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Structures and characteristic fragments of CTX (1) and CTX3C (2).
Numbers in parentheses on the fragments of 2 denote the increase in mu after replacing
hydroxyl protons with deuterium. The mass units indicated are those of Na-adduct

ions. For clarity not all fragme/nt_s are shown.
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" " € Mass Spectrum ]

Data : posle Date :
Sample: CTX-1B Co

Note : Array Detector Daﬁm
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e Mass Spectrum ] : ) :

Data : pos3e Date : 96-Aug-98 11:11
Sample: CTX-3C ) . :
Note : Array Detector Data

Inlet : Direct Lon Mode : FAB+
Spectrum Type * Product (m/z 1845.50, 3rd FFR, FC: 8.80kV)
RT : 2.88 min Scan# : |
BP : mrz 1844.1864 Int. : 30.10
Output m7z range : 36.8160 to 1848.116] Cut Leve! : 90.89 x :
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- 52-epi-CTX3C
[M+Na]t = 1045
Rt= 14.50 min
Source:PFT6
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M-seco-CTX3C

[M+Na]+ = 1063 533 463
Rt=6.21 min o>
Source: G. toxicus .

{

921" 865

L Mass Spectrum } i

Data : secob Date : 13-Dec-99 15:39
Sample: seco CTX3C

Note : Array Detector Data

Inlet : Direct Ion Mode : FRBY
Spectrum Type : Product (wz 1063.60, Ird FFR, FC: 8.88kV)
RT : B.02 min Scan® : 1
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[ Mass Spectrum }

‘Data : gtt2a . Date : 15-0ct-98 18:13

Sample: CTX=GT-T2

Note : RArray Detector Data
Inlet : Direct : - Ion Mode : FAB+
Spectrum Type : Product (m/z 1877.5@, 3rd FFR, FC: B8.@6kV)
RT : ©.88 min ) Scant ; |

BP : msz 1073.7288 Int. : 26.64
Output m/z range : 39.2462 to 1074.8462
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M-seco-CTX3C methyl acetal (5)
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[ Mass Spectrum }
Data : t3b

‘Sample: CTX-T3

Note : Array Detector Data

M-seco-CTX4A (or 4B)

Inlet : Direct ” [M+Na)* = 1104 785 841
Spectrum Type : Product (m’z 1101.50 Rt-=7.19 min - -
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. [ Mass Spectrum ) . . .
Daass. ﬂmm_u.s bote MS/MS Spectrum of 52-epi-CTX
© Sample: CTX-1B2.1 i [M+Naj*= 1133 ’

Note : Array Detector Data

Inltet : Direct Ion Rt=5.72 min
Spectrum Type : Product (msz 1133.50, 3rd Source: MLT10(1B
RT : 2.20 min Scan# : 1 (183), MLT12(184)
BP : mrz 1132.7137 Int. : 28.86
Output m/z range : 57.2512 to 1137.8912
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[ Mass Spectrum }

Data Ib4a

Sample: CTX-1B4

Note : Array Detector Data
Intet : Direct ) Lon Mode : FAB+
Spectrum Type : Product (msz 1133.50, 3rd FFR, FC:  8.00kV)

Date : 24-Sep-98 15:27

RT : ©.00 min - Scant : | )
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mm-mnrma-mmoxﬁo,ﬁx
[M+NaJ* = 1117

- Rt=7.87 min (ref.=7.87 min) . 2
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mA-QmoxV\-Oﬁx

[M+Na*= 1117 _ RS B s
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7-hydroxy-CTX
[M+Na]* = 1151 : ]
Rt= 4.71 min | &7 e 8w
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[ Mass Spectrum )
Data : |a5a

Sample: CTX-1A5.1B
Note : Array Detector Data

Intet : Direct * Ion Mode : FAB+
Spectrum Type : Product {m7z 1167.50, 3rd FFR

Date : 28-Aug-98 11:48%

, FC:  8.80kV)
RT : B.88 min Scan# : | o )
BP : mrz S@83.0546 Int. : 4p.47
o:mv....» m/Z range : S8.896@ to 1178.5959 Cut Level : 8.88 %
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o0 ( Mass Spectrum ] . : :
— Oata : RiAGg Date : @8-Sep-39 18:33
) Samgle: Sulfo AlFG-1 :
Wb Note : Array Detector Data .
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o Spectrum Type : Product {msz 1327.58, 3rd FFR, FC: B.9%kV) -
4= RT : @.82 min Scand : |
= B : m/z 79,9677 - Int, : 1B.91
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 54-deoxy-50-hydroxy-CTX

[M+NaJ* =1133
Rt=4.90
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[ Mass Spectrum 1 .

Data : 2ba Date : 28-Aug-98 16:28
Sample: CTX-2B

Note : Array Detector Data

Inlet : Direct Ton Mode : FAB+ |
Spectrum Type : Product (mrz 1861.58, 3rd FFR, FC: 8.00kv)
RT-: .88 min Scan# : |

BP : m/z 1858.9968 Int. : 2d.85 :
Output m/z range : $9.4322 to 1064.5122 Cut Level : B.00 %
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2.3-dihydroxy-CTX3C
- [M+NaJ*= 1079 |

Rt = 7.80 min (ref. 7.66 min)

Source: MLT14(2A2), 1B4
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‘[ Mass Spectrum j c .
BData : laBh : Date : 28-Aug-98 15:36
‘Sample: CTX~1AQ

Note : Array Detector Data

Inlet’: Direct A Ion Mode : FAB+
Spectrum Type : Product (mrz 1895.5@, 3rd £CO rol o Ao )
RT : 90.08 min ‘Scang @ | L H
BP : msz 1893,5204 Int. : 28.88 : N_w_m‘_#_._jva_,oxv\-O._.XwO
Output msz range : 58.2979 to 1096.2780 [M+Na]* = 1095 -
226388 . Rt=4.52 min
i Source: MLT1, 1A0
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Data

[ Mass Spectrum )
: Tade
“Sample: CTX-1R4

Note : Array Detector Data .
Intet : Direct ’ . Tan Mada -« FOR+

Spectrum Type :
RT : 8.99 min

Product AS\N
Scan#

Date : 28-Aug-968 14:14

BP : m/z '1879.6907 Int. >nmmooum‘_-3<a_‘ox<uo._.xuw0

Output m/z range : 57.5138 ti
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