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3A_ 150911130400 #245 RT: 1.09 AV: 1 NL: 2.93E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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DRG.5#268 RT: 1.19 AV: 1 NL: 3.23E9
T: FTMS + p ESI Full ms [86.00-1290.00]
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M-ME #281
T: FTMS + p ESI Full ms [100.00-1500.00]

Relative Abundance

100

RT: 125 AV: 1 NL: 9.20E9

4192182
R=55007

C2H35 02 N2 S Si=419.2183

-0.1690 ppm

353.2662
R=45700 | |

200 400

478.2913
R=51207

oTRS
\ —
o
;
NN A
2 o ).
s
3¢)
647.2965
859.4105
R R=38007
600 800 1000

m/z

1138.2272

_R=20300

1200

1327.0995 1433.7286

~_R=18700 R=21400

1400



P-ME #302 RT: 1.35 AV: 1 NL: 9.88ES
T: FTMS + p ESI Full ms [100.00-1500.00]
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Relative Abundance
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DRG-7 #320 RT: 1.43 AV: 1 NL: 3.74E9
T: FTMS + p ESI Full ms [86.00-1290.00]
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3F #289 RT: 1.28 AV: 1 NL: 1.51E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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‘ DRG-3#343 RT: 153 AV:1 NL: 2.56E9
T: FTMS + p ESI Full ms [86.00-1290.00]
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BENZYL #248 RT: 1.10 AV: 1 NL: 4 01E9
T: FTMS + p ESI Full ms [86.00-1290.00]

100

Relative Abundance
(%))
o

10— 385.1288
‘ R=54902
5 C22Haa NNa S Si = 385.1291
'9'8024| ppm

419.2184
R=55307
Cz2H35 02 N2 S Si=4192183
0.3406 ppm

412.8618
R=35100 ||
d T

441.2001
R=53907
Co2H3sa 02 N2 Na S Si=441.2002
-0.3240 ppm

457 1740 464.2760 478.2918
R=5[2407 R=51507 R=50807
!

370 380 390

400 410

T { T T T T T T

T
470 480




FLUORO-ISO #261 RT: 1.17 AV:- 1 NL: 5.93E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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OME-ISO #263 RT: 1.18 AV- 1 NL: 6.68EQ
T: FTMS + p ESI Full ms [100.00-1500.00] oTes
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NITRO-ISO #329 RT: 1.47 AV: 1 NL: 3.73E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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CN-ISO#252 RT: 1.12 AV: 1 NL: 2.86E9
T: FTMS + p ESI Full ms [100.00-1500.00] oTBS
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CF3-ISO #456 RT: 2.04 AV: 1 NL: 1.71E7

T: FTMS + p ESI Full ms [100.00-1500.00]
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4A#196 RT: 0.87 AV: 1 NL: 1.80E8
T: FTMS + p ESI Full ms [100.00-1500.00]
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DRG-6 #196 RT: 0.87 AV: 1 NL: 7.06E9

T: FTMS + p ESI Full ms [86.00-1290.00]
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4C #182 RT: 0.81 AV: 1 NL: 9.71E9

T: FTMS + p ESI Full ms [100.00-1500.00]
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DRG-2 #202 RT: 0.90 AV: 1 NL: 8.82E9
T: FTMS + p ESI Full ms [86.00-1290.00]
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DRG-8 #184 RT: 0.82 AV: 1 NL: 5.17E9
T: FTMS + p ES| Full ms [86.00-1290.00]
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4F #167 RT: 0.74 AV: 1 NL: 6.94EQ
T: FTMS + p ESI Full ms [100.00-1500.00]
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DRG-4 #2068 RT: 0.92 AV: 1 NL: 4.85E9
T: FTMS + p ESI Full ms [86.00-1290.00]

oTBS

100- P
95 &’ 'd
%-

85
80

75

70

65

60
55

50

45

Relative Abundance

40
35
30%
25

20
15

10—

565.0612
R=47906
C21 H31 02 N2 Cl1S Si = 565.0603
1.5850 ppm

567.0568
R=47703

587.0419
R=46706
Co1 H3g O2 N2 Cl | Na S Si=587.0423
-0.6766 ppm

‘ i | Il

597.0856
R=42906
—

]
550 555

560

565

I L= I j T L I T
575 580 , 585 590 595 600
miz

21



AS-111 #191 RT: 0.85 AV: 1 NL: 1.01E10
| T: FTMS + p ESI Full ms [100.00-1500.00]
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OME-IODOR #193 RT: 0.86 AV: 1 NL: 2.22E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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NITRO-IDO #188 RT: 0.84 AV: 1 NL: 1.90E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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CN-IODO #173 RT: 0.77 AV: 1 NL: 9.89E8

T: FTMS + p ESI Full ms [100.00-1500.00]

' 100
95
9
85
80 |
75 \
70
65
60 ‘
55
50 ‘
45
40
35 ‘
30
25
20

15
‘ 355.9704
10 R=57002

Relative Abundance

5 C11H11 O N3l Si=3559711
T 1L D

400

556.0945
R=48007

C22H3102N31S Si=556.0945

-0.000‘9 ppm

| 646.0631
l R=44007
I R

600

l’;’/ ™~
- \
O =N
(uy)
1133.1635
R=33607
782.0373 918.0123 1053.8867 1201.1501 1337.1245
”Rj=737875707 R=35507 777R'—;279505 L R=31207 7R£580L7 -
800 1000 1200 1400
m/z

25



CF3-I0DO #243 RT: 1.09 AV: 1 NL: 3.30E9
T: FTMS + p ESI Full ms [1 00.00-1500.00]

Relative Abundance
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APP/L #194 RT: 0.86 AV: 1 NL: 1.93E10
T: FTMS + p ESI Full ms [86.00-1290.00]
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