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NMR Data



Figure S1 1H NMR (500 MHz, DMSO-d6) spectrum of the free ligand H1.

Figure S2 13C NMR (125 MHz, DMSO-d6) spectrum of the free ligand H1.
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Figure S3 2D HSQC NMR spectra of the free ligand H1.

Figure S4 1H NMR (500 MHz, DMSO-d6) spectrum of compound 1.
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Figure S5 13C NMR (125 MHz, DMSO-d6) spectrum of compound 1.

Figure S6 1H NMR (500 MHz, DMSO-d6) spectrum of compound 2.
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Figure S7 13C NMR (125 MHz, DMSO-d6) spectrum of compound 2.
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Figure S8 1H NMR (500 MHz, DMSO-d6) spectrum of compound 3.



Figure S9 13C NMR (125 MHz, DMSO-d6) spectrum of compound 3.
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Figure S10 1H NMR (500 MHz, DMSO-d6) spectrum of compound 5.
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Figure S11 1H NMR (500 MHz, DMSO-d6) spectrum of compound 6.
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Figure S12 13C NMR (125 MHz, DMSO-d6) spectrum of compound 6.



IR Data
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Figure S13 IR spectrum (cm-1) of the free ligand H1.
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Figure S14 IR spectrum (cm-1) of compound 1.
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Figure S15 IR spectrum (cm-1) of compound 2.
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Figure S16 IR spectrum (cm-1) of compound 3.
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Figure S17 IR spectrum (cm-1) of compound 4.
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Figure S18 IR spectrum (cm-1) of compound 5.
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Figure S19 IR spectrum (cm-1) of compound 6.



Mass Spectrometry Data



[M-OH]
+
 = 881,5720 m/z, where M = compound 1

Figure S20 ESI-MS of the free 
ligand H1.

[H1+H]
+
 = 401,2973 

m/z



[H1+H]
+
 = 401,3046 

m/z

Figure S21 ESI-MS of 
compound 1.

[H1+H]
+
 = 401,3031 

m/z

[M+3H]
+
 = 937,9063 m/z, where M = compound 2

Figure S22 ESI-MS of 
compound 2.



[H1+H]
+
 = 401,3031 m/z

[M-H1-2NO
3
]
+
 = 864,6900 m/z

Figure S23 ESI-MS of 
compound 3.



[H1+H]
+
 = 401,3007 m/z

[M-OH]
+
 = 881,6045 m/z Figure S24 ESI-MS of 

compound 4.



[H1+H]
+
 = 401,3043 m/z

[M-Cl+H]
+
 = 864,6329 m/z

Figure S25 ESI-MS of 
compound 5.



[M-NO
3
+H]

+
 = 864,6982 m/z

[H1+H]
+
 = 401,3375 m/z

Figure S26 ESI-MS of 
compound 6.



Computational data



Figure S27 Van der Waals surfaces. These surfaces provide a reasonable view of the 
volume occupied by each complex.


