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Table S1. Summary of SPIX software output data from maprotiline and potential TPs
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Figure S1. Evolution over time of maprotiline degradation products formed in the presence of different catalysts

under UVA irradiation.

Table S2. Summary of [M+H]*and their main fragments from CDI experiments, together with the empirical formula.

. A Ms: .
Compound [M+H]* Empirical (ppm rt mlz Empirical A Theoretical
Formula (min) m/z
) formula (ppm)
Maprotiline 278.1911 C20H2aN -2.81 9.7 278.19204 C20H2sN -6.2 278.19033
250.16056 CisH20N -6.2 250.15903
219.11822 Ci7His -6.4 219.11683
169.10227 CisHis -6.5 169.10118
294-A 294.1858 C20H24NO -1.98 7.3 294.18711 C20H24NO -6.4 294.18524
266.15559 CisH20NO -6.2 266.15394
235.11322 C7His0 -6.3 235.11174
217.10256 CwHis -6.4 217.10118
207.08176 CisHuO -6.4 207.08044
191.08675 CisHn -6.4 191.08553
157.06582 CuHsO -6.5 157.06479

117.07063 CoHo -6.4 117.06988



91.05479 CrH7 -6.3 91.05423
294-B 7.8 276.17646 C20H22N -6.5 276.17468
250.16060 CisH20N -6.3 250.15903
245.13396 CioHi7 -6.0 245.13248
219.11823 Ci7His -6.4 219.11683
217.10257 Ci7His -6.4 217.10118
191.08675 CisHn -6.4 191.08553
141.07083 CuHo -6.8 141.06988
129.07073 C1oHo -6.6 129.06988
91.05479 C7H7 -6.3 91.05423
294-C 8.0 294.18711 C20H2aNO -6.4 294.18524
266.15560 Ci1sH20NO -6.3 266.15394
235.11323 CiyH1s0 -6.3 235.11174
209.09744 CisH1:0 -6.4 209.09609
207.08176 CisHuO -6.4 207.08044
185.09729 CisH1:0 -6.5 185.09609
169.10226 Ci3His -6.4 169.10118
147.08137 Ci1oHuO -6.3 147.08044
143.08648 CuHn -6.7 143.08553
133.06565 CoHsO -6.5 133.06479
117.07063 CoHo -6.4 117.06988
107.04981 C7H-O -6.2 107.04914
91.05480 C7H7 -6.3 91.05423
294-D 8.3 294.18705 C20H24NO -6.2 294.18524
266.15560 Ci1sH20NO -6.2 266.15394
263.14469 Ci9H100 -6.3 263.14304
245.13404 CioHi7 -6.4 245.13248
235.11322 C17H1s0 -6.3 235.11174
221.09751 CisH1:0 -6.4 221.09609
217.10256 Ci7His -6.4 217.10118
209.09743 CisH1:0 -6.4 209.09609
207.08177 CisHuO -6.5 207.08044
185.09730 CisH1:0 -6.5 185.09609
169.10228 CisHis -6.5 169.10118
143.08646 CuHn -6.5 143.08553
141.07079 CuHo -6.5 141.06988
133.06565 CoHsO -6.5 133.06479
129.07071 CioHo -6.5 129.06988
117.07063 CoHo -6.5 117.06988
107.04982 C7H-O -6.4 107.04914
91.05479 CrH7 -6.3 91.05423
294-E 8.9 294.18705 C20H24NO -6.2 294.18524
276.17642 Ca0H22N -6.3 276.17468
266.15560 Ci1sH20NO -6.2 266.15394
235.11323 CiyH1s0 -6.3 235.11174
217.10257 Ci7His -6.4 217.10118
207.08177 CisHuO -6.4 207.08044
185.09729 CisH1:0 -6.5 185.09609
169.10228 CisHis -6.5 169.10118
157.06581 CuHO -6.5 157.06479
141.07079 CuHo -6.5 141.06988
133.06565 CoHsO -6.5 133.06479
117.07063 CoHo -6.5 117.06988
107.04982 C7H-O -6.4 107.04914
91.05479 C7H7 -6.3 91.05423
310-A 310.1807  C20H2NO2  -2.00 6.9 310.18204 C20H24NO2 -6.1 310.18016
292.17139 C20H22NO -6.2 292.16959
279.13967 C19H1902 -6.2 279.13796
261.12902 CisH17O -6.3 261.12739
217.10256 Ci7His -6.4 217.10118
191.08676 CisHn -6.5 191.08553
185.09729 CisH1:0 -6.5 185.09609
159.08147 CuHuO -6.5 159.08044



133.06565 CoHsO -6.5 133.06479
310-B 7.2 310.18203 C20H24NO2 -6.1 310.18016
292.17138 C20H22NO -6.1 292.16959
266.15562 Ci1sH20NO -6.3 266.15394
261.12903 CisH170 -6.3 261.12739
233.09758 CivH1:0 -6.4 233.09609
207.08177 CisHuO -6.5 207.08044
169.10228 CisHis -6.5 169.10118
141.07079 CuHo -6.5 141.06988
123.04485 C7H702 -6.5 123.04406
89.06026 CsH9O2 -6.2 89.05971
310-C 74 310.18204 C20H24NO2 -6.1 310.18016
282.15060 Ci1sH20NO2 -6.2 282.14886
279.13967 C19H1902 -6.2 279.13796
251.10824 Ci7H1502 -6.3 251.10666
185.09729 CisH1:0 -6.5 185.09609
159.08147 CuHuO -6.5 159.08044
145.06574 C10HoO -6.6 145.06479
133.06565 CoHsO -6.5 133.06479
107.04983 C7H-O -6.4 107.04914
310-D 8.0 310.18204 C20H24NO2 -6.1 310.18016
282.15060 Ci1sH20NO2 -6.2 282.14886
251.10824 C17H1502 -6.3 251.10666
233.09756 CizH1:0 -6.3 233.09609
201.09230 C13H1:02 -6.4 201.09101
169.10227 CisHis -6.5 169.10118
143.08646 CuHn -6.5 143.08553
141.07079 CuHo -6.5 141.06988
310-E 8.2 310.18206 C20H24NO2 -6.1 310.18016
292.17138 C20H22NO -6.1 292.16959
280.13493 Ci1sHisNO2 -6.2 280.13321
233.09760 CizH1:0 -6.5 233.09609
101.06036 CsH9oO2 -6.5 101.05971
310-F 8.4 310.18204 C20H24NO2 -6.1 310.18016
250.16058 CisH20N -6.2 250.15903
217.10256 Ci7His -6.4 217.10118
191.08676 CisHn -6.5 191.08553
326-A 326.1757  C20H2NOs  -2.13 6.1 326.17702 C20H2:NOs -6.0 326.17507
308.16641 C20H22NO2 -6.2 308.16451
298.14555 C1sH20NOs -6.0 298.14377
185.09729 C1sH1:0 -6.5 185.09609
89.06025 CsH9O2 -6.2 89.059706
326-B 6.9 326.17702 C20H2:NOs -6.0 326.17507
308.16635 C20H22NO2 -6.0 308.16451
298.14556 Ci1sH20NOs -6.0 298.14377
267.10324 C20H1sN 3.8 267.10425
191.08674 CisHn -6.4 191.08553
185.09728 CisH1:0 -6.4 185.09609
326-C 7.6 326.17698 C20H2:NOs -5.9 326.17507
308.16636 C20H22NO2 -6.0 308.16451
298.14556 C1sH20NOs -6.0 298.14377
298.14556 Ci1sH20NOs -6.0 298.14377
280.13492 C1sH1sNO2 -6.1 280.13321
267.10320 C20H1sN 3.9 267.10425
249.09256 Ci7H1:02 -6.2 249.09101
342-A 342.1707  C20H2NOs  -2.09 6.0 342.17199 C20H24NO4 -5.9 342.16999
324.16134 C20H22NOs -5.9 324.15942
275.10835 C19H1502 -6.2 275.10666
247.07691 Ci7H1uO2 -6.3 247.07536
183.08162 C1sH1uO -6.4 183.08044
342-B 6.4 342.17199 C20H24NOs -5.9 342.16999
324.16134 C20H22NOs -5.9 324.15942



306.15070 C20H20NO2 -6.0 306.14886
216.13965 CisHisNO -6.3 216.13829
185.09729 CisH1:0 -6.4 185.09609
167.08662 CisHn -6.5 167.08553
157.06581 CiHsO -6.5 157.06479
342-C 7.1 342.17199 C20H24NO4 -5.8 342.16999
324.16136 C20H22NOs -6.0 324.15942
296.16630 Ci9H2NO:2 -6.1 296.16451
240.13980 CisH1sNO -6.3 240.13829
133.08678 CeH1303 -6.4 133.08592
89.06025 CsHoO2 -6.1 89.05971
342-D 7.6 342.17198 C20H24NO4 -5.8 342.16999
324.16135 C20H22NOs3 -6.0 324.15942
296.16632 C19H22NO:2 -6.1 296.16451
240.13981 CisH1sNO -6.3 240.13829
212.14474 CisHisN -6.4 212.14338
292-A 292.1701 C20H22NO -2.06 6.9 292.17143 C20H2NO -6.3 292.16959
250.16059 CisH20N -6.3 250.15903
217.10255 Ci7His -6.3 217.10118
191.08676 CisHn -6.5 191.08553
292-B 7.9 292.17137 C20H22NO -6.1 292.16959
250.16059 CisH20N -6.3 250.15903
219.11816 Ci7His -6.1 219.11683
191.08674 CisHn -6.3 191.08553
292-C 8.5 292.17137 C20H2NO -6.1 292.16959
250.16058 CisH20N -6.2 250.15903
243.11832 CioHis -6.2 243.11683
219.11822 Ci7His -6.3 219.11683
191.08674 CisHn -6.4 191.08553
292-D 8.8 292.17134 C20H2NO -6.0 292.16959
243.11833 Ci9H1s -6.2 243.11683
217.10255 Ci7His -6.3 217.10118
191.08676 CisHn -6.4 191.08553
292-E 9.1 292.17143 C20H2NO -6.3 292.16959
246.12921 CisHieN -6.0 246.12773
183.08162 CisHuO -6.4 183.08044
308-A 308.1651  C20H22NO:2  -1.96 6.4 308.1664 C20H2NO:2 -6.2 308.16451
233.09756 Ci7H1:0 -6.3 233.09609
215.08689 CizHn -6.4 215.08553
207.08176 CisHu1O -6.4 207.08044
203.08682 CisHn -6.4 203.08553
308-B 7.3 308.16636 C20H2NO:2 -6.0 308.16451
265.14775 CisH1sNO -6.2 265.14612
233.09756 Ci7H1:0 -6.3 233.09609
215.08688 CivHn -6.3 215.08553
207.08176 CisHuO -6.4 207.08044
178.07885 CusHio -6.4 178.07770
308-C 7.7 308.16633 C20H2NO:2 -5.9 308.16451
280.13492 CisH1sNO2 -6.1 280.13321
324-A 3241599  C20H2NOs  -1.70 5.8 324.16135 C20H22NOs -6.0 324.15942
306.15069 C20H20NO2 -6.0 306.14886
247.13711 CisHi7N -6.3 247.13555
233.09758 Ci7H1:0 -6.4 233.09609
207.08177 CisHuO -6.4 207.08044
191.08674 CisHn -6.3 191.08553
324-B 6.4 324.16131 C20H22NOs -5.8 324.15942
296.12993 CisH1sNOs -6.1 296.12812
249.09256 Ci7H1302 -6.2 249.09101
110.09711 C7H12N -6.2 110.09643
324-C 7.0 324.16131 C20H22NOs -5.8 324.15942
296.12992 CisH1sNOs -6.1 296.12812
265.08750 C2oHuN 4.2 265.08860




324-D 7.9 324.16134 C20H22NOs -5.9 324.15942
293.11810 C19H1703 -6.1 293.11722
265.08756 CoHuN 3.9 265.08860
284-A 284.1650  CisH22NOs -1.75 6.7 284.16624 CisH22NO2 -6.1 284.16451
253.12389 Ci7H1702 -6.3 253.12231
225.12883 CisH17O -6.4 225.12739
284-B 7.3 284.16635 CisH2NO:2 -6.5 284.16451
89.06026 CsHoO2 -6.2 89.05971
284-C 7.7 284.16624 CisH2NO:2 -6.1 284.16451
256.13479 CisH1sNO2 -6.2 256.13321
225.09242 C15H1302 -6.3 225.09101
284-D 8.4 284.16618 CisH2NO:2 -5.9 284.16451
256.13481 CisH1sNO2 -6.3 256.13321
238.12416 CisH1sNO -6.4 238.12264
89.06026 CsHoO2 -6.2 89.05971

234 2341492  CuH20NO:2  -1.70 44
258 2581493  CicH20NO2  -1.77 6.3 258.15046 CisH20NO2 -6.2 258.14886
240.13980 CisH1sNO -6.3 240.13829
212.14473 CisHisN -6.4 212.14338




