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Fedorov GAMESS ABINIT-MP5
FMO Fedorov
FMO3
/ Multilayer FMO MFMO
FMO
(FMO-MD) 3
FMO
FMO2-RHF origina 2-body expansion RHF method
Kitauraet a., Chem.Phys.Lett.,313,701-706(1999)
FMO3-RHF generalized FMO to include explicit 3-body contribution.
Fedorov et a., J.Chem.Phys., 120, 6832-6840 (2004)
FMO2,3-DFT FMO-based density functional theory.
Fedorov et al., Chem. Phys. Lett., 389, 129-134 (2004)
FMO2-M P2 FMO-based 2nd order M@l er-Plesset perturbation theory.
Fedorov et a., J.Chem.Phys., 121, 2483-2490 (2004).
FM O2-M CSCF FM O-based multi-onfiguration SCF method.
Fedorov et a.,J. Chem. Phys., 122, 54108-54117 (2005)
FMO2,3-CC FMO-based coupled cluster theory.
Fedorov et a., J. Chem. Phys., 123, 134103-134112 (2005)
FMO-CIS FMO-based configuration interaction singles.
Mochizuki et a., Chem. Phys. Lett., 406, 283-288 (2005).
MFMO FMO-based ONIOM like multilayer method.
Fedorov et d., J. Phys Chem. A, 109, 2638-2646 (2005)
FMO/PCM FMO combined with polarisable continuum model (PCM).
Fedorov et a., J. Comp. Chem. in press.
FMO
RHF 20,000 FMO2-RHF/6-31G*
Opteron 600 CPU GAMESS)
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MP2 5,500 FMO2-MP2/6-31(+)G*

92 Pentium4 PC 90 GAMESS J. Phys.
Chem. B, 110, 1457-1463 (2006)
CCSD(T) (H20)3 FMO2-CCSD(T)/cc-pvVQZ (3,680 )
8 Pentium4 PC 2 GAMESS Fedorov J.Chem.Phys.,123,

134103-134112 (2005)

(3,800 ) FMO2-RHF/3-21(+)G
HITACHI 8000 256 CPU 2 GAMESS
125 MFMO-CIS/6-31G Chem. Phys.
Lett., 406,283 (2005) (ABINIT-MP)
CH,O(H,0)s1 FMO2-EMO-CCSD/arg-cc-pVDZ

Mol. Phys., 103, 2255 (2005) (NWChem)
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