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1. Materials and methods 

 

Commercially available starting materials and reagents were purchased and used 

without further purification from freshly opened containers. Polymer supported reagents 

(PS-TBD, 2.6 mmol/g, PS-IBX-amide, 0.5-1.0 mmol/g, PS-DIPEA, 3 mmol/g, 

Tentagel-TBTA, 0.17 mmol/g) were purchased from commercial sources. Acetylenic 

carbinols were prepared according to the literature
22 

or purchased from commercial 

sources. Organic extracts were dried with anhydrous Na2SO4. The reactions were 

monitored by TLC and purified compounds each showed a single spot. Unless stated 

otherwise, UV light and/or iodine vapour were used for the detection of compounds. 

The synthesis and purification of all compounds were accomplished using the 

equipment routinely available in organic chemistry laboratories. Most of the preparative 

experiments were performed in coated vials on an organic synthesiser with orbital 

stirring. Purification of isolated products was carried out by column chromatography. 

Compounds were routinely characterised by spectroscopic and analytical methods. 

Melting points were determined on a melting point apparatus and are uncorrected. The 

chemical structures of the obtained compounds were characterized by nuclear magnetic 

resonance spectroscopy (
1
H and 

13
C) and high-resolution mass spectra (HRMS). Unless 

otherwise quoted, NMR spectra were recorded in CDCl3. Chemical shifts are given as  

values against tetramethylsilane as internal standard and J values are given in Hz.  
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA105_263_1-G,10_01_3847.d Acquisition DateSample Name 3/7/2012 4:14:11 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0545
1+

119.0894 236.1083

264.1140

286.0954
1+

320.0601
348.0666

378.1587

+MS, 2.3min #254, Background Subtracted, Background Subtracted

100 150 200 250 300 350 m/z
0

1

2

3

5x10
Intens.

S5



Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
286.0954 1 C 16 H 13 N 3 Na O 100.00 286.0951 -0.3 -1.2 40.9 11.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA75_297_1-G,9_01_3846.d Acquisition DateSample Name 3/7/2012 4:05:19 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0545
1+

119.0848 256.2614

282.2786

320.0564
1+

382.0280

+MS, 2.3min #258, Background Subtracted, Background Subtracted

100 150 200 250 300 350 m/z
0.0

0.5

1.0

1.5

2.0

2.5

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
320.0564 1 C 16 H 12 Cl N 3 Na O 100.00 320.0561 -0.3 -1.0 9.5 11.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA61_297_1-E,10_01_3380.d Acquisition DateSample Name 2/20/2012 3:22:09 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

270.0657
298.0748

320.0561
1+

354.0224 381.2990

+MS, 2.3min #253, Background Subtracted, Background Subtracted, Background Subtracted

100 150 200 250 300 350 400 m/z
0.0

0.2

0.4

0.6

0.8

1.0

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
320.0561 1 C 16 H 12 Cl N 3 Na O 100.00 320.0561 -0.0 -0.0 22.3 11.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA45_332_1-E,11_01_3381.d Acquisition DateSample Name 2/20/2012 3:31:00 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

304.0187

332.0300

354.0163
1+

387.9855

+MS, 2.3min #254, Background Subtracted, Background Subtracted

100 150 200 250 300 350 400 m/z
0.0

0.2

0.4

0.6

0.8

1.0

1.2

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
354.0163 1 C 16 H 11 Cl 2 N 3 Na O 100.00 354.0171 0.8 2.3 31.4 11.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA106_331_1-G,7_01_3843.d Acquisition DateSample Name 3/7/2012 3:38:44 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0943
1+

119.1104 162.9829 228.2328

256.2631
1+

282.2785
1+

304.2609
1+

332.0358

354.0179
1+

+MS, 2.3min #257, Background Subtracted, Background Subtracted

100 150 200 250 300 350 m/z
0.0

0.2

0.4

0.6

0.8

1.0

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
354.0179 1 C 16 H 11 Cl 2 N 3 Na O 100.00 354.0171 -0.7 -2.1 11.7 11.5 even ok

6 of 6Page 
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA58_281_1-H,9_01_3872.d Acquisition DateSample Name 3/8/2012 1:19:38 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0546
1+ 288.2903

1+

304.0861
1+

366.0575

+MS, 2.2min #244, Background Subtracted, Background Subtracted

100 150 200 250 300 350 m/z
0

1

2

3

4

5

4x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
304.0861 1 C 16 H 12 F N 3 Na O 100.00 304.0857 -0.5 -1.5 3.8 11.5 even ok

4 of 4Page 
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA60_281_1-G,11_01_3855.d Acquisition DateSample Name 3/8/2012 10:47:14 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0537
1+

282.1046

304.0855
1+

338.0470 366.0546

+MS, 2.3min #258, Background Subtracted, Background Subtracted

100 150 200 250 300 350 m/z
0.0

0.5

1.0

1.5

2.0

2.5

3.0

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
304.0855 1 C 16 H 12 F N 3 Na O 100.00 304.0857 0.1 0.4 6.8 11.5 even ok

5 of 5Page 
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA6R_353_1-A,12_01_4419.d Acquisition DateSample Name 4/12/2012 10:59:16 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0547
1+

130.0661

195.0651

235.0944

267.1242
1+

298.1454
1+

326.1424

354.1470
1+

376.1285
1+

+MS, 2.3min #263, Background Subtracted, Background Subtracted, Background Subtracted

100 150 200 250 300 350 400 m/z
0

1

2

3

4

5

4x10
Intens.

S33



Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
376.1285 1 C 19 H 19 N 3 Na O 4 100.00 376.1268 -1.7 -4.5 17.8 11.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA53A_313_1-G,12_01_3856.d Acquisition DateSample Name 3/8/2012 10:56:06 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.2239
1+

155.0923

258.1246

286.1199
1+

314.1285
1+

336.1120
1+

364.1444

+MS, 2.2-2.4min #(245-265), Background Subtracted, Background Subtracted

100 150 200 250 300 350 m/z
0

1

2

3

4

5

6

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
314.1285 1 C 20 H 16 N 3 O 100.00 314.1288 0.3 0.9 41.5 14.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA97_269_1-H,3_01_3861.d Acquisition DateSample Name 3/8/2012 11:40:25 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0471
1+

160.0761
270.1604

292.1423
1+

354.1127

+MS, 2.3min #259, Background Subtracted, Background Subtracted

100 150 200 250 300 350 m/z
0

1

2

3

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
292.1423 1 C 16 H 19 N 3 Na O 100.00 292.1420 -0.3 -0.9 28.0 8.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA87_201_1-H,2_01_3859.d Acquisition DateSample Name 3/8/2012 11:22:42 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0545
1+

149.9990 202.0987

224.0800
1+

258.0441

286.0504
351.0890

+MS, 2.2min #248, Background Subtracted, Background Subtracted

100 150 200 250 300 350 m/z
0.0

0.5

1.0

1.5

2.0

2.5

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
224.0800 1 C 11 H 11 N 3 Na O 100.00 224.0794 -0.6 -2.5 8.6 7.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1COF2_187_1-H,4_01_4906.d Acquisition DateSample Name 5/11/2012 4:28:25 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0540
1+

115.0552
182.0686

210.0629
1+

242.0893
1+

294.0696

312.0809

354.1278
1+

+MS, 2.3min #255, Background Subtracted

50 100 150 200 250 300 350 400 m/z
0

1

2

3

4

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯  Conf N-Rule
210.0629 1 C 10 H 9 N 3 Na O 100.00 210.0638 0.9 4.1 6.2 7.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA6J_293_1-A,10_01_4416.d Acquisition DateSample Name 4/12/2012 10:32:42 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

138.9943
1+

164.0249

239.2378

288.0406

316.0471
1+

353.2670
1+

+MS, 2.4min #266, Background Subtracted, Background Subtracted, Background Subtracted

100 150 200 250 300 350 400 m/z
0.0

0.5

1.0

1.5

2.0

2.5

3.0

4x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
316.0471 1 C 13 H 12 Cl N 3 Na O 3 100.00 316.0459 -1.2 -3.7 7.1 8.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1ISAT141_303_1-G,8_01_3417.d Acquisition DateSample Name 2/21/2012 11:42:08 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

130.9729
1+

268.0557

326.0133
1+

387.9825

437.1911

+MS, 2.3min #255, Background Subtracted, Background Subtracted

100 200 300 400 500 m/z
0.0

0.5

1.0

1.5

2.0

2.5

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
326.0133 1 C 14 H 10 Cl N 3 Na O S 100.00 326.0125 -0.8 -2.3 17.0 10.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1ISAT147_372_1-G,6_01_3841.d Acquisition DateSample Name 3/7/2012 3:21:01 PM
Method micrOTOFInstrumentfia_pos_medio_350-1500_egf.m

304.2605
1+

395.9324
1+

437.1947

578.3962 677.2038

766.8778

+MS, 2.4min #159, Background Subtracted, Background Subtracted

200 300 400 500 600 700 800 900 m/z
0.0

0.5

1.0

1.5

2.0

2.5

3.0

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
393.9351 1 C 14 H 8 Cl 3 N 3 Na O S 100.00 393.9346 -0.5 -1.4 16.4 10.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

S41ISAT148_332_1-H,9_01_3438.d Acquisition DateSample Name 2/22/2012 11:49:45 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

93.0577
1+

172.9577197.9879 241.0520

277.0284
1+

305.0242
1+

333.0310
1+

355.0116
1+

+MS, 2.4-2.5min #(270-277), Background Subtracted

50 100 150 200 250 300 350 400 m/z
0.0

0.5

1.0

1.5

2.0

5x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
333.0310 1 C 15 H 11 Cl 2 N 4 O 100.00 333.0304 -0.5 -1.5 29.5 11.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA6T_295_1-A,11_01_4418.d Acquisition DateSample Name 4/12/2012 10:50:24 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

142.0295

176.9970
1+

220.9876

282.2779
300.0160

318.0660
1+

350.0070
1+

+MS, 2.3min #262, Background Subtracted, Background Subtracted, Background Subtracted

100 150 200 250 300 350 400 m/z
0

1

2

3

4x10
Intens.

S69



Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
318.0660 1 C 13 H 11 F 2 N 3 Na O 3 100.00 318.0661 0.1 0.3 19.7 8.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA65_327_1-A,9_01_4415.d Acquisition DateSample Name 4/12/2012 10:23:50 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

166.0476
268.0768

1+

290.0595
1+

318.0659
1+

350.0069
1+

392.1053

+MS, 2.3min #253, Background Subtracted, Background Subtracted, Background Subtracted

100 150 200 250 300 350 400 450 m/z
0

2

4

6

8

4x10
Intens.
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Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯  Conf N-Rule
350.0069 1 C 13 H 11 Cl 2 N 3 Na O 3 100.00 350.0070 0.1 0.3 26.9 8.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA6H_299_1-B,1_01_4421.d Acquisition DateSample Name 4/12/2012 11:16:59 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0546
1+

300.0958

322.0765
1+

+MS, 2.3min #262, Background Subtracted, Background Subtracted, Background Subtracted
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S77



Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
322.0765 1 C 16 H 11 F 2 N 3 Na O 100.00 322.0762 -0.3 -0.9 6.5 11.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA73B_299_1-H,1_01_3858.d Acquisition DateSample Name 3/8/2012 11:13:50 AM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.2420
1+

272.0853

300.0922
1+

322.0765
1+

356.0423 384.0509

+MS, 2.3min #254, Background Subtracted, Background Subtracted
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0

1

2

3

4

5

5x10
Intens.

S81



Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
322.0765 1 C 16 H 11 F 2 N 3 Na O 100.00 322.0762 -0.2 -0.8 31.1 11.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1PA90B_229_1-F,2_01_3386.d Acquisition DateSample Name 2/20/2012 4:15:19 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

91.0543

252.1114
1+

314.0857
363.6675 407.1539

+MS, 2.2min #251, Background Subtracted, Background Subtracted

100 150 200 250 300 350 400 m/z
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5x10
Intens.

S85



Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯ Conf N-Rule
252.1114 1 C 13 H 15 N 3 Na O 100.00 252.1107 -0.6 -2.6 7.6 7.5 even ok
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RIAIDT
UNIDADE DE ESPECTROMETRIA DE MASAS E PROTEÓMICA

Edificio CACTUS * Campus Vida
15782 Santiago de Compostela (Spain)

Tel. 981 563 100. Ext. 16242 * Fax 981 528098
E-mail: sxemasas@usc.es

Web: http://www.ti.usc.es/riaidt/masas/masas.htm

ESPECTRO ESI-FIA-TOF-Medida de Masas Exactas

Analysis Info

SY1COF1_312_1-H,3_01_4905.d Acquisition DateSample Name 5/11/2012 4:18:58 PM
Method micrOTOFInstrumentfia_pos_bajo_50-350_egf.m

105.0455
130.0664 158.0605

216.9501
1+

335.9614
1+

367.9872
1+

+MS, 2.3min #262, Background Subtracted

100 150 200 250 300 350 400 m/z
0
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5x10
Intens.

S89



Meas. m/z # Formula Score m/z err [mDa] err [ppm] mSigma rdb e¯  Conf N-Rule
335.9614 1 C 10 H 8 I N 3 Na O 100.00 335.9604 -1.0 -2.9 37.3 7.5 even ok
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