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INTRODUCTION RESULTS AND DISCUSSION
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common components of AFFFs that are currently in use is the starting point to assigned and used as a means to support a potential identification (Figure 5). o [ ——— ot et : N
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compartments. In this work, seven AFFF mixtures were analyzed using LC-QTof ey [
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4 'S' E. 253818 ? Syronyms
M ETH 0 DS scores Comp[l] e Comp[zl colored by AFFF 010 '%1 L] I S ;ESS__E 2461012161522 25-Monaoxabeptacosan-27-ol . - Ejélﬁo/
15000 ' £ 33 - Z 2451012161522 25-Neraokareptacosan-27-l 15257
- . . . . . F 3239-‘-&1;::-.‘- ~303873 ~ 333282 3 2451012161522 25-Mornaoxabeplacosan-27-cl '*_E'
Data was acquired using alternating high and low collision energy states across - A 8 1e6]
the full analytical mass range (data independent), such that product and tooos | . ’ ]
fragment ions were simultaneously generated (MSF). Samples were diluted in . Al balhala ‘ s £oses]|
methanol and chromatographic separation performed using an existing liquid e A o 3 e e
chromatography method for the analysis of perfluorinated compounds. S = ol R ~———
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retention time conservation and repeatability of analyte response is particularly v ey a1l
important in experiments involving non-targeted analysis, and the system was o |
assefsed using a S_Olvent st_andard mixture of compounds. Electrospray pOSI.tlve 15000 0151 Figure 5. Proposed ID for marker prominent in AFFF 1, and also present in AFFF 4. Pool samples also indicate the
(ESI_) an_d_ nggatlve (ESI") modes were acquired Sep_arateW- Ra ndqml_zed Wi st e presence of the marker, as expected. Discovery Toolset, a feature within UNIFI software, uses a combination of ele-
multiple injections of the seven mixtures were subjected to a Principal L mAgepieete | o] . mental composition proposals, theoretical isotopic distribution comparisons, ChemSpider searching and fragment
Component Analysis (PCA). All data was acquired and processed using UNIFI 1.8 e St rrrrrr T matching based on proposed structures. Markers were submitted as a batch and searched using this approach. Yel-
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