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LSDA (Perdew & Wang 92), GGA (Perdew 96),

GGA (Perdew 92)
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13
14

Potential name

HPBE GGA-X-Energy, PBE-
C-Energy, PBE potential

HPBE GGA-XC-Energy, PBE
potential

TPSS meta GGA-XC-
Energy, PBE potential

Van Voorhis+G.Scuseria
M-GGA (PBE potential)

HPBE GGA-X-Energy +
KCIS-C energy, PBE
potential

PBE (Perdew—-Burke-
Ernzerhof) 96 GGA

Perdew-Wang 91 GGA
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Engel-Vosko 93 GGA
exchange with Perdew-
Wang 91 GGA correlation
term

Leeuwen exchange
potential with Perdew-
Wang 91 GGA correlation
term

Lembarki exchange
potential with Perdew-
Wang 91 GGA correlation
term

TH1 (Tozer-Handy 98)
GGA

TH2 (Tozer—-Handy 98)
GGA

HCTH (Tozer-Handy 98)
GGA

TH2 (Tozer-Handy 98) -V,
HCTH-Energy

Filatov—-Thiel GGA (PBE
potential)

BLYP GGA (PBE
potential)
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Revised PBE-X + PBE-C
(pbe-potential)

Engel-Vosko 93 GGA
exchange with LSDA
correlation term

Engel-Vosko 93 GGA
exchange potential with
LSDA potential
correlation term
combined with
Perdew-Wang 91 GGA
exchange energy with
Perdew-Wang 91 GGA
correlation term

GEA (with coefficient
of Engel-Vosko 93 GGA)
exchange with LSDA
correlation term

EX = 1.d4d0, E-TOT should
give number of
electrons

EX-LDA only
EC-LDA only
EX-PBE only
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EC-PBE only

for analysing xi and
eta (case.vns and
case.vsp contains xi
and eta in terms of
YLM)

for analysing (laplace
rho) case.vns and
case.vsp contains
laplace rho in terms of
YLM

LDA and GGA parts of 3-
parameters hybrid
functional B3PW9l

HPBE GGA test
HPBE GGA (X only)
HPBE-C GGA
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