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HRMS Spectra of Sa

Sample Name Position Instrument Name
Inj Vol InjPosition SampleType
Data Filename ACQ Method Comment

User Name
IRM Calibration Status
Acquired Time
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HRMS Spectra of Sb

Sample Name Position Instrument Name
Inj Vol InjPosition SampleType
Data Filename ACQ Method Comment

| L L
270 275 280 285 290 295

User Name
IRM Calibration Status
Acquired Time

410 2 | *ES! Scan (31.3 sec) Frag=175.0V MSM8.d

1 226.0904
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Sample Name

Inj Vol

Data Filename

Position
InjPosition
ACQ Method

HRMS Spectra of S¢

Instrument Name User Name
SampleType IRM Calibration Status
Comment Acquired Time

x10 2
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HRMS Spectra of 5d

Instrument Name User Name
SampleType IRM Calibration Status
Comment Acquired Time

x10 2 | +*ESI Scan (33.3 sec) Frag=175.0V MSM-2.d
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HRMS Spectra of Se

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 1 |+ESI| Scan (8.0 sec) Frag=175.0V MSM-6.d
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HRMS Spectra of 5f

Sample Name Position Instrument Name User Name

Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 2 |+ES| Scan (5.1 sec) Frag=175.0V MSM5.d
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HRMS Spectra of Sg

‘Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

%10 2 |[+ESI Scan (12.7 sec) Frag=175.0V MSMS.d
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HRMS Spectra of Sh

Sample Name  "MD-3BR-AG Position Vial 1 Instrument Name Instrument 1 User Name
1Inj Vol -10 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MD-3BR-AG.d ACQ Method Comment Acquired Time 1/6/2015 3:52:29 PM

x10 3 |+ESI Scan (23.4 sec) Frag=100.0V MD-3BR-AG.d
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HRMS Spectra of Si

Sample Name  MD-3BR-PH-A Position Vial 1 Instrument Name Instrument 1 User Name
Inj Vol -10 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MD-3BR-PH-A.d ACQ Method Comment Acquired Time 1/7/2015 2:53:12 PM

x10 4 |*+ESI Scan (23.6 sec) Frag=70.0V MD-3BR-PH-A.d
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HRMS Spectra of 5j

Sample Name  MD-SO-NO-AB Position Vial 1 Instrument Name Instrument 1 User Name
Inj Vol -10 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MD-SO-NO-AB.d ACQ Method Comment Acquired Time 1/7/2015 2:51:13 PM
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Sample Name
Inj Vol
Data Filename
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HRMS Spectra of Sk

1 Instrument Name
SampleType

Comment

Instrument 1
Sample

User Name

Acquired Time

IRM Calibration Status

Success
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HRMS Spectra of Sm

Instrument Name
SampleType
Comment

User Name
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HRMS Spectra of Sn

Sample Name . Position

Inj Vol

InjPosition

Data Filename ACQ Method

Instrument Name User Name
SampleType 1RM Calibration Status
Comment Acquired Time
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HRMS Spectra of S0

Sample Name MD-11-2 Position -1

Inj Vol

-10 InjPosition

Data Filename  MD-11-2.d ACQ Method

Instrument Name Instrument 1 User Name
SampleType Sample IRM Calibration Status Success
Comment Acquired Time 4/8/2014 3:07:23 PM
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Sample Nai
Inj Vol

Data Filename

x10 1

3.51
34
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HRMS Spectra of Sp

Position
InjPosition
ACQ Method

Instrument Name
SampleType
Comment

me

User Name
IRM Calibration Status
Acquired Time

+ESI| Scan (4.2 sec) Frag=175.0v MSM7.d
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HRMS Spectra of 5q

Position

InjPosition
ACQ Method

Instrument Name
SampleType
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User Name
IRM Calibration Status
Acquired Time

+ESI Scan (20.6 sec) Frag=175.0V MD-16-SM.d
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HRMS Spectra of Ss

Sample Name Position Instrument Name

Inj Vol InjPosition SampleType
Data Filename ACQ Method Comment

User Name
IRM Calibration Status
Acquired Time

x10 1 |+*ESI Scan (9.2 sec) Frag=175.0V MD-14C.d
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HRMS Spectra of 5t

Sample Name Position Instrument Name

Inj Vol InjPosition SampleType
Data Filename ACQ Method Comment

User Name

IRM Calibration Status
Acquired Time
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HRMS Spectra of Su

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 2 |+ESI| Scan (18.7 sec) Frag=175.0V MSM-12.d
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HRMS Spectra of Sv

Sample Name . Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 2 |*ESI Scan (27.4 sec) Frag=175.0V MSM-13A.d
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Sample Name

Inj Vol

Data Filename

x10 2
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HRMS Spectra of Sw

MD-16-OCT-SM
-10
MD-16-OCT-SM.d

Position
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ACQ Method

Instrument Name
SampleType
Comment
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Sample

User Name
IRM Calibration Status
Acquired Time
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HRMS Spectra of 5x

User Name
IRM Calibration Status
Acquired Time

Name L
SampleType Unavailable

Comment Sample information is
unavailable
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ACQ Method
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HRMS Spectra of 6a

Sample Name MD3F6 Position -1 Name 1 User Name
Inj Vol -10 InjPosition SampleType Sample IRM Calibration Status ‘Success
Data Filename  MD3F6.d ACQ Method Comment Acquired Time 4/28/2014 11:55:32 AM

+ESI| Scan (16.5 sec) Frag=175.0v MD3F6.d
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HRMS Spectra of 6b

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 2 | *ESI Scan (29.2 sec) Frag=175.0V MF8.d
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HRMS Spectra of 6¢

Sample Name Position Instrument Name User Name
1Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Aoquired Time

x10 24 +ESI Scan (9.0 sec) Frag=175.0V MF-10.d

328.1225
14 |
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HRMS Spectra of 6d

Sample Name  MD2F6 Position -1 Instrument Name Instrument 1 User Name
Inj Vol -10 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  MD2F6.d ACQ Method Comment Acquired Time 4/28/2014 11:52:46 AM

x10 2 | +*ESI Scan (19.2 sec) Frag=175.0V MD2F6.d
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Sample Name

Inj Vol

Data Filename

HRMS Spectra of 6e

Position
InjPosition
ACQ Method

Instrument Name

SampleType
Comment

User Name
IRM Calibration Status
Acquired Time
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0.9
0.85-
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HRMS Spectra of 6f

Instrument Name

SampleType

Comment

User Name
IRM Calibration Status
Acquired Time

+ESI Scan (57.2 sec) Frag=175.0V MF5.d
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Sample Name

Inj Vol

Data Filename

x10 2
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0.8
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0.65
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HRMS Spectra of 6g

Position
InjPosition
ACQ Method

Instrument Name

SampleType
Comment

User Name
IRM Calibration Status
Acquired Time

+ESI| Scan (19.9 sec) Frag=175.0V MF9.d
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HRMS Spectra of 6h

MD-3Br-A-2ND
-10
MD-3Br-A-2ND.d

Position Vial 1
InjPosition

ACQ Method

Instrument Name

SampleType
Comment

Instrument 1
Sample

User Name
IRM Calibration Status
Acquired Time
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1/6/2015 11:51:51 AM
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Sample Name  MD-3BR-PH-B Position Vial 1 Instrument Name Instrument 1

Inj Vol

Data Filename  MD-3BR-PH-B.d ACQ Method Comment

x10 4
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HRMS Spectra of 6i

* a User Name

-10

InjPosition SampleType Sample IRM Calibration Status
Acquired Time

Success
1/7/2015 2:54:44 PM

+ESI Scan (31.2 sec) Frag=70.0v MD-3BR-PH-B.d

Br. o
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HRMS Spectra of 6

Vial 1 Instrument Name Instrument 1 User Name
Sample IRM Calibration Status
Acquired Time

MD-SONO-F Position
-10 InjPosition SampleType

MD-SONO-F.d ACQ Method Comment
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1/6/2015 11:55:03 AM
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Sample Name

Inj Vol

Data Filename ~ MD-CF3-Ad

x10 3
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0.05

HRMS Spectra of 6k

Position
InjPosition
ACQ Method

MD-CF3-A Vial 1
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SampleType
Comment

IRM Calibration Status Success
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HRMS Spectra of 6m
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HRMS Spectra of 6n

Sample Name MD-BF3 - Position -1 Instrument Name Instrument 1 User Name
Inj Vol -10 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MD-BF3.d ACQ Method Comment Acquired Time 7/17/2013 2:33:52 PM
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HRMS Spectra of 6p

Sample Name Position Instrument Name User Name
Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method ‘Comment Acquired Time
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HRMS Spectra of 6q

Instrument Name

SampleType
Comment

Position
InjPosition
ACQ Method

Sample Name
Inj Vol
Data Filename

User Name
IRM Calibration Status
Acquired Time

+ESI Scan (26.4 sec) Frag=175.0V MD-16.d
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HRMS Spectra of 6s

Sample Name
Inj Vol
Data Filename

Position
InjPosition
ACQ Method

Instrument Name
SampleType
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User Name

IRM Calibration Status

Acquired Time
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Sample Name
1Inj Vol
Data Filename

Position

InjPosition
ACQ Method

HRMS Spectra of 6t

Instrument Name
SampleType
Comment

User Name
IRM Calibration Status
Acquired Time
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HRMS Spectra of 7u
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1Inj Vol
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Unavailable
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Sample information is
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HRMS Spectra of 7v

Sample Name Position Instrument Name User Name
1Inj Vol InjPosition SampleType IRM Calibration Status
Data Filename ACQ Method Comment Acquired Time

x10 2 | +ESI Scan (6.1 sec) Frag=175.0V MF-13.d
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HRMS Spectra of 7w

Sample Name  MD-7U-A Position Vial 1 Instrument Name Instrument 1 User Name .
Inj Vol -10 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MD-7U-Ad ACQ Method Comment . Acquired Time 1/7/2015 3:13:16 PM
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HRMS Spectra of 7x

Sample Name  Unavailable Position Name L User Name Unavailable

Inj Vol Unavailable InjPosition L Ype IRM Calibration Status Success

Data Filename  MD-SH-OH-6.d ACQ Method Comment Sample information is . Acquired Time Unavailable
unavailable

x10 4 |+ESI Scan (14.9 sec) Frag=135.0V MD-SH-OH-3.d

8.25
8]

'I’\'ls
7.75- i, ,\\\\{
Ho™ (0 e

6-51 378.1191

de L.I.JL el L nl.“l.md b \ h T o

100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600
Counts vs. Mass-to-Charge (m/z)

S23



