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HRMS spectrum of 2-((4-bromobenzyl)sulfonyl)benzo[d]oxazole, 6h
Espectro experimental

Intens. ] herrera_repeticion_2Br-CF3.d: +MS, 20.5-20.7min #1225-1238
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Spectrum View - herrera_repeticion_2Br-CF3.d

Intenss- +MS, 20.5-20. 7min #1225-1238
x102]
3739470 375.9452 .
Espectro experimental
1.01
Simulate Isotopic Pattern d
Molecular formula: | Cq4HgBryN; 035,
Charge: 1 = M+rMa ~
neutral
o m/z 381.2973
Monoisotopic: 350.956475 373.945697 374,9480 376.9457
Average: 352.202943 375.192164
3711625 377.9415 382.3000
MNominal: 351.000000 374.000000 N j‘\
Width (FWHM): 0.0958 5| Intens.: 2000 % B70 372 374 378 378 380 382 mjz
3 nent M5 uv
_ Replace simulated mass spectrum r
Cor |
QK C | Hel
Int - Apply IE= e - Cy4H1pBriM10351, M+nMa, 373.9457 | A
1+
375.9437
20004 373.9457 o
Espectro simulado
1500 1
1000
5001 1+ 1+
374.94987 376.94966 i
j A A 377.9423
0 TAY M
366 368 370 372 374 376 378 380 382 myz
2|z O [Ims [ Individual Axes [ Overlay Details  List Windows: |1 =

\Dverlaid }'\List f
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Spectrum View - herrera_repeticion_2Br-CF3.d B
SmartFormula Manually - * eI L e AR P
3739470 S
Lower formula: |Br,Na; S Espectro experimental
Upper formula: Help
[Br 1-n, Na 1, 5 1 |
Mote: for m < 2000 the elements C, H, M, and O are considered implicty.
Adducts, pos. | M+ v | [collect adducts
Adducts, neg. | M-H v| 351.2973
374.9480 376.9457
M d 373.947 Tol ¢ | 10 Charge: [1 =
easured m/z olerance ppm * arge I 82,3000
Meas. mfz  # IonFormula mfz err [ppm] mSigma % Sigma  Score ™ 3::'4 37:"6 31:'8 SBIU 38|2 m/z
373.9970 1 CI14H10BrNMNaO35  373.9457 3.6 18.5 1 100.01
2 C11H14BrNMa0352 373.9491 5.4 0.4 2 3b.8
3 CTHI0BrN Ma0s2  373.9464 1.8 48,2 3 &arLH % |
4 CSH1SBriNaZ03s? 373.9467 1.0 496 4 764 - C1aH10BriN10351, M+nNa, 373.9457 A
5 C7H13BrN3Mad02s 373.9497 -7l 55.9 5 13.5 3?31;-45? 375.9437
6 CS5HAEBrNoNa3s 373.94994 -6.4 56.6 5] 16.8{ v
< > :
Espectro simulado
[J automatically locate monoisotopic peak  Maximum number of formulae
Chedk rings plus double bonds Minimum Maximurm
Electron configuration even v
’ ) - . ) . 1+ 1+
Filter H/C element ratioc  Minimum H/C: l:l Maximum H/fC: 374.9487 375.9465 "
Estimate carbon number Generate immediately J EWR“H v
Copy to SmartFormula Parameters Show Pattern 374 376 373 380 382 mfz
%

Y, Overlaid ,)\List !
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HRMS spectrum of 2-((4-(trifluoromethyl)benzyl)sulfonyl)benzo[d]oxazole, 6¢
Espectro experimental

Intens. herrera_repeticion_2Br-CF3.d: +MS, 24.5-24.7min #1465-1479
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Spectrum View - herrera_repeticion_2Br-CF3.d

Intens. +MS, 24,5-24, 7min £1465-1479
xl[]s_
3640234 .
365. 1063 Espectro experimental
1.25]
1.007 ate Patte »
0.757
Molecular formula: | CqgHqpFaMN; 025,
0.50] | Charge: 1 o M+nMNa ~
neutral myz
0,251 cotooic: 366.1081
Monoisotopic: 341.033349 364.022570 +e5.1559 67,2443
- Average: 341.305361 364.284582 -
' Nominal: 341.000000 364.000000 2 363 364 365 366 67 m/z
¥ |52 - = B uy
M ~| Width (FWHM): 0.0958 |2 Intens.: [2000 3| [ )
C““"’“"_;q Replace simulated mass spectrum F % |
Intens. - CysH1gF3N10351, M+nNa, 364.0226| ~
0K Apply Cancel Help
2000 ] 64,0226
Espectro simulado
1500
1000
1+
500
I65.0256 .
j’\ 366.0214
; T v
360 361 362 363 364 365 366 367 m/z
2|z O [Ims [ Individual Axes [ Overlay Details  List Windows: |1 =

\Dverlaid }'\List f



Instituto Superior de Investigacién, Desarrollo y Servicios en Alimentos
Secretaria de Ciencia y Tecnologia - Universidad Nacional de Cérdoba

by

ol

Spectrum View - herrera_repeticion_2Br-CF3.d | % |
+HMS5, 24.5-24. Tmin #1465-1479
SmartFormula Manually — X
36408234
i 365.1063
Lower formula: |F4Na,SqN, Espectro experimental
Upper formula: |S,Na, Help
|F 10, N 1, Na 1-1, 5 1-1 |
Mote: for m < 2000 the elements C, H, M, and O are considered implicitly.
Adducts, pos. | M+ v | [ collect adducts
Adducts, neg. | M-H - |
366, 1031
Measured mfz | 364.0234 Tolerance: | 5 - Charge: | 1 = ’
/ ppm 9 I: 353, 1899 ﬁfL 367.2448 68,4263 J09.1494
e e LN e
zas.mfz  # Ion Formula mfz err [ppm] mSigma  #Sigma  Score  rdb 354 366 368 m/fz
364.0234 4 CH2F3N1MaS 364.0244 -2.8 48.8 4 3874 7.5
2 C3HSF2M13Ma035 3640219 -4.0 46.4 2 4683 6.5 = |
5 C3HSFaM11MaS 364.0247 -3.4 48.8 5 3353 35
3 CSHEFSNTMaO3S  364.0222 3.4 464 3 5452 2.5 1+ C1sH10F3N10351, M4nla, 364.02261 A
& CSHEFINSNaS 364.0249 41 489 & 2871 0.5 354.0226
1 CEH13F2MN3Ma095s 364.0233 0.3 45.2 1 100,00 0.5 ESpeCtrO Slmu|ad0
7 CTHIF2NTMNaO55  364.0246 -3.3 56.9 7 3992 55
9 C9H12FN3MaO3s  364.0221 -3.5 60.8 9 3387 4.5
8 CO9H12F5NNaO55 3640249 4.0 56.9 8 34.25 1.5
10 C10HBFNTMa04s  364.0235 -0.2 72.5 1 4103 9.5
12 C1IH4FN11MaS 364.0245 -3.9 84.3 12 1269 145
11 C12H11FNMaO4s  364.0237 0.9 72.5 11 36,96 5.5
13 C13H7F4NS5SMas 364.0250 4.5 84.4 13 0,78 10.5 36513—256
C15H10F3NMa03s 364.0226 A\ 36613-214
< > Vi W
364 356 358 m/z
[] Automatically locate monoisotopic peak  Maximum number of formulae 500 :|
Check rings plus double bonds Minimurm - Maximum -
C Calibration




