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ESI-MS: AK-PhD-013

XMA3S Mass Analysis for /Data/UNTI_FR/KAST9655 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 342.0942110
Charge = +1
¥ C H N o} Na mass DBE error

*** Mass Analysis for mass 342.0942110

1 16 17 1 6 1 342.0548084 8.5 5.974e-04
2 14 15 4 5 1 342.08934657 9.0 7.453e-04
3 13 16 3 8 0 342.0931809 7.5 1.020e-03
4 16 14 4 5 0 342.0958710 12.0 1.660e-03
5 25 12 1 1 0 342.0913404 20.5 2.871e-03
6 18 16 1 6 0 342.09872137 11.5 3.003e-03
7 19 15 2 3 1 342.0974884 13,0 3.277e~03
8 11 17 3 8 1 342.0907856 4.5 3.425e-03
9 7 19 4 10 1 342.05893389 0.0 5.128e-03
10 23 13 1 1 1 342.0889351 17.5 5.276e-03
MS—SERVICE UNI Fribourg __ BRUKER FTMS 4.7T BicAPEX |
+ ESI—mS (pos-Mode) A —PRD 013 {im ACN/MaOH)
e 320040
E_H_r;: HNO
-H‘[_“]
o A ““OH
H \“, ‘:TJ -
“OH
AL

L B . A B B S St i R RS IS R B B B s e B B S L L L A A
340.0 341.0 342.0 343.0 344.0

/Data/UNI_FR/KAST9655_ESI/2/pdata/f FTMS USER Thu Jul 16 15:32:05 2015
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D:AData\MS_SERVICE_2015\KAST9752 MALDN0 G4\d\1SRef

Acquisition method name

D:Wlethods\WMS_SERVICE_2015\RP_100-2000_Da.par

Comment 1

Comment 2 AK-PhD-015 in DCTB+NaTFA

nstrument type: MALDI-TOF BRUKER ultrafleXtreme

Mass spectrometry service
University of Fribourg

Department of Chemistry
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3 .
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Di\Data\MS_SERVICE 2015\KAST9753_MALDIO_14\3\1SRef

Acquisition method name

D:Methods\MS_SERVICE_2015\RP_100-2000_Da.par

Comment 1

Comment 2 AK-PhD-018 in DCTB+NaTFA

Instrument type: MALDI-TOF BRUKER ultrafleXtreme

Mass specirometry service

University of Fribourg

Department of Chernistry

';‘ -
£ 4000- 705.1446
W)
c
§ ]
=
Y
3000 A
)
4 I\l.IOj
2000
1 706.1472
1000 -
0 ey T i T T T T T T T T T T T T T T T T T T T T T T T T T T T T ]
702 » 703 704 705 706 707 708 709 710 miz
Bruker Daltonics flexAnalysis printed:  8/21/2015  12:07:33 PM

S13




S14



Normalized Intensity
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Normalized Intensity
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Normalized Intensity
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Mass Spectrometry Service

UNI Department of Chemistry

e I\HHHMMHH HHHH’M

ESI-MS: AK-PhD-052

FTMS 4.7T BioAPEX i

Co><)
BROKER
(>

XMASS Mass Analysis for /Data/UNI FR/KAST1856 ESI/l/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 321.1490270

Charge = +1
# C H 0 Si Na mass DBE error
*** Mass Analysis for mass 321.1490270
1 15 26 4 1 1 321.1492569 3.5 2.299e-04
2 17 25 4 1 0 321.1516622 6.5 2.635e-03
3 11 30 5 2 1 321.1523982 -1.5 3.371e-03
4 13 29 5 2 0 321.1548035 1.5 5.777e-03
5 10 29 9 1 0 321.1575355 =-2.5 8.508e-03
6 9 29 8 2 0 321.1395474 -2.5 9.480e-03
7 13 25 7 1 0 321.1364061 2.5 1.262e-02
3 11 26 7 1 1 321.1340008 =-0.5 1.503e-02
9 16 25 3 2 0 321.1336742 6.5 1.535e-02
10 19 26 1 1 1 321.1645131 7.5 1.54%e-02
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BioAFPEX Il
+ ES{—MS (pcs.Made): AK—PhD—~052 { in CHCIJ/M:OH) OH
[M+Na] .
31 1490 HOT Y on
“OTBS
A |
= i S B e e e R e s S e e et
320.0 321.0 322.0 323.0 m/z

/Data/UNI_FR/KAST1856_ESI/1/pdata/1 FTMS USER Thu Aug 4 17:16:26 2016
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Normalized Intensity
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Normalized Intensity
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D:\DatalMS_SERVICE_2016\KAST1318 MALDI\0_L4\4\1SRef

Acquisition method name

D:\Methods\MS_SERVICE_2016\RP_250-3500_Da.par

Comment 1

Comment 2 AK-PhD-03 in DCTB+NaTFA

Instrument type: MALDI-TOF  BRUKER ultrafleXtreme

Mass spectrometry service
University of Fribourg

Department of Chemistry
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Bruker Daltonics flexAnalysis printed:  3/9/2016 10:50:03 AM
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Normalized Intensity
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Mass Spectrometry Service

e il g e

BRUKER FTMS 4.7T BioAPEX I
(<D

ESI-MS: AK-PhD-020

XMASS Mass Analysis for /Data/UNI_FR/KAST9880_ESI/l/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 840.2832930
Charge = +1
# C H N 0 Na mass DBE error

*+* Mass Analysis for mass 840.2832530

1 43 47 1 15 1 840.2837509 20.5 4.978e-04
2 45 46 1 15 0 840.2861962 23.5 2.9203e-03
3 52 42 1 10 0 840.2803230 32.5 2.970e-03
4 16 45 2 12 1 840.2864710 25.0 3.178e=-03
5 37 48 2 20 Q 840.2794934 15.0 3.800e-03
6 50 43 1 10 1 840.2779177 29,5 5.375e-03
7 48 44 2 12 0 840.2888763 28.0 5.583e-03
8 35 49 2 20 1 840.2770881 12.0 6.205e-03
9 36 51 1 20 1 840.2896642 11.5 6.371e-03
10 38 50 1 20 0 840.2920695 14,5 8.776e-03
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BinAPEX I
—+ ESI—-MS (pos-Madal: AK~PRD—020 ¢ THF /MaOH>
[M+Na]
54078519
__.i..._
l‘éséolllll!kIlIIII!IIIVI}JILlilllllIII."I"’I]""l"ll[lllll]
| 833.0 840.0 B41.0 842.0 843.0 m/z

/Data/UNI_FR/KAST988C_ESH1/pdata/t FTMS USER Thu Oct 1 14:16:11 2015
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Mass Spectrometry Service

UM Department of Chemistry

¥ il

ESI-MS: AK-PhD-075

E%ﬂ FTMS 4.7T BioAPEX 1l

XMASE Mass Analysis for /Data/UNI FR/KASTZ2%33 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 333.09837210

Charge = +1

# C H 0 Na mass DBE error

1 15 18 7 1 333.0944740 6.5 7.530e-04

2 24 13 2 0 333.0910061 18.5 2.715e-03

3 17 17 7 Q 333.0968793 9.5 3.158e-03

4 22 14 2 1 333.0886008 15.5 5.120e-03

5 13 17 10 0 333.0816232 5.5 1.210e-02

6 11 18 10 1 333.0792179 2.5 1.450e-02

7 18 18 4 1 333.1087302 10.5 1.601e-02

8 20 13 5 0] 333.0757499 14.5 1.797e-02

9 21 17 4 0 333.1121355 13.5 1.841le-02

10 18 14 5 1 333.0733440 11.5 2.038e-02

MS—SERVIC Ni Fribgurg R FT 4. 7T TeAPEX Il L H’ﬂ'\
+ ESILME‘;‘- (DOi.M‘;'de): ° AK —PhD—075 ° (:‘HKECIT-(CIZ:N;TA::O:) - ) If'lr ? ?H C|:| \-‘.
[144Nc] ST Y o7
_—__r___ o~ o
L |
A

S = S e e e e e e e e
331.0 332.0 333.0 334.0 335.0 m/z

/Data/UNI_FR/KAST2933_ESI/2/pdata/1 FTMS USER Mon Apr 24 13:44:42 2017
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Normalized Intensity
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Normalized Intensity
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D:\Data\MS_SERVICE_2017\KAST2968_MALDI_M4\1\1SRef Acquisition method name D:\Methods\MS_SERVICE_2017\RP_800-8000_Da.par

Comment 1 Mass spectrometry service
Comment 2 AK-PhD-076 in DCTB+NaTFA

Instrument type: MALDI-TOF  BRUKER ultrafieXtreme

University of Fribourg

Department of Chemistry

x104-

Intens. [a.u.]

1.0

0.8~

0.6

0.4+

0.2+

0.0

T T T T 3

T T T T T T T ¥ T T T
1000 7000 8000

m/z

Bruker Daltonics flexAnalysis printed:  4/26/2017  2:00:08 PM
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D:\Data\MS_SERVICE_2017\KAST2968_MALDN_M4\I\ISRef

Acquisition method name

D\Methods\MS_SERVICE_2017\RP_600-8000_Da.par

Comment 1
AK-PhD-076 in DCTB+NaTFA

Instrument type: MALDI-TOF  BRUKER ulirafleXtreme

Comment 2

Mass specirometry service
University of Fribourg

Department of Chemistry
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Bruker Daltcnics flexAnalysis
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D:\Data\MS_SERVICE_2017\KAST2968_MALDNO_M5\1\1SRef

Acquisition method name

D:\Methods\MS_SERVICE_2017\RP_800-8000_Da.par

Comment 1
Comment 2

AK-PhD-076

in DCTB+AgTFA

Instrument type: MALDI-TOF BRUKER uitrafleXtreme

Mass spectrometry service

University of Fribourg

Department of Chemistry
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Bruker Daltonics flexAnalysis
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DADataWMS_SERVICE_2017\KAST2968_MALDNO_MS5\I\1SRef Acquisition method name D:\Metheds\WS_SERVICE_2017\RP_600-8000_Da.par

Comment 1

Mass spectrometry service

Comment 2 AK-PhD-076 in DCTB+AgTFA

Instrument type: MALDI-TOF BRUKER ultrafleXireme

University of Fribourg

Department of Chemistry
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Normalized Intensity
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Normalized Intensity
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