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I. X-ray Crystal Structure 
 

Compound 11 

 

Thermal ellipsoids are drawn at the 40% probability level. 
 

A yellow hot hexane solution of compound 11 was prepared. Crystals suitable for X-ray analysis were obtained by cooling 
the solution to room temperature. A yellow crystal of compound 11 having approximate dimensions of 0.300 x 0.300 x 0.300 mm 
was mounted on a loop. All measurements were made on a RIGAKU XTaLAB P200 CCD detector with graphite monochromated 
Mo-Ka radiation. The crystal structure has been deposited at the Cambridge Crystallographic Data Centre (deposition number: 
CCDC 1992334). The data can be obtained free of charge via the Internet at www.ccdc.cam.ac.uk/conts/retrieving.html. 
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Crystal Data and Structure Refinement. 
 
Empirical Formula C27H22 
 
Formula Weight  346.44 
 
Temperature  113 ± 2 K 
 
Wavelength  0.71075 Å 
 
Crystal System  Monoclinic 
 
Space Group  P21/n 
 
Unit Cell Dimensions a = 8.2882(13) Å a = 90° 
 b = 11.6286(17) Å b = 100.909(4)° 
 c = 19.897(3) Å g = 90° 
 
Volume 1883.0(5) Å3 
 
Z Value 4 
 
Calculated Density 1.222 g/cm3 
 
Absorption coefficient 0.069 mm–1 
 
F(000) 736 
 
Crystal size 0.300 x 0.300 x 0.300 mm 
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Theta Range for Data Collection 3.055–27.949° 
 
Index Ranges −9 ≤ h ≤ 10, −15 ≤ k ≤ 15, −24 ≤ l ≤ 25 
 
Reflections Collected 10571 
 
Independent Reflections 4085 [R(int) = 0.0801] 
 
Completeness to Theta = 25.242° 96.4%  
 
Absorption Correction Semi-empirical from equivalents 
 
Max. and Min. Transmission 0.980 and 0.980 
 
Refinement Method Full-matrix least-squares on F2 
 
Data / Restraints / Parameters 4085 / 0 / 246 
 
Goodness-of-Fit on F2 0.851 
 
Final R Indices [I>2sigma(I)] R1 = 0.0471, wR2 = 0.1228 
 
R Indices (All Data) R1 = 0.0760, wR2 = 0.1487 
 
Largest Diff. Peak and Hole 0.260 and −0.288 e–/Å3 
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II. 1H and 13C NMR Spectra 
compound 1b 
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compound 1b 
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compound 1d 
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compound 1e 
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compound 1e 
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compound 1f 
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compound 1f 
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compound 1g 
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compound 1g 
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compound 2a 
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compound 2b 
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compound 2c 
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