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HMQC spectrum of aigialospirol (2) in acetone-dy/D,0 (4:1)
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HMBC spectrum of aigialospirol (2) in acetone-dys/D,0 (4:1)
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Figure S1. X-ray crystal structure of aigialone (1).




Table S1. Crystal Data and Stru cture Refinement of Aigialone ( 1)

Experimental
Crystal data

CisH2605

M, =298.379
Monoclinic

P2,

a=5.4952 (A
b=8.6872 (HA
¢ =17.1402 (8)A
a = 90.00°
B=93.979 2)°
¥=90.00°

V =816.27 (6)A°
Z=2

D, =1.214 Mg m*

Data collection

KappaCCD

Absorption correction: none
19048 measured reflections
2028 independent reflections
1882 observed reflections
Criterion: >2sigma(])

Refinement

Refinement on F°

Full-matrix least-squares refinement
R(all) = 0.0438

R(gt) = 0.0392

wR(ref) = 0.1001

wR(gt)= 0.0968

S(ref) = 1.020

2028 reflections

191 parameters

Data collection: KappaCCD
Cell refinement: HKL Scalepack (Otwinowski & Minor 1997)

Data reduction: Denzo and Scalepak (Otwinowski & Minor, 1997)
Program(s) used to refine structure: SHELXL-97 (Sheldrick, 1997)

fine-focus sealed tube
Mo Ka radiation
A=0.71073
Cell parameters from 1,028 reflections
p=0.089 mm’
T=298K
plate
Colourless
Crystal source: Aigialus parvus BCC 5311

Omax = 28.17°
h=0->7
k=0-11
1=-22 21

Calculated weights calc

A6y = 0.000

APmax = 0.186eA?

Apmin =-0. 1626A3

Extinction correction: SHELXL
Fc"=kFc[1+0.001xFc?A%/sin(20)]"
Extinction coefficient = 0.034 (15)

Atomic scattering factors from International

Tables Vol C Tables 4.2.6.8 and 6.1.1.4
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