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Table S.1. Selected bond distances [A] and angles [°] for 1a.

Bond distances Angles
Cul-0O3 1.941(7) 03-Cul-02 178.7(3)
Cul-02 1.968(8) 03-Cul-N21 90.0(3)
Cul-N21 2.029(9) 02-Cul-N21 90.3(3)
Cul-N11 2.058(9) 0O3-Cu-N11 88.9(3)
Cul-Cl13 2.773(3) 02-C1-N11 90.8(3)
Cul-CI2 2.873(3) N21-Cul-N11 178.5(4)
Cu2-02 1.929(7) 03-Cul-ClI3 96.2(2)
Cu2-N3P 2.014(9) 02-Cul-ClI3 85.0(2)

Cu2-N41  2.032(9) N21-Cul-CI3  89.8(3)
Cu2-N31  2.051(8) N11-Cul-CI3  91.3(2)
Cu2-CI3 2.607(3) 03-Cul-CI2 81.9(2)
Cu3-03 1.908(7) 02-Cul-CI2 96.9(2)
Cu3-NIP  1.977(9) N21-Cul-Cl2  87.1(3)
Cu3-N51  2.041(8) N11-Cul-CI2  91.8(2)
Cu3-N61  2.064(9) CI3-Cul-C12 176.35(9)
Cu3-C12 2.650(3) 02-Cu2-N3P 175.7(3)
N3P-Cu2  2.014(9) 02-Cu2-N41 91.4(3)
N3P-Cu2-N41  89.6(3)
02-Cu2-N31 90.7(3)
N3P-Cu2-N31  87.1(3)
N41-Cu2-N31  162.2(3)
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02-Cu2-CI3 90.6(2)
N3P-Cu2-CI3  93.4(3)
N41-Cu2-CI3  98.6(3)
N31-Cu2-CI3  99.1(3)
03-Cu3-N1P 177.3(4)
03-Cu3-N51 91.7(3)
NIP-Cu3-N51  88.3(3)
03-Cu3-N61 91.0(3)
NIP-Cu3-N61  88.2(3)
N51-Cu3-N61  162.5(3)
03-Cu3-CI2 88.8(2)
NIP-Cu3-CI2  93.9(3)
N51-Cu3-C2  99.0(3)
N61-Cu3-C2  98.4(3)
Cu3-CI2-Cul  72.62(9)
Cu2-CI3-Cul  73.29(8)
Cu2-02-Cul 111.1(4)
Cu3-03-Cul 116.7(4)

Table S.2. Selected H-bond distances [A] for 1a.

H-Bond distances

O2P---O3W 2.719
CI12---O2W 3.136
CI2---O7W 3.002
CI3---01W 3.134
02--0O9W 3.075
03--06W 2.829
O3N--04W  2.772




