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Impurities in three-dimensional quadratic band-touching Luttinger semimetals:
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We investigate the response of three-dimensional Luttinger semimetals to localized charge and spin impurities
as a function of doping. The strong spin-orbit coupling of these materials strongly influences the Friedel
oscillations and RKKY interactions. This can be seen at short distances with an 1/7* divergence of the responses
and anisotropic behavior. Certain of the spin-orbital signatures are robust to temperature, even if the charge and
spin oscillations are smeared out, and give an unusual diamagnetic Pauli susceptibility. We compare our results
to the experimental literature on the bismuth-based half-Heuslers such as YPtBi and on the pyrochlore iridate
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I. INTRODUCTION

Luttinger semimetals [1] such as HgTe, «-Sn, YPtBi [2],
and Pr,Ir,07 [3] play an important role in the field of three-
dimensional (3D) topological materials. Their conduction and
valence bands meet quadratically at a time-reversal-invariant
and inversion-symmetric point. This degeneracy can be lifted,
for example, by applying strain, to obtain a Dirac semimetal
[4,5] or a topological insulator [6]. In these materials, the
nontrivial topology is responsible for unusual magnetic [7-9],
surface [10—12], and transport [7,13,14] properties, which can
also be met in Luttinger semimetals [15]. In particular, a way
to probe the strong spin-orbit properties of these materials is
through their response to charge and spin impurities, respec-
tively, referred to as Friedel oscillations [16,17] and RKKY
interactions [18-20].

The Friedel oscillations and RKKY interactions are a
consequence of the sharp Fermi surface of the conduction
electrons. In a 3D normal electron gas they typically scale
as cos(2kpr)/r®, where r is the distance from the impurity
and kr the Fermi wave vector [21]. But in general, this re-
sponse depends on the dimension [17,22,23], band dispersion
[24-30], and temperature [31,32]. For example, in Dirac and
Weyl semimetals these responses decay more rapidly at large
separations, r~3 [25-27], when the carrier density vanishes.
The quadratic dispersion of Luttinger semimetals leads to a
slower decay, which may prove useful to explore the con-
sequences of the strong spin-orbit interaction. Also, on the
contrary to a Luttinger metal with heavy and light carriers
[33], the chemical potential can serve to explore the spin-orbit
coupling of each band separately.

In this work we study the Friedel oscillations and RKKY
coupling of 3D Luttinger semimetals at finite doping. This is
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inspired by recent experimental results on the bismuth-based
half-Heuslers [2] and the tentalizing phase diagram of the
pyrochlore iridate Pr,Ir,O7 [3,34,35]. We compute the charge
and spin response analytically at zero temperature and nu-
merically at finite temperature. Also, because it was recently
shown that Luttinger semimetals have a paramagnetic Landau
susceptibility [36], which is opposite to what is expected for a
normal electron gas, we compute the Pauli susceptibility and
find that it is diamagnetic.

This work is organized as follows. In Sec. II we introduce
and discuss the underlying model of a Luttinger semimetal.
Section III contains our main results, with the expression of
the charge and of the spin response to a localized inhomo-
geneity. We discuss our results at zero temperature and as a
function of the temperature and compute the spin suscepti-
bility of a Luttinger semimetal. In Sec. IV, we compare our
results to the existing litterature on Luttinger semimetals like
bismuth-based half-Heuslers (YPtBi, LuPtBi, etc.) and the
pyrochlore Pr,Ir,O;. We compare our results with the known
literature on Dirac semimetals.

II. MODEL

At a quadratic band touching, the behavior of noninteract-
ing electrons can be described with the Luttinger Hamiltonian

(1]

. Pl 5. .
Hy(k) = %[—Zkzl + k- J)z} —Ep, (D

where the band mass is m and J = s, JAy, fz) are the j =
3/2 total angular momentum operators. This model has ro-
tation, inversion, and time-reversal symmetries [1]. The four
eigenstates of Hy(K) can be labeled with the eigenvalues
A = £1/2, £3/2 of the helicity operator A = k - J/k, and the
corresponding spectrum &4 (k) = +1%k2/(2m) — EF is drawn
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FIG. 1. Spectrum of a Luttinger semimetal for (a) m > 0 and
(b) m < 0. The Fermi surface is in the lower band, and depending
on the sign of the band mass m, it crosses different eigenstates,
(a) | £ 1/2)k and (b) | & 3/2)k, of the helicity operator i=k- j/k.
This influences the intraband and interband scattering in the presence
of a magnetic impurity. We refer to the lower and upper bands as
the conduction and valence bands, respectively, in the text, since we
consider hole doping.

in Fig. 1. The precise expression of the corresponding eigen-
vector is cumbersome and in the following we use the thermal
Green’s function

B iw, + Ho(kK)

where fiw, = (2n + 1)wkgT is the Matsubara frequency at
temperature 7.

In the following we set /i = kg = 1 and write energies in
units of the Fermi energy, |Er|, and wave vectors in units
of the Fermi wave vector, kr. We consider that the Fermi
energy is in the lower band, Ep = —k%/(2|m|) < 0, but we
should keep in mind that, depending on the sign of m, the
Fermi surface can cross eigenstates with either helicity £1/2
if m > 0 or helicity £3/2 if m < 0 (see Fig. 1). These two
situations will alter the RKKY coupling.

Gk, iwy) = )

III. RESPONSE TO CHARGE AND SPIN IMPURITIES

In the presence of a charge impurity with potential
Y08(3)(r) and a magnetic impurity with potential V;S(r) -
J5®(r), a Luttinger semimetal is perturbed by the Hamilto-
nian [1]

H(r)= Vol +vi S 1)sP(), A3)

where S = {S;, Sy, S;}. We neglect the anisotropic contribu-
tions, such as S - ¥ [1], which is a reasonable approximation
for most Luttinger semimetals with the exception of Pr;Ir, O
[1,4,5].

In linear perturbation theory, the carrier density Jo(r) =
(Ar)) = (Y vr) aAndA Ehe Jj = 3/2 pseudospin operators
Ji(r) = (Ji(0)) = (] i) are

3
Ju@®) =Y X (S, )
v=0

where u € {0, 1,2, 3} and Sy = 1. The generalized suscepti-
bility at a temperature 7 is a sum over Matsubara frequencies,

Xp(@®. T) = =T > Tr[G(r, i), G(—r. iw)]].  (5)

Wy

Here, for the sake of clarity we introduce Jy = 1. Note that
in the present work we only consider the static regime, i.e.,
Eq. (5) does not depend on the frequency, which is appropriate
in the study of impurities. The dynamic charge polarizabil-
ity at T =0 was derived in [37,38]. In a previous work
[37] we also show that the Hamiltonian, (1), has no charge-
spin coupling, that is, y;0 = xo; = 0 for i € {1, 2, 3}. In Weyl
semimetals, this coupling between charge and spin degrees
of freedom allows for spin polarization of charge fluctuations
[39]. The generalized susceptibility in the unperturbed, homo-
geneous gas depends only on (r — r’) and (¢t — ¢'). In Eq. (5)
and what follows we express yqo in units of VQEFNg and x;; in
units of V| EpNg, where Ny = 1/ (47?) is the density of states
per spin of an electron gas.

The real-space representation of the Green’s function in
Eq. (5) is derived in Appendix A. We use rotation symmetry to
absorb the angular dependence in a unitary transformation Ug¢
on the spinor subspace, i.e., G(r, iw,) = Ug,qﬁé(rez, ia)n)Ug_’(p
and

G(re,, iw,)/No = [(iwn — sgn(m)lo(r, iw,)

5 2 . 2 . oy

+ ) =0, do(r, iw,) + 0. p(r, iwy) | |1
r

— O do(r, i) (J7 +J7) = 871 (r, iwn) T2,

(6)

where the radial dependence of the Green’s function is de-
scribed by Io(r, iw,) = —1(Ax(r, iw,) + By (r, iw,)) and its
derivatives.

We introduce the functions A,(r, iw,) and B,(r, iw,),
which are related to the contribution from the valence and
from the conduction band for a given sign of m as shown
schematically in Fig. 1:

7 (—isgn(w,))”

A (r. i) = sen(w,)iry/ =g o, (7
P fon) = 5 = san(m) + iwn 2 @
Bl,(l‘, ia),,) — T[(_i Sgn(wn))p e—sgn(w,l)ir«/sgn(m)fiwn_ (8)

2(sgn(m) — iw, )2

Thus, the generalized susceptibility, (5), is a sum
over all excitations within or between the two bands,
which are decomposed over the functions AA; ,(r,T) =
T an>0AkAp7 BBk_,_p(r, T) =T an>0 BkBp, and
ABiip(rn T) =T Y, _(AiB,: the expressions with
the sum at negative frequencies are simply the complex
conjugates of these. We numerically perform the summation
on Matsubara’s frequencies at 7 £ 0. At T =0 the sum
becomes an integral and we compute these expressions
explicitly in Appendix B. As expected we find that at
zero temperature the intravalence band terms vanish, i.e.,
there are no contributions from intravalence band scattering
since the band is empty. In what follows we separately discuss
the charge response, related to the Friedel oscillations, and the
magnetic response, related to the RKKY coupling. From the
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FIG. 2. Friedel oscillations in response to an impurity that increases the potential at r = 0 in a Luttinger semimetal with holelike doping
at (a) T = 0 with both intraband and interband contributions and (b) T # 0, showing the damping as the temperature increases. The intraband
contribution dominates at both short and long range and the interband coupling is only apparent at short range.

latter we compute the temperature dependence of the Pauli
susceptibility.

In the following we express the susceptibilities in terms
of the combinations AA,(r, T'), BB,(r, T'), and AB,(r, T') for
a general value of the mass m. In Appendix B we explicitly
compute the expression of these combinations at 7 = 0 in
the case of a positive mass and deduce the corresponding
expressions for a negative one.

A. Friedel oscillations
The charge response of a spin-degenerate normal electron
gas at T = 0 in units of VoERN is [21]

27 (sin(2r) —4 2r cos(2r)). ©)

In a Luttinger semimetal, the generalized susceptibility also
includes interband transitions due to the strong spin-orbit
coupling. We compute the trace in Eq. (5) using the Green’s
function, (6), and we find

XS (r, T = 0) = -

4
xoo(r, T) = —5(9(334 + AAy) + 187(BB; — AA3)

+ 15r2(BB; + AA,) + 6°(BB; — AA))
+ 2r*(BBy + AA() — 18AB, — 18(1 — i)rAB;
+ 187%iAB, + 6r°(1 + i)ABy) + c.c., (10)

where the functions on the right-hand side are evaluated for
(r,T) and c.c. stands for complex conjugate. We note here
that the charge response is symmetric with respect to the sign
of the mass.

At zero temperature 7 = 0, the charge susceptibility be-
haves as in Fig. 2(a). In this figure we decompose the charge
susceptiblity in terms of intraband contributions, given by
AA; or BBy, terms, and interband contributions, given by ABj
terms. The intraband contribution shows an oscillating be-
havior, which is expected from the sharpness of the Fermi
surface, which forbids excitations with wave vector g > 2kp,
in the static regime. Oscillations in the interband contribution
decay exponentially with distance since the only interband

contributions are virtual excitations in the static regime. At
long range, r > 1, the response is dominated by the intraband
contribution and is about half that in a normal electron gas
given in Eq. (9). The consequences of spin-orbit coupling are
more apparent at short range, r < 1, where the response is
approximately

_371(7r —2)

xoo(r L1, T =0) ~ ym— an

r

This is in strong contrast with a normal electron gas where
XS(I))EG(r < 1,T =0,)~ 16 /3r. This is the result of a
strong intraband coupling at short range, as we can see from
the intraband and interband contributions of this asymptotic

behavior. We find that the intraband contibution is Xég“m) A
2 K . .
% + 2—’: and the interband one is Xé})mer) ~ ﬁr_f — g_frf and

we note that the intraband contribution dominates at small
r. Also, the 1/r behavior associated with the 3DEG appears
in both contributions, but they totally cancel each other. The
power law in Eq. (11) can be related to the linear component
of charge polarizability in momentum space [37]. This is
of similar origin to the 1/7° divergence observed in Dirac
semimetals and the difference in power laws is a consequence
of the difference in band dispersions.

At T # 0 we observe a change in the decaying behavior,
from power-law to exponential decay, as shown in Fig. 2(b).
There, we also observe the expected damping of Friedel oscil-
lations with a change in their periodicity.

B. RKKY coupling

In the absence of spin-orbit coupling, the magnetization
profile of a normal electron gas in response to a magnetic
impurity is isotropic (.., x;; = x PF98;;) just like the charge
response in Eq. (9) [21,40]. On the contrary, in a Luttinger
semimetal, the spin response js is anisotropic. The angular
dependence of j{s is absorbed in the rotation matrix Ié%,
where 6 and ¢ are the angular coordinates of the separation
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FIG. 3. Amplitude of the transverse, xr, and longitudinal, x;, RKKY coupling between two magnetic impurities for a single quadratic
band (x. = xr, with m < 0) and a Luttinger semimetal (with holelike doping). (a, b) At T = 0, with m > 0 (a) and m < 0 (b). Insets: 10x
zoom-ins. (c, d) At finite temperature with m > 0 (c) and m < 0 (d). Contrary to a normal electron gas, a Luttinger semimetal has opposite
transverse and longitudinal couplings at short distances. This behavior is preserved at higher temperatures, where we also observe a change in

the periodicity of the oscillations.

r to the impurity,

XT(ra T) 0 0
Rs(r,T) =Ry 4 0 xr(r, T) 0 kg,¢'
0 0 xo(r,T)
(12)

The diagonal components x7(r, T) and x.(r, T) are, respec-
tively, the transverse and longitudinal spin responses,

1
xr(r,T)= ,_6(9(BB4 + AA4) + 18r(BB; — AAj)

+ 3r(BB, 4+ 9AA,) — 6r°(BB; + 3AA))

— 8r*BBg — 18AB4 — 18(1 — i)rAB;

+ 6(4 4 3i)r’AB, + 6(3 — i)r*AB,

+ 12r*ABy) + c.c., (13)

1
X0 T) = =~ (45(BBy + AAy) + 907 (BB; — AA;)

+ r2(51BB, + 99AA,) + 6r°(BB; — 9AA )
+ 2r*(BBy + 9AA() — 90AB4 — 90(1 — i)rAB;

+ 6(8 + 15i)r*AB, + 6(9 + i)r*AB,) + c.c.,
(14)

where the functions on the right-hand side are evaluated for
(r,T) and c.c. stands for complex conjugate. The functions

AA,, BB, and AB,, are the same as the ones involved in com-
puting the charge response in Eq. (10) and their expressions at
T = 0 are reported in Appendix B.

We find that the spin response depends on the sign of the
mass m in Eq. (1). We recall that this parameter does not
affect the band dispersion but only the chirality of the states
at the Fermi surface, which we illustrate in Figs. 1(a) and
1(b). We thus distinguish the situations where m is positive
and negative with a superscript & on the spin response. In
Figs. 3(a) and 3(b) we plot the transverse and longitudinal spin
susceptibilities at zero temperature.

The intraband scattering dominates the long-range behav-
ior, r > 1, and the spin response follows the same power law
as in a normal electron gas. However, the spin response stays
anisotropic even at long range with, for each sign of m,

X7 (r>1,T =0)~ x50"%(r)/2,
X (r> 1, T =0)~ x5 (r)/8; (15)

“(r>» 1, T =0)~ 9JTS’n(Z)
xr (r , T = w 2r41 r),

X, (r> 1, T =0)~ 9" (r)/8. (16)

We note that in the long-range behavior, the longitudinal re-
sponse has an amplitude A%/2, with A the helicity crossing the
Fermi surface (see Fig. 1), compared to the normal electron
gas. This does not happen for the transverse response, where
we even observe that x; decreasesin 1/ r* instead of the 1/r°
for a normal electron gas.
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Close to the magnetic impurity, the short-range spin-spin
response is anisotropic, with opposite transverse and longitu-
dinal contributions:

3Jm2+m) _ 2w

+
1,T=0)~ —,
rir< ) 44 + 3r a7
:t( < 1.T=0)~ 157‘[(7‘[—2)i4
L T 4r4 3r’

This, again, is related to the strong spin-orbit coupling and
provides the possibility of observing both ferromagnetic
and antiferromagnetic coupling between magnetic impurities,
from the RKKY coupling.

We observe that for a positive mass, m > 0, the contri-
butions to the transverse spin response X;L from intraband

i ; : 15 8
and 1nterband coupling are, respectively, 4;3 — 5+ % and
2”(5,42”) + 31%’, and the corresponding behav10rs of

the longltudlnal component X, are —32522 + 12 + 2 and
% — 112—{7 — ZZ. The intraband contribution then always
dominates close to the magnetic impurity. On the contrary, for
a negative mass, m < 0, the intraband and interband contribu-
tions to x; are, respectively, — _9” Lad and mdiom) _

5r 2rt
[ 147 127
2 — 13- and for x; they are, respectlvely, 4r4 -

=R +
and M + 5 12” - lé)—f Then, close to the impurity, the
two Spll’l responses are instead dominated by the interband
contribution. This indicates that the magnetic coupling at
small separation is dominated by excitations involving the
bands with the lowest helicities, A = £1/2.

Similarly to our observation for Friedel oscillations, this
peculiar behavior in proximity to the magnetic impurity per-
sists at higher temperatures as shown in Figs. 3(a) and 3(b).
As the temperature increases, we observe a decrease in the
periodicity of the RKKY oscillations and a decay in their
amplitude. The long-range behavior of the spin oscillations
shows an exponential decay at finite temperature. In order to
complete this discussion, we now obtain the effective RKKY
Hamiltonian between two impurities and also compute the
Pauli susceptibility in a Luttinger semimetal.

C. Effective RKKY Hamiltonian

The interaction between two magnetic impurities S; and
S, localized at, respectively, r; and r,, is described by the
coupling Hamiltonian H,,

Hip = Vi S| 4s(r, T)Ss, (18)

wherer = r; —ry, and gs(r, T') is given in Eq. (12). This can
be rewritten in a more explicit way,

Hio/Vi = xrS1-Sa+ (x2 — x7)(S1-€)(S2-¢,),  (19)

where e, is the unit vector that separates the two impurities
and xpr are evaluated for r = |r, — r;|, the distance be-
tween the magnetic impurities. The first and second terms in
Eq. (19) are, respectively, the Heisenberg and Ising contribu-
tions. There is no Dzyaloshinskii-Moriya interaction, which
would be a consequence of asymmetric spin-orbit coupling
[41,42] and which is absent in Eq. (1).

This effective spin-spin coupling Hamiltonian differs from
that in a normal electron gas, where it is Heisenberg-like, i.e.,
only the first contribution in Eq. (19) is present. Here, in the

1.0f
S -
S
S 2
2 -
S"/.
N,
= T [Tr]
< 0.0 . . . . . .
0.5 1.0 1.5 2.0 2.5 3.0
-0.51

FIG. 4. Magnetic susceptibilities as a function of the tempera-
ture. The Pauli susceptibility of a normal electron gas (orange line)
is paramagnetic, while it is diamagnetic in a Luttinger semimetal
(solid blue line). Also shown is the Landau susceptibility in Luttinger
semimetals [36], which we draw for a cutoff energy Ey/Er = 10
(dashed line).

case of Luttinger semimetals, we obtain an additional cou-
pling between the spin components parallel to their separation
and in the next section we evaluate the amplitude of this term
for various Luttinger semimetals. We also note that in Ref.
[43], the coupling between the spin chiralities of a Luttinger
semimetal is described by a Heisenberg Hamiltonian.

D. Spin susceptibility
In the presence of a uniform magnetic field, B, the Zeeman
coupling will be [1]
H, = —gugJ - B, (20)

where we introduce the g factor and the Bohr magneton
wp = e/(2mc). The spin magnetization M = —Vg(H,) =
gup(J) = xpB defines the Pauli susceptibility xp [17],

o sk T) 1 3 _&.
Fp(T) = %LOT =1 klm/d r xs(r, T)e ™"
1 ~
LI rQxr(rn, T)+ xu(r, TH, 1)
37 0

which we write in units of (gug)?Ny. Here, we perform the
angular integral in position space and take the limit k — 0.
We compute this integral numerically after subtracting the
1/r* asymptotic contribution in Eq. (17) from x7 and x;.
These terms do not contribute to the Pauli susceptibility [44]
and by substracting them we avoid numerical instabilities. We
obtain the behavior reported in Fig. 4 and compare it to the
Pauli susceptibility of a normal spin-degenerate electron gas.
The response is diamagnetic instead of being paramagnetic,
which is analogous to the unusual paramagnetic Landau sus-
ceptibility in Luttinger semimetals [36] that we reproduce in
Fig. 4 for a cutoff energy Ey/Er = 10. This diamagnetic Pauli
susceptibility is a consequence of interband transitions and we
find that the contribution of intraband and interband excita-
tions to the susceptibility xp = x\"™ + 9™ is, at T = 0,

X}()mtra) _ SX;DEG/4 and XI(Jimel') S ;DEG/Z’ where X;DEG

205202-5



GODBOUT, TCHOUMAKOV, AND WITCZAK-KREMPA

PHYSICAL REVIEW B 102, 205202 (2020)

is the spin susceptibility of the normal electron gas. We also
note that the Pauli susceptibility is independent of the sign of
the mass. This behavior is also drastically different from that
in Weyl semimetals, where the Pauli susceptibility cancels
because a magnetic field only splits the cones in momentum
space [45] and where the Landau susceptibility is diamagnetic
[36,45].

IV. DISCUSSION

The carrier density of Luttinger semimetals, such as YPtBi
[46—49] and Pr,Ir,O7 [50], is of the order of n ~ (0.1-1) x
10'2 cm™3, that is, kr ~ 0.3-0.7 nm~!, which is comparable
to the lattice constant, a ~ 0.5—-1 nm [51]. Thus akr ~ 0.1-1,
which is well within the region with unusual charge and spin
responses due to spin-orbit coupling. With impurities sepa-
rated by the lattice constant size, one can expect to see the
stronger charge coupling near a charge impurity and opposite
signs for the transverse and longitudinal spin-spin interac-
tions. Note that YPtBi lacks a center of inversion and allows
for additional asymmetric spin-orbit interactions in Eq. (1),
which split the band structure. In the present discussion we
neglect this effect, which is not always present [49] and leads
to a Fermi surface splitting Ak of at most 8% of kr in
this material [46]. More specifically, in the case of Pr;Ir,0;
the magnetic coupling occurs between the 4 f orbitals of the
Pr3* ions described by J = 4 magnetic non-Kramers doublets
with J, = &4 [52] and separated by a distance akp ~ 1.7-2
[3,50,53]. Then the ratio between the two contributions in the
effective Hamiltonian, (19), given by XLX_TXT is in the region
[—2.5, —3] if one takes m < 0. In this interval of akg, one
coupling is ferromagnetic while the other is antiferromag-
netic, depending on the sign of V; as shown in Fig. 3(b).

However, this ratio fluctuates greatly and can reach large
values if one takes m > 0 since yr is close to 0 according to
our calculations [see Fig. 3(a). In this case xr can be positive
or negative in this interval and x; — x7 > 0. A similar analy-
sis for the family of bismuth half-Heusler MXBi (M =Y, Lu;
X = Pd, Pt), where the ions are separated by akr ~ 0.1-0.5
[51,54,55], gives ratios independent of the sign of the mass
and of about —2, again with one coupling being ferromagnetic
and the other antiferromagnetic. In a recent work we have
pointed out the importance of these Friedel oscillations in the
superconductivity from the Coulomb repulsion in Luttinger
semimetals [56,57]. The anisotropic magnetic coupling may
also be responsible for exotic magnetic phases [58,59]. How-
ever, these short-range effects may be strongly renormalized
by interactions. Here, we neglect screening and vertex cor-
rections, which are the strongest at short range and may push
these effects to even shorter ranges, as in the normal electron
gas [60].

The consequences of spin-orbit coupling for Friedel
and RKKY oscillations in Luttinger semimetals have some
similarities to those in isotropic Dirac semimetals. Dirac
semimetals also have a strong spin-orbit coupling but with
a linear band dispersion that leads to a 1/r* decay of the
oscillations [25-27,29]. These semimetals also show a spin-
spin coupling with Heiseinberg and Ising contributions as in
(19) and similar structures [22,23,33] and that can be made
more anisotropic if the Weyl cones are split [25-27]. This

anisotropy also survives at long range, (16), and at higher
temperatures [Figs. 3(c) and 3(d)]. The Weyl cones are char-
acterized by a helicity operator, related to the cones’ chirality,
but the RKKY coupling is independent of this degree of free-
dom. This is in stark contrast to the behavior observed in our
calculations for Luttinger semimetals, where the helicity at the
Fermi surface matters for the profile of magnetic coupling.

It is also interesting to take the limit 4 =0 at T =0, in
which case the carrier density vanishes and the model does
not possess any energy scale. In Dirac and Weyl semimetals,
this result in a nonoscillatory r—> decaying RKKY behavior
[25-27]. In the case of Luttinger semimetals, the Friedel
and RKKY responses show a nonoscillatory »—* decaying
behavior, and we also note that the response is exactly the r—*
terms from the expressions in Eq. (11) for Friedel oscillations
and Eq. (17) for the RKKY responses. This difference in
power law between Dirac and Luttinger semimetals could
prove useful for experimentally probing the strong orbit
coupling since the response is more long-ranged in Luttinger
semimetals. In the previous subsection (Sec. III D) we also
find a diamagnetic Pauli susceptibility, whereas in Weyl
semimetals the Pauli susceptibility cancels [45]. Since the
two band structures can be related by applying strain or a
magnetic field [5,61-63], it is interesting to see that our results
should still hold for energies higher than the energy scale of
the Weyl cones. GdPtBi is an example of such a material, with
an induced Weyl point from the rare-earth exchange field, but
with a quadratic band dispersion far from the Fermi surface
[64,65].

V. CONCLUSION

In this work we compute the response of a Luttinger
semimetal to a charged and to a magnetic impurity. At large
separations, the charge and magnetic oscillations are simi-
lar to those of a normal electron gas, up to an anisotropy
for the magnetic response. The main difference between the
two systems is at short distances, where spin-orbital effects
are the most important and result in an r~* divergence. In
particular, we observe opposite transverse and longitudinal
magnetic couplings, even if the model is isotropic. We obtain
the RKKY interaction Hamiltonian between two impurities,
compute the Pauli susceptibility, and find that it is diamagnetic
instead of being paramagnetic, which is in line with previous
calculations that find a paramagnetic orbital susceptibility in
Luttinger semimetals [36].

This response of Luttinger semimetals to impurities may
lead to exotic phase transitions [66,67]. The Friedel oscilla-
tions contribute to the Kohn-Luttinger mechanism of super-
conductivity [68], which we have recently studied for Lut-
tinger semimetals [56]. The peculiar RKKY coupling could be
at the origin of exotic magnetic phases. In this work we focus
on the bulk response of Luttinger semimetals, which may
show a different behavior at their surface and is more relevant
in scanning tunneling microscopy. Indeed, it was recently
discussed that these materials may have surface states [69]
with various band dispersions that could be responsible for a
different surface response than described in the present paper.

While finishing the present work, we became aware of a
similar one that has been published [70]. In that work the
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APPENDIX A: FOURIER TRANSFORM OF THE THERMAL GREEN’S FUNCTION

In this Appendix, we compute the Fourier transform of the thermal Green’s function, (2), for general m,

N N, . ) N, iw, — sgn(m) — k)1 + k-J)? .
anMQE—E/d%GmmWM“:——g/fk( g() i) F )ﬂﬁ (A1)
2 2n (6+(K) + iw,)(6-(K) + iw,)
with £4. (k) = +k? — sgn(m). We write (A1) in terms of the auxiliary integral Iy(r, iw,) and its derivatives I; i(r,iw,) = %
i0rj
53 3
G(r, i) = No[<(iwn — sen(m)lo(r, in) = 3 lelii(r, iwn)>f1 + ; I (r, iwn>f,-f,»]. (A2)
The integral Iy(r, iw, ) corresponds to the k-independent part of the numerator in (A1) and evaluates to
[e'9) 1 eikru
hmmg:/ Mﬁ/duz : — (A3)
0 1 (k7 — (sgn(m) — iwy))(k* — (iw, — sgn(m)))
—i oo keikr
= — dk - - (Ad)
r ) (k* = (sgn(m) — iw,))(k* — (iw, — sgn(m)))
_ T : SIS FTor _ —sen(,)iy/sgnim—ionr | (AS)
2r(—sgn(m) + iw,)

The integration of the terms of the form k;k; in the numerator of the Green’s function can be written as the derivatives of this
auxiliary integral:

82] : . . oo 1 klk ikru
@mmwzm;ﬁﬂﬁzf ﬂ#/du B : (A6)
rior; 0 _ — (sgn(m iw, sgn(m iw,
ar;or; (k* — (sgn(m) + iw,))(k* + (sgn(m) + iw,))

i (%(riwy)  13I(riw)\ 8 do(r, i)
ar? roor

. (A7)

r2 r ar

We use rotation symmetry to simplify (A1) and introduce the unitary transformation 0@¢ generated by the pseudospin j = 3/2
operator J to write G(r, iw,) = 09¢G(rez, ia),,)f]f;r Iy The Green’s function G(rez, iw, ) can then be similarly decomposed into

3 3
~ 5 A A a
G(re,, iwy) = No [((ia)n = sgn(m)lo(r, i) = 3 D hi(re:, iwn)> L+ 1yte., iwn)f,-f-] (A8)
i=1 ij=1
where we write [;;(re,, iw,) in a matrix form,
_% 910(g;iwn) 0 0
Lj(re,, iw,) = 0 — 1 dholrien) 0 . (A9)
0 0 _ Ph(riwy)

ar?

We substitute these expressions in (A8) and obtain the real-space Green’s function reported in Eq. (6) in the text.

APPENDIX B: EXPLICIT CONTRIBUTIONS TO SUSCEPTIBILITIES AT T =0,m > 0

The generalized susceptibility, (5), depends on multiple contributions from intra- and interband scattering. In this section
we explicitly denote the combinations of the m > 0 case with a plus superscript, and in the following subsection we obtain
the relationship between these expressions and those corresponding to the case m < 0, denoted by a minus superscript. In the
limit T — 0, with m > 0, the intra-valence-band contributions AA; (r, T =0) in Egs. (10), (13), and (14) vanish V p and the
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Matsubara sums

BB, ,(nT)=T Y Bl (riw,)B} (r, iw,),

w,>0
(B1)
AB; (nT) =T Y Al (r, iwn)B] (1, iw,)
w, >0
can be evaluated analytically with the Euler-MacLaurin summation formula 7 an ~ ﬁ f_oooo dw. These expressions are
1 7% [® . . a(—i+2r) _,.
BB+ 3 T=0)=—"— d —2iry/1—iw — 721r’ B2
0l =), e 162 ¢ ®2)
N 1 71,2 0 ef2ir«/17iw i 672ir
BB (n,T =0)= —— dw =— , B3
i ) 2714/0 iv1—iw 8r (B3
| 72 [ —2iry/T=iw 7 4 i Ei(—2i
BB (5T =0)= —— ¢ T _rmriBeEn) (B4)
2r 4 J 1 —iw 4
1 72 [ :,—2iry/1—iw =2ir _ 19 2ir Bi(—2i
BB;(I", T=0)= _71_/ do ie . _ _n(e wr + 2ir Ei( lr))’ (B5)
2 4 ) (1 —iw)3/? 4
1 2 o] —2iry/1—iw —2ir(; 2r) — 4 2 — iEi(=2i
BB (T = 0) = _n_/‘ do© V. _ (e (i +2r) — 4r*(mw — i Ei( lr)))’ (B6)
2w 4 Jo (1 —iw)? 8
where Ei(r) is the exponential integral, and using that
ABS(nT)=T Y T min) Z BB (1 — iyry2, T B7
, (nT) = Tme =BB, (( Dr/2,T), (B7)

w,>0

one can deduce from (B2)-(B6) the corresponding expressions of AB;(r, T =0).

Relationships tom < 0,¥ T

One can obtain the following relationships between the expressions corresponding to a positive mass and those or a negative

mass,

AA,(r,T)= (—l)p(BB;(r, T))*, (B8)

BB, (r,T) = (=1)"(AA} (r, T))", (B9)

AB (r,T) = (—i)"(AB} (r, T))",

(B10)

where the minus and plus superscripts refer to the cases m < 0 and m > 0, respectively, and the asterisk denotes the complex
conjugate. Then, for m < 0, the intra-valence-band contributions are associated with BB; and do not contribute to Egs. (10),

(13), and (14) at T = O since it is empty.
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