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* Minima (ES, INT, P)=> scan method
* Maxima (TS) = Quadratic Synchronous Transit method (QST)
* Vibrational analysis
* Intrinsic reaction coordinate, IRC
* Levels of theory:
— 1. opt.: B97D/[6-31G + LanL2DZ]
— 2.o0pt: B97D/[6-31G(d) + LanL2DZ] L
— SP: B97D/[6-311++G(d,p) + LanL2DZ]
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REACTION MECHANISM
with two ES structures:
MD
MD + X-ray

e MD - X-ray ES structure ¢ MD ES structure®

* Dr. Borislav Kovacevi¢ §
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MD - X-ray ES structure
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MD ES structure
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