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Table S1. Selected Bond Length (Å) and Bond Angle (º) for 1-4 a

1

Cu(1)-N(1) 2.038(3) Cu(1)-O(1) 2.411(3)

Cu(1)-N(7) 2.023(3)

N(7)-Cu(1)-N(7)#1 180.0(0) N(7)-Cu(1)-N(1)  92.07(11)

N(7)-Cu(1)-N(1)#1 87.93(11) N(1)-Cu(1)-O(1)#1 93.35(11)

N(7)-Cu(1)-O(1)#1 91.35(11) N(1)-Cu(1)-O(1)  86.65(11)

2

Cu(1)-N(3) 2.014(3) Cu(1)-N(6)#2 2.022(3)

Cu(1)-N(6)#3 2.022(3) Cu(1)-O(1) 2.412(5)

Cu(1)-O(2) 2.391(5)

N(3)#1-Cu(1)-N(6)#2 89.32(14) N(3)#1-Cu(1)-N(6)#3 90.89(14)

N(6)#2-Cu(1)-O(1) 87.47(11) N(3)#1-Cu(1)-O(1) 92.37(11)

N(3)-Cu(1)-N(3)#1 175.3(2)

3

Cu(1)-N(1)#1 2.017(2) Cu(1)-N(5) 2.0315(19)

Cu(1)-Cl(1) 2.840(3)

N(1)#1-Cu(1)-N(5)                  91.31(8) N(1)#1-Cu(1)-N(5)#3 88.69(8)

4

Cu(1)-N(1)                    2.006(3) Cu(1)-N(4) 2.006(3)

N(1)-Cu(1)-N(1)#1 180.0(2) N(1)-Cu(1)-N(4)        87.97(12)

N(1)-Cu(1)-N(4)#1 92.03(12)

a Symmetry transformations used to generate equivalent atoms: For 1: #1, -x+1, -y, -z. 

For 2: #1, -x+1, y, -z+3/2; #2, -x+1/2, y+1/2, -z+3/2; #3, x+1/2, y+1/2, z. For 3: #1, 

x+1, -y+1/2, z-1/2; #2, -x, y+1/2, -z+3/2; #3, -x+1, -y+1, -z+1. For 4: #1, -x+1/2, 

-y+5/2, -z.
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Table S2 Selected hydrogen bond lengths (Ǻ) and angles (˚) in 1-4.

Donor-H···Acceptor D-H H···A D···A D-H···A

1

O(1)-H(1A)···O(5) 0.854 1.895 2.737 168.01

O(1)-H(1B)···O(6) 0.851 1.980 2.824 171.36

O(5)-H(5A)···N(6) 0.848 1.969 2.806 169.12

O(5)-H(5B)···O(2) 0.853 2.012 2.841 163.40

O(6)-H(6A)···O(4) 0.854 2.158 2.966 157.73

O(6)-H(6B)···N(5) 0.850 2.128 2.968 169.49

C(1)-H(1)···O(5) 0.930 2.347 3.252 164.32

C(2)-H(2)···O(1) 0.930 2.609 3.081 147.33

C(13)-H(13)···O(3) 0.930 2.436 3.203 139.81

C(15)-H(15A)···O(3) 0.970 2.424 3.282 147.33

2

O(1)-H(1A)···O(3) 0.847 1.948 2.777 165.46

O(2)-H(2A)···O(4) 0.849 1.997 2.778 152.53

O(6)-H(6B)···N(2) 0.871 2.591 3.294 138.50

C(11)-H(11)···O(4) 0.930 2.532 3.438 164.70

3

C(1)-H(1)···Cl(1) 0.9300 2.6788 3.534 153.21

C(11)-H(11)···Cl(1) 0.9300 2.7206 3.344 125.15

C(12)-H(12)···Cl(1) 0.9300 2.8123 3.434 125.25

4

C(7)-H(7)···F(1) 0.9300  2.5302 3.056 116.14

C(8)-H(8)···F(4) 0.9300 2.5324 3.394 154.14

C(1)-H(1)···F(2) 0.9300 2.4520 3.258 145.08

C(2)-H(2)···F(2) 0.9300 2.2811 3.079 143.51

C(3)-H(3B)···F(4) 0.9700 2.4415 3.406 172.69


