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The DFT+DMFT variables

# == LDA+DMFT

usedmft1 0 # Do a first calculation in DFT without DMFT

nline 10 # Diagonalise correctly the Hamiltonian

nnsclo 10 # Diagonalise correctly the Hamiltonian

usedmft2 1 # Activate DFT+DFT

dmftbandi 21 # Select bands for Wannier construction

dmftbandf 23 # Select bands for Wannier construction

#dmft_nwlo 200 # Log frequency mesh (not used with TRIQS)

dmft_nwli 100 # Linear Mastubara frequency mesh

dmft_iter 1 # Number of DMFT iterations

dmft_rslf 0 # Activate reading of self-energy on disk

dmft_mxsf 0.7 # Anderson Mixing of the self-energy

dmft_dc 1 # Double counting (1: FLL, 2: AMF)

dmft_t2g 1 # Special value for t2g only calculation.

# == CTQMC

dmft_solv 5 # Solver for Anderson Impurity Model

# 1: Hartree Fock

# 2: Hubbard I (for density density interactions)

# 5: ABINIT CTQMC (for density density interactions)

# 8: ABINIT CTQMC (for density density interactions

# with off diagonal hybridizaton (soon available))

# 6: TRIQS CTQMC (for density density interactions)

# 7: TRIQS CTQMC (for general interactions)

dmftqmc_l 201 # Number of time slices for the calculation of Green’s function

# dmftqmc_l must be larger than 2*dmft_nwli

dmftqmc_n 2.d5 # Number of CTQMC steps

dmftqmc_therm 10000 # Number of thermalization steps

dmft_tolfreq 0.01 # As log grid is not used, required precision is reduced.

dmftctqmc_triqs_nleg 30 # Number of Legendre polynomial to describe the Green’s function.
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ABINIT DMFT and cRPA tutorials
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Two DMFT tutorial are available

DMFT using the CTQMC code of ABINIT (see web site)
DMFT using the CTQMC code of TRIQS

Coupling between ABINIT and CTHyb TRIQS has been done by Valentin Planes and
updates by Olivier Gingras recently.
Available in your home directory.
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DMFT tutorial
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cRPA tutorial
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