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Simplification of TS structure
- Constraint of the forming bond

Step 2. Conformational sampling

Conformational search by molecular mechanics
Geomelry refinement by semi-em wirical MO metho

+ Removal of identical geometries
Step 3. TS calculation

- TS calculation by DFT method

- Single point energy calculation

Step 4. Energy evaluation and Discussion

Analysis of geometries
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