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Figure S1. IRC analysis for the transition structure TS1_endo.
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Figure S2. IRC analysis for transition structure TS1_exo.
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Figure  S3. IRC analysis for transition structure TS1_O. For the transition state, the corresponding relative Gibbs energies (kcal/mol) in solvent and in vacuo (in parentheses), with respect to the isolated reacting species, are reported and the bond distances of the forming bonds(Å) are indicated on the 3D plot
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Figure S4. IRC analysis for transition structure TS2_sec. For the transition state the bond distances (Å) are indicated on the 3D plot.
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Figure S5. Energy (A) and free energy profiles (B)  in vacuo for the reaction pathway of the oxidation reaction of 2-methylisoxazolidine with Ruthenium Tetroxide at m062x/6-31+G(d,p) level.
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Figure S6. Energy (A) and free energy profiles (B)  in methylpropanoate for the reaction pathway of the oxidation reaction of 2-methylisoxazolidine with Ruthenium Tetroxide at m062x/6-31+G(d,p) level.
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Figure S7. Energy (A) and free energy profiles (B) for the reaction pathway of the oxidation reaction of 2-methylisoxazolidine with Ruthenium Tetroxide at b3lyp/def2svp/emp=gd3bj/int=ultrafine/solvent =water level.
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