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Formula Mass Compound___; Description . C H D F Q t
Pposboon fpvig P (P B

thearetics| value IM-HIIMHH]™ m/z (caled) ¢ m/z (found) ms(::"zmq
1028 55520 57 i 82 17 1007825 10395630 : 1039.5647 16
102054484 B16. 57..:.80 18 1007825 1021,5525 _: 1021.5508 -18
100252407 B17 57 i 78 15 1007825 10025419 : 1002.5413 -08
98452351 B18 57.....78 14 1007825 .. 9855313 1. 9855294 :29
97852407 A9 55 ! 78 15 1007825 9795419 | 979.5385 -35
651224 .B13 a7 74 2 1.007825 ... 9070208 . 981308 248
55 i 78 14 1007825 9815213 18
574 72 12 1.007825. ... 9495102 23
94251294 AN 55 i 74 13 1.007825 9425208 -29
930.49181___ B21 57..:.70 1 1007825 9314998 . 931.4953 -47
P&502238  A12 55 i 72 12 1007825 9255102 9255189 94
91248125 B22 57....68 10 1.007825 . 9124891 912.4797 1103
we47e56 A1 51 i 70 14 1007825 ~ 907.4844 | 907.4851 08

894 .B23 57.:.68 9 1.007825 ..
23848599 A2 51 ! es 3 1007825 8894738 | 889.4570 77
87045542 A3 51.:.68 12 1.007825. .. 871.4833._ ;. 871.4534 11.3
85244438 A4 51 : 64 1 1007825 8524527 | 853.4475 -8.1
54027232 AS 31,540 s 1.007825._ .. 541.2801 5412794 14
52228175 A6 31} 28 7 1007825 5222698 | 523.2892 -07
C28H4408 £08.20262__B1 28 44 s 1.007825 . 5093114 5093077 73
C31H2808 50425119 A7 31 28 e 1.007825 5052590 505.2612 43
C28H4207 .. ...1.....480.29%05 B2 28 42 7 1.007825_ ... 491.2009, 491.2017 1.7,
C26H4008 43027232 B6 2 i 40 8 1.007825  481.2801 481.2808 14
C28H4008 47228249 .B3 28 40 -] 1.007825 473.2903, 473.2848 117,
C26H2807 46228175 B7 2 i 28 7 1007825 4822698 : 463.2709 29
C28H3805 .. i 45427192 B4 23 328 5 1.007825 45527971 455.2749 107
C26H2808 24425119 B8 2 i 28 e 1007825 4452590 445.2574 -38
C24H330T 43828175 B24. 24 38 7 1.007825 4392898 ! 4392884 -27
C28H3804 42828138 BS 28 i 28 4 I 1007825 @ 4372892 © 437.2652 -89
C2BHA05 ... 1.....42624082 B9 28134 5 1.007825. .. 427.2484 1 427.2482 53
C24H3608 42025119 B25 24 i 38 e i qoo7s2s 4212580 4212608 85
C2BHA204 .1 ... 40823006 B10 28.:1.32 4 1.007825 . 4092379, 409.2342 -90
C24H3405 40224082 B26 24 34 5 1.007825 4032484 i 403.2456 7.1
C28H3008, 39021949 _B11 8.3 3 1007825 ...: PR 391.2247. 81
CoH1402 170.09429  B12 ) 14 3 1.007825  171.1021 171.1028 98
CoH1202 15208373 .. B13 39 12 2 1.007825 . 1530916 153.0920 29
CoH1202 14808832  B28 10 i 12 1 1.007825 1490968 149.0981 -38
C8H1202 140.08373.. B14 3 12 2 1.007825. ... 141.0916 141,0904 .82
CeH1202 13407316 B27 39 10 1 1.007825 1350810 135.0794 -11.8
C8H100. 12207316, B15 3 10 1 1.007825. ... 1230810 123.0800 .20
C2H100 11408808 B29 [ 10 2 1.007825 1150759 115.0756 -26
C7HEO, 108.05751.._ A8 7 3 1 1.007825 . 1090853 109.0852 12

Table S1. Assignment of ions contained in product ion spectra from [M+H]+ of 51-hydroxy CTX3C.
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Figure S1. Structures of product ions induced by 51-hydroxy CTX3C at charge site A.
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Figure S2. MS/MS product ion spectrum (1) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (A) and CTX3C [M+H]+ as a precursor ion (B).



Toxins 2024, 16, 89

5 of 13

< Pveuet ton (3 9003

(e —

v
5508.0

v,
a8

v,
Il

!

NN
Vv
L8 88

51-hydroxyCTX3C

RN

Op(Y
PEM

33285

0 44 4
109098 275k 5"
S5e8.303080800

ol

o
25

0.0.0
]

050!
o843vi

ladaled s
(@)
—
>
w
(@]

0 0000000000 0.00000 9+« -
A R N R

8.
o8

g

523 =541~

s w0 iz wta s¥e ol oo k3 sda nde wda 30 582 wde sde ode 30 32

AL PR T D T

Colrtn va Mase Ao Charoe (i)

Figure S3. MS/MS product ion spectrum (2) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (A) and CTX3C [M+H]+ as a precursor ion (B).
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Figure S4. MS/MS product ion spectrum (3) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (m/z 850-980).
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Figure S5. Structures of product ions induced by 51-hydroxy CTX3C at charge site B (1).
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Figure S6. Structures of product ions induced by 51-hydroxy CTX3C at charge site B (2).
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Figure S7. MS/MS product ion spectrum (4) of 51-hydroxy CTX3C [M+H]* as a precursor ion (A) and CTX3C [M+H]* as a precursor ion (B).
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Figure S8. MS/MS product ion spectrum (5) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (A) and CTX3C [M+H]+ as a precursor ion (B).
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Figure S9. MS/MS product ion spectrum (6) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (m/z 890-1050).
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Figure S10. MS/MS product ion spectrum (7) of 51-hydroxy CTX3C [M+H]+ as a precursor ion.
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Figure S11. APCI-MS/MS product ion spectrum of 51-hydoxyCTX3C [M+H]+ as a precursor ion. (Large size of full range MS/MS spectrum).





