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Instrument Details
Purpose

This section describes the as found system configuration.

Details

Temperature Data Input Manual Data or Other Data Logging

Flow Data Input Manual Data

Name 7890

Manufacturer Agilent Technologies

System ID GM-10

System

LTM Included? No

Detector External

Inlet Front

Injection Technique Injection Tower

Tested Combination1

Syringe Volume (µL) 10

Location Front

Usage Sample Injection

Firmware Revision A.11.03

Serial Number CN18180003

Model Number G4513A

Name 7693A

Type Injection Tower

Manufacturer Agilent Technologies

Sampler 1

Date: November 23, 2021 1:12:35 PM
System ID: GM-10

Page 5 / 15



© 2021 by Agilent Technologies Agilent CrossLab Compliance Services

Vial Heater Not installed

Firmware Revision A.11.03

Serial Number CN18170137

Model Number G4514A

Name 7693A

Type Tray

Manufacturer Agilent Technologies

Sampler 2

Oven Type Standard

Firmware Revision B.02.05

Serial Number CN18153080

Model Number G3442B

Name 7890

Manufacturer Agilent Technologies

Mainframe 1

Purged Inlet Yes

Control Type Electronic Pressure Control (EPC)

Carrier Gas Helium

Location Front

Type MMI

Name 7890

Manufacturer Agilent Technologies

Inlet 1

Location External

Type Mass Spectrometer

Name Mass Spectrometer

Manufacturer Agilent Technologies

Detector 1

Date: November 23, 2021 1:12:35 PM
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Scouting Run Standard OFN Std

High Vacuum System Turbo Pump

Firmware Revision G.7000.085A

Serial Number US1826U108

Name 7000D

Type TQ

Manufacturer Agilent Technologies

Mass Spectrometer 1

Number of filaments 2

Source Type EI - Extractor

Manufacturer Agilent Technologies

MS EI Source 1

Date: November 23, 2021 1:12:35 PM
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Electronic Signature
Purpose

This signature page was created and published because the ACE sign-off action was executed, which is valid for the entire document,
including attachments. The ACE sign-off is an electronic signature that requires two distinct identification components: unique username
and personal password. The Agilent representative who has delivered this service understands the meaning and legal status of an
electronic signature. As a trained official operator, the Agilent representative has a unique password and logon to access ACE and
electronically sign this document. (Other e-signatures can be applied to this document using a Document Content Management or other
suitable method defined in your data access and control procedures.)

Details

Full Name of Signer:

Logged On User Name:

Signature Creation Date:

Reason for Signature:

Regulatory Disclaimer

This document provides a protocol to verify and record instrument configuration and evidence of proper operation.  It has been prepared from our

interpretation of applicable regulations as well as industry best practices.  The document is designed to provide an important component of a complete

compliance package. Validation depends upon many factors and use of this protocol alone does not assure compliance. Agilent Technologies makes no

promises or representations as to its sufficiency for any specific regulatory program.

Warranty

Agilent Technologies makes no warranty of any kind to this material, including but not limited to, the implied warranties or merchantability and fitness for

a particular purpose. Agilent Technologies shall not be liable for errors contained herein or for incidental or consequential damages in connection with the

furnishing, performance, or use of this material.
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User Name: jaruwat.channarong System Id: GM-10
Hostname: ASBKKWX265 Print Date: November 23, 2021 1:12:38 PM

ALS_GM10 Transaction log :
_______________________________________________________________________________________________________

Time Transaction
State

Activity
Performed

Type of Transaction Optional Information

_______________________________________________________________________________________________________
November 23, 2021
10:13:35 AM

Audit SessionCreated Session None

November 23, 2021
10:13:35 AM

Start Configuration Session None

November 23, 2021
10:13:35 AM

Audit Entitlement Licensing User is FieldEngineer and
does not require an unlock
code

November 23, 2021
10:20:27 AM

Audit EqpLoaded Session EQP details for primary
technique [Gc] -
File path:
[ProtocolPacks/Gc/Configurat
ions/02.52/Gc.02.52.eqp],
EQP File Name:
[Gc.02.52.eqp], EQP Name:
[AgilentRecommended]
EQP details for hyphenated
technique [GcMs] -
File path:
[ProtocolPacks/GcMs/Config
urations/02.51/GcMs.02.51.e
qp], EQP File Name:
[GcMs.02.51.eqp], EQP
Name:
[AgilentRecommended]

November 23, 2021
10:20:37 AM

End Configuration Session None

November 23, 2021
10:21:34 AM

End Configuration Session None

November 23, 2021
10:21:52 AM

Start Qualification Session OQ

November 23, 2021
10:21:54 AM

Start Execution CDS Logon Verification - GC  :
- Qualitative test

None

November 23, 2021
10:26:40 AM

End Execution CDS Logon Verification - GC  :
- Qualitative test

Run Count : 1

Page 1 / 7
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User Name: jaruwat.channarong System Id: GM-10
Hostname: ASBKKWX265 Print Date: November 23, 2021 1:12:38 PM

ALS_GM10 Transaction log :
_______________________________________________________________________________________________________

Time Transaction
State

Activity
Performed

Type of Transaction Optional Information

_______________________________________________________________________________________________________
November 23, 2021
10:26:42 AM

Start Execution System Inspection and Basic
Safety and Operation - 7890: -
Qualitative Test - No setpoints
associated

None

November 23, 2021
10:26:54 AM

End Execution System Inspection and Basic
Safety and Operation - 7890: -
Qualitative Test - No setpoints
associated

Run Count : 1

November 23, 2021
10:26:56 AM

Start Execution Inlet Pressure Accuracy - Front
MMI: - Pressure Controlled Inlet
- S: 25.0 psi - L: <= 1.2 psi

None

November 23, 2021
10:27:01 AM

End Execution Inlet Pressure Accuracy - Front
MMI: - Pressure Controlled Inlet
- S: 25.0 psi - L: <= 1.2 psi

Run Count : 1

November 23, 2021
10:27:05 AM

Start Execution GC Oven Temperature
Accuracy - 7890: - Temperature
: Oven - S: 230.0°C - L: >= -1.0
AND <= 1.0 % setpoint in K

None

November 23, 2021
10:27:28 AM

Audit Data GC Oven Temperature
Accuracy - 7890: - Temperature
: Oven - S: 230.0°C - L: >= -1.0
AND <= 1.0 % setpoint in K

Manual Data Entry

November 23, 2021
10:27:31 AM

End Execution GC Oven Temperature
Accuracy - 7890: - Temperature
: Oven - S: 230.0°C - L: >= -1.0
AND <= 1.0 % setpoint in K

Run Count : 1

November 23, 2021
10:27:33 AM

Start Execution GC Oven Temperature
Accuracy - 7890: - Temperature
: Oven - S: 100.0°C - L: >= -1.0
AND <= 1.0 % setpoint in K

None

November 23, 2021
10:27:44 AM

Audit Data GC Oven Temperature
Accuracy - 7890: - Temperature
: Oven - S: 100.0°C - L: >= -1.0
AND <= 1.0 % setpoint in K

Manual Data Entry

Page 2 / 7
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User Name: jaruwat.channarong System Id: GM-10
Hostname: ASBKKWX265 Print Date: November 23, 2021 1:12:38 PM

ALS_GM10 Transaction log :
_______________________________________________________________________________________________________

Time Transaction
State

Activity
Performed

Type of Transaction Optional Information

_______________________________________________________________________________________________________
November 23, 2021
10:27:45 AM

End Execution GC Oven Temperature
Accuracy - 7890: - Temperature
: Oven - S: 100.0°C - L: >= -1.0
AND <= 1.0 % setpoint in K

Run Count : 1

November 23, 2021
10:28:26 AM

Start Execution GC Oven Temperature Stability
- 7890: - Temperature : Oven -
S: 100.0°C - L: <= 0.5°C

None

November 23, 2021
10:35:24 AM

Start Execution GC Oven Temperature Stability
- 7890: - Temperature : Oven -
S: 100.0°C - L: <= 0.5°C

None

November 23, 2021
10:35:29 AM

Start Execution GC Oven Temperature Stability
- 7890: - Temperature : Oven -
S: 100.0°C - L: <= 0.5°C

None

November 23, 2021
10:37:44 AM

Start Execution GC Oven Temperature Stability
- 7890: - Temperature : Oven -
S: 100.0°C - L: <= 0.5°C

None

November 23, 2021
10:39:20 AM

Audit Data GC Oven Temperature Stability
- 7890: - Temperature : Oven -
S: 100.0°C - L: <= 0.5°C

Manual Data Entry

November 23, 2021
10:39:23 AM

End Execution GC Oven Temperature Stability
- 7890: - Temperature : Oven -
S: 100.0°C - L: <= 0.5°C

Run Count : 1

November 23, 2021
10:39:26 AM

Start Execution Tune EI - 7000D TQ: - Source: -
EI - Extractor Filament 1
(Qualitative - No setpoints
associated)

None

November 23, 2021
10:41:10 AM

End Execution Tune EI - 7000D TQ: - Source: -
EI - Extractor Filament 1
(Qualitative - No setpoints
associated)

Run Count : 1
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User Name: jaruwat.channarong System Id: GM-10
Hostname: ASBKKWX265 Print Date: November 23, 2021 1:12:38 PM

ALS_GM10 Transaction log :
_______________________________________________________________________________________________________

Time Transaction
State

Activity
Performed

Type of Transaction Optional Information

_______________________________________________________________________________________________________
November 23, 2021
10:41:13 AM

Start Execution Tune EI - 7000D TQ: - Source: -
EI - Extractor Filament 2
(Qualitative - No setpoints
associated)

None

November 23, 2021
10:41:34 AM

End Execution Tune EI - 7000D TQ: - Source: -
EI - Extractor Filament 2
(Qualitative - No setpoints
associated)

Run Count : 1

November 23, 2021
10:43:42 AM

Start Execution Scouting Run - Injection Tower,
Front MMI, TQ: - Source: - EI -
Extractor- Part of GCMS
System Preparation

None

November 23, 2021
10:44:20 AM

Audit Data Scouting Run - Injection Tower,
Front MMI, TQ: - Source: - EI -
Extractor- Part of GCMS
System Preparation

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\SQ_001.D

November 23, 2021
10:45:10 AM

End Execution Scouting Run - Injection Tower,
Front MMI, TQ: - Source: - EI -
Extractor- Part of GCMS
System Preparation

Run Count : 1

November 23, 2021
10:45:14 AM

Start Execution Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

None

November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_003.D

November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_004.D

Page 4 / 7
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User Name: jaruwat.channarong System Id: GM-10
Hostname: ASBKKWX265 Print Date: November 23, 2021 1:12:38 PM

ALS_GM10 Transaction log :
_______________________________________________________________________________________________________

Time Transaction
State

Activity
Performed

Type of Transaction Optional Information

_______________________________________________________________________________________________________
November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_005.D

November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_006.D

November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_007.D

November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_008.D

November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_009.D

November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_010.D

November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_011.D
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User Name: jaruwat.channarong System Id: GM-10
Hostname: ASBKKWX265 Print Date: November 23, 2021 1:12:38 PM

ALS_GM10 Transaction log :
_______________________________________________________________________________________________________

Time Transaction
State

Activity
Performed

Type of Transaction Optional Information

_______________________________________________________________________________________________________
November 23, 2021
10:45:39 AM

Audit Data Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\IDL_012.D

November 23, 2021
10:46:50 AM

End Execution Instrument Detection Limit -
Injection Tower, Front MMI, TQ:
- Source: - EI - Extractor - RSD
L (Area): <= 12.00% - RSD L
(Ret. Time): <= 1.00%

Run Count : 1

November 23, 2021
10:47:03 AM

Start Execution Mass Ratio Precision - Injection
Tower, Front MMI, TQ: -
Source: EI - Extractor - L (RSD):
<= 5.00%

None

November 23, 2021
10:47:23 AM

Audit Data Mass Ratio Precision - Injection
Tower, Front MMI, TQ: -
Source: EI - Extractor - L (RSD):
<= 5.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\MRP_001.D

November 23, 2021
10:47:23 AM

Audit Data Mass Ratio Precision - Injection
Tower, Front MMI, TQ: -
Source: EI - Extractor - L (RSD):
<= 5.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\MRP_002.D

November 23, 2021
10:47:23 AM

Audit Data Mass Ratio Precision - Injection
Tower, Front MMI, TQ: -
Source: EI - Extractor - L (RSD):
<= 5.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\MRP_003.D

November 23, 2021
10:47:23 AM

Audit Data Mass Ratio Precision - Injection
Tower, Front MMI, TQ: -
Source: EI - Extractor - L (RSD):
<= 5.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\MRP_004.D

November 23, 2021
10:47:23 AM

Audit Data Mass Ratio Precision - Injection
Tower, Front MMI, TQ: -
Source: EI - Extractor - L (RSD):
<= 5.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\MRP_005.D
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User Name: jaruwat.channarong System Id: GM-10
Hostname: ASBKKWX265 Print Date: November 23, 2021 1:12:38 PM

ALS_GM10 Transaction log :
_______________________________________________________________________________________________________

Time Transaction
State

Activity
Performed

Type of Transaction Optional Information

_______________________________________________________________________________________________________
November 23, 2021
10:47:23 AM

Audit Data Mass Ratio Precision - Injection
Tower, Front MMI, TQ: -
Source: EI - Extractor - L (RSD):
<= 5.00%

Data files Path :
D:\MassHunter\GCMS\1\data
\Agilent\OQ2021\MRP_006.D

November 23, 2021
10:48:02 AM

End Execution Mass Ratio Precision - Injection
Tower, Front MMI, TQ: -
Source: EI - Extractor - L (RSD):
<= 5.00%

Run Count : 1

November 23, 2021
10:48:07 AM

End Qualification Session OQ

November 23, 2021
10:48:07 AM

Start Reporting Session None

November 23, 2021
1:01:43 PM

Audit AceClosed Session None

November 23, 2021
1:03:30 PM

Audit AceRestarted Session None

November 23, 2021
1:03:32 PM

Audit SessionReloaded Session None

November 23, 2021
1:03:37 PM

Start Qualification Session OQ

November 23, 2021
1:11:56 PM

Audit Reporting Session Report Generated :
Certificate
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TIC of +Q1: from Sample 1 (Pre_Front End) of Pre_Front End.wiff (Turbo Spray) Max. 1.5e7 cps.

0.0 1.0 2.0 3.0 4.0 5.0 6.0 7.0 8.0 9.0 10.0 11.0 12.0 13.0 14.0 15.0 16.0 17.0 18.0 19.0
Time, min

0.0

1.0e6

2.0e6

3.0e6

4.0e6

5.0e6

6.0e6

7.0e6

8.0e6

9.0e6

1.0e7

1.1e7

1.2e7

1.3e7

1.4e7

1.5e7

In
te

n
si

ty
, c

ps

0.45

1.39
3.443.26 4.932.06

5.98 6.50 6.80
9.05

9.36 11.07
9.92 11.62 13.70

15.8914.34
17.34 18.34

19.00

 Printing Time: 3:35:07 PM
 Printing Date: Wednesday, January 26, 2022

 Sample Name: Pre_Front End
 Batch Name: ManualTune.bat

 Operator: Qtrap55
 Acq. Time: 11:38



 +Q1: 10 MCA scans from ... Max. 1.3e7 cps.

58.5 59.0 59.5 60.0
m/z, Da
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 +Q1: 10 MCA scans from ... Max. 1.3e7 cps.
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m/z, Da
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 +Q1: 10 MCA scans from ... Max. 1.3e7 cps.

498 500 502
m/z, Da
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 +Q1: 10 MCA scans from ... Max. 1.3e7 cps.

614 616 618
m/z, Da
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 +Q1: 10 MCA scans from ... Max. 1.3e7 cps.
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m/z, Da
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 +Q1: 10 MCA scans from ... Max. 1.3e7 cps.
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m/z, Da
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 Peak List for " +Q1: 10 MCA scans from Sample 1 (Pre_POS_Q1) of Pre_POS_Q1.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.2044 8.5657e6 0.5053 -0.1544

2 175.1330 175.2920 4.5524e6 0.5454 -0.1590

3 500.3800 500.4362 1.1391e7 0.6942 -0.0562

4 616.4640 616.5072 3.4299e6 0.8173 -0.0432

5 906.6730 906.7258 1.3298e7 1.1424 -0.0528

6 1196.8830 1196.9656 1.4661e6 1.0110 -0.0826



 +Q3: 10 MCA scans from ... Max. 2.8e7 cps.

57.0 58.0 59.0 60.0 61.0 62.0
m/z, Da
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 +Q3: 10 MCA scans from ... Max. 2.8e7 cps.

174 176 178
m/z, Da

0.0

2.0e6

4.0e6

6.0e6

In
te

ns
ity

, 
cp

s

175.1

177.1173.1
176.1

174.0

 +Q3: 10 MCA scans from ... Max. 2.8e7 cps.

498 500 502
m/z, Da
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 +Q3: 10 MCA scans from ... Max. 2.8e7 cps.

614 616 618
m/z, Da
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 +Q3: 10 MCA scans from ... Max. 2.8e7 cps.

904 906 908
m/z, Da
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 +Q3: 10 MCA scans from ... Max. 2.8e7 cps.

1194 1196 1198
m/z, Da
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4.0e6

In
te

ns
ity

, 
cp

s
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 Peak List for " +Q3: 10 MCA scans from Sample 1 (Pre_POS_Q3) of Pre_POS_Q3.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0424 1.6610e7 0.7550 7.5556e-3

2 175.1330 175.1199 7.5892e6 0.8009 0.0131

3 500.3800 500.3700 1.9215e7 0.8267 0.0100

4 616.4640 616.4496 1.0195e7 0.7942 0.0144

5 906.6730 906.6681 2.8102e7 0.8093 4.9185e-3

6 1196.8830 1196.8844 4.1576e6 0.8160 -1.3975e-3



 -Q1: 10 MCA scans from Sample 1 (Pre_Neg PPG ... Max. 1.8e7 cps.
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 -Q1: 10 MCA scans from Sample 1 (Pre_Neg PPG ... Max. 1.8e7 cps.
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0.0

2.0e5

4.0e5

6.0e5

8.0e5

In
te

ns
ity

, c
ps

411.5

412.4

 -Q1: 10 MCA scans from Sample 1 (Pre_Neg PPG ... Max. 1.8e7 cps.

583.0 584.0 585.0 586.0 587.0 588.0
m/z, Da

0.00

2.00e5

4.00e5

6.00e5

8.00e5

1.00e6

In
te

ns
ity

, c
ps

585.4

586.5
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 Peak List for " -Q1: 10 MCA scans from Sample 1 (Pre_Neg PPG Q1) of Pre_Neg PPG Q1.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 45.1112 1.7536e7 0.6880 -0.1132

2 411.2590 411.3740 9.9110e5 0.7174 -0.1150

3 585.3850 585.4521 1.0945e6 0.7372 -0.0671

4 933.6360 933.7504 6.4485e6 0.7742 -0.1144



 -Q3: 10 MCA scans from Sample 1 (Pre_Neg PPG ... Max. 5.3e7 cps.
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 -Q3: 10 MCA scans from Sample 1 (Pre_Neg PPG ... Max. 5.3e7 cps.

409.0 410.0 411.0 412.0 413.0 414.0
m/z, Da

0.0

1.0e5

2.0e5

3.0e5

4.0e5

5.0e5

In
te

ns
ity

, c
ps
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 Peak List for " -Q3: 10 MCA scans from Sample 1 (Pre_Neg PPG Q3) of Pre_Neg PPG Q3.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 44.9817 5.3064e7 0.7482 0.0163

2 411.2590 n/a n/a n/a n/a

3 585.3850 585.3950 4.4474e6 0.7050 -9.9992e-3

4 933.6360 933.6598 1.6727e7 0.7536 -0.0238



TIC of +Q1: from Sample 4 (Post_PM_Contamination_Check) of Post_PM_Contamination_Check.wiff (Turbo Spray) Max. 4.5e7 cps.
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 +Q1: 0.000 min from Sample 4 (Post_PM_Contamination_Check) of Post_PM_Contamination_Check.wiff (Turbo Spray) Max. 2.5e6 cps.
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 +Q1: 10 MCA scans from Sam... Max. 3.0e7 cps.
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 +Q1: 10 MCA scans from Sam... Max. 3.0e7 cps.
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 Peak List for " +Q1: 10 MCA scans from Sample 1 (Post_PM_+Q1_POS_PPG_10MCA_10DA) of Post_PM_+Q1_POS_PPG_10MCA_10DA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0542 3.0478e7 0.7662 -4.1886e-3

2                      175.1330                                                       175.1346                                         1.3348e7                                             0.7545                                  -2.1420e-3
3 500.3800 500.3862 2.1269e7 0.7555 -6.1843e-3

4 616.4640 616.4683 1.9188e7 0.7296 -4.3250e-3

5 906.6730 906.6761 2.6928e7 0.7295 -3.1387e-3

6 1196.8830 1196.8830 2.8198e6 0.7475 1.8240e-5
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614.0 615.0 616.0 617.0 618.0 619.0
m/z, Da

0.0

2.0e7

4.0e7

6.0e7

8.0e7

9.9e7

In
te

ns
ity

, 
cp

s

616.4

617.4

613.5 618.5
614.4

615.4

 +Q1: 50 MCA scans from Sam... Max. 1.5e8 cps.
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 +Q1: 50 MCA scans from Sam... Max. 1.5e8 cps.
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 Peak List for " +Q1: 50 MCA scans from Sample 1 (Post_PM_+Q1_POS_PPG_50MCA_200DA) of Post_PM_+Q1_POS_PPG_50MCA_200DA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0489 1.5253e8 0.7765 1.1463e-3

2 175.1330 175.1401 5.2260e7 0.7702 -7.0851e-3

3 500.3800 500.3863 9.8250e7 0.7575 -6.2812e-3

4 616.4640 616.4594 9.8524e7 0.7227 4.6082e-3

5 906.6730 906.6822 1.3501e8 0.7430 -9.2499e-3

6 1196.8830 1196.8891 1.6084e7 0.7622 -6.1368e-3
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 +Q1: 50 MCA scans from Sam... Max. 1.3e8 cps.
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 +Q1: 50 MCA scans from Sam... Max. 1.3e8 cps.
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 Peak List for " +Q1: 50 MCA scans from Sample 1 (Post_PM_+Q1_POS_PPG_50MCA_1000DA) of Post_PM_+Q1_POS_PPG_50MCA_1000DA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0352 1.3050e8 0.7546 0.0148

2 175.1330 175.1280 4.9310e7 0.7164 4.9746e-3

3 500.3800 500.3711 8.5350e7 0.6753 8.9274e-3

4 616.4640 616.4328 7.8610e7 0.6927 0.0312

5 906.6730 906.6931 1.0248e8 0.6382 -0.0201

6 1196.8830 1196.9088 1.0260e7 0.6920 -0.0258
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 Peak List for " +Q1: 100 MCA scans from Sample 3 (Post_PM_+Q1_POS_PPG_100MCA_2000DA) of Post_PM_+Q1_POS_PPG_100MCA_2000DA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0544 2.1486e8 0.7155 -4.4414e-3

2 175.1330 175.1299 8.3580e7 0.6369 3.0701e-3

3 500.3800 500.3675 1.3028e8 0.6350 0.0125

4 616.4640 616.4556 1.1070e8 0.6433 8.3562e-3

5 906.6730 906.6704 1.4094e8 0.6076 2.6086e-3

6 1196.8830 1196.8531 7.8200e6 0.6231 0.0299
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57.0 58.0 59.0 60.0 61.0 62.0
m/z, Da

0.0

1.0e7

2.0e7

3.0e7

4.0e7

5.0e7

In
te

ns
ity

, c
ps

59.0

57.0
58.0

56.1 60.960.0

 +Q3: 10 MCA scans from Sam... Max. 5.0e7 cps.

173.0 174.0 175.0 176.0 177.0 178.0
m/z, Da

0.0

5.0e6

1.0e7

1.5e7

2.0e7

In
te

ns
ity

, c
ps

175.2

173.1
176.1 177.1174.1

 +Q3: 10 MCA scans from Sam... Max. 5.0e7 cps.

498.0 499.0 500.0 501.0 502.0 503.0
m/z, Da

0.0

5.0e6

1.0e7

1.5e7

2.0e7
2.3e7

In
te

ns
ity

, c
ps

500.4

501.4

502.3
498.4 499.3

 +Q3: 10 MCA scans from Sam... Max. 5.0e7 cps.

614.0 615.0 616.0 617.0 618.0 619.0
m/z, Da

0.0

5.0e6

1.0e7

1.5e7

2.0e7

2.3e7

In
te

ns
ity

, 
cp

s

616.5

617.5

618.4
613.5 614.4

615.5

 +Q3: 10 MCA scans from Sam... Max. 5.0e7 cps.

904.0 905.0 906.0 907.0 908.0 909.0
m/z, Da

0.0

1.0e7

2.0e7

3.0e7

3.9e7

In
te

ns
ity

, 
cp

s

906.7

907.7

908.6

904.5

905.5

 +Q3: 10 MCA scans from Sam... Max. 5.0e7 cps.

1194 1196 1198
m/z, Da

0.0

2.0e6

4.0e6

6.0e6

6.9e6

In
te

ns
ity

, 
cp

s

1196.9

1197.9

1198.9

1194.9

 Peak List for " +Q3: 10 MCA scans from Sample 1 (Post_PM_+Q3_POS_PPG_10Da_10MCA) of Post_PM_+Q3_POS_PPG_10Da_10MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0424 4.9788e7 0.7386 7.6262e-3

2 175.1330 175.1344 2.2112e7 0.7605 -1.3715e-3

3 500.3800 500.3769 2.2565e7 0.7796 3.1388e-3

4 616.4640 616.4696 2.3362e7 0.7607 -5.5757e-3

5 906.6730 906.6751 3.8511e7 0.7631 -2.0994e-3

6 1196.8830 1196.8867 6.9013e6 0.7627 -3.7371e-3
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 +Q3: 50 MCA scans from Sam... Max. 2.5e8 cps.
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 Peak List for " +Q3: 50 MCA scans from Sample 1 (Post_PM_+Q3_POS_PPG_200Da_50MCA) of Post_PM_+Q3_POS_PPG_200Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0484 2.4548e8 0.7669 1.6492e-3

2 175.1330 175.1253 1.0981e8 0.7532 7.6817e-3

3 500.3800 500.3810 1.1633e8 0.7782 -9.6343e-4

4 616.4640 616.4698 1.2224e8 0.7787 -5.7748e-3

5 906.6730 906.6564 1.9470e8 0.7729 0.0166

6 1196.8830 1196.8925 3.0970e7 0.6829 -9.4505e-3
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 +Q3: 50 MCA scans from Sam... Max. 2.0e8 cps.
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 +Q3: 50 MCA scans from Sam... Max. 2.0e8 cps.
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 +Q3: 50 MCA scans from Sam... Max. 2.0e8 cps.
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 +Q3: 50 MCA scans from Sam... Max. 2.0e8 cps.
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 Peak List for " +Q3: 50 MCA scans from Sample 1 (Post_PM_+Q3_POS_PPG_1000Da_50MCA) of Post_PM_+Q3_POS_PPG_1000Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0543 1.8886e8 0.7625 -4.3365e-3

2 175.1330 175.1042 1.1183e8 0.7506 0.0288

3 500.3800 500.3878 1.1677e8 0.7518 -7.7957e-3

4 616.4640 616.4491 1.1915e8 0.7731 0.0149

5 906.6730 906.6761 1.9740e8 0.7660 -3.1444e-3

6 1196.8830 1196.8770 3.4740e7 0.6942 6.0311e-3
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 +Q3: 100 MCA scans from Sa... Max. 3.9e8 cps.
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 +Q3: 100 MCA scans from Sa... Max. 3.9e8 cps.
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 +Q3: 100 MCA scans from Sa... Max. 3.9e8 cps.
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 +Q3: 100 MCA scans from Sa... Max. 3.9e8 cps.
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 +Q3: 100 MCA scans from Sa... Max. 3.9e8 cps.
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 +Q3: 100 MCA scans from Sa... Max. 3.9e8 cps.
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 Peak List for " +Q3: 100 MCA scans from Sample 1 (Post_PM_+Q3_POS_PPG_2000Da_100MCA) of Post_PM_+Q3_POS_PPG_2000Da_100MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 59.0500 59.0462 3.0048e8 0.7678 3.8137e-3

2 175.1330 175.1335 2.0090e8 0.7452 -4.8050e-4

3 500.3800 500.3759 2.2784e8 0.7150 4.1013e-3

4 616.4640 616.4684 2.1862e8 0.7643 -4.3992e-3

5 906.6730 906.6793 3.8830e8 0.7677 -6.3220e-3

6 1196.8830 1196.8782 7.6180e7 0.7249 4.8176e-3
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 -Q1: 10 MCA scans from Sample 1 (Post_PM_NEG_-Q1_1... Max. 6.4e7 cps.
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 -Q1: 10 MCA scans from Sample 1 (Post_PM_NEG_-Q1_1... Max. 6.4e7 cps.
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 -Q1: 10 MCA scans from Sample 1 (Post_PM_NEG_-Q1_1... Max. 6.4e7 cps.
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 -Q1: 10 MCA scans from Sample 1 (Post_PM_NEG_-Q1_1... Max. 6.4e7 cps.
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 Peak List for " -Q1: 10 MCA scans from Sample 1 (Post_PM_NEG_-Q1_10Da_10MCA) of Post_PM_NEG_-Q1_10Da_10MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 44.9874 6.4165e7 0.7463 0.0106

2 411.2590 411.2635 2.6022e6 0.7778 -4.5431e-3

3 585.3850 585.3908 2.7241e6 0.7831 -5.7765e-3

4 933.6360 933.6381 1.0857e7 0.7315 -2.0672e-3
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 -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_2... Max. 3.1e8 cps.
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 -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_2... Max. 3.1e8 cps.
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 -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_2... Max. 3.1e8 cps.
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 -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_2... Max. 3.1e8 cps.

931.0 932.0 933.0 934.0 935.0 936.0
m/z, Da

0.0

1.0e7

2.0e7

3.0e7

4.0e7

4.6e7

In
te

ns
ity

, c
ps

933.7

934.7

935.7

931.7

 Peak List for " -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_200Da_50MCA) of Post_PM_NEG_-Q1_200Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 44.9930 3.1397e8 0.7626 5.0043e-3

2 411.2590 411.2578 1.3156e7 0.7309 1.1898e-3

3 585.3850 585.3881 1.2986e7 0.7763 -3.1045e-3

4 933.6360 933.6457 4.6426e7 0.7995 -9.6603e-3
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 -Q1: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q1_... Max. 7.3e8 cps.
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 -Q1: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q1_... Max. 7.3e8 cps.
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 -Q1: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q1_... Max. 7.3e8 cps.
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 -Q1: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q1_... Max. 7.3e8 cps.

931.0 932.0 933.0 934.0 935.0 936.0
m/z, Da

0.0

2.0e7

4.0e7

6.0e7

8.0e7
9.0e7

In
te

ns
ity

, c
ps

933.6

934.6

935.7

936.4931.7 932.5

 Peak List for " -Q1: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q1_200Da_100MCA) of Post_PM_NEG_-Q1_200Da_100MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 44.9951 7.3026e8 0.7731 2.8718e-3

2 411.2590 411.2516 2.5720e7 0.7177 7.3683e-3

3 585.3850 585.3926 3.6700e7 0.7370 -7.5899e-3

4 933.6360 933.6482 9.0080e7 0.7052 -0.0122
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 -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_1... Max. 3.3e8 cps.
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 -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_1... Max. 3.3e8 cps.
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 -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_1... Max. 3.3e8 cps.
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 -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_1... Max. 3.3e8 cps.
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 Peak List for " -Q1: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q1_100Da_50MCA) of Post_PM_NEG_-Q1_100Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 44.9964 3.3460e8 0.7481 1.5996e-3

2 411.2590 411.2623 1.3650e7 0.7375 -3.2573e-3

3 585.3850 585.3895 1.5660e7 0.7062 -4.4818e-3

4 933.6360 933.6566 5.2210e7 0.7172 -0.0206
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 -Q3: 11 MCA scans from Sample 1 (Post_PM_NEG_-Q3_1... Max. 5.2e7 cps.
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 -Q3: 11 MCA scans from Sample 1 (Post_PM_NEG_-Q3_1... Max. 5.2e7 cps.
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 -Q3: 11 MCA scans from Sample 1 (Post_PM_NEG_-Q3_1... Max. 5.2e7 cps.
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 -Q3: 11 MCA scans from Sample 1 (Post_PM_NEG_-Q3_1... Max. 5.2e7 cps.
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 Peak List for " -Q3: 11 MCA scans from Sample 1 (Post_PM_NEG_-Q3_10Da_10MCA) of Post_PM_NEG_-Q3_10Da_10MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 44.9903 5.1741e7 0.7085 7.6833e-3

2 411.2590 411.2426 4.9900e5 0.6426 0.0164

3 585.3850 585.3709 5.7198e6 0.6389 0.0141

4 933.6360 933.6424 1.6292e7 0.6784 -6.3502e-3
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 -Q3: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q3_2... Max. 2.3e8 cps.
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 -Q3: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q3_2... Max. 2.3e8 cps.
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 -Q3: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q3_2... Max. 2.3e8 cps.
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 -Q3: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q3_2... Max. 2.3e8 cps.
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 Peak List for " -Q3: 50 MCA scans from Sample 1 (Post_PM_NEG_-Q3_200Da_50MCA) of Post_PM_NEG_-Q3_200Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 45.0073 2.2872e8 0.7172 -9.3376e-3

2 411.2590 411.2504 2.5900e6 0.7470 8.6329e-3

3 585.3850 585.3958 2.6578e7 0.7324 -0.0108

4 933.6360 933.6434 7.3734e7 0.7562 -7.4450e-3
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 -Q3: 50 MCA scans from Sample 3 (Post_PM_NEG_-Q3_1... Max. 2.6e8 cps.
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 -Q3: 50 MCA scans from Sample 3 (Post_PM_NEG_-Q3_1... Max. 2.6e8 cps.
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 -Q3: 50 MCA scans from Sample 3 (Post_PM_NEG_-Q3_1... Max. 2.6e8 cps.
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 -Q3: 50 MCA scans from Sample 3 (Post_PM_NEG_-Q3_1... Max. 2.6e8 cps.
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 Peak List for " -Q3: 50 MCA scans from Sample 3 (Post_PM_NEG_-Q3_1000Da_50MCA) of Post_PM_NEG_-Q3_1000Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 44.9955 2.5810e8 0.7370 2.4676e-3

2 411.2590 411.2035 2.8200e6 0.7226 0.0555

3 585.3850 585.3888 2.9720e7 0.7651 -3.7796e-3

4 933.6360 933.6385 8.3120e7 0.7145 -2.4892e-3
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 -Q3: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q3_... Max. 5.7e8 cps.
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 -Q3: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q3_... Max. 5.7e8 cps.

410.0 410.5 411.0 411.5 412.0 412.5
m/z, Da

0.0

2.0e6

4.0e6

6.0e6

In
te

ns
ity

, c
ps

410.0

411.4

412.4

 -Q3: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q3_... Max. 5.7e8 cps.
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 -Q3: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q3_... Max. 5.7e8 cps.
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 Peak List for " -Q3: 100 MCA scans from Sample 1 (Post_PM_NEG_-Q3_2000Da_100MCA) of Post_PM_NEG_-Q3_2000Da_100MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 44.9980 44.9987 5.6554e8 0.7150 -7.3555e-4

2 411.2590 411.3071 3.8600e6 0.7553 -0.0481

3 585.3850 585.3967 6.0460e7 0.7027 -0.0117

4 933.6360 933.6348 1.6266e8 0.7104 1.1769e-3
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 +MS2 (609.30): 10 MCA scans from Sample 1 (Post_PM_Reserpin_MSMS) of Post_PM_Reserpin_MSMS.wiff (Turbo Spray) Max. 1.0e7 cps.
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 Peak List for " +MS2 (609.30): 10 MCA scans from Sample 1 (Post_PM_Reserpin_MSMS) of Post_PM_Reserpin_MSMS.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 195.1000 195.1016 1.0396e7 0.7093 -1.6489e-3

2 236.3000 n/a n/a n/a n/a

3 365.4000 n/a n/a n/a n/a

4 397.2000 n/a n/a n/a n/a

5 609.2810 n/a n/a n/a n/a
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 +Q1: 10 MCA scans from Sample 1 (Post_PM_Reserpin_Q1) of Post_PM_Reserpin_Q1.wiff (Turbo Spray) Max. 8.5e7 cps.
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 Peak List for " +Q1: 10 MCA scans from Sample 1 (Post_PM_Reserpin_Q1) of Post_PM_Reserpin_Q1.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 195.1000 n/a n/a n/a n/a

2 236.3000 n/a n/a n/a n/a

3 365.4000 n/a n/a n/a n/a

4 397.2000 n/a n/a n/a n/a

5 609.2810 609.2942 8.4918e7 0.8782 -0.0132
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 +ER: 50 MCA scans from Sample 1 (+ER_50Da_50MCA) ... Max. 1.0e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_50Da_50MCA) o... Max. 1.0e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_50Da_50MCA) ... Max. 1.0e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_50Da_50MCA) o... Max. 1.0e8 cps.
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 Peak List for " +ER: 50 MCA scans from Sample 1 (+ER_50Da_50MCA) of +ER_50Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 118.0870 118.2823 8.1500e5 0.0893 -0.1953

2 322.0490 322.0458 2.7350e6 0.0848 3.2224e-3

3 622.0290 622.0258 4.0080e7 0.1043 3.1677e-3

4 922.0100 922.0100 9.9610e7 0.0754 3.4039e-6
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 +ER: 50 MCA scans from Sample 1 (+ER_250Da_50MCA)... Max. 5.4e7 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_250Da_50MCA) ... Max. 5.4e7 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_250Da_50MCA)... Max. 5.4e7 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_250Da_50MCA) ... Max. 5.4e7 cps.
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 Peak List for " +ER: 50 MCA scans from Sample 1 (+ER_250Da_50MCA) of +ER_250Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 118.0870 118.0857 6.9750e6 0.1077 1.3319e-3

2 322.0490 322.0488 4.2250e6 0.1148 1.8138e-4

3 622.0290 622.0273 5.4388e7 0.1266 1.6578e-3

4 922.0100 922.0066 4.2488e7 0.1232 3.4307e-3
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 +ER: 50 MCA scans from Sample 1 (+ER_1000Da_50MCA... Max. 9.1e7 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_1000Da_50MCA... Max. 9.1e7 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_1000Da_50MCA... Max. 9.1e7 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_1000Da_50MCA... Max. 9.1e7 cps.
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 Peak List for " +ER: 50 MCA scans from Sample 1 (+ER_1000Da_50MCA) of +ER_1000Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 118.0870 118.0694 8.3000e6 0.1783 0.0176

2 322.0490 322.0532 7.0000e6 0.1848 -4.2488e-3

3 622.0290 622.0738 9.1460e7 0.2164 -0.0448

4 922.0100 922.0867 7.2680e7 0.2403 -0.0767
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 +ER: 50 MCA scans from Sample 1 (+ER_10000Da_50MC... Max. 1.8e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_10000Da_50MC... Max. 1.8e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_10000Da_50MC... Max. 1.8e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_10000Da_50MC... Max. 1.8e8 cps.
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 Peak List for " +ER: 50 MCA scans from Sample 1 (+ER_10000Da_50MCA) of +ER_10000Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 118.0870 118.0612 2.4417e7 0.2846 0.0258

2 322.0490 322.0661 1.7083e7 0.4370 -0.0171

3 622.0290 622.0428 1.7642e8 0.4858 -0.0138

4 922.0100 922.0135 1.2675e8 0.5172 -3.4661e-3
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 +ER: 50 MCA scans from Sample 1 (+ER_20000Da_50MC... Max. 1.6e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_20000Da_50MC... Max. 1.6e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_20000Da_50MC... Max. 1.6e8 cps.
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 +ER: 50 MCA scans from Sample 1 (+ER_20000Da_50MC... Max. 1.6e8 cps.
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 Peak List for " +ER: 50 MCA scans from Sample 1 (+ER_20000Da_50MCA) of +ER_20000Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 118.0870 118.0721 2.2833e7 0.3544 0.0149

2 322.0490 322.0649 1.6833e7 0.5156 -0.0159

3 622.0290 622.0113 1.5833e8 0.5305 0.0177

4 922.0100 921.9999 1.0183e8 0.5708 0.0101
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 -ER: 50 MCA scans from Sample 1 (-ER_50Da_50MCA) of... Max. 3.0e8 cps.
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 -ER: 50 MCA scans from Sample 1 (-ER_50Da_50MCA) of... Max. 3.0e8 cps.
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 -ER: 50 MCA scans from Sample 1 (-ER_50Da_50MCA) of... Max. 3.0e8 cps.
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TIC of -ER: from Sample 1 (-ER_50Da_50MCA) of -ER_50... Max. 1.3e8 cps.
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 Peak List for " -ER: 50 MCA scans from Sample 1 (-ER_50Da_50MCA) of -ER_50Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 112.9850 112.9857 2.2205e7 0.0594 -7.4699e-4

2 431.9820 431.9655 2.9723e8 0.0740 0.0165

3 601.9780 601.9612 2.5957e8 0.0665 0.0168
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 -ER: 50 MCA scans from Sample 1 (-ER_250Da_50MCA) ... Max. 8.2e7 cps.
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 -ER: 50 MCA scans from Sample 1 (-ER_250Da_50MCA) ... Max. 8.2e7 cps.
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 -ER: 50 MCA scans from Sample 1 (-ER_250Da_50MCA) ... Max. 8.2e7 cps.
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TIC of -ER: from Sample 1 (-ER_250Da_50MCA) of -ER_25... Max. 4.6e7 cps.
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 Peak List for " -ER: 50 MCA scans from Sample 1 (-ER_250Da_50MCA) of -ER_250Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 112.9850 112.9836 5.5175e7 0.1200 1.4367e-3

2 431.9820 431.9702 7.7463e7 0.1331 0.0118

3 601.9780 601.9614 8.2000e7 0.1349 0.0166
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 -ER: 50 MCA scans from Sample 3 (-ER_1000Da_50MCA)... Max. 1.3e8 cps.
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 -ER: 50 MCA scans from Sample 3 (-ER_1000Da_50MCA)... Max. 1.3e8 cps.
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 -ER: 50 MCA scans from Sample 3 (-ER_1000Da_50MCA)... Max. 1.3e8 cps.
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TIC of -ER: from Sample 3 (-ER_1000Da_50MCA) of -ER_1... Max. 4.0e7 cps.

0.1 0.2 0.3 0.4 0.5 0.6
Time, min

0.0

1.0e7

2.0e7

3.0e7

4.0e7

In
te

ns
ity

, c
ps

0.58

0.530.320.07
0.390.22

 Peak List for " -ER: 50 MCA scans from Sample 3 (-ER_1000Da_50MCA) of -ER_1000Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 112.9850 112.9849 1.0916e8 0.1607 5.1373e-5

2 431.9820 431.9746 7.3020e7 0.1881 7.3774e-3

3 601.9780 601.9745 1.3398e8 0.1656 3.5160e-3
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 -ER: 50 MCA scans from Sample 1 (-ER_10000Da_50MC... Max. 3.6e8 cps.
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 -ER: 50 MCA scans from Sample 1 (-ER_10000Da_50MCA... Max. 3.6e8 cps.
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 -ER: 50 MCA scans from Sample 1 (-ER_10000Da_50MC... Max. 3.6e8 cps.
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TIC of -ER: from Sample 1 (-ER_10000Da_50MCA) of -ER_... Max. 6.9e7 cps.
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 Peak List for " -ER: 50 MCA scans from Sample 1 (-ER_10000Da_50MCA) of -ER_10000Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 112.9850 112.9741 3.5867e8 0.2939 0.0109

2 431.9820 431.9495 1.3442e8 0.3489 0.0325

3 601.9780 601.9679 2.9700e8 0.3232 0.0101

 Printing Time: 3:09:09 PM
 Printing Date: Wednesday, January 26, 2022

 Sample Name: -ER_10000Da_50MCA
 Batch Name: ManualTune.bat

 Operator: Qtrap55
 Acq. Time: 15:08



 -ER: 50 MCA scans from Sample 1 (-ER_20000Da_50MC... Max. 3.5e8 cps.
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 -ER: 50 MCA scans from Sample 1 (-ER_20000Da_50MCA... Max. 3.5e8 cps.
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 -ER: 50 MCA scans from Sample 1 (-ER_20000Da_50MC... Max. 3.5e8 cps.
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TIC of -ER: from Sample 1 (-ER_20000Da_50MCA) of -ER_... Max. 8.3e7 cps.
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 Peak List for " -ER: 50 MCA scans from Sample 1 (-ER_20000Da_50MCA) of -ER_20000Da_50MCA.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 112.9850 112.9885 2.6883e8 0.3755 -3.4532e-3

2 431.9820 431.9747 1.3950e8 0.4569 7.3002e-3

3 601.9780 601.9582 3.4900e8 0.4141 0.0198

 Printing Time: 3:07:54 PM
 Printing Date: Wednesday, January 26, 2022

 Sample Name: -ER_20000Da_50MCA
 Batch Name: ManualTune.bat

 Operator: Qtrap55
 Acq. Time: 15:07



 +EPI (609.20): 20 MCA scans from Sample 2 (EPI_10000_Q0 Trapping Off) of EPI_10000_Q0 Trapping Off.wiff (Turbo Spray) Max. 3.0e6 cps.
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Peak List for " +EPI (609.20): 20 MCA scans from Sample 2 (EPI_10000_Q0 Trapping Off) of EPI_10000_Q0 Trapping Off.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 195.1000 195.2400 2.8333e6 0.3600 -0.1400

2 236.1000 236.0400 2.5000e5 0.1200 0.0600

3 365.1000 365.0400 5.0000e5 0.2400 0.0600

4 397.2000 397.2892 2.2500e6 0.3197 -0.0892

5 609.2810 609.2497 3.0000e6 0.4200 0.0313

Acq. File: EPI_10000_Q0 Trapping Off.wiff
Acq. Date: Wednesday, September 29, 2021

Acq. Time: 16:07

Project: API Instrument
Sample Name: EPI_10000_Q0 Trapping Off

Printing Date: Wednesday, September 29, 2021
Printing Time: 4:07:40 PM



 +EPI (609.30): 20 MCA scans from Sample 2 (EPI_10000_Trapping_On) of EPI_10000_Trapping_On.wiff (Turbo Spray) Max. 3.3e7 cps.
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 Peak List for " +EPI (609.30): 20 MCA scans from Sample 2 (EPI_10000_Trapping_On) of EPI_10000_Trapping_On.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 195.1000 195.1276 3.3000e7 0.3134 -0.0276

2 236.3000 236.2145 3.0000e6 0.3000 0.0855

3 365.4000 365.2800 2.0000e6 0.3370 0.1200

4 397.2000 397.2564 1.7333e7 0.3991 -0.0564

5 609.2810 609.1944 2.5500e7 0.4038 0.0866

 Printing Time: 3:31:36 PM
 Printing Date: Wednesday, January 26, 2022

 Sample Name: EPI_10000_Trapping_On
 Batch Name: ManualTune.bat

 Operator: Qtrap55
 Acq. Time: 15:31



 +MS3 (609.30),(397.20): 20 MCA scans from Sample 1 (MSMSMS_Fracmentation) of MSMSMS_Fracmentation.wiff (Turbo Spray) Max. 9.5e6 cps.
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 Peak List for " +MS3 (609.30),(397.20): 20 MCA scans from Sample 1 (MSMSMS_Fracmentation) of MSMSMS_Fracmentation.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 195.1000 n/a n/a n/a n/a

2 236.3000 236.2972 9.4600e6 0.2303 2.7771e-3

3 365.4000 365.3367 8.6400e6 0.2040 0.0633

4 397.2000 397.3647 5.2600e6 0.2099 -0.1647

5 609.2810 n/a n/a n/a n/a

 Printing Time: 3:34:29 PM
 Printing Date: Wednesday, January 26, 2022

 Sample Name: MSMSMS_Fracmentation
 Batch Name: ManualTune.bat

 Operator: Qtrap55
 Acq. Time: 15:34



 +MS3 (609.30),(397.20): 20 MCA scans from Sample 1 (MSMSMS_No_Fracmentation) of MSMSMS_No_Fracmentation.wiff (Turbo Spray) Max. 4.4e7 cps.
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 Peak List for " +MS3 (609.30),(397.20): 20 MCA scans from Sample 1 (MSMSMS_No_Fracmentation) of MSMSMS_No_Fracmentation.wiff (Turbo Spray)"

Target Mass (Da) Found At (Da) Intensity (cps) Width (Da) Mass Shift (Da)

1 195.1000 n/a n/a n/a n/a

2 236.3000 n/a n/a n/a n/a

3 365.4000 n/a n/a n/a n/a

4 397.2000 397.3623 4.4080e7 0.2359 -0.1623

5 609.2810 n/a n/a n/a n/a

 Printing Time: 3:33:20 PM
 Printing Date: Wednesday, January 26, 2022

 Sample Name: MSMSMS_No_Fracmentation
 Batch Name: ManualTune.bat

 Operator: Qtrap55
 Acq. Time: 15:32
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