
Non-fluorinated complexes: homochiral 

SUPPLEMENTARY INFORMATION 

D-B3LYP/6-31++G** structures, relative energies (kcal/mol)  andO
bu

H frequencies of the 

So ground state of the complexes of oFES, pFES and ER with butan-2-ol.   
 

  Non-fluorinated complexes: homochiral 

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



 

  

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



 

  

Non-fluorinated complexes: heterochiral 

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



 

  

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



 

  

Ortho-fluorinated complexes: homochiral 

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



 

  

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



Ortho-fluorinated complexes: heterochiral 

 

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013



Para-fluorinated complexes: homochiral 
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Para-fluorinated complexes: heterochiral 

pFESBuR 
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Table S1: energy components analysis: contribution of hydrogen bond, CH⋯OH⋯, CH⋯F 

interactions to the total energy as calculated by MM3 force field at the D-B3LYP/6-31++G** 

minimum energy geometries. 

 

Conformer OH⋯O CH⋯ 

electrostatic 

OH⋯ CH⋯F 

oAhetero 3.18 0.57 0.79 0.25 

oBhetero 3.12 0.60 0.02 0.11 

oAhomo 2.95 0.11 0.57 0.19 

oBhomo 3.32 0.16 0.90 0.14 

pAhetero 3.10 0.22 0.77 0.16 

pBhetero 3.40 0.54 1.05 0.15 

pChetero 3.07 0.59 0.80 0.12 

pAhomo 3.27 0.78 0.99 0.2 

pBhomo 3.43 0.82 1.06 0.12 

Ahetero 3.06 0.62 0.82  

Bhetero 3.42 0.57 1.07  

Chetero 3.26 0.32 0.30  

Dhetero 3.39 0.79 1.07  

Ahomo 3.26 0.29 0.98  

Bhomo 3.25 0.88 0.95  

Dhomo 3.16 0.63 0.13  
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