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Spectroscopic data for 6p, 7p-dihydroxy-12-methylroyleanone (1)
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Figure S1. The 'H NMR spectrum of 68, 7B-dihydroxy-12-methylroyleanone (1) observed at
500 MHz in acetone-dg at 25 °C. Assignments are given in Table 1.
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Figure S2. The "C NMR spectrum of 6@, 7B-dihydroxy-12-methylroyleanone (1) observed at
125 MHz in acetone-ds solution at 25 °C. Assignments are given in Table 1.
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Figure S3. The "C DEPT NMR spectrum of 6f, 7B-dihydroxy-12-methylroyleanone (1)
observed at 125 MHz in acetone-dg solution at 25 °C.
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Figure S4. The COSY spectrum of 6f3, 73-dihydroxy-12-methylroyleanone (1) observed at
500 MHz in acetone-dg solution at 25 °C.

S3



J n .

0OC3_SchnepelCh_0322_NA-8L3.3.ser
1H13C_HMQC Acetone {C:\NMRData\Service_aktuell} OC3 56

T

i \JMMHHH

55 50 45 40 35
2 (ppm)

Figure S5. The HSQC spectrum of 6f, 7p-dihydroxy-12-methylroyleanone (1) observed at
500 and 125 MHz in acetone-d solution at 25 °C.
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Figure S6. The HMBC spectrum of 68, 7p-dihydroxy-12-methylroyleanone (1) observed at
500 and 125 MHz in acetone-dg solution at 25 °C.
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Figure S7. The NOESY spectrum of 63, 78-dihydroxy-12-methylroyleanone (1) observed at
500 MHz in acetone-dg solution at 25 °C.
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Figure S8. The HRESIMS of 6B, 7p-dihydroxy-12-methylroyleanone (1).
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Spectroscopic data for 6B-acetoxy-6a-methoxy-7-oxoroyleanone (2)
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Figure S9. The 'H NMR of 6B-acetoxy-60-methoxy-7-oxoroyleanone (2) observed at 500
MHz in CDCl; solution at 25 °C. Assignments are given in Table 1.
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Figure S10. The *C NMR spectrum of 6-acetoxy-6a-methoxy-7-oxoroyleanone (2)
observed at 125 MHz in CDCljssolution at 25 °C. Assignments are given in Table 1.

S6



OC3_SchroederDa_0429_.2.ser
1H1H_COSY CDCI3 {C:\NMRData\Service_aktuell} OC3 46

f1 (ppm)

R @ 0
- g¢®
0
o0 ! h L60
0 )

I | 65

1 '
' [70

' @
[75

1

60 55 ) 45 ) 35 30 25 2 15 10
f2 (ppm)

Figure S11. The COSY spectrum of 6B-acetoxy-6a-methoxy-7-oxoroyleanone (2) observed
at 500 MHz in CDClj; solution at 25 °C.
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Figure S12. The HSQC spectrum of 6B-acetoxy-6a-methoxy-7-oxoroyleanone (2) observed
at 500 and 125 MHz in CDCl; solution at 25 °C.
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Figure S13. The HMBC spectrum of 6p-acetoxy-6a-methoxy-7-oxoroyleanone (2) observed
at 500 and 125 MHz in CDCl; solution at 25 °C.
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Figure S14. The HRESIMS of 6B-acetoxy-6a-methoxy-7-oxoroyleanone (2)

S8



Spectroscopic data for 8a,9a-epoxy-6-deoxycoleon U (3)
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Figure S15. The '"H NMR of 8a,9a-epoxy-6-deoxycoleon U (3) observed at 500 MHz in
CDCl; solution at 25 °C. Assignment is given in Table 1.
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Figure S16. The "C NMR spectrum of 8a,9a-epoxy-6-deoxycoleon U (3) observed at 125
MHz in CDCl; solution at 25 °C. Assignment is given in Table 1.
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Figure S17. The COSY spectrum of 8a,90-epoxy-6-deoxycoleon U (3) observed at 500 MHz
in CDCl; solution at 25 °C.
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Figure S18. The NOESY spectrum of 8a,9a-epoxy-6-deoxycoleon U (3) observed at 500
MHz in CDCl; solution at 25 °C.
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Figure S19. The HSQC spectrum of 8a,9a-epoxy-6-deoxycoleon U (3) observed at 500 and
125 MHz in CDCl; solution at 25 °C.
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Figure S20. The HMBC spectrum of 8a,9a-epoxy-6-deoxycoleon U (3) observed at 500 and
125 MHz in CDClI; solution at 25 °C.
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Figure S21. The HRESIMS of 8a,90-epoxy-6-deoxycoleon U (3).
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Figure S22. The IR spectra of 8a,9a-epoxy-6-deoxycoleon U (3).
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Spectroscopic data for 6,12-dihydroxysapriparaquinone (4)
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Figure S23. The '"H NMR of 6,12-dihydroxysapriparaquinone (4) observed at 500 MHz in
CDCl; solution at 25 °C. Assignment is given in Table 1.

OC3_NegereAy_U41Y_AN-bL44.4.1d
OC3_NegereAy_0419_AN-6G44_C13CPD

N
o
P=]
S
<
<
5 o
I} N B ®
SO%| =3
& /N =4
n =
=3
=3
™
8 N
o 2
2 —
Bao g &
0 b = 125
™ < 9 - || @
~ @ 90X o |- g
&% AN S =
< | N
2 /
|
T T T T T T T T T T T 7 7 T T 7 7 7 T T
190 180 170 160 150 140 130 120 110 f1(|30 ) 90 80 70 60 50 40 30 20 10 0
1 (ppm

Figure S24. The BC NMR spectrum 6,12-dihydroxysapriparaquinone (4) observed at 125
MHz in CDCl; solution at 25 °C. Assignment is given in Table 1.
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Figure S25. The "C DEPT NMR spectrum 6,12-dihydroxysapriparaquinone (4) observed at
125 MHz in CDCl; solution at 25 °C.
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Figure S26. The COSY spectrum of 6,12-dihydroxysapriparaquinone (4) observed at 500
MHz in CDClI; solution at 25 °C.
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Figure S27. The HSQC spectrum of 6,12-dihydroxysapriparaquinone (4) observed at 500 and
125 MHz in CDCl; solution at 25 °C.
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Figure S28. The HMBC spectrum of 6,12-dihydroxysapriparaquinone (4) observed at 500
and 125 MHz in CDCI; solution at 25 °C.
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Figure S29: HRESIMS spectra of 6,12-dihydroxysapriparaquinone (4)
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