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We show an application of the functional-renormalization-group aided density functional theory to the
homogeneous electron gas with arbitrary spin polarization, which gives an energy density functional in the local
spin density approximation. The correlation energy per particle is calculated at arbitrary Wigner—Seitz radius 7,
and spin polarization ¢. In the high-density region, our result shows good agreement with Monte Carlo (MC)
data. The agreement with MC data is better in the case of small spin polarization, while the discrepancy increases
as the spin polarization increases. The magnetic properties given by our numerical results are also discussed.
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I. INTRODUCTION

Density functional theory [1-3] is a powerful framework
for many-body systems employed in various fields, including
condensed matter physics, quantum chemistry, and nuclear
physics. The accuracy of DFT depends on an energy density
functional (EDF) [4], which returns the ground-state energy
as a functional of the ground-state density. Although the
Hohenberg—Kohn theorem [1] guarantees the existence of the
exact EDF, it does not provide a microscopic way to derive
EDF; hence its development is a long-standing problem.

A useful framework for the construction of EDF is the
effective action formalism [5-8]. In this formalism, Polonyi,
Sailer, and Schwenk [9,10] put forward an approach inspired
by the functional renormalization group (FRG) [11-14]. We
refer to this approach as the functional-renormalization-group
aided density functional theory (FRG-DFT). This approach
is based on a functional differential equation, called flow
equation, in a closed form of the effective action, which
corresponds to the free-energy density functional multiplied
by the temperature [5-7]. For such a closed form of equa-
tion, some systematic approximation methods were proposed
[9,15-17]. The FRG-DFT has been numerically applied to
low-dimensional toy models [15-21] including a mimic of the
nuclear systems [18-20], and, recently, applied to electronic
systems [22,23], where we achieved the first application to
the two- and three-dimensional cases in the study of the ho-
mogeneous electron gas (HEG) and EDFs for electrons are
constructed in the local density approximation.

In the previous works of the FRG-DFT [9,10,15-23], the
EDF of the total particle-number density has been studied.
The Hohenberg—Kohn theorem guarantees that the ground-
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state properties are determined by the total particle-number
density. However, the Kohn—Sham scheme [2], which is a
commonly used method in DFT, has limited power when
formulated based on the EDF of total particle number: Al-
though it is suitable for accurate analysis of the ground-state
energy and density, the calculations of other quantities are not
always straightforward [24]. A way to extend the Kohn—Sham
scheme is introducing EDF depending on additional densities
[25]; one of such generalizations is taking into account the
particle-number densities of each spin component to describe
the magnetic properties [26]. Such a formulation of EDF
for multicomponent systems can also be directly applied to
analyses of nuclear matter, which is an infinite system of
nucleons composed of various components such as protons,
neutrons, and hyperons [27-37]. In the context of the FRG-
DFT, the EDF depending on the pairing density in addition
to the particle-number density to describe superfluid systems
was discussed in Ref. [38].

As for electron systems, a simple EDF of the particle-
number densities of each spin component is that in the local
spin density approximation (LSDA), in which the exchange-
correlation part of the EDF E.[p4, o, ] is approximated as

Exclpr, py 1~ /dx(pT(X)+p¢(X))€xc(,0¢(X), Py (), (1)

where €.(p4, o) is the exchange-correlation energy per par-
ticle, i.e., energy density, of the HEG of densities of particles
with up spin p4 and down spin p;. At some values of p;
and p, €x(p4, py) has been obtained by the quantum Monte
Carlo (QMC) calculations [39]. The QMC results are of sig-
nificance not only for the construction of EDF [40-42] but
also for the discussion of the properties of the HEG itself:
In three dimensions, the existence of the phase transitions
from paramagnetic phase to partially polarized or ferromag-
netic phase and from ferromagnetic phase to Wigner crystal
is predicted [40,43-50], although the predicted values of the
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transition densities are not always similar among these works.
In two dimensions, the existence of the ferromagnetic phase is
indicated by Refs. [51-56], while it is suggested in Ref. [57]
that the ferromagnetic phase is never stable compared to the
paramagnetic one.

Since the QMC results are available only at a few values
of the densities due to the numerical cost, an empirical fitting
function for the data is needed to obtain the value of EDF
at arbitrary densities. In our previous work [23], we applied
the FRG-DFT for the calculation of the correlation energy
per particle in the spin-unpolarized (paramagnetic) case. We
obtained the values at many values of density, namely 65 536
points in the Wigner—Seitz radii rs € [10~°a.u., 100 a.u.),
which enables us to determine EDF almost without the de-
pendence on the fitting function.

In this paper, we extend our works [22,23] to the case of
arbitrary spin polarization ¢ = (p; — p;)/(py + py ). We give
a formulation of the FRG-DFT with arbitrary spin polarization
and dimensions. In the vertex expansion, which is a functional
Taylor expansion around densities of interest, we give the flow
equations for the density correlation functions at arbitrary or-
der. The correlation energy per particle €.(rg, ¢) is calculated
at various r; and ¢ in the three- and two-dimensional cases.
In the high-density region, our result shows good agreement
with QMC data as a result of the fact that our correlation
energy reproduces the exact behavior at high density given
by the Gell-Mann—Brueckner (GB) resummation [58,59]. The
agreement with QMC data is better in the case of small spin
polarization, while the discrepancy increases as the spin po-
larization increases, which causes the absence of the magnetic
phase transition predicted by the QMC calculations.

We also discuss the interpolation function f.(7s, ¢) defined
by

€c(rs, §) — (15, 0)
Gc(rm 1) - ec(rm 0)’

fe(rs, §) = @)

which characterizes the ¢ dependence of EDF. Since €, at only
a few values of ¢ and rg are available in QMC calculation,
interpolation with respect to ¢ is demanded to obtain €. for
arbitrary ¢ to perform LSDA calculations, as similar to the
interpolation with respect to r;. A popular approach to deter-
mine €.(rs, ¢) [24,26] is the approximation f.(rs, {) ~ fx(¢)
with the interpolation function for the exchange part f;(¢)
given analytically. We find the deviation of f.(rs, ¢) from
fx(¢) at small ry, where the FRG-DFT gives accurate results.

This paper is organized as follows: In Sec. II, we show
an FRG-DFT formalism with arbitrary spin polarization and
dimensions. The flow equations for the density correlation
functions at arbitrary order are given. The expression for the
correlation energy density is given in the case of the second-
order truncation. It is analytically shown that the expression
reproduces the GB resummation at high density. Our numeri-
cal results are presented in Sec. III. We show the result of the
rs and ¢ dependencies of the correlation energy and discuss
the magnetic properties given by our calculation. Section IV
is devoted to the conclusion. In the Appendix, we give the
derivation of Egs. (15) and (16).

II. FORMALISM

We consider the HEG with the homogeneous density p and
the inverse temperature 8 neutralized by the background ions
with the same density. In order to apply our formalism to the
three- and two-dimensional cases, we present the formulation
in a general spatial dimension D. The action in the imaginary-
time formalism is given by

S[‘(/fv I/f*] = Sel[l/f’ 1//*] + Sint[l”, ‘(//*]7 (3a)
*7 * _ l 2
Saly, ¥*] = Z/X v (Xa(af 5V )ws(xx

1
Sl ¥ = 5 / /X U X0pa 00X 3D

Here, we have introduced the following notations: X = (7, x)
with the imaginary time 7 and spatial coordinate x, the co-
ordinate integral [, = foﬁ dt [dx, paX) =Y ps(X)—p
with the electron field ¥;(X) having spin s and the electron
density operator ps(X) = ¥ (X )¥(X), and the simultaneous
Coulomb interaction,

Up(X,X') = 8z —1)). “)

lx — x|

The interaction term Sj, contains not only the electron-
electron interaction term but also the electron-ion and ion-ion
ones, which cancel each other, and consequently avoid the
divergence from the Hartree term in the infinite system [22].
Additionally, X, = (t + €, x) with a positive infinitesimal €
has been introduced so that the corresponding Hamiltonian is
normal ordered.

A. FRG-DFT flow equation

Following Refs. [9,10], we analyze the evolution of the sys-
tem with respect to the gradual change of the strength of the
two-body Coulomb interaction [Eq. (4)]. For this purpose, the
evolution parameter A € [0, 1] is attached to the interaction
term Sinc [V, ¥*] as follows:

Silyr, Y1 = Saly, ¥ 1+ ASiwml ¥, ¥ 1. (%)
This action becomes that for a noninteracting system at A = 0
and Eq. 3a)atA = 1.

Our previous works [22,23] were focused on EDFs of the
total density. In the present study, we extend our analysis to
the case of EDFs for spin-polarized systems. For this purpose,
we introduce the generating functional for the correlation
functions for o4, | (X):

Z?»[‘]T’Jl] =/ Dy 'Dw* e*SAH//J//*lJerfX i?s(X)/x(X). (6)

The Legendre transformation of the generating functional
for connected correlation functions Wy [J;, J, ] = InZ,[J4, J, ]
gives the effective action:

sup (Z /X P (X)J(X) — WA[JT,M)

Jrdy

> f ps(X)aup. . sLors pIX)
B X

Ciler, py]

- WA[Jsup,A, ﬁ[pT’ pi]’ Jsup, A, L[;OT’ ,0¢]]- (7)
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Here, the external field Jyyp, 1, s[04, 0} ], which gives the supre-
mum of the first line of Eq. (7), satisfies

because of Jgup, 1, s[0eq, 15 Peq, | J(X) = g, which is obtained
by the relation,

ST lpr, py]
U = o s[ors X). 11
Wil 01 ) I lor 1) _ spuX) - ukslor: PUX) an
8J5(X) Since Wy [p4, pyl/B is the grand potential, I'y[0cq, 4, Peq, | ]
gives the free energy multiplied by S. At zero temperature,
The equilibrium densities peq, (X ) are determined through Peq.s(X) and BT [peq. 1, Peq. | ] are reduced to the ground-
state density and energy, respectively. Therefore, the EDF of
densities with each spin component is given as follows [15]:
SFA[peq,T»peq,i] _ 9 . 1
v = Ms ©) Eylpy, py] = ﬁll)n;oﬁ Cilor, 041, (12)

3ps(X)

which is a natural extension of the relation between EDF of
total density and the effective action [5,7].

The evolution of I';[p4, p;] can be described by a func-
tional differential equation. This equation is derived in the
same manner as EDFs for total density [10,15,18,19,22] and
reads

where p; is the chemical potential of the electrons with the
spin component s. In this case, Eq. (7) becomes

Fk[peq,% Peq,d = E Ms/ peq,s(X) - WA[M% /‘Li]’ (10
X
s
|

1
ity =5 [ umox - X’)[pA(XmA(X’) 3T or o1, X = 3 (X080 — x’)]. (13)

s, s

Here, we have introduced pr(X) =) p,(X)—p and the inverse of the second derivative of the effective action
r@-! (o4, py1(X, X") defined through the following relation:

X, ss

8 Tilpy, py]

T2 pr, p I(X, X" — 5 5(X — X)), (14)
Z/x ot T Spy(X")bpy(X) — "

where §(X — X') = 6(r — t))é(x —x') with X = (7,x) and X' = (¢/, x').

B. Vertex expansion

In principle, T';[p4, py] is obtained by solving Eq. (13) with using the noninteracting system as the initial condition. In
practice, however, some approximation for I'; [p4, o, ] is needed to solve Eq. (13) due to difficulty of direct numerical treatment
of functional differential equations. Following Refs. [9,10], we introduce the vertex expansion scheme, where a functional
Taylor expansion at some densities of interest is applied and the differential equations for the Taylor coefficients of I',[o4, o ]
are truncated at some order. As derived in the Appendix, these differential equations up to an arbitrary order read in terms of the
density correlation functions as follows:

l ! ! ! /
B or. o) = 5 // Usn(X — X )[mxm(){ )+ 3 G2 X X — 3 p (08 — x )}, (15)
X.x s 5
G (e X = 3 [ G X0 X0y 11X

X

s

1 ! m ! m

=3 / f Usn (X, X (pa OGSV (X X1, - X + pa XG0 (X, X, X))

—JJx,x

1 ,
= UZb(X,X’>(Gg’j’;,3,?.4s,,,(xef,x Ko X)) = GOV (X Xy X Bx — )
s, s X, X'
1

m—

1
+Zk!(m—k)! 2.6

k=1 o€eSy,

(k+1)
A, 8Sa(1) " So (k)

) 7Xo(k))G(m7k+ 1)

Ay 8" Sq (k1) S (m)

(vac(l)’ .. (X/,Xa(k+l)v-~'sxa(m))>y
(16)
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FIG. 1. Diagrammatic representation of Eqs. (15) and (16). The wavy lines represent the two-body interaction U,,(X — X’). The numbers
1, 2, ..., m attached to the diagrams of the correlation functions G;Z), Gf) R G;m*z) stand for the sets of the coordinate and spin (X, s1),

(X2, 52), .oy (Xin» Sin), TESPECtively.

N

12‘ 1
2 = kl(m—k)!

where m > 1 is an integer, S,, stands for the symmetry group of order m, and the m-point density correlation function is defined

by

"Wy [sup, 1, 1 [o15 011 Jsup, 2, 1[04, 01 ]]
8, (X1) ... 8J5, (Xn)

The diagrammatic representation of Eqgs. (15) and (16) is given in Fig. 1. Note that Eq. (16) at m = 1 should be regarded

as an equation describing the evolution of Jup, 5, s[04, 0y 1(X) since the left-hand side is already determined by BAG(D (Xl) =
9505, (X1) = 0 as obtained from Eq. (8).

G o Kt X)) = (17

C. Application to LSDA
Our purpose is the application to the LSDA EDF, which is described in terms of the effective action by

Fxc,x[m,m]%f(pT(X)+p¢(X))exc,x(p¢(X), Py (X)). (18)
X

Here, I'y, 1[04, o, ] is given by the exchange-correlation part of the effective action,

2

with the second and third terms of the right-hand side corresponding to the kinetic and Hartree terms, respectively, and
€xc,1(P1, py) is the exchange-correlation energy per particle obtained in the homogeneous case with densities p4 and p,.
Actually, Eq. (18) is reduced to the conventional definition of LSDA for EDF Eq. (1) as obtained from Eq. (12) with the
density independent of the imaginary time ps(X) = p;(x). By putting Eq. (18) into Eq. (15), we have an equation to determine

€xc, A(Pm m)i

1 ! !
Cxe,alors, o] =Talpr, py] — Dazolor, 041 — = // AU (X — X )pa(X)pa(X),
X, X'

1
[ @100+ pOMecsor 0 00~ 5 [ Umx X’)[Z G2 (Xe X) = 3 pu(X)b(x —x’)}. (19)

Particularly, Eq. (19) becomes exact at the homogeneous limit [60]. Given the homogeneous densities p, satistying o, + 0, = p,
Eq. (19) is reduced to

1
0651y, 7)) = 5= / Uzb(X)[ZGfg (Xe/,O)—ﬁts(X)]. (20)

s, s

Here, we have used GA X, X)) = G(f)m, (Xe — X', 0), which follows from the translational symmetry. Equation (20) is further

reduced to the equation for the correlation part €. 3 (04, 0) = €xc.. (04, £)) — €x.2(P4, P):
e (51, 0)) = % Z /X Un(X)[GP (X, 0) — G2 L (Xer, 0], 1)
which is obtained by use of the expression for the e;;Change part & (04, )
&Py, DY) = o= / Un(X) [Z G2y, oy Xer, 0) — ﬁz?(x)} : (22)

The analytic result of €y 204, 0)) is known as follows [61,62]:

A
€1(B1. 7)) = == 21+ 2" = DAE)] (23)
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Here, { = (p4

—P,)/P is the spin polarization and r; is the Wigner—Seitz radius given by ry = (Vpp)~"/? with Vp_, = 7 and

Vp—3 = 4m /3 being the volume of a D-dimensional unit sphere. The interpolation function f(¢) is defined by

fx(é‘) =

(1 + é-)(DJrl)/D + (1 _ C)(DJrl)/D -2
20+1)/D _ ) )

(24)

The coefficient ap, is given by a, = 4+/2/(37) and a3 = 3[3/(167)]*/3. The momentum representation is a convenient choice
for the homogeneous case. Then, Eqs. (16) and (21) are written as follows:

dec 1 (Dy. P)) = % Z / U™ [G2 () — G2, . (P)]. (25)

BG™ (P Pu) = G&T;, Do, P,
S

SS

1] 1
_Ezk'(m—k)! 2.0

k=1 " oESy

P Pm—l)a)\-]sup,)»,s(ﬁqw ﬁi)

—— {0 iPO¢ G(m+2)
/ (P)(/;] Z A, S8'S1...Sm

(Py_Papla-"7Pm—])_ZGngs;1)s (07P]7"‘7Pm—l)>

s

k
G+1D
(Zpa(l)> Z Ry 50 (Ly-e-Srcl) <— Zpa(i)» Poctys oo o s Pa(k—l))
i=1

~m—k+ 1)
X Z Gy soirtrsoon (— Z Psiys Potkt1ys -+ - Prr(m—l))- (26)
s/ i=1

Here, we have introduced the four-vector P = (P°,

p) with the imaginary frequency P° and the spatial momentum p and |, p=
[dP°/(27) [ dp/(27)P. The Fourier components G(m) o, (Proes

P,._1) and U (p) are defined as follows:

(277:)48<ZP>G§:";1 Sm (P17"'aPI71—])=/ lZI ]PXIGE\sz Sm(X17'-'aXm)a
P X1, oo X
. o 2r/lpl (D =2),
0p) = [ PX Uy (X) = { i @7)
b'e 4z /Ipl© (D =3).
In Eq. (26), one of Py(1), ..., Py(n) becomes P,,, which stands for P, = — Z;":_ll P.

In this paper, we consider the vertex expansion up to the second order. The first and second order of Eq. (26) read

. L[ o .
0= G2\, 0dtup (71, 7,) = 5 / Y (p)( / NG (PP = )G (0)), (28)
K p p s, K

9, G2

D P =GP (0. P)dTap, (8. 8) = U(p) Y G2 (=PNGD, (Py)

s, s

1 J iPO¢ ~(4) ~(3)
—Epr(p)</Poe ‘ ;GMS,MZ(P, —P, Pl)—zs:GMmZ(O,Pl) : (29)

By canceling 9)Jgup, 5., s(01,0) in these equations, we have

3G (P) = ~U(p) Y G2 (—=PNGD, (P)+ Ci sy, (P1), 30)

SS

C)L 5152 (P]) — 5 / U(p) IPOG, Z <G§L4)W 5152 (P’ _P’ Pl) o Z Gﬁ)tslsz (O Pl )[G(Z)(O)]rt’ GELS)YV t’(P’ _P)> ’ (31)
s, s 1t

where [G(AZ)(O)];,1 is the inverse of G&z)n,(O) with respect to

the spin indices ¢ and #. As shown in Eq. (31), Gy 5,5, (P1) 1s
composed of higher-order correlation functions.

As in our previous works [22,23], we ignore the A depen-
dence of C;, 4,5,(P1) as

C)L,slsg (Pl) ~ C)»:O,S[Sg (Pl) (32)

(

Applying this approximation and summing up the spin in-
dices, Egs. (25) and (30) are rewritten as follows:

1 . 0 ~
e 7. 7)= 5 /P 0™ [G2P)—G2,P)]. (33)

3G (P) ~ =0 (p)[GP(P)] + Como(P)), (34)
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where we have introduced the total density correlation func-
tions:

Py, P = Y G (P ), (39)

Sy eees S

and

Cizo(P1) = Y Crzo.w(P). (36)

s, s

The solution of Eq. (34), which has the form of the Riccati
equation, can be obtained analytically with respect to A. With
this solution, the A integral in Eq. (33) is performed analyti-
cally. The solutions read

1+ (Bp/Ap) tanh Bp

G (P , 37
=0l )1+(Ap/Bp)tanth 7)

G2,(P) =

1 A
1P P = 5 /P [m (costh + B—P sinth) —AP],

P
(38)
where
Ap = U (PG (P), (39a)
p =/ U(P)Cr—o(P). (39b)

The quantity C,—o(P;) is given by the density

correlation  functions in the noninteracting case
G e (P Pucy):
G s (P Pucy)
m—1
—-> [ ]‘[GFW)SOM(ZPM+P> (40)
oS-

where Gp,m/ (P) is the propagator of the free fermion defined
by

GF,ss’(P = (w’ P)) = Sss’GF(pF,s; P = (a), P))
iwe
Y P S (41)
lw— 5:(1’)
with &(p) = p*/2 — p%ys /2 and the Fermi momentum pg ; =

2 (ES/VD)I/D. In Eq. (40), o(0) is defined by ¢ (0) = o (m).
For efficient numerical calculation of C;_o(P;), a technique
in Refs. [22,23] can be used: It is convenient to describe
C;—o(Py) in terms of the total density correlation function
G(kmz)o (pg; P1, ..., Py—1) for spin unpolarized systems with the
Fermi momentum pg, which is defined by

G&rn,)o(pF;Pla oo Vmel)

m—1

=23y / HGF<pF,ZPg(,)+P> (42)

0€Sm1 YT k=0

and related to Eq. (40) as

Gghm)o S1oeSm (Pla ~~-7Pm—1)

(T
=§<]'[ W)G;;O(pm;a,...,Pm_n. (43)

Then, C)~o, 5,5,(P1) is written as follows:

86‘ §2.
Cor=o,s,5,(P1) = ;'CA:O(PF,sI;Pl), (44)

where

1 -
CA:O(PF;PI)Z_E/U(I’)/O

G (prs P, —P)GE (prs P, —Pl)}
G2 (pr;0)

P [G(;‘;O(pp; P,—P,P)

(45)

As shown in Refs. [22,23], the momentum integrals in
Eq. (45) can be reduced to double integrals, which reduces
the computational time and enables us to calculate €. ,—; in a
few minutes even on a laptop computer for each set of (g, ¢).

D. Validity of the approximation

We discuss the validity of our approximation described
by Eq. (32). First, we show that the resultant €. ,—; given
by Eq. (38) reproduces the exact result at the dense limit
given by the GB resummation, which is given by the random
phase approximation and the second-order exchange term.
To show this, we employ the following scaling rules for

Ci=0, 5,5, (prs P1) and G )0 515, (PF PL):

pE (Pl p
Go sy (PP = a7 zGiz’Os,sz(a <a1221)> (6w

Pe (Pl p
Coz0.5,5,(PE; P1) = aP 3G Omz< aF <—1 —1>> (46b)

b
a’’ a

for an arbitrary number a. By applying these rules to Egs. (35),
(36), (43), and (44) with a = r; ! and using ripr s = 27 [(1 +
58)/(2V2)1YP, we obtain

(47a)
(47b)

G2 (P) =
Cizo(P) = 127 PC,o(Py).

= (r2P), ryp,) and
1 +se\"P _
ZG@) ( ( v ) ;P1>, (48a)
1+
cx:o(Po——ZcA 0(27T< V“) : 1), (48b)

which are independent of r; except for P;. Using Eqs. (47a)
and (47b), and U (p) = rP ~10 (p) given by Eq. (27), we obtain
the scaling for Ap and Bp as follows:

52 g~§2:)0(ﬁl )7
’%
S

Here, we have introduced P,

G2, (P =

Ap = r Ap, (49a)
BP = VsBﬁ, (49b)
where we have introduced
Ay = U@)G2, (P, (50a)
Bp =/ U@)Cizo(P), (50b)

which are independent of r; except for P. Changing the inte-
gral variable P to P in Eq. (38) and using r, = (Vpp)~ /2,
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we have
A% Ap
€ =101, 0,) = 27 ) (ln [cosh (rBBp) + B_ sinh (r,Bp )i| — rsAP>. (&2))
- _

By expanding this equation with respect to r, we obtain

/A rB5)*

ec,kzl(ﬁm ﬁi) = % /; |:1n(1 + rsAﬁ) - rsAﬁ+ (—PJ] + O(rs)
rs P 2
@ STRve) L[5
= 55 [ [ (14 D@G20P) ~ OGP + f U (p)Cizo(P) + O(ry). (52)
P

The first term of the last line is the contribution from the random phase approximation. By performing the frequency integrals,

the second term is evaluated as follows:

(=&(@PNI1 = 0(=&(p + p))]

8 1 Up)Up+p +p")
U(p)Cy—o(P) = — 0
| Op)Cio(P) 252///,,,,:',,;/' FRTET TS

x O(=&(p" NI — 0(—&(p + p"))], (53)

which is identical to the expression for the second-order exchange term [58]. In summary, Eq. (52) is identical to the expression

for the GB resummation.

Although our approximation reproduces the exact behavior at r; — 0 as shown above, the flow of the higher-order correlation
functions becomes important for the accurate calculation as r; increases. This can be seen from Eq. (26) at arbitrary order roughly:
For simplicity, we consider the case of A = 0. The following scaling holds:

G;M)Qsl S(P17~" m— 1)—]"

where Gi’i)o,sl___xm Py, ...,

2m—2— Dg(m) (_1

5 Fm—l )a (54)

2=0, s1...5 P ’

P,._1) is a function independent of r; given by

() 5 P G, Ltsig)? o o
gA:O,.sl...x,,,(P17 R mel) = 1_[ 8SkS1<+1 2 2V2 ;Pl, RN Pm,1 . (55)
D

By use of this scaling, we find that the flow represented by
Eq. (26) at A = 0 behaves as

(G (P Puy)

- ~ Ty, (56)
Gizl S(Pla"-apm—l) ’

which shows that Gf\mzl 5 (P, ..., P,_1) rapidly evolves
as rg increases. This result indicates that the evolution of
GE\m; ? (P1,...,P,_1), which is ignored in our approxima-
tion given by Eq. (32), becomes important for the accuracy at

large rs.

III. NUMERICAL RESULTS

In this section, we show the numerical results for HEG.
Figure 2 shows the FRG-DFT results of €. ;- in three dimen-
sions in the paramagnetic (¢ = 0) and ferromagnetic ({ = 1)
states, together with the results by the diffusion Monte Carlo
(DMC) simulation and the GB resummation, as functions of
the Wigner—Seitz radius r,.! The DMC results are obtained
by subtracting the kinetic and exchange energies per parti-
cle from the total energy per particle given in Table IV in
Ref. [39], which summarizes the results in Refs. [48,50]. For

There is a tiny difference between the result of FRG-DFT at ¢ = 0
in this work and that in Fig. 1 in Ref. [23]. We find that a coefficient
is underestimated in the numerical code to obtain the latter one. The
present result is based on a corrected code.

(

both cases of ¢ =0 and 1, the FRG-DFT reproduces the
results by the GB resummation and the discrepancies between
the FRG-DFT and DMC results decrease as r; becomes close

0.00
—0.011
/A 0.00
—0.021 ~0.011
70.037" ~0.02
. i —0.03
& —0.04 ,: & —0.044
70405,' —0054 [
—0.064/
—0.061 FRGDFT ((=0) (o)
---- FRG-DFT (( = 1) |
—0.074 v DMC(¢=0) —008% T 7 ] 1 5
A DMC(C=1) s
—0.08 v " T y
0 20 40 60 80 100

T

FIG. 2. Correlation energy per particle €. for three-dimensional
(D = 3) homogeneous electron gas in the cases of ¢ = 0 (param-
agnetic) and 1 (ferromagnetic) calculated by using the FRG-DFT
(this work) and DMC shown as functions of Wigner—Seitz radius r;.
The data of DMC calculations are obtained from the values in Table
IV in Ref. [39], which summarizes the results in Refs. [48,50]. The
inset is the enlarged view in 0 < ¢ < 5, where the results by the GB
resummation are also shown.
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TABLEI Absolute difference Ae. = [€fRG — €PMC| and relative difference Ae./|e2MC| between the FRG-DFT result /RS (this work) and
DMC result €PMC [39] at r, = 1, 2, 3, 5, 10, 50, and 100 a.u. and ¢ = 0 and 1.

7s (a.u.) 1 2 3 5 10 50 100

=0 Ae. x 10* 6.0 16.4 17.9 16.1 9.9 3.6 55
Ae./1€PMC) (%) 1.0 3.7 4.8 5.7 53 6.2 17.0

=1 Ae, x 10* 5.6 20.1 24.9 29.2 31.1 19.6 13.0
Ae./|€PMC) (%) 1.8 8.5 12.6 18.9 29.5 54.8 62.6

to 0, which is also indicated by the relative differences shown
in Table I. On the other hand, the increase of the relative
differences at larger r; is due to the ignorance of the flow of the
higher-order correlation functions as discussed in Sec. IID.
In the case of ¢ = 1, FRG-DFT overestimates €. compared
to DMC. This is a natural result since the truncation up to
the second order breaks the Pauli-blocking condition [18,19],
which allows two electrons with the same spin to get closer
to each other and increases the energy. At { =0 and ry 2>
40 a.u., FRG-DFT underestimates €. with smaller deviation
compared to the case of ¢ = 1 as indicated in the absolute and
relative differences shown in Table I. This suggests that the
correlation between two electrons with the different spins is
underestimated and compensates the overestimation coming
from the correlation between those with the same spin.

For the purpose of discussing stability of phases, we show
the FRG-DFT results of the total energy per particle €y, for
arbitrary spin polarization at ry = 1, 10, 50, and 100 a.u. in
Fig. 3. For comparison, this figure also shows the DMC results
and the Hartree—Fock results. The latter are given by

€total (s, §) ~ €kin(7s, §)+GX,A:I(rS7 ), (57)

where the kinetic term €, and the exchange term ¢4 are given
by

2/3 5/3 N\/3
3(9_71) A+ +d-2) C58)

€kin(rs, §) = o\ 22

and Eq. (23), respectively. According to the DMC results
[48], a second-order phase transition to spin-polarized states is
found at r; = 50 &£ 2 a.u. and the system becomes (partially)
spin-polarized states for larger ry and unpolarized ones for
smaller r;. In contrast to this, the unpolarized state is stable
even in ry 2 50 a.u. in the FRG-DFT result.

Next, we shall discuss the interpolation function f,(rs, ¢)
defined in Eq. (2). In Fig. 4(a), the results for ry = 1, 5, 10, 50,
and 100 a.u. calculated by using the FRG-DFT are shown as
functions of ¢. For comparison, DMC results and the interpo-
lation function for the exchange part fy(¢) defined in Eq. (24)
are also shown. Figure 4(b) shows the relative deviation
of fe(rs, &) from fi(¢): [fe(rs, £) — fx(D)]/ fu (). A conven-
tional approximation for f.(rs,¢) [Eq. (2)] is fo(rs, 8) =
fx(¢) [24,26]. Actually, the DMC results in Fig. 4 suggest
that this approximation is valid for ry 2 10 a.u. However, the
FRG-DFT results show stronger ry dependence. Particularly,
the deviation of the FRG-DFT results from f;(¢) can be seen
in small 75, where the FRG-DFT is accurate, as well as in large
rs. The deviation from f(¢) also can be seen in the DMC
results in r, < Sa.u.

~

Finally, we mention the case of two dimensions. Figure 5
shows the FRG-DFT and DMC results of r; dependence of €.
at ¢ = 0 and 1. The FRG-DFT result at ¢ = 0 is the same as
that in Ref. [22]. The DMC results are obtained from the total
energies given in Refs. [52,53,57], which are summarized in
Table VI in Ref. [39]. In dense cases, reproducing the exact
results at rg = 0 a.u. given by the GB resummation, the FRG-
DFT results agree with the DMC results. On the other hand,
the discrepancy between the FRG-DFT and DMC results
increases as the system becomes dilute and the FRG-DFT,
respectively, gives underestimated and overestimated results
at { = 0 and 1 in comparison with DMC. This behavior of €,

1.500

ry = la.u.

1.000

€total

0.500
=== Hartree-Fock

X DMC

0.000

-0.020 A

-0.040

€total

-0.060
0.000

-0.005 4

-0.010 4

€total

-0.015

0.000

-0.002

-0.004

€total

-0.006 A

-0.008

0.0 0.2 0.4 0.6 0.8 1.0

FIG. 3. Total energy per particle € at =1, 10, 50, and
100 a.u. calculated by using the FRG-DFT shown as functions of
¢. The results from the Hartree—Fock approximation and DMC are
also shown. The data of DMC calculations are taken from Table IV
in Ref. [39], which summarizes the results in Refs. [48,50].
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(a) 1.0
—— FRG-DFT (ry =1 a.u.)
--=- FRG-DFT (rs =5 a.u.) ;
0.84 = FRG-DFT (r, = 10 a.u.) &
—:— FRG-DFT (rs =50 a.u.) ,/}./
FRG-DFT (r, = 100 a..) i
—~0.61 ® DMC(ry=1au) /..{;}'}
K{ + DMC (ry=5au.) ./:}‘}"
< X DMC (ry = 10 a) B
— 74,
;,\004‘ A DMC (rs =50 a.u.) A 5,
DMC (rg =100 a.u.) /‘/,
>
— A&(Q £
74
S
0.24 G °
o ,/',f’/
L
%
»
0.0

—~
o
N—r

[felrs; €) = FulO] / fx(C) (%)

—20
0.0

0.2 0.4 0.6 0.8 1.0

¢

FIG. 4. (a) Interpolation function f.(rs, ¢) for ry, =1, 5, 10, 50,
and 100 a.u. calculated by using the FRG-DFT as functions of ¢.
For comparison, DMC results [48,50] and f,(¢) [Eq. (24)] are also
shown. (b) Relative deviation of f.(r, ¢) from f,(¢). The data at
¢ =0, where f;(¢) = 0, are excluded. The DMC data at r; = 1 a.u.
are out of the range of the figure.

favors the paramagnetic phase even if the system is dilute as
in the case of three dimensions.

IV. CONCLUSION

We have developed the functional-renormalization-group
aided density functional theory (FRG-DFT) for the de-
scription of arbitrary spin-polarized systems and achieved
numerical derivation of the correlation energy per particle of
homogeneous electron gas €. with arbitrary density and spin
polarization, which gives the energy density functional in the
local spin density approximation. The hierarchical flow equa-
tions for the density correlation functions have been derived
up to arbitrary order based on the FRG-DFT flow equa-
tion. Our numerical calculation has been performed based
on the second-order truncation for the hierarchical equa-
tions. Our correlation energy per particle reproduces the exact
behavior at the high-density limit given by the Gell-Mann—
Brueckner resummation and agrees with the diffusion Monte
Carlo (DMC) results in relatively high-density cases. On the
other hand, the discrepancy between the FRG-DFT and DMC

0.000
—0.0251;
—0.0501
—0.0751
w —0.1001 —— FRG-DFT (¢ =0)
-0o12s4 T FRG-DFT (C = l)
Y DMC (¢ =0)
—0.150 A DMC(¢=1)
—0.1751 GB(C=0)
| GB(¢=1)
—0.200 : ‘ ‘
0 10 20 30 40

FIG. 5. Correlation energy per particle €. at { = 0 and 1 given by
the FRG-DFT, DMC, and GB resummation in the two-dimensional
(D = 2) case. The data of DMC calculations are obtained from
the values in Table VI in Ref. [39], which summarizes the results
in Refs. [52,53,57]. The values at ry, = 0 given by the FRG-DFT
(and the GB resummation), which are finite in contrast to the three-
dimensional case, are shown as the red and blue circles for ¢ = 0 and
1, respectively.

results becomes significant in the spin-polarized case in com-
parison with the spin-unpolarized case as the system becomes
dilute. In contrast to DMC results, the correlation energy given
by FRG-DFT stabilizes the spin-unpolarized state even in
dilute cases. We have also discuss the interpolation function
fe(rs, £), which characterizes the ¢ dependence of €.. We have
found the deviation from the interpolation function for the
exchange part at small ry, where the FRG-DFT gives accurate
results.

The growth of the discrepancy in the spin-polarized case
may be attributed to the effect of the Pauli blocking, which
is broken in our approximation. In order to retain the Pauli-
blocking effect, one may introduce a correction factor to the
four-point density correlation function [18]. When applying
this method, it is required to solve the flow equation numer-
ically with respect to the evolution parameter A. This is in
contrast to the fact that the flow equation can be solved analyt-
ically in the approximation in this paper. The introduction of
another approximation scheme valid even for dilute systems
also may change the situation. In Ref. [63], a possibility of
using small expansion parameters within some frameworks
including the derivative expansion is discussed. As for the
application of the derivative expansion in the framework of
the functional renormalization group based on density, there
is a work for classical liquids [64].

A great goal of studies of the FRG-DFT is systematic
inclusion of the gradient effect. In dilute cases, particularly,
this is important for the description of the Wigner crystal. One
of the ways to realize this in our framework may be the use
of the derivative expansion. Methods to describe solid-liquid
phase transition developed for the classical DFT [65] are also
expected to give hints for the treatment of the Wigner crystal.
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APPENDIX: DERIVATION OF EQS. (15) AND (16)

In this Appendix, we show the derivation of Egs. (15) and (16). Equation (15) is derived from Eq. (13) and
Fiz)asl[p% pi](X’X/) - G;%)SS/(X,X/). (Al)

The derivation of this relation is as follows: Differentiating Eq. (8), we have

= 88X —X'). (A2)

Z/ (SJsup,/\,t[)Om ;0¢](Y) 32WA[Jsup,A, T[:Om )Oi]v Jsup,)»., ¢[st )OL]]
Spy(X') 8J:(Y) 8J5(X)

By use of Egs. (11) and (17), this is rewritten as

82T o1, /
Z/ 5y ()A«[))gpﬁ;)df)mw X)) = 88X = X)), )

which is equivalent to Eq. (A1).
The following relation is useful for the derivation of Eq. (16):

(2) (m) (m+ 1)
Z/wa( w3 (X)G* LK X = GO (X X, (Ad)

This is obtained by differentiating Eqs. (11) and (17):

1) G(m) (X ) _ 1) (SmWA[Jsup,A, T[p?v P¢], Jsup,k, L[IOT’ pi]]
8ps(X) o Stn Xn 8p5(X) 815 (X1) -+ 8J5, (Xom)

_ Z 8Jsup,k,s,,,+1 [pTv :0¢](Xm+1) 8m+1WA[Jsup, A T[,Om pi]7 Jsup,k, L[pT» m]]
Xt SPX(X) 8-]31 (Xl) toe S-Ism (Xm) 8-]3,,,+1 (Xerl)

Sm+1

_ / 82Tslpy. py] G
Xin+1 8p5(X)5p5m+l(Xm+1) )L S1ee Sl

Xiooos X)) (AS5)

Sm+1

Multiplying Fiz)q to both sides and using Eq. (A1), we have Eq. (A4).
The derivation of Eq. (16) is based on the mathematical induction. As a first step, we derive the equation for m = 1.
Differentiating Eq. (13), we have

5 3Ty lpr, ,0¢]

// Un(X — XDpaX)S(X" — X1) + pa(X)8(X — X1)]
805, (X1) X, X'

8GY (Xer, X')
Up(X — X —8X —X)é(x —x)) |. A6
//XX o )[Z S B X0 ) (A6)

s

Multiplying Gfxz) and using Eqgs. (A4) and (11), we obtain

> / G2, (X1, X)Jap. 5. sLors pLIX)
1 /
=3 ) f /X . Un(X — X[paX)GP (X', X)) + pa(X)GE, (X, X))]
s ,

1
(3) (2)
+5 //XX Un(X — X’)[Z Gy X, X', X1) — Zja(x —-xGP (X, X1>]. (A7)

Remembering BAGE\I’)‘Y(Xl) = 0, 05(X1) = 0, one finds that Eq. (A7) is equivalent to Eq. (16) in the case of m = 1.
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Next, we assume that Eq. (16) holds for m = j and derive the equation for m = j 4 1. Differentiating Eq. (16) for m = j
with respect to the density, multiplying G;z), and using Eq. (A4), we obtain

3 [ 68, X086, (X))
- v ASjt18 5,0§(X) A, 5185

, 5T o I(X
:Z// GULD XXt . X)GP, (X1, Xy sup. 5101 (X
55 X, X’

A, S51...8 Ay 8jt1S Spy(X')

+3 / GUED, (XXt X0 slor, £ 10
| .
S

J J

1 : .
3 [ U6 KX GL (K X X + G2 X X6 X X))
SS ’
1 ) )
-3 > / / U, XY (paCGOGY 52 (X X0, X)) + paXDGYEY (X X0, X40)
B XX

1 4 .
- 3 /fx . Un (X, XU(G&{ o e XXy X ) = GEED (XX X )88 — )
AR ’

i1
1 ,
(k+2) G—k+1) ,
+2 o Z G ssaiyesoisin Ko Koy -+ Xo0: Xjr DGy g o X0 Koy - os Xo(j)
K —k)! j j
k=1 s
k41 i—k+2
+ G*t ()1)...3 o0& Xy, - X w))GY ! (k+u>)---s o X X ey, - -,Xa(_j),XiH)])- (A8)
2900 o %0 o (Jsjq1

The left-hand side is evaluated through the derivative of Eq. (A4) with respect to A:

) .
(2) (J)
ij /X G Ky X0 5as Gl (K X))

(+1D § : (2) ()
= BAG)\{ S1oSjg1 (le ey Xj+1) /X 8}~Gk,xj+ls(Xj+1’ X)—(Sps(X)G)\j’ 51008 (Xls ey XJ) (Ag)
s

By use of Eq. (A2), this is rewritten as follows:

) .
3 /X G2, X1, X0 s, (K X))

=9,GY T (Xi,...,X;11)

Ay 1Sl
8Jsup,r,ilor, 1Y) 0 8 j
- $5G? (X1, X / s GP (Y, X)——GV (Xi,...,X)). A10
Z//” RO s it )Z v e bt (0 X5 Gy Gy Ko X (A1O)

By differentiating Eq. (A2) with respect to A, we have

8Jsup, .t Lo1, P 1Y) 2 8Jsup, 1, tLor> 1Y)
E 9,G? X1, X Sup. 2. = — E /G() Xi+1,X)o p. 2 . All
s /X * )L’SjHS( s ) Sps(X) s JX )L,SjHS( a o 3ps(X) ( )

By use of this relation and Eq. (A4), Eq. (A10) is rewritten as follows:

) .
E (2) (j)
/;( G}\,X/+1X(Xj+1’ X)0;. pr(X)G)LJ, sl...s,-(Xl’ e XJ)
s !

‘SJsup,A,z[p?’ pJ,](Y)
§ps(X)

(A12)

J

j+1 i+ 1 2
= a)‘GE»J,::---)SjH(X]’ ""Xi+])+ Z//); YGE‘{;;”)'S_(Y, X], ""Xj)Ggu,)s,-_,_,s(Xj-‘_]’X)aA
st ’
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The second term of this equation and the first term in the right-hand side of Eq. (A8) cancel each other. The last term in the

right-hand side of Eq. (A8) is deformed as follows:

j—1
(k+2) —k+ 1) ,
k' (] —k)! Z [G)L,SS(;([) ...... So()Sj+1 X, X‘T(l)’ s X‘T(k)’ J‘H)G)L s's, (k+1)......sn(1)(X ’ X‘T(k""l)’ ce Xﬂ(j))
k=1 0ES;
(k+ 1) (j—k+2) /
TG soitnsoiy Ko Ko (ys -5 Xo )G g5 1 soipsin K Xothanys o Xo (s Xi1)]
J
(k+1) (j—k+2) ’
N Z Z (k—1)! (J —k+1)! G’\»“o(l) ~~~~~~ Sa(k—nSjH(X’ Xoys - s Xotk=n), Xj+1)G)~»S'So(k) »»»»»» Sam(X s Xy -+ Xo ()
€s; =2
j—1
Gk+D k+2) ,
+ o= (] myaY G ssotysony K Xo (1) - - a(k))G,\ arnyosnisin K s Kokt 1) ---,Xa<j),Xj+1)j|
k=1
1 J
_ (k+1) k+2) ’
= Z HG+r1—h! Zka,sw) ,,,,,,, oyt Ko Koy -5 Xo 1), X +1)Gk ooy K s Xotky -5 Xo ()
O'ESj k=2
j—1
. (k+1) k+2) ’
+ Z (J+1- k)Gx,ssg(l) ...... Sg(k)(X7 Xo1)s - - - U(k))GA 8'So (k1) -enee s,,<j)s,;+1(X s Xo (et 1)s -+ 5 Xo () Xj+1):|
k=1
1 ! e
_ (k+1) (j—k+2) ’
- Z K'(G+1—k)! Zka,ssg(l) ....... s o(k,l)sHl(X’ XO’(U’ s Xff(kfl)! Xj+1)GA,x’s,,(k) ....... s, (,(])(X ’ Xa(k)’ R Xa(j))
s k=1
Jj—1
. (k+1) (j—k+2) ’
+Y GHI=RGELY KXoy, Xow)GY i soipsin X Koty - o »Xa<j>’Xj+1)}
k=1

(2) G+1D ’
_Z )LSSH j""l)G)n §'So (1) s,,()(X’X(T(l)""’

Xoy) + G 1Y

X, X51y5 - -+ Xa(,j))GE\ )” +](X/,Xj+l)]

)\ $S5(1)---Sa (j)

aeS/
_ Z Z Gk+D (X, X, X, )GY Skt X', X X,0i0)
| | )\. $85(1)---So (k) s Aa(1)s -+ -5 Ao(k) Ay 'S (k41)---So(j+1) s Ao (k+1)s ++ -5 Ao (j+1)
aeSlklk(]+l k) (k+ G+
2 1 1 2
—GP, XX DGY LY XX LX) =G (XX X6, (X X, (A13)

By substituting Egs. (A12) and (A13) into Eq. (A8), we obtain Eq. (16) for m = j + 1. Therefore, Eq. (16) holds for all integers

m>1.
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