'-._‘1L ",EURUPEANPRUJECT

Vodovodna 95
1000 Ljubljana
SLOVENIJA

21" RESPONSE

to challenges in forensic drugs analyses

NACIONALNI FORENZICNI LABORATORIJ

NATIONAL RENS

ANALYTICAL REPORT

Remark — other NPS detected: none

Sample ID:

Sample description:
Sample type:

Date of entry:

Substance identified-
structure' (base form)

Systematic name

Other names

Formula (per base form)
M,, (g/mol)

Salt form

Other compounds detected
Smiles

Compound Class

CUMYL-BICA
,(C22H26N20)
1115
powder - white
S-seized
3/27/2015
N

.-/
ZT

1-butyl-N-(2-phenylpropan-2-yl)-1H-indole-3-carboxamide

C22H26N20

334.45

base

none
C(CCC)NIN=C(C2=CC=CC=C12)C(=0)NC(C)(C)C1=CC=CC=C1

Cannabinoids
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Supporting information

Analytical technique: applied  remarks

GC-MS (El ionization) + BP(1): 200; BP(2): 216; BP(3):144/
FTIR-ATR + base

FTIR (condensed phase) /

HPLC-TOF + Formula: C22H26N20
NMR-confirmed +

validation

other

MS spectrum (EI)
Abundance

in): 222-2R60-14-3a-p., _
1200000 Scan 911 [12.232 min): 2 200‘630 14-3a-p.D\data.ms
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CUMYL-BICA

FTIR - ATR (Cumyl BICA)

1004
233-3560-14-3A]

90+

804

70q
[l
B

501

1254 94caif1
1622 46cm-1 1384 37cm-1
567.39cm-1
404 151 77em-1 539 46cm-1
1274 51cm-
1205 22cm-1
5 1536 59cm-1 734 Bac1
48 ™
20-
4000 3500 3000 2500 2000 1750 1500 1250 1000 750 500 400
cm-1

"Created by OPSIN free tool: http://opsin.ch.cam.ac.uk/ DOI: 10.1021/ci100384d
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Dr. Janez Kosmrlj

Professor of Organic Chemistry

Dr. Sonja Klemenc

University
of Ljubljana
Faculty of Chemistry
and Chemical Technology

ASkerceva 5

P.O. Box 537

S1-1001 Ljubljana
Slovenia

Phone: (+386)-1-241-9256
Fax: (+386)-1-241-9220
janez.kosmrlj@fkkt.uni-lj.si

September 17, 2014

Head of Chemistry Department

Vodovodna 95
1000 Ljubljana
Slovenija

Dear Dr. Sonja Klemenc,

Please find enclosed the results of the structure elucidation for the sample:

Sample ID:

233-3560-14-3A

Received date:

September 1, 2014

Our notebook code:

P-233-3196-14-3A

NMR sample preparation:

15 mg dissolved in 0.7 mL CDCl;

NMR experiments:

'H, 13¢, *H-'H gs-COSY, 'H-13C gs-HSQC, 'H-13C gs-HMBC,
'H-1°N gs-HMBC

Proposed structure with
atom numbering scheme,
formula, exact mass,
molecular weight:

77a 1
6 N

2 Chemical Formula: CoHogNoO
® e\ Exact Mass: 334.2045
NH 22 4 Molecular Weight: 334.4546

Chemical name:

1-Butyl-N-(2-phenylpropan-2-yl)-1H-indole-3-carboxamide

Comments:

- Structure elucidation based on 1D and 2D NMR spectra.

- The result is consistent with the structure proposed by MS.

Supporting information:

Copies of 1D and 2D NMR spectra, EI-MS spectrum (pp 2-10)

Sincerely,

»

Janez Koémr:-%
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