
 Table S1. Selected geometric parameters (Å, °) for L1 

O1—C5 1.213 (3) N2—C4 1.327 (4) 

O2—N5 1.213 (4) N3—N4 1.360 (3) 

O3—N5 1.224 (4) N3—C5 1.360 (3) 

N1—N2 1.340 (3) N4—C6 1.275 (3) 

N1—C2 1.338 (4) N5—C10 1.471 (4) 

N2—N1—C2 113.7 (2) N2—C4—C3 112.2 (3) 

N1—N2—C4 103.5 (2) N2—C4—C5 120.8 (2) 

N4—N3—C5 119.4 (2) N3—C5—C4 115.2 (2) 

N3—N4—C6 116.8 (2) O1—C5—N3 123.3 (2) 

O2—N5—O3 123.9 (3) O1—C5—C4 121.6 (2) 

O2—N5—C10 117.8 (3) N4—C6—C7 119.9 (2) 

O3—N5—C10 118.3 (3) N5—C10—C9 119.1 (3) 

N1—C2—C1 122.5 (2) N5—C10—C11 118.6 (2) 

N1—C2—C3 106.0 (2)   

 

Table S2 Hydrogen-bond geometry (Å, °) for L1 

D—H···A D—H H···A D···A D—H···A 

N1—H1N1···O1
i
 0.88 (4) 2.01 (4) 2.810 (3) 151 (3) 

C1—H1A···O1i 0.96 2.510 3.274 (4) 137 

C11—H11A···N2
ii
 0.93 2.620 3.381 (4) 139 

Symmetry codes: (i) x, y−1, z; (ii) x−1, y+1, z. 

 

Table S3 Selected geometric parameters (Å, °) for L2 

Cl1—C12 1.738 (3) N2—C4 1.332 (3) 

O1—C5 1.219 (3) N3—N4 1.380 (3) 

N1—N2 1.350 (3) N3—C5 1.350 (3) 

N1—C2 1.348 (4) N4—C6 1.275 (3) 

N2—N1—C2 113.1 (2) N2—C4—C5 122.0 (2) 

N1—N2—C4 103.9 (2) N3—C5—C4 115.3 (2) 

N4—N3—C5 118.9 (2) O1—C5—N3 123.6 (2) 

N3—N4—C6 115.0 (2) O1—C5—C4 121.1 (2) 

N1—C2—C1 121.9 (3) N4—C6—C7 120.9 (2) 

N1—C2—C3 105.9 (2) Cl1—C12—C11 118.5 (2) 

N2—C4—C3 111.7 (2) Cl1—C12—C7 119.94 (19) 

 

 

 



Table S4 Hydrogen-bond geometry (Å, °) For L2 

D—H···A D—H H···A D···A D—H···A 

N3—H1N3···N2 0.88 (3) 2.44 (2) 2.764 (3) 102.3 (19) 

N3—H1N3···N2
i
 0.88 (3) 2.24 (3) 3.073 (3) 158 (2) 

N1—H1N1···O1
ii
 0.88 (4) 1.99 (4) 2.781 (3) 149 (3) 

C6—H6A···N2
i
 0.95 2.58 3.359 (3) 140.0 

Symmetry codes: (i) −x+1, y, −z+3/2; (ii) x+1/2, −y+3/2, z+1/2. 

 


