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F1:
/z_w_\ - Size : 131072 points complex

- Spectral Width : 75000.0 Hz

- Carrier Frequency : 376.46164 MHz

- Nucleus : 19F

Number of scans : 32

Type : 1D

Spectro : BRUKER 400 MHz

Probe : 5 mm PABBO BB-1H/D Z-GRD Z10,
Date : Wed Oct 31 09:49:42 CET 2012
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Qualitative Analysis Report

x10 2 |DAD1 - EWC:Sig=210,16 Ref=520,16 QT06818.d Subtract
1.2 s
3
1 |
|
0.8 |
0.6 ‘ \
|
04 \‘ | »
0.2 | B &
0
-0.2
T T T T T T T T
1 2 3 4 5 6 7 8 10 11 12
mAU vs. Acquisition Time (min)
Integration Peak List
Start End Height |Area Area % AreaSum%
| 803 81s| 838 118.3[ 736.973] 100 96.71
| 838 853 878 22| 25043 34 3.29
Spectrum Source Fragmentor Voltage Collision Energy Ionization Mode
Peak (2) in "+ BPC(50.00000-1000.00000 [-39]) 120 0 ESI
Scan"
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Counts vs. Mass-to-Charge (m/z)
Peak List
mjz z [Abund rmula Ton
301.08557 5696.2
485.08129 1 [80237.1 [C26 H14 F5 04 (M+H)+
486.08426 1 [19975.2 [C26 H14 F5 04 (M+H)+
507.06278 1 [38410 [C26 H13 F5 Na 04 (M+Na)+
508.06582 1 [9971.2 |C26 H13 F5 Na 04 (M+Na)+
991.13756 1 [48553.1 |C52 H26 F10 Na 08 (2M+Na)+
992.14033 1 [25083 |C52 H26 F10 Na 08 (2M+Na)+
993.14229 1 [7284.4 |C52 H26 F10 Na 08 (2M+Na)+
Formula Calculator Results
ormula jass gt Mass iff (ppm) [Mz |lon Species
C23 H14 F6 05 484.07401]  484.07454) 1.1[  485.08129|C23 H15 F6 05
C26 H13 F5 04 TRUE 484.07401]  484.0734] -1.26]  485.08129|C26 H14 F5 04
20 H15 F7 06 484.07401|  484.07569) 3.46]  485.08129[C20 H16 F7 06
28 H14 F2 06 484.07401|  484.07584 3.79] _ 485.08129|C28 H15 F2 06
C29 H12 F4 03 484.07401|  484.07226 -3.62|  485.08129|C29 H13 F4 03
C31 HI3 F 05 484.07401]  484.0747 1.43]  485.08129|C31 H14 F 05
C26 H13 F5 04 TRUE 484.07355] _ 484.0734] -0.31]  507.06278[C26 H13 F5 Na 04
C23 H14 F6 05 484.07355|  484.07454 2.05|  507.06278|C23 H14 F6 Na 05
C29 H12 F4 03 484.07355|  484.07226 -2.67| _ 507.06278|C29 H12 F4 Na O3
20 H15 F7 06 484.07355|  484.07569) 441 507.06278[C20 H15 F7 Na 06
28 H14 F2 06 484.07355|  484.07584 4.74| _ 507.06278|C28 H14 F2 Na 06
C31 HI3 F 05 484.07355| __ 484.0747] 2.38]  507.06278|C31 H13 F Na 05
C52H26 F10 08 | TRUE 068.14826] 968.1468] -1.51]  991.13756[C52 H26 F10 Na 08
C54 H27 F7 010 968.14826|  968.14924 1.02|  991.13756|C54 H27 F7 Na 010
C57 H26 F6 09 968.14826]  968.1481 -0.16|  991.13756|C57 H26 F6 Na 09
C55 H25 F9 07 968.14826]  968.14566) -2.69] 991.13756[C55 H25 F9 Na 07
C60 H25 F5 08 968.14826]  968.14696 -1.34|  991.13756|C60 H25 F5 Na 08
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4 - Spectral Width : 8012.8203 Hz
4 - Carrier Frequency : 400.13193 MHz
b - Nucleus : 1H
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i Number of scans : 128
B Type : 1D
] Spectro : BRUKER 400 MHz
7] Probe : 5 mm PABBO BB-1H/D Z-GRD Z10;
i Date : FriJul 19 09:49:33 CEST 2013
B Temperature : 299.1495 K
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Qualitative Analysis Report
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mAU vs. Acquisition Time (min)
Spectrum Source Fragmentor Voltage Collision Energy Ionization Mode
Peak (4) in "+ BPC(50.00000-1000.00000 [-41]) 120 0
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Counts vs. Mass-to-Charge (m/z)
Peak List
mjz z [Abund Formula Ton
401.13405 18534.2
456.17738 1 1359223.9 C24 H22 N7 03 (M+H)+
457.17973 1 183846.8 C24 H22 N7 03 (M+H)+
478.15849 33277.5
933.32685 18580.5
Formula C: Results
Formula [Best Mass Tgt Mass DIff (ppm) Mz Ion Species Score
C24 H21 N7 03 I 455.1701 455.17059| 1.08[  456.17738|C24 H22 N7 O3 I 97.78
C23 H25 N3 07 l TRUE 455.17009 455.16925 -1.85 456.17738|C23 H26 N3 07 [ 97.26

S5




09062013-400MHz-2-schalk@guest3 1 (1D 1H) DMSO 400MHz

OH HO
80 100

OH HO

60

OH
OH

40

20

2] Parameters
5
8_| 09062013-400MHz-2-schalk@guest3 1 (1
3
o
7 F1:
o A AN A - Size : 65536 points complex
- 6 PO
§333 NEsgeRnen ERARIISE EEEEPE RN 328 ~ opectral Width - 8012.8203 1
R faps) FFFBRBBRBE NNNGGSSS LIRCHA D Bt It I BB bl Bl b - Carrier Frequency : 400.13193 MHz

- Nucleus : 1H

0
=X
_
%
o\
BN
Z
-
=<
I\
_/
=
s
_41
\u

Number of scans : 128

Type : 1D

Spectro : BRUKER 400 MHz

Probe : 5 mm PABBO BB-1H/D Z-GRD Z10:
Date : Fri Sep 06 15:23:45 CEST 2013
Temperature : 298.7635 K

Solvent : DMSO
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Qualitative Analysis Report
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Counts vs. Mass-to-Charge (m/z)

Peak List

mjz z [Abund Formula Ton |

693.21638 1 1269453.7 C33 H29 N10 08 (M+H)+

694.21876 1 190545.4 C33 H29 N10 08 (M+H)+

695.22083 1 118788.2 C33 H29 N10 08 (M+H)+

715.19718 27962.6

Formula Calculator Results

[Formula _ [Best |Mass ____[Tgt Mass _ |Diff (ppm) |Mz Ton Species ore
C33 H28 N10 08 692.20908 692.20916 0.11 693.21638|C33 H29 N10 08 98.64
C32 H32 N6 012 TRUE 692.20907 692.20782 -1.81 693.21638|C32 H33 N6 012 96.95
C34 H24 N14 04 692.20909 692.2105 2.03 693.21638|C34 H25 N14 04 95.24
C36 H36 014 692.20906 692.21051 2.09 693.21638|C36 H37 014 95.07
C21 H32 N12 015 692.2091 692.21101 2.76 693.21638|C21 H33 N12 015 94.01
C49 H28 N2 03 692.20906 692.20999 1.34 693.21638|C49 H29 N2 03 89.83
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