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Supplementary Information

Notes:

The degradation products are presented in their order of elution from the LC-MS/MS analysis in figure 5 —
refer to table 1 for further details. In the LC-ESI-MS/MS spectra (figure S1 to S15), ions labelled in
indicate those that are identified in the proposed fragmentation scheme. In the fragmentation schemes, the
precursor ion is shown boxed in red.
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Figure S1. (a) LC-ESI-MS/MS of degradation product A (m/z = 261). (b) The proposed fragmentation scheme
for precursor ion m/z 261.



(a)

100 223
95
90
85
80
75
70
65
60
< 55
_% 50
s 4 259
40 513 125
35 241
30 43
25
185
20 22 7 257,
15 21
10 183 191 199 ‘
s I
o e e o gl “JJI ,H.l‘,l UL H‘l, (111 X
60 80 100 120 140 160 mrrz1:%0 200 220 240 260 260 300
(b)
®
H,0
-[0] -[2H] O
243 ———— S @
HO !
257
-H,0 ‘-HZO
@
0] {2H] o
225 EEE——
HO !
239
-€o ‘-HZO
-[2H]

Figure S2. (a) LC-ESI-MS/MS of degradation product B (m/z = 259). (b) The proposed fragmentation scheme

for precursor ion m/z 259.
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Figure S3. (a) LC-ESI-MS/MS of degradation product C (m/z = 231). (b) The proposed fragmentation scheme
for precursor ion m/z 231.
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Figure S4. (a) LC-ESI-MS/MS of degradation product D (m/z = 275). (b) The proposed fragmentation
scheme for precursor ion m/z 275.
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Figure S5. (a) LC-ESI-MS/MS of degradation product D (m/z = 257). (b) The proposed fragmentation

scheme for precursor ion m/z 257.
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Figure S6. (a) LC-ESI-MS/MS of degradation product G (m/z = 245). (b) The proposed fragmentation

245
27
197 =
189
P29
7
151 183 11 -
155 16 187 20
reberprrreprertptee bbbl el ."J.IIH.' ik Ill.-|!“|.‘l.- III||II._LD_‘__,LIL4 .J-l‘.J”f"l |l"-.'| RN—————
60 80 100 120 140 160 :1'1!2180 200 220 240 260 280
H20® H20®
-[C] O -[2H] O
209 ————— o —_ 5
Ho ‘ HO ‘
245 243
-H,0 \ -H,0 l -H,0
@ @
-[0] -[2H]
211 «— ¢ _— fo]

HO I

227 225

-[2H] -[2H]
-— o ‘ _— (o] ‘
= = @ @
197 199

209 207
\ -CO .CO
-[2H] -[2H]
167 -—m— ‘ -—
169 171

scheme for precursor ion m/z 245.
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Figure S7. (a) LC-ESI-MS/MS of degradation product H (m/z = 273). (b) The proposed fragmentation
scheme for precursor ion m/z 273.
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Figure S8. (a) LC-ESI-MS/MS of degradation product J (m/z = 287). (b) The proposed fragmentation scheme
for precursor ion m/z 287.
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Figure S9. (a) LC-ESI-MS/MS of degradation product K (m/z = 283). (b) The proposed fragmentation scheme
for precursor ion m/z 283.
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Figure S10. (a) LC-ESI-MS/MS of degradation product L (m/z = 229). (b) The proposed fragmentation

scheme for precursor ion m/z 229.
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Figure S11. (a) LC-ESI-MS/MS of degradation product M (m/z = 285). (b) The proposed fragmentation
scheme for precursor ion m/z 285.



(a)

100 195
90
80
70
233
213
60 217
187
2 50 18
B 89 197 1
T a0 167
o 169 99
179 731
155 7
20
) ‘ ‘ ‘ ‘
N T -M.".I"!"la-"!"' il | HHL _‘q Rl ‘1 e ——
60 80 100 120 140 6 180 200 220 240 260 280
r
O] ®
H,0 H,0
0] [2H] O
217 —— o — g ‘
HO HO '
233 231
-H,0 \ H,0 \ -H,0
® @O
-[O] -[2H]
199 -« o — 0
HO HO ‘
215 213

| |
2H]
o —_— (o)

187 197 195

167 169

Figure S12. (a) LC-ESI-MS/MS of degradation product N (m/z = 233). (b) The proposed fragmentation
scheme for precursor ion m/z 233.
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Figure S13. (a) LC-ESI-MS/MS of degradation product P (m/z = 273). (b) The proposed fragmentation

scheme for precursor ion m/z 273.
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Figure S14. (a) LC-ESI-MS/MS of degradation product Q (m/z = 291). (b) The proposed fragmentation
scheme for precursor ion m/z 291.



(a)

177

223

Relative Abundance
2

269

03 it Lioiciiia Legllbtbe bt UL

60 80 100 120 140 160

(b)

-[O] ‘
253 — g @ — g @

-H,0 J -H,0 \ -H,0
MeO
g g

249

j -CoH,
-[2H] I

223

J -CzH,

12H] O 0]
— Q —_— 177
L

193

Figure S15. (a) LC-ESI-MS/MS of degradation product R (m/z = 269). (b) The proposed fragmentation
scheme for precursor ion m/z 269.
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Figure S16. (a) EIC for morphenol ([M+H]* m/z = 209) showing elution at 3.47 minutes. (b) The LC-ESI-
MS/MS of morphenol (m/z 209).



