Figure S7. Mass spectrometry spectra and fragmentation of ADB-BUTINACA and its

metabolites.
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Figure S8. Mass spectrometry spectra and fragmentation of MDMB-4en-PINACA and its

metabolites.
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Figure S9. Mass spectrometry spectra and fragmentation of BZO-HEXOXIZID and its
metabolites.

Cco

7 NH,
N
\ 0O

B 105.0334 @0 350.1860
6.05 @\//o+ +

E N

159 ©+ 145.0397
1.05

059 77.0383 321.1718
El ‘ 161.6726 2222024 253.1468 I
0.0 H e e e e e e e e e e

50 100 150 200 250 300 350

m/z

C1-3

.
100+ NH;
— N

90 0 o
3 105.0334 N @‘«

244.1443

174.0662

E 366.1812
B +,NH > o

40 NHz v °

o /NH
30 ©\/// NS~ N o
- N
203 LN e
0 105.0335 244.1444 &f
] 174.066 348.1709
O “”\““”“““\”“‘””\“””“”"\“”““‘\””\‘1”\”“\”“““‘\”““”““\”““‘”\““””“”\”““”‘\“”““\””\“‘1““‘\“‘ ““““
50 100 150 200 250 300 350
m/z




105.0334

100 o
= /
905 @“// 0
3 +
807 N/NHZ
| \ O OH
00 g

602 @o ©‘</o g

NH
N N/"ﬁz 364.1652
3 N \ 0O \ O
404 P .
1 N N
30 NG

3 174.0659

3 77.0382 1 150.6109 218.6926 242.1285 266.0914 346.1554 | 378.8958
IR AR RARR] [N R L e R L L L R R R R R R R LR R Ll R R RN RN

50 100 150 200 250 300 350
m/z

95.049

C8,9

NH; i 260.1393 @o
100 +, 4 s
3 W 105.0334 NN o N o +
3 RO e N 382.1759
3 N~ NN N ° omnon
80— 174.0662 ARTIS - e e

99.0804

B N 5
1049 * 162.0662

B 231.1253

81.0698 134.0601 |

0 S e A E ey B B B R T L e T T T T

|
50 100 150 200

T
400

105.0334

[o]
= 4
90 @N//

NH,

s N\ ° o N AN
40— + N\ o DY L
3 HOW N F I
i + PR / ARREEIN
303 \s N AT

20—
121.0283 174.0661 258.1235

162'0?61 ‘ 240.1128
01— T T T T T T T T T T T T T T I

50 100 150 200 250 300 350 400
m/z




@J//"

105.0336

HO (=

\_/
121.0287

97.5561

o]
% NH,

174.0664

166.6834

398.1702

258.1236

234.9471
218.2305

380.1617
330.5420 359.7337

i
50‘

C15

100

100

105.0333

+
OH,

95.0490
|

4
N/NHZ
\ o}

266.0918

L E B
100

2NN

85.1013

76.0272

[
120

T
140

T [ R
180

m/z

T
160

145.0397

169.‘7845
| |

T
200

T T T T T T T T T
220 240 260

NH, 246.1603
o

N\/\/\/

C17-20

[T
T T T
60 80

96-5‘7‘5? 116.‘2983
T T
100

I
120

L B L
160
m/z

T
140

I
180

T
200

T T T T T T T T ]
220 240 260



244.1444
1004 \ _O
] NH;
| N .
90 0 N~~~ 262.1553
7 174.0662
80 NG
70—
- +
60: /NH3
B N __° OH
& . e
50 NN N A~
40 83.0855 et
7 161.0346
304
204
107 146.0602
= 69.0700 118.0650 : 188.9104  216.6323
P I TR TR (AT ! L Ll ! \ \ ! |
L5 L s s O O s s S I Sy A B B N O B O B
60 80 100 120 140 160 180 200 220 240 260 280
m/z
C21,22
. OH NH.
100+ 990804 oo, /-, N .
7 +/\\‘/\/’- \ o NH;
90— e N N\ o
E - oz ~n
80 M 2601393
74 X = T
60 186.1278 e
50 174.0663 \ 0
3 90.9391 N sl X
\/W
40; TR
0] ‘ 162.0661 242.1286
B 146.0600
20 81.0700 | 130.0652
102:510338 118.0651 ‘ 196.1119 231.1254
] ‘ 72.7799 ‘ 214.1230
0*\\\ il i | ‘ I il | | | [
L L s s s s s N I Sty B B B Y I O B B B
60 80 100 120 140 160 180 200 220 240 260 280
m/z
Cc23
100 S /?ﬂ . 260.1392
- +/W:| il
904 T : N ° P
80 99.0805 N AL 278.1502
707 Neoo T
— N
60-] ° N,
i +
507 " L
40 e S 162.0661 et 4
304
3 83.0855 190.0612
20
3| 703630 16,6030 139-3924 229.6480
L 1] | |
07\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ LA R B |
60 80 100 120 140 160 180 200 220 240 260 280 300
m/z

C24-26



OH  99.0805

115.0753
66.3996

NH;  174.0662
N

\ o

N\+

.
NH;

\ o]

n 162.0662

146.?603 ‘ ‘
|1 |

276.1345

258.1237

B B B B B
80 100 120

105.0336

‘ 174.0663

T T T T [ T 11 L L
140 160 180 200
m/z

T
220

366.1811

244.1445

348.1706
|

T
240

1 1 |
260 280 300

OH

542.2133

C31

1005

I
150 200

O+
vy
HO

105.0334

\ 7

121.0285

‘ 159.0290

T T [ T T T [ T T T T [ T T T T [ 171
250 300 350 400
m/z

366.1812

262.1550
247.1439 | 281.0658  338.1754 402.1652

OH
HO.
\
NH2
(o]
o]

I T T
450 500 550

542.2136

N\/\/\/

50

C32

53.0390
L O S O B
100 150

L Bt s sy B B B B B
250 300 350 400
m/z

I
450 500 550



1005

382.1761

260.1393

105.0330
| 174-?663 242.1288 364.1655
| I |

OH

OH

568.2086

436.1723
|

s e B S O O B B B O
200 250 300 350 400

m/z

T I
100 150

382.1763

121.0285

150.2751

260.1395
105.0331

59.9905 2421278 364.1655
1T

‘ _ 278.1503 ‘

174.1107
I T T

T T T
450 500 550

OH

558.2079

540.1984
436.1714

454.6350
N I

529.0287
T

50

C34

100

250 300
m/z

| I
150 200 400

N=

380.1604

121.0284

+

7
105.0333

276.1339

500

450 550

OH 556.1929

99.0804

258.1235
T T
250

T
350

T
400

T
450

T
500

T
550



Figure S10. Mass spectrometry spectra and fragmentation of BZO-POXIZID and its

metabolites.
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Figure S11. Mass spectrometry spectra and fragmentation of BZO-4en-POXIZID and its

metab

olites.
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Figure S12. Mass spectrometry spectra and fragmentation of 5F-BZO-POXIZID and its

metabolites.
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