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We investigate the effect of the hexagonal warped anisotropic Fermi surface on the anomalous thermoelectric
properties of the topological insulator surface illuminated with linearly polarized off-resonant electromagnetic
radiation. Upon irradiation of the TI surface, the linearly polarized (LP) off-resonant radiation couples with
the Dirac surface states. By explicitly finding the off-resonant quasistatic Hamiltonian we show that this
coupling occurs only in the presence of the hexagonal warping of the Fermi surface of the topological
insulator. We calculate the spin texture of the surface states, Berry curvature, Berry phase, orbital magnetic
moment, and magnetization associated with the band structure, which we find strongly depends on the angle
of polarization and the amplitude of radiation. For the anomalous thermoelectric effects generated by the Berry
curvature, it is found that due to the hexagonal warping induced Fermi surface deformation and the radiation
parameter dependent spin texture of the surface states, the transverse Hall, Ettingshausen, Nernst, and thermal
conductivities show significant variation with the change in polarization angle, chemical potential, temperature,
and the amplitude of radiation. As a consequence, the thermoelectric coefficient of performance (ZT') of the
topological insulator is found to be increased in the presence of LP off-resonant irradiation compared to the

absence of radiation.
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I. INTRODUCTION

The topological insulator surface when irradiated with time
periodic electromagnetic radiation exhibits a type of surface
states called the Floquet-Dirac states [1-5]. This is just like the
space translation symmetry induced Bloch states of the elec-
tron in crystalline solids. The Floquet-Dirac states are a
consequence of the minimal coupling of Dirac electron mo-
mentum with the time periodic vector potential of radiation
which leads to a time periodic electron Hamiltonian on the
surface of the topological insulator. The existence of these
states in the topological insulator has been verified both
theoretically [1-3] and experimentally using the time- and
angle-resolved photoemission spectroscopy [6]. Due to the
existence of Floquet-Dirac states, the topological insulator ex-
hibits radiation polarization controllable photocurrent [7—-10],
which is induced by the photodrag effect in the case of the
topological insulator having center of inversion symmetry
(i.e., centrosymmetric) [8] and photogalvanic effect in the case
of noncentrosymmetric TI [§—10]. In the photodrag effect,
the photocurrent on the surface of the irradiated topological
insulator is generated by the in-plane component of the photon
momentum, whereas the photogalvanic effect is induced by
the out-of-plane component of the photon momentum [8]. In
particular, the off-resonant (i.e., the photon energy of radiation
is much greater than the energy bandwidth of TI) illumination
of a topological insulator surface with circular polarized light
(CPL), generates a CPL helicity dependent time reversal
symmetry breaking mass term [11-14] in the quasistatic
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effective Hamiltonian of the Floquet-Dirac states. This causes
the topological insulator to fall into the Floquet-Chern phase
characterized by the Floquet-Chern number, a topological
invariant [3,12]. The interface of two such distinct Floquet-
Chern insulators hosts one-dimensional (1D) spin polarized
chiral states [12]. The CPL irradiation also leads to a CPL he-
licity dependent spin polarized current [15,16], circular photo-
galvanic effect [17], and anomalous Ettingshausen and Nernst
thermomagnetic effects in graphene and topological insulators
[13,14]. The anomalous Ettingshausen thermomagnetic effect
generates a transverse heat current on the application of a
longitudinal electric field on the surface of the topological
insulator, whereas in an anomalous Nernst thermomagnetic
effect a transverse electric current is generated by a tempera-
ture gradient [14]. The anomalous thermoelectric currents are
induced by the nonzero Berry curvature and Berry curvature
corrected nonzero orbital magnetization generated by the self-
rotation of the Dirac electron wave packet around its center
[18], this is in contrast to normal Ettingshausen and Nernst
currents which instead of nonzero Berry curvature occur due
to the presence of nonzero magnetic field in the system [19].
Besides these effects, both theoretical calculations and
angle-resolved photoemission spectroscopy (ARPES) exper-
iments reveal that the circular Fermi surface of the low
energy spectrum (Dirac cone) of the surface states in the
Bi-chalcogenides topological insulators like Bi,Se;, Bi,Tes,
and Sb,Tes attain a snowflakelike shape at high energy. This
warping of Fermi surface occurs due to the presence of a
(3, rotational symmetric k-cubic hexagonal warping term
(i.e., k} — 3kZk,) in the Hamiltonian of the Bi-chalcogenides
topological insulator exhibiting a Cj, rotational symmetry
in the bulk [20-22]. The k-cubic hexagonal warping term
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due to its anisotropic nature in momentum space causes
anisotropic orbital coupling of the electron momentum with
the electromagnetic radiation vector potential. This leads to
the spin shift current [23] in the Bi-chalcogenides topological
insulator irradiated with polarized radiation, change in the
optical absorption and the degree of circular dichroism [24],
and a nonzero photocurrent [7] (which is otherwise zero in the
absence of hexagonal warping).

In this paper we investigate the effect of this anisotropic
hexagonal warping of Fermi surface on the anomalous trans-
verse Nernst, Ettingshausen, and thermal conductivities for
the Bi-chalcogenides topological insulator surface irradiated
with linearly polarized electromagnetic radiation in the off-
resonant regime (i.e., the photon energy of radiation is much
greater than the bandwidth of TI). Previously, these ther-
moelectric properties of the topological insulator have been
studied for the circular Fermi surface of the energy band,
i.e., at low energy of the Dirac electron, for the off-resonant
circularly polarized electromagnetic irradiation of the surface
of TI [13,14]. However, a study of the linearly polarized
off-resonant irradiation in the presence of an anisotropic
hexagonally warped Fermi surface has not been done. We
show here that the hexagonal warping of the Fermi surface
makes the transverse anomalous Nernst and Ettingshausen
thermoelectric effect dependent upon the amplitude and angle
of polarization of the linearly polarized radiation and this
dependence is absent when there is no hexagonal warping of
the Fermi surface.

This paper is organized as follow. In Sec. II we derive
the off-resonant quasistatic Hamiltonian and the spin texture
for the Floquet-Dirac states for the linearly polarized (LP)
irradiation of TI. We calculate the Berry curvature, Berry
phase and anomalous Hall conductivity in Sec. III, and orbital
magnetic moment and magnetization in Sec. IV. We then find
the anomalous transverse thermoelectric conductivities for the
LP irradiation of TI in Sec. V and the figure of merit in
Sec. VL.

II. BASIC FORMALISM AND MODEL FOR AN
OFF-RESONANT IRRADIATED TOPOLOGICAL
INSULATOR

A. Floquet Hamiltonian and the surface states

We consider a BiySes topological insulator (001) surface
irradiated perpendicularly with linearly polarized light having
polarization at angle 6 with respect to the x axes (Fig. 1). The
linearly polarized electromagnetic radiation is described by
the time varying vector potential

Ay() = A + A (0)F
E, .
= — coswt (cos 6% + sin ). )
w

The E,, w, and 6 in the above equation are the amplitude
of the electric field vector, the angular frequency of the
electromagnetic radiation, and the angle between the x axes
and the electric field vector of the electromagnetic radiation,
respectively. The surface states of the Bi-chalcogenide topo-
logical insulator with nonzero hexagonal warping of the Fermi
surface is described by the following Fu-model Hamiltonian

EM Wave

Tcolq
E() /(Vp)

Topological Insulator

FIG. 1. Schematic of the topological insulator surface irradiated
with linearly polarized electromagnetic radiation.

[20]:
H, = hvy(orky — oyky) + (ks — 3k ki)or + Aoz, (2)

In Eq. (2), vy, & 0.4 x 10° m/s [20-22] defines the Fermi
velocity and A, = 0.250 eV nm?® [20-22] (for Bi,Se;) de-
fines the hexagonal warping parameter for the C; rotational
symmetric anisotropic k-cubic hexagonal warping term (i.e.,
K- 3ky2,kx). This hexagonal warping term of the surface state
Hamiltonian [Eq. (2)] is a result of C3 rotational symme-
try present in the bulk of the three-dimensional (3D) Bi-
chalcogenide topological insulators [20-22]. A is the band
gap parameter, which originates due to the quantum tunneling
between the surface states residing at the bottom and top
surface of the 3D topological insulator film [25,26]. This band
gap varies with the thickness of the topological insulator film,
and for Bi,Se; it lies between 0.041 and 0.252 eV [26] for
the film thickness of 5 to 2 quintuple layers (QL), respec-
tively. For numerical calculations we choose A =70 meV
which corresponds to an ultrathin topological insulator film of
thickness around 3QL [26]. On irradiation of the topological
insulator surface with linearly polarized radiation, the vector
potential ffxy(t) [Eq. (1)] couples with the momentum of
the Dirac electron via Peierls substitution 5 — (5 — eA) and
makes the Hamiltonian time dependent. By using this Peierls
substitution in the surface state Hamiltonian given in Eq. (2),
we find the following time dependent Hamiltonian for the
surface states of the topological insulator:

H(t) = hvxy[(rxky(t) - Uykx(t)] + ACTZ
+ Mk () = 3K (ke (1) o, 3)

where k(1) = (ke + “20) and k(1) = (k, + 22). In
Eq. (3), due to the weak value of E(t), we have not taken
into account the Zeeman coupling which arises due to the
coupling of the Dirac electron spin and the time varying
magnetic field [B(1)] of the electromagnetic radiation. For the
electric field amplitude of order Ey ~ 10° V/m, the magnetic
field amplitude of the electromagnetic radiation will be of
the order of By =~ 10 T, this magnetic field leads to a gap
generating the Zeeman term in the Hamiltonian of the order
of upgBy ~ 0.001 eV (where g~ 5.78 x 107> eV T ! is
the Bohr magneton and g~ 2 is the Landé g factor). On
comparing the Zeeman term with the band gap A = 0.07 eV
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in the problem studied, the energy band gap is negligibly
altered by the Zeeman term, hence the effect of the magnetic
field can be safely ignored in the Hamiltonian [Eq. (3)]. Now,
using Eq. (1), the Hamiltonian of Eq. (3) can be written as

H(t) =Ho+ Hp(), )
where H,, is the time independent part of Hamiltonian H(¢),
given by Eq. (2) and #H,(¢) is the time dependent part of
Hamiltonian H(¢), given by

H,(t) = ahivyy(sinfo, — cosboy) + Ah{a3 cos® wt cos 30
+ 3a? cos® wt (cos 20k, — sin 20k,)
+3acos wt[ cos O (k; — kvz) — 2ksky sin6]}o,
(%)
E,

where we have defined a = 3. Now the time depen-
dent Hamiltonian H(z) satisfies the following Schrédinger

J

3

equation with the eigenstate W(x, y, t),
0
HOY(x, 3, 1) = ihg\ll(x, ). (6)

This equation cannot be solved explicitly for W(x, y, ) for
the Hamiltonian #H(z) [Eq. (3)]. But as our Hamiltonian
H(t) is periodic in time, i.e., H(t) = H(t + T) for the time
period T = 27 /w, it is possible to solve the time dependent
Schrodinger equation [Eq. (6)] using the Floquet formalism
[3,27]. According to the Floquet theory, we can expand the
W(r) as a Fourier series in time,
m=00
\IJ()C, y’ t) — Z e—iet/he—ima)tur’H(x’ y)’ (7)

m=—00

€ is the quasienergy eigenvalue for the time independent
eigenstate u™ where m =0, £1,+2,... is an integer. By
substituting W(¢) into Eq. (6) and after using the orthogonal
properties of function e~ we get the following equation:

vy 3 3
Mo St + {“_Z"W(Sin 00, — cosOay) + Ah[% c0s 30 + =-[cos 0 (k! — k) — 2Kk, sin@]]oz}(uu-n T

3Ana®(cos 20k, — sin 20ky)
+ 4

3

o, Qu" + it +u ) + ,\h% cos30 0, 1" +u= ) = (e + nwh) S, u".  (8)

Here, in this work, we have considered the electromagnetic irradiation of the topological insulator surface in the off-resonant
regime, i.e., the photon energy of the electromagnetic radiation is greater than the bandwidth of the topological insulator. In
the off-resonant regime the electron transition between different energy bands cannot occur due to electromagnetic irradiation
of the topological insulator surface (see Refs. [27,28] for a detailed explanation). The Dirac electron states and its transport
properties in the off-resonant irradiated topological insulator surface are mainly affected by the modification of the energy
band structure induced by the second order virtual photon process [27,28], which consists of the process of photon absorption
(emission) followed by the photon emission (absorption) by the electron. This is in contrast to the on-resonant regime, in
which the photon energy of electromagnetic radiation [27,28] is smaller than the bandwidth of the topological insulator,
which consequently induces inter- and intraband electron transition due to the real photon absorption/emission process and
leads to hot carrier transport induced by nonequilibrium distribution of charge carriers in the conduction and valence band
[28].

So for the irradiation in the off-resonant regime we have the condition eE% << how, for this it is appropriate to restrict the
value of nup ton =0, 1, —1 [13,14,29]. Hence, under the assumption eE,vy, << hiw?, we can ignore the ¥" having n > 1 in
Eq. (8), which leads to the three matrix equations in u°, ', and u~!. These three equations can be further reduced to get the
following effective static Hamiltonian for the off-resonant irradiation of topological insulator:

3rna?
;a (cos 20k, — sin 20k,)o. ©)

Hetr = Tivey(0xky — oyke) + Ai(k] — 3kky)o: + Ao +

(

off-resonant circular polarized electromagnetic irradiation of
the topological insulator surface where the Dirac states also
couples with radiation in the absence of hexagonal warping
by generating a time reversal breaking mass term in the
effective static Hamiltonian. In Refs. [13,14] this was studied
in graphene and the topological insulator for the low energy
Dirac electron (i.e., A, = 0). In addition to this, the Hamilto-
nian Heg for the linearly polarized radiation is asymmetric un-
der the transformation & — —6 of the polarization angle but
symmetric under the transformation 6 — 6 4 . We find the
eigenstates u° of the time independent effective Hamiltonian
Hesr from Eq. (10) to be

which satisfies the Schrodinger equation given by
Hegr u” = € u”, (10)

where the #° is an eigenstate of the Hamiltonian Hg. It
can be seen that Eq. (10) is an easily solvable time inde-
pendent Schrodinger equation which effectively determines
the solution for the time dependent problem represented by
Eq. (6). Note that the time independent effective Hamiltonian
(Hesr) of Eq. (9) differs from the static surface Hamiltonian
Ho [Eq. (2)] only by the last term in which the hexagonal
warping parameter A;, couples the Dirac surface states to the
electromagnetic radiation through the electric field amplitude
parameter a = % This coupling goes away in the absence vy (ks +iky)
of hexagonal warping of the Fermi surface (i.e., A, =0 or W0k, ky, 5) = N[m} (11)
for the low energy Dirac electron). This is in contrast to the 1
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FIG. 2. The figures show the contour plots for the conduction
band quasienergy € in momentum space, (a) in the absence of elec-
tromagnetic field, (b) and (c) in the presence of electromagnetic field
(a # 0) for different polarization angle 6, and (d) energy contours in
the momentum space for 8 = 0 for different energies €.

where M(ky k. 6) = (ki — 3k2k) + A + 2
(cos 20k, — sin20k,) and N is the normalization constant,
given by

P2 (k2 + k)]
N=]|14+—2* ¥ . 12
[ e (12)

The energy eigenvalue €, for the Hamiltonian H.g is
2.2 (12 2 3 2
€= s[ﬁ V(2 4 K2) + [k — 302k) + A
30, a2 172

L (coszekx—sinzeky)]z} : (13)

where the s = &£ denotes the conduction and valence band
of the energy spectrum. Before we proceed further, note that
for the calculations of the physical quantities in this paper,
we will use the photon energy in the off-resonant regime
with value fiw = 8 eV [28], which corresponds to a frequency
of radiation v = 1.93 x 10'3 Hz. So that in the off-resonant
regime, i.e., Z2% << Jiw, we will assume eE% in the range
0.1 to 0.9 eV which corresponds to the value of the electric
field parameter a = eE,/liw in the range 0.39 to 3.54 nm~!.
Other parameters which we use for calculations are A, =
0.250 eV nm?, hvy, =0.255 eV nm, and A = 0.07 eV. The
contour plot for the conduction energy band is plotted in the
momentum space in the presence and absence of radiation
in Fig. 2, respectively. The comparison of Fig. 2(a) with
Figs. 2(b) and 2(c) reveals that the linearly polarized elec-
tromagnetic irradiation drastically deforms the Fermi energy
contours in addition to the deformation produced by the
hexagonal warping in the absence of radiation [Fig. 2(a)].

B. Spin texture of the surface states

The spin texture of the surface states is the vector field in
momentum space of expectation values of the spin with orien-
tations as calculated below. Here we find the spin orientation
in the spin texture of the surface states u° [Eq. (11)], induced
on the surface of the topological insulator illuminated with
linearly polarized electromagnetic radiation, is as follows:

S = g(u0|8|u0)
hi
= 5[(0x>)? + {0y)9 + (07)2], (14)

where for the eigenstates u’ [Eq. (11)] the (o), (oy), and (o)
are given by

. 2./\//2szxyk/V
(ox) = & = Mo, k. O] (15a)
_ 2N vy ky
(oy) = e = Mk, k. 0)]° (15b)
h2 2 k2 k2
(0.) = N? v (K + ) — 1. (15¢)

[Ex - M(k,n k)u 9)]2

We plot the spin texture in Fig. 3 for the surface states
of the topological insulator in the conduction band using
Egs. (15a)—(15¢) in momentum space. In the absence of band
gap and hexagonal warping, the spin texture of Fig. 3(a) shows
that at low energy there is only in-plane spin components
present in the surface states and the states are spin-momentum
locked. This is intrinsically related to the terms of the surface
state Hamiltonian H.s [Eq. (9)], which for A =0 and A, =
0, contains only o, and o, Pauli matrices (corresponding
to Sy and Sy in-plane components of spin). But for A # 0
(nonzero band gap) and A, # O (nonzero hexagonal warping)
the Hamiltonian also includes a term consist of a Pauli matrix
corresponding to the z-component of spin, i.e., o;. As a result,
for both A # 0 and the nonzero hexagonal warping (for A;, #
0), the spin texture exhibits z component of spin in addition
to in-plane components, as shown in Figs. 3(b) and 3(e) (note
that s, /% is nonzero). Furthermore, hexagonal warping of the
Fermi surface leads to a C; rotation symmetric anisotropic
spin texture [see Figs. 3(b) and 3(e)] of surface states, which is
otherwise isotropic in the absence of hexagonal warping [see
Fig. 3(a)]. On the other hand, we find that the presence of the
linearly polarized electromagnetic irradiation [see Figs. 3(c),
3(d), 3(f), and 3(g)], breaks the Cs rotation symmetry of the
spin texture of the surface states in momentum space. Note
that C; rotation symmetry [Figs. 3(b) and 3(e)] and broken C;
symmetry [Figs. 3(c), 3(d), 3(f), and 3(g)] possessed by spin
texture, are inherited from the C; symmetric k-cubic hexago-
nal warping term and C3 symmetry breaking radiation induced
term of the Hamiltonian [Eq. (9)], respectively. Hence, the
linear polarized irradiation provides a possibility of tuning
the spin texture by varying the amplitude and polarization
angle 6. It can be seen from Figs. 4(a)—4(d) that the average
spin components [24] varies periodically but nonsinusoidally
with polarization angle 6. Whereas if we vary the amplitude
parameter a, we find that S, monotonically increases and
saturates, S, first increases and then decays down to zero,
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FIG. 3. The figures show the spin texture of the surface states of
the topological insulator in momentum space for zero band gap (A =
0), (a) in the absence of hexagonal warping and the electromagnetic
field (A = 0,a = 0), (b) in the presence of hexagonal warping and
the absence of the electromagnetic field (A # 0, a = 0), and (c) and
(d) in the presence of hexagonal warping and electromagnetic field
(& # 0, a # 0) for different polarization angle 6 = 0, 7 /2. The spin
texture for the nonzero band gap case are shown in (e) for (A #
0, a = 0) and (f) and (g) for (A # 0, a # 0).

and S; monotonically decreases to negligible values (near
zero) as we increase the amplitude of the radiation. We will
see, in the next sections, that both deformation produced in
the Fermi surface and the modification of the spin texture
by the linearly polarized radiation has a major contribution
in determining the effect of irradiation on the thermoelectric
properties of the topological insulator surface. Furthermore,
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FIG. 4. The figures shows the average spin components (S,),
(S,), and (S;) as a function of (a) and (b) polarization angle 6 and
(c) and (d) the radiation amplitude parameter (a).

we will calculate the Berry curvature, Berry phase, and the
anomalous Hall conductivity associated with Floquet-Dirac
surface states induced by the linearly polarized radiation.

III. BERRY CURVATURE, BERRY PHASE, AND
ANOMALOUS HALL CONDUCTIVITY

A. Berry curvature

The nonzero Berry curvature associated with the conduc-
tion and valence energy band in a crystalline materials leads
to the anomalous group velocity of an electron, anomalous
orbital band magnetization, and anomalous thermoelectric
transport [18,30]. We have calculated the Berry curvature (QS)
using the eigenstates [Eq. (11)] of the Hamiltonian . for the
conduction and valence band, which is given below:

Qs = iVie x (U(ky, ky, )| Vi|u®(ky, ky, 5)) (16)

_ sER[A =20 (k] - 3Kk ] a7

2(R203 (2 +K2) + M (ke ky, )P}

where s = + (—) denotes the conduction (valence) band and
Eq. (17) reflects that the Berry curvature for the valence
band is just opposite in sign to the Berry curvature for the
conduction band, i.e., Q = —§+. Furthermore, it can be
seen from Eq. (17) that the Berry curvature is dependent upon
the polarization angle 8 of the linearly polarized electromag-
netic radiation with which the topological insulator surface is
irradiated. Equation (17) also shows that the Berry curvature
is 6 dependent only in the presence of the hexagonal warping
effect in the band structure, because for the 1, = 0 the Berry
curvature [Eq. (17)] becomes

2.2
- s iovi A

B 2{r*v2 (k2 + k2) + A2

N }3 /2 2 (18)
Note this is just the Berry curvature without the hexagonal
warping and the dependence of the angle 6. In the absence of

linearly polarized light, i.e., a = 0, our expression of Berry
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curvature [Eq. (17)] becomes
s B2 [A = 20, (k3 — 3k2k,) ]
2{ 202 (k2 + K2) + [14 (k3 — 3k2k,) + A]’)

A

3/2Zs

&, = —

(19)

which is the same as the Berry curvature of the topological in-
sulator calculated in Ref. [24] in the presence of the hexagonal
warping effect.

Furthermore, as we make k, — 0 and k, — 0 in Eq. (17),

2 2
sh Viy A

the Berry curvature becomes Qs(kx, ky, ) = ——z"%, this
means the Berry curvature is inversely proportional to the
square of the band gap A. As aresult, when A — 0, the Berry
curvature becomes singular at the center of the Brillouin zone,
i.e., at (ky, ky) = 0, which otherwise is nonsingular if A # 0.
The above discussed singularity of the Berry curvature reflects
the presence of a sink or source (a topological charge [31,32])
at the origin of parameter space defined by A, k,, k,, i.e., at
(ky, ky, A) = (0,0, 0), which generates this Berry curvature.
This, just like the singularity of the electrostatic field in real
space, implies the presence of charge at the point of singu-
larity. The topological charge associated with this singularity
is calculated via the flux of Berry curvature over the closed
surface enclosing this singularity in the parameter space di-
vided by factor of 2w, which is nothing but a topological
invariant that does not depend upon the shape of the consid-
ered closed surface, and is hence topological in nature [31].
Furthermore, the Berry curvature of Eq. (17) can be written as
—s PV} [A — 2, (k} — 3k7ky)]/2€)2, which reflects that the
singularity of the Berry curvature occurs at €, = 0. Thus the
singularity of the Berry curvature also implies the presence of
a point of degeneracy in the Brillouin zone, which can be seen
from Eq. (13) where for A = 0 the valence and conduction
band touches at (k,, k,) = (0, 0).

We plotted the contour plots of the Berry curvature in
momentum space in Fig. 5 for the cases A =0 and A # 0
in the conduction band. The singularity of the Berry curvature
can be seen clearly at k,, ky = 0 for A = 0 in Figs. 5(a)- 5(c),
which gets removed as we make A # 0 [see Figs. 5(d)-5(f)].
The Berry curvature in the absence of band gap and radiation
but in the presence of hexagonal warping (i.e., A =0 and
a = 0) exhibits threefold rotation symmetry in the momentum
space [as shown in Fig. 5(a)] and switches its value from
positive to negative alternatively at the angle of /6. This
behavior of the Berry curvature in the momentum space is
due to the hexagonal nature of the Fermi surface of the energy
band induced by the presence of a threefold rotation symmet-
ric k-cubic hexagonal warping term in the Hamiltonian H.g.
This threefold symmetry of Berry curvature in the momentum
space breaks as soon as we turn on the electromagnetic
radiation, i.e., a # 0 [see Figs. 5(b) and 5(c)]. Furthermore,
the presence of the electromagnetic radiation also makes the
Berry curvature polarization angle 6 dependent, which can
be seen from Figs. 5(b) and 5(c). The Berry curvature has
asymmetric contours in momentum space and the positions
of the asymmetry arising in the Berry curvature in momentum
space changes with the change in the angle 6 of polarization.

The presence of a gap, i.e., A # 0, reshapes the Berry
curvature contours in the absence of electromagnetic radiation

A=0, a=0.7nm"!
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-1.5-1.0-0.5 0.0 05 1.0 1.5

ky
(b)9 =0

A=0.07 eV, a=0

1.5
1.0]

5]

0.5

0.0) @

-0.5
-1.0]

S N kR O —

-1.5 .
-1.5-1.0-0.5 0.0 05 1.0 1.5 -1.5-1.0-05 0.0 05 10 1.5

ki ky
()0 = /2 (@
A=0.07 eV,a=0.7nm-! A=0.07 eV,a=0.7nm"!
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FIG. 5. (a)-(c) The contour plots of the Berry curvature in mo-
mentum space for the zero band gap (A = 0), (a) in the absence
of electromagnetic field, and (b) and (c) in the presence of electro-
magnetic field (a # 0) for different polarization angle 6. The Berry
curvature for the nonzero band gap (A # 0) is shown in (d) in the
absence of the electromagnetic field, and (e) and (f) in the presence
of the electromagnetic field.

(a = 0) [see Fig. 5(d)] as compared to the contours in the
absence of a gap [Fig. 5(a)], but the threefold symmetry can
still be seen in the Berry curvature. For the case A # 0,
the presence of electromagnetic radiation (a # 0) leads to
the broken threefold symmetry of the Berry curvature and
its polarization angle 6 dependence, as can be seen from
Figs. 5(e) and 5(f). For A # 0, the presence of radiation also
shifts the position of the Berry curvature peak from k,, k, = 0
[Figs. 5(d)-5(f)]. Which is in contrast to the A = 0 case in
which the Berry curvature peak remains at k,, k, = 0 even in
the presence of the radiation [see Figs. 5(a)-5(c)].

B. Berry phase

When a system adiabatically evolves in time with the state
moving slowly over a closed path in parameter space, the state
gains a gauge invariant phase called the Berry phase [31,33],
which is the flux of Berry curvature on the surface enclosed
by that closed path in parameter space. The Berry curvature
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dependency on the polarization angle 8 of linearly polarized
electromagnetic radiation, as calculated in the previous sec-
tion, also causes the Berry phase of the Floquet-Dirac states
in the irradiated topological insulator to depend upon the
angle 6. The Berry phase can be calculated by the surface
integral of the Berry curvature in the first Brillouin zone of
the topological insulator [31]. For the Fermi energy in the
conduction band, we calculated the Berry phase over the
closed path C, represented by a deformed contour in BZ, as
shown in Figs. 2(b) and 2(c). The Berry phase is given by

J

[31,33]
Ap = / / Q. (ke ky, 0) dkydky, (20)
S

where S is the area in the positive Z direction enclosed by the
closed curve C in the Brillouin zone. By putting k, = k cos «
and k, = ksina in the Berry curvature 2 of Eq. (17) and
then using that modified Berry curvature in Eq. (20) we get
the following expression of the Berry phase:

RV [A — 20,k cos 3a] k dk da

w k@)
Ap(0,a) = —/

0 Ji=0 2{h2v§yk2 + [Ank3 cos3a + A + % cos(26 + oz)]z}

[A+ Mk} (@) cos 3 + (3/2)hna’ky cos(26 + a)]

32

2
-7 +_/ 2,212 3 3npatks(a) 27172 .
a=0 2{B*v2 k3 () + [khkf(a)cos 3o+ A 4 cos(20 4+ )]}

Wiy

da 21

In Eq. (21), k() is the Fermi wave vector and is the positive real root of the following polynomial equation [found by using

Eq. (13)]:

9)\'2 4
Aikj’c cos? 3 + 3A%a2k; cos 3 cos(260 + «) + 2Akhk; cos 3 + |:h2vfy + %a cos*(260 + oz):| k]%

+30,A d? cos(20 + o) ky + A? = 6;,

where €/ is the Fermi energy. By solving Eq. (21) numerically
we calculated the Berry phase as a function of the polarization
angle 6, which we plotted in Fig. 6(a). Figure 6(a) shows that
the Berry phase sinusoidally varies with polarization angle 6
of the electromagnetic radiation. It can be noted from Fig. 6(a)
that there are exactly six maxima and six minima in the plot
of the Berry phase. This is a consequence of the anisotropic
coupling of off-resonant electromagnetic radiation with the
momentum of the Dirac surface states, because there are
exactly six points in the hexagonally warped Fermi surface
where the length of Fermi momentum is a maximum and
exactly six points where it is a minimum [see contours in
Figs. 2(b) and 2(c)]. Interestingly, the Berry phase calculated
in Eq. (21) can be resolved in the following form, i.e.,

Ap=—-1T+AP+1,0+ r,a*R. (23)

Where P, Q, and R are the functions of parameters A, a, €/,
0, obtained after solving the integrals of Eq. (21).

This expression reflects a important relation between the
Berry phase and the spin texture associated with the surface
states of the topological insulator. For the case when there is
no band gap and hexagonal warping, i.e., A = 0 and A;, = 0,
the Berry phase is given by Ap = —m. Physically, the spin
rotation or parallel transport of a spinor of a fermion on a
closed path by a 2w angle corresponds to the Berry phase of
value £ . In the topological insulator, this || value of Berry
phase corresponds to the occurrence of helical surface states
exhibiting in-plane spin-momentum locked spin texture either
in clockwise or anticlockwise direction [34—36] [as shown in
Fig. 3(a)]. In Fig. 3(a) the spin actually shows rotation by the
27 angle in the momentum space and hence corresponds to
Berry phase. The usual metals have states having spin texture

(22)

(

in both clockwise and anticlockwise direction and hence
correspond to Berry phase of value zero. On having band gap
in the energy spectrum in the absence of hexagonal warping,
i.e., A # 0 and A, = 0, the Berry phase value becomes Ap =
—m (1 — A/ey) [obtained by solving Eq. (21), for which we
get P =m/es] [24]. As already explained in Sec. IIB, A
leads to the z component of spin in the spin texture, hence
the occurrence of the out-of-plane spin component in the
spin texture which changes the value of Berry phase [24].
Furthermore, the inclusion of the hexagonal warping (A, # 0)
and the radiation (a # 0) individually alter the z component
of spin [see Figs. 3(b)- 3(d) and explanation in Sec. IIB],
results in a modification of the Berry phase, as reflected by
Eq. (23). The dependence of Berry phase on the z component
of spin can be more clearly understood by the variation of
Berry phase with the change in the amplitude parameter a of
the radiation, which is plotted in Fig. 6(b). The Berry phase
strongly depends upon the amplitude of the electric field of
the linearly polarized electromagnetic radiation. Figure 6(b)
shows that the Berry phase magnitude (| Ag|) increases with
the increase in the value of the amplitude of the electric field
of the electromagnetic radiation. The Berry phase saturates
to the value |7| at high values of the electric field ampli-
tude and has a value less than || at low amplitudes of the
electric field. It can be seen from Eq. (21) that the Berry
phase is a sum of a constant factor of —m and an electric
field amplitude parameter @ dependent term. This radiation
dependent term effectively reduces as we increase the electric
field amplitude leaving behind the value close to —mr for high
electric fields. This happens because the average magnitude
of the z component of spin of the surface states decreases
as we increase the amplitude parameter a [see Fig. 4(d)],
and hence the contribution of the extra terms in Eq. (23)
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FIG. 6. The figures shows variation in the Berry phase Ap with
(a) polarization angle 6 and (b) electric field amplitude parameter
a=cE,/ho.

other than —m (i.e., A, A;, and a dependent terms, which
generates S, component in spin texture) to the Berry phase
effectively reduces for high a and Berry phase approaches
the value close to —m. This strengthens the fact that Berry
phase and the spin texture are related to each other. The
Berry phase can also be calculated for the case in which
the angle of polarization 6 is varied adiabatically. For this,
the Berry phase is given by the following equation: Ap =

fozﬂ Ap(0)do, where Ap(9) is the Berry connection given

by Ap(0) = i{u(ky, ky, 9)|% |u®(ky, ky, 6)). We calculated the
Berry connection using the states of Eq. (11), which we find
comes out to be Ag(6) = 0. So, for cyclic adiabatic variation
of polarization angle 6, the Berry phase is A = 0. This zero
Berry phase is a consequence of the absence of degeneracy
point in the energy spectrum for any value of 6 (i.e., there is
no value of 8 for which ¢, = 0 at finite value of A, k,, k).

C. Anomalous Hall conductivity

The nonzero Berry phase results in the occurrence of
the anomalous Hall effect in crystalline materials having a
nonzero Berry curvature associated with energy bands. In
the anomalous Hall effect (AHE), there is a generation of
the transverse Hall current in the material by the transport
driven by either a mechanical force, like the electric field,
or a statistical force, like gradient of chemical potential (w),
ie., %,u. In the case of the electric field, the anomalous
Hall effect is generated by the Berry curvature dependent

anomalous term present in the group velocity of the Bloch
electron [18]. Whereas, in the case of the chemical potential
gradient, AHE occurs due to the Berry curvature induced
correction in the orbital magnetization of the Bloch electrons
[18]. In both cases the Berry curvature plays an important role
in determining the anomalous Hall current.

Now, as we show in Secs. III A and III B, the linearly
polarized electromagnetic irradiation of the topological insu-
lator surface leads to a radiation parameter (amplitude and
polarization) dependent Berry curvature and Berry phase as-
sociated with the Floquet-Dirac surface states. In this section
we analyze the effect of linearly polarized irradiation of TI
surface on the anomalous Hall conductivity associated with
anomalous Hall current, in the presence of nonzero hexagonal
warping of a Fermi surface. Consider on the topological
insulator surface that a transverse Hall current j, , is generated
via AHE in the presence of electric field Ey in the y direction,
which is given by [18]

je,x = nyEya (24)

where the oy, is the transverse Hall conductivity given by
the integral of Berry curvature over the momentum space
multiplied by the %/ [18],

¢ f ) g F (25)
(o = - eq A _ 0
Yoo @y
where Q(I;) is the Berry curvature and foq=1/(1+
e(&=W/ksTy is the equilibrium Fermi-Dirac distribution func-
tion. For the energy €, [Eq. (13)] and the Berry curvature 525
[Eq. (17)], we can write the above equation in the following
form:

62
0@, a, 1, T) = ﬁ;/f fog (0, ., Kk dkda.  (26)

In Eq. (26) the sum is over the filled energy bands defined
by s = + (—) for the conduction (valence) energy band. To
illustrate the behavior of the transverse Hall conductivity
analytically, we determine the oy, in the low temperature
regime. For low temperature, i.e., T — 0, Eq. (26) reduces to

e2
ow(®,a, 1, T) = 0 ; //QX(H, o, k)O(u — €,)k dkda,

27)

where ©(u — €) is the Heaviside step function. Equation
(27) can be solved analytically for the A =0 case only,
i.e., without hexagonal warping of the Fermi surface. So for
the Berry curvature for A = 0 [Eq. (18)], we find the Hall
conductivity to be oy, = %% for u in conduction and valence
band. This implies that the oy, for u inside the conduction
and valence band is inversely proportional to the chemical
potential. This means o,, is maximum at the bottom of the
conduction band and the top of the valence band (i.e., for
|| = |A|) and it decreases as we move deeper into the
conduction and valence band, i.e., for u© > A or u < —A.
For  inside the band gap, i.e., —A < u < A, we find oy, is
constant and is given by oy, = e*>/h. Equation (27) implies
the anomalous Hall conductivity at low temperature is the
sum of the Berry phase associated with the filled conduction
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and valence band. At high temperature, the Heaviside step
function ®(u — €;) thermally broadens in the region |u —
€| < kgT. To show the dependence of conductivity oy, on
different model parameters, at finite temperature 7 > 0, we
numerically calculated and plotted the o, as a function of
polarization angle 6, electric field amplitude parameter a, the
chemical potential u, and the temperature 7 in Figs. 7(a)—
7(d).

We find the o,, shows sinusoidal variation as we change the
polarization angle 6, this is a result of the polarization angle
dependency of the Berry curvature €2, and the Berry phase, on
which the conductivity oy, depends directly. The conductivity
oy, decreases as we increases the amplitude parameter a of
the electric field of the radiation (which is the same as the
variation in the Berry phase with a). The variation of the
oy, as a function of the chemical potential w is shown in
Fig. 7(c) for the case of zero hexagonal warping (i.e., A, = 0,
black dotted curve), nonzero hexagonal warping with out
any electromagnetic radiation (i.e., a = 0 and X, # 0, blue
curve), and nonzero hexagonal warping with electromagnetic
radiation (i.e., @ # 0 and A;, # 0, green and red curve for 6 =
0 and 6 = 7 /2, respectively). Figure 7(c) shows that the Hall
conductivity o,, has a greater value for the case when there is
no hexagonal warping (black dotted curve) than the case for
which the hexagonal warping is nonzero (blue curve) in both
the conduction and valence band, respectively. This change in
the Hall conductivity oy, for A;, # 0 can be attributed to (i) the
anisotropicity induced by the hexagonal warping in the Fermi
surface of the energy band structure in the Brillouin zone [see
deformed contours in Fig. 2(a)], which is absent for the case of
A, = 0 because of the isotropic circular Fermi surface of the
energy band structure and (ii) the change in the spin texture of
the surface states of the topological insulator induced by the
hexagonal warping. The spin of the electron is locked with its
momentum on the surface of TI. In the absence of hexagonal
warping, the spin texture of surface states shows the presence
of only in-plane components of spin in the surface states [see
Fig. 3(a)] and is isotropic in momentum space. Whereas, in the
presence of hexagonal warping, the spin texture in momentum
space becomes threefold rotation symmetric and shows the
presence of an out-of-plane spin component in addition to
the in-plane components [see Fig. 3(b)]. As the Hall con-
ductivity is determined by the sum of the Berry curvature
2 (which intrinsically encodes the spin texture information
of the surface states u0) over the states of the valence and
conduction bands, it is strongly affected by both the shape
of the Fermi surface and the spin texture of surface states. As
shown in Fig. 7(c) (black and blue curve) oy, changes if the
hexagonal warping goes from zero to nonzero. In addition to
the anisotropy induced by the hexagonal warping, the Fermi
surface of the energy band and the spin texture are further
modified by the presence of electromagnetic radiation [i.e.,
for a # 0 see contours in Figs. 2(b) and 2(c) and for the spin
texture see Figs. 3(c) and 3(d)]. The effect of this modification
due to electromagnetic radiation can be seen in the variation
of Hall conductivity o, with u for a # 0 and A, # 0 [see
Fig. 7(c) green and red curves], for which the conductivity o,
is less than the Hall conductivity for the case of hexagonal
warping without electromagnetic radiation (i.e., a =0 and
Mn # 0, blue curve). The effect of the modification of the
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FIG. 7. The anomalous Hall conductivity oy, is shown in (a)—

(d) as a function of (a) the polarization angle 6, (b) the radiation
parameter a, (c) the chemical potential i, and (d) the temperature.
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shape of the Fermi surface and the spin texture by the radiation
is more pronouncedly seen in the anomalous thermoelectric
conductivities about which we will discuss in Sec. V.

Furthermore, the conductivity o,, for all the cases de-
creases to zero as we move deeper into the conduction band or
valence band [see Fig. 10(c) for high positive and low negative
values of u]. This is similar to the inverse dependence of the
Oxy On u at low temperature as explained before, i.e., for p
in the conductance and valence band, oy, = %% The only
difference is that here the temperature is greater than zero and
due to thermal broadening of the step function ®(u — €;) of
Eq. (27), the value of the oy, has decreased as compared to the
value at T = 0 [e.g., for u inside the band gap, at T = 0, we
have o,y = €*/h = 38.7 uA/V butfor T > 0, the o, < €*/h,
see Fig. 7(c)].

IV. ORBITAL MAGNETIC MOMENT AND
MAGNETIZATION

The Bloch electron in a periodic crystal exhibits orbital
magnetic moment in the presence of electromagnetic field
due to the self-rotation of the Bloch electron wave packet
in the semiclassical picture [18,30]. For the eigenstates u?,
the orbital magnetic moment is defined by the following
expression [30,37]:

e - >
i (ky, ky, 0) = —iﬁ(vkuol X (Hefr — €)[Viu®).  (28)

By using Eq. (11), we find the orbital magnetic moment as a
function of the polarization angle # and wave vector (k,, k)
in the following form:

(—e/2h) VL[ A — 20, (k3 — 3k2k,)]
{2, (k2 + K2) + [M (ks Ky, )17}
(29)

ﬁiz(kx’ ky: 9) =

Note that the orbital magnetic moment of Eq. (29) exhibits the
same sign in both the conduction and valence band which is
attributed to the particle-hole symmetry present in the system.
Similar to the Berry curvature, the orbital magnetic moment
of the Bloch electron also depends upon the polarization angle
0, only in the presence of nonzero hexagonal warping of the
Fermi surface. As can be seen from Eq. (29) for A, = 0, the
magnetic moment becomes

(—e/2h) BV A
[W*v2, (k2 + k2) + AZ]Z’

which is independent of the polarization angle 0, and is the

same expression as the orbital magnetic moment found in

Ref. [24] in the absence of the hexagonal warping effect.
Also, for the k,, k, = (0, 0), Eq. (29) shows that the mag-

netic moment is inversely proportional to the band gap A,

) COM2 . .
ie.,m, = ( e2)A "> This is different from the Berry curvature,

which at k., k, = 0, varies as Q; o< 1/ AZ2. Thus, the orbital
magnetic moment also becomes singular at the origin of
the parameter space defined by (fivrky, fivek,, A), ie., at
(hvrky, hvek,, A) = (0, 0, 0). But unlike the Berry curvature,
the flux of an orbital magnetic moment vector field over a
closed surface in the parameter space cannot be associated

ke, ky, 0) = (30)

A=0,a=0.7nm"
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FIG. 8. The contour plots of orbital magnetic moment m, in
momentum space for zero band gap (A = 0) are shown in (a) in the
absence of the electromagnetic field, and (b) and (c) in the presence
of the electromagnetic field (a # 0) for different polarization angle
6. For nonzero band gap (A # 0) contour plots are shown in (d) in
the absence of electromagnetic field, and (e) and (f) in the presence
of electromagnetic field.

with a topological invariant. The orbital magnetic moment
is inversely proportional to the energy €, [the radius of
the closed spherical surface S in the parameter space de-
fined by (Avsk,, hveky, A)], i.e., i, o< cos 62 /€, [found using
(hvrky, hveky, A) = (€556 cos ¢, €;sin 6 sin @, €, cos @) in
Eq. (30)]. This results in a flux of m, over the surface S,
which is directly proportional to the radius €; of the closed
spherical surface S. Hence, as this flux changes with change in
the size of the surface S, topologically it cannot be associated
with a topological invariant (see Refs. [32,38] for topolog-
ical invariant). Like the Berry curvature, in the absence of
electromagnetic radiation, the orbital magnetic moment also
exhibits threefold rotation symmetry in the momentum space
both in the presence and absence of the band gap (A), see
Figs. 8(a) and 8(d). Here also the presence of electromagnetic
radiation (i.e., a # 0) breaks this threefold rotation symmetry
[see Figs. 8(b) and 8(c)] and shifts the position of the orbital
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magnetic moment peak in the momentum space [see Figs. 8(e)
and 8(f)].

In the crystalline materials having nonzero Berry curva-
ture, the Bloch electrons thus exhibit the following equilib-
rium orbital magnetization:

1
we.w= =3 |f [feq@s)mz,s(kx, k. 0)
s==+

ekBT
h

+ 2 Qy (ks Ky, 6) In(1 + e—*s—*”/k”)] dk.dk,,

€29}

where in Eq. (31) the first term is the magnetization arising
due to the statistical sum of the orbital magnetic moment
m; s(ky, ky, 6) [Eq. (29)] and the second term is the correction
in the magnetization induced by the nonzero Berry curvature
[18,30] [Eq. (17)]. The sum in Eq. (31) is on the conduction
and valence band. Thus, the orbital magnetization occurs
due to both orbital magnetic moment and Berry curvature
(intrinsic property of Bloch states). In the absence of radiation
(for a = 0), the m, and €2, are nonzero either for nonzero band
gap (A) or hexagonal warping (1), hence leading to a nonzero
magnetization. But the magnetization can also be generated
via irradiation only, for the case of linearly polarized off-
resonant irradiation, the m, and €2, are induced due to Fermi
surface deformation produced by the anisotropic coupling of
radiation with Dirac states in the Brillouin zone (i.e., m,, Q2 #
0 even for A = 0). In contrast, the circularly polarized light
induces magnetization by the generation of time reversal
symmetry breaking band gap in the energy spectrum [14].
The orbital magnetization M (6, a) has periodic sinusoidal
variation with the change in angle of polarization 6, see
Fig. 9(a) [calculated using Eq. (31)]. Furthermore, it decreases
as the electric field amplitude of the radiation is increased [see
Fig. 9(b)]. This behavior of magnetization is a consequence of
the presence of S, spin component in the surface states of the
topological insulator which shows exactly the same variation
with change in a [see Fig. 4(d)]. This can be understood from
Egs. (29) and (17) that both m, and €2, become zero as band
gap (A) and hexagonal warping (A,) are made zero which
corresponds to the absence of S, spin component in the surface
states (see Sec. II B for a detailed discussion).

Furthermore, the modification of Fermi surface shape by
the hexagonal warping and the radiation has a significant
effect on the orbital magnetization in the conduction and
valence band. The variation of the orbital magnetization in
the conduction and valence band is shown in Fig. 9(c) in
the absence and presence of hexagonal warping and ra-
diation. In the absence of hexagonal warping [see black
dotted curve in Fig. 9(c)], the orbital magnetization has
greater value than the case in which the Fermi surface
is hexagonally warped [see blue curve in Fig. 9(c)], in
both conduction and valence band. The orbital magnetiza-
tion shows almost no variation with the change of chemi-
cal potential in both conduction and valence band. Whereas
as the hexagonal warping in the Fermi surface is intro-
duced, the orbital magnetization decreases as we rise up
in the conduction band and deep down in the valence band
[see blue curve in Fig. 9(c)]. The orbital magnetization further
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FIG. 9. The total orbital magnetization (M) is shown in (a)—(c) as
a function of (a) the polarization angle 6, (b) the parameter a, and
(c) the chemical potential w.

decreased as the topological insulator surface is irradiated
with the linearly polarized electromagnetic radiation [see red
and green curve in Fig. 9(c)], which is due to additional
deformation of the Fermi surface by the radiation besides the
deformation by the hexagonal warping. The orbital magne-
tization switches sign as we move from conduction band to
valence band. This is because of the dominance of magneti-
zation due to Berry curvature [second term of Eq. (31), which
changes sign between the conduction and valence band] over
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the magnetization due to orbital magnetic moment [first term
of Eq. (31), which does not change sign between conduction
and valence band].

V. ANOMALOUS THERMOELECTRIC CONDUCTIVITIES

The nonzero Berry curvature leads to anomalous group
velocity of the Bloch electron [18,30] and manifests itself
as a correction in the orbital magnetization of the Bloch
electrons in the crystalline material [18,30]. This Berry curva-
ture modified orbital magnetization generates anomalous elec-
tronic and thermal currents (e.g., Nernst and Ettingshausen
current) in the presence of statistical forces induced by the
gradient of the chemical potential and temperature in fer-
romagnetic materials, topological insulators, and topological
Weyl semimetals [14,18,39,40]. In this section we discuss
the effect of the hexagonal warping of the Fermi surface of
TI on the anomalous transverse Nernst, Ettingshausen, and
thermal conductivities of the topological insulator irradiated
with linearly polarized electromagnetic radiation.

A. Anomalous Ettingshausen thermal conductivity

For nonzero Berry curvature Q. according to the theory of
Ettingshausen effect, an anomalous transverse thermal current
can be generated when a longitudinal electric field is applied
on the surface of the topological insulator [18]. Consider a
static electric field E, applied in the y direction on the surface
of the topological insulator which generates a heat current jp .
in the x direction given by [18]

.]QX_K E (32)

K5, is the anomalous Ettingshausen transverse thermal con-
ductivity given by [18,41]

d*k
Kh = h/sz(k)

Qm)*’
(33)

M)feq‘i‘kBT In(1 + e_(E M)/kBT)]

where, for the energy ¢, [Eq. (13)] and the Berry curvature QS
[Eq. (17)], we can write the above equation in the following

form:
ekg Z//Q (9 k)|:( Y_:u)feq

+In(1 + e‘“fsf”))}k dkda. 34)

Kb (0,a, 1, T) =

For qualitative analysis, we determine the Kfi, in the low

temperature limit as we find for o,,. We use Mott relation
= (n2k§T2/3e)daXy(,u)/d/L [18] to obtain the Kf; in the
low temperature limit 7 — 0, Eq. (34) becomes

p TwrekpT?

=T o Z//Q 0, o, k)S( — €)k dkda. (35)

Equation (35) can be solved analytically for the Berry curva-
ture in the absence of hexagonal warping given in Eq. (17), for
which we find k, = —s(7*kzT?/3e)A/p* in the conduction
(s = +) and valence (s = —) band. From this we conclude

that the Kf; have opposite sign in the conduction and valence

band and it is inversely proportional to the square of u in both
bands. This means the /c , decreases at a faster rate than oy, as
we move deeper into the conductlon or valence band. Besides
this, the Kfy attains maximum value at || = A (i.e., at the top
of the valence band and the bottom of the conduction band).
For w in the band gap the KE is found to be zero.

To understand the variation of the K cat T > 0, we cal-

culated ny numerically, using Eq. (34) as a function of
0, electric field amplitude parameter a, temperature 7', and
chemical potential . Figure 10 is plotted for the same pa-
rameter values as the plots of Fig. 7. Figure 10(a) shows
that the Ettingshausen transverse thermal conductivity «Z pt
varies sinusoidally with the polarization angle 6 of the linearly
polarized electromagnetic radiation. This sinusoidal variation
can be thought of as a consequence of the direct dependence of
Kfi, on the 6 dependent Berry curvature Q, [Eq. (17)]. The con-

ductivity KXE), as a function of the electric field amplitude
parameter a is shown in Fig. 10(b), for the polarization angle
60 = /2. The magnitude of the thermal conductivity |K |
decreases as the amplitude of the electric field is 1ncreased
[see Fig. 10(b)]. At low amplitudes of the electric field, i.e.,

low value of a, the |K | has a greater value as compared to the

value at high values of a. Furthermore, the |/<xy| saturates to a
constant value for high values of electric field amplitude.
Figures 10(a) and 10(b) imply that the thermal conductivity

kE can be controlled by tuning its polarization angle 6 as

well as the amplitude of the linearly polarized electromagnetic
radiation. This control over the thermal conductivity «Z Ky, using
6 and the amplitude of the electric field for the linearly
polarized electromagnetic off-resonant irradiation of the topo-
logical insulator is possible only because of the presence of
the hexagonal warping of the energy band of the topological
insulator, which couples the electromagnetic radiation to the
electronic momentum in the Hamiltonian [see Eq. (9)] and
leads to a radiation parameter (polarization and amplitude)
dependency. This is in contrast to the circularly polarized
light off-resonant irradiation of the topological insulator for
which the effect of radiation on the electrical and thermal
conductivity can also be seen in the absence of hexagonal
warping of the energy band structure [13,14].

To study how the presence of hexagonal warping in the
energy band affects the thermal conductivity /cE can be seen

from Fig. 10(c). Figure 10(c) shows the varlatlon of /cxV with
chemical potent1a1 w. Figure 10(c) shows that the thermal
conductivity va has a smaller value for the case when there
is no hexagonal warping (black dotted curve) than the case
for which the hexagonal warping is nonzero (blue curve)
in both the conduction and valence band, respectively. The
conductivity «£ y [Eq. (34)] is determined by the sum over the
states on the Fernn surface and the Berry curvature 2, (which
intrinsically encodes the spin texture information of the sur-
face states ug), hence this change in the Kfv on introduction
of hexagonal warping is the result of modification of both
the shape of the Fermi surface and the spin texture of surface
states, as it is for o,,. As shown in Fig. 10(c) (black and blue
curve) k£ , changes if the hexagonal warping goes from zero
to nonzero However, this change is not very large because
the hexagonal warping in the Bi-chalcogenides topological
insulators is essentially a k-cubic perturbation to the low
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FIG. 10. The figures show the variation in the anomalous Etting-
shausen thermal conductivity «Z, with (a) the polarization angle 6,
(b) the electric field amplitude parameter a, (c) the chemical potential
W, and (d) the temperature.

energy linear band structure of the surface states. The effects
of modification of Fermi surface shape and spin texture on the
change in thermal conductivity KxEy are more pronounced in
the presence of electromagnetic radiation (for a # 0 and Aj, #
0). This can be seen from Fig. 10(c) that the Ettingshausen
thermal conductivity k% is either greater or lesser [green and
red curves in Fig. 10(c)] than the thermal conductivity for the
case of hexagonal warping without electromagnetic radiation
(i.e.,a = 0and A;, # 0, blue curve). There are also kinks in the
plots of the conductivity Kfy in the presence of radiation [see
Fig. 10(c) green and red curves] for the chemical potential
in the range 0.3 < |u| < 0.4. These kinks are the result of
transition of the Fermi surface contour shape from one form to
another in the energy range 0.3 < €; < 0.4 eV [see contours
in this energy range in Fig. 2(d)].

Furthermore, similar to o,,, the conductivity Kﬁ, for all the
cases also decreases to zero as we move deeper into the con-
duction band or valence band [see Fig. 10(c) for high positive
and low negative values of ]. Which can be explicitly under-
stood as the inverse dependence of Kﬁ, on p? at temperature
T = 0 with inclusion of thermal brocading effect of §(u — €;)
at temperature 7 > 0. We have also calculated the thermal
conductivity Kfv as a function of temperature, which is plotted
in Fig. 10(d), for the temperature range of 50 to 200 K taken in
units of kgT', where kg is the Boltzmann constant. Figure 10(d)
shows that |KxEy| monotonically increases with the increase in
the temperature 7 for all three cases (i) without hexagonal
warping (black dotted curve), (ii) with hexagonal warping in
the absence of electromagnetic field (blue curve), and (iii)
with hexagonal warping in the presence of electromagnetic

field (green and red curve).

B. Anomalous transverse Nernst and thermal conductivities due
to a temperature gradient

Now, if instead of electric field E, we have a temperature
gradient V,T in the y direction across the topological insu-
lator surface developed using a cold and hot electrode. Then
there will be a generation of a transverse electric current j,
in the x direction due to the inverse Ettingshausen effect or
Nernst effect. This is in contrast to the Ettingshausen effect
where there is a generation of transverse heat current due to
the electric field [Eq. (34)]. The Nernst electrical current is
given by [18]

je.x = _axyvyTv (36)

0y is the anomalous transverse Nernst electrical conductivity
given by [18]

Oy = —. 37)

The behavior of the anomalous Nernst conductivity oy, as
a function of 6, electric field amplitude parameter a, tem-
perature 7', and chemical potential p is the same as the
behavior of k% with the only difference that its magnitude is
rescaled by the temperature 7. Hence we have not plotted the
figures for the Nernst conductivity a,, here. In addition to the
Nernst electric current induced by the temperature gradient,
there is also the generation of a transverse heat current due

to the temperature gradient which is given by the following
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equation:
jQ,x = _nyVyTv (38)

where the «,, is the anomalous transverse thermal conductiv-
ity given by [18,42,43]

klz*Tfsz(lé) i
h 3

€E—u 2 .
Kyy = <kB—T> feq — 2L (1 — feq)~
g
—[In(1 + e“'”/kﬂ)]z} (217)2. (39)

In Eq. (39) the Li; is the polylogarithm function of order 2.
The «,, can be calculated by using the Berry curvature given
in Eq. (17) which modifies Eq. (39) to

kT e — 1\’
4772h 2// QS(G’a’k)|:<kB—T> feq

—2Lis(1 — foq) — [In(1 + e~ @ 1W/ksTy)2
2
+7ﬂk dkda.

Key(0,a, 1, T) =

(40)

The thermal conductivity «,, can be found at low temperature
using the Mott relation «,, = (7°k3T /3¢?)o,y, where the Hall
conductivity oy, is given by Eq. (27), which implies at low
temperature the thermal conductivity «, differs from the Hall
conductivity only by the constant factor and it is similar to
the Hall conductivity oy, it also depends upon the number
of filled bands. We have plotted the thermal conductivity «,,
as a function of angle 0, a, u, and temperature 7 in Fig. 11.
Just like the Hall conductivity oy, and Ettingshausen thermal
conductivity %, the thermal conductivity k., also varies sinu-
soidally with 6 [see Fig. 11(a)] and monotonically decreases
with the increase in the amplitude of the electric field of
linearly polarized electromagnetic radiation [see Fig. 11(b)].
Similar to KxEy, the «y, also saturates to zero at high values of
electric field amplitude. The variation of thermal conductivity
kxy With chemical potential 1 is shown in Fig. 11(c). In con-
trast to the Ettingshausen thermal conductivity «Z [see Fig.
10(c)], in both the conduction and valence band, the thermal
conductivity «,, is found to be greater in the absence of
hexagonal warping [black dotted curve, Fig. 11(c)] than in the
case of the presence of hexagonal warping without irradiation
[blue curve Fig. 11(c)]. In the presence of hexagonal warping,
Ky gets further reduced when the topological insulator surface
is irradiated with linearly polarized radiation [see red and
green curves in Fig. 11(c)]. Similar to Hall conductivity oy,
kyy decreases as we move up in the conduction band and
moves down in the valence band because they both depend
upon how much the states of the valence and conduction bands
are occupied (i.e., fully filled or fully vacant energy bands do
not lead to nonzero conductivities). In contrast to Kfy, the Ky
is positive in both the valence and conduction bands. The
Ky also increases with an increase in temperature both in the
presence and absence of radiation [see Fig. 11(d)].

VI. FIGURE OF MERIT, ZT PARAMETER

How effectively a thermoelectric material converts heat
into electricity is determined by the coefficient of performance
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FIG. 11. The anomalous thermal conductivity k., is shown in

(a)—(d) as a function of (a) the polarization angle 6, (b) the parameter
a, (c) the chemical potential u, and (d) the temperature.
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FIG. 12. The figure shows variation in figure of merit (Z7) with
(a) the polarization angle 6 and (b) the parameter a. ZT in these
figures is calculated for u = 0.15 eV.

or the figure of merit (ZT') given by ZT = o S T /(k. + k).
Where S, o, k., and k; define the Seebeck power, Hall
electric conductivity, electronic thermal conductivity, and
lattice-thermal conductivity [44,45], respectively, and T is
the temperature. Both bulk and surface states contribute to
thermoelectric efficiency of the topological insulator. But for
the topological insulator thin films, enhancement in the ZT
has been reported due to a significant increase in surface states
contribution to the electrical conductivity o and Seebeck
coefficient S and due to suppression in the lattice-thermal
conductivity (i.e .,k; < k.). So, for the topological insulator
thin film, the figure of merit because of the surface states is
given by [44-48]
0, 82T
ZT = ——, 41
Ke,s

where oy =0y, Si=8u= (O'yyaxx + Oxylxy )/(O'xxO'yy +
oxzy), and K, = Ky = Ei/T — S)%xaxx [45]. To determine
these quantities we use Onsager relations given by o;; = €>£?
and a; = eL} /T, where we have [45]

no__ d*k afeq 1 O 2 n
Ll _§/W<— 5e, )T(GS)(EB_IC,) (65 — )",

(42)

withn =0, 1, 2,i = x, y, and t(¢y) as the relaxation time. The
above longitudinal conductivities have been calculated under
constant relaxation time approximation [49,50] for which we
use 7(e5) = t = 22 fs [51] for TIL. The figure of merit Z7T is
calculated using Eq. (41) for © = 0.15 eV which on one hand
shows nonsinusoidal dependence with variation in the angle
of polarization 6 [see Fig. 12(a)]. On the other hand, there
is a significant enhancement in the value of figure of merit
ZT from the 0.6 to 1.4 as we increase the value radiation
amplitude parameter a [see Fig. 12(b)]. This value of ZT
in the presence of LP radiation is larger than the case of
the presence of hexagonal warping and the absence of LP
radiation for which ZT is equal to 0.52. The value ZT = 0.52
is not very large as compared to the case of the absence
of both hexagonal warping and LP radiation for which we
have found to be ZT = 0.39 [48]. This enhancement strongly
indicates the possible linearly polarized electromagnetic radi-
ation parameter controllable thermoelectric application of the
topological insulator for the conversion of heat into electricity.

It is important to note here that our results are valid for tem-
peratures less than the Debye temperature of the topological

s
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FIG. 13. The figure shows (a) Berry phase variation with A and
(b) Ettingshausen conductivity («,,) variation with A.

insulator. The Debye temperature of the Bi,Ses topological
insulator is around 182-185 K [52,53] and we use the temper-
ature 7 = 150 K for the calculation of the transverse Nernst,
Ettingshausen, and thermal conductivities. For temperatures
above the Debye temperature the electron-phonon coupling
effects have a pronounced effect on the transport of the Dirac
electron on the surface of the topological insulator, which are
negligible for the temperatures below the Debye temperatures
[54]. Hence for calculation of these conductivities for the tem-
perature above the Debye temperature the electron-phonon
coupling must be included in the model [55].

VII. CONCLUSIONS

In summary, we studied the effect of the hexagonal warping
of the Fermi surface on the anomalous thermoelectric proper-
ties of the topological insulator surface irradiated with linearly
polarized electromagnetic off-resonant radiation. We have
found that the off-resonant linearly polarized (LP) irradiation
induces Floquet-Dirac states on the surface of the topological
insulator only in the presence of hexagonal warping of the
Fermi surface. Interestingly, in the presence of hexagonal
warping, the Berry curvature, spin texture, and orbital mag-
netization associated with surface states induced by the LP
radiation are found to have strong dependence on angle of
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polarization and have broken C; symmetry in the Brillouin
zone, which are otherwise C; symmetric in the absence of
LP irradiation. This broken C3 symmetry of Berry curvature
leads to Berry phase which varies sinusoidally with angle of
polarization and monotonically increases with an increase in
amplitude of the LP radiation.

Furthermore, we conclude that both the modification of
the spin texture and Fermi surface by the linearly polar-
ized radiation, in addition to the effects produced by the
hexagonal warping, lead to LP radiation polarization angle
and electric field amplitude controllable anomalous Nernst,
Ettingshausen, and thermal transverse conductivities. These
conductivities have been found to vary sinusoidally with
polarization angle and decrease with an increase in the ampli-
tude of radiation in both conduction and valence band. Both
the anomalous Nernst and Ettingshausen transverse conduc-
tivities have opposite signs in the conduction and valence
band. However, the anomalous transverse thermal conduc-
tivity has the same sign in both the conduction and valence
bands. The variation in these conductivities with radiation
parameter collectively leads to enhancement in the value of
the figure of merit (Z7). We show ZT varies sinusoidally
with 6 and increases significantly from 0.6 to 1.4 as the
amplitude of radiation increases. Hence, we expect that these
linearly polarized radiation parameter controllable anomalous
thermoelectric conductivities of the topological insulator may

find important technological applications for the conversion
of heat into electricity or vice versa in thermoelectronics.
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APPENDIX: RESULTS FOR A <0

In this Appendix we have shown a few results for the nega-
tive value of A. All the results shown in the above sections
are for A having a positive value but it is also possible to
have a negative value of A. The band gap parameter A varies
with thickness of the topological insulator thin film. The A
sign is to be positive for the film thickness less than 25 A and
negative for the film thickness in between 25 and 32 A range
[25,26]. We calculated thermoelectric conductivities for the
negative value of A also. We find all the physical quantities
calculated in this paper change sign with the change in the
sign of A. As shown in Figs. 13(a) and 13(b), the Berry phase
and Ettingshausen transverse conductivities change sign as the
sign of A is changed.
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