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Three new prenylated acetophenone derivatives, acronyculatin P (1),
acronyculatin Q (2), and acronyculatin R (3) were isolated from the
leaves of Acronychia oligophlebia. Their structures were identified by
extensive analyses of spectroscopic data (IR, UV, ESI-HRMS, 1D and 2D
NMR) and comparison with the literatures. In addition, the cytotoxic
activity against MCF-7 cells of the isolates were evaluated by the MTT

assay and the ICs, values were 56.8, 40.4 and 69.1 «M, respectively.
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Fig. S1. Key *H-'H COSY and HMBC correlations of 1-3
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Fig. S2. '"H NMR superimposed spectrum of 1-3



Table 1. *H and **C NMR spectral data of compounds 1-3 in CDCls (6 in ppm, J in Hz).

1 2 3

Position 5Ha,c 5Cb 5Ha,c 5Cb 5Ha,c 5Cb

1 - 203.2 - 203.7 - 203.7
2 2.62 (s) 323 268(s) 311 2.69 (s) 31.2
1 - 108.3 - 1085 - 108.9
2' - 1648 - 161.3 - 162.1
3 - 107.9 - 1149 - 109.5
4 - 165.1 - 162.2 - 162.4
5' - 1071 - 1089 - 115.0
6' - 156.7 - 160.8 - 160.1
1" 3.23(d,8.6) 29.0 4.92(dd,12.04.0) 782 3.33(d,6.0) 23.1
2" 463(t,86) 914 181 (m);1.43(m) 443 5.21(t 6.0) 123.3
3" - 722 1.83(m) 249 - 132.2
4" 1.36 (s) 26.0  0.95(d, 5.4) 21.9  1.70 (s) 25.9
5" 1.24 (s) 24.6  0.96 (d, 5.4) 235  1.78(s) 18.1
1 2.55 (m) 21.0 3.28(d, 8.0) 225  2.75(m) 29.0

3.15 (dd, 14.9, 1.9)

2" 1.42 (m) 38.1 5.21(t 8.0) 1234 4.33(d, 8.3) 77.8
3" 1.55 (m) 276 - 1316 - 147.2
4 0.93(d, 6.5 227 1.70(s) 258  5.01(m);4.87(m) 1105
5" 0.93(d, 6.5 227 1.77(s) 18.0 1.85(s) 18.6
1"-OMe - - 3.39 (s) 578 - -
6-OMe  3.90 (s) 59.3  3.73(s) 62.8  3.72(s) 62.8
2-OH  14.05(s) - 13.59 (s) - 13.69 (s) -
4-0H - - 9.54 (s) - 8.91(s) -

4 NMR spectra were measured at 400 MHz
® 3C NMR spectra were measured at 100 MHz
¢ Overlapped signals were reported without designating multiplicity



i OHmS Formula Results: + Scan (0292 min)

miz lon Formula Abundance
SR 3 358.1839 (M+Na)+ €19 H28 Na 05 8448331
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C19H28 05|
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Fig. S7. *C NMR spectrum of 1 in CDCl;

Fig. S8. DEPT-135 spectrum of 1 in CDCl;
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Fig. S10. HSQC spectrum of 1 in CDCl;
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:GHNS Formula Results: +Scan (1681 min)
miz lon Formula Abundance

2 » 3731985 (M+Na)+  C20H30Na 05 546256

Formula M) lon Formulz Cale miz Score Cross Score Mass CalcMass  Diff(ppm)  Abs Diff (ppm)  Abund Match  Spacing Match  Mass Match
| C20H3005| C20H30Na 05| 373.1985| 476 350.2092 350.2093 02| 023 0 0 99.96
< >
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Fig. S13. ESI-HRMS of 2
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Fig. S14. UV spectrum of 2 (CH;0OH)
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Fig. S21. HMBC spectrum of 2 in CDCl;
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: OHES Formula Results: + Scan (0. 436 min)

miz lon Formula Abundance

A 357.1673 (M+Na)+  C19H26Na05 3351232
Best Formula (M) lon Formula Calemiz  Score © Cros  Mass  CalcMas Diff (ppm) Abs Dif Abund  Spacing MassMst miz D
| | €19H2605| C19H26Na05|  357.1672| 47.6| | 3341781 334.78| 02| o022 o [] 99.97| 357.16-| 7|
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Fig. S26. "H NMR spectrum of 3 in CDCl;
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Fig. S29. 'H-'H COSY spectrum of 3 in CDCl;

0

AN
R
.
. ©
o L
(-]
(-
o
<o o
=Y
50 46

20

== 30

40

50

80

70

80

80

110

120

42 38 3.4 30 26 2z 18
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Fig. S31. HMBC spectrum of 3 in CDCl;
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