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Elemental Composition from Investigate
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Select ,,Mass Measure"
from Drop Down and hit
,Start". This will center
the data.
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G ~ [Home» Spectral Analysis

Item name: test ~ Channel name: 2: Average Time 2.252% min : HD TOF MSe (50-1000) 6eV ESI+ : Centroided : Combined
Item description:
8.28e3
8e5
33195702
32095801
Te5
f25- :| Composition i-FIT Confidence (36)  m/z RMS (PPM) | Intensity RMS (%) | Predicted m/z | m/z errore.
F ro n.] d ro d o W n 0 u c. _ih C12H9BFNO2S 28.265800 0485489 2527244 329.959417
p y r c C12HBCIZN30Z 18572386 1423428 4.822829 329.959836
gl
D | - t | t' HI11BrFNF2Z 12372729 4445135 5.062737 329.960630 -
get elemental compositior
4 C11IHTBFZN3P 8593609 2809144 5.601852 329.86017% -i
u 5 C10H3BrF3NS 5462471 1212455 6229747 329.859669 -1
£
é 6 C15HBBrNOS 5.220636 2243201 6.767377 329958274 z
g 125 7 C11HEBMNOE 4628315 4795753 6.177112 329.860776 -
£
% g C11HSCI3FZNP 3458180 3448667 7.017792 329.857902 4
a C10HSCI3F3M3 2.01861% 7.020057 7.605701 329.857391 5
10 CI10H13CIZNOS3 0.788541 3.845951 16.086219 329.960308 -2
3e5
118 CSHTCISFN303 0715214 4195810 8.405878 329.860979 -z
12 C8H10B-FZNO3S 0.689583 3860844 8.056010 329.860560 -2
13 C10H10CI2FNO252 0417822 3.259786 18.799034 329.958680 1
2e5+ 14 CSHTBrF3NO4 0362388 26580226 10.760100 329.958332 z
15 CTH4BrNTO4 0.347532 3.691361 10.772157 329.858091 3
16 C7H12BrN30352 0.259819 5.30051% 10.802830 329.857622 4
33295054 17 CEHSBrNIOP 0.235821 5361724 11787227 329.861082 -z
1000004 330.96226
13 CBH13BrN5PS2 0.220027 3.701045 11.759636 329.960613 £
32637712 32724945 333.95530 19 C10H12CI2FNPES 0207110 1767301 22200793 329.959953 -
324.25333 20 C13HSCIZNOSZ2 0.203087 6443415 23.298264 329.857537
| 32321053 32919358 L 33520767
o R R Y N L N W el T K|
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Item name: test  Channel name: 2: Average Time 2.2529 min : HD TOF MSe (30-1000) 6eV ESI+ : Centroided : Combined #
Item description: Clperations
8.28e3
[ Elemental compaosition
8e5
33195702 Selected data:
329,95801 test - 2: Average Time 2.2529 min : HD TOF MSe (50-1000) 6eV ESI+ : Centroided : Combined
Te5
N = i"\
6e5 Compition
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ed elements: | CH N OPSF |Se|ect elements. |
ed adduct: | +H | | Select adduct.. |
5e5
< al adducts charge: 1
E ctron state: / Even =
S e —
%-. 45 inimum DBE: -15
4 JE
% S I t k fMaximuE DBE: 50
elect a peak ofnterest,....... &
set the respectivies s 3
parameters and start:
[FTUsE TarbonrHydrogen ratio filter
Use Carbon/Hetero-2 ratio filter
2e5 Use multi-atom filter
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| Composition i-FIT Confidence (%) m/z RM5S (PPM)  Intensity RMS (%) | Predicted m/z | m/z error (PPM) | m/z error (mDa
il C9HIBrMNSPS 10.369674 5.593200 0.904269 329.557242 5.0705970 Le6s
2 C11HBBrNOE 10.079793 5.5382455 1911720 329.960776 -3.673626 -1.566
3 CI10H3BrF3N5 9.710929 2.081564 2.600679 329.959669 -2,307588 -0.7550
4 C1IHSCISFZMP 8.657239 4691561 3.165564 329.9574902 3.064550 10082
5 C10HBBrF4NS 2467439 £.224048 1.840497 329.556572 5.851004 15378
2] C11HTBF2N3P 2.070%64 3.627996 3104649 329.560179 -3.859192 -1.2694
F) C10HECI3FING 7485479 £.256426 3.353595 329.557391 4616555 15186
g CBH2ZCISNG 6992738 7.240700 3.355763 329.857151 5.348165 17582
9 C12HeBF2ZNO3 5801215 5.291670 3.751791 329.557189 5.232326 17211
10 C1ZH11BFNP2Z 5.712658 5.236848 3.915725 329.960690 -3.410796 -1.7798
11 C12H9BrFNOZ2S 3.975318 1.284036 4464680 329.955417 -1.540716 -0.5068
12 COH10BrF2NO3S 2778192 46825913 4506031 329.960560 -2.014248 -1.64%98
13 C12H&CIZMN302 2242041 1.965456 £.278371 329.559836 -2.815126 -0.5260
14 COHTBrFINDCY 10488493 1.868986 6276701 329.858332 1.758085 0.5783
15 CTH4BrNTOS 0.999504 2.97%098 £.200435 329.558091 2488665 0.8188%
16 CTH1ZBN30352 06522493 4537529 £.908732 329.857622 3.915214 12879
17 CE6H13BrN5PS2 0372045 4570798 7.858683 329.560613 -5.176304 -17027
18 CTH14BrN30OP2S 0304366 0795774 8167526 329.558895 0.045134 Q0148
19 CTHA4BrFANS0 0.2B6E51 5465825 8.365676 329.960812 -3,75181% -1501%
20 CS5HBrFM110 0.2866812 4763308 8.379583 329.960571 -3.050248 -l861
5 Gn
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