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» Crambescin B 452 homologue (m=5, n=4), Compound 9

MS spectrum
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XML_192_pos.raw#3817 @10.91 MS1 p +, base peak: 227.1803 m/z (8.6E7)
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* corresponding to the non-charged species, calculation of the experimental M\, and mass error are detailed in the note to Table 1.




MS/MS spectrum
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XML_192_pos.raw#3842 @10.98 MS2 (227.1805) p +, base peak: 128.1431 m/z (4.9E6)
Scan definition: FTMS + p ESI d Full ms2 227.1805@hcd35.00 [S0.0000-485.0000)
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» Crambescin B 466 homologue (m=6, n=4), Compound 14

MS spectrum

2.1E8

2.0E8

1.9€8

1.8€8

1.7€8

1.6€8

1.5€8

1.4E8

1.3e8

1.2e8

1.1E8

Intensity

1.0E8

9.0E7

8.0E7

7.0e7

6.0E7

S5.0E7

4.0E7

3.0e7

2.0E7

1.0E7 | 0330

|

130.0818
1225470

L

162.0081

|.1 I

XML_192_pos.raw#3913 @11.18 MS1 p +, base peak: 234.1884 m/z (2.1E8)
Scan definition: FTMS + p ESI Full ms [100.0000-1000.0000]
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* corresponding to the non-charged species, calculation of the experimental M\, and mass error are detailed in the note to Table 1.




MS/MS spectrum
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XML_192_pos.raw#3922 @11.21 MS2 (234.1885) p +, base peak: 128.1432 m/z (2.2E7)
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MS spectrum
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XML_192_pos.raw#3661 @10.46 MS1 p +, base peak: 227.1803 m/z (1.7E8)
Scan definition: FTMS + p ESI Full ms [100.0000-1000.0000]
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* corresponding to the non-charged species, calculation of the experimental M\, and mass error are detailed in the note to Table 1.




MS/MS spectrum
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XML_192_pos.raw#3662 @10.47 MS2 (227.1805) p +, base peak: 174.1600 m/z (2.1E7)
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» Crambescin C 466 homologue (m=6, n=4), Compound 6

MS spectrum
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XML_192_pos.raw#3769 @10.77 MS1 p +, base peak: 234.1884 m/z (3.3E8)
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* corresponding to the non-charged species, calculation of the experimental M\, and mass error are detailed in the note to Table 1.
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XML_192_pos.raw#3740 @10.69 MS2 (234.1884) p +, base peak: 188.1756 m/z (1.4E6)
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MS spectrum
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* corresponding to the non-charged species, calculation of the experimental M\, and mass error are detailed in the note to Table 1.
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MS/MS spectrum
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Scan definition: FTMS + p ESI d Full ms2 234.1883@hcd35.00 [50.0000-500.0000)
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XML_192_pos.raw#3802 @10.87 MS2 (234.1883) p +, base peak: 188.1756 m/z (1.5E7)
Scan definition: FTMS + p ESI d Full ms2 234.1883@hcd35.00 [50.0000-500.0000]
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MS/MS fragment Charge Proposed
iz state, 2 Formula A(ppm) Proposed Structure
H*
NH
174.1600 1 CsH20N30* -1.15 )]\
Ho/\Hs/\H NH,
NH, 2H*
HO
HNT SN
148.6021 2 Ci5sH27N303%* -0.67
x
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