Supplementary Materials. High-resolution tandem mass spectrometry spectra
after positive electrospray ionization of 5-methyl etodesnitazene metabolites;
[M+H]*, single protonation; [M+2H]?*, double protonation.

In grey, fragments of some interferents are shown.

[M+H]*

[M+2H]*

M1 100.11197 91.05421
CeHuN 0.18 py
- -0.18 ppm
1007 1.06 ppm 100 <
] 90| J
90|
] 0] 119.04913 N
80| ] CeH, O _LOoH
70 70 -0.09 ppm
£ 60 260+
e 2 507 N
2 50| % 50| 178.12234
2 %07 8.0 Cyftis NO
£ 407 7208080 £407 22 ppm /
09 G 30 N
50 033 pPm 20
o pEN ANl
1 0 m 1 O ‘\“ I L A P L I
R A I B e T T T T T T f T T T T T T oH
50 100 150 200 250 300 350 60 80 100 120 140 160 180 200
miz miz
M3 239.11769
CisHisN.O
100— -0.83 ppm 100+
90-] 145.07600 90 NH
1 7208080 CoHeN, 80|
807 CiHN -0.02 ppm 1 145.07605
704 038 ppm 707 CaHoN;
% 60 g 60 0.17 ppm N
2 > 50
z 57 g ] /
§ 40 £ 40 107.04911 N
2 1 = ] C;H,0
30 107.04902 307 -0.29 ppm 31.97423
207 00177H7Om 310.19131 204
10 -0.17 pp CreHN;O 10
1 I 1 -0.25 ppm 1 il . ! i | OH
—t——t— 2 0 by e et by A — ,
50 100 150 200 250 300 60 80 100 120 140 160
miz m/z
91.05420
100.11197 CiHy
CeHiN -0.30 ppm
-1.06 ppm 100 NH
90
] 119.04913
80 CoH,0
701 -0.07 ppm N
_ 60 >
< 5] 17812245 N/ ~OH
> 507 s8.06536 CyHiNO i
2 404 CiHeN -2.22 ppm |
72.08081 g 5] 4m12pem
CaHioN 4 i
0.48 ppm 20
Ll &
S — e PR
20 100 0 0 250 00 30 60 80 100 120 140 160 180 200 |
miz miz i
161.07088
CaHN,0 8.03486
039 ppm 283.14374 100, 118.0345¢
1004 CiHiN;0,
] 2129 ppm 90/
80/
70]
g g
2 50 107.04908 z 5o
2 A C/H;,0 & 40
$ 40 -0.57 ppm Z
= 304 i 13206812 30+
309 LGN, 164.06990 o]
20| i -0.60 ppm 326.18610 204 CgHyoNO,
] CiHioN 101 -4.29 ppm
10 -0.64 ppm | | ‘ ‘
1 | i | -y Y ST N PR | vl \
SUSS [N - — S - AR e L e
A % N % s o A 50 60 70 8 9 100 110 120 130 140 150 160 170 180
mz miz
100.11200 239.11769
CeHuN 107.04910 CysHisN;0
-0.76 ppm 100 CH,0 -0.83 ppm
] -0.38 ppm
90-] N
80
] 100.11203
= S 14507603
< 60 CeHaN, N
= ] 0.034 ppm
% 504
2 5o Y
72.08081 £ 40 N
CiHioN B
0.48 ppm
10; ‘ |
T L e Lol ‘wl‘w‘w‘\‘w L S W or
e 50 100 150 200 250 300 350
miz
100.11195
CeHiuN 4 oot
4.95968
1004 -1.26 ppm 00
] 90
80-]
_ 70
g =]
2 < 60
z z ]
i} 2 50
g 2 4] 7208080
£ 72.08078 = 40 3
] é:ﬁ:mNm 30 137.05965
20 OO PP 20] CaHs0, 18411201
: ] -0.41 ppm CraHiN
10 104 J ‘ | ‘ ‘ -0.33 ppm
T T T T T T T T “ ““‘\“\“‘ ”\ T T “ T T
50 100 150 200 250 300 350 400 80 100 120 140 160 180 200
miz miz
161.07089 283.14380 107.04906
CgHoN,O Ci7H1N;0, CH,0 16107085 255.11237
029 ppm ~1.08 ppm 72.08081 4 75"0m - CisHisN;0,
1007 75 08082 1007 CiHioN CalaN.0 -17 ppm
0] ohon o] 048PT -0.58 ppm
Hid .
g0-] 061 ppm 107.04909 20
] CH,0 ]
704 -0.50 ppm 701 283.14359
& 60 £ .1 CirHieN:O;
S 60 < 60] -1.82 ppm
2 50 % 50
g 1 § 1 178.12227
2 40 £ 0] CyyHNO
30 304 -2.09 ppm 326.18582
] ] 21H2605
20 20 -5.60 ppm
"] H 104
LA 101 o |
R R A B R e P S P YRR TR |V 0 | I
o s 0 N 2% % AN R A R e e e o RARR R AR R Ra s R
s 50 100 150 200 250 300 350




M10

[M+H]*

[M+2H]*

107.04904
1%"11:'?9 100.11196 0%:‘70”‘
-0.86 ppm 1004 CothaN 091 PP!
100 1-1.15 ppm
%] 90-| -
80 807
~ 70 - 704
g "™
g £ 60
3 604 it
2 50 2 50
§ 950 § 4 7208079 135.08023
£ 44 E 404 CHN CHiO  161.07095
1 7208080 30 14ppm 156 ppm  CgHN,O 283.14343
30 CiHiN ] 0.065 ppm CiHiN,0,
20 033 ppm 20-] -2.38 ppm
104 10
O B A T e T o oo o M L BABAARARARAANA DABRARARAREN BN
50 100 150 200 250 300 350 400 50 100 150 200 250 300 350 400
e mz
NH,
145.07599 72.9
CoHoN, 100
1004 -0.24 ppm o]
] 1 N
907 267.14883 80
80| Ci7HiNO J
] -1:33 ppm 07 N/
_ 70 ~ 60
7 5 60 23911774
=607 > 50| CisHisN;0
% 50 7 1 -0.62 ppm
§ %07 § 40 13107423 Q97808 e
= 40 £ 5l oHN,
] ] 113.96368 0.17 ppm 282.15967 o]
304 20-| I Cishzz0,
201 107.04907 310.19104 i -1.49 ppm
1 143 ppm CigHasN:0 104 ‘ ‘
107 M '5-45‘me e e
L A I e B R 50 100 150 200 250 300
50 100 150 200 250 300 miz
miz
OH
145.07602
CoHaN,
1004 -0.034 ppm
90 N (o]
80 297.12299 /
] CiHN:0s Y
70 -1.2 ppm N
S0 107.04906 175.08653
2607 C,H,0 CioHiiN,0
250 -0.76 ppm 034 ppm
8 40
247
307 20308136 oH
20 CyHiiN,0, 237.10185
104 -0.71 ppm  CisHisN2O
] 84.95980 | ‘ 1,63 ppm
e B B B B R O
50 100 150 200 250 300
miz
M13U Ak
O\
175.05016 N OH
s'z'gNzOz
100 pem Y
297.12292 N
Cy7Hi7N;05
~1.5 ppm
S
£ 50
%7 O
g 40 107.04908
£ 304 C,H,0
1 -0.57 ppm
20 260.09302
101 CsHigN;04
] ) L 192.95348 353 ppm
o Lt S RaRR
50 100 150 200 250 300 350
miz
OH
145.07599 283.14374
Dczs;*sNz Cy7H1N,0;,
100 -0.24 ppm -1.29 ppm
1 N
90|
80| /
70 N
= 607 107.04907
< 50 C/H,0
z 7] -0.66 ppm
2
£ 40 189.10210 239.11761
= 30 CyyHiaN,0 Ci5HisN2O
07 -0.74 ppm -1.16 ppm OH
207 91.05434
10 H,
] L2 1) N I
0 Lo el e e b o
50 100 150 200 250 300
2
100.11202 < J
61 114! 131.97420
-0.56 ppm 100 72.93713 N
%0 o
80
7208084 \
090 pr s N OH
-90 ppm < 60
S s Y
Z 184.11200 N
§ 40 90.94769 CisHuN
133.06480 £ 30 -0.41 ppm
O 475 05025 295.10757
P 20
006 pom ¢ 4 N,O, CirHisN;0;
0'26 ppm 05 ppm 10 ‘ ‘ ‘ oH
Al bl b e
1 | T f t T r i T T T T T T T T T T
SRS KR | NN R S — 60 80 100 120 140 160 180 200
50 100 150 200 250 300 350 mz
miz
M18 OH
327.16959
02‘9;‘423”203
100 224 pem y
07 175.08643 OH—+ N
80| N0
1 -0.84'ppm
70 107.04895  CoHgN,0 o PP Y
1 i 16107080 N
560 .78 ppm 0,87 ppm
.50
5401
4] 205.00697
2 Soth:0 283.14377
P CyrHyN;O,
[ T
L 1 B RS
50 100 150 200 250 300 350



M20

[M+H]*

72.08081
CiHioN
100, 048ppm
90
80
__ 70
[
£ 0]
B
2 50 15905531 281.12814
£ ] 107.04909  CoHiN,0 C7H N0,
£ 40 Cino 045 ppm A1 ppm”
30] -0.50 ppm
20
10
50 100 150 200 250 300 350
miz
86.06001
CHNO
100 -0.32 ppm
90
80
< 704
9 ]
z 607
§ 50 175.05019
£ g%ﬂ;i’% 297.12308
. Cy7Hi7N,05
] -0.98 ppm
20] 107.04911
i C/H,0
10 rO.ZETppm
o-‘r-r—t—rtr—r-r— 1
50 100 150 200 250 300 350 400
miz
107.04907 175.05026
Yy CytiN:0,
100 0.33 ppm 341.14944
1 C1gHiN;04
-0.41 ppm
g
>
3 147.09167
5 CeH,N
£ -0.008'ppm
219.07632
%%mNan 297.12320
-043 pom Cy7Hi7N;05
2 79.05418 057 ppm
oH;
10d  -0.54 ppm M
odpredet LA Ly L L )
50 100 150 200 250 300 350
miz
145.07607
CoHaN,
100 0.28 ppm
= 267.14883
E Ci7HioN,0
2z -1.33 ppm
5
2
£
£
107.04917
237.10201 29316476 326.18579
058 Fom CHNO | CHNO  CablaN,0;
171.09180 -0.99 ppm 026ppm  -1.57 ppm
00 ]80.04452 CiiHuN,
7 C,HNO 0.71 ppm
104212 ppm ‘ ‘ ‘
odedr et A e L L L
50 100 150 200 250 300 350
miz
145.07602
Ry A
K m
100 e
175.08653
107.04910 CroHiNO
= .0 -0-33 ppm 325.15436
g <043 ppm CroHaN;O.
= 16H21N;0;
z -0.96 ppm
2 203.08139
- CyoHyiN;0,
79.05428 -0.56 ppm 297.12308
oty CyHaN:O,
-0.98 ppm
1 062 ppm ‘ ‘ L L 1
R e e LI e RS RaRE RS RS
50 100 150 200 250 300 350
miz
159.09164
CioHiiN,
100+ -0.19 ppm 309.15936
q CioHziN;0;
-1.27 ppm
107.04909
= CH,0
£ -0.50 ppm
z
‘D
2 135.08038 327.17007
= CoHiiO 187.08641 C1oHzN05
79.05422 | -0.43 ppm CyHiN0 -0.75 ppm
CeHy ~. -0.96 ppm
ot | 1] !
0 A A Y MMM MMM EES S N e
50 100 150 200 250 300 350
miz
145,07597
CoHeN 311.17493
035 C1Hz:N;0,
100 ppm A54opm’
90
— 80
g b 107.04904 189.10205
= C;H;,0 CiiHiuN0
2 -0.93 ppm -1.00 ppm
=
209.10713 267.14893
20 91.054102 CigHiaN, CoHigN,0
104 CsHy -0.92 ppm -0.99 ppm
sia A N1 NUUROS PO SRRV
ot e
50 100 150 200 250 300
miz
88.07568 293.16452
C4HNO CigHzN,0
-0.08 ppm -1.09 ppm
145.07600 267.14886
St CyHiN.O
-0.14 ppm -1.22 ppm
_ 171.00158
= CyiHiiNy
z 60.04461 -0-54 ppm
§ 7 CoHeNO 140704910
£ 4]301ppm | CHO
] -0.36 ppm
30
203 354.21600
4 C21HzeN30,
10 | | -4.52 ppm
R SRR ISR S
50 100 150 200 250 300 350

[M+2H]*

125.00249
o NH
100+ 2.37 ppm
90
80 N /O
2707 p
< 60 M
£ 50
E 404
e 7293715 107.04887 oS
30 7208081 - »2“357;'50“ 14696112 557 pém
20 CyHiN ; 177.10223 O
] 048 ppm 106.99182 / CdanHauNzO
10 / -0.03 ppm
ol \“ sl b PR A
T T T T T T T T T T T T T T
60 80 100 120 140 160 180 200
miz
NH
N o
N
o
{0)
HO
NH,
N
<O
OH
N
<O
OH
N OH
N
<O
OH
N
N
0O
91.05420 H0/<
O%Hy NH
100 o pem
90
119.04913
80 (s N
70 -0.13 ppm
)3 /
S e N
2 507 5806535 178.12239
2 4] CHN CyyHNO
3.85 ppm -1.40 ppm
30
20 O
10 <
ity T T T T T T T T T T
60 80 100 120 140 160 180 200



	Diapositiva 1
	Diapositiva 2
	Diapositiva 3

