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ESI-MS: is-018

XMASS Mass Analysis for /Data/UNI_FR/ALIM4569 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 262.0823110
Charge = +1
# C H N 0 Na mass DBE error

**%* Mass Rnalysis for mass 262.0823110

1 12 12 3 4 0 262.0822323 8.5 7.869e-05
2 13 11 4 1 1 262.0825071 10.0 1.961le-04
3 10 10 6 3 0 262.0808896 9.0 1.421e-03
4 15 13 1 2 1 262.0838498 9.5 1.539%9e-03
5 10 13 3 4 1 262.0798270 5.5 2.484e-03
6 5 10 4 1 0 262.0849124 13.0 2.601e-03
7 9 14 2 7 0 262.0795522 4.0 2.759%e-03
B8 8 8 9 2 0 262.0795470 9.5 2.764e-03
9 8 11 6 3 1 262.0784843 6.0 3.827e-03
10 17 12 1 2 0 262.0862551 12.5 3.944e-03
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BioAPEX Il
-+ ESI—MS (pos.Mode): Is=018 Cin ACN)

[M+H]

26208231

_l_.
| T A R - N L O 5 O T O D 3 R 3 D T B L P B

261.0 262.0 263.0 264.0 miz

S6
/Data/UNI_FR/ALIM4569_ESI/2/pdata/1 FTMS USER Fri Dec 11 15:25:55 2009
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ESI-MS:

is-027

XMASS Mass Analysis for /Data/UNI_FR/ALIM4674 ESI/2/pdata/l/massanal.res:

XMASS Mass Analysis Constraints

B%R FTMS 4.7T BioAPEX Il MS-Service UNI-Fribourg

Ion mass = 296.0432860
Charge = +1
# C H 35C1 N 0] mass DBE error
**%* Mass Analysis for mass 296.0432860
1 12 11 1 3 4 296.0432600 8.5 2.601e-05
2 9 14 2 4 3 296.0437472 4.0 4.612e-04
3 11 16 2 1 4 296.0450898 3.5 1.804e-03
4 6 16 2 3 6 296.0410671 -0.5 2.219%9e-03
5 15 9 1 4 1 296.0459401 13.0 2.654e-03
6 9 13 1 2 7 296.0405799 4.0 2.706e-03
7 17 11 1 1 2 296.0472827 12.5 3.997e-03
8 7 11 1 5 6 296.0392372 4.5 4.049e-03
9 14 14 2 2 1 296.0477699 8.0 4.484e-03
10 6 15 1 1 10 296.0378998 -0.5 5.386e-03
MS—SERVICE uUnNI Fﬂbourg BRUKER FTMS 4.7T BioAPEX I
-+ ESI—MS (pos.Mede) la—027 Cin ACM)
[M+H]
Jl ) N
L T P S = IO [ P fe et e I A D TR ME e e D T e L LS T FL I SR TR NS P S M B IO TR R R LA th B B e e R
294.0 295.0 296.0 297.0 298.0 299.0 m/z
S10

/Data/UNI_FR/ALIM4674_ESI/2/pdata/1 FTMS USER Wed Jan 20 15:13:28 2010
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]||||HHH[HHIJHH“HH““I a%n FTMS 4.7T BioAPEX Il MS-Service UNI-Fribourg

a4
h
..11”

ESI-MS: IS089

XMASS Mass Analysis for /Data/UNI_FR/ALIM4950 ESI/5/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 280.1079540

Charge = +1

# G H N 0 mass DBE error

*** Mass Analysis for mass 280.1079540

1 16 14 3 2 280.1080531 11.5 9.913e-05
2 14 12 6 1 280.1067105 12.0 1.244e-03
3 13 16 2 5 280.1053731 7.0 2.581e-03
4 5 14 9 o 280.1112410 3.5 3.287e-03
5 6 20 2 10 280.1112463 -2.0 3.292e-03
6 11 14 5 4 280.1040304 7.5 3.924e-03
7 7 16 6 6 280.1125837 3.0 4.630e-03
B8 10 18 1 8 280.1026930 2.5 5.261le-03
9 9 12 8 3 280.1026877 8.0 5.266e-03
10 8 12 10 2 280.1139211 8.0 5.967e-03
MS—SERVICE UNI Fribowrg BRUKER FTMS 4.7T BicAPEX Il
4 ESI—MS (pos.Mode) ISCBS (im ACHN)
[M+H]
28010793
—l_
T L D T S S L O PO NS s B SN BN I DRI I S B A P b Fe s e e i s e
278.0 279.0 280.0 281.0 282.0 m/z

/Data/UNI_FR/ALIM4950_ESI/5/pdata/i FTMS USER Wed Jun 30 10:01:35 2010 S14
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ESI-MS: 1S089B

XMASS Mass Analysis for /Data/UNI _FR/ALIM5004_ ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 280.1080220
Charge = +1
# C H N 0 mass DBE error

*** Mass Analysis for mass 280.1080220

1 16 14 3 2 280.1080531 11.5 3.113e-05
2 14 12 6 1 280.1067105 12.0 1.312e-03
3 13 16 2 5 280.1053731 7.0 2.649e-03
4 5 14 9 5 280.1112410 3.5 3.219%e-03
5 6 20 2 10 280.1112463 -2.0 3.224e-03
6 11 14 5 4 280.1040304 7.5 3.992e-03
7 7 16 6 6 280.1125837 3.0 4.562e-03
8 10 18 1 8 280.1026930 2.5 5.329e-03
9 9 12 8 3 280.1026877 8.0 5.334e-03
10 8 12 10 2 280.1139211 8.0 5.899e-03
MS—SERVICE UNI Fribourg ___ = BRUKER FTMS 4.7T BicAPEX Il
+ ESI—MS (pos.Mode): 1so898 {in CHCI3 /MaOH)
[M+H]
280.10807
ﬁ_
279.0 280.0 281.0 282.0 m/z

/Data/UNI_FR/ALIM5004_ESI/2/pdata/1 FTMS USER Tue Jul 13 11:19:15 2010
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ESI-MS: IS107C01

XMASS Mass Analysis for /Data/UNI_FR/ALIM5062 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 348.0955240

Charge = +1

# c H F N o] mass DBE error

*** Mass Analysis for mass 348.0955240

1 17 13 3 3 2 348.0954377 11.5 8.630e-05
2 14 14 4 3 3 348.0965806 7.5 1.057e-03
3 20 12 2 3 1 348.0942948 15.5 1.229%e-03
4 11 15 5 3 4 348.0977234 3.5 2.19%e-03
o 14 15 3 2 5 348.0927576 7.0 2.766e-03
6 16 15 1 3 5 348.0990252 10.5 3.501e-03
7 19 14 2 2 4 348.0916148 11.0 3.909e-03
8 12 13 3 5 4 348.0914150 7.5 4.109e-03
9 14 13 5 4 1 348.1004035 8.0 4.879e-03
10 20 13 1 2 3 348.0904719 15.0 5.052e-03
MS—=SERVICE UMNI Fribourg BRUKER FTMS 4.7T BieAPEX Il
ESI—MS (pos.Mode)r I1S107C01 {in ACN/CHCI3)
[M++ﬂ+
J48.09557
____T___*
llll"ll"l'I"f'|""l'"‘TJ’L"I|"llllli"I""|T-"'i""|""
346.0 347.0 348.0 349.0 350.0 351.0 miz

/Data/UNI_FR/ALIM5062_ESI/2/pdata/i FTMS USER Fri Aug 27 10:12:14 2010 S22
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ESI-MS: 1S107C02

XMASS Mass Analysis for /Data/UNI_FR/ALIM5063 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 348.0953440
Charge = +1
# C H F N 0 mass DBE error

*** Mass Analysis for mass 348.0953440

1 17 13 3 3 2 348.0954377 11.5 9.370e-05
2 20 12 2 3 1 348.0942948 15.5 1.049e-03
3 14 14 4 3 3 348.0965806 7.5 1.237e-03
4 11 15 5 3 4 348.0977234 3.5 2.379e-03
5 14 15 3 2 5 348.0927576 7.0 2.586e-03
6 16 15 1 3 5 348.0990252 10.5 3.68le-03
7 17 14 2 2 4 348.0916148 11.0 3.729%e-03
g8 12 13 3 5 4 348.0914150 7.5 3.929e-03
9 20 13 1 2 3 348.0904719 15.0 4.872e-03
10 14 13 5 4 1 348.1004035 8.0 5.059%e-03
MS—SERVICE WUNI Fribourg BRUKER FTMS 4.7T BioAPEX Il
-+ ESI—MS (pos.Mode): IS107Ccoz2 {in ACN/CHCIZ)
[M+H]
J48.09534
____T____
). z
'I""|""'l""|""[""!""l""]""l"’"l'"'l""'|""
346.0 347.0 348.0 349.0 350.0 351.0 miz

/Data/UNI_FR/ALIMS063_ESI/2/pdata/i FTMS USER Fri Aug 27 10:19:01 2010 S26
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”””H““Hlmlmmﬂlm B%ﬂ FTMS 4.7T BioAPEX Il  MS-Service UNI-Fribourg

ESI-MS: IS0C01

XMASS Mass Analysis for /Data/UNI_FR/ALIM50778 ESI/5/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 310.1181560

Charge = +1

# c H N o] mass DBE error

*** Mass Analysis for mass 310.1181560

1 17 16 3 3 310.1186178 11.5 4.618e-04
2 15 14 6 2 CH 20|00 1 7l 253 12.0 8.809e-04
3 12 16 5 5 310.1145951 7.5 3.56l1le-03
4 22 16 1 1 310.1226406 15.5 4.485e-03
5 11 16 7 4 310.1258285 7.5 7.672e-03
6 21 14 2 1 310.1100645 16.0 8.091e-03
7 13 18 4 5 310.1271711 7.0 9.015e-03
8 18 16 1 4 310.1073844 11.5 1.077e=02
9 16 16 8 2 310.1298512 11.5 1.170e-02
10 16 14 4 3 310.1060418 12.0 1.211e-02
MS—SERVICE UMl Fribourg BRUKER FTMS 4.7T BioAPEX Il
+ ESI—MS (pos.Mode): IS110C01 (in ACN/MeOH)
[M+H]
31011816
—I‘
R S S I O BTN SO R EN N L T e B P S e e B B R B e
308.0 309.0 310.0 311.0 312.0 313.0 m/z

/Data/UNI_FR/ALIMS0778_ESI/5/pdata/i FTMS USER Wed Sep 8 14:20:13 2010 S30
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ESI-MS: IS0C02

XMASS Mass Analysis for /Data/UNI_FR/ALIM5077 ESI/5/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 310.1182180
Charge = +1
# G H N 0 mass DBE error

*** Mass Analysis for mass 310.1182180

1 1:7 16 3 3 310.1186178 11.5 3.998e-04
2 15 14 6 2 310.1172751 12.0 9.429%e-04
3 12 16 L' 5 310.11458%851 7.5 3.623e-03
4 22 16 1 1 310.1226406 15.5 4.423e-03
5 11 16 7 4 310.1258285 7.5 7.610e-03
6 21 14 2 1 310.1100645 16.0 B8.153e-03
7 13 18 4 5 3101271711 7.0 8.953e-03
8 18 16 1 4 310.1073844 11.5 1.083e-02
9 16 16 5 2 310.1298512 11.5 1.163e-02
10 16 14 4 3 310.1060418 12.0 1.218e-02
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BicAPEX Il
+ ESI—MS (pos-Mode) IS110c0o02 (in ACM/ MeOH)
[M+H]
31011821
ﬁ—
\
T L L L T T D L S . O A A B R S . O S N B . T I LR
308.0 309.0 310.0 311.0 3120 313.0 m/z

/Data/UNI_FR/ALIM5077_ESI/S/pdata/t FTMS USER Wed Sep 8 14:23:53 2010 S34
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ESI-MS: IS145C01

XMASS Mass Analysis for /Data/UNI_FR/ALIM5267 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 310.1179500

Charge = +1

# C H N 0 Na mass DBE error

*** Mass Analysis for mass 310.1179500

1 17 16 3 3 0 310.1186178 11.5 6.678e-04
2 15 17 3 3 1 310.1162125 8.5 1.737e-03
3 14 18 2 6 0 310.1159377 7.0 2.012e-03
4 20 13 1 1 1 FLOLZ02353 12.5 2.285e-03
5 8 21 3 8 1 310.1220858 -0.5 4.136e-03
6 12 19 2 6 1 310.1135324 4.0 4.418e-03
7 22 16 1 1 0 310.1226406 15.5 4.691e-03
8 11 20 1 9 0 310 1L32577 2.5 4.692e-03
9 9 18 4 8 0 310.1119150 3.0 6.035e-03
10 10 20 3 8 0 310.1244911 2.5 6.541e-03
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BioAPEX Il
+ ESI—MS (pos.Mode)i I1S145C01 (in ACN/CHCI3)
[M+H]
1011799
_l—
L e e e B LI e e e oo e e e R
308.0 309.0 310.0 311.0 312.0 m/z

/Data/UNI_FR/ALIM5267_ESI/2/pdata/1 FTMS USER Tue Dec 14 13:05:22 2010 S38
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ESI-MS: 1IS145C02

XMASS Mass Analysis for /Data/UNI_FR/ALIM5265 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 310.1179980
Charge = +1
# C H N 0] Na mass DBE error

*** Mass Analysis for mass 310.1179980

1 17 16 3 3 0 310.1186178 11.5 6.198e-04
2 15 14 6 2 0 310.1172751 12.0 7.229%e-04
3 15 17 3 3 1 310.1162125 8.5 1.785e-03
4 14 18 2 6 0 310.1159377 7.0 2.060e-03
5 13 12 9 1 0 310.1159325 12.5 2.066e-03
6 20 17 1 1 i 5 310.1202353 12.5 2.237e-03
7 5 20 5 10 0 310.1204683 -1.5 2.470e-03
8 6 19 6 7 1 3101207431 0.0 2.745e-03
9 15 15 6 2 ;! 310.1148698 9.0 3.128e-03
10 12 16 5 5 0 310.1145951 7.5 3.403e-03
MS—SERVICE UNI Fribourg BRUKERFTHS AT Binamsxl
-+ ESI—MS (pes.Mede)r IS145C02 o ACHATHOIS)

[M+H]

31011800

.—l———

T L Ls 30;.0 310.0 311.0 312.0 m/z

:25: S42
/Data/UNI_FR/ALIM5265_ESl/2/pdata/i FTMS USER Tue Dec 14 13:26:37 2010
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ESI-MS: 1S133C03

an FTMS 4.7T BioAPEX Il  MS-Service UNI-Fribourg
L)

XMASS Mass Analysis for /Data/UNI_FR/ALIM5246 ESI/5/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ton mass = 340.1291080
Charge = +1
# C H N 0 mass DBE error
*** Mass Analysis for mass 340.1291080
1 18 18 3 4 340.1291825 11.5 7.450e-05
2 16 16 6 3 340.1278398 12.0 1.268e-03
3 15 20 2 7 340.1265024 7.0 2.606e-03
4 14 14 9 2 340.1264972 12.5 2.61le-03
B 21 16 4 1 340.1318626 16.0 2.755e-03
6 7 18 9 7 340.1323704 3.5 3.262e-03
7 13 18 5 6 340.1251598 7.5 3.948e-03
8 23 18 1 2 340.1332052 15.5 4.097e-03
9 9 20 6 8 340.1337131 3.0 4.605e-03
10 12 22 1 14 340.1238224 2.5 5.286e-03
MS—=SERVICE UNI Fribourg BRUKER FTME 4.7T7 BioAPEX Il
7 ESI—MS (poa.Model IS133Cc0o3 {in ACN/MaOH)
[M+H]
i 7 eI . i et "
L T T TN T S . D L T A L L S N T A T = LI I A B B |
339.0 340.0 341.0 342.0 m/z
S46

/Data/UNI_FR/ALIM5246_ESI/5/pdata/1 FTMS USER Fri Dec 3 12:54:13 2010
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ESI-MS: IS133C04

XMASS Mass Analysis for /Data/UNI_FR/ALIM5244 ESI/5/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 340.1291160

Charge = +1

# C H N 0 mass DBE error

*** Mass Analysis for mass 340.1291160

1 18 18 3 4 340.1291825 11.5 6.650e-05
2 16 16 6 3 340.1278398  12.0 1.276e-03
3 15 20 2 7 340.1265024 7.0 2.614e-03
4 14 14 9 2 340.1264972  12.5 2.619e-03
5 21 16 4 : 340.1318626 16.0 2.747e-03
6 7 18 9 7 340.1323704 3.5 3.254e-03
7 13 18 5 6 340.1251598 7.5 3.956e-03
8 23 18 1 2 340.1332052 15.5 4.089e-03
9 9 20 6 8 340.1337131 3.0 4.597e-03
10 12 22 1 10 340.1238224 2.5 5.294e-03
MS—SERVICE UMNI Fribourg ____ BRUKER FTMS 4.7T7 BiocAPEX Il
_|._ ESI—MS (peos.Mode): IS133co4 (in ACN/MaDH)
[M+H]
J0. 12917
S
. | J -
LIS SN EA B A . A S TR TN S IR ST TS N CRNE RS U B S R N U UG RN T N P T S TSGR S P S U . RN I I T R
339.0 340.0 341.0 342.0 m/z

/Data/UNI_FR/ALIM5244_ESI|/5/pdata/i FTMS USER Fri Dec 3 12:46:40 2010 S50
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.Mlll

ESI-MS: 1S134C01

XMASS Mass Analysis for /Data/UNI_FR/ALIM5264 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 378.1058990

Charge = +1

# C H N F o] Na mass DBE error

*#** Mass Analysis for mass 378.1058990

1 18 15 3 3 3 0 378.1060024 11.5 1.034e-04
2 21 14 3 2 2 0 378.1048595 15.5 1.039%e-03
3 k3 17 3 4 4 i 378.1047399 4.5 1.159%e-03
4 15 16 3 4 4 0 378.1071452 7.5 1.246e-03
5 16 15 4 4 1 1 378.1074200 9.0 1.521e-03
6 21 16 1 3 1 1 378.1076198 12.5 1.721e-03
7 24 13 3 1 1 0 378.1037167 19.5 2.182e-03
8 16 16 3 3 3 1 378.1035971 8.5 2.302e-03
9 16 14 3 6 1 0 378.1035577 8.5 2.341e-03
10 13 16 4 5 2 1 378.1085629 5.0 2.664e-03
MS—SERVICE UNI Fribourg ______ BRUKER FTMS 4.7T BicaAPEX Il
+ ESI=MS (pos.Mode): IS13aco {imn ACN/CHCIZ)

[M+H]

JT8.10590

ﬂ___r___

el -
LI [ EIN BN A IO NN N (NN N NN SN EONL SN RN N JNN IR JCRNL AN NN ML NN SN BN SNEC NN SN NN N NN NN NN BN RN N N BN NN BN NN NN AN NN BN I NN S BN R e
377.0 378.0 379.0 380.0 m/z

/Data/UNI_FR/ALIM5264_ESI/2/pdata/1 FTMS USER Tue Dec 14 13:30:07 2010
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ESI-MS: 1S134C02

an FTMS 4.7T BioAPEX Il MS-Service UNI-Fribourg

XMASS Mass Analysis for /Data/UNI_FR/ALIMS5263 ESI/5/pdata/l/massanal.res:

XMASS Mass Analysis Constraints

Ion mass = 378.1059890

Charge = +1

# c H N F o] Na mass DBE error

*** Mass Analysis for mass 378.1059890

1 18 15 3 3 3 0 378.1060024 11.5 1.338e-05

2 21 14 3 2 2 0 378.1048595 15.5 1.129e-03

3 15 16 3 4 4 0 378.1071452 7.5 1.156e-03

4 13 17 3 4 4 1 378.1047399 4.5 1.249e-03

5 16 15 4 4 1 1 378.1074200 9.0 1.431e-03

6 21 16 1 3 1 1 378.1076198 12.5 1.631e-03

i 24 13 3 1 1 0 378.1037167 19.5 2.272e-03

8 16 16 3 3 3 1 378.1035971 8.5 2.392e-03

9 16 14 3 6 1 0 378.1035577 8.5 2.431e-03

10 13 16 4 5 2 1 378.1085629 5.0 2.574e-03

MS—SERVICE UMI Fribourg BRUKER FTMS 4.7T BiocAPEX Il
+ ESI—MS (pos.Mode): I1S134C02 (in ACN/CHCIZ)
[M+H]
|__| T L | T T LI | L B A S J|L T T T T 7 T T T L T T ]
376.0 377.0 378.0 379.0 380.0 m/z
S58
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ESI-MS: 1S344C02

XMASS Mass Analysis for /Data/UNI_FR/ALIM6523_ ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 277.1086490
Charge = +1
# 6 H N 0 mass DBE error

*** Mass Analysis for mass 277.1086490

1 16 13 4 1 277.1083875 12.5 2.615e-04
2 18 15 1 2 277.1097302 12.0 1.08le-03
3 5 13 10 4 277.1115754 4.5 2.926e-03
4 6 19 3 9 277.1115806 -1.0 2.932e-03
5 13 15 3 4 277.1057074 8.0 2.942e-03
6 i 15 7 5 277.1129180 4.0 4.269%e-03
7 11 13 6 3 277.1043647 8.5 4.284e-03
8 9 17 4 6 277.1142607 3.5 5.612e-03
9 10 17 2 7 277.1030273 3.5 5.622e-03
10 ) 11 9 2 277.1030221 9.0 5.627e-03
MS—SERVICE WUNI Fribourg BRUKER FTMS 4.7T BicARPEX I
+ ESI—MS (pos.-Mode) 1IS3aacoz {in ACH)
[M+H]

211.10863
S

275.0 276.0 277.0 278.0 279.0 m/z

/Data/UNI_FR/ALIMB523_ESl/2/pdata/i FTMS USER Tue Apr 3 11:30:13 2012 S64
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ESI-MS: 1S345C02

XMASS Mass Analysis for /Data/UNI_FR/ALIM6524 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 348.0957160

Charge = +1

# c H F N @] mass DBE error

*** Mass Analysis for mass 348.0957160

1 17 13 3 3 2 348.0954377 11.5 2.783e-04
2 B8 16 2 5 8 348.0961453 2.5 4.293e-04
3 12 1. 4 6 2 348.0952379 8.0 4,78le-04
4 12 11 1 9 3 348.0963399 11.5 6.23%9e-04
5 13 17 1 2 8 348.0963452 6.0 6.292e-04
6 9 13 5 6 3 348.0963807 4.0 6.647e-04
7 8 17 5 2 iy 348.0950433 -1.0 6.727e-04
8 7 11 5 ] 2 348.0950381 4.5 6.77%e-04
9 11 15 1 5 o 348.0950025 6.5 7.135e-04
10 14 14 4 3 3 348.0965806 7.5 8.646e-04
MS=SERVICE UNI l‘—‘ribaurg BRUKER FTMS 4.7T BiocAPEX Il
+ ESI—=MS (BGI-MGGG)J IS345C02 (iﬂ ACN)
e 34809572
.02
T T T ¥ Ll T | T T L ¥ | ¥ L] L) L] ] ¥ T L) T T T ¥ T T T T T T T T T T T T |_| T T 1 T r T T ] T T T T T ' L ¥ L) 1
346.0 347.0 348.0 349.0 350.0 m/z

/Data/UNI_FR/ALIME524_ESI/2/pdata/1 FTMS USER Tue Apr 3 11:27:10 2012 S68
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ESI-MS: 1S342C02

XMASS Mass Analysis for /Data/UNI_FR/ALIM6522 ESI/2/pdata/l/massanal.res:
XMASS Mass ARnalysis Constraints

Ion mass = 316.0902960

Charge = +1

# C H F N 0 mass DBE error

*%* Mass Analysis for mass 316.0902960

1 13 13 3 3 3 316.0903523 7.5 5.632e-05
2 8 12 4 6 3 316.0901525 4.0 1.435e-04
3 7 15 1 5 8 316.0899171 2.5 3.789%e-04
4 8 11 1 9 4 316.0912545 7.5 9.585e-04
5 9 17 X 2 9 316.0912598 2.0 9.638e-04
6 5 13 5 6 4 316.0912954 0.0 9.994e-04
7 16 12 2 3 2 316.0892095 11.5 1.087e-03
8 10 14 4 3 4 316.0914952 3.5 1.199e-03
9 11 11 3 6 2 316.0890096 8.0 1.286e-03
10 7 16 4 2 7 316.0888151 -1.0 1.481e-03
MS—=SERVICE UNI Fribpuvg T ep— BRUKER FTMS 4.7T BicAPEX 1l
+ ESI—MS (pos.Mode) IS342C02 {in ACHN)
[M+H]
J16.09040
—|—
T T T T T e A e T e e A T T T T T e T T [ T e T T
314.0 315.0 316.0 317.0 318.0 m/z

/Data/UNI_FR/ALIM8522_ES|/2/pdata/i FTMS USER Tue Apr 3 11:24:18 2012
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”H”’ ||H|l| gmn FTMS 4.7T BioAPEX Il MS-Service UNI-Fribourg
il {11, (<)

ESI-MS: is-021

XMASS Mass Analysis for /Data/UNI_FR/ALIM4616_ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 256.0578260

Charge = +1

i (e H N 0 Na mass DBE error

**%* Mass Analysis for mass 256.0578260

1 12 11 1 4 1 256.0580289 7.5 2.029%9e-04
2 10 9 4 3 1 256.0566863 8.0 1.140e-03
3 12 8 4 3 0 256.0590916 11.0 1.266e-03
4 ] 10 3 6 0 256.0564115 6.5 1.415e-03
5 14 10 1 4 0 256.0604342 10.5 2.608e-03
6 1.5 9 2 1 1 256.0607090 12.0 2.883e-03
7 7 11 3 6 1 256.0540062 3.5 3.820e-03
8 6 12 2 9 0 256.0537314 2.0 4.095e-03
9 17 8 2 1 0 256.0631143 15.0 5.288e-03
10 5 15 1 9 1 256.0639022 -1.5 6.076e-03
MS=SERVICE UNI Fribowrg BRUKER FTMS 4.7T BicAPEX 1
+ ESI—MS (pos.Mode): Ia —Q21 (in CHCI3 ACN)
[M+Na]
156.05783
SR
1 |
' T L] L] LI ¥ | L] T T LI | L T T T T T T 1 T T L T T T T T ' ¥ I T T ' J 1 T T T LI T LI T L T T T T T T 1 1571 T T
254.0 255.0 256.0 257.0 258.0 m/z

/Data/UNI_FR/ALIM4616_ESI/2/pdata/1 FTMS USER Thu Dec 24 09:32:46 2009 S78
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ESI-MS: is-029

sfeORER FTMS 47T BioAPEX I
(PO

MS-Service UNI-Fribourg

XMASS Mass Analysis for /Data/UNI_FR/ALIM4617 ESI/2/pdata/l/massanal.res:

XMASS Mass Analysis Constraints

Ion mass

290.0191340

Charge = +1

# C H 35C1 N 0 Na mass DBE error

**%* Mass RAnalysis for mass 290.0191340

1 12 10 1 1 4 1 290.0190566 7.5 7.739%e-05
2 10 5 i 7 2 0 290.0187766 11.5 3.574e-04

3 12 7 1 4 3 0 290.0201192 11.0 9.852e-04

4 10 8 1 4 3 1 290.0177139 8.0 1.420e-03

5 14 9 1 1 4 0 290.0214619 10.5 2.328e-03

6 15 8 1 2 1 1 290.0217367 12.0 2.603e-03
7 11 12 2 2 3 0 290.0219491 6.0 2.815e-03

8 17 ) 1 2 1 0 290.0241420 15.0 5.008e-03

9 15 10 2 1 1 0 290.0133958 10.5 5.738e-03

10 16 5 1 3 1 0 290.0115659 15.5 7.568e-03

MS—SERVICE UMNI Fribourg _ERUKER FTMS 4.7T BicAPEX Il
+ ESI—MS (pos.Mode) ia=—02.9 {in ACM S MaOH)
[M+Na]
L ll |
rrvrroerrp e r i r Tt fFrqp g [Ch e e A N | LI T N [ D T T 7 T =
288.0 289.0 290.0 291.0 292.0 293.0 m/z

/Data/UNI FR/ALIM4617 ESI/2/pdata/1 FTMS USER Mon Jan 4 10:40:37 2010

S82



(dd) yiys |eoiwayy

S0 oL Sl 02 §'¢c oe S€ 0y S 0s g'g 0’9 g9 0L G4 oe g8 06 56
TR S I S 0 N A T PO A T O ST ST AN RV B AV ST T AT AN A AT AT ST S A WA ATV WSPA AN AP AA ST W VPSP WO A W R R RN W RN N WS Rws Nue s ey W
00E €0l 6% 960 960
jﬂ ¥ .1')_\ ¥ J Jv\\r
s
~ o
- L=
o 1
-~ ~. .~
~ No
e | e
f [
N @
) -
[2}] ~N o
o el i
NN
&~
3]
=
(wdd) yys [eviwayd
0L L. L el vi * 47 94 Ll gL

0
ey
o

o
iy
o

L
ot
o

0 o
o~ ~
=] o
Ajisusju| pazijewon

0g0

peE

4100010 0
0g:sZ¥L 2L02°'50°80 1.000L0 0L

S83



30.04.2012 07:21:28

29'9L
PO'LL

oLl

1S080C02_011001r

68 L2l —
9G5°0€L

gL

LLL

Y6021

4 A S

8 LS—

26'SZ1~

8¢ Lel-

ovrezL

L EEL~

8LGEL—

ar a9l

i

TIrrrr[rrrs lI-TI"K"[Fil"[II|||||ll|lll‘]ffl'|f|"[”"|llll|ll||||ll||""I‘|"|""|lIll|llll|l’|'!""!“"j"'llllll|llll]ffl‘]““l-"'I"l|||||||
200 190 180 170 160 4 I50 ! 1¢|10 130 120 110 100 90 80 70 60 50 40 30 20 10 0
Chemical Shift (ppm)

210

B L L L N R R RN R E RS REEE S RERES R R AL LR R

|||r.‘

TITT]TTeT
o
(=]

—

|

TITTTTIT
w
o
[=]

|

TITT[TrTT
(=]
R
o

w
0

(=]

g

TITT]TTIT

o
w0

(=]

TTTT]TTTT

w
~

=1

|

TTTTTrT
(=]
=
(=]

wn
(o]

o

|

T
o
o
o

TITTTTTT

wn
u

(=1

TTTT]TITTT

o
T3]

=]

5

uwy
<

o

Ayisusju| paz|jewlon

IIII|IIII
o
=
o

T
w0
&
(=]

TITTITaT

(=]
]

o

lllllllll
0
™
o

FrrTE
o
N
o

TETTITTIT

w

—

o

LALLY LLAAY LA AL

w
e 18

T

{=1

c o

S84



%/— — 28'2¢9

— 0600 ;
é‘g— = — 05°.8L
i — ZL'0001
|
' — oLEvLL
I — — 691521
— G0'SEEL
i} — GLIbl
e b) 26%1
? — 92'GES|L

— — [T'6/9}

S

Wf\'\f’\ "_'\.\

t
%
L& — 962

} — ¢C9r0E

|
=
11}
g -
-
P : 4

— Ll'6eee

i; m I T I

00} G6 06 G8 08
[9,] @ouepiwisuel |

| [ l
Gl 0. G9

2500 2000 1500 1000
Wavenumber cm-1

3000

3500

09/07/2010

white yellow solid

IS090

UNIR_spectra\lS090.1

S85

Page 1/1



FaTa¥a¥a¥a¥al
FAYATAVATAYLY
Fa¥a¥a¥ay
Faa¥a¥al

A

a¥a)

URIVERS TAS

PR GERSTS
ol i I | ‘

™.

Il

gggn FTMS 4.7T BioAPEX Il MS-Service UNI-Fribourg

ESI-MS: IS090

XMASS Mass Analysis for /Data/UNI_FR/ALIM4973_ESI/l/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 274.0839610
Charge = +1
# c H N 0 Na mass DBE error
*** Mass Analysis for mass 274.0839610
1 16 13 1 2 1 274.0838498 10.5 1.112e-04
2 16 10 4 1 0 274.0849124 14.0 9.514e-04
3 14 1 4 1 1 274.0825071 11.0 1.454e-03
4 13 12 e, 4 0 274.0822323 9.5 1.72%e-03
5 18 12 1 2 0 274.0862551 13.5 2.294e-03
6 11 10 6 3 0 274.0808896 10.0 3.071e-03
7 5 13 7 5 1 274.0870377 2.5 3.077e-03
8 11 13 3 4 1 274.0798270 6.5 4.134e-03
9 5 10 10 4 0 274.0881003 6.0 4.139e-03
10 6 16 3 9 0 274.0881055 0.5 4.145e-03
ME=SERVICE UMl Fribeurg BRUKER FTM= 4.7T BicAFPEX I
ESI=MS (pos.dada) 1S090 (in CHCI3 / MalH)
T | Jl 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 T T T I T T T T T T T T T I T T T T
272.0 273.0 274.0 275.0 276.0 2770 miz

/Data/UNI FR/ALIM4973 ESl/1/pdata/i FTMS USER ThuJul 8 11:57:50 2010
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FATATATATAVAY

SRR |
[ R o)
””’H H“HH“HHHI“‘ BROUKER FTMS 4.7T BioAPEX Il MS-Service UNI-Fribourg
Ll Wi, W)

ESI-MS: IS111F

XMASS Mass Analysis for /Data/UNI_FR/ALIM5098 ESI/3/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 342.0713610

Charge = +1

# C H F N 0 Na mass DBE error

*** Mass Analysis for mass 342.0713610

1 17 12 3 1 2 1 342.0712343 10.5 1.267e-04
2 12 11 4 4 2 1 342.0710345 7.0 3.265e-04
3 11 12 4 3 5 0 342.0707597 5.5 6.013e-04
4 9 12 5 4 3 1 342.0721774 3.0 8.l1l64e-04
5 17 9 3 4 1 0 342.0722970 14.0 9.360e-04
6 14 13 Pl 1 3 1 342.0723772 6.5 1.0l6e-03
7 22 10 2 1 1 0 342.0724968 17.5 1.136e-03
8 20 T 2 1 1 1 342.0700915 14.5 1.270e-03
9 15 10 3 4 1 1 342.0698917 11.0 1.46%e-03
10 14 11 3 3 4 0 342.0696169 9.5 1.744e-03
MS—SERVICE WUMNI Fribourg ____ BRUKER FTMS 4.7T BicAPEX I
+ ESI—-MS (pes.-Meode) IS111F {in CHCI3 A MaOH)
[M+Na]
JAL 07156
_I—
A JL ,
L L L L L L L L L L D L P . O N N, LA S N RN N NN TR K R i e ShN D M N |
340.0 341.0 342.0 343.0 344.0 m/z

/Data/UNI_FR/ALIM5098_ESI/3/pdata/1 FTMS USER Fri Sep 24 10:03:32 2010
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el | |1 C,><~)

ESI-MS: IS114F

XMASS Mass Analysis for /Data/UNI_FR/ALIM5099 ESI/3/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 304.0941460

Charge = +1

# C H N o] Na mass DBE error

*** Mass Analysis for mass 304.0941460

1 17 15 1 3 1 304.0944144 10.5 2.684e-04
2 15 13 4 2 1 304.0930718 11.0 1.074e-03
3 17 12 4 2 0 304.0854771 14.0 1.331e-03
4 14 14 3 5 0 304.0927970 9.5 1.349%e-03
5 5 19 3 10 1 304.0962649 -2.5 2.119e-03
6 19 14 1 3 0 304.0968197 13.5 2.674e-03
7 12 15 3 3 1 304.0903917 6.5 3.754e-03
8 11 16 & 8 0 304.0901169 5.0 4.029e-03
9 7 18 3 10 0 304.0986702 0.5 4.524e-03
10 8 17 4 7 1 304.0989450 2.0 4.79%e-03
+ MS—SERVICE UN| Fribourg BRUKER FTMS 4.7T BicAPEX I

[M+NG] ESI—MS (pos.Mode): IS114F {in CHCI3Z /MaOH)

J04.0941%

ﬁ__

| ‘
Il""|"'l|l'rl|lI-lll'll|'l''lr"'|"l‘|""|l'll|IIII
302.0 303.0 304.0 305.0 306.0 m/z

/Data/UNI_FR/ALIMS099_ES|/3/pdata/1 FTMS USER Fri Sep 24 10:06:11 2010 594
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ESI-MS: IS158.F

XMASS Mass Analysis for /Data/UNI_FR/ALIM5318 ESI/l/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 304.0941630

Charge = +1

# C H N o] Na mass DBE error

*** Mass Analysis for mass 304.0941630

1 17 15 1 3 1 304.0944144 10.5 2.514e-04
2 15 13 4 2 1 304.0930718 11.0 1.091e-03
3 17 12 4 2 0 304.0954771 14.0 1.314e-03
4 14 14 3 5 0 304.0927970 9.5 1.366e-03
5 2 19 3 10 1 304.0962649 -2.5 2.102e-03
6 19 14 1 3 0 304.0968197 13.5 2.657e-03
7 12 12 6 4 0 304.0914543 10.0 2.709e-03
8 5 16 6 9 0 304.0973276 1.0 3.165e-03
9 12 15 3 5 1 304.0903917 6.5 3.771e-03
10 1§ 16 2 8 0 304.0901169 5.0 4.046e-03
MS—=SERVICE UNI Fribourg BRUKER FTMS 4.7T BiocAFPEX I
-+ ESI—MS (poa.Mode): IS158.F (in ACN/MaOH)
[M+Na]
J04.09416
h____r____
A 2
L T L L L S - L T T DT A M A A T B L. B
302.0 303.0 304.0 305.0 306.0 307.0 mfz

/Data/UNI_FR/ALIM5318_ESI/1/pdata/1 FTMS USER Tue Dec 21 15:00:30 2010 S98
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UNIVERSITAS

||||H IH“I[ B r FTMS 4.7T BioAPEX Il  MS-Service UNI-Fribourg
il Ll Gy

ESI-MS: 1IS157C01

XMASS Mass Analysis for /Data/UNI_FR/ALIM5301 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 312.1231460

Charge = +1

# C H N 0 mass DBE error

*¥** Mass Analysis for mass 312.1231460

1 18 18 1 4 312.1230345 10.5 1.115e-04
2 16 16 4 3 312.1216918 11.0 1.454e-03
3 5 16 10 6 312.1248797 3.0 1.734e-03
4 21 16 2 1 312.1257146 15.0 2.568%e-03
5 14 14 7 2 312.1203491 11.5 2.797e-03
6 7 18 7 7 312.1262224 2.5 3.076e-03
7 13 18 3 6 312.1190117 6.5 4.134e-03
8 12 12 10 1 312.1190065 12.0 4.140e-03
9 9 20 4 8 312.1275651 2.0 4.419%e-03
10 11 16 6 5 312.1176691 7.0 5.477e-03
MS—SERVICE UNI Fribourg ____ BRUKER FTMS 4.7T BicAPEX I
-+ ESI—MS (pos.Mede): IS157C0O1 Cin ACH)
(M+H]
210310
—I_—
T T T L3 LI | LI ¥ ¥ ¥ T T ' T 1 1 T L LI | ¥ LI ¥ L] ] L] ' v ' T ¥ T T T '[ L] ¥ " ¥ ] LI v LI ' 1 'L ¥ T T T ‘l T LA 1 L] ¥
310.0 311.0 312.0 313.0 314.0 m/z

/Data/UNI_FR/ALIM5301_ESI/2/pdata/1 FTMS USER Tue Dec 21 14:19:41 2010 S102
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ESI-MS: IS193C01

XMASS Mass ARnalysis for /Data/UNI_FR/ALIM5470 ESI/5/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 372.0829640

Charge = +1

# C H F N o] Na mass DBE error

*** Mass Analysis for mass 372.0829640

1 18 14 3 1 3 1 372.0817990 10.5 1.165e-03
2 20 13 3 1 3 0 372.0842043 13.5 1.240e-03
3 17 16 1 1 6 1 372.0853865 9.5 2.423e-03
4 15 13 3 3 5 0 372.0801816 9.5 2.782e-03
5 18 12 2 3 4 0 372.0790387 13.5 .3.925e-03
6 19 15 1 1 6 0 372.0877918 12.5 4.828e-03
7 20 14 1 2 3 1 372.0880666 14.0 5.103e-03
8 13 14 3 3 5 1 372.0777763 6.5 5.188e-03
9 17 15 2 2 4 1 372.0892095 10.0 6.245e-03
10 16 13 2 3 4 1 372.0766334 10.5 6.331e-03
+ MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BicAPEX I
[M+N0] ESI—MS (pes.Mode)r IS133C01 (in CHCI3 /MeOH)
31708196
—l__
A Wil it AR A s A AU A e ok ”,.,‘.J TV RAPRRRY TIPPTYRPTTITE ¥ W PR ek b
AL AL UL IR SR L B LI S L PR AL L R S NS T A Bt (G i e N FO ST B B TR T A S B E B A B i 2 e 2
370.0 371.0 372.0 373.0 374.0 375.0 miz

/Data/UNI_FR/ALIM5470_ESV/5/pdata/1 FTMS USER Tue Feb 22 09:14:48 2011 S106
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ESI-MS: 1S348C01

XMASS Mass Analysis for /Data/UNI_FR/ALIM6535 ESI/10/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 219.0919320

Charge = +1

ki e H N mass DBE error

*** Mass Analysis for mass 219.0919320

1 5 11 2 219.0916748 11.5 2.572e-04
2 7 9 9 219.0975428 8.0 5.611e-03
3 6 7 10 219.0849667 8.5 6.965e-03
4 16 13 1 219.1042508 11.0 1.232e-02
5 14 9 3 219.0790987 12.0 1.283e-02
6 8 11 8 219.1101188 7.5 1.819%e-02
7 13 @ 4 215.0665227 12.5 2.541e-02
8 9 13 7 219.12265949 7.0 3.076e-02
9 12 5 5 219.0539466 13.0 3.799%e-02
10 10 15 6 219.1352709 6.5 4.334e-02
ME—SERVICE UNI Fribourg BRUKER FTMS 4.7T7 BicAPEX I
=+ ESI—MS (pos.Mede) 1IS348C01 (in ACN)
[M+H]

21909193
P

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 T T T

218.0 219.0 220.0 m/z

/Data/UNI_FR/ALIMB535_ESI/10/pdata/t FTMS USER Wed Apr 11 15:26:22 2012 S110
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ESI-MS: IS351C02

XMASS Mass Analysis for /Data/UNT_FR/ALIM6555 EST/4/pdata/l/massanal.res:
XMASS Mass Analysis . Constraints

fon mass = 271.0845900

Charge = +1
# c - H N o} Na mass DBE error

*** Mass Analysis for mass 271.0845900

271.0841841 i1,

1 16 12 2 1 1 5 4.059%e-04
2 15 13 1 4 0 271.0839093  10.0 6.807e-04
3 18 11 2 1 0 271.0865894  14.5 1.999¢-03
4 13 11 4 3 0 271.0825667 10.5 2.023e-03
5 5 12 8 4 1 271.0873720 3.5 2.782e-03
6 6 18 1 9 1 271.0873773 -2.0 2.,787e-03
i 13 14 1 4 1 271.0815040 7.0 3.0862-03
8 11 9 7 2 0 271.0812240  11.0 3.366e-03
9 6 15 4 g 0 271.088439% 1.5 3.850e-03
107 14 5 5 1 271.0887147 3.0 4.12Be-03
MS—SERVICE WNI Fribourg ____ ____ BRUKER FTMS 4.7T SicAPEX I
4+ ESI—MS (pos.Modaeh Is351c02 (in CHCIZ/ MaOH)
[M+Na]

ARIERE
——

269.0 270.0 271.0 272.0 273.0 274.0 miz

/Data/UNI_FR/ALIMBE55_ESkK4/pdata/1 FTMS USER Fri Apr 20 11:13:35 2012 ‘ ) S114
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ESI-MS: 18352C01

XMASS Mass Analysis for /Data/UNI_FR/ALIM6554 ESI/4/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 342.0710770

Charge = +1

# C H F N 0] Na mass DBE error

*** Mass Analysis for mass 342.0710770

1 17 12 3 1 2 1 342.0712343 10.5 1.573e-04
2 11 12 4 3 5 0 342.0707597 5.5 3.173e-04
3 20 11 2 1 1 1 342.0700915 14.5 9.855e-04
4 14 13 4 1 3 1 342.0723772 6.5 1.300e-03
5 22 10 2 1 1 0 342.0724968 17.5 1.420e-03
6 14 11 3 3 4 0 342.0696169 9.5 1.460e-03
7 11 14 5 1 4 1 342.0735200 2.5 2.443e-03
8 19 11 3 1 2 0 342.0736396 13.5 2.563e-03
9 17 10 2 3 3 0 342.0684740 13.5 2.603e-03
10 9 13 4 3 5 1 342.0683544 2.5 2.723e-03
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BicAPEX I
—+= ESI—MS (pas.Mode) IS352Cc01 {im CHCI3 /MeOk)
e 107108
_'_
A IR N R
LS PR TR A B O L A D L I A L S O . - L O . - DO N G S IR TR N N LS A I NG MR SR S AN (NN TN L BN ISP CUN. T DU N [N Y T RN
340.0 341.0 342.0 343.0 344.0 345.0 m/z

/Data/UNI_FR/ALIMB554_ESI/4/pdata/i FTMS USER Fri Apr 20 11:17:38 2012 S118
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AN |
[ o
.||||H”“HHHHHH“|m B%ﬂ FTMS 4.7T BioAPEX Il MS-Service UNI-Fribourg

ESI-MS: [S349C01

XMASS Mass Analysis for /Data/UNI_FR/ALIM6545 ESI/l/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 310.0662590

Charge = +1

f C H F N o] Na mass DBE error

*** Mass Analysis for mass 310.0662590

1 13 12 3 i 3 1 310.0661489 6.5 1.101e-04
2 13 10 6 1 1 0 310.0661096 6.5 1.494e-04
3 16 8 2 4 1 0 310.0660687 14.0 1.903e-04
4 8 11 4 4 3 1 310.0659491 3.0 3.099%e-04
5 ) 12 4 3 6 0 310.0656744 1.5 5.846e-04
6 5 12 5 4 4 1 310.0670920 -1.0 8.330e-04
7 13 9 3 4 2 0 310.0672116 10.0 9.526e-04
8 10 13 4 1 4 1 310.0672918 2.5 1.033e-03
9 18 10 2 1 2 0 310.0674114 13.5 1.152e-03
10 16 11 2 1 2 1 310.0650061 10.5 1.253e-03
MS—SERWVICE WUNI Fribourg _____ BRUKER FTMS 4.7T BiocAPEX I
-+ ESI—MS (pas.Made): IS349C01 (in CHCI3,/ MeOHN)

[M+Nc]

J10.06626

=

308.0 309.0 310.0 311.0 312.0 m/z

/Data/UNI_FR/ALIMB545_ESI/1/pdata/i FTMS USER Fri Apr 13 11:24:47 2012 S125
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UNI
FR
E

UNIVERSITE DE FRIBOURG
UNIVERSITAT FREIBURG

alll HMIHHHH.H.

ESI-MS: RRO73A

XMASS Mass Analysis for /Data/UNI _FR/REMY766C ESI/l/pdata/l/massanal.res:

XMASS Mass Analysis Constraints

Icon mass

266.0790200

Mass Spectrometry Service
Department of Chemistry

Bm_a FTMS 4.7T BioAPEX II
(<

Charge = +1

i @ H N 0 Na mass DBE error

**% Mass Analysis for mass 266.0790200

1 14 13 1 3 1 266.0787644 8.5 2.556e-04

2 12 8 7 i o 266.0784843 12.5 5.357e-04

3 14 10 4 2 0 266.0798270 12.0 8.070e~04

4 12 11 4 2 1 266.0774217 9.0 1.5%8e-03

5 il 12 3 5 0 266.077146% 7.5 1.873e-03

6 16 12 I 3 0 266.0811697 11.5 2.150e-03

7 10 9 7 it 1 266.0760790 9.5 2.941e-03

8 9 10 6 4 0 266.0758043 8.0 2.216e-03

9 5 15 4 7 1 266.0832949 0,0 4.275e-03

10 9 13 3 5 1 266.0747416 4.5 4.278e-03

MS—SERVICE LNl Fribowrg BRUKER FTMS 4.7T BicAFRPEX 1
+ ESI—MS (pos-Mcede) RRO73A (in ACN/MalH)}
[M+Na]
i b i
I]Ii||EIIiI|IIIIEIIIlE(IIIiIIII]illlli'ill\II\IIIITI[IirllIlI;il
264.0 285.0 266.0 267.0 268.0 269.0 m/z
/Data/UNI_FR/REMY7660_ESI1/pdata/1 FTMS USER Thu Nov 14 09:03:18 2013 S130
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UNIVERSITE DE FRIEDURG

UNIVERSITAT FREIBURG

m

Mass Spectrometry Service
Department of Chemistry

ESI-MS: RRO73B

XMASS Mass Analysis for /Data/UNI FR/REMY7721 ESI/1/pdata/l/massanal.res:

XMASS Mass Analysis Constraints

Ion mass

Charge

# C

+1

H

N

266.0788000

O

Na mass DBE error

#*% Mass Analysis for mass 266.0788000

SRORER  FTNS 47T BioAPEX |
(O

i 14 13 1 3 1 266.0787644 8.5 3.562e-05
2z 14 10 4 2 0 266.0798270 12.0 1.027e-03
2] 12 11 4 2 I 266.0774217 9.0 1.378e-03
4 11 1.2 3 5 0 266.077146% 7.5 1.653e-03
5 16 N2 1 3 0 266.0811697 11.5 2.370e-03
) 9 13 3 5 1 206.074741¢6 4.5 4.058e-03
7 5 15 4 7 al 266.0832%49 0.0 4.495e-03
8 [ 12 5 7 0 266.0731242 3.5 5.676e-03
9 7 14 4 7 0 266.0857002 3.0 6.%00e-03
10 8 i3 5 4 1 266.0859750 4,5 7,.175e-03
MS—SERVIGE UNI Fribourg BRUKER FTMIZ 4.7T BicAFRPEX i
+ ESI—MS (pas.Made): RRO73IE {in ACN/MeGH)

[M+Na]

166, 078810

=

264.0 265.0 266.0 267.0 268.0 2690 miz

/Data/UNI_FR/REMY7721_ESIH/pdata/! FTMS USER Tue Nov 19 16:06:03 2013
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UNIVERSITE DE FRIBOURG
UNIVERSITAT FREIBURG

i,

ESI-MS: RRO77B

XMASS Mass Analysis for /Data/UNI_FR/REMY7722 EST/1/pdata/l/massanal.res:

XMASS Mass Analysis Constraints

Ion mass

Charge =

# C

+1

=1

N o}

266.0785860

Na mass DBE error

*** Mass Analysis for mass 266.0785860

Mass Spectrometry Service
Department of Chemistry

Bmh FTMS 4.7T BioAPEX Il
(<O

i 14 13 L 3 1 266.0787644 8.5 1.784e-04

2 12 11 4 2 1 266.0774217 5.0 1.164e-03

3 14 10 4 2 0 266.0798270 12.0 1.241e-03

4 11 12 3 5 0 266.0771469 7.5 1.439e-03

5 16 12 1 3 0 266.0811697 11.5 2.584e-03

3 9 13 3 5 1 266.0747416 4.5 3.844e-03

7 5 15 4 7 i 266.0832%49 0.0 4.709e-~03

8 6 12 5 7 0 266.0731242 3.5 5.462e-03

9 7 14 4 i 0 Z266.0857002 3.0 7.114e-03

10 8 13 5] 4 i 266.0858750 4.5 7.38%e-03

MSE—SERVICE UNI Fribourg ______ BRUKER FTMS 4.7T BicAPEX U
ESI—MS (poa.Made) RRO778 (in ACN/MeOH)
+
[M-+Na] 0785
26607859
w#__T____

mmuwmwwmwwwwmmwmmmwwwwwawwwmmmwmwwmmJ

S e s i e e e e B

264.0 265.0 266.0 267.0 268.0 m/z
/Data/UNI_FR/REMY7722_ESI/1/pdata/i FTMS USER Tue Nov 12 16:10:09 2013 S138
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UNIVERSITE DE FRIBOURG
UNIVERSITAT FREIBURG

i,

Mass Spectrometry Service
Department of Chemistry

ESI-MS: RRO77A

XMASS Mass Rnalysis for /Data/UNI_FR/REMY7661 ESI/1/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass

Charge =

# c

+1

H

N

266.07900890

6] Na

*¥%* Mass Analysis for mass 266.0790090

mass DBE err

or

ngggn FTMS 4.7T BioAPEX Il
L0

1 14 13 1 3 1 266,0787644 8.5 2.446e-04
2 iz 8 7 1 0 266.0784843 12.5 5.247e-01
3 14 10 4 2 0 266.0798270 12.0 8.180e-04
4 12 11 4 2 1 266.0774217 9.0 1.587e-03
5 11 12 3 5 0 266.0771469 7.5 1.862e-03
6 16 12 1 3 0 266.0811697 11.5 2.161le-03
7 10 9 7 1 1 266.0760790 9.5 2.930e-03
8 S 10 6 4 0 266.0758043 8.0 3.205e-03
9 9 13 3 5 1 266.0747416 4.5 4.267e-03
10 5 15 4 7 1 266.0832949 0.0 4£.286=-03
ME—SERVICE UNI Fricowrg BRUKER FTMS 4.7T BicAPEX I
+ ESi—MES {pas.Made) RRO77A Cin ACN/M=OH)
" 2860791
3 L N 0 8 e U A L sk Hhiytr o e bivee L B I ud)
264.0 265.0 266.0 267.0 268.0 2600 m/iz
fData/UNI_FR/REMY76861_ESI/t/pdata/1 FTMS USER Thu Nov 14 09:07:58 2013 S142
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: Mass Spectrometry Service

g:l i Department of Chemistry

Zemme 00

UNIVERSITAT FREIBURG

BROKER  FTMS 4.7T BioAPEX ||

ESI-MS: RR042M

XMASS Mass Analysis for /Data/UNI_FR/REMY7737ﬁESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 215.0574740

Charge = +1

# e H N Na mass DBE error

*** Mass Analysis for mass 215.0574740

if 13 8 2 1 215.0579694 10:5 4.%54=-04
2 GG 7 2 0 215.0603747 132.5 2.801e-03
3 & 3 10 0 215.0536666 10.5 3.807e¢-03
4 5) 6 9 1 215.0638373 7.0 6.363e-03
5 i 5 9 0 215.066242¢6 10.0 B.76%e-03
& 14 5 B 0 215.0477986 14.0 9.675e-03
7 12 6 3 1 215.0453933 11.0 1.208e-02
8 14 10 i o 215.0705454 10.0 1.307e-02
9 16 9 1 0 215.0729507 13.0 1.548e-02
10 6 8 8 1 215.07¢4134 6.5 1.8%4e-02
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BicAPEX I
[NH-N ]+ ESI—MS (pos.Mode) REO 420 (in MaOH/CHCH3)
a

Ly 05147
S

213.0 214.0 215.0 216.0 217.0 218.0 miz

S154
/Data/UNI_FR/REMY7737_ESI/2/pdata/1 FTMS USER Fri Nov 22 09:29:31 2013
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Mass Spectrometry Service

g;" Department of Chemistry

5 R

UNIVERSITE DE ¥RIBOURG .

UNIVERSITAT FREIBURG Ll | I , ” ' , ’ ‘ | Fiyer. an FTMS 4.7T BioAPEX Il
G )

ESI-MS: RR0Og93M

XMASS Mass Rnalysis for /Data/UNI_FR/REMY7736 ESI/1/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 235.0476920
- Charge = +1
# C H N 0 Na mass DBE error

*** Mass BAnalysis for mass 225.0476920

1 12 8 2 2 1 235.0477986 9.5 1.066e-04
2 11 9 I: 5 0 235.0475238 8.0 1.682e-04
3 12 5 5 1 0 235.0488612 13.0 1.16%e-03
4 i0 3 5 & 1 235.0464559 10.0 1.236e-03
5 g 7 4 4 0 235.0461812 8.5 1.511e-03
6 14 7 2 2 0 235.0502039 12.5 2.512e-03
7 9 10 1 5 1: 235.0451185 5.0 2. 5438503
8 7 o) 7 3 0 235,0448385 9.0 2.854e-03
] 7 8 4 4 i 235.0437759 5.5 3.916e-03
10 & 9 3 7 0 235.0435011 4.0 4.191e-03
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BicAPEX I
+ ESI—MS (poa.Modakh RROSIM {in CHEGIZ,/MeDH)
[M+Na]

133 04789
s

233.0 234.0 235.0 236.0 237.0 238.0 m/z

ST0Z
/Data/UNI_FR/REMY7736_ES|/1/pdata/l FTMS USER Fri Nov 22 09:34:53 2013
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Mass Spectrometry Service
UNI Department of Chemistry
R
: [l
UNIVERSITE DE FRIBOURG '
UNIVERSITAT FREIBURG 0] | ’ l' [ ‘ , I J “ i s, an FTMS 4.7T BioAPEX Il
CPi )

ESI-MS: RR0893M

XMASS Mass Analysis for /Data/UNI_FR/REMY7735 ESI/1/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Jon mass = 235,.0478660
Charge = +1
# @ H N 0 Na mass DRE errcr

#** Mass Analysis for mass 235.0478660

1 12 8 2 2 1 235.0477986 9.5 6.740e-05
2 11 9 1 5 0 235.0475238 8.0 3.422e-04
3 12 B 5 1 0 235.0488612 13.0 9.952e-04
4 10 6 5 1 i 235.0464559 10.0 1.4102-03
B ] 7 4 4 0 235.0461812 8.5 1.685e-03
6 14 7 2 2 0 235.050203% 12.5 2.338e-03
7 9 i0 1 B 1 235.0451185 5.0 2.747e-03
8 7 5 7 3 0 235.0448385 9.0 3.028e-03
9 7 8 4 4 1 235.0437759% 5.5 4.090e-03
10 6 9 3 7 0 235.0435011 4.0 4.365e-03
MS—SERVIGE UNI Fribourg BRUKER FTMS 4.7T BicAPEX !
+ ESI—MS {poa.Moda): RROSaM (nCHCIZ A Mear)
[M+Na]

13004787
s

233.0 234.0 235.0 236.0 237.0

m/z

/Data/UNI_FR/REMY7735_ESH/1/pdata/l FTMS USER Frl Nov 22 09:41:28 2013
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Mass Spectrometry Service

g:l Department of Chemistry

UNIVERSITE DE FRIBOURG
UNIVERSITAT FREIBURG m j ‘
,

“H;:. B%Qa ETM i
i S 4.7T BioAPEX Il
)

ESI-MS: RRO11Fj

XMASS Mass Analysis for /Data/UNI_FR/REMY7655 ESI/2/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 282.0737410

Charge = +1

4 € H N 0 Na mass DBE errcr

*** Mags Analysis for mass 282.0737410

1 14 13 1 4 1 282.0736790 8.5 6.200e-05
2 12 8 7 2 0 282.0733890 12.5 3.420e-04
3 14 10 4 2 0 282.0747416 12.0 1.001e-03
4 1.2 1L 4 3 il 282.0723363 9.0 1.405e-03
5 i1 12 3 6 0 282.0720616 7.5 1.679e-03
6 10 6 10 1 0 282.0720563 13.0 1.685e-~03
7 16 12 1 4 0 282.0760843 11.5 2.343e-03
8 17 i 2 1 iz Z282.0763591 13.0 2.618e-03
9 10 2] 7 2 1 282.0709937 9.5 2.747e-03
10 g 2.0 6 3 0 282.0707189 8.0 3.022e-03
MS—JERVICE UNI Fribourg =~ BRUKER FTMS 4.7T BicAPEX I
ESI—MS {poaMadel RRG1IF (in AGNMeoH)
+

Ll 19907374
A

T nly L
280.0 281.0 282.0 283.0 284.0 285.0 m/z
$182

/Data/UNI_FR/REMY7655_ESI/2/pdata/1 FTMS USER Thu Oct 24 14:58:20 2013
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Mass Spectrometry Service

KN ”, “,H” Department of Chemistry
' |
il i i ”'HH ' ‘ ”“ i B_%R FTMS 4.7T BicAPEX Il

ESI-MS: RRO13Fi

XMASS Mass Analysis for /Data/UNI_FR/REMY7651 ESI/1/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 230.1176290
Charge = +1
# C H N o] mass DRE error

*** Mass Analysis for mass 230.1176290

1 14 16 il 5 2301195552 7.5 7.38%6-05
2 i 14 4 1 230.1162125 8.0 1,416e-03
3 9 16 3 4 230.1135324 3.5 4.097e-03
4 5 18 4 6 230.1220858 -1.0 4.457e-03
5 7 14 6 3 230.1121898 4.0 5.43%9e-03
6 6 14 8 2 230.1234232 4.0 5.79%42-03
7 7 20 1 7 230.1234284 -1.5 5.799e-03
8 6 18 i : 230.1108524 -1.0 6.777e-03
9 5 12 9 2 230.1108471 4.5 6.782e-03
10 8 16 5 3 230.1247658 3.5 7.137e-03
MSE—SERVICE UG Frib:lurg BRUKER FTM= 4.77T BicAPEX |l
+ ESI-MS {pas.Modaed: RRO1IF {in ACN/ MeQH)
[M-+H]
230 1176)
7
m'."‘ll"""f"'fl'"'l'J"I"";'l"‘I""‘J'["l"'t'!“"l':"l_'_
228.0 229.0 230.0 231.0 2320 233.0 m/z
ST80

/Data/UNI_FR/REMY7651_ESI/1/pdata/1 FTMS USER Thu Oct 24 5:15:30 2013
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UNIVERSSTE DE FRIBOURG

UNEVEASITAT FREIBURG

Ll I“WHMM..,

Mass Spectrometry Service
Department of Chemistry

ESI-MS: RRO14Fi

nmn FTMS 4.7T BioAPEX Il
(<0

XMASS Mass Rnalysis for /Data/UNI_FR/REMY7654 ESI/l/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass

Charge

4

C

+1

H

278.0902750

N 0 Na mass DBE error

*** Mass Analysis for mass 278.0902750

1 14 13 3 2 1 278.0899978 8.5 2.772e-04
2 13 14 2 5 0 278.0897230 8.0 5.520e-04
3 14 10 6 1 0 278.09210604 13.0 7.854e-04
4 1z 11 6 1 1 278.0886551 10.0 1.620e-03
5 11 12 5 4 0 278.0883803 8.5 1.8%5e-03
6 16 12 3 2 0 278.0%24031 12.5 2.128e-03
7 11 15 2 5 1 278.0873177 5.0 2.957e-03
8 10 16 1 8 0 278.087042% 3.5 3.232e-03
9 g 10 8 3 0 278.0870376 2.0 3.237e-03
10 5 15 & 6 1 278.0945283 1.0 4.253e-03
MS—SERVICE UNI Fribourg BRUKER FTMS 24.7T BicAPEX I
+ ESI—ME (pos.Modae): RRO1 4F {m ACN/MaOH)
[M+Na]

FITRIRT PR

/808018
e

276.0

BN st Jiadnaly a “”-'*'#TJM.%
}|II||IIIJI|lII|IJ||IJIIIIIIII4|]IIJI|I#lJllllII!llllli\Illll

277.0 278.0 278.0 280.0 281.0 miz

S190

/Data/UNI_FR/REMY7654_ES|/1/pdata/l FTMS USER Thu Oct 24 14:54:31 2013
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. Mass Spectrometry Service
UNI I“HIHH Department of Chemistry

¥ o il

UNIVERSITAT FREIBURG

shGaie FTMS 4.7T BioAPEX Il
(<0

ESI-MS: RRO42Fi

XMASE Mass Analysis for /Data/UNI_FR/REMY7650 ESI/3/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 362.1494770

Charge = +1

# & H N O nass DBE errcr

**% Mass Analysis for mass 362.14%4770

1 24 20 3 3 362.1498179 13.5 4.40%e-04
2 18 18 & 2 362.1485753 14.0 9.017e-04
3 7 22 8 9 362.1504258 1.0 9.488e-04
4 18 22 2 6 362.1472379 5.0 2.23%e-03
5 17 16 9 1 362.1472326 14.5 2.244e-03
6 9 24 5 10 362.1517684 0.5 2.291e-03
7 16 20 5] 5 362.1458952 9.5 3.582e-03
8 10 20 9 6 262+ 1531058 3.5 3.629e-03
9 15 24 1 9 362.1445578 4.5 4.91%e-03
10 14 18 B 4 362.1445525 10.0 4.924e-03
MS—~SERVICE UNI Fribourg BRUKER FTMS 4.7T DioAPEX It
- ESI—MS (poa.Madeh RRO42FI (in ACN/MeaOH)
[M+H]
36014348
.—IL_
M=y "Wr-'li‘J'|-'q_l~"|'l"|"Ji|ll"i'll'|'"*Ltl"lllll[l'l'm
360.0 361.0 362.0 363.0 364.0 365.0 m/z

/Data/UNI_FR/REMY7650_ESI/3/pdata/ FTMS USER Thu Oct 24 15:08:29 2013 S194
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UNI
FR
|

UHNIVERSITE DE FRIBOURG
UNIVERSITAT FREIBURG

..|l|”

.

ESI-MS: RR044

Fi

Mass Spectrometry Service
Department of Chemistry

Bn: Z x:s::n FTMS 4.7T BioAPEX Il
(>

XMASS Mass Analysis for /Data/UNI_FR/REMY7649 ESI/3/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 362.1496000
Charge = +1
# C H N O mass DBE error
*** Mass Analysis for mass 362.1496000
1 21 20 3 3 362.21499179 13.5 3.179%9e-04
2 7 22 8 9 362.1504258 1.0 B.258e-04
3 19 18 6 2 362.1485753 14.0 1.025e-03
4 9 24 5 10 362.1517684 0.5 2.168e-03
3 18 22 2 6 362.1472379 9.0 2.362e-03
6 17 16 9 i 362.1472326 14.5 2.367e-03
7 10 20 9 6 362.1531058 5.5 3.506e-03
8 16 20 B 5 362.1458952 9.5 3.705e-03
9 12 22 6 7] 362.1544485 5.0 4.84%e-03
10 15 24 1 9 362.1445578 4.5 5.042e-03
MS—SERVICE UNI Fribourg BRUKER FTMS 4.7T BicAPEX I}
+ ESI—MS {poa.Made): RRO44Fi {im ACN A MenH)
e 167, 14960
g ey A S 5 g
?M‘Tb;|||||—‘lhhi_\i|li|||1||r||||||;11|||a||J|||||||115||1;|:|;||||||l|
360.0 361.0 362.0 363.0 364.0 365.0 miz
S198

/Data/UNI_FR/REMY7649_ESI/3/pdata/1 FTMS USER Thu Oct 24 15:11:59 2013
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Mass Spectrometry Service

! .
gsi Department of Chemistry
|
UNIVERSITE DE FRIBQURG
UNIVERSITAT FREIBURG 1] l | ’ | ‘

“Hm.. B&(?%n FTMS 4.7T BioAPEX Il

ESI-MS: RRO74Fi

XMASS Mass Analysis for /Data/UNI_FR/REMY7652 ESI/3/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

Ion mass = 272.1028240
Charge = +1
# G H N 0 mass DBE errcr

*** Mass Analysis for mass 272.1028240

1 14 14 3 3 272.1029678 9.5 1.438e-04
2 12 12 6 Y, 272.1016251 10.0 1.199e-03
3 e 16 2 6 272.1002877 5.0 2.536e~03
4 10 10 9 ] 272.1002824 10.5 2.542¢-03
5 9 14 5 5 272.0989450 5.5 3.87%e-03
6 19 14 1 1 272,1069905 13.5 4.166e-03
7 5 16 6 7 272.1074983 1.0 4,674e-03
8 8 18 1 9 272.0976076 0.5 5.216e-03
9 7 12 g 4 272.0976023 6.0 5.222e-03
10 6 12 10 3 272.1088357 6.0 6.012e-03
ME~SERVICE LRI I-'n‘l:curg BRUKER FTMS 4.7T BioAPEX I
-+ ESI-M=Z (pos.Mode): RRO74AF] {in ACN/MeOH)}
[M+H]
1710281
e
R iy a R Nt — T e
L e B e e e e e e e e A L S A Tk [ e T T
270.0 271.0 272.0 273.0 274.0 m/z

S207
/Data/UNI_FR/REMY7652_ESI/3/pdata/1 FTMS USER Thu Oct 24 15:05:15 2013
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UN:VERSITE DE FRIBGURG
UNIVERSITAT FREIBURG

...m!IfHHH

D,

ESI-MS: RRO75Fi

BRUKER

Mass Spectrometry Service
Department of Chemistry

FTMS 4.7T BioAPEX i

XMASS Mass Analysis for /Data/UNI_FR/REMY7653 EST/4/pdata/l/massanal.res:
XMASS Mass Analysis Constraints

ITon mass =

Charge =

# B

+1

H

N

272.1028760

0

mass

*** Mass Analysis for mass 272.1028760

14
12
i1
10

0 00 1 oy U1 s W R
—
\©

i4
k2
16
10
14
14
16
18
12
1z

HQHEORFE WU WN G W

Wl W 1= Uy N W

212 51029678
272,1016251
272.1002877
272.1002824
272.09859450
272.1069905
272.1074983
272.0876076
272.0976023
272.1088357

DBE

=

e
SO O WO, oW

[

S OoOMmOoOeUuy o oW,

error

Ut G s W NN o

.175e-05
i251e~03
.588e~03
.5%4e-03
+931Te~03
.114e-03
.622e-03
.268e-03
.274e~03
.260e-03

MS—SERVICE UNI Fribourg

ESI—MS {poa-Madel

RRO7SFI

BRUKER FTMS 4.7T BicAPEX Il
(in ACN /M=0OH}

+
[M+H]
21110288
T
L e L B i B i SIS R DO R e E e
270.0 271.0 272.0 273.0 274.0 mfz
oZU0

/Data/UNI_FR/REMY7653_ESk/4/pdata/l  FTMS USER Thu Oct 24 15:01:50 2013




