Analytical and Bioanalytical Chemistry

Electronic Supplementary Material

In vitro metabolic fate of nine LSD-based new psychoactive substances and

their analytical detectability in different urinary screening procedures

Lea Wagmann, Lilian H. J. Richter, Tobias Kehl, Franziska Wack, Madeleine
Pettersson Bergstrand, Simon D. Brandt, Alexander Stratford, Hans H. Maurer,
and Markus R. Meyer



100+ 366.2172
C2H3gN30,
-1.1 ppm
X 265.1331
g C47H17N,0
£ 223.1227 -1.5 ppm
2 208.0756 1erisNa
=] | -1.3 ppm
o C44H4oNO
< 74.0969 128.1066 0.0 ppm 323.1744
C4HN C,H,,NO ' C2oH23N20,
6.7 ppm -3.1 ppm -3.1 ppm
] ] P ) L
0 1 4 L T T
100 200 300 400
8 ALD-52, RT 6.2 min m/z
100 338.1852
C2H24N30,
-1.1 ppm
a\ﬂ
@ 265.1326
o
< c‘;':""f 323.1613
© 208.0749 2234221 4 PP C1gH1N30,
5 C.,H..NO 15H15N2 -4.6 ppm
g - ;&48 ;)pm -3.6 ppm 295.1424 :
Y CigH1gN2O,
., -5.8 ppm
] bl | ] ]
0 T T . T T
100 200 300 400
9 N-Deethyl ALD-52, RT 4.5 min m/z
100+ 394.2493
C24H3,N;30,
1.0 ppm
B3 223.1229 293.1650
g CoHAN C19Hz4N,0
c 157 1157%2 0.7 ppm
© 0.0 ppm
2
g 208.0759
2 74.0970 128.1072 C14H1oNO Jsaom2
C4HyN C,H,NO 1.0 ppm 22H27N20;
8.1 ppm 1.6 ppm 1.4 ppm
0 ] i | Lol — 1 | T | .
100 200 300 400
14 1B-LSD, RT 8.0 min m/z
100+ 410.2439
C24H35N30,
0.2 ppm
B
@ 309.1597
"é 223.1229 C1oH2iN,0,
3 C15HysN, -0.3 ppm
5 0.0 ppm
2 74.0970 128.1074 2080759 367.2017
C4HiN C;H4yNO 11‘:) 10 C2Hz7N,0,
8.1 ppm 3.1 ppm 9 ppm 0.3 ppm
0 | . ] Lo ] ! : | :
100 200 300 400
15 Hydroxy 1B-LSD, RT 5.7 min m/z

Fig. S1: HRMS/MS spectra of LSD-based new psychoactive substances and their most
abundant, unique metabolites along with their retention times (RT). Numbering according to

Table 1 in the manuscript.
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Fig. S1 (continued)
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Fig. S1 (continued)
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Fig. S2: Metabolic pathways of LSD studied in incubations with pooled human liver S9

fraction. Numbering according to Table 1 in the manuscript.



S NH " i HN N~

N
N
10 )=° 8 )=° 9 )=°

" NH " N~ HN N~
JN JN JN
4—
N N N
N N N
3 H 1 H 2 H

4/5

Fig. S3: Metabolic pathways of ALD-52 studied in incubations with pooled human liver S9

fraction. Numbering according to Table 1 in the manuscript.
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Fig. S4: Metabolic pathways of 1B-LSD studied in incubations with pooled human liver S9

fraction. Numbering according to Table 1 in the manuscript.
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Fig. S5: Metabolic pathways of ETH-LAD studied in incubations with pooled human liver S9

fraction. Numbering according to Table 1 in the manuscript.
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Fig. S6: Metabolic pathways of 1P-ETH-LAD studied in incubations with pooled human liver

S9 fraction. Numbering according to Table 1 in the manuscript.
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Fig. S7: Metabolic pathways of AL-LAD studied in incubations with pooled human liver S9

fraction. Numbering according to Table 1 in the manuscript.
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Fig. S8: Metabolic pathways of ECPLA studied in incubations with pooled human liver S9

fraction. Numbering according to Table 1 in the manuscript.
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Fig. S9: Metabolic pathways of LSZ studied in incubations with pooled human liver S9

fraction. Numbering according to Table 1 in the manuscript.
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Fig. S10: Metabolic pathways of LSM-775 studied in incubations with pooled human liver S9

fraction. Numbering according to Table 1 in the manuscript.



