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Abstract

In this work, some model reduction approaches for performing sim-
ulations with a pseudo-2D model of Li-ion battery are presented. A
full pseudo-2D model of processes in Li-ion batteries is presented fol-
lowing [3], and three methods to reduce the order of the full model are
considered. These are: i) directly reduce the model order using proper
orthogonal decomposition, ii) using fractional time step discretization
in order to solve the equations in decoupled way, and iii) reformulation
approaches for the diffusion in the solid phase. Combinations of above
methods are also considered. Results from numerical simulations are
presented, and the efficiency and the accuracy of the model reduction
approaches are discussed.

1 Introduction

Secondary Li-ion batteries used for technical applications are based on
porous insertion electrodes. In most of the technical applications the porous
electrodes are random structures of active particles bound together by a mix-
ture of polymeric binder and soot for enhancing the electrical conductivity
of the electrode. During charging Li-ions are de-intercalated from the anode
particles into the electrolyte and transported through the electrolyte to the
porous cathode. There they are intercalated at the surface of the cathode
particles and then transported via diffusion into the interior of particles. It



is well understood that the microstructure (e.g. size and arrangement of the
active particles in the porous electrodes) significantly influence the perfor-
mance of the battery. Going beyond porous structures, it has even been
shown that specifically designed electrodes, can achieve a much larger power
density [9], but still a lot of research is needed in order to quantitatively
evaluate the influence of 3D structures. Available 3D microscale models in-
clude mass transport in the electrolyte and in the solid particles, coupled
with an equation for the potential [2, 1] and more generally also with an
additional equation for the temperature [11]. Solving these models is only
possible on cuts through the whole cell covering nevertheless the whole cath-
ode anode direction [19, 5]. Simulations on the complete microstructure is
not yet possible due to the tremendous CPU demand. One approach to over-
come this problem at least for random porous electrodes pioneered by the
group of J. Newman [13] is to model the electrodes as effective random one
dimensional porous media characterized by a porosity [16, 6, 8, 14, 4, 15, 7].
Their effective transport properties are obtained by averaging the properties
of electrolyte and the active particles. In addition the transport within the
particles is modeled as diffusive transport in one effective particle per vol-
ume element coupled to the transport in the effective porous medium. The
separator is also described as effective porous medium. Thus a pseudo-2D
model (i.e. 1D+1D model) for the full battery cell is obtained. Three di-
mensional extensions (more exact 3D+1D models), which allow to simulate
complex shaped electrodes are possible [21]. These macroscopic models are
solved by some numerical method, e.g., finite difference, finite volume or fi-
nite elements. One (representative) spherical particle is located in each grid
node (for FDM and FVM), or in each quadrature point (for FEM), and the
macroscopic model is coupled to the model in the particle (see the text be-
low for details). The solution of the coupled model (called also full model
below in the text) requires solving diffusion equation for each particle in an
extra pseudo-dimension, namely in the radius r. Consequently, the number
of unknown variables in this 1D+1D model is large, thus still requiring signif-
icant computational time. To obtain models which can be solved in real time
further approaches for reducing the demanded computational times have ap-
peared in the literature. The goal of this paper is to present a computational
study of the performance of three model reduction approaches, when applied
to simulation of processes in Li-ion battery.

First, consider the approach which was earlier presented in [3]. It exploits
reduced order method, ROM, which is based on proper orthogonal decom-
position, POD. The Authors claimed that this method is efficient for the
pseudo-2D model, and they provided some simulation results for test cases.
However, the parameters (and thus regimes) for simulation of real processes
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sometimes differ from conditions considered in test cases, and therefore more
studies are required for the case of real parameters.

Further on, reformulation methods were used to avoid solving the dif-
fusion equation in the active particles, see, e.g. [13, 2, 20, 17, 12, 22, 18|.
These methods are based on approximating the concentration in solid phase
by some selected functions of r, followed by volume averaging. The basis
functions are global (defined from 0 to R), but very few of them are used.
The aim of the volume averaging is to avoid solving the diffusion equation in
the active particles. Zhang and White [22] compared some of the reformula-
tion methods and discussed their efficiency in solving test examples.

In this paper, we consider both of the above methods and apply them in
order to reduce the model order of the pseudo-2D li-ion battery model. In the
case of ROM based on POD, we select a basic set of parameters and perform
full simulations. After that the solution is used to form so called transform
basis. The latter are used to form reduced order model, and later on to
simulate the processes for other sets of parameters. We also review most of
the reformulation methods and consider combination of reformulation and
ROM-POD approaches. Further on, we consider one new way to reduce the
the complexity of the problem, namely a fractional time step discretization,
allowing to solve for all the unknowns in a decoupled way. The dominated
part of the unknowns can be solved in parallel, and the other part can be
combined with ROM-POD to further increase the efficiency.

The rest of the paper is organized as follows. In section 2 we describe
the full model and the discretization. In section 3, we discuss the algorithm
of ROM based on POD and apply it to reduce the order of the full pseudo-
2D model. In section 4, we present the fractional time step discretization
and solve the full model in a decoupled way. In section 5, we review the
reformulation methods and combine them with ROM. Conclusions are given
in section 6.

2 Full pseudo 2D model

The sketch of a LiMnO2-carbon battery is shown in Figure 1. From left to
right, the components of the battery are aluminum current collector, LiMnO2
positive electrode, separator, carbon negative electrode, and copper current
collector. The governing equations and related expressions are summarized
in Table 1 (see also [3]), and the parameters are given in Table 2.

For the discretization of the above model, cell centered finite volume
method is adopted. The domain (0, L, + Ls + L,,) is divided into N, + N, +
N,, cells. Active particles are placed at the centers of those cells, which



Table 1: Governing equations and expressions

variable equation boundary conditions
dcs 1 0 2 dcg dcg _ s
Cs ot = Dz 5:(r°5) — 52 |r=0 =0, —W\r:Rs,i = Ji
o) e 82 e y Ce __
Ce €i5¢ = Desri‘ges + (1 —ty)aFj; —Deyyri%e
o Oerri B = a;Fj; —0 =1, o =0
1 ef i 92 il Ji effip ox Bac llz=L,+Ls+L,
a Olnce \ __ . 0Py __
5 L (Kep s G2) + B (kepr 25e) = aiFji —Keffige =0
initial conditions s,i(r,0) = ¢cs0 ce(z,0) = ¢
interface conditions
_ Oce __ dce ob, 0dy o0d
T =Ly “Deprpar = —Defrssr  —Ocffpar =0  —Feffpor = ~Feffs or
_ dce __ dce ob, __ 0by o0d
x = Ly + Ly “Deprisfe = —Defingy  —Ocfimay =0 —heffsgy = —Reffngr
expressions

Up = 4.199 + 0.0566tanh(—14.5550; + 8.609) — 0.0275[(0.998 — 6,,)~ 0492
3.005,) + 10.0exp(—2000.00,)), 6, =

Uy, = —0.16 + 1.32exp(—

—1.901]

Cs,p,sur

- 0.1575117(—0.047402) + 0.8lexp[—40(6p — 0.134)]

f/¢s,p,mazs On = s n,surf/Cs,n,maz

Ji = 2km(Cs,iymaz — Cs,i,surs)’ " CY s quppee P sinh(GZE (01 — @2 — Uy)), oeppi = 0i(l — e —€5), ai = %(1 — € —€f,;), i=p,n
Reffi = (41253 X 1072 4 5.007 x 10™%c — 4.7212 x 107 7c2 + 1.5094 x 1071063 — 1.6018 x 10~ M)l ™99, D ;o\ = Deel ™99 i = p,s,n
Table 2: Parameters
Parameter Value Unit Parameter Value Unit
L, 183 wm Cs,pmaz 22860 mol /m3
L, 52 wm Cs.n,maz 26390 mol /m?
L, 100 wm Cs.p,0 3900 mol /m3
Rs,p 8 pum Cs.m.0 14870 mol /m3
Rsn 12.5 nwm Op 3.8 S/m
Ds 1.0x 10713 m?/s on 100 S/m
D, 3.9x 107" m?/s Brugg, 1.5 -
D, 75x 1071 m?/s Bruggs 1.5 -
€p 0.444 - Bruggn, 1.5
€s 1.0 - kp 2.334 x 10711 mol/mzs/(mol/m )L
€n 0.357 - kn 2.334 x 1071*  mol/m?2s/(mol /m3)*>
€fp 0.259 - ty 0.363
€fm 0.172 — I 17.5(1C rate) A/m2
o 2000 mol/m T 298 K
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Figure 1: Schematic of a lithium battery

belong to the electrodes. The processes in the porous electrodes, described
by macroscopic equations, are coupled via Butler-Volmer flux conditions on
the surface of the particle to the processes in the particles, described by 1D
model in spherical coordinates. This micro-macro coupling fits, for example,
Heterogeneous Multiscale Method philosophy. Thus the pseudo-2D model
assumes that the particles in the center of the grid cells (see Figure 2) are
typical and represent all other particles in the cell. The active solid particles
are considered to have spherical form, and it is further assumed that processes
in 7 direction dominate, so that 1D model can be used in each particle. The
radius r of each particle is divided into N, control volumes (cells). N, =
50 is used in simulations presented here. The (macroscopic) x— regions
of the positive electrode, of the separator, and of the negative electrode,
are discretized into N, = 100, Ny = 70, and N,, = 100 control volumes,
respectively.

W
I . T
f, P
1 e
k E
i-1,|92 i+1s2
i-1 | i | i1
x A,

Figure 2: A typical volume in electrode



Thus, with the selected Ns, at every grid node of the macroscopic grid
(x- coordinate), there are 54 unknowns. They are arranged in the following
order: the first 50 unknowns correspond to the concentration of lithium ions
in the respective particle, numbered from the center to the surface of particle.
The 51th unknown stands for the concentration on the surface of the particle,
the 52th unknown stands for the concentration in the electrolyte, the 53th
stands for the potential in the solid phase, and the last one stands for the
potential in the electrolyte. The respective 54 equations arising after the
discretization are numbered from ; to i54 and they look as follows:

dcs,P % 7’3 (CS,E - Cs,P)

e
des Dyr¥(csp — csp) — 12 (csp — Cs , ,
s o= Cor — cor) > op — o) (i2) - - - (iag)
dt T hz
des,p 2 Dsr2(csp— Csw) )
. T epd T2 D (i50)
dt r5h, % h?
_3hrj + 9Dscs 50 — Dscs 49 .
S,5UT = : : 1
Cosurs o (i) (1)
dce Cei+1 — 26€,i + Celi—1 . .
@ - Deyy 72 + (1 —ty)aj (i52)
. Qi1 — 2P, + Dy .
al'j = o.p—= % : : (i53)
WFj — _’feff,z‘+%(¢’2,i+1 - ‘1)2@‘) - l{effﬂ‘_%(q)li - CI)2,¢—1)
h2
/‘iﬂi_‘_% (Ce,i+1 - Ce,i) - K’Bi—% (Ceﬂ' — Ce,ifl) ‘
+ h% (254)

Where kg = "L A  Reffitd is harmonic average of Kcffi41 and keyyr;, means

Ce
_ 2ReffitiReffyi

Reffitt = noprindncis and similar to .pp; 1,

/{58”@% and kg

effi-%°
Remark 2.1 In the above discretization, j equal to j, in positive electrode,
zero in separator and j, in negative electrode. For the surface concentration,
as there is no governing equation for it in Table 1, we just interpolate it with
the two nearest unknowns inside the particle, combined with the surface
condition. For the nodes in the separator, only equations with numbers (is2)
and (is4) are used, all other unknowns are assigned to be zeros.

Remark 2.2 For the treatment of interface conditions at x = L, (simi-

larly at © = L, + L), we use —Deff,p% = —Defﬁs% = —Deff,ps—o.c;&;;fjﬁ)
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— 9P — _ 002 _ _ L2,5=Pap. : :
and —Keprp 52 = —Keffs 5l = Keffps 050 th) where D,y s is harmonic

average of Deysr, and D.yy s, and similar to ey ps.

For the time discretization, first order backward Euler is adopted. Uni-
form time step is used, and standard Newton-Raphsion method is applied to
solve the obtained nonlinear system.

3 Reduced order model based POD

3.1 Method and algorithm
Let us denote the spatially discretized system of the full model(1) as

dx
Ml% = fl(t,X) (2)
Here M, is a nyfyy X npyy matrix, both x and f; are ng,y; x 1 vectors. The
system order ny,; is usually large (over 10,000 in our case). This is not just
a system of ODEs, it is a large differential-algebraic system, DAE system,
that is, M; has zero rows.
The idea of the reduced order method (see, e,g,[3, 10]) is as follows. Sup-
pose that

x = By (3)

where B is a Ny X Nyom matrix and y is a nym, X 1 vector. Substitute (3)
into (2) and multiply both sides by BT. As a result we obtain the following
reduced order system:

dy
M- =1 (t,y) (4)

where M = BT M B is Nyom X Nyom matrix and f(t,y) = BTf(t, By) is a
Nrom X 1 vector.

The basis matrix B is the crucial ingredient of the above reduced order
model. POD (proper orthogonal decomposition) [10] is often used to obtain
B. The whole algorithm for the reduced order model is described below, see
Algorithm 1.

Algorithm 1 Suppose X = [X1,Xa, - - -, Xp,] i solutions at all n, time steps
for one case (base case).

(1) Do POD as XXT = dAPT

(2) Form transformation matrix B as: B = ®(1 : nop)

(3) Form reduced order system using the above B.

(4) Solve the reduced system in for the specified parameters, and use its
solution to recover the solution of the full system by x = By.
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In the above algorithm, the number n,..,, is determined as follows: choose
the smallest n such that —
it N > tol

Z?;I Ai
where A = diag(A1, -+, An,)s i > Aig1 are the eigenvalues numbered in non-
increasing order. The threshold tol € (0, 1), is often taken as tol = 99.99% or
more close to 1. In act, the choice of the threshold depends on the accuracy
required for solving the particular full problem.

Remark 3.1 The computed solution X is of size n, x n;, where n, is the
number of unknowns at one time step and n; is the number of time steps.
Usually n, >> n,, and in this case we do POD as X’X = WAU? & = XU
and then normalize .

Remark 3.2 We split the unknown variables into several groups, according
to their meaning,

(Cs,pu Csny Cs,p,surfsr Csn,surfs q)l,pa (I)l,na Ce, (1)2)

, and after that perform POD and choose eigenvectors for each group. At
the end we glue together the chosen eigenvectors from all the these groups
in order to get the matrix B. The same approach is used, e.g., in [3].

Remark 3.3 Sometimes it is useful to include the initial value as one sep-
arate column in B, i.e.

By =®(1:n),p=x— Bl Bix¢, B = [H:%Ha By

This will ensure that the obtained reduced order system is consistent with
the given initial state.

3.2 Results and discussion

To test the efficiency of the presented ROM method, we consider three
different examples here. In all the examples, the results obtained with ROM
are compared with the solution of the full model.

(1) We choose the base case to be 1C discharge with the parameters given
in Table 2, and change initial conditions (c.(x,0) = 2500, ¢5 (7, 0) = 18870)
as tested case. In this example, the base case and the tested case differ only
in the values for the initial conditions. The full model solution and the ROM



solution of the tested case are compared in Figure 3. We can see that the
ROM with only 27 eigenvectors (for comparison, the size of the full system
is 14580) approximate the solution of the full model very well.

change initial conditions change initial conditions
42, T T T T T T 3200 T T T T T T

full rodel
11l o 27 ROM

Fis ]

3000

38+ 1 2800

38+ 1
2600

cell potential

2400

concentration in liquid phase,mol/m3

ool TSesssse —_—_— 27 ROM | |

L L L L ' L 2000 L L L L e,
1} 00 1000 1500 2000 2500 3000 3500 o 500 1000 1500 2000 2500 3000 3500

Figure 3: Change initial conditions Left: cell potential; Right: concentration
at interfaces

(2) we choose the same base case as in the first example, but choose
as tested case a problem with characterized by 10C discharge. All other
parameters are the same as in the base case. For this example, as one can
see on Figure 4, we need to choose for ROM solution more eigenvectors (than
in the previous example) in order to achieve good accuracy.

use 1C data to simulate 10C case use 1C data to simulate 10C case
37 3000

full model
36 o 5B ROM full model
2600 o AR ROM 1

2600

2400

cell potential W'

2200

2000

concentration in liguid phase mal/m3

1800

. I I I I L L
0 5 10 15 20 2 il k] 40 45 0 5 10 15 20 2% el 2 40 45
time second time,second

L L T 1600 L L L

Figure 4: Change C rates Left: cell potential; Right: concentration at inter-
faces

3)The third considered example corresponds to simulation of discharge-
charge cycles. In one cycle, the battery is first discharged at 1C rate until
the cell potential decrease to 3.0 V., followed by a 1C charge process up to
4.3 V, and at the last stage of the cycle the battery is charged at 4.3 V until
the current decreases to 10 mA. In the simulations, we choose the solution



of one cycle as a base solution, form reduced system and use the latter to
simulate many cycles. The results in Figure 5 shows that the ROM with 105
eigenvectors works very well.

cycling simulation cycling simulation
T T T T

2600

2400

2200

2000

cell potential v

1800

concentration in solution phase mol/m3

@
=1
=

full model
Z.SD < 105R0OM L L L L L 1400

full rodel
+ 105ROM

1 4 5 B 7 8 9
time,hour tirne hour

Figure 5: Cycling simulation Left: cell potential; Right: concentration at
interfaces

4 Fractional time step discretization

4.1 Method description

Consider again the full model. When first order backward Euler is used
for time discretization, the resulting discretized system at time ¢, is written
as follows

Xn+1 —xn"
M=—— = f(x"™
= )
We divide all the unknowns into two classes, namely x = (X,, X,), where
we choose x, = (cs,Cs5urf) as concentration in the particles, and x. =

(Ce, @1, P2) to be collection of the remaining unknowns. With the new nota-
tions, the above Euler discretization can be rewritten as follows:

XZH_I B X? n n

Ml—At = fl(xe'H,XPH) (5)
Xn+1 —xn

]\/[2 P — P _ f2(xg+1,xg+1> (6)

Fractional time step discretization can also be applied to the full system,
thus obtaining a decoupled system. (Note, the questions about the theoret-
ical study on the stability of this fractional time step discretization are not
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studied here. We can just note that our simulations show that it is worth to
use this approach).

n+3 n
Xe — X n+i n
MlTe:fl(Xe 27Xp) (7)
Xn+1 —x" g1
MQ% = fo(Xe Q,XZH) ()

The above predictor-corrector discretization means that at each time step
we first solve for x. using the solution of x, at the previous time, and after
that solve for x, at the new time step, using just computed x..

Remark 4.1 Note that in this particular problem x, contains much more
unknowns compared to x., and that one can solve the predictor step for each
particle separately, as long as the values from the previous time step are used
for x,.. As a result, this decoupled solve works much faster than the coupled
solve for the full model.

Remark 4.2 For the solve with respect to x, at each time step, we can use
the previous ROM method in order to reduce the order of this system. This
combination of using decoupled solve (fractional time step discretization) and
ROM, can further improve the efficiency.

4.2 Results and discussion

We test coupled and decoupled system in two cases: 1C discharge and
10C discharge. For decoupled system, we need some restrictions on the time
step. If uniform time step is used, the time step need to satisfy A t < 70s for
1C case and A t < 7s for 10C case. If the time step satisfy these conditions,
solving the decoupled system is much faster than solving the coupled system
and, and the results obtained by the two approaches are very close. It should
be noted that often very large time steps (even if allowed by the stability
consideration) can not be used in the simulations, because this would lead
to lose of accuracy. See Figure 6 and Figure 7 for details.

As pointed out in Remark 4.2, the above presented ROM approach pre-
sented can be used to solve for x, at each time step. The results from such an
approach for example 1 and example 2 are given in Figure 8 and Figure 9. It
can be seen that in both cases the solution of the full model is approximated
very well.
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1C discharge 10C discharge

4.2 T t + ; 37 T T T T T T T T
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31 B
at 4 3 ]
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Figure 6: Cell potential. Left: 1C rate; Right: 10C rate.
1C discharge 10C discharge
2600 T T T T T T 3000
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24001 1 2600 o decoupled 1
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M
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=]
=]

2400 1

2200 q

@
=1
=

coupled b
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Figure 7: Concentration at interfaces. Left: 1C rate; Right: 10C rate.

5 Reformulation of particle diffusion

In the full model, most of unknowns come from the discretization of the
following diffusion equation inside the particle

Jc 10, ,0c

—_— — D —_— — pu—
ot “r2 or (r 87") 0 (9)
with boundary condition
Ds@:() atr=0 and fort>0
or
oc

Dsgz—j atr =R, and fort>0

where j is the pore wall flux at the surface of particle and R, is the radius
of the particle. If we can avoid solving this equation, then the number of
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change initial conditions change initial conditions
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full model
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Figure 8: Change initial condition Left: cell potential; Right: concentration
at interfaces

use 1C data to simulate 10C case use 1C data to simulate 10C case
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Figure 9: Change C rates Left: cell potential; Right: concentration at inter-
faces

unknowns will decrease sharply. This is called Macro-Micro scale coupled
simulation or reformulation of diffusion in solid phase. Below we will shortly
review some of the existing methods in this area, will discuss their advantages
and disadvantages, and will combine best of them with the above introduced
ROM method.

5.1 Duhamel’s superposition method

Duhamel’s superposition method [13] was the first approximation method
used in the porous electrode model. It relates the solution of a boundary
value problem with time dependent boundary conditions to the solution of
a similar problem with time-independent boundary conditions by means of
a simple relation. The Duhamel superposition reformulation for the solid

13



phase diffusion equation is

n—2

Ds aCs Csk+1 — Csk Csn — Csn—1
e ST TSR A = A 1
derl“R‘“ ’; At ok T ! (10)
where
Ank=a[(n—k)at]—alln—Fk—1) At
and 'y
c
= [ = d
aft) = | G (B, Qe

5.2 Low order polynomial method

Suppose the concentration inside the particle is the following quadratic
polynomial
c(r,t) = a(t) + b(t)r?
Define the volume averaged concentration by
Ry
c(t) = / 3rc(r, t)dr

=0

and surface concentration by
¢s(t) = c(Ry,t) = a(t) + b(t)R:

then by averaging (9) and substituting the above expressions into the bound-
ary condition, we can get the equations for these two variables as [17]

%E(t) + 33% —0 (11)
Foled) =20 = = (12)

By the above definitions, at each node in x direction, we don’t need to
solve the concentration diffusion inside the particle (9), instead we solve (11)
and (12). In this way, the simulation is pure 1D and for each node we
only have 5 unknowns, that’s volume averaged concentration ¢(t), surface
concentration ¢4(t), electrolyte concentration c.(t), solid potential ®;(¢) and
electrolyte potential ®o(t).
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5.3 High order polynomial method
Of course we can assume the concentration distribution in high order
formulation as [17]
c(r,t) = a(t) + b(t)r* + d(t)r'
Under this formulation, we need another unknown named volume aver-
aged concentration flux as
Ry ) d
q(t) = 3ro(— t))d
(0= [ 3Gt t)ar

By averaging original equation (9) and its differential with r, combined with
the boundary condition, we can get

d_ j
D, _ _ .
35R—p[cs(t) —¢(t)] = 8D.g(t) = —j (14)
%a(t) + 30%@(15) + %R% =0 (15)

In this way we have 6 unknowns for each node.

5.4 Diffusion length method

By assuming a parabolic concentration profile in the diffusion layer and
using the volume average technique, [2] determined the diffusion length to
be I, = R,/5 for spherical particles. The reformulation equations are:

d
—e(t) + 35 =0 (16)
P fen(t) —2(0)] = — a7

ls
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5.5 Correct diffusion length method

Wang and Srinivasan [20] corrected the diffusion length method by em-
pirically incorporating an intuitively expressed time dependent term into the
diffusion length equations:

=0 (18)

%[cs(t) —2(t)] = —j(1 — exp(_g NOX;

) (19)

5.6 Pseudo steady state method

Liu [12] applied pseudo steady state (PSS) method, which is a form of
a finite integral transform technique to eliminate the independent spatial
variable r from the solid phase diffusion equation. For particle diffusion (9),
the generalized PSS reformulation is:

=0 (20)

D 1 )\2 2
Dsten(t) — o(t) ——+22V i VM sin(A)(j — e~ NnDot/B

Q)

(21)

dqm )\ DS )\2 D t R2 .
W R Moj, m=1---N, (22)
Am =tan(A,) m=1---N, (23)

5.7 Galerkin reformulation

Galerkin reformulation [18] is a modification of PSS method. By assuming

t)sin(A
ofr.t) = at) + b(H)(?) + Z )
and similar volume average technique, the reformulation is:
d J
—c(t) +3=—=0 24
FEORE NS (24)



Dy

Rl =) =~ +2 Y = 7D Msin(0,)Qn (25

dQm | Ds 5
—m TEN2
dt +R2 @

P

% =0, m=1---N 2
Rpkfnsin()\m)] T 1 (26)

Am =tan(N,) m=1---N, (27)

5.8 Results and discussion

It is reported in [22] that Duhamel’s superposition method is more CPU
time consuming than the full model, so we don’t consider it here. PSS is
numerically unstable as the values of the introduced there non-physical vari-
ables ¢,, are too large (10'° to 10°° for our test cases). Low order polynomial
and diffusion length method are exactly the same, they work well for low
current rate discharge but do not work for high discharge rate. For the
test case here, as shown in Figure 10 and Figure 11, the correct diffusion
length method and Galerkin reformulation with N, = 4 work well for all the
discharge rates.

1C discharge

1C discharge
T T
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full model
+  low poly

+  high poly [l 2400
@ corect diff length
+  galerkin reform |

2000 |

2000

full rodel
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34F

1800+ %
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0 00 1000 1500 2000 2500 3000 3500 1) 500 1000 1500 2000 2500 3000 3800
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Figure 10: 1C discharge. Left: cell potential; Right: concentration.

The reformulated system for the particle can be combined with the above
introduced ROM method to further reduce the system order. The results ob-
tained with a combined use of ROM and the correct diffusion length method
are given in Figure 12 and Figure 13.
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Figure 11: 10C discharge. Left: cell potential; Right: concentration.
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Figure 12: Change initial conditions Left: cell potential; Right: concentration
at interfaces

6 Conclusion

The main goal of this paper is to discuss various model reduction ap-
proaches for simulation of Li-ion transport described by pseudo-2D model of
the battery. For ROM based on POD, provided the solution for a basic case
(i.e., for a basic set of parameters) is known, we can decompose this solution
via POD, choose the dominating eigenvectors to form a reduced order model,
ROM, and further use this ROM to compute approximate solutions of the
pseudo 2D model for other sets of parameters. Furthermore, it was stated
that a decoupled solve, with some minor restriction on time step, is much
faster than a coupled solve for the full model, while preserving good accuracy.
Finally, several approaches for the reformulation of diffusion in solid phase
were discussed, and it was shown that the correct diffusion length method and
Galerkin reformulation work well for the test cases considered here. We also
show that both, the decoupled solve and the diffusion reformulation method,
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can be combined with ROM based on POD in order to further increase the
computational efficiency.
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Abstract

In this work, some model reduction approaches for performing sim-
ulations with a pseudo-2D model of Li-ion battery are presented. A
full pseudo-2D model of processes in Li-ion batteries is presented fol-
lowing [3], and three methods to reduce the order of the full model are
considered. These are: i) directly reduce the model order using proper
orthogonal decomposition, ii) using fractional time step discretization
in order to solve the equations in decoupled way, and iii) reformulation
approaches for the diffusion in the solid phase. Combinations of above
methods are also considered. Results from numerical simulations are
presented, and the efficiency and the accuracy of the model reduction
approaches are discussed.

1 Introduction

Secondary Li-ion batteries used for technical applications are based on
porous insertion electrodes. In most of the technical applications the porous
electrodes are random structures of active particles bound together by a mix-
ture of polymeric binder and soot for enhancing the electrical conductivity
of the electrode. During charging Li-ions are de-intercalated from the anode
particles into the electrolyte and transported through the electrolyte to the
porous cathode. There they are intercalated at the surface of the cathode
particles and then transported via diffusion into the interior of particles. It



is well understood that the microstructure (e.g. size and arrangement of the
active particles in the porous electrodes) significantly influence the perfor-
mance of the battery. Going beyond porous structures, it has even been
shown that specifically designed electrodes, can achieve a much larger power
density [9], but still a lot of research is needed in order to quantitatively
evaluate the influence of 3D structures. Available 3D microscale models in-
clude mass transport in the electrolyte and in the solid particles, coupled
with an equation for the potential [2, 1] and more generally also with an
additional equation for the temperature [11]. Solving these models is only
possible on cuts through the whole cell covering nevertheless the whole cath-
ode anode direction [19, 5]. Simulations on the complete microstructure is
not yet possible due to the tremendous CPU demand. One approach to over-
come this problem at least for random porous electrodes pioneered by the
group of J. Newman [13] is to model the electrodes as effective random one
dimensional porous media characterized by a porosity [16, 6, 8, 14, 4, 15, 7].
Their effective transport properties are obtained by averaging the properties
of electrolyte and the active particles. In addition the transport within the
particles is modeled as diffusive transport in one effective particle per vol-
ume element coupled to the transport in the effective porous medium. The
separator is also described as effective porous medium. Thus a pseudo-2D
model (i.e. 1D+1D model) for the full battery cell is obtained. Three di-
mensional extensions (more exact 3D+1D models), which allow to simulate
complex shaped electrodes are possible [21]. These macroscopic models are
solved by some numerical method, e.g., finite difference, finite volume or fi-
nite elements. One (representative) spherical particle is located in each grid
node (for FDM and FVM), or in each quadrature point (for FEM), and the
macroscopic model is coupled to the model in the particle (see the text be-
low for details). The solution of the coupled model (called also full model
below in the text) requires solving diffusion equation for each particle in an
extra pseudo-dimension, namely in the radius r. Consequently, the number
of unknown variables in this 1D+1D model is large, thus still requiring signif-
icant computational time. To obtain models which can be solved in real time
further approaches for reducing the demanded computational times have ap-
peared in the literature. The goal of this paper is to present a computational
study of the performance of three model reduction approaches, when applied
to simulation of processes in Li-ion battery.

First, consider the approach which was earlier presented in [3]. It exploits
reduced order method, ROM, which is based on proper orthogonal decom-
position, POD. The Authors claimed that this method is efficient for the
pseudo-2D model, and they provided some simulation results for test cases.
However, the parameters (and thus regimes) for simulation of real processes
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sometimes differ from conditions considered in test cases, and therefore more
studies are required for the case of real parameters.

Further on, reformulation methods were used to avoid solving the dif-
fusion equation in the active particles, see, e.g. [13, 2, 20, 17, 12, 22, 18|.
These methods are based on approximating the concentration in solid phase
by some selected functions of r, followed by volume averaging. The basis
functions are global (defined from 0 to R), but very few of them are used.
The aim of the volume averaging is to avoid solving the diffusion equation in
the active particles. Zhang and White [22] compared some of the reformula-
tion methods and discussed their efficiency in solving test examples.

In this paper, we consider both of the above methods and apply them in
order to reduce the model order of the pseudo-2D li-ion battery model. In the
case of ROM based on POD, we select a basic set of parameters and perform
full simulations. After that the solution is used to form so called transform
basis. The latter are used to form reduced order model, and later on to
simulate the processes for other sets of parameters. We also review most of
the reformulation methods and consider combination of reformulation and
ROM-POD approaches. Further on, we consider one new way to reduce the
the complexity of the problem, namely a fractional time step discretization,
allowing to solve for all the unknowns in a decoupled way. The dominated
part of the unknowns can be solved in parallel, and the other part can be
combined with ROM-POD to further increase the efficiency.

The rest of the paper is organized as follows. In section 2 we describe
the full model and the discretization. In section 3, we discuss the algorithm
of ROM based on POD and apply it to reduce the order of the full pseudo-
2D model. In section 4, we present the fractional time step discretization
and solve the full model in a decoupled way. In section 5, we review the
reformulation methods and combine them with ROM. Conclusions are given
in section 6.

2 Full pseudo 2D model

The sketch of a LiMnO2-carbon battery is shown in Figure 1. From left to
right, the components of the battery are aluminum current collector, LiMnO2
positive electrode, separator, carbon negative electrode, and copper current
collector. The governing equations and related expressions are summarized
in Table 1 (see also [3]), and the parameters are given in Table 2.

For the discretization of the above model, cell centered finite volume
method is adopted. The domain (0, L, + Ls + L,,) is divided into N, + N, +
N,, cells. Active particles are placed at the centers of those cells, which



Table 1: Governing equations and expressions

variable equation boundary conditions
dcs 1 0 2 dcg dcg _ s
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Table 2: Parameters
Parameter Value Unit Parameter Value Unit
L, 183 wm Cs,pmaz 22860 mol /m3
L, 52 wm Cs.n,maz 26390 mol /m?
L, 100 wm Cs.p,0 3900 mol /m3
Rs,p 8 pum Cs.m.0 14870 mol /m3
Rsn 12.5 nwm Op 3.8 S/m
Ds 1.0x 10713 m?/s on 100 S/m
D, 3.9x 107" m?/s Brugg, 1.5 -
D, 75x 1071 m?/s Bruggs 1.5 -
€p 0.444 - Bruggn, 1.5
€s 1.0 - kp 2.334 x 10711 mol/mzs/(mol/m )L
€n 0.357 - kn 2.334 x 1071*  mol/m?2s/(mol /m3)*>
€fp 0.259 - ty 0.363
€fm 0.172 — I 17.5(1C rate) A/m2
o 2000 mol/m T 298 K
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Figure 1: Schematic of a lithium battery

belong to the electrodes. The processes in the porous electrodes, described
by macroscopic equations, are coupled via Butler-Volmer flux conditions on
the surface of the particle to the processes in the particles, described by 1D
model in spherical coordinates. This micro-macro coupling fits, for example,
Heterogeneous Multiscale Method philosophy. Thus the pseudo-2D model
assumes that the particles in the center of the grid cells (see Figure 2) are
typical and represent all other particles in the cell. The active solid particles
are considered to have spherical form, and it is further assumed that processes
in 7 direction dominate, so that 1D model can be used in each particle. The
radius r of each particle is divided into N, control volumes (cells). N, =
50 is used in simulations presented here. The (macroscopic) x— regions
of the positive electrode, of the separator, and of the negative electrode,
are discretized into N, = 100, Ny = 70, and N,, = 100 control volumes,
respectively.

W
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i-1 | i | i1
x A,

Figure 2: A typical volume in electrode



Thus, with the selected Ns, at every grid node of the macroscopic grid
(x- coordinate), there are 54 unknowns. They are arranged in the following
order: the first 50 unknowns correspond to the concentration of lithium ions
in the respective particle, numbered from the center to the surface of particle.
The 51th unknown stands for the concentration on the surface of the particle,
the 52th unknown stands for the concentration in the electrolyte, the 53th
stands for the potential in the solid phase, and the last one stands for the
potential in the electrolyte. The respective 54 equations arising after the
discretization are numbered from ; to i54 and they look as follows:

dcs,P % 7’3 (CS,E - Cs,P)

e
des Dyr¥(csp — csp) — 12 (csp — Cs , ,
s o= Cor — cor) > op — o) (i2) - - - (iag)
dt T hz
des,p 2 Dsr2(csp— Csw) )
. T epd T2 D (i50)
dt r5h, % h?
_3hrj + 9Dscs 50 — Dscs 49 .
S,5UT = : : 1
Cosurs o (i) (1)
dce Cei+1 — 26€,i + Celi—1 . .
@ - Deyy 72 + (1 —ty)aj (i52)
. Qi1 — 2P, + Dy .
al'j = o.p—= % : : (i53)
WFj — _’feff,z‘+%(¢’2,i+1 - ‘1)2@‘) - l{effﬂ‘_%(q)li - CI)2,¢—1)
h2
/‘iﬂi_‘_% (Ce,i+1 - Ce,i) - K’Bi—% (Ceﬂ' — Ce,ifl) ‘
+ h% (254)

Where kg = "L A  Reffitd is harmonic average of Kcffi41 and keyyr;, means

Ce
_ 2ReffitiReffyi

Reffitt = noprindncis and similar to .pp; 1,

/{58”@% and kg

effi-%°
Remark 2.1 In the above discretization, j equal to j, in positive electrode,
zero in separator and j, in negative electrode. For the surface concentration,
as there is no governing equation for it in Table 1, we just interpolate it with
the two nearest unknowns inside the particle, combined with the surface
condition. For the nodes in the separator, only equations with numbers (is2)
and (is4) are used, all other unknowns are assigned to be zeros.

Remark 2.2 For the treatment of interface conditions at x = L, (simi-

larly at © = L, + L), we use —Deff,p% = —Defﬁs% = —Deff,ps—o.c;&;;fjﬁ)
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and —Keprp 52 = —Keffs 5l = Keffps 050 th) where D,y s is harmonic

average of Deysr, and D.yy s, and similar to ey ps.

For the time discretization, first order backward Euler is adopted. Uni-
form time step is used, and standard Newton-Raphsion method is applied to
solve the obtained nonlinear system.

3 Reduced order model based POD

3.1 Method and algorithm
Let us denote the spatially discretized system of the full model(1) as

dx
Ml% = fl(t,X) (2)
Here M, is a nyfyy X npyy matrix, both x and f; are ng,y; x 1 vectors. The
system order ny,; is usually large (over 10,000 in our case). This is not just
a system of ODEs, it is a large differential-algebraic system, DAE system,
that is, M; has zero rows.
The idea of the reduced order method (see, e,g,[3, 10]) is as follows. Sup-
pose that

x = By (3)

where B is a Ny X Nyom matrix and y is a nym, X 1 vector. Substitute (3)
into (2) and multiply both sides by BT. As a result we obtain the following
reduced order system:

dy
M- =1 (t,y) (4)

where M = BT M B is Nyom X Nyom matrix and f(t,y) = BTf(t, By) is a
Nrom X 1 vector.

The basis matrix B is the crucial ingredient of the above reduced order
model. POD (proper orthogonal decomposition) [10] is often used to obtain
B. The whole algorithm for the reduced order model is described below, see
Algorithm 1.

Algorithm 1 Suppose X = [X1,Xa, - - -, Xp,] i solutions at all n, time steps
for one case (base case).

(1) Do POD as XXT = dAPT

(2) Form transformation matrix B as: B = ®(1 : nop)

(3) Form reduced order system using the above B.

(4) Solve the reduced system in for the specified parameters, and use its
solution to recover the solution of the full system by x = By.
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In the above algorithm, the number n,..,, is determined as follows: choose
the smallest n such that —
it N > tol

Z?;I Ai
where A = diag(A1, -+, An,)s i > Aig1 are the eigenvalues numbered in non-
increasing order. The threshold tol € (0, 1), is often taken as tol = 99.99% or
more close to 1. In act, the choice of the threshold depends on the accuracy
required for solving the particular full problem.

Remark 3.1 The computed solution X is of size n, x n;, where n, is the
number of unknowns at one time step and n; is the number of time steps.
Usually n, >> n,, and in this case we do POD as X’X = WAU? & = XU
and then normalize .

Remark 3.2 We split the unknown variables into several groups, according
to their meaning,

(Cs,pu Csny Cs,p,surfsr Csn,surfs q)l,pa (I)l,na Ce, (1)2)

, and after that perform POD and choose eigenvectors for each group. At
the end we glue together the chosen eigenvectors from all the these groups
in order to get the matrix B. The same approach is used, e.g., in [3].

Remark 3.3 Sometimes it is useful to include the initial value as one sep-
arate column in B, i.e.

By =®(1:n),p=x— Bl Bix¢, B = [H:%Ha By

This will ensure that the obtained reduced order system is consistent with
the given initial state.

3.2 Results and discussion

To test the efficiency of the presented ROM method, we consider three
different examples here. In all the examples, the results obtained with ROM
are compared with the solution of the full model.

(1) We choose the base case to be 1C discharge with the parameters given
in Table 2, and change initial conditions (c.(x,0) = 2500, ¢5 (7, 0) = 18870)
as tested case. In this example, the base case and the tested case differ only
in the values for the initial conditions. The full model solution and the ROM



solution of the tested case are compared in Figure 3. We can see that the
ROM with only 27 eigenvectors (for comparison, the size of the full system
is 14580) approximate the solution of the full model very well.
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Figure 3: Change initial conditions Left: cell potential; Right: concentration
at interfaces

(2) we choose the same base case as in the first example, but choose
as tested case a problem with characterized by 10C discharge. All other
parameters are the same as in the base case. For this example, as one can
see on Figure 4, we need to choose for ROM solution more eigenvectors (than
in the previous example) in order to achieve good accuracy.

use 1C data to simulate 10C case use 1C data to simulate 10C case
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Figure 4: Change C rates Left: cell potential; Right: concentration at inter-
faces

3)The third considered example corresponds to simulation of discharge-
charge cycles. In one cycle, the battery is first discharged at 1C rate until
the cell potential decrease to 3.0 V., followed by a 1C charge process up to
4.3 V, and at the last stage of the cycle the battery is charged at 4.3 V until
the current decreases to 10 mA. In the simulations, we choose the solution



of one cycle as a base solution, form reduced system and use the latter to
simulate many cycles. The results in Figure 5 shows that the ROM with 105
eigenvectors works very well.
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1 4 5 B 7 8 9
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Figure 5: Cycling simulation Left: cell potential; Right: concentration at
interfaces

4 Fractional time step discretization

4.1 Method description

Consider again the full model. When first order backward Euler is used
for time discretization, the resulting discretized system at time ¢, is written
as follows

Xn+1 —xn"
M=—— = f(x"™
= )
We divide all the unknowns into two classes, namely x = (X,, X,), where
we choose x, = (cs,Cs5urf) as concentration in the particles, and x. =

(Ce, @1, P2) to be collection of the remaining unknowns. With the new nota-
tions, the above Euler discretization can be rewritten as follows:

XZH_I B X? n n

Ml—At = fl(xe'H,XPH) (5)
Xn+1 —xn

]\/[2 P — P _ f2(xg+1,xg+1> (6)

Fractional time step discretization can also be applied to the full system,
thus obtaining a decoupled system. (Note, the questions about the theoret-
ical study on the stability of this fractional time step discretization are not
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studied here. We can just note that our simulations show that it is worth to
use this approach).

n+3 n
Xe — X n+i n
MlTe:fl(Xe 27Xp) (7)
Xn+1 —x" g1
MQ% = fo(Xe Q,XZH) ()

The above predictor-corrector discretization means that at each time step
we first solve for x. using the solution of x, at the previous time, and after
that solve for x, at the new time step, using just computed x..

Remark 4.1 Note that in this particular problem x, contains much more
unknowns compared to x., and that one can solve the predictor step for each
particle separately, as long as the values from the previous time step are used
for x,.. As a result, this decoupled solve works much faster than the coupled
solve for the full model.

Remark 4.2 For the solve with respect to x, at each time step, we can use
the previous ROM method in order to reduce the order of this system. This
combination of using decoupled solve (fractional time step discretization) and
ROM, can further improve the efficiency.

4.2 Results and discussion

We test coupled and decoupled system in two cases: 1C discharge and
10C discharge. For decoupled system, we need some restrictions on the time
step. If uniform time step is used, the time step need to satisfy A t < 70s for
1C case and A t < 7s for 10C case. If the time step satisfy these conditions,
solving the decoupled system is much faster than solving the coupled system
and, and the results obtained by the two approaches are very close. It should
be noted that often very large time steps (even if allowed by the stability
consideration) can not be used in the simulations, because this would lead
to lose of accuracy. See Figure 6 and Figure 7 for details.

As pointed out in Remark 4.2, the above presented ROM approach pre-
sented can be used to solve for x, at each time step. The results from such an
approach for example 1 and example 2 are given in Figure 8 and Figure 9. It
can be seen that in both cases the solution of the full model is approximated
very well.
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Figure 6: Cell potential. Left: 1C rate; Right: 10C rate.
1C discharge 10C discharge
2600 T T T T T T 3000
PR coupled
24001 1 2600 o decoupled 1

2600 q

M
)
=]
=]

2400 1

2200 q

@
=1
=

coupled b

O decoupled 2000

concentration in liguid phase mol/m3
<}
1=}
=}
=]
concentration in liguid phase malfm3

1600 1800

1400 L L L L L L 1600 L L L L L
[1} A00 1000 1500 2000 2600 3000 3500 a 5 10 15 20 it 30 3k 40 45

time,second time,second

Figure 7: Concentration at interfaces. Left: 1C rate; Right: 10C rate.

5 Reformulation of particle diffusion

In the full model, most of unknowns come from the discretization of the
following diffusion equation inside the particle

Jc 10, ,0c

—_— — D —_— — pu—
ot “r2 or (r 87") 0 (9)
with boundary condition
Ds@:() atr=0 and fort>0
or
oc

Dsgz—j atr =R, and fort>0

where j is the pore wall flux at the surface of particle and R, is the radius
of the particle. If we can avoid solving this equation, then the number of
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Figure 9: Change C rates Left: cell potential; Right: concentration at inter-
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unknowns will decrease sharply. This is called Macro-Micro scale coupled
simulation or reformulation of diffusion in solid phase. Below we will shortly
review some of the existing methods in this area, will discuss their advantages
and disadvantages, and will combine best of them with the above introduced
ROM method.

5.1 Duhamel’s superposition method

Duhamel’s superposition method [13] was the first approximation method
used in the porous electrode model. It relates the solution of a boundary
value problem with time dependent boundary conditions to the solution of
a similar problem with time-independent boundary conditions by means of
a simple relation. The Duhamel superposition reformulation for the solid

13



phase diffusion equation is

n—2

Ds aCs Csk+1 — Csk Csn — Csn—1
e ST TSR A = A 1
derl“R‘“ ’; At ok T ! (10)
where
Ank=a[(n—k)at]—alln—Fk—1) At
and 'y
c
= [ = d
aft) = | G (B, Qe

5.2 Low order polynomial method

Suppose the concentration inside the particle is the following quadratic
polynomial
c(r,t) = a(t) + b(t)r?
Define the volume averaged concentration by
Ry
c(t) = / 3rc(r, t)dr

=0

and surface concentration by
¢s(t) = c(Ry,t) = a(t) + b(t)R:

then by averaging (9) and substituting the above expressions into the bound-
ary condition, we can get the equations for these two variables as [17]

%E(t) + 33% —0 (11)
Foled) =20 = = (12)

By the above definitions, at each node in x direction, we don’t need to
solve the concentration diffusion inside the particle (9), instead we solve (11)
and (12). In this way, the simulation is pure 1D and for each node we
only have 5 unknowns, that’s volume averaged concentration ¢(t), surface
concentration ¢4(t), electrolyte concentration c.(t), solid potential ®;(¢) and
electrolyte potential ®o(t).
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5.3 High order polynomial method
Of course we can assume the concentration distribution in high order
formulation as [17]
c(r,t) = a(t) + b(t)r* + d(t)r'
Under this formulation, we need another unknown named volume aver-
aged concentration flux as
Ry ) d
q(t) = 3ro(— t))d
(0= [ 3Gt t)ar

By averaging original equation (9) and its differential with r, combined with
the boundary condition, we can get

d_ j
D, _ _ .
35R—p[cs(t) —¢(t)] = 8D.g(t) = —j (14)
%a(t) + 30%@(15) + %R% =0 (15)

In this way we have 6 unknowns for each node.

5.4 Diffusion length method

By assuming a parabolic concentration profile in the diffusion layer and
using the volume average technique, [2] determined the diffusion length to
be I, = R,/5 for spherical particles. The reformulation equations are:

d
—e(t) + 35 =0 (16)
P fen(t) —2(0)] = — a7

ls
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5.5 Correct diffusion length method

Wang and Srinivasan [20] corrected the diffusion length method by em-
pirically incorporating an intuitively expressed time dependent term into the
diffusion length equations:

=0 (18)

%[cs(t) —2(t)] = —j(1 — exp(_g NOX;

) (19)

5.6 Pseudo steady state method

Liu [12] applied pseudo steady state (PSS) method, which is a form of
a finite integral transform technique to eliminate the independent spatial
variable r from the solid phase diffusion equation. For particle diffusion (9),
the generalized PSS reformulation is:

=0 (20)

D 1 )\2 2
Dsten(t) — o(t) ——+22V i VM sin(A)(j — e~ NnDot/B

Q)

(21)

dqm )\ DS )\2 D t R2 .
W R Moj, m=1---N, (22)
Am =tan(A,) m=1---N, (23)

5.7 Galerkin reformulation

Galerkin reformulation [18] is a modification of PSS method. By assuming

t)sin(A
ofr.t) = at) + b(H)(?) + Z )
and similar volume average technique, the reformulation is:
d J
—c(t) +3=—=0 24
FEORE NS (24)



Dy

Rl =) =~ +2 Y = 7D Msin(0,)Qn (25

dQm | Ds 5
—m TEN2
dt +R2 @

P

% =0, m=1---N 2
Rpkfnsin()\m)] T 1 (26)

Am =tan(N,) m=1---N, (27)

5.8 Results and discussion

It is reported in [22] that Duhamel’s superposition method is more CPU
time consuming than the full model, so we don’t consider it here. PSS is
numerically unstable as the values of the introduced there non-physical vari-
ables ¢,, are too large (10'° to 10°° for our test cases). Low order polynomial
and diffusion length method are exactly the same, they work well for low
current rate discharge but do not work for high discharge rate. For the
test case here, as shown in Figure 10 and Figure 11, the correct diffusion
length method and Galerkin reformulation with N, = 4 work well for all the
discharge rates.
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Figure 10: 1C discharge. Left: cell potential; Right: concentration.

The reformulated system for the particle can be combined with the above
introduced ROM method to further reduce the system order. The results ob-
tained with a combined use of ROM and the correct diffusion length method
are given in Figure 12 and Figure 13.
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Figure 11: 10C discharge. Left: cell potential; Right: concentration.
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Figure 12: Change initial conditions Left: cell potential; Right: concentration
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6 Conclusion

The main goal of this paper is to discuss various model reduction ap-
proaches for simulation of Li-ion transport described by pseudo-2D model of
the battery. For ROM based on POD, provided the solution for a basic case
(i.e., for a basic set of parameters) is known, we can decompose this solution
via POD, choose the dominating eigenvectors to form a reduced order model,
ROM, and further use this ROM to compute approximate solutions of the
pseudo 2D model for other sets of parameters. Furthermore, it was stated
that a decoupled solve, with some minor restriction on time step, is much
faster than a coupled solve for the full model, while preserving good accuracy.
Finally, several approaches for the reformulation of diffusion in solid phase
were discussed, and it was shown that the correct diffusion length method and
Galerkin reformulation work well for the test cases considered here. We also
show that both, the decoupled solve and the diffusion reformulation method,
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can be combined with ROM based on POD in order to further increase the
computational efficiency.
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