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= QOverview of existing
databases and resources

. www.forensiced.org
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= EI-MS spectra of their forensic related compounds

— Over 280 synthetic cannabinoids including parent compounds,
Isomers and metabolites

— Qver 200 emerging drug compounds of different classes
= Free download in NIST and Agilent ChemStation formats
= Frequently updated
= Each version includes a change log

www.forensiced.org


https://www.caymanchem.com/app/template/landing%2CForensic.vm;jsessionid=F4D6348F2D95E66F9ABDDC3B7470B83C
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= Reference site of emerging compounds

= Qver 300 compounds with FITR and EI-MS spectra as PDF files
from various contributors

= Links to other databases, references, and vendors

Home | CSA Schedules  Categories ¥ | Resources ¥ | Search for a substance:

= Name search

L]
= Structure properties i
H
~
= Active forum T
Names: Butylone (primary)
Molecular formula: C H NO
Nominal mass: 221
Average mass: 231.7524 2
Monoisotopic mass: 221.105193
CAS registry number: 11762-90-2
ChemsSpider: 21106270
PubChem: 56843046
Wikipedia: Bk-MBDB
Erowid: bk-MBDB
Standard InChI: InChI=1S/C12H15NO3/c1-3-9(13-2)12(14)8-4-5-10-11(6-8)16-7-15-10/h4-6,9,13H,3,7H2,1-2H3
Standard InChIKey: CGKQZIULZRXRRI-UHFFFAOYSA-MN

SMILES: CCC(C({=0)clccc2e(c1)0CO2)NC
Tags: cathinone

‘;' www.forensiced.org


http://forendex.southernforensic.org/
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= Collaboration between Cayman Chemical and SAFS

= Submission Process

www.forensiced.org

= PDF of verified compounds from various contributors
* |ncludes NMR, EI-MS, and FTIR
= Review and Editorial Committee 8%

Forensic Drug

Home Compounds Submission Process Forum About Contact Forendex

Welcome to Forensic Drug Review website

This site is a collaborative effort between the Southern Association of Forensic Scientists and Cayman Chemical
Company for the Forensic Drug Chemistry Community. We're focused on providing rapid peer review of Emerging
Drug identification data.

Our Goals

A major bottleneck in Emerging Drug Forensics has been the availability of peer-reviewed monographs for newly
identified drugs of abuse. Labs typically attempt to compare internally gathered data on a substance to literature
reviewed data on that same substance in order to establish a scientifically valid chain of evidence.

With the dramatic rise in the numbers of emerging drugs of abuse finding their way to the street and the speed at which
these compounds are evolving there is a great deal of pressure on the forensic community to rapidly identify these
compounds in order to stem their abuse and understand their adverse effects.

This site helps streamline the peer review process for new chemical substances of relevance to the forensic community.

Submissions

New chemical monographs may be submitted to the site where they are routed for review by a committee of research
scientists skilled in the fields of forensic science and chemical compound identification. Once approved by this
committee, these monographs along with all relevant analytical data will be published to this site and available for
download.

Recently Verified Compounds View entire Compound Library

Showing 2 items

Compound Status Date Submitted Date Verified Organization Details

Sort . Sort . Sort . Sort . Sort . Sort -
STS-135 Verified 2012-10-15 2013-02-13 Cayman Chemical More info

UR-144 Degradant Verified 2012-11-07 2013-03-21 Cayman Chemical More info

Showing 2 items


http://www.forensicdrugreview.com/home
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= Freely downloadable in several formats

= Approximately 1,835 spectra of parent compounds,
metabolites, and derivatized compounds from various
contributors

Scientific Working Group for the Analysis of Seized Drugs

"o‘l

= No replicate spectra

About Us Documents Membership Meetings Resources

= Drug monographs 5

— peerreviewed data  Henogrns

The following monographs contain detailed information and analytical data for reference materials which have
been analyzed, verified, and anthenticated by the Drug Enforcement Administration Special Testing and
Research Laboratory. These monographs may be used for the verification of acquired reference materials and

N M R for the identification of drug materials (subject to laboratory policv). Monographs are being uploaded as they
are peer reviewed and approved for publication.

(-

Common Name Other Names Date
— E | — M S AT96.260 {1-[2-{morphalin-d-yljethyl]-1H-indol-3-y1}2,2,3, 12-28-12
AACODMT 4-AcO-DMT; psilacetin; O-acetylpsilocin 03-18-13
APINACA;
AKB-48 H 1 i 3-car i 120712
1-pentyl-1H-indazole-3-car
5-Fluoro-AKB-48 5F-APINACA; AFINACA 5-Flusropentyl analog; 5F-AKB-48 02-08-13

www.forensiced.org


http://www.swgdrug.org/monographs.htm
http://www.swgdrug.org/monographs.htm
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= EI-MS data freely downloadable in Agilent ChemStation or
other platform as requested

= QOver 2,800 spectra of pure compounds, metabolites and
breakdown products

= Includes replicate spectra
= Spectra verified against independent library

www.forensiced.org


http://www.ualberta.ca/~gjones/mslib.htm
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= Freely available EI-MS data
= Not downloadable

= Merged with commercial Mass
Spectra of Designer Drugs “ Names:
database yearly N-(1,3-benzodioxol-5-ylmethyl)-7-methoxy-2-oxo-8-pentoxy- 1 H-quinoline-3-carboxamide

Molweight: 438 48032 g/mol
Formula: CZQHZENzclE

= Searchable by name, fragment
and relative intensity

Compound MS Externtal URLs

= E-mail sent to registered users e Scatoanie | Gt
With neW|y emerged drugS Cannabimimeatic CEE (inverse agonist) zlcf:g[
= Reviewed and given a o b
computerized Quality Index ik Wy
= Molecular Index of 2
. ' . . .'. IL . o b ]
Cannabimimetics .

www.forensiced.org


http://www.designer-drugs.de/
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= Provided by NMS Labs

= Online resource for a variety of sectors including scientists,
police officers, and policy makers

= Links to research, state-by-state policy and webinars

About Research Policy Resources Partners Contact

DESIGNER Emerging Drug Spotlight,
DRUGS Synthetic Cannabinoid XLR-11 @

THETRENDS REPORT

About Designer Drug Trends online...

The mission of Designer Drug Trends is to provide a comprehensive resource in the incredibly dynamic and quickly growing
designer/synthetic drug market. We are funded and managed by NMS Labs and much of the information has been compiled by legislative
and regulatory specialists at Gordon Thomas Honeywell - GA, but the purpose of the site is to provide public and private industry members,
specialized scientists and researchers, and the general public a single and authoritative source on the rapidly evolving designer drug
epidemic. Never before have so many reliable and comprehensive resources been pulled together for the purpose of providing a holistic
look at designer drug problem. We invite everyone to tour the site, which includes resources for everyone from parents to scientists!

i, www.forensiced.org
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http://www.designerdrugtrends.org/
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= Free, Web-accessible and searchable database

= Qver 3,200 records that include one or more instrumental
techniques

— FTIR, EI-MS, DART-TOF, and ESI-QTOF spectra from
various contributors

= Replicate spectra

= Peer review process

= Frequent updates

= Download single records as JACAMP files

www.forensiced.org
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https://www.forensicdb.org/
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Spectral Method: EI-MS

Data reduction: Averaged and Background
Subtracted

Software method Full scan

Scan range: 50-550 m/z

Sample introduction: SPME-HS
Calibration: PFTBA

Instrument type: quad

Chromatography type: GC

RECORD

DatabhaserStiuciure

00 [1#nb#4°0p09793_2_00.esp

70

s 328, 1712-‘

50

Relative Inensty (%)

40
a0 FZDU 1088

20 329.1755

Model: Nicolet 6700

Spectral resolution: 4 cm

Sampling method: ATR, diamond single bounce
Make and model of accessory: OMNIC Smart Orbit
Number of scans co-added:32
Method and software used in data processing: OMNIC 7.3

270.0946
) { 1 L r384.2265 553.3541 1

LARRA AR SELA A SR R SR LAl S LA AL LR
250 300 350 400 450 500 S50

Spectral Method: DART-TOF

Data reduction: averaged and background subtracted
Software method function switching

Scan range 58-661

Sample introduction: wanding

01 Voltage: 30

[Spectrum] Gas type: He

[Spectrum] Gas flow: 2.5

[Spectrum] DART Temp: 275°C

www.forensiced.org




Clear Forms

-

Structure Search

- MS Similarity
: StructureSource

: Original File Name Spectrum Search
: [Spectrum] Spectral Method Spectrum Similarity Search
: [Spectrum] Data reduction method

. [Spectrum] Software method used f
. [Spectrum] Scan range used for dat
. [Spectrum] Sample introduction

: [Spectrum] Mass calibration method
: [Spectrum] Compound mixture

: [Spectrum] 01 Voltage

: [Spectrum] Gas type

. [Spectrum] Gas flow

. [Spectrum] DART Temp

- Mass Calibration

: Data Reduction Method " " .
Sofvare or Data Coletion Spectrum S|m|Iar|ty
: Scan Range

. Instrument type

: Chromatography type

- Tune type
- Instrument manufacturer

- Mass Measurement
- lonization Mode

[Spectrum] Mixture components Spectrum Parameters
. [Spectrum] Motes

: [Spectmm Mass Measurement
M etadata

Spectrum] Compound /Mixture

10 NMR Peaks y

- NWweex*s .
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= Developed macros and applications for Agilent Chemstation

= Downloadable from database homepage
= Allows creation of a JACAMP

= Search ForensicDB directly from Agilent Chemstation

N7

P untitled - Notepad -0l =l
File Edit Format View Help
similarity Search results for the spectrum: =]
C:\msdchem'\ForensicDB 02201204, D_Average of 29.726 to 29.853 min. jdx
rRecord ID: 3825 Spectrum No: 6/6 HQI: 100.00 Compound: JWH-073 2" naphthyl-N-(1-methylpropyl) isomer
Record ID: 3330 Spectrum No: 1/1 HQI: 61.33 Compound: JwWH-073
Record ID: 3089 Specftrum No: 7/7 HQI: &1.33 Compound: JwH-073
Record ID: 3911 Spectrum No: 6/7 HQI: 61.26 Compound: Ultra Cloud 10
rRecord ID: 3889 Spectrum No: 6/7 HQI: 61.26 Compound: Happy Shaman Humboldt Gold 4C
Record ID: 3308 Spectrum No: 6/6 HQI: 59.33 Compound: JwWH-015
Record ID: 3097 Spectrum No: 2/2 HQI: 58.83 Compound: JwWH-015
rRecord ID: 3888 Spectrum No: 6/7 HQI: 57.65 Compound: Happy Shaman Herbs Pink Tiger
Record ID: 3892 sSpectrum No: 6/6 HQI: 55.42 Compound: JWH-018 N-(l-methylbutyl) isomer
=

en created.

www.forensiced.org

M Quick Seach

¥ Save Settings

Search |

Cancel |
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= Developed a Web-portal
= Allows the community to submit spectral data

= |ncludes submission for EI-MS, DART-TOF, FTIR and other
spectral methods

= Users fill out record information

Submitier name I |
= Users fill out iNS' wmeoan
""" [Quadrupole (single or multiple) =]
Chromotography type & 5

..... Chromatographic method (include split ratio, temperature ramp, column and
dimensions, injection port temperature, gas type and retention time)

Welcome ata type

of the sp™ .
- Mass measurement ‘ nnnnnn El

Scan range: .

If you cal ‘ | mit or
Method and si used in data processing (example: averaged and background [ |

have qug s o0 Massoanter 136) g to
lonization mode

r.eq uest : [Positive =]
Insturment make and mode! [ |
Tune type [Auto-tune =]
Mass calibration method \PFTBA El
Single compound or mixture \Smg\e compound El

ElMS [ """ tes (please detail a y p nses where you chose ‘other’ and add additional

comments/parameter: led)

Contint

Please select a single file to upload [ I[ Browse.. |
Data specific to all submissions or current one only? \AII Files E|

~ www.forensicedorg =
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= NIST Chemistry WebBook
= Wiley Registry of Mass Spectral Data
= Mass Spectra of Designer Drugs

= MS and GC data of Drugs Poisons, Pesticides, Pollutants,
and Their Metabolites

= Wiley Registry of Tandem MS Data
= NIST/EPA/NIH Mass Spectral Library
= |nstrumental Data for Drug Analysis

www.forensiced.org
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forensicDB@rti.or

pstout@rti.org

/ sl |
——— ¥
7 ' f

EMI Cheminformatics Database
LN T ERaSEREIna e www.forensicdb.org
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http://www.forensicdb.org/
http://www.forensicdb.org/
mailto:forensicDB@rti.org
mailto:pstout@rti.org

