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RT: 0.00- 5.71
RT: 2. . 8.
100 55 NL: 8.65E7
’ m/z=
] A$)7 5 165.76838-166.22364
90 ; MS ICIS
N DART-
N 252 . SVP_Mesh_Sulfodene
] RT: 5.37 Skin_Med_Temp_Ramp
80
] %%$)? 5 _NEG_20110810_02
RT: 5.00
] RT: 0.71
8 6ol 5.03
g 60 2.88 5.
g 0.70 N
. 2.49 5.32
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RT:0.47 NL: 1.29E5
100 SN: 1006rMS miz=
24 2 496.33259-496.48977
9 MS ICIS IDCUBE_AIli
Capsule Extract
BC #DB #1 TEMP_RAMP_WET
8 _POS_20110819
RT:0.42
g 7 SN: 671RMs
3 0.40
e 6
c
>
2 5
2
B 4
i
3
2 EG.
1 RT: 0.15
SN: 31rms
n/\———\ﬁ
[0 e e s B B B B S S B s B B Sy s s I B B S B B S B B B B i
0.00 0.05 0.10 0.15 0.20 0.25 0.30 0.35 0.40 0.4
Time (min)
100 171.11257 NL: 3.97E5
- IDCUBE_AIli Capsule Extract
] #1_TEMP_RAMP_WET_POS_20110819#13-
B E6 . 18 RT:0.15-0.21 AV:6 T: FTMS + p NSI Full
50 ms [100.00-2000.00]
. 207.15888
. Wl i L
I 10(())— 171.11247 NL: 3.08E5
S - IDCUBE_AIli Capsule Extract
- #1_TEMP_RAMP_WET_POS_20110819#28-
_§ o] 581.45114 B C #D B 36 RT:0.32-0.41 AV:9 SB: 6 0.02-0.07 T:
< 507 FTMS + p NSI Full ms [100.00-2000.00]
O 991.78951
% 0 1 . . I o h l N
@ 100 513.42491 991.78962 NL: 1.45E5
- IDCUBE_AIli Capsule Extract
. #1_TEMP_RAMP_WET_POS_20110819#41-
b 469.43533 2# 2 51 RT:0.47-0.57 AV:11SB:6 0.02-0.07 T:
507 581.45101 FTMS + p NSI Full ms [100.00-2000.00]
i 947.80029 1487.18105
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NL: 3.49E5
m/z= 281.23996-281.25792 MS

6

NL: 1.99E5
m/z= 279.21514-279.25259 MS

3

NL: 1.93E5
m/z= 277.20060-277.23698 MS

G3

NL: 6.28E4
m/z= 275.18418-275.22941 MS

RT: 0.00 - 3.54
RT: 1.69
RT:0.21 . RT: 2.93
. SN: 1432rMS - e
100 SN: 1310Rms FSRL-_ 1854 RT: 2.30 SN: 1246rMs
— : SN: 1001rRms
. 0.34 1.30 ° 246 3.00
0- RT:0.21 RT: 1.69 - B }
© o L RT: 2.93
o SN: 2060rRMs . :
£ 100 = RT: 1.02 SN:2017Rus RT: 2.30 SN: 1802rMs
S 0.25 SN: 1562rMs 171 SN: 1465RMS
c ] 1.30 177 ' 3.00
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NL:
1.70E4

Cx» H31 04 NgS:
C2H3104NgS1

p (gss, s/p:40) Chrg 1

R: 50000 Res .Pwr . @FWHM

NL:
3.04E3

Delta RDB Composition
(ppm) equiv.
-2.06 105 C22 H31 04NgS

100 475.21220 N O:P©°
o 807
[&]
e i
3
c 60
> —
'Q —
< i
£ 407
= i
© 7] 476.21497
K i
20
7] 477.20881
0 A 478.21363 479.21464
475.21122
100 N O:P©
80: Elemental composition search on mass 475.21
i m/z= 470.21-480.21
m/z Theo. Mass
60—_
i 475.21122 475.21220
40
20__ 476.21513
i 477.21716
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Relative Abundance

%

L: 1 M

Composition

C17 H27 NCI

Composition

C17 H27 NCI

280.18265 DO NL:
1003 N O:P 7.35E4
80 / ( Ci17H27 N CI:
’ Ci17H27 N1 Cls
60 p (gss, s /p:8) Chrg 1
7 R: 50000 Res .Pwr . @FWHM
407 282.17976
20_: 281.18593 p63 16313
o 18313 8418633
280.18204 NL:
1007 N O:P° ! 1.68E5
80
3 Elemental composition search on mass 280.18
603 miz= 275.18-285.18
- m/z Theo. Mass Delta RDB
40: 282.17913 (ppm)  equiv.
204 281.18540 280.18204  280.18265 = -2.19 45
] 283.18237 S e .-
0 I
280.18191 NL:
1007 N O:P° # 1.72E6
80_: Elemental composition search on mass 280.18
607 miz= 275.18-285.18
- m/z Theo. Mass Delta RDB
405 282.17887 (bpm)  equiv.
207 281.18525 280.18191 280.18265 -2.66 45
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Relative Abundance
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Relative Abundance

Elemental composition search on mass 513.43

m/z= 508.43-518.43

m/z Theo. Mass Delta RDB Composition
(ppm) equiv.
513.42529 513.42620 -1.77 2.5 C29 Hs7 Os N2
Elemental composition search on mass 496.40
m/z= 491.40-501.40 6
m/z Theo. Mass Delta RDB Composition 513.42529
100 (ppm) equiv. N O# _|_F®

4 496.39883  496.39965 -1.65 3.5 C29 Hs4 Os N
90 6
N O:PO©
70_: 496.39883
60
50
40

. 514.42853
30

E 497.40229
20
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7 515.43161

] 4?8/-40547 527.38057
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