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Hartree-Fockix: RHF, UHF

-BENBRUE: LDA, GGA(BP, PW91, BLYP, PBE, HTBS, etc.),GGA-D(D, D3, D3(B)),
dDsC, MBD@rsSC, dUFF), Meta-GGA(MO6L, TPSS, etc.), Hybrid(B3LYP,
PBEQ, O3LYP, BHandH, B1PW91, etc.),Hybrid-Meta-GGA(MO6, TPSSH,
etc.), Range-Separated-Hybrid (CAM-B3LYP, wB97X, etc.), model
(LB94,SAOP), LIbXCADA >4 —71—X (MVS, N12, wB97X-V, etc.)

RiENESUES Pauli, ZORA, X2C, RA-X2C

-Constrained DFT: &7, RE > &/ (FRMEEIRRE (R % R T BENESUA

- EEEIRREETE (simplified) TDA, (simplified) TD-DFT, TD-DFT+TB, CV(n)-DFT
TRIRhER COSMO, SM12, DRF, SCRF, 3D-RISM, FDE

-IMEDEE mEBf, B8, DIM/QMSE, non-self-consistent Green's functionst®
-QM/MM: IMOMM/ADF, AddRemove, QUILD

DFEAEHE:  TILFAT—ILMD, Biased MD(A9F A FIV A T>TLFF T I T1EE)

EEREEETE: quasi-Newton

- ERRERR: EF,NEB
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- RIGHRRE: Linear Transit,IRC
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-BRNZEETET—XA N (BIREURE) 9BR- BHER, (8)H9) bR
-[RFER: Mulliken,Hirshfeld,Voronoi,AIM

-EEAFE: charge transfer integral
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ADF-GUI
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