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When numerically simulating the unitary time evolution of an infinite-
dimensional quantum system, one is usually led to treat the Hamiltonian H as
an “infinite-dimensional matrix” by expressing it in some orthonormal basis of
the Hilbert space, and then truncate it to some finite dimensions. However, the
solutions of the Schrodinger equations generated by the truncated Hamiltoni-
ans need not converge, in general, to the solution of the Schrédinger equation
corresponding to the actual Hamiltonian.

In this paper we demonstrate that, under mild assumptions, they converge
to the solution of the Schrédinger equation generated by a specific Hamiltonian
which crucially depends on the particular choice of basis: the Friedrichs exten-
sion of the restriction of H to the space of finite linear combinations of elements
of the basis. Importantly, this is generally different from H itself; in all such
cases, numerical simulations will unavoidably reproduce the wrong dynamics in
the limit, and yet there is no numerical test that can reveal this failure, unless
one has the analytical solution to compare with.

As a practical demonstration of such results, we consider the quantum par-
ticle in the box, and we show that, for a wide class of bases—which include as-
sociated Legendre polynomials as a concrete example—the dynamics generated
by the truncated Hamiltonians will always converge to the one corresponding
to the particle with Dirichlet boundary conditions, regardless the initial choice
of boundary conditions. Other such examples are discussed.

1 Introduction

Imagine you are assigned the following homework for an undergraduate quantum mechanics
class: to numerically solve the time-independent Schrédinger equation for a particle in the
box with periodic boundary conditions. You choose a basis of wavefunctions with the
correct boundary conditions, and express the Hamiltonian in this basis. You then solve
for the time evolution with your favorite method and programming language. You observe
that the numerical simulation converges when increasing the number of basis elements,
and that the solution is preserving the normalization of the initial wavefunction. You hand
back the solution, yet you fail the class: you have obtained the solution for the wrong box,
namely the box with hard wall (Dirichlet) boundary conditions.

This article is about what went wrong, and why this also has implications for research
level problems.
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1.1 Convergence of Galerkin approximations

Let us begin by integrating our problem in a more general framework. We shall consider a
quantum system whose energy is described by a self-adjoint operator H (the Hamiltonian)
on an infinite-dimensional Hilbert space H; in order to make our description suitable to
quantum systems with unbounded energy spectrum, like in the case of the particle in a
box, H will generally be an unbounded linear operator on H, and thus to be defined on a
proper subspace D(H) of the Hilbert space—the domain of H:

H:D(H) CH—H. (1.1)

We further assume H to be bounded from below, which is typically the case in applications.

As is well-known, the Hamiltonian H generates a unitary propagator U (t) = e~ pro-
viding the unique solution of the Schrédinger equation. However, in most realistic situa-
tions, analytically computing U(t) proves to be a formidable challenge—mnor can computers
handle systems with infinitely many degrees of freedom.

To this extent, we can consider a family (P, ),en of finite-dimensional projectors on
‘H, e.g. each with n-dimensional range, and strongly converging to the identity—that is,
P,y — 1 as n — oo for every state ¢ € H. Assuming P,’H C D(H) for every n, one
can define a family of finite-dimensional truncations of H via H, = P, H P,,, each of them
being a bounded operator on H generating a new unitary propagator U, (t) = e *» which
can be computed numerically using standard linear algebra procedures. This procedure
is usually referred to as Galerkin approximation or Galerkin’s method (cf. Section 1.3).
Typically, one constructs P, by choosing some suitable orthonormal basis (¢;);eny C D(H),
and defines P,, as the projector on the space spanned by the first n elements of the basis,

|
—

n

Po=) (1,°) . (1.2)

l

Il
o

Intuitively, one would then expect that, as n — oo, the propagators U, (t) provide a “good”
approximation of the propagator U(t) generated by the original Hamiltonian H. This leads
us to the following;:

Question 1.1. Under which conditions do the unitary propagators Uy(t) generated by
H, = P,HP, strongly converge to the unitary propagator U(t) = e in the following
sense:

Jim WUn(t)Y — Uy =0 for all ¢ € H? (1.3)

One case in which the answer is always affirmative is the following: H has a discrete
spectrum, and the projectors P, are defined via Eq. (1.2) by choosing the vectors (¢;);en
as a basis of eigenvectors of H itself (Remark 2.3). However, in practical applications,
such an explicit knowledge of the eigenvalues and corresponding eigenvectors of H is not
at our disposal, save from very particular cases. As such, it makes sense to worry about
this question for more general families of projectors.

As it turns out, the mere fact that P,, — 1 strongly is generally not sufficient to ensure
that the question above has an affirmative answer. Quite the contrary, in this paper we
will show (Proposition 2.11) that, in general,

lim ([Ux ()Y U@l =0 forally € H, (1.4)

where U (t) is the unitary propagator generated by a self-adjoint operator H, generally
distinct from H, obtained through the following procedure:
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1. one restricts H to the dense subspace Han = U, P, H, i.e., the space of all vectors
1 € ‘H such that P,y = ¢ for sufficiently large n;

2. one then considers the so-called Friedrichs extension H of this restriction (cf. Defini-
tion 2.9).

Consequently, and taking into account that the relation between self-adjoint operators
and their corresponding unitary propagators is one-to-one, the question has an affirmative
answer if and only if H coincides with the operator H as defined above. Since in general
the restriction of H to Hg, may have infinitely many self-adjoint extensions—with H being
only one of them—in general H # H, and thus U, (t)y # U(t)1. In this case, all numerical
simulations of the Schrédinger equation based on this choice of projectors will dramatically
fail to reproduce the desired dynamics in the limit n — co. Merely choosing the projectors
in such a way that P,H C D(H) (for example, constructing them via an orthonormal basis
entirely contained in D(H)) is not sufficient, in general, to avoid this phenomenon.

1.2 Galerkin approximations of the particle in a box

We can now revisit the “thought homework” presented at the beginning of the paper in light
of these general results. To this extent, it will be useful to briefly recall the mathematical
description of a quantum particle in a one-dimensional box.

Without loss of generality, the box shall be identified with the real interval (—1,1), its
boundary thus consisting of the two points x = 4+1. The Hilbert space of the system
is # = L?((—1,1)), that is, the space of square-integrable, complex-valued functions on
(—1,1). One then proceeds to identify the Hamiltonian of the particle. As is well-known,
this operator should act on wavefunctions 1 as minus the second derivative with respect
to the position = of the particle—the one-dimensional Laplace operator:

d2
(Hy)(z) = =Y (2) = ——— (=), (1.5)

dz?

where the mass m of the particle was fixed to 1/2 and i = 1. However, as already remarked
in the general case, one must also specify a proper domain D(H) for our operator. Here,
specifically,

e D(H) must contain functions satisfying the minimal condition " € H = L*((—1,1)).
The space of such functions is the second Sobolev space H?((—1, 1)), cf. Definition 3.1;

e Besides, because of the presence of a boundary, D(H ) must contain functions imple-
menting the specific boundary conditions satisfied by the wavefunctions.

The last piece of information is particularly relevant: distinct boundary conditions corre-
spond to distinct Hamiltonians and, ultimately, to distinct physical systems whose bound-
aries have physically distinct properties—or even different geometries. As is well-known,
there are infinitely many admissible choices of boundary conditions, each parametrized by
a 2 X 2 unitary matrix W € U(2) (cf. Section 3.1 and references therein), each boundary

condition reading
. —'(=1)\ _ ., _ ¥(-1)
i(I+ W><1//(+1) ) = W)<1/J(+1)> . (1.6)

Each choice of W will correspond to a distinct operator Hy : D(Hy) C H — H, repre-
senting a distinct physical situation—and thus, generating a distinct unitary propagator
Uw(t) = e itHw

Coming back to Galerkin approximations, the following question arises:
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Question 1.2. Consider an orthonormal basis (¢;)ieny C H?((—1,1)) of the Hilbert space
L?((—1,1)) with the following property: for everyl € N,

Pi(£1) =0, ¢)(£1) = 0. (1.7)

Let H,, be the nth Galerkin approximation of the Laplace operator corresponding to this
choice of basis, and Uy(t) the corresponding unitary propagator. Then:

e will Uy(t) converge strongly to some unitary propagator?

o if so, does this propagator coincide with the unitary propagator generated by some
specific operator Hyy, i.e., corresponding to some specific choice of boundary condi-
tions?

Note the counterintuitive fact that Eq. (1.7) does not prevent (¢;);en from being a
complete orthonormal set in L?((—1,1)): such bases can be found, and they are as good
as any other. The question itself is nontrivial for the following reason: an orthonormal
basis satisfying Eq. (1.7) is essentially blind to the choice of boundary conditions—that is,
it satisfies Eq. (1.6) for any possible choices of W. As such, there is no heuristic reason
why finite-dimensional approximations constructed this way should “privilege”, in the limit
n — oo, one specific choice of boundary conditions.

Instead, we will show the following results:

e Under some assumptions, the unitary propagator U, (t) corresponding to a “boundary-
blind” orthonormal basis (¢;);en converges strongly to the evolution generated by the
Laplace operator with Dirichlet boundary conditions (Proposition 3.13; see Figure 1);

e Under the same conditions, it is further possible to modify the orthonormal basis
above in such a way that U,(t) converges strongly to the evolution generated by
the Laplace operator with other boundary conditions of our choice—specifically, pe-
riodic boundary conditions and some generalizations (Proposition 3.18). This can be
done in a minimal way: adding to the basis a single function satisfying the desired
boundary conditions can suffice.

In particular, we will offer a concrete example of “boundary-blind” orthonormal bases such
that the phenomena listed above happen: the normalized associated Legendre polynomials
(pf")i>m of order m > 4 (Theorems 3.17 and 3.19). We visualize our results for this choice
of basis in Figure 1, where the error ||[Uw (t)1o — Un(t)o|| is plotted as a function of n
for two choices of W: Dirichlet and periodic boundary conditions. In agreement with
Theorem 3.17, the approximation error converges to 0 for Dirichlet boundary conditions,
whereas it stays nonzero (and relatively big) for periodic boundary conditions. We refer to
Appendix B for the lengthy calculation of all quantities involved in evaluating the error.

This apparently contradictory phenomenon has, in fact, a clear mathematical interpre-
tation in the light of the abstract results informally presented in Section 1.1: in both cases
sketched above, the specific boundary conditions that are “selected” in the limit n — oo are
precisely those corresponding to the Friedrichs extension of the Laplace operator initially
defined on the space of finite linear combinations of these basis vectors. If the desired
boundary conditions differ from the one corresponding to the Friedrichs extension, one
will always obtain a wrong result—and yet there is no numerical test that can reveal this
failure, unless (like here) one has the analytical solution to compare with.
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Figure 1: Approximation error ||[Uw (¢)1o — Un(t)tbo|| for the Dirichlet time evolution Up;, of a Dirichlet
eigenvector 1o(x) = sin(5/2m(x + 1)) (left) and for the periodic time evolution U,e,(t) of a periodic
eigenvector () = 1/4/2 (right) over the number of basis elements n and for different times ¢. In
both cases, finite-dimensional truncations are constructed by means of associated Legendre polynomials
p;’* with m = 4. The error only converges to 0 in the Dirichlet case, in agreement with our analytical
results (cf. Theorem 3.17).

1.3 Some bibliographic remarks

Galerkin approximations and equivalent finite-dimensional truncations are constantly used
in the literature, cf. [1, p. 273], [2, p. 18], [3, p. 67]. In quantum chemistry, see e.g. [4,
pp. 202-204| and references therein, they are also often called finite basis representation.
They are also a fundamental tool in quantum control theory, where (again under the name
Galerkin approximations) they are employed in order to transfer controllability results from
finite-dimensional approximations to the full, infinite-dimensional control system [5-9], see
in particular [9, Theorem 4.7].

In the mathematical literature, the convergence of Galerkin approximations is often
treated in the Hilbert space framework introduced here; see, in particular, [10, p. 101, 243].
In the more general framework of Banach spaces, a variety of upper-bounds for the approx-
imation errors in the respective norms can be deduced [11-13]: in particular, parabolic
differential equations are discussed in [14-18|. Furthermore, Cea’s Lemma [19, 20| pro-
vides such an error estimate for finite dimensional approximations of stationary problems:
for the specific case of approximating the Dirichlet Laplacian with a Sobolev—complete
basis, see |21, 22].

In quantum chemistry, on the other hand, approximation errors and the question of
convergence are often treated by means of heuristic arguments or with the aid of numer-
ical simulations, e.g. by comparing numerical results with reference systems [23, p. 387].
In particular, no general convergence statements are usually involved |1, 2, 4|. Notable
exceptions are [24-26] and [23, p. 387|, where the convergence of the lowest discrete eigen-
values of molecular Hamiltonians is shown for multiple typical basis sets used in quantum
chemistry. Cases in which Galerkin’s method fails to reproduce the correct dynamics in
the limit are usually not mentioned in the literature, an exception being [24] again.

Galerkin approximations of bosonic systems were considered rigorously in a number of
recent works [27-31]. In particular, [27, 28] highlight that finite-dimensional approxima-

Accepted in {Yuantum 2026-01-17, click title to verify. Published under CC-BY 4.0. 5



tions of higher—order squeezing operators always lead to unexpected oscillations in the
truncation size.

The potential relevance of such numerical issues extend far beyond its mere educational
value. Even the particular case study presented in this paper, the particle in a box with
hard walls, provides first important insights into the simulation of systems of physical rel-
evance: it serves as a simple model for confined particles, such as electrons in molecules
and crystals [32-38|, nuclei in the nucleus [39, p. 77|, quantum dots [40-42]| or quantum
well lasers [43]. On the other hand, Cooper pair boxes are described by a particle in a box
with periodic boundary conditions [44—46]. As the associated Legendre polynomials are
often used in quantum chemistry in the form of spherical harmonics |2, 4, 47|, convergence
issues similar to those presented here might also appear in other quantum chemistry prob-
lems. Finally, regarding quantum boundary conditions, the different boundary conditions
of a particle in a box are discussed in a more mathematical setting in [48, 49|, the latter
providing a composition law for time-dependent, alternating boundary conditions. A more
general case on Riemannian manifolds is considered in [50], highlighting the importance
of boundary conditions in a variety of fields like the Quantum Hall effect [51, 52|, cosmol-
ogy [53] and quantum field theory [54, 55|. The predominance of the Dirichlet boundary
condition is discussed in [56, Prop 4.14.1, p. 759] and [57|. Finally, in [58] the time evolution
of a particle in a box with hard walls is analytically calculated, and it is shown that initial
states which do not fulfill Dirichlet boundary conditions evolve into fractal functions.

1.4 OQutline of the paper

The remainder of the paper will be devoted to translating the results presented above into
a rigorous mathematical framework. The paper is organized as follows:

e in Section 2 we list, together with relevant definitions, our main results (infor-
mally presented in Section 1.1) about the convergence of the dynamics generated
by Galerkin approximations of general self-adjoint operators;

e in Section 3 we list our main results (informally presented in Section 1.2) concern-
ing the convergence of the dynamics generated by Galerkin approximations of the
Hamiltonian of a quantum particle in a box;

e Sections 4 and 5 contain the proofs of all results listed in Sections 2 and 3;

e finally, we gather some final remarks in Section 6.

2 Galerkin approximations: general results

We will start by presenting some general results about the convergence of the unitary
dynamics generated by Galerkin approximations of a given self-adjoint operator H. These
results constitute the abstract substrate to the concrete convergence theorems for Galerkin
approximations of the particle in a box that will be presented in Section 3. As these
results are of interest by themselves—and potentially applicable to situations of physical
interest not covered in this work—we shall present them explicitly. The reader exclusively
interested in the specific case of the particle in a box might directly jump to the next
section.

For the remainder of this section, H will be an infinite-dimensional, complex, and
separable—that is, admitting countable complete orthonormal sets—Hilbert space; the
scalar product on #, and its associated norm, will be denoted by (-,-) and | - |. The
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Figure 2: Pictorial representation of the Galerkin approximation. The unbounded operator H on
the infinite-dimensional space H is truncated by means of a family of finite-dimensional projectors
(Py)nen: this yields the bounded operator H,, = P, HP,, on H, which only acts nontrivially on the
finite-dimensional subspace H,, = P,H, where its action is described by H,,, and zero everywhere else.

domain of an unbounded linear operator A on ‘H will be denoted by D(A), and the adjoint
of A, whenever well-defined, will be denoted by A*.

Definition 2.1 (Galerkin approximation). Let H : D(H) C H — H be a self-adjoint
operator on H, and (P, )nen a family of finite-dimensional orthogonal projectors satisfying
the following properties:

e P, — 1 strongly, that is, P,1) — ¢ for all ¢ € H;
e P,H C D(H) for every n € N.

The nth Galerkin approxzimation of H is the bounded operator on H defined by
Hy,:H M,  Hy:=P,HP,=H,®0, (2.1)

with fIn being the restriction of H,, to the finite-dimensional Hilbert space H, = P, H.

Above, in Eq. (2.1), we exploited the direct sum decomposition of H given by H ~
H, © H,-. The decomposition H,, = H, ® 04,1 is pictorially depicted in Figure 2. The
decomposition (2.1) of H,, immediately means that the corresponding unitary propagator
Uy, (t) = e~ 1"n decomposes as follows:

A

Un(t) = Un() @ 1gs,  Un(t) = 100, (2.2)

We are interested in sufficient conditions under which U, (¢) converges strongly to U(t),
that is, U, (t)y — U(t)y for all » € H and t € R. We begin by recalling a simple sufficient
criterion: Galerkin’s method works when the subspace of H defined by

Hon = | PuH (2.3)

neN

is a core of H, that is: the restriction of H to this space is still essentially self-adjoint, i.e.
it admits H as its unique self-adjoint extension:

Proposition 2.2. Let H be a self-adjoint operator on H, (Py)nen a family of projectors
as in Definition 2.1, additionally satisfying P, Py, = Py for all m > n, and U, (t) = e~ 1*Hn
the unitary propagator associated with the nth Galerkin approximation H, of H. Assume
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that the restriction Hg, of H onto the space Hgn as per Eq. (2.3) is essentially self-adjoint.
Then, for allt € R and ¢ € H,

Tim U0 — U (1) = 0 (2.4)

where U(t) = e s the unitary propagator generated by H.

Proof. We recall that the property (2.4) is equivalent to strong resolvent convergence of
H, to H (cf. [59, 287]), and that, by [60, Proposition 10.1.18], a sufficient condition for
strong resolvent convergence of a family of self-adjoint operators (H,)nen to a self-adjoint
operator H is the following [60, Proposition 10.1.18]: there exists Dy C D(H) such that

(i) Dy is a core of H;
(ii) Do C D(Hy) for all n € N;
(iii) for all ¢ € Dy, Hptp — H1p.

We choose Dy = Hgy. Then (i) is true by assumption, and (ii) is obvious since D(H,,) = H
for every n € N. To prove (iii), let ¥ € Hgay. Then, as P, P, = P, for m > n, there exists
N € N such that ¢ € P,H for all n > N, and

lim Hyp = lim PHPyp = lim P Hy = Hyp. (2.5)

Thus lim,,—o Hptp = Hvp for all ¢ € Hgy,, which proves that (iii) holds. This completes
the proof. O

Remark 2.3. Proposition 2.2 covers the particular case in which H has a purely discrete
spectrum, thus admitting an orthonormal basis of eigenvectors' (¢;);en, and the projectors
(Pp)nen correspond precisely to the projection on the span of the first n eigenvectors of H,

n—1

M3

Py=) (") P, Hop = Eygy, (2.6)

l

Il
o

with E; € R being the jth eigenvalue of H. Each of these projectors has a finite-dimensional
span, and P,H C D(H) since each eigenvector is in D(H). Then Hgy, as defined in
Proposition 2.2, is a core of H [61, p. 78]. As such, as anticipated in Section 1.1, the
Galerkin method always works when truncating H in its own eigenbasis.

As already pointed out in Section 1.1, here we are instead interested in the situation in
which the sufficient criterion presented above does not apply—that is, H is not essentially
self-adjoint on Hg,. In such cases, more sophisticated arguments will be necessary. We
begin by recalling two basic definitions:

Definition 2.4. Let A: D(A) C H — H be a densely defined symmetric operator on H.
Then:

o A is bounded from below (or semibounded) if there exists v € R such that

(¥, AY) 2 7lly[*  for all ¢ € D(A); (2.7)

'For definiteness, whenever considering an arbitrary orthonormal basis, the index [ will range on all
natural numbers. However, when considering specific bases (like the associated Legendre polynomials,
cf. Definition 3.14), the index [ could range on a different set of integers.
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e A is coercive if the equation above holds with v > 0.

Proposition 2.5. Let A be a coercive self-adjoint operator. Then A admits a bounded
inverse with ||A7Y| < %

Proof. As A is coercive and self-adjoint, 0 is not in its spectrum [61, Theorem 2.19], hence
A admits a bounded inverse A~!. Let 0 # ¢ € D(A). By the Cauchy-Schwarz inequality,

L[l AY] (¥, Av)
Av|| = > > o] 2.8
[ Az e o Il (2.8)
Furthermore, given ¢ € H,
VAT | < AAT [ = (9| for all g € H, (2.9)
where we applied Eq. (2.8) onto A~1y € D(A). O

Remark 2.6. A central object in the study of Galerkin approximations are Galerkin
projectors (Definition 2.7), which require the operator to admit a bounded inverse. As such,
to keep the notation simple, we will only define them for coercive self-adjoint operators,
which automatically admit a bounded inverse by Proposition 2.5. However, in the more
general case of operators bounded from below with v € R, one can simply study the
operator A — v + 1, which is clearly coercive:

(¥, (A =7+ 1)9) = (¥, Ap) + (L= v]* = [, (2.10)

since the dynamics induced by A and A —~« + 1 only differ by an immaterial phase
term: e A=) — = 11-Me~iA  We will use this simple argument in the proof of
Proposition 2.8.

Definition 2.7 (Galerkin projector). Let H : D(H) C H — H be a coercive self-adjoint
operator on H, and P,, H,, Hy, as in Definition 2.1. The nth Galerkin projector is the
operator on H defined by

QnD(H) —H, Qu=R,Hy, (2'11)

where

Ry:H—M, Ro=H,"®0y. (2.12)

We point out that @, is generally a non-self-adjoint projector (cf. Lemma 4.1), that
is, Q2 = Q, # Q. The definition above is indeed well-posed: by Proposition 2.5 H
admits a bounded inverse, thus necessarily each operator H,, is also invertible in the finite-
dimensional space H,. Pay attention to the fact that, instead, H,, is never invertible in H
(also see Remark 4.2).

We present our first general convergence statement about Galerkin approximations: it
consists of an adaptation to the Hilbert space scenario of a result by Parter, cf. [11]:

Proposition 2.8. Let H : D(H) C H — H be a coercive self-adjoint operator on H,
and Hy and @, the Galerkin approrimation and projector corresponding to a family of
projectors (Pp)nen as per Definition 2.1. Assume

Jim Qup =1 for all ¢ € D(H). (2.13)
Then, for allt € R,
nh_}rgo Un(t) = U(t)y forally € H, (2.14)

where Uy (t) and U(t) are the unitary propagators generated respectively by H, and H, i.e.
Un(t) = e tn and U(t) = e71H,
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We provide an explicit proof in Section 4.1.

Proposition 2.8 provides a sufficient condition for the convergence of the dynamics gener-
ated by Galerkin approximations: given a coercive self-adjoint H, and its Galerkin approxi-
mations (Hy,)nen obtained through a family of projectors (P, )nen such that P, H C D(H),
then a sufficient condition from U,(t) converging strongly to U(t) is Q¢ — % for all
Y € D(H), with @Q,, being the nth Galerkin approximation associated with P,. In prac-
tical applications, computing @, explicitly—and thus, using Proposition 2.8 to show con-
vergence of Galerkin approximations—might be unfeasible; it would then be nice to have
sufficient criteria for the property Q0,1 — 1 to hold. We will present one such condition
that crucially involves the concept of Friedrichs extension of a symmetric operator. To this
end, we shall briefly recall some basic facts about the relation between sesquilinear forms
and linear operators.

Let A : D(A) C H — H be a (possibly not self-adjoint) symmetric operator bounded
from below, cf. Definition 2.4. As such, the sesquilinear form g4 : D(A) xD(A) — C defined

by qa(v,¢) = (1, Ap) satisfies ga(, ) > 7[[¢]?, or equivalently, satisfies g4 (1), 9) =
(1, (A —~)9) > 0. As such, one can consider a stronger norm on D(A) defined by

lell = ga—n(o,0) +llel?, v € D(A). (2.15)

We remark that, for positive operators, this norm is equivalent to the graph norm of Al/2
[62, p. 227]. The following proposition allows us to construct a distinct extension of A.

Proposition 2.9. ([63, p. 177] [61, p. 70]) The following facts hold:

e qa—~ admits a unique extension §a—~ to a sesquilinear form defined on D(§a—~) =

D(A)”'Hi the closure of D(A) with respect to the norm || - ||+;

e There is a unique self-adjoint operator A:DA) cH — M, with D(A) € D(Ga—r),
such that Ga—~ (¢, p) = (¢, (A —7)p) for all Y, € D(A).

Besides, A is a self-adjoint extension of A which is also bounded from below by ~, and it is

its unique self-adjoint extension such that D(A) C D(Ga—v)-

Definition 2.10. Let A : D(A) C H — H be a densely defined, symmetric operator
bounded from below. Then the self-adjoint extension A as given by Proposition 2.9 is the
Friedrichs extension of A.

The following proposition showcases the central role of the Friedrichs extension in ap-
proximation theory:

Proposition 2.11. Let H : D(H) C H — H be a self-adjoint operator bounded from below,
and (Py)nen a family of projectors as in Definition 2.1 additionally satisfying Pp Py, = Py,
for allm > m. Let Hgy be the subspace of H defined in Eq. (2.3), and Hgy, be the restriction
of H to Hen. Then Hgy, is densely defined and symmetric, and for ally € H and t € R we
have

where U(t) is the unitary propagator generated by the Friedrichs extension Hg, of Hen,
cf. Definition 2.10.

This proposition could be derived from [10, Theorem 2.12.6, p. 101], which deals with
Galerkin approximations of a more general class of sectorial operators on a Hilbert space.
However, such a derivation is not immediate and we provide a direct proof in Section 4.2.
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As anticipated in Section 1.1, one clearly sees that, in general, the dynamics induced by
the Galerkin approximations of H will not converge to U(t) = e ¥ unless H actually
coincides with Hg,. In agreement with Proposition 2.2, this is always the case if Hg,
is essentially self-adjoint, i.e. Hgy is a core of H: in this case H and Hg, are both
self-adjoint extensions of the essentially self-adjoint operator Hg,, and thus equal. In
such cases, Galerkin’s method always works. If, instead, Hg, has multiple—and thus,
infinitely many—self-adjoint extensions, Galerkin’s method will produce convergence to
the dynamics generated by one privileged self-adjoint extension of Hg, (the Friedrichs
one), which may or may not coincide with the operator H whose dynamics we want to
reproduce. In the following section we will examine a situation in which, indeed, Hgy,
has infinitely many self-adjoint extensions—so that the validity of Galerkin’s method is at
stake.

Remark 2.12. When the projectors P, are obtained by an orthonormal basis ® = (¢;);en
through

n—1
Pn: Z <¢l7'> ¢l7 (217)
=0

then the space Hg, as defined in Eq. (2.3) is simply Span ®, the space of finite linear
combinations of elements of the basis. This is exactly the scenario we will encounter in
Section 3, where, to stress the dependence on the choice of basis, the operator Hg, shall
be simply denoted by Hg.

3 Galerkin approximations of the particle in a box

In this section we shall apply the results of the previous section to the quantum particle
in a box. We will prove the existence of a class of orthonormal bases satisfying Dirichlet
boundary conditions and possibly other boundary conditions, and having the following
property: the dynamics generated by the corresponding Galerkin approximation always
converge to the one corresponding to Dirichlet boundary conditions (Proposition 3.13);
these include, as a notable example of “boundary-blind” bases, associated Legendre poly-
nomials (Theorem 3.17).

Furthermore, we show that such bases can be minimally modified in such a way that the
dynamics generated by said approximations converge to the one corresponding to other
boundary conditions—namely, a-periodic boundary conditions (Proposition 5.2)—despite
again satisfying other boundary conditions.

3.1 Preliminaries

Following the discussion in Section 1.2, we now set H = L2((—1,1)), and we use the
symbols (-,-), || - || to denote the standard L? scalar product and associated norm. In
order to set up the notation—and for the convenience of readers not familiar with this
language—we will recall here some known properties of Sobolev spaces, see e.g. [18, 64—
66|, and self-adjoint realizations of the Laplace operator in a one-dimensional interval; our
results will be presented in Section 3.2-3.3.

Definition 3.1 (Sobolev spaces). Let k € N. The Sobolev space of order k, H*((—1,1)),
is defined by

H*((-1,1)) = {tp € L*((-1,1)) : 9 € L*((-1,1)), a=1,..., k} : (3.1)
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Above, ¢(@ is the ath (distributional) derivative of o, which is well-defined since all
functions in L?((—1,1)) are locally integrable. For o = 1,2, we shall denote the corre-
sponding derivatives by ¢’ and ¢”. Each of these spaces, equipped with the scalar product
and associated norm defined by

k

& 1/2
(W = D @90 @), lellas = (Z IISO(Q)H2> ; (32)
a=0

a=0

is a Hilbert space.

Recall that the elements of L?((—1,1)) are, strictly speaking, equivalence classes of
square-integrable functions that are almost everywhere equal, i.e., each class contains func-
tions that differ in a set of zero Lebesgue measure. The following known result tells us
that each element of H'((—1,1)) admits a unique continuous representative:

Proposition 3.2. [65, Theorem 8.2] Let ¢ € HY((—1,1)). Then there exists a unique
continuous function @ : [—1,1] — C that belongs to the equivalence class of v, i.e., p = ¢
almost everywhere in (—1,1).

As a consequence, each element of H!((—1,1)) (and so for higher-order Sobolev spaces)
can be identified, with a slight abuse of notation, with a continuous function. In the
following we will not distinguish between ¢ and its continuous representative; this will
allow us to write expressions like p(x) for x € [—1, 1], including the two boundary points
+1. We can thus provide the following additional definition:

Definition 3.3. The space Hj((—1,1)) is defined by
HY(—1,1)) = {p € H'((-1,1)) : (1) = 0} . (33)

This is a closed subspace of H'((—1, 1)), corresponding to the closure of the space of dif-
ferentiable and compactly supported functions with respect to the norm of H'((—1, 1)) [65,
Theorem 8.12], and is thus itself a Hilbert space. Functions in this space satisfy an inequal-
ity which will turn useful for our purposes:

Proposition 3.4 (Poincaré’s inequality). Let ¢ € Hy((—1,1)). Then

[l < ¥/l (3.4)

For completeness, we provide an explicit proof here. Analogous inequalities also hold in
higher dimensions, see e.g. |64, p. 166].

Proof. As v € H((—1,1)) and 9(—1) = 0, we have

w(x):/_iw'(s)ds vz € (=1,0], (3.5)
whence we get
0
sup [w(@)] < [ 10/(s)] ds. (36)
ze(—1,0] -1
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and therefore

-1 z€(—1,0]

< ([ weias)

< [Cweras [Cas= [P as (3.7)

0 0
[ weras< sw @ [ as
-1
2

where we used Eq. (3.6) and, in the last step, the Cauchy—Schwarz inequality. Since we
also have 1(41) = 0, repeating the same procedure in [0, 1) yields

1 1
[ )R ds < [ 10/) ds. (33)
0 0

Combining Egs. (3.7)—(3.8) yields the desired inequality. O

Notice that, as a direct result of this inequality, the function 1) — ||¢'|| defines a norm
on H}((—1,1)) equivalent to || - ||

We now turn to the realizations of the Laplace operator on L2((—1,1)), reprising the
discussion in Section 1.2. Let us recall some known facts:

Proposition 3.5. For every 2 x 2 unitary matrix W € U(2), the operator Hyy : D(Hy) C
L?((—1,1)) — L%((—1,1)) defined by

—_— / —_— —_—
D) = {o e (10 i+ w) (7Y ) —a-w) (P01 )
¢'(+1)
Hyo = —¢" (3.10)
is self-adjoint, and has a purely discrete spectrum bounded from below.

Proof. Self-adjointness of Hyy is a standard result, see e.g. [48-50], which comes from von
Neumann’s theory of self-adjoint extensions. For the spectrum in the general case, see
e.g. [48]. O

Each operator Hyy is a distinct self-adjoint realization of the Laplace operator, corre-
sponding to a specific choice of boundary conditions to be satisfied by all functions in their
domain; as such, each generates a distinct unitary group Uy (t) = e 1HW  cf. Example 3.8.
For our purposes, let us introduce some specific kinds of self-adjoint realizations of the
Laplace operator.

Definition 3.6. We define the following boundary conditions:

Dirichlet b.c.: W=-1 = o(—1) = ¢(1 ;
Neumann b.c.. W =+1 = ¢'(-1) =¢'(1) = 0; (3.11)
a-periodic b.c.: W =W(a) = ¢(—1)=¢e%(1), ¢'(—1) = e/(1),

where 0 < o < 27 and
0 el
W(a) = (eio‘ 0 ) . (3.12)

In particular, a-periodic boundary conditions corresponding to &« = 0 and o = 7 are
respectively denoted as periodic and antiperiodic boundary conditions.
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Example 3.7 (Eigenvalues and eigenvectors of different boundary conditions). We recall
that, for the three particular boundary conditions as per Definition 3.6, one can explicitly
compute eigenvalues and eigenvectors:

Dirichlet b.c.: E; = ij Yj(x) = sin (%(CE + 1)) j>1
Neumann b.c.: Ej =2 1 i) = cos (%(aﬁ + 1)) j>0; (3.13)
Periodic b.c.: Ej = jr% 4j(z) = %eij”(“'l) JjEZLL.

Example 3.8 (Evolution induced by distinct boundary conditions). In order to stress
how drastically the choice of boundary conditions can influence the dynamics, let us
compare the evolutions corresponding to Dirichlet and periodic boundary conditions,
cf. Definition 3.6. For definiteness, let us adopt the self-explanatory notations Hpjir, Hper

for the two Hamiltonians, and Upi;(t), Uper(t) for the corresponding unitary propagators.
Given 1y € L*((—1,1)), let

d}Dir(ﬂj;t) = (UDir(t)¢0)($)v wper(l‘;t) = (Uper(t)¢0)(x)- (314)

For times t = B% with rational prefactors g, p,q € N, ¥pi(z;t) is explicitly calculated
in [58]. In particular, at ¢ = 4/m, the time evolutions are given by

Upir(2;:4/7) = =tho(=x)  Pper(z;4/7) = o(2) , (3.15)

see Appendix A for an explicit proof. As such, the time evolutions of an initially
symmetric wavefunction g(—z) = ¥o(x) at t = 4/7 are maximally different, that is,
[pir(2;4/7) — Yper(x;4/m)|| = 2, cf. Corollary A.1. The two processes are visually de-
picted in Figure 3. This result agrees with our intuition: hard walls reflect the particle,
causing the wavefunction to undergo a phase change of m and being mirrored, which
eventually results in p;(z;4/7) = —t)o(—x). Instead, at the same time, the particle in a
periodic box returns to its original position ¢per(z;4/7) = Yo(x).

Remark 3.9. We note that the domain of the Dirichlet Laplacian Hp;,, cf. Definition 3.6,
corresponds to
D(];"Dir) - H(1)<(_171)) ﬂH2<(—171)), (316)

since H2((—1,1)) ¢ H!((—~1,1)) and the boundary condition ¢(£1) = 0 corresponds
precisely to the one defining the subspace Hj((—1,1)) of H'((—1,1)), cf. Definition 3.3.

3.2 Main results: convergence to the Dirichlet Laplacian

Given W € U(2), we now consider Galerkin approximations Hy,w = P,Hw P, of the
corresponding realization Hyy of the Laplacian. Given a complete orthonormal set (¢;)ien
of H, we define P, as the projector onto the n-dimensional vector space spanned by the

first n vectors of the basis,

n—1

P, =

M3

(¢1,") D1 (3.17)

l

Il
o

The first result we present is a sufficient condition under which Galerkin approximations
of the Laplace operator corresponding to some basis (¢;);en converge to the Dirichlet
Laplacian—regardless whether they also satisfie other boundary conditions. We start by
the following crucial property:

Proposition 3.10. Let ® = (¢;)ien be a complete orthonormal set of L?((—1,1)) satisfying
the following additional properties:
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Dirichlet b.c. Periodic b.c.

151 a) -~ 1 b) -~
1.0 1 / \ _ 4 \

0.5 / (e / \

~.
004 ~__.” -’ Sl B ~’

Re(y(x, t))

—-0.51 4
-1.0 1 1
_15- 4

1.0 —— ] p—

0.5 1 / S 1 / 5

0.04 ¢ 1/ N

Re(y(x, t))

—0.5 1 -

—1.0 1 -

-1 0 1 -1 0 1

-—- ylx, t=0) w(x, t=4/m)

Figure 3: Time evolution of an arbitrary initial wavefunction ¢y (x) (a) and b)) and the specific symmetric
initial wavefunction o (z) = sin(7/2(z 4+ 1)) (c) and d)) in a box with hard walls (a) and c)) and with
periodic boundary conditions (b) and d)). All functions are evaluated at t = 4/7, and the imaginary
part of all wavefunctions is zero.

(i) @ C Hy((—1,1)) N H*((=1,1));

(ii) Span ® = {1},

where ® = (¢))1en, and 1 denotes the function with constant value 1. Then the symmetric
operator Hg defined by

D(Hg) = Span @, Hep = —" (3.18)
has a Friedrichs extension equal to the Dirichlet Laplacian Hpi, (cf. Remark 3.9):
D(Hpi) = Hy((—1,1)) N H?((—1,1)), Hpitp = —4". (3.19)

This result is proven in Section 5.1.

Remark 3.11. Notice that ® = (¢]),cy is a legitimate set in L?((—1,1)) since each ¢ is in
the first Sobolev space; besides, each ¢ satisfies

+1
(1,60) = [ i) do = 6(1) = o(~1) = 0, (3.20)

whence the inclusion Span® C {1} already follows from (i) as direct consequence of
Dirichlet boundary conditions; the converse inclusion is, instead, to be assumed.

Remark 3.12. The fact that the Dirichlet realization of the Laplacian corresponds to the
Friedrichs extension of the Laplacian initially defined on Span ® mirrors—but is not implied
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by—the known fact that the Dirichlet Laplacian also coincides with the Friedrichs extension
of the Laplacian when initially defined on the space C5°((—1,1)) of smooth compactly
supported functions, see e.g. [63, Example 1].

Proposition 3.13. Let ® = (¢;)ien be an orthonormal basis of L((—1,1)) satisfying the
following conditions:

(i) ® C Hy((—=1,1)) NH*((—1,1));
(i) Span @' = {1}+,

and let Hy be the nth corresponding Galerkin approximation of the Laplace operator,
cf. Definition 2.1. Then, for all » € L?>((—1,1)) and t € R,

Tim [[(Ua() — Upie(8)) ]| = 0 (3.21)

where Upi(t) = e~ 1tHDir,

Proof. As the Dirichlet Laplacian is a self-adjoint operator bounded from below (cf. Propo-
sition 3.5), we can apply Proposition 2.11, and the Galerkin approximations U, (t) = e~1nt
converge strongly to U (t) = e Hanl where Hg, is the Friedrichs extension of Hgy, the
restriction of H to Span ® (cf. Remark 2.12). But E[ﬁn = Hp;, by Proposition 3.10, and

we obtain the claim. O

As anticipated in Section 1.2, functions in ® can, in principle, also satisfy other bound-
ary conditions—possibly all admissible boundary conditions—which makes the content of
Proposition 3.13 not obvious a priori. To prove this point, we shall now specifically con-
sider truncations of the Laplace operator constructed by means of associated Legendre
polynomials [67]:

Definition 3.14. Let I,m € N such that [ > m. The Legendre polynomials P, and the
associated Legendre polynomials P are defined by

l
Pi(r) = gy (@~ 1), (3.22)
PIMa) = (-1)"(1 = 2" S (). (3.23)

The Legendre polynomials P, are the result of the Gram—Schmidt orthogonalization of
the polynomials [68, p. 208] with respect to the scalar product of L?(—1,1), whence

Span (P)y = Span (z!)I, for every n € N (3.24)

For even m, each associated Legendre polynomial P/™ is also a polynomial function of
degree [. It is known that, for each fixed m € N, (P/™);>p, is a complete orthogonal set
of L2((—1,1)) with normalization factor ||[P™| = /2(I + m)!/(20 + 1)(I — m)! [61, p. 226],
whence the set of normalized associated Legendre polynomials (p;*)en, where

1

p"(x) = 127 B (), (3.25)

is a complete orthonormal set of L2((—1,1)).

Most importantly for our purposes, for every m > 4 the set (p;*);>m is an example
of “boundary-blind” basis as defined in Section 1.2: it satisfies every admissible boundary
condition, in the following sense:

Accepted in {Yuantum 2026-01-17, click title to verify. Published under CC-BY 4.0. 16



Proposition 3.15. Let m € N, m > 4. Then pj*(£1) = (p*)'(£1) = 0.
Proof. Let m > 4. Using Eq. (3.23), P/*(+1) = 0. Furthermore,

d m dam
—_pm —(—1)"2(1 — 2\m/2—1 9 — P,
LR = 0 2 ()
9 9 dm+1
+(=1)™(1 = 2*)™/ dxm+1PKx) =0, (3.26)
F=+1
which proves P"(£1) = (P/")'(£1) = 0 and therefore p*(£1) = (pj*)'(£1) =0 O

In Figure 4, the normalized associated Legendre polynomials and their derivatives are
shown for m = 4 and [ € {4,5,8}. It is clearly visible that both the p*(x) and their
derivatives evaluate to zero at x = =41, as shown in the proposition above; thus, the
corresponding matrix elements (p”, —(p{*)”) with I, k > m are the same for all Hyy. They
are explicitly calculated in Appendix B.

d . m
p"(x) =PI (X)
10 dx ™1
1.0 A
5_
0.5 1
0.0 - 01
—0.5 - _s5 ]
—1.0 1
T T T T T _10 T T T T T
-1.0 -0.5 0.0 0.5 1.0 -1.0 -0.5 0.0 0.5 1.0
X X

Figure 4: The normalized associated Legendre polynomials p™ (left) and their derivatives -Lp™ ()
(right) for I € {4,5,8} and m = 4.

The following proposition shows that the conditions of Proposition 3.13 are fulfilled by
the associated Legendre polynomials:

Proposition 3.16. Let P/ be the associated Legendre polynomials and m > 4. Then

Span (p;”);zm ={1}*+. (3.27)

The proof of this statement is provided in Section 5.2. Combining this result with
Proposition 3.13, our first concrete convergence result follows:

Theorem 3.17. Let H = L*((—1,1)), H, be the nth Galerkin approzimation of the Laplace
operator corresponding to any basis of normalized associated Legendre polynomials (p]*)i>m
with m > 4, and Uy, (t) = e 't the corresponding evolution group. Then

lim [|[(Un(t) — Upn() ¥ =0 VE>0, ¥ € H, (3.28)

n—oo

where Upy(t) = e 1tH0ir - that is, U, (t) strongly converges to the evolution group generated
by the Laplace operator with Dirichlet boundary conditions.
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Proof. For all I > m, pj*(£1) = 0 (see Proposition 3.15), and thus p* € H{((—1,1)) N
H2((—1,1)). By Proposition 3.16,

Span (p}") ., = {1}, (3.29)

whence the claim follows from Proposition 3.13. O

3.3 Main results: convergence to the a-periodic Laplacian

Proposition 3.13 shows that there exist orthonormal bases of L?((—1,1)) such that the
corresponding Galerkin approximations of the Laplace operator will always generate a
dynamics approximating the one generated by Dirichlet boundary conditions; in particular,
Theorem 3.17 shows that this is the case for Galerkin approximations constructed via
associated Legendre polynomials—despite the fact that such functions satisfy all boundary
conditions.

Here we shall focus on cases in which the selected basis (¢;);en fulfills not all boundary
conditions, but still more than one boundary condition. Specifically, we will focus on a-
periodic boundary conditions, cf. Definition 3.6. For every a € [0, 27), the Laplace operator
with a-periodic boundary conditions has domain

D(Hy) = { € B(~1,1)), f(-1) =°F(1), f(-1) =d*F ()}, (330

with W (a) as per Eq. (3.12).

Similarly to Proposition 3.13, we seek sufficient conditions for a basis ® = (¢;)en so
that the corresponding Galerkin approximations of the Laplace operator reproduce, in the
limit n — oo, the exact dynamics generated by Hyy(q)-

Proposition 3.18. Let o € [0,27), and ® = (¢;)ien a complete orthonormal set of
L?((—1,1)) satisfying the following additional properties:

(7’) ¢ C D(HW(a))f

(i) There exists ¢o € D(Hyy (o)) with ¢o(1) # 0 such that Span ' = {1},

where .
b= (@, i) = ) — ST on(a). (3.31)
and ® = (¢))ien. Then, for all ) € H and t € R,
Jim (U (0 — Uwa(1)) ]| = 0. (3.32)

This is proven in Section 5.3.
Like in the Dirichlet case, we will construct explicit examples of bases satisfying the
conditions of Proposition 3.18. The basic idea is the following:

(i) as a starting point, take the normalized associated Legendre polynomials (pj");>m,
which have vanishing boundary data (Proposition 3.15) and therefore (p;*)i>m C

D(HW(a)>;

(ii) add to this set a new function ¢g, with ||¢g]| = 1 and ¢o(1) # 0, which specifically
satisfies the desired a-periodic boundary conditions, and define ® as the set obtained
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by applying the Gram-Schmidt algorithm (using the scalar product of L?(—1,1)) to
{d0} U (p]")i>m starting from ¢, which we will compactly denote by

D = GS (G0, (P )izm) - (3.33)

Each vector in @ is a linear combination of ¢y and finitely many associated Legendre
polynomials, whence ® C D(Hyy () as well.

The following theorem shows that a basis ® constructed this way also fulfills condition (%)
of Proposition 3.18, and thus the corresponding Galerkin approximations converge to the
evolution generated by the a-periodic Hamiltonian:

Theorem 3.19. Let fo € H2((—1,1)) be a normalized and a-periodic function with
fo(1) # 0. Let ® = (¢1)ien = GS(fo, 0" )i=m) for m > 4. Then the approzimate
time evolution in the basis ®, U, o(t) converges strongly to the a-periodic time evolution
U (a(t) = e~ 1w

Ui Uy o) (09 — Una ()0l =0 Vi € H. (3.34)

The theorem is proven in Section 5.4. In the following we investigate two examples.

1
V2
to the associated Legendre polynomials. fo(1) # 0, and therefore using Theorem 3.19 the
Galerkin approximation in the basis ® = GS (fo, (p]")i>m), Un,a(t), converges strongly to
the time evolution of the periodic Laplacian, Uy (g)(t) = Uper(?).

Example 3.20 (Periodic boundary conditions). We add the periodic function fo(x) =

Example 3.21 (Anti-periodic boundary conditions). Adding the anti-periodic function
fo(z) = cos (5(x + 1)) to the basis functions, the Galerkin approximation U, ¢(t) in the
basis ® = GS (fo, (p]")i>m), converges strongly to the time evolution of the anti-periodic
Laplacian, Uy (r) ().

Notably, in both examples above, the function fy used to construct the basis ® also sat-
isfies Neumann boundary conditions; therefore, in both cases the Galerkin approximations
of the Laplacian satisfy two distinct boundary conditions—periodic and Neumann in the
first case, anti-periodic and Neumann in the second case—and yet in the limit n — oo
Neumann boundary conditions are “discarded” in favor of the other choice. We comment
on this point in the following.

3.4 Summary

Let us summarize the findings of this section (see Table 1). When numerically simulating
the particle in a box in the eigenbasis of a specific self-adjoint extension Hyy, the dynamics
of the corresponding Galerkin approximations will always converge, in the strong sense, to
the exact dynamics generated by Hyy (see Remark 2.3). This is instead not guaranteed
when choosing a complete orthonormal set which does not span a core for any specific
boundary conditions—as pointed out in Section 2 (see Proposition 2.11), in general we will
obtain convergence to the dynamics generated by the Friedrichs extension of the Laplace
operator on the given basis, which will generally differ from the one corresponding to the
desired boundary conditions. Specifically:

e Galerkin approximations corresponding to a basis ® = (¢;);en satisfying Dirichlet
boundary conditions and the additional condition Span ® = {1} will always yield
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Basis ® b.c. fulfilled by & b.c. of limiting dynamics

(sin (%(:L‘ + 1)))j>1 Dirichlet Dirichlet
(COS (%(:C + 1))>j_>0 Neumann Neumann
(exp (jmi(z +1))) ez periodic periodic
(P )i>m all Dirichlet
GS (%, (p}”)lZm> Neumann and periodic periodic

GS (cos (5(z+1)),(P[")i>m) Neumann and anti-periodic anti-periodic

Table 1: Summary of the results of the section. The functions in the first three lines are the eigenvectors
of the Laplace operator with Dirichlet, Neumann, and periodic boundary conditions (cf. Example 3.7).

convergence to the dynamics corresponding to Dirichlet boundary conditions (Propo-
sition 3.10), even if they satisfy other boundary conditions—possibly all of them.
This is the case, in particular, for any basis of associated Legendre polynomials with
m > 4 (Theorem 3.17).

e Similarly, Galerkin approximations corresponding to a basis ® = (¢;)en satisfying
a-periodic (for example, periodic or anti-periodic) boundary conditions, plus an ad-
ditional condition, will yield convergence to a-periodic dynamics (Proposition 5.2).
Such bases can be obtained again by taking associated Legendre polynomials with
m > 4, adding a function fj satisfying a-periodic boundary conditions, and applying
Gram—Schmidt to the resulting system (Theorem 3.19). In both cases, the basis ®
also satisfies Neumann boundary conditions.

We conclude with the following observation. While the domains corresponding to distinct
boundary conditions are not included into each other, the form domains corresponding to
Dirichlet, a-periodic, and Neumann boundary conditions satisfy

Hy((=1,1)) = D(gpir) € D(qw(a)) C Dlanen) = H'((=1,1)), (3.35)

where gpir, qw(a) and gneu are the forms associated with the respective Hamiltonians.
Thus, in all cases discussed in this work, Galerkin approximations favor the boundary
conditions corresponding with the smaller form domain. Interestingly, the prevalence of
Dirichlet boundary conditions also appears in other problems, see [56, Prop 4.14.1, p.759]
and [49, 57].

4 Proofs of Section 2

In this section we shall provide proofs for the general convergence properties stated in
Section 2, namely Propositions 2.8 and 2.11.

4.1 Proof of Proposition 2.8

To prove Proposition 2.8, we will use an adaptation of the methods in Ref. [11] to the
unitary case. To this purpose, we shall need some preliminary lemmata. We begin by
stating some basic properties of the Galerkin projector @, cf. Definition 2.7:
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Lemma 4.1. Let H : D(H) C H — H be a coercive self-adjoint operator, (Py)nen a family
of finite-dimensional orthogonal projectors satisfying P,H C D(H), and Hy, Ry, Qn be as
per Definitions 2.1 and 2.7. Then the following identities hold:

Furthermore, Q,, is a (not necessarily self-adjoint) projector: Q2% = Q.

Proof. We show these identities using the direct sum decomposition of all operators with
respect to the decomposition H = H,, ® H,-, with H,, = P,H, cf. Definitions 2.1 and 2.7.
The first one follows from

Hy Ry = (B, 031 ) (A7 © 031 ) = (Hal7Y) @ 0pgp = gy, ©0pp = P (4.2)
Besides,
Potn = (1@ 0y, ) (A @0y ) = (A7 @044 ) = Ry, (4.3)

thus clearly implying P,Q, = P,R,H = R, H = @,. From the first identity we directly
get

and, as D(Q,,) = D(H), H,Q, = P,H holds. For the third identity, recall (cf. Eq. (2.2))
that the evolution group U, (t) also admits a decomposition Uy (t) = Un(t) & 141 . Then,

Un(t) R = (Un(t) © Ty ) (H7' @ 0501 ) = (On(O)H; ) @ Oggs

= (B;100(1) © 03 = (B7" @ 0301 ) (Un(t) ® gy ) = Ruln(t). (4.5)

Finally, to show Q2 = Q,,, we begin by noting that Q? is well-defined, as P,H C D(H).
Using Eq. (4.3) and the definition of R,,, we get the following identities:

(1 - Py)Rn=Rp— Ry, =0, (4.6)
RyPy = (Hy' ® 0y ) Py = Ry (4.7)
Ro(1 = Py) = (H;' @0y ) (1= Py) =0, (4.8)

as P, acts on H,, as 1 and as 0 elsewhere. Then, inserting two identities into @2 and using
the first identity of the lemma and Eq. (4.7), we obtain

Q% = RyHR,H = Ry(Py+1 — P)H(P, + 1 — P,)RoH = R, P, HP, R, H
= RoHn,RyH = RyP,H = RyH = Q,,, (4.9)

which completes the proof. O

Remark 4.2. We point out that, in [11], the operator R,, is denoted by R, = H, 'P,. This
is an (ultimately harmless) abuse of notation, since, as previously remarked, the operator
H,, is not invertible—only its restriction ﬁn to the finite-dimensional space H,, is. Such an
abuse of notation essentially consists in identifying H, and H,. Here we decided to avoid
this abuse and keep the distinction between H,, and H, explicit.

The following property is a particular case of [11, Lemma 4.1|: here we adapt it to the
unitary scenario, and we provide a proof for completeness.
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Lemma 4.3. Let H be a coercive self-adjoint operator, and H,, and R, as defined above.
The following equality holds for all Y € H, t € R:

t
Ry (U(t) = Un(t)) H '1p = —1/0 Un(t — s) (Rn - PnH*) U(s)pds. (4.10)

Proof. We prove the statement for ¢ > 0; for ¢t < 0, the proof is analogous. To begin with,
we note that

U(t)Hé = HU(t)o, %U(t)gb — LHU (1) V6 € D(H), (4.11)
U () Hotp = HpUp ()0 %Un(t)w = —iH U, ()Y VpeH. (4.12)

Given t > 0, ¢ € H, define the H-valued function (0,t) > s — G, (s) € H by
Grn(s) = Upn(t — s)R,U(s)H 4. (4.13)

Since H~ !4 € D(H), the function s — U(s)H !4 is differentiable; as such, G,(s) is
a differentiable function through H for 0 < s < t. Applying the chain rule and using
Lemma 4.1, its derivative reads

d

an(s) = U, (t — 8)Ry(—iH)U(s)H ') — (—iH,)Uy,(t — s)R,U(s)H 4

= —iUp(t — $)RyU(s)¢ + iUy (t — s) P, H'U(s)3p (4.14)
= —iUn(t = 5) (Rp = PuH ') U(s)0,
On the other hand, using R, U, (t) = U,(t)R, (again by Lemma 4.1) and the definition of
Gn(t),
/ " () ds = Gu(t) — Ga(0)
o ds
=U,(t —t)R,U)H Y — U, (t — 0)R,U(0)H 14
= Ry, (U(t) = Un(t)) H ',

whence the claimed equality is obtained by integrating Eq. (4.14) and computing the
left-hand side by means of Eq. (4.15). O

(4.15)

We apply the previous lemma to the Galerkin projection Q.
Lemma 4.4. For all ) € D(H?) and t € R,

QU (1)) — Un () Qs = —i /0 Ut — $) Py (Qn — 1) U(s) Hep ds (4.16)

Proof. Let ¢ € D(H?). Then, using the identities R,U,(t) = U,(t)R, and P,Q, = Qn
(Lemma 4.1), and applying Lemma 4.3 to the vector H?*y) € H, we have

QuU ()Y — Un(t)Qntp = RyHU (t)H "H) — Uy (t) Ry HH ' H1p
= R, (U(t) — Up(t)) HH*)

— /0 Ut — s) (R — PuH ) U(s) H? ds

= —i /t Un(t — s) (Rn - PnH_1> HU(s)Hy ds (4.17)
Ot

_ _1/0 Un(t — 8) (RpH — P) U(s)He ds

=i [ Ualt = )P (@Qu = 1) Uls)Hy s,
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which is the claimed identity. O

Proof of Proposition 2.8. Let H be a coercive self-adjoint operator, i.e., there exists v > 0
such that (1, Hip) > 7||v||? for all t» € D(H). Thus, by Proposition 2.5, H is invertible
and |[H~|| < %; in particular, @, is well-defined. We now show that R,, is also bounded

by % To begin with,

(thn, Hothn) = (Un, Hipy) > 7|[th||* for all ¢y, € Hy, . (4.18)
Let ﬁn and 1/A)n be the restrictions of H,, and 1,, on H,,. Then,
(O, Hothn) = Y[l (4.19)

and, by the same argument as in the proof of Proposition 2.5, ||H || < % As R, =

Flgl © 0y, we have [|R,[| < % for all n € N. We now return to proving
7}1_)11&0“U(t)¢ U, ()Y||=0 YoeH,teR (4.20)

As U(t) and the U, (t) are unitary, and thus bounded operators, it is sufficient to prove
convergence on a dense set. We can choose the dense subspace D(H?), cf. [63, p. 180].
Then, given ¢ € D(H?), we have

IU@)Y = Un()y]| < [|U@)Y = @uU@)|| + [|QnU () — Un(t)Qni||
+ Un()Qnt — Un(t)¢]
= [[(@n = U @O)P] + [[QuU ()Y = Un () Qu|
+ ”(Qn - 1)"¢H :

Per assumption, lim,,_,||@Qn¢ — ¢|| = 0 for all ¢ € D(H). Since both ¢ and U(t)y are in
D(H?) C D(H), the first and third term above converge to zero. We must still prove

(4.21)

Tim [[QuU(6) — Un(BQuié]| = 0. (4.22)
For this purpose, consider the following function:
fa(s) = (@n —=1)U(s)HY[|, s€[0,1], (4.23)

which is well-defined since 1 € D(H?) implies H1y € D(H) and again U(t)Hv € D(H).
Then,

lim_f,(s) = lim [[(Qu — DU()HY| =0 Vs  [0,1] (1.24)
Furthermore, for all s € [0, ],
1(Qu = DU () HYI| = (R — H~1)U(s) B2 (4.25)
< IR = H IV ] < 212

as || Ry < % and |[H Y| < % as well. Thus, the functions f,(s) converge pointwise to 0 as
n — oo for every s € [0,¢], and are uniformly bounded by %HH 2y)||. Using Lemma 4.4,

IQuU ) = Un(@ul < [0t = 5)Pa (@u = 1) Uls)Hyds
< [@u - Us)mv] as
_ /0 " f(s)ds. (4.26)
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As [0,t] is compact and the f,(s) are uniformly bounded, by Lebesgue’s dominated
convergence theorem [59, p. 24| we get

lim [[QuU (1)) — Un()Quedl| = lim. / fuls)ds =0, (4.27)
which proves the claim. ]

Remark 4.5. This result could be alternatively proven by using the Kato—Trotter approxi-
mation theorem [69, p. 209]. The proof employed in the paper has the advantage of being
directly suitable to calculating state-dependent convergence rates for Galerkin approxima-
tions, which are especially useful for applications. For example, if v is an eigenvector of H
with eigenvalue E, the functions f,(s) as defined in Eq. (4.23) satisfy f,(s) < E||Qnv — ||,
whence

1QnU ()Y — Un(t)Qut || < Et[|(Qn — 195 (4.28)

in such a case, the convergence rate of each of the three terms in Eq. (4.21) essentially
depends on the (state-dependent) convergence rate of @, to the identity.

In general, the tighter the bound on the functions f,(s), the tighter the one on the error.
Applying such arguments to concrete models will be the object of future research.

4.2  Proof of Proposition 2.11

We begin by noting that, while in the definition of Galerkin projectors (Definition 2.1) we
required our operator H to be coercive ((1, H) > v||¢||?> with v > 0) and thus to admit
a bounded inverse, Proposition 2.11 only requires boundedness from below—i.e., with ~
possibly being zero or negative. As anticipated in Remark 2.6, this is possible since any
symmetric operator bounded from below only differs from a coercive one by an immaterial
shift. For this purpose, we need to check that such a shift does not affect the Friedrichs
extension—that is, the Friedrichs extensions of two operators only differing by a constant
differ themselves by the same constant:

Lemma 4.6. Let A: D(A) C H — H be a densely defined symmetric operator bounded
from below, b € R, and B = A+b. Then the Friedrichs extensions A, B of A and B satisfy
B=A+b.

Proof. By assumption, there is v € R such that (1, Ay) > ~|¢||? for all ¢ € D(A).
Consequently,

(¥, BY) = (1h, A + by > (v +b)[|[¢)]|> Vo € D(B) = D(A). (4.29)
. (2.15): for
all p € D(A) = D(B),
= qa—y (¥, 0) + |9]> = (¥, (A= v+ 1)¥) (4.30)
1013 5 = aB—v—s(¥,0) + W[ = (1, (B —v—b+ 1)), (4.31)

+.4 = |[¢¥||4,B for all ¢ € D(A) = D(B), and so clearly are the form domains of
their Friedrichs extensions:

D(aa_y) = DA 4 — BB 2~ gy ). (4.32)
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Let A and B be the Friedrichs extensions of A and B; we claim B = A + b. To this extent,
it suffices to note that B — b is a self-adjoint extension of A, since

(B —b)y) = Bt) —byp = Ay for all 9 € D(A) = D(B), (4.33)

and its domain is simply

D(B —b) = D(B) C D(ip—-1) = D(Ga—) - (4.34)

But A is the only self-adjoint extension of A whose domain is a subset of D(§a—) (cf. Def-
inition 2.10). Thus B — b = A. O

Proposition 4.7. Let H : D(H) C H — H be a coercive self-adjoint operator, (Py)nen @
family of orthogonal projectors satisfying P,H C D(H), P,P,, = P, for alln < m, and
Ppty — o for ally € H. Define

Han = | PuH, (4.35)
neN

and let Hgp be~the restriction of H to Han. Then Hgy is densely defined, symmgtm’c and
positive. Let Hgy, be the Friedrichs g:{:tension of Hqn, cf. Definition 2.10, and @, be the
Galerkin projection associated with Hgn, cf. Definition 2.7. Then

lim Quip =1 for all ¢ € D(Hgy). (4.36)

n—00

Proof. To begin with, let us check that Hg, is densely defined, symmetric and positive.
The fact that Hgy is dense follows directly from the property P,y — : given ¢ € H,
the sequence (Pp1)nen C Han converges to ¥. As H is symmetric, its restriction Hgy, is
also a symmetric operator. Furthermore, per assumption there exists v > 0 such that
(v, H) > 7||v||* for all v» € D(H), and therefore its restriction Hg, also satisfies

(e, ) = (o, Hanp) > 7|l 0||? (4.37)

for all ¢ € Hgn. As such, Hg, has a Friedrichs extension Hgy, : D(ﬁﬁn) C H — H whose
associated quadratic form ¢ also satisfies

(0, ) = (¢, Hinp) > 7llpl> Vo € D(Hin) .- (4.38)

Besides, as ¢ is a symmetric positive form on the linear space D(Efﬁn), it satisfies the
Cauchy—Schwarz inequality:

(v, 0))* < dle, 0)a(, ) Vo, v € D(Hgy) . (4.39)

Also notice that, by the very definition of Hg,, PoH C Han = D(Han) C D(ﬁﬁn).

The two operators H and Hp, are, in general, distinct self-adjoint extensions of Hgy.
However, since P,H C Hgn, the corresponding Galerkin approximations, P,H P, and
P,H;, P, actually coincide:

H, = P,HP, = P, Hs, P, = Hin,,  foralln €N, (4.40)

while the corresponding Galerkin projectors, cf. Definition 2.7, generally do not. In the
following, let ),, be the nth Galerkin projector associated with Hg,. We claim the following:

|Quo =¥l =0 for all ¥ € D(Hg,). (4.41)

lim
n—0o0
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Let 1 € D(Hgy), n € N, ¢, = Qn1p and H,, = P,H. Then, using Eq. (4.40) and Lemma 4.1,

Hnwn = ﬁﬁn,n@nw = Pnﬁﬁnwa (4’42)
and therefore
(Hptn, ¢n) = <PIﬁnw, ¢n> for all ¢, € H . (4.43)
Thus,
<¢n7f{ﬁn(¢ - wn)> =0  forall ¢, € Hn, (4.44)
and in particular i
(n, Hin (1) — b)) = 0. (4.45)

As such, for all ¢,, € H,, we have

G — Y = n) = (¥ — Y, Hin () — ) )
= (v — 6, (¥ — )
= (= 6n, 0 — ), (4.46)

whence, using Eq. (4.46) and the Cauchy—Schwarz inequality Eq. (4.39), for all ¢,, € H,,
we have

‘5(1/) — Yn, Y — wn)‘ = ‘Q(¢ — Gy — %)’
<A = bna ¥ — o)A — Y — ), (4.47)

and therefore

|(j(1/1 - ”Lﬂn, 1/} - wn)| < ‘(j(d} - %ﬂb - ¢n)| for all ¢n € %m (4'48)

that is, the absolute value of ¢(¢) — ¢p, 1 — ¢y,) for ¢, ranging in H,, reaches its minimum
at 1. Finally, using the coercivity of ¢ (Eq. (4.38)) and Eq. (4.48), we obtain?

1@ntp = ¥l* = |l — on?
< 2506 — Yy — )
5
S lé("b - ?bmw - ¢n)
v
< iw — énl2 for all ¢, € Hp, (4.49)

with the norm || - ||+ as defined in Eq. (2.15). )
Now, recall that, by Definition 2.10, the domain of the Friedrichs extension D(Hg,) of
Hg, satisfies
. T I
D(Hgw) € D(Hpa) " = JrH (4.50)
neN
Let € > 0. By the equality above, there exists N. € N and ¢n. € Hy. such that

[ = onell+ < ey (4.51)

2This is a special case of Céa’s lemma [19], which gives general bounds on Galerkin approximations with
respect to suitable norms on Banach spaces [20, p. 64].
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besides, clearly ¢n. € H, for every n > N, as well since we required P, P, = P,, for all
n > m. By combining Egs. (4.49) and (4.51) we finally get, for all n > N,

1Qny — 9|l < Tllw PN+ <€ (4.52)

and thus lim, e ||Qntb — || = 0 as claimed. O

Remark 4.8. Note that, in the proof of Proposition 4.7, the fact that Hg, is precisely the
Friedrichs extension of Hg, (and not any other self-adjoint extension of it) entered our
argument when applying Eq. (4.50), since the Friedrichs extension of Hg, is its unique
self-adjoint extension satisfying this property.

Proof of Proposition 2.11. Let us start by proving the claim for coercive H, i.e. there is
v > 0 such that (¢, Hp) > 7l|[1b||? for all v» € D(H). In this case, by Proposition 4.7 we
know that the Galerkin projectors Qn associated with the Friedrichs extension Hg, of Hgy
satisfy
lim Quip =1  for all v € D(Hgy), (4.53)
n—oo

which implies, by Proposition 2.8,
lim Up(t)yy =U(t)y forall ¢ € H. (4.54)

Let us now consider the general case in which H is bounded from below by some possibly
nonpositive v € R. In such a case, let A := H — v+ 1. This is clearly a coercive operator,
since (1), Ay) > |[1]|?; besides, Ag, = Hgy — v + 1 and, by Lemma 4.6, their Friedrichs
extensions also differ by the same constant,

Aﬁn = ﬁﬁn -7+ 1; (455)
The Galerkin approximations of the two operators satisfy
Ay, = P, AP, = H, + (1 — )Py, (4.56)

and, recalling the decomposition H, = H, ® 04,1 and noticing that P, = 1y, ® 041,
Ap=Ap @1y, = (f{n +1-— 7) ® 0gy - (4.57)

As such, defining T(t) = e~itAmn and T,,(t) = e *4n the first propagator only differs from
U(t) by a phase term:

U(t) = 0= (¢); (4.58)
and, as for T,,(¢) and U,(t), we have

Ty (t) = e 0=t gy g (4.59)

Un(t) = e @ 1y, (4.60)
whence

ei(lf'y)tTn(t) _ efitf{n @ ei(lf'y)t]lH#
¢ 1y, 4 0y, @ (@07 1)1y,
= Un(t) + O3, @ (700 — 1)1y, (4.61)
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implying

Un(t) = U (t) = el (T () = T(1))
+ 05, ® (1 — N1, 1 (4.62)

the first term converges strongly to zero as discussed above, and the second term also
converges strongly to zero since P, converges strongly to the identity, thus completing the
proof. O

5 Proofs of Section 3

In this section we shall provide proofs for the convergence statements on the Laplace
operator on (—1,1), namely: Propositions 3.10, 3.16, 3.18, and Theorem 3.19.

5.1 Proof of Proposition 3.10

Proof of Proposition 3.10. Let qp : D(Hg) X D(Hg) — C be the sesquilinear form associ-
ated with Heg,

+1_
) V()¢ (z) da, (5.1)

Go(t,0) == | Y(2)¢(zx) dz =

+1
- -1
where, in the last step, we performed an integration by parts and used the fact that all
functions in Span @ satisfy Dirichlet boundary conditions. Therefore, Hg is a nonnegative

operator, and the form gg is closable; the closure of g3, which we denote by §g, is defined

on D(H¢)||.”+, where the norm || - ||+ is given by
D113 = lI¢'11* + 12, (5.2)
and thus, in particular, coincides with the Sobolev norm || - |1, cf. Eq. (3.2). We claim

the following equality:
D(Ha) ' = Hh(~1,1)). (5.3)

We begin by proving D(H@)”'H+ C H{((—1,1)). Let v € D(Hq))H'”Jr, meaning that there
exists a sequence (¢ )nen C Span ® such that ||, — ||+ — 0, i.e.

lthn =9l =0 and |y, — 4[| = 0. (5-4)

Necessarily, ¥ € H'((—1,1)); we must prove that it also satisfies Dirichlet boundary
conditions. By Proposition 3.2, ¢ is continuous up to the boundary (in the sense that it
admits a continuous representative, with which we hereafter identify it). Now, ||t —1| — 0
implies that there exists a subsequence (¢, )ren C Span ® such that ¢, (x) — ¥(z) almost
everywhere [64, p. 312]; since 1 is continuous, ¥y, (x) — 1 (x) everywhere. But then, in
particular,

P(—1) = lim by, (—1) =0, P(1) = lim ¢y, (1) =0 (5.5)
k—o0 k—o0
since each 1)y, satisfies Dirichlet boundary conditions. This proves the desired inclusion.

We now proceed to prove the converse inclusion mll’h D H{((=1,1)). Let ¢ €
H{((—1,1)), and thus ¢’ € L*((—1,1)); besides,

= [ @) de=v(1) - p(-1 =0, (5.6)
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whence ¢/ € {1} = Span ®, implying that there exists a sequence (£,),en C Span @/
such that [|&, — 1’| — 0. But then, by linearity, each &, is the first derivative of a function
Yy, € Span @, i.e. there exists a sequence (1, )neny C Span @ such that

[y, =4l = 0. (5.7)

Furthermore, as ® C H((—1,1)), both 1, and 9 are in Hj((—1,1)); as such, Poincaré’s
inequality (Proposition 3.4) applies:

[4hn = Il < lleb, — 'l = 0, (5.8)

and thus ||, — ¢||+ — 0. This proves the desired inclusion, and thus the claimed
equality (5.3).

We have thus proven that the domain of the closure §g of the sesquilinear form associated
with Hg is Hj((—1,1)); as such, the Friedrichs extension Hg of Hg admits Hy((—1,1))
as form domain, and in particular D(Hg) C HA((—1,1)). By the general properties of
Friedrichs extension (Proposition 2.9), Hyg is also the unique self-adjoint extension of Hg
such that D(Hg) C Hj((—1,1)). But the Dirichlet realization Hp;, of the Laplace operator
has domain

D(Hpy) = Hy(—1,1)) A HA(~1,1)) € HY((—1,1), (5.9
1,1

cf. Remark 3.9, and is itself a self-adjoint extension of Hg since ® C H{((—1,1))NH2(( )
by assumption. By the aforementioned uniqueness of the Friedrichs extension, Hp =
HDir- O

~—_ —

5.2 Proof of Proposition 3.16
Proof of Proposition 3.16. We will prove the following equality:

Span (le);zm = {1}4, (5.10)

which, of course, implies the claimed equality Span (p}”);>m = {1}J- since the linear span
is unaffected by normalization factors. B
Let m > 4 fixed. We start by proving the inclusion
Span (P™)).  C {1}*. (5.11)

I>m

To this purpose, recall that the associated Legendre Polynomials for m > 4 fulfill Dirichlet
boundary conditions (Proposition 3.15), whence

1
)= P (a) da = P{(1) — B(-1) = 0. (5.12)

By linearity, this readily implies (1,%) = 0 for all ¢ € Span (le);>m, furthermore, by the
continuity of the scalar product, the same holds for all ¢y € Span (le)2>m

We shall now show that, in fact, the two sets are equal. Let us begin by showing the
following equality for all n € N:
n

Span (P/™);"" = Span ((1 - x2)m/2xl)

l=m —

LY (5.13)

To this purpose, let 1) € Span (P/™)""; from the definition (3.23) of associated Legendre

l=m"
polynomials, this means that there exist ¢y, ..., ¢m+n € C such that
m-+n N /2 dm m-+n
= P (x) = (1 — =)™ —— P, 5.14
P(x) l;n abP"(z) = (1—-2%) Lo ;n aPi(x) (5.14)
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and thus also

dam m-+n
2\m/2
¥@) = (=P S () (5.15)
with ¢ = ... = ¢,—1 = 0. But, since Span(Pl)”H'” = Span(z!)"{" (Eq. (3.24)), this is
equivalent to stating that there exist ¢1,...,¢nin € C such that
jp dm 2vm/2 e !
W(z) = (1—.7} )™ o lz(:) Claj‘ =(1—-z9)™m l;ﬂcll(l—l)...(l—m—i-l)x
n
=(1—2)"™2Y Guml+m)... (1 + 1) (5.16)
1=0

=3 Gm(l+m).. (L4 1)(1 - 2?)™/ 2,
=0

thus being equivalent to ¢ € Span ((1 — x2)m/2ml)ln_0, which proves Eq. (5.13). The latter

implies

Span ((P™))]™ = Span Sy; (5.17)
Span ((P™)'),=, = Span, (5.18)

where S’n = (u)]y and S := (v);2,, with each v;(x) being the first derivative of (1 —
22)™/ 2! namely:

v (x) = i(1 — )25t = (1 — 2?2/ (l:pl_l —(m+ l):vl'H)

dx
=va(2) (127" = (m+ Da't) Vi>0, (5.19)
vo(z) = %(1 —22)20 = (1 — 22y

v_1(x)(—mz), (5.20)

where we defined v_; () := (1 — 22)"/2~1. Then the following equality holds:

l n+1
Span (S, U {v_1}) = Span (v_l x )l—o Yn>m. (5.21)

Indeed, let ¢ € Span (S, U {v_1}). Then there exist cg,c1,...,cpt1 € C such that

Y(z) =v_1(x) (co + c1(—mx) + iczﬂ (l:cl’l —(m+ l)xl“))

n+1

x) Z dyt,
=0

where, by a direct comparison of the two sums in the above equation, the coefficients
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dg,di,da, ... ,dyt1 are defined through

do = co + c2;
dy = —mcy1 + 2c3;
dy = —(m + 1)co + 3ey;

di=—(m+1=1)c + (I +1)ciy; (5.22)

dp—1=—(Mm+n—2)cp—1 + ncpia;
dp=—(m+n—1)cy;
dny1 = —(m +n)cpy1,
which can be recast as a matrix equation: d = Ac, where d = (dp,d1,...,dp+1)7, ¢ =
(cos¢1y---y¢nt1)T, and Ais a (n+ 1) X (n 4+ 1) upper triangular matrix whose diagonal

elements are all nonzero; as such, A is invertible and the relation above can be inverted.
Therefore, 1) € Span (S, U {v_1}) if and only if ¢ € Span(v_1 !)]"!;". This proves Eq. (5.21)
for all n € N. From Eq. (5.21), we then get

Span (S U {v_1}) = Span (v_1 xl)zo. (5.23)
At the same time, replacing m with m — 2 in Eq. (5.13), we obtain
Span (le_Q)ZJ::; = Span ((1 = xQ)m/zflxl)ln:O = Span (v_la:l>7:0 , (5.24)
which implies
Span (le_Q)loim_Q = Span (v_lxl)zo . (5.25)
Consequently, equating Egs. (5.23) and (5.25), we get
Span (S U {v_1}) = Span (-le_2>;:m72 : (5.26)
and finally, taking closures,
Span (SU {v_1}) = Span{P" 2}, =H, (5.27)

where in the last step we used the fact that (P}, _5);>m_2 is a complete orthonormal set in
H.

We now claim that v_; € Span(S U {1}). To begin with, because of Eq. (5.27), for every
€ > 0 there exist a. € C and u. € Span S such that

11— (aev_1 +ue)| <, (5.28)
whence, by the Cauchy—Schwarz inequality,
(1,1 — (aev—1 +ue)| < LT — (cev_1 +ue)|| < V2. (5.29)

The left-hand side of the equation above can be computed explicitly: indeed, (1,1) =
J1, dz = 2, while (1,v_;) computes to

_ [ mje—1 5. _ VwL(m/2) -
(l,v,1>—[1(1—x2) /2 1dx—m—. Fom > 0; (5.30)
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finally, (1,uc) = 0, since uc € Span S = Span{(P/")'};°,, (Eq. (5.18)) and the latter is
contained in {1}+ (Eq. (5.12)). As such, Eq. (5.30) becomes

12 — Qehim| < V2, (5.31)
whence, by the reverse triangle inequality,
12 = || fim| < |2 = Qckim| < V2. (5.32)
This holds for all € > 0. Let us take € < 1; then
12 — |ae|fm| < V2 (5.33)
and therefore |a.|ky, € (2 — V2,2 + v/2); in particular, a, # 0. But then Eq. (5.28) can be

written as
1 — .

v_1 —

|| <e (5.34)

€

whence, using |o |t > 2 — V2,

1 — . € €ERm

< — < —F.
el T 2 -2

As Kp,/(2 —V/2) is an e-independent constant, we have shown that indeed v_; is in
Span(S U {1}).

We can now wrap up our proof. Since v_; € Span(S U {1}), we have Span (SU{v_1}) C
Span(S U {1}) and thus, taking closures,

Vo — (5.35)

€

Span (S U{v_1}) C Span(S U {1}); (5.36)

but, on the other hand, we had already proven Span (S U{v_1})) = H; therefore the
equation above yields Span(S U {1}) = #, which is the desired claim. O

5.3 Proof of Proposition 3.18

We will now prove sufficient conditions for the convergence of U, (t) to the evolution group
Uw (a) (t) generated by the Laplacian with a-periodic boundary conditions. In the following,
a € [0,27) shall be fixed.

Lemma 5.1. The subspace of H'((—1,1)) defined by
Hper(—1, 1) = {F € H'((-1,1)), f(=1) =€F(1)} (5.37)
is closed with respect to the norm |-||4+ defined by ||¢]|2 = ||[v/||* + ||¢]1?.

Proof. Let ¢ € HY o, ((—1, 1))”'”+. Then there exist (¢Yn)nen C Hy, per((—1,1)) such that
190 — ¥n|l+ — 0, and therefore 1 € H'((—1,1)). We follow analogous steps as in the proof
of Proposition 3.10: without loss of generality we can assume that 1 is continuous up
to the boundary (see Proposition 3.2). |[v) — ty,||+ — 0 implies ||t — ¢y, || — 0 and thus
there exists a subsequence v, with ¢y, () — ¢ (x) almost everywhere [64, p. 312]: as 9

is continuous, ¥y, (z) — ¥(z) for all x € [—1,1]. Consequently,
Y(=1) = lim ¢y, (=1) = lim e, (1) = (1) (5.38)
—00 k—ro0

Thus, ¢ € HY . ((—=1,1)). O

a,per
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Note that, differently from the Dirichlet case, D(Hy () S Hy per((—1,1)) NH2((—1,1)).

Lemma 5.2. Let ® = (¢;)ien be a complete orthonormal set of L*((—1,1)) satisfying the
following additional properties

(7’) ¢ C D(HW(a)):

(ii) There exists ¢o € ® with ¢o(1) # 0 such that Span @ = {1}+,

where ® = {p(z) — ¢(1 QSO( ), ¢ € ®}, and ' denotes the set of derivatives of elements of
®. Then the symmetmc operator Hg defined by

D(H@) = Span (I), Hq>¢ = —1#” (539)
has a Friedrichs extension equal to the a-periodic Laplacian Hyy (o) with domain D(Hyy(q))-

Proof. We follow the same strategy of the proof of Proposition 3.10, starting with showing
that the quadratic form go : D(Hy) x D(Hg) — C given by qo (¢, @) = (¢, Hayp) is positive:

+1

+1_ +1_ S
G, 0) =~ | D@y (@) de= | V@) (@) de - [p@) ()] >0.  (5.40)

-1 -1 -1

The boundary term vanishes as ¥(—1)¢’(—1) = el@)(1)el*¢’ (1) = ¥(1)¢'(1). Thus, gg is

closable with closure Gp. The norm || - ||+, defined as in Definition 2.10, is again equal to
1911% = g (v, ) + 19112 = [¢']* + [l (5.41)
We claim the following equality:
- Sl
D(Ga) = D(He) " =Hapu((-1,1)). (5.42)
The right-hand side is indeed closed with respect to || - ||+, as shown in Lemma 5.1.
We begin by proving D(H. )” I+ H Jor((—1,1)). Let ¢ € D(Hq;)” I+ Then there

exists a sequence (¢n)nen € D(Hg) such that ||¢p — ¢,|l+ — 0, and therefore, ¢ €
H!((—1,1)). Besides, following the same steps as in the proof of Lemma 5.1, one readily
shows

Y(=1) = ep(1), (5.43)
whence ¢ € HJ, per((=1,1)).

We now prove the inclusion Hy, ., ((—1,1)) C D(H. )H I+ Let Y e HY Lo ((—1,1)), ie
Y € HY((—=1,1)) and ¥(—1) = e!%)(1), and define

5 o )
$o(1)

Then, as per assumption ¢o(1) # 0, ¥(£1) = 0, and as both 1, ¢g € H ((—1,1)), we get
Y € Hy((—1,1)). According to assumption (7i), Span ® = {1}*. Following analogous steps
as in the proof of Proposition 3.10, cf. Eqgs. 5.6-5.8, there exists a sequence ("En)neN C
Span ® such that ||{) — 9|+ — 0. Let

do(x) - (5.44)

Y(1)
$o(1)

Yn(x) = Pn(z) + ¢o(x) . (5.45)
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Per definition, Span® C Span®. Then, as ¢y € ® and ¢) € Span @, all ¥, € Span ® as
well. But

P(1)
$o(1)

proving the desired inclusion. Thus, the form domain of the closure §p is equal to
HY, Je:((=1,1)). For the domain of the a-periodic Hamiltonian Hyy(,) the following inclu-

a,per
sions hold:

1Y — nll+ = HiﬁﬂLm%—in— %o

= —tnll+ — 0, (5.46)
+

D(Hs) C D(Hyw(a)) C Haper((=1,1)). (5.47)

Thus, Hy () is a self-adjoint extension of Hg and its domain is a subset of the form
domain of Gg; by uniqueness of the Friedrichs extension (Proposition 2.9) we get the desired
equality Hp = Hyy(q)- O

Proof of Proposition 3.18. We claim that Hyy () is the Friedrichs extension of the operator
Hgy, given by
D(Hww) = |J PH, (5.48)
neN
where the P, are the projections on the first n elements of ®. Indeed, Hyy ()¢ = —¢”,
D(Hyy(q)) = Span @, and as ® satisfies the conditions of the previous Lemma 5 2, Hy(a)
is the Friedrichs extension of Hg,. Then, using Theorem 2.11, the result follows. ]

5.4 Proof of Theorem 3.19
Proof of Theorem 3.19. We show that the basis

(1)ien = GS(fo, (P )k>m)

fulfills the two conditions of Proposition 3.18. To this end, notice that we can write ¢;, the
Ith element of the Gram-Schmidt orthogonalization of fy and (p}*)k>m, as

di(x) = l)f )+ ZW}C pk+m (), (5.49)

with coefficients ) and ’y,(cl) in C. In particular, ¢g = fo. Since the associated Legendre

polynomials have zero boundary data (Proposition 3.15), ¢;(£1) = U fo(£1) and Py(£1) =
BWY fb(£1). Therefore ¢ fulfills condition (4) of Proposition 3.18: ¢; € D(HW(Q)) for all 1.

We now show that they also fulfill condition (i7). To begin with, we show 71 7& 0 for
1>1. As fo(1) # 0, fo is linearly independent from the (in itself linearly mdependent) set
(PP e 1)2, 1- Thus, pi,, ;1 is also linearly independent from the set (qbk) . Therefore,

when adding the function pj’t,, ; to the orthogonal Set (gi)k) usmg the Gram Schmidt

algorithm, the resulting coefficient 71() is non-zero: 'yl 7€ 0. Furthermore using Eq. (5.49)

and noticing that ¢;(1) = 8Y fy(1) since all other terms in the sum vanish there, ¢; € ® is
given by

Pi(1)
fo(1)

l
Z Tk pk+m 1 (

- {
3@ = i) = 2 @) = 80 oo +Zv,i”pk+m1 Rkt LD

Accepted in {Yuantum 2026-01-17, click title to verify. Published under CC-BY 4.0. 34



Next, we show the following equality for n € N and n > 1:

Span(¢)j; = Span(p}"); =" (5.51)

l=m

Let 1) € Span(¢;)l,. Then, there exist coefficients (¢;)_; such that

n o1 n
Y= Z aer = Z Z fyl(ﬁl)pzl—‘rm—l = Z dkpzl—i-m—l > (552)

=1 1=1 k=1 k=1

where we used (5.50) for the second equation. Comparing the coefficients, we get
n
dp =YW vi<k<n, (5.53)
I=k

which we can write, similarly to Eq. (5.22), as a matrix equation d = Ac, where d =
(d1,ds,...dy)*, ¢ = (c1,¢2,...,¢,)" and A is an n x n lower-triangular matrix whose
diagonal elements %(l) are, as shown above, nonzero; as such, A is invertible. Thus,
Y € Span(¢y);., if and only if ¢ € Span(p{”)?jnzl_l. Taking n to infinity and using
do = fo — fo =0, we get }

Span(¢)2g = Span(p]")iZ,, - (5.54)

Using Proposition 3.16, we finally obtain

Span(¢))i°, = Span((p"))i,, = {1}*, (5.55)

which is condition 77) of Proposition 3.18, thus concluding the proof. O

6 Concluding remarks

In this work we have provided a detailed discussion on the convergence—or lack thereof—of
the solutions of the Schodinger equation generated by finite-dimensional truncations of a
given quantum Hamiltonian H with finite ground state energy on a Hilbert space H via
a family of projectors (P, )nen converging to the identity. Not surprisingly, the success
or failure of this approximation method crucially depends on the specific choice of P,:
for example, if one discretizes with respect to a given orthonormal basis (¢;);cn, different
choices of basis can lead to very different results.

Surprisingly enough, however, a relatively simple criterion for the outcome of the method
can be found. To begin with, one restricts H to the union of all finite-dimensional spaces
P, H (which, as a direct consequence of infinite-dimensionality, is not simply equal to the
whole H), thus obtaining a symmetric, not self-adjoint operator Hg,. Then:

1. if Hgy to this space is still essentially self-adjoint (i.e., it admits a single self-adjoint
extension, necessarily coinciding with H), then the correct solution is obtained in
the limit n — oo, and we do not need to worry;

2. if Hgy has multiple self-adjoint extensions, with H only being one of them, then the
truncated solutions will reproduce, in the limit n — oo, the one corresponding to a
specific self-adjoint extension of Hg, among all others: its Friedrichs extension.

Let us rephrase this in a slightly more appealing way. Finite-dimensional truncations
are guaranteed to work only if they ensure that “not too much information about the
physics” of the system is lost, so that Hgy is still essentially self-adjoint. If, instead, we
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lose such information when truncating, physics cannot help us choosing the correct self-
adjoint extensions—in this case, mathematics makes this choice for us, always selecting
the Friedrichs extension among all others. Since Hg, can either admit one or infinitely
many self-adjoint extensions, in the second case there are simply infinitely many ways we
can take the wrong choice. And once again, numerics cannot generally help us in this case:
what we will see is that the solutions, as n — oo, are converging to a legitimate, normalized
wavefunction. Without mathematics, we just cannot trust this wavefunction to correspond
to the physics we want to reproduce. Morally, not only must the basis be suited to the
particular physical situation we aim to reproduce: they should also be unsuited to similar,
but distinct ones.

To put this machinery in motion in a case where we do have the exact, analytical
solutions at hand, we went back to the essentials, and analyzed the particle in a box—a
case in which different self-adjoint extensions of Hg, are conveniently mapped in different
boundary conditions—proving that it is indeed possible to find choices of discretization
bases such that things go spectacularly wrong: namely, one can as well find themselves in
the position of the unlucky student in the “thought homework” presented at the start of
this paper, reproducing in the limit n — oo the right solution for the particle in the wrong
box.

In this case, at the very least, we could come to the aid of our (imaginary) unfortu-
nate student by just computing the exact analytical solution corresponding to the desired
boundary conditions, and comparing it with the numerical one. For most complex quan-
tum systems of research interest, e.g. in the context of quantum chemistry, obtaining
analytical solutions is however out of question. In such cases, a wrong choice of basis can
cause analogous issues that just go undetected: all we observe is that our computers yield
a legitimate solution for each n, and that the solutions stay normalized as n grows.

Our work motivates a more careful study of finite-dimensional truncations in the broader
context, and stimulates a discussion between “practitioners” performing numerics and the-
oreticians applying functional analysis. In particular, it would be interesting to bridge
between rather abstract domain issues on the one hand and practical convergence issues
encountered in the numerics, as well as sufficiently general tricks to avoid them. This will,
of course, require thinking outside the box.
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A Exact time evolution for Dirichlet and periodic boundary conditions

In this appendix, we calculate the exact time evolution of the the Dirichlet Laplacian,
Upir(t) and the periodic Laplacian Upe(t) at time ¢t = 2. This is used in Example 3.8 to
show that the two time evolutions can be maximally different at specific times, cf. Figure 3.

In the following, as in Section 3.1, we set H = L?((—1,1)), and we denote by Hp; and
Hiper the Laplace operator with Dirichlet and periodic boundary conditions (Definition 3.6),
with Upir(t), Uper(t) being the corresponding unitary propagators. Furthermore, given

Yo € H, we use the following notation:

Ypir(231) = (Upie()0)(2) , Pper(w;t) = (Uper(t)0)(2) - (A1)
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Proposition A.1. Let g€ H andt = %. Then
Ypir(2;4/m) = —to(—x). (A.2)

Proof. The eigenfunctions v; and eigenvalues E; of the Dirichlet Laplacian are given by
(cf. Example 3.7):

E; = jT’ j(x) = sin (‘];T(:L‘ + 1)) , j>1. (A.3)

For odd j the wavefunctions are symmetric, and for even j anti-symmetric:

Yoj1(—2) = Y2j41(x),  oj(—x) = —tpg;(x), neEN,n>1 (A4)

As such, we can define projectors onto the symmetric (P;) and anti-symmetric subspace
(P,) of H by means of the following expressions:

Po:H—H, Pap=> (doji1,) i1,
=0

Po:H—H, Pap= (thy, 1)y,

J=1

(A.5)

and by construction

(Psﬂ))(—l‘) = (Ps¢)(x)v (Paqb)(_aj) = —(Pa¢)($)» P+ Py =19, Vi eH. (A6)

Using the spectral theorem and Eq. (A.3), the time evolution of an initial state vy reads
at time ¢

Upie(t)tho = > e 7P (5, 4p0) ) . (A7)

Jj=1

Inserting ¢ = % and using E; = L ¢

nserting ¢t = — and using Lj = “5—, we ge
2 2 e

Ui () o = 327582 (g, 00) 5 = S0 (w,00) 0
j=1

=1

o - (A.8)
= = (a1, V) Yojr + > (P25, 9) whaj = —Pabo + Patho,
=0

j=1

where in the last line we split the sum into even and odd parts and used the definition of
the projectors in Eq. (A.5). Finally, by Eq. (A.6),

Upie ('3 ) o = =Pt + Pty = ~(Pati) (=) — (Puth)(~2) = ~to(~2),  (A9)

thus completing the proof. ]
Proposition A.2. Let g € H andt = %. Then the periodic time evolution of ¥y reads at
t=4/7

Uper(z;4/7) = Yo (). (A.10)
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Proof. The eigenfunctions ¢; and eigenvalues £ of the periodic Laplacian are given by
(cf. Example 3.7):

1 ..
E; = §%n2, Pi(x) = —e_””(mﬂ), jEL. (A.11)

V2

As they form a complete orthogonal set, summing over their respective projectors yields
the identity:
YW= VheEH. (A.12)

JEZL
Using the spectral theorem and Eq. (A.11), the periodic time evolution of the initial state
Yo at time ¢ reads

Uper(t)w() = Z e_iEjt <'¢ja ¢0> %’ . (A13)

JEZL
Inserting t = %, E; = j?7% and using Eq. (A.12),
4 224
Uper <F> o= e VTR (thy,ho) 5 =D (5, o) ¥y = o, (A.14)
JET =/
thus completing the proof. O

Corollary A.1. Fort = % the Dirichlet and periodic time evolutions are maximally
different, in the following sense: the operator norm of their difference reads

o (3 ()] -

Proof. Clearly the difference between two unitaries is always bounded by 2. To show that
the equality holds, just consider any even wavefunction vy, i.e., ¥g(—x) = ¥o(x). Then, by

Propositions A.1 and A.2,
4 4
UDir () ¢0 - Uper () %
7r 7

which proves the claim. O

= 2[4l (A.16)

Finally, we remark that the exact time evolution generated by the Dirichlet Laplacian
for arbitrary rational times ¢ = q%, p,q € N (in units of %) was famously discussed by
Berry in [58]. Similar techniques can be applied to other boundary conditions.

B Expansion coefficients in the associated Legendre polynomials

In this appendix we show how we obtained the numerical data in Figure 1, and how similar
plots can be obtained. To this extent, let us begin by finding a computable expression for
the state-dependent approximation error ||Uy(t)vow — Uw (t)¢ow ||, with 1w being an
eigenvector of the corresponding realization Hyy of the Laplace operator,

Hyyvpow = Eo,wbo,w- (B.1)
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In this case, given any orthonormal basis (¢;);en, one easily gets

o0

1Uw (&) o.w — Un(®)bow |I” =D (e, Uw (B)tbow — Un(t)toow) (B.2)

N
Il
=)

lexp(—iEowt) (¢1, bow) — (o1, Un(t)tow)|?

[e.9]

+ > Jexp(—iEowt) — 1 |{¢r, vow) | (B.3)
l=n+1

lexp(—iEowt) (¢, ow) — (b1, Un(t)ow )|

I
M=

N
Il
=)

M=

N
Il
=)

+ Jexp(—iEowt) — 17 <1 - i \<¢l,¢o,w>|2> , (B4

=0

where we used the property e_itHW@Z)O,W = e_iEO*Wtw()’W, as well as the fact that H,, by
construction acts trivially on the vectors ¢; with [ > n. No infinite sum is thus required
to compute the error in this case.

In the following we choose the normalized associated Legendre polynomials (p*)i>m
as orthonormal basis, and we consider the two cases of Dirichlet and periodic boundary
conditions, for which all eigenvalues and eigenvectors are known. In these cases, to compute
the quantity in Eq. (B.4) we need to compute the following quantities:

e the expansion coefficients (¢, 9o w) of the eigenvector ¥ w in the basis (¢;)en;
e the quantities (¢, Uy, (t)vo.w).

As we will see, the expansion coefficients of both Dirichlet and periodic boundary conditions
can be evaluated exactly; this is done in Sections B.2-B.3. To compute (¢, Up(t)vo,w),
we adopt the following strategy:

1. We evaluate exactly the matrix elements (p;*, Hyp}') of the Laplace operator, which
gives us the exact expression of H, for every fixed n. This is done in Section B.1.

2. We then determine the exponential U, (t) = e i» numerically via direct matrix
exponentiation.

For the latter purpose, we use the python library mpmath [70], which provides arbitrary
precision floating point arithmetic. This allows us to avoid overflow issues when dealing
with large factorials and determine U, (t) with high precision. In particular, we used a
precision of 500 decimal places; at this point further increasing the precision did no change
the results.

Before going through the calculations, we state some auxiliary lemmata on the deriva-
tives of the associated Legendre polynomials that will be needed in the remainder of the
appendix.

Lemma B.1. Let a1 be integers such that o < 1. Then

a 27 (I +a)!

dzo 1) 1 al (I—a)” (B-5)

For a > 1, & P(z) = 0.

) dxe
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Proof. We will use the following representation of Legendre polynomials [67]:
! k
IN(L+E\ (z—1
P(x) = . B.6
=2 () (3 (1) ®9

In this representation, the derivative at x = 1 reads
l e} _
Z l—i—k d(w 1) _ g0y I\ (l+« ’ (B.7)
=1 j=o dx 2 =1 e e

whence, for [ > a,

da
—F,
L P)

d« _ N+ o) 27 (I + a)!
—P, =2"%! = . B.8
dze /() o * (—a)lal(l4+a—a)! al (I—a)! (B.8)
O
Lemma B.2. Let m, «a,l integers such that m is even and o < 1. Then
d“ m
—pn = (=1)™/?2 %/ <>'
TP @] = (miaeal (G
min(m,a)
l —t)!
x ) Utmta—t) . (B.9)
12 (a =)t —m/2){(m —t)!(m—t+a)l(l—m—a+1t)!
For a > 1, dci:aPm( ) =0.
Proof. Using the product rule, we get
d« d
—_pm — (1) — 2\m/2 >
O e (R O |
(@ 2ym/2 ﬂp B.10
2 (0w o) @0

The first part of each summand is 0 for ¢ < %, as one term (1 — z?) that evaluates

to 0 at * = 1 always remains. Therefore, we take t > . Furthermore, for t > m,

dd—;(l —22)™? = 0. If @ < m, then a is the upper limit of the sum. Then, using
Eq. (3.22),
dt di— m/2
=) = () ) P (),

and by Lemma B.1 we get

(B.11)

e min( ) t—m/2 bt
d m m/2 a\ d d
ey (@) = (=2"(m/2)! > <t> me/Z(x) WPZ@U)
z=1 t=m/2 =1 =1
B (_Q)m/Q(m/2)' mirl(zm,a) al 9—t+m/2y) 2—m+t—a(l +m+a-—t)
i Ly tla =t (E=m/2)lm = (m =t + )l =m —a+1)!
— (71)m/22m/2+m/2—m—t+t—aa!(m/2)!
Xmm(zmmﬂ (I4+m+a—t)
o2 th(a—t)t—m/2)(m—t)!(m—t+a)(l—m—a+t)’
(B.12)
which concludes the proof. =
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B.1 Matrix elements of the Laplacian

By using Lemmata B.1-B.2, we will now be able to compute the matrix elements of any
realization Hyy of the Laplace operator on (—1,1). Here, to avoid cumbersome expressions,
we will compute them without the normalization factors.

Proposition B.3. Let m > 4 even, W € U(2), and Hy being the corresponding realization
of the Laplace operator on L?>((—1,1)). Then, for every integers I,k > m,

hyp >k
P Hy P = 26, X ,
(P wB") d(1+k,2),0 {hkl <k
m ; dmft
hiw=Y_ (=1 (@) x:lx (B.13)

dt—l 9\m/2 d2 9vm/2 dm
m m
X T <(1—93 )" e ((1—95 ) M”Pk(gc)))
In particular, for m =4,
l(l+1)> (k+4)! 18 (k+5)!

i — (2 — . ) B.14
w ( 12 ) (k—4)! " 5! (k—5) (B-14)
As anticipated in the main text, the matrix elements do not depend on the particular
choice of boundary conditions. As Hyy is self adjoint, we assume [ > k without loss of
generality. Furthermore, with a slight abuse of notation, in the following we will drop the
explicit dependence on the operator on W. In addition, we recall the following property

of the associated Legendre polynomials:
dmftpl@:) B 1 dl+m7t(x2 _ l)l
Tdmet A datenet
We prove an auxiliary lemma before proving the proposition.

m<t<l+m. (B.15)

Lemma B.4. Let I, k,m be integers with | > k > m > 4 and m being even. Then, for
every integer T such that 1 <T <1+ m, the following equality holds:

(B ) =3 (1) (dm_tp’(x)> (- et B)

P dgm—t dzt-1! dz? dz™ .
+ (_1)T+1 /1 dmiTPl(-r) d’ (1 _ $2)m/2d72 <(1 _ m2)711/2dm17:)k(x)> dz
-1 dgm-T dzT dz? dzm
(B.16)

Proof. To begin with, we note that all expressions % are well-defined by Eq. (B.15),
as we assumed ¢t < T <[+ m.

The claim will be obtained by performing 7" integrations by parts. To this extent, we
prove the lemma by induction over 7', starting with 1" = 1:

T R B (e e -y B

] dzm™ dz? dax™
_ d™1Py() 2ym/2 d? 2ymy2 4" Pi() '
__< dxm—1 (1=2%) dx2<(1_x) dxm )_1
L (dm1P(2) d por iy 2 4™ Py ()
+/4 ( dgm—1 dzx (1 =27 da:2( ") da™ o

(B.17)
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where we performed a single integration by parts.
Now assume Eq. (B.16) to hold for some integer 7" with 1 < T <[+ m — 1. Then it
also holds for T+ 1:

() =3 (1) (dm_tpl(x)> - ((1 e L —x%mﬂd@k(x))

~ dgm—t dzt-! dz™

1 m=Tp (, T 2 m T
+ (_1)T+1 /_1 (d dxm]il; )) dde ((1 o xQ)m/Z% ((1 _ x2)m/2d dZ];E ))) dx

T m—t t—1 2 m 1
amP(z)\ d oy d A™ Py ()
= —1)t 1 — g2ym/2 ( 1 — o2 m/2)
t:l( ) ( dxm—t ) dat-1 <( ) dz? (1 =27 dz™ .

dm=T-1p(z)\ d7 42 dmpy()\ )|
_\T+1 l _o2ym/2 Y4 _.2\m/2 k
+(=1) ( dxm—-T-1 daT (1 =27 dx? <(1 ) dxm ) .

L fdm=T=1p(z)) dT+! d2 d™ Py ()
__1\T+1 l _,.2\ym/2 _.2ym/2 k
(=1) / ( dgm—T-1 dgT+1 (1 =27 da? ((1 ) dxm ) '

-1

1

-1

Rearranging the terms, the claim is verified, closing the induction. O

Proof of Proposition B.3. After T < | + m integrations by parts, the matrix element
(P™, HP") is given by Eq. (B.16). Setting T' = k4 m — 1, the remaining integral vanishes
and only the sum remains as we will show in the following. Recalling the definition of the
Legendre polynomials (see Definition 3.14), Py is a polynomial of degree k, and assuming
m to be even,

m d2 m dm
(1—2?) /2@(1 — %) /de—mPk(m) (B.19)

is a polynomial of degree k — 2 + m. Thus, setting 7' = k 4+ m — 1, the integrand in
Eq. (B.16) evaluates to 0:

(dm—TB(x)> chTT <<1 B xg)m/zddz ((1 B xz)m/zcwk(f’f))) ~0, (B.20)

daxm-T T dzm

as the second part of the product evaluates to 0. The now simplified matrix elements read

k+m—1 <dmtljl<x)> qt-1

1

I A" Py(x)
(1—2?) /2<(1—x2) /dem>

m m\ __ t

t=1

—1

(B.21)
We now show that we can further restrict the sum to ¢ € [[%]| + 1,m|. The following term
(cf. Bq. (B.15))

dm—t 1 dl+m—t

_ 2 l
P = g =)

(B.22)

r==+1

evaluates to 0 at the boundaries for m < ¢t < [+ m. Therefore, the sum can be cut off at m.
t—1

Furthermore, for t —1 < 7, the term #((1 — 22)™/2g(z)) (for an arbitrary polynomial

g) evaluates to zero at the boundaries. In particular,

dt—1 9 d? d™Py(x)
- _ m/2 % _o2ym/28 TR
dzt—1! <(1 ) dz? <(1 ) dzm™ )
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for t — 1 < %, and we can simplify Eq. (B.21) further to

(P HP) = Y (-1 Fgge(@)]!
=1z ]+ (B.24)

dm_tPl(:z) dt-t m d2 m/2 4" Pr(z)
Fm’l’k’t(m) - < dpm—t dzt-1 (1- x2) /2@ ((1 - x2) /dem) )

where we newly introduced the polynomial F, ;¢(x) for L%J +1 <t <m. We now show
that (for even m)
Frpot(—7) = (—1)"HF, () (B.25)

Indeed, for the Legendre polynomials the following parity relation holds: Pj(—z) =
(=1)!P(x). Furthermore, (1 — x2)™/? is a symmetric function, and the derivative of a
symmetric function is antisymmetric and vice versa. Thus,

Fpi(—x) = (m1)ymtHrtzivzimekp (@) = (=), (@) (B.26)

proving the claim. Therefore, the evaluation at the boundaries reads

Ptk (@)L = Fro it (1) = Fr e (—1)
= (1= (D)"Y Ep k(1) = 26mod(k1,2),0Fmake (1) . (B.27)

Inserting this into Eq. (B.24) proves Eq. (B.13).
To conclude, in the case m =4 (m/2 = 2), we obtain a sum with two summands from
t =3 tot=4. We use Eq. (3.22) and Lemma B.1 to calculate the terms explicitly. For

t = 3, the second derivative needs to be fully applied to —dt:l (1 —22)?| to not evaluate
dx 1
to 0, yielding

d d? d? d*
“p a2 (22 p
dz l(x) . dx2 <( T ) dx2 (( x ) dzt k(x) .
L(I+1)! a2 ool d? 99 d* I(1+1) (k+4)
=- —(1— —(1— —P = . (B.2
su—Diazt ) lde( =) _ dat k() I R (B.28)
For ¢t = 4, the product rule is used, yielding
d3 d? d*
P(1)—— (1 -2*)?*— (1 - 2*)*—P B.2
l( )d:L’?’ (( z ) 22 <( T ) Azt k(£)>> . ( 9)
3\ d° 242 d? 242 d*
- <3> @(1 - ) z=1 @(1 o ) =1 @Pk(x) =1
3\ d? 9o 3\ d3 9.0 d*
—(1 - —(1— — P B.
i <2> de( ’ ) r=1 <3> d$3( v ) r=1 dl’4 k(x) r=1 ( 30)
d5

3\ d2 900 3\ d2 9o
*@mz“‘“ x:1<2>dx?(1_:ﬂ)

k+4) 18 (k+5)!
2214—4;! +5!Ek—5;!’ (351

T

which proves Eq. (B.14), thus completing the proof. O
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B.2 Expansion coefficients of the Dirichlet eigenfunctions

In this section, we calculate the expansion coefficients of the Dirichlet eigenfunctions v;, j €
N, j > 1. Recall that they are given by (see Example 3.7)

;(z) = sin (‘72”(:[;+ 1)) L i1, (B.32)
Here, we state the non-normalized expansion coefficients.

Proposition B.5. Let j,m,l be integers such that 7 > 1,1 > m >4, and m is even, and
Y; as defined in Eq. (A.3). Then

e = 2 (- 0) 3 e (2) )

Jm

where tym = {% — %J + 1 and tyee = {%J
We prove the claim using integration by parts.

Lemma B.6. Let j,m,[ be integers such that j > 1, 1> m >4, and m is even, and v; as
defined in Eq. (A.3). Then, for every integer 0 < T < é, the following equality holds:

1

(P ) = D (2) eos (dnte+ 1)) o)

jﬂ-t()

-1

o2\ d27+2
—(~1) <]7T) /71 sin <27r(m + 1)) WP[”(:U) dz. (B.34)

Proof. This will be proven by performing 27+2 integrations by parts. After two integrations
by parts, the expansion coefficients read

e = [ sin (St + 1) Ao

—2 j g j AP (x)
__“ J m < J 1)) —L 7/

T o8 (27r(x+1)>Pl (z) _1+j7r /_lcos(zw(x—i- )) e dz
_ —2 J 2\m/2 pm ! < 2 )2 . <] ) d m !
= cos (2 (x + 1)) (1 —a%)™=P"(x) » + i sin 27r(95 +1) —del (x) »

() L ) e

As sin ( (£l + 1)) = 0, the second boundary term vanishes, proving the claim for 7' = 0.
Assuming that Eq. (B.34) holds for 0 < T < [/2 — 1, after two further integrations by parts

(B.35)
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we get

i) = 0 2 (2)( ro+ 1)) dditpz()l_l (B.36)
(ﬁ) T (e ) S (B.37
-2V (G ) cos (§ate +1)) '] (B39
e (o], oo
(ﬁ)m @W + 1>) d;iﬂm(w) de  (B.40)

- aren () C"S@” +1)) ddzﬁtplml_l (B.41)
( )ﬂ (i)“(‘; (@+1)) R—c 1_1 (B.42)

. 2T+2 2 2 1 j 427+4
. m
Plugging Eq. (B.39) into the sum (B.38), and using sin ( m(£1l+ 1)) =0 in Eq. (B.42),
we prove the assumption for the case T + 1. ]

Proof of Proposition B.5. We show that the integral in Eq. (B.34) vanishes for T = tyyax =
EJ . Then,

2T+2:2BJ+22Z+1>Z, (B.44)

and as the associated Legendre polynomials are polynomials of degree [, the derivative
d2T+2

1zrrz " (z) = 0. Hence, after T' = tyax integrations by part, we get (cf. Lemma B.6)
_2 tmax " 2 2t J d2t 1
(B = 2% (1 (52 eos (D) Zbr@) (B.45)

-1
On the other hand, for 2t < 3 —1, (fTQZtt(l — 22)™/2 evaluates to 0 at the boundaries, such
that the summands vanish for

m 1

Plugging the boundaries for ¢t into Eq. (B.45), we get

tmax 2t ]7.‘_ d2t 1
B =50 x 3 (5) ( (Fe+) fmhre >> LB
t=tm -
Furthermore, by using the following parity properties:
cos (‘7;(1 + 1)) = (=1)7, cos (‘]2 (—1+ 1)) =+1, (B.48)
d2a . d2a
Fpry (@)],__, = (=1) Lp2a (#)],_y VYo eN. (B.49)
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we finally get

- —9 ) tmax . 92 2t d2t .
e (O e DR Sl = B e IR LS
Ul

B.3 Expansion coefficients of the periodic eigenfunctions

To conclude, we calculate the expansion coefficients of the (non-normalized) periodic eigen-
functions ¢;,j € N, j € Z, which are given by (cf. Example 3.7)

Pi(x) = e Im@H) ez (B.51)

Proposition B.7. Let j € Z, and m,l be integers such thatl > m > 4 and m is even.
Furthermore, let tmin = {% — %J and tpmax = {%J Then

tmax —1)t dFTipm(z)
QEt tmin—1 Jﬂ)2t+2 dz2tl+1 . [ even
m N — =
(P™,v5) e ) (B.52)
—21 Zt:tmmfl (jﬂ.)2t+1 dz2t l odd
r=1

For j =0, the expansion coefficients of the constant function for even m and even | are

given by
m B 2 (1/2)H)%(1 + m)!
= [ A e = L= mampiarn B

For even m and odd l, they are 0.
Again, we use integration by parts:

Lemma B.8. Let j € Z, and m,l be integers such thatl > m > 4 and m s even, and
Y; as defined in Eq. (B.51). Then, for every integer T' such that 0 < T <, the following
equality holds:

1 T dt
P 6.\ — pm ijm(z+1) ijm(z+1) pm
(P 05) = [ BM@m e b = 320 (o o7 R )|
1 1 qT+1
S \NT_ - ijm(z+1) m
(N [ ) T P (@) o (B54)

Proof. This will be proven by performing T + 1 integrations by parts. We show the
statement using induction over 7. For T' = 0, a single integration by parts yields

I 1 . 1 1o dP™(z)
mooN ijm(z+1) pm — ijm(z+1) pm _ ijm(z+1) l
(P, 65) /_1e P'(w)dr = e )| e L g,
(B.55)
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Assuming that Eq. (B.54) holds for 0 < T <[ —1, for T'+ 1 we get, again using integration
by parts,

T 1 N
_ (_1)t 1]7r(as+1)7pm<x)
=0

(ijm)t+t dzt !

t

41 1 R
—(=1) Gjm2 /_1 e de”PI (x)dx. (B.56)
Combining the first line into a sum from ¢t = 0 to 7'+ 1, we get the desired equality for
T + 1, thus closing the induction. O

Proof of Proposition B.7. As the associated Legendre polynomials are polynomials of de-
gree [, the integral in Eq. (B.54) vanishes for T' = I:

dl+1

Thus, using Lemma B.8, the expansion coefficients read
m . m 177(x _ 1)T(T m
(P ds) = [P @eine ) e = 3o(1) e o7 SR )

(B.58)

-1
Furthermore, for t < % — 1, the derivative 5172;(1 — 22)™/2 evaluates to 0 at the boundaries
again, and the first m/2 — 1 terms vanish:

1
(B.59)

l
1 - dt
(P ¢) = S (1)l 9T P ()
12 (ijhm)t*1 dat B

As elim(a+1) = 1 holds, which terms contribute to the sum only depends on [. Recalling

o=
that we assume m to be even, for m/2 <t <[ we have

da a
S| = ()P @)

B (B.60)

r=—1 r=—1

In the following, we introduce £ € N to write an even t as 2f and odd t as 2t + 1. We
distinguish between even and odd I:
1 -
(i) Even I: Then dd—;tle(:n)’ L= 0 for even t. Thus only terms with odd t = 2t + 1

contribute to the sum. In this case, (—1)!/it+! = (—1)20+1 /2042 — (1)1,

1 -
(ii) Odd: Then dd—;tﬂm(a:)‘ = 0 for odd ¢. Thus only terms with even ¢t = 2¢ contribute.

Then, (_1)t/it+1 _ (_1)25/121%1 _ —i(—l)f.
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These two cases result in the two cases in the proposition. For each case, we can replace
the sum over ¢t in Eq. (B.59) with a sum over t from tmin tO tmax, With

m 1 l
tmin = |5 — 35l tmax = |5l > B.61
53] e [3) w4
concluding the proof. O

We finally point out that the expansion coefficients of the Neumann eigenfunctions
@j(x) = cos (%(1‘ + 1)) (see Example 3.7) for j € N could be calculated in the same way.
They read

2 . tmax 2% q2t+1
e = (1) (7 -0 55 () P @)

jm jm

t=tmin—

For j = 0, they are given by (P, 1) as in Eq. (B.53) [71].
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