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Supplementary Tables

Table 1 - Final coordinates and equivalent isotropic displacement parameters of the non-

                hydrogen atoms for the titled complex.

 _______________________________________________________________________

Atom
X
y
z
U(eq) [Å2]

Cu
¼
1/4
1/2
0.0198

O1
0.13358
0.35409
0.47874
0.0222

O2
0.23201
0.48862
0.62361
0.0322

N1
0.24875
0.27430
0.20831
0.0186

C1
0.34927
0.25662
0.13125
0.0239

C2
0.04740
0.51414
0.54546
0.0184

C3
0.14593
0.44756
0.54894
0.0186

C4
0.16079
0.21504
0.08514
0.0213

O3
0.07257
0.08389
0.43891
0.0902

 ______________________________________________________________________

          U(eq) = 1/3 of the trace of the orthogonalized U Tensor

       Table 2 - Hydrogen atom positions and isotropic displacement Parameters for the

                         titled complex

        ___________________________________________________________________

Atom
X
y
z
U(iso) [Å2]

 H1
0.23309
0.34449
0.18742
0.0223

 H1A
0.36974
0.18243
0.14933
0.0287

 H1B
0.40501
0.29952
0.20559
0.0287

 H2
0.05395
0.57891
0.61134
0.0221

 H4A
0.09450
0.23129
0.12923
0.0256

 H4B
0.17343
0.13914
0.10144
0.0256

 H1W
0.04350
0.03205
0.33683
0.1353

 H2W
0.14484
0.06156
0.47003
0.1353

 





           =======================================================

         The Temperature Factor has the Form of Exp(-T) Where

        T = 8*(Pi**2)*U*(Sin(Theta)/Lambda)**2  for Isotropic Atoms

    Table –3 Anisotropic displacement parameters for

 _______________________________________________________________________

Atom
U(1,1)
U(2,2)
U(3,3)
U(2,3)
U(1,3)
U(1,2)

Cu
0.0261
0.0209
0.0133
0.0006
0.0056
0.0131

O1
0.0255
0.0236
0.0184
-0.0004
0.0059
0.0117

O2
0.0192
0.0325
0.0438
-0.0005
0.0025
0.0031

N1
0.0210
0.0194
0.0158
0.0007
0.0045
0.0048

C1
0.0197
0.0327
0.0194
-0.0004
0.0037
0.0031

C2
0.0224
0.0157
0.0188
-0.0016
0.0080
0.0047

C3
0.0193
0.0223
0.0154
0.0029
0.0065
0.0054

C4
0.0211
0.0248
0.0193
-0.0003
0.0072
0.0004

O3
0.0856
0.0995
0.0996
0.0395
0.0562
0.0530

 







________________________________________________________________________

The temperature factor has the form of Exp(-T) where T=8*(Pi**2)*U*(Sin(Theta)/Lambda)**2  for Isotropic Atoms T = 2*(Pi**2)*Sumij(h(i)*h(j)*U(i,j)*Astar(i)*Astar(j)), for

Anisotropic Atoms. Astar(i) are reciprocal axial lengths and h(i) are the reflection indices.

        Table –4. Bond distances (Å)  for the titled complex 

 Cu-O1
1.9676
C1-C4_c
1.5290

 Cu-N1
2.0467
C2-C3
1.5086

 O1-C3
1.2706
C2-C2_a
1.3178

 O2-C3
1.2465
C1-H1B
0.9700

 O3-H1W
0.9879
C1-H1A
0.9700

 O3-H2W
0.9549
C2-H2
0.9300

 N1-C1
1.4895
C4-H4B
0.9700

 N1-C4
1.4922
C4-H4A
0.9700

 N1-H1
0.9100



 _____________________________________________________________

    Table-5 - Bond angles (º) for the titled complex

 _____________________________________________________________

O1-Cu-N1
86.95
O1-C3-C2
117.14

O1-Cu-O1_d
180.00
O2-C3-C2
116.99

O1-Cu-N1_d
93.05
O1-C3-O2
125.85

O1_d-Cu-N1
93.05
N1-C4-C1_c
112.23

N1-Cu-N1_d
180.00
N1-C1-H1A
109.08

O1_d -Cu-N1_d
86.95
N1-C1-H1B
109.08

Cu-O1-C3
122.76
C4_c-C1-H1A
109.08

H1W-O3-H2W
101.65
C4_c-C1-H1B
109.08

Cu-N1-C1
118.04
H1A-C1-H1B
107.83

Cu-N1-C4
111.90
C2_a-C2-H2
118.09

C1-N1-C4
109.40
C3-C2-H2
118.09

C4-N1-H1
105.49
N1-C4-H4A
109.16

C1-N1-H1
105.49
N1-C4-H4B
109.16

Cu-N1-H1
105.49
C1_c-C4-H4A
109.16

N1-C1-C4_c
112.57
C1_c-C4-H4B
109.16

C2_a -C2 -C3
123.82
H4A-C4-H4B
107.88

 




_____________________________________________________________________

         Table 6 - Torsion Angles (º) for the titled complex

 ________________________________________________________________________

N1-Cu-O1-C3
-107.38

N1_d-Cu-O1-C3
72.62

O1-Cu-N1-C1
152.88

O1_d-Cu-N1 -C1
-27.12

O1-Cu-N1-C4
-78.82

O1_d-Cu-N1-C4
101.18

O1-Cu-N1-H1
35.39

O1_d-Cu-N1-H1
-144.61

Cu -O1-C3 -C2
-172.23

Cu-O1-C3-O2
6.42

C1-N1-C4-C1_c
-54.31

C4-N1-C1-C4_c
54.50

Cu-N1-C4-C1_c
172.95

Cu-N1-C1-C4_c
-176.03

N1-C1-C4_c-N1_c
-56.06

C3-C2-C2_a-C3_a
179.98

C2_a-C2-C3-O2
172.96

C2_a-C2-C3-O1
-8.26

 


  Table 7 - Contact distances(Å) for the titled complex

 ______________________________________________________

Cu...O2
3.1358
O3...H4A_m
2.8056

Cu...O3
3.0581
O3...H1B_d
2.8436

Cu...O2_d
3.1358
O3...H4A
2.8870

Cu...O3_e
3.0581
O3...H1W_j
2.3106

Cu...H2W
2.7120
O3...H1W_n
2.7435

Cu...H2W_e
2.7120
N1...O2_f
3.0350

O2...O3_e
2.7613
N1...N1_c
2.9633

O2...Cu
3.1358
C1...C3_d
3.3863

O2...Cu
3.1358
C2...C2_I
3.2717

O2...C3_g
3.4174
C2...C2_f
3.4916

O2...N1_g
3.0350
C2...C2_g
3.4916

O2...C4_d
3.4027
C2...C3_g
3.5452

O3...C4_m
3.3872
C3...O2_f
3.4174

O3...O3_j
2.9484
C3...C1_d
3.3863

O3...O2_d
2.7613
C3...C2_f
3.5452

O3...O3_n
3.0220
C4...O3_j
3.3872

O3...Cu
3.0581
C4...O2_d
3.4027

Contd. Table 7.




O3...C4
3.3100
C4...O3
3.3100

O3...Cu
3.0581
C2...H1A_h
2.8109

O1...H2_f
2.7174
C2...H1_g
2.9952

 




        




        H1...H4B_c
2.5110
H2...C3_g
3.0874

        H1...C3_f
2.9365
H2...C4_g
2.9455

        H1...O2_f
2.1414
H2...H1_g
2.4581

        H1...C2_f
2.9952
H2...H4A_g
2.4377

        H1A...H4B
2.5347
H2...H1A_h
2.5525

        H1A...H1_c
2.5061
H2...H2_I
2.5513

        H1A...C2_k
2.8109
H2W...Cu
2.7120

        H1A...H2_k
2.5525
H2W...Cu
2.7120

        H1A...O1_d
2.6316
H2W...O2_d
1.9089

        H1A...C3_d
2.6906
H2W...C3_d
2.7027

 




______________________________________________________________

Table S9 - Hydrogen Bonds (Å, º)

________________________________________________________________________  

D-H…A
D-H
H…A
D…A
<D-H…A



N1- H1…O2I
0.9100
2.1414
3.0350
166.98   

O3-H1W…O3II
0.9879
2.3106
2.9484
121.40   

O3-H2W…O2III
0.9549
1.9089
2.7613
147.34  

 Translation of Symmetry Code to: I = x,1-y,-1/2+z; II = -x,y,1/2-z; III  = 1/2-x,1/2-y,1-z

