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Current Data Parameters
NAME LHJ-611
EXPNO 3
PROCNO 1
F2 - Acquisition Paramete:
Date 20111024
Time 17.28
R INSTRUM spect.
s N PROBHD 5 mm DUL 13C-1
* PULPROG zg30
™ 32768
O N SOLVENT DMSO
H NS 22
DS 0
SHH 6410.256 Hz
LHJ-611 FIDRES 0.195625 Hz
AQ 2.5559540 se
RG 128
oW 78.000 us
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 10.00 usec
PL1 ~2.40 B
SFOL 400.1528010 Miz

F2 - Processing parameters

SI 16384

SF 400.1500065 MHz
WDW EM
SSB 0

LB 0 H

GB 0

BC 1.00

10 9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters
NA

EXENO
PROCNO 1

LHJ-611-13C. fid
1

T T T

T

T T T T T T T T T T T T

T
10 ppm

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
}
Elemental Composition Report ©_</ ~N Page 1
Q
Single Mass Analysis . o N
Tolerance = 100.0 PPM / DBE: min = ~100.0, max = 1000.0 H
Element prediction: Off
Number of isotope peaks used for i-FIT = 2 LHJ-611
Monoisotopic Mass, Even Electron lons
15 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-1000 H:0-4000 N:3-3 O:1-1
LHJ-611 KE267 31-Oct-2011
13:46:34
1031_LHJ-611 34 (3.365) Cm (34:35-2) 2: TOF MS ES-
1.66e+004
100 473.1695
485.0633
468.1259 4
%
236.0819 463.0841 | |
237.0862 1 4860690 519.1782
0 87.1782 112.9746  147.9599 194.9830 . 282.0857  334.0641.345.0312 367.0139 394.9815 4440607 | || [Las7.0742 21 571.1482 593 1::2
" T | AEM LA | T T T T T H T T LARBAL AL T T T LM T 1 LA T T T T H T T 1 b T ™T T
' 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 ' 540 560 580
Minimum: -100.0
Maximum: 5.0 100.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
236.0819  236.0824 -0.5 -2.1 11.5 34.9 0.0 Cl4 H10O N3 O
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Current Data Parameters
NAME LHJ-626
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20 1
Time 17.13
INSTRUM spect
\N PROBHD 5 mm DUL 13C-1
Cl 4 PULPROG 2930
J\ ™ 32768
SOLVENT Acetone
0 N OM NS 6
H e DS 0
SWH 6410.256 Hz
LHJ-626 FIDRES 0.195625 Hz
AQ 2.5559540 sec
RG
oW 78.000 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
TDO 1
—-== CHANNEL
NUC1
Pl 10.00 usec
PL1 -2.40 dB
SFO1 400.1528010 MHz
2 ng parameters
SI 6384
SF 400.1499898 MHz
o
SSB 0
LB 0 Hz
GB 0
PC 1.00
I J |
A LJLJ ) J L W S
T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
I o| (@ © ©
] S| |12e|e ] =]
o &l Ielelad =] ©
o oOYo®mOoOm NW®
© ~ 00O N M n oo NN O NI
@® ™ N~ o ~ oS ~OO0O O
oo [CRERORIRON [CROEN] DS ONHAO O D
.. CHORIMO ®
o~ amwooO~N O™
00 NN ANNN OOoO 0O O oo O O ©
— R I I -1 T OHOOm®OH®O™m
Current Data Parameters
NANE Lho-626-C. £id
EXPNO 1
PROCNO 1
F2 - Processing parameters
ST 65536
00.5218716 Mz
a a4 " em
OJ\N - 1.00
H OMe
LHJ-626
T T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 0 ppm
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Single Mass Analysis [N oM
Tolerance = 100.0 PPM / DBE: min =-100.0, max = 1000.0 H e
Element prediction: Off LHJ-626
Number of isotope peaks used for i-FIT =2
Monoisotopic Mass, Even Electron lons
17 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-4000 H:0-4000 N:3-3 0:2-2 Cl1-1
LHJ-626 KE267 - 13-Jan-2012
12:45:16
0113_LHJ-626 22 (2.189) 2: TOF MS ES-
4.31e+004
100 300.0542
% 302.0509
96.9504 200.9850 291.0003 (3030558 346 0606 396.0441 444 0459
o 645008 “>~°"1108.9870 154.9942  186.9722 2~ 244.9855 i B s : 456.0636  488.0500512.0414  544.9711
§ UL RARA LAY SRR LA B ELABAAN SARAL LA LN LA ARAR AN SRR RS VAR BN LA AL T L S Bl | SARAL AN R RS LA i
50 80 | 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540
Minimum: -100.0
Maximum: 5.0 100.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
300.0542  300.0540 0.2 0.7 11.5 102.0 0.0 C15 HI1 N3 02 Cl
0 N
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Current Data Parameters
NAME LHJ-633
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date 20120105
Time 16.08
INSTRUM spect
\N PROBHD 5 mm DUL 13C-1
HO—©—</ | BULPROG 2930
OAN SOLVENT DMSO
NS 8
H OMe DS 0
SWH 6410.256 Hz
FIDRES 0.195625 z
LHJ-633 ) 2.5559540
RG 406
DW 78.000
DE 6.00
TE 300.0 K
D1 2.00000000 sec
TDO 1
CHANNEL f1
NUC1
Pl 10.00 usec
PL1 -2.40 dB
SFO1 400.1528010 MHz
F2 - Processing parameters
SI 16384
SF 400.1500025 MHz
WDW EM
SSB 0
LB 0 Hz
GB 0
PC 1.00
J q L | A J ;t t I\L‘ J‘. -
T T T T T T T T T T T T
1 10 9 8 7 6 5 4 3 2 1 ppm
el e NI RIS S
- I ol o=~ lall+ ©




mn O O < @ — O W wWwm
N O~ o o ocow oo N — OMWwmMWO— N
~ O @ e o o N O 0 < N Or-WwWo M
o AN O (o)} o — O O O AN TONNHOOD
. 2 S I HEe
o) O [~ o o ™~ oo~ M . e e e e . .
[IolTolnTe) ™ N N I O OO n O oo OO OY
— — — L B B B | n kT mnnonom
Current pata parameters
NAME LHJ-633
Exerio :
BROoNo i
%2 - Acquisitio
Date 0120
Time 17.
TSTROM
/N‘N PROBE 5 mm DUL ?P
HO /‘k o o
07N
H OMe DS
22
LHJ-633 1.a118
2
22.000 use
6.00 use

300.0
2.00000000
0.0300000!

1.89999998 sec
1

== CHANNEL fl =======
9.70 use

-0.50 dB
100.6288660 Mz

CHANNEL £2
w

216
18

90.00 use
-2.40 dB
15.10 dB

8.10 dB
SFO2 400.1516010 MHz

F2 - Processing parameters

2768
100.6178425 Mz
EM

3.00 Hz

1.00

T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Elemental Composition Report - ~N Page 1
HO 4 k
Single Mass Analysis (e} N

Tolerance = 100.0 PPM / DBE: min =-100.0, max = 1000.0 H OMe
Element prediction: Off
Number of isotope peaks used for i-FIT = 2 LHJ-633

Monoisotopic Mass, Even Electron lons
35 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-4000 H:0-4000 N:3-3 0O:2-3

LHJ-633 KE267 13-Jan-2012
; 12:56:28
0113_LHJ-633 21 (2.110) Cm (21-101x5.000) S 2: TOF MS ES-
N 1.01e+004
100 282.0875
.
2830807 28090
300.0515 329.0974 378.0770
o], 887301 81.6690 126.8974 459455 1715594 543 1545 239.0814262.3779 | | ” 350.0781 427.9705 435 1015 4880572 5238572 2B
S LA i M U A L VAR i AN L LA e ] RS LA B LA 7 T T R
50 | 80 100 | 120 | 140 160 | 180 | 200 220 240 | 260 280 300 320 340 360 380 400 420 440 460 480 500 520 5
Minimum: -100.0
Max imum: 5.0 100.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

282.0875 282.0879 -0.4 -1.4 11.5 90.1 0.0 Cl5 H12 N3 O3
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Current Data Parameters

NAME LHJ-647
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20120215

"~ 16.26

INSTRUM spect
PROBHD 5 mm DUL 13C-1

\ =N PULPROG
4
/N < : :OJ\N ggwwr
H

NS
DS
OMe o
FIDRES
LHJ-647 A0
RG
DW
DE .
TE 300.
D1 2.00000000 sec
TDO 1
= CHANNEL f1 =
1H
10.00 usec
-2.40 dB
400.1528010 MHz
F2 - Processing parameters
SI 1638.
SF 400.1500062 MHz
won EM
SSB 0
LB 0 Hz
GB 0
PC 1.00

~ -
o -
o
H»
w
N
-

10 9 8

ppm
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/ O/lkN
H OMe
LHJ-647

Wbttty
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190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Elemental Composition Report

Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min = -100.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisctopic Mass, Even Electron lons

18 formula(e) evaluated with 1 results within limits (alt results (up to 1000) for each mass)
Elements Used:

C: 0-4000 H:0-4000 N:4-4 0O:2-2

\ - Page 1
N4< :>—</ JN\

/ o) N

H OMe

LHJ-647

LHJ-647 KE267 21-Feb-2012
16:14:35
0221_LHJ-647 29 (2.896) Cm (29-101x10.000) 2: TOF MS ES-
1.080+003
0. 309.1346
4
|
%
340.1405
i
204.1346 | 355.1426
. 1336351 1489444 188070500 gyrs 266.9581 g5 1103/ | [T 408.1275.419.1386 4712969 5049722528933 ST0.8769.580.072
S AR R ) LA SN S UL S WA LAY LA AANAN LA AERASLALAS LA SRR LS UM KR T T I SARMEARAA WAL A U R wal [T VLA
100 | 120 140 | 160 | 180 | 200 220 | 240 | 260 | 280 300 320 340 = 360 380 400 420 440 460 480 500 520 540 560 580 600
Minimum: -100.0
Maximum: 5.0 20.0 1000.0
Mass Calc. Mass mbDa PPM DBE i-FIT i-FIT (Norm) Formula
309.1346  309.1352 -0.6 -1.9 1.5 37.6 0.0 €17 H1T N4 02
N
O T~ MO00OOo— O 0o oMM
O TTOOFTNOOOHOONHNOONNON o no<T o
[Te) NN HO>WOW TN O Wnw <M
. I REa RN NN NN NN NeNoNe) loNoNoNeoNe]
— @ @ M~ [~~~ [~~~ NN NN N

H
LHJ-651

Current Data Parameters
NAME

LHJ-651
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date 20120223
Time™
INSTRU! spect
PROBHD 5 mm DUL 13C-1
PULPROG 2930
0 32768
SOLVENT Acetone
NS 19
DS 0
SWH 6410.256 Hz
FIDRES 0.195625 Hz
Ag 2.5559540 sec
RG 287
W 78.000 usec
DE 6.00 usec
TE 300.
D1 2.00000000 sec
TCO 1

CHANNEL £1 =
18

P1 10.00 usec
PL1 -2.40
SFOL 400.1528010 MHz

F2 - Processing parameters
16384

SF 400.1500059 MHz
WOW EM

SSB 0

LB 0 Hz

T T
10 9 8 7 6

W
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Current Data Parameters
NAME LHJ-651-C-3.fid
EXPNO 1
PROCNO 1
F2 - Processing parameters
100.5278515 iz
NC /N\,\l :::; 0 o
5.00 Hz
Y [ ‘
0 N PC 1.00
H
LHJ-651
T T T T T T T T T T T T T T T T T T T \
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
LG~ 651
y
Elemental Composition Report ~N Page 1
N04©_</ A
Single Mass Analysis e} N
Tolerance = 50.0 PPM / DBE: min =-100.0, max = 1000.0 H
Element prediction: Off
Number of isotope peaks used for i-FIT =2 LHJ-651
Monoisotopic Mass, Even Electron lons
16 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-4000 H:0-4000 N:4-4 O:1-1
LHJ-651 KE267 28-Mar-2012
13:34:38
0328_LHJ-651 10 (1.013) 2: TOF MS ES-
3.87e+004
100 261.0779
%
262.0828 388.9974
108.9859
0 89.0125 O 1268959 1729525 1gqq597 2009856 2960327 | 5630839 3140630335 1533 375.0706 | 300.0022 4331129 4460034 4949782
T T SR T ' T LA T T AL TTTPTITTY T T T T | AR SRR | T e T
60 80 100 120 140 | 160 180 200 | 220 240 260 280 300 = 320 340 360 380 400 420 440 460 480
Minimum: -100.0
Maximum: 5.0 50.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
261.0779  261.0776 0.3 1.1 13.5 81.4 0.0 c15 H9 N4 O
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Current Data Parameters
NAME LHJ-654
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
20120302

Date
Time
INSTRUM
PROBHD
PULPROG

TD
SOLVENT
NS

an
oy
H OMe

LHJ-654

DS

swH
FIDRES
a0

RG

usec
-2.40 di
400.1528010 MHz
F2 - Processing parameters
SI 16384
SF 400.1500058 MHz
WDW EWM
SSB 0
LB 0 Hz
GB 0
PC 1.00
| ‘ \
\ ‘ J‘ L h ll A44;4444,4<,)\
_J U e _J
T T T T T T T T T T
10 9 8 7 6 3 2 1 ppm
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Current Data Parameters
\ME LHJ-654-C
EXPNO 1
BROCNO 1
F2 - Processing parameters
sI 655
1005223147 Mz
o B
=~ SSB 0
7 N s 3.00 Bz
S R
0y i 1.00
H OMe
LHJ-654
T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Elemental Composition Report NN Page 1
< > ¢ S
Single Mass Analysis [N
Tolerance = 20.0 PPM / DBE: min =-100.0, max = 1000.0 H OMe
Element prediction: Off
Number of isotope peaks used for i-FIT =2 LHJ-654
Monoisotopic Mass, Even Electron lons
18 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-4000 H:0-4000 N:3-3 0:2-2
LHJ-654 KE267 1 Q»hqgfazaq :; g
0316_LHJ-654_3 2 (0.108) Cm (2-1) 1 TOg 3{‘/3125305
100 280.1086 .y =
fat
%
281.1107
7
376.0988 390.1146 512.0704
1237569 41-0623 103.2871 154.9949 1690118 510 o560 das SeomIO ST At 400083 PO s
T ” T LAY T T LY T y LA W T
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540
Minimum: -100.0
Maximum: 5.0 20.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
280.1086  280.1086 0.0 0.0 11.5 125.3 0.0 Cclé H14 N3 02
o o
o NI AN DNMSOSNOSONOMA ™ © O W W
oo NOANANMNMAN OO AND A= O M ~ M oI O 0w
Yo CWOWEEOMMHOS OO0 < ~ 00O n T
. . ~OWVWWOVNOWOMMANO OO O W W W ™~ ™ T T T T O
— N N e R A C R C RN Rl ™ NN NNN A
Current Data Parameters
NAME HWC-405
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20111027
Time
INSTRUM spect
\N PROBHD 5 mm DUL 13C;(1)
PULPROG
Ho ¢ J\ TD 3;368
SOLVENT DMSO
o N NS 9
H DS 0
SWH 6410.256 Hz
ch-405 FIDRES 0.195625 Hz
AQ 2.5559540 sec
RG 256
DW 78.000 usec
DE 6.00 usec
TE 300.0 K
D1 2.00000000 sec
TDO 1
== CHANNEL fl =
NUC1 1
Pl 10.00 usec
PL1 -2.40
SFO1 400.1528010 MHz
F2 - Processing parameters
SI 16384
SF 400.1500168 MHz
WDW EM
SSB 0
LB 0 Hz
GB 0
PC 1.00
e U Jw L J L ’ | i
f T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
e @ elelel |12
~l I+ alailail s
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Current Data Parameters
NAME HWC-405-13C
1

F2
Date_

INSTRUM

~N PROBHD
o*,«@ e
HwC-405

use
use

90.00 use
-2.40 dB
15.10 dB
8.10 dB
400.1516010 MHz

ing parameters

ST 32768

SF 100.6178413 Mz
WDW EM
ssB 0

LB 3.00 Hz
GB 0

BC 1.00

T

T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Elemental Composition Re;port ~N Page 1
mo—( )< Il
SN

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-100.0, max = 1000.0 H
Element prediction: Off HWC-405
Number of isotope peaks used for i-FIT =2

Monoisotopic Mass, Even Electron lons

15 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-1000 H:0-4000 N:3-3 0:2-2

HWC-405 KE267 05-Dec-2011
16:27:47
1202_HWC-405 6 (0.322) ) 1: TOF MS ES-
e 1.90e+003
100 252.0769
% |
298.0830  315.0748
186.9847 |253.0804 58 0550 - 366.0730

112.9705 146.2648 [ 209.0673 2228713 2700448 | ‘ 334.0027 367.0749  408.1071 4400782 4580476 454 5779 e

ARSI Iau T T T T T

T T (Rasanan AREASE T T T T+ ety T T T

T T T T T T
100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Minimum: -100.0
Maximum: 5.0 100.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

252.0769 252.0773 -0.4 -1.6 11.5 62.1 0.0 Cl4 HIO N3 02
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Current Data Parameters
NAME HWC-427
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20111122
Time 11.08
INSTRUM spect
OMe PROBHD 5 mm DUL 13C-1
PULPROG 2930
N\N ™ 32768
7 SOLVENT DMSO
‘lL\ NS 12
DS 0
o N SWH 6410.256 Hz
H FIDRES 0.195625 Hz
AQ 2.5559540 sec
RG 287
HWC-427 D 78.000 usec
| DE 6.00 usec

300.0 K
D1 2.00000000 sec
1

CHANNEL f1 =

1H

P1 10.00 usec
PL1 -2.40 d
SFO1 400.1528010 MHz
F2 - Processing parameters
ST 16384

SF 400.1500168 MHz
WDW EM

ssB 0

LB 0 Hz

GB 0

PC 1.00

10 9 8 7 6 5 4 3 2 1 ppm
8 SR 8
- o~ ™| N[~ - o«

~ o < OO W) O NN
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Current Data Parameters
NAME HAC-427-C
1

1

OMe

o
:

HWC-427

220 200 180 160 140 120 100 80 60 40 20 0 ppm



Elemental Composition Repbrt

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min = -100.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT =2

Monoisotopic Mass, Even Electron lons

17 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-1000 H:0-4000 N:3-3 0:2-2

HWC-427 KE267

1202_HWC-427 19 (1.037) Cm (19-1)

266.0926

OMe Page 1
N
7
O~

H

HWC-427
05-Dec-2011
16:50:15

1: TOF MS ES-
2.61e+004

m/z

100
%
3 267.0956
312.0986 380.0870 29 454.0894
ol f12o755 147.0495 17100 qg6.033 110431 2300590 S020090 | 42210085112 | 4700834 490.9662
T T T | RS | (AR RAREE LA BN RN M | T T T T T T T T T Toora]
100 120 140 160 180 200 220 240 260 280 300 380 400 420 440 460 480 500
Minimum: -100.0
Maximum: 5.0 100.0 1000.0
Mass Calc. Mass mDa PPM DBE 1=FTT i-FIT (Norm)
266.0926  266.0930 -0.4 -1.5 11.5 183.2 0.0
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Current Data Parameters

NAME HWC-428
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20111122
~ 11.34
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
32768
SOLVENT DMSO
NS 23
DS 0
SWH 6410.256 Hz
FIDRES 0.195625 Hz
AQ 2.5559540 sec
RG 228
oW 78.000 usec
DE 6.00 usec
TE 300.0
D1 2.00000000 sec
TDO 1
= CHANNEL fl == =
1H
10.00 usec

-2.40
400.1528010 MHz

F2 - Processing parameters
ST 16384

SF 400.1500067 MHz
WDW EM
SSB 0

LB 0 Hz

GB 0

PC 1.00

2 1 ppm



—160.4582

—157.5029

—138.8493
129.9227
129.5828
123.0175
122.5445
40.3225
40.1137
39.9044
39.6954
39.4862
39.2762
39.0679

T™127.7622
T~117.5644

L
~

Current Data Parameters

HWC-428-13C
EXPNO 1
PROCNO 1

Processing parameters
5536

N
C|4©—</ !
oy
H
HWC-428

AN

T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

Elemental Composition Report ~N Page 1
o~ <X
Single Mass Analysis O N
Tolerance = 100.0 PPM / DBE: min =-100.0, max = 1000.0 H

Element prediction: Off
Number of isotope peaks used for i-FIT = 2 HWC-428

=i 4

Monoisotopic Mass, Even Electron fons

15 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-1000 H:0-4000 N:3-3 0O:1-1 Cl:1-1

HWC-428 = KE267 05-Dec-2011
i 17:01:31
1202_HWC-428 4 (0.216) Cm (4-1) J 1: TOF MS ES-
~ 1.97e+004
100- 270.0438
% | 272.0404
458.0414
156.0864 171.0063 186:9847 14 0gs2 266.0928 ||273.0450 316.0500  333.0406 384.0381 405 1039 442.0660 | 460.0399 482.1203
0 117.0361 e /\ T T T :‘ 77T H = Tt ‘ P e LA T r miz
T T Y T T j a T T T T SRR AR T T fr T
100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Minimum: -100.0
Maximum: 5.0 100.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula

270.0438 270.0434 0.4 1.5 11.5 217.7 0.0 Ci4 H9 N3 O Cl
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Current Data Parameters

NAME HWC-474
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
201201

Date
ime” 16.08
INSTRUM spect

\ PROBHD 5 mm DUL 13C-1

N PULPROG 2930
) 32768

/ SOLVENT Acetone
NS 9
DS 0
SWH 6410.256 Hz
FIDRES 0.195625 Hz

HWC-474 AQ 2.5559540 sec

RG 256
oW 78.000 usec
DE 6.00 usec
TE 300.
D1 2.00000000 sec
TDO 1

CHANNEL f1 =

10.00 usec

-2.40
400.1528010 MHz

F2 - Processing parameters

ST 16384

SF 400.1500168 MHz
EM

LB 0 Hz
GB 0
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Current Data Parameters
NAME HWC-474-C13
1

EXPNO
PROCNO 1
F2 - Processing parameters
SI 65536
100.5233757 iz
\ N w e
S 0
N a 0.30 bz
Iy ;
/ O N 1.00

H
HWC-474
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Current Data Parameters
NAME HWC-489
EXPNO 1
PROCNO 1
F2 - Processing parameters
s1 32768
SF 399.7648354 MHz
N\N WDW
7 SsB 0
J\ 8 0.30 Hz
GB 0
07N BC 1.00
H
HWC-489
g/ 1 A W A
_ . i AN L_,_,,J.»J B
T T T T T T T T T
10 9 8 7 6 3 2 1 ppm
~ o] [wo|o)w ~
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Current pata Parameters
N3 HWC-489-20120620-1
EXENO 1
BROCNO 1
F2 - Acquisition Parameters
Date 20120620
INSTROM
N~ BROBHD
4 PULPROG
A m
SOLVENT Acet
(SN NS 1%
H DS 0
SWH 22727.273 Hz
FIDRES 0.346791 1z
HWC-489 A0 1.1418420 sec
RG 5
D 22.000 use
DE 6.00 use
®
D1
an
DELTA
TDO
CHANNEL f1
Pl 9.70 use
P11 -0:50
SFO1 100.6288660 MHz
CHANNEL f2
CPDPRG2 waltzl6
W 1
90.00 use
PL2 2!
PL12 15010 a8
PL13 18.10 dB
SFO2 400.1516010 MHz
F2 - Processing parameters
ST 276!
sk 100.6177080 Mz
Wow B
0
LB 5.00 Hz
GB 0
PC 1.00
T T T T T T T T T T T I I T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



HidC- 48

Elemental Composition Report

Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min =-100.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

17 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-4000 H:0-4000 N:3-3 O:1-1

HWC-489 KE267

0307_HWC-489 10 (1.013) Cm (10-2)

344.9803 354 9707

~N Page 1
< > </*
07N

H
HWC-489
07-Mar-2012
12:33:52
2: TOF MS ES-
3.586+003
501.2016
. |
495.1229 502.2066
451.1551 1503.2141 547 2061 594.9677

- 250.0976
%
251.0088
709530 191.0253 245.0146 |
89.0137 108.9859 1409782 1| ? Ll 285.0677?94"9838
0 T SRS VAR LAAA VAR R Ul SO AR LA MRS LA Ul Koy b
60 80 | 100 120 140 160 180 200 220 240 260 280 300 320
Minimum: -100.0
Maximum: 5.0 20.0 1000.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm)
250.0976  250.0980 -0.4 -1.6 11.5 57.3 0.0

Supplementary Figure 1: Synthesis pathways of oxadiazole derivatives.
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