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Table S1 Selected bond lengths (A) and angles (°) for 1-5.%

1
Cul-03" 1.9289(19) Cul-01 1.9406(19)
Cul-05 2.5431(18) Cu2-05 1.945(2)
Cu2-02" 1.9635(19) Cu2-01 2.4257(19)
03"'-Cu1-03" 85.61(12) 03"-Cul-01 168.17(8)
03"-Cul-01 92.25(8) 01"-Cul-01 92.14(12)
05"-Cu2-02" 89.12(9) 05-Cu2-02" 90.88(8)
05-Cu2-01™ 94.81(7) 05-Cu2-02" 89.12(8)
02"-cu2-01" 87.55(7) 02"”-Cu2-01 92.45(7)
05-Cu2-01 85.19(7)

2
Cul-O1 1.958(2) Cul-06 1.966(2)
Cul-03" 1.969(2) Cul-05 1.994(3)
Cul-04" 2.206(3)
03"'-Cul-05 170.43(11) 01-Cul-06 177.87(13)
06-Cul-05 86.35(10) 01-Cul-03" 86.42(10)
01-Cul-04" 88.18(12) 03"-Cu1-04" 90.23(10)
01-Cul-05 91.56(10) 06-Cul-04" 92.56(12)
06-Cul-03"! 95.57(9) 05-Cul-04" 99.06(10)

3
Cul-06 1.9332(19) Cul-04" 1.953(2)
Cul-01 1.981(2) Cul-09 1.9934(18)
Cul-05 2.332(2) Cu2-03" 1.935(2)
Cu2-09 1.958(3) Cu2-08 2.009(3)
Cu2-07 2.244(3)
01-Cul-09 164.10(12) 06-Cul-04" 173.23(11)
06-Cul-09 81.81(9) 04"-Cu1-05 87.67(9)
04"-Cul1-01 89.02(10) 04"-Cul-09 93.04(9)
06-Cul-01 94.74(10) 09-Cul-05 99.85(10)
01-Cul-05 95.98(10) 06-Cul-05 97.52(11)
09-Cu2-07 92.49(12) 03"-Cu2-08 83.53(7)
08-Cu2-07 94.86(12) 03"'-Cu2-07 95.78(7)
03"-Cu2-09 95.74(7) 03"-Cu2-03" 163.31(14)
09-Cu2-08 172.65(12)

4
Cul-01 1.9273(17) Cul-N1 2.012(2)
Cul-03 2.406(3)
O1-Cul-N1"! 176.61(9) N1"'-Cul-N1 81.78(12)
01-Cul-01"! 87.10(11) N1-Cul-03 90.90(8)
0O1-Cul-03 91.20(8) 01-Cul-N1 95.52(8)
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Cul-02 1.992(3) Cul-N2 2.022(3)

Cul-O1 2.025(3) Cul-N1 2.033(3)
Cul-N3 2.121(3)

02-Cul-N2 90.64(13) 02-Cul-01 146.33(11)
N2-Cul-O1 88.87(13) 02-Cul-N1 89.73(14)
N2-Cul-N1 178.33(14) 01-Cul-N1 91.73(14)
02-Cul-N3 111.18(13) N2-Cul-N3 91.87(14)
O1-Cul-N3 102.48(13) N1-Cul-N3 86.47(14)

aSymmetrycodes: #l=—x+1,y-1,-z+12;#2=xy-1,z#3=-x+1,y,-z+ 1/2; #4=—Xx+1,-y+1,-z+ 1;
#5=x,-y+1,z+12for L, #1 =x+1,y,z#2=-X+2,y—1/2,—z+ 1 for 2, #1 =x—-1/2,y,-z2+ 3/2; #2 =X —
172,-y+3/2,—-z+ 3/2 for 3; #1 =—x+ 1, Yy, zfor 4.



Table S2 Hydrogen bond lengths /A and angles /° for complexes 1-4°.

D-HIA d(HIA) (A) d(DIA)(A) D-HIA (°) Symmetry codes
1
O5-HIW--03 201 2.719(3) 140 XLyt 1 z+1
05-H2W--04 175 2.576(3) 163 X+ 1Ly-1,-2+1/2
2
O5-H1W:---02 1.91 2.746(4) 169 X+2,y—1/2,-z+1
O5-H2W---01 2.04 2.812(4) 151 X+2,y+1/2,-z+1
O6-H3W---03 1.95 2.757(4) 159 —X+3,y—-1/2,-z+1
0O6-H4W---02 1.97 2.805(4) 167 —X+3,y—-1/2,-z+1
3
O7-H3W---02 1.85 2.668(3) 161
O6-H6---08 2.17 2.949(3) 153 X+1/2,-y+3/2,-z+3/2
O5-HIW--012 189 2.724(5) 165 x—1y.z+1
05-H2W-010  1.84 2.693(4) 178 Xy, z+ 1
O8-H4W-05  1.99 2.77703) 155 XY,z 1
O11-H5W---07 1.98 2.826(5) 171
O11-H6W--06 191 2.758(5) 180 XY,z 1
O10-H7W---02 1.88 2.690(4) 159
O10-H8W---O11  2.33 3.060(4) 145
09-H9---011 1.89 2.735(4) 173 X—1/2,-y+3/2,-z+3/2
O12-H9W---0Ol1 2.22 2.962(4) 146 X+1/72,y,-z+3/2
O12-HIOW---04  2.43 2.960(5) 121 X+ 1/2,y, 2+ 112
4
03-H3 02 1.96 2.767(6) 167 Xyt 12,2+ 12
04-H4--03 2.12 2.930(6) 169 x+1,y,2
5
C22-H22A---06 2.50 3.430(11) 173 x-1,-y,z-1/2
C9-H9A---08 2.55 3.257(14) 133 X,-y+1,z-1/2




Fig. S1 View of the 1D chain in 1.



Fig. S2 View of the 1D chain in 2.



Fig. S3 View of the 1D chain in 3.
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Fig. $4 View of the 1D chain in 4.
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Fig. S5 TG-DTA curves of 1 (a), 2 (b), 3 (c), 4 (d), and 5 (e).
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Fig. S6 PXRD patterns of 1 (a), 2 (b), 3 (c), 4 (d), and 5 (e).
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