	
Table 2. Selected optimized geometrical parameters of (3), calculated at B3LYP/6–31G(d,p): Bond length (Å), Bond angle (°) and Dihedral angle (°).

	Bond Length  in (Å)
	 Bond Angle      in  (°)
	Dihedral Angle        in   (°)

	 R(1,2)          
	1.3884
	A(1,5,15)      
	121.2265
	 D(1,2,6,7)      
	2.2394

	 R(1,5)          
	1.3600
	A(4,5,15)      
	130.5346
	 D(1,5,15,16)    
	168.4999

	 R(1,35)         
	1.0132
	A(2,6,7)       
	130.1979
	 D(1,5,15,18)    
	40.8945

	 R(2,6)          
	1.4183
	A(6,7,8)       
	121.9375
	 D(1,5,15,44)    
	–75.2999

	 R(5,15)         
	1.5209
	A(7,10,11)     
	124.3015
	 D(4,5,15,16)    
	–15.1282

	 R(6,7)          
	1.3719
	A(7,10,12)     
	111.4866
	 D(4,5,15,18)    
	–142.7336

	 R(7,8)          
	1.4238
	A(10,12,13)    
	115.9934
	 D(4,5,15,44)    
	101.072

	 R(7,10)         
	1.4852
	A(12,13,14)    
	107.3833
	 D(2,6,7,8)      
	0.687

	 R(8,9)          
	1.1669
	A(5,15,16)     
	111.9561
	 D(2,6,7,10)     
	179.9946

	 R(10,11)        
	1.2166
	A(5,15,18)     
	111.4953
	 D(6,7,10,11)    
	–0.0117

	 R(10,12)        
	1.3476
	A(5,15,44)     
	107.6678
	 D(6,7,10,12)    
	179.9748

	 R(12,13)        
	1.4472
	A(16,15,18)    
	112.9291
	 D(7,10,12,13)   
	–179.9137

	 R(13,14)        
	1.516
	A(16,15,44)    
	106.0631
	 D(11,10,12,13)  
	0.0728

	 R(15,16)        
	1.5005
	A(18,15,44)    
	106.2682
	 D(10,12,13,14)  
	178.961

	 R(15,18)        
	1.5168
	A(15,16,31)    
	133.9012
	 D(5,15,16,31)   
	113.6118

	 R(17,18)        
	1.3600
	A(21,22,23)    
	130.3705
	 D(5,15,16,34)   
	–67.7317

	 R(17,21)        
	1.3864
	A(22,23,24)    
	122.4474
	 D(18,15,16,31)  
	–119.5537

	 R(17,45)        
	1.0136
	A(22,23,26)    
	118.0264
	 D(18,15,16,34)  
	59.1028

	 R(21,22)        
	1.42
	A(23,26,27)    
	124.2576
	 D(5,15,18,17)   
	87.5526

	 R(22,23)        
	1.3708
	A(26,28,29)    
	115.9591
	 D(5,15,18,19)   
	–88.4058

	 R(23,24)        
	1.4246
	A(28,29,30)    
	107.3898
	 D(16,15,18,17)  
	–39.526

	 R(23,26)        
	1.4868
	
	
	 D(17,21,22,23)  
	1.9797

	 R(24,25)        
	1.1666
	
	
	 D(21,22,23,24)  
	0.8331

	 R(26,27)        
	1.2164
	
	
	 D(21,22,23,26)  
	–179.8905

	 R(26,28)        
	1.3471
	
	
	 D(22,23,26,27)  
	0.0387

	 R(28,29)        
	1.4474
	
	
	 D(22,23,26,28)  
	–179.9638

	 R(29,30)        
	1.5159
	
	
	 D(23,26,28,29)  
	–179.918



