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Figure 1. 'TH-NMR spectra of compound 4a
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Figure 2. 'TH-NMR spectra of compound 4b
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Figure 3. 'H-NMR spectra of compound 4c
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Figure 4. '"H-NMR spectra of compound 4d
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Figure 5. 'TH-NMR spectra of compound 7a
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Figure 6. 'H-NMR spectra of compound 7b
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Figure 7. '"H-NMR spectra of compound 7¢
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Figure 8. 'H-NMR spectra of compound 7d
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Figure 9. 3C-NMR spectra of compound 4a
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Figure 10. 3C-NMR spectra of compound 4b
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Figure 11. *C-NMR spectra of compound 4c
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Figure 12. 3C-NMR spectra of compound 4d
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Figure 13. ®*C-NMR spectra of compound 7a
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Figure 14. 3C-NMR spectra of compound 7b
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Figure 15. ®*C-NMR spectra of compound 7c
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Figure 16. *C-NMR spectra of compound 7d
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Figure 17. FT-IR spectra of compound 4a

100 J4besp
E
050 3
K
Wa_
075 §
07_0_
WS_

[
=3
Tab w000 w@w | am0 a0 0 200 20 00 @0 @0 40w e &0 e 40
Wavenumber (cm-1)
Figure 18. FT-IR spectra of compound 4b
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Figure 19. FT-IR spectra of compound 4c



T0 14d.esp

T T T T T T ¥ T T T T T T T T T T T T T T T T T T T T T T T T T T
3600 3400 3200 3000 2800 2600 2400 2200 2000 1800 1600 1400 1200 1000 800 600 400
Wavenumber (cm-1)

T T T
4000 3800

Figure 20. FT-IR spectra of compound 4d
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Figure 21. FT-IR spectra of compound 7a
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Figure 22. FT-IR spectra of compound 7b
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Figure 23. FT-IR spectra of compound 7c
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Figure 24. FT-IR spectra of compound 7d



Acquisition Parameter:

Mass Range Mode Std/Normal Trap Drive 43.0 Scan Begin 105 m/z Auto MS/MS  off
Ion Polarity Positive Octopole RF 75.0Vpp  Scan End 500 m/z
Ion Source Type ESI Amplitude Averages 1 Spectra
Dry Temp (Set) 350 °C Capillary Exit ~ 95.5 Volt ~ Max, Accu Time 100000 ps
Nebulizer (Set) 60.00 psi Skimmer 40.0 Volt  ICC Target 40000
Dry Gas (Set) 12.00 I/min  Oct 1 DC 12.00 Volt  Charge Control on
Oct 2 DC 1.70 Volt
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Figure 25. ESI-MS spectrum of compound 4a



Acquisition Parameter:

Mass Range Mode Std/Normal Trap Drive 43.0 Scan Begin 105 m/z Auto MS/MS  off
Ion Polarity Positive Octopole RF 75.0 Vpp  Scan End 500 m/z
Ion Source Type ESI Amplitude Averages 1 Spectra
Dry Temp (Set) 350 °C Capillary Exit ~ 95.5 Volt  Max. Accu Time 100000 ps
Nebulizer (Set)  60.00 psi Skimmer 40.0 VoIt ICC Target 40000
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Figure 26. ESI-MS spectrum of compound 4b



Acquisition Parameter:

Mass Range Mode Std/Normal
Ion Polarity Positive
Ion Source Type ESI

Dry Temp (Set) 350 °C
Nebulizer (Set) 60.00 psi
Dry Gas (Set) 12.00 I/min

Trap Drive 43.0 Scan Begin 105 m/z Auto MS/MS  off
Octopole RF 75.0Vpp  Scan End 500 m/z

Amplitude Averages 1 Spectra

Capillary Exit ~ 95.5Volt  Max. Accu Time 100000 ps

Skimmer 40.0 Volt  ICC Target 40000
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Figure 27. ESI-MS spectrum of compound 4c



Acquisition Parameter:

Mass Range Mode Std/Normal Trap Drive 43.0 Scan Begin 105 m/z Auto MS/MS  off
Ion Polarity Positive Octopole RF 75.0Vpp  Scan End 500 m/z
Ion Source Type ESI Amplitude Averages 1 Spectra
Dry Temp (Set) 350 °C Capillary Exit ~ 95.5 Volt ~ Max. Accu Time 100000 ps
Nebulizer (Set) 60.00 psi Skimmer 40.0 Volt  ICC Target 40000
Dry Gas (Set) 12.00 I/min Oct 1 DC 12.00 Volt  Charge Control on
Oct 2 DC 1.70 Volt
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Figure 28. ESI-MS spectrum of compound 4d



Acquisition Parameter:

Mass Range Mode Std/Normal Trap Drive 43.0 Scan Begin 105 m/z Auto MS/MS  off
Ion Polarity Paositive Octopole RF 75.0Vpp  Scan End 500 m/z
Ion Source Type ESI Amplitude Averages 1 Spectra
Dry Temp (Set) 350 °C Capillary Exit ~ 95.5Volt ~ Max. Accu Time 100000 ps
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Oct 2 DC 1.70 Volt
Intens.
x1081
1.5+
1.07
0.54
0.0 ' 2 - : Rl :
0 1 2 3 4 5 Time [min]
TIC +All — TIC +All MS —— TIC +All MSn
—— UV Chromatogram, 242 nm
Compound List:
# RT [min] Range [min] MS(n) Isol. m/z
n.a. 4.9 4.9
n.a. 4.9 4.9 472.7
+MS, 4.9min #943
Intens&s SPECTRE-000016.D: +MS, 4.9min #943
x10%]
472.7
1.259
1.004
0.751
0.50+
0.254
0.00 T T 7 T T T T T T T
150 200 250 300 350 400 450 500 550 600 miz
Component Molecular Molecule Absolute Relative
Mass Abundance Abundance

Figure 29. ESI-MS spectrum of compound 7a



Acqui

sition Parameter:

Mass Range Mode Std/Normal Trap Drive 43.0 Scan Begin 105 m/z Auto MS/MS  off
Ion Polarity Positive Octopole RF 75.0Vpp  Scan End 500 m/z
Ion Source Type ESI Amplitude Averages 1 Spectra
Dry Temp (Set) 350 °C Capillary Exit ~ 95.5Volt  Max. Accu Time 100000 s
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Figure 30. ESI-MS spectrum of compound 7b



Acquisition Parameter:

Mass Range Mode Std/Normal Trap Drive 43.0 Scan Begin 105 my/z Auto MS/MS  off
Ion Polarity Positive Octopole RF 75.0Vpp  Scan End 500 m/z
Ion Source Type ESI Amplitude Averages 1 Spectra
Dry Temp (Set) 350 °C Capillary Exit ~ 95.5 Volt  Max. Accu Time 100000 ps
Nebulizer (Set) 60.00 psi Skimmer 40.0 Volt  ICC Target 40000
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Figure 31. ESI-MS spectrum of compound 7¢



Acquisition Parameter:
Mass Range Mode Std/Normal Trap Drive

Ton Polarity Positive Octopole RF
Ion Source Type ESI Amplitude
Dry Temp (Set) 350 °C Capillary Exit

Nebulizer (Set) 60.00 psi Skimmer
Dry Gas (Set) 12.00 I/min  Oct 1 DC

43.0 Scan Begin 105 m/z
75.0Vpp  Sean End 500 m/z
Averages 1 Spectra
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Figure 32. ESI-MS spectrum of compound 7d



