ENTROPY-STABLE AND ENTROPY-DISSIPATIVE APPROXIMATIONS
OF A FOURTH-ORDER QUANTUM DIFFUSION EQUATION
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ABSTRACT. Structure-preserving numerical schemes for a nonlinear parabolic fourth-
order equation, modeling the electron transport in quantum semiconductors, with peri-
odic boundary conditions are analyzed. First, a two-step backward differentiation formula
(BDF) semi-discretization in time is investigated. The scheme preserves the nonnegativity
of the solution, is entropy stable and dissipates a modified entropy functional. The exis-
tence of a weak semi-discrete solution and, in a particular case, its temporal second-order
convergence to the continuous solution is proved. The proofs employ an algebraic relation
which implies the G-stability of the two-step BDF. Second, an implicit Euler and g-step
BDF discrete variational derivative method are considered. This scheme, which exploits
the variational structure of the equation, dissipates the discrete Fisher information (or
energy). Numerical experiments show that the discrete (relative) entropies and Fisher
information decay even exponentially fast to zero.

1. INTRODUCTION

This paper is devoted to the study of novel structure-preserving temporal higher-order
numerical schemes for the fourth-order quantum diffusion equation

(1) ng + div (nV (A\/ﬁ>> =0, ze€T9 ¢t>0, n(0) = ng,

Jn

where T? is the d-dimensional torus. This equation is the zero-temperature and zero-field
limit of the quantum drift-diffusion model, which describes the evolution of the electron
density n(t) = n(t,-) in a quantum semiconductor device; see [21]. It was derived in [7]
from a relaxation-time Wigner equation using a Chapman-Enskog expansion around the
quantum equilibrium. For smooth positive solutions, (1) can be written in a symmetric
form for the variable log n:

1
(2) ne + 5(9,2](7@23 logn) =0, 2T t>0 n(0)=n,
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where here and in the following, we employ the summation convention over repeated indices
and the notation 0; = 0/0x;, 8% = 0?/0x;0x;. This is the multidimensional form of the
so-called Derrida-Lebowitz-Speer-Spohn (DLSS) equation. Its one-dimensional version was
derived in [8] in a suitable scaling limit from the time-discrete Toom model and the variable
n is related to a limit random variable.

The main difficulties in the analysis of (1) (or (2)) are the highly nonlinear structure,
originating from the quantum potential term Ay/n/y/n in (1), and the fourth-order differ-
ential operator, which lacks a maximum principle.

These difficulties have been overcome by exploiting the rich mathematical structure of
(2). First, equation (2) preserves the nonnegativity of the solutions [22]: Starting from
a nonnegative initial datum, the weak solution stays nonnegative for all time. Second,
(2) allows for a class of Lyapunov functionals and so-called entropy dissipation estimates.
More precisely, the functionals

1

—_— “d 0,1 E = 1 -1 1)d
CY(Oé—l)/Edn T (Of?é ) )7 l[n] /']Td<n(ogn )+ )ZE

are Lyapunov functionals along solutions to (2), i.e. dE,[n]/dt < 0if (vVd —1)?/(d +2) <
o < (Vd+1)%/(d+2), and the entropy dissipation inequality

3) d

—FE,[n] + 2@/ (An®?)2dz < 0

dt Td
holds if (vd — 1)2/(d +2) < a < (Vd+1)?/(d +2). The constant k, > 0 can be
computed explicity, see Lemma 6 below. For a = 1, inequality (3) can be interpreted as
the dissipation of the physical entropy. Third, equation (1) is the gradient flow of the
Fisher information

(4) Fln) = / vV

with respect to the Wasserstein metric [14]. As the variational derivative of the Fisher
information equals 0 F'[n]/dn = —Ay/n/\/n, a straightforward computation shows that the
Fisher information is dissipated along solutions to (1),

d IF[n]y |2
(5) th[n]+/Trdn‘V< 5 >’ dz = 0.
Since the Fisher information can be interpreted as the quantum energy, the latter can be
seen as an energy dissipation identity.

Whereas the local-in-time existence of positive classical solutions for strictly positive
WLP(T?) initial data with p > d could be proved using semigroup theory [2], global-in-
time existence results were based on estimates (3) and (5). More precisely, the global
existence of a nonnegative weak solution was achieved in [24] in the one-dimensional case.
This result was extended later to several space dimensions in [22], employing entropy
dissipation inequalites, and in [14], exploring the variational structure of the equation.

From a numerical viewpoint, it is desirable to design numerical approximations which
preserve the above structural properties like positivity preservation, entropy stability, and

E,[n] =
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entropy or energy dissipation on a discrete level. For a constant time step size 7 > 0,
let tp = k7 (k > 0). If ny approximates the solution n(t;) to (2) at time t;, we call a
numerical scheme entropy dissipating if Ey[ng1] < Eo[ng] for all £ > 0 with « in a certain
parameter range, and entropy stable if there exists a constant C' > 0 such that E,[n;] < C
for all £ > 0. In this paper, we investigate the entropy stability and entropy dissipation of
backward differentiation formulas (BDF).

In the literature, most of the numerical schemes proposed for (2) are based on an im-
plicit Euler discretization in one space dimension. In [25], the convergence of a positivity-
preserving semi-discrete Euler scheme was shown. A fully discrete finite-difference scheme
which preserves the positivity, mass, and physical entropy was derived in [4]. Diiring et al.
[9] employed the variational structure of (2) on a fully discrete level and introduced a dis-
crete minimizing movement scheme. This approach implies the decay of the discrete Fisher
information and the nonnegativity of the discrete solutions. Finally, a positivity-preserving
finite-volume scheme in several space dimensions for a stationary quantum drift-diffusion
model was suggested in [5].

Positivity preserving and entropy consistent numerical schemes have been investigated in
the literature also for other nonlinear fourth- and second-order equations. For instance, a
positivity preserving finite difference approximation of the thin-film equation was proposed
by Zhornitskaya and Bertozzi [31]. Finite element techniques for the same equation were
employed by Barrett, Blowley, and Garcke [1], imposing the nonnegativity property as a
constraint such that at each time level a variational inequality has to be solved. Further-
more, entropy consistent finite volume—finite element schemes were suggested and analyzed
by Griin and Rumpf [17, 18]. Furihata and Matsuo [13] developed the discrete variational
derivative method to derive conservative or dissipative schemes for a variety of evolution
equations possessing a variational structure. Entropy dissipative fully discrete schemes for
electro-reaction-diffusion systems were derived by Glitzky and Gértner [16].

In most of these works, the time discretization is restricted to the implicit Euler method,
motivated by the fact that the solutions often lack regularity. However, high-order schemes
often still yield smaller time errors than the Euler scheme, and this improved accuracy is
vital to match the spatial approximation errors. A difficulty of the analysis is that the time
discretization has to be compatible with the entropy structure of the equation. This is the
case for the first-order implicit Euler discretization. Indeed, multiplying the semi-discrete
scheme

1 1
(6) ;(nkﬂ —ng) + 551'23'(71“13% logngy1) =0, k>0,

where 7 > 0 is the time step and ny approximates n(ty) with ¢, = 7k, by logni,; and
using the elementary inequality

(7) (x —y)logx > zlogx —ylogy for x,y >0

(which follows from the convexity of « +— zlogz), it was shown in [22, Lemma 4.1] that

Eq[ng+1] + 27/@1/ (AnZﬁ)de < Eung], k>0,
Td
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As a consequence, k — FE,[ng] is nonincreasing and the entropy dissipation structure is
preserved. It is less clear whether higher-order approximations yield entropy dissipating
numerical schemes. In this paper, we prove this property for the two-step BDF method.

Two-step BDF (or BDF2) methods have been employed in the literature to approximate
various evolution equations in different contexts. We just mention numerical schemes for
incompressible Navier-Stokes problems [10, 15, 19], semilinear and quasilinear parabolic
equations [11, 28], and nonlinear evolution problems governed by monotone operators [12,
20]. To our knowledge, temporal higher-order schemes for the quantum diffusion equation
(1) have been not considered so far.

In the following, we detail our main results. First, we analyze the BDF2 time approxi-
mation of the DLSS equation, written in the form

2 1
(8) anl_a/Q(no‘/Q)t + 5812](71812] logn) =0,
/2

which was already used in [27] in a different context. Introducing the variable vy 1= n;’~,

which approximates n(t;)%/2, the semi-discrete BDF2 scheme for (8) reads as
2 2/a—1 3

1 1 .
(9) o7 Uk <§Uk+1 — 2u;, + 5%1) + 581'2]'(nk+1a7j2j lognps) =0 in T k> 1.

a/2
Here, vy = n,

scheme

is given by the initial datum ng, and v; is the solution to the implicit Euler

2 e 1 ‘
(10) Evf/ 1(1)1 — Uo) + 50%(7118% logny) =0 in T¢

The existence of a weak solution to the scheme (9)-(10) is provided by the following
theorem.

Theorem 1 (Existence of solutions and entropy stability). Let 1 < d < 3, 1 < a <
(Vd +1)2/(d + 2), and let ng € L*(T%) be a nonnegative function. Then there exists a

weak solution vy = nfﬂ of the implicit Euler scheme (10) and a sequence (vy) = (nz/Q)

of weak nonnegative solutions to (9) satisfying vy, > 0 in T, v, € H?*(T?), and for all
¢ € W>(T9),

1 2/a-1 [ 3 1
(11) = /Tdvk+1 (§vk+1 — 2up, + §vk_1) odx

I 901 Q 1/ 1/a
-+ /Td (ﬁvkil aizjvkﬂ — 581(%11)8](%/“)) 812]¢d£13 = 0.

If a > 1, the scheme (9) is entropy stable and the a priori estimate

(12) Eq[nm,] + %/@JZ/ (A(nzﬂ)fdx < Eulno), m>1,

k=1 7T

holds, where Kk, > 0 is defined in Lemma 6.
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When we redefine the entropy, we are able to prove entropy dissipation of the semi-
discrete scheme. For this, introduce the modified entropy

1 o a/2 a/2
This definition is motivated by the inequality

3 1 1, , o1
which implies the G-stability of the BDF2 method; see [6] and Lemma 5. The entropies
E, and EY are formally related by EY[ny, 1] = Ealni] + O(7) as 7 — 0 for k > 2.

ES g, ny_1] =

(b* + (2b—¢)?) for all a,b,c € R,

Corollary 2 (Entropy dissipation). Let the assumptions of Theorem 1 hold for a > 1.
Then the scheme (9) is entropy dissipative in the sense of

(13) E%ngqq, ni] + 2Iia7'/ (A(nZﬁ))de < ESng, np—], k> 1.
Td

In particular, k — ES[ny, n._1] is nonincreasing.

We stress the fact that the implicit Euler scheme (6) dissipates all admissible entropies,
whereas the BDF2 scheme just dissipates one entropy, ES[ng], where o has been fixed in
the scheme.

The proof of Theorem 1 is based on the semi-discrete entropy stability inequality (12)
and the Leray-Schauder fixed-point theorem. Instead of (7), we employ the algebraic in-
equalities (18) and (19) (see Section 2). We have not been able to obtain similar inequalities
for BDFEk methods with 3 < k& < 6. The reason might be the fact that the only G-stable
BDF methods are the BDF1 (implicit Euler) and BDF2 discretizations [6]. Moreover, we
have not been able to prove entropy dissipation for v = 1 since in this case, inequalities
(18) and (19) cannot be used.

If « = 1, we prove that the semi-discrete solution to the BDF2 scheme converges to the
continuous solution with second-order rate.

Theorem 3 (Second-order convergence). Let the assumptions of Theorem 1 hold, let o = 1,
and let (vg) be the sequence of solutions to (9)-(10) constructed in Theorem 1. We assume
that there exist values iy, > 0 such that vy, > py, > 0 in T¢. Furthermore, let n be a strictly
positive solution to (2) satisfying /n € H*(0,T; L*>(T4)) N W?2>(0,T; L*(T?)). Then there
exists a constant C > 0, depending only on the L*(0,T; L*(T?%)) norm of (v/n)u:, the
L>(0,T; L*(T9)) norm of (v/n)u, and T, but not on 7, such that

vk = V/nlty, )| 2eray < CT2,

where 0 < 7 < 1/8 is the time step and t, = 7k, k > 0.

It is shown in [2, Theorem 6.2] that the solution n to (2) is smooth locally in time if
the initial datum is positive and an element of W1(T%). The proof of Theorem 3 is
based on local truncation error estimates and the monotonicity of the formal operator
A(v) = 172202 (0?02 logv) for @ = 1 [26]. If o # 1, the operator A seems to be not
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monotone, and our proof does not apply. Possibly, the second-order convergence for o # 1
could be achieved by applying suitable nonlinear semigroup estimates.

Next, we investigate a fully discrete numerical scheme which dissipates the Fisher infor-
mation. To this end, we employ the discrete variational derivative method of Furihata and
Matsuo [13]. The method is based on the variational structure of the DLSS equation,

F
(14) n, + div (nvdé—gﬂ) =0, t>0.

The dissipation of the Fisher information F[n] (see (4)) follows from (formally) integrating

by parts in
d dF[n] dF[n]
—Fln] = - il
dt [n] /Td on ntdx /]Td " ‘V ( on

(see (5)). The idea of the method is to derive a discrete formula for the variational derivative
dF[n]/én in such a way that the above integration by parts formula and consequently the
dissipation property hold on a discrete level. We provide such formulas for spatial finite
difference and temporally higher-order BDF approximations.

The numerical approximation for equation (1), derived in [9], takes advantage of the
gradient-flow structure in the sense that the variational structure was discretized instead
of equation (1) itself. The method is based on the minimizing movement (steepest descent)
scheme and consequently dissipates the discrete Fisher information. In each time step, a
constrained quadratic optimization problem for the Fisher information needs to be solved
on a finite-dimensional space. Each subproblem has to be solved iteratively, leading to a
sequential quadratic programming method. In general, this structure-preserving approach,
known as “first discretize, then minimize”, has good stability properties and captures well
other structural features of equations, like those presented in [29].

The strategy of the discrete variational derivative method is the standard “first mini-
mize, then discretize” approach, i.e., the discretization of equation (1), as the minimality
condition in the variational setting, is performed. To some extent this is simpler than the
above approach, since in each time step only a discrete nonlinear system has to be solved,
and the main structural property remains preserved. Furthermore, we derive temporally
higher-order discretizations, whereas the scheme in [9] is of first order only.

To simplify the notation, we consider the spatially one-dimensional case only. The
extension to the multidimensional situation is straightforward if we assume rectangular
grids. Let xg, ..., zy be equidistant grid points of T with mesh size h > 0 and xg = xx. Let
UF be an approximation of n(ty, r;) and set U* = (U},..., Uk ), Uy = Uy. Furthermore,
let 5,1"1 be the ¢-step BDF operator at time t;; for instance,

2
dx <0

1
(15) LU = ~(Uf = Uf) ifg=1,
T
(16) sta gt = L Sk _ope Lk} g q=2
k+1%14 . 2 i ) 2 7 .
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We denote by 6! the central finite-difference operator at z;, i.e. 6" U* = (U, —UF |)/h.
Then, following (14), we propose the fully discrete scheme

La prk+1 _ §(1) k1 5(1) 0Fy
(17) 6k+1Ui _51 (U 61 ((5(Uk+1,...,Uk_Q+1)>) ) k > q— 17
where i = 0,..., N — 1. The discrete variational derivative §F,;/6(U*, ... U4t e RN
is defined in such a way that a discrete chain rule holds (see (39) and (42) in Section 3 for
the precise definitions), yielding the dissipation of the discrete Fisher information F,[U¥]
in the sense of the following theorem.

Theorem 4 (Dissipation of the Fisher information). Let N € N, U° € RY be some
nonnegative initial datum with unit mass, Ziji_ol Uh =1, and let U',..., UL € RY be
starting values with unit mass and Fy[U] < -+« < Fy[U°] < co. Then scheme (17), with
the discrete variational derivative §F;/5(UM™, ... U=9TY) defined by (42), is consistent
of order (q,2) with respect to the time-space discretization. Furthermore, U* is bounded
uniformly in k, has unit mass, and the discrete Fisher information is dissipated in the
sense of
5é’qu[Uk] <0 forallk>yq.

Furthermore, for ¢ = 1 the discrete variational derivative is defined by (39), scheme (17) is
consistent of order (1,2) and the discrete Fisher information is nonincreasing, Fy[UF1] <

Fy[U*] for all k > 1.

We say that a scheme is consistent of order (¢, m) if the truncation error is of the order
O(79) + O(h™) for 7 — 0 and h — 0.

The paper is organized as follows. The analysis of the BDF2 time approximation is
performed in Section 2, and Theorems 1 and 3 are proved. The fully discrete variational
derivative method is detailed in Section 3, and Theorem 4 is proved. Numerical experi-
ments in Section 4 illustrate the entropy stability, entropy dissipation, and energy (Fisher
information) dissipation, even in situations not covered by the above theorems.

2. BDF2 TIME APPROXIMATION

First, we collect some auxiliary results. The following lemma is needed to show a priori
bounds for the semi-discrete solutions to the DLSS equation.

Lemma 5. It holds for all a, b, c € R,

3 1 3 1
1 2(Za—2b+ = > Za? — 20 + =2 —b)?2—(b—c)?
(18) (2a b~|—20)a_ 54 b +3¢ +(a—0b)"— (b—c¢)7,
3 1 1,, S )
(19) 2{5a—=2b+5c 2§(a +(2a—b))—§(b + (20— ¢)?).

Proof. We calculate

1 1 1
2(;a—2b+§c)a:;a2—262+502+(a—b)2—(b—c)2—|—§(a—2b—l—c)2,
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which proves the first assertion. Because of

1 1 1 1
2 (ga—2b+§c) a= §(a2+ (2a —b)?) — §(bQ+(2b—C)2) —|—§(a—2b+c)2,

the second assertion follows as well. O

We also recall the following inequality (see [22, Lemma 2.2] for a proof).
Lemma 6. Let d > 2 and \/n € H*(T?) N WH4(T4) N L>(T?) with infran > 0. Then, for
any (Vd—12/(d+2) <a < (Vd+1)%/(d+2), a # 1,

1 oa— (03
o-D /’Jl‘d n@fj(logn)afj(n Ydz > kg /Td(An )2y

and for a =1,

i/w n(9;;(logn))*dz > K /Td(A\/ﬁ)Qd:c,
where
B p(a) 5 2(d+1) d—1\"
Ko = 2(p(0) — p(0)) >0 and pla)=—a"+ i1 *~ (m) .

Proof of Theorem 1. Given vy = ng/ 2, the existence of a nonnegative weak solution v; €
H?(T?) to (10) is shown in [22]. Assume that vy, ..., v, € H?(T?) are solutions to (11). We
introduce the variable y by v, = e®¥/2 such that ngr1 = e¥. First, we prove the existence
of a weak solution y € H?(T?) to the regularized equation

2 3 1 1
(20) Ee(l_amy (éeay/2 — 2up, + évk_l) + éﬁfj(eya?jy) +eL(y) =0,

where € > 0 and
L(y) = A% — div(|Vy|*Vy) +y.

Step 1: Definition of the fived-point operator. Given z € W14(T4) and o € [0, 1], we
define on H?(T¢) the forms

1
aly, ) = 5 /Td ezaijafjgbdx +e /Td (AyAg + |V2*Vy - Vo + yo)dz,

2 3 1
fl@)= -2 [ et-o/2: <§eaz/2 — 2uy, + ivk_1> pdz.

AT Jrd

Since H?(T?) — W14(T9) — L>(T?) with continuous embeddings (remember that d < 3),
these mappings are well defined and continuous. Furthermore, by the Poincaré inequality
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for periodic functions with constant C'p > 0, the bilinear form a is coercive,
eyl == [ (V2 + VoP 4 9o < e [ ((Ch+ DIV + 7)o
T T

—= [ (@ D@yP ) <€) [ (B0 i)
Td Td
< (Ch + Va(y, y).
By Lax-Milgram’s lemma, there exists a unique solution y € H?(T9) to

a(y.¢) = f(¢) for all ¢ € H3(T?).

This defines the fixed-point operator S : Wh4(T9) x [0,1] — W'4(T9), S(z,0) = y. It
holds S(y,0) = 0 for all y € W14(T9), and S is continuous and compact, in view of the
compact embedding H?(T%) — W4(T?). In order to apply the Leray-Schauder theorem,
it remains to show that there exists a uniform bound in W14(T9) for all fixed points of
S(-,0).

Step 2: A priori bound. Let y € H?(T?) be a fixed point of S(-, o) for some o € [0, 1].
We employ the test function ¢ = y in (20). This gives

2 3 L
0= _U/ e(1—a/2)y (_eay/Q — 2u, + —’Uk—l) ydx
Td 2

aT 2
1
21) b5 [Ler@yrdn e [ (02491 )
T T

To estimate the first integral, we distinguish the domains {y < 0} and {y > 0}:

2 3 1
=0 e(l—a/2)y (_eay/2 — 20, + —Uk—l) yda
Td 2 2

T
— % {y<0} (3ety — e~/ Dy 4 17V, y)da
y<0
+ 2 (3evy — de =Wy 4 =2y y)da,
AT J{y>0}

The first integral on the right-hand side is estimated by using the Young inequalities
—4e0=0/ vy > —2eC=vy? — 22 and ey _1y > —LeCreluy? 12

7 (3ety — 4e0=/2Wyyy + e(1=0/Duy, yVdy
T Jiy<o}
5 1
> 7z (Beyy — ey 92 —v,%_l) dz
T {y<0} 2 2

_ 7 Yy —1)+1+(1+9 y_§(2*a)y2_1_22_12 d
o {M}(e (y=D+1+ (1 +2y)e’ — ey Uk~ 5l | do
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Since y — (1 + 2y)e? — 3@ 2vy? — 1,y < 0, is bounded from below (remember that
a < 2), we find that

7 (3eyy — 41Dy + e(l—a/2)yvk_1y) dx
AT J{y<0}
1
22 [ @ nenae- Ta- T [ (npe g an
aT {y<0} aT aT {y<0} 2

where ¢; > 0 depends only on the lower bound of y — (1 + 2y)e¥ — ge(Q*O‘)ny -1,y <0,
and meas(T¢). For the remaining integral over {y > 0}, we employ the Young inequalities
_46(17a/2)yvky Z _26(2705):9 — y4 — fué and 6(17a/2)yvk_1y 2 _%6(270‘)y — }ly4 — 4_111):71:

% (3evy — e~/ Dy 4 U2y y)da
{y>0}

a 5 5 1
> — ely — ey _ 24 4 o4 )d
TaT /{yzo} ( €y 26 4y Uk’ 4/Uki—1 x

o

5 5
= e'(y—1 +1—|—<1+2yey——e(2_°‘)y——y4—1>
O‘T/{yzc)}< ( ! | ) 2 4

1
— g — Z—lv,il)dx.

The mapping y — (14 2y)e? — 2e=% — 3y4 — 1 ¢ > 0, is bounded from below which
implies the existence of a constant ¢o > 0 such that

7 (3evy — 460wy, + 101Dy, 1 y)da
AT J{y=0}
1
> 7 (e(y— 1)+ 1)dx — 102 -7 <v;§ + —U/il) dx.
AT J{y=0} ar T Jiy>0} 4

Summarizing the estimates for both integrals over {y > 0} and {y > 0}, it follows that

20 3 1 o
22 T U Zew2 oy 4 g | yda > — Yy —1) +1)d
(22) — Tde 5¢ vk+2vk 1) yde > — Td(e (y—1)+1)dz

o 1 1 o
- — 2?2 + vt 4+ —v? —vi dr — —(c Co).
o Td( kT k+2 k—1+4 k1 a7(1+ 2)

For the second integral in (21), we use Lemma 6:

1
5/ ey(aij)dezm/ (Aey/2)2d:c,
Td

’]I‘d
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where k1 > 0 depends only on the space dimension d. With this estimate and (22), equation
(21) implies that
o

— [ (e!(y — 1)+1)d:13+2/<51/

AT Jrd Td

(Aey/Q)de +e€ /Ed ((Ay)2 + | Vy|* + y2)d:v

o 1 1 o
< — 207 +vp + ~vi_, + ~vp dz + —(c1 + ¢c2).
-~ - Td ( 'Uk Uk; 2Uk,‘—1 4Uk;—1 T(Cl 02)

By the definition of the entropy, this inequality can be written as

2
Eq[n] + e / (Aey/2)2d.11: + 2 ((Ay)? + |Vy|* + ) da
o Td o Td
2 4 1 2 1 4
(23) < 2Uk + v, + évk—l + ka_l dx + ¢1 + co.
Td

The right-hand side gives a uniform (with respect to o) bound since vj,_q, v, € WL4(T9).
Hence, by the Poincaré inequality we obtain the H2-bound

Iyl ray < 0/W ((Ay)* +y*)dz < C,

where the constant C' > 0 depends on «, &, 7, vg, and vp_; but not on o. The continuous
embedding H?(T%) < W*(T?) then implies the desired uniform bound, [|y|[y1.4¢1ey < C.
Leray-Schauder’s fixed-point theorem provides the existence of a fixed point y. of S(y,1) =
y, i.e. of a solution to (20).

Step 3: Limit e — 0. Let y. be a solution to (20), constructed in the previous steps. Set
Ve := e®¥/2 and n. := e¥%. Then v. solves
(24)
iv2/a—1 §U — 2up + 1 82 1 2/a 182 O 1/ ) 1/a L 0

e 9 € k 2vk—1 + o Ve Ve — & Z(Us ) J( ) +e (ye) - Y

aT

The goal is to pass to the limit € — 0 in this equation.
Let a > 1. We employ the test function e V% /(o — 1) € H%(T?) in (20) and find that

2 3 1 T
0= [ (S 20+ sy Jude + o [ 32y 02 ()
a(a—l)/w(zv Uk S 1)” $+2(a—1)/ €00, (e )da
ET _
a—1 (L(ye), ) g2 pre.

Inequality (18) shows that

: / S~ 20 dr > —— / 52 o+ 52 ) d
_ —v, — 20 U1 | vedax > ——— 6— v v T
ala—1) Jpa \2 BT a(a—1) 2 kT gkl

! Q—U—U 2 X
+—)/Td ((UE—Uk) (k kfl) )d .

ala—1

+

The integral involving the second derivatives is again estimated by using Lemma 6:

T Ye 2 ¢ (a—1)ye > / aye /22 _ / 2
2(a_ 1)/ € ajyé‘a ( )dx - 2f€o¢7— Td(Ae ) dl‘ 21%0[7— (AUE) d,r

Td
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Now let us consider the e-term and show that (L(y.),e @Y%)y 2 2 is bounded from
below uniformly in e. By construction, v. and n. are strictly positive since y. € H?(T%) —
L>=(T%). Therefore, we can write (cf. [22, Section 4.1])

2y 2

) dx

/2 </2
(e(a—l)ys <Aey —(2- a)‘ﬂ
d
4
dz —|—/ yee(afl)yfd:c > —C,
Td

<L(y5), e(a—l)y€>H_2’H2 = 4(Oz — 1) /

T

695/2 eYe /2

Vev:/2

€y5/2

L 40 —1)(3 - a) / (=D

Td

where C' > 0 depends only on a. We have used the fact that ze®=9* > —1/((a — 1)e) for
all z € R.
Summarizing the above inequalities, we obtain

1 3 1 1
w3 -t et o [ (- o
(25) + 27'/@/ (Av.)?dx < Ce.
Td

Inequality (25) provides the estimate for (v.) in H?*(T?) uniformly in . Therefore, there
exists a limit function v € H?(T%) such that, up to a subsequence, as ¢ — 0,

v. — v weakly in H?*(T?),
v — v strongly in W'4(T?) and L>(T%).
Consequently, since 2/a — 1 > 0,
2/a—192 . 2/a—142 cor2mdy s
(26) 0200, = v/ 1070 weakly in L*(T), 4,5 =1,....d.

According to the Lions-Villani lemma on the regularity of the square root of Sobolev
functions (see the version in [3, Lemma 26]), there exists C' > 0 independent of ¢ such that

IVoliracea < Cllvellars < C.

Since 1/2 < 1/a < 1, Proposition A.1 in [23] shows that the strong convergence v. — v in
H'(T?) and the boundedness of (\/v;) in W*(T?) imply that

v}/ — Ve strongly in WH(T?).
Hence, we have
(27) 05 ()0 (v} ) — 9; (v *)0;(v/*)  strongly in L*(T?), i,5 =1,...,d.
Estimate (23) and E[n] > 0 provide the uniform bound
Vellyellaz ey + Vel Vel paray < C,
which shows that
(28) eL(y.) =0 weakly in H2(T%).
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Using ¢ € W>(Q) as a test function in the weak formulation of (24), the convergence
results (26)-(28) allow us to pass to the limit € — 0 in the resulting equation, which yields
(11) for vj41 := v. In fact, it is sufficient to use test functions ¢ € W2</(@=D(T),

If « = 1, the convergence result follows similarly as above based on the uniform bound
|e¥s/2|| g2 < C, which is obtained from a priori estimate (23), using the elementary inequal-
ity s < s(logs — 1) +e for all s > 0, which gives a uniform L?-bound for e¥. In that case,
the test functions ¢ € H?(T?) can be used in (24).

Step 4: Entropy stability. Let o > 1. Using the test function v} /O‘/( — 1) in (10), it
follows that

1
—)/ (vf = v§ + (v1 — vo)?)dz +
Td

Ta(a—1

02?52 2/ay 92 ¢ 2-2/a _
T /T 02 (log 2/ )32 (12~} dzr = 0,

By Lemma 6, we infer that

(29) ﬁ /T ) (v} + (v1 — vo)?)d + 27K, /

Td

1
29, < 2
(Avy)°dx < —a(a Y /Td vyde.

This gives an H?-bound for v;.

Next, let k > 1 and let 3. be a weak solution to (20). Set v. = e®¥=/2. The convergence
results of Step 3 allow us to pass to the limit ¢ — 0 in (25). Using the weakly lower
semi-continuity of u — [|Aul|?, (ray o0 H 2(T4), it follows that

1 3 1 1
ool (5 ~ et 5) dot s [ (e =00 = (o= v
(30) + QHQT/ (Avgyq)*dx <0,
Td

where, as before, vgy; = lim._ov.. Summing (29) and (30) over kK = 1,...,m — 1, some
terms cancel and we end up with

3 1 2 2 2
m/ v dx+2/€a72/ A'Uk+1 m/Td(Uml +U1 +U0>d$.

Set a,, = ||Um||%2(m for m > 0. By (29), a; < ag. Then, the above estimate shows that
Ay, < %am,l + %ag. A simple induction argument gives a,, < ag for all m > 1. Therefore,

1 1
_ d (Avg)?de < ———— 2du.
a(a—l)/ v T + KQTZ/ vk x a(a—l) /Tdvo x

This implies the entropy stability estimate (12). O
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The proof of Corollary 2 is a consequence of the above proof. Indeed, employing in-
equality (19) instead of (18), we can replace (30) by

1
m /er (Uz+1 + (2Uk+1 — Uk)Z)dl’ + 2I€a7' /Td<AUk+1)2d.ZU
1

< —— 2+ (2ur — 1) H)d
Qa(a 1) /d (Uk ( Vi — Vg 1) ) z,
which equals (13).

Next, we prove that, if & = 1, the solutions v, are smooth as long as they are strictly
positive.

Lemma 7. Let o = 1 and let (vg) be the sequence of weak solutions constructed in Theo-
rem 1 satisfying vy > px > 0 in T for k > 1 and some px > 0. Then v, € C(T9).

Proof. We recall that the weak form (11) for o = 1 reads as

3 1 T
/ Vg1 | SUkg1 — 208 + V-1 | @do + —/ (vk+lal'2jvk+1 - aivk+1ajvk+1)ai2j¢dx =0
Td 2 2 2 Jra

for ¢ € H?(T?). Since vy is assumed to be strictly positive, we can write
1
Ukﬂé?izjvkﬂ — 0V 410jV41 = énkﬂafj log g1,

where ny, 1 = v} 41 and consequently,

3 1 T . _
(31) V41 <§Uk+1 — 2Uk + §Uk1) + Zafj(nkﬂﬁfj 10g nk+1) =0 inH 2(Td).

With the identity

2 . 2
Oiinkr105mi1 (95mp41) amkﬂ)
)

2
N1 Ny

a?j(”kﬂaz?j log g41) = A’nysy — 0, (2

it follows that n;1 solves

Qaigjnk+1ajnk+1 B (OjnkH)Q(‘?mkH) 4 (3 1 )

32) A? =0, — = = —2 —Vk_
(32) Ng+1 ( e n%H TUk+1 20k+1 Uk + QUk 1
in the sense of H2?(T¢). The second term on the right-hand side is an element of H?(T4).
The continuity of the Sobolev embedding H?(T?) — W1¢(T) (for d < 3) implies that
(Omk41)20mp1/np1 € L*(T?) and O 10;np 1 [Ty € L32(T4) — H~'2(T9) for all

1,7 =1,...,d. This proves that

A’y € H32(T9).
The regularity theory for elliptic operator on T? (e.g., using Fourier transforms on the
torus) yields ny1 € H°/?(T%) which improves the previous regularity ng.; € H2(T?).

Taking into account the improved regularity and the embedding H*?(T?) «— W?23(T9), we
infer that the right-hand side of (32) lies in H~(T%), i.e.

AanH € H_I(Td),
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which implies that ng,; € H?(T¢). By bootstrapping, we conclude that ng; € H™(T9)
for all m € N. O

Now, we are in the position to prove Theorem 3.

Proof of Theorem 3. Let (vx) be a sequence of weak solutions to (11). Since we have
assumed that vy is strictly positive, Lemma 7 shows that vy is smooth. As a consequence,
vy solves (see (31))

3 1 :
—Ugt1 — 20k + —Up_1 + —8%- (U,3+183j log ka) =0 in T¢
2 2 Vk+1

Let n = v? be a solution to (2) with the regularity indicated in the theorem. By Taylor
expansion,

1/3 1
Ve (thy1) = pm (Ev(tlﬁq) —2v(ty) + év(tk—l)) + %; k>1,

where

1

[
fk = —/ /Uttt(5>(tk — S)2d8 + Z
tr

can be interpreted as the local truncation error. We estimate fj as follows:

L1
/ Vite(8)(th_1 — 5)*ds

te—1

m—1

(33) > N ell7zima) < Crllvwll20 102007
k=1

where C'r > 0 does not depend on 7 or m. Similarly, we have
1 T
v(ty) = ;(U(tl) —v(to)) + éa where fo = / vi(s)sds,
0

and
2

T T
(34) | foll L2(ray < / Vet ()] L2(pey sds < §||Utt||Loo(o,T;L2(1rd))-
0

Replacing the time derivative v, in (2), written as v, +v~'9};(v*07; logv) = 0, by the above
expansions, it follows that

.
(35) v(ty) —o(ty) + ——

v(t1)

3 1
(36)  Soltesn) = 20(te) + 50(temr) + mafj (0(trir)2 03 log v(tin)) = —fi,

for k > 1. Taking the difference of (10), multiplied by v; ', and (35), and the difference of
(9), multiplied by v, !, and (36), we obtain the error equations for e, := vj, — v(ty):

e1 — eg + T(A(Ul) — A(v(tl))) = fo,
3

1
§€k+1 — 26k + §€k71 + T(A(UkJrl) - A(U(tk+1>>) = fk, k Z 1,

87,2] (U(t1>2812] IOg U(t1>) = —fo,
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where we have introduced the operator
1
A:D(A) — H*(TY), A(v) = =0;(v*8; logv),
v

with domain D(A) = {v € H*(T?) : v > 0 in T}.
We multiply the error equations by e; and e, respectively, integrate over T¢, and sum
over k=0,....m—1:

1
/Td(el —eg)erdx + Z/ (—6k+1 — 2ep, + 2ek 1) exr1de

(37) +TZ / (V1) — AW(tr1))) (W1 — v(tee))de =Y frepida.

0

3
L

B
Il

Using ey = 0 and inequality (18), the first two integrands can be estimated by

m—1
3 1
(61 — 60)61+ Z (§€k+1 — 2€k + §6k_1> €ra1
k=1
m—1
2 1 2 1 2 1 2
> €1+ 6k+1 + -1 T glen —en)” = Slen —ep)” ) do
k=1
3 3 1 1 1
= el + Zefn - 4_16% - 1631_1 + 163 + §(€m —em1)? - 5(61 — )’
3 1 1 1
= Zezn - Zeznfl - Z‘f% + S (em — em—1)
3 1 1
2 Zefn - 1651—1 - 16%

For the third integral in (37), we employ the monotonicity of the operator A. In fact, it is
proved in [26, Lemma 3.5] that for positive functions wy, wy € H*(T?),

div <w$v (u))
w1y

The right-hand side of (37) is estimated by Young’s inequality:

2
dz > 0.

ﬂJAwﬂ—Awmwn—mmx:/

Td W1W2

1
| oerde < 20 allacy + Ghealcen,

1 T
/Td fk@c—&-ldﬂ? < ZkaH%Q(Td) + §”€k+1”%2(Td)7 k > 1.
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Summarizing the above estimates and taking into account (33) and (34), we find that

3 1
llemlzecray < FllemallZaeray + Fllerlzama) + 2l follzacra) + gllerllzeem

m—1 m—1

1 T

o Z 1 fll 22 pay + 5 Z llens1llZ2(ra)
k=1 k=1

1 3 T
< e i aqeny + Slealagna + €+ 23" lealagna
k=2
where C' > 0 depends on the L?(0,7; L*(T%)) norm of vy and the L>(0,T; L?(T?)) norm
of vy but not on 7. Taking the maximum over m = 1,..., M, we infer that
3 5
1 nax L emllZa ey < < g max e tlZeray + CT4+ 5 Z el Z2pa)-
2=

The first term on the right-hand side is controlled by the left-hand side, leading to

M
||€M||L2(11‘d < HllaX ||€m||L2 (1) < 8Cr! +47'Z ||€k:||L2 (Td)-
k=2
We separate the last summand in the sum,
M-1
(1 —47)llenrllZgray < 8CT* +47 Y llewlFapay,
k=2

and apply the inequality 1+ z < e” for all z > 0 and the discrete Gronwall lemma (see,
g., [30, Theorem 4)):

8C'r4 47 M=z 8CT4 At
2 M—2 4
learlzaemsy < =57 (1 Tz 47) STo P (1 4T> < 16077 exp(8tar).

The result follows for all 0 < 7 < 1/8 with the constant 4v/C exp(4T), where T > 0 is the
terminal time. O

3. FULLY DISCRETE VARIATIONAL DERIVATIVE METHOD

In this section, we explore the variational structure of the DLSS equation on a discrete
level, using the discrete variational derivative method of [13]. In order to explain the idea,
we consider first the implicit Euler discretization.

Let x; =ih, i =0,..., N — 1, be an equidistant grid on the one-dimensional torus T =
[0,1), let t, = k7 with 7 > 0, and let UF approximate n(ty,z;). Set U* = (U¥,... U% ) €
RY and U, = Uy moa v for all £ € Z. We introduce the following difference operators for
U= (UZ) S RM:
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forward difference: 67U = h Y Uiy — Uy),
backward difference: 6; U =n"YU, - U_,),
U = (@20)7 (Ui — Uima),
second-order central difference: 67U = 658, U = 6,67 U.

)

central difference: )

The first step is to define the discrete Fisher information. We choose a symmetric form
for the derivative, v2(z;) = $((6;V)* + (6; V)?), where V = (V;) = (VT;) € RY. The
Fisher information F[v?] = fT v2dx is approximated by using the first-order quadrature
rule [w(z)de ~ Z@']\L—ol w(w;)h. Actually, this rule is of second order O(h?) here, since
due to the perlodlc boundary conditions, it coincides with the trapezoidal rule, (w(xq) +

w(zyn))h/2 + SN w(x)h. Therefore, the discrete Fisher information reads as

Z_ ((6FV)2 + (6, V)?)h, U= (U;) € RV,

1=0

FylU] =

N | —

The second step is the definition of the discrete variational derivative. Applying the dis-
crete variation procedure and using summation by parts (see [13, Prop. 3.2]), we calculate

S (VSR — VR (VR (57 b

0

Fd[Uk+1] - Fd[Uk] —

N | —

-
Il

=

Il
—|— DO | =
ng

[y

[5l—i-(vk+1 + Vk)(ij'(vk"'l o Vk)

=0
7, (Vk+1 + Vk)(sz— (Vk—i-l . vk)] h
N—-1
_ 5Z<Q>(Vk+1 + Vk)(vk+1 Vlk)h
=0
N=1 o(2) (v rk+1 k
o (VE4+VE) i k

This motivates the definition of the discrete variational derivative

SF 5§2> VEtHL Lk
(39) e _ 9 i ), i=0,...,N—1,
SOFLOT, VA
since this implies the discrete chain rule
N-1
0Fy
Fd[UkJrl] - Fd[Uk} = S(UF+L, UF); (Uk+1 Uik)h'

I\
o

7

Observe that (39) is a Crank-Nicolson type approximation of the variational derivative
Fn]/on = —(\/N)ee//Tt = —Vge /v, where n = v%. The implicit Euler discrete variational
derivative (DVD) method for the DLSS equation is then given by the nonlinear system
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with unknowns UFt! = (V/F+1)2;

1<Uz‘k+1 - Uzk) = (5z<1> (Uk+161'<1> (L)) ) L= Oa s 7N - 17 k > 0.

(40) ; (5(Uk+1, Uk)

The initial condition ng is approximated by its projection on the discrete grid, defining the
starting vector U° € RY. Multiplying the above scheme by 6 Fy/5(U* U*);, summing

over i = 0,...,N — 1, and employing the discrete chain rule (38), we infer the discrete
dissipation property
] N-1 " 5, 2
41 —(F U] — Ey[U* Ut (6 [ === ) h=0.
A ) R+ S (o (G

In fact, this proves the monotonicity of the discrete Fisher information for ¢ = 1.

Remark 8. Observe that we could have taken a different approximation for the discrete
Fisher information, e.g. Fy[U] = Zi]igl(éi(l)‘/)%. This would lead to a different variational
derivative §F,/6(U*, U*) and eventually to a another scheme (40), with F replaced by
fd, which dissipates F, instead. Besides the symmetry, which brings the second-order
consistency in space, the above choice of the discrete Fisher information is motivated by

the fact that 6;76; = 5§2>, used in the discrete variation procedure. U

In the following, we consider temporally higher-order discretizations. There are several
ways to generalize the above DVD method. In order to stay in the spirit of Section 2, we de-
rive higher-order DVD methods, which are based on backward differentiation formulas. The
function f(&,n) = (€2 +n?)/2 represents both the Fisher information F(n] = [, f(v,, v,)da
and the discrete Fisher information Fy[U] = SN0 f(6V, 67 V)h. The definition of f is
motivated by the following formal representation of the variational derivative,

=== = (20|, + 001, )

on v

This formula gives an idea how to approximate the variational derivative in general. We
denote by (5,1"1 the ¢g-th step BDF operator at time t;. For instance, the formulas for ¢ = 1
and ¢ = 2 are given in (15) and (16), respectively. The discrete variational derivative of
order ¢ is defined componentwise by

0Fy 1

(42) S(UFHL, ... Uk—a+1), - _kaﬂ (51'_(agf) + 6?(62]‘")) ;o k=>q-1,

where the discrete operators 821 f and 87(71 f are given by

(agf)l = 8ff|§:6.+vk+1 + rCOFr5;fl <5z+Uk+1) = 51'+Vk+1 + rcorréifl (51'+Uk+1)7
(OLF)i = Onf |, sy + TeomOP 1 (07U = 67 VEH e regnd (0, UF),
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and 7o 18 a correction term, which has to be determined in such a way that the discrete
chain rule

k4] Lg rrk+1
5k+1Fd Lok Z S(URHL Ulc ot 1), G Ui h

holds. The role of the correction term is not only to satisfy the discrete chain rule but also
to increase the temporal accuracy of the discrete variational derivative. Straightforward
computations with the above expressions using summation by parts formulas and periodic
boundary conditions yield

(13) OF _ v ogetur
N 7 M V2 B V2
k
S U] — SN 6 Vs (R )

(44) Tcorr =

k+1
S s Ue6r (S )
We note that for ¢ = 1, this definition generally does not coincide with the discrete varia-

tional derivative (39). The temporally BDFq discrete variational derivative (BDFq DVD)
method is then defined by the following nonlinear system in the unknowns U+ = (V#+1)2:

1, k+1 _ (1) k+1 (1) 0Fy .
(45) (Sk,flUiJr =0, (U+5Z~ (6(U’“+1,...,U’“—‘1+1)>)’ 1=0,..., N—1, k>qg—1.

In particular, for ¢ = 1, we obtain two methods: the BDF1 DVD scheme (45) and the
DVD scheme (40).

Proof of Theorem 4. Let n = v? be a smooth positive solution to (1) with d = 1. According
to [2], such a solution exists at least in a small time interval if the initial datum is smooth
and positive. Furthermore, let ¢ € N, ¢ > 2 (and typically ¢ < 6), be the order of the
backward differentiation formula.

First, we consider the discrete variational derivative (39). A Taylor expansion around

(ths1, ;) yields
0Fy
S(ntrs1), n(te))

5’£<2>Ut 7xi +Ut7[)']i Vg
T e e = B ) + Olr) + O)
oF ,
= %[n](tmh z;) + O(1) + O(h%),

where ¢ =0,..., N — 1, k > 0. Similarly,

o (e () o (n(%50"),), s w00 + 00

Thus, the local truncation error of the right-hand side in (39) is of order O(7) + O(h?).
Since the left-hand side is of order O(7) in time and exact at spatial grid points z;, the
local truncation error of scheme (39) is of order O(7) + O(h?). The monotonicity of the
discrete Fisher information is shown in (41).
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The mass conservation is an obvious consequence of the scheme. To prove the uniform
boundedness, we observe that, by the discrete H'-seminorm,

N-1

D (6TVFh < FylU) < 0o forall k> 1.

=0
Then, according to the discrete Poincaré-Wirtinger inequality, for i =0,... , N —1, k > 1,
[13, Lemma 3.3],

2

VE — M2 < (5+vk) h < Fy[U"]

i

I
=)

with M;, = Zfi_ol VFh. Jensen’s inequality for the quadratic function and the mass con-
servation property of the method give M) < 1 for all £ > 0. Finally, by the triangle
inequality, |V;¥| < Fy[U°]Y2 + 1 and thus, |UF| < 2F,;[U°] + 2.

Next, we consider scheme (45) with the discrete variational derivative (43). By construc-
tion, the left-hand side of (43) is of order ¢ in time and exact at the spatial grid points
x;. Thus, it remains to prove that the right-hand side is of order (g,2) with respect to
time-space discretization.

Taylor expansions show, with a slight abuse of notation, that

h
(46) 5fv(tk+1, x;) = Vp(tpy1, zi) £ §vm(tk+1, x;) + O(hQ),
(5-<2>v(tk+1 ;) v
47 — ey ‘mt ,x;)+ O h?
(47) e (th:1,21) + (),
61’(] 6<2>n(tk 1 l’) n
48 AL U = S (e, @) + O(17) 4+ O(R?),
(13) St T )+ O() + O(0)
h
(49) 0T 0t (s, 1) = Mg (b, ) + §nt%(tk+17 ;) + O(17) + O(h?),
517(1 t s g
(50)  &F el ) ) 201 (s 1, 1) £ hvrae (bt 1) + O(r7) + O(h?).
V(ths1, T5)

We prove that req, is of order (¢, 2). Let 7, and ry denote the numerator and denominator
of 7eorr, Tespectively, replacing Vf“ by v(tgy1,x;) and Uf“ by n(txi1, ;). Taking into
account the periodic boundary conditions, we find that

N-1 )
=0

U(tk+17 xl)

N-1 )
i=0

V(tey1, i
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Therefore, we can split r4 into two parts:
N-1

. % Z [<5+5k+1n(tk+h 2 )5} (6k+1n(tk+1,)ﬂlfz)>

ZZO (tk)+1 ) Z

Spdin(tysr, m;
+ (5,-_51132171(75%1,96@‘))5; ( (i1, @ )> ]h.

V(trs1, 74)

In view of (49)-(50), it follows that
N-1
Fa =23 (e (b1, 20)h + O(77) + O(h?).
i=0
The numerator r,, is treated in a similar way. Using (46), the first term in r,, can be written
as

i

1

oL Fyln(tya)] = 3 ((6Fv(t, ) + (6; v(t, ;)% h + O(19)

t=tk 11

&l e

1§
o

N—
= 3 (vt )b + O + O,
i=0
For the second term in r,, we observe that, because of the periodic boundary conditions,

N-1 1q

o t ; ) Lo, T;
Zdjv(tk—&-hxi)dj ( g1 llin, 2 ) h = Z 0; V(tey1, )0 ( an( bty )> h,
i=0

U(tht1, ;) V(tpy1, 74)

and hence, employing (46) and (50),

jvz:l(5+v(tk+1 ﬂf)5+ <5ifln(tk+lawl ) _ lNz:l [5 v tk+1 .’L' 5 (62f1n(tk+1,$1)>
7 P2 7 2 » )

i=0 /U(tk-i-la xz) i—0 U(tk+1, Z;
Sr8n(tper, ;)
5T 0(tpyy, m)0 [ ) g
+ 0 vl )0, ( O(tt1, 25)
N-1
=23 (0t (b, @) + O(77) + O(?)
i=0
Summarizing these identities yields reoy = O(79) + O(h?). Finally, (47)-(48) imply that
OFq _ 8l m) Opt 0ty )
O(ntpsr), - - -y ltry1-g)) la=a: v(tet1, i) (e, @)
_ 6P

(ths1, 2i) + O(T7) + O(h?).

on

This shows that the discrete variational derivative (43) is of order ¢ in time, finishing the
proof. O
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4. NUMERICAL EXAMPLES

In this section, we present some numerical examples which illustrate the decay properties
of the entropy functionals and Fisher information as well as the convergence properties of
the schemes presented in the previous sections.

4.1. BDF2 finite-difference scheme. The DLSS equation (2) is approximated by the
BDF2 method in time and central finite differences in space. The scheme is given by the
following nonlinear system with unknowns V;* = (UF)*/?: Fori =0,...,N —l and k = 1,

(VAP (V= V) + o (V)26 1og Vi) = 0

and fori =0,...,. N —1, k > 2,

3
k+1y2/a—1 [ 2
e (3

The initial datum (V) is given by (ng(x;)*/?). For k = 1, the scheme corresponds to the
implicit Euler discretization, needed to initialize the BDF2 scheme for £ > 2. The above
nonlinear system, with periodic boundary conditions, is solved using the Newton method.

We choose the initial datum ng(z) = 0.001 + cos'®(rz), x € [0, 1]. The spatial mesh size
is h = 0.005 (N = 200) and the time step 7 = 107%. The (continuous) entropies E,[n]
are dissipated for 1 < a < 3/2. Figure 1 (a) illustrates the stability and, in fact, decay of
the discrete entropies E, q, defined below, for various values of a. Although Theorem 1
does not provide a stability estimate for a = 1, the numerical results indicate that the
discrete entropy Eyq[U] = SN (Us(log Ui — 1) 4 1)h is decreasing. Figure 1 (b) shows
that the decay of the discrete relative entropy is exponential, and even the discrete Fisher
information converges exponentially fast to zero. Here, the discrete relative entropy is

defined by

1
‘/ik—l-l o 2‘/1147 + 5‘/1]47—1) + 7'5;2> ((‘/ik+1)2/a52‘<2> log ‘/ik—i-l) = 0.

N-1
ES[UY) = EoalU*] = Eaa[U], where E,a[U*] = (UF)*h, U = Z Urh.

=0

According to Theorem 3, the semi-discrete BDF2 scheme converges in second order if
« = 1. This may be not the case for the fully discrete scheme, since the discretization may
destroy the monotonicity structure of the spatial operator. However, Figure 2 shows that
the numerical convergence rate is close to 2, even for o # 1. The numerical convergence
rates c¢r have been obtained by the linear regression method. The convergence of the
method is measured in the discrete ¢?-norm

N-1 1/2
Heﬂ’LHQ = (Z(VZZ:Z ‘/zm)2h> 5

i=0
and the numerical solutions are compared at time ¢t = 5 - 107°. Here, the “exact” solution

V2, is computed by the above scheme using the very small time step 7 = 107",
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FIGURE 1. (a) Entropy stability (decay) for the BDF2 finite-difference
scheme. (b) Exponential decay of the discrete relative entropy and the dis-
crete Fisher information for the BDF2 finite-difference scheme.
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F1GURE 2. Temporal convergence of the BDF2 finite-difference scheme for
various values of «; the convergence rate is denoted by cr.

4.2. Discrete variational derivative method. We present some numerical results ob-
tained from the DVD and BDFq DVD schemes derived in Section 3. The initial datum
and the numerical parameters are chosen as in previous subsection. In order to solve the
discrete nonlinear systems, we employed here the NAG toolbox routine c05nb, which is
based on a modification of the Powell hybrid method. It turned out that this routine is at
least three times faster than the standard MATLAB routine fsolve.

In Figure 3, the temporal evolution of the discrete relative entropies E'[U*] and the
discrete Fisher information Fy[U*] are depicted for (a) the implicit Euler scheme (40) and
(b) the BDF2 scheme (45). We observe that the decay is in all cases exponential. This
holds also true for the BDF3 scheme (results not shown).
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F1GURE 3. Exponential decay of the discrete Fisher information and relative
entropies using (a) the DVD scheme and (b) the BDF2 DVD scheme.

Next, we test numerically the convergence in time of the DVD scheme. Figure 4 il-
lustrates the ¢2-errors of the methods. We have chosen the mesh size h = 0.01, and we
compared the numerical solutions at time t,,, = 5-107°. The “exact” solutions are computed
by the respective method taking the time step 7 = 107, The numerical convergence rates,
computed by the linear regression method, are given in Table 1. We note that the BDF3
DVD scheme gives only slightly better results than the BDF2 DVD scheme. The reason
is that the first step is initialized by the first-order scheme (40), and this initialization
error cannot be compensated by the higher-order accuracy of the local approximation. In
order to obtain a third-order scheme, we need to initialize the scheme with a second-order

discretization.

[[em|li2

— [ [ Ju—
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FIGURE 4. Temporal convergence of the DVD, BDF2 DVD, and BDF3 DVD

schemes.
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Scheme Convergence rate

DVD 1.020
BDF2 DVD 1.824
BDF3 DVD 1.977

TABLE 1. Numerical temporal convergence rates for the discrete variational
derivative methods.
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