


Table S1	Geometrical parameters of the title compound
  
Bond lengths (Å)
S1-C52		1.7303/1.7601		S1-C53		1.7464/1.8264    
F2-C16 		1.3664/1.3519  	F3-C31  		1.3613/1.3496   
O4-C51  		1.3734/1.3786        	O4-C52  		1.3465/1.3552     
O5-C38  		1.3675/1.3618      	O5-C39  		1.4345/1.4131       
O6-C42  		1.2155/1.2105          	O7-C42 		1.3205/1.3359     
O7-C43  		1.5105/1.4518   	O8-C56  		1.3156/1.3466    
O8-C57  		1.4617/1.4538      	O9-C56  		1.2036/1.2082     
N10-N11  		1.4154/1.3979           	N10-C52  		1.2775/1.2979    
N11-C51 		1.3015/1.295    	C12-H13 		0.9500/1.0917      
C14-C12		1.3944/1.3959   	C12-C21 		1.3966/1.4064         
C14-H15 		0.9500/1.091       	C16-C14  		1.3676/1.3915     
C17-C16  		1.3727/1.391     	C17-H18  		0.9500/1.0903    
C19-C17 		1.4055/1.3946      	C19-H20  		0.9500/1.0901    
C19-C21  		1.3945/1.4070     	C21-C22  		1.4924/1.4905   
C22-C23  		1.3765/1.4061  	C22-C50  		1.4066/1.4101    
C23-H24  		0.9500/1.0904     	C23-C25  		1.3905/1.4007    
C25-C26  		1.4706/1.4874        	C25-C36  		1.4055/1.4076         
 C26-C27 		1.4014/1.4074    	C26-C34  		1.3845/1.4074     
C27-H28  		0.9500/1.0915   	C27-C29  		1.3854/1.3953  
C29-H30  		0.9500/1.091     	C29-C31  		1.4015/1.3917    
C31-C32  		1.3714/1.3916          	C32-H33 		0.9500/1.091      
C32-C34  		1.3934/1.3954    	C34-H35  		0.9500/1.0917   
C36-H37  		0.9500/1.0888       	C36-C38  		1.3755/1.396      
C38-C50  		1.4155/1.4123   	C39-H40  		0.9900/1.1053     
C39-H41  		0.9900/1.1045    	C39-C42  		1.5076/1.5225    
C43-H44 		0.9900/1.1016    	C43-H45 		0.9900/1.1015    
C43-C46 		1.4707/1.5144      	C46-H47		0.9800/1.1016     
C46-H48 		0.9800/1.101      	C46-H49 		0.9800/1.1009    
C50-C51 		1.4446/1.4733    	C53-H54		0.9900/1.0995     
C53-H55		0.9900/1.0993           	C53-C56 		1.5517/1.5267    
C57-H58 		0.9900/1.0995   	C57-H59		0.9900/1.0988    
C57-C60		1.5267/1.5191          	C60-H61		0.9800/1.1023  
C60-H62 		0.9800/1.1015   	C60-H63 		0.9800/1.1001        
Bond angles (°)
C52-S1-C5 		97.3/97.2     		C52-O4-C51 		103.0/102.0
C38-O5-C39		115.5/119.4  		C42-O7-C43 		114.1/115.9
 C56-O8-C57 		116.9/116.8   		C52-N10-N11 	105.7/105.8  
C51-N11-N10 	106.4/106.8  		C14-C12-H13 		119.8/119.1   
C21-C12-H13 		119.8/119.6    		C14-C12-C21 		120.6/121.2 
C12-C14-H15 		121.3/121.6		C16-C14-C12 		117.4/118.8
C16-C14-H15 		121.3/119.6  		F2-C16-C14 		118.1/119.0     
F2-C16-C17 		117.6/119.2   		C14-C16-C17 		124.5/121.8   
C16-C17-H18 		121.1/120.5   		C16-C17-C19 		117.8/118.7    
C19-C17-H18 		121.1/120.8  		C17-C19-H20 		120.3/118.4   
C21-C19-C17 		119.5/121.3 		C21-C19-H20 		120.3/120.3      
C19-C21-C12 		120.1/118.2 		C12-C21-C22 		119.6/120.3  
C19-C21-C22 		120.3/121.5    		C23-C22-C21 		120.9/119.4    
C50-C22-C21 		121.0/122.0          	C23-C22-C50 		118.3/118.6  
C22-C23-H24 		119.6/118.7      	C22-C23-C25 		120.7/121.9         
C25-C23-H24 		119.6/119.4  		C23-C25-C36 		121.5/119.0   
C36-C25-C26 		119.1/120.2    		C27-C26-C25 		120.7/121.0  
C34-C26-C25 		120.4/121.0        	C34-C26-C27 		119.0/118.1    
C26-C27-H28 		119.7/119.6  		C29-C27-C26 		120.7/121.3  
C29-C27-H28 		119.7/119.1    		C27-C29-H30 		121.0/121.6  
C27-C29-C31 		118.0/118.9 		C31-C29-H30 		121.0/119.6 
F3-C31-C29 		118.7/119.2  		F3-C31-C32 		118.4/119.2         
C32-C31-C29 		122.9/121.6  		C31-C32-H33 		121.2/119.6    
C31-C32-C34 		117.7/118.8    		C34-C32-H33 		121.2/121.6     
C26-C34-C32 		121.7/121.3           	C26-C34-H35 		119.2/119.6    
C32-C34-H35 		119.2/119.0     	C25-C36-H37 		120.8/119.4   
C38-C36-C25 		118.4/119.9  		C38-C36-H37 		120.8/120.6  
O5-C38-C36 		125.8/124.6     	O5-C38-C50 		114.0/114.6   
C36-C38-C50 		120.2/120.8  		O5-C39-H40 		109.6/111.5   
O5-C39-H41 		109.6/111.8  		O5-C39-C42 		110.1/111.1    
H40-C39-H41 	108.2/107.6    		C42-C39-H40 		109.6/107.3
 C42-C39-H41 	109.0/107.3      	O6-C42-O7 		125.2/125.5  
O6-C42-C39		120.6/121.2  		O7-C42-C39 		114.2/113.3    
O7-C43-H44 		110.0/108.5   		O7-C43-H45 		110.0/108.5   
C46-C43-O7 		108.4/107.3   		H44-C43-H45 	108.4/107.5     
C46-C43-H44 		110.0/112.5 		C46-C43-H45 		110.0/112. 4    
C22-C50-C38 		120.9/119.8         	C22-C50-C51 		122.2/122.0 
C38-C50-C51 		116.8/118.2   		N11-C51-O4 		111.2/112.1    
O4-C51-C50 		119.5/118.4     	N11-C51-C50 		129.0/129.5    
O4-C52-S1 		117.4/117.6         	N10-C52-S1 		128.9/129.0      
N10-C52-O4 		113.8/113.4    		S1-C53-H54 		108.7/106.7   
S1-C53-H55 		108.7/109.3  		C56-C53-S1 		114.0/113.9 
H54-C53-H55 	107.6/108.1 		C56-C53-H54 		108.7/109.9 
C56-C53-H55 		108.7/108.7  		O9-C56-O8 		124.0/125.2   
O8-C56-C53 		109.2/108.6        	O9-C56-C53 		126.9/126.3 
O8-C57-H58 		109.4/108.6  		O8-C57-H59 		109.4/103.9  
O8-C57-C60 		111.4/111.6  		C59-C57-H58 		109.4/109.4   
C60-C57-H58 		109.4/111.5  		
Dihedral angles (°)
C53-S1-C52-O4		173.2/-153.1		C53-S1-C52-N10	-5.1/25.1    
C52-S1-C53-C56 		68.0/72.2		C52-O4-C51-N11 	-0.3/ 0.3   
C52-O4-C51-C50 		174.1/177.6		C51-O4-C52-S1 	-177.7/177.8   
C51-O4-C52-N10 		0.8/-0.7		C39-O5-C38-C36 	-0.3/4.3    
C39-O5-C38-C50 		-177.3/ -175.4		C38-O5-C39-C42 	-178.8/175.7 
C43-O7-C42-O6 		-6.6/0.3  		C43-O7-C42-C39 	167.7/-179.0  
C42-O7-C43-C46 		170.5/178.6		C57-O8-C56-O9  	1.3/2.3      
C57-O8-C56-C53  		-177.7/-176.8		C56-O8-C57-C60 	84.5/85.2   
C52-N10-N11-C51 		0.7/-0.5		N11-N10-C52-S1 	177.4/177.5 
N11-N10-C52-O4 		-0.9/0.7 		N10-N11-C51-O4 	-0.2/0.1    
N10-N11-C51-C50 		-173.9/-177.7		C14-C12-C21-C19 	-5.1/0.4     
C14-C12-C21-C22 		179.8/179.7		C17-C19-C21-C12 	6.7/-0.7     
C17-C19-C21-C22 		178.9/180.0		C12-C21-C22-C23 	53.6/45.5      
C12-C21-C22-C50 		126.5/134.5		C19-C21-C22-C23	121.1/133.8  
C19-C21-C22-C50 		58.9/46.1		C21-C22-C23-C25 	179.2/179.3   
C50-C22-C23-C25 		-0.7/0.6		C21-C22-C50-C38 	179.8/178.8     
C21-C22-C50-C51 		4.1/2.9			C23-C22-C50-C38 	0.3/-1.1         
C23-C22-C50-C51 		-176.0/-177.2		C22-C23-C25-C26 	179.7/179.4 
C22-C23-C25-C36 		-0.3/0.1		C23-C25-C26-C27 	-34.3/-39.5 
C23-C25-C26-C34 		145.6/140.6		C36-C25-C26-C27 	146.3/139.9  
C36-C25-C26-C34  		-33.8/-40.1		C23-C25-C36-C38 	2.0/0.3         
C26-C25-C36-C38		-178.8/-179.6		C25-C26-C27-C29	179.0/179.9   
C34-C26-C27-C29 		-0.9/0.2		C25-C26-C34-C32	178.9/180.0         C27-C26-C34-C32 		1.1/0.0			C27-C29-C31-C32 	2.4/-0.1   
C27-C29-C31-F3		-179.7/-180.0		C29-C31-C32-C34	2.2/0.1  
C31-C32-C34-C26		0.4/-0.1             	C25-C36-C38-O5 	-179.0/-179.9  
C25-C36-C38-C50 		-2.2/-0.2 		O5-C38-C50-C22 	178.4/179.3                O5-C38-C50-C51 		5.1/2.3			C36-C38-C50-C22 	1.2/0.9     
C36-C38-C50-C51 		177.7/177.5		O5-C39-C42-O6 	175.6/175.8  
O5-C39-C42-O7 		10.0/4.9		C22-C50-C51-O4	110.0/108.1          C22-C50-C51-N11 		-76.8/-69.4		C38-C50-C51-O4  	-66.4/-73.5    
C38-C50-C51-N11 		106.9/109.0		S1-C53-C56-O8  	156.0/172.7 
S1-C53-C56-O9 		25.1/8.2         
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