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'H NMR spectra of compourtlg
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'H NMR spectra of compourtlh
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Mass spectra of compourigh

Mass spec

C:16-16 H: 1111 ©:33
ESTEVEZ IQA PASLO CS1 250 UNIDADE DE MASAS E PROTEOMICA USC
EST! 10A_PABLO_CS1_250 11 (0. D-Apr-2014
Voitage Ci+ 251.0712 EBded
%
2520745
500627
2425856 253077
2430615 2540516 754 5851 159_072%
T T T T T T T T T T T T T T T T T T T T iz
(70 4310 2430 2500 2510 2520 2530 2540 2550 560 2570 250.0 2530
Haas mDa DBE
251.0712 0.4 1.6 11.3 o3
Elemental Composition Report Page 1
Muitiple Mass Analysis: 13 ss(es) pr d - displaying only valid results
Tolerance =5.0PPM / DBE: min =-1.5, max = 100.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons
2 formulale) evaluated with 1 results within fimits (up to 50 best isotopic matches for each mass)
Elements Used.
C:16-16 H:10-10 MN:1-1 OS5
ESTEVEZ IQA PABLO CS4 295 UNIDADE DE MASAS E PROTEOMICA USC
ESTEVEZ 1QA_PABLO_CS4 295 22 (1.908) Cm (22:24) 30-ADr-2014
Voitage Cl+ 256.0560 312ed
=]
2970582
2550474
zyzl ST 2530524
2.0703 i 299.0705 3010823 304.5826
o T T r T T T T T BRARR AR NAREE b RAREY T Mz
220 0 2940 2550 296.0 070 2930 2390 00.0 a01.0 3020 W30 40 050
mha DEE Formila
a.1 0.3 1z. 308.0 CI6 EIO N 05

Elemental Composition Report

iple Mass lysis: 14 (es) processed - displaying only valid results
Tolerance =5.0PPM / DBE: min=-1.5 max=100.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

4 formula(e) evaluated with 1 results within fimits (up to 50 best isotopic matches for each mass)
Elements Used:

Page 1




Mass spectra of compourigt

Elemental Composition Report

Multiple Mass Analysis: 14 mass(es) processed - displaying only valid results

Tolerance = 5.0 PPM

! DBE: min=-1.5, max = 100.0

Selected filters: None

Monoisotopic Mass, Odd and Even Eleciron lons
3 formulaie} evaluated with 1 results within limits (up to S0 best isotopic matches for each mass)

Elements Used:

C:18-18 H: 1515 0033
ESTEVEZ QA PABLO €55 278

citage C

ESTEVEZ 10A_PASLO_CSS_27E 10 (0.857) Cm (4:10)
e .

2780220

2749815
T

Page 1

UNIDADE DE MASAS E PROTEOMICA USC
30-Apra01s
8.50e3

2601065

2811107

B2l | geigess

T T
710 2750

o

Mass spectra of compourgd

ANaysIs Into

Sample Name

Method

CS26_320_1-C,8_01_13007.d
fia_pos_bajo_50-450_egf.m

T
2800

Acquisition Date
Instrument

T T
2810 2520 2830

B/6/2014 4:42:20 PM
micrOTOF

Int=ns.

xiot

+M3, 2 2min £244, Background Subtracted|

14+
201710
1+
131.0871
12
Tr.oet
1+
251.0688
1+
3781875
1+
211.0000
3632660

105.0442
— - . L. —

100 150 200 250 300 360 400 450 miz

Bruker Compass DataAnalysis 4.0 printed:  6/8/2014 1:14:22 PM Page1of§



Mass spectra of compourige

Analysis Info

Sample Name ~ ©S20_374_1-C.8_D1_13805.4

Acquisition Date  6/6/2014 4:23:41 PM

Method fia_pos_bajo_50-450_egf.m Instrument micrOTOF
Intens. M3, 2.7min #303, Background Subtracted, Background
x
1+
381.2030
3
1+
353 2686
2
1
2009720
313.2738
105,460 165,003 I l 240.0023 4 “L
ol [T T b bR L N
100 150 200 250 300 380 400 45 miz
Bruker Compass DatafAnalysis 4.0 printed: 6/2/2014 11:25:03 AM Page 1of 3
Analysis Info
Sample Name  CS30_357_1-C.7_01_13004.4 Acquisition Date  6/6/2014 4:14:21 PM
Method fia_pos_bajo_50-450_sgfm Instrument micrOTOF
Intens. +MS, 2 3min #264, Background Subtracted. Background Subtract
o
.
353.2660
1=
[ 3812084
4
2
313733
2008716 P
05 0420 2302357287 ‘L 1214420
[ I . M_A.‘ULI.M.LLL AL A R i
100 150 200 260 300 400 450 miz
Bruker Compass DataAnalysis 4.0 printed:  B/E2014  11:22:31 AM Page 10f4




Mass spectra of compouritl

Elemental Composition Report Page 1

Multiple Mass Analysis: 18 mass(es) processed - displaying only valid results
Tolerance =5.0 PPM / DBE: min=-1.5, max = 100.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons
2 formula(e) evaluated with 1 rasults within fimits {up to 50 best isotopic matches for each mass)

Elements Used.
C:20-20 H:13-13 0O:33
ESSTEVEZ 10A PABLO CS3 30D UNIDADE DE MASAS E BROTEOMICA USC
ESSTEVEZ 10A_PABLO_CS3 30D 13 (1.648) Cm (15:18) 30-Apr-2014
3010855 s77ed
=
300.0782
3020882
23200 303.0834
s 294238 2957354 12 2ampesy  29LTIE 040070 305216 067293 aorasse
t T T iy T T T LEreTy T T T T T T [reiTy T T T {RAANAR ] T T T T e
2030 2940 2350 2060 2040 2990 105 a0tE 302.0 3.0 aen 3050 060 3070
5.0
=0a
2.0 0.6 14.5 0z
Analysis Info
Sample Name C528_370_1-B,5_01_12880.d Acquisition Date  6/6/2014 12:01:24 PM
Method fia_pos_bajo_50-450_egf.m Instrument micrQTOF
|ntEn5£. +M3, 2.2-2.6min #(242-289), Background Subtracted|
x10
1od
1+
300.0764
0.8
0.6
14
270738
0.4
1+
353.2657
i
02l 155.0801 i "
2430785 381.2060
1+
215.0638 1+
1+ 485.1082
4008768
105,042 \ L “ u
. [ w b L [ - . L
200

2350 300 350 400 450 miz



Mass spectra of compourgi

Elemental Composition Report Page 1

Multiple Mass Analysis: 12 mass{es) processed - displaying only valid results
Tolerance =50 PPM / DBE: min=-1.5, max= 1000
Selacted filters: None

Moneisotopic Mass, Odd and Even Electron lons
1 formula(e) evaluated with 1 results within §mits (up to S0 best isotopic matches for each mass)
Elements Used:
C:20-200 H:1313 0:33
STEVEZ 1QA PABLO CS2 300

ASAS E PROTEOMICA USC

STEVEZ 10A_PASLO_CS2_300 17 [1.474) 30-Apr-2012
Voltage Ci+ 2010889 1
%
3020894
00,0783
3020840
2942331
. 3035710 3045778305 2221
T T T T T T T T T Tt T T T T T T
2540 =50 260 2870 020 3010 3040 5.0
£
301.0858 -0.6 -2.0
Analysis Info
Sample Name CS516_251_1-B,2_01_13517.d Acquisition Date  4/28/2014 5:23:11 PM
Method fia_pos_bajo_50-450_egf.m Instrument micrOTOF
Intens. | #M3, 2.3min F257, Background Subtracted
=10
anq
] i+
25 m0E g,
] 252 D654
204
1.5
4 1+
205.0605
1.0
] 1+
274.0474
0.5+
] 178.0848
148.0300
1 105.0238 i
00 - — ot I A | Ly
100 125 150 200 5 250 is 300 328 miz




Mass spectra of compounth

Analysis Info
Sample Name ~ CS27_370_1-B,6_01_13881.d Acquisition Date  G/6/2014 12:10:44 PM
Method fia_pos_bajo_50-450_sgf.m Instrument micrOTOF
Intens, 5. Z1-Z6min #{Z37-299). Background Subtracted]
x10
20
000774
154
1o
+
20823
05
24402 1
244 e 32087 .
1+ 1+ 4008771
155.0887 2150852
00- = Fmﬁ L dl L & L (YT T L[
150 200 280 350 4l miz
Analysis Info
Sample Name  CS20_278_1-0,10_01_13607.4 Acquisition Date 51152014 4:54:17 PM
Mathod fia_pos_bajo_50-450_sgfm Insirument micrOTOF
Intens. +MS, 2.3min 8263, BacKQround Sutiractad)
g
204
1e
2620655
151
10
0
1+
2340512
14E.0397
i { T -k " L
1o o 250 3l E

ado T miz



Mass spectra of compountt

Analysis Info

Sample Hame CS21_205_1-D,11_01_13800.d Acquisition Date 5/15/2014 5:12:55 PM
Method fia_pes_bajo_50-450_egf.m Instrument micrOTOF
Intens. M3, 2 4min #270. Background Subtracted|
*104 |
54
] 1+
266.0310
4
] Is
2480701
3
] 1+
1 2880633
2
] 1e
2200757
14
4 1440484 1320080
o L NI ll i L
100 150 200 250 200 350 miz

Mass spectra of compountl

Analysis Info

Sample Name  CS24_310_1-E.2_01_13813.d Acquisition Date  5/15/2014 5:50:10 PM
Method fia_pos_bajo_50-450_sgf.m Instrument micrOTOF
Intens, M5, 2.2min #253. Background Subtracied|
w105
204
N
311.0683
5
o
1s
2650725
+
207,063
05 1+
333.0402
+
2000836 1
243.0700
181.0808 1
0.0 . I. " boqud i J, L




Mass spectra of compounce

Analysis Info

Sample Name  CS25_203 1-E,3_01_13815.d Acquisition Date  5/15/2014 6:08:42 PM
Method fia_pos_bajo_§0-450_egf.m Instrument micrOTOF
Intens. M, 2 3min 2256, Background Subbactsd|
x105
254
1+
204 276.1012
1+
54 284.1121
1s
218.0046
o
054
1s
248 1083
62 057
00 Lol Lo b1
00 150 200 250 300 350 miz
Analysis Info
Sample Name  CS18_301_1-D.9_01_13808.d Acquisition Date  5/15/2014 4:44:58 PM
Method fia_pos_bajo_50-450_egf.m Instrument mierOTOF
Intens. WS, 2 Zmin £253, Backpround Subbacted|
X109
o
=
13
2840700
]
]
1+
24 324.0838
‘,
1
2580763
1050378
: i
100 151




Mass spectra of compounty

Analysis Info

Sample Name  CS23_315_1-E,1_01_13812.d Acquisition Date  5/15/2014 5:40:51 PM
Method fia_pos_bajo_50-450_sgf.m Instrument micrOTOF

Intens.

3 #5212 2min #(235-240) Background Subbracted|
x108

1+
316.0084

208.0883

.
338.0704

270.0014

1280673 | 0518 24208 |
L i
100 150 200 20 300 250 miz

Mass spectra of compounth

Analysis Info

SampleName  CS17_301_1-8.3_01_13518.d Acquisition Date  4/20/2014 5:41:49 PM
Method fia_pos_bsjo_S0-450_egf.m Instrument micrOTOF

Intens,

+MZ, Z.Tmin #237]
x10%

1.2

1+
300.0856

14
2380711

14,
324.0820

25,0748

+
198.1852

105.0460 s A
4l

00 il b
00 150 200

) 532685 3eaties L1060
N L L
250

300 350 400 450 miz



Mass spectra of compourid

Analysis Info
Sample Name  C522_315_1-D,12_Di_13510.d Acquisition Date  5/15/2014 5:22:13 PM
Method fia_pos_bajo_50-450_egf.m Instrument micrOTOF
Intens IS, Z3min #2653, Background Sul
*107]
084
064
04
1e
338 Da28
1s
2080885
024
1+
2700008 {
anl_ -
100 150 200 0 200 350 miz
Elemental Composition Report Page 1
Multiple Mass Analysis: 8 mass(es) processed - displaying only valid results
Tolerance =5.0 PPM [ DBE: min =-1.5, max = 100.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons:
1 formulaie) evaluated with 1 results within fimits (up to 50 best isoiopic matches for each mass)
Elements Used:
C:16-16 H 1515 O:44
ESTEVEZ IQA PABLO CS5 270 UNIDADE DE MASAS E PROTEOMICA USC
ESTEVEZ IQA_PABLO_CSS 271 10 {0.557) Cm (7:11) r201d
votage cis 717875 sEse3
%]
2721008
2700800
273.1040
a2 Zpagen 2s05828
T T T T

T T T T T
2730 2740 2150 e for] 2r80 279D 2800 2810




Mass spectra of compountlb

CS9#29 RT: 0.31 AV:1 NL:527E6
T: FTMS + p ESI Full ms [50.00-500.00]
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Mass spectra of compountilc

Muestra CS10#68 RT: 0.73 AV:1 NL: 1.65E9
T: FTMS + p ESI Full ms [50.00-650.00]
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Mass spectra of compountld

ESTEVEZ_IQA_PABLO_CS7_349 UNIDADE DE MASAS E PROTEOMICA_USC
30-Apr-2014
ESTEVEZ_IQA_PABLO_CS7_349 (0.087) Is (1.00,1.00) C16H1404Br Voltage Cl+
100, 349.0075 351.0057 4.20e12
PERFIL TEQRICO
|
3500110 352.0060
'y T T T T T T T T T ; T T T T T T T 1 mass
340 341 342 343 344 345 346 347 348 349 350 351 352 333 354 355 356 357 3 359 360

ESTEVEZ_IQA_PABLO_CS7_349 UNIDADE DE MASAS E PROTEOMICA_USC
30-Apr-2014
ESTEVEZ_IQA_PABLO_CS7_349 13 (1.127) Cm (11:14) Voltage Cl+
100 340.0217 [— 1.8ded
350.0284

3520288

348.0137

353.0354

3413185 3epeea0 345.0211 sarpoTe | IR 3se0aet ase7eas 3887008

T + T T T T T T T T T miz
340 E28] 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 387 358 359 380

Mass spectra of compourtile

Analysis Info
Sample Mame C514_384 1-A12_01_13514.d Acquisition Date 4/29/2014 4:55:14 PM
Method fia_pos_bajo_S0-450_egfm Instrument micrOTOF
Intens, +M5. 2:3min #256. Background Subtracted
i
i+
2569738
3
2
1+
315.0748
1
175.0287
T4 1148 417.9712
oL bbb i d U v N
R
100 150 200 250 300 350 400 450 miz

Rrdkar Mamnzcs Natzdnaheic 4 0 nrintad- 4Ennnis A-4R-47 AM Pana 1 nff



Mass spectra of compourtif

Intens. +MS, 2 1min #238]
105
204
1+
256727
154
1.0 .
28, 200
054 12
. " 401183
154 ags 2380718
1
182 f02
i 1+
3383410 3700361
1050408 Jl 4310451
ool 1w iy (R T | T
o 0 200 200 B +0 ] e
ESTEVEZ_IGA_PABLO_CS8_320 UNIDADE DE MASAS E PROTEOMICA_USC
J0-Apr-2014
ESTEVEZ_IQA_PABLO_CSB_320 (1.474) Is (1.00,1.00) C20H1704 Voltage Cl+
200 21127 7.82¢12
PERFIL TEORICO
=
3221181
3221188
1 mass
T T T T T T T T T T T T T ; T T T T , mass
315 316 317 318 319 320 321 32 323 324 326 327 328 329 330 33 ¥ 33 3:M 33
ESTEVEZ_IQA_PABLO_CS8_320 UNIDADE DE MASAS E PROTEOMICA_USC
J0-Apr-2014
ESTEVEZ_IQA_PABLO_CSE_320 17 (1474) Voitage Cl+
100 3221208 16764
223282
211130
=
220.1053
324.1318 330.0800
310.2001 3251345 327.1380 3319826 333.1402 3343114
35 316 37 318 319 320 351 322 323 304 3% 327 abs 328 3% 33 352 333 34 3%




Mass spectra of compouritlh

Muestra CS13#56 RT:0.71 AV:1 NL: 1.02E3

T: FTMS + p ESI Full ms [50.00-650.00]
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Mass spectra of compourtli

CS12#14 RT: 0.4 AV:1 NL: 7.45E5
T: FTMS + p ESI Full ms [50.00-500.00]
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Mass spectra of compountDb

Muestra KV1 #11 RT: 013 AV:1 NL: 2.01E9
T: FTMS + p ESI Full ms [50.00-650.00]
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Voltammogram of Compounga
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Voltammogram of Compoungt
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Voltammogram of Compounge
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