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ABSTRACT. The paper studies the performance of multithreaded
parallel implementation of a finite-difference solver for a two-dimensi-
onal space-fractional generalization of Richards equation. For nu-
merical solution we used implicit Crank-Nicholson scheme with L1-
approximation of Caputo fractional derivative and TFQMR linear
systems’ solver. OpenMP implementation was tested on three CPUs
— server Intel Xeon Bronze 3104 and AMD EPYC 7542 along with
laptop AMD Ryzen 3 5300U. Testing results show that the proposed
implementation can give close-to-linear acceleration when executing
on up to 8 cores. On high-performance AMD EPYC maximal ac-
celeration was achieved when 32-64 cores were used showing limited
scalability of the algorithms on such a CPU.

KEYWORDS: moisture transport, fractional derivatives, multithread-
ing, irrigation.

AHOTALIA. YV cTarTi JOCHiIZKEHO MPOIyKTUBHICTH 6AraToOmOTOIHOT
mapaJjeabHOl peatisaliii CKiHIeHHO-PI3HUIIEBOrO AJTOPUTMY JIJTsT PO3B -
sI3aHHSI JIBOBUMIDHOTO JIPOBOBO-1DEePEHIIAIBHOIO 38 TPOCTOPOBOIO
3MIHHOIO y3arajibHeHHsi piBHsiHHsI Piuapmca. [ljist gncenpHOrO po3s’-
sA3aHHs BUKOpHUCTaHO HeaBHY cxeMy Kpanka-Hikosmcona 3 L1-anmpokcn-
Mariiero a1pobosoi moximguol Kamyro, a takox amropurm TFQMR mirst
pO3B’si3aHHs cucTeM JiHITHUX anrebpalanux pisasab. OpenMP-pea-
Jlizaris OyJra IpoTecTOBaHA Ha TPHOX Iporecopax — cepsepuux Intel
Xeon Bronze 3104 ta AMD EPYC 7542, a Tako:k Ha HOyTOYKOBOMY
AMD Ryzen 3 5300U. Pesysnbraru TecTyBaHHS TOKA3YIOTh, IO 3IIPO-
IMOHOBAHA PeaJIi3allisi MOXKe HaJaBaTu OJIu3bKe 70 JIHIHOrO MPUCKO-
peHHsI IPU BUKOHAHHI Ha 8 YW MEHIIE IIPOIECOPHUX sapax. Ha
Brucokonpoayktupanx AMD EPYC makcumaJibHe IpUCKOpeHHst 6yJio
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IOCATHYTO P BUKOpuCTanHi 32-64 sep, Mo 1eMOHCTPYE OOMEXKEHY
MacmraboBaHicTh ajaropurmiB Ha Takomy CPU.

KJTFOYOBI CJIOBA: BoJioronepeHeceHHs, IpoboBi moxiaxi, bararormo-
TOKOBICTD, 3POIIICHHS.

1. INTRODUCTION

Simulation of moisture transport has numerous application in hydrology and
agriculture. While in most cases practitioners apply models based on the classic
Richards’ differential equation [1| and corresponding software (e.g. HYDRUS)
there are two fields where additional developments are needed from the stand-
point of more accurate and fast simulation.

At first, let us mention that under certain conditions soils can be considered
as media of fractal structure [2]. Mass and heat transport processes in such me-
dia are non-local and are often modelled using fractional differential equations
[3]. Among the literature related to the fractional-differential generalization
of Richards equation, we can refer to the paper [4] in which time-fractional
equations with Caputo derivative [3] are studied.

The second field is decision support in the design of drip irrigation systems,
especially subsurface ones, for which economic efficiency of irrigation depends
on the quality of the choice of systems’ parameters. A widely used class of
algorithms for their automated selection consists of optimization algorithms
superposed on moisture transport models with objective functions based on
economic assessment of irrigation efficiency. Often (see, e.g. [5]) optimization
is performed by time-consuming meta-heuristic methods making urgent the de-
velopment of algorithms and the usage of computational systems aimed at ac-
celeration of moisture transport simulation. The usage of fractional-differential
models, numerical algorithms for which have higher order of computational
complexity compared to the ones for integer-order models, additionally increase
the need for such developments. While multithreaded implementations of clas-
sical Richards equation solvers are widely studied (see, e.g. [6]), similar studies
for their fractional-order counterparts are unknown to the authors.

In this context, the paper is a continuation of previous authors’ results on
high-performance computing in, particularly fractional-order, modelling of mass
and moisture transport [7, 8, 9] studying the performance of multithreaded
parallel implementation of finite-difference solver for two-dimensional space-
fractional generalization of Richards equation.

2. MATHEMATICAL MODEL AND NUMERICAL METHOD

The space-fractional generalization of Richards equation stated in terms of
water heads and derived similarly to the one-dimensional equation in [7] has
the form

t

C(h) G = D2 (ka(H)GE) + D2 (ke (H) 3.) — 5, )
0<x<L,, 02<L,,t>0,0<a<1,
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DgH = 5(Dg H + Dg . H),

D$H = iy bf 9H (y — g)=ode,

(2)
D H = iy [ 56— ) e,

where DY is the Caputo fractional derivative with respect to the variable x (de-

+ z is the full moisture potential, m,

rivative with respect to z is denoted and defined similarly), h(x, z,t) =

is the water head, m, H(z, z,t) = %
P(z, z,t) is the suction pressure, Pa, p is the density of water, kg/m3, g is the
acceleration of gravity, m/s?, C(h) = % is the differential soil moisture content,
%/m, 0(x, z,t) is the volumetric soil moisture content, %, k,(H), k.(H) are the
hydraulic conductivities in the fractal dimensions m®/s and m?/s, S(z, z,t) is
the source function, %/s, that simulates the extraction of moisture by plants’
roots and its supply by subsurface irrigation.

Following [10] we assume that
ko(H) = 0f 7' k(H), k:(H) = 027 k(H),

where o,, o, are fractal dimention constants, m, and k(H) is the hydraulic
conductivity in non-fractal medium, m/s. For simplicity, as only performance
aspects are considered, we further set

O =0, = 1.

Boundary and initial conditions for Equation 1, the form of the source func-
tion and the configuration of solution domain are the same as the ones for the
integer-order model described in [9)].

Water retention curve of soil is described by van Genuchten’s model [11] in
the form

01 — 6o
[1+ (10a|nf)"]" 1"
while the dependency between hydraulic conductivity and moisture potential
is represented according to Averyanov’s model [12] in the form

o1y ()

where ky is the filtration coefficient, 3 is the fixed exponent.

The model (1), (2) is used to simulate the process of subsurface drip irriga-
tion. We model the start of watering at the moment of time when the average
moisture content of a root zone becomes less than the specified value. Watering
continues until the average moisture content reaches some upper limit usually
equal to field capacity. Moisture content is averaged according to the function
of root system density with higher weight coefficients for the areas where root
system is denser.

The used approach is described in more detail in |7, 9].

The numerical solution of the initial-boundary value problem for the model
based on Equations (1), (2) is performed according to the implicit finite-difference
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Crank-Nicholson scheme [13] on a uniform grid
w={ (2 =ihg, 2k = kh.,t; =j7): i=0,m, k=0,n,j=0,1,2,... }, (3)
where h, = L, /m, h, = L,/n are the steps with respect to the space variables,
T is the step with respect to the time variable. Here and further, grid analogue
of the sought-for function h and, similarly, the other functions is denoted as
h‘zk = h(wi, Zks tj).

On the grid (3) using the solution on the previous time step for non-local

part of the derivative (2) we obtain the following 5-diagonal linear equations
system given here without obvious discretizations of boundary conditions:

J j—1 J Jj—1 J j—1 J j—1 J Jj—1 _ §i—1
B oAt g1 Ak i kBl T 0 Bog —hig - B = Pip s

i,k+1
where
A = ey kY, A = Lo e k(I
Lik = g Do(RUH ) + R(H; ), Ag )y = 5 Da(R(HZy) + R(HG, ),
- 1 - - - 1 - -
B{%k - ZDx(k(HZJ+17k;) + k(HZ],k; ))7 B%,i,k = ZDz(k(HZ,kJ,-l) + k(HZJg ))7
oo et e
T TrR2-a) 7 T@2-8)

i1
| | | | oY
Jj—1 _ 45—1 j—1 j—1 Jj—1 i,k
Ry =A Ay + By + By + —
j—1 _ Jj—1 4i-1 Jj=1 45-1 j—1 pj—1 j—1 pj-1
Qi ==l Ak — M1 As ik — P kB — P Bt
i1
| | | owrhy
Jj—1 Jj—1 j—1 j—1 i,k j—1 Jj
(A + Ay + By + By — — Wi = S =

— AL 4 Dby (k(H ) — R(HI).

Here Ag ;1 describes the 'non-local’ part of the fractional derivative and has
the form

. 1 el ‘
—1 . 1- - —1
Al = 5 > '(|z L a) Wit
1=1,l#1
1 n—1
- 1-8\ ,j—1
+5 > (|k‘ S L . /3) Wl
I=1,14k
i1 i1 -1 1 i1 i1, i1 i1
Wi = 2Dz (h?q,kA]u,k + Bl — P (Al B{zk)> ;

j-1 _ J=1 45-1 j—1 pj—1 J=1/45-1 j—1
hein =2D:(hi Ay o+ i By — hig (Ao + B+

+0.5hy (K(H L)) — k(HD).

The corresponding linear systems are solved by the TFQMR algorithm [14].
The initial time step length is taken to be equal to 1 s and changes during
the simulation based on the hypothesis about the correlation between the time
step and the condition number of a matrix along with the correlation of the
condition number and the number of iterations of the solution algorithm — the
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step is multiplied on a given value (here equal to 1.25) when the number of
iterations of the TFQMR algorithm exceeds a given maximum value (here 20).

The solution at the appropriate time step is then repeated. If the number of
iterations is less when 1/3 of the maximum value, the length of the next time
step increases the same way.

Let us also mention that the presented scheme’s accuracy and convergence
is not studied here as these matters have no impact on the main topic — the
performance of the scheme’s multithreaded implementation.

3. MULTITHREADED IMPLEMENTATION

The solution procedure on one time step was implemented in multithreaded
environment using OpenMP. All computations are performed in a single paral-
lel block. Within the TFQMR algorithm all summations are implemented in
parallel using reduction directive.

Scalar variables are updated in the single environment. Before starting
solver’s iterations the values of

j=1 gl picl il picl o gl
A A B B R, ol

1,0,k 2,i,k> L,k 2,i,k>

are calculated in parallel. The values of
Jj—1 Jj—1
Hmz,l,k’ sz,i,l

are calculated in parallel before the calculation of Ag ;1.

4. PERFORMANCE TESTING

Input data described in [9] were used for computational experiments. A
single-layered soil model with the filtration coefficient of 15 ¢m/day was con-
sidered. Simulation domain was 10 m wide and 1 m deep. At its lower and
lateral boundaries the free-flow boundary conditions were set. Irrigation was
applied in the simulation then average moisture content in 0.5 m-deep layer of
soil that model the root zone fell lower than 95% of field capacity and lasted
until it became higher than 100% of field capacity. Fixed evapotranspiration
was set to be equal to 5.1 mm/day.

The first series of simulations were performed for m = 1000, n = 100 for
time up to 1 day for two cases: a = § = 1 that corresponds to the classical
integer-order model and o = f = 0.98. The modelled dynamics of average
moisture content in the root zone for these two cases is shown in Fig. 1.

Total irrigation volume for 1 day period here is 6.9% less for the fractional-
order model compared to the classical one with four waterings proposed by both
models. Interval between waterings was larger for the fractional-order model
while their duration is lower.

Total water content in the simulation domain was at the end of the modelled
period higher for the case of the classical model that means less irrigation water
outflow below the root zone when soil structure has even slightly pronounced
fractal properties.

Computions were performed on a node of SCIT-5 cluster of VM Glushkov
Institute of Cybernetics with AMD EPYC 7542 CPUs, on a node of SCIT-45
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FIGURE 1. Dynamics of average moisture content: (1) —
integer-order model, (2) — space-fractional model with oo =
B =0.98

TABLE 1. Execution time averaged among 5 runs, s

a=p=1 a=p=0.98
n threads Ryzen Xeon EPYC Ryzen Xeon EPYC
1 135 327 14225 365 1105 484
2 121 179 81 239 573 256
4 89 154 67,25 156 341 180
8 79 115 66 127 223 125
16 62 117
32 47 94
64 66,5 81

cluster with Intel Xeon Bronze 3104 CPUs, and on a laptop with AMD Ryzen
3 5300U CPU. Execution times averaged among 5 runs are given in Tab. 1. In
all cases each thread was executed in a separate core.

Here, differences in execution time in a single-threaded mode are roughly
similar to single thread performance of the used CPUs reported on

www. cpubenchmark.net.

Fractional-order modelling was 2.7-3.4-times slower in a single-threaded mode.
With the increase of thread number this difference decreased because of higher
speed-up when fractional-order model was used.

Higher acceleration of computations in this case is due to lower ratio of
execution time between parallely executable blocks and blocks that are executed
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TABLE 2. Maximum acceleration and overall relative errors
subject to the grid size parameter n

a=0=1 a=L36=0.98
n= 50 100 150 50 100 150
Maximum acceleration  2.58 3.03 4.30 3.88 5.93 9.15
Overall relative error  9.95% 8.30% 5.43% 5.06% 3.03% 1.21%

in a single thread plus the needed synchronizations. The cause of the latter is
the need to compute non-local part of the fractional derivative.

High amount of reduction operations in TFQMR algorithm leads to only
3-times maximal speed-up (32 threads, AMD EPYC, with further increase of
thread number increasing execution time) achieved while solving integer-order
problem while 6-times speed-up (64 threads, AMD EPYC) was achieved for
the fractional-order one.

Running on 8 threads (the maximal number tested on all three CPUs) the
highest acceleration of computation was measured on Intel Xeon CPU and the
lowest — on AMD Ryzen 3.

It also should be noted that on AMD EPYC high coefficients of variation
(>15%) of execution times among performed runs were observed when 8 and
more cores were used. Other CPUs did not demonstrate such a behaviour.

The second series of simulations was aimed at testing multithreaded imple-
mentation’s performance on AMD EPYC CPU when grid size changes (n =
50,100, 150, m = 10n, number of threads P = 1,2,4, 8,16, 32,64).

Assuming that the time ¢;(P) spent on executing barrier synchronizations
and single-threaded blocks is t1(P) < ko P we assess total execution time as

T(n,P) = kl% + kP (4)

where ki, ko are the performance coeflicients.

For each value of n we measured execution time 7T, (n, P) and computed the
maximum acceleration of computations along with the overall relative error of
the description of execution time changes subject to the number of threads

> (T(n, B) = Te(n, P,))?

2 T2 (n, Py)

e(n) =

Coefficient values of the performance model (4) for a fixed n and a series of
P values were determined by the least squares fitting. The computed values
are given in Tab. 2.

Maximum acceleration here increased close-to-linearly with the increase of
n. It should also be noted that due to the usage of the procedure of dynamic
time step selection, number of time steps also increased with the increase of n
making impossible direct comparison of execution times.

Overall relative error of their description by the classical model (4) lowered
with the increase of n being within the 10% limit.
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However, local relative errors were in some cases up to 50% for P > 4 due
to high variability of execution times in these cases.

The ratio ki /ke was in the narrow ranges [1.08,1.24] for the classical model
and [2.68, 3] for the fractional-order one that supports the applicability of the
performance model (4) and additionally confirms higher computational com-
plexity when solving fractional differential equations.

5. CONCLUSION

Regarding the obtained experimental results it could be stated that the pro-
posed multithreaded implementation of the solver for the space-fractional two-
dimensional moisture transport equation can be efficient when executing on up
to 8 cores on modern CPUs.

However, its efficiency is limited (maximal acceleration was achieved when
32-64 cores were used) on high-performance AMD EPYC CPUs due to a large
number of blocks that needs execution in a single thread in the used TFQMR
linear solver.

Thus, regarding optimization problems solved by meta-heuristic algorithms
on EPYC CPUs it could be efficient to employ both task and data level par-
allelism restricting the scale of the latter using the obtained performance esti-
mates.
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