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Dynamical conductivity in the multiply degenerate point-nodal semimetal CoSi

Tetsuro Habe
Department of Applied Physics, Hokkaido University, Sapporo, Hokkaido 060-0808, Japan

® (Received 18 March 2019; published 18 December 2019)

We theoretically investigate the dynamical conductivity in the multiply degenerate point-nodal semimetal
CoSi. The dynamical conductivity is calculated as a function of photon energy by using the first-principles band
calculation and the linear response theory. In the nodal semimetal, the band structure holds point nodes at the I"
and R points in the Brillouin zone and more than three bands touch at the nodes. Around the nodes, electronic
states are predicted to be described as the multifold chiral fermion, a class of fermion in condensed matter.
We show that the dynamical conductivity exhibits a characteristic spectrum corresponding to the band structure
and the chiral fermionic states. The chirality leads to the prohibition of transition between the lower and upper
bands of threefold chiral fermion and thus the transition between the middle and lower bands is relevant to
the dynamical conductivity. This transition property is different from the Dirac and Weyl semimetals, the other
point-nodal semimetals, where the excitation between the upper and lower bands is relevant to the dynamical
conductivity. We show the prohibition causes the reduction of dynamical conductivity in the low-photon energy

region.

DOI: 10.1103/PhysRevB.100.245131

I. INTRODUCTION

Topological nodal semimetals have attracted much atten-
tion in condensed-matter physics due to the electronic struc-
ture and the unique phenomena associated with them. In
point-nodal semimetals, the conduction and valence bands
touch each other at points, called nodes, in the Brillouin
zone [1]. Dirac and Weyl semimetals are the first genera-
tion of topological point-nodal semimetals [2—6]. In these
semimetals, electronic states around the nodes are described
by Dirac equation in high-energy physics and have provided
a test ground for studying the property of Dirac and Weyl
fermions in condensed matter. Recently, a type of point-nodal
semimetals has been proposed theoretically and predicted to
have multiply degenerate electronic states, so-called multifold
chiral fermions, which cannot be described by Dirac equation
[7-11]. The chiral fermion can emerge in some crystals as
a robust electronic state topologically protected [12]. Such
topological nodal semimetals have been expected to show
novel electronic properties beyond Dirac fermions. For in-
stance, the unique surface states [13—15] and the quantized
photogalvanic response [13,16,17] have been studied theoret-
ically and experimentally.

CoSi is a strong candidate of novel topological semimet-
als according to the first-principles band calculation
[10,12,18,19]. Angle-resolved photoemission spectroscopy
(ARPES) is one of the experimental techniques for identifying
the band structure of topological semimetals [5,6]. Recently,
a few groups have reported the band structure of CoSi by
using ARPES and shown nodes and topological surface states,
one of the characteristic features of the topological semimetal
[20,21]. However, there is a restriction in the visible electronic
energy for ARPES because it is able to detect electronic states
up to the Fermi level. In the pristine crystal of the semimetal,
the Fermi level is pinned at the charge neutral point, and it is
slightly under one of the nodes in CoSi.
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In this paper, we theoretically investigate the dynamical
conductivity of CoSi by using the first-principles calculation
and the linear response theory. The dynamical conductivity
is associated with interband transitions between the occupied
and unoccupied bands, and thus it provides information about
electronic bands above the Fermi level. The photon energy
dependence of dynamical conductivity is strongly affected by
the band structure. In Ref. [22], Habe and Kohino showed
that the numerical result by using the first-principles band
calculation agrees well with the experimental measurement of
dynamical conductivity for a topological nodal-line semimetal
[23]. By using the method, in this paper, we provide the
realistic numerical result comparable to experimental data
and reveal the relation between the spectrum of dynamical
conductivity and the electronic states in CoSi. Especially
below 250 meV, we find that the spectrum is ascribable to
not only the band structure but also the property of multifold
chiral fermions; a prohibition of electronic transition between
a specific pair of bands. The multifold chiral fermion im-
poses the reduction of dynamical conductivity and causes a
dip structure in the spectrum around the photon energy of
200 meV.

II. FIRST-PRINCIPLES BAND STRUCTURE

We calculate the electronic band structure of CoSi by
using QUANTUM ESPRESSO, a first-principles calculation
code [24], and show it in Fig. 1(c). The cubic unit cell and
the Brillouin zone are schematically depicted in Figs. 1(a) and
1(b), respectively. The lattice constant and the atomic position
are computed within the same code by relaxing the lattice to
the stable structure. Then, the lattice constant is estimated to
be 4.432 A and the atomic position is given in Table I. The
crystal structure is classified into P23, the symmetry group
(SG) 198, and represented by two parameters of xc, = 0.144

©2019 American Physical Society
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FIG. 1. The unit cell and the Brillouin zone for CoSi in (a) and
(b), respectively. The band structure of CoSi calculated by the first-
principles calculation, including the spin-orbit coupling in (c). The
band structure within different energy ranges is depicted in the upper
and lower panels. The dashed line in the upper panel indicates
the band calculated by using the tight-binding model discussed in
Sec. II1. In the lower panel, arrows A, B, and C indicate the transition
processes corresponding to the characteristic structure of dynamical
conductivity in Fig. 3(a). The highlighted region is associated with
the first peak around 650 meV in Fig. 2. In (d), the band is calculated
without the spin-orbit interaction.

and xg; = 0.843 for Co and Si, respectively. We apply a pro-
jector augmented-wave method to the first-principles calcu-
lation with a generalized-gradient approximation functional,
including spin-orbit coupling (SOC). The cutoff energy of the
plane-wave basis and the convergence criterion are adopted as
50 Ry and 103 Ry, respectively.

TABLE I. The list of atomic positions in the unit cell of CoSi,
which is shown in Fig. 1(a). The positions are represented in units of
the lattice constant.

X y Z
Co® 0.144 0.144 0.144
Co® 0.644 0.356 0.856
Co® 0.356 0.856 0.644
Co® 0.856 0.644 0.356
Si 0.843 0.843 0.843
Si® 0.343 0.657 0.157
Si® 0.657 0.157 0.343
Si® 0.157 0.343 0.657

We show the first-principles band structure of CoSi in
Fig. 1(c), where is presented within the different energy
ranges in the upper and lower panels. Nodal points appear
at two high-symmetry points: The I point and the R point.
At the I" point, electronic states are quadruply degenerated
at the upper node and doubly degenerated at the lower node,
where the slight energy split between nodes is due to SOC
[25]. In the absence of SOC, a single node appears with
triply degenerated electronic states for each spin as shown
in Fig. 1(d). The fourfold degenerated node is slightly above
the Fermi level, and a doubly degenerate node emerges under
the level. At the R point, a single node appears with sextuple
degeneration 175 meV below the Fermi energy. Four cones
and a single quadratic band are crossing at the node. In
the band structure without SOC, a fourfold degenerate node
emerges for each spin at the R point.

III. DYNAMICAL CONDUCTIVITY

The dynamical conductivity o () is the response function
to the oscillating electric field with the frequency @ and is
related to the optical property of materials. The real part
o1(w) = Re[o (w)] is proportional to the optical absorption.
In experiments, o;(w) is obtained from the reflectivity of a
single crystal with the polish surface under the normal inci-
dent photon by Kramers-Kronig analysis. The photon-energy
dependence of o7 shows the unique spectrum depending on
the band structure of nodal semimetal; a flat spectrum for
graphene [26-28], a linear dependence for Dirac and Weyl
semimetals [29-31], and a nearly flat spectrum for nodal-line
semimetals [22,32,33]. These spectra have been observed in
some experimental fabrications [23,34,35].

In general, o} (w) is associated with the electronic transition
corresponding to the frequency of applied electric field, i.e.,
the photon energy. We represent the electronic states in CoSi
by using a multiorbital tight-binding model defined on the
basis of Wannier orbitals. We adopt five d orbitals in Co
and three p orbitals in Si as the basis and compute the
spin-dependent hopping integrals and on-site potential from
the first-principles bands in Fig. 1 by using WANNIER9O,
a code for calculating maximally localized Wannier func-
tions and the hopping matrix [36]. This tight-binding model
reproduces the first-principles band structure as shown in
Fig. 1. We calculate the dynamical conductivity in the linear
response theory where, for a linearly polarizing photon, it is
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FIG. 2. The dynamical conductivity as a function of photon
energy plotted for several relaxation times, 7/t = 1, 2.5, 5, 10, and
20 meV, at 5 K in the upper panel and at 300K in the lower panel.

represented by

o) — ge_zzf &k ok k)
T W & Jyy Q) B = B — B + 1/20)

X (np (B, T) — np (B, T)), ey

where np (E, T') is Fermi distribution function at temperature
T and energy E with respect to the Fermi level. Here, w
is the frequency of photon and the velocity is defined by
the commutation of the position and the Hamiltonian, v, =
(1/in)[x,, H], where « indicates a parallel direction to the
polarizing direction of photon. The eigenstate |mk) and the
energy E,; are calculated by using the multiorbital tight-
binding Hamiltonian. The effect of impurity is included in
Eq. (1) as the relaxation time .

We consider the dynamical conductivity for linearly polar-
ized photons in the (100) direction and show the relaxation
time dependence of oj(w) at T =5 K and 300 K in Fig. 2.
The low-frequency spectrum is sensitive to T in @ < 500 meV
because the tail of the Drude peak around w = 0 spreads
with the increase in the impurity density, i.e., the decrease of
relaxation time 7. When the material is clean, the interband
transition is relevant to the spectrum in the low-frequency
region. In the nearly ballistic condition, /7 = 1 meV, the

(a) 30 5
h/t= 1meV
25| 47 B
3t ? | 1 .
—20 7/ | /’/\\
®© 2 .
ﬁ 11 N \/ | “‘ TC \
15 /‘
& 1 0g 02 0.4
310 sk 1
© 5 50K ——
- i 100K 1
,// 200K
o= 80K
0 0.1 02 03 04 05 06 0.7 0.8
Photon energy [eV]
(b) 30
h/1= 1meV, T= 300K
25+
207
c
N
~;15¢
S
310
)
5, 4
wSOC ——
w/o SOC ------

Q4 045 05 055 0.6 065 0.7 0.75 0.8
Photon energy [eV]

FIG. 3. The dynamical conductivity plotted at several temper-
atures, T =35, 10, 50, 100, and 300K, for i/t =1 meV and 10
meV in (a). A, B, and C correspond to the excitation energies in
the transition processes indicated in Fig. 1(c). In (b), the dynamical
conductivity calculated with and without the spin-orbit coupling. The
vertical dashed line indicates the minimal excitation energy at the M
point.

dynamical conductivity linearly increases with @ up to w ~
150 meV at both the temperatures. The linear dependence
is a characteristic feature of three-dimensional point-nodal
semimetals and attributed to the density of states [14,29]. This
characteristic structure disappears with the increase in 7/,
i.e., the increase of disorder, due to the broadening of the
Drude peak, but it is stable in a clean sample even at the room
temperature.

In Fig. 3, we show the temperature dependence of o (w)
up to the room temperature with 7/t = 1 meV in a narrower
energy window. The numerical result exhibits that the linear
slope is unchanged with the increase in temperature. In what
follows, we investigate the structures of spectrum in this en-
ergy region and characterize them by the electronic transition
in the band structure.

First, we find a dip structure emerging around /hAw ~
250 meV in the spectrum of o;(w) below 200 K. The step-
like upward slope and the downward slop are attributed to
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different chiral fermions at the I" point and the R point in the
Brillouin zone. This dip structure is different from a similar
structure associated with a single chiral fermion in a recent
work [14]. The dip structure in the previous work appears
at the photon frequency corresponding to the energy of the
node with respect to the Fermi level, /iw ~ 10 meV. In the
present paper, however, the dip structure appears at much
larger photon energy, /iwo < 100 meV. In what follows, we
discuss the upward and downward slopes of the dip structures
separately.

The upward slope emerges with a steplike structure at
the photon energy B in Fig. 3(a). The photon energy is
corresponding to the excitation energy to electronic states in
the Fermi level around the R point, where the transition is
depicted as B in Fig. 1. In general, the dynamical conductivity
is a linear function of photon energy in the case of three-
dimensional linear dispersion with the Fermi level crossing
the node [29]. When the upper (lower) cone is partially filled,
there is no transition to electronic states, which are occupied,
in the upper (lower) cone below (above) the Fermi level. Thus
the dynamical conductivity is zero below the photon energy
corresponding to the transition to the Fermi level and shows
a steplike upward slope at the energy [37]. Therefore, the
upward slope is attributed to the partially filled multifold cone
at the R point.

The downward slope and the lower spectrum, on the other
hand, are ascribable to the multifold chiral fermion at the I
point. Since the excitation energy is smaller than that of B, the
multifold cone at the R point has no contribution. To confirm
the relation to the chiral fermions, we consider an effective
Hamiltonian describing electronic states around the I' point
and compare the dynamical conductivity in two models. Here
we omit the SOC in the effective Hamiltonian because the
low-energy dynamical conductivity is nearly unchanged with
the presence of SOC. The effective Hamiltonian is represented
by a 3 x 3 matrix on the basis of three degenerated electronic
states W; for j =1-3 at the I' point. The constant element
gives the energy of the node at the I point and thus it is
proportional to the identity matrix. We consider only the ma-
trix element linearly depending on the wave number k,, in the
effective model. Such a k,,-linear element can be represented
by {Haxa}ij = D_, ku(WilV,|W;), where V,, is defined by the
derivative of the full Hamiltonian 7' 9H /0k, and |W;) is the
wave function at the I" point. Here V), and |W;) are calculated
numerically by using the Fourier transformed multiorbital
tight-binding Hamiltonian.

We show the band structure and the dynamical conductivity
calculated by using the effective Hamiltonian in Figs. 4(a) and
4(b), respectively. The wave vector is confined in a cubic re-
gion k, € [—27/(10a), 27 /(10a)] for « = x, y, and z where
the middle band can be approximated to be a flatband and
unoccupied. The dynamical conductivity is also calculated by
using the effective Hamiltonian and shown at /i/t = 1 meV
and T = 50K in Fig. 4(b). The structure of the spectrum
qualitatively agrees with that in Fig. 3(a). The spectrum has a
peak at w = 170 meV (A’) and vanishes around 300 meV ().
In Fig. 4, we indicate two transition processes corresponding
to A’ and . Both transitions occur at the edge of the cubic
region and the excitation energy is minimum (maximum) at
A’ () in the edge.

z
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2
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-0.4
f
o M RS R
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q A
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f DAY
0 0.1 AEAQ'Z 03 Jg_ 04
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FIG. 4. The band structure (a) and the dynamical conductivity
(b) calculated by using the effective model. The dashed line indicates
the band structure calculated by using k-linear effective Hamiltonian.
The Drude peak is eliminated in the calculation. Here, AE, is the
excitation energy in the transition « = A’ and B'.

The spectrum of dynamical conductivity is associated with
the number of states contributing to the electronic transition.
In Fig. 5, we schematically depict the wave vector at which the
electronic transition between the middle and lower bands oc-
curs for the photon energy 7Zw. The square region corresponds
to the slice of cubic region for the effective Hamiltonian. Since
the energy dispersion of the effective Hamiltonian is isotropic,
the corresponding wave vectors appear on a spherical shell
with the radius k = hw/v, where v is the gradient of lower
band. The area of spherical shell, the number of electronic
states contributing to the dynamical conductivity, increases
with w as far as iw < AEs, where AE, is the excitation
energy in the transition A’. For AEs, < hw, on the other hand,
the area decreases with @ because the diameter of sphere

ho < AE,, ho E AE,, ho E AEp,
ko b, 2 P, / 2 \pc
CD Pa / F\IDk1 - B
a a a

NN

k3=0

FIG. 5. The distribution of electronic states corresponding to the
relevant transition for the dynamical conductivity in the effective
model. Three panels schematically represent the case of different
photon energy /iw. The wave numbers (ki, k, k3) are any permu-
tation of (k,, ky, k). Here p; is corresponding to those in Fig. 4(b).
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exceeds the side of the cubic region. Since the square region
simulates the wave vectors at which the middle band is unoc-
cupied, the peak structure A’ is dominated by the electronic
transition between the lower cone and the middle band.

The spectrum calculated by using the effective model
implies the absence of transition between the upper and lower
cones. The excitation energy between the two cones is larger
than that between the lower and middle bands, and it is also
within the high frequency region AEg < fiw but the dynami-
cal conductivity vanishes for AEg < fiw. Here, AEp is the
maximum excitation energy between the lower and middle
bands. Thus, this result means the prohibition of transition
between the lower and upper bands. This prohibition is a
unique feature of the chiral fermion and essentially different
from the case of the Dirac fermion, where the intercone
excitation is relevant to the dynamical conductivity [26]. In the
next section, we confirm the prohibition for threefold chiral
fermions analytically.

Second, we focus on a peak with a flat top around w =~
650 meV. This flat-top peak is attributed to the parallel struc-
ture of bands and exhibits the effect of SOC to the nodal
band structure around the R point. We represent the electronic
states associated with the relevant transition to the dynamical
conductivity as a shaded line in Fig. 1(c). The occupied and
unoccupied states are distributed in the aligned lines of band
structure. In the aligned occupied and unoccupied bands, elec-
tronic states show the resonant transition at nearly the same
photon energy and produce a peak structure similar to the case
of the nodal-line semimetal [22]. Moreover, the spin split of
the upper band affects the structure of the peak. In practice, the
peak structure changes with the presence of SOC, as shown in
Fig. 3(b). In general, the spin split of the band leads to the split
of the peak in the spectrum of dynamical conductivity because
the spin split leads to two resonant states. However, the spin
split in the parallel bands does not split the peak structure.
Since the split gradually decreases to zero with the wave
number toward the R point, electronic states have different
excitation energies distributed in a range corresponding to
the SOC split and they produce a flat-top peak consisting
of a series of peaks with the energy continuously changing.
Therefore, the flat-top peak exhibits the SOC split in the band
of multifold chiral fermion at the R point.

Finally, in a higher-frequency region, we find the other
peaks at w >~ 1.6 eV and 1.9 eV. The two peaks are attributed
to the enhancement of density of states at the local maximum
and minimum of energy dispersion at high symmetry points.
The peak at 1.6 eV is corresponding to the electronic transition
between the lowest conduction band and the second highest
valence band around —1 eV at the M point in Fig. 1(c).
Another peak emerges at 1.9 eV due to the excitation between
the highest valence band and the band slightly above 1.5 eV
at the X point. However, the electronic transition between
the lowest conduction band and the highest valence band is
absent at both the X and M points. This is because electronic
states at these points have the same eigenvalue for twofold
rotation operator R|/, along the x, y, and z axes where twofold
screw rotation is equivalent to twofold rotation at these high-
symmetry momenta. The eigenvalue of the twofold rotation
operator is *1 because of R /22 = 1. The states with the
eigenvalue 1 (—1) consist of Wannier orbitals with even (odd)

angular momenta. Thus, electronic transition between the
states with the same eigenvalue is prohibited because photons
change the angular momentum by one.

IV. EFFECTIVE THEORY

In this section, we analyze the electronic transition prob-
ability around the I'" point in the low-frequency region by
using an effective model based on the crystal symmetry of
CoSi. We ignore the effect of SOC in this analysis because
the coupling does not have a relevant contribution to the
dynamical conductivity in this energy region, according to
the numerical calculation. In this analysis, we introduce a
symmetry under the operation combining inversion and com-
plex conjugation and show that the symmetry leads to the
prohibition of electronic transition between the upper and
lower bands of multifold chiral fermion around the I" point
in CoSi.

At the I' point, three electronic states are degenerate and
the degenerated states are bases of an irreducible represen-
tation T because CoSi is classified into P23 (SG 198). The
crystal structure has three axes of twofold screw symmetry—
(100), (010), and (001)—and four axes of threefold rotation
symmetry—(111), (111), (111), and (111). The index of
the representation is x = 3 for identity operation, x = —1
for twofold screw rotation, and y = O for threefold rotation.
In what follows, we consider wave functions consisting of
Wannier orbitals in the representation 7.

The first-principles calculation reveals that the d orbitals in
Co atoms constitute a significant part of the electronic states
around the Fermi level. In the unit cell, there are four Co atoms
atd j, where the atomic positions are given by

dV = (xco + 1/4, xco — 1/2, xco),

d® = (xco — 1/4, —Xco, —XCo)s

d® = (=xco — 1/4, —xco + 1/2, —1/2 + xc0),
dV = (—xco + 1/4, xco, 1/2 — xc0).

)

Here we shift the origin of coordinate for the clear
explanation about the symmetry in comparison with
Table 1. The wave function can be a superposition of Wan-
nier orbitals at the four positions and it must fulfill the
crystal symmetries of CoSi; twofold screw rotation and
threefold rotation. Twofold screw rotation about (100) di-
rection exchanges these atoms as (d“),d(z),dm,d“)) —
@d®,d®,d",d?). Threefold rotation about (111) leads
to @V,d?,d®, d®) > @",d®,d®,d?) with the ro-
tation angle 6 = 27 /3. Then we can adopt three degenerated
states at the I" point as

W) =3y Ve —d ) =9V —a®)
+ wrgil)(r _ d(3)) _ Ip_r(nili)(r _ d(4))},

Vo) = 3{y, V@ —d D)+ y e —d®) 3)
_ 1’”(nl)(r _ d(3)) _ 1p(i”)(r _ d(4))},

Us(r) =3y —dD) — gV —d®?)

— U —d) gD - d D)),
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where v, (r) is the d-orbital function with the quantum num-
ber of m and the polar axis v, and it can be chosen as a
real function due to time-reversal symmetry. In this basis, the
representations of twofold and threefold rotations, R} P and
R, 3, respectively, are given by

-1 0 0
RIW—lo 1 o0 )
12 — )
0 0 -1
111 i 0 ! 1111
RV =m0 o) ={rR)"). ©)
0 1 0

The representations for the other operations can be obtained
as a matrix product of R(ll/go) and Ri /]31).

We discuss an effective Hamiltonian describing electronic
states around the I' point by using the representations. Three
functions W, are degenerated at the I" point but they split into
three at nonzero wave numbers. In the vicinity of the I" point,
electronic states can be described by the k-linear Hamiltonian,

Hegr = Dok, + f)yky + f)zkza (6)

where 9, is a 3 x 3 velocity matrix on the bases of ¥; and
we set the node to be the origin of energy. When we consider
electronic states in the k, axis, the velocity matrix , repre-
sents the Hamiltonian, He(flf) = ¥,k,, and thus it is invariant
under R /- Therefore, for instance, 7, can be represented by

1 0 O 0O 0 1
be=v[0 O O)+v,|0O O O
0 0 1 1 0 O
0 O i 1 0 O
+v/0 0 O )+4+wv;,|/0 0O O
i 0 O 0o 0 -1
0O 0 O
+uu |0 10 N
0o 0 O

In the pristine CoSi, time-reversal symmetry is preserved
besides crystal symmetries. Since all bases are chosen to be
unchanged under time-reversal operation, the time-reversal
operator for the Hamiltonian is 7H (k)7 ~! = H*(—k). Thus
time-reversal symmetry requires v, to be nonzero only for
J =2,i.e., vj, must be real. Moreover, the velocity operators
in the other two directions are obtained by threefold rotation
in Eq. (5). Therefore, the effective Hamiltonian is written by

0 —k K
Hege = iv | ky 0 —k . ®
ke k0

Here the Hamiltonian is obtained by setting 8 = /2 in the
general k-linear Hamiltonian for threefold degenerate fermion
[9] and equivalent to a model proposed in Ref. [38]. By using
the data of the first-principles band, the velocity coefficient is
estimated to be v ~ 6.7 x 10’ cm/s around the T" point. The

vector component of Bloch functions are given by

1 (% ki +k;
Vo) = o\ ke |- W) = ———| Likk, — kik: |,
ky ky/2(k? + k2) \Fikk, — kyk.

©))

with energy E =0 and Zuvk, respectively. The velocity
operators in the x, y, and z directions map ¥_ onto g
and ¢ _ as

Dy v ikky + kek,
(ol | Oy |IV-) = ———== tkkx =Kk |  (10)
Dy ky2(k2 +Kk2) \ k7 + K,
Dy v ky
(-1 oy W) =< —ky |- (11
f)z _kz

Any velocity operator has zero as matrix elements between
Y_ and ;. Therefore, the transition between the lower
band and the upper band is prohibited, and thus it has no
contribution to the dynamical conductivity and leads to the
characteristic structure in Figs. 3(a) and 4(b).

We analyze the prohibition from the point of view of
symmetry by using the low-energy model for multifold chiral
fermion in Eq. (8). The effective Hamiltonian has skew
symmetry, which is an antisymmetry and represented by
{Het(k)}* = —Hcge (k). Thus, electronic states in the upper
and lower bands are transformed to each other |y, (k)) =
|[Y¥_(k))*, and those in the middle and flatband is invariant
[Yo(k)) = |Yo(k))*. The skew symmetry leads to the absence
of velocity matrix component between the upper and lower
bands (U )| opl (k) = —{(Y- )| D Y4 (K))}* =0
because the velocity is a Hermite operator. In the realistic
material, this symmetry is not preserved globally because of
the nonlinear term with the wave vector in the Hamiltonian.
Therefore, the electronic transition between the upper and
lower bands increases with increasing in |k|.

The prohibition of electronic transition is a characteristic
feature of the threefold chiral fermion in comparison with
Weyl and Dirac semimetals, the other systems with the lin-
ear dispersion. The skew symmetry leads to the correlation
between electronic states in the upper and lower cones and
restricts the electronic transition between them. In Dirac and
Weyl semimetals, on the other hand, the intercone transition
is relevant in the low-frequency electronic excitation. The
Dirac and Weyl Hamiltonian breaks the skew symmetry and
provides no restriction to the excitation process.

V. CONCLUSION

We have investigated the dynamical conductivity of CoSi,
a topological semimetal holding multifold chiral fermions,
by using first-principles band calculation and linear response
theory. The spectrum of dynamical conductivity oj(w) ex-
hibits the dip and peak structures at some photon frequency
. We investigate the relation between these structures and
the electronic structure. The peak structures in 1 eV < hw
are corresponding to the transition between the local maxi-
mum and minimum of the occupied and unoccupied bands,
respectively. The peak structure at fiw = 650 meV, on the
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other hand, is attributed to the electronic transition between
parallel bands and shows the flat-top structure due to the
spin-split.

In the lower photon energy region, the spectrum reflects
the property of multifold chiral fermions. The dynamical
conductivity linearly increases with the photon energy and
turns down at /iw = 170 meV. This behavior is attributed to
not only the band structure but also the chirality of multifold
fermion at the I' point. We show the prohibition of transition
between the upper and lower bands of threefold chiral fermion
and that the prohibition leads to the decrease in the dynamical

conductivity. Then the partially filled linear dispersion at the
R point contributes to the increase again at Ziw = 200 meV.
The two multifold chiral fermionic states at the I' and R
points coproduce a dip structure in the spectrum of dynamical
conductivity of CoSi.
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