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Calculation of ECD spectra of 7a

The structures (S) and (R)-7a were drawn and optimized by AM1 method in Spartan program.1 From 
the conformer distribution, ten most stable conformers were selected. From among these structures, four 
most stable conformers were pre-optimized in Spartan at HF/3-21G level.2 The structures were then 
refined at RI-DFT3 level using B3LYP/TZVP in Turbomole package.4 ECD spectra of conformers 1-4 
for each enantiomer were calculated by TD-DFT using M06/TZVP or B3LYP/TZVP (with Random 
phase approximation).5 
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