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1. Scheme S1: Structures of two ligands: H2pdtp and H2cdtp. 

 

 

2. Scheme S2: The route for ligands synthesis.S1 
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3. Table S1: The selected bond lengths [Å] and angles [º] of CCPs 1 and 2. 

1 

Hg(1)-N(3A) 2.268(6) Hg(1)-N(3) 2.268(6) 

Hg(1)-Cl(1) 2.476(2) Hg(1)-Cl(1A) 2.476(2) 

N(3A)-Hg(1)-N(3) 116.7(3) N(3A)-Hg(1)-Cl(1) 106.32(18) 

N(3)-Hg(1)-Cl(1) 101.78(18) N(3A)-Hg(1)-Cl(1A) 101.78(18) 

N(3)-Hg(1)-Cl(1A) 106.32(18) Cl(1)-Hg(1)-Cl(1A) 124.91(11) 

Symmetry transformations used to generate equivalent atoms: 

A: – y + 1, - x + 1, - z + 1/2; B: y, x, - z 

2 

Zn(1)-N(3) 2.024(5) Zn(1)-N(17) 2.045(5) 

Zn(1)-N(16) 2.059(5) Zn(1)-N(27A) 2.070(6) 

Zn(1)-N(2) 2.583(6) Zn(3)-N(20B) 2.047(5) 

Zn(3)-N(6C) 2.051(5) Zn(3)-N(23) 2.050(5) 

Zn(3)-N(10C) 2.060(5) Zn(3)-N(22) 2.475(6) 

Zn(2)-N(13) 1.979(5) Zn(2)-N(26) 1.997(5) 

Zn(2)-N(30) 2.042(5) Zn(2)-N(11) 2.509(6) 

O(1)-Zn(2) 2.049(6)   

N(3)-Zn(1)-N(17) 151.3(2) N(3)-Zn(1)-N(16) 106.6(2) 

N(17)-Zn(1)-N(16) 91.9(2) N(3)-Zn(1)-N(2) 69.49(18) 

N(17)-Zn(1)-N(2) 92.8(2) N(16)-Zn(1)-N(2) 80.74(19) 

N(23)-Zn(3)-N(10C) 111.7(2) N(20B)-Zn(3)-N(22) 82.2(2) 

N(23)-Zn(3)-N(22) 70.0(2) N(10C)-Zn(3)-N(22) 178.3(2) 

N(13)-Zn(2)-N(26) 114.0(2) N(13)-Zn(2)-N(30) 108.7(2) 

N(26)-Zn(2)-N(30) 89.6(2) N(13)-Zn(2)-O(1) 115.0(3) 

N(26)-Zn(2)-O(1) 127.4(3) N(30)-Zn(2)-O(1) 92.0(2) 

N(13)-Zn(2)-N(11) 72.1(2) N(26)-Zn(2)-N(11) 99.9(2) 

N(30)-Zn(2)-N(11) 169.2(2) O(1)-Zn(2)-N(11) 78.2(2) 

Symmetry transformations used to generate equivalent atoms: 

A: – x + 2, y + 1/2, - z + 1/2; B : – x + 3/2, - y + 2, z + 1/2; C : – x + 5/2, - y + 2, z + 1/2 
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4. Fig. S1-2: XRD of CCPs 1 and 2. 

 

Fig. S1 XRD of compound 1. 

 

Fig. S2 XRD of compound 2. 
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5. Fig. S3: Twisted conformations of ligands H2pdtp and their torsion dihedral 

angles. 

 

6. Scheme S3: Two coordination modes of H2cdtp ligands.    
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