TOF '8 8 gttt B

d49 Y

=Xt 0|2 Cs* 132.90488

=Xt 0|2 HEto| = 829.53933

ALILTLVS

HEIO|E ALILTLVS

H B-5 HEIO|= ALILTLVS Hetot R &

Ol AE A 2 TSt & Ef
H+H o= ALILTLVS 829.5393 1+
b8 ALILTLVS 811.5288 1+
b7 ALILTLV 724.4967 1+
b7-18 ALILTLV 706.4862 1+
b6-18 ALILTLV 607.4178 1+
y5 LTLVS 532.3341 1+
b5 ALILT 512.3443 1+
b5-18 ALILT 494.3337 1+
b4 ALIL 411.2966 1+
b3 ALl 298.2125 1+
LH = SHHE ylb IL == LI 227.1754 1+
L& EHH yib LT E=TL 215.139 1+
b2 AL 185.1285 1+
a2 AL 157.1335 1+
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oA
I
%
1l
on
pe2
ot
I
1z

H B-5 HEtO| = ALILTLVS Hetst Hak (A%)
0

= N s S SE AEY
AR E 0|2 |EE=EL 86.09643 1+
Al B AFE XL QELY A TripleTOF 6600+ A| A Hl
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=

D2 00| 2 C

Tt =7 25 OfO|22 g5 AFAL LM E FZSHA2.

ECAE1 22002

Ofo[Z2 |[O|& 29
=] [New 9l TRMES WL TRHEJ} XS0 o9 TRYE
Subproject | 2f 27 WHE ZROC ZENA IR 20N S ZEHEE
dde = Ag LT
m| |Copy oF9 ZTRME ZCZ 2ARBLC}
Subproject P e — —
89| TEMEL 7|E 519 ZRMET} Qe OH2 T2 E0A
OF 2APE S QL SY ECUt TN EQ} 59 ZRNE
T& L5550 EX5ts 4% Z2HE =& EM7I AHEE Y
Ct

H C-2 Acquisition Method Editor(2 5 2 & Tl 7[) Ot0| 2

Of0|Z |O|& 29
& Mass Spec | Acquisition Method Editor0il MS &S EA|EtL|CL.
& Period A& (IDA Criteria Level)2 75t Lt 7|2t AFR|RE L CF
1 Autosampler |Autosampler Properties &= 2 L|Cl.
i Syringe Syringe Pump Properties &= 9 L|C}.
Pump

-
-
-

Column Oven

Column Oven Properties S & L|C}.

& Valve Valve Properties &2 & L|LC}.

gy DAD DAD Method EditorE & L|Ct. XtM|$H HE = DAD H|O|E HA|
MME XS,

i‘ﬁ- ADC ADC Properties Bi2 ZL|Ct. XtM|Tt M & = ADC H|O|E HEA|

CRERTE NS

TripleTOF 6600+ A| A El
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= 23003

H C-3%5 2L OI0|2

Oto|Z [O|& A9
- View Queue |(HME Cf7|ES HAILICE
ﬂ Instrument | ¥4 7|7| AHO|MZ2 EA|gL|CH
Queue
Status for 4 7|7|2| MEHE HAITHL|CH
Remote
Instrument
R Start Sample [CH7|20|A MES A|ZSHLICH
B Stop Sample [CH7|E0|M MES SX[TLICH
iy Abort Sample | ¥EZ2 X2|gt= S0 i ME =52 STHetL|CH
@ Stop Queue |ZE= ME XN2|E &E5H7| MO Ci7|E 2 SXISHLICE
B, Pause CH7| ol LAl BSXIE LS T
Sample Now
i, Insert Pause |S78 ME %0 LA| BX|E & LL|CH.
before
Selected
Sample(s)
Tk Continue ME 252 A& MLy,
Sample
% Next Period | Al 7|Zt2 A|&gtL|CH
7] Extend SAXf 7|2t AT L CL
— Period
I Next Sample |3iX| ME =52 SX|ot1 CHE ME 253 A& L CH
o Equilibrate |ZX|E Ed25t= O AHES S22 MEiSL|CH O] 2HH 2 Y
Z|ge A HR| MEt oHH AFE El 0t 5 LSl oF f LT
» Standby 7|17|E Standby &E{ = AL}
1,7 Ready 7|17 € Ready & E{= H7dgtL|Ct

AAE ALE A} QHLEA
RUO-IDV-05-8593-KR-D
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=T 23003

H C-3¥S5 ZE OFO|Z (A%)
Olo|& |O|& =L
- Reserve Y ZAA S =F A ™S o et Ct,
Instrument
for Tuning
< Method Method WizardS A|Z&tL|Ct
Wizard
P Purge HYEN HEZOAM HAKX TS AlERFRLICH
Modifier
Oto|2 [O|& 49
Calibrate Mass Calibration Option CH2t AXHE S0 2 AHEHZ At
a from 2510 ¢ 2MAHE w7t
spectrum
y Manual Tune |Manual Tune EditorE & L|LC}.
=
A Instrument 7171 ‘4= =QIStALL A7 nH S ZFSHALE HE 24
Optimization |&7& 2 Z7dgfL|Ct
= View Queue |HZ CH7|E S HEAIGLICL
- Instrument | A 7|7| & BA|LCH
Queue
Status for 4 71712 MEHE EA|HLICY.
Remote
Instrument
T Reserve 71719l =23 % W™ EZ of|fgtLCt.
Instrument
for Tuning
P Purge HEK HZOM HIYKE HotSt AL HHA gL T
Modifier
HC4EMHE HX: J20OIETM U AHEH
Olo|Z2 [O|& A9
Open Data oY= gLck
File
Show Next [CtS MEZ 0|&¢tL|Ct
Sample

TripleTOF 6600+ A| A El
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= 23003

HC4 M HE MR ARNEIY L 2AHEY (A1)
OlO|Z2 [OIE a9
Show olF MEE oS LCt
Previous
Sample
Go To Select Sample CH2} & AHE G L|CH
Sample
List Data HOIHE HO|22 &AL
Show TIC AHEZOA TICE MMBtLCt
Extract Using | 2 &2 MEHSIO] O| 22 == LICH
Dialog
Show Base |BPCZS Md&tL|Ct
Peak
Chromatogra
m
Show TICOHM 2HEHZ WLt
Spectrum
5 Copy Graph |&d J2{=E M Ho 2 FSALEL L}
to new
Window
Baseline Baseline Subtract Cii 2t & AHE HL|C}.
Subtract
Threshold LA S ZFEL O
™ Noise Filter |Noise Filter Options CHZt & XFS BEA|SHL|CH O] CHZ} A KO A
m30| A4 22 Yolot & YSLCE 0| A ZHCHES M
= Oo|=28 7_@:—5.:.' L[C}.
i Show ADC  |ADC HIO|HE EA|gL L.
Show File HIOIE{E +=Tdt= Ol AFEE A =HE HEAIZ L CH
Info
Add arrows |27 J2jZo| XH0 tHHE F7teL Tt
Remove all |2 D2 ZO| XZ0|M 2t EE X AL L.
arrows
Offset Graph |ADC G|O|E %! Z2F 247 E1|0|E17f 71EE|& S0t9| k7t
AlZHARHE I'L’éi LICt O] 7|52 HIRE ?Id 1= E SEL
o S8%Lict

AAE ALE AL QHLHA
RUO-IDV-05-8593-KR-D
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= 23 0to|E

HC-4 EHMWE AX: A20tE0Y W AHER (AZ)

= =

Ofo[Z2 |(O|& A
he Force Peak |2 L|30f 0|52 X|EgLICE.
Labels
= Expand B MEHoz BAlY Oz 220 Ot =Y 2+ 273
Selection By |2'L|C}.
Clear ranges |&&ot MEH JH S A H7|2 [T LC}

B

Set Selection | A&} HAHO| A|2H/ZX[E S el L|CtL 0] 7| 52 AHESHH
M E ALE S0 g Melst e o Has| Mg 4 9
&L|CH
Normalize To | 2= E Z[Cf 7|2 ZHSI X|CH Z = D37} X|CH HIE =2
Max ZHEEE SLCHEA| O £2F F2h.
Show History [Ct57|, Z4 I, L0|= EHY 5 &7 D0 CHsl =]
= HI0|H X e "*O*Oﬂ CH st 8%% AL CF
=) Open otgt= OIO|HH0|AE FLC.
Compound
Database
Set Azt LI
Threshold
= Show MEHSHH|O|HE AHER ez E= XICE HA|SL|CF, EBt

Contour Plot

DADO|| 2|3l 2| S &l E|0|E1°| BR0= _“.“j =SX0 =
HlO|E{ 7t DAD AH E O|L} XWCE it*l = = gL

rOI'

Show DAD |DAD AHEZO| TWCE MdstL|ct.
TWC

o Show DAD |DAD AHEHZ M4stL|Ct
Spectrum

Extract DAD AH E 0| Z|CH M 7Ho| oY HEIE =E3H0f XWCE
Wavelength | EA|8L|C},

HC-5EHMET 2 WE TR AHE FY
Of0|Z |O|& 29

Home Graph |12{=F # 2l HiE = k[ 8 LICH

Overlay Jdgi=E SHEL O

Cycle SHE 24 Q2= E HZAOF AL
Overlays

TripleTOF 6600+ A| A El
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= 23003

HCS5EHM - 2 FHHE

H=:AHE IE (AS)

Ofo|=2 |(O|& 29
Sum dej=E 25 eH FotetLct
Overlays

H C-6 B =11 .3 W2 XX : Fragment Interpretation =

Interpretation
Tool

Oto|2 |0I& 249
=i Show Fragment Interpretation =& & L|Ct. O] == mol Lt L0 A
Fragment Hl=2rd ol thed Aot & BHE S 7 dtgL ot

H C-7 Explore =7 29|

a
Of0|Z |O|& 75
Open File o2 gLt
Show Next |Ct2 MEZ O|FLICt
Sample
Show O|lFd WEZR ol L|C}
Previous
Sample
GoTo Sample |Select Sample Cii 3} A AHS & L|C}.
List Data HOIHE HIO|E22 &AL,
Show TIC AHEHO|M TICE - d LIt

= | =]

Extract Using
Dialog

Show Base |[BPCE M-MdstL|Ct
Peak
Chromatogra
m

Show TICOHM AHEHZ MdotL|Ct
Spectrum

i Copy Graph |Zd J2jZ=E M B2 Z ZEALStL|Ct
to new
Window

Baseline Baseline Subtract L3} & XtE & L|CH
Subtract

AAE ALE AL CHLEA
RUO-IDV-05-8593-KR-D
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= 23 0to|E

H C-7 Explore =7 2Z9| &AM O}0|2 (A%
Oto|Z [O|& 7ls

Threshold AAUS =FetL LY.

¥]

i Noise Filter |I]3°2| %2 Z32 HO|g 5= U= Noise Filter Options Ci 2t & A}
£ QU O] & ZRL A2 Moz LO0|==2 ZFFE L L
i Show ADC  |ADC H|O|EH{E EA[SfL|CE
Show File HO|EE +=8ot= O Ar8E & =S HEAIZLIC
Info

Add arrows |Zd O2f=Zo| X=0f 2t HEE F7teL T

Remove all |Z7d 22| XF0|M A4 EE A AL T
arrows
Offset Graph |ADC H|O|E % H&k 27 E1|0|E17f 7|EEk[= SQto| 2zto|
AZH XS m7detL(CH O] 7|s2 H[nE Qs 2ei=5 S
0 S8k |C}.
o Force Peak |2 & I[A0] 20|52 X["dgfLICt.
Labels
Expand HONEMOZ FAIS dj= 220 Ot & 012 M
Selection By | &'L|C}.
Clear ranges |29t MEH HAZ Adt H7| 2 £|ZEL|CE
Set Selection | MEi FHo| AXH /K|S S LICL O|ZAH StH HME
A8t S S Z4X EAIY B Fo2ts| Meig = G
L|Cf

Normalize to | 12{Z S X|CHZ =Yol0] X0 Z&= D37} 2|0 &2 =7

Max D= E oL CHEA| O 2o F2h).
Show History |Ct&7|, Z4h w7, =0|= HHE 5 58 LU0 CHo] =Kl
= HIOIH M2| 20| Chot @S HA[gL(CH
=) Open otet=E HlO|HH|O|AE F Lo,
Compound
Database
Set AAZtS ZHELICH
Threshold
= Show MEASHHO|HE AHER™ Tl = Xic2 HAIZL|CF £t
Contour Plot |DADOY| 2|3} & S &l 1|0IE1°I R0 s EX0| MEist
CIO|E{ 7} DAD 2AH E #0|L} XWCE ﬁAI = = AS L L
TripleTOF 6600+ A| A &l A 2B AR XE OFLE A
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= 23003

H C-7 Explore =7 2Z9| &AM O}0|2 (A%

Ofo|=2 |(O|& 715

Show DAD [DAD2| TWCE M dgtL|Ct
TWC

o Show DAD |DAD AHEZHZ MMTtL|Ct
Spectrum

Extract DAD 2HE ROl A X[CH M| 7HO| IHY #9|E S50 XWCE
Wavelength | EA|EL|C},

HC-8ag © X Y OYAL OO E
Ofo|Z |O|& 29

T |set Medel M35 AbgeLict
parameters
from
Background
Region

Select Peak |1EHSHH{AS AMERILICEH

i Manual 38 =52z gLt

— Integration
Mode

Show or Hide | |3 &7| O471f H=E BAISIHLE = ZLICE
Parameters

L. Show Active |24 S AZ0EWT BA|RFL|C}
Graph

Show Both |24 S&1 2tH A =0LEIM S HA[SL|CH 2HAE W& &
Analyte and (& =2Z0| A2 T AR = JAESLICH
IS

Use Default |AtH AEE E7|(2& HO|H E7])2 SO LICHOE S0f At
View for X7 A20LEQ-M S 2ot 4 9).
Graph

H C-9 Z1 ¥ Of0|&

Ofo|Z2 |(O|& 29
& Sort MEiSH S EXN TS = FAYL|L
Ascending
by Selection

AAE ALE AL CHLEA
RUO-IDV-05-8593-KR-D
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=T 23003

H C-9 Z1t E Of0|& (A%)

Ol0|Z |0|& a4
Sort MEISE S LB X 2 JEL|CH
— Descending

by Selection

Lock Or MESHE S RIOAL &Z shAgLCc &7 92 olse &=
Unlock &LIC},
Column

= Metric Plot MENSH M HER 222 MMeL Tt
By Selection

| |Showall Results Table2| 2= HES HEA[SLC

- Samples

X Delete A A2 AXEL|Ct

- Formula

Column

Report Reporter AT EQ|O{E HL|C},
Generator

H C-10 O}O| 2 Ht2 % X: Quantitate Z =
Oto|Z |0|& 243

Add/Remove |Results Table2| MES F=7tst7 Lt M gL Ct.
Samples

= Export as Results Tableg BIAE OtU 2 X &eHLICE,
Text

E Modify wiff Tt L2 LI}
Method

X Peak Review |I|3E L& &0 GL|LCt.
- Pane

i Peak Review |I|3E &0 EL|LC}.
- Window

% Calibration - (L™ S8 2 LHF &0 Lt
Pane

i Calibration - | W& 5M& &0f L LC}.
Window

i Show First HO|Lt i 2 Hof| A Y T|3E EAIRLICH
Peak

A Show Last HO|Lt LH & &of OFX| 8 T3 & EARLICH
Peak

TripleTOF 6600+ A| A El
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= 23003

H# C-10 O}O| 2 WHE &=

: Quantitate 2 & (4%)

Olo|Z |0|& a4
= Show Audit |Results TableOf| CH3F ZHAL LI SIS HEA|BL|CH
- Trail
Iil Clear Audit |Results TableOfl Ci$t ZHAF LIS K| ZL|Ct O] 7| &2 AtEH
Trail = s
Statistics Statistics &= & L|C}.
B Report Reporter A ZEQ|{E HL|LCt.
Generator
HC-11¥5 ZE 00|
Oto|& o|& 7ls
* Start Sample CH7| SOl HES AIZSHEH S &
erL|C},
B Stop Sample CH7| Qo MEZS SRS H SE
erL
o Equilibrate e ZAHAE BYodt= O ALE
o a3 MENS ™ S2igtL| o),
o 0= Ol 2 &4 LCZEE
A EE= Z29) H FH XTI
SHEIL|ICH O] 22 T 7| Eo| A B
M ME0 A AFE = A 5 L)
OF gtL|Ct.

AAE ALE AL QHLHA
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= X 3
Et_l =

L

Hi X[ &7

Batch Editor Ef|0| £ & Ot

18 D1 BiKl 22% 22 0l

Select Script |

Plate Position| Vial Position| Data File

Inj.Volume (pl)| Standarc

1

[ (e e e o e e e e e ]

| DataReserping| 5.000

Open...

Import From k
Save As Batch

Save As a Template...

Hide/Shaw Column. ..
Save Column Settings...

Add Custom Column
Delete Custom Column

Fill Down
AutoIncrement

Delete Samples
(] =T

Select Autosampler

Ol

7|

or

Open

ZI)BiK| ot S ELCt.

Import From

I 7))ot 2o M BfX| S 7HA & LI

Save As Batch

(&
(
(HiXI2 MZHHIXIE THE Ol EL= MY LI
(

Save As a HESICZE XNEHHIX|IE BEHNE HEetL|C.
Template

Hide/Show (8 S7171/1BEANEE S7|HLE EAIZ L CF
Column

Save Column |(€ 278 MZHHiX| € 4E= K&t
Settings

Add Custom (AFEAE X|E S FIHALE X XS G2 7ttt
Column
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to
r
1B
muju
Ju
=
3r

| 7 7l
Delete Custom |(AFEAL X|E & AM)ALE AL K| S & AMAIL L
Column
Fill Down (Or2f= xH<27|)s Lot HIO|HE MEist doj| SAFL Tt
Autolncrement | (XIS S7H)MESH Ao HIO|H 7} At 2 Z7hetLICH
Delete Samples |(MZ AfA|) MEist HZ AK|ELICt
Select (LEMEY MEHNQEMEZE MEiTL|Ct
Autosampler
[H 7| A
=
Ci71E HO|22 ORA QLEZ HELE SE50] SH0| AMATL T
a8 p-20f7|€ &e[Xt EX S8 Hw
Acguiring Sample 0 of 0 Period 0
0%
|Start Time Sample Name
1 ¥ [2016/09/12 45613 PM_|Samole001
2 = |2016/09/ Sample Details |
3 % |2016/00/ _ |
4 ® [2016/00/  Reacquire
g % |2016/09/ Insert Pause |
6 X |2016/09/  Delete |
7 % |2016/00/ Move Batch |
8 % |2016/00/ |
9 ® |2016/09/  Sort |
10 X | 20161097 Column Settings =
| 7 7l
Sample Details (ME M & HE)Sample Details CiS XS &L CL.
Reacquire (CHA| 2S5 )ME2 CFA| & S2HL T
Insert Pause (ZA] SX| AT HE AOO LA SX|(X)E AL
L|C}.
Delete (AT A)EY K| 2= MBS MES ATKI LT
Move Batch (HIX| Ol =)CH7| 2 Lol M B X| £ O| S & LICt
Sort (d)oje| MEE 2 7|z s FEL O
Column Settings (8 48)g 282 Hagg Lot

AAE ALE A} CHLEA
RUO-IDV-05-8593-KR-D
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Save To File

o = = T
Ol 7l
Copy (S AN EISH HIO|E & At L CE
Paste (E9E7)HOIHE 20 E5LICt.
Select All (25 dE)Eol 2= HO|EE MEtgLCt
o (@]

Font

o
(FB)2BS AL

Save Acquisition
Method

Save Acquisition

(215 Y-S CompoundDBY| X Z&H)Specify Compound

Method to Information CH2} A XtE EL|Ct ohgh= OO E{H| O] A0 & &kt
CompoundDB ID X EXtE2 MEfStL| T}
Delete Pane (& AKXy MEHSE &2 ALK L CF

JZ0rE= &

HED-23R0OIEDYM HOo| E2Z & Oi

ol 7ls

List Data OOl QA E LIEstn A 20LE QMO 2AE D3 E STt
Ct

Show Spectrum AHEHZ ot M &2 gL

Show Contour Plot [*A40| X[ & HO|H M E S22 BEAISLICE 7| A MA2 offT
X|=O| A HIO|He| Z=& LtEtHL|CH &8 MS 2 E0F X| @& LI,

Extract lons MEISEHOM EY O|R2 L= 0|2 MEE &3 EF 0o|20 Cf
StAZOIEOD™MZ Zotsh= A &2 gLt

Show Base Peak JF D3 3Z0EO™MZ ZEstE M B2 4L ct

Chromatogram

Show ADC Data 255t 22 ADC L|O|H ERO|AE Zotst= M &S ddetL|Ct

Show UV Detector |[25% 42 UV HIO|E EYO|AE East= A &2 ML Ct

Data

Spectral Arithmetic
Wizard

Save to Text File

YO HIO|HE 2ot HAE NS Y getL(tt. O] U2
(o]

Microsoft Excel 2= 7|Ef T2 0| M & 5= S LLCY
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HD-23Z0IEOH O 2EZ 8 HF (A

Ol ’Is

Save Explore M D C O M wiff TS M2 I =HE N2 0j7) HxKNE| S
History Mo|2tn ke gho| MY LYo Chet HEE MEYLCEL HE| 7|52

2t EEXH7t eph(explore processing history) @l It Off X &HE LT},
Add Caption oM AHM AX[0| Y3 S F=7hetLCt.

Add User Text

[0)as

POl M SR HAM RAKIO M AE XS F2HR L CL

Set Subtract Range |&O0|A XA HelE dEL|CE.

Clear Subtract HOIM ®AH HRIE K|S LTt

Range

Subtract Range HAHHIE HAAL HSS A LCH MAH HRI7F & A UK g

Locked S AR Zt A HQE VYN OZ 0|58 = QUSLICH HH He=

Ea MEE AN AFE|I JASFLICH

Delete Pane MERSE &2 AKX gL CF

Aol E 2 Kt

— " 1— 0 O

HD-32AHEY HO| EF & O

o+ 715

List Data Hole @48 LtEstn AROIETM S S L CH

Show TIC TICE Z&ste M &2 WL

Extract lons (Use Range) MEESEHO|M EFE 0|2 E= 0|2 MEE FE R &
dOo|20f ot AROLE M S E3tst= M 2 44
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