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Table S1  Hydrogen bonding interactions in complexes

_____________________________________________________________________________________
D – H
d(D-H)
d(H...A)
DHA angle
d(D...A)
A
Symmetry operators 

Compound 1
O1w – H11
0.849 
1.910
177.02
2.758
O2
x+1/2, y, z1/2

O1w – H12
0.799
2.078
167.36
2.863
N2
x+1, y, z+1

O2w – H21
0.764 
2.037
158.21
2.760
N3
x+1, y, z

O2w – H22
0.863
1.831
163.76
2.671
O2
x+1, y+1, z+1

Compound 2
O1w – H1w
0.730 
2.057
157.46
2.746
O3
x, y+1, z

O1w – H2w
0.726 
2.024
164.76
2.731
O2
x+1, y, z+2

O2w – H3w
0.771 
2.251
168.87
3.010
N5
x+1, y, z

O2w – H4w
0.767 
1.915
166.30
2.667
O1S2
x, y1, z

O2w – H4w
0.767 
2.059
156.39
2.779
O1S1
x, y1, z

O1S2 – H1S
0.796 
2.000
151.36
2.726
O1
x+2, y1, z+1

O1S2 – H1S2
0.807 
2.384
137.88
3.032
N6
x+1, y1, z

O1S1 – H1S1
1.023 
1.023
180.00
2.045
O1S1
x+2, y2, z+1

O1S1 – H1S1
1.023 
1.816
169.88
2.829
O1S2
x+2, y2, z+1

Compound 3
O1w – H11w
0.765 
2.089
174.03
2.850
N2
x, y+1, z

O1w – H12w
0.774
1.952
177.15
2.725
O3w
x+1, y+2, z+1

O2w – H21w
0.729 
1.862
174.92
2.589
O4w
x+1, y, z

O2w – H22w
0.796
1.968
171.48
2.758
O3w
x+2, y+2, z+1

O3w – H31w
0.804 
2.143
159.02
2.908
N4
x+1, y+1, z+1

O3w – H32w
0.870
2.026
171.55
2.889
O1


O4w – H41w
0.789 
1.977
168.23
2.754
O3
x, y1, z

O4w – H42w
0.809
2.217
144.51
2.914
O2w
x1, y2, z
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