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synthetic opiates, such as fentanyl.1 The structural diversity of
fentanyl complicates this public health crisis because as many as
1400 analogs are known to date.2 Forensic toxicology laboratories

software was used to calculate the original concentrations in the m/z 105.0699

urine samples based on the in-vial concentrations and 5-fold

ABSTRACT RESU LTS Detection of novel fentanyl analogs using Molecule The Molecule Profiler module also identified several novel fentanyl
Profiler module in SCIEX OS biomarkers that were not found during library searching due to their

This poster describes a high-throughput method that enabled the Preliminary analysis of fentanyl and analog composition ab§enpe from the SCIEX NIST.2017 MS/MS library (Figur.e 6). An
simultaneous quantitation and both targeted and non-targeted in urine samples The Molecule Profiler module of SCIEX OS software was used to oxidation product of fentanyl with m/z 353.2224 was consistently
screening of fentanyl and its analogs in a single injection of urine search the dataset for potential precursors that shared the common observed in many of the urine samples at 2 retention times (5.41
samples. Using the X500B QTOF system, SWATH data- Urine samples were pre-screened to determine the composition of fentanyl fragments, m/z 105.0695 and m/z 188.1425 (Figure 4). and 7.11 minutes). Using the structural *.mol file saved in Molecule
independent acquisition (DIA) collected MS/MS data for spectral fentanyl, fentanyl analogs and other drug compounds using a This analysis assumed that additional, novel fentanyl compounds Profiler to search on PubChem, these 2 biomarkers were identified
matching against the SCIEX NIST 2017 MS/MS library and solvent-based calibration to estimate their relative concentrations in also shared these common fragments. as w-hydroxy f“entanyl and  hydroxyfentanyl. Both compounds
metabolite identification using the Molecule Profiler module of each sample. Quantitation was performed based on the TOF MS were listed as “fentanyl-related substances with no known
SCIEX OS software. peak areas. Fentanyl and acetyl norfentanyl were detected in most legitimate uses” in the International Narcotics Control Board
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Sample preparation:
Frozen urine samples were thawed, vortex mixed, allowed to settle

CONCLUSIONS

Preliminary analysis of fentanyl and analog composition
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and then diluted 5-fold with 1:1 (v/v), methanol/water for LC-MS/MS : :
analysis. In urine samples ; |
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Mass spectrometry:

The X500B QTOF system was used in positive electrospray Integration of the Molecule Profiler software with SCIEX OS
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