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List of Symbols 
 
 

Symbol Description 
  
Eel Electronic energy 
Erot Rotational energy 
E0 Ground state energy 
Etot Total energy 
G(E‡) Sum of the states for active degree of freedom in the trasnsition state 
Ĥ Hamiltonian operator 

Ĥel Electronic Hamiltonian operator 

Ψ(𝑟, �⃗⃗�) Wave function 

Ψel(𝑟; �⃗⃗�) Electronic wavefunction 

χ(�⃗⃗�) Nuclear wavefunction 

me Mass of electron 

mα Mass of nuclei 
kRRKM RRKM rate constant 
P Probability  
P(τ) Lifetime distribution 
pi Momenta 
qi Position 
ρ0 Ground state electron density 

ρtr Trial electron density 

τ Lifetime  

T̂e Electron kinetic energy 

T̂N Nuclear kinetic energy 

U(�⃗⃗�) Potential energy 

V̂ee Electron-electron repulsion energy operator 

V̂eN Electron nuclei attraction energy operator 

V̂NN Nuclear-nuclear  repulsion energy operator 

 



 


