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Figure S1. (A) LC-MS-chromatogram of the last fraction (elution with EtOAc) of the CC on silica gel
of the dichloromethane extract of A. discolor leaves; (B) +ESI-MS of its major compound, budlein A.
[M + H]+: 375.1436 (C20H23O7).

A 

UV, 8.428min #12598  

111.0816 
229.1961 

287.2402 327.2322 

269.4672 305.2494 

+MS, 8.428min #1923 

0 

50 

100 

150 

Intens. 

[mAU] 

0 

1 

2 

5 x10 

Intens. 

50 100 150 200 250 300 350 400 m/z 

200 220 240 260 280 300 320 340 360 380 

Wavelength [nm] 

8
.4

3
 

0 2 4 6 8 10 12 14 Time [min] 
0 

1 

2 

3 

5 x10 

Intens. 

B 

C 

Figure S2. +ESI-QqTOF-MS chromatogram (A); UV spectrum (B); +ESI-MS (C) of compound 1,
[M + H]+: 305.2494 (C20H33O2) and [M + Na]+: 327.2322 (C20H32O2Na). Internal calibrant sodium
formiate: 12.6 min.
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Figure S3. 1H NMR spectrum of compound 1 (CDCl3, 600 MHz). ∗-CH3 protons from acetone.
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Figure S4. 13C NMR spectrum of compound 1 (CDCl3, 150 MHz). ∗-CH3 from acetone.
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Figure S5. 1H/13-HSQC spectrum of compound 1 (600/150 MHz, CDCl3).
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Figure S6. 1H/13-HMBC spectrum of compound 1 (600/150 MHz, CDCl3).
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Figure S7. 1H/1H-COSY spectrum of compound 1 (600 MHz, CDCl3).
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Figure S8. 1H/1H-NOESY spectrum of compound 1 (600 MHz, CDCl3).
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Figure S9. +ESI-QqTOF-MS chromatogram (A); UV spectrum (B); +ESI-MS (C) and +ESI-MS2 (D)
spectra of compound 2, [M + H]+: 303.2346 (C20H31O2). Internal calibrant sodium formiate: 12.6 min.
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Figure S10. 1H NMR spectrum of compound 2 (CDCl3, 600 MHz). ∗-CH3 protons from acetone.
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Figure S11. 13C NMR spectrum of compound 2 (CDCl3, 150 MHz). ∗-CH3 from acetone.
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Figure S12. 1H/13-HSQC spectrum of compound 2 (600/150 MHz, CDCl3).
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Figure S13. 1H/13-HMBC spectrum of compound 2 (600/150 MHz, CDCl3).
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Figure S14. 1H/1H-COSY spectrum of compound 2 (600 MHz, CDCl3).
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Figure S15. 1H/1H-NOESY spectrum of compound 2 (600 MHz, CDCl3). Cross-correlated peak (red
circle) enabled the determination of the stereochemistry at C-13.
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Figure S16. +ESI-QqTOF-MS chromatogram (A); UV spectrum (B); +ESI-MS (C) and +ESI-MS2 (D)
spectra of compound 3, [M + H]+: 303.2332 (C20H31O2). Internal calibrant sodium formiate: 12.6 min.
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Figure S17. 1H NMR spectrum of compound 3 (CDCl3, 600 MHz).
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Figure S18. 13C NMR spectrum of compound 3 (CDCl3, 150 MHz).
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Figure S19. 1H/13-HSQC spectrum of compound 3 (600/150 MHz, CDCl3).
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Figure S20. 1H/13-HMBC spectrum of compound 3 (600/150 MHz, CDCl3).
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.Figure S21. 1H/1H-COSY spectrum of compound 3 (600 MHz, CDCl3).
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Figure S22. Partial 1H/1H-NOESY spectrum of compound 3 (600 MHz, CDCl3) highlighting
correlations in the downfield region.
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Figure S23. Partial 1H/1H-NOESY spectrum of compound 3 (600 MHz, CDCl3) showing correlations
in the upfield region. Stereochemistry at C-13 in compound 4 is justified by the NOE effects circled
in red.
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Figure S24. +ESI-QqTOF-MS chromatogram (A); UV spectrum (B); +ESI-MS (C) and +ESI-MS2 (D)
spectra of compound 4, [M + H]+: 303.2369 (C20H31O2). Internal calibrant sodium formiate: 12.6 min.



Molecules 2016, 21, 1237; doi:10.3390/molecules21091237 S13 of S15

0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.5
f1 (ppm)

1.751.801.851.901.952.002.05
f1 (ppm)

13.91
2.51
2.51

10.21
6.36
2.15

13.22
3.58
1.84

*

CDCl3

O

CH3

CH3

CH2

H

H
CH3

OH19

H-15
H-14 H-16a H-16b

H-7 &
H-19a

H-2
H-19b

H-9 H-6β H-3b
H-20

H-17
H-18

H-6α
H-11α
H-12α

H-1β
H-3a
& H-5 

H-1β
H-12β

H-11β

12

4

3
5

6
7
8

9
11

10

12
13

15
14

16

17

18

OH

Figure S25. 1H NMR spectrum of compound 4 (CDCl3, 600 MHz). ∗-CH3 protons from acetone.
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Figure S26. 13C NMR spectrum of compound 4 (CDCl3, 150 MHz). ∗-CH3 from acetone.
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Figure S27. 1H/13C-HSQC spectrum of compound 4 (600/150 MHz, CDCl3).
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Figure S28. 1H/13C-HMBC spectrum of compound 4 (600/150 MHz, CDCl3).
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Figure S29. 1H/1H-COSY spectrum of compound 4 (600 MHz, CDCl3).
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Figure S30. 1H/1H-NOESY spectrum of compound 4 (600 MHz, CDCl3).
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