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Figure S1. The experimental FT-IR stacked spectrum of H2LUns and PdLUns. 

 

 
Figure S2. The theoretical stacked FT-IR spectrum of H2LUns and PdLUns. 
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Figure S3. 1H NMR spectrum of the H2LUns in CDCl3. 

 

 
Figure S4. 1H NMR spectrum of the PdLUns in DMSO-d6. 
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Table S1. The experimentally obtained and theoretically calculated IR vibrational data (cm-1) as well as relative errors 

(%) for the synthesized compoundsa 

Compound  𝜐(HC=N) 𝜐(C‒O) 𝜐(M‒O) 𝜐(M‒N) 

H2LUns 

Experimental 1616 1277 - - 

Calculated 1607 1273 - - 

Relative error (%) -0.56 -0.31 - - 

      

PdLUns 

Experimental 1589 1330 590 497 

Calculated 1594 1329 592 495 

Relative error (%) 0.31 -0.08 0.34 -0.40 
aRelative error (%) = (XCalc – XExp)*100/XExp 

 
Table S2. Experimental and theoretically derived chemical shifts (ppm) for 1H NMR spectra of the synthesized 

compoundsa 

Compound  –CH3 –CH3 –CH2–O H (aromatic) –CH=N OH 

H2LUns 
Experimental 1.15 & 1.25 2.36 4.06 & 4.13 7.40-7.78 8.97 & 8.98 12.95 & 13.02 

Calculated 1.45 2.50 4.02 & 4.03 7.14-7.44 8.97 & 8.98 13.64 & 13.66 

        

PdLUns 
Experimental 0.86 & 0.97 2.17 3.88 & 3.94 6.96-7.53 9.35 & 9.36 - 

Calculated 1.57 & 1.58 2.57 4.08 6.96-8.23 9.47 & 9.53 - 
aThe average values acquired from the B3LYP/Def2-TZVP level of theory are used to determine the chemical shifts. 

 

 


