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Figure S1. MS'-mass spectra of MDMB-5’Br-PINACA metabolites considering phase I
metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S1 (Continuation). MS'-mass spectra of MDMB-5"Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S1 (Continuation). MS'-mass spectra of MDMB-5’Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S1 (Continuation). MS'-mass spectra of MDMB-5’Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S1 (Continuation). MS'-mass spectra of MDMB-5’Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S1 (Continuation). MS'-mass spectra of MDMB-5’Br-PINACA metabolites considering

phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S1 (Continuation). MS'-mass spectra of MDMB-5’Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S2. MS2-mass spectra of MDMB-5’Br-PINACA metabolites considering phase I

metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI).
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Figure S2 (Continuation). MS2-mass spectra of MDMB-5’Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S2 (Continuation). MS2-mass spectra of MDMB-5"Br-PINACA metabolites considering

phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S2 (Continuation). MS2-mass spectra of MDMB-5’Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S2 (Continuation). MS2-mass spectra of MDMB-5"Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").

14



1vv il '/DH > ur/\\/) i L OH
n Y N { ;
. /@ii‘ Rl ') Lo »
. o ¢ 309.0237 %k ¢ - =
. W = 7 38;0%6 4200916 4 . w
50 o . { y ;o
3 ¢ 327.0345 /o
69.0699 ' /
-| 46 \\‘g\ \ 2409607 438.0998
b \ 222.9503 362.0864
il ‘ 456.1082
Od Lol a1 [ I||.I | |||. o]
el Bl Pt ) I B e Mo PR e s D B St I ol P DR PR P R LR il | T i B T [ M LA T | B i W R e L |
50 100 150 200 250 300 350 400 450
m/z
M14
100 /293.0281
- ry
] A,
q] ) ) »
: d 5 o o . ‘ N\
- : ﬂ Y P9 LI
50 & \2 s
h 222.9499 >8
4 " A
. 1 X | // ¢
] g 7 311.0395 | 392.0956
i p 240.9606 364.1038 438.1035
0 1 ; AL II B3 B [t B S B [ Il P e B P [ Rl f M |I . | Fl [l PRl Ll N L Rl (LA Tl MRl SRl Ui Pl FEA (! i SR i iy M Rt |
50 100 150 200 250 300 350 400 450
m/z
s
85.0648 MLy s
100 8 s # .
_ v i)
) v ) 0
— \ Hy
i 0 ’ % o \8
] i ; 307.0078 %
. N i /\(\{ . » A B
- > OH #° | L {
50 o 378.0812 i
) . Nad
. * P 436.0853
i 240.9635 s log 473.6883
0 T 1 |I SR R I I R |I |l R P S I i B T P el P P P ) . B P S o T R P I R [ A P e T | ||| T
50 100 150 200 250 300 350 400 450
m/z
o 291.0129 Qg 2 i f“
S\ \ s L
'K /:‘-x//n K\Fﬂ\ﬁ i 7, ) W Sy

Figure S2 (Continuation). MS2-mass spectra of MDMB-5"Br-PINACA metabolites considering
phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI").
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Figure S2 (Continuaﬁai). MS?2-mass spectra of MDMB-5’Br-PINACA metabolites considering

phase I metabolism in pooled human liver microsomes (pHLM) by LC-HRMS using electrospray

ionization in positive mode (ESI*).
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