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Comparison of natural and synthetic chabrolobenzoquinone H

Table S1. Comparison of NMR data for natural and synthetic chabrolobenzoquinone H (1)

NATURAL SAMPLE? SYNTHETIC SAMPLE"
Frequency 300 MHz 75 MHz 500 MHz 126 MHz
C/H On Oc On Oc
1 - 187.9 - 187.9
2 - 148.6 - 148.5
3 6.50 s 132.4 6.50t (1.8 Hz) 132.4
4’ - 188.4 - 188.4
5’ - 145.7 - 145.7
6’ 6.60 q (1.5 Hz) 133.6 6.60q (1.6 133.6
7' 2.04d (1.5 Hz) 15.5 2.04d (1.6 Hz) 15.5
1 3.11d (7.2 Hz) 27.2 3.11d (6.3 Hz) 27.1
2 5.13t(7.2 Hz) 118.0 5.14td (7.3, 1.3 Hz) 118.0
3 - 139.8 - 139.8
4 2.09m 39.6 2.08 m 39.5
5 2.12m 26.4 212 m 26.4
6 511m 124.3 511m 124.3
7 - 134.6 - 134.6
8 1.96 m 36.2 1.96 m 36.2
9 1.71 m 27.7 1.75-1.66 m 27.6
10 4.85 dd (9.6, 3.0 Hz) 79.1 4.85dd (10.2, 2.6 79.1
Hz)
11 - 74.2 - 74.2
12 1.43m, 1.54 m 37.8 1.44m, 1.55m 37.8
13 2.05m 22.1 2.05m 22.1
14 511m 124.5 511m 124.5
15 - 132.1 - 132.1
16 1.68s 25.8 1.69s 25.7
17 1.62s 17.7 1.62s 17.7
18 1.17s 23.6 1.17 s 23.6
19 1.60s 16.2 1.60s 16.2
20 1.62s 16.1 1.62s 16.1
21 - 171.1 - 171.1
22 2.11s 21.1 2.11s 21.1
OH Not observed - Not observed -

aTaken from the isolation report.! Note: There is no information on the reference shift used in that
report. °For synthetic 1, the reference shift of CDCls was set to 7.27 for *H and 77.00 for *3C.

1Su, J-H.; Ahmed, A. F.; Sung, P-J.; Wu, Y-C.; Sheu, J-H. Meroditerpenoids from a Formosan Soft Coral
Nephthea Chabrolii. J. Nat. Prod. 2005, 68, 1651-1655.
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