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The data described in this work is related to be the subject of an article
in the Forensic Science International, titled: “The harmful chemistry
behind “krokodil”: street-like synthesis and product analysis” (http://
dx.doi.org/10.1016/j.forsciint.2015.07.042) [1]. The data presented here
provides additional description of the chemical profile of “krokodil”.
Physicochemical and organoleptic characteristics, TLC profile, UV/Vis,
TH NMR and FTIR spectrum are presented. These data validate the
proposed synthetic procedure and pathway and give further infor-
mation about the contaminants present in “krokodil”.
© 2015 The Authors. Published by Elsevier Inc. This is an open access
article under the CC BY license
(http://creativecommons.org/licenses/by/4.0/).
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Specifications Table

Subject area Chemistry

More specific sub- Chemical profile data
ject area

Type of data Figures

How data was UV analysis (Varian CARY 100 spectrophotometer from a range of 200 nm to
acquired 800 nm. Software: Cary Win UV, v. 3.0), FTIR analysis (Nicolet iS10 from Thermo

Scientific. Smart OMNI-Transmisson accessory. Software OMNIC 8.3) and 'H
NMR analysis (Bruker DRX-300 spectrometer operating at 300.13 MHz for 'H)

Data format Analyzed data
Experimental Additional chemical profile data from “krokodil” samples
factors
Experimental Crude “krokodil” obtained using street-like synthesis and its extract after alka-
features lization and organic extraction using ethyl acetate as solvent were analyzed
Data source Porto, Portugal
location

Data accessibility ~ Data is provided in this article

Value of the data

® Detailed description of organoleptic properties and pH range of “krokodil” as well as the disclosure
of UV/Vis and "H NMR spectra provide additional data to the establishment of the chemical profile
of “krokodil”.

e The description of the chemical profile of “krokodil” will eventually aid the competent authorities
in dealing with this drug, in terms of identification and characterization.

e Further insight regarding the complex nature of “Krokodil” was revealed by TLC analysis and FTIR
spectrum.

1. Data

Data presented here describes the additional chemical analysis of the “krokodil” samples obtained
using the street-like synthesis. Physical and organoleptic characters, UV/Vis and '"H NMR spectra were
described on a “krokodil” sample freshly prepared (crude “krokodil”). Organic extract of “krokodil”
(extracted “krokodil”) was obtained after alkalization of the crude product and extraction using ethyl
acetate. This organic extracts were analyzed by TLC, FTIR and 'H NMR techniques.

2. Experimental design, materials and methods

The synthesis was carried out as described previously [1]. “Krokodil extract” samples were
obtained by the treatment of 4 mL of crude “krokodil” with NaOH 20% (m/v) until alkalization, fol-
lowed by extraction with ethyl acetate. The organic phases were gathered, dried over anhydrous
sodium sulfate, filtered and concentered until dryness.

All pH measurements were made with a Model pH-meter GLP 22 (Crison, Allela, Spain).

UV/Vis spectra of water-diluted solutions of crude “krokodil” were recorded on a Varian CARY 100
spectrophotometer from a range of 200 nm to 800 nm (software: Cary Win UV, v. 3.0). 'TH NMR
spectrum was recorded on a Bruker DRX-300 spectrometer (operating at 300 MHz for 'H) using D,0
(Deutero GmbH) as solvent.
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