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Figure S1. LC-HRMS analyses of 1 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A)
Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 208.1078, (B) relevant HRMS spectrum
and (C) relevant HRMS? spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z

208.1 as precursor.
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Figure S2. LC-HRMS analyses of 2 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A)
Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 194.0809, (B) relevant HRMS spectrum
and (C) relevant HRMS? spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z
194.1 as precursor.
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Figure S3. LC-HRMS analyses of 3 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A)
Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 210.0584, (B) relevant HRMS spectrum
and (C) relevant HRMS? spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z

210.1 as precursor.
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Figure S4. LC-HRMS analyses of 4 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A)
Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 195.0650, (B) relevant HRMS spectrum
and (C) relevant HRMS? spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z
195.1 as precursor.
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Figure S5. LC-HRMS analyses of 5 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A)
Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 266.1134, (B) relevant HRMS spectrum
and (C) relevant HRMS? spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z
266.1 as precursor.
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Figure 56. LC-HRMS analyses of 6 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A)
Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 236.0487, (B) relevant HRMS spectrum
and (C) relevant HRMS? spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z

236.0 as precursor.
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Figure S7. LC-HRMS analyses of 7 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A)
Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 222.0695, (B) relevant HRMS spectrum.
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Figure S8. LC-HRMS analyses of 8 on an LTQ Orbitrap XL™ Hybrid FT Mass Spectrometer system: (A)
Extracted ion Chromatogram (XIC) obtained by selecting the ion at m/z 280.0750, (B) relevant HRMS spectrum
and (C) relevant HRMS? spectrum (Collision Induced Dissociation mode) obtained by using the ion at m/z
280.1 as precursor.
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Figure S10. COSY spectrum in CDCls of PAB2.
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Figure S11. Downfield region enlargement of COSY spectrum in CDCls of PAB2.
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Figure S12. HSQC spectrum in CDCls of PAB2.

17

T
F2 [ppm]

40

&0

80

100

120

140

160

F1 [ppm]



F1 [ppm]

100

']
L
150

200

L] _- ....-' [
. « = :f;'. L
e s "
. ol " [e
- ® L
$ : : :

10 8 6 a 2 F2 [ppm]

Figure S13. HMBC spectrum in CDCls of PAB2.
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Figure S14. Downfield region enlargement of HMBC spectrum in CDCls of PAB2.
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