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Abbreviations and Acronyms

Symbol

Acronyms

AO Atomic Orbital.

BSSE Basis set superposition Error.

CI Configuration interaction.

CIS Configuration interaction including single Excitations.

CISD Configuration interaction including single and double
Excitations.

CB Conduction Band.

DF Density Functional.

HF Hartree —Fock.

HOAO The Highest Occupied Atomtc orbitals.

HOMO The Highest Occupied Molecular orbitals.

LUAO The Lowest Unoccupied Atomic orbitals.

LUMO The Lowest Unoccupied Molecular orbitals.

MO Molecular Orbitals.

RES Relaxed Excited State.

SCF Self- Consistent Field.

SEE Size Extensivity Error.

STO Slater Type Orbitals.

TD Time Dependent Hartree-Fock and Density Functional
Theory.

VB

Valence Band.
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