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Figure S1. Transition state structures (obtained at B3LYP/6-31G(d) level of theory) for MDA 
synthesis in aqueous phase. The G3MP2B3 relative energies are also given. 

 

Figure S2. Transition state structures (obtained at B3LYP/6-31G(d) level of theory) for MDA 
synthesis in aniline. The G3MP2B3 relative energies are also given. . 


