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X-ray Crystal Structure Data for cis-3a 

Table S1.  Crystal data and structure refinement for cis-3a. 

Empirical formula  C72.50 H66.50 Cl1.50 I8 O9  
Formula weight  2150.13  
Temperature  173(1) K  
Wavelength  0.71073 Å  
Crystal system  Monoclinic  
Space group  P2(1)/m  
Unit cell dimensions a = 10.850(2) Å α = 90° 
 b = 31.002(6) Å β = 96.637(3)° 
 c = 11.243(2) Å γ = 90° 
Volume 3756.5(13) Å3  
Z 2  
Density (calculated) 1.901 g/cm3  
Absorption coefficient 3.409 mm-1  
F(000) 2046  
Crystal size 0.50 x 0.32 x 0.32 mm3  
Theta range for data collection 1.89 to 27.00°  
Index ranges -13<=h<=13, -39<=k<=39, -

14<=l<=14 
 

Reflections collected 41842  
Independent reflections 16334 [R(int) = 0.0202]  
Completeness to theta = 27.00° 99.8 %   
Absorption correction Multi-scan  
Refinement method Full-matrix least-squares on F2  
Data / restraints / parameters 16334 / 1 / 847  
Goodness-of-fit on F2 1.093  
Final R indices [I>2σ(I)] R1 = 0.0302, wR2 = 0.0905  
R indices (all data) R1 = 0.0312, wR2 = 0.0911  
Absolute structure parameter 0.321(15)  
Largest diff. peak and hole 1.614/-0.599 e Å-3  
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p4 32.00 usec
P3 16.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========
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======== CHANNEL f1 ========
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TE 296.2 K
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DS 0
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SOLVENT CDCl3
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PULPROG dept135
PROBHD   5 mm Dual 13C/
INSTRUM spect
Time 19.56
Date_ 20110308
F2 − Acquisition Parameters

PROCNO 1
EXPNO 3
NAME      DPA−079_24−30
Current Data Parameters
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SOLVENT DMSO
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Time 8.23
Date_ 20110801
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Size:  6.2720 mg
Method: Ramp
Comment: N2

TGA File: C:...\TGA analysis\fd12jul11­101.TGA
Operator: Bruria
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Scale: 0.464 ppm/cm, 139.2 Hz/cm

PC 0.50
GB 0
LB 0.00 Hz
SSB 0
WDW EM
SF 300.1300007 MHz
SI 32768
F2 − Processing parameters

SFO1 300.1319000 MHz
PL1 −3.00 dB
P1 9.00 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 0.10000000 sec
TE 298.2 K
DE 6.00 usec
DW 119.200 usec
RG 362
AQ 3.9059956 sec
FIDRES 0.128010 Hz
SWH 4194.631 Hz
DS 0
NS 128
SOLVENT DMSO
TD 32768
PULPROG zg
PROBHD   5 mm Dual 13C/
INSTRUM spect
Time 18.31
Date_ 20110724
F2 − Acquisition Parameters

PROCNO 1
EXPNO 1
NAME     DPA−148_reprecipitated_Soxhlet_solid
Current Data Parameters
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Scale: 9.104 ppm/cm, 687 Hz/cm

PC 1.00
GB 0
LB 2.00 Hz
SSB 0
WDW EM
SF 75.4677853 MHz
SI 32768
F2 − Processing parameters

SFO2 300.1312000 MHz
PL12 12.00 dB
PL2 −6.00 dB
PCPD2 100.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 75.4759867 MHz
PL1 −5.00 dB
P1 3.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
d11 0.03000000 sec
D1 0.10000000 sec
TE 299.2 K
DE 9.46 usec
DW 25.350 usec
RG 5792.6
AQ 0.8307188 sec
FIDRES 0.601925 Hz
SWH 19723.865 Hz
DS 0
NS 40000
SOLVENT CDCl3
TD 32768
PULPROG zgdc
PROBHD   5 mm Dual 13C/
INSTRUM spect
Time 21.22
Date_ 20110724
F2 − Acquisition Parameters

PROCNO 1
EXPNO 2
NAME     DPA−148_reprecipitated_Soxhlet_solid
Current Data Parameters
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Scale: 0.43 ppm/cm, 129 Hz/cm

PC 0.50
GB 0
LB 0.00 Hz
SSB 0
WDW EM
SF 300.1300008 MHz
SI 32768
F2 − Processing parameters

SFO1 300.1319000 MHz
PL1 −3.00 dB
P1 9.00 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 0.10000000 sec
TE 303.2 K
DE 6.00 usec
DW 119.200 usec
RG 406.4
AQ 3.9059956 sec
FIDRES 0.128010 Hz
SWH 4194.631 Hz
DS 0
NS 128
SOLVENT DMSO
TD 32768
PULPROG zg
PROBHD   5 mm Dual 13C/
INSTRUM spect
Time 17.39
Date_ 20110829
F2 − Acquisition Parameters

PROCNO 1
EXPNO 1
NAME     DPA−146_Soxhlet−collPd_precipitated_Soxhlet_solid
Current Data Parameters
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Scale: 0.5221 ppm/cm, 365.7 Hz/cm

PC 1.00
GB 0
LB 0.00 Hz
SSB 0
WDW EM
SF 700.4500353 MHz
SI 65536
F2 − Processing parameters

SFO1 700.4542027 MHz
PL1W 9.00000000 W
PL1 4.00 dB
P1 8.42 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 318.0 K
DE 6.50 usec
DW 51.000 usec
RG 7.12
AQ 3.3423860 sec
FIDRES 0.149596 Hz
SWH 9803.922 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 65536
PULPROG zg30
PROBHD   5 mm CPTCI 1H−
INSTRUM spect
Time 12.14
Date_ 20110814
F2 − Acquisition Parameters

PROCNO 1
EXPNO 1
NAME      DPA−159−xtals
Current Data Parameters
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SI 65536
F2 − Processing parameters

SFO2 700.4531737 MHz
PL12W 0.15102178 W
PL2W 9.00000000 W
PL12 21.75 dB
PL2 4.00 dB
PCPD2 65.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 176.1476671 MHz
PL1W 18.94487762 W
PL1 7.00 dB
P1 14.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
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FIDRES 0.652023 Hz
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DS 0
NS 1569
SOLVENT CDCl3
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F2 − Acquisition Parameters
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