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G W N e

Abstract: Currently, the superconducting diode effect (SDE) is being actively discussed, due to its
large application potential in superconducting electronics. In particular, superconducting hybrid
structures, based on three-dimensional (3D) topological insulators, are among the best candidates,
due to their having the strongest spin-orbit coupling (SOC). Most theoretical studies on the SDE focus
either on a full numerical calculation, which is often rather complicated, or on the phenomenological
approach. In the present paper, we compare the linearized and nonlinear microscopic approaches in
the superconductor/ferromagnet/3D topological insulator (S/F/TI) hybrid structure. Employing the
quasiclassical Green’s function formalism we solve the problem self-consistently. We show that the
results obtained by the linearized approximation are not qualitatively different from the nonlinear
solution. The main distinction in the results between the two methods was quantitative, i.e., they
yielded different supercurrent amplitudes. However, when calculating the so-called diode quality
factor the quantitative difference is eliminated and both approaches result in good agreement.

Keywords: superconductivity; superconducting diode effect; hybrid structures; topological insulators

1. Introduction

The field of superconducting electronics is an important area in the research and
development of hybrid quantum devices with lower power consumption. Superconduct-
ing hybrid structures, consisting of a superconductor and non-superconducting material
(normal metal N, ferromagnet F, etc.), operate by means of the proximity effect. This effect
can be described as a leakage of the superconducting correlations into the adjacent non-
superconducting layer [1-11]. Superconductor/ferromagnet (S/F) structures have been
proposed in many nanoelectronic applications, such as the following: memory devices [12],
quantum and classical logic devices [12,13], artificial neural networks [14], detectors and
bolometers [15], nanorefrigerators [16,17] and spin-valves [18]. Placing two-dimensional
(2D) S/F structures on the surface of a 3D topological insulator, a material with strong
spin—orbit coupling, may add new functionality and create superconducting diode, see
Figure 1.

The superconducting diode effect (SDE) is an active area of research because of its
great application potential in the fields of superconducting electronics and spintronics.
Generally, the SDE is observed in two-dimensional superconducting systems with bro-
ken inversion and time reversal symmetries [19]. While the former usually implies the
presence of the spin—orbit field, the latter can be achieved by the exchange field from the
ferromagnet, or by exposing the system to an external magnetic field. These conditions

Condens. Matter 2023, 8, 36. https:/ /doi.org/10.3390/condmat8020036

https://www.mdpi.com/journal /condensedmatter


https://doi.org/10.3390/condmat8020036
https://doi.org/10.3390/condmat8020036
https://creativecommons.org/
https://creativecommons.org/licenses/by/4.0/
https://creativecommons.org/licenses/by/4.0/
https://www.mdpi.com/journal/condensedmatter
https://www.mdpi.com
https://orcid.org/0000-0001-7966-5221
https://orcid.org/0000-0003-1469-1861
https://orcid.org/0000-0001-5085-5195
https://orcid.org/0000-0002-9382-3799
https://orcid.org/0000-0002-2978-8650
https://doi.org/10.3390/condmat8020036
https://www.mdpi.com/journal/condensedmatter
https://www.mdpi.com/article/10.3390/condmat8020036?type=check_update&version=2

Condens. Matter 2023, 8, 36

20f12

allow for the possibility of superconducting helical state realization. The helical state is
characterized by the order parameter modulated in the direction transverse to the field
by the phase factor exp (iqo - r), where gy is the Cooper pair momentum [20]. In this case,
the critical supercurrents are different in the directions parallel to and anti-parallel to the
momentum go. Significant advances have been made since the experimental discovery
of the diode effect by Ando et al. [21]. There have been numerous reports involving both
experimental [21-27] and theoretical studies [28-36] of the SDE. Hybrid SDE devices de-
serve special attention [33,37,38]. In such structures, the ingredients for the SDE effect are
brought together by the proximity effect. For instance, the S/F/TI hybrid structure is a
promising platform for realization of the superconducting diode [38]. It should be noticed
that placing the S/F structures on the surface of a 3D topological insulator leads to a num-
ber of striking phenomena of magnetoelectric nature [39—44]. Moreover, new electronic
states have been predicted to appear in such structures, including magnetic monopoles [45]
and Majorana fermions [46—49]. It has also been predicted that the presence of helical
magnetization in the F layer leads to nonmonotonic dependence of the critical temperature
on the F layer width in S/F/TI structures [50].

The majority of the existing theoretical studies on the SDE focus either on the micro-
scopic numerical calculations [30,32,51,52] or on the phenomenological approach [29,33].
In this work, we consider both linear and nonlinear approaches to calculate the SDE in the
hybrid S/F/TI structure. We use the microscopic quasiclassical Green’s function formalism
in the diffusive regime. We compare the results obtained by linear and nonlinear methods
and discuss their ranges of applicability.

VA

s

f

Figure 1. Schematic representation of the superconducting diode, where a two-dimensional (2D) S/F
structure is placed on the surface of a three-dimensional (3D) topological insulator.

2. Materials and Methods

In this section, we present the model under consideration. The system is described by
the following Hamiltonian model:

H = Hy + Hr + Hs, 1)
where
Hy = /dzr‘I’+(r) [—ia(V, x 2)o — p+ V(r)]¥(r), )
Hp = — [ ¥ (1) [no]¥(r), ©)
Hs = A(r)¥5(r)¥] (r) + A" (r) ¥, (r) ¥4 (r). (4)

Here, Yt(r) = (‘H(r), ‘{’lr(r)) is the creation operator of an electron at the 3D TI surface,
Z is the unit vector normal to the surface of TI, a is the Fermi velocity of electrons at
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the 3D TI surface and y is the chemical potential. ¢ = (o, ay, 0;) is a vector of Pauli
matrices in spin space and h = (hy, h,,0) is an in-plane exchange field, which is assumed
to be nonzero only at x < 0. The superconducting pairing potential A is nonzero only at
x > 0. Therefore, effectively, the TI surface states are divided into two parts: one at x < 0
possesses h # 0, which can be called “ferromagnetic”, while the other corresponds to x > 0
with A # 0, which can be called “superconducting”. Below we use subscripts f and s to
denote quantities related to the appropriate parts of the TI surface. The potential term V (r)
includes the nonmagnetic impurity scattering potential Vj,,, = ¥ V;é(r — r;), which is of a
Ti

Gaussian form (V(r)V(¢')) = (1/mvt)é(r — ') with v = u/(27a?).

The superconductivity and in-plane exchange field is assumed to be proximity-
induced, due to adjacent superconducting and ferromagnetic layers. Thus, we can imagine
the system as a planar hybrid structure, consisting of a superconductor, S, and a ferromag-
netic layer, F, on top of a three-dimensional topological insulator, TI, as shown schematically
in Figure 1. The role of the TI surface is to provide strong spin—orbit coupling which pro-
duces a full spin-momentum locking effect. In this case, only one helical band crossing the
Fermi energy is present. We employ the quasiclassical Green’s function formalism in the
diffusive regime. In principle, Green'’s function matrices have two degrees of freedom that
are particle-hole and spin. In our model, the spin structure is characterized by a projection
onto the conduction band:

Y N l+n,o
gs,f("Fr r, 8) = gs,f(r/ 8)(2#/ (5)

where, ¢ r) is the spinless Green’s function matrix in the particle-hole space in the su-
perconducting (ferromagnetic) part of the 3D TI layer, nr = pr/pr = (fx, 1y, 0) is a
unit vector directed along the quasiparticle trajectory and n, = (nf,, —nfy,0) is a unit
vector perpendicular to the quasiparticle trajectory, and directed along the quasiparticle
spin, which is locked to the quasiparticle momentum.

In our theoretical analysis, we consider the diffusive limit, in which the superconduct-
ing coherence length is given by the expression ¢s = +/Ds /27115, where D; is the diffusion
coefficient and T is the critical temperature of the bulk superconductor (we assume
I = kp = 1) and the elastic scattering length ¢ < ¢;. We also neglect the nonequilibrium
effects in the structure [53-55].

In the following we outline the nonlinear and linear equations to calculate the SDE
effect in the system under consideration.

2.1. Nonlinear Usadel Equations

The quasiclassical Usadel equation for spinless Green'’s functions is [56,57]:
DV (§V38) = [wat: +iA, g]. ©6)

Here, D is the diffusion constant, 7, is the Pauli matrix in the particle-hole space,
VX = VX + i(hxéy — hyéy) [z, 8]/a. The gap matrix A is defined as A = UitA(x)UT,
where A(x) is a real function and transformation matrix U = exp(iqyt;/2) . The finite
center of mass momentum g takes into account the helical state. The Green’s function
matrix is also transformed into § = (¢, U". Inclusion of the magnetization component /1,
produces no quantitative effect on either the supercurrent in y direction of the bilayer or
on the critical temperature in the S part. It only enters the solution f; as a phase factor
exp (Zihyx/ oc) [50,56]. Thus, we did not take it into consideration in our model, and define

X
In the hybrid structure under consideration, the helical state appears in the system

in the following way. In our system, the Zeeman field and superconducting region are
spatially separated, so that the helical state is realized via the proximity effect through the
S/F interface. The helical state in the system is also characterized by the order parameter
with a spatially inhomogeneous phase. However, the supercurrent density is not uniform
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in the structure. The total current across the hybrid structure is equal to zero. Thus, we call
this state the hybrid helical state. More detailed analysis of the hybrid helical state can be
found in [38].

To facilitate the solution procedures of the nonlinear Usadel equations we employ 6
parametrization of the Green’s functions [58]:

g, = <C059 sin @ ) @)

sinf —cos®

Substituting the above matrix into the Usadel Equation (6), we obtain the following in the
S part of the TI surface x > 0:

2
é‘fnTcs [8%95 - % sinZGS] = wy sinfs — A(x) cos s,
and in the F part x < 0:
7
2 Tes | 020 — 1 6in 260, | = w, sin by, (8)
f XfT f f

where (¢ = | /Df/21Tes, and Dy is the diffusion coefficient of the ferromagnetic layer.

qm = q+2h/a and X, ) means the value of X in the S(F) part of the TI surface, respectively.
The self-consistency equation for the pair potential reads:

A(x)ln% = NT;;(AQ(;C?

— 2sin 95> . )

We supplement the above equations with the following boundary conditions at the S/F
interface (x = 0) [59]:

9
755 | = (%= r). 10
B 90 .
7375 = s1n<95 - 9f), 11)

where v = 507 /505, Y8 = Roy/xif, and 0y is the conductivity of the S (F)layer. The
parameter 7y determines the strength of suppression of superconductivity in the S lead
near the interface compared to the bulk. No suppression occurs for ¢ = 0, while strong
suppression takes place for v > 1. The parameter 3 is a dimensionless parameter,
describing the transparency of the S/F interface [59-61]. For example, the imperfect
transparency can take place due to the Fermi velocity mismatch or presence of the potential
barrier at the S/F interface. To complete the boundary problem, we also set boundary
conditions at the free edges:

90
ox

o, %
x:—df_ ! ax

= 0. (12)

x=ds -

In order to calculate the superconducting current we utilize the expression for super-
current density:
—Ii7t0o;

_ () . e
Jsin =4 TYTr [ Vau) - (13)

Wn
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Performing the unitary transformation U, the current density transforms as follows:
. _ Tosq .2
Jy(x) ===, T;sm 05, (14)
SN TOy 2h . 2
Jy(x) = — > [q+ - T;ﬂ:sm Or. (15)

The total supercurrent flowing via the system along the y-direction can be calculated by
integrating the current density of the total width of the S/F bilayer d; + ds:

0 5 ds
I:/ jy(x)dx—i—/ Jy (x)dx. (16)
—dy 0
2.2. Linear Usadel Equations

At the limit when T ~ T, the Usadel equations (6) can be linearized, since the normal
Green’s function is close to unity, i.e., 5 ~ T, + 0(x)Tx.

In the superconducting S layer (0 < x < d;), the linearized Usadel equation for the
spinless amplitude 6s reads [56-58,62]:

2T (a§ - q2) Bs — wnbs + A = 0. (17)

In the ferromagnetic region of the TI, the linearized Usadel equation takes the form:

aief—[ R I (18)

{;'jzfnTcs

The solution of Equation (18) is found in the form:

0 = C(wn) coshk, (x +df), (19)
where
|wn|
k=, —=—— 2 20
q (:Jzﬂchs + I (20)

Here, C(wy,) is found from the boundary conditions. Using boundary conditions (10), the
problem is written in a closed form with respect to the Green’s function f;. At x = 0 the
boundary conditions can be written as:

Gs = W7(wn)85(0), (21)

where,
= ;, Agr(wn) = 1 cothkgdy. (22)
B+ AqT(wn) kqCr
In general, the boundary condition (21) can be complex. However, in the considered system,
Agr is real. Hence, the condition (21) coincides with its real-valued form.
Then, we write the self-consistency equation for A considering only positive Matsub-

ara frequencies:

Wi (wn)

T, 2A
Aln%znT ) (—295>, (23)
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The Usadel equation in the superconducting part is given by:
%6 A
2 S 2 —
Cs (8x2 - Kq595> + T 0. (24)

Within the linearized Usadel equations, the supercurrent is also calculated in the self-
consistent manner, using Equations (21)—(24).

Single-Mode Approximation

In the framework of the single-mode approximation, the solution in S is introduced in
the form [63,64]:

s (x, wy) :f(wn)cos<ﬂxgds>, (25)

A(x) :(5cos<0xgds>. (26)

The solution presented above automatically satisfies boundary condition (12) at x = ds.
Substituting expressions (25) and (26) into the Usadel equation for 65 (24) yields:

0

w = .
f( n) wy + OP1Tes + q2§$7TTcs

(27)

Employing the single-mode approximation and using the solution in the TI layer, as well
as the boundary conditions, we find the total supercurrent flowing through the system in
the y direction. We obtain the following expression:

W ds
I = —%Twznfz(wn) |:0'sqcs+ %COS2 (Q‘:s)qmcf]’ (28)

_ S gin(20%
Cs(ds—i—zﬂsm 205 ,
1 .
Cr= (df+ qusmh(qudf)),
where the coefficient § is defined as:
B = vBkqG s sinhkyds + coshkgdy, (29)

and Q) is calculated from the boundary condition for the single-mode approximation (21).
In the following section, we present the results of the supercurrent calculations for both
linear (self-consistent and single-mode) and nonlinear approaches.

3. Results

In this section, we present the results of the calculations based on the model presented
above. For simplicity we set s = ¢r = C.

In Figure 2, we compare I(g) dependencies calculated by linear and nonlinear ap-
proaches. Both of these curves were calculated in a numerical self-consistent approach.
At equilibrium, when no external supercurrent was applied, the superconducting system
chose the state with non-zero qg. This state corresponded to zero total supercurrent (in the
y direction), i.e., the condition I(gp) = 0 was satisfied, which can be seen in Figure 2. In the
system, g cannot be varied directly, but one can apply an external supercurrent through

the structure in the range between the critical supercurrents I” and I, where I ) s
the critical supercurrent for the positive (negative) direction. Applying a certain value of
the supercurrent leads to the superconducting state with a corresponding value of g4 # go.
When current |I| was applied in the range between I and |1 | the system was still in a
superconducting state for +I (since there was a superconducting state with a corresponding



Condens. Matter 2023, 8, 36

7 of 12

q), and the system was in the normal state for —I (there was no superconducting state with
q that corresponded to the applied current —1I ).

We noticed that the linearized solution resulted in higher values of the critical currents.
As expected, the linearized approach did not capture nonlinearities in the current behavior
as a function of g.

-3
15.0 X190 . —
Linear
/ Nonlinear
—_ .5
N
w
bo \\\
—
xm 0.0
2
~~
(O]
AN
— -75
| T/T_=0.25
-15.0 ; ; . '
-0.3 -0.2 -0.1 q&) 0.0 0.1

Figure 2. The total supercurrent I as a function of the Cooper pair momentum g calculated
self —consistently via linear and nonlinear methods. The parameters of the calculation: ds = 1.2¢,
dy =8,v=05Ch/a=023.

When calculating the critical temperature in the hybrid structure, it is common to use
the single-mode approach within the linearized Usadel equations. We tested the application
possibility of the single-mode method in calculating the supercurrent. The main disad-
vantages of Equations (25) and (26) are that these expressions disregard the dependencies
of the amplitude J on the parameter . Moreover, the amplitude of the pair potential
cannot be obtained within the solution provided by the single-mode, i.e.,  remains as a
fitting parameter. In Figure 3, we compare the full nonlinear approach and the single-mode
approximation. We observed that the supercurrent derived by the single-mode was in
fairly good agreement with the nonlinear method in the vicinity of the equilibrium value of
q = qo. However, for larger values of g — gy, it was clear that the single-mode approach
tended to fail, resulting in much larger values of the critical current.

In the calculations we set the temperature T = 0.25T;; , which may seem to be out of
the applicability range of the linearized Usadel equations. However, the true value of the
critical temperature in the S part can be substantially lower, due to strong suppression from
the adjacent F part of the structure. In our system, the critical temperature did not exceed
0.3T¢s, as seen in Figures 2 and 3.

It is more instructive to discuss the diode quality factor, which is defined in the
following way:

+ ,
p = +AIC, :Itil»_|li|' (30)
e e

However, before doing so, we briefly discuss the temperature dependencies of the
supercurrent nonreciprocity for the linear and nonlinear approaches. In Figure 4, the
temperature dependence of Al = I — |I; | is demonstrated. Both methods showed
approximately the same temperature when the current nonreciprocity vanished. This
corresponded to the transition from the superconducting state to the normal state. It can
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be seen from the figure that there was a substantial quantitative difference between the
two methods.

x107
3.6 | |
h Linear single-mode |
Nonlinear
1.8
3 N
(7]
©
I_O
_zm 0.0 \ :
S |
~~ :
o |
QL18 |
— YB=O-5 \\L .........
TFI'CS=O.25
) -0.38 -0.19 000 gz 0.19

Figure 3. The total supercurrent I as a function of the Cooper pair momentum g, calculated
self —consistently via linear single-mode approximation and the self-consistent nonlinear method.
The amplitude of the single-mode solution § = 0.057tT,s. The vertical dotted line corresponds to the
critical temperature calculated by the single-mode approximation. The parameters of the calculation
were: ds = 1.2¢,df = ¢,y =0.5,5h/a = 03.

x107
Linear
Nonlinear
0.39 .
wp
w
o)
I_O
n 0.26 _
X
2
~
&
— 0.13 _
_O
< 75=0.3
v=0.5
0'Ooo 2 | 0'3 ' 0'4 | 0.5
. . T/TCS . .

Figure 4. Al as a function of temperature. The parameters of the calculation were: ds = 1.2¢, df = ¢,
¢h/a =0.2.

In Figure 5, we demonstrate the SDE quality factor as a function of the exchange
field {h/w« for the nonlinear and linear approaches. We emphasize that the quality factors
calculated for both cases were quite similar, despite the fact that I(g) may be substantially
different both quantitatively and qualitatively (Figure 2). This fact can be connected with
the definition of the quality factor #. In brief, since # is defined as a ratio between a sum
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and a difference of the critical currents, it loses information about current values and
g dependencies.

x107
5.0 - T ; . .

Linear
Nonlinear

5| SN

2.5
NS v,=0.3

T/T_=0.25 |

-5.0 - - - -
-0.4 -0.2 0.0 Eh/g, 02 0.4

Figure 5. SDE quality factor 7 as a function of exchange field /. The parameters of the calculation
were: ds = 1.2¢,dy = &,y = 0.5.

4. Discussion

In this work, we calculated the superconducting diode effect using three different
methods, which included linear and nonlinear equations.The results obtained above suggest
several conclusions. The simplified single-mode approximation for the linearized Usadel
equation is only applicable for a qualitative critical temperature calculation. Although the
single-mode approach may be used at the vicinity of (g — g ), it does not capture the possible
g dependency of the pair potential and fails at larger |g — qo|. When operating close to the
critical temperature, the full solution of the linearized Usadel equation provides adequate
results. In particular, 7, calculated via the linearized approach, is in good agreement with
the nonlinear case (Figure 5). Nevertheless, in order to get a valid description of the helical
state and the SDE in a wide range of parameters one should use fully nonlinear equations.
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