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Table S1. Selected bond distances (Å) and angles (deg) for compound 1
	 Cu(1)–O(2)                 
	2.0027(13) 
	 Cu(1)–O(2)#3              
	2.0028(13) 

	 Cu(1)–N(2)                  
	2.0076(15)
	 Cu(1)–N(2)#3              
	2.0077(15) 

	 Cu(1)–O(1)                   
	2.4441(16)
	 Cu(1)–O(1)#3               
	2.4441(16) 

	O(2)–Cu(1)–O(2)#3      
	89.16(8) 
	O(2)#3–Cu(1)–O(1)#3         
	58.62(5) 

	O(2)–Cu(1)–N(2)          
	160.51(6) 
	 N(2)–Cu(1)–O(1)#3        
	102.36(6) 

	O(2)#3–Cu(1)–N(2)            
	93.98(6)
	 N(2)#3–Cu(1)–O(1)#3        
	101.90(6) 

	O(2)–Cu(1)–N(2)#3           
	93.98(6)
	 O(2)–Cu(1)–O(1)             
	58.62(5) 

	O(2)#3–Cu(1)–N(2)#3       
	160.51(6) 
	O(2)#3–Cu(1)–O(1)          
	95.70(6) 

	N(2)–Cu(1)–N(2)#3        
	89.45(9) 
	 N(2)–Cu(1)–O(1)           
	101.90(6) 

	O(2)–Cu(1)–O(1)#3         
	95.70(6) 
	 N(2)#3–Cu(1)–O(1)        
	102.36(6) 

	O(2)–Cu(1)–N(2)            
	160.51(6) 
	
	

	Symmetry code:  #3 x,–y+1/2,–z–1/2   




Table S2. Selected bond distances (Å) and angles (deg) for compound 2
	Cu(1)–O(1)                    
	1.9736(15) 
	Cu(1)–O(1W)                  
	2.4099(17) 

	Cu(1)–N(1)                 
	2.0154(18) 
	Cu(1)–O(3)                   
	2.0055(14) 

	Cu(1)–N(4)#4                
	2.0497(17) 
	Cu(1)–O(4)                
	2.6483(16) 

	O(1)–Cu(1)–O(3)          
	162.76(6) 
	N(1)–Cu(1)–O(1W)            
	93.10(7) 

	O(1)–Cu(1)–N(1)             
	89.80(7) 
	N(4)#4–Cu(1)–O(1W)         
	88.79(6) 

	O(3)–Cu(1)–N(1)              
	87.64(6) 
	O(1)–Cu(1)–O(4)          
	108.34(6) 

	O(1)–Cu(1)–N(4)#4         
	91.41(7) 
	O(3)–Cu(1)–O(4)            
	54.69(5) 

	O(3)–Cu(1)–N(4)#4         
	90.56(7) 
	N(1)–Cu(1)–O(4)            
	90.87(6) 

	N(1)–Cu(1)–N(4)#4       
	177.49(7) 
	N(4)#4–Cu(1)–O(4)          
	86.66(6) 

	O(1)–Cu(1)–O(1W)           
	102.32(6) 
	O(1W)–Cu(1)–O(4)          
	149.09(5) 

	O(3)–Cu(1)–O(1W)            
	94.84(6) 
	
	

	Symmetry code:   #4 x+2,–y+1/2,z–1/2 


Table S3. Selected bond distances (Å) and angles (deg) for compound 3
	 Cu(1)–N(1)           
	2.039(3) 
	 Cu(1)–O(3)           
	1.955(2) 

	 Cu(1)–O(1)          
	2.517(2) 
	 Cu(1)–O(6)           
	2.240(2) 

	 Cu(1)–O(2)          
	2.083(2) 
	 Cu(1)–N(4)#5         
	2.023(3) 

	O(3)–Cu(1)–N(4)#5    
	88.13(10)
	N(4)#5–Cu(1)–O(6)    
	91.74(10)

	 O(3)–Cu(1)–N(1)      
	86.76(10)
	 N(1)–Cu(1)–O(6)      
	91.85(10) 

	N(4)#5–Cu(1)–N(1)    
	174.78(10) 
	 O(2)–Cu(1)–O(6)      
	84.78(8) 

	 O(3)–Cu(1)–O(2)      
	153.69(9) 
	 O(3)–Cu(1)–O(1)      
	97.32(8) 

	N(4)#5–Cu(1)–O(2)    
	91.66(10) 
	 N(4)#5–Cu(1)–O(1)    
	90.64(9) 

	 N(1)–Cu(1)–O(2)      
	92.43(10) 
	 N(1)–Cu(1)–O(1)      
	88.94(9) 

	O(1)–Cu(1)–N(4)#2
	87.82(10)
	N(1)–Cu(1)–O(2W)   
	96.55(10)

	O(9)#1–Cu(1)–N(4)#2
	89.33(11)
	N(4)#2–Cu(1)–O(2W)
	86.84(9)

	O(3)–Cu(1)–O(6)     
       121.53(9)
	121.53(9)
	
	

	Symmetry code:  #1 x+1,y,z   #2 -x,-y+2,-z+1   #5 x–1,y+1,z+1     


 Table S4. Hydrogen-bonding geometry (Å, °) for compound 1

	D–H∙∙∙A
	D–H
	H∙∙∙A
	D∙∙∙A
	D–H∙∙∙A

	C(10)–H(10)∙∙∙O(1)a
	0.93 
	2.47
	3.277(3) 
	145

	C(12)–H(12)∙∙∙O(4)b  --H1WB   ..O3W  
	0.93
	2.55
	3.210(3)
	129

	Symmetry code for (a) –x,–y, –z (b) -x,-1/2+y,-1/2+z



 Table S5. Hydrogen-bonding geometry (Å, °) for compound 2

	D–H∙∙∙A
	D–H
	H∙∙∙A
	D∙∙∙A
	D–H∙∙∙A

	N(2)–H(2)∙∙∙O(3)a
	0.86
	2.09
	2.937(3)  
	170

	Symmetry code for (a) -1+x,y,z 



 Table S6. Hydrogen-bonding geometry (Å, °) for compound 3
	D–H∙∙∙A
	D–H
	H∙∙∙A
	D∙∙∙A
	D–H∙∙∙A

	N(2)–H(2)∙∙∙O(5)a
	0.86
	1.93
	2.785(4)
	172

	Symmetry code for (a) 1+x,-1+y,z
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Fig. S1. (a) The 2D layer of 1 containing the tri-flexural helix structure constructed by ligand L and NIPH in compound 1. (b) The 3-D supramolecular network of compound 1 constructed by hydrogen bonding and π-π stacking interactions.
[image: image3.png]



(a)
[image: image4.png]



(b) 
[image: image5.png]W

E.O%/

¥

W77

NZZT \\

b\ /777
///W /174

>

aaandl] \\\
Y
?Zh&

227\
W /7
sssalZl
Y/ vv
W27





(c)

Fig. S2. (a) The 1D [Cu-L]n sinusoidal chain of 2; (b) The 1D [Cu-BDC]n ‘V’-like chain in compound 2. (c) The 3-D supramolecular network of compound 2 formed by hydrogen bonding interactions.
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(c)
Fig. S3. (a) 1D [Cu-HBTC]2n double-chain of 3; (b) The 1D [Cu-L]n zigzag chain of 3. (c) The 3-D supramolecular network of compound 3 formed by hydrogen bonding and π-π stacking interactions.
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Fig. S4. TG curves for compounds 1–3.
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