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Table S1. Intermolecular interactions in 1 and 2 

 

 

Compound 

π…π interactions 

Cg(i)···Cg(j) Symmetry Beta (°) π···π (Å) 

 

1 

Cg1···Cg1 1-x,-1/2+y,-z 47.09 5.0861(9) 

Cg1···Cg2 1-x,-1/2+y,-z 31.47 4.0604(7) 

Cg2···Cg2 1-x,-1/2+y,-z 32.42 4.1026(7) 

 

2 

Cg1···Cg1 -x,-1/2+y,-z 51.08 5.6568(17) 

Cg1···Cg2 -x,-1/2+y,1-z 52.36 5.8193(17) 

Cg2···Cg2 -x,-1/2+y,1-z 35.16 4.3472(12) 

 C-Cl…π interactions 

 C-Cl…Cg(i) Symmetry Cl···Cg (Å) Y-X···Cg(°) 

 

2 

C8-Cl2···Cg1 -x,-1/2+y,-z 3.996(9) 110.21(5) 

C3-Cl3···Cg2 -x,-1/2+y,1-z 3.6242(5) 80.16(3) 

 C=N…Cl interactions 

 C-N…Cl Symmetry N···Cl (Å) C-N···Cl (°) 

2 C7-N1···Cl4 x, y, -1+z 3.170(3) 143.3(2) 

For both compounds, Cg1 and Cg2 are the centroids of the rings (N1/C7/C6/C1/C8) and (C1-C6), 

respectively. Beta: Angle between the planes; Cg-Cg: distance between ring centroids 

 
 
 
 
 
 


