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Table S1. B3LYP-DFT optimized structures for compounds 2, 3 and 7, with Gibbs 

free energies at 298 K (in hartree) indicated below 

 
 

 

2; G = -2164.413433 2’; G = -2164.412390 2F; G = -2164.411585 

   
3; G = -2222.178117 3E; G = -2222.163867 3E’; G = -2222.158461 

 

 

 

7; G = -2185.464009   
 

 

 

Table S2. Relative Gibbs free energies at 298 K (in kcal/mol) of B3LYP-DFT optimized 

structures for different isomers of compounds 2 and 3. 

 2 2’ 2F 3 3E 3E’ 

ΔG 0 0.7 1.2 0 8.9 12.3  
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Table S3. B3LYP-DFT computed IR spectra of different isomers of compound 2, with 

the experimental spectrum (recorded in petroleum ether) shown on the right. 

 

Table S4. B3LYP-DFT computed CO and NO stretching frequencies of different isomers 

of compound 2, with relative intensities indicated between brackets 

Compound (XO) / cm
1


2 2128(96), 2091(40), 2075(46), 2041(41), 1715(12), 1704(100) 

2’ 2131(100), 2091(34), 2077(34), 2043(43), 1715(42), 1690(58) 

2F 2128(67), 2087(73), 2074(37), 2063(57), 1712(4), 1701(100) 
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