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A putative identification can be made for an unknown compound based on the
mass spectral interpretation of accurate mass data. After the elemental composition
of the molecular ion was determined below, ChemSpider was launched directly
from ChromTOF-HRT® brand software to search for compounds matching the
chemical formula assigned. Of the 16 results in the database, only two compounds
had an appropriate structure that corresponded with the observed mass spectrum.
Note that they are positional isomers.

ChemSpider

Collect electron ionization (El) or chemical ionization (Cl) data in high resolution
(Resolving Power = 25K FWHH) or ultra high resolution (RP = 50K FWHH) mode at
an acquisition rate of up to 200 spectra/second. Combines LECO’s market-
leading GCxGC technology with high resolution time-of-flight mass spectrometry,
all in one integrated platform and software package.

Search and share chemistry

Found 16 results
Search term: C8H4Br2N202 (Found by molecular formula)

ID Structure Molecular Formula Maolecular Weight # of Data Sources w # of References # of PubMed # of RSC
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13789183 m CsHaBraN202  319.9376 5 5 0 0
+ J

B

- H .
13789325 "'W CaH4BraN203 319.9376 1 1 0 0

Analytical Conditions:
Primary Column: 30 m x 0.25 mm x 0.25 um film (Rtx-200)
Sec. Column: 0.6 m x 0.25 mm ID x 0.25 um film (Rxi-5ms)
Sample: 1 uL cold splitless 250°C
Column Flow: 1.0 mL/min
Injection Temp: 55°C --(300°C/min) - 250°C
Oven Temp: 35°C (4.0 min)--(5°C/min)
-300°C (3.0 min), Total: 60 min
Secondary Oven: +5°C
Modulator: +15°C Modulation Period: 3 s
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throughout the chromatographic run to enhance the mass accuracy with post-

acquisition mass calibration. If the TOF drift correction is stable throughout the run, Expected - Observed  Mass Accuracy
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Industry leading High Resolution Deconvolution® (HRD) identifies chromatographic _ = & 0 %
peaks automatically. In this swimming pool treated with bromine as the - ‘1” “‘[ ‘]1
disinfectant, more than 10,000 individual chromatographic peaks were indicated; 0 —— L  — 1l . — - | ik |
more than 10x the number of peaks detected in the 1D chromatogram. About 3% M/Z 50 100 150 200 250 300 350
of the peaks had a library similarity score greater than 850 and a mass accuracy 2 pagk Fim:l'mg
ppm, indicating that the large majority of the peaks in the sample were unknowns.
Analytical ion chromatogram (AIC) showing only the peaks that were classified as
containing 2-Br, defined by the spectral filters (almost 500 peaks). Notice how even

though the TIC is extremely complex, the AIC shows high quality chromatographic
peaks determined automatically by the software. If we select a peak, in this case ‘

one of the most intense peaks by area, we can view the deconvoluted mass

spectrum and library search results. Notice the high quality of the mass spectrum Filt
from a very complex region of the chromatogram. HLET
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A compound class(es) may be identified by leveraging unique features in its mass
spectrum; e.g. accurate mass, isotope pattern, and/or fragmentation pattern.
Spectral peak filters were designed for Br,, Cl,, Br,Cl,, and | containing compounds;
wherex=1to5andy=1to 7. The I*ion was targeted using m/z 126.9039 + 5 ppm.

Spectral Peak Filter for Br, compound:

Intensity of Any Monoisotope is > 100
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AND ServeOpen Fiters i e compared to the tap water used to fill the pools. Also, the tap water treated with Class
Abundance of Any Monoisotope is < 58% of abundance G = chlorine had more chlorinated compounds than the untreated raw water [1]. S-IJFI'IFI'IEIF}I'
= I b
of Any Monoisotope £ m/z 1.9979+0.0015Da " = i
AND 4 " PeakType | PeakProperties | Chiorine/Eromine | Spectral | B 2 RaW Water —— 2-Raw Water 2-C| Ta p Water 2-Cl Tap Water
. H Save Fitter Set :[fplaﬂhehnowmgmesinthe R | Ll L ]Lu':rl':r: = Class Area % Class Area %
Abundance of Any Monoisotope = m/z 3.9985+0.0015Da ' Bt e et " ssc 8 s 0
is > 42% of abundance of Any Monoisotope = m/z 1.9979+0.0015Da A Brcl 0.015 Brcl 0,692
AND gl Peak Type ] Peak Properties [ Chloring / Emnun_l_;*'} Spectral | [ ;:E“ka:“;::;:”‘a”"““ E:i g E:i 0'04(5)
Abundance of Any Monoisotope = m/z 3.9985+0.0015Da | | Buid Statemerts: —_— o " = e
is < 56% of abundance of Any Monoisotope = m/z 1.9979+0.0015Da Tioe: [ e P 52 c o0ie T .
AND Cl4 0 Cl4 0.265
== CI5 0 CI5 0.112
Abundance of Any Monoisotope = m/z 1.0028+0.0015Da e— - S e : e :
Is < abundance of Any Monoisotope . 002 . pocs
r2Cl r2Cl
AND | il . e O -
Abundance of Any Monoisotope = m/z 5.9937+0.0015Da 2ce Vass Tl T I et = : o o
is < 2% of abundance of Any Monoisotope = m/z 1.9979+0.0015Da o Ll - o Urcossified  soe Unclassified 90882
AN D Statements: . f 3260 Total 100 Total 100
Intensity of Any Monoisotope + Br+0.0015Da is < 20 T R ~|[ anD/OR
AND .E‘N;'-"Dbundanc:e of Any Monoisctope is > 44% of abundance of Any Monoisol| = | & | z—laB:SAverage Us:rl(::t;)i i]aB:SAverage Us:rI;:t:/loh
Intensity of Any Monoisotope + Br2+0.0015Da is < 20 Mesbaes it el sa e e tiaby N o oo ora -
AND Abundance of Any Monoisotope +m/z 3.995820.0015 Dais > 42% of at T BrCl 2123 BrCl 0.313
AND righ i Br3 3.437 Br3 2.761
In’rensﬂy of Any Monmso’rope + Cl£0.0015Da is < 20 Abundance of Any Monoisotope +m./z 3.9358+0.0015 Dais < 56% of at = |W| Er: 12.;3 zrézl 2.122
AND g " ' Br5 0r007 Br5 . 0
| . fA M . C|2+O OO]5D . 20 Cl2 0.391 cl2 0.056
ntensity or Any Monoisotope + *+0. ais < [IJ |m] a2 0.9 a3 0z
CI5 0.218 CI5 0
- | . |
a7 oo . Y ar ;
o aae o 156
. . ] Br2Cl2 0.008 Br2Cl2 0
Create a classification table for the compound class(es) that the spectral peak filters were 17 o0ss ez o0rs
designed to identify, inserting the appropriate filter into the properties option for the class. One or Brci3 0.047 BrcI3 0.022

53.694 | 79.304

more summary columns may be added for each class. i.e. XIC, BPI, or TIC. In this case, the 3 ot 2050 | | ot 1060 [
summary will be based on the total area of all of the ions in the deconvoluted (peak true)
spectra for all of the chromatographic peaks of each class. -
'
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