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Table

Table S1 : relative retention time, name, structures, molecular formula, stress factor(s) leading to DP formation and results
of the in silico assessment for the identified compounds

Stress
Relative Molecular factor(s)
retention Name Structure orecua leading to Mutagenicity ICH M7 class
. formula
time DP
Formation
QSAR Rule based
software software
1 ONC201 @,@L{}(y@ CaiHzsNiO No Yes Not applicable
I
N._NH
OU S S -
0.86 DP390 N N C2H26N4O2 Oxydative No Yes* Class 4
0
0.86 ONC201 isomer Q—-C}}\«;@ C2sH26N«O Light Yes No Class 3
L
dati
0.92 DP189 N CiHeN,  OVdative g, No Class 5
HN—{ and light
HN
w
0.99 DP402-1 Q\/@%Np Ca4H26N4O2 Oxydative No Yes* Class 4
N://\N
0.99 DP402-2 Q\/&(Np C24H26N4O2 Oxydative Yes Yes** Class 3
0
0.99 DP420 N NH’;‘N CuHasN4Os Oxydative  No No Class 5
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0 0
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1.05 DP292 “@ENIVQ CyHieNsO  Light Yes No Class 3
o
13 Nr-:\N
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H
N\(N
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Figure S1: Degradation kinetics of ONC201. Inset (a) under photolytic conditions. Inset (b) under oxidizing conditions.

LC-MS-HRMS spectral data of protonated ONC201
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Figure S2: LC-MS-HRMS mass spectra of protonated ONC201
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LC-MS-HRMS spectral data of the protonated degradation products (DP) formed
under photolytic stress conditions
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Figure S3: LC-MS-HRMS mass spectra of protonated DP189
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Figure S4: LC-MS-HRMS mass spectra of protonated DP292
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Figure S5: LC-MS-HRMS mass spectra of protonated DP382
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Figure S6: LC-MS-HRMS mass spectra of protonated DP384
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Figure S7: LC-MS-HRMS mass spectra of protonated DP398
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Figure S8: LC-MS-HRMS mass spectra of protonated DP418



LC-MS-HRMS spectral data of the protonated degradation products (DP) formed
under oxidative stress conditions
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Figure S9: LC-MS-HRMS mass spectra of protonated DP390
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Figure S10: LC-MS-HRMS mass spectra of protonated DP402



100 190,134

90
80
70
60
50
389,197
40
30

20

10 379,213
0 105,069 136,752 174,091 | 200,071 224,769 254,128 272,139 288,134 321,159 363,218 415412
| MASALAMSAY Maand Masas aanes Masad Maoad Masas T T LASat Masat aanns aanas henas Mases Mesed aasas T T

1 1 I
100 150 200 250 300 350 400
mz

Figure S11: LC-MS-HRMS mass spectra of protonated DP406
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Figure S12: a. LC-MS-HRMS mass spectrum of protonated DP418 b. LC-MS?*HRMS mass spectrum of m/z 284 of protonated
DP418
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Figure S13: LC-MS-HRMS mass spectra of protonated DP420
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