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Table S1. Selected Bond Lengths (Å) and Bond Angles (o) for 1–3 

Bond lengths (Å) Bond angles (o) 

Compound 1 

Zn01–O3#1 2.1400(18) O3#1–Zn01–O3 180.0 

Zn01–O3 2.1400(18) O3–Zn01–N3#2 90.93(8) 

Zn01–N3#3 2.159(2) O3–Zn01–N3#2 89.07(8) 

Zn01–N3#2 2.159(2) O3–Zn01–N3#3 89.07(8) 

Zn01–N6#1 2.148(2) O3–Zn01–N3#3 90.93(8) 

Zn01–N6 2.148(2) O3–Zn01–N6#1 91.18(8) 

  O3–Zn01–N6 91.18(8) 

  O3–Zn01–N6#1 88.82(8) 

  O3–Zn01–N6 88.82(8) 

  N3#2–Zn01–N3#3 180.00(6) 

  N6–Zn01–N3#3 87.68(8) 

  N6–Zn01–N3#2 92.32(8) 

  N6–Zn01–N3#2 87.68(8) 

  N6–Zn01–N3#3 92.32(8) 

  N6–Zn01–N6 180.0 

Symmetry transformations used to generate equivalent atoms: #1 – x, 1 – y, 1 – z; #2 1/2 – x, 1/2  

– y, z; –1/2 + x, 1/2 + y, 1 – z. 

Compound 2 

Zn01–O1 1.975(3) O1–Zn01–O3#1 121.39(14) 

Zn01–O3#1 2.132(3) O1–Zn01–O4#1 176.86(16) 

Zn01–O4#1 2.304(4) O1–Zn01–O5 92.76(16) 

Zn01–O5 2.155(4) O1–Zn01–O6 89.19(15) 

Zn01–O6 2.157(4) O1–Zn01–N3#2 94.40(16) 

Zn01–N3#2 2.117(4) O3#1–Zn01–O4#1 58.87(13) 

  O3#1–Zn01–O5 87.49(15) 

  O3#1–Zn01–O6 88.79(14) 

  O5–Zn01–O4#1 90.38(16) 

  O5–Zn01–O6 176.27(14) 

  O6–Zn01–O4#1 87.69(15) 

  N3#2–Zn01–O3#1 144.07(15) 

  N3#2–Zn01–O4#1 85.57(15) 

  N3#2–Zn01–O5 87.85(17) 

  N3#2–Zn01–O6 95.18(16) 

Symmetry transformations used to generate equivalent atoms: #1 x, 1/2 – y, –1/2 + z; #2 x, –1 + y,  

z. 

Compound 3 

Zn1–O6#3 2.137(3) O6#5–Zn1–O6#3 161.5(2) 

Zn1–O6#5 2.137(3) O7–Zn1–O6#5 102.8(3) 

Zn1–O7 2.039(9) O7–Zn1–O6#3 95.3(3) 

Zn1–N6 2.069(4) O7–Zn1–N6 89.1(3) 



Zn1–N6#4 2.069(4) O7–Zn1–N6#4 112.0(3) 

Zn2–O1 1.948(3) N6–Zn1–O6#3 92.17(15) 

Zn2–O3 1.942(4) N6#4–Zn1–O6#3 84.45(15) 

Zn2–O5#2 1.968(4) N6#4–Zn1–O6#5 92.17(15) 

Zn2–N3#1 2.064(4) N6–Zn1–O6#5 84.45(15) 

  N6–Zn1–N6#4 158.9(3) 

  O1–Zn2–O5#2 103.81(16) 

  O1–Zn2–N3#1 96.60(15) 

  O3–Zn2–O1 136.52(18) 

  O3–Zn2–O5#2 108.55(19) 

  O3–Zn2–N3#1 98.15(19) 

  O5#2–Zn2–N3#1 110.88(17) 

Symmetry transformations used to generate equivalent atoms: #1 –1/2 + x, 1/2 + y, z; x, 1 + y, z; x,  

1 – y, –1/2 + z; 1 – x, y, 1/2 – z; 1 – x, 1 – y, 1 – z. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Fig. S1. Experimental (red) and simulated (black) PXRD patterns of compound 1. 

 

 

Fig. S2. Experimental (red) and simulated (black) PXRD patterns of compound 2. 



 

Fig. S3. Experimental (red) and simulated (black) PXRD patterns of compound 3. 

 


