
Supplementary Data: 

Table 1. Hydrogen bond parameters for complexes 2, 3, 1a and 2a. 

D-H···A  d(D-H)       d(H···A)     d(D···A)     <(DHA)  

Complex 2[Å and ˚]. 

C(6)-H(6)···Cl(3)#2 0.93         2.80         3.639(15)  150.4 

C(22)-H(22)···Cl(1)#1 0.93         2.73         3.611(15)  158.0 

C(25)-H(25)···N(3)#3          0.93         2.59         3.37(2)  141.6 

C(27)-H(27B)···Cl(1)#1       0.96         2.82         3.748(17)  162.2 

C(27)-H(27C)···Cl(4)          0.96         2.81         3.392(17)  120.2 

C(32)-H(32)···Cl(3)           0.93         2.81        3.204(15)  107.1 

#1 x, y, z    #2 x-1, y, z    #3 x+1, y, z-1  

Complex 3 [Å and ˚]. 

C(4)-H(4C)···Cl(1)            0.96         2.67         3.342(3)  127.3 

C(17)-H(17)···Cl(1)#1         0.93         2.73         3.467(3)  137.1 

#1 x, -y+3/2, z-1/2      

Complex 1a [Å and ˚]. 

C(1)-H(1)···F(5)#1            0.93         2.48         3.407(8)     172.9 

C(9)-H(9)···F(1)#2            0.93         2.52         3.379(7)  152.9 

C(20)-H(20)···F(1)#3          0.93         2.50         3.251(7)  137.5 

C(35)-H(35B)···F(3)#1        0.97         2.47         3.307(9)  144.6 

C(25)-H(25)···Cl(1)           0.93         2.81         3.173(6)  104.6 

#1 x, y, z    #2 -x+1, -y+1, -z+1    #3 -x+2, -y+1, -z+1  

Complex 2a [Å and ˚]. 

C(7)-H(7)···F(4)#1      0.93         2.47 3.160(6) 131.3 

C(11)-H(11)···F(3)#1 0.93         2.32 3.199(5) 157.3 

C(12)-H(12)···Cl(1)    0.93         2.75 3.187(4) 110.0 

C(19)-H(19)···F(3)#1   0.96         2.49 3.327(7) 150.4 

C(26)-H(26)···F(3)#1      0.96         2.44 3.276(6) 149.2 

C(34)-H(34)···Cl(1)     0.93         2.71 3.525(4) 147.2 

#1 x, y, z  

 


