o g BRUKER
o
Current Data Parameters
NAME MG46
EXPNO 1
(0] O PROCNO 1
2 F2 - Acquisition Parameters
Date_ 20130206
Time 17.47
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 181
DW 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
- TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0

Jb PC 1.40

15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm

2.30
2.41
2.42
4.68
23.70

64.49
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Current Data Parameters

NAME MGE53

EXPNO 1

PROCHNO il

FZ - Acquisition Parameters

Date__ 20130220

Time 14,18

INSTRUM spect

PROBHD 5 mm PABBO BBE-

PULPROG rq8 R

T atakrpafs

SOLVENT DMS0O

NS 8

DS 2

SWH bl 5240 B2

FIDRES Do122260 H=

AQ 4.0894465 sec

RG 203

DW 62.400 usec

DE 6.50 usec

TE 298 U K

D1 1.00000000 sec

TDO 1

======== (CHANNEL fl ========
- SFO1l 400.1424710 MHz

NUC1 1E

Pl L3 e

PLW1 16.00000000 W

FZ2 - Processing parameters

ST 65536

SF 400.1400000 MH=z

WDW EM

SSB

LB 3 AN 2

GB

PC 1.00
Ny s

15 14 13 12 11 10 9

3.50

8
\ 4

7.29
7.01

7 6
|

S

5.39

|

4

\

54.60

3 2
/)

PPm

16.21
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Current Data Parameters

NAME MG115
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130329

Time 18.27
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 3

DS 2

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 64

DW 62.400 usec
DE 6.50 usec
TE 298.1 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H

Pl 13.50 usec
PLW1 16.00000000 W

F2 - Processing parameters
ST 65536

SF 400.1400000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

(o)
~

1.00
1.08
2.06
0.88
0.95
1.01
0.97
2.77

166.88
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_Br NHZ
N“N S Current Data Parameters
" H NAME MG-I-115c
EXPNO 1
=z PROCNO 1
F2 - Acquisition Parameters
Date_ 20130524
Time 16.29
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 61
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 181
DW 20.800 usec
DE 6.50 usec
TE 298.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C
Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 W
F2 - Processing parameters
ST 32768
Lw SF 100.6152830 MHz
WDW EM
NMWWWMWWﬂwwMW“HWM%MJmebwmmwwwwmwwmwmdHNWW %“ O M RO gt A b oot . . 0
LB 1.00 Hz
GB 0
T ' I I T I I ' I I I T I — °C 1.40
200 180 160 140 120 100 80 60 40 20 0 ppm
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Current Data Parameters

NAME MG-I-143
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130510

Time 16.02
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 8

DS 2

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203

DW 62.400 usec
DE 6.50 usec
TE 298.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H

Pl 13.50 usec
PLW1 16.00000000 W

F2 - Processing parameters
ST 65536

SF 400.1400000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

L L B L L B L L I B I I I I

12

o
<
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This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

3/4/2013 5:41:51 AM

Acquisition Time (sec)

4.0894

‘ Comment

5 mm PABBO BB-1H/D Z-GRD Z108618/0320

‘ Date

08 Feb 2013 18:38:40

Date Stamp 08 Feb 2013 18:38:40 File Name C:\Users\moustafa\Desktop\NMR folder\MG47\1\pdata\1\1r
Frequency (MHz) 400.14 Nucleus 1H Number of Transients 16 Origin spect
Original Points Count 32768 Owner mgabr Points Count 65536 Pulse Sequence zg30
Receiver Gain 203.00 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 Spectrum Offset (Hz) 2471.0281
Spectrum Type STANDARD Sweep Width (Hz) 8012.70 Temperature (degree C) 25.048
0.7 {MG47.001.001.1resp  VerticalScaleFactor = 1
0.6~ NE
E NH;
0.5 Ny s
. H
e dc
b |
@ 04 -
_9 |
< -
ko] ]
[} ]
N 0.3
(W] ]
£ ]
o ]
z ]
0.2
0.1
] I g I
0 —— ==
0.99 0.991.87 2.030.99 1.00
= H H & 4d Y
\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\‘\\\\\\\\\
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1
Chemical Shift (ppm)
No. (ppm) Value Absolute Value Non-Negative Value
1[7.56317 .. 7.681.0000000¢  2.74639300e+7 1.00000000
2[7.7658 .. 7.870.98532182 2.70608100e+7 0.98532182
3[7.9448 .. 8.152.025522958  5.56288200e+7 2.02552295
4[8.2339 .. 8.351.86501074  5.12205240e+7 1.86501074
5[8.4129 .. 8.520.9853844( 2.70625280e+7 0.98538440
B11.56111 .. 11.60.99302292 2.72723120e+7 0.99302292
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Current Data Parameters

FsC NHz NAME MG103
/g EXPNO 1
N'~ S PROCNO 1
~ F2 - Acquisition Parameters
Date_ 20130322
ad Time 18.23
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 3
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 57
DW 62.400 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.40
15 14 13 12 4 3
o N~ (2]
< < e
- o -
(L]
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Current Data Parameters

NAME MG 2
EXPNO i !
PROCNO 1

af F2 - Acquisition Parameters
Date_ 20130308
Time (8 P
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2g30
il b BEaS0
SOLVENT DMSO
NS 16
DS 2
SWH BU12.820 H=2
FIDRES 0.l222686 Bz
AQ 4.0894465 sec
RG .
DW 62.400 usec
DE B0l Tsag
TE 251 B
D1 1.00000000 sec
TDO 1

SFO1 400.1424710 MHz
NUC1 LF
Pl L3 .20 Usep
PLW1 16.00000000 W
F2 - Processing parameters
S B9 II0
SE 400.1400000 MHz
WDW EM
S5B 0
LB a2l H2
GB 0

i LJ PC 1.00

15 14 13 12 11 10 9

1.85\__
1.76 /—
e
-

1.00 _
8.29

437.94
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Cl
Current Data Parameters
N"‘N NAME MG80
EXPNO 1
i }l PROCNO 1
E F2 - Acquisition Parameters
Date_ 20130314
Time 18.23
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203
DW 62.400 usec
DE 6.50 usec
TE 293.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
(/ Pl 13.50 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
J J k BC 1.00
15 14 12 1 10 9 8 7 6 5 4 3 2 ppm

1.00
0.92
0.99
2.88
1.01
20.28
5.11
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EEBT

15 14 13 12

1.00

11 10 9

0.93
4.02
0.93

93.53

0.87
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Current Data Parameters

NAME MG 3
EXPNO i !
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130307
Time L il
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2g30

il b BEaS0
SOLVENT DMSO

NS 16

DS 2

SWH BU12.820 H=2
FIDRES 0.l222686 Bz
AQ 4.0894465 sec
RG &1

DW 62.400 usec
DE B0l Tseg
LTE 2Y92 .6 K
D1 1.00000000 sec
TDO 1

SFO1 400.1424710 MHz
NUC1 LF

Pl L3 .20 Usep
PLW1 16.00000000 W
F2 - Processing parameters
S B9 II0

SE 400.1400000 MHz
WDW EM

S5B 0

LB e H2
GB 0

PL 1 &1
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Br
er Current Data Parameters
HO 2 NAME MG-II-21
EXPNO 1
N“N S PROCNO 1
“ H
F2 - Acquisition Parameters
; Date_ 20130509
4 Time 18.23
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 3
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203
DW 62.400 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
» PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
- - GB 0
J PC 1.00
J JU I\ ,
S A N I I I I N
13 11 10 9 8 7 6 5 4 3 2 1 ppm
(=] o) MAN| |0 o) [{] (2]
ol |o K (o|lolo o 2] =]
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- Current Data Parameters
NAME MG108
; EXPNO 1
4j PROCNO 1
F2 - Acquisition Parameters
Date_ 20130329
Time 18.06
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 64
DW 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.40
13 12 8 7
(4] - [*2] AN o] b =]
o (o] (=] [=]=] o oo
- =) S| v+ 0 21
g -
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test

NH
HO : Current Data Parameters
N ,l:: NAME MG83
] S EXPNO 1
7 PROCNO 1
4k F2 - Acquisition Parameters
Date_ 20130327
Time 16.33
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 4
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 57
DW 62.400 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
gk PC 1.40
15 13 12 11 7 4 3 2
o o AN [0 |©O|W| N © Q|
< ] QX9 R DD o] Qe
- o [=l=]{e]lle]le]le] Eg - ™


moustafa
Placed Image


test

Current Data Parameters

NAME MG64p
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130314

Time 18.18
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203

DW 62.400 usec
DE 6.50 usec
TE 293.1 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H

Pl 13.50 usec
PLW1 16.00000000 W

F2 - Processing parameters
ST 65536

SF 400.1400000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

12

11

1.00

10

oo}

1.04
2.03
0.99
2.03

24.43

5.68
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Current Data Parameters
NAME MG-I-141
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130509
Time 18.03

aﬁ INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 3
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203
DW 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W

o F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
, A J \..

L L B L L B L L I B I I I I

13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

(=] AN T OO - ©
S ola|a|aa|N(® ® |9
- Or=Or=Mr=O g; <
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Current Data Parameters
NAME MG-I-141c
EXPNO 1
PROCNO 1
| F2 - Acquisition Parameters
NH: Date_ 20130515
Time 18.00
INSTRUM spect
o “N PROBHD 5 mm PABBO BB-
H PULPROG zgpg30
D 65536
SOLVENT DMSO
dn NS 70
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 144
DW 20.800 usec
DE 6.50 usec
TE 298.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C
Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 w
F2 - Processing parameters
ST 32768
SF 100.6152830 MHz
L P —————————— e
SSB 0
LB 1.00 Hz
GB 0
I ' I I T I I ' I I I T I — °C 1.40

200 180 160 140 120 100 80 60 40 20 0 ppm


moustafa
Placed Image


. BRUKER

NH,
N. S
N
. }l Current Data Parameters
NAME MG100
NO;, EXPNO 1
PROCNO 1
4p F2 - Acquisition Parameters
Date_ 20130329
Time 18.19
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 4
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 64
DW 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A .
14 13 12 ppm
o O T (T N o] N
Q QNN IO - N
- ™ ON|™ ™M 8 o
o -
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NH:

WWWMWMWWW

i

Current Data Parameters

— T 1T T
200 180 160 1

e
40

I ' I ' I ' I '

120 100 80 60 40

NAME MG-I-146c
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130524

Time 16.23
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 84

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 161

DW 20.800 usec
DE 6.50 usec
TE 298.0 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C

Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 w

F2 - Processing parameters
ST 32768

SF 100.6152830 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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N|12 Current Data Parameters
NAME MG-I-149
N S EXPNO 1
s “N PROCNO 1
4 rl F2 - Acquisition Parameters
Date_ 20130509
Time 18.27
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 6
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203
DW 62.400 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
r F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
~ J pC 1.00
Jk J VINES J\.

L L B L L B L L I B I I I I

13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

=) [T [C0[N[10| 00| | 0| © ™ <
Q @@ z|eNr e @ Q
- O|O|O | |00 |||+ Py 0
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21-Jun-201315:09:29

MOUSTAFA_MG-I-123C_BWANG-ACCU_06212013 ESI-NEGO02 41 (0.762) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.C

100, 4239758 4.99e3
425.9710
< \
554.2615
426.9737 555 2801
427.9749 455.2060 499.3592 515.3657 529.3679 557.3571
[—" szors  amazees L S8 L
0 “ ‘. \\\IC‘\‘”HH‘X\‘\‘e\“‘\\\\1“\‘\L\\‘\\‘\\‘\\”\‘\A‘i\\\‘\‘\.“\I\A\‘\h‘l\‘\l\\‘\\\\‘\‘\‘\“\l‘\l\l\\l‘\\\‘\l“\‘\\\‘\\\‘\“\\\\“‘\‘\I‘\\‘\i\l\‘\\‘\‘\\‘\“‘\l\\\‘\\‘\‘\“‘\\l\‘\h‘l\\l\\“\1\\‘\“\\‘\‘\l\‘\\\J\i“\l\‘\““‘\‘ m/Z

430 440 450 460 470 480 490 500 510 520 530 540 550 560
Elemental Composition Report



Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

1136 formula(e) evaluated with 13 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-2 Br:1-2

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE i-FIT Formula

423.9758 423.9749 0.9 2.1 6.5 121.5 Cl11 H15 N5 04 S2 Br
423.9762 -0.4 -0.9 6.0 106.9 C13 H17 N2 O5 S2 Br
423.9776 -1.8 -4.2 11.0 79.7 Cl4 H13 N6 O S2 Br
423.9742 1.6 3.8 16.0 43.3 C17 H9 N6 O S Br
423.9755 0.3 0.7 15.5 42.1 C19 H11 N3 O2 S Br
423.9747 1.1 2.6 9.0 222.5 C2 H5 N18 02 S Br
423.9747 1.1 2.6 3.5 260.5 C3 H11 N11 O7 S Br
423.9760 -0.2 -0.5 8.5 192.6 C4 H7 N15 O3 S Br
423.9760 -0.2 -0.5 3.0 227.9 C5 H13 N8 08 S Br
423.9752 0.6 1.4 1.0 959.5 C5 H18 N10 O S Br2
423.9774 -1.6 -3.8 8.0 166.6 C6 H9 N12 O4 S Br
423.9774 -1.6 -3.8 2.5 199.2 C7 H15 N5 09 S Br

423.9766 -0.8 -1.9 0.5 938.7 C7 H20 N7 O2 S Br2



Current Data Parameters

NAME MG150

EXPNO 1

PROCHNO il

FZ - Acquisition Parameters
5b Date__ 20130418

Time i e

INSTRUM spect

PROBHD 5 mm PABBO BBE-

PULPROG rq8 R

T atakrpafs

SOLVENT DMSO

NS 16

DS 2

SWH bl 5240 B2

FIDRES Do122260 H=

AQ 4.0894465 sec

RG 64

DW 62.400 usec

DE 6.50 usec

TE 298 U K

D1 1.00000000 sec

TDO 1

======== (CHANNEL fl ========

SFO1l 400.1424710 MHz

NUC1 1E

Pl L3 e

PLW1 16.00000000 W

FZ2 - Processing parameters

ST 65536

SF 400.1400000 MH=z

WDW EM

SSB 0

LB 3 AN 2

GB 0

PC 1.40

/ il ) Lﬁ w

| l[lllllII|IIIII]III||IIIIIII][!IIIIIIII|Illl[lllI|IIIIIIIII|IIIIIIIII]II[IIIIII|IIIIIIIII|IIIIIIIIIIIIIIIIIIIllllI!IIII|IIIIIIIIllIIIIIIIIIllllllIIII|IIIIIIIII|IIIIIIIllllllllIlllllllfllllllllllllll

15 14 13 12 11 10 9 /7 6 5 4 3 2 1 0 -1 -2 ppm

8
¥ pu ]

(ap ]
QM
NN v

\

1.00
0.95
1.30
1.37
1.01
2.74
9.36

267.05
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5b

14-Jun-201317:16:23
MOUSTAFA_MG-I-150C_BWANG-ACCU_06142013_ESI-NEGO01 43 (0.798) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.0(

100 371.0593 8.88e3
< 402.0091

372.0629

*
554.2615
373.0605 [103.0144 454.0258 555.2646
" L |, 491.0175.499.¢ 9765521.9646 _576.2357 611.2833

O\\\\‘\%\\I‘\\\\J\‘\l\l\‘\‘l\\\\‘!‘\\l‘“\\\\‘\\\H\‘\\\\‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\m/z

360 380 400 420 440 460 480 500 520 540 560 580 600 620
Elemental Composition Report



Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1064 formula(e) evaluated with 8 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-2

Minimum:

Maximum:

Mass Calc. Mass

371.0593 371.0581
371.0583
371.0596
371.0603
371.0581
371.0594
371.0608
371.0608

5.0
mDa
1.2
1.0
-0.3
-1.0
1.2
-0.1
-1.5
-15

5.0
PPM
3.2
2.7
-0.8
-2.7
3.2
-0.3
-4.0
-4.0

-1.5
100.0
DBE
11.5
3.5
8.5
17.5
0.5
5.5
10.5
-0.5

i-FIT
406.0
203.4
121.2
3.0

499.5
371.7
270.4
356.2

Formula

C H3N22 O S
C11 H19 N2 08 S2
Cl12 H15 N6 04 S2
C20 H11 N4 02 S
C3 H15 N8 011 S
C4 H11 N12 O7 S
C5 H7 N16 O3 S
C7 H19 N2 013 S



' " ><)

Current Data Parameters
NAME MG58
EXPNO 1
PROCNO il
FZ - Acquisition Parameters

5¢ Date__ ZU 130214
Time i G
INSTRUM spect
PROBHD 5 mm PABBO BBE-
PULPROG rq8 R
TD Eakr s
SOLVENT DMS0O
NS 16
DS 2
SWH bl 5240 B2
FIDRES 122260 H2
AQ 4.0894465 sec
RG 203
DW 62.400 usec
DE 6.50 usec
TE 298 U K
D1 1.00000000 sec
TDO 1
======== (CHANNEL fl ========
SFO1l 400.1424710 MHz
NUC1 1H
Pl L3 e
PLW1 16.00000000 W
FZ2 - Processing parameters
ST 65536
SF 400.1400000 MH=z
WDW EM
SSB 0
LB 3 AN 2
GB 0
PC 1.00

W S—

I Illlillll|IIIIIIIII|IIIIIIIlllllliIIIII]IIFIIIIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|FIIIIllllllllllllllllllllIIII|IIIIIIIII'|IIIIIIIIIIlllllllllllilIIIIII|IIIIIIII

15 14 13 12 11 10 9 8 7 6 S q 3 2 ppm
J 1 -

0.91 —

0.88

0.58
71.25

20.43
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MOUSTAFA_MG-I--58C_BWANG-ACCU_03292013_ESI-POS01 38 (0.755) AM (Top,2, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.
373.0766 7.82e3
100-
|
1670606 279.1590 H 556.2771
0 HH\‘.\‘\“;“\M‘h‘.\“‘\nm‘ “\‘HL\‘\‘\‘M‘\}‘\‘\“\‘ “\HH“H‘ R iy ‘MH“‘ T ““\m/Z
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Elemental Composition Report

Single Mass Analysis



Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons
2006 formula(e) evaluated with 17 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-10

Minimum:
Maximum:
Mass
373.0766

Calc. Mass
373.0785
373.0753
373.0748
373.0766
373.0780
373.0759
373.0773
373.0751
373.0751
373.0760
373.0751
373.0764
373.0764
373.0778
373.0773
373.0764
373.0778

5.0
mDa
-1.9
1.3
1.8
0.0
-1.4
0.7
-0.7
15
15
0.6
15
0.2
0.2
-1.2
-0.7
0.2
-1.2

5.0
PPM
-5.1
3.5
4.8
0.0
-3.8
1.9
-1.9
4.0
4.0
1.6
4.0
0.5
0.5
-3.2
-1.9
0.5
-3.2

-1.5
50.0
DBE
-0.5
7.5
1.5
7.0
12.0
16.5
16.0
10.0
4.5
3.5
-1.0
9.5
4.0
9.0
3.0
-1.5
3.5

I-FIT
471.7
120.1
600.1
110.0
66.0
2.6
6.5
284.2
320.4
407.8
370.0
229.8
264.5
182.6
385.2
312.2
215.7

Formula

C H17 N12 O7 S2
C12 H17 N6 04 S2
C12 H25 N2 O3 S4
C14 H19 N3 O5 S2
C15 H15 N7 O S2
C20 H13 N4 02 S
C22 H15 N 03 S
C3 H7 N19 02 S
C4 H13 N12 O7 S
C5 H17 N12 O2 S3
C5 H19 N5 012 S
C5 H9 N16 03 S
C6 H15 N9 08 S
C7 H11 N13 04 S
C7 H19 N9 03 S3
C7 H21 N2 013 S
C8 H17 N6 09 S



- <)

(<

Current lData Paramecers
NAME MG111
EXPNO i}
PROCNO dl
F2 - Acquisition Parameters
Date_ Zu 130501
Time 18.48

54 INSTRUM SPECT

K PROBHD 5 mm PABBO BB-
PULPROG 2g30
il b 69336
SOLVENT DMSO
NS 16
DS 2
SWH gULlZ2. 820 HZ
FIDRES D. 122268 T2
AQ 4.0894465 sec
RG 64
DW 62.400 usec
DE 6.50 usec
TE 293.8 K
D1 1.00000000 sec
TDO |
======== (CHANNEL fl1 ========
SFO1 400.1424710 MHz
NUC1 LF
Pl L3 .20 Usep
PLW1 16.00000000 W
F2 - Processing parameters
S B9 II0
SE 400.1400000 MHz
WDW EM
S5B 0
LB e H2
GB 0

PC 1 .45

|!|||||||I||l_l-l'||||lll_l-'lll|||I|||_I_'I_I-l||||||||||I|I||||||I_I-l||||||||||

I
7 6 o 4 3 2 1 ppm

S SPL

o
_
F

|_I_I_I_!_I_I|||I||I_I_'I|||II|||||I_I_I'|I||||||I_I_II|||||||l_l-[||||||||||l||||||||
9

13 12 11 10 8
)

O

™

»
Q
F

1.00
17
1.17
3.07 =
7
1.05
7.16

0.
0.9

424.96
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Current Data Parameters

200

w
180
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160

w
140

w
120

w
100

I

80

I

60

[
40

20

0 ppm

NAME MGlllc
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130325
Time 13.24
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 223
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 203
DW 20.800 usec
DE 6.50 usec
TE 298.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C
Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 w
F2 - Processing parameters
32768
100.6152830 MHz
EM
0
1.00 Hz
0
1.40
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MOUSTAFA MG-I-111C_BWANG-ACCU_05142013_ESI-NEGO1 35 (0.648) AM (Med,2, Ar,5000.0,554.26,1.00); Sm

100+

%

| 413.8721

414.0541

2.28e4

*

54.2615

0

R ARRE
400

Elemental Composition Report

Single Mass Analysis

541.0463 ©°

(/417.0521 / 468.8600  491.9556 499.0177
O L I L N e A R SR R

I 576.2452 598.2199
T MYZ

560 580



Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

7294 formula(e) evaluated with 79 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 O:1-60 F:1-6 S:1-4

Minimum: -1.5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mbDa PPM DBE i-FIT Formula

414.0541 414.0535 0.6 1.4 0.0 2094.2 C9 H23 N4 O5 F S4
414.0551 -1.0 -2.4 1.5 1194.6 C9 H19 N5 04 F3 S3
414.0529 1.2 2.9 2.5 676.1 C9 H16 N5 O5 F4 S2
414.0540 0.1 0.2 6.0 602.5 C9 H15 N8 06 F S2
414.0545 -0.4 -1.0 4.0 592.8 C9 H12 N6 O4 F6 S
414.0556 -1.5 -3.6 7.5 471.4 C9 H11 N9 O5 F3 S
414.0540 0.1 0.2 11.5 430.8 C8 H9 N15 O F S2
414.0527 1.4 3.4 1.0 895.0 C8 H19 N4 010 F S2
414.0532 0.9 2.2 -1.0 851.2 C8 H16 N2 O8 F6 S
414.0543 -0.2 -0.5 2.5 707.0 C8 H15 N5 09 F3 S
414.0543 -0.2 -0.5 8.0 599.7 C7 H9 N12 O4 F3 S
414.0522 1.9 4.6 0.5 2134.6 C7 H21 N7 O4 F S4
414.0560 -1.9 -4.6 1.0 2025.0 C7 H20 N8 02 F2 sS4
414.0527 1.4 3.4 -1.5 1319.0 C7 H18 N5 02 F6 S3
414.0538 0.3 0.7 2.0 1253.3 C7 H17 N8 O3 F3 S3
414.0554 -1.3 -3.1 35 711.5 C7 H13 N9 O2 F5 S2
414.0527 1.4 3.4 6.5 682.5 C7 H13 N11 O5 F S2
414.0532 0.9 2.2 45 741.6 C7 H10 N9 O3 F6 S
414.0540 0.1 0.2 -1.5 1038.7 C6 H17 N5 O6 F5 S2

414.0551 -1.0 -2.4 2.6 927.2 C6 H16 N8 O7 F2 S2



414.0529
414.0529
414.0547
414.0554
414.0524
414.0540
414.0551
414.0560
414.0527
414.0538
414.0554
414.0538
414.0541
414.0552
414.0546
414.0524
414.0541
414.0552
414.0536
414.0547
414.0525
414.0552
414.0560
414.0542
414.0558
414.0536
414.0547
414.0533
414.0533
414.0528
414.0544

3.0
8.5
1.5
-1.5
2.5
4.0
7.5
1.5
-1.0
2.5
4.0
8.0
-1.0
2.5
14.5
15.5
4.5
8.0
-1.5
2.0
3.0
0.0
14.5
9.0
10.5
115
15.0
10.0
15.5
9.5
11.0

860.2
748.8
2070.7
1148.6
1328.6
823.3
717.6
1524.9
1177.5
1048.0
1007.3
831.9
1341.5
1158.2
229.9
2.1
1195.9
1016.3
1727.4
1622.1
1188.7
1263.7
11.5
896.8
237.2
S1.7
26.6
100.2
59.7
867.8
234.8

C6 H13 N8 O8 F3 S
C5 H7 N15 O3 F3 S

C5 H18 N11 O F2 S4
C5 H16 N5 O10 F4 S
C5 H15 N11 02 F3 S3
C5 H11 N12 O F5 S2
C5 H10 N15 02 F2 S2
C4 H17 N11 O5 F S3
C4 H15 N8 O5 F5 S2
C4 H14 N11 O6 F2 S2
C4 H10 N12 O5 F4 S
C3 H8 N18 O F2 S2

C3 H14 N8 O9 F4 S

C3 H13 N11 010 F S
C20 H14 N3 O F2 S2
C20 H11 N3 O2 F3 S
C2 H8 N15 O4 F4 S

C2 H7 N18 O5 F S

C2 H16 N11
C2 H15 N14
C2 H12 N14
C2 H12 N12
C19 H13 N3
C17 H19 N2
C17 H15 N3
C17 H12 N3
C17 H11 N6
C16 H15 N2

03
04
05
02
05
(OX]
02
(O]
04
08

F4 S3
F S3
F2 S2
F6 S2
FS

F S3
F3 S2
F4 S
FS
FS

C15 H9 N9 O3 F S
C15 H17 N5 O2 F S3
C15 H13 N6 O F3 S2



414.0522
414.0553
414.0531
414.0547
414.0558
414.0545
414.0551
414.0529
414.0540
414.0556
414.0534
414.0545
414.0549
414.0526
414.0542
414.0553
414.0531
414.0558
414.0531
414.0540
414.0549
414.0556
414.0526
414.0542
414.0553
414.0549
414.0527
414.0538

1.9
-1.2
1.0
-0.6
-1.7
-0.4
-1.0
1.2
0.1
-1.5
0.7
-0.4
-0.8
1.5
-0.1
-1.2
1.0

1.0
0.1
-0.8
-1.5
1.5
-0.1
-1.2
-0.8
14
0.3

4.6

24
-1.4
-4.1
-1.0
-2.4
2.9
0.2

1.7
-1.0
-1.9
3.6
-0.2
-2.9
24

24
0.2
-1.9
-3.6
3.6
-0.2
-2.9
-1.9
3.4
0.7

12.0
5.0
6.0
7.5
11.0
6.0
1.0
2.0
5.5
7.0
8.0
115
-0.5
0.5
2.0
5.5
6.5
3.5
12.0
0.5
5.0
2.0
6.0
7.5
11.0
-1.5
-0.5
3.0

108.6
976.8
386.9
209.8
143.2
283.0
1796.9
996.4
981.0
372.8
297.8
213.1
2074.3
1242.9
597.4
542.4
375.7
465.8
303.2
808.0
1799.4
573.5
1000.3
425.0
376.2
1526.1
1554.2
1353.0

C15
Cl4
Cl4
C14
Cl4
C13
C12
C12
C12
C12
C12
C12
Cl1
Cl1
Cl1
Cl1
Cl1
Cl1
C10
C10
C10
C10
C10
C10
C10

H10
H20
H17
H13
H12
H16
H22
H19
H18
H14
H11l
H10
H25
H22
H18
H17
H14
H14

N6
N2
N2
N3
N6
N2
N2
N2
N5
NG
N6
N9

02 F4 S
04 F2 S3
O5 F3 S2
O4 F5 S
O5 F2 S
09 F2 S
O F4 S4
02 F5 S8
O3 F2 S3
02 F4 S2
O3 F5 S
04 F2 S

N O6 F S4
N O7 F2 S3

N2
N5
N5
N3

06 F4 S2
O7 F S2
08 F2 S
OS5 F6 S

H8 N12 O3 F2 S
H21 N Ol11 F S2
H19 N8 O F S4

H17 N2 O10 F3 S
H16 N8 O2 F2 S3
H12 N9 O F4 S2
H11 N12 O2 F S2
C H15 N11 O7 F3 S2
C H12 N11 O8 F4 S

C H11 N14 O9 F S
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Current Data Parameters

NAME MG110p
EXPNO i !
PROCNO 1
F2 - Acquisition Parameters
Date 20130321
Time LB 0@

He INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2g30
TD BEaS0
SOLVENT DMSO
NS 16
DS 2
SWH B8012.820 Hz
FIDRES 0.l222686 Bz
AQ 4.0894465 sec
RG 64
DW 62.400 usec
DE B0l Tsag
TE 2893.9 K
D1 1.00000000 sec
TDO 1

SFO1 400.1424710 MHz
NUC1 LF
Pl L3 .20 Usep
PLW1 16.00000000 W
F2 - Processing parameters
S B9 II0
SF 400.1400000 MHz
WDW EM
S5B 0
LB e H2
GB 0

l_ f \ t PL 1.40

15 14 13 12 11 10 9 8 7 6 o 4 3 2 ppm

I\ U ey

4

1
o

1.00
0.11
1.01
1.00
3.02
1.01
0.98
1.00

0.9

F

305.68
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Current Data Parameters
NAME MG110c
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130325
Time 13.09
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 312
DS 4
5a SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 90.5
DW 20.800 usec
DE 6.50 usec
TE 298.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C
Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 W
F2 - Processing parameters
ST 32768
SF 100.6152830 MHz
WDW EM
Ao < - 0

LB 1.00 Hz
GB 0

T ' I I T I I ' I I I T I — °C 1.40

200 180 160 140 120 100 80 60 40 20 0 ppm
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MOUSTAFA_MG-I-110C_BWANG-ACCU_05142013_ESI-NEGO02 49 (0.910) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.C

100~ 360.0813 3.77e3
N
361.0853
362.0874 s54 ;615
1 242.0138
150.0245 [ | | _370.0825543.0302. | 556.2614  721.1722745.1460
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Elemental Composition Report

Single Mass Analysis



Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

1424 formula(e) evaluated with 13 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 O:1-60 S:1-4

Minimum: -1.5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mbDa PPM DBE i-FIT Formula

360.0813 360.0800 1.3 3.6 6.5 74.3 C12 H18 N5 04 S2
360.0796 1.7 4.7 0.5 351.2 C12 H26 N O3 S4
360.0814 -0.1 -0.3 6.0 70.9 C14 H20 N2 O5 S2
360.0827 -14 -3.9 11.0 47.4 C15 H16 N6 O S2
360.0807 0.6 1.7 15.5 1.6 C20 H14 N3 02 S
360.0798 1.5 4.2 9.0 127.4 C3 H8 N18 02 S
360.0798 15 4.2 35 147.6 C4 H14 N11 O7 S
360.0812 0.1 0.3 8.5 101.5 C5 H10 N15 O3 S
360.0807 0.6 1.7 2.5 232.5 C5 H18 N11 02 S3
360.0812 0.1 0.3 3.0 121.1 C6 H16 N8 08 S
360.0825 -1.2 -3.3 8.0 79.3 C7 H12 N12 04 S
360.0821 -0.8 -2.2 2.0 222.7 C7 H20 N8 O3 S3

360.0825 -1.2 -3.3 2.5 98.1 C8 H18 N5 09 S



Cl

Cl

Current Data Parameters

NAME MG77
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130227

Time 18.47
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203

DW 62.400 usec
DE 6.50 usec
TE 298.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H

Pl 13.50 usec
PLW1 16.00000000 W

F2 - Processing parameters

ST
SF
WDW
SSB
LB
GB
PC

15 14

oo}

1.00
0.98
1.15
1.17
0.89
6.91
59.60
13.40

PPmM

65536
400.1400000 MHz
EM
0
0.30 Hz
0
1.40
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Current Data Parameters

200

NAME MG94c
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130314

Time 14.25
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 272

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 161

DW 20.800 usec
DE 6.50 usec
TE 293.8 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C

Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 w

F2 - Processing parameters
ST 32768

SF 100.6152830 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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416.0030 1.13e4
100+
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

3532 formula(e) evaluated with 40 results within limits (up to 100 closest results for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-10 Cl:1-2

Minimum: -1.5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

416.0030 416.0034 -0.4 -1.0 2.5 957.0 C H11 N13 O7 S2 ClI
416.0041 -1.1 -2.6 6.0 755.8 C10 H13 N4 010 S CI
416.0021 0.9 2.2 5.5 108.0 C11 H16 N5 04 S2 ClI2
416.0050 -2.0 -4.8 5.0 370.8 C11 H17 N4 O5 S3 CI
416.0016 1.4 3.4 -0.5 184.1 C11 H24 N O3 S4 CI2
416.0034 -0.4 -1.0 5.0 76.3 C13 H18 N2 05 S2 ClI2
416.0016 1.4 3.4 10.0 481.1 C14 H13 N4 O5 S2 ClI
416.0048 -1.8 -4.3 10.0 28.7 C14 H14 N6 O S2 CI2
416.0029 0.1 0.2 15.0 501.2 C15 H9 N8 O S2 ClI
416.0029 0.1 0.2 9.5 463.6 C16 H15 N O6 S2 CI
416.0014 1.6 3.8 15.0 1.1 C17 H10 N6 O S CI2
416.0043 -1.3 -3.1 14.5 498.8 C17 H11 N5 02 S2 ClI
416.0038 -0.8 -1.9 8.5 220.5 C17 H19 N O S4 ClI
416.0027 0.3 0.7 14.5 2.4 C19 H12 N3 02 S CI2
416.0014 1.6 3.8 2.0 417.1 C2 H14 N14 O S3 CI2
416.0043 -1.3 -3.1 1.5 526.7 C2 H15 N13 02 sS4 ClI

416.0019 11 2.6 8.0 379.7 C2 H6 N18 02 S CI2



416.0048
416.0022
416.0019
416.0048
416.0028
416.0032
416.0009
416.0032
416.0014
416.0046
416.0009
416.0041
416.0014
416.0023
416.0014
416.0046
416.0018
416.0027
416.0027
416.0023
416.0036
416.0032
416.0041

7.5
19.0
2.5
2.0
1.5
7.5
6.5
2.0
12.5
7.0
1.0
1.0
7.0
6.0
1.5
1.5
0.0
12.0
6.5
0.5
5.5
-0.5
11.5

818.7
736.6
459.5
859.2
348.1
307.4
517.5
380.2
877.5
244.6
544.9
288.2
890.9
458.4
914.7
310.1
244.7
812.7
817.8
477.5
409.6
199.7
759.2

C2

H7 N17 O3 S2 CI

C22 H9 N2 O3 S CI

C3
C3
C4
C4
C5
C5
C5
C6
C6
C6
C6
C7
Cc7
C7
Cc7
C7
C8
C8
C9
C9
C9

H12 N11 O7 S CI2
H13 N10 O8 S2 CI
H16 N11 O2 S3 CI2
H8 N15 O3 S CI2
H11 N13 02 S3 CI
H14 N8 O8 S CI2
H3 N17 O3 S CI
H10 N12 O4 S CI2
H17 N6 O7 S3 CI
H18 N8 O3 S3 CI2
H9 N10 O8 S CI
H13 N10 O3 S3 CI
H15 N3 013 S CI
H16 N5 09 S CI2
H21 N6 02 S5 CI
H5 N14 04 S CI
H11 N7 O9 S CI
H19 N3 08 S3 CI
H15 N7 O4 S3 CI
H23 N3 O3 S5 CI
H7 N11 O5 S ClI



test
0
. Current Data Parameters
NAME MG93
EXPNO 1
cl N \ PROCNO 1
,Jl\ F2 - Acquisition Parameters
N"N Date_ 20130313
ot H Time 18.12
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
59 D 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 101
DW 62.400 usec
DE 6.50 usec
TE 293.6 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
| GB 0
Jc J PC 1.00
e i

15 14 13 12 11 10 9 -1 -2

©
~
o
o
i
w
N
—h
o

PPmM

1.00
1.01
1.02
1.93
1.06
5.05
5.47

117.27
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Current Data Parameters

200 180

NAME MG93c
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130315

Time 12.55
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 334

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 181

DW 20.800 usec
DE 6.50 usec
TE 295.6 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C

Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 w

F2 - Processing parameters
ST 32768

SF 100.6152830 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

8125 formula(e) evaluated with 61 results within limits (up to 100 closest results for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 F:1-12 S:1-10 Cl1-2

Minimum: -1.5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

400.0314 400.0328 -14 -3.5 0.0 476.4 C H10 N12 O3 F5 S ClI
400.0301 1.3 3.2 3.0 427.8 C H10 N14 O6 F S CI
400.0333 -1.9 -4.7 3.0 852.5 C H11 N16 O2 F S CI2
400.0322 -0.8 -2.0 -0.5 899.0 C H12 N13 O F4 S CI2
400.0312 0.2 0.5 -1.5 450.8 C H14 N11 O4 F3 S2 CI
400.0319 -0.5 -1.2 2.0 167.8 C10 H16 N2 O7 F3 S CI
400.0312 0.2 0.5 1.5 659.3 C10 H18 N3 O5 F2 S CI2
400.0303 1.1 2.7 0.5 166.7 C10 H20 N 08 F S2 ClI
400.0332 -1.8 -4.5 7.0 98.1 C11 H12 N6 O3 F3 S CI
400.0321 -0.7 -1.7 35 129.1 C11 H13 N3 02 F6 S CI
400.0326 -1.2 -3.0 6.5 573.1 C11 H14 N7 O F2 S CI2
400.0316 -0.2 -0.5 5.5 95.5 C11 H16 N5 04 F S2 ClI
400.0305 0.9 2.2 2.0 123.7 C11 H17 N2 O3 F4 S2 ClI
400.0299 15 3.7 1.5 698.4 C11 H19 N3 O F3 S2 CI2
400.0328 -1.4 -3.5 1.0 136.6 C11 H20 N2 O2 F3 S3 ClI
400.0312 0.2 0.5 -0.5 184.2 C11 H24 N O3 F S4 ClI

400.0307 0.7 1.7 11.5 53.0 C12 H9 N9 O F2 S CI



400.0307 0.7 1.7 6.0 75.5 C13 H15 N2 06 F2 S CI

400.0328 -1.4 -3.5 2.5 571.2 C13 H17 N O F5 S CI2
400.0301 1.3 3.2 5.5 565.7 C13 H17 N3 04 F S CI2
400.0330 -1.6 -4.0 5.0 71.1 C13 H18 N2 O5 F S2 ClI
400.0321 -0.7 -1.7 11.0 33.2 Cl14 H11 N6 O2 F2 S ClI
400.0310 0.4 1.0 7.5 51.7 Cl14 H12 N3 O F5 S ClI
400.0316 -0.2 -0.5 5.0 70.2 Cl14 H19 N2 O F2 S3 ClI
400.0296 1.8 4.5 10.0 22.0 C16 H14 N2 O5 F S CI
400.0328 -1.4 -3.5 10.0 483.4 C16 H15 N4 O F S CI2
400.0309 0.5 1.2 15.0 4.6 C17 H10 N6 O F S CI
400.0323 -0.9 -2.2 14.5 1.5 C19 H12 N3 02 F S CI
400.0310 0.4 1.0 2.0 333.9 C2 H14 N14 O F S3 CI
400.0314 0.0 0.0 8.0 306.3 C2 H6 N18 O2 F S ClI
400.0303 11 2.7 4.5 362.9 C2 H7 N15 O F4 S CI
400.0314 0.0 0.0 2.5 362.2 C3 H12 N11 O7 F S CI
400.0303 11 2.7 -1.0 423.1 C3 H13 N8 06 F4 S CI
400.0297 1.7 4.2 -15 871.5 C3 H15 N9 O4 F3 S CI2
400.0306 0.8 2.0 0.5 358.9 C4 H10 N9 O F7 S CI
400.0301 1.3 3.2 2.5 286.6 C4 H13 N11 O3 F2 S2 ClI
400.0294 2.0 5.0 2.0 845.2 C4 H15 N12 O F S2 CI2
400.0323 -0.9 -2.2 1.5 284.6 C4 H16 N11 O2 F S3 ClI
400.0328 -1.4 -3.5 7.5 252.1 C4 H8 N15 O3 F S CI
400.0317 -0.3 -0.7 4.0 302.7 C4 H9 N12 O2 F4 S CI
400.0328 -1.4 -3.5 2.0 303.5 C5 H14 N8 O8 F S ClI
400.0317 -0.3 -0.7 -1.5 358.5 C5 H15 N5 O7 F4 S CI
400.0330 -1.6 -4.0 3.5 249.3 C6 H11 N9 O3 F4 S CI
400.0319 -0.5 -1.2 0.0 299.4 C6 H12 N6 O2 F7 S ClI
400.0324 -1.0 -2.5 3.0 711.1 C6 H13 N10 O F3 S CI2
400.0314 0.0 0.0 2.0 236.9 C6 H15 N8 O4 F2 S2 ClI
400.0303 11 2.7 -1.5 283.1 C6 H16 N5 O3 F5 S2 ClI

400.0308 0.6 1.5 1.5 806.1 C6 H17 N9 O2 F S2 CI2



400.0305
400.0333
400.0305
400.0294
400.0326
400.0299
400.0328
400.0321
400.0319
400.0308
400.0303
400.0314
400.0298

0.9
-1.9
0.9
2.0
-1.2
1.5
-14
-0.7
-0.5
0.6
1.1
0.0
1.6

2.2

2.2
5.0

3.7
-3.5
-1.7
-1.2
1.5
2.7
0.0
4.0

8.0

2.5
-1.0
-1.0
2.0
1.5
1.0
7.5
4.0
6.0
1.5
0.0

170.5
246.7
211.8
258.8
708.5
694.1
193.3
770.9
131.1
167.8
125.8
166.4
212.4

Cc7
C8
C8
C8
C8
C8
C8
C8
C9
C9
C9
C9
C9

H8 N12

H14
H14
H15
H16
H16
H17
H19
H10
H11l
H14
H18
H22

N3
N5
N2
N4
N6
N5
NG
N9
NG
N8
N5
N4

O F3 S CI

O3 F7 S CI
06 F3 S CI
O5 F6 S CI
O F6 S CI2
04 F2 S CI2
05 F2 S2 CI
O3 F S2 CI2
02 F3 S CI
O F6 S CI

O3 F S2 CI
O F3 S3 CI
02 F S4 Cl



0 Current Data Parameters
0 NAME MG78
—_— EXPNO 1
N PROCNO 1
/t-\ F2 - Acquisition Parameters
Ny Date_ 20130227
H Time 18.35
INSTRUM spect
5h PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203
DW 62.400 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
f‘ F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
J PC 1.40
\, b,

L L B L L B L L I B I I I I

1.73

12 11 10 9 8 7 6 5 4 3 2 1 ppm

3.41
1.95
1.81
5.11
1.85
3.48
66.85
13.12
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Elemental Composition Report

Single Mass Analysis



Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

3911 formula(e) evaluated with 41 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-10 CI:1-2

Minimum: -1.5

Maximum: 5.0 5.0 50.0

Mass Calc. Mass mbDa PPM DBE i-FIT Formula

427.0267 427.0246 2.1 4.9 4.0 411.9 C H10 N15 08 S ClI
427.0278 -1.1 -2.6 4.0 906.8 C H11 N17 04 S CI2
427.0261 0.6 1.4 12.0 61.8 C10 H10 N13 O S2 CI
427.0248 1.9 4.4 1.5 163.8 C10 H20 N2 010 S2 ClI
427.0280 -1.3 -3.0 1.5 803.5 C10 H21 N4 06 S2 CI2
427.0261 0.6 1.4 6.5 92.9 C11 H16 N6 O6 S2 ClI
427.0257 1.0 2.3 0.5 201.0 C11 H24 N2 O5 S4 ClI
427.0288 2.1 -4.9 0.5 947.8 C11 H25 N4 O S4 CI2
427.0246 2.1 4.9 12.0 572.0 C12 H11 N11 O S CI2
427.0275 -0.8 -1.9 11.5 43.3 C12 H12 N10 02 S2 ClI
427.0270 -0.3 -0.7 5.5 143.0 C12 H20 N6 O S4 ClI
427.0246 2.1 4.9 6.5 622.8 C13 H17 N4 06 S CI2
427.0275 -0.8 -1.9 6.0 69.8 C13 H18 N3 O7 S2 CI
427.0259 0.8 1.9 11.5 553.6 C14 H13 N8 02 S CI2
427.0288 2.1 -4.9 11.0 30.6 C14 H14 N7 03 S2 ClI
427.0255 1.2 2.8 5.5 778.9 C14 H21 N4 O S3 CI2
427.0283 -1.6 -3.7 5.0 130.8 C14 H22 N3 02 S4 ClI
427.0259 0.8 1.9 6.0 601.2 C15 H19 N O7 S CI2
427.0273 -0.6 -14 11.0 540.0 C16 H15 N5 O3 S CI2

427.0268 -0.1 -0.2 5.0 762.9 C16 H23 N O2 S3 CI2



427.0254
427.0250
427.0286
427.0268
427.0255
427.0246
427.0278
427.0259
427.0281
427.0259
427.0268
427.0273
427.0273
427.0286
427.0286
427.0253
427.0282
427.0286
427.0266
427.0248
427.0280

1.3
1.7
-1.9
-0.1
1.2
2.1
-1.1
0.8
-14
0.8
-0.1
-0.6
-0.6
-1.9
-1.9
14
-1.5
-1.9
0.1
1.9
-1.3

16.0
10.0
10.5
15.5
3.0
-1.5
-1.5
9.0
15.0
3.5
2.5
8.5
3.0
13.5
8.0
2.5
2.0
2.5
2.0
7.0
7.0

1.3
51.5
530.0
0.5
336.3
481.1
986.0
288.5
4.5
346.4
287.4
234.8
287.8
146.6
187.8
869.4
244.6
236.0
834.4
121.7
744.5

C17 H10 N7 O3 S ClI
C17 H18 N3 02 S3 ClI
C18 H17 N2 04 S CI2
C19 H12 N4 04 S CI

C2
C2
C2
C2

H14 N15 O3 S3 CI
H16 N8 013 S CI
H17 N10 O9 S CI2
H6 N19 O4 S CI

C21 H14 N O5 S CI

C3
C4
C4
C5
C5
C6
C6
C6
C7
C8
C9
C9

H12 N12 09 S CI
H16 N12 O4 S3 CI
H8 N16 O5 S ClI
H14 N9 010 S CI
H4 N20 O S ClI
H10 N13 O6 S CI
H17 N10 O4 S2 CI2
H18 N9 O5 S3 CI
H16 N6 O11 S CI
H19 N7 O5 S2 CI2
H14 N9 O5 S2 CI
H15 N11 O S2 CI2
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Composition Report

Single Mass Analysis



Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1335 formula(e) evaluated with 11 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-2 Br:1-2

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE i-FIT Formula

439.9698 439.9685 1.3 3.0 1.5 598.0 C10 H19 N 09 S2 Br
439.9677 2.1 4.8 -0.5 2775.7 C10 H24 N3 02 S2 Br2
439.9698 0.0 0.0 6.5 412.5 Cl11 H15 N5 O5 S2 Br
439.9711 -1.3 -3.0 11.5 263.7 C12 H11 N9 O S2 Br
439.9678 2.0 45 16.5 125.2 C15 H7 N9 O S Br
439.9704 -0.6 -14 15.5 53.6 C19 H11 N3 03 S Br
439.9683 15 3.4 -1.5 1343.1 C2 H15 N7 012 S Br
439.9696 0.2 0.5 35 1046.8 C3 H11 N11 08 S Br
439.9688 1.0 2.3 1.5 3033.5 C3 H16 N13 O S Br2
439.9710 -1.2 -2.7 8.5 787.3 C4 H7 N15 O4 S Br

439.9715 -1.7 -3.9 0.5 2855.8 C7 H20 N7 O3 S Br2
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Current Data Parameters

NAME MG121
EXPNO i}
PROCNO dl

F2 - Acquisition Parameters
Date_ Zu 1303587

Time L8 o 0
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG 2g30

il b 69336
SOLVENT DMSO

NS 16

DS 2

SWH gULlZ2. 820 HZ
FIDRES D. 122268 T2
AQ 4.0894465 sec
RG 181

DW 62.400 usec
DE 6.50 usec
TE 298.0 K

D1 1.00000000 sec
TDO |
======== (CHANNEL fl1 ========
SFO1 400.1424710 MHz
NUC1 LF

Pl L3 .20 Usep
PLW1 16.00000000 W

F2 - Processing parameters
S B9 II0

SE 400.1400000 MHz
WDW EM

S5B 0

LB e H2
GB 0

PL 1 &1

T

ppm
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Current Data Parameters
NAME MGl21lc
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130401
Time 13.23
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 187
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 161
DW 20.800 usec
DE 6.50 usec
TE 298.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C
Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 w
PLW13 0.29159999 W
F2 - Processing parameters
ST 32768
SF 100.6152830 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0

T T T T T T T T PC 1.40

60 40 20 0 ppm
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Elemental Composition Report

Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0



Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1659 formula(e) evaluated with 9 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-4

Minimum:

Maximum:

Mass Calc. Mass

376.0771 376.0781
376.0763
376.0790
376.0756
376.0761
376.0756
376.0774
376.0788
376.0783

5.0
mDa
-1.0
0.8
-1.9
15
1.0
15
-0.3
-1.7
-1.2

5.0
PPM
-2.7
2.1
-5.1
4.0
2.7
4.0
-0.8
-4.5
-3.2

-1.5
50.0
DBE
-1.5
115
10.5
15.5
8.5
2.5
2.5
7.5
1.5

i-FIT
525.5
88.8
89.9
0.6
240.8
470.8
229.5
147.6
427.7

Formula

C H18 N11 08 S2
C13 H14 N9 O S2
C17 H18 N3 O3 S2
C20 H14 N3 O3 S
C5 H10 N15 04 S
C5 H18 N11 O3 S3
C8 H18 N5 010 S
C9 H14 N9 06 S
C9 H22 N5 O5 S3
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Current Data Parameters
NAME MGY95pp
EXPNO 1
PROCNO i
FZ - Acquisition Parameters
Date 20130328
Time 18 227

5k INSTRUM spect

& PROBHD 5> mm PABBO BB-
PULPROG Z2oral
TD 6H536
SOLVENT DMSO
NS 16
DS 2
SWH BULlZ . 5240 - HZ
FIDRES U.122266 Hz
AQ 4.08%4465 secC
RG 1E3
DW 62.400 usec
DE 6.50 usec
1K 298.0 K
D1 1.00000000 sec
TDO 1
======== (CHANNEL fl ==s======
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
FFZ - Processling parameters
L BSS36
SF 400.1400000 MH=z
WDW EM
SSB 0
LB B f R
GB 0

i ‘J r “ PC 1.40
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Elemental Composition Report

Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0



Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons
1078 formula(e) evaluated with 12 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-2

Minimum:
Maximum:
Mass
376.0765

5.0
Calc. Mass
376.0781
376.0749
376.0763
376.0763
376.0776
376.0756
376.0747
376.0748
376.0761
376.0761
376.0774
376.0774

5.0
mDa
-1.6
1.6
0.2
0.2
-11
0.9
1.8
1.7
0.4
0.4
-0.9
-0.9

-1.5
100.0
PPM
-4.3
4.3
0.5
0.5
-2.9
24
4.8
4.5
1.1
1.1
-2.4
-2.4

DBE
-1.5
6.5
11.5
6.0
11.0
15.5
9.0
3.5
8.5
3.0
8.0
2.5

i-FIT
620.9
144.3
76.0
127.1
69.7
2.9
386.1
431.3
311.2
354.3
246.4
287.0

Formula

C H18 N11 08 S2
C12 H18 N5 O5 S2
C13 H14 N9 O S2
C14 H20 N2 O6 S2
C15 H16 N6 02 S2
C20 H14 N3 O3 S
C3 H8 N18 03 S
C4 H14 N11 O8 S
C5 H10 N15 04 S
C6 H16 N8 09 S
C7 H12 N12 O5 S
C8 H18 N5 010 S
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Current Data Parameters

NAME MGT75
EXPNO %
PROCNO 1

FZ - Acquisition Parameters
Date 2 L3022 T
Time 18.41
INSTRUM spect
PROBHD 5> mm PABBO BB-
PULPROG 2ol

TD o oS6
SOLVENT DMSO

NS 16

DS 7

SWH BUl2.820 HZ
FIDRES U.122266 Hz
AQ 4.08%4465 secC
RG 183

DW 62.400 usec
DE 6.50 usec
1E 298 0 K
D1 1.00000000 sec
TDO 1

SFO1 400.1424710 MHz
NUC1 1H

Pl 13 . B0 e
PLW1 16.00000000 W
FFZ - Processling parameters
el 65536

SF 400.1400000 MH=z
WDW EM

SSB 0

LB HeallHZ
GB 0

P i I 49
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100+ 408.1025 1.18e4
2
536.6159 663.4535
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Elemental Composition Report

Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max =50.0



Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

2791 formula(e) evaluated with 24 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-10

Minimum:
Maximum:
Mass
408.1025

Calc. Mass
408.1037
408.1045
408.1032
408.1036
408.1023
408.1036
408.1018
408.1023
408.1010
408.1005
408.1010
408.1045
408.1018
408.1005
408.1034
408.1038
408.1025
408.1020
408.1025
408.1007
408.1012

5.0
mDa
-1.2
-2.0
-0.7
-11
0.2
-11
0.7
0.2
15
2.0
15
-2.0
0.7
2.0
-0.9
-1.3
0.0
0.5
0.0
1.8
1.3

5.0
PPM
-2.9
-4.9
-1.7
-2.7
0.5
-2.7
1.7
0.5
3.7
4.9
3.7
-4.9
1.7
4.9
-2.2
-3.2
0.0
1.2
0.0
4.4
3.2

-1.5
50.0
DBE
1.5
6.0
1.0
7.0
2.0
12.5
1.5
7.5
2.5
2.0
8.0
19.0
14.5
15.0
4.0
10.0
5.0
4.5
10.5
-0.5
5.5

i-FIT
303.6
279.4
403.6
270.6
379.2
254.1
443.0
343.0
464.9
491.8
425.6
52.7

16.6

23.7

538.8
37.2

86.7

528.1
45.3

628.3
106.9

Formula

C9
C9
C8
C8
Cc7
C7
C6
C6
C5
C4
C4
C24
C21
C19
Cl6
C16
C15
Cl4
Cl4
C13
C13

H22
H20
H24
H16
H20
H10
H22
H14
H18
H20
H12
H16
H18
H16
H28
H20
H24
H26
H18
H30
H22

N5 O11 S

N12

O S3

N8 O5 S3

N12

06 S

N8 010 S

N19
N11
N15
N11
N14
N18
N4
N3
N6
N2
N6
N2
N5
N9

OS

04 S3
05 S
09 S
O3 S3
04 S
OS

04 S
03 S
02 S4
03 S2
07 S2
O $4
02 S2

N O5 S4

N5

06 S2



408.1011 14 3.4 11.0 62.2 C12 H16 N12 O S2
408.1045 -2.0 -4.9 0.5 373.7 C10 H26 N5 O6 S3
408.1043 -1.8 -4.4 3.0 516.6 C H16 N18 O4 S2
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Current Data Parameters

NAME MG124
EXPNO %
PROCNO 1

5m FZ - Acquisition Parameters
Date 21 L 30827
Time 1203
INSTRUM spect
PROBHD 5> mm PABBO BB-
PULPROG 2ol
TD o oS6
SOLVENT DMSO
NS 16
DS 7
SWH BUl2.820 HZ
FIDRES U.122266 Hz
AQ 4.08%4465 secC
RG 183
DW 62.400 usec
DE 6.50 usec
1E 29F.,9 K
D1 1.00000000 sec
TDO 1

SFO1l 400.1424710 MH=z
NUC1 1E
P1 3 s R e B i 1
PLW1 16.00000000 W
FZ2 - Processing parameters
ST 65536
SF 400.1400000 MH=z
wWDW EM
SSB 0
LB 3 AN 2
IGB 0

| J _/ PC 1.00
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MOUSTAFA_MG-I-124C_BWANG-ACCU_05172013 ESI-NEGO01 75 (1.397) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.C

100-, 335.0619 6.01e3

-

336.0667
212.0718 242.0145 |337.0632 *
1176.9924 _ 554.2615
o N 243.0190 | _358.0556 | 660.2166_693.1160 2
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Elemental Composition Report



Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

1139 formula(e) evaluated with 13 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-4

Minimum:

Maximum:

Mass Calc. Mass

335.0619 335.0610
335.0623
335.0603
335.0616
335.0603
335.0608
335.0608
335.0617
335.0621
335.0621
335.0635
335.0630
335.0635

5.0
mDa
0.9
-0.4
1.6
0.3
1.6
1.1
1.1
0.2
-0.2
-0.2
-1.6
-11
-1.6

5.0
PPM
2.7
-1.2
4.8
0.9
4.8
3.3
3.3
0.6
-0.6
-0.6
-4.8
-3.3
-4.8

-1.5
50.0
DBE
5.0
10.0
14.5
14.0
1.5
7.5
2.0
1.0
7.0
1.5
6.5
0.5
1.0

i-FIT
106.0
65.0
2.6
7.6
383.9
184.1
219.0
362.0
142.8
175.9
107.9
345.4
139.2

Formula

Cl11 H17 N3 O5 S2
C12 H13 N7 O S2
C17 H11 N4 02 S
C19 HI3 N 03 S

C2
C2
C3
C4
C4
C5
C6
C6
Cc7

H15 N12 02 S3
H7 N16 O3 S
H13 N9 O8 S
H17 N9 O3 S3
H9 N13 O4 S
H15 N6 O9 S
H11 N10 O5 S
H19 N6 O4 S3
H17 N3 O10 S



Current Data Parameters

NAME MG152
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130417
Time 18.27
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 64
DW 60.800 usec
DE 6.50 usec
TE 294.4 K
D1 1.00000000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
SFO1 400.1424710 MHz
F2 - Processing parameters
SI 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

A RJI,/

16 15 14 13 12 11 10 8 3 -1 -2 ppm

o o [¢2]

o (o] ©o

- | |

N
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Current Data Parameters

NAME MG152c
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130418

Time 17.25
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 157

DS 4

SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 181

DW 20.800 usec
DE 6.50 usec
TE 298.0 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C

Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 w
PLW13 0.29159999 W

F2 - Processing parameters
ST 32768

SF 100.6152830 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

T j T j T j T j

60 40 20 0 ppm


moustafa
Placed Image


21-Jun-201315:03:59
MOUSTAFA_MG-I-152C_BWANG-ACCU_06212013_ESI-NEG02 53 (0.990) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.C

100 422.0959 7.92e3
0\07
*
] 423.0930 554.2615
|414.0258
423.1433 55 3206
] 485.3403 499.3635 : 12.4542
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Elemental Composition Report

Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0



Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

1556 formula(e) evaluated with 19 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:1-150 H:1-150 N:1-30 0O:1-60 S:1-2

Minimum:
Maximum:
Mass
422.0959

Calc. Mass
422.0955
422.0942
422.0955
422.0941
422.0941
422.0975
422.0975
422.0963
422.0950
422.0962
422.0970
422.0957
422.0943
422.0943
422.0968
422.0968
422.0955
422.0968
422.0948

5.0
mDa
0.4
1.7
0.4
1.8
1.8
-1.6
-1.6
-0.4
0.9
-0.3
-11
0.2
1.6
1.6
-0.9
-0.9
0.4
-0.9
1.1

5.0
PPM
0.9
4.0
0.9
4.3
4.3
-3.8
-3.8
-0.9
2.1
-0.7
-2.6
0.5
3.8
3.8
-2.1
-2.1
0.9
-2.1
2.6

-1.5
100.0
DBE
7.5
2.5
13.0
8.0
13.5
3.0
8.5
19.5
20.0
3.5
10.0
10.5
5.5
11.0
1.5
7.0
2.0
12.5
-1.5

i-FIT
187.9
290.0
116.6
200.0
128.1
630.3
499.4
253.7
205.7
643.9
561.7
522.1
586.3
487.3
2714
183.9
276.8
113.1
812.3

Formula
H16 N11 O7 S
H20 N7 O11 S
H10 N18 O2 S
H14 N14 O6 S
H8 N21 O S

H18 N14 O6 S2
H12 N21 O S2
C25 H16 N3 02 S
C23 H14 N6 O S

C2 H16 N17 O5 S2

C9
C8
C8
Cc7
C6
C4
C3

C19
C17
Cl6
C15
C12
Cl1
C10
C10

H22
H20
H24
H18
H24
H18
H22
H12

N2 O5 S2
N5 O4 S2
N O8 S2
N8 O3 S2
N O13 S
N8 O8 S
N4 012 S
N15 O3 S

C H20 N13 09 S2



Current Data Parameters
NAME MG151
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130417
Time 18.22

50 INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 64
DW 60.800 usec
DE 6.50 usec
TE 294.4 K
D1 1.00000000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
SFO1 400.1424710 MHz
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

A A WA JJ

L L B L L B L L I B I I I I

13 12 11 10 9 6 5 4 3 2 1 ppm

9.76

1.00
1.06
1.04
1.09
4.34
1.14
0.89
1.07/
2.14
1.19
1.14

534.12
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MOUSTAFA_MG-I-151C_BWANG-ACCU_06142013_ESI-NEGO01 36 (0.667) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.0(

100+ 396.0795 9.64e3
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Elemental Composition Report

Single Mass Analysis



Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1275 formula(e) evaluated with 8 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-2

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE i-FIT Formula

396.0795 396.0812 -1.7 -4.3 0.5 452.2 C10 H22 N 013 S
396.0787 0.8 2.0 45 239.5 C14 H22 N 08 S2
396.0800 -0.5 -1.3 9.5 152.3 C15 H18 N5 04 S2
396.0807 -1.2 -3.0 18.5 16.0 C23 H14 N3 02 S
396.0785 1.0 2.5 12.5 526.4 C4 H6 N21 O S
396.0785 1.0 2.5 1.5 608.3 C6 H18 N7 011 S
396.0798 -0.3 -0.8 6.5 480.4 C7 H14 N11 O7 S

396.0812 -1.7 -4.3 1i.5 375.1 C8 H10 N15 O3 S



Current Data Parameters
NAME MG122p
EXPNO 1
PROCNO 1
NO,
F2 - Acquisition Parameters
Sp Date_ 20130328
Time 18.22
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 4
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203
DW 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
- F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
Jr k PC 1.40
A ) A "
14 13 12 11 10 9 8 7 6 5 4 3 2 ppm
o mqu-m%o 0 o
Q NI=|QIQNQC - -
- = N®M AN (22} N
[ce] -
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MOUSTAFA_MG-I-122C_BWANG-ACCU_05232013_ESI-NEGO01 71 (1.315) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.C

100, 441.0660 2.20e3
554.2615
N
442.0682
555.2671
443.0713 4653625 556.3181 5762583
481.3595  499.3640 :
] ( ‘ 513 3600 529.3409543 3555 ( ( 598.4587
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Elemental Composition Report

Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0



Element prediction: Off

Monoisotopic Mass, Even Electron lons

1035 formula(e) evaluated with 6 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-1

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE Formula

441.0660 441.0663 -0.3 -0.7 1.5 C10 H21 N2 015 S
441.0676 -1.6 -3.6 6.5 C11 H17 N6 O11 S
441.0658 0.2 0.5 19.5 C23 H13 N4 04 S
441.0649 1.1 2.5 7.5 C7 H13 N12 09 S
441.0663 -0.3 -0.7 12.5 C8 H9 N16 O5 S

441.0676 -1.6 -3.6 17.5 C9 H5 N20 O S
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Current Data Parameters
NAME MG153
EXPNO 1
PROCNO il
FZ - Acquisition Parameters
Date 20130418
Time i B P

24 INSTRUM spect
PROBHD 5 mm PABBO BBE-
PULPROG 2ol
TD Eakr s
SOLVENT DMSO
NS 16
DS 2
SWH bl 5240 B2
FIDRES 122260 H2
AQ 4.0894465 sec
RG 64
DW 62.400 usec
DE 6.50 usec
i 298 .1 K
D1 1.00000000 sec
TDO 1
======== (CHANNEL fl ========
SFO1l 400.1424710 MH=z
NUC1 1H
P1 3 s R e B i 1
PLW1 16.00000000 W
FZ2 - Processing parameters
ST 65536
SF 400.1400000 MH=z

| WDW EM

SSB 0
LB 3 AN 2
GB 0

J PC 1.40

IIIIIIIII|I|IIiIIIl|IIIIIIIl||IIIlillllillllllIlll!l[llllllll[llllIlllll!lllllllllllllllll|I1IIIIIII|IIIIIIIII|IIIIIIIIIIIIIIIIlIElIIIIIIIII
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Current Data Parameters
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NAME MG153cc
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130429
Time 12.17
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 215
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 114
DW 20.800 usec
DE 6.50 usec
TE 298.3 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C
Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 w
F2 - Processing parameters
32768
100.6152830 MHz
EM
0
1.00 Hz
0
1.40
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MOUSTAFA_MG-I-153C_BWANG-ACCU_06212013_ESI-NEG02 50 (0.931) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.C

100- 414.0565 4.11e3
S
415.0583 554.2615
358.2555
555.2674
390.2434 543.9839
492.9804 597.1375 4391657 685.1812
07 \\‘\‘\‘l\u\‘;‘\“\h\ J‘\m"\‘\‘\‘\V‘J\‘\‘\‘\“\I\W\L\L‘L\‘\\\“‘“\\\\‘\k\\‘\‘\\\\‘\\\l\““\‘\\\‘\‘\‘\\h‘\\\‘\“‘\\“\\‘\‘\h\u\‘ m/Z
360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680

Elemental Composition Report

Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0

Element prediction: Off



Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons
1476 formula(e) evaluated with 18 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:1-150 H:1-150 N:1-30 0O:1-60 S:1-2

Minimum:
Maximum:
Mass
414.0565

Calc. Mass
414.0560
414.0567
414.0580
414.0580
414.0580
414.0555
414.0555
414.0569
414.0582
414.0574
414.0549
414.0575
414.0574
414.0554
414.0554
414.0567
414.0567
414.0554

5.0
mDa
0.5
-0.2
-15
-15
-15
1.0
1.0
-0.4
-1.7
-0.9
1.6
-1.0
-0.9
1.1
1.1
-0.2
-0.2
1.1

5.0
PPM
1.2
-0.5
-3.6
-3.6
-3.6
24
24
-1.0
-4.1
-2.2
3.9
-2.4
-2.2
2.7
2.7
-0.5
-0.5
2.7

-1.5
100.0
DBE
2.0
5.5
16.0
10.5
5.0
14.5
9.0
14.0
13.5
7.0
18.5
23.0
1.5
11.5
6.0
16.5
11.0
0.5

I-FIT
301.6
173.7
132.0
136.1
145.1
33.8
46.0
23.3
15.7
236.0
24.1
19.1
265.5
194.3
205.0
158.8
163.7
220.5

Formula

C H14 N14 08 S2
C10 H16 N5 O11 S
C10 H6 N16 O2 S
Cl1 H12 N9 O7 S
C12 H18 N2 012 S
C15 H12 N9 02 S2
C16 H18 N2 O7 S2
Cl1l7 H14 N6 03 S2
C19 H16 N3 04 S2
C2 H10 N18 04 S2
C22 H12 N3 04 S
C25 HI1I0 N4 O S
C3 H16 N11 09 S2
C7 H8 N15 O5 S
C8 H14 N8 010 S
C8 H4 N19 O S
C9 H10 N12 O6 S
C9 H20 N 015 S
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Current Data Parameters

NAME MG155
EXPNO %
PROCNO 1

FZ - Acquisition Parameters
Date 20130418
Time 18.14
INSTRUM spect
PROBHD 5> mm PABBO BB-
PULPROG 2ol

TD o oS6
SOLVENT DMSO

NS 16

DS 2

SWH BUl2.820 HZ
FIDRES U.122266 Hz
AQ 4.08%4465 secC
RG 64

DW 62.400 usec
DE 6.50 usec
1E o < s
D1 1.00000000 sec
TDO 1

SFO1 400.1424710 MH=z
NUC1 1H
| Bl 13.50 Ugec
PLW1 16.00000000 W
FZ2 - Processing parameters
Sl BE536
SF 400.1400000 MH=z
WDW EM
SSB 0
LB 3R ONS Bl
GB 0
J J PC 1.40
IIIIIIIII|IIIIiIIII|IIIIIIIII|IIII|IIII|IIIIIIIII]IIIIIIIIlllIlIIIlIl|I!IIIIIII|II|IIIIII|I1IIIIIII|IIIIlIiII|l|l||l||||IIIIIIIIllIIIIIIIII
13 12 11 10 9 8 7 6 9 4 3 2 1 ppm
- T(OMM~NDONO OO =T N e
< ot Dt B 1 ot o] B bt e e { B B . b -
- N N ™| ™| g; o)
™
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Current Data Parameters
NAME MG155c
EXPNO 1
PROCNO 1
0 F2 - Acquisition Parameters
0 Date_ 20130422
Time 17.55
INSTRUM spect
. PROBHD 5 mm PABBO BB-
Cl w i\ PULPROG 29pg30
N /Lm TD 65536
v “" SOLVENT DMSO
NS 164
@ . 4
5r SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 181
DW 20.800 usec
DE 6.50 usec
TE 297.9 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl1 ========
SFO1 100.6253441 MHz
NUC1 13C
Pl 9.00 usec
PLW1 62.00000000 W
======== CHANNEL f2 ========
SFO2 400.1416006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 16.00000000 W
PLW12 0.36000001 W
PLW13 0.29159999 W
F2 - Processing parameters
ST 32768
SF 100.6152830 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
' T ' T ' T ' T ' T ' T ' T ' T ' T ' BC 1.40
200 180 140 120 100 80 60 40 20 0 ppm
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MOUSTAFA_MG-I-155C_BWANG_06212013_ESI-NEG 42 (0.780) AM (Top,2, Ar, 5000 0,554.26,1.00); Sm (SG, 2x3.

4.51e3
1007 554.2615 | ©
480.0574
S 555.2722
4820575 513.3710

| 451.3530 465.3632 499.3456 528.3549

: ( ( 497.3459 527.3444 454067 | O P813 5734174

O!H} i lm i 1 i M.HM Il Um.u el

450 460 470 48 o 490 500 510 520 530 @ 540 550 560 570 Elemental

Composition Report

Single Mass Analysis



Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

3218 formula(e) evaluated with 44 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-2 Cl:1-2

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE i-FIT Formula

480.0574 480.0574 0.0 0.0 21.5 6.3 C27 H15 N3 02 S CI
480.0572 0.2 0.4 5.5 141.0 C4 H15 N17 O5 S2 ClI
480.0572 0.2 0.4 0.0 161.3 C5 H21 N10 010 S2 ClI
480.0572 0.2 0.4 8.0 202.9 C16 H22 N6 O3 S2 CI2
480.0577 -0.3 -0.6 1.0 353.2 C H18 N18 04 S2 CI2
480.0570 0.4 0.8 10.5 226.4 C7 H12 N19 O S CI2
480.0570 0.4 0.8 -0.5 272.6 C9 H24 N5 011 S CI2
480.0570 0.4 0.8 5.0 248.8 C8 H18 N12 06 S CI2
480.0578 -0.4 -0.8 17.0 126.9 C24 H18 N4 O S CI2
480.0579 -0.5 -1.0 14.5 51.1 C12 H11 N15 O3 S CI
480.0579 -0.5 -1.0 35 72.2 C14 H23 N 013 S ClI
480.0579 -0.5 -1.0 9.0 60.7 C13 H17 N8 08 S CI
480.0580 -0.6 -1.2 12.0 7.9 C21 H21 N2 05 S2 ClI
480.0567 0.7 1.5 12.5 12.9 C19 H19 N5 04 S2 CI
480.0565 0.9 1.9 9.5 74.8 C11 H15 N11 O7 S ClI
480.0583 -0.9 -1.9 4.5 234.9 C10 H20 N9 O7 S CI2
480.0565 0.9 1.9 4.0 87.6 C12 H21 N4 012 S CI
480.0583 -0.9 -1.9 10.0 213.3 C9 H14 N16 02 S CI2
480.0565 0.9 1.9 15.0 63.9 C10 H9 N18 02 S ClI

480.0584 -1.0 -2.1 -1.0 257.5 Cl11 H26 N2 012 S CI2



480.0585
480.0585
480.0585
480.0586
480.0560
480.0559
480.0559
480.0559
480.0590
480.0558
480.0557
480.0557
480.0592
480.0592
480.0592
480.0554
480.0594
480.0554
480.0552
480.0552
480.0552
480.0552
480.0597
480.0597

-1.1
-1.1
-1.1
-1.2
1.4
1.5
1.5
1.5
-1.6
1.6
1.7
1.7
-1.8
-1.8
-1.8
2.0
2.0
2.0
2.2
2.2
2.2
2.2
-2.3
-2.3

-2.3
-2.3
-2.3
-2.5
2.9
3.1
3.1
3.1

3.3
3.5
3.5
-3.7
-3.7
-3.7
4.2

4.2
4.6
4.6
4.6
4.6
-4.8
-4.8

7.5
10.5
5.0
-0.5
22.0
3.0
0.5
6.0
0.5
8.5
0.0
5.5
8.5
14.0
16.5
7.5
17.0
13.0
4.5
12.5
15.5
10.0
4.0
9.5

195.5
103.9
121.3
140.4
6.2
230.2
184.2
162.6
335.3
2114
288.8
264.3
48.4
40.1
125.6
26.7
2.0
19.4
104.8
146.0
78.6
90.8
222.3
201.6

C18 H24 N3 04 S2 CI2
C5 H11 N21 O S2 ClI

C6 H17 N14 O6 S2 CI
C7 H23 N7 O11 S2 CI
C25 H13 N6 O S CI

C15 H26 N2 O7 S2 CI2
C3 H19 N13 09 S2 CI
C2 H13 N20 04 S2 CI
C3 H20 N15 O5 S2 CI2
C14 H20 N9 02 S2 CI2
C7 H22 N8 010 S CI2
C6 H16 N15 O5 S CI2

C15
Cl4
C26
C18
C22
C17
C10
C21

H19
H13
H20
H23
H17
H17
H19
H20

N5 O9 S CI
N12 O4 S ClI
N 02 S CI2
N 08 S2 CI
N6 O S2 ClI
N8 O3 S2 ClI
N7 O11 S CI
N3 04 S CI2

C8 H7 N21 O S ClI

C9 H13 N14 06 S CI
C12 H22 N6 O8 S CI2
C11 H16 N13 03 S CI2
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Current Data Parameters
NAME MGE154
EXPNO 1
PROCNO il
FZ - Acquisition Parameters
Date__ 20130418
Time 18.04
INSTRUM spect
PROBHD 5 mm PABBO BBE-
f PULPROG 2ol
55 TD Eakr s
SOLVENT DMSO
NS 16
DS 2
SWH bl 5240 B2
FIDRES 122260 H2
AQ 4.0894465 sec
RG 64
DW 62.400 usec
DE 6.50 usec
TE 298 .1 K
D1 1.00000000 sec
TDO 1
======== (CHANNEL fl ========
SFO1l 400.1424710 MH=z
NUC1 1H
Pl L3 e
,‘ PLW1 16.00000000 W
I FZ2 - Processing parameters
ST 65536
SF 400.1400000 MH=z
WDW EM
SSB 0
LB 3 AN 2
-1 GB 0
PC 1.40

H“MWMW

|
13 12 11 10 9

IIIIIIIII|IFIIIIIII|II|IIIIII|I|IIIIIII|IIIIl|iII|IIIIIIIII|IIIIIIIII|IIIIIIIII

8 7 6 - 4 3 2 1 ppm
|| L
o SEEE R 3T el
- B ) i o ] i ) =1 ] ] )y 3 s
I~
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MOUSTAFA_MG-I-154C_BWANG-ACCU_05232013_ESI-NEGO01 57 (1.060) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.C

100~ 446.0960 1.11e4
248.0460
*
554.2615
o |
S 201.0287 280.2604
8 447.1014
186.1064 312.2527
555.2655
342.2505 448 0988
556.2664 893.1999
727.3815
62.0929 776.1697 896.2020
0- \ \(41\ ‘“‘\Lw(}h* ety \ P h‘\/ —rrr M/z
100 200 300 400 500 600 700 800 900 1000

Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0



Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

1042 formula(e) evaluated with 7 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:1-150 H:1-150 N:1-30 0O:1-60 S:1-1

Minimum:

Maximum:

Mass Calc. Mass

446.0960 446.0941
446.0963
446.0982
446.0968
446.0968
446.0955
446.0942

5.0
mDa
1.9
-0.3
-2.2
-0.8
-0.8
0.5
1.8

5.0
PPM
4.3
-0.7
-4.9
-1.8
-1.8
1.1
4.0

-1.5
100.0
DBE
15.5
215
8.5
3.5
14.5
9.5
4.5

i-FIT
470.5
4.4

289.7
394.5
323.1
422.9
546.0

Formula

C8 H8 N21 O S
C27 H16 N3 02 S
C15 H20 N5 09 S
C14 H24 N 013 S
C12 H12 N15 O3 S
C11 H16 N11 O7 S
C10 H20 N7 O11 S
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— Current Data Parameters
NAME MG156
EXPNO 1
/lL‘\ PROCNO 1
N“N
ol F2 - Acquisition Parameters
H Date_ 20130419
Time 18.11
ot INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 5
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 203
DW 62.400 usec
DE 6.50 usec
TE 297.9 K
D1 1.00000000 sec
TDO 1
— ======== CHANNEL f1l ========
SFO1 400.1424710 MHz
NUC1 1H
Pl 13.50 usec
PLW1 16.00000000 W
F2 - Processing parameters
ST 65536
SF 400.1400000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
Jk k‘ PC 1.40
" | I AN
S R A I I I
12 11 10 9 8 7 6 5 4 3
(=] OO T || O|N| O] | ({e] <
S S|Q(o|o|r | =@ e|ale - =
- Al Rl Rl Bl iy F-r-%iT:lv— E; gg
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MOUSTAFA_MG-I-156C_BWANG-ACCU_05172013_ESI-NEGO02 15 (0.278) AM (Cen,2, 80.00, Ar,5000.0,554.26,1.C

- 470.0979  * 4.15e3
100 554.2615

O\CL

212.0701 471.1018 5552632
| 106.0402
323.0304 472.0990 | 576.2455
‘ r334-8963 577.2357 680.1539 8782963 g4 2039
0| “m‘\m;\m\“\“‘\.‘w;\““‘ \“\“C ‘M‘m‘ “‘n‘ ‘H‘“‘..‘ ‘.‘l“‘.‘ ‘J\‘ ‘Hl. — ““ﬁ h‘ et ‘/“ RN RSV USSP ‘l‘n‘ ot m/z
100 200 300 400 500 600 700 800 900 1000

Elemental Composition Report

Single Mass Analysis



Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Odd and Even Electron lons

3573 formula(e) evaluated with 42 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-150 H:1-150 N:1-30 O:1-60 S:1-4

Minimum:
Maximum:
Mass
470.0979

Calc. Mass
470.0975
470.0984
470.0989
470.0971
470.0975
470.0962
470.0975
470.0957
470.0962
470.1000
470.0995
470.1000
470.0963
470.0997
470.0984
470.0970
470.0957
470.1000
470.0987
470.0995

5.0
mDa
0.4
-0.5
-1.0
0.8
0.4
1.7
0.4
2.2
1.7
-2.1
-1.6
-2.1
1.6
-1.8
-0.5
0.9
2.2
2.1
-0.8
-1.6

5.0
PPM
0.9
-1.1
-2.1
1.7
0.9
3.6
0.9
4.7
3.6
-4.5
-3.4
-4.5
3.4
-3.8
-1.1
1.9
4.7
-4.5
-1.7
-3.4

-1.5
50.0
DBE
1.5
6.0
12.0
1.0
7.0
2.0
12.5
1.5
7.5
3.0
2.5
8.5
23.5
18.5
19.0
14.0
14.5
14.0
3.5
10.0

I-FIT
225.8
299.3
141.8
359.2
192.6
252.4
164.0
375.6
218.6
332.8
329.9
310.9
0.2
28.5
26.3
41.4
44.7
294.2
372.7
65.3

Formula

C9
C9
C9
C8
C8
Cc7
C7
C6
C6
C4
C3
C3

H24
H22
H14
H26
H18
H22
H12
H24
H16
H18
H20
H12

N7 O11 S2

N14
N18
N10
N14
N10
N21
N13
N17
N14
N17
N21

C29 H16 N3
C26 H20 N3
C24 H18 N6
C23 H22 N2
C21 H20 N5
C2 H6 N28 O S

C2 H16 N17 O10 S
C19 H22 N2 010 S

O 4
02 S2
05 S4
06 S2
010 S2
O S2
04 S4
05 S2
011 S
05 S3
06 S
02 S
02 S2
O S2
05 S2
04 S2



470.0990
470.0995
470.0977
470.0982
470.0968
470.0977
470.0982
470.0964
470.0968
470.0964
470.0968
470.1002
470.0997
470.1002
470.0989
470.0997
470.1002
470.0984
470.0989
470.0973
470.0982
470.0987

-1.1
-1.6
0.2

11
0.2

1.5
1.1
1.5
1.1
-2.3
-1.8
-2.3
-1.0
-1.8
-2.3
-0.5
-1.0
0.6
-0.3
-0.8

-2.3
-3.4
0.4

2.3
0.4

3.2
2.3
3.2
2.3
-4.9
-3.8
-4.9
-2.1
-3.8
-4.9
-1.1
-2.1
1.3
-0.6
-1.7

9.5
15.5
4.5
10.5
5.5
10.0
16.0
5.0
11.0
10.5
16.5
0.5
0.0
6.0
1.0
5.5
11.5
0.5
6.5

3.0
9.0

136.3
55.9

174.1
82.8

1175
140.7
73.0

182.1
103.1
147.6
93.2

181.2
334.9
149.7
202.1
289.7
122.5
345.9
169.6
443.1
356.8
350.6

C18
C18
C17
C17
C16
C16
C16
C15
C15
C14
C14
C13
C12
Ci12
Cl1
Cl1
Cl1
C10
C10

H24
H16
H28
H20
H24
H22
H14
H26
H18
H20
H12
H28
H30
H22
H26
H24
H16
H28
H20

N5 O4 S3
N9 O5 S

N O8 S3

N5 09 S

N O13 S

N8 O3 S3
N12 O4 S
N4 O7 S3
N8 O8 S

N11 O2 S3
N15 O3 S
N O13 S2
N4 O7 S4
N8 O8 S2
N4 012 S2
N1l O2 S4
N15 O3 S2
N7 O6 S4
N11 O7 S2

C H20 N13 014 S
C H18 N20 O4 S3
C H10 N24 O5 S



