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Single crystal X-ray analysis: A suitable crystals of 6a, 6d, 6ai and 6dii were subjected 
to X-ray diffraction analysis. The intensity data were collected; and the lattice parameters 
and standard deviations were obtained. The data were corrected for Lorentz and 
polarization factors. The structure was solved by direct methods program SHELX–97 
(Sheldrick, 1997) package and also refined using the same. The final model was plotted 
using the program ORTEP. Crystallographic data for the compound 6a, 6d, 6ai, and 6di 
has been deposited with the Cambridge Crystallographic Data Centre, CCDC No. 772207, 
772208, 772209 and 772210 respectively. Copies of the data can be obtained free of 
charge on application to CCDC, 12 Union Road, Cambridge CB2 1EZ, UK, (fax: +44-
(0)1223-336033 or e-mail: deposit@ccdc.cam.ac.uk). 
 
 

 
ORTEP diagram of compound 6a 
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ORTEP diagram of compound 6d 
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ORTEP diagram of compound 6ai 
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ORTEP diagram of compound 6di 
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Entry Conformation 3-dimensional representation Total Energy 
Kcal/mol 

01 

  

 
 

-90576.3225 
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-90578.7543 

03 

 

 

 
 

-90565.4083 
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-90575.9313 

05 

 
 

 
 

-90580.2530 

06 

 
 

 
 

-90577.8479 
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