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Abstract

An efficient parallel algorithm for Caputo fractional reaction-diffusion equation with
implicit finite-difference method is proposed in this paper. The parallel algorithm
consists of a parallel solver for linear tridiagonal equations and parallel vector
arithmetic operations. For the parallel solver, in order to solve the linear tridiagonal
equations efficiently, a new tridiagonal reduced system is developed with an
elimination method. The experimental results show that the parallel algorithm is in
good agreement with the analytic solution. The parallel implementation with 16
parallel processes on two eight-core Intel Xeon E5-2670 CPUs is 14.55 times faster
than the serial one on single Xeon E5-2670 core.

MSC: Primary 34A08; 65Y05
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1 Introduction

Fractional differential equations (FDEs) refer to a class of differential equations which use
derivatives of non-integer order [1, 2]. Fractional equations have proved to be very reli-
able models for many scientific and engineering problems [3, 4]. Because it is difficult to
solve complex fractional problems analytically, more and more work focuses on numerical
solutions [5, 6].

Recently, there has been great interest in FDEs [7-12]. Ahmad et al. [7] discussed the
existence of the solution of a Caputo fractional reaction-diffusion equation with various
boundary conditions. Rida ez al. [8] applied the generalized differential transform method
to solve nonlinear fractional reaction-diffusion partial differential equations. Chen et al.
used the explicit finite-difference approximation [9] and implicit difference approximation
[10] to solve the Riesz space fractional reaction-dispersion equation.

The numerical methods for FDEs include finite-difference methods [13, 14], finite ele-
ment methods [15] and spectral methods [16—20]. Fractional reaction-diffusion equations
are related to spatial and time coordinates, so the numerical solutions are often time-
consuming. Large scale applications and algorithms in science and engineering such as
neutron transport [21-23], computational fluid dynamics [24-26], large sparse systems
[27] rely on parallel computing [24, 28, 29]. In order to overcome the difficulty, parallel
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computing has been introduced into the numerical solutions for fractional equations [30—
32]. Kai Diethelm [31] parallelized the fractional Adams-Bashforth-Moulton algorithm for
the first time and the execution time of the algorithm was efficiently reduced. Gong et
al. [33] presented a parallel solution for time fractional reaction-diffusion equation with
explicit difference method. In the parallel solver, the technology named pre-computing
fractional operator was used to optimize performance.

In this paper, we address an efficient parallel algorithm for time fractional reaction-
diffusion equation with an implicit finite-difference method. In this parallel algorithm,
the system of linear tridiagonal equations, vector-vector additions and constant-vector
multiplications are efficiently processed in parallel. The linear tridiagonal system is paral-
lelized with a new elimination method, which is effective and has simplicity in computer
programming. The results indicate there is no significant difference between the imple-
mentation and the exact solution. The parallel algorithm with 16 parallel processes on two
eight-core Intel Xeon E5-2670 CPUs runs 14.55 times faster than the serial algorithm.

This paper focuses on the Caputo fractional reaction-diffusion equation:

SD%u(x, ) + pu(x, t) = a2g£§'t) +Kf(x,t) (O<a<l),
u(x,0) = ¢(x), x€[0,xz], (1

u(0,t) = u(xp,t)=0, x€l0,T],

on a finite domain 0 < x < xp and 0 < ¢ < T, where ¢ and K are constants. If & equals 1,
equation (1) is the classical reaction-diffusion equation. The fractional derivative is in the
Caputo form.

2 Background
2.1 Numerical solution with implicit finite difference
The fractional derivative of f(¢) in the Caputo sense is defined as [1]

Cnyo _ 1 ! f/(g)
Oth(t)_F(l—a)/(; (t—?;‘)“ds 0<a<l). 2)

If f'(¢) is continuous bounded derivatives in [0, T] for every T > 0, we can get

Slﬁfu>:?gg%ﬁs“2204f<i)
T =0

O 1 e
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as the numerical approximations to u(x;, t,,), f(x;, t,), and ¢(x;). We can get [11]

, 1 ., n-1 »
OCDt u(x, t)|;’: = m |:bobti - ;(bn—k—l - bn—k)u{'( - bn—lu?:| + O(Tz )r (4)

wherel <i<M-1,n>1,and

1-a

b= 1 [+ )= 1], 1=, (5)
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2
Using implicit center difference scheme for 3;’7(;“), we can get
Rulx,t) | 1 )
2 | - ﬁ(uf’ﬂ —2ul + uf’_l) + Q(h ) (6)
xi

The implicit finite difference approximation [11] for equation (1) is

1 n-1
———— | bou} =Y (Buokr — bpi)usf — byif 9
rI‘(l—a)|: oY k=1( k-1 KU 1M,]+MM,

u  =2ut+u’
S i B S e Ly Kol (7)
Definew = tI'(1-a), ko = bo + uw + 2w/h?, &y = —wih*, 0 = Kw, U" = (u}, u}, ..., us, )7,

F' = (¢, ¢5,..., ¢X4_1)T, and r; = b; — by,1. Equation (7) evolves as

n-1

AU =Y o UF 4+ by U + o F, (8)
k=1

where the matrix A is a tridiagonal matrix, defined as

o A
Moo M
AM-1)x(M-1) = . ©)
AL Ao M
A Ao

3 Parallel algorithm
3.1 Analysis
In order to get U” from equation (8), two steps need to be processed. One step performs
the right-sided computation of equation (8). Set V" = Zj Fac1 kU + b, U° + 0 F". The
calculation of V" mainly involves the constant-vector multiplications and vector-vector
additions. The other step solves the tridiagonal linear equations AU” = V. The constant-
vector multiplications and vector-vector additions can easily be parallelized. So we only
analyze the parallel implementation of solving the tridiagonal linear equations.

As 2|)1] < |Ao|, the tridiagonal matrix A is strictly diagonally dominant by rows. The
dominance factor € can be got by

[2A1] 1

Colhol o _Nagho e 7
2M2TT(1-a) = 2M2

(10)

For strictly diagonally dominant linear systems, one parallel approximation algorithm
has been proposed [34]. For given « and N, the dominance factor would be very close to
one with big M. The approximation algorithm would decrease the precision of the solu-
tion and even exacerbate the convergence. In other words, applying the algorithm to this
solution of tridiagonal linear equations with fixed M will obviously increase the number
of time steps in order to keep the same precision. Thus, it is necessary to solve tridiagonal
linear equations accurately. Moreover, each iteration on time step involves one system of

tridiagonal linear equations. The right-hand side V" varies while the tridiagonal matrix
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A keeps constant in all time iterations. In order to avoid the repeated calculations, the
transformation of the tridiagonal matrix is recorded in the parallel solution of tridiagonal
linear equations.

3.2 Parallel solution of tridiagonal linear equations

Based on the analysis above, a parallel implementation of solving the tridiagonal lin-
ear equations is shown in Algorithm 1. The implementation is based on the divide-and-
conquer principle. The number of parallel processes is p. Set M —1 = pk and g = §. The
matrix A is divided into p blocks as follows:

D G
Gy, D, G,
Ap-nx-1) = ) (11)
Gp—l Dp—l Cp—l
G, D,
where
di—ke1  Cimnkel
Si-vks2  AiDks2  Cl-Dks2
D = . i=12,...,p, (12)

8ik-1 diks1 Cik
8ik dik

G; = g(i_l)k+1elez, i=2,3,...,p,C = cjkekelT,j =1,2,...,p — 1. ¢ and e; are k-dimensional
unit vectors in which the first and last elements are one, respectively. Similarly, I/ and
V can also have corresponding partitions. U" = (L, Us, .. ., up)t, U; = (s-1ykets -+ -5 wi)T,
and V" = (Vi, Va,..., Vp) T, Vi = (Vicnyiests - Vi) T

Line 3 allocates D;, g;_1yx+1, Cjx» Vi to the ith process, i=1,...,p.

Lines 4-11 eliminate the lower and upper diagonal elements of sub-matrix D; and trans-
form diagonal elements to one. For the downward elimination, P, and P, begin with the
first row of D; in line 9 while P; (1 < i < p) begins with the second row of D; in line 5. After
the downward elimination, the equations in all processes can be transformed to

Ui

1 C1 V1
172
1 Co V2
P, (i=1): o N I (13)
Uk-1
1 ¢ Vk-1
123
1 Ck Vi
Uk+1
-kl Ak Cl1ke
Gli-1)k+2 1 Cli-1)k+2

P;(1<i<p):

—_

Zik-1 Cik-1
Zik dix  cik
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Algorithm 1: Parallel solution for tridiagonal linear equations

12

13

14

15

input : A, V,p

output: U/

Initiate MPI and get p (MPI Processes Size), P; (Current Process ID)
for all MPI processes do

Distribute task among MPI processes

if P; (1<i<p)then

elimit_down_mid_m()

elimit_up_mid_m()

transform_mid_v()

else
elimit_down_edg_m()
elimit_up_edg_m()

transform_edg_v()

// Send equations to P; or P, and form the reduced
system

com_form()

// Solve the reduced system only with P; and P,

solve_reduce()

// Rec uik«1 and uy from P or P, and get the solution
of the system

com_retrieve()

Output Ty - T

Ui-1)k
U(i-1)k+1 V(i-1)k+1
Ui-1)k+2 V(i-1)k+2
X = , (14)
Uik Vik-1
Uik Vik
Uik+1

Sp-Dk+1 1 Cp-1kn

Zp-1k+2 1 Clp-1)k+2
P; (i=p) : :
8pk-1 1 Cpk-1
8k 1
Uy
L Vp-1)k+1
Up-1)k+1 Vo2
—1)k+
U(p-1)k+2
X . = . (15)
Vpk-1
Upk-1 i .
p

upk
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For the upward elimination, P; and P, begin with the last row of D; in line 10 while P;

(1 <i < p) begins with the penultimate row of D; in line 6. The upward elimination makes

the equations in all processes become

u
1 (4] 51
1 c " v
2 2
P;(i=1): = : s (16)
Uj_
1 Ck-1 o Vi1
Ui
1 Ck Vi
Ukl
Zi-Dk+1 Ak C(i-1)k+1
G-k 1 Cli-1)k+2
P (1<i<p): :
Zik-1 1 i
8ik dik Cik
U(i-1)k
U(i-1)k+1 V(i-1)k+1
UG-1)k+2 V(i-1)k+2
X = ) (17)
Ujk-1 Vik-1
Uik Vik
227351
Up-1)k
gp-nke1 1 u(p(pl)k X V(p-1)k+1
—1)k+
Sp-1k+2 1 Vip-1)k+2
, . Up-1)k+2
P;(i=p) = (18)
Zp-k-1 1 L k 1 Vpk-1
k-
8k 1 1 Vpk
P

In the elimination, the tridiagonal matrix and the right-hand-side vector are processed

separately.

Line 12 means that P; (1< i <g) and P; (g + 1 <i < p), respectively, sends the first and

last equations to P; and P,. Those equations, the last one in P; and the first one in P, can

form the reduced system of equations as follows:

1 Ck
Zk+1 dis1 Ckn
S da Cok
p-2)k+1
&p-1k

U Vik
Uk+1 Vi+1
Usk Vok
= (19)
dp-2kr1 Cp-2k+1 | | Up-2)k1 V(p-2)k+1
dp-k  Clp-1k U(p-1)k V(p-1)k
Zp-1)k+1 1 Up-1)k+1 V(p-1)k+1
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Figure 1 Communication in the parallel implementation of
tridiagonal linear equations. The number of parallel processes is
four.

Py P, Ps Py

3-a/b : Recv U1 & Uy from Py or P,

We can find the coefficient matrix in equation (19) is still a tridiagonal matrix. Line 13
means the reduced system of equations is solved only with processes P, and P,. P, and
P, deal with the reduced system of equations using the functions in lines 9-11 as well. P;
and P, exchange the gkth and gk + 1th equations after elimination, and both can obtain
U(ge1k and Ugiyke1- In process Py, u(i_1yk+1 and uy are acquired and sent to P; (1< i < ¢).In
process Py, u(_1)k+1 and u; are got and dispatched to P; (g +1 < i< p). After P; (1 <i<p)
receives u(;_yk+1 and uy from Py or P,, U; can be solved using equation (17). U and U,
can also be figured out by equation (16) and equation (18), respectively.

For the parallel implementation of solving tridiagonal linear equations, there are to-
tally three communications shown in Figure 1. The first communication means that P;
(1 < i< p) sends the first and last equations to P; or P, after the elimination. The second
communication indicates that P; and P, exchange the gkth and gk + 1th equations in order
to acquire u(;.1)x and u(.1)k.1 simultaneously in the solution of the reduced system. The
third communication is that P; (1 < i < p) receives u_1)t.1 and u; from P; or P, after the

reduced system is solved.

3.3 Implementation

The parallel algorithm for Caputo fractional reaction-diffusion equation with implicit
finite-difference method is proposed as shown in Algorithm 2. F(,), U(,), V (), A(,) are
evenly distributed among all processes in order to void the load imbalance. Line 6 com-
putes F(,), A(), () and initializes U(,), V(). Vector r() is stored in all processes and cal-
culated simultaneously. Lines 9-13 solve the tridiagonal linear equations AU° = V for the
first time. The loop of line 14 represents iterations on time steps. Since there are depen-
dence between the solutions of adjacent time steps, the parallelization of the solution
could be carried out only on space steps. In each iteration on time steps, line 16 solves
V" = Zj Fuo1xUX + b, U° + o F" in parallel, and mainly includes parallel constant-
vector multiplications and vector-vector additions. Lines 18-22 solve the tridiagonal linear
equations AU" = V" for the (1 + 1)th time. As the tridiagonal matrix keeps constant in all
time iterations, the solution of lines 18-22 does not deal with the tridiagonal matrix and
only processes V" with transform_mid_v() and transform_edg_v(). Particularly, the coeffi-
cient matrix of the reduced system also does not vary with time iterations. The elimination
in line 22 simply involves the right-sided vector of the reduced system as well. Therefore,
the communications in lines 18-22 only transfer the right-hand side of the corresponding

equations rather than the entire ones.
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Algorithm 2: Parallel solution for Caputo fractional reaction-diffusion equation with
implicit finite-difference method

input :o, M,N,L, T, f(x,¢t)
1 h<L/M,7 < T/N

2 Initiate MPI and get p (MPI Processes Size), P; (Current Process ID)
3 for all MPI processes do
4 Distribute task among MPI processes
5 Declare local memory of F(,), U(,), V(), A(,) in each process
6 Compute F(), A(), r(), and initialize U(,), V()
7 Record time T}
8 V() < K % F(;,0)
// solve AU°=V°
9 if P; (1 <i<p)then
10 L elimit_down_mid_m(); elimit_up_mid_m(); transform_mid_v()
1 else
12 L elimit_down_edg_m(); elimit_up_edg_m(); transform_edg_v()
13 com_form(); solve_reduce(); com_retrieve()
14 forn=1— N do
15 V() < K % F(;,n)
16 forj=1— ndo
Y | VO < VO+UGj-1)xr(n-))
// solve AU"=V"
18 if P; (1<i<p)then
19 t transform_mid_v()
20 else
21 t transform_edg_v()
22 com_form(); solve_reduce(); com_retrieve()
23 Record time T,

24 Output T, - T

Table 1 The specifications of the experiment’s platform

CPU 2 Intel Xeon E5-2670 CPUs, 8 cores/CPU, 2.6 GHz
Host OS Linux Red Hat 4.4.5-6

Compiler Version  Intel v13.0.0

MPI Version Intel v4.0.3

4 Experimental results and discussion

The experiment platform is a service node containing two eight-core Intel Xeon E5-
2670 CPUs with 128 GB of memory. All codes are compiled with Intel C compiler with
level-three optimization and run in double-precision floating-point. The specifications
are listed in Table 1.
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The following Caputo fractional reaction-diffusion equation [11] is considered, shown
in equation (20):

0 DL ul,t) + pulx, £) = 150 4 K (x, 1),
u(x,0)=0, x€(0,2), (20)
u(0,t) =u(2,t) = 0,

withu =1, K =1, = 0.7, and

flx,t) = 22 —x)t"2 + 22 — x)t% + 2£%. (21)

2
r'2.3)

The exact solution of equation (20) is
ux, t) = x(2 — x)t2. (22)

4.1 Accuracy of parallel solution
For the example in equation (20), the parallel solution compares well with the exact ana-

lytic solution to the fractional partial differential equation shown in Figure 2. At and / are

10
65

parallel solution is only 4.22 x 107, When different At and / are applied, the maximum

and %. The maximum absolute error is 7.47 x 10~*. The difference between serial and

errors between the exact analytic solution and the parallel solution are shown in Table 2.
The maximum error gradually decreases with the increasing number of time and space
steps. Altogether, our proposed parallel solution and the exact analytic solution have no
noticeable artifacts.

4.2 Performance improvement

The performance comparison between serial solution (SS) and parallel solution (PS) is
shown in Table 3 when different M and N are applied. In PS, 16 processes run in parallel.
With M = N = 65, PS is a little slower than SS. When M and N are greater than or equal
to 129, PS is faster than SS. Compared with SS, the speedup of PS increases gradually with

Exact
Parallel solution

Figure 2 Result comparison between exact
analytic solution with parallel solution at time 10 SseRB
t=1.0andp=16, M=N =65. X

0.8

0.6

Value
<
0

0.4

0.2 A X

0.0 /
. T T T

Table 2 Result comparison between the exact analytic solution and the parallel solution at
time t = 1.0 and p = 8, where different M and N are applied

M=N 65 129 257 513 1,025 2,049
Maxerror  747E-04  307E-04  126E-04 5.12E-05 208E-05 847E-06
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Table 3 Performance comparison between serial solution (SS) and parallel solution (PS) when
different M and N are applied

M=N 65 129 257 513 1,025 2,049

Runtime(s) SS  520E-04 331E-03 122E-02 735E-02 493E-01 4.03E+00
PS  651E-04 142E-03 375E-03  1.15E-02 456E-02 2.77E-01
Speedup 0.80 2.34 3.26 6.37 10.80 14.55

In PS, the number of processes is set to 16.

Table 4 Performance of parallel solution with M = N = 2,049 when different numbers of
processes are applied

No. of processes 1 2 4 8 16
Runtime (s) 403E+00 1.81E4+00  9.50E-01 5.29E-01 2.77E-01
Speedup 1.00 222 424 7.62 14.55

increasing M and N. When M and N increase to 2,049, the runtime of SS reaches 4.03
seconds and that of PS is only 2.77 x 107! seconds. Therefore, the speedup between PS
and SS rises to 14.55.

4.3 Scalability

With fixed M = N = 2,049, the performance comparison among the parallel solutions with
a different number of processes is shown in Table 4. When two parallel processes are used,
the speedup is 2.22. When four processes run in parallel, the speedup reaches 4.24. When
more than one process is adopted, the total communication cost will increase with the
number of parallel processes. However, the speedups in the two situations above outper-
form the corresponding perfect speedups. The main reason is that the solution of Caputo
fractional reaction-diffusion equation with implicit finite-difference method is memory-
intensive, and the decrease of memory overhead by the improvement of data locality is
more than the increase of communication cost in the parallelization of two or four pro-
cesses. When the number of processes grows to 16, the speedup is about 14.55 times and
the scaling efficiency reaches 91%. Altogether, our proposed parallel solution has good

scalability in performance.

5 Conclusions and future work

In this article, we propose a parallel algorithm for time fractional reaction-diffusion equa-
tion using the implicit finite-difference method. The algorithm includes a parallel solver
for linear tridiagonal equations and parallel vector arithmetic operations. The solver is
based on the divide-and-conquer principle and introduces a new tridiagonal reduced sys-
tem with an elimination method. The experimental results shows the proposed parallel
algorithm is valid and runs much more rapidly than the serial solution. The results also
demonstrate the algorithm exhibits good scalability in performance. In addition, the in-
troduced tridiagonal reduced system can be regarded as a general method for tridiagonal
systems and applied on more applications. In the future, we would like to accelerate the so-

lution of time fractional reaction-diffusion equation on heterogeneous architectures [35].
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