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- Open-and Closed-shell Hartee-Fockmethods : Restricted
(RHF), Unrestricted (UHF) and spin-Annihilated Unrestricted
Hartee-Fock, (R-UHF)

- EEREIL

- BERRESZOREL

- REEGTE

- AEINER: Self-consistent Reaction Field'(SCRF) and
COnductor-likeScreening MOdel(COSMO).

- CIBT&: Full, CIS, CISD and PECI.

2. Hamiltonians

- MNDO[H, LiBe, B, C, N, O, F, Mg, Al, Si, P, S, Cl, K, Ga, Zn,
Ge, Br, Sn, |, Hg, Pb]
- MNDO/C[H, C, N, O]
- AM1[H, B,C, N, O, F,
- PM3[H, LiBe, B, C, N,
Se, Br, Cd, In, Sn, Sb,

[, Si, P, S, Cl, Zn, Ge, Br, Sn, |, Hq]
,F, Mg, Al,Si, P, S, Cl, K Ga, Ge, As,
l,

Tl, Pb, Bi]
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« 3FEE(canonical), or Localized orbitals
- BERTVYIV



. [RFET NAO-PC, Coulson and Mulliken.
- DFERFEMT

- Static first order polarizabilities(*)

- KEDESPHEMIIES ()
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3WTTHIFR R total electronic density, spin density,
electrostatic potential, molecular orbitals, localized orbitals.
- BS 4 E (enthalpy, entropy and heat capacity).
- Atomic charges and bond orders
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