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Conversion of Cycloadduct
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Preparation of MTAD
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Caluclulation

Calculations were performed at University of Illinois using Gaussian 09 at the B3LYP level 

of density functional theory with the 6-31G(d) basis set. 

All structures were fully optimized [B3LYP/6-311+G(d,p)] and verified to be local minima by 

the existence of no imaginary frequencies. 

Frontier molecular orbital (FMO) energies were calculated using the DFT-based method that 

includes empirical linear correction factors to improve the accuracy of computed values.
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Photoreaction

Figure 1. Large scale reaction
Figure 2. Spectrum of LED bulb

Figure 3. Before-after of photoreaction
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