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Sufi I (Waters T Library [POS wat ect_ UNIFLv1]) (&)
Property Vialue
ftem type Compound

itern description

IUPAC name

Formula

Hill formula
Average molar mass
Manoisotopic mass

Itern tag

InChi

Detection results «

M-[4- fmeihor,me hil-1-[2-
(thiophen-2-yijethyi]
piperidin-4-yi]-N-
phenylpropanamide

C22H30N202S
C22HI0N202S
386.5508

386.2028

Analgesic, Narcotic. Opioid -
synthetic
15/C22H30N2025/c1-3-21(25)
24(19-8-5-4-5-3-19)22
(18-26-2)12-15-23(16-13-22)
14-11-20-10-7-17-27-20/
h4-10,17H,3,11-16,18H2,1-2H
3

Mol 14

L3 Teols

Priorlty Intensity  ~|Formula  Neutral Mass (D3)  Adduct  ~ Charge ] Fragmentation type Expected miz Observed BT (min] Expected RT (min} | lonization technique Detail type
8 Detectionreuit ATAmEnt mocit Unkncurn, ncrument srsl s Manualy crested, Crested by ukngaken an May 15,2023 (g gme
mported from Fxcel

1 3862028 +H 1 l None 387.2101 7.780 ESI+ MSe

2 I aln] 238.1261 7.780 ESI+ MSe

3 I cp 111.0263 7.780 ESI+ MSe

4 I [a]s] 355.1839 7.780 ESI+ MSe
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Component Summary ~ i%# R

A Component name Formuls identification status Observed m/z Mass errar (ppmi Isotope Match P o i g P
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Discovery ~
Parameters

Discovery El | € itis Ch

Composition
Automatic elements selection

Select elements... | | Use formula from parent...

Selected elements: €, H, N, O, 8, Cl, Br

Adducts
Automatic adducts selection

Selected adduct: +H

Total adduets charge: 1

|
' Results (3 found)

Component Name miz

1 | Candidate Mass 411.239066
1

Assign

Information

Elemental Composition

4112400 C23H30N4O3

m/z Tolerance:

Electron state:

Minimum DBE:

Maimum DBE:

Number of
isotopes before
selected peak:

Number of
isotopes 1o use:

NN-Digthyl-2-[2-{4-isopreponybenzyl)-S-nitre-1H-benzimidazal-1-yllethanaming

o=z

Intensity [counts]

Fragment Match

FIT Confidence (%)

B
Parameter preferences ~ ~
2 mDa B Use Senior rule
B Use Carbon/Hydrogen ratio filter
Even Bl Use Carbon/Hetero-atom ratio filter
15 B Use multi-atom filter
50
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3
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iR H AN,

—

. Plumb R, Johnson K, Rainville P, Smith B, Wilson I, Castro-Perez J, Nicholson J. UPLC/MSE; a new
approach for generating molecular fragment information for biomarker structure elucidation.Rapid

Commun.Mass Spectrom.(2006) 20: 1984-1994.

2.Ni S, Qian D, Duan J, Guo J, Shang E, Shu Y. UPLC-QTof/MS-based screening and identification of the
constituents and their metabolites in rat plasma and urine after oral administration of Glechoma

longituba extract.Journal Chromatogr.B (2010) 878: 2741-2750.

3. Hernandez F, Bijlsma L, Sancho JV, Diaz R, Ibanez M. Rapid wide-scope screening of drugs of abuse;
prescription drugs with potential for abuse and their metabolites in influent and effluent urban wastewater by

UHPLC-QTof-MS.Analytica Chimica Acta (2011) 684: 96-106.
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4. Nayan.S. Mistry, Lisa Calton, Jane Cooper.Accurate Mass Screening and Discovery of Benzimidazole

Opioids with the Xevo G3 QTof.Waters Application Note. 720008036. 2023.

5. Goshawk J, Wood M. Evaluation of ion ratios as an additional level of confirmation in accurate mass

toxicology screening.Waters White papers.720005866 <
https://www.waters.com/waters/library.htm?cid=511436&|id=134922443&Icid=134922442> .2016.
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