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ab molecule PDB of total energy / a.u. error
L res kcal/mol
initio MO FMO ab initio
10~20 Alpha-1 (chain A) 3AL1 13 -4855.275923  -4855.275472 -0.3
Alpha-1 (chain B) 3AL1 13 -4855.570969  -4855.570053 -0.6
2 Alpha-1 (dimer) 3AL1 26 -9711.189715  -9711.188371 -0.8
[Prozz, Leu25] crambin 1EJG 46 -17779.503014 -17779.502399 -0.4
[Serzz, | Ie25] crambin  1EJG 46 -17777.148729 -17777.148366 -0.2
kcal/mol 2
1 FMO-HF/STO-3G
1kcal/mol ab initio MO 1
FMO FMO
ABINIT-MP system  # of res WF/Basis set elapsed CPU
# of atoms  # of basis time # of CPU
Gamess Fedorov Lyso 128 HF/STO-3G 36M PIIl (1GHz2)
2,036 6,252 128
Lyso same as MP2/6-31G** 3D15H PIV (2.2GH2z)
MPI DDI GDDI above 20,660 24
H20 HF/6-31G* 15M Pl (1GHZz)
256 768 3,328 128
6 H20 HF/STO-3G 29M same as above
Gamess 1024 3,072 7,168
1 lyso lysozyme-ligand ,2036
HF/STO-3G 128 PC 36 80%
FMO ABINIT-MP HF
ABINIT-MP MD n Gamess
HF DFT MP2 MCSCF
ONIOM / IMOMM
PCM 1
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