Submit Sample To: Mass Spectrometry Facility
UofM 207 Pleasant St. SE

University of Minnesota Department of Chemistry Minneapolis, MN 55455

Mass Spectrometry Service Laboratory Phonej: (612)-635-8099
email: chmmslab@umn.edu FAX : (612)-626-7541

Name: Zhongda Pan Phone: 612 481 7665 Date:03/04/13
Email:panxx160@umn.edu Email Results? Yes | FAX: FAX Results? Y / N
P.1./Advisor: Chris Douglas U of M Budget # 5190022
Company/University: P.O.# (For non-U of M Clients)
Shipping Address: Billing Address:
Sample Label:6a Molecular Weight:162.2283
Structural Formula or Sample Composition: Molecular Formula:C,H ;404
QH Melting/Boiling Point:N/A
Solubility: DCM, CH;CN, MeOH, EA
6a Thermal Stability: Yes

Toxicity: NO

Reactivity: acidic proton
Chromatography Conditions: Analysis Requested

El CI [ MALDI |  Esl

Low Resolution
Nominal Mass

High Resolution . J
Accurate Mass -

Special Sample Considerations: | +Ve

-Ve
GCMS
LCMS
Instrument Used Conditions Used Operator Comments
Finnigan MAT 95 Source Temp:
Bruker Reflex I1I Acc. Voltage: = < i o
- (M- o (el ofed
Bruker BioTOF II Resolution: '
Waters Triple Quad Scan Range:
Waters Synapt G2 Gas Used:
Log #: I Analyst: Analysis Date: Analyses Run: Total Cost:
100643
6a
chresi

Kyle Kalstabakken
3/12/2013 12:58:35 PM



Display Report

Analysis Info
Analysis Name

Z:\mslab\100643\5hi_res

Acquisition Date

4/12/2013 10:58:01 AM

Method negative_041013.tofpar Operator operator name
Sample Name 100643 Instrument BioTOF Il
Comment
Acquisition Parameter
n/a n/a n/a n/a detbias 1800 V
EndP 3000 V n/a n/a n/a n/a
Intens.J 1low_res: -MS|
2000+
] 161.1
15004
10004
321.1 379.2
1 1771
15001 2552
283.2
212.0 4731
olel ,Ju....L.L.. [~ | IR O 1 T T P TR, L.
] 5hi_res: -MS
161.0968
15004
1000+
520.9148
500 248.9593
1 384.9339
321.1812
‘ |. ’ 473.2850
0L Al I. ll!...J il s A ol I ! ! . Al
150 " 200 " 250 "300 350 " 400 "450 500  miz
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UofM

University of Minnesota Department of Chemistry

Mass Spectrometry Service Laboratory
email: chmmslab@umn.edu

Mass Spectrometry Facility
207 Pleasant St. SE
Minneapolis, MN 55455
Phone: (612)-625-8099
FAX : (612)-626-7541

Submit Sample To:

Name: Zhongda Pan

Phone: 612 481 7665 Date:03/04/13

Email:panxx160@umn.edu Email Results? Yes

FAX:

P.1./Advisor: Chris Douglas

U of M Budget # 5190022

Company/University:

P.O.# (For non-U of M Clients)

Shipping Address:

Billing Address:

Sample Label:1d

Molecular Weight:316.7788

Structural Formula or Sample Composition:
cl

0

O O©OH
@/WMG

1d

Molecular Formula:C,gH;7CIO4

Melting/Boiling Point:N/A

Solubility: DCM, CH3;CN, MeOH, EA

Thermal Stability: Yes

Toxicity: NO

Reactivity: acidic proton

Chromatography Conditions:

-

Analysis Requested

EI CI MALDI ESI
Low Resolution
~Nominal Mass
High Resolutior
| . J
Special Sample Considerations: | +Ve
“¥e 3?* ; il
GCMS
LCMS
Instrument Used Conditions Used Operator Comments
Finnigan MAT 95 Source Temp:
Bruker Reflex III Acc. Voltage: B o
' . c.o (1
Bruker BioTOF 11 Resolution: I_."/l‘ Hl I 1
Waters Triple Quad Scan Range:
Waters Synapt G2 Gas Used:
Log #: | Analyst: Analysis Date: Analyses Run: Total Cost:
100644
1d
chresi

Kyle Kalstabakken
3/12/2013 12:59:38 PM

FAX Resulis? Y / N




Display Report

Analysis Info Acquisition Date  4/11/2018 5:19:07 PM
Analysis Name  Z:\mslab\100644\6hi_res

Method negative_041013.tofpar Operator operator name
Sample Name 100644 Instrument BioTOF Il

Comment

Acquisition Parameter
nfa n/a n/a n/a detbias 1800 V
EndP 3000 V n/a n/a n/a nfa

Intens 1low_res: -MS

315.1

300+

] 351.0

200+

1004

3 lal. .JAL Lidda ST | (S ,..JLLM“_._‘.LMALL Al L ) | ROV Y] O Y 1

6hi_res: -MS

S N |

- 397.1710

600+

1 353.1
133.0184 480
400+

200+ 265.1007
112.9914
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Submit Sample To: Mass Spectrometry Facility
U Of M 207 Pleasant St. SE

University of Minnesota Department of Chemistry Minneapolis, MN 55455

Mass Spectrometry Service Laboratory Pliowe: (613)'6_25 28099
email: chmmslab@umn.edu FAX: (612)-626-7541

Name: Zhongda Pan Phone: 612 481 7665 Date:03/04/13
Email:panxx160@umn.cdu Email Resulis? Yes | FAX: FAX Results? Y / N
P.1./Advisor: Chris Douglas U of M Budget # 5190022
Company/University: P.O.# (For non-U of M Clients)
Shipping Address: Billing Address:
Sample Label:1h Molecular Weight:327.3313
Structural Formula or Sample Composition: Molecular Formula:C,gH7NOs

I/Nol Melting/Boiling Point:N/A

Oy Solubility: DCM, CH;CN, MeOH, EA
| : . OHMe “Thermal Stabilify: Yes
Toxicity: NO
N Reactivity: acidic proton
Chromatography Conditions: r Analysis Requested
El CI MALDI ESI

Low Resolution
Nominal Mass

High Resolution ~/
Accurate Mass

Special Sample Considerations: | +Ve

-Ve
GCMS
LCMS
Instrument Used Conditions Used Operator Comments
Finnigan MAT 95 Source Temp:
Bruker Reflex 111 Acc. Voltage: %
- 33b.10XT
Bruker BioTOF 11 Resolution: K_ M- \'\’& .3
Waters Triple Quad Scan Range:
Waters Synapt G2 Gas Used:
Log #: | Analyst: Analysis Date: Analyses Run: Total Cost:
100645
1h
chresi

Kyle Kalstabakken
3/12/2013 1:00:35 PM



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Z:\mslab\100645\5hi_res
negative_041013.tofpar
100645

Acquisition Date  4/11/2013 5:28:57 PM

Operator
Instrument

operator name
BioTOF I

Acquisition Parameter

n/a n/a
EndP 3000V

nfa
n/a

n/a
n/a

detbias
n/a

1800 V
n/a

Intens.

so06] 326.1

3000

2000+

1low_res: -MS

326.1027

133.0116 397.1709

265.0914
221.0680 JL

Laal L sl

441.187M

ll..A.LLLAl.u)_L ““mw A

5hi_res: -MS
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Submit Sample To: Mass Spectrometry Facility
U Of M 207 Pleasant St. SE

University of Minnesota Department of Chemistry Minneapolis, MN 55455

Mass Spectrometry Service Laboratory Phonej: (612)-625-8099
email: chmmslab@umn.edu FAX : (612)-626-7541

Name: Zhongda Pan Phone: 612 481 7665 Date:03/04/13
Email:panxx160@umn.edu Email Results? Yes | FAX: FAX Results? Y / N
P.1./Advisor: Chris Douglas U of M Budget # 5190022
Company/University: P.O.# (For non-U of M Clients)
Shipping Address: " Billing Address:
Sample Label:1i Molecular Weight:316.7788
Structural Formula or Sample Composition: Molecular Formula:C,gH;7C10;
Cl
Melting/Boiling Point:N/A
o) Solubility: DCM, CH;CN, MeOH, EA

O OH Thermal Stability: Yes
CL/WMB Toxicity: NO

Reactivity: acidic proton

Chromatography Conditions: Analysis Requested

El CI MALDI ESI

Low Resolution
Nominal Mass

High Resolution _— J
Accurate Mass -

Special Sample Considerations: | +Ve

-Ve
GCMS g’i
LCMS
Instrument Used Conditions Used Operator Comments
Finnigan MAT 95 Source Temp:
Bruker Reflex I1I Acc. Voltage: -
Hl o Ri5.078
Bruker BioTOF II Resolution: E M H] . S| b‘
Waters Triple Quad Scan Range:
Waters Synapt G2 Gas Used:
Log #: Analyst: Analysis Date: Analyses Run: Total Cost:
100646
1i
chresi

Kyle Kalstabakken
3/12/2013 1:01:35 PM



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Z:\mslab\100646\5hi_res
negative_041013.tofpar
100646

Acquisition Date  4/11/2013 5:37:13 PM

Operator
Instrument

operator name
BioTOF I

Acquisition Parameter

n/a n/a
EndP 3000V

n/a
n/a

n/a

n/a n/a

detbias

1800 V
n/a

Intens.
120

315.1

100

80+

60

40_

20+

Ll Bduy uM. l..dlndilullu.nllll.l L 1wy

Al |
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il llll‘ll|lll.l|l b |
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Bruker Daltonics DataAnalysis 3.4

printed:  4/11/2013  6:42:01 PM
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Submit Sample To: Mass Spectrometry Facility
U Of M 207 Pleasant St. SE

University of Minnesota Department of Chemistry Minneapolis, MN 55455

Mass Spectrometry Service Laboratory Elidines (G128 605-809R
email: chmmslab@umn.edu FAX : (612)-626-7541

Name: Zhongda Pan Phone: 612 481 7665 Date:03/04/13
Email:panxx160@umn.edu Email Results? Yes | FAX: FAX Results? Y / N
P.1./Advisor: Chris Douglas U of M Budget # 5190022
Company/University: P.O.# (For non-U of M Clients)
Shipping Address: Billing Address:
| Sample Label:1n Molecular Weight:352.3045
Structural Formula or Sample Composition: Molecular Formula:C,gH;sF;04
CF
. : Melting/Boiling Point:N/A
5 o Solubility: DCM, CH;CN, MeOH, EA
Thermal Stability: Yes
O:O/\WME - 4
. Toxicity: NO
n
Reactivity: acidic proton
Chromatography Conditions: Analysis Requested
El i CI MALDI ESI
Low Resolution
Nominal Mass
High Resolution
Accurate Mass
Special Sample Considerations: | +Ve
-Ve
GCMS g
LCMS
Instrument Used Conditions Used Operator Comments
Finnigan MAT 95 Source Temp:
Bruker Reflex III Acc. Voltage: . = — '
, _ [M-4] 3510849
Bruker BioTOF I Resolution:
Waters Triple Quad Scan Range:
Waters Synapt G2 Gas Used:
Log #: I Analyst: Analysis Date: Analyses Run: Total Cost:
100647
n
chresi
Kyle Kalstabakken

3/12/2013 1:02:39 PM



Display Report

Analysis Info
Analysis Name

Z\mslab\100647\2hi_res

Acquisition Date

4/11/2013 5:42:54 PM

Method negative_041013.tofpar Operator operator name
Sample Name 100647 Instrument BioTOF I
Comment
Acquisition Parameter
n/a n/a nfa n/a detbias 1800V
EndP 3000 V n/a n/a n/a n/a
Intensj 1low_res: -MS|
| 3511
3000+
2000+
1 145.0
1000, 265.
1 293.2 326.1
) 185.1 l l 309.2 |
0 | = 1 'l | " ._I. .l.ll. 11. [ FOPPR N || Y. %
1 2hi_res: -MS
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3001
200+
100 309.1179
] 204.9896 265.[)939
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UofM

University of Minnesota Department of Chemistry

Mass Spectrometry Service Laboratory
email: chmmslab@umn.edu

Mass Spectrometry Facility
207 Pleasant St. SE
Minneapolis, MN 55455
Phone: (612)-625-8099
FAX : (612)-626-7541

Submit Sample To:

Name: Zhongda Pan

Phone: 612 481 7665 Date:03/04/13

Email:panxx160@umn.edu Email Results? Yes

FAX:

P.1./Advisor: Chris Douglas

U of M Budget # 5190022

Company/University:

P.O.# (For non-U of M Clients)

Shipping Address:

Billing Address:

Sample Label:2h

Molecular Weight:323.3313

Structural Formula or Sample Composition:
NO,

2h

Molecular Formula:C,gH;7NOs

FAX Results? Y / N

Melting/Boiling Point:N/A

Solubility: DCM, CH3;CN, MeOH, EA

Thermal Stability: Yes

Toxicity: NO

Reactivity: acidic proton

Chromatography Conditions: Analysis Requested
El CI MALDI ESI
Low Resolution
Nominal Mass
High Resolution
‘ Acgcurafes ‘l)\/IlL:: J
Special Sample Considerations: |+Ve
-Ve 1%;
P
GCMS
LCMS
Instrument Used Conditions Used Operator Comments
Finnigan MAT 95 Source Temp:
Bruker Reflex ITI Acc. Voltage: ] - I " \,{
A =) 336105
Bruker BioTOF 11 Resolution: E M W 3
Waters Triple Quad Scan Range:
Waters Synapt G2 Gas Used:
Log #: Analyst: Analysis Date: Analyses Run: Total Cost:
100648
2h
chresi
Kyle Kalstabakken

3/12/2013 1:03:28 PM




Display Report

Analysis Info

Analysis Name

Method
Sample Name
Comment

Z:\mslab\100648\3hi_res
negative_041013.tofpar
100648

Acquisition Date  4/11/2013 5:53:24 PM

Operator
Instrument

operator name
BioTOF Il

Acquisition Parameter

n/a
EndP

n/a

3000 V n/a

n/a
n/a

detbias

nfa

1800 V
n/a

Intens.

6000+

4000+

2000+

326.1

1low_res: -MS

1250
10005
750;
500%

1133.0036
2501

PR

326.

265.0936

1034

i L L‘L_A_h_‘l

397.1654

L

441.2006 485.2217

’

529.2531

A

3hi_res: -MS

573.i43 =
17.2978
£978 6613320 705.3781
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Bruker Daltonics DataAnalysis 3.4

printed:

4/12/2013

2:14:39 PM

Page 1 of 1



U Of M Submit Sample To: ;/z)'c}/s;lse;;g;r:)g:etsl% Facility
University of Minnesota Department of Chemistry Minneapolis, MN 55455
Mass Spectrometry Service Laboratory Phone: (612)-625-8099
email: chmmslab@umn.edu FAX: (612)-626-7541
Name: Zhongda Pan Phone: 612 481 7665 Date:03/04/13
Email:panxx160@umn.edu EEmail Results? Yes | FAX: FAX Results? Y / N
P.I./Advisor: Chris Douglas U of M Budget # 5190022
Company/University: P.O.# (For non-U of M Clients)
Shipping Address: Billing Address:
Sample Label:2n Molecular Weight:352.3045
Structural Formula or Sample Composition: Molecular Formula:C,gH,sF;04

e e Melting/Boiling Point:N/A
@[ Solubility: DCM, CH;CN, MeOH, EA

oo O O Thermal Stability: Yes

2n Toxicity: NO
Reactivity: acidic proton

Chromatography Conditions: Analysis Requested

El ClI MALDI ESI

Low Resolution
Nominal Mass

High Resolution e \/
Accurate Mass

Special Sample Considerations: | +Ve

-Ve
GCMS
LCMS :
e
Instrument Used Conditions Used Operator Comments
Finnigan MAT 95 Source Temp:
Bruker Reflex 111 Acc. Voltage:
« N = @2
% ) 35 l .0 %g i
Bruker BioTOF II Resolution: L M H] ' 3
Waters Triple Quad Scan Range:
Waters Synapt G2 Gas Used:
Log #: I Analyst: Analysis Date: Analyses Run: Total Cost:
100649
2n
chresi
Kyle Kalstabakken

3/12/2013 1:04:23 PM



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Z:\mslab\100649\4hi_res
negative_041013.tofpar
100649

Acquisition Date  4/11/2013 6:04:25 PM

Operator
Instrument

operator name
BioTOF Il

Acquisition Parameter

n/a nfa

EndP 3000 V n/a

n/a
n/a

1800 V
n/a

detbias
n/a

lmens.:

x104]
1.251
1.007

0.757

] 2050 2481

351.1

4015.2

1low_res:

-MS

1183.0252

i

308.1190

L,

265.0980
e eyl

Lo

351.0837

4
441.1956

397.1728

smtlie L L

4hi_res:

85.2245

529.2509

573.2776

617.3020661.3268
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Bruker Daltonics DataAnalysis 3.4

printed:  4/12/2013

2:21:04 PM Page 1 of 1



