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Property
Item type

Item description
IUPAC name

Formula

Value

Compound

C20H23CIN402

L3 Tools ~ A

Specify item name and library
Edit structure

New structure
Paste cture
Load structure
Delete structure

Remove explicit hydrogens
Viewer properties

Hill formula C20H23CIN4O2 /J
Average molar mass 386.8752
N
Monoisotopic mass 386.1510
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Property Value
Item type Compound
Item description
IUPAC name
Formula C22H26N403 N
Hill formula C22H26N403
Average molar mass 3944668
Monoisotopic mass 3942005
Item tag
15/C22H26N403/ N
€1-2-29-19-8-5-17(6-9-19)
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Detection results +
Add Edit Delete
Priority Intensity Formula Neutral Mass (Da) | Adduct Charge | Fragmentation type Expected m/z Observed RT (min) lonization technique Detail type
& Detecti (GAD161
| 1 250225856 3942005 +H 1 None 395.2078 6585 ESl+ Mse
2 82813424 C6H12N D 98.0964 6585 ESl+ Mse
3 10241681 C7H7O ap 107.0491 6585 ESI+ Mse
4 5996586 C9H110 <D 135.0804 6585 ESl+ Mse
5 1656833 C18H18N20 <D 278.1414 6585 ESI+ Mse
6 620821 C14H17N402 <) 273.1346 6585 ESl+ Mse
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Discovery + o}
Parameters Parameter preferences ~ ~
Discovery Elemental Composition ChemSpider Fragment Match
Elemental Compaosition Search
Minimum i-FIT Confidence: ® ChemSpider (O Scientific Library
Number of compositions: 5 Wanimum citations: | 0
Number of hits: 50
‘ ® start ‘ 2]
Discovery v E]
Parameters Parameter preferences ~ A
Discovery  Elemental Composition ~ ChemSpider  Fragment Match
Composition
L —— m/z Tolerance: ) mDa Use Senior rule
o B Use Carbon/Hydrogen ratio filter
Seloct cloments.. || Use formula from parent. Electron state; En v PO ———
Use mutti-atom filter
Selected elements: C,H,N, O, S, Cl. Br Minimum DBE: A5
Maximum DBE: 50
Adducts
Number of
4 Automatic adducts selection isctopes before 0
selected peak:
Selected adduct: +H
Number of 5
Total adducts charge: 1 isotopes to use:
® start ‘ "
Discovery ~ =]
Parameters Parameter preferences ~ A~
Discovery  Elemental Composition ~ ChemSpider  Fragment Match
Available Boraries: Selected libraries:
aber I FDA UNII- NLM
Accela Chembio
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ACToR: Aggregated Computational Tovicology Resource |
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[ UsesmartsScores  Multiple: 4 Alpha: 5 DEE minimum: | -1.5 hhode: Automatic -
Phenyt 8 Other: 1 Hydragen difterence | 6 DBE masimur: | SO
Filter peaks by intensity
Aromatic 6 Bonds & Allon scores below: 8 Neutral on v Numberof pests: 0
Ring 2 Hetero: 0.5 Deita (mDa): 2 Hpensty 0
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Component Name m/z Elemental Composition | i-FIT Confidence (%) | Common Name Fragment Matches | Predicted Intensity (%) ~ | Citations
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N " L
W
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5 || 14188-81-9 :
6 | N.N-diethyl-2-[[4-(1-methylethoxy)phenyl]methyl]-5-nitro /@: ; 1412.244°
|| 5:0508:1HO 473.062*
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1. M. Wood.The Utility of MSE for Toxicological Screening; Waters Application Brief. 720005198.March 2022.

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> .
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