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In this work we introduce semi-implicit or implicit finite difference schemes for the continuity equation
with a gradient flow structure. Examples of such equations include the linear Fokker—Planck equation
and the Keller—Segel equations. The two proposed schemes are first-order accurate in time, explicitly
solvable, and second-order and fourth-order accurate in space, which are obtained via finite difference
implementation of the classical continuous finite element method. The fully discrete schemes are proved
to be positivity preserving and energy dissipative: the second-order scheme can achieve so unconditionally
while the fourth-order scheme only requires a mild time step and mesh size constraint. In particular, the
fourth-order scheme is the first high order spatial discretization that can achieve both positivity and energy
decay properties, which is suitable for long time simulation and to obtain accurate steady state solutions.
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1. Introduction
In this paper we are interested in the continuity equation of the form

dp=V-[pVH (o) +V+W=xp)l, t>0,xe2 CR? (1)
p(0,x) = py(x), 2)
where p = p(t,x) > 0 is the unknown density function, H(p) is the internal energy that is assumed

to be convex, V(x) is the external potential and YW (x) is the interaction potential. The typical boundary
condition of (1) is the no-flux boundary:

VH () +V+Wxp)-n=0, xecif, 3)

where n is the outward normal. Therefore, the total mass is conserved

/p(t,x)dx:/ Po(x) dx.
2 Q
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Equations of the form (1) appear in various contexts, for example, in modeling of porous medium
Vazquez (2007), granular materials Carrillo ez al. (2003), and collective behavior of biological and social
systems Carrillo ez al. (2019). In particular, we focus on the following two cases in this paper: the linear
Fokker—Planck equation and the Keller—Segel model of chemotaxis. For both cases the internal energy
function is given by

H(p) = plogp — p. “

In the Fokker—Planck equation
V=VEx, W=0,

where V(x) is some given function bounded from below in 2. In this case (1) can also be written as a
convection—diffusion equation,

b0 = Ap+ V- (pVV). 5)

In the Keller—Segel model p is the density of some bacteria and
V=0, Wsxp=—c,

where ¢ = c(¢,X) is the density of chemical attractant satisfying an elliptic equation in §2 with a constant
a>0:

— Ac+oac = p. (6)
In this case (1) can be written as
9,0 =A4p —V - (pVo), 7

which is coupled with (6) to form a system. Note that if £2 is R?, W is the Newtonian potential when
a = 0 and the Bessel potential when o > 0. By integrating (6) in £2 we obtain

—Vc-n!ag—i—a/gcdx:/gpdx.

Therefore, the boundary condition of ¢ must be compatible with the equation above. When o = 0O the
Neumann boundary condition must satisfy the compatibility condition

—Vc~n|39 :/ondx.

When « > 0, if we consider the homogeneous Neumann boundary Vc - n 9o = 0, then

a/ cdx:/ P dx,
Q 2

i.e., the mass of c¢ is also conserved.
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 3

The equation (1) has a variational structure. It is the gradient flow, with respect to the 2-Wasserstein
metric, of the free energy functional (Villani, 2003):

1
E(p) =/Q (H(p)+Vp+ E(W*p)p) dx. ®)
Indeed
8§ ,
— =& §=H({@E+V+W=xp,
dp
hence
d—g=/ Eé),pdx=/ EV - (pVE) dx=—/ pIVE dx < 0. ©)
dt o 6p o Q

Note that for H given in (4) we can define

M = logp=§ — ~V+Wip)
With this M the equation (1) can be written equivalently as
o
dp =V - (MY (M)) . (10)

The boundary condition (3) becomes

V(%)-nzo, X € 992 (11)

Furthermore, the energy (8) can be written equivalently as

— p 1
E(p) = /Q (,0 log (ﬂ) —p— E(W * p),o) dx. (12)

When written in form (10), the original continuity equation (1) can be viewed as a ‘variable coefficient’
diffusion equation, for which we are able to construct efficient positivity-preserving and energy-
dissipative schemes, i.e., the discrete analog of (12) is decreasing in time. In the literature there are
many numerical schemes for the Fokker—Planck or Keller—Segel type equations. Recently, significant
efforts have been devoted to structure-preserving discretizations to preserve, for instance, the positivity
of the solution and energy decay at the semi-discrete or fully discrete level. We summarize some
of the recent methods according to their types of time discretization. The first kind of methods are
fully explicit schemes. For a scalar convection—diffusion equation such as (3) there are quite a few
explicit positivity-preserving schemes (Zhang et al., 2013; Li et al., 2018; Srinivasan et al., 2018;
Qiu et al., 2021), however, with a small time step constraint At = O(Ax?), which is unacceptable
in applications requiring long time simulation. Most importantly, it is usually quite difficult to establish
energy dissipation in these positivity-preserving schemes. Some recent explicit schemes, including a
finite volume method in Carrillo ef al. (2015) and discontinuous Galerkin methods in Guo et al. (2019);

220z Rey L€ uo 1senb Aq £9/6859/ | 0oBIp/WNUBWI/SE0 L 0 | /I0P/3|o1e-aoueApe/eulewl/wod dno olwapese)/:sdpy WwoJ) papeojumoq



4 J. HU AND X. ZHANG

Sun et al. (2018), can indeed achieve energy dissipation, but only in the semi-discrete setting (i.e.,
the time is left as continuous). The second kind of methods are implicit or semi-implicit nonlinear
schemes. For such schemes it is possible to preserve positivity and energy dissipation in the fully
discrete setting without a small time step constraint (Almeida et al., 2019; Bailo et al., 2020; Shen
& Xu, 2020), but they often involve nonlinear systems, for which robust nonlinear system solvers are
needed. The third kind of methods are implicit or semi-implicit schemes that are explicitly solvable.
By formulating the continuity equation as in (10) and treating M explicitly one can derive a semi-
implicit scheme, in which only a linear system needs to be solved without small time-step constraint.
Note that this approach is only possible for linear diffusions (for A given by (4)) and has been used
in many previous works, for example, Jin & Yan (2011); Liu e al. (2018); Hu & Shu (2019); Hu
& Huang (2020); Hu et al. (2021). Although details vary they all use the second-order central finite
difference for spatial discretization. We use the third approach for the time discretization in this paper.
However, the proposed spatial discretization can achieve fourth-order accuracy, which is one of the
main novelties. Furthermore, we can prove the fully discrete positivity and energy decay property
for the fourth-order spatial discretization under reasonable mesh size and time step constraints. We
emphasize that the time step constraint in this paper is a lower bound, thus no small time-step constraint
like At = O(Ax?) is required. To the best of our knowledge, this is the first high order spatial
discretization that can achieve these properties for the linear Fokker—Planck and Keller—Segel type
equations.

The rest of this paper organized as follows. In Section 2 we introduce the finite difference schemes,
which are obtained by finite difference implementation of continuous finite element method with
the linear and quadratic polynomials. In Section 3 we show that both the second-order and fourth-
order schemes are monotone. It is well known that the second-order central difference or linear finite
element method for linear diffusion forms an M-matrix thus is monotone. The fourth-order accurate
scheme or the finite element method with quadratic polynomial basis no longer gives an M-matrix,
but monotonicity can still be proved under practical mesh size and time step constraints. In Section 4
we show that monotonicity implies positivity and fully discrete energy dissipation in these schemes.
Section 5 includes numerical tests on the Fokker—Planck equation and Keller—Segel system. Concluding
remarks are given in Section 6.

2. Finite difference schemes

In this section we introduce a simple numerical scheme for equation (10) with a first-order accurate
semi-implicit time discretization. For the spatial discretization we use second-order and fourth-order
accurate finite difference schemes, which are obtained from finite element method using linear and
quadratic polynomial bases, respectively. It is well known that a finite element method with suitable
quadrature is also a finite difference scheme. In particular, the fourth-order accurate finite difference
scheme considered here is equivalent to the Lagrangian Q? (tensor product of polynomials of degree 2)
finite element method with 3-point Gauss—Lobatto quadrature, which is also known as the Q? spectral
element method (Maday & Rgnquist, 1990). The main novelty here is that we can prove rigorous
positivity-preserving and energy-dissipation properties for the fully discrete scheme, especially the
fourth-order spatial discretization in one and two spatial dimensions.

In this section we mainly focus on how the finite difference schemes are defined. The explicit form
of the schemes will be given in Section 3. We only consider one and two spatial dimensions in this
paper, even though one can also derive these schemes in higher dimensions.
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 5

2.1 Time discretization

We propose the following semi-implicit discretization of (10):

pn+l _ pn pn+1
rF_F _vy. ny
v \Y (M (Mn)) Xe R, (13)

where

M = g~ VW),

The no-flux boundary condition (11) is imposed as

pn+1
V(Mn)~n=0, X € 052. (14)

Note that (13) is equivalent to
=V (p"'V(og p" +V + W p")

for discretizing the original equation (1).
We then introduce the auxiliary variables defined as

~ pn+l pn
gn+1 = Mn , gn = Mn’ (15)
and write the scheme (13) as
MU — AV (MY = Mg, (16)

Accordingly, the boundary condition (14) becomes the homogeneous Neumann boundary for the
auxiliary variable:

Vel n=0, xeif.

After multiplying a test function v € H'(£2) to (16) and integration by parts using the boundary
condition for g"*!, we obtain the variational form of (16): seek 2"t! € H!(£2) that satisfies

(M2 V) + ALM VG V) = (Mg v), Vv e H (),

where (v, w) := f o vwdx denotes the L? inner product in £2.
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6 J. HU AND X. ZHANG

REMARK 2.1 In the Fokker—Planck equation M = exp(—)(x)) is a time-independent quantity and (13)
simplifies to a fully implicit scheme. For brevity our following presentation will focus on the Keller—
Segel equation for which M" = exp(c"(x)). Reduction to the Fokker—Planck case will be commented
whenever necessary.

2.2 Spatial discretization

We consider a uniform rectangular mesh £2, for the rectangular domain £2. For any rectangle e in the
mesh 2, let OF be the space of tensor product polynomials of degree k. For instance, in two dimensions,

k k
0 e) = {pey) =D D ppr'y. (xy) €e

i=0 j=0
Let V" be the continuous piecewise QX polynomial space defined on £2:

V' = (1,(x) € C(2) 1 vy|, € OF(e). Ve € £2,}.

The QF finite element method for (16) is to seek gZ“ € V" satisfying
(MG ) + A MV V) = (MUghvy), vy, € VA an

where M" is regarded as a given variable coefficient at time step n.

The QF spectral element method is to replace all integrals in (17) by m-point Gauss—Lobatto
quadrature with m > k + 1 in each dimension. Standard finite element method error estimates still
holdif m > k + 1, i.e., the Qk spectral element method is (k + 1)th order accurate in [%-norm and kth
order accurate in H'-norm for smooth solutions of an elliptic equation, see Maday & Rgnquist (1990).
We consider the simplest choice of quadrature, using (k 4 1)-point Gauss—Lobatto quadrature. Then the
method is to find QZ‘H € V" satisfying

(MZ v + AMVE V) = (Mghv,), Yy, e VI, (18)

where (-, -) denotes that integrals are replaced by (k + 1)-point Gauss—Lobatto quadrature.

For a two-dimensional problem, a O polynomial on a rectangular element e can be represented as a
Lagrangian interpolation polynomial at (k4 1) x (k + 1) Gauss—Lobatto points, thus all Gauss—Lobatto
points in (18) are not only quadrature nodes but also nodes, representing all degrees of freedom. So the
Qk spectral element method (18) also becomes a finite difference scheme on all Gauss—Lobatto nodes.
For k > 3 the Gauss—Lobatto points are not uniform in each element. For k < 2 all Gauss—Lobatto
nodes on £2;, correspond to a uniform grid, see Fig. 1 for an illustration of the 0? mesh. Moreover, for
k > 2, such a finite difference scheme can be proved to be (k + 2)-order accurate in discrete 2-norm for
elliptic equations (Li & Zhang, 2020b) and for parabolic equations (Li ef al., 2022), e.g., the O spectral
element method can be regarded as a fourth-order accurate finite difference scheme.

In this paper we only consider the linear case k = 1 and quadratic case k = 2, because only in
these two cases the schemes can be proved to be positivity preserving and energy dissipative. To derive
an equivalent matrix form of the scheme (18) let ¢;(x) (i = 1,---,N) be the ok Lagrangian basis
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 7

at all Gauss—Lobatto points X; (i = 1,---,N) on £2,. For any piecewise polynomial u,(x) € VI let
N “
u; = uy(x;). Then u;,(x) = > u;¢;(x). Letu = | : | and w; be the quadrature weight at x;.
i=
Un

With the notation above we have

N
(MU v = D w Mgy = v WM g, (19)
i=1
where W = diag{wy,--- ,wy} and M" = diag{ M, - -- , MYy} are diagonal matrices. We also have
(ang;ll+l, Vvh) — VTSgn+1, (20)

where S is the stiffness matrix from the same spectral element method solving a Poisson equation —V -
(M"Vu) = f in £2 with homogeneous Neumann boundary condition V- n = 0 on 9£2. In other words,
S is the stiffness matrix in the scheme of seeking u;, € V" satisfying

(M"Vu,, Vv,) = (f,v,), Yv, € V.
We emphasize that the stiffness matrix S depends on M7 > 0. It is common knowledge in finite element
theory that § satisfies two properties:
1. Sis real symmetric and positive semi-definite.

2. Its null space is one-dimensional and the null vector is 1.

Here for brevity we do not give the explicit form of S. The complete scheme (18) in one and two
dimensions will be given in Section 3.

Using (19) and (20) the finite difference scheme (18) can be written in the matrix form as: find Q"H
satisfying

viwMm'g"t 4 AT Ssg" ! = vIwM'g", Wy e RY, 1)
or equivalently

wM'g ! 4 Arsg't! = wM'g" (22)

Noticing (15), (22) can also be written as
Wt + Ars(M™) T o = wpn. (23)
REMARK 2.2 Even though the scheme (23) for p does not involve any auxiliary variable g, the division
by M is still needed in (23). Moreover, (22) gives a symmetric positive definite linear system, but (23)
does not. In practice both can be solved by preconditioned conjugate gradient methods with efficient

inversion of Laplacian as a preconditioner, see Section 7 in Li & Zhang (2020b) for implementation
details. In our numerical tests we solve the system (22) by preconditioned conjugate gradient.
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(a) All quadrature points on Qp, (b) The corresponding finite differ-

ence grid on

FI1G. 1. The 3 x 3 Gauss—Lobatto quadrature points for 0?2 finite element method on a uniform mesh £2j, naturally gives a uniform
finite difference grid.

2.3 The full scheme for the Keller—Segel system

In the case of the Keller—Segel system, in addition to (22) (the discretization for (7)), one also needs to
discretize the equation (6). Here we consider @ > 0 and the homogeneous Neumann boundary condition
Ve -n|yo = 0. We use the same scheme as in (18): find ¢}, € vh satisfying

(Ve V) +alclv,) = (0" v,), Yy, € VI (24)

Similarly, as in the previous subsection (24) can be written equivalently in the finite difference or matrix
form.
In one dimension the second order scheme (k = 1) can be written as

1
ﬁKCn +ac’ = pn’

and the fourth-order scheme (kK = 2) can be written as

1
—Hc" + ac” = p",

h2
where £ is the grid spacing and
7 1
’ _24 )
2 -2 y E )
-1 2 -1 12323
-1 2 -1 -1 2 —1
K= , H= _
12 -1 1,1 51
= i 2 1
2 2/ NxN 2 21
1 41
2 2 7 NxN
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 9

We emphasize that N must be odd in the matrix H for the fourth-order scheme because the grid
points are from Gauss—Lobatto nodes, see Fig. 1.

In two dimensions let ¢ be a two-dimensional array with ¢ denoting (i,j) point value. Let vec(c)
be a column vector obtained by rearranging entries in ¢ column by column. Then the second-order and
fourth-order schemes can be written, respectively, as

1 1 n n
ﬁ(K ® K)vec(c") + avec(c") = p",

and

1 7 n n
h_2(H ® H)yvec(c") + avec(c”) = p".

To summarize, the full finite difference scheme for the Keller—Segel system (6)—(7) is implemented
as follows:

1. At time level n, given point values p;' at each node x;, solve (24) to obtain ¢, then compute point
values of M} = exp(c}). In multiple dimensions the linear system can be easily and efficiently
inverted by eigenvalue decomposition of K and H, see Li & Zhang (2020b) for details.

2. With point values g} := ﬁ,} obtain g;’“ by solving (22).

3. Update p by ,ol."+1 = M;?g?“,

REMARK 2.3 The finite difference scheme for the Fokker—Planck equation (3) is simpler: at each node
x;, first define M; = exp(=V),).

1. At time level n, given point values p!', compute g} := %, then obtain g;‘“ by solving (22).

2. Update p by o/ ! := Mg"t!.

2.4 Accuracy of the spatial discretization

For the Q? finite element method with 3-point Gauss—Lobatto quadrature, it is well known that the
standard L2-norm error estimate is third order. However, when regarded as a finite difference scheme at
Gauss—Lobatto points, it can be rigorously proved that it is a fourth-order accurate scheme in the discrete
2-norm (Li & Zhang, 2020b; Li et al., 2022). In particular, this has been proved for Dirichlet boundary
conditions in Li & Zhang (2020b). Only Oh33) can be proved for Neumann boundary conditions for
an operator like —V(A(x)Vu) where A(X) is a positive definite matrix, and the one half order loss is
purely due to the mixed second-order derivatives. Nonetheless, for the equations we are interested in
here, i.e., an operator like —V - (a(x) Vu) with a scalar coefficient a(x), since there are no mixed second-
order derivatives involved, the same proof in Li & Zhang (2020b); Li et al. (2022) applies to show
that the fourth-order accuracy also holds for Neumann boundary conditions of elliptic equations, see
Li (2021) for a detailed proof. So for both (22) and (24) we will refer to the Q2 scheme as the fourth-
order accurate spatial discretization, i.e., it is a fourth-order accurate scheme for solving a steady state
problem.
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10 J. HU AND X. ZHANG

For the Q' finite element method with quadrature, it is also well known that it gives the most popular
second-order central finite difference scheme. However, for the Neumann boundary condition, there is
still some subtle difference, which will be reviewed in Remark 3.3 of Section 3.

3. Monotonicity of the finite difference schemes

A matrix A is called monotone if its inverse has non-negative entries A~ > 0. In this section we discuss
the monotonicity of the matrix used in the second-order and fourth-order finite difference schemes (18),
which is the key intrinsic property implying positivity and energy dissipation.

In particular, we consider the matrix form (22), which can also be written as

M" + AW gt = Mg (25)

We will discuss the monotonicity of the matrix M" 4+ AtW~!S. For simplicity, we will drop superscript
n in M in the rest of this section.

For the second-order scheme it is well known that it forms an M-matrix thus is monotone, which
will be reviewed. For the fourth order scheme the monotonicity for Dirichlet boundary condition in two
dimensions was proved in Li & Zhang (2020a). The same results in Li & Zhang (2020a) also hold for
the Neumann boundary conditions. For completeness, in this section, we include a detailed proof for the
monotonicity of the fourth-order scheme (25) with the homogeneous Neumann boundary condition for
g"*1, which is equivalent to the no-flux boundary condition for p"*1.

3.1 M-matrices

The only viable tool in the literature to prove monotonicity is to use M-matrices. Nonsingular
M-matrices are monotone matrices and there are many equivalent definitions or characterizations of
M-matrices, see Plemmons (1977). By condition K55 in Plemmons (1977) a sufficient and necessary
characterization is as follows:

THEOREM 3.1 For a real square matrix A with positive diagonal entries and nonpositive off-diagonal
entries, A is a nonsingular M-matrix if and only if there exists a positive diagonal matrix D such that AD
has all positive row sums.

The following is a convenient sufficient, but not necessary characterization, of nonsingular
M-matrices Li & Zhang (2020a):

THEOREM 3.2 For a real square matrix A with positive diagonal entries and nonpositive off-diagonal
entries A is a nonsingular M-matrix if all the row sums of A are nonnegative and at least one row sum is
positive.

3.2 The second-order scheme in one dimension

In the one-dimensional case assume the domain is £2 = [—L, L] and the uniform grid points are —L =
X <Xy < --- < xy = L with grid spacing h. Following derivations in Section 7 of Li & Zhang (2020b),
it is straightforward to show that the linear finite element method (25) with a variable coefficient M > 0
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 11

can be explicitly written as:

(M + M)FIT! — (M + Mpzst!
h2
—(M_y + MPZE + My +2M; + M D — (M + M i

Mgt + Ar = Mgl

M+ Ar

— Mgl i=2e N-T:

(MN 1 +MN)g + (MN 1 +MN)~n+l

il |
Mygy h2

= Mygy-

It is easy to see that M" 4+ ArW~ 'S is a tridiagonal matrix satisfying Theorem 3.2, thus is a nonsingular
M-matrix and monotone.

Now for the ease of presentation of the scheme we will abuse notation by introducing ghost point
values as gg“ = g;*l, gl’:,jll = gnt 1 and M := M,, My, := My_,. Then the scheme can be

equivalently written as

—(M_ + MO+ My +2M+ M DR = (M, + Mi+1)§7:11
2h?
ZMlg:l’ i=15"'3N' (27)

Mg+ A

We emphasize that the scheme still has a different structure at the boundary points, and here ghost points
are used only for a uniform expression of the scheme. In actual implementation there are no ghost points.

REMARK 3.3 One popular finite difference method to solve (13) is to apply the central finite difference
as

+1_ el
n+1 F'' —F
o —pf i+} i—%

At h ’

with the flux term defined by

l+2 h 2 MH—] B Mi

41 !
Pl = 1M, + My, (pln+1 it )

which is equivalent to

gl g = AL g+l _ Gn+1) G = IM; + My, (~r}+1_~r}+1)
8i T8 T M, i i+3  h 2 Sivt T8 )
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12 J. HU AND X. ZHANG

For approximating no-flux boundary condition, if simply setting G’i‘“ = Gl'i:_ll = 0, then the scheme
2 2

becomes
. M +M ~n+1 _ M +M ~n+1
Mlg,lH_l I At( 1 28] th( 1 28 = M,g";
<nt1 (Mg + MPZH + Moy +2M,+ M DZT = M+ M g
M + At (28)
! 2h2
=M;g!, i=2,---,N—1
) ~(My_i + MBS + My + Mgyt
MNgX/—H‘f‘At N-1 N N21h2 N—1 N/EN = Mygl.
If using the same grid —L = x; < x, < --- < x) = L with grid spacing & the scheme (28) is the

same as (26) at interior points. For boundary points (28) is only first-order accurate, which can be easily
verified for constant coefficient case M; = 1. If redefining g, and M, as point values at a staggered
uniform grid —L + % =X <X < <xy=0L-— g with spacing & (as has been done in most
papers in the past, e.g., Hu & Huang, 2020), the scheme (28) exhibits second-order accuracy in many
numerical tests. However, even on the staggered grid, the local truncation error of (28) at x; = —L + g
andxy = L— % is only first order, thus it is quite difficult to rigorously prove the second-order accuracy
of (28) by conventional finite difference analysis. On the other hand, it can be easily proved that (26) is
second-order accurate by standard finite element analysis.

3.3 The second-order scheme in multiple dimensions

In the two-dimensional case assume the domain is §£2 = [—L, L] x [—L, L] with a uniform N x N grid

point with spacing £, which is a tensor product of the grid —L = x; < x, < --- < xy = L. Let g be an
N x N matrix with g;; denoting the point value at the (i, /) grid point.
We introduce the ghost values fori,j = 1,--- ,N as:
~n+1 .__ ~n+1 =~=n+l1 ,_ ~n+l ~n+1 .__ ~n+1 =~n+l1 ,_ ~n+l
8oj = 82j > EN+1j T 8N-1,0 8io T 8i2 0 SiN+1 -T SiN-1

Then the Lagrangian Q' finite element method with 2-point Gauss—Lobatto quadrature (18) can be
explicitly expressed as

“nt1 sn+1 Snt+1
At_(Mifl,j + sz)glr'lju + My +2M; + Mi+1J)83+ - M+ Miﬂ,,-)g?iu
2h2
~n+1 ~n+1 sn+1
N At_(Mi,/‘—l + MPEH A Mg+ 2M + M DT — (M + M, D8

2h?

~n+1 ..
+/\/ll~jgg-+ =Mijg;-;-, vVi,j=1,---,N.
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 13

It is easy to see that M" + ArW 1S is a matrix satisfying Theorem 3.2, thus is a nonsingular M-matrix
and monotone.

REMARK 3.4 The scheme in the three-dimensional case can be similarly written, and it is also
straightforward to verify that M" + AtW~!S is a matrix satisfying Theorem 3.2, thus is a nonsingular
M-matrix and monotone.

REMARK 3.5 We have seen that using the formulation (10) the second-order finite difference scheme
with a semi-implicit time discretization is unconditionally monotone, thus always positivity-preserving
and energy-dissipative (details to be given in Section 4). This is true even for blow-up solutions.
As a comparison, for the Keller—Segel equation, one can also use the formulation (7), and apply the
second—order finite difference for both convection and diffusion operators with a semi-implicit time
discretization, but the monotonicity can only be proved under a mesh constraint 2| V||, < 2. This is
one of the key advantages of solving (10) instead of (7).

3.4 Lorenz’s condition for monotonicity

For high order accurate schemes, especially for a variable coefficient problem, the stiffness matrices
are no longer M-matrices. Yet, it is possible to show that the stiffness matrix is a product of two or
more M-matrices thus still monotone (Cross & Zhang, 2020; Li & Zhang, 2020a) by using the Lorenz’s
Theorem in Lorenz (1977), which will be briefly reviewed in this subsection.

DEFINITION 1 Let N = {1,2,...,n}. For N, N, C N, we say a matrix A of size n x n connects N,
with A if
Vip € Ny 3i, € Ny Jiy..vip_ €N st oay ; #0, k=1, ,r (29)

If perceiving A as a directed graph adjacency matrix of vertices labeled by N, then (29) simply means
that there exists a directed path from any vertex in N, to at least one vertex in N,. In particular, if
N, = 0, then any matrix A connects \; with ;.

Given a square matrix A and a column vector x we define

NO(AX) ={i: (Ax); =0}, NTAx) = {i: (Ax); > 0}.

Given amatrix A = [a;] € R™" define its diagonal, off-diagonal, positive and negative off-diagonal
parts as n X n matrices Ay, A, AT, A7

a;,, if i=j
(A")ffz‘oil it ey feTATA

a;, if a;>0, i#j _
Ay = {70 U , A=A —AT.
Aa)y IO, otherwise. “ a d

The following two results were proved in Lorenz (1977). See also Li & Zhang (2020a) for a detailed
proof.

THEOREM 3.6 If A < M\M, - --M,L where M, --- , M, are nonsingular M-matrices and L, < 0, and

there exists a nonzero vector e > 0 such that one of the matrices M, - - - , M,, L connects NO (Ae) with
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14 J. HU AND X. ZHANG

N7 (Ae). Then Mk_le:l1 e Ml_lA is an M-matrix, thus A is a product of k+ 1 nonsingular M-matrices
andA~! > 0.

THEOREM 3.7 (Lorenz’s condition). If A, has a decomposition: A, = A* + A° = (afj) + (af-j) with
A% < 0and A* < 0, such that

A, + A% is a nonsingular M-matrix, (30a)
n
AF < A*A7'A° or equivalently Vay > 0 with i # j.a; < ) ayay'ay;, (30b)
k=1
Je € R"\ {0}, e > 0 with Ae > 0 s.t. A% or A* connects N'’(Ae) with ' (4e). (30¢)

Then A is a product of two nonsingular M-matrices, thus A~! > 0.
It was proved in Cross & Zhang (2020) that
CoROLLARY 3.8 The matrix L in Theorem 3.6 must be an M-matrix.

In practice, the condition (30c) can be difficult to verify. For the scheme we are interested in here,
the vector e can be taken as 1 consisting of all ones, then the condition (30c) can be simplified. For
the scheme (25), as long as M; > 0, we always have A1 > 0, thus NO(A1) = @ and (30c) is trivially
satisfied. We summarize it as follows:

THEOREM 3.9 Let A denote the matrix representation of the fourth-order finite difference scheme
obtained from Lagrangian Q7 finite element method with 3-point Gauss—Lobatto quadrature solving
—V - (bV)u+ cu = f with variable coefficients » > 0 and ¢ > 0, and homogeneous Neumann boundary
condition in a rectangular domain. Assume A, has a decomposition A, = A® 4 A® with A* < 0 and
A* < 0. Then A is a product of two M-matrices, thus A=l >0, if the following are satisfied:

I. (A;+A91 # 0and (A, + A1 > 0;
2. AF < APAL'AS.

3.5 The fourth-order scheme in one dimension

In the one-dimension case assume the domain §2 = [—L, L] is partitioned into k uniform intervals
with cell length 2A. Then all 3-point Gauss—Lobatto points for each small interval form a uniform grid
—L =x; <x, <--- < xy = L with grid spacing # and N = 2k 4 1. Thus, the number of grid points
for this fourth-order scheme must be odd.

For convenience we consider an equivalent form of (25):

1 1
W—ls"n-‘rl _Mn~n+1 — _MVL n. 31
g+ Mg Mg 3D

LetA = WS+ %M" and A : RV¥!1 — RN*1 be the scheme operator, i.e., (31) can be written as

A, = + M,g". Following the derivations in Li & Zhang (2020a,b), with the same ghost point
values notation in Section 3.2, the finite element method with quadratic basis and 3-point Gauss—Lobatto
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 15

quadrature can be explicitly written as follows: forall i = 1,--- , N, if x; is a cell end (i is odd),
~n+1 ~n+1
A@H) o GBM;_y —4M;_; +3MPFE) — (M, + 12M)F,
g i = {52
(Ml s HAM |+ I8M; +AM, + Mg !
8h2
- ~n+1
—(12M; + AM DE + BMiy — 4M +3MOE M,
4 gl
8h? At 7!
M,
_ . 32
mg, (32)

and if x; is a cell center (i is even),

—(3Mi—1+Mi+1)§?f11 +AM_ + Mg DE! T WMy + 3M;+1)g,+1 +@~n+1 M,

442 Al T as
(33)

A@h, =

Next, for the matrix A, we will discuss a decomposition of its negative off-diagonal parts of
A, = A* + A’ such that Theorem 3.9 can be verified under suitable mesh and time step constraints. We
will use operator notations to represent all matrices. With the positive and negative parts for a number f
defined as:

T A A el
fr=—70 f=—

the linear operators A, Aflt are:

If x; is a cell end (i is odd),
A, @), = (Mi—Z +AMy M+ AM o+ My %) Skl

8h2 At)
. M, +M,; M\ L
if x;is a cell center (i is even), .Ad(g”“)l. = (% + Ttl) ?+1~

If x; is a cell end (i is odd),
GMip —4M;_y +3MYTEY + BMypp — 4Miyy +3M) R
8h? ’
if x; is a cell center (i is even), Al (g"“),- =0.
—BM_ + M DEH - M, + 3Mi+1)§?i1
442 .
—(BM;_, —4M,;_; +3M) ")
8h?
n —(4M,_, + 12M; )§?+11 — (I2M; + 4Mz+2)§zrir1 GM; —4M; +3M; )" gﬁz
8h?

A:—(gn-i-l)i =

If x; is a cell center, A, (&), =

if x;isacellend, A, @), =
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16 J. HU AND X. ZHANG

We can easily verify that (4, + A%)1 > 0 for the following A%

if x, is a cell center, A%(@@"™"), =0,

if x; is an interior cell end, A® (~"+1)

_ —BMy =AM +3M) T — [AM L, + 12M, — BM,_, — 4M_y +3M) I
B 8h?

. —[12M; + 4M; ) — GM; — dM g +3M )TN — GM,; — 4M,y +3M,5) g;’f;
8h2

We can also verify that A := A — A* < 0:

—GBM_y + M DT — My +3M,, D!

If x; is a cell center, A‘Y(Q"H)i = YT ,

If x;is a cell end,

—BM;_y =AM +3IMYTEH — BGM; =AM +3M ) TR ?:11

sean+ly
-’4 (g )i - 8h2

Now in order to verify AZAJIAs > A} (entrywise inequality), we only need to compare nonzero
coefficients in A} (g”“),. and A* (A;l [AS(Q"H)])I_ for x; being a cell end. When x; is a cell end,
x;4; are cell centers, and we have

—BM_y + MY — (M +3M)Z !

s ~n+1
A ( + )171 - 4h2 s
- ~(BM;_y =AM, +3M,_ )T — M, — 4M,_ +3IM)TE]
As(gn )iy = s
8h2
[AS("‘YH-I)] _ hZAS(~n+1) _ _(3Mi—2 + M )giH_Zl (Ml 2 + 3M )gn+1
EUT M, + M+ th,-_l /A 4M, 5+ M, +12M, /A1)

It suffices to focus on the coefficient of g”Jrl in .AZ(AI;I[AS(Q"H)])i and the discussion for the
coefficient of g gl +2 is similar. Notice that Ad [A‘(g"“)] ;_o will contribute nothing to the coefficient of
g "+1So the coefficient of g”‘Irl in AZ(AJI [AS(Q"H)])i is

BM;_y + MYAM,_, + 12M; — BM,_, —4M,;_ | +3M)™T )
3202 (M;_y + M; + 2 M,;_, /A1)
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 17

F1G. 2. Three types of grid points: red cell center, blue knots and black edge centers for a Q? finite element cell.

Thus to ensure A} < A*A; A’, it suffices to have the following holds for any cell end x;:

BMj_y + MP@M;_y + 12M; — BMi_y —4M;_y +3M)T) _ BMi, —4M,y +3Mp*
32W2 (M, + M, + M,/ A1) = 8h2 '

Equivalently, we need the following inequality holds for any cell center x;:

GM_+ M DAM,_ +12M = BM,_ — 4M; +3M,, D) - GM;_ —4M; +3M;, )F
32E(M,_| + M, + KM,/ A1) = 8h? '

(34)

If 3M;_| —4M;+3M,;,; < 0then (34) holds trivially. We only need to discuss the case 3M;_| —
4M; +3M,,; > 0, for which (34) becomes

hZ
GM;_ 1+ M DM +4M; +9IM,, ) >4(Mi—l + M +EM1') GM,_ | —4M; +3M; ;).

(35)

Leta = max{M;_;, M;, M, |} and b = min{M;_,, M;, M, }, a convenient sufficient condition
to ensure (35) is

h2
56b% > 4 (2 + E) a(6a — 4b),

b2
6a?—4ab”

So we have proven the first result for the variable coefficient case:

which is equivalent to 2 + Z—Zt < 14
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18 J. HU AND X. ZHANG

THEOREM 3.10 For the scheme (31) with M; > 0 its matrix representation A satisfies A~ > 0if (35)
holds for any cell center x;. A sufficient condition is to have the following constraints for each finite
element cell /; = [x;_y,x;, (] (i is even):

W2 1 min; M?
24+ — <7 !

, 36
At max;, M 3 max; M — 2min, M 0

where

mIz_lxM = max{M;_;, M;, M, |}, rr}ln./\/l = min{M,_;, M;, M, {}.

REMARK 3.11 Note that for a smooth function M the mesh and time step constraints (36) are possible
to achieve because the right-hand side of (36) will converge to 7 as h goes to zero. Furthermore, for
fixed h, the condition (36) gives a lower bound on Af (not an upper bound).

3.6  The fourth-order scheme in two dimensions

Assume the domain is 2 = [—L,L] x [—L, L] with a uniform N x N grid point with spacing h,
obtained from all 3 x 3 Gauss—Lobatto points on a uniform rectangular mesh with k x k cells. Thus
N = 2k + 1. Let g be an N x N matrix with g;; denoting the point value at the (i,j) grid point. For
the Q7 finite element method on uniform rectangular meshes there are three types of grid point values,
see Fig. 2.

LetA = Wls+ ﬁM" and A : RVN 5 RNXN be the scheme operator, i.e., (31) can be written
as A(g”“)ij = Al[/\/lljgz With the same ghost point values notation as in Section 3.3, following the
derivations in Li & Zhang (2020a), the scheme can be explicitly written as:

Mi_1j+ Mg+ M1+ M
h2

1
if x;; is a cell center, Ad(g"“)ij = ( + EMU) g;}“;

if x;; is an edge center for an edge parallel to y -axis,

Mg +4Mi_1j + I8My; + 4AMip 1 + Miga)) +8(Mij—1 + Mijq1)

- 1 -
Ag@hy; = ( + EMU) ggH;

8h2
if x;; is an edge center for an edge parallel to x-axis,
Ay @), = Mijo+4M;j1 + 18 M +4M; i1 + Mijp2) +8(Mi—1j + Miy1) . L./\/l 1
d(8 ij = 12 A i 8ij

if Xjj is a knot,
1 Mipj+4Mi_yj+ 18Mji +4Mipyj+ My

L Mija 4Mijor + 18My + dMij1 + Mijro) | 1
8h? At

) n+l
M,/) &
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 19

For the operator A7 it is given as
. . +1
if x;; is a cell center, A @ )i =0

if x;; is an edge center for an edge parallel to y-axis,

~n+1 ~nt1

_ (3Ml 24 4Ml 14 + 3M )+g7+2,/ + (3Ml+2J 4Mi+lJ + 3M )+ 7—i2,/.

i 8h? ’

if x;; is an edge center for an edge parallel to x-axis,

(BM AMG o+ 3MDTE + GMy i — M +3IMDTET
8h? ’

A+(~n+1)

ij—2

A:(gn—kl)ij —

if x; isaknot, AF @),

(M, _p;—4M,_1;+3M, )+g7+;J+(3Mi+2J—4Mi+1 J+3M; )+~7ng
a 8h?
~n+1 ~n+1
(3MW 2 =AM F3MDTEL A BM i =AM +3M)TE,
8h2 ’

We consider the following A* < 0 and it is straightforward to see (A; + A%)1 > O:
if x;; is a cell center, Az(g”“)l-j =0;

if x;; is an edge center for an edge parallel to y-axis, A* (g"“),-j

—(BMi_oj =AMy j+3IMiHTE — Mo + 12M — BM o) — 4Myj + 3M;TIE]

— 8i— 2 8i 1j
8h?
nt1 —antl
N —[12M;j +4Mitnj — BMiyaj — 4Miy1; + 3Mi,j)+]g,r-lju — BMiyoj —4Mip1j+3M;)) g:irzd
8h2

if x;; is an edge center for an edge parallel to x-axis,

(3MZJ 2= 4Mz,] 1‘|‘3~/\/lz,/)_~n+1 [4M1,] 2+12M1,/ (3M1J 2= 4M1J 1+3Mz,/)+]~n+l

Zegh+1y., 111 2 lJ 1
AT@ )= )
~n+1 ~n+1
. —[12M i+ 4M o — GMijpa = 4Miji1 +3MipTIZL — GMigia — 4Mija +3Mip) =8

8h2

if x;j is aknot, ~ A* (§”+1)zj

_ mOMigj =AM+ 3M;)” ~7+21, [AMi_pj+ 12M;j — BMip; —4M;_1j + 3Mi,;)+]§7f11’,~

8h2

—[12M;j +4Mi2; — GMiaj — 4Mip1j + 3M,,,)+]§:’fld GMipo; —4Mipy;+ 3/\/11',/)_577421
8h2

_(3./\/11‘21‘72 - 4Mi‘,'71 + 3Mi,])_§z/+ 2 [4Mu 2+ 12M1J (3Mi,j 2~ 4MZJ 1+ 3MZJ)+]37‘,+1]
8h2

—[12M;; +4M;j10 — GMijia —4M,jp + 3Mz,/)+]§z;:] GBMijro —4Mjp1 +3M; )~ ~:l;r12

8h2
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20 J. HU AND X. ZHANG

Then A® = A, — A% is given as:
L GMiy M L+ M,

i—1yj
452

~n+1
P ~ i+ 3IM 08
if x; is a cell center, A’ (g ”'H) i1y i+1,j/8i+1,j

~n+1 ~n+1
B GM;;_ + Mi,/+1)87,,+ WMo+ 3Mi,/'+l)gz/+-|—1
4h? '

if x;; is an edge center for an edge parallel to y-axis, A’ @& i

~BM_p; — 4M_j+3M )T — M, — 4My + 3M ) R
= 812
+ (3M1J 1+M1J+1)gt,/ 1 (Mld 1+3M’J+1)g21—:11
an .

if x;; is an edge center for an edge parallel to x-axis, AS@ i

_ —(BM AM +3MDTET = GM,j —4M i +3M TR

ij—1 1J+1
8h2

~ ~n+1
+ Mz+1,/)g?+1,/ (Mz 1y + 3Ml+1J)g:l-&J-rl/
4h?

ij—2

—(3M,_
+ Y

if x;; is a knot, As(g”“)i,-

| —BMyyy— AM_y +3M, DTEHL = OMp; = 4My 4 3M TR
- 8h2
1 1
4 —BM;j =AM + 3Mi,1)+821+ | — GMyjpp —4M; 0 + 3Mi,/)+gz/_:-1
8h? ’

For the positive off-diagonal entries A (g"'H

center. Thus to verify A} < A%A; 'A% it suffices to compare A* [ (.AS(WH))]_ with ~A+(~n+1)
i

for x;; being an edge center or a cell center.
If x;; is an edge center for an edge parallel to y-axis then x;,, ; are cell centers. Since everything here

);j is nonzero only for x;; being an edge center or a cell

has a symmetric structure we only need to compare the coefficients of g’H'1 in A* [A;l (As (g”“ ))] .
ij

and A;—(gn-‘rl) ~n+1

i42, will be similar.

jj» and the comparison for the coefficients of g

CBMig; + MpEh + M,
=1 = 42
~nt1 ~ntl
B GM,_yj-y +Mi—1,/+1)87—+1,j—1 + M_yj + 3Mi—1,/+l)g?j_1J+1
4n? ’

i—2, +3Ml )g?f]

A @,
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POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 21

A @ = - MBI+ Miay + M
4(M, 2J+M Mg My 12 AIM,»,U-)

(3Mz 1jo1 M 1,/+1)8, 1ot Mo +3M, 1J+l)gi—1J+1

AM_pj+ M+ Mi_j g + M+ R EM_ )

Since the coefficient of g7+21J in A} (g’”‘) is BM
4M

need to discuss the case 3M

4M;_y; + 3M;)t/(8h%), we only

+ 3M;; > 0, for which the coefficient of g:'+2{/ in

i—-24

i-24

A? [ (As (~n+l)) ] i becomes

i—1yj

My +4M_j+9IM;; GM;_,;+M;)
8h? AM g+ My + My jyy + M

PR G Miy))

i—2j i—1j—

To ensure the coefficient of g?le jin A [.A;l (.AS (g”“))]_ is no less than the coefficient of "} . in

i—2
ij
Ar@th j» we need

My +4M;_y j +IMHGBM,_,; + M) 3/\/1, 2 — 4M;_ 1J+3M
MMy + My + My oy + Mo+ M) 8h?
Similar to the one-dimensional case it suffices to require
(M + 4M +9IM;)(BM + M)
i—2,j i—1y i—2,j ij >3Ml N 4M, 1J+3M
AM; g+ My + My + M+ R EM )

Equivalently, we need the following inequality holds for any cell center x;;:

(M;
4M;

im1j T AM A+ IM DOM_ i+ M) < 3M.

1
+ MH—IJ + MIJ+1 + MZJ 1 + h AtMlJ) Y

4M1J+3MI+IJ (373)
i—1yj

Notice that (37a) was derived for comparing A* [.A‘;l (A‘(~”+1))]‘ and A*(g"“) for x; being an
174

edge center of an edge parallel to y-axis. If x;; is an edge center of an edge parallel to x-axis then we can
derive a similar constraint:

(Mg +4M; ;i +9IM;; DBM i+ M) M
ij—1
4(M -1+ Mz,]Jrl + Mz+],] + Mz 14 + h? AIMZJ) I

—AM; +3M, . (3TH)

If x;; is a knot then x; ; ; are edge centers for an edge parallel to x-axis. Since everything here has a

symmetric structure we only need to compare the coefficients of §;7f21 jin A [A;l (AS (g”“))] ~and
ij
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22 J. HU AND X. ZHANG

Ar@th ;» and the comparison for the coefficients of gszl o gj'j_lz and g;’flz will be similar.
~n+1 ~n+1
L@, = —OMig; + Mipgiss; — Mg +3Mig;;
=1y 402
~n+1 ~n+1
n —(3/\4[—1:/—2 - 4Mi—1J—1 + 3Mi—l,j)+g?jl,j—1 - (3Mi—lJ+2 —4M;_ iyt 3M[—1J)+g?j1J+1

8h?
A;l [As(gn-‘rl)]

i—14
~n+1 ~n+1
—BM,;_,; + MiJ)g?LJ - M, + 3Mi,,')gz;r

%(Mi71J72+4Mi71,]'71 +18M171‘]+ 4Mi71,]'+1 + Mi*l,]'+2) + 4(./\/11'72‘/' + Ml,])+4h2%'/\/ll71,]
“nt1 ~ntl
—GM_j =My + 3Mi71,j)+g?j1,/—1 = OM_yjp0 —4M_y 0 + 3Mi711i)+g?jl,j+l

+

_L/
For the same reason as above we still only consider the case where 3M;_, ; —4.M,

the coefficient of g% ; in A? [A;] (.AS (g”“))] s
= ij

_1J+3MU > 0. So

RS Mg +4Mi_1; + IM;p)BMip; + M)
A (M1 jg +4Mio i1+ IBM_ 1+ 4M_ 11+ M) + 8(Mi_j + Mij) + 845 My jh?

To ensure the coefficient of g;’j; ;in A* [AJI (.AS (g"*l))] _is no less than the coefficient of g:’f;J in
ij
AF @, we only need
Z(Mi—ZJ + 4Mi—l,f + 9M’])(3Ml_2z/ + MZJ)
(Mi—lJ—Z + 4Mi—1J—1 + 18Mi—l,j + 4Mi—l,j+l + Mi—l,j+2) + S(Mi—ZJ + MZJ) + 8%/\/15_1‘/-/’12

ij’

=2y -1y

Equivalently, we need the following inequality holds for any edge center .x;; for an edge parallel to
X-axis:
2M;_yj +4AM +IM L DOM_y + M)
(Mjp +4My iy + 1M +4M, iy + M, o) + 8(M_y; + M,y ) + 8¢y jh?

> 3M171J_4M1J+3Ml+12] (383)

We also need the following inequality holds for any edge center x;; for an edge parallel to y-axis:
2(Mi,/—l + 4MU + 9Mi,j+l)(3Ml'J—l + Mi,j—l)
o AM+ IBM HAM A+ M)+ 8(M g+ M) + 8cy

J J

M,

+4Mi—l,j+l + Mi_1J+2)+ 8(M1_2J+M1J) + 8h2ALtMi—1,/‘
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We have a similar result to the one-dimensional case as follows:

THEOREM 3.12 For the scheme (31) its matrix representation A satisfies A~ > 0if (37) holds for any
cell center x;;, (38a) holds for x;; being any edge center of an edge parallel to x-axis and (38b) holds for
x;; being any edge center of an edge parallel to y-axis.

THEOREM 3.13 For the scheme (31) its matrix representation A satisfies A~! > 0 if the following mesh

constraint is achieved for all edge centers x;;:

11 K2 1 min,; M?
— + — < 7 A . 0
2 At max; M 3 max; M — 2min; M

ij ij ij

(39)

where J;; is the union of two finite element cells: if x;; is an edge center of an edge parallel to x-
axis, then Ji; = [x;_y,x; 1] X [yj_2, ;401 if x;; is an edge center of an edge parallel to y-axis, then
Jij = [xi_2, %121 X [y;_1, ;41 ] Here the maximum and minimum of M are those of grid point values
of Min Jj.

REMARK 3.14 Similarly as the one-dimensional case, for smooth M, the constraint (39) can be satisfied
for small 4.

4. Positivity and energy dissipation

In this section we prove a few properties of the proposed scheme (22), among which positivity and
energy dissipation are the most important ones. First of all we rewrite (22) as

Ag =o' A=T1+ AW, (40)

From the previous section we know that the matrix A is invertible and A~! > 0 under suitable mesh
size and time step constraints. Specifically, the second-order scheme is always monotone A~! > 0
(entrywise inequality) for any mesh size and time step. For the fourth-order scheme, assume that the
mesh size and time step satisfy the constraints (36) and (39) in one and two dimensions, respectively,
we also have A~! > 0.

4.1 Conservation, steady state and positivity

It is straightforward to verify the following properties:

1. Mass conservation of p. Multiplying 17 WM" from the left on both sides of (40) and using 175 = 07

gives

lTWMngn+l — lTWMn n’

which is
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24 J. HU AND X. ZHANG

or equivalently,

n+1 __ n
Dowipith =2 wiel
i i

2. Mass conservation of c. By setting v, = 1 in (24) we get a(c}, 1) = (pj, 1), thus

no__ n
o E wic; = E w;ip; .
i i

3. Steady state preserving. If g" = C1 for some constant C then using S1 = 0 it can be easily seen that

g"“ = C1 is the unique solution to (40). In terms of the p variable this implies that

Pl = CM!¥i= p'™! = C M2, Vi.

4. Positivity of p. If pi' > 0 for every i then g7 = p}'/ M} > 0 for every i. When A~! > 0 holds we

have g;’“ > 0, consequently pf"H

= M;‘g;’“ > 0 for every i.

5. Positivity of c. All discussion in Section 3 applies to the scheme (24) with « > 0 and suitable
boundary conditions. Even though we only consider Neumann-type boundary condition in this paper
the results hold also for Dirichlet-type boundary conditions. In particular, the second-order scheme
is monotone. By setting M = 1 and At = é in Theorem 3.10 and Theorem 3.13, the fourth-order
scheme is also monotone if @h?> < 5 in one dimension and ah® < % in two dimensions. When
monotonicity in (24) holds positivity of ¢ is implied by positivity of p.

4.2 Energy dissipation

In this subsection we show that the fully discrete scheme (40) decays energy. Following the continuous
counterpart (12) we define the discrete energy as

n

1 ! 1
E" = <p"10g ./I(\)/l” —p”_|_§c"p",1>= E w; (pl-”log /Cll" —p{'—i—zc;'pi”). 41
i

n

i

Note that by using ¢ we consider the Keller—Segel equation directly. In the Fokker—Planck case the last

1 n n: n s
term 5c} p;’ in E" is zero.

THEOREM 4.1 Assume monotonicity holds for scheme (40), i.e., A~ > 0, for the energy defined in
(41) we have E"t1 < E™.

220z Rey L€ uo 1senb Aq £9/6859/ | 0oBIp/WNUBWI/SE0 L 0 | /I0P/3|o1e-aoueApe/eulewl/wod dno olwapese)/:sdpy WwoJ) papeojumoq



POSITIVITY-PRESERVING AND ENERGY-DISSIPATIVE FINITE DIFFERENCE SCHEMES 25

Proof. First of all,

En+l _ En
n

> by A ax Uoptt nti Pi 1
n n n n

= wi P log /\/Iln+1 o + 261 Pi z W (pl log Mn —,O;l—l— ) zloz)
i

i

I’l

n+1 p?+l 1 n+1 n+1 1
=2 wil A og P A 3ol ) = D wi o logMn + el

i i

=1+1

where we used mass conservation in the second equality and

pn+ n
I:= Z:wi,oi”Jrl log /l\/l” — ZW ;' log ./\/l”’

1 1
=2 w, (Pf'HC? — 5Pt - EP%') :

O_p the other ‘hand, it is easy to see A~11 = 1, since A1 = 1. Let a” be the entries of A~!, then
Zj a¥ =1 and a¥ > O for all 4, j if the monotonicity holds. Furthermore, since M" and W are diagonal

matrices, M"W = WM", thus 1"M"WA = 1"M"W(I + Ac(M™)"'W~'S) = 1"M"W. So we have
1"M"WA=" = 1"M"W, which is > ; M'w;al = Miw; componentwise.

The above discussion implies that g;’“ = ZJ- a’jg/'.’ is a convex combination. The function xlog x is
convex, so by Jensen’s inequality,

g 1og@ ) = D alg log(gh).
J
Then

ZW ,On+1 log(pn-‘r] /Mn) _ ZW Ml’l n+1 10g(gn+1) < ZW M}’l zal/g/ log(g/)
J

= Z (Z a'w, M") g log(g) = Z WM g log(g) = Z wiof log(p}' /M)

We thus proved I < 0. The proof is done if it is the Fokker—Planck equation.
If it is the Keller—Segel equation we still need to show /I < 0. Recall that we use the scheme (24)
for c:

(Ve Vv, +alchv,) = (0" v), Vv, € V. (42)
At "+ this is
(Ve vy +alethv,) = (0" ), Yy, e VR (43)
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26 J. HU AND X. ZHANG
Subtracting (42) from (43) gives
(VT — e, V) Fale™ — vy = (0" = p" vy, Vv, e V.
By setting v, = —(c} ™' — ¢}}) € V" we obtain
oMy = V(T — ), VT — ) — (T — e - ey <o,

On the other hand, choosing v;, = cZH in (42) and v;, = ¢} in (43) and subtracting both, we obtain

n+1

(p" cpthy = (p"t!

. Ch)-

Therefore,

1 1 1
1= (p" ) = S (0" ) = STty = =" = p" Gt — ) < 0.

5. Numerical tests

In this section we provide numerical examples to demonstrate the performance of the proposed schemes.
We will mainly focus on the Keller—Segel equation as it is more challenging than the Fokker—Planck
equation. But one example about the Fokker—Planck equation will be included.

We consider the Keller—Segel system in a square domain §2 with a source term:

9o =Ap—V-(pVe) +f(xy),
—Ac+c=p,

with homogeneous Neumann boundary conditions Vo - n|;, = Vc - n|;o = 0. It is straightforward to
verify that the system above is equivalent to

(44)

dp=V-: (MVALA) +flxy), M=,
—Ac+c=p,

with boundary conditions Ve -n|,o = 0and V7 -n[;o = 0. We test the second-order and fourth-order
semi-implicit finite difference schemes for solving (44).

5.1 Accuracy test for the Keller—Segel system with a source term

The proposed semi-implicit schemes can be at most first order accurate in time. For testing the spatial
accuracy we consider an initial condition p(0,x,y) = 3cosxcosy + 3, ¢(0,x,y) = cosxcosy + 3 on
§£2 = (0,m) x (0,7) and a source term f(x,y) = —3 cos(2x) cos? y—3 cos? x cos(2y), so that the exact
solution is a steady state solution. The time step is set as Ar = Ax and errors at T = 1 are given in
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TABLE 1 Accuracy test for the Keller—Segel system with a source term

FD Grid The second-order scheme The fourth-order scheme
2 error Order [ error Order 2 error Order [* error Order
9%x9 2.09E—1 2.51E—-1 1.37E-2 - 1.08E—2 -

17 x 17 4.11E-2 2.34 6.82E—2 1.89 7.710E—4 4.16 1.32E-3 3.03
33 x33 8.19E-3 2.33 1.70E-2 2.00 4.52E-5 4.09 9.72E-5 3.76
65 x 65 1.77E-3 221 4.29E-3 1.99 2.76E—6 4.03 6.41E—6 3.92
129 x 129  4.04E—4 2.13 1.08E—3 1.99 1.71E-7 4.01 4.09E—7 3.97

Table 1 where 2 error is defined as

/AxAyZ > Juy — PR
i

with u;; and u(x, y) denoting the numerical and exact solutions, respectively. We observe the expected
order of spatial accuracy.
5.2 A steady state solution of the Fokker—Planck equation

We now test the second-order and fourth-order schemes for solving the following two-dimensional linear
Fokker—Planck equation on £2 = (—3,3) x (—3,3):

x? -I-y2

0p=Ap+ V- (pVV), V="

(45)

It is equivalent to

242

dp=V- (MV%), M:i=e 2,

with the boundary condition V£ - n|; = 0. This equation admits an exact solution:

1 _ x2+y2
p(t,x,y) = me 2(1-e720)
We use p(1,x,y) as an initial condition and march to time 7" = 20 for approximating the steady state
I 242
Poo (X, y) = ¢

To demonstrate the advantages of our schemes we also compare them to the second-order spatial
discretization with fully explicit forward Euler time discretization, which can also be proven positivity
preserving and energy dissipative, but under a small time step constraint At = O(Ax?). In Fig. 3 we can
see that the convergence of the explicit scheme to the steady state solution is much slower. Moreover,
the small time step Af = (O(Ax?) is usually not desired in applications. The convergence to numerical
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-1
10 T
> Fourth Order Scheme with Implicit Time Discretization

S + Second Order Scheme with Implicit Time Discretization
e v Second Order Scheme with Explicit Time Discretization
.\
2
o
5 o
2
'O @
=
5 1021 : ]
S
@)
C ®
R R
=
[e) ®
w @
2
g &
2] .
% - ®

3L % ]
g 10 RV
(%))

10° 10°

Time

(a) Three schemes are used on the same 33 x 33 grid. The implicit schemes
use a time step At = O(Ax) and the explicit scheme uses a time step At =

O(Az?).
Numerical Solution Exact Solution
0.15 0.15
-2
0.1 0.1
0
0.05 0.05
2
-2 0 2 -2 0 2

(b) The steady state solution. Numerical solution was generated by the fourth order scheme on a
33 x 33 grid.

FiG. 3. Linear Fokker—Planck equation on £2 = (—3,3) x (-3, 3).

steady state solution of two implicit schemes is similar. On the other hand, the fourth-order scheme
produces slightly smaller errors in the numerical steady state solution.

In Fig. 3, after T = 10, steady state solution errors of both implicit schemes stay flat, and in each
time step ||p" ! — p”|| o 18 less than 10710, which is the accuracy tolerance of preconditioned conjugate
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Numerical Solution p Numerical Solution p
-2 2 2
-1.5 1.9 1.9
-1 1.8 1.8
05 N7 1.7
0 1.6 1.6
0.5 1.5 1.5
1 1.4 1.4
15
1.3 1.3
2
-2 -1 0 1 2 -2 -1 0 1 2
(a) The second order scheme. (b) The fourth order scheme.
- Numerical Solution p - Numerical Solution p

[-—1D Cut Along the y=0| [-—1D Cut Along the y=0|

) A 0 1 2 0 1 2

(c) The second order scheme. (d) The fourth order scheme.
. o .. .. _ 60 _ -~
FiG. 4. Keller—Segel system with an initial condition below critical mass p(x,y,0) = 1200207 on 2 = (—2,2) x (—2,2).

The solutions at 7 = 2 are plotted. Both schemes are computed on a 101 x 101 grid.

gradient linear system solver. At T = 20, compared to the exact steady state, the fourth-order scheme
with implicit time stepping produces error in discrete 2-norm as 8.18 x 107#, and the second-order
scheme with implicit time stepping produces error in discrete 2-norm 8.35 x 10~%. We emphasize both
implicit schemes are used on the same grid and the difference in computational cost is marginal, thus
this is a clear advantage of using a high order accurate spatial discretization, even if the time accuracy
is only first order.

5.3 A smooth solution of the Keller—Segel system

For the Keller—Segel system it is well known that there is a critical value for total mass in initial
conditions, below which a globally well-posed solution exists (Dolbeault & Perthame, 2004; Blanchet
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Fic. 5. Keller—Segel system with an initial condition below critical mass p(x,y,0) =

Numerical Solution ¢

(a) The second order scheme.

Numerical Solution p

(c) The second order scheme.

22
24}
26}
s
S |
o281
|
30
-32 E&
0 5 10 15

Time

(e) The second order scheme.

J. HU AND X. ZHANG

1.56104298

1.56104296

1.56104294

1.56104292

1.5610429

1.56104288

1.5610431

1.56104305

1.561043

1.56104295

1.5610429

1.56104285

1.5610428

1.56104275

Numerical Solution ¢

(b) The fourth order scheme.

Numerical Solution p

(d) The fourth order scheme.

—

5 10 15
Time

(f) The fourth order scheme.

60
14+40(x24y2)

1.56107364

1.56107362

1.5610736

1.56107358

1.56107356

1.56107354

156107375

15610737

156107365

1.5610736

156107355

1.5610735

156107345

The plotted numerical

solutions are around the time 7" = 13.52 when ||,o”+1 —0"loo < 108, Both schemes are computed on a 101 x 101 grid.
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Numerical Solution p Numerical Solution p
-2 -2
-1.5 70 15 70
-1 60 -1 60
-0.5 50 -0.5 50
0 40 0 40
0.5 30 0.5 30
1 20 1 20
15 10 15 10
2 2
-2 -1 0 1 2 -2 -1 0 1 2
(a) The second order scheme at 7" = 0.11. (b) The fourth order scheme at T' = 0.11.
100 Numerical Solution p _— Numerical Solution p
50 [-—1D Cut Along the y=0| 46 [-—1D Cut Along the y=0|
80 1 80
70 }{ 1 70
60 ! 1 60
50 ¢ 50
40 / - 40 i
30 j 30
20 ; 20 ¢
10 10
_/ _/
0—2 -1 0 \Q‘T 2 0—2 -1 0 1 2
(¢) The second order scheme at T' = 0.11. (d) The fourth order scheme at T' = 0.11.
FiG. 6. Keller—Segel system with an initial condition above critical mass p(x,y,0) = 100 sh 0 = (—2,2) x (=2,2).

1+40(x2+y2)
Both schemes are computed on a 141 x 141 grid.

et al., 2006). We solve the system (44) with f(x,y) = 0 on 2 = (—2,2) x (—2,2) with an initial
condition p (0, x,y) = ﬁfby) and its mass is below the critical value. See both schemes on the same
grid of 101 x 101 points at 7 = 2 in Fig. 4. For both schemes At = Ax is used. Then we run two schemes
for longer time until ||p" ! — Pl = 108 is satisfied. Both schemes reach | p" ! — Pl < 1078
around T = 13.52. See numerical solutions at 7 = 13.52 in Fig. 5. Note that in this case the energy as
defined in (41) reaches a constant value, which is an indicator that the system has already reached the

steady state.
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Numerical Solution p Numerical Solution p
-2 160 2 160
-1.5 140 -1.5 140
A . -1 120
-0.5 100 -0.5 100
0 las 0 80
0.5 60 0.5 60
1 40 1 40
1:5 20 1:5 20
2 2
-2 -1 0 1 2 -2 -1 0 1 2
(a) The second order scheme at T' = 0.2. (b) The fourth order scheme at T = 0.2.
—_— Ntvlmericaleqution p 510 Ntvjmerical'Sqution p
[-—1D Cut Along the y=0| [--—1D Cut Along the y=0|
180 180
160 160
140 140
120 T 120
100 \ 100 K
80 | 1 80
60 J 1 60
40 / 40 ] \
20 20 '
L/ N\ . N
-2 -1 0 1 2 -2 -1 0 1 2
(c) The second order scheme at T' = 0.2. (d) The fourth order scheme at T'= 0.2.

F1G. 7. Keller-Segel system with an initial condition above critical mass p(x,y,0) = on 2 = (—2,2) x (—2,2).

100
14402 +y2)
Both schemes are computed on a 141 x 141 grid.

5.4 A blow-up solution of the Keller—Segel system

For an initial condition with total mass above the critical mass, a blow-up will emerge in finite time for
the Keller—Segel system (Dolbeault & Perthame, 2004; Blanchet er al., 2006), see also Carrillo et al.
(2019); Guo et al. (2019) for computational examples.

We test both schemes for an initial condition p(0,x,y) = 100

14+40(x2+y2)
critical value. See solutions at 7 = 0.11 in Fig. 6, at T = 0.2 in Fig. 7 and at T = 0.8 in Fig. 8.

For both schemes At = Ax is used. Note that at 7 = 0.8, the solution in the fourth-order scheme is
significantly different from the second-order one, while the former is certainly more faithful due to its
higher accuracy.

with total mass above the
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Numerical Solution p  4¢# Numerical Solution p
-2 -2
14000
-1.5 3 -1.5
12000
-1 25 -1
-0.5 -0.5 10000
2
0 0 8000
1.5
0.5 0.5 6000
1 1 1 4000
15 0.5 15 2000
2 2
-2 -1 0 1 2 -2 -1 0 1 2
(a) The second order scheme at T' = 0.8. (b) The fourth order scheme at T = 0.8.
" «10* Numerical Solution p o «10* Numerical Solution p
[-—1D Cut Along the y=0| [--—1D Cut Along the y=0|
35 1.8
1.6
3
1.4
25 12!
2 1
15! 08
0.6
1
0.4
0-5 0.2
0 0 o
-2 -1 0 1 2 -2 -1 0 1 2
(c) The second order scheme at T' = 0.8. (d) The fourth order scheme at T'=0.8.

FiG. 8. Keller—Segel system with an initial condition above critical mass p(x,y,0) = on 2 = (—2,2) x (=2,2).

100
1+40(x2+y2)
Both schemes are computed on a 141 x 141 grid.

The energy evolution of numerical solutions is shown in Fig. 9, where the discrete energy is defined
as in (41). It should be mentioned that the mesh constraints in Section 3 for achieving monotonicity
in the fourth-order scheme will be eventually impossible to be satisfied for a blow-up solution, yet
these mesh constraints are only sufficient conditions for monotonicity. In our fourth-order numerical
solutions, it has been checked that p is always positive even after blow up. Therefore, the energy
dissipation is still in good faith.

6. Concluding remarks

We have constructed two finite difference schemes that are proved be positivity preserving and energy
dissipative for the Fokker—Planck and Keller—Segel type equations. The time discretization is a first-
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-50 T T T -50
-60 1 60|
_70 L
-70 t
S, 80¢ >
> o
o -90f o -80
c c
- 100 + -
_90 L
-110+
120} 1007
-130 : : : -110 ‘ : .
0 0.2 0.4 0.6 0.8 0 0.2 0.4 0.6 0.8
Time Time

(a) The energy evolution of the second order (b) The energy evolution of the fourth order
scheme. scheme.

F1G. 9. Keller-Segel system with an initial condition above critical mass p(x,y,0) = 5 on 2 = (—2,2) x (=2,2).

100
1+40(2 4y
Both schemes are computed on a 141 x 141 grid.

order semi-implicit or implicit scheme. The spatial discretizations include a second-order and a fourth-
order finite difference scheme, obtained via finite difference implementation of the finite element
method with linear and quadratic polynomials on uniform meshes. Under mild mesh size and time step
constraints for smooth solutions (a lower bound on time step rather than upper bound) the fourth-order
scheme is proved to be monotone, thus is positivity-preserving and decays energy, which is the first high
order spatial discretization with these properties. Numerical tests on both the Fokker—Planck equation
and Keller—Segel system are performed to verify the performance of the proposed schemes.
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