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A. G. C. P. Ramos

1 Introduction

Regular Sturm—Liouville problems in Liouville’s normal form, with continuous and
piecewise analytic potentials

=y (O +qOy() = Ay (). t€labl, abeR, AeR,
g € C°([a, b] = [gmin- gmax]) is piecewise analytic, y; € C?([a,b] — R),
ey
and self-adjoint separated boundary conditions

aryi(a) + aayi (@) =0, aj, a2 €R, oef —i—a% > 0,

Biyr(b) + ayi(b) =0, 1. pr€R, BL+ B3>0, @)

are ubiquitous in applications, and it is of great interest to analyse, discretize and imple-
ment numerical methods to compute their eigenvalues and eigenfunctions (A, y;).
The current paper concerns the discretization of the novel approach to the
computation of Sturm-Liouville problems via Fer streamers, introduced in [14].
The motivation to discretize the new approach via Fer streamers stems from the local
and global error estimates in [14] which guarantee large step sizes uniform over the
entire eigenvalue range and tight error estimates uniform for every eigenvalue. The
current paper shows how to retain these advantageous features under discretization.

1.1 Uniform versus asymptotic error estimates

It is well known that Eqs. 1-2 possess a unique countable family of solutions
{Aj.w;} jezd and that its eigenvalues are simple, bounded from below and accumu-

late only at infinity as well as that its eigenfunctions oscillate as functions of the
eigenvalues [13], namely

Aj < Ajg1, lim (Aj/jz) =(/(b—- a))?, ya, has exactly j zeros in (a, D).
j—>+o0o !

3)
Moreover, a representation of the (A, y,) is given by the solution of the initial value
problem

A
Yx(z)_[q(t)_ko}n(z), tela,bl, a,beR, ArcR,

g € C%(la, b] = [gmin, gmax]) is piecewise analytic, Yy : [a, b] — R**?, (4)
with initial condition

Vi) = [(1) ﬂ )

which characterises the eigenvalues as roots and the eigenfunctions via the transition

matrix
s e (i A P L) L

(o) | _ yi(a)
[yﬂc)] =0 [yg(a)} O
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Discretizations of Sturm-Liouville problems via Fer streamers

To compute (A, y;) one can then for instance set up a mesh with m € Z™ intervals

co'=a<cy<--<cp:=b, hp:=cg+1 — ck,
Nmin 1= H‘El’l {he},  hmax = ml?x {he}, @)

and approximate (A, cx) + Y, (cx) by integral series techniques, which require
truncation of the series and discretization of the integrals.

The Fer streamers approximation to (A, ) — Y, (¢) in the truncation of the inte-
gral series in the lead paper [14] and in the discretization of the multivariate integrals
in this paper, is virtually unique in the literature because it is based on the uniform
regime

hmax — 07, uniformly w.r.t. A € [qmax — hn_éx, +oo) . (8)

The only partial exception known to the author is the use of Magnus expansions
in [11] which yields a method with global order four based on the bounded uniform
regime

h— 0T, uniformly w.r.t. 1 € [—hfz, h72] .

The theory based on the uniform regime in Eq. 8 is very different from the theory
based on the asymptotic regimes common throughout the literature

Afixedand h — 07T, )
h fixed and A — 400, (10)

e.g., in the piecewise perturbation methods [7], in the right-correction Magnus series
[2] and in the modified Magnus methods [9].

In addition, one can consider another regime. Namely, there are well known
asymptotic formulas for A /j 2in j — 400, of which the leading term is given in
Eq. 3, which can attain high order for ‘large’ eigenvalues [13].

The main difference of the uniform regime in Eq. 8 over the asymptotic regimes
in Egs. 9-10 is that the former yields approximations which hold uniformly in (A, k),
while the latter only controls errors in one variable at a time in either 2 (with fixed
A) or A (with fixed h).

This has important consequences for the size of the constants in the big & nota-
tion in the approximation estimates as well as their sampling requirements and their
ranges of validity. These manifest in four ways: Firstly, Eqs. 9-10 often lead to
truncation estimates with ‘large’ constants in the big & notation for ‘intermedi-
ary’ eigenvalues. Secondly, Eqs. 9-10 usually result in more function evaluations
for ‘intermediary’ eigenvalues. Thirdly, Eq. 9 can lead to quadrature estimates with
‘large’ constants in the big & notation, which are applicable only to ‘small’ eigen-
values. Fourthly, Eq. 10 is usually used with highly oscillatory quadrature, which is
applicable only to ‘large’ eigenvalues and non-resonant integrals.

To illustrate the first point above, note the increase in global order from 6 to 8,
legitimate under Eq. 9, in the truncation of the integral series in [2, Theorem 2] and
[9, Theorem 4.2], is built upon Taylor expansions of oscillatory integrals. Thus, the
ﬁ(hlo) terms in [1, p. 35] and [9, p. 759] grow with A. As a consequence, the con-
stants in the truncation estimates grow with A and are therefore applicable only to
‘small’ eigenvalues.
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A. G. C. P. Ramos

As for the second point above, the localized increase in function evaluations out-
side of Eqgs. 9-10 can be traced to the quadrature estimates in [4] for the integral
(which appears in approximations for global order greater than or equal to four)

! ; ct+h d
h/ Ax(ht)e!"™rhde, = 2h\/k - fcqh&,
0

which vary for non-oscillatory |y ,| < 1, highly-oscillatory @} » >> 1 and inter-
mediate | 5| &~ 1 regimes, where the first two arise from Eqs. 9-10, and the last
arises from ‘intermediary’ (X, h). With p quadrature points, quadrature estimates
read [4]: 0(h*P~1) in Eq. 9, O(hP*!/w},) in Eq. 10 and €' (hP*) for ‘intermedi-
ary’ (A, h). The ratio (p + 1)/2p — 1) then quantifies a 50% increase in sampling
required for ‘intermediary’ eigenvalues.

Ref. [4] also clarifies the third point above since it is precisely to account for
‘large’ constants in the big & notation that the aforementioned estimates for | | &
1 are worse than the ones for | 5| < 1.

For the fourth point above, we note that quadrature estimates that rely on Eq. 10
often arise from asymptotic expansions in @;_; > 1 [4]. However, since for fixed
w;,.n, smaller h leads to larger A, these estimates are only valid for ‘large’ eigenval-
ues. In addition, quadrature estimates under @y , >> 1 are often valid only in the
absence of critical points and subject to a non-resonance condition [6]. In the context
of the integral series in [2, 7, 9, 14] and this paper, these considerations are key since
the non-resonance condition is not satisfied in the integral (which appears in higher
order approximations)

1 3] . .
K2 f f [Ax (hts). As (htl)] =T gy i
0 0

Working with Eq. 8 rather than Eqs. 9-10, Fer streamers bypass such issues and
control the truncation and discretization of Sturm-Liouville problems with error
bounds which hold with large step sizes equally well for all ‘small’, ‘intermediary’
and ‘large’ eigenvalues.

1.2 Geometric integration

The Lie-group and Lie-algebra
SL(2, R) := {U € R2%2 - det(U) = 1] . sl R) = [V e R . (V) = 1} ,

play a natural role in the qualitative approximation of the solution of Eqs. 4-5 given
that

Y, (la, b]) € SL(2, R).

We note that the Fer streamers approximations and the methods in [2, 9] preserve this
geometric property, unlike the methods in [7].

@ Springer



Discretizations of Sturm-Liouville problems via Fer streamers

1.3 Computational complexity

We now discuss how the computational complexity of Fer streamers compares with
other geometric integration techniques.

1.3.1 Number of steps in each numerical mesh

The truncation in [14] and the discretization in the current paper are based on the
following:

Assumption 1 One has that ¢ is continuous in [a, b], q|[ck+ ] is analytic in
ket
[ck, ck+1] and

A > Gmin - hmax < 1/+/@max — Gmin; (11)
A < ¢min - hmax < 1/v/qmax — A, (12)
h
T < 2 (this constant can be increased). (13)
min

Equation 12 prevents ‘large’ constants in the big & notation in the error estimates.
In detail, if A < gmin then the argument of certain hyperbolic cosines and sines
is positive. If left unchecked, the argument becomes unbounded and the hyperbolic
functions grow exponentially with the size of the argument. Equation 12 guarantees
that the positive argument and the hyperbolic functions are bounded by a small con-
stant. Since [2, p. 423] assumes that A > gmax, this issue does not arise. Ledoux
et al. [9] does not assume A > gnin, and disregards this issue. As discussed in [14],
there are Sturm-Liouville problems where Eq. 12 is automatically satisfied since
there do not exist eigenvalues smaller than gmiy.

Equation 11 enables an unhindered transition of the error estimates between the
uniform regime in Eq. 8. In addition, it quantifies the impact of the magnitude of
the potential to the Fer streamers approach to Sturm—Liouville problems. The fact
that the scale of the potential influences the step size is noted, but not quantified, in
[2, p. 416] and [9, p. 761].

We note that Egs. 11-12 use the knowledge of a lower bound to the minimum of
the potential and an upper bound to its maximum. In [2] the knowledge of gmax is
required since it focuses on A > gmax. Ledoux et al. [9] does not use this information,
since it does not control the positive argument of certain hyperbolic functions for
A < gmin.

Equation 13 controls the non-uniformity of the mesh, which is intrinsically related
to the size of the constants in the big & notation in the error estimates.

1.3.2 Error estimates and evaluations of the potential
The discretization in this paper with global order 4, 7, 10 with respect to Eq. 8
requires 3, 6, 9 (one at the right boundary and the rest in the interior) evaluations of

the potential per mesh interval. Given the potential is continuous, this translates to
3m + 1,6m + 1, 9m + 1 evaluations of the potential for a mesh with m intervals.
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The discretization in [2, p. 422-429] with global order 4,8 with respect to the
regime in Eq. 9 requires 2,4 (interior) potential evaluations per mesh interval, which
corresponds to 2m, 4m potential evaluations, for a mesh with m intervals. It is also
shown in [2, Eq. 48] that the global error in that work is bounded in the regime in Eq. 10.

The work by [9] extends the work by [2] from A 3> gmax t0 A < gmax and suggests
different potential evaluations. For global order 4,8 it uses 3,5 (one at each boundary
and the rest in the interior) potential evaluations per mesh interval. Since the potential
is continuous, this results in 2m + 1, 4m + 1 potential evaluations, for a mesh with m
intervals.

As discussed in Section 1.1, the 50% increase in function evaluations from Eqgs. 9—
10 to 8, is necessary for quadrature over ‘intermediary’ eigenvalues.

1.3.3 Amount of linear algebra

The discretization in this paper boils down to the quadrature of integrals of the form

1
h / Z; (ht)dt, (14)
0

1 pt
h2/ /I[Zk(hIZ)v Zk(htl)]dlzdll, (15)

0o Jo

1 f H

h3f0/0 A [Z.(ht3), [Z;.(hty), Z; (ht1)]] dtzdnrdty, (16)

where t +— Z, (ht) possesses a plethora of behaviour that varies with (X, /). The
quadrature schemes in this paper are based on uniform approximations of Z, (ht) in
(A, 1) by Z,\,h(t) with the property that Eqs. 14—16, with Z, (h-) replaced by Z,\,h(~),
can be integrated exactly. Thus, the amount of linear algebra in the discretization
schemes can be quantified by the number of terms in each integrand in Eqs. 14-16
with Zx,h(') instead of Z, (h-), which grows exponentially with i) base equal to the
product between the number of summands in each representation of Z, (ht) times the
number of quadrature points, and, ii) exponent equal to the number of commutators in
each integrand plus one. Fortunately, the exponential growth of the number of terms
in each integrand is heavily attenuated in the quadrature in this paper, since it requires
less sampling points for the higher dimensional integrals than for the lower dimen-
sional integrals, which represents a significant saving in linear algebra. In detail, in
the sense of Eq. 8, global order:

—  four requires i&, 1 (¢) with 3 sampling points for Eq. 14,

— seven requires Z, (¢) with 6 sampling points for Eq. 14 and 3 for Eq. 15,

— ten requires Z, ;(¢) with 9 sampling points for Eq. 14, 6 for Eq. 15 and 3 for
Eq. 16.

The discretization in [2, 9] with global order 4, 8 with respect to Eq. 9 requires
the quadrature, with different Z, (ht), of Eqgs. 14 and 14-15. In detail, in [2] global
order 4,8 requires Z;h n(t) with 2,4 interpolation points for every integral, whereas in
[9] global order 4,8 instead uses 3,5 interpolation points for every integral.
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Discretizations of Sturm-Liouville problems via Fer streamers

In particular, [2, 9] do not enjoy the heavy attenuation of the exponential growth
of the number of terms in each integrand described above for the quadrature schemes
in this paper.

2 Sturm-Liouville problems via Fer streamers and truncation error
estimates
The Fer streamers approach to Sturm—Liouville problems introduced in [14] is built

around the Fer expansions representation of the solution of Egs. 4-5 given by the inte-
gral series in Theorem 1 below, which relate to the eigensystem of Egs. 1-2 through 6.

Definition 1 Let X, Y € 5[(2,R),! € ZT and t € [cy, cx+1], and define

10 inh 2&)
eX:=exp(X):=cosh 2| | 1} S‘“pﬁx p(X) 1= 2/—det(X),
adxY :=[X, Y] := XY — YX, Adexpx)Y = eXYe X,
0 1
Bo(ck, 1) == |:q(t) s O} : Dy o(ck, 1) = [ Byolex, §)dé,
—1/i
Bii(er 1) 1= Y52 Gt
1
X ad{))hlil(ck’l)B}»,l—l(ck,f), Dy (e, 1) i= [, Bii(cr, £)dE.

Theorem 1 ([3]) The solution of Eqs. 4-5 is given by the Fer expansions flow
F.(ck, Cra1) i= P10k i) pDa 1 (Chcrt) | ,

Y, (ckt1) = Fi(ck, ciy1) - - - Falco, c1).

In practice, integral series such as Magnus, Fer or Neumann expansions, require trun-
cation of the series and discretization of the integrals, which with Sturm-Liouville
problems are challenging since the solution of Eqs. 4-5 is often exponentially large
or highly oscillatory.

One of the contributions in [ 14] is to provide a reinterpretation of Fer expansions, which
bypasses such issues, and opens the door to approximate (A, ¢) — Y, (¢) uniformly and to
high order in Eq. 8, equally well throughout large, oscillatory and in-between cases.

The first insight in [14] is to use Lie-group/Lie-algebra techniques to rewrite the
infinite series in Definition 1, which appear in Fer expansions and are hard to con-
trol, by amenable closed-form expressions, named ‘Fer streamers’, given below in
Theorem 2.

Definition 2 Let X € s[(2, R) and z € C, and define

h(z) — 1 inh
7 (X) = [[XI [XD2 (Xba ]| o) = <ZZ2> _ sinh(@)

cosh(z) — —Sinz(Z)

#(z) = 5

Z

Z

@ Springer



A. G. C. P. Ramos

Theorem 2 ([14]) Ifl € Z and t € [ck, cks1), then the infinite series in Definition
1 for the Fer expansions in Theorem I are given in closed-form by the ‘Fer streamers’

Byi(ck.t) = ¢ (p (Dri—1(ck, 1)) adp, ,_, .y Bri—1(ck, 1)
+¢ (o (Dri—1(ck. 1)) adlz)h,_l(ck’,)BA,l—l(Ck’ t).

Moreover, the first Fer streamer takes the form

7 (By1(ck, 1)) = — —2¢ (p (Da0(ck, 1)) (t — c&)?

(Dx.o(ck, 1)) p?(D0(ck, 1))t —ck)

t
| e, 46)dE
p (Diolck, 1) = 2(t — cx) 7fkt e A (18)

The second insight in [14] is then to partition the A-axis into

t—cCk

q()— [l a®)ds ¢ (p (Drolex, 1)) (t—cx)?
e . (17)
59(p

A € [gmax — h;gx, Gmin — 11U [gmax + 1, gmax + h;gx], (19)
A € [gmin — 1, gmax + 11, (20)
A € [Gmax + himay» +09), 1)

and use Fer streamers to control the quantities in Theorem 1 via the bounds with
respect to Eq. 8 in Theorem 3 below, which make possible to derive the truncation
estimates with respect to Eq. 8 in Theorem 4 below, which forms the main result in
[14].

Theorem 3 ([14]) If Assumption I holds true, | € Z and t € [ck, cxy1], then it
follows that

[ ﬁfh(_l? ) ¢ éh(“l“;") ] ., in (19) and (20),
ePro(Crcer) || pDaro(co.c1) — max

o (1) —2h_
Vi—am |, in (21),
O VA —gmax  O(1)

as well as

_ _ T .

g/ 12 B32" 6 (hmax) € (h2y) €(D)] in (19) and (20),
_ ol=1_4 T

1912 B = aman) ™ T | g FE- ()] in 1),

7Dy, 1 (cks t))={

Definition 3 Let [r] € Z*, and define the

truncated flow: l:ﬁ,m (Ck, Ck41) = eD)\,O(C‘kackH)eDA.IN(Ck»CkJrl) .. .eDf.m (k1) |

truncated solution: Yo, 11 (Ck+1) := Fo (ks cir1) - - Fa ey (1, €2)Fi 1 (o, €1),
. E 1

truncation local error: Lg}lf‘r'] (¢ck, ck+1) := log ( Fy(ck, ck+1)FLm (ck, ck+1)> ,

truncation global error: G;‘f‘ﬁ‘ﬂ (ck+1) = log (Y;L (ck+1)i{;,1m (ck+1)) .
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Discretizations of Sturm-Liouville problems via Fer streamers

Theorem 4 ([14]) If Assumption 1 holds true, and [r] € 7T, then

r r T .
1012 152" [0 () € () 6] in (19) and (20),
(Lo (ko 1)) = S 12l 21+ N 200 L
1912 W =)™ [ = ZA o)) L in 1),
. . T .
1012 1322 [0 (o) € (B 6D ] in (19) and (20),
”(G)hr,q(ckﬂ)): J1alr 2l ol o) o) T
1012 1 G aman) T | R S 6] in 1),

Theorem 4 ensures the truncated solution ?A,W (Ck41) with [r] = 1,2,3,...
yields an approximation of the exact solution Y, (cx+1) to global order 4, 10, 22, ...
uniformly in Eq. 8.

In particular, Theorem 4 reduces the problem of approximating the infinite product
of exponentials in the exact flow F) (ck, ck+1) in Theorem 1 to approximating the
finite product of exponentials in the truncated flow f‘,\, rr1(¢k, ck+1) in Definition 3.

In addition, the fact that X +— exp(X) has the simple form in Definition 1, further
reduces the problem to approximating the finite number of exponents

D;. o(ck, ck+1), Da1(cks crt1)s -, Doy (ks Chp1)- (22)

3 Discretisation error estimates

In the previous section, we have seen in Definition 3 and Theorem 4 that FA, 1 (Cks Ckt1)
and i(',\, rr1(ck+1) approximate F (ck, ck4+1) and Yj (cx41) to global order 4, 10, 22, ...
for [r] =1, 2, 3, ..., respectively.

In the present section, we will develop specialized quadrature that approximates
Eq. 22 to high-order uniformly for all eigenvalues. This, in turn, will give rise to the

discretized flow F;\,r(ck, ck+1) and discretized solution ?k,r(cl@rl) in Definition 10
below, which will themselves be computed exactly. Towards the end, we will prove
in Theorem 12 below that these approximate the truncated flow F;M rr1(ck, ck+1) and
truncated solution ‘?A,M (ck+1) to global order 4,7, 10 for r = 1, log(3)/log(2), 2,
respectively.

To this end, we begin with the observation that each exponent in Eq. 22 can be
approximated by multivariate integrals over polytopes, each of which is non-trivial,
apart from the first. Indeed, the first term amounts to the computation of

0 1
D;. o(ck, ck+1) = (Ck+1 — k) [ g N 0} ,

Ck+1—Ck
which can be carried out without concern, while the second term can be written as
Ck+1

D;. 1 (ck, ck+1) =/ B 1(ck, t)dt,

Ck
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and the third term can be controlled by

Ck+1
Dy 2(ck, ck+1) / @ (0 (Dr1(ck, 1)) adp, | (ce.0)Ba.1(ck, 1)dt
C

k

Ck+1
+/ ¢ (p (DA,I(Ck,1)))ad]2)“(ck,,)BA,l(CkaZ)df

Ck+1 3l
—*/ / [By,1(ck, 12), By 1 (ck, 11) ] dradty
Ck Ck

Ck+1 I rh
~I—§f / / [By..1(ck. 13), [Br.1(cx, 12), By 1 (ck, 1) ]| dizdirdiy
Ck cr

O(hma)  O(h2a) .
4 11 max max
llg IIOOhmax[ 0() -0 | in (19) and (20),
+ o) Aﬁ(l)
1 12 Shax (A —Gmax) ™ 2[“2(‘11“*;* q‘yf; } in 21),

1 Ck+1 1
_ ! / f [Bs.1(cx, 12), By (cx, 11)] diady
2 Cr Ck

g’ ||;hgax[ﬁgl(?;x) _@E(;;g)} in (19) and (20),

o) o)

— NA— A—@max .

||q ||gohg]ax()h_‘]max) 1|: Aﬁ(%n;ax _ %(1) j|7 in (21),
VA —Gmax

+

where the first equality is due to Definition 1 and Theorem 2, and the last two follow
from Definition 2 and Theorem 3. Hence, for global order less than or equal to ten,
the second and third terms boil down to quadrature of

Ck+1
f B (e D, 23)
Ckt1
f / [Bs..1(ck 12), By 1 (k. 11) ] diadty, (24)
C,
Ck+1 n
/ / / [Bs.1(ck, 13), [Bar,1(ck. 22), B 1 (ck, 1) ]| dizdiadty.  (25)
Ck cr Jek

In detail, Fer streamers require:

— for global order 4, the quadrature of Eq. 23 to local order 5,
— for global order 7, the quadrature of Eqgs. 23-24 to local order 8,
— for global order 10, the quadrature of Eqgs. 23-25 to local order 11.

We develop quadrature of Eqs. 23-25 via representations of their integrands that
exploit their:

— magnitude to reduce quadrature points, function evaluations and linear algebra,
and,
— behaviour to decrease quadrature error without using derivatives of the potential.
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Discretizations of Sturm-Liouville problems via Fer streamers

These quadrature schemes and representations vary across the three subsets in
Eqs. 19-21 where B, 1 (cx, t) exhibits different behaviour and magnitude.

3.1 Exposing the behaviour of the integrands

We start by making the behaviour of B, ; (ck, t) explicit in Theorems 5-7 below,
which we exploit thereafter.

Definition 4 Let

oy 1(ck, 1) =2 —cx) VA—q(cr)  enilck, )=y 1(ck, D) (r1(ck. H—1),  (26)

t
5 Ja®ds
1—ck

A —q (ck)

ek, t) == sy 1(ck, 1) = wy 1 (ck, 1€ 1(ck, 1). (27

To provide intuition before plunging into technicalities, the reader should be aware
that the guiding principle that leads to the representations in Theorems 5-7 below is
to rewrite the representation of By 1 (ck, t) in Eqs. 17-18 in terms of trigonometric
functions with the argument w; 1(ck, t). To this end, recall Eqs. 17-18 and invoke
Definitions 2 and 4 to rewrite

p (Drolcr, 1)) =i~ 1(ck, Drailex, 1) =i - (€x,1(ck, 1) + o, 1(ck, 1), (28)

cosh (p (Dy,0(ck, 1)) = cos (€x,1(ck, 1) + @y, 1(ck, 1))
= cos (€3,1(ck, 1)) - cos (wx,1(ck, 1))
—sin (e;\,l(ck, t)) - sin (CUA,l(Ck, f)) ) (29)

sinh (o (Dy0(ck. 1)) sin (€x,1(ck, 1) + @, 1(ck, 1))

p Dok, 1)) . 1(cks D11 (Cks 1)

ra1(ck, t) — 1sin (€,1(ck, 1))
= - COoS (a);\,l(ck, t))
. 1(ck, 1) €x,1(ck, 1)

sin (a)x,l (ck, t))

30
;. 1(Ck, 1) G0

+———cos (€;,1(ck, 1))-
2, 1(Ck, 1) ( )

Since r; 1(ck, t) is close to 1 and €; 1(ck, t) is close to O uniformly for every
eigenvalue, the behaviour of B, | (ck, t) will be encapsulated in terms of trigonomet-
ric functions with argument w, 1(c, t), provided some care is taken to make every
singularity removable. As will become clear, this serves to make the behaviour and
magnitude of B | (c, ¢) explicit, which, in turn, serves to reduce the function eval-
uations and linear algebra in the quadrature and to decrease the quadrature error
without using derivatives of the potential.
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To make this guiding principle precise the next definition introduces the non-oscilla-
tory parts 5 1 (ck, 1), ta,1(ck, t) and g, 1(ck, t), which appear below in Theorems 5-7.
Although important, it is technical in nature and the reader is encouraged to glance
over it and return to it as required.

Definition 5
q(t) — L,q_(f =
Bi(ee, 1) = ——
I —ck rialee 1)
_ ' ~
(r1lex, ) — 1) (m,l(Ck, Do (i - €1 (ck, t))—l‘c‘:;(f(‘ﬁic-k‘i")m
=11 (ks 1) (cos (en1ex. ) — r*r'k‘ﬁ(lc(kcj:’)gl Si“f(jk{(l::ﬁ')’)))
x| =2(r(ek—1) <(“,'A(jk(7ci):)l)2¢ (i ~€A,1(c‘k,t))+%17;:‘[’;)) ,
—wﬁ (COS (ex,1(ck, D) + 121 (ck, D81 (ck, t)%)
37 (e ) (cos (en1(cx, 1) — ”;A‘.(IC("C’;LT “‘“5:(5:&)”))
L —5raa(cr. 1) (COS (ex,1(ck, D) + a1 (ck, DS (ks 1)%)
£.1(ck. c) == %C’j)[l 0-10-21 —%]T,
. o, a®)ds ) ( 0% (Dsolck, 1))
w1l ) = q()z_—ic[k_% _2¢< o? (DA,O(Ck,t))) ,
36 (/o2 D206k 1)) 02 (Dr.o(cr. )
toalek, c) = ql(zc'j) [—% -30 T,
a0 B
g1l D)= 5 t—ck k ri(cr, 1)
_ 1 ~
(raa(er. 1) — 1) W — ra1(ck. 1) sin (€1 (cx, 1))
—r,1(Ck, 1) (cos (enilex. 1) — “r')'ﬂ(f(ijk”);l Si“€(§'\1~gLkaftSf)))
. cos epa e ) — 2 o) ,

i kot
(008 (€81 ek 1)) + 72,1 ks D511 (e, 1 P00

a1 (e, 1)—1 sin(e, 1 (cx.1))
., 1(ck,1) €x,1(ck,1)
sin(e;“l(ck,t))>

€1 (C,1)

1
i1 (ck,t)

r)%’l(ck, ) <cos GRIC)

—r1(ck, 1) (COS (en1(cx D)) + ra1(crs s (ks 1)

/C+ T
g (e cr) = 2 (4k) [1 0—11-11 _1] .

With Definition 5 in hand, we encapsulate the behaviour of B; i(ck,?) in the
following three theorems concisely via the Hadamard/entrywise product denoted
by ©.
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Discretizations of Sturm-Liouville problems via Fer streamers

Theorem 5 If A lies in Eq. 19 then

_ t—ck (£, 1(ck, D11
Ry ) = @) 1T 0
(wn,1(ck, 1)) 0 0
t — Ck [f)\,l(ckst)]z’l
+eos (w1(ck, D) (t =) | ¢ —c® | O | [Bualer D]y,
1 [f)\,l(cka t)]é,l
: t—cg [f)\,l(ckat)]&]
sin (a)x,l(ck, t)) t — ) 0 o 0
w),1(Ck, 1) 1 (.1 (e )],
0 0
+ (i - on1(er, D)t —er) | ¢t —c)? | O [Bile )]s,
0 0

Furthermore, the derivatives f;j )1 (ck, t) can be bounded independently of ).

Proof Without loss of generality assume A € [gmax + 1, gmax + h-2 1. The result

max

follows from Eqs. 17-18 and Definitions 2, 5 together with Eqs. 28-30. The terms
are arranged to make

t—coft—c t—c)* 1]

explicit and to make every singularity removable. Finally, f;j )1 (ck, t) can be bounded
independently of A since the derivatives of Eq. 27 can be bounded independently
of A. O

Theorem 6 If A lies in Eq. 20 then
.
aBy (k) = —c) [t —cx t—c)? 1] Ou (e ).

Furthermore, the derivatives l;j )1 (ck, -) can be bounded independently of A.

Proof Follows immediately from Egs. 17-18. O

Theorem 7 If A lies in Eq. 21 then

1

1 —cos (o, 1(ck, 1) 7=q(cr) (&1 (e, DI
7By, 1(ck, 1)) = ( )(t —cr) 0 © 0
., 1(Ck, 1) 0 0
1
] (2,1 (cx, t)]2,1
~+ cos (a);hl(ck, t)) (t —cp) /\_q](Ck) © [gx,l(Ck, t)]4,1
1 (2.1 (cx t)]6,1
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0 0
1

w(t_ck) = | © [g)\'l((:k’t)]s’l
1

wk’l(Ck’t) [g)\,l(cka t)]7’1
_ m [&.,1(ck, D131
+ sin (w1 (ck, 1)) (¢ — cx) 0 0 0
0 0

Furthermore, the derivatives gij )1 (ck, t) can be bounded independently of A.

Proof The representation follows from Eqs. 17-18 and Definitions 2 and 5 together
with Egs. 28-30. The terms are arranged in order to make

-
1 1
(t —ci) [ T=ateo =i | ]
explicit and render every singularity removable. Finally, gij )1 (ck, t) can be bounded inde-
pendently of A because the derivatives of Eq. 27 can be bounded independently of A. [

3.2 Exposing the magnitude of the integrands

Definition 6 below introduces Bimle (ck, ck + hit) as a means to decompose the fine
and coarse parts of B; 1(ck, cx + hxt). This fine and coarse decomposition is made
precise with Corollaries 1-3 below which show that Bimf (ck, cx + hgt) is € (1) uni-
formly over the entire eigenvalue range. It is then in the next subsection, in Theorems
8-10, that this fine and coarse decomposition is shown to bear fruit in the form of
reduced requirements for quadrature.

Definition 6 Let Bg“f (ck, ¢k + hit) be the unique element in s[(2, R) such that

(B, 1(ck, ck + hit))

T .
. helhe B2 17, in (19) and (20),
= n(Bi‘f’le(ck, ck+ hit)) © [ lk ] 1 | T
k [ V=g —a(e) ] » in 21).

The next three Corollaries follow immediately from Theorems 5—7 and Definition 6.

Corollary 1 If A lies in Eq. 19 then w; 1 (ck, k1) € [0,2i] or oy 1(ck, ck41) €

[0,2v2] and

[t (fr.1(ck, ck + )i
. 1 —cos , t ’ ’
(B (et i+ ) = fon1€ev, ek 1)) } o {

5 0
(wn.1(ck, crs1)?) 0 0

[t (f2,1(ck, ck + hit) 12,1
2 ot (Bl a+hn)],
(1.1 (crs ck + it ]

+cos (w1 (ck, ck1)1)
1
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sin (wy,,1(ck. ck+1)1) ! or [6s.1. Ck()+ het)ls.1
;. 1(Ck, Ck+1)t 1 [£5.1(ck. cx + )],
0 0
+¢ (i - wr1(ck, ) | 12 | OF [fx,1(0k,0k+hkt)]5,l . @D
0 0
Corollary 2 If A lies in Eq. 20 then
T B (croex+ ht)) = [0 12 1] 01 v (er, cx + hu). (32)

Corollary 3 If A lies in Eq. 21 then w) 1(ck, ck+1) € [1, +00) and

1 — cos (s, l(Ck7Ck+l)t (g5, 1(Ck,Ck + Dl

), 1(Ck, Cky1)t

7w (BY" (cx. ek + i) =

g, l(Ck» ek +hn)], |
g1(ck, e + hkt)% |

|: g,\ 1(¢k, ¢k + hit)

+ cos (wz,1(ck, cky1)) 1

6,1

sin (w1 (cx, Ck+1)l
), 1(Ck, Cky 1)t

gx 1(cks ek + hit) |

(2.1 (ck Ck + )]y |
+ sin (wy., 1 (ck, cr1)E) 1

gx 1(ck, ck + hkt)]5 | :|

(33)

3.3 Reduced requirements for quadrature

Theorems 8—10 below highlight the synergy between the Lie bracket and the rep-
resentations in Theorems 5-7, Definition 6 and Corollaries 1-3: they act together
to decrease the magnitude of each multivariate integral, making it smaller than
expected! In particular, as discussed in the subsequent text, they illustrate that it is
possible to use these representations to develop a quadrature which exploits the mag-
nitude of each integrand in order to reduce the number of function evaluations and
amount of linear algebra.

Theorem 8 If A belongs to Egs. 19, 20 or 21 then

Cht1 ! ine
™ (/ B;.1(ck, t)dt) =7 / B (ck. ck + hyt)dt
Ck 0

W2[he k2 1], _ in(19) and 20),

P [ A :
hk[ﬁ—q(m =g 1] » in 21).
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Proof Follows by straightforward computation from Definition 6. [

Theorem 9 If A belongs to Egs. 19, 20 or 21 then

Ck+1 LN
7 (/ / [Bs..1(ck, 12), By 1(ck. 11)] dlzdt1>
Ck Ck
1 151 . .
=7 (/ f [B'Zflf(Ck, Ck + hitr), B’Zf’f(ck, ¢k + hktl)] dtzdtl)
0o Jo

W[ h21]", _ in(19)and 0),
1 .
ho—q @) g e 1] meD.

Proof Follows by straightforward computation from Definition 6. O
Theorem 10 If X belongs to Eqs. 19, 20 or 21 then

Ck+1 n 4]
b < / / [Bs..1(ck, 13), [Ba,1(ck. 22), By 1 (cx, tl)]]dt3dt2dt1>
5 ck Jek

k

L prn pny . .
=7 </ / / [B];mf(Ck, ¢k + hitz), [Bfne(ck, cr + hitr),
0 Jo Jo ’ ,

B';i'ff(Ck, ¢k + hktl)]] dt3dt2dtl>

W[ h2 1], in (19) and (20),
16 (o — —1 1 1 T 51
2 ( q (c)) Ji—qo —=q(n) , in (21).

Proof Follows by straightforward computation from Definition 6. O

As a result of Theorems 8—10, quadrature of Eqgs. 23-25 should be replaced with
that of

1 ~
f B (cr. cx + hit)dt, (34)
0
1 1 . .
/ / [Bf\lflle(Ck, ok + hita), B (k. cx + hkll)] dnydty, (35)
o Jo ’

1 1 131 . . .
/ f f [BE% Ccu i+ hets), [BIS (e ok + har), B (cu. e+ hitn) ] | disdiadn,
0 0 0
(36)

since this results in fewer function evaluations and amount of linear algebra, given that:

— for global order 4, as a consequence of Theorem 8, quadrature of Eq. 23 to local
order 5 is equivalent to quadrature of Eq. 34 to local order 3,
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— for global order 7, according to Theorem 8, quadrature of Eq. 23 to local order
8 is equivalent to quadrature of Eq. 34 to local order 6, and, following Theorem
9, quadrature of Eq. 24 to local order 8 is equivalent to quadrature of Eq. 35 to
local order 3,

— for global order 10, Theorem 8 guarantees quadrature of Eq. 23 to local order
11 is equivalent to quadrature of Eq. 34 to local order 9, Theorem 9 ensures
quadrature of Eq. 24 to local order 11 is equivalent to quadrature of Eq. 35 to
local order 6, and, Theorem 10 ensures quadrature of Eq. 25 to local order 11 is
equivalent to quadrature of Eq. 36 to local order 3.

3.4 Interpolation

We develop quadrature for Eq. 34-36 by polynomial interpolation of the non-
oscillatory parts of Bf‘“e(ck, ck + hit), given by £ 1(ck, ck + hxt), ta1(ck, ck +
hit) and g 1(ck, ck + hkt) as exposed in Corollaries 1-3. This gives rise to the
approximations B)j“f 7, (ck, ck + hgt) in:

Definition 7 Let ﬂ] C [0, 1] be formed by j distinct points and define
BJ"Y 5 (ck. ek + hit) € 512, R)

in each of Egs. 19, 20 and 21 by the right hand side of, respectively:

— Eq. 31 with ¢t — [f) 1(ck, ck + hit)]i1 replaced by polynomial interpolation at
Z >

— Eq. 32 with t — [ix 1(ck, ¢k + hit)]i1 replaced by polynomial interpolation at
%7

— Eq. 33 with t — [gy.1(ck, ck + hit)]i,1 replaced by polynomial interpolation at
;.

The question then becomes which (j, .7;) should be used for quadrature of
Eq. 34-36 to achieve prescribed local order. A question we address in the next three
subsubsections:

3.4.1 Smallest number of interpolation points to be consistent with local order

Let 0 < 11 < 1o < --- < t; < 1 be j interpolation points and let ¢ >
Pf, | (ce,cx+hi), j—1(t) be the unique j — 1 degree interpolation polynomial such that,
foreveryl € {1,..., j}, Pt 1 (cracktie), j—1(T1) = £y .1(ck, ck + hit). Then [12] for
each r € [0, 1], there exists & € [0, 1]:

h’f%(ck, cx + &)
£1(cks ek + hit) — Pty (cracx+hp). j—1(E) = 2 H(t )
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which yields the pointwise estimate (similarly also for ¢, ; and g, 1): for each r €
[0, 1],

‘t [£1.1(ck. ek + het) — pr(ck,ck+hk~),j—l(t)]iyl‘
h P

< - max [fil(Ckf)]_l

., i

IR R

£¢€[0,1]

J
}max s[le-ofp. 6D
I=1

Together with the discussion following Eqs. 34-36, the error bound in Eq. 37
dictates that:

— for global order 4, we need j = 3 for Eq. 34,

— for global order 7, we need j = 6 for Eq. 34 and j = 3 for Eq. 35,

— for global order 10, we need j = 9 for Eq. 34, j = 6 for Eq. 35 and j = 3 for
Eq. 36.

In particular, fewer interpolation points are needed for higher dimensional integrals
than for lower dimensional integrals, which represents a significant saving in linear
algebra.

3.4.2 Interpolation points that reduce quadrature error without derivatives
of the potential

As in the analysis in [5, 6, 10] for highly oscillatory Fourier-type integrands, the
mildly to highly oscillatory behaviour in Eq. 21 made explicit in Corollary 3 also
suggests polynomial interpolation at the endpoints since this yields smaller quadra-
ture error. This would lead to the evaluation of g, 1(ck, cx), which depends on
q' (c,j): something that would be best to avoid since the derivative of the potential
might not be available. Fortunately, since in Corollary 3 there is a ‘¢’ term in front of
every ‘[g;\,l (ck, cr + hkt)]i’ | ’ term, this is automatically achieved at the left bound-
ary point. Hence, there is no need to interpolate at the left boundary point. As for
t € (0, 1], gx.1(ck, ck + hit) does not depend on the derivative of the potential and
should be interpolated at the right boundary point. Given this, choose 71 :# 0 and
7j := 1, in which case, t > Pf, | (¢, cx+ii), j—1(2) is the unique j degree interpo-
lation polynomial which interpolates ¢ +— tf; 1(ck, cx + hxt) at the j + 1 points
{0, Tly, tj—lv 1}.

3.4.3 Data

As discussed in Sections 3.4.1-3.4.2, it is beneficial to choose .7; := .;_1 U {1}
where ;1 :C (0, 1) has j — 1 distinct points where j = 3, 6, 9 vary with Eqs. 34—
36 and local order. To reduce potential evaluations, take .5 :C .%5 :C .%%, in which
case, one lets

& := S for global order [,
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in which case, the polynomial interpolation in this section requires the following data

m—1 ck+hit Ch+1
U ({q (U {q(ck+hkz>,f g(©)ds -1 eﬂ} U {/ q(&)d&})um@}

k=0 k “k

If the antiderivative of the potential is not available, then it is possible to approximate,
up to local order, the antiderivative data

cr+hyt Ck+1
{/ Cl(é)dgitey}U{/ Q(S)df}

by the polynomial interpolation of ¢(£) in & € [ck, ck+1] With the potential data
{q ()} Ulg(cx + hit) 1t € LU g (ckr1)}
and the exact integration of the result.

3.5 Quadrature

Definition 8 below introduces iii“ie 7. (ck, ck+1) and i)», 1.7 (Ck, 1), which represent
L

the quadrature developed above for Egs. 23-25. In particular, I ; 7 (ck, ck+1) are

given by a rescaling of iimle 7, (ck, ck+1), which, by construction, can be integrated

exactly. Specifically:

— for global order 4, Eq. 23 is approximated by i;ty 1,9 (Ck, Ckt1),
— for global order 7, Eq. 23 is approximated by ik,l, (¢, ck+1) and Eq. 24 by

ix,z,% (¢, Ccks1), i
— for global order 10, Eq. 23 is approximated by I, 1 g (ck, ck+1), Eq. 24 by

L 5 7 (ck, cx+1) and Eq. 25 by I 5 7 (ck, cxt1).

Definition 8 Let
- L
I;f’f’gj(aa Cky1) = /0 BA‘j‘fﬂj(ck, cx + hpt)dt,
=i 1 n = .
lef]f,y,(Ck,CkH)::/ / [Bk‘f‘f”(%(Ck,ck+hkt2),BA‘f’ﬁ(%(ck,ck+ hit)]didy,
' 0o Jo : .

1 1 131
1f . R fi
I)Llfligj(Ck,Ck+l) .:/0 /0 /o [Bk‘“qu (ks ck + hi13),
.
[BT 7 (k. ci + hit2),

ﬁilflle’z (ck, ck + hktl)]]dt3dt2dl‘1.
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Let also iM, T (ck, ck+1) € s1(2, R) be the unique elements which satisfy

7 (D1, 7 (cks cr1)) ﬂ(iiquj (ck. Ck+1))
W2 [he k2 1], _ in(19) and 20,
P .
h [ Vi—q(er) A=qlck) 1] , in (21,

.
N(I£n§$ (ck: Ckt1)

”(i/\z,ﬂ, (ck, k1))

W[ h21]", in (19) and (20),
hi 1 1 —
Jri—q(cr) | VrA—qlcx) r—alc) ’ in (21),
7 (63,7, (ck» cr1)) = ﬂ(iﬁ?f,%(Ck, k1))
WS [he k2 1], in (19) and (20),
it 1 11 i
a0 | Vrimalen A—a(@) , in@D.

3.6 Discretization error estimates

Definition 9 and Theorem 11 below make explicit the quadrature error in Section 3.5,
while Definition 10 and Theorem 12 below clarify the manner in which the quadra-
ture error, which lives in the Lie algebra s[(2, R), affects the quantities in the Lie
group SL(2, R).

Definition 9 Denote the quadrature of the integrals of Dy 1(ck, ck+1) and
D, 2(ck, ck+1) as developed in Section 3.5, for r = 1,log(3)/log(2), 2, i.e., for
global order 4,7,10, by

- ik,l,%(ck,ck+1), forr =1,
D; 1. (ks Crt1) 1= !A,l,% (ck, ck+1), forr =1log(3)/log(2),
L.1.2(ck, cks1),  forr =2,
as well as

0, forr=1,
D; 2., (cky ek =3 — 3L 2, 3 (ks cur1), for r =log(3)/log(2),

2
15 15
—50.2, 95 (cks ckt1) + 310 3,95 (ck, cky1),  forr=2.

Theorem 11 If Assumption 1 holds true: if r € {1,1og(3)/log(2), 2}, then

.
3 ot | [0 0(30) o] in(19)-0),
T (Dyi (cks k1) —=Diir (Chs Chr1)) =hiax o o

[# o0 ﬁ(l)] . in D).

VA—Gmax A—gmax

Proof Follows from Theorems 8—10 and the discussion in Section 3.4. O
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Definition 10 Let r € {1, log(3)/log(2), 2}, and define the discretized flow, the
discretized solution, the discretization local error, and the discretization global error
by, respectively:

FA,](Ckv Cig1) = eD/\,O(Ck,CkH)eix,l,%(ckvck+l),

= i NS A
F;. 1og(3)/ log) (ks Chr1) 1= POk kD) ghit, 7 (Goticr) o= 2 T2, 75 ki),

I:F)\ 2(ck, Ckg1) 1= eD)L,O(Ck,CkJr])eik,1,99(Ckwck+l)e*%ik42,,76(Ckack+l)+%ik,3,%(Ckvck+1)

Yo (cr1) = Fop(cr, crp1) - - Far(e1, e2)Fs 1 (co, €1),
L& (cy, cr1) = log (Fx,m (ks Ck+1)1};1,(0k76k+1)),

G5 (cx41) = log (Y,\ ] (Ck+1)YA ,(Ck+1))

Theorem 12 If Assumption 1 holds true, and r € {1, log(3)/1og(2), 2}, then

(Ldls‘( ) = h 271 [ﬁ(hmax) ﬁ(hﬁlax) ﬁ(l) ]T’ in (19) and (20),

T Ck, C -

ks Ck41 [JfL Aff& (1)] , in (21),
—(¢max dmax

(G (1)) = 22 [ 6 (hmax) € (B2) € ()], in (19) and (20),
Ck+1)) =

max on oW T .
[ VA—Gmax  A—qmax (1)] ) mn (21)

Proof As with the proof of Theorem 4, the main obstacle to estimate the local
and global discretization errors in Definition 10, lies in that the lower-left entry of
exp (Dy,0(ck. cx+1)) can be arbitrarily large, as described in Theorem 3. This main
obstacle can be circumvented by calling upon three Baker—Campbell-Hausdorff
(BCH) type formulas

XY — XY XY 5 (X XYY [Y XD 4 (38)
XY o X — YHX Y5 XX YT XX (X YT (39)
= exp (Adexp(X) (Y)) . (40)

Regarding local error, for » = 1 the local discretization error can be written as

LS (ck, ck1) = log (Fx,m (ck. cr+1)F; | (cx Ck+1))

= log (eDA,O(CkaCk+1)eDA,1(CkaCkJrl)e_f)A,l,l(Ck,Ck+1)e—Dk,U(Ck,Ck+1)>

= log (eD)L,O(Ck’Ck-H)eDA,l(Ck,Ck+1)—DA,I,I(Ckak-H)+h-0-1-g—DA,0(Ck»Ck+l)>

= Adexp(D; o(ct.cr41)) (Dx,l(ck, crr1) — Do 11 (cks crrr) + h-O-t-)

= Adexp(D, o(ct.cr41)) (Dx,l(Ck, crr1) — Dy 11 (cx, Ck+1)) +ho.t
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where the first and second equalities are due to Definitions 3 and 10, the third equality
is due to Eq. 38 and the fourth equality is due to Eq. 40. More generally, for arbitrary
r, one can show

L& (cx, cre1) = Adexp(D; o(ct.ces1)) (Dk,l(ck» 1) — D1 ek, Ck+1)) +ho.t.

which, with Theorems 3 and 11, yields the desired estimate. Regarding global error,
for arbitrary r, the global discretization error obeys the recursion relation with initial
condition

G5B (c1) = L§S (co. €1) (41)
and general rule
G (cx1) = log (Y (cx sV Herin))
= log (Fs. 11 (ck, ck+1) Yo, 1 (Ck)YA r(ck)FA r(Ck, Ck+l))

= log o Ck“)FA - (ks crp1)e® n (k)F (s Ck+1))

LS (¢ 1) D0k Cht1) Gi’}“ (c+hot =Dy o(cx, Ck+|))

= log|e

(v

(F
log( i (€t cern)el n (C")F (Ck,Ck+1))

(¢

(<

( ¥ (kCisr) exp (Adexp(D)\_O(Ck»CkJrl)) ( dlSC (ck) +h.o.t. )))
= log (e 555 (cr Crt1) exp (Adexp(m 0(Ckcki1)) ( disc. (Ck)) + h.O.t.))

= LI (r. s 1) + Adep(b, o(erenn) (lesrc (ck)> fhot  (42)

= logle

where the first four equalities are due to Definitions 3 and 10, the fifth to Eq. 39, the
sixth to Eq. 40, and the last to Eq. 38. The global discretization error expressions in
Eqgs. 4142 then result in

dlSC (CkJr])
= Adexp(D, o(cr.ces1)) (Dk,l(ck» k1) = Dyt ek, Ck+l)) +
+ Adexp(D, g (crocesn)) - exp(Ds.o(co.c1)) (DA,I(CO» c1) — Dy 1.4 (co, C1)) +h.ot.

which, with Assumption 1, Theorem 3 and Theorem 11, result in the desired estimate.
O

4 Total error estimates
Having controlled in Section 2 the truncation error incurred from approximating

F; (ck, ck+1) and Ya(ck+1) by Fi (e, ckr1) and Yy (1 (cs1) for [r] € Z7,
and controlled in Section 3 the discretization error sustained from approximat-

ing ¥y 1 (ck, ck+1) and Y [1(ck+1) by Fx r(Ck, ck+1) and Yx r(cky1) for r €
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{1,1log(3)/1og(2), 2}, we now combine these results in Definition 11 and Theorem 13

below which show that the computable quantity YA,,(ckJr 1) approximates Y (Ck+1)
with global order 4, 7, 10 for r = 1, log(3)/log(2), 2, respectively.
The eigensystem of Eqgs. 1-2 can then be safely approximated by replacing

Y, (ck+1) by ?A,r (ck+1) in Eq. 6 or in any other root-finding or shooting method that
uses Eqs. 4-5.

Definition 11 Letr € {1, 1log(3)/log(2), 2}, and define the

total

total local error: L7 (ck, ) = log (Fk (ck, ck+1)l~i';1r (ck, ck+1)) ,

total global error: G}f’ffl(ckH) = log (Y,\(ckH)Y;} (ck+1)> .

Theorem 13 If Assumption 1 holds true, and r € {1, log(3)/1og(2), 2}, then

Lﬁf’ffl(ck, Ck+1) = L;’f‘{h (¢k» Ck+1) + Lf\l‘;xf' (Ck, Ck+1) + higher order terms, in (19)—(21),

Ggﬁtral(Ck+1) = G;r,"r”r'] (ck+1) + G‘f{sf' (ck+1) + higher order terms, in (19)—(21).

Proof The first statement follows from

L% (e, cx1) = log (FA(Cka Ck+l)l::):1r(cka Ck—H))
= log (FA(Ck, Ck+1)1~*ﬂ;1m (i ks DF [ (e Ck+l)ﬁ‘):1r(ck» Ck—H))
= log (eXP (Ltf”ﬁ] (cx, Ck+l)) exp (Li{sf'(ck, Ck+l)))
= Lt{f‘r“ﬂ (ck, crv1) + Lii‘sf' (ck, cka1) + higher order terms,

where the first three equalities are due to Definitions 3, 10 and 11, and the~ last to
Eq. 38. The second statement can be derived similarly by replacing L, F, F,Fby G,
Y,Y. Y. O

The previous theorem links the truncation estimates in [14] with the discretization
estimates in this paper in that their sum controls the total error in the Fer streamers
approach. As can be seen from Theorems 4 and 12, the bounds on the discretization
errors

disc. disc.
L35 (cks ckr1)s G355 (crs1),

are larger than the bounds on the truncation errors

L3 (e crvn)s G (crgn)

Hence, according to Theorem 13, the total errors obey

Ly, cxp1) = O <Lgi,src'(0k, Ck+1)> ’ G () = O (Ggi,srcv(ck“)) ‘
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5 Conclusions

It has been shown that to preserve the advantageous properties of the Fer streamers
approach to Sturm-Liouville problems in [14] under discretization, while simulta-
neously minimizing the computational complexity by reducing function evaluations
and amount of linear algebra in the discretization, quadrature requires not the orig-
inal representation of Fer streamers, but rather relies on a characterization designed
to expose their magnitude and behaviour.

Tight total error estimates, uniform for every eigenvalue, have also been estab-
lished that quantify the interplay between the truncation and discretization in the
approach by Fer streamers which have shown that the discretization errors outweigh
the truncation errors.

The principal advantage of the Fer streamers approach to Sturm-Liouville prob-
lems is that its truncation and discretization error estimates hold uniformly for all
eigenvalues, which guarantee large step sizes over the eigenvalue range. This is espe-
cially significant given that the error estimates in alternative techniques apply only
to ‘small’ or ‘large’ eigenvalues (c.f. Section 1.1). Compared with the alternative
geometric integration techniques in the right-correction Magnus series [2] and in the
modified Magnus methods [9], which do not possess error estimates uniform over the
entire eigenvalue range, the Fer streamers approach presents an interesting trade-off
in computational complexity: although it requires a 50% increase in function evalu-
ations for each univariate integral in order to control all ‘small’, ‘intermediary’ and
‘large’ eigenvalues, it also enjoys a significant decrease in linear algebra for each
multivariate integral (see Section 1.3).

These results open new questions which will be the subject of future work and
include:

— Free Lie algebras, and,
—  Step size strategies.

5.1 Free Lie algebras

As discussed in this paper, in order to approximate Y, (cx+1) by ~Y)L’r(Ck+1), it

is necessary to compute F;L,r(ck, Ck+1), which itself relies on the computation of

i‘;‘“le 7, (ck, ck+1)- Given that each integral i‘;‘“le 7, (ck, ck+1) can be integrated exactly
by first expanding the individual terms of the commutators of the finite sums in
Bfine

LT, (ck, ck + hit), then integrating exactly every summand, and finally adding up
all the integrated terms, a useful question is how to perform such operations while
incurring the smallest possible volume of linear algebra and, by extension, running
time. Since this volume of linear algebra relates to the number of commutators that
result from integrating the individual terms, there exist three mechanisms that can be
used to decrease this volume of linear algebra, which are:

— Firstly, free Lie algebra techniques and Hall basis, which lead to fewer commu-
tators via a systematic use of commutator identities such as: skew symmetry,
Jacobi’s identity, etc,
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— Secondly, when collected in a Hall basis, certain linear combinations between
different integrands are then identically zero, and,

— Thirdly, when collected in a Hall basis, certain linear combinations between
different integrands integrate exactly to zero.

Hence, these efficiency mechanisms will be explored to optimise running time.
5.2 Step size strategies

Another question for future work relates to mesh selection, which is known to depend
on the interval length and the local variation of the potential.

For illustration purposes, consider a mesh in Eq. 7 with equal spacing and largest
step size that satisfies Assumption 1, namely: m = [ (b — a)/qmax — qmin | and h =
hmax = hmin = (b — a)/m. In addition, take r = 1, 1og(3)/log(2), 2 in Theorem 13,
i.e., global order 4,7,10, and choose Brent’s derivative-free root-finding algorithm to

solve Eq. 6 with Y} (b) replaced by §( +.r (b). For concreteness, take the Coffey—Evans
problem [13, p. 283]

a=-n/2, b=wn/2, B=30, q()=-28cos(2t)+ /32 sin(2¢)2,
@ =mb) =0, o1 #0, B1#0, ar=p=0, (43)

and the truncated Gelfand-Levitan problem [13, p. 283]

a=0, b=100, ¢q@)=(32cos(t)(cos(t)+(2+1)sin(t)))/((4+2t+ sin(2t))2),
w@~+y @ =0, »ub =0, ar=ay#0, p1#0, p=0. (44

For these problems, Fig. 1 depicts the absolute and relative errors between refer-
ence eigenvalues and eigenvalues computed via Fer streamers with the procedure
described above.

Figure 1 highlights two issues related to the mesh strategy described at the start of
this subsection. On the one hand, it yields step size 7 = 0.03 for Eq. 43 that gives
relative error around 1071 for A > 0.5 x 107 which may be more accuracy than
necessary, and thus may consume more resources (e.g., running time or pointwise
evaluations of the potential) than necessary. On the other hand, for Eq. 44 the same
strategy yields relative error around 1073 for every A with step size & = 0.57.

These examples illustrate the fact that the behaviour of the solutions of Sturm—
Liouville problems depend on the local behaviour of the potential g. With this in
mind, one can:

— Relax Assumption 1 which currently uses global information about g, namely,
its minimum gpjn and maximum gmgx, to instead use local information on each
[ck, ck+1] based on the pointwise evaluations of ¢ at the interpolation points of
Section 3.4.3, and,

— Explore non-equidistant meshes, and investigate automatic mesh selection algo-
rithms, along the lines of [8].

Hence, these mesh algorithms will be explored to optimise running time and to
decrease the number of pointwise evaluations of the potential function.
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a=-1.57, b=1.57, B=30.00, q:@g)—2'beta'cos(2'|)+betaz's\n(2‘t)2 a=-1.57, b=1.57, $=30.00, 2*beta*cos(2"t)+beta?sin(2*t) 2
0,21.00, 0,0.00, ,=1.00, §,0.00 0,1.00, 1.00, B,=0.00

d
h  =0.03

m=98, hmax:thZO 03 N hmax min
107 T 107 T T T -
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O ARG O 2 ey CONR AR o e e
m=174,h__=h_ =0.57 m=174,h__=h_ =0.57
masmin masxmin
107" 107

—e—n=1
n=log(3)llog(2)
—8—n=2

absolute error
3,
relative error

—e—n=1

n=log(3)llog(2)
—8—n=2
e : :
50 100 150 200 50 100 150 200
lambda (first 500 eigenvalues) lambda (first 500 eigenvalues)

Fig. 1 Absolute (left) and relative (right) errors with Fer streamers with global order 4,7,10, i.e., r =
1,10g(3)/log(2), 2, for the Sturm-Liouville problems in Eq. 43 (top) and in Eq. 44 (bottom)

Acknowledgments The author would like to thank the anonymous referees for their comments and
suggestions that greatly improved the presentation of the material in this paper, as well as for their thoughts
and directions for future work. The author would also like to thank Arieh Iserles and Andreas Asheim for
useful discussions. This work was supported by Fundagdo para a Ciéncia e a Tecnologia, Portugal through
the fellowship SFRH/BD/71692/2010.

Compliance with Ethical Standards
Conflict of interests The author declares that he has no conflict of interest.

Open Access This article is distributed under the terms of the Creative Commons Attribution 4.0
International License (http://creativecommons.org/licenses/by/4.0/), which permits unrestricted use, dis-
tribution, and reproduction in any medium, provided you give appropriate credit to the original author(s)
and the source, provide a link to the Creative Commons license, and indicate if changes were made.

References

1. Degani, I.: RCMS - Right Correction Magnus Schemes for Oscillatory ODEs, and Cubature Formulae
and Commuting Extensions. PhD thesis, Weizmann Institute of Science, Department of Mathematics
(2004)

@ Springer


http://creativecommons.org/licenses/by/4.0/

Discretizations of Sturm-Liouville problems via Fer streamers

10.

11.

12.

13.
14.

. Degani, I., Schiff, J.. RCMS: Right correction magnus series approach for oscillatory ODEs. J.

Comput. Appl. Math. 193(2), 413436 (2006)

. Fer, F.: Résolution del 1‘equation matricielle U= pU par produit infini d‘exponentielles matricielles.

Bulletin de la Classe des Sciences Académie Royale de Belgique 44, 818-829 (1958)

. Iserles, A.: On the numerical quadrature of highly-oscillating integrals I: fourier transforms. IMA J.

Numer. Anal. 24(3), 365-391 (2004)

. Iserles, A., Ngrsett, S.: Efficient quadrature of highly oscillatory integrals using derivatives. Proc. R.

Soc. A 461, 1383-1399 (2005)

. Iserles, A., Ngrsett, S.: Quadrature methods for multivariate highly oscillatory integrals using derivatives.

Math. Comput. 75(255), 1233-1258 (2006)

. Ixaru, L.: CP methods for the Schrodinger equation. J. Comput. Appl. Math. 125(1-2), 347-357

(2000)

. Kautsky, J., Nichols, N.K.: Equidistributing meshes with constraints. SIAM J. Sci. Stat. Comput. 1(4),

499-511 (1980)

. Ledoux, V., Daele, M., van den Berghe, G.: Efficient numerical solution of the 1D Schrodinger eigenvalue

problem using Magnus integrators. IMA J. Numer. Anal. 30, 751-776 (2010)

Levin, D.: Fast integration of rapidly oscillatory functions. J. Comput. Appl. Math. 67(1), 95-101
(1996)

Moan, P.C.: Efficient Approximation of Sturm-Liouville Problems Using Lie-group Methods, Tech-
nical report Department of Applied Mathematics and Theoretical Physics. University of Cambridge,
UK (1998)

Olver, EW.J., Lozier, D.W., Boisvert, R.F., Clark, C.W. (eds.): NIST Handbook of Mathematical
Functions. Cambridge University Press, New York (2010)

Pryce, J.: Numerical Solution of Sturm-Liouville Problems. Oxford University Press (1993)

Ramos, A.G.C.P, Iserles, A.: Numerical solution of Sturm-Liouville problems via Fer streamers.
Numer. Math. 131(3), 541-565 (2015)

@ Springer



	Discretizations of Sturm–Liouville problems via Fer streamers
	Abstract
	Introduction
	Uniform versus asymptotic error estimates
	Geometric integration
	Computational complexity
	Number of steps in each numerical mesh
	Error estimates and evaluations of the potential
	Amount of linear algebra


	Sturm–Liouville problems via Fer streamers and truncation error estimates
	Discretisation error estimates
	Exposing the behaviour of the integrands
	Exposing the magnitude of the integrands
	Reduced requirements for quadrature*-.5pt
	Interpolation
	Smallest number of interpolation points to be consistent with local order
	Interpolation points that reduce quadrature error without derivatives of the potential
	Data

	Quadrature
	Discretization error estimates

	Total error estimates
	Conclusions
	Free Lie algebras*.3pt
	Step size strategies

	Acknowledgments
	Compliance with Ethical Standards
	Conflict of interests
	Open Access
	References


