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DT e Density Functional Theory
D dihedral angle

E thermal energy
H oo enthalpy energy
G o free energy
HE o Hartree-Fock

T o] R iso-propyl
B BU e tert-butyl

HOMO ... highest occupied molecular orbital
LUMO .o lowest unoccupied molecular orbital
NBO .o Nonbonding Molecular Orbitals
S et e e e singlet state
P triplet state
L1 TP chemical hardness
L ettt e e e chemical potential
L0 PP electrophilicity
AEts coiviiiiiiii.. thermal energy differences between singlet and triplet states
JAY 5 PO enthalpy energy differences between singlet and triplet states
AGis woviiviiiiiiiiinnn, free energy differences between singlet and triplet states
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