Photodissociation of Phenol: Full-Dimensional
e Multi-State Simulations including Tunneling

@ Conical Intersection
® Saddle Point

Sl S
W s
> 7 CcH:0 (°B,) +
o) 7‘{ \\ ;
’g% “" Tunneling L o~
Ll V|brat|ons on S, ] CeHsO (*B,) + H
e“g‘(\\“ N
S, - o

Sd

Reaction Codrdinate

Work combines four state-of-the-art methods in a complementary way:

» fourfold way diabatization based on MC-QDPT

e anchor points reactive potentials for fitting surfaces of complex systems
» coherent switches with decay of mixing for multi-state trajectories
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