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Clonitazene [Benzimidazole Opioids] L3 Tools ~ ~

Property Value Specify item name and library

Item type Compound

Pas
Item description Load structure
IUPAC name Delete structure
N

Remove explicit hydrogens

Formula C20H23CIN4O2 Viewer properties
Hill formula C20H23CIN4O2
Average molar mass 386.8752
N
Monoisotopic mass 386.1510
Item tag - | /
o}
15/C20H23CINAO2/c1-3-23 ~N N+ N

(4-2)11-12-24-19-10-9-17(25

InChi (26)27)14-18(19)22-20(24) [l
13-15-5-7-16(21)8-6-15/
h5-10,14H,3-4,11-13H2.1-2H3 o}

cl

E2.BE XFEHRMMA FRAYNEFEFHRBMRF R, AILUAMIMAEMOLXHEN ( “MNMELEH
7)), WALRERNENFSESRIRE, ARAM ( WERT) .

FERATERE: BIIHERDVERHAITERE

MNERFHUBBFNRERE, HELESEFREMOLXHLEMBESIEREBILHAET, SatEERIEERFTM
RENERBFHETLE, BESXMMNERBINSTRA KL 5 K851, B3R T waters_connectZB53 4
ENH LREMRMNITENENERTRA, BRAZYMENREESFEEEPUZEREET, WNFRFL
B &Mk, SREEMEERIRTET RRMMETNFEN, XEFLEMBwaters_connectBaEI4ER, HUBEBEFH
2 5 = AE 2 PUE E A IR A8 X BX.
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N-Pyrrolidino Etonitazene [Benzimidazole Opioids] (&) L3 Tools ~ -
Property Value
Item type Compound
Item description
IUPAC name
Formula C22H26N403 N
Hill formula C22H26N403
Average molar mass 394.4668
Monoisotopic mass 394.2005
Item tag
15/C22H26N403/ J@[ N
€1-2-29-19-8-5-17(6-9-19)
nchl 15-22-23-20-16-18(26(27)28)
7-10-21(20)25(22) - /
14-13-24-11-3-4-12-24/ 0
h5-10,16H,2-4,11-15H2.1H3 e ¥ N+ N
Il
0]
(0] ‘—\
Detection results
Add Edit Delete
Priority Intensity Neutral Mass (Da) | Adduct Charge | Fragmentation type Expected m/z Observed RT (min) lonization technique Detail type
& Detecti ial no: YGAD161 (6 items)
| 1 3942005 +H 1 | None 395.2078 6585 ESl+ Mse
2 82813424 C6H12N <D 98,0964 6585 ESl+ Mse
3 10241681 CTHTO cip 107.0491 6585 ESl+ Mse
4 5996586 COH110 o 135.0804 6585 ESl+ Mse
5 1656833 C18H18N20 oo} 2781414 6585 ESl+ Mse
6 620821 C14H17N402 cD 273.1346 6585 ESl+ Mse
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BSWRAENHD, ZMm/zESBRRATRABNAER, ESBRTTHRANSH, ME, TtRAEAMRNBER
BREMNE—MRZSFREBHERFEEEETIRP. XEEERLIKBwaters_connect##EZE, HAILIKE
ChemSpider (SN1REHETHEEM) . ChemSpideriEREFRME5CAIR.
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Discovery ~ B
Parameters Parameter preferences v ~
Discovery  Elemental Composition ~ ChemSpider  Fragment Match
Elemental Compasition Search
Minimum i-FIT Confidence: @® ChemSpider O Scientific Library
Number of compositions: 5 Minimum citations:| 0
Number of hits: 50
‘ © start ‘
Discovery ~ B
Parameters Parameter preferences + ~
Discovery  Elemental Composition  ChemSpider  Fragment Match
Composition
Ao S e m/z Tolerance: 2 mba Use Senior rule
1 I Use Carbon/Hydrogen ratio filter
Select cloments.. || Use formula from parent. Electron state: Even ~ e S T
Use muiti-atom filter
Selected elements: C,H,N, 0,5, Cl, Br Minimum DBE: -15
Maximum DBE: 50
Adducts
Number of
I Automatic adducts selection isctopes before” 1D
selected peak:
Selected adduct: +H
Number of 3
Total adducts change: 1 isotopes to use:
© start ‘ 2]
Discovery ~ g
Parameters Parameter preferences = ~
Discovery Elemental Composition ChemSpider Fragment Match
ilable fibraries: Selected libraries:
aber FDA UNI- NLM
Accela Chembio E
Acros Organics
Actvate Scientfic E]
ACToR: Aggregated Computational Tovicology Resource |
‘ ® start
Discovery
Parameters Parametar preferences + ~
Discovery ~ Elemental Composition ~ ChemSpider  Fragment Match
Use smartsScores  Multiple: 4 Alpha: H DBE minimum: | -1.5 hode: Automatic -
Phenst: 8 Other: 1 Hyerogen difference: | 6 DBE masimum: | SO
Filter peaks by intensity
Aromatic 6 gonds 4 Allow scores below: 8 Neutral on v Numberof pesks: 0
Ring 2 Hetero: 05 Delta (mDa): 2 Hpenaty 0
© start ‘
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BhrBFLESH.

AEFHEE, HMHRERTEESFPEENKEREAREL D #HITEBRIE. E6RT T ERESA~DRFARE
SWETNAEFRFENER

Results (3 found)

Component Name m/z Elemental Composition | i-FIT Confidence (%) | Common Name Fragment Matches

1 | Candidate Mass 411.239066 411.2400 C23H30N403 38.00 N.N-Diethyl-2-[2-(4 5-nitro-1H. imi 1 i 78

78 3
l ] Assign j

Information »
N,N-Diethyl-2-[2-(4-i aQ

Synonyms oo
1 | 1H-Benzimidazole-1-ethanamine, N,N-diethyl-2-[[4-(1-me 0.\ 411.240%
1e8 S

2 | N.N-Diethyl-2-[2-(4-isopropoxybenzyl)-5-nitro-1H-benzin < S

3 | N.N-Diethyl-2-[2-(4-isopropoxybenzyl)-5-nitro-1H-ben: J <J

4 | N.N-Diéthyl-2-[2-(4-isopropoxybenzyl)-5-nitro-1H-ben: ] /!

5 | 14188-81-9 :

6 | N,N-diethyl-2-[[4-(1-methylethoxy)phenyl]methyl]-5-nitro J(\:[ ; la12.244%

” 473.162"
107.049°
<3 475.161%
/
0111
ey ¢ msor smis 91174
Sﬁ” 201.047* < <1
gl L9 Lo L
50 100 150 200 250 300 350 400 450 500

Mass [Da]
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ik E R S B95RE E 7t
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FARE B EZESEFHRMSTHE RS RS waters_connect RET —RIIRH DKM /K AR, ABME
FAREZNVEIRIER T SIEMEN B EXB FHEENREE L. HiERwaters_connectEBEFEMFEEMET
TERIZRIEMSEEIE, HAIRKA B FRRhEERINNSEER FIERT 7418, thid, NARKEIEHMFTIAS
BEHFRUH AT TIERR.

SEZEN

1. M. Wood.The Utility of MSE for Toxicological Screening; Waters Application Brief. 720005198.20224
3R.

2. HRMS Forensic Toxicology Screening solution media available at Forensic Toxicology Application
Solution Media by Waters | Marketplace <https://marketplace.waters.com/apps/159226/forensic-

toxicology-application-solution-media#!overview> .

8~ m
ACQUITY UPLC I-Class PLUS%%t <https://www.waters.com/134613317>

Xevo G3 QTofRi%{X </nextgen/cn/zh/products/mass-spectrometry/mass-spectrometry-systems/xevo-

g3-qtof.html>
UNIFITREF &2 R 5% <https://www.waters.com/waters/nav.htm?cid=134682903>

waters_connect <https://www.waters.com/waters/nav.htm?cid=135040165>

720008036ZH, 202394

/N
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