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Table S1. Structures, exact masses and main physicochemical characteristics of the selected illicit drugs 

Analyte Monoisotopic Mass pKa log P Structure 

BUF 204.12626 9.91 1.29 

 

KET 237.09204 7.45 3.35 

 

MDPPP 247.12084 6.80 2.02 

 

MPBP 231.16231 7.70 3.43 

 

-PVP 231.16231 7.90 3.36 

 

HER 369.15762 7.95 1.58 

 



 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

    

 

 

 

 

 

 

 

 

 

COD 299.15214 8.21 1.19 

 

MDMA 193.11028 10.14 1.86 

 

PMA 165.11536 10.00 1.65 

 

EPH 165.11536 9.52 1.13 

 

bk-MMBDB 235.12084 7.10 2.14 

 

MBDB 207.12592 10.30 2.38 

 

MDPV 275.15214 7.40 2.99 

 

NAPH 281.17796 8.00 4.35 

 



Table S2. Conditions for the preparation of some mixtures based on choline chloride and sesamol 

Components Molar ratio Temperature 

of 

preparation 

(°C) 

Time of preparation 

(min) Hydrogen-Bond 

Acceptor 

(HBA)a 

Hydrogen-Bond 

Donor 

(HBD)b 

Choline chloride Sesamol 1:1 50 10 

1:2 50 5 

1:3 50 5 

1:4 50 10 
a Melting point of ChCl: 302◦C. b Melting point of Sesamol: 62°C. 

 


