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Bata File

Method File
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La

: System Adminigtrator

1 SG-MKK-L-P-NO2

1 SG-MEKXK-L-P-NO2 lcd

: BSI-LCMS Method3.lem
: 10/6/2015

Pealk #: 1, Retention Time 1 3.116 min

Rase Peak m/z : 637, Base Peak Intensity : 17288351728835

Polarity :Negative, Event: 1-2
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Sample Name

Data File

Method File
Month-Day Acquired

b

: System Administrator

: SG-MKK-L-3-NO2

: SG-MKK-L-3-NO2.led

: BSLLOMS Method3 fem
: 10/6/2015

Peak # 1, Retention Time : 3.116 min
Base Peak m/z : 637, Base Peak Intensity - 917877917877
Polarity :Negative, Event: 1 -2
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Acqguired by : System Administrator
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Data File 1 5G-MEK-L- 2-NO2.1ed

Method File { ESL-LCMS Method3.lom Hotehook # :

Month-Day Acquired | 10/3/2015 olehean®
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ESI-MS Spectrum
Peak # - 1, Retention Time ; 3.016 min
Base Peak miz : 334, Base Peak Tntensity : 679703678703
Polarity :Negative, Event : 1 -2
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Sample Name : SG-MKK-L-4-CN Harne

Data File : $G-MKK-L-4-CN Icd

Method File : ESI-LCMS Method3 fem Heatebhook # -

Month-Day Acquired 10/6/2015 arenes
Date

ESI-MS Spectrum
Peak # ; |, Retention Time : 3.016 min
Base Peak m/z : 643, Base Peak Intensity : 20982912008201
Polarity :Negative, Bvent 11 -2
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ESI-MS Spectrum

Peak #: 1, Retention Time : 2.649 min
Base Peak m/z : 298, Base Peak Intensity : 106400106400
Polarity :Negative, Event : 1 -2
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M

AMRI LCMS(ES!) Analysis Report
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Base Peak mvz : 215, Base Peak Intensity : 926037926037
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Acquired by : System Administrator
Sample Name : SG-MKK-L-PY-CHO
Data File : SG-MKK-L-PY-CHOL.Jed
Method File : ESE-LCMS Method3.lem
Month-Day Acquired 1 10/10/2015

Peak #: I, Retention Time : 0.867 min
Base Peak m/z : 202, Base Peak Intensity : 492659492659
Polarity :Positive, Event : 1 - 1
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Current Data Parameters
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F2 - Processing parameters
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Acquired by : System Administrator

Sample Name : SG-BCK-6-Br-3Py-Qmob-6
Data File : SG-BCK-6-Br-3Py-Qmaob-6.1c:
Method File : ESFLOCMS Method3.Iem
Month-Day Acquired 107712015

Peak #: 1, Retention Time : 2.567 min
Base Peak m/z : 372, Base Peak Intensity : 1187259118725%
Polarity :Positive, Event : 1 - 1
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Acquired by : System Administrator

Sample Name : SG-BCK-NIN-9

Data File ' $G-BCK-4-QuinCHO-Gmob-$
Method File : ESI-LCMS Method3.Jcm
Month-Day Acquired L 10/8/2015

Peak # : 1, Retention Time : 1.700 min
Base Peak m/z : 342, Base Peak Intensity : 32125863212586
Polarity :Positive, Event: 1 - |
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Sample Name : $G-BCK-3-QuinCHO-Qmob-7

Data File : §G-BCK-3-QuinCHO-Qmob-7

Method Fiie » BST-LCMS Method3 Jem

Month-Day Acquired < 107772015 AMRT
et -~

ESI-MS Spectrum

Peak # : 1, Retention Time : 2.167 min
Base Peak m/z : 342, Base Peak Intensity : 38670113867011
Polarity :Positive, Bvent : 1 -1
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ESI-MS Spectrum

Peak # : 1, Retention Time : 2.849 min
Base Peak nv/z : 318, Base Peak Intensity : 690753690753
Polarity :Negative, Event: 1 -2
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Acquired by : System Administrator
Sample Name 1 5G-MKK-L-Me-PY-CHO
Data File : SG-MKK-L-Me-PY-CHO.lcd
Method File : BSL-LCMS Method3.lem
Month-Day Acquired 0 10/8/2015

Peak # : 1, Retention Time @ 1267 min
Basc Peak m/z : 276, Base Peak Intensity : 13229131322913
Polarity :Positive, Bvent: 1+ 1
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Acquired by : System Administrator

Sample Name : 8G-BCK-2-Naphth-p-NO2-Ph-
Data File : 8G-BCK-2-Naphth-p-NO2-Ph-
Method File : ESI-LCMS Method3.lem
Month-Day Acquired L 10/7/2015

. ESE-MS Spectrum
Peak # : 1, Retention Time : 3.149 min
Base Peak m/z : 400, Base Peak Intensity : 12670381267038
Polarity :Negative, Event : 1 -2
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Acguisition Parameters
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PUTLFROG

T
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oW SBOD uzed
TE 6. 50 usec
301.3 ®
2.0809000C sec
9. D3HG0200 sec
1

= CHEANMET: £2
e

T T preT T e T i T ; i i 1
180 180 170 is0 150 140 130 120 110 108G 30 so 7e 60 56 40 30 20 10 ppm

-



M —ve Mmede

Acquired by : System Administrator
Sample Name : SG-MKXK-L-Nin Hame
Data File : $G-MKK-L-Nin.lcd
Method File - BSEI-LOMS Method3d lem Hodebook #
Month-Day Acquired - 10/6/2015
Drate

EST-MS Spectrum
Peak #: I, Retention Time : 2.516 min
Base Peak mvz : 343, Base Peak Intensity : 963626963626
Polarity ;Negative, Event: | -2
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EXPNO i0
‘ =y i) PROCHC 1
"
o - F2 - hAcguisition Parameters
C/He Date_ 20150804
- N 3 Time 21.06
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PRCEBHD 5 mm PABBO BB~
PULPROG 2930
™ 65536
SOLVENT DMS0
R} 16
D3 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AO 4.0894966 sec
RG 90.5
Dw 82,400 usec
DE .00 usec
T 300.0 K
Dl 31.00000000 sec
TDO 1
= CHANNEL £1 =
_ o wucl 1H
Pl 10.70 usec
PLI -2.00 @B
i PL1W 14.331B5768 W
SFOL 400.2330885 MHz
F2 - Processing parameters
T
SF 400.2300049 MHz
WoW EM
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FXPNO 11
- BROCHO 1
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s £ Time 1.25
~ o TS TR spect
PROBAD 5 mm PARRD BB-
& i/ OC’”’) PULPROG 290930
) . A £553¢
O 9&99 SOLVENT M50
Bl NS 8000
. DS 4
i1 Sw 24038461 Hz
#3 FTDRES 0.366798 Rz
pate] 1.3631288 sec
’G 10t
2 o 20.800 usec
oE .50 aser
TE 300.0 K
Dl 9.50000000 sec
D1l 0.03000000 sec
o 1
CHRSHEL £l
8.60 usec
-1.00 o8
14.568831569
100.647276% MHz
CHANNEL £2
waltzlé
K
80.00 usec
~3.00 dB
13.47 dp
15.72 dB
14.33185768 W
0.25662708 W
0.2820715% W
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32748
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Acquired by : System Administrator
Sampie Name : 8G-BCK-3-Me-NIN-4
Data File : SG-BCK-3-Me-NIN-4.lcd
Method File . ESI-LCMS Method3.lem
Month-Day Acquired CO/12018

Peak # : 1, Retention Time : 2.749 min
Base Peak m/z : 327, Base Peak Intensity : 11738881173888
Polarity :Negative, Event: 1-2

N WY 'Ai,

ESI-MS Spectrum
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Name,
Date
NB#
NAME 8G-BCK-I-2Naph~Nin-MATH
fneie] 10
PROCHC i
Date_ 20159728
Time 7.37
INSTRUM spect
PROBED 5 mm PABBO BB-
PULPROG 2930
Th 65536
SCLVENT CpCL3
Hg 16
s 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.08%496% sec
RG 80.6
oW 62.400 usec
DE 6,00 usec
TE 300.0 K
Di 1.0000000% sec
R} 1
= CHANNEL {1 ===
iE
10.70 usec
~2.00 dB

14.33185760 W
400.2330885 MHz
32768
400.2300117 ¥Hz
EM

0
0.30 Hz
0

1.60
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PROCNG
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Time
IRSTRUM
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SOLVENT

= CHANNEL £31

= CHRMNEL 2
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11

1

20150728

23.47

spect
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290930

65536

CDC13

506G

4
24038.461
0.366798
1.3631988
80,6

26,800
6.50

Hin-MATH
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usec
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306.0 K
sac
sec

0.50000000
0.03000000
1

-1.00
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0.2 1
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Acquired by : Syster Administrator

Sample Name : SG-BCK-2Naphth-NIN-2

Data File : SG-BCK-2Naphth-NIN-2.1cd

Method File » ESI-LCMS Method3.lem .
Month-Day Acquired - 10712015 AMRI

- ESI-MS Spectrum
Peak # : 1, Retention Time : 2.983 min
Base Peak m/z : 363, Base Peak Intensity : 300356363003636
Polarity ‘Negative, Event: 1 -2
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Acguired by : System Administrator

Sample Name : 5G-BCK-3K-NIN-10

Data File : SG-BCK-3K-NIN-10.Icd

Method File : ESELCMS Method3.kem

Month-Day Acquired - 10/8/2015

Peak #: 1, Retention Time < 3.049 min
Base Peak miz : 427, Base Peak Intensity : 3220743122074
Polarity :Negative, Eveat : 1 -2

Ve wede

ESI-MS Spectrum
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Tite ¢.41
INSTROM spect
PROBHD 5 maz PABBO BB~
PULPROG zg30
D 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
RQ 4.0804966 sec
RG 64
oW 62,400 usec
DE £.00 usec
TH 300.06 K
Dl 1.00000000 sec
TDO i
== CHANNEL £1 m===
IiH
Pi 10.70 usec
PLl ~2.00 dB
PLIW 14.33185768 w
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\f N/ o \ S\
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NAME 85-BOK-T-23Br=-nin-main
f{ . L\' EXPNO i1
(o ? T PROCNO 1
- GCJh) Date_ 20150726
il Time 13.58
. i INSTRUM spect
] (/H'}) PROBHD 5 mm PARBO BB~
U e PULPROG 7gpg30
D D 85536
SOLVENT DHMSQ
HS 8000
> oS 4
éf‘y\{ s 24038, 461 Hz
FIDRES 0.366798 Bz
AQ 1.3631988 suc
RG 103
oy 20,800 usec
DE B.50 usec
TE 300.0 K
ni 0.50000000 sec
pii 0.G3000000 sec
TDO 1
= == CHANNEL 1
nucl 13C
Pl 8,60 usec
PL ~1.C0 dB
PLIW 44.58811569 R
SFOL 100.6479769 MHz

CHRNNEL 2 ==
waltzl6
1K

dB
dB
15.72 dB
14.32185768 W
0.25662708 W
0.24227158 W
100.6379613 MHz

EM

0

|

1.00 Hz
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Acquired by : System Administrator

Sample Name 1 8G-BCK-3Br-NIN-1

Data File : SG-BCK-3Br-NIN-1.led

Method File 1 ESI-L.CMS Method3.lem .

Month-Day Acquired : 10/7/2015 AM R'
See bl

ESI-MS Spectrum
Peak # : 1, Retention Time : 2.849 min
Base Peak m/z : 391, Base Peak Intensity : 14364051436405
Polarity :Negative, Event : 1 -2
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HAME 8G-BCK-T-26Br-2Haph~Nin-MAIN
EXBNO 11
PROCIIC i
. Date 201507253
Cﬂf?\% Time” 5.02
! INSTRUM spect
C‘)l)’b PROBHED oo PARBO BB
PULFROG 2gpg3C
- TD ELELS
SOLVERT [Mreaie]
ns 5000
ns 4
Swg 24038.461 He
PIDRRS 0.368798 Hz
A 1.3631388 sac
RG 101
Bl 20,800 usec
o8 &.50 waec
TE 300.0 K
Dl 0.50000000 sec
ol 0,0300300G sec
TDO 1
CHBNNEL £
13c
.60 usea
~1.00 4B

14.58813569 W
100.647976% Miz

== CHANNEL £
PRGZ waltzib

15.72 4R
14.33185768 W
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Acquired by : System Administrator

Sample Name : SG-BCK-6-Br-2-Naphth-NIN- Name

Data File : SG-BCK-2Naphth-NIN-3.led

Method File : ESFLCMS Method3.lom .

Month-Day Acquired S 107772015 Hotebook# :
Date

ESI-MS Spectrum
Peak # : 1, Retention Tane : 3.183 min
Base Peak m/z ; 443, Base Peak Intensity : 41627134162713
Polarity Negative, Event : 1 -2
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Name
Date
NB#
NAME 8G~BCK-I~Acenaphth=-Q-MAIN
EXPHG 0
FROCNT 1
Date 20150802
Time 4,15
INSTRUM 2pact
PROBED 5 wm PABEG BB-
PULEROG 230
TD 65535
SOLVENT €DCl3
3 1é
b5 2
SWH 8012.820 &
FIDRES 0.122266
AQ 4.0895966
RG 71.
oW 62,400 usec
CE 6.0C usec
TE 300.0 K
Th 1.00000C00 sec
DY 1

CHANNEL f1 =

i

10.70

-2.00
14.3318576%
490.2330985
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Date

NB#

NSTRUM
PROBED
PULFROG

e CHANNEL f1 =

wee= CHANNEL £2 ww=
CEDPRGZ
¥OC2
PCRD2
PLZ
PLIZ

SG-RCK~T-Acenaphth-O-MA
1%

3
20150802
T.36

Fpect
& mm PABSO BB

zgpg30
65536
CRCL3
8200

4

24036.461 Hz
0.386726 Hz
1.3631%988 sec
80.6

20,850 usec
6.50 usec
300.0 K
G.50000000 sec
0.03060000 sec
i

13C
8.60 usec
-1.00 ¢B

£4.58811569 W
L0, 6473769 MHz

walgzlé
kx|

£0.00 nsec

15.72 d8
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