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Quantum kernel methods have been actively examined from both theoretical and practical perspectives due
to the potential of quantum advantage in machine learning tasks. Despite a provable advantage of fine-tuned
quantum kernels for specific problems, widespread practical usage of quantum kernel methods requires resolving
the so-called vanishing similarity issue, where exponentially vanishing variance of the quantum kernels causes
implementation infeasibility and trainability problems. In this work, we analytically and numerically investigate
the vanishing similarity issue in projected quantum kernels with alternating layered Ansdtze. We find that
variance depends on circuit depth, the size of local unitary blocks, and the initial state, indicating the issue
is avoidable if shallow alternating layered Ansdtze are used and the initial state is not highly entangled. Our work
provides some insight into design principles of projected quantum kernels and implies the need for caution when

using highly entangled states as input to quantum kernel-based learning models.
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I. INTRODUCTION

Recent advances in quantum devices and their public ac-
cessibility have led a number of researchers to explore the
applicability of quantum computing in various fields. Ma-
chine learning is one such field where quantum computers
can possibly enhance the capability of conventional methods.
Remarkably, it has been shown that some quantum machine
learning (QML) methods are theoretically guaranteed to out-
perform their existing classical counterparts for certain tasks
[1-8]. Motivated by these works, QML approaches have also
been heuristically examined with the hope to discover practi-
cal advantages over classical ones.

Quantum kernel methods are promising QML methods
where the Hilbert space accessed by quantum computers is
utilized as a feature space for machine learning tasks [9,10].
More specifically, quantum computers are used to map data
into quantum feature space (i.e., the Hilbert space) via quan-
tum circuits; then a quantum kernel, an inner product of a pair
of data-dependent quantum features, is computed. The core
idea is that the quantum kernel can measure the similarity
between data points in the quantum feature space without
explicitly determining the corresponding feature vectors that
are exponentially large in the number of qubits. Much atten-
tion has been paid to quantum kernel methods because the
provable advantage for a specific learning task has been shown
[4] and supervised QML models can be recast in terms of
kernel methods [11].

Despite the hope of quantum advantages for real-world
machine learning tasks, it has been suggested that quantum
kernel methods suffer from the so-called vanishing similarity
issue or exponential concentration issue [12,13], which under-
mines implementation feasibility and trainability of quantum
kernel-based learning models. Analogous to the well-known
barren plateau problems in variational quantum algorithms
[14-18], vanishing similarity is a phenomenon where the
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expectation value and variance of the quantum kernel decay
exponentially quickly in the number of qubits. As a result,
output values of quantum kernels for any pairs of data points
result in the same value, i.e., concentrated around the ex-
pectation value. This implies that an exponential number of
measurement shots is needed to estimate each quantum kernel
on quantum hardware. It also implies that models constructed
from quantum kernels fail to distinguish between data points,
leading to overfitting and poor performance for new unseen
data [12,13].

Recent works have attempted to analytically clarify the
phenomenon and seek a remedy to this issue. In particular,
Ref. [13] analyzed the phenomenon for two types of fidelity-
based quantum kernels, the commonly used fidelity-based
quantum kernel [9] and projected quantum kernels [5]. In
addition, four causes of the problem were elucidated in the
literature: expressivity of quantum circuits, global measure-
ment, how entangled the data-embedded quantum states are,
and quantum noise. The analysis gives insight into design
principles for quantum kernels. Scaling the rotation angles
for data encoding gates could help avoid the issue at the cost
of expressivity of quantum circuits [19-21]. Moreover, it has
been shown that a new type of quantum kernel, called the
quantum Fisher kernel, can mitigate the vanishing similarity
issue because local similarities are measured via the informa-
tion geometric quantity of quantum circuits [12].

In this work we further examine projected quantum kernels
from the perspective of the vanishing similarity issue. As men-
tioned above, Ref. [13] analyzed projected quantum kernels
for globally random quantum circuits and reached the conclu-
sion that one cannot mitigate the exponential concentration for
the quantum circuits. On the other hand, according to Ref. [18]
on how to remedy the barren plateau problem, using local
cost functions and the so-called alternating layered Ansdtze
(ALAs) possibly resolves vanishing gradients. This suggests
a possibility that projected quantum kernels can alleviate the
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FIG. 1. Gram matrices of projected quantum kernels for different numbers of qubits and initial states. The Gram matrices, where the entry
(i, j) contains the value of the quantum kernel for a data pair (x;, x;), are computed using alternating layered Anscitze with depth L = 6 for 100
randomly generated data points. Here a tensor product state (top row), the GHZ state (middle row), and a quantum state randomly sampled
from the Haar measure (bottom row) are prepared as the initial state. The more entangled the initial state is, the more identical every element
of the Gram matrix is as the number of qubits increases; in other words, vanishing similarity arises.

issue because the difference of data is measured via a local
quantity, i.e., reduced density matrices of the data-dependent
quantum states. Therefore, this work analytically and numeri-
cally investigates the presence of the vanishing similarity issue
in projected quantum kernels for different types of quantum
circuits.

To be more specific, we provide analytical expressions
for the expectation value and variance of projected quantum
kernels using (1) n-qubit random quantum circuits and (2) the
ALA with m-qubit local unitary blocks. We assume here that
globally random quantum circuits and local unitary blocks in
the ALAs form 2-designs [22-26]. With this assumption, the
globally random quantum circuits fail to avoid the issue, as
demonstrated in Ref. [13]. As for the ALAs, we find that
the variance of projected quantum kernels depends on not
only the circuit depth and size of the local unitary blocks,
but also the initial state. This result indicates that the vari-
ance of the projected quantum kernel with shallow ALAs can
avoid the vanishing similarity issue if the initial state is not
highly entangled, such as a tensor product state. Figure 1
illustrates this result. Moreover, we observe a dependence
on position of the reduced density matrices (accordingly,
the light cone of the reduced subsystem) used to calculate
projected quantum kernels. This suggests that the contribu-
tion of the term in the summed projected quantum kernels
differs depending on the position of the subsystems. We
then validate these analytical results by performing numerical
simulation.

The rest of this paper is organized as follows. We provide
an overview of quantum kernel methods and details of
projected quantum kernels in Sec. I A. Then we elaborate the
setting of our analysis in Sec. II B. Our main analytical results

on the vanishing similarity issue in projected quantum kernels
is detailed in Sec. III A, which is followed by numerical
simulation to demonstrate examples supporting the analytical
results in Sec. III B. Section IV summarizes the paper and
discusses the implication of our results. In Appendix A we
provide the preliminaries of the integration over the Haar
random unitary used in our analysis. In Appendixes B 1 and
B 2 we provide the proof of our analytical results on the
expectation value and variance of projected quantum kernels
for the case of (1) n-qubit random quantum circuits and (2)
alternating layered Ansdtze with m-qubit local unitary blocks,
respectively. In addition, we explain the difference between
Egs. (5) and (8) in the variance in Appendix B 3.

II. PRELIMINARIES

In this section we first review quantum kernel methods
and provide the details of projected quantum kernels. We also
introduce the settings in our analysis.

A. Quantum kernel methods

Quantum kernel methods measure the similarity between
all possible pairs of data using a function called quantum
kernel. Originally, a fidelity quantum kernel defined as

ko(xi,x;) = Tr[p(xi, 0)p(x;, 6)], )]

was proposed, where p(x, @) = U (x, 8)poU ' (x, ) is the den-
sity matrix representation of the quantum state generated by
applying a unitary operator U (x, #) to the initial state py. The
unitary operator is realized by a quantum circuit dependent on
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data x and tunable parameters @ and plays the role of feature
mapping, in which classical or quantum data are mapped to
certain quantum states that have rich information on the data
set. Note that we also introduce parameters @, because such
a quantum feature map can be engineered by optimizing 6 in
practical situations [27].

Then a Gram matrix G whose (i, j) element corresponds to
a kernel function with an input pair (x;, x;), i.e.,

Gij = ko(xi, x;),

is used to perform machine learning tasks. Typically, kernel
methods are used for classification tasks in combination with
support vector machines. The classification problem is re-
duced to minimizing the cost function L(e) with respect to
the parameter o,

N N
1
L(a) = — E o + 3 E a;o;yy;Gij, 2)
i ij

where N is the number of data points and y; € {+1, —1} is
the label of data x;. With optimal parameter a®" obtained by
solving Eq. (2), the prediction y(xey) of unseen data x,y, can
be written as

y(xnew) = sgn (Z a?pt)’ikQ(xnew» xi)) . 3

l

While it has been proven that there exists a data set that is
efficiently learnable not by classical models but by quantum
kernels [4], the fidelity-based quantum kernel in Eq. (1) suf-
fers from the vanishing similarity issue: The expectation and
variance of the quantum kernel decline exponentially as the
number of qubits increases. More concretely, the vanishing
similarity issue is mathematically defined as

Var vy[ko(x,x)] < B, Be O™, “4)

with ¢ > 1 and the number of qubits n. Here the variance is
taken over all possible input data pairs {x, x’}. We remark that,
as the quantum kernel depends on the data via a quantum fea-
ture map U (x, #), the variance can be equivalently taken over
{U(x,0),U(x',0)} sampled from a data- (and parameter-)
dependent unitary ensemble, i.e., Varu.g) v w0 lko(x, x')].
The reason why this is detrimental is twofold [12,13]. One is
that an exponential number of measurements must be done to
precisely estimate the quantum kernel. The other is a trainabil-
ity issue. The Gram matrix will be close to the identity matrix
for a large number of qubits and thus the model of Eq. (3)
obtained by minimizing the cost function in Eq. (2) would
cause overfitting.

A possible remedy to this problem is projected quantum
kernels proposed in Ref. [5], where a few variations were
introduced. A simple one is a linear projected quantum kernel
defined as

kho@e,x') = > Te[Trg [p(x, O)ITrs [o@, )1}, (5)
where S, denotes the subspace for the «th qubit and Trg [-]

is the partial trace operation over the subspace S,. Note that
S is the complement of the subspace S. Also, the Gaussian

projected quantum kernel is proposed,

ko (x, x)
= exp (—V Z [ Trs [o(x, )] — Trs [o(x', 0)]II§), (6)

with a hyperparameter y € R* and the Hilbert—Schmidt norm
Il - Il2. A key point of projected quantum kernels is that the
similarity of data is measured using the reduced density matrix
Trs [o(x, 8)] instead of the density matrix p(x, #), namely,
the local difference between data is compared in projected
quantum kernels. According to Ref. [18], the barren plateau
problem in variational quantum algorithms can be circum-
vented using local cost functions and the ALA. Similarly,
projected quantum kernels also possess a local property that
can help mitigate the vanishing similarity issue, which makes
it favorable over traditional quantum kernels for practical ap-
plications.

B. Setting in our analysis

Although Ref. [13] demonstrates that projected quantum
kernels with globally random quantum circuits cannot avoid
the issue, it is a seemingly promising approach because
of their locality. Thus, this work further analyzes projected
quantum kernels from the vanishing similarity perspective,
considering two types of quantum circuits. One is the n-
qubit random quantum circuit and the other is the ALA with
m-qubit local unitary blocks [18], as depicted in Figs. 2(a) and
2(b), respectively. We note that the former quantum circuit
is the same setting in Ref. [13], but the latter has not been
examined for use with projected quantum kernels. We per-
form analytical calculation for the globally random quantum
circuits as well to make sure of the validity of our analysis and
show an exact expression of the variance. For ease of analyt-
ical investigation, we then assume that the globally random
quantum circuits and local unitary blocks in the ALAs are
independent and 2-designs [22-26], meaning that the quantum
circuits (unitary blocks) have the same statistical property
with a Haar random unitary up to the second moment. In
a broad sense, this assumption indicates that the quantum
circuits or unitary blocks are expressive enough to uniformly
explore the ensemble of Haar random states. We remark that,
while quantum circuits might not be 2-designs in practice,
some previous works have made similar assumptions to check
the problems such as a barren plateau [14,18,28-30] and
vanishing similarity [12,13,19]. Specifically, we express the
ALA as

L
Ux,0) =] [ Vax.0)
d=1

¢
zl_[ HWLd(xﬁl,d) , )

d=1 \I=1

where L is the circuit depth and ¢ is the number of unitary
blocks in each layer. Here we assume that the total number of
qubits n satisfies n = m¢. We note that the number of qubits
on which both a unitary block in a layer and the one in the
adjacent layer act is m/2; for example, S(2,1) and Sy 2y have an
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FIG. 2. Quantum circuits used in our analysis. The globally random quantum circuit is shown acting on (a) all qubits and (b) the ALA.
(c) Details of the ALA and the setting of the projected quantum kernel in our analysis.

m/2-qubit subspace in common, where S 4) is the subspace
of qubits which the unitary block W, acts on. Details are
illustrated in Fig. 2(c).

Throughout this paper, in lieu of Egs. (5) and (6), we
consider the quantity

ki (x, x") = Tr{Trg [p(x, )] Trs, [p(x', 0)]}. (8)

We focus on this quantity because exploring it is sufficient
to confirm the tendency of projected quantum kernels. Of
course, the variance of Eq. (5) depends on the covariance
terms and thus is not necessarily equal to that of the sum-
mation of Eq. (8) over possible k. However, in this case,
every covariance term is equal to or more than zero and the
difference between them does not matter in terms of scaling
(see Appendix B 3 for more details). Moreover, without loss
of generality, we assume that the subspace for the «th reduced
density matrix (composed of n, qubits) appearing in Eq. (8),
Sk, 1s completely included in the subspace on which one
of the unitary blocks in the last layer acts, as is shown in
Fig. 2(c). We also assume that the initial state p is an arbitrary
pure state.

III. RESULTS

In what follows, we provide analytical results on the van-
ishing similarity issue in projected quantum kernels. Then
we show numerical results to check the reliability of our
analysis.

A. Main results

We analytically calculate the expectation value and vari-
ance of projected quantum kernels to check the existence of
the vanishing similarity issue. Here we focus on two types of
quantum circuits, that is, globally random quantum circuits
and ALAs. Although the case for globally random quantum
circuits has been analyzed in Ref. [13], here we check to
confirm our analytical procedure and give an exact expression
of the variance.

We first show analytical results for the globally ran-
dom quantum circuits, with the full proof included in
Appendix B 1.

Proposition 1. Let us denote the expectation value and
variance of the projected quantum kernel defined in Eq. (8)

with n-qubit random quantum circuits by <k}(>KQ),RQC) and

Var(k}()'ggRQC), respectively. If the n-qubit random quantum
circuits form ¢-designs with ¢ > 2 and independent, then we

have

1
(k)
(kPQ,RQC> = e 9)
22nK -1 1
(k) — ~

Var(kPQ,RQC) - 22ny (Zn + 1)2 ~ ﬁ (10)
We remind the reader that n, is the number of «th qubits
and n is the total number of qubits. Proposition 1 implies that
the similarity between a pair of different data will be hard to
distinguish regardless of the size of reduced density matrix
for a large number of qubits. Therefore, projected quantum
kernels with globally random quantum circuits cannot avoid
the vanishing similarity issue. Note that the result is different
from the result in Ref. [13] in that we calculate the exact
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expectation rather than its upper bound, but the implication
is consistent.

Next we provide the result obtained for the case of ALAs.
We obtain here the lower bound of the variance to see the
absence of the vanishing similarity issue. (See Appendix B 2
for the proof).

Theorem 1. For the projected quantum kernel defined in
Eq. (8) and the ALA defined in Eq. (7), we denote the ex-
pectation value and variance by (k](,’g’ ALa) and Var(k](;a ALA D>
respectively. Also, we assume that every unitary block in
the ALA, U(x, 0) and U(x', ), is a t-design with ¢t > 2 and
independent. Then the expectation value is

» 1
<kI(’Q),ALA) = one Y

As for the variance, its lower bound is

© 22m(L—l)(22nK _ 1)
Var(kPQ,ALA) 2 (22m _ 1)2(2m + 1)4(1‘71)22%{ F(pO: L),

(12)

with a function F(pg, L) of the initial state py and the depth
L. More specifically, we define the function as

F(po, L)

L—1
=1|2" Z thTr(ng;) — Z 26;; , (13)
heP (S, 1:Sw.1) =

where #,, ¢; € R* and p, ; = Trj;(po) is the partial trace of
the initial state over the subspace h. Also, P(Sq,.1y : Su,.1)) 18
the set containing all the possible neighboring subspaces in
Uf’zg"“ Stk,+i.1)- Here Wi, 1 (W, 1) denotes the unitary block
located at the upper (lower) edge of the light cone in the
first layer. We note that F'(pg, L) = 0 if py ; is the completely
mixed state for all subspaces A.

Like the case for a globally random quantum circuit, the
expectation value is dependent not on the total number of
qubits but on the system size of the reduced density matrix.
However, Eq. (12) shows that the lower bound of the variance
depends not only on the depth L and the size of the local
unitary blocks m, but also on the initial state via the function
F(po, L). As shown in Eq. (13), the function contains the
purity of some subspace of the initial state. Thus, depending
on the choice of initial state, the vanishing similarity issue can
be avoided. For example, if the initial state can be represented
as a tensor product of arbitrary single-qubit states, i.e., pg =
o] ® 0y ® - - - Q o, with arbitrary single-qubit states {o;}, then
the function has a maximum value and the variance scales as
Q(272L). On the other hand, if the initial state is so entangled
that Tr(,og ;) is the completely mixed state for almost all 7,
then the variance could decrease exponentially fast with re-
spect to the number of qubits regardless of circuit depth. Note
that it has been reported that the initial state matters for the
vanishing gradient problem in variational quantum algorithms
[31,32]. Thus, our result suggests that the initial state should
also be taken into account for the usage of projected quantum
kernels. Moreover, we check the dependence of the variance
on the position of the «th qubit. To be more specific, we con-
sider the situations in which the «th qubit(s) is (are) located (i)

(a) (b)

FIG. 3. Light cone depending on the position of the «th qubit(s).
The blue regions represent the light cone in the quantum circuits.
(a) Case (i), where the number of local unitary blocks in the light
cone is the largest. (b) Case (ii), with the smallest number of unitary
blocks.

in the middle of the last layer and (ii) in the unitary block at
the edge i.e., Wi or W, 1, illustrated in Figs. 3(a) and 3(b),
respectively. In addition, we assume that the initial state is
a tensor product state to check the relationship between the
depth and the position of the «th qubit(s). In the first case,
this is exactly the same as the result shown in Eq. (12),
ie., Q272 For the second case, as demonstrated in
Appendix B 2, the variance is Q(27"F). The difference comes
down to the number of unitary blocks in the light cone. This
implies that reduced density matrices at the edge of the layer
contribute to the linear projected quantum kernel in Eq. (5)
more than the ones in the middle due to the quadratic differ-
ence. We remark that the dependence of the variance on the
observables’ position was argued in the context of variational
quantum algorithms in Ref. [18], and the result we newly
obtained here from the viewpoint of quantum kernel methods
is similar to the statement shown in the literature (see Fig. 2
in the Supplementary Information of Ref. [18]). Moreover,
we note that this result could suggest that the expressivity
of models depends on the qubit positions, according to the
connection between trainability issues and expressivity [29].
Although we do not believe that taking into account the posi-
tion of observables helps to resolve such trainability problems,
it would be interesting to explore the link of the expressivity
and qubit positions of observables, which we leave for future
work.

B. Numerical results

We perform numerical simulations to demonstrate exam-
ples that support our analytical results. In particular, we focus
on the behavior of the variance for the ALA, because the one
for the globally random quantum circuits has been analyzed in
Ref. [13]. In the numerical experiments, ALAs with two-qubit
local unitary blocks shown in Fig. 4 are considered, where we
employ data reuploading techniques [33]. More specifically,
each local unitary block consists of an embedding layer and
the parametrized quantum circuit layers. Here we use rotation
Y and Z gates as single-qubit rotation gates acting on the
ith qubit, i.e., R, (B) = exp(—po;/2), o; € {Y;, Z;}, and the
controlled-Z gate as an entangler. As for the input data, we set
the number of qubits equal to the dimension of the data and
each component is randomly chosen from the uniform distri-
bution in the range [—, ). Analogously, each parameter in
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FIG. 4. Alternating layered Ansatz used in our simulation. As an example, here we show an even n-qubit alternating layered Ansatz with
depth L = 2. The quantum circuit consists of two-qubit local unitary blocks denoted by red boxes, each of which has a data embedding layer
and a parametrized quantum circuit layer. We note that Ry, (Rz,) represents a single-qubit rotation gate on the Y (Z) axis, whose angle is
determined by a function of x or # shown in the subscript. In the numerical experiments, the ith element of data x; is encoded into single-qubit
rotation gates (Ry and Rz) acting on the ith qubit in every embedding layer. Also, each parameter is assigned to different single-qubit rotation

gates in the parametrized quantum circuit layers.

the parametrized quantum circuit layers is selected uniformly
at random from the range [—, 7). Then we prepare five sets
of parameters and five data sets containing 50 data points
to compute k](,’g (x,x’) in Eq. (8) with x # x’. We note that
n, = 1 for our numerical simulations. Afterward, the variance
is calculated using the projected quantum kernels computed
for different 25 settings of the input data set and the parameter
set. The computation is performed for all possible k. When we
encode the data into the quantum circuit, the ith component of
the input data, x;, is injected into the angle of the single-qubit
rotation gates acting on the ith qubit in every embedding layer,
that is, Ry,(x;) [Rz (x;)]. We also assign each parameter to a
single-qubit rotation gate in parametrized quantum circuit lay-
ers, namely, no parameters are shared with different rotation
gates. Figure 4 depicts the details of the quantum circuit. The
numerical simulation is performed using Qiskit [34].

We summarize here the numerical results from the follow-
ing perspectives: (i) the dependence of the variance on circuit
depth for different initial states, (ii) the dependence on the
position of the «th qubit, and (iii) the relation between the
variance and the number of qubits n.

1. Dependence on circuit depth

Figure 5 shows the variance of projected quantum
kernels as a function of the depth L for different initial
states, where the number of qubits » =9 and the reduced
density matrix with respect to the fifth qubit are consid-
ered for three initial states: a tensor product state py =
|0®)(0®"|, the Greenberger-Horne-Zeilinger (GHZ) state
po = |¥eHz) (Wanz| with [Yerz) = 27'/2(10)®" 4 [1)®"), and
initial states randomly sampled from the Haar measure. We

choose these initial states with different degrees of entangle-
ment to examine how entanglement of initial states affects
the variance. As for the random initial states, we prepare five
different states and the variance is averaged over the trials. It
turns out that the variance decreases exponentially in circuit
depth L for the case of the tensor product state and the GHZ

10!
— GHz
—— Tensor Product
10724 —— Random
[0} 1073‘
(8]
C
o
L 104
1075
10-6

4 6 8 10 12 14

Depth of quantum circuits

FIG. 5. Variance of the projected quantum kernel as a function
of the depth of quantum circuits. Here we used the nine-qubit ALAs
with depth L € {4, 6, 8, 10, 12, 14} and the reduced density matrix
for the fifth qubit to compute the projected quantum kernel. We
consider three initial states: a tensor product state (green), the GHZ
state (blue), and random quantum states (red). The shaded region
illustrates the standard deviation over five different random states.
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FIG. 6. Variance of the projected quantum kernel as a function of the position of the xth qubit. We used the ALAs with nine qubits. The
variances of the projected quantum kernel with depth L € {4, 6, 8, 10, 12, 14} are shown for the cases of (a) a tensor product state, (b) the GHZ
state, and (c) random quantum states. In (c) the standard deviation is represented by the shaded region.

state. On the other hand, if a random quantum state is pre-
pared as the initial state, the variance is independent of the
depth and much smaller than the ones for other cases. This
is consistent with the analytical result shown in Theorem 1.
As demonstrated in Eq. (12), the variance is determined by
the depth and the function of the initial state F (p, L). For the
first two cases, F(p, L) does not contribute to the variance
so much because the reduced systems of the initial states are
far from the completely mixed states; the purity is 1 for the
tensor product state over any subspace & and the purity is 1/2
for the GHZ state if & # (@ or h # (@ and otherwise 1. Thus, a
term other than F (p, L) comes into play; the variance vanishes
exponentially with respect to the depth. However, the partial
trace of a random quantum state can be close to the completely
mixed state and thus F(p, L) plays a significant role in the
variance rather than the remaining term. Hence, the variance
is consistently small regardless of the depth.

2. Dependence on positions of reduced subsystems

The variance as a function of the positions of the «th qubit
for the nine-qubit system is shown in Fig. 6. We notice that
the variance of the reduced system at the edge of the layer is

smaller than that of the systems in the middle for the tensor
product state and the GHZ state, shown in Figs. 6(a) and
6(b), respectively. Also, the gap of the variance between the
systems at the edge and in the middle gets larger as the depth
increases. This numerical result agrees with the statement in
the previous section that the scaling of the variance differs
depending on the number of local unitary blocks in the light
cone and accordingly the position of the «th qubit. As for
the random quantum state case in Fig. 6(c), the depth and the
position are less significant in the variance because the term
F(p, L) contributes dominantly.

3. Dependence on the total number of qubits

Figures 7(a)-7(c) show the variance for different numbers
of qubits using a tensor product state, the GHZ state, and
random quantum states, respectively. For the tensor product
and the GHZ state, the variance levels off for all cases of
circuit depth when the number of qubits is larger than a certain
number. This is because the purity is constant for these cases
and thus F'(p, L) is saturated. Thus, we can confirm that the
variance of these cases is irrelevant to the number of qubits.
However, Fig. 7(c) shows that the variance vanishes exponen-

(a) (b) (c)
107} 1072 &
DEPTH4 —— DEPTH10 DEPTH4 —— DEPTH10 |10 DEPTH4 —— DEPTH10
DEPTH6 = DEPTH12 DEPTH6 = DEPTH12 ——— DEPTH6 =—— DEPTH12
——— DEPTH8 =—— DEPTH14 = DEPTH8 =——— DEPTH14 - DEPTH8 =——— DEPTH14
(o)
5]
c
J107y .
5 10
>
1073
3 4 5 6 7 8 9 3 4 5 6 7 8 9 3 4 5 6 7 8 9
Number of qubits Number of qubits Number of qubits

FIG. 7. Variance of the projected quantum kernel as a function of the number of qubits. We used different numbers of qubits n €
{3,4,5,6,7,8,9} and the ALAs with different depths L € {4, 6, 8, 10, 12, 14}. Here we consider the reduced system of the [n/2]th qubit,
i.e., the qubit in the middle of the width. Variances are shown for (a) a tensor product state, (b) the GHZ state, and (c) random quantum states.
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tially fast in the number of qubits. This would be attributed
to the fact that there is an exponential decay in F(p, L) with
respect to the number of qubits. Hence, this indicates that
initial states really matter in the variance of projected quantum
kernels.

IV. DISCUSSION AND CONCLUSION

In this paper we investigated the vanishing similarity issue
in projected quantum kernels from both analytical and numer-
ical perspectives. We analytically showed that this issue is not
avoidable for the case of globally random quantum circuits,
which is consistent with results in Ref. [13]. In contrast, we
found that projected quantum kernels with ALAs can avoid
exponential decay of the variance if the quantum circuits are
shallow and the initial state is not highly entangled. This im-
plies the potential of projected quantum kernels for practical
usability. In addition, we showed that the initial state plays
a significant role in the variance scaling and thus caution is
needed in preparing input states. We discuss the implication
of our results in QML tasks below.

First, our results suggest that there is a caveat when
quantum data are used as input states in QML tasks. Some
QML tasks handle quantum states as an input state and then
parametrized quantum circuits are applied to the state to seek
features suitable for the tasks. In this situation, the initial
state could be more entangled than a tensor product state.
Hence, there is a possibility that the vanishing similarity is-
sue for projected quantum kernels could be exacerbated for
some tasks.

We also showed that the variance differs depending on the
position of the reduced density matrix. Thus, the contribution
to projected quantum kernels in Eqgs. (5) and (6) of reduced
systems at the edge of the layer is larger than that of systems
in the middle; the tendency gets worse as we increase
the circuit depth. This might result in a poor performance
for some tasks because the relevant information could be
undermined. Hence, in some situations, it would be better to
consider the gap, for example, by modifying the weight of the
projected quantum kernel for the «th qubit(s).

Moreover, our results indicate a situation where classi-
cal shadows can reduce the quantum resources required to
compute projected quantum kernels. Classical shadow is a
technique to estimate properties of quantum states with a
small number of measurement shots [35]. We note that the
classical shadow technique can also be applied to estimate the
quantum fidelity efficiently (see Ref. [35] for more details).
Thus, some works have exploited the technique for efficient
estimation of quantum kernel methods [5,36]. On the other
hand, the classical shadow does not work when vanishing
similarity arises. This is because the resolution needed to tell
the difference in a pair of data through the quantum kernel
is significantly high. Our Theorem 1 suggests that projected
quantum kernels can utilize the power of classical shadows
when shallow ALAs are used and the initial state is not highly
entangled.

We finally remark that our analytical results are based on
the assumption that quantum circuits and the local unitary
blocks in the ALAs are 2-designs. This result is of significance
in that we shed light on the trainability and limitations of

projected quantum kernels in general. On the other hand, as
the no-free-lunch theorems [37-39] suggest, domain knowl-
edge should be incorporated into the model. Actually, an
emerging field called geometric quantum machine learning
[40—44], where inductive bias such as symmetry is considered
in constructing quantum models, has attracted much attention.
Therefore, it would be worthwhile to explore the existence
of the vanishing similarity issue by incorporating domain
knowledge into the model for practical purposes. It would also
be important to investigate advantages of projected quantum
kernels for practical machine learning tasks handling quantum
data as well as classical data.
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APPENDIX A: PRELIMINARIES

We utilize formulas of integration over the Haar random
unitary to calculate the expectation value and variance of
projected quantum kernels (PQKs). Hence we here present
lemmas related to the calculation.

Formulas of integrals over Haar random unitaries

Our analysis assumes that quantum circuits form ¢-designs
[22-26]. When a quantum circuit W is a 1-design, i.e., the
ensemble has the same statistical properties with the Haar
random unitary up to the first moment, we can have the ex-
pression

8i.10] 1
d b
where d is the dimension of the unitary W and §; ; represents

the Kronecker delta. Similarly, we can exploit the following
formula for the 2-design case:

/ dp(WW, W, = (AD)

/ d:u(W)VVil.,jl VVIT,kl VVI'ZJZVVI;IQ

. 5i1,118i2,128j1,k1 6}2,/{2 + 5i1,/26i2,/l 8j|,k28j2,k|

d?>—1
_ 8i1s11 8i2,128j1,k28j2,k1 + 81'1,1251'2.,11 8]1,1{1 ajz,kz (A2)
dd* -1) ’

Furthermore, as we consider the alternating layered Ansatz
in our analysis, we show below the five lemmas derived
and shown in the Supplementary Information of Ref. [18].
In these lemmas, we define a unitary operator W acting on
the Hilbert space H,, and W’ acting on the bipartite system
Huw, ® Hy, as

W= Wil W= Y W, . lii)pl.

L] 11, J1:125 2

(A3)

Lemma 1. Let a unitary W acting on the d-dimensional
Hilbert space H,, be a t-design with ¢ > 1. Then, for arbitrary
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operators A, B : H,, — H,,, we have

Tr(A)Tr(B)

—
(A4)

S pitewaw8) = [ auwmovaw's) =

Lemma 2. Let a unitary W acting on the d-dimensional
Hilbert space H,, be a t-design with ¢ > 2. Then, for arbitrary
operators A, B,C,D : H,, — H,,, we have

> T (WAW, BW,CW, D)

L

= / dpu(W)Tt(WAW T BWCW D)

= ﬁ[Tr(A)Tr(@Tr(BD) + Tr(AC)TH(B)TH(D)]

[Tr(A)Tr(B)Tr(C)Tr(D)+Tr(AC)Tr(BD)].
(AS)

1
Cddr—1)

Lemma 3. Let a unitary W on the d-dimensional Hilbert
space H,, be a r-design with ¢ > 2. Then, for arbitrary opera-
torsA,B,C,D : 'H, — H,, we have

> piTe(W:AW, BYTr(W,CW; D)

= / di(W)Tr(WAW  B)Tr(WCW 'D)

= ﬁ[TF(A)Tr(B)Tr(C)Tr(D) + Tr(AC)Tr(BD)]

[Tr(A)Tr(C)Tr(BD)+Tr(AC)Tr(B)Tr(D)].
(A6)

1
Cddr—1)

Lemma 4. Let a unitary W acting on the d,,-dimensional
Hilbert space H,, be a t-design with ¢ > 2. In addition, sup-
pose H = Hy & Hy, is dydy dimensional. Then, for arbitrary
operators A, B : H — H, we have

> pilla @ WA, @ WHB

- /du(W)(]Lz ® W)A(L; ® WHB

Tr,(A) ® T,
= (d)® B (A7)

and

> piTrl(Iy ® WALy @ W)B]

= / du(W)HTr[(I; @ W)A(I; @ WHB)

1
= —Tr[Tr, (A)Try, (B)]. (A8)
Here I, (I3) represents the identity matrix acting on
the Hilbert space H, (Hz) and the partigl trace over
Hy (Hy) is denoted by Tr, (Trz). Also, A denotes the
complement of A.

Lemma 5. Let W be a unitary operator acting on the
d,,-dimensional Hilbert space H,,. In addition, suppose H =
Has @ Hy is dy,dy dimensional with d,, = 2™ and dg = 2" ™.
Then, for arbitrary operators A, B : H — H, we have

Tr[(Iy ® WALy @ WHB] = > Tr(WAg,, W'Byg) (A9)
P9

where

Agp = Trap[(Ip) (gl @ 1,)A], By = Try[(1g) (pl ® 1.,)B].

(A10)

Here g and p represent bit strings of length n — m.

APPENDIX B: VANISHING SIMILARITY ISSUE
IN PROJECTED QUANTUM KERNELS

In this Appendix we analytically derive the expectation
value and variance of PQKs for two types of quantum circuits,
i.e., globally random quantum circuits acting on all n qubits
and the ALA. The PQK we consider in our analysis is [5]

ki (e, x') = Tr{Trg [p(x, 0)ITrs [p(x', 0)]}, (B

where p(x, 0) = U(x, 0)poU " (x, @), with initial state po and
the input- and parameter-dependent unitary operator U (x, 9);
Trg [-] is the partial trace over the subspace S.. Also, the
number of «th qubits is denoted by n,. In our analysis, we
assume that S, is completely included in the subspace on
which one of the unitary blocks in the last layer of the ALA
acts, as is shown in Fig. 2(c). We also assume that the initial
state pp is an arbitrary pure state. Finally, we will state the
difference of the variance between Eq. (B1) and the linear
PQK in Appendix B 3.

1. Case 1: Globally random quantum circuits

Here we calculate the expectation value and variance of the
PQK in Eq. (B1), considering the n-qubit random quantum
circuits.

a. Expectation value

We derive the expectation value of the PQK. We assume
that either U (x, #) or U (x/, 0) is a r-design with ¢ > 1 without
loss of generality. We utilize here the symmetry of the PQK
in Eq. (B1). In particular, we assume that U (x, ) is a r-design
with t > 1. Then the ex(p)ectation value of the PQK over the

K

Haar random unitary, (kPQ)U 0 is calculated as

(klgg)u(x,o) = (Tr{Trg, [U (x, 0)poU (x, O]Trs, [p(x', 0)] }>U(x,0)

1
= ﬁTr{TrgK (D Trs, [p(x', 0)1}

n—ny

1
= T 0] = —, B2
5 Tilp (e )] = = (B2)
where Lemma 1 is used for the second equality and the prop-
erty of the density matrix, i.e., Tr(p) = 1, is utilized for the

last equality.
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b. Variance the independence of U (x, #) and U (x’, #) from our assump-

Next we calculate the variance. The variance Var(kf(,’g) tions, the expectation value can be .obt.ained by. inte%(r)z;ting

is expressed as Var(kég) = <k1§82) - (kl(,'g)z_ As we already thi{)szquare of the PQK over these unitaries, that is, (kp; ). =

have (kf,’g)2 = 1/2%, we focus on (ké,'gz). Here we assume tkeq >U(x,0),U/(x,0)' Thus, Wi first calculate the expectation
that U(x, @) and U (x’, ) are t-designs with ¢ > 2. Due to value over U (x, 0), i.e., (k](,'g )U(x,o)' Then we obtain

J

(656 )y ey = (Tr{Tis [U e, 8)p0U " e, O)ITrs, [p(x', I} T {Trg [U (x, 8)p0U " (x, )] T [p(x', )1}

U(x,0)
= (Tr{[U(x, 0)poU " (x, 0) ® p(x', 0)IsWAPs, 5, ® I5, g5, }
x Tr{[U (x. 0)poU” (x. ) ® p(x'. 0)IsWAPs, 5., ® I5, w5, Hyep)

1
S

{227 T (po) Tr (pe,0)Tr (o) Tr(pa 9) + 2"~ Tr (o) Tr [ Trs, (o 0)Trs, (ox0)]}

!
2n(22n _ 1)

_ 2n7n,(

T 2n2r+ 1)

In the second equality, we utilize the fact that

2" Tr(po) Tr (00) T Trs, (pr.0)Trs, (pxr0)] 4 22" Tr () Tr(pox.0) Trl o 01}

{27 4 Te[Trg, (pe 0)Trs, (or.0)] ) (B3)

Tr[Trs(A)Trs(B)] = Tr[(A ® B)SWAPs, 5, ® [5, 03, ], (B4)

where A and B are arbitrary matrices and I g5, and SWAPs, s, denote the identity operator and the SWAP operator acting on
systems S; and S, respectively. Note that the subspace labeled with the number in the subscript, i.e., i € {1, 2} in S;, dictates one
of the duplicated subsystems. In the third equality, we use the result

(Tr[Trg(wAw ) Trs(B)Tr[Trs(wAw ) Trs(B)])w
= (Tr[(wAw" ® B)SWAPs, 5, ® I, g3, | Tr[(wAw" ® B)SWAPs, 5, ® I, 05, ]),,

1 d \* 5
- dz——]|:<dim(5)> Tr(A)Tr(B)Tr(A)Tr(B) + Tr(A )Tr[TrS(B)TrS(B)]:|

dim(S)

1
Cddr—1) |:dim(S)

2
Tr(A)Tr(A)Tr[Trg(B)Trs(B)] + ( ) Tr(Az)Tr(B)Tr(B):|, (BS)

dim(S)
with the arbitrary matrices A and B of size d and a d x d unitary matrix w. Here dim(S) represents the dimension of the space
S. We note that Eq. (B5) can be obtained using Eq. (A2) and the property of SWAP operators regarding the trace operation,
i.e., Tr(SWAPg, 5,) = dim(S), where dim(S;) = dim(S,) = dim(S). Also, in the last equality, the property of the pure state, i.e.,
Tr(p) = Tr(p?) = 1, is used.

In Eq. (B3), only the second term in the last equality depends on U (x', #). Then the expectation value of the term can be
calculated as

(Te[Trs, (or 0)Trs, (0.0) )y o)

=(Tr{[U(, 0)poU (x'.0) @ U (x', 0)poU " (', 0)]SWAPs, 5 ® Is, @5, How o)

= 3 {Tr(00)Tr(po)Tr(sWaPs, s, ® I, g5, ) + Tr(pg)Tr[SWAPSK] U5, 5,05, (SWAPs, 5, ® Ts. g5, )]}

1
- 5T {Tr(po)Tr(po)Tr[SWAPSKIUgKl 5,US,, (SWAPs, s, ® HSK1®§K2)] + Tr(pg) Tr(sWAPs, 5, ® H5K1®§K2)}

1 1 1
=% (1 - ?)(22"_”* T = @ T, (B6)

where Egs. (B4) and (A2) are used for the first and second equalities and the property of the SWAP operator with respect to the
trace operation is utilized for the third equality. Therefore, we can obtain

=1y

1
k(K)2 — n—ry on=ne 4 omey | B7
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As a result, we have
)y _ 12 ()\2
Var(kpg) = (kPQ )_ (kPQ>
_ 20 2n7nK +
T2r2r+ 1)
2% — ]
= 22, (211 + 1)2 :

n—n, e 1
Q"™ 2 ))_zz_w

241
(B3)

We note that the same result can be obtained for the case in which different initial states are prepared for p(x, ) and p(x’, 9).

2. Case 2: Alternating layered Ansdtze

In what follows, we calculate the expectation value and variance of the PQK in Eq. (B1) considering the ALA.

a. Expectation value

We note that expectation value (k[(,'g) can be obtained by integrating the quantity over every unitary block, that is,

U(x,0)

(x) . . . . .
(kPQ)WLl 0 W G W 100 1) Thus, we start with the integration over the unitary block in the last layer that acts on the «th

qubit(s), which we denote by W. Then we obtain

(kpa )y = (Tr{Trs, (W o , W) Trg [p(x', 0)1})y, = (Tr{IW pe W' ® p(x', 0)IsWAPs, 5, @ T, o5, })y

1
= 2—mTr{ [TrSW (px’r) R ,O(x/’ 0)]TrSW (SV\/'APSKl Sey ® HS‘KI ®S‘Kz)}

m

= ZLmTr<[TrsW(px,r) ® p, 0)]571[) = ZITKTr(px,r)Tr[p(x/, 0)] = 2% (B9)
where Lemma 4 is used for the third equality, the property of the SWAP operator for the trace operation is used for the fourth
equality, and the property of the density matrix, i.e., Tr(p) = 1, is utilized for the last equality. Here p, , is the quantum state
resulting from the initial state to which the unitary operator U (x, ), except for W, is applied, namely, the equality p(x, #) =
W por.,WT holds. As is dictated in Eq. (B9), the rest of the unitary blocks in the ALA do not contribute to the calculation of the
expectation value, namely, the unitary blocks can be canceled out in terms of the calculation after the integration over W. Thus
the expectation value reads

K K 1

b. Variance
. . . . 2 2
Finally, we compute the variance of the PQK for ALAs. As the variance can be written as Var(k](,’g) = (k}()'g ) — (k]()g) , we

. . 2 . . . .
again focus on the quantity (kl()'g ). Also, analogously to the calculation for the expectation value, we integrate the quantity

over all local unitary blocks in the ALAs, U(x, 8) and U (x', 8). In particular, we begin with the integration over the unitary
blocks in the last layer. Without loss of generality, we assume that the unitary block in the last layer that acts on the «th qubit(s)
is the pth unitary block in the last layer, i.e., W, 1 (x, 8, ). Moreover, for the sake of clarity, we define W, 4(x,0;4) = W 4
(Wia(x', 01.0) = W/ ;] hereafter.

To obtain the expectation value over the unitary blocks in the last layer, we have to calculate the integration of the following
quantity repeatedly:

(Tr[Trg(wAw ) Trg(B)|Tr[Trs(wAw ) Trs(B)]) .- (B11)

Thus, based on the calculation to be performed below, we consider the following situations: a unitary block w of size d,, acting
on (1) a subspace of S and (2) a subspace of both S and S. Then, for arbitrary operators A, B: S ® § — S ® S, the expectation
value of Eq. (B11) over w : S,, — S,, can be obtained as follows: For (1) S,, C 8,

(Tr[Trs(wAw ") Trg(B)ITr[Trs(wAw ) Trg(B)])w = (Tr[Trs(Aw’w)Trg (B)ITr[Trs(Aw'w)Trg(B)])u
= Tr[Trs(A)Trs(B)ITr[ Trs(A)Trs(B)], (B12)
and (2) S, = S ® S; with S; C §,
(Tr[Trg(wAw ) Trg(B)]Tr[Trs(wAw ) Trs(B)])y
= (Tr[(wAw" @ B)swaps, s, ® I5, g5, | Tr[ (wAw' @ B)swaPs, s, ® [5,55,]),,
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! |:< idw )Tr(A)Tr(B)Tr(A)Tr(B)+

dy
= 71| s S)Tr[TrS (A)Tr;, (A)]Tr[TrS(B)TrS(B)]:|

: [.d‘” Tr(A)Tr(A)Tr[Trs(B)Trs(B)]+(
1

2
- 2@ =D| Imm ) Tr[Trs, (A)Trs, (A)]Tr(B)Tr(B):| (B13)

m(S)
Then we can obtain

k)

80 by, = (TE{Trs, LoGe, O)ITrg [pGe', O} Tr{Trs [oGr, O)ITrs [pG 001}y,

= (Tr{Trs, WeLov.L1 Wl )Trs, oG, ONTe[Tes, W1 W) Trs oG, 01}, |

1 2m\ 2
= W[(Z" > Tr(px..—1)Trlp@', O Tr(peL—1)Tr[p(x', 0)]

m

2 / /
+ ZTKTI'{TrS(pAL)(px,L—l)TrS(],V,_)(px,L—l)]Tr[TrSK [o(x', )]Trg [o(x', 0)]}]

1 2m
- m[ Tr(ox,.—1)Tr(px..-)Tr{Tr [p(x', O)]Trs [p(x', )]}

2\ ?
+ <27K) Te[Trs,,, (ox.-0Trs,,, (oe.-D) | Trlp &', OITr[ (', 9)]:|

22m —1 [(2

2m(22m —1)

+ Tr[Trs,, (Pe.L—1)Trs,, (0r.—1)]Tr{Trs [p(x', )] Trs [p(x', 0)]}}

|:2 Tl" TI’S [,o(x 0)]T1"S Lp (x/’ 0)]} + (27”> Tf[TrgmL)(,ox,L1)Trg(])_L)(px,L1)]:|

(22m — l)22n ({2 [Tr5< o (PxL-1Trs, , (oxr- 1)] - 1}2""Tr{ rs oG, O)]Trs [p(x', 0)]}

+2"Te[Trs,,, (pro-DTrs,,, (prr-1)] = 2°"), (B14)

where Eqs. (B12) and (B13) are used in the second and third equalities, respectively, and the trace property of the density
matrix is used in the last equality. Also, pyx 4 denotes the quantum state resulting from the initial state to which the unitary
operator U (x, @), except for the unitary blocks from the (d + 1)th layer through the last layer, is applied, i.e., p(x, 8) =
[]—[,L:d Vi(x, 0)] px,d[]_[lL:d Vi(x, 8)]". We remind the reader that S(.,4) denotes the subspace of qubits on which the unitary block
Wia W/ ,) acts.

Next we compute the integration of (ké,’gz) in Eq. (B14) over the unitary blocks in the last layer of U(x’, ).

WiL,..We i
In this case, only Tr{Trs[px’, )]Trs[p(’, #)]} in E[q. (B14) matters. To compute the integral of the quantity over the
unitary blocks in the last layer, the following situations can be expected: a unitary block w acting on (a) a subspace of
S, (b) a subspace of §, (c) a subspace of both S and §, and (d) S and a subspace of S. Then, for arbitrary operator
A:S®85 — S ®S, the expectation value of Tr[Trs(wAw")Trg(wAw™)] over w : S,, — S, can be obtained as follows: For
(@) Sy © S,

(Tr[Trg(wAw ) Trs(wAwH])y = (TrlwTrg(A)w wTrg(A)w'), = Tr[Trs(A)Trs(A)]; (B15)
(b)S, 8,
(Tr[Trs(wAw ) Trs(wAw )Y, = (Tr[Trs(Aw w)Trs(Aw w)]),, = Tr[Trg(A)Trs(A)]; (B16)
(¢) Sy = S, ® S; with d'/2-dimensional spaces S, C S and S; C S,
(Tr[Trs(wAw ) Trs(wAw 1),
= (Tr[(wAw’ ® wAw")(sWAPs, 5, ® I5,65,)]),, = cp;_l{Tr[(I[sw.,@Sw.Z ® Trs,, (A) ® Trs, ,(A)](SWAPs, 5, ® I5,65,) }
+ Tr({SWAPs, , s,, ® Trs, ® Trs, ,us,.[A ® A(SWAPs, | 5., ® L5~ e, )]} (SWAPs, 5, ® I5,65,)])
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L
dd®—1)

X {[SWAPSH,,I,S,“,Z ® TrSm,l (A) ® Trs, , (A)] (SWAPSlaS2 ® ]I§1®52) }]
dl/z
=757 {Tr[Trsus, (A)Trsus, (A) ] + Tr[Trgys (A)Trs s, (A)]}: (B17)
and (d) S, = S ® S; with d'/2-dimensional spaces S and S; C S,

(Tr[Trg(wAw ) Trg(wAw")])y = (Tr[(wAw" @ wAW")(SWAPS, 5, ® I5,65,)]),,

[Tr({HSwJ@Sw.I ® Trsuulusuﬂ [A ® A(SWAPSwJﬁuuZ ® HS:;,1®51;,2)] } (SWAPSI’SZ ® ]Igl ®§2)) + TI']

4?2
=737 {Tr(A)Tr(A) + Tr[Trss, (A)Trss, (A)]}. (B18)

Hence, using Eqgs. (B15) to (B18), we obtain
(Tr{Trs, [, O)1Trs, Lo O}y,

= (Te[Trs, (W, Low LW D Trs (W, Low 1 a W D]

1 2" 2 n 2" 2n,
o |\ 2t one 2 KTr[TrS(pAL)(px“L—l)Trgw,L)('ox/’L—l)]

1 2"\ o 2"\,
_Zm(22m_1) g 2+ one 2 Tr[TrS(p.L)(px'»lfl)Trgm.L)(px/vL*l)] ’

1 m+n 2" 22m 2n
= 2 _ 2 2 Tr[TrS(p,u(px’vL*l)Trsmm (pwr-D] + e 2 (BI9)
: ()2
Thus, from Eqs. (B14) and (B19), the expectation value (kPQ >W1.L """ We W, oW can read
()2
(kPQ )WI,L,...,WM,W,’_L ,,,,, L/

1

= m{{zmTr [Trs,,,, (Oe.L-DTrs,, (Per1)] — 1}

1 om 22m
x Ol omtne Tr| Trg . (py.p—1)Trg L (oe1—1)| + _ 92n
22m -1 2 (p.L) (p.L) D

+ 2" Tr[Trs,,, (e 1)Trs,,, (PeL-1)] —2°" }

1 22mn _ ) 1 1
= Som. + @2 — 122 TY[TYS(F,L)(Px,Lfl)TI”S(,,_L)(Px,L—l)] = om TY[TYS(,,,L) (px,.-1)Trs, (pv.1-1)] — o

1 22m(Q2me _ 1) 1\°
= o + m TT[TI'S(P.L)(PJ:,L—I)Trs(ﬂ'L)(Px,L—l)] Tom ) (B20)

In the last equality, we utilize our assumption that any unitary blocks in U (x, #) and U (x', ) are 2-designs and an additional

assumption that the same initial state is prepared for p(x, @) and p(x’, #). Therefore, the variance of the PQK for ALAs can be
written as

2 2
Var (ki) = (keg ) = (ko)

_ )2 %
- ((kP’:Q >W1,L ,,,,, Wer W/ poeees W{"L)Wl‘l ..... Wert W 1 W,y - (kP6>

1 22m (2 _ 1) 1\ 1
= 22n, + (22m — 1)202n: <Tr[Tr§<p,L)(px'L*1)Trg(p.u(px’ll*l)])Wl_, ..... Werr  om | T Dome

22m(22n,( _ 1) 1 2
= (22m — 1)202n <Tr[TrS(ﬂ.L)(px’L_])Trg(llL)(’ox'L_l)]>W1'1,M,W;.L,] - 2_m : (B21)

The implication of Eq. (B21) is that the variance depends on the purity of the quantum state, i.e., Tr[(,of"i‘ﬂl )*] with ,off’L"Lj | =

Trgw> (px.L—1). We remind the reader that oy ;. is the quantum state resulting from the initial state to which the unitary operator
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U (x, 8), except for the unitary blocks in the last layer, is applied and Trg , (-) is the partial trace over the subspace Sip,1), With

S(p,1) the subspace on which the unitary block W), ; acts. This means that the variance is zero if ,of‘ifl is the completely mixed
state, i.e., [ /2™. Thus, Eq. (B21) indicates that how fast the quantum state converges to the mixed state is crucial to avoid the
trainability issue, while the situation where pjfZL_)l is close to a pure state means the unitary operation is efficiently simulatable
by classical computers.

Finally, we check the relationship between the variance and initial state as well as circuit depth of the ALA. We consider
here two cases regarding the position of the «th qubit(s): The «th qubit(s) is (are) located (1) in the middle so that the number
of qubits on which the unitary blocks in the first layer inside the light cone act is smaller than n and (2) in the unitary block at
the edge i.e., Wi 1 or W, ;. Case 1 corresponds to the situation where the number of unitary blocks inside the light cone is the
smallest and case 2 is the one where the number of blocks is the largest.

For ease of understanding, we first consider one-layer ALAs. In this case, the variance for both cases 1 and 2 can be
written as

2m (n2n, 2
w0y 2@ =D (g T ! B22
Var(kPQ) - (22m _ 1)222nK I'[ rS‘m”(pO) rS‘(pJ)(pO)] - 2_m : ( )
Next we deal with two-layer ALAs. Then, using Egs. (B15)—(B18), we obtain

wy_ 2@ —1) 1\2
Varlkro) = m(<Tf[Trs<,,,2)<px,l>Trs<,,,2)<px,l>]>wl,. ..... W 2—)

_ 22r;1(22nK _ l)
- (22m _ 1)222nK

2]71
((2,,, i U T[T, (o) T, (o)) + T T,y (o0) T, 0]

1 2
+ Tr[TrS(p.1>US(p+1.n(pO)TrS(p.l)US(1;+1.1)('00)]} - >

om
22;11(22nk _ 1)
(22171 _ 1)2(2m + 1)422nK

1 m
-2 — o + 2 Tr[Trg(P’])(,oo)Trg(P,”(,oo)]

2
+ zmTr[Tr§<p+1.1>('OO)TIS'(;;H,U('OO)] + 2mTr[TrS<p,1)US<p+1,1)('OO)TrS(p,l)US(pH.])('00)]) (B23)

for cases 1 and 2.
Subsequently, for case 1 with a three-layer ALA, we have

« 22m(22n,( _ 1) 1 2
Var(kPQ) = (22m — 1)222m (Tr[TrSm,m('Ox’Z)TrSuz,s)(px*Z)]>W1_, ..... Wea 2_m
2422 — 1) 4 1
= (22m _ 1)2(2m + 1)822nK Y z_m - 2% + 2 {Tr[TrS'(p—l.n(pO)TI”S‘(pfl,l)(pO)] + Tr[TI’g(p.])(po)TI’g(p_”(po)]

+ Tr[TrS(pfl,l)US(p.l] ('OO)TrS(pfl.l)US(p,l) ('00)]} +2" {Tr[TrS(,m ('OO)TrS(pJ) ('00)] + Tr[Trg(erLl) (pO)TrS([)+l.l) (PO)]

+ Tr[TrS(p,l)US(pH.l)('OO)Trslp.lJUS(pH.l)(’OO)]} + Zm{TI'[TI'S(”U(,O())TI'S(M(,00)] + Tr[TrS(p.l)US(pH,l)(’OO)TrS(p,nUS(pH,U('00)]

( ( ( (
+ Tr[TrS(p—l,l)US(p.l)\pO)TrS(p—].l)Us(p.l)\pO)] + Tr[TrS(p1.|)U5(,,,|;U5(p+1.1)\’OO)Trs(pLl)US(pJ)US(pH,U\’OO)]}>' (B24)

For case 2 we get

Oy 22m(22n,< _ 1) L i )2 . .
Var(kPQ) 1 +2 {2Tr[TrS(p.3)\S<p,z) o O)Trsms)\smz)\p 0)]

- (22m _ 1)2(2m + 1)422n,< om

2
+ Tr[TrS(p.3>U5<p,2>{pO)TrSmMUS(p,Z)('OO)] })

2Im(m — 1) 2 L
(22m _ 1)2(2m + 1)422n,( o om/2 - 23m/2 +2 {2Tr[TrS(pJ>(’OO)TrS'(pJ)(’00)]

2
+ Tr[TrS(,,,I,US(,,+1A1>(’OO)TrS(pA”US(pH,l)(pO)]}> : (B25)

We note that here we consider p = 1 without loss of generality.
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Therefore, the variance in case 1 reads
2

) 22m(L—l)(22nK _ 1) L—1 e
Var(kPQ) = (22m _ 1)2(zm + 1)4(L—1)22n;< 2 Z thTr[Trljl(pO)Trﬁ(pO)] - Z 2’777 , (B26)
heP(S,1):Suq.1)) =0

where ¢, 1, € R and P(Sq,.1) : Sw.1) = (Ui S+l € {1, ... L} & € {0, ... (k — k,) — i + 1}} i the set containing all

the possible neighboring subspaces in Uf’:?)k“ S(k,+i.1)- We define here W, | and W, ; as the the unitary blocks located at the edge
of the light cone in the first layer. We also remind the reader that S(; 4y denotes the subspace of the qubits that the unitary operator

W, 4 acts on.
As for case 2 with odd L layers (L > 3), we get

2mL(22n,< _ l)

(k) _ m/2
Var(kPQ) - (22m _ 1)2(2m + 1)2(L—1)2211K Z

@ :

/ C‘[
BT ()Tl = Y oot |- (B2D)

heP/(S(ku,l):S(kl,l)) =1

where ¢, 1; € R* and P'(S,.1) : Sik.1)) = {Sp.1) U Spt1,1) U SilSi € P(Sk,..1) © S, 1))} If L is even, the variance is written as

2mL(22nK _ 1)

(K)) _
Var(kPQ) - (22m _ 1)2(2m + 1)2(L71)22nk

with ¢/,7/ € R*. We note that W, ; and W, denote
the unitary blocks located at the edge of the light cone
in the first layer. Also, Egs. (B26)-(B28) go to zero if
Tr[Trj;(po)Tr;(00)] is the completely mixed state for any &
and reaches the maximum when Tr[Tr;(00)Tr;(00)] = 1 for
all h. We comment that the result for different initial states is
also easily obtainable.

Here we summarize key implications obtained from
Eqgs. (B26)-(B28). These results indicate that variance of the
PQK depends on not only the depth L but also the initial
state po. If the initial state is a tensor product of arbitrary
single-qubit states, i.e., pp =01 ® 02 Q@ --- ® 0, with an
arbitrary single-qubit states {o;}, then the variances are
Q(272"Ly and Q(27) for cases 1 and 2, respectively; this
means that it might be possible to preserve the trainability
up to poly[log(n)] depth. On the other hand, if we prepare
an entangled quantum state such as the GHZ state |{guz) =
2-172(10y®" 4 |1)®"), then the variance would be smaller than
the case for a tensor product of arbitrary single-qubit states.
Note  that  Tr[Tr;(|¥cuz) (VouzDTr;(I¥enz) (Yanzl)] =
1/2 for h#@ or h+#§; otherwise Tr[Tr;(|Y¥cuz)
(VeuzD)Tr;(1¥euz) (Yenzl|)] = 1. In the worst-case scenario
where the initial state is random enough so that Trj;(pp) is
the completely mixed state for almost all 4, then the variance
would be closer to zero.

3. Variance of the linear projected quantum kernel

In this section we further check the difference of the vari-
ance between PQKs in Eq. (8) and the linear PQK defined as

kéQ(x, x) = ZTr{TrgK [o(x, 0)]Trg, [o(x', 0)]}. (B29)

m

L2,
/ C
>0 TG T = 3 5 | (B28)
heP(Sg,.1):Su;.1)) =0
[
The variance of Eq. (B29) can be written as
Var(kf:Q) = Var (Z kgg (x, x’))
(B30)

= " Var(ki) + 2 3" Cov[kig. Ky

K>K'

where Cov[A, B] represents the covariance of A and B. Then
Eq. (B30) means that the variance of the linear PQK is differ-
ent from the simple summation of the variances of Eq. (B1)
because of the covariance terms. Actually, the covariance of
kl(,'g and k}(,'g) differs depending on whether or not the «th
qubit(s) and «’th qubit(s) are located in the same subspace of
a local unitary block in the last layer. If S,, S,» € Sy with a
unitary block in the last layer W, then we obtain

Cov[kby. kp'] = Var(ki).- (B31)
Moreover, if S, C Sw, S € Sy, and Sy N Sy = @, then the
covariance reads

Cov[kpg-

k)] = 0. (B32)
We note that the result can be obtained by following exactly
what we did for the variance calculation in Appendixes B 1
and B 2, that is, the integration of the covariance over the
unitary blocks in the last layer. These results indicate that
the variance would not be recovered exponentially by the
covariance terms in Eq. (B30), whereas the variance could

possibly increase.
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