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On Rigorous Model-Order
Reduction of the Thermal and
Oxygen Storage Dynamics of
Three Way Catalytic Converters

We present a reduced-order model (ROM) for the temperature and oxygen storage
dynamics of three way catalysts (TWCs). The thermal and oxygen storage dynamics are
described using a set of coupled, nonlinear partial differential equations (PDEs) devel-
oped and experimentally validated in previous research. Advancements in on-board diag-
nostic (OBD) design are moving in the direction of using physics-based models that
would retain as much physical insights as possible. Retaining the one-dimensional (1D)
evolution of the internal storage dynamics along the device length is key for the develop-
ment of accurate emission control strategies. In this work, we adopt the numerical projec-
tion orthogonal approach combined with the analytical features of Galerkin reduction
method to define a set of ordinary differential equations (ODEs) to describe the oxygen
storage and temperature dynamics throughout the device life. Using experimental data
collected over three TWC devices, each of different age, and under the excitation of dif-
ferent real drive cycles, we validate the model and quantify the relation between the num-
ber of reduced-order states versus model accuracy for devices both new and at different
stages of life. The input dependent characteristics of the developed reduced-model model
is also investigated using a power spectral density (PSD) analysis. Finally, we show that
an initial tuning of the reduced model parameters for a fresh catalyst guarantees satisfac-
tory modeling performance throughout the device life, regardless of the driving scenario.
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1 Introduction

Over the years, the need for more stringent emission regulations
has led to significant technological advancements in the automo-
tive industry [1]. While electric vehicles sales are growing every
year, consequently to the lowering price of lithium-ion batteries,
conventional, and hybrid vehicles still represent the biggest mar-
ket share. This is expected to continue for the next couple of deca-
des, with conventional, and hybrid vehicles sales accounting for
more then 50% of the total light-duty vehicles sales by 2040 (see
Ref. [2]). All those vehicles will necessitate the implementation of
an advanced after-treatment system to meet the ever stricter emis-
sion regulation targets [3]. In order to meet the strict emission
standards [4], mostly regarding harmful gases such as carbon
monoxide (CO), nitrogen oxides (NOy), and hydrocarbons (HC),
advances have been made toward developing sophisticated engine
and after-treatment systems.

Automotive manufacturers have moved their interests toward
gasoline direct injection (GDI) technology, that gives better fuel
economy and power out [5] than port fuel injection engines at the
cost of higher particulate output [6]. As the complexity in the
design of automotive engines has increased, GDI engine manufac-
turers have been challenged to develop efficient after-treatment
and software systems to monitor the operating conditions of vari-
ous components. One such development includes the thermal oxi-
dation of carbon monoxide and hydrocarbons, whereby air is
pumped into the exhaust system to allow for a complete combus-
tion of all gases [7]. Another technique used to improve the after-
treatment system efficiency is the exhaust gas recirculation (EGR)
technology in which the reduction of nitrogen oxides is aided by
re-introducing some of the exhaust gas back into the engine, and
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mixing it with the fresh air—fuel mixture. This acts as a diluent in
the mixture, lowering the heat release and reducing the peak in-
cylinder temperature, thus reducing the rate of formation of the
dangerous NOy [8]. The most widely used emission mitigation
strategies involve the use of catalytic converters and gas particu-
late filters to reduce the emission of harmful gases and particulate
matter [9].

As stated in Ref. [10], the principle under which the internal
combustion engine operates is that the fuel needs to be oxidized in
order to create the pressure to drive the pistons. This pressure is
generated from the heat which is released after the chemical reac-
tion between the fuel and air. In an ideal combustion reaction,
oxygen (O,) reacts with the hydrocarbons (HC) to produce carbon
dioxide (CO,), water (H,0O), and heat. However, the intake air is
not pure oxygen, as it contains nitrogen (N,). This might lead to
the formation of oxides of nitrogen (NO,). In ideal conditions
(complete combustion) the nitrogen should be a bypass product of
the combustion reaction, in reality the latter reacts with oxygen in
different ways leading to the formation of NO,. Moreover, when
the carbon is not completely oxidized in the reaction, it might gen-
erate CO (and soot). Similarly, an incomplete combustion of the
fuel might lead to presence of unburned hydrocarbons in the
exhaust gas.

In a three way catalyst (TWC), the redox (reduction-oxidation)
reactions convert harmful pollutants to less toxic emissions. It is
called a “three way” catalyst since it aids in the reduction of nitro-
gen oxides to less harmful nitrogen gas (N,), oxidation of carbon
monoxide (CO) to carbon dioxide (CO,), and oxidation of unburnt
hydrocarbons (HC) to carbon dioxide (CO,), and water (H,0).
These chemical reactions occur simultaneously inside the catalyst
and the efficiency with which the redox reactions occur depends
highly on the air—fuel ratio (AFR) and the temperature inside the
catalyst. The AFR is the ratio of the mass of air to fuel in the mix-
ture inside the internal combustion engine during ignition, and it
is more often expressed using its normalized measure, /, which is

MARCH 2021, Vol. 143 / 031002-1

Copyright © 2021 by ASME

SP/2528.59/2001€0/€/€ YL 4pd-ajo1e/swalsAsolweukp/Bi0-awse uonos|j0dje}Bipawse//:dpy woly papeojumoq

€0 €vl ¢

120z AN $0 uo LouQ euowis ‘AsIaAIUN pJojuelS Aq pd Z00LED


https://crossmark.crossref.org/dialog/?doi=10.1115/1.4048359&domain=pdf&date_stamp=2020-10-15

the ratio between the actual AFR and the AFR at stoichiometric
conditions (the exact air—fuel ratio needed to produce chemically
complete combustion). The AFR and 4 are computed as follows:

AFR(aclual) Miir /mfuel

- AFR (oichiometric) - AFR (soichiometric) M
where
M,y = mass of air ?)
Mmgel = mass of fuel
The stoichiometric AFR for a gasoline engine is [11]
AFR (oichiometric) = 14.7 3)

If the AFR is within a narrow region around the stoichiometric
value the efficiency of the device is close to 1, i.e., the success of
complete reduction and oxidation reactions is higher. The effi-
ciency decreases when the AFR falls outside this range. When the
AFR is lower than the stoichiometric value, the combustion
occurs in rich conditions (4 < 1). In this case, the oxygen is uti-
lized during fuel combustion and there is not sufficient amount
left to carry out the oxidation reactions inside the catalyst. When
the AFR is greater than the stoichiometric value, the engine oper-
ates under lean condition (4 > 1), i.e., there is excess oxygen
available inside the catalyst and hence the reduction reaction does
not occur completely.

The catalytic conversion efficiency also depends on the temper-
ature inside the TWC. The chemical conversions take place with
an efficiency greater than the 50% when the temperature is greater
than the light-off temperature [12], which is in general different
for different catalysts. Therefore, the catalyst temperature dynam-
ics plays an important role in the control of harmful emissions,
and the ability to monitor and predict the catalyst temperature will
help design an efficient exhaust system. Since there are no sensors
that can be used to measure this quantity in real-time in commer-
cial vehicles, being able to accurately estimate it is crucial for on-
board diagnostics (OBD) design.

Common methods to model the TWC dynamics rely on two
types of approaches, physics-based, and empirical-based models,
respectively.

Physics-based models lead to a description of the system in the
form of partial differential equations (PDEs), starting from first
principles [13—17]. These works rely on energy and mass conser-
vation, and kinetic dynamics modeling, to obtain high accuracy in
the prediction of the undesired engine emission species within the
catalyst. These models are computationally intensive and require
the knowledge of the species concentration at the catalyst inlet,
which are nonavailable in production vehicles, and they are
mostly used as a tool for system design and analysis. As a result,
their real-time implementation for OBD purposes is not feasible.
Modeling the TWC as a one-dimensional (1D) adiabatic channel
where the internal dynamics are obtained from the mass transport
and the gas and solid energy balances between the gas phase and
the washcoat has shown to be a good compromise between accu-
racy and real-time computational needs [18-22]. In Ref. [18], a
1D control-oriented model for the temperature and oxygen storage
dynamics of the TWC is derived starting from first principle equa-
tions, and a semi-empirical approach is used to model the heat
generation resulting from the chemical conversion reactions and a
reduced number of chemical species is considered. The concentra-
tions of each species are lumped together, in that not distinction is
made between the concentration in the gas phase and in the solid
one. Similar assumptions are made in Refs. [19] and [22], while in
the latter the concentration of H, is considered too, thus yielding a
more complex and accurate model.

In Ref. [20], the authors discretize the comprehensive physics-
based model presented in Ref. [17] along the axial direction of the
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TWC, in order to obtain a model suitable for real-time estimation
via an extended Kalman filter. Empirical models make use of
maps and transfer functions and other approximations to model
TWC dynamics, therefore, a device-specific calibration is required
before their implementation. For instance, in Ref. [12], the authors
propose a model based on two different transfer functions for the
oxygen storage, and simplify the thermal dynamics through a non-
linear function. In Ref. [23], a control-oriented model based on
different nonlinear functions is proposed, each one for a different
operating region. However, the spatial and temperature depend-
ence of the oxygen storage level are neglected, since the only
model input considered is the AFR. Similarly, the temperature
dependence is also neglected in Ref. [24]. Moreover, map-based
models do not allow for the formulation of a state observer, which
is often needed in real-time scenarios, when the measurements are
affected by noise, and the parameters can change, for example,
due to the TWC aging.

A further step in the development of model-based OBD rou-
tines is from the adoption of reduced-order techniques that would
allow to create a control-oriented model from a physics-based one
[25-27].

In Ref. [28], the authors developed a reduced model starting
from Ref. [18] for the catalyst thermal dynamics, using a
Galerkin-proper orthogonal decomposition (POD) approach. Sim-
ilarly, in Ref. [29], a Galerkin-POD approach on the same thermal
model is proposed along with an artificial neural network model
to approximate the nonlinear reaction heat generation dynamics.
Both models do not consider the oxygen storage dynamics, which,
on the other hand, is key for the development of an air—fuel ratio
control strategy for emission mitigation.

This paper synthesizes a reduced-order control-oriented model
which accounts for the thermal and oxygen storage dynamics of a
TWC. The reduced model is developed starting from a set of non-
linear coupled PDEs describing the device internal dynamics
along the longitudinal direction. With respect to the PDE model
presented in Ref. [18], the thermal model does not neglect the
dynamics of the gas phase and the spatial derivatives in the PDEs.
An identification procedure is performed by means of the particle
swarm optimization (PSO) algorithm to find the parameters of the
thermal model using real data obtained from differently aged
TWCs. The physics-based model is then reduced via the Galerkin
projection method, a formal mathematical method which can be
used to transform a set of PDEs into a set of ordinary differential
equations (ODEs), thus removing the space-dependence from the
equations and make it prone for estimation design. The reduced
dynamics are approximated using a set of orthogonal basis func-
tions. The latter are chosen to be analytic harmonic functions for
the thermal model, while they are numerically obtained through
the POD algorithm for the oxygen storage model. The reduced
system parameters are fully determined once the number of basis
functions is selected. The Galerkin method allows to easily select
the model complexity by changing the number of basis functions.
As this number increases, the model prediction performance
improves, while more computational power is required. It is then
possible to adapt the model to the computational power of the
electronic control units (ECU), which can eventually improve
over the years, and obtain more accurate models. Moreover, the
reduced model is tested against data coming from differently aged
catalysts (three aged TWCs are considered), showing its effective-
ness. To the best of our knowledge, a rigorous TWC control-
oriented model design using formal reduction methods applied to
an experimentally validated physics-based and age-dependent
model had not been investigated.

This paper is structured as follows. In Sec. 2 the physics-based
model is presented. In Sec. 3 the parameters identification for the
proposed thermal model is shown. Then, in Secs. 4 and 5, respec-
tively, the reduced-order model (ROM) derivation is showed in
details, and its performance is compared to that of the PDE model,
for different driving cycles and catalyst aging processes. Finally,
final remarks are outlined in Sec. 6.
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2 Three Way Catalyst Model

The TWC model used in this work consists of the thermal and
oxygen storage dynamics. The dynamics are expressed as a set of
PDEs which are coupled and nonlinear in nature. The thermal
model describes the temperature profile of the exhaust gas and the
catalyst substrate, whereas the oxygen storage model predicts the
TWC oxygen storage level. The variations of those quantities are
described in time and space, along the flow direction. (A sche-
matic of the TWC is depicted in Fig. 1, where L = 0.068 m is the
length of the device used in this study and z € [0,L] is the spatial
coordinate along which the dynamics are considered with Az the
step used for the longitudinal discretization. The model inputs are
the exhaust mass-flowrate e (7), the temperature Texp (1), and the
normalized air—fuel ratio at the inlet Ap. (). Those inputs are
available to the ECU. In particular, A, is from an Universal
Exhaust-Gas Oxygen (UEGO) sensor, while ey, is estimated
internally by the ECU. The model states are the gas temperature
T,(z,1), the catalyst temperature T (z, ) and the species concen-
tration [X](z,7), where [X] = [O2], [CO], [CO,], [Ce,04]. Finally,
the model outputs are the TWC gas phase temperature at the outlet
Toout(t) = To(L, 1) and the normalized air—fuel ratio at the outlet
(see Fig. 2) Zow(?). The latter is defined as [30]

out 2[CO](1, 1) + 2[CO,](1, 1)

“

The normalized AFR at the outlet is measured via an UEGO sen-
sor, and the catalyst temperature, Tcymiq, 1S measured via the
insertion of a thermocouple in the center location of the device
[31]. These signals are used for model validation.

2.1 Thermal Dynamics. The thermal dynamics of the TWC
is defined by the following system of PDE coupled equations

0T, 0Ty tiewy, 0T,
Petre g, = e T A, P h,
FhAgeo(Tear — T)
oT, 0T,
px(l - ﬁ)cp,s a(;m = (1 - 8))% (c)Z;a[ -

_hAgeo(Tcal - Tg) + Kreac"hexh (5)
Tg (Z,O) = Tcal(zvo) = Texh(o)

oT
T4(0,1) = Texn (1), a_zg =0
z=L
aTcat _ aTcal — 0
0z |,_o 0z |,_,

The physical meaning of the symbols in Eq. (5) is explained in the
Nomenclature table. It is assumed that the substrate temperature is
always greater than the catalyst light-off temperature,
Tear > Tiighi—ofr- This implies that the heat generated from the

Tcat,mid
Tea:h >\pre l Tg,out )\out
ETCEECE —— . I
1 L |
I L
I N
P r 1
Mexh r i
! ]
1 1

Fig. 1 Schematic of the TWC considered in this work showing
the input and output sensor positions
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reactions inside the TWC can be approximated as a linear function
of the mass flow rate of the exhaust gas, as showed in Ref. [31].
However, this approximation is accurate only as long as the cata-
lyst operates around stoichiometric conditions, where the hydro-
carbons and the CO are almost completely reduced. This is
usually a valid assumption as the after-treatment control algo-
rithms are tuned to maintain the stoichiometry operation. For the
purpose of model-order reduction development, and with the idea
in mind to have the least approximated physics-based model to
start with, to the equations used in Ref. [31], we added the gas
temperature storage term p,ec, o(9T,/0r), the conduction along
the substrate (1 — &)(0?Tea/02%) and the conduction in the gas
phase &4, (0T, /02%) terms. For simplicity of notation, we rewrite
the thermal dynamics (5) as

aT, 0*T, orT,

28— D 8 Dotiteyy —2 + D3(Tew — T
T 150 2fitexh +D3(Tear — T) ©
T, O°T, .
a;a[ =Dy 82;& + Dstitexn — DG(Tcat - Tg)
where the parameters Dy, D;, ..., Dy are defined as follows:
Ae 1
Di=—2 D=
PeCpg PoAcs
hA A
Dy=—22 Dy=— (7
PgéCp.g PsCp.s
Ds = &7 Ds = &
p5(1 - 8)6‘[,‘5 ,Ds(l - S)Cp‘s
1000 . , ;
800 | -

Tean (K)

mezh (kg/ 5)

g 1
~ 08
0 100 200 300 400 500
Time (s)
(a)
1000
<
§r 800
ET}
600 L L L

0 100 200 300 400 500

Aout

I I

0 100 200 300 400 500
Time (s)

(b)

Fig. 2 Example of the available inputs and outputs taken from
driving a FUDS driving cycle: (a) measured model inputs and
(b) measured model outputs
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For the numerical solution of the PDE thermal model, the pdepe
MATLAB function has been used [32]. The algorithm implemented
with this function discretizes the PDEs in space, and then integra-
tes them in time using the odel5 s MATLAB function. A maximum
step size of 0.1 - |ty — 19| is used in the integration, whereas 7, and
tyare the first and the last time instants of the simulation. The spa-
tial discretization is performed using the discretization step
Azgerm = (L/Ziherm) given by dividing the catalyst length L by
Ziherm cells of the same length.

2.2 Oxygen Storage Dynamics. The model derived from
Ref. [18] is briefly described in this section. The simplified model
(in the sense that only two chemical reactions are considered, with
a reduced number of species) of the oxygen storage is given by
two reverse heterogeneous reactions

02+2 . C6203 — 2 C8204 (8)

CO + C6204 A C02+C6203
where species O,, CO, CO; correspond to the gas phase and spe-
cies Ce;O3 and Ce,Oy4 to the solid phase. The reaction rates R;
and R, of the forward and backward reactions are defined as
follows:

(OSC — [Cey04))% - [0a] — K - [Cer04)? - co

=K
9
K - [Cey04] - [CO] — K2 - (OSC — [Ce,04]) - [CO,) ©

where ¢g = (P/RT,) is the total exhdust gas concentration defined
by the ideal gas law, and k{, kl, k27 k2 are the forward and back-
ward reaction coefficients for the two reactions, according to the
Arrhenius’s type equations

E|+AG
kq] = A167 5QTc(\ll

b _Ey+AGy
k2 = Are Fla

k’; :Al€7%7
(10

_ B
kg = A2€ RTca'7

where E, E, are the activation energies, A, A, are the reaction
rate constants and AG, AG, are the Gibbs energy change. More-
over, in the backward reaction coefficients, according to [17]

AGy  2(ace,0, + bee,o,) a0, Tear + bo,

RT Teat + CCer,04 Teat + Co,
AG,y _ ace,0, +beeo,  aco,Teat + beo, | acolea + beo
RTcat Tcat + CCe,04 Tcal + Cco, Tcat + cco

an

where the parameters ay, by, cxy (where the subscript X indicates
the chemical species involved in the reaction) can be identified
experimentally.

The concentration balance in the gas phase and in the washcoat
are lumped, and for the gas species we write the balance as an
advection—reaction equation, with the neglection of the storage
term, since the exhaust gas dynamics are much faster than the
oxygen storage dynamics (see Ref. [13]). From Ref. [18], the oxi-
dized and empty surface sites ([Ce,04] and [Ce,03]) are governed
by the following relation, where OSC is constant

[Ce»03](z, 1) = OSC — [Ce,04)(z, 1) (12)

Table 1 Summary of the aged catalysts used in this work
Aging process (equivalent mileage)
Green Fresh catalyst (0 miles)
Midlife Engine dyno (50 k miles)
OBD OBD aged (>150 k miles)

Overall, the oxygen storage model reads

_ 3[02]
0=- 0z
o ool
a[?:zo ] 13
0= —u o2 2 +R>
8[(:6204] _ 2R1 7R2

ot

where the spatial velocity u# can be written as a function of the
exhaust gas mass flowrate, u = rtexn/(CoMexnAes), With Mgy
being the average molar mass of the exaust gas and A, the TWC
cross-sectional area. Additionally, the normalized oxygen storage
level ¢ is defined as [Ce;O4] normalized by OSC, whose variation
with respect to time is given by

d([) 1
e (2R; —R») (14)
Boundary and initial conditions are defined in Eq. (15) and can be
obtained from Ay, for instance, following the procedure showed
in Ref. [33]

[02](2,0) = [02](0,1) = [O2] e (1)
[CO](z,0) = [COJ(0, 1) = [COl (1)
[CO,](z,0) = [CO(0,1) = [CO, .. (1)
olcol|  _o[o]| _9[coy 1)
0z |, 0z |._, oz |,
[Ce204](2,0) = OiC 8[C§§O4] o 0

In Eq. (15), [X] . is the concentration for a specie [X] at the TWC
inlet. Following the procedure adopted in Ref. [18], the PDE
model is discretized using a finite difference upwind scheme. Z,,
is the number of discretization cells, and the spatial resolution is
obtained as the catalyst length divided by the number of the cells,
namely, Azgor = L/Zgor- The set of discretized PDEs is written in
Eq. (16), where the conditions for the first cell have been defined
in Eq. (15), and [ refers to the /th discretization cell. One should
note that, even if the first three equations were partial differential
algebraic equations (DAE) in Eq. (13), the concentration of the
species [Oy], [COJ, [CO,] is obtained at each time-step through
simple algebraic computations, once [Ce;Oy] is known, without
the need for a DAE solver

Table 2 Crosses indicate the availability of the experimental
data for the driving cycle and TWC age combination

AGE FTP FUDS US06 FHDS
Green X X X

Midlife X X

OBD X X

Table 3 Identified parameters for the combined FTP and FUDS
driving cycles and the different TWCs, by means of the PSO
algorithm

Parameter Green Midlife OBD

D, 4391 x 104 4.034 x 1074 0.0011
D, 7.844 x 10° 1.425 x 10* 1.984 x 10°
Ds 1.431 x 10° 3.234 x 10* 4.100 x 10*
Dy 6.117 x 10°° 4238 x 1076 1.6667 x 107¢
Ds 179.074 134.171 80.750
De 2.283 0.444 1.773
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2 coAz,
[021171 + kil’([cezodl) 0% or

(16)

[02][ = Az “ 2
4 stor !
1+ k- = (osc — [Ce,04] )
- A stor A stor
[ [col"™! (1 4 e = (osc - [Ce204}’)> + k2 0O, (osc - [Ce204]’)
[col' =
A stor A stor
K ZM ! (osc [C6204]l> +k§%+l
-1 kf AZilor kf AZS[OF 1
[ ]l [C02} 1+ [C 04} [CO] [C€204] d[C6204]I , .
Co,) = =R —R
A stor A stor ! 2
e 25 (osc [Ce204] ) K L[ Cer04]' + 1 di

3 Parameters Identification

Since the storage model was borrowed from previous research
[18], we adopted the same parameters values whereas for the ther-
mal dynamics, we run a new identification [31]. The unknown
parameters are identified by comparing the thermal model predic-
tion to the available experimental data over TWCs of various
ages. Three different catalysts were used: a Green catalyst, a Mid-
Life catalyst, and an OBD aged catalyst. The catalysts aging proc-
esses are summarized in Table 1. The experimental data were col-
lected for various types of aged TWCs using different driving
cycles, according to Table 2. For each driving cycle and TWC
type, the experimental data include the mass flow rate #iex, (7), the
exhaust gas temperature upstream of the TWC brick, Texn (), and
the temperature at the center of the TWC brick, Tcamia(f). The
signals are sampled with a sampling frequency of f; = 200 Hz.
From now on, the index k will refer to a time-sampled signal: for
instance, the time sampled inlet mass flow rate, at a given time
instant ¢ = k - f; is written as ritexn (k - f5). The problem character-
ized by six parameters to be identified, namely, Oerm =
[Dy, Dy, D3, D4, Ds, D] has been tackled using the PSO algo-
rithm [34] with the MATLAB function particleswarm [35]. The ther-
mal model has been discretized using 20 cells for the
identification procedure. The cost function for the identification is
defined as the root-mean-square error (RMSE) between Ty mid
and the predicted temperature from the PDE model, TP

cat,mid

2
N, (Tcal,mid (k) Tfatem,d (k7 0therm))
Ny

Jtherm = (17)

k=1

where N is the number of time samples in the experiment, and the
index k represents the sampled time instant for a time-dependent
signal.

The parameters identified with PSO for the three differently aged
TWCs are reported in Table 3. For the Green and Midlife catalysts,
a combination of the FTP and the FUDS cycles have been used,
while for the OBD catalyst, FTP combined with FHDS was used.
The catalyst physical parameters can change under aging, especially
if high temperatures occur during the process for long period of
time (thermal aging) [36]. For the storage model, the identification
procedure is not repeated in this study. An example of the PDE
model performance (both thermal and storage) is shown in Fig. 3.

The list of the parameters that had been calibrated in the previ-
ous research is [18]

Osor = [A1 A2 E\ E> ace,0, bee,o, OSC] (18)

4 Model-Order Reduction

In the following, the procedure for the reduction of the PDE
based model is shown. Two different approaches have been used
for the thermal and oxygen storage models, and they are described
in details in the following.

Journal of Dynamic Systems, Measurement, and Control

4.1 Reduction of the Thermal Dynamics. The reduction of
the thermal dynamics is performed using a Galerkin projection
algorithm. The algorithm takes the PDE model as an input, and
generates an ODE model, thus eliminating the spatial dependence
of the dynamics. The obtained model has the same inputs of the
original model. The first step of this procedure is the identification
of a trial solution for the model states, which results in having
each state decomposed as the finite sum of N+ 1 time-varying
coefficients multiplied by spatially varying orthogonal basis func-
tions. However, since the left boundary condition (BC) for T, is
time-varying and defined by Texh(#), a change of state variable has

1200 -
""" Texn
1100 |——Measured Teqtmia
Predicted Tiat,mia - PSO - RMSE = 27.5084 K
1000 -

Tcat (K)

6000 200 400 600 800 1000 1200 1400 1600 1800
Time (s)
(@
———

: : . . : I
Measured \jut
Predicted Aoy +t RMSE = 0.023583| |

'rL[

0 1400 1600 1800

|
"v v r

o,
1000 1010 1020 1030 1040 1050 1060 1070 1080 1090 110

(LAl

Predicted ¢

0 “‘"%“U””"A“G“O'ML%”&JM‘%”HWWLJ 0 1400 1600 1800
Tlmel(s)

| R,

(b)

Fig. 3 Model prediction performance for the Green TWC over
the FTP driving cycle: (a) measured versus predicted Tcatmid
and (b) measured versus predicted o, (upper plot) and pre-
dicted ¢ (lower plot)
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to be performed in order to apply the Galerkin method. In fact,
typical orthogonal functions are usually time independent, and
without this preliminary step, a reduced model satisfying the
boundary conditions cannot be obtained. We define the following
change of variables:

To(z,t) = Tg(z,1) +£(2) - Texn(?) (19)

where f(z) = 1 — sin(nz/2L). One can easily verify that the BCs
for the new state T',(z, ) are
A or
To(0,0)=0,—%| =0 20
0n=0% 0)

and the BCs are now time-independent. Let us now define the trial
solutions

- 21
Xp

(z,1)

’fg C'xa
Tcal( 7t) [

where the number of basis functions for the thermal model are
defined as N =N+ 1,¢=[{(2),(1(2), ..., {n(2)] € RN and
@ = [09(2), 01(2), ..., on(2)] € RN are the basis function
vectors, X, = [u0(1), Xa1 (1), - os xan (0] € RV, 2, = [0 (0),
xp1 (1), ...7xb,N(t)]T IS RY*! are the time-varying coefficients vec-

tors, where the superscript 7 indicates the transpose operation.
The basis functions are defined as

; j=0

2
\/gcos(njé) j=1,..,N (22)

(z) = %sin<n(2j%_l)£)j:0,...,N

Figure 4 shows an example of five basis functions. We then sub-
stitute Eq. (21) in Eq. (6), and rewrite the equations as Eq. (23),
obtaining two quantities which we now define as the residuals ry
and r,. The residuals represent the error introduced by substituting
the trial solution into the original PDE. Next, we enforce the resid-
uals to be equal to zero by multiplying both equations by the cor-
responding test functions ({ for T,, ¢ for T.,) and integrating
from O to L

0 L/4 L/2 3L/4 L

Fig. 4 The first 5 {;(z) modes, along the TWC axis
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o 6(§xl +fTexh) 62(§ﬁ +fTexh)

= ot ~D 02
O(Exa +f Tex
+ Dytitex O(8%a +£Tew)
0z
—Ds(@xp —§xs —f Tewn) =0 (23)
0 P Xp & oxy
() = (791 '-o, (a_zz )

+Ds (ﬂﬂ - Eﬁ 7fTexh) — Dghiexn

L L
J iz, 1) dzj 0" r(z,1) dz (24)
0~ 0

After some basic algebra, the following system of 2N ODEs is
obtained, where the parameters resulting from the spatial integra-
tion of the residuals are defined as

Xa

xp

ia _ DK, — 'D3IN D3K4
i, |
~Vis —D3V3+DiVy — DV titesn —Da2K3 - x4

DsKY D,4Ks — Dsl

+ 0 D5V, DeVs
Texh
Texh
mexh
(25)
L L alc
K :J tdz, K :J T 24z
1 022 2 02 02
L 9 L
K = L gT—% dz, Ky= L od:
L 82(/’ L 82f
Ks=| o' —=dz, Vi=| ¢ =Ld 26)
5 JO 2 (922 > ! JOS 022 g (
L L
V, = ng—f dz, V3= J ¢ fdz
0 Z 0

with K, € RV forp = 1,....,5and V, € RV forg = 1, ..., 5.
The initial conditions x, (0), Xp (0) are obtained by substituting
t=0 in Eq. (21), and recalling Eqs. (5) and (19). The obtained
model is composed of ODEs, and its complexity depends on the
number of modes. Compared to other control-oriented thermal
models, such as the one presented in Ref. [12], the obtained model
is easy-to-tune, it was rigorously developed starting from first
laws, and written in a state-space form suitable for state-
estimation and control.

4.2 Reduction of the Oxygen Storage Dynamics. Regarding
the oxygen storage model, the model reduction using analytical
basis, such as the ones used for the thermal model, proved to be
inaccurate and led to numerical instabilities. This is possibly due
to the stiffness of the input A, and the complex nonlinearities
governing the storage dynamics (see Ref. [37]). In a future work,
a specific implementation of the Galerkin approach for stiff sys-
tem could be used, such as the one proposed in Ref. [38]. Instead,
a solution using numerical bases, obtained through the POD
approach, is here presented. The obtained bases are then used to
reduce the model order with the Galerkin projection. While the
reduction using analytical functions may yield to a nonclosed
form integral and thus be impractical for real-time implementa-
tion, POD allows to numerically approximate the nonlinear
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functions. As anticipated in Sec. 2.2, only the dynamics corre-
sponding to the time evolution of the oxygen storage level ¢ (or
equivalenty [Ce,04)), has been reduced, whereas the three alge-
braic equations in Eq. (13) are solved in closed form, once ¢ is
known. Similar considerations have been done in Ref. [27], for
the derivation of a Galerkin-POD-based ROM for Waste Heat
Recovery Systems.

4.3 Proper Orthogonal Decomposition. The POD is a
numerical method that allows one to generate basis functions to
approximate the dynamics of a PDE model using simulation data
(see Ref. [39]). This algorithm takes as an input a snapshot matrix
8 € R&xT

S:[slv "'787'} (27)
where 7 is the number of time samples and the matrix rows are
spatial discretization points along the TWC z-axis, while the col-
umns are the discretized time instants. The matrix is used to
extract the system dynamics and to project them on a lower
dimensional subspace: it is therefore critical for the data stored in
the matrix to accurately represent the plant behavior, and for the
inputs to be as rich in frequencies as possible. A study regarding
the aforementioned input-dependent problem is shown in Sec. 5.2.
The snapshot matrix is generated simulating the system defined in
Sec. 2.2, with Z,, = 12 spatial discretization cells, and a sampling
frequency f; = 200 Hz. It has been shown in Ref. [18] that no sig-
nificant improvements are obtained with more cells. Then, a struc-
tural value decomposition is performed on the matrix

S=vzvT (28)

where U € RZs[anZsmr7 Ve RTXT7 ) c stmrXT and

U=[¥r - Vg, ]
V:[Vl VT]

g 0 0 0 0

0 6, 0 . (29)
Y =

: 0

0 - 0 o, 0 - 0

The matrix X stores the o; singular values of the snapshot matrix,
which are sorted in decreasing order, such that o; >
gy > -+ > 0z,., while the spatial-dependent basis functions

Y1, ..., Yy, are contained in U (an example of the first five basis
functions is shown in Fig. 5). The bases are mutually orthonormal,

L/4 L/2 3L/4 L
2 (m)

Fig. 5 The first 5 y;(z) modes, along the TWC length under the
FTP driving cycle
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and therefore, their inner product is equal to zero when it is com-
puted between two different bases, and equal to one when it is
computed for the same basis, i.e.,

oy _J1 =]

As showed for the thermal model, the number of selected basis
functions corresponds to the order of the reduced model. Let us
call this number Z < Zg,. Given that the singular values are
sorted in a decreasing order in X, one can note that some of them
are predominant and almost completely describe the system
dynamics. The heuristic criterion defined for the selection of the
number of modes is based on the truncation degree inequality (for
instance, as in Ref. [34]) such that OZ > M, with M € (0, 1] and

7
Yo
07 == 31

The results of the procedure applied to the [Ce;O4] concentration
profile are shown in Fig. 6. As one can observe, seven modes are
enough to reconstruct 90% of the original model, for both the FTP
and the FUDS cycles and Green catalyst. Finally, once the number
of modes to be used for the model-order reduction is selected, the
numerical bases are collected in the matrix

v = ¥z ] € RBw?) 32)

4.4 Galerkin Projection of the Oxygen Storage Dynamics.
Similarly to what was done for the thermal dynamics, the first step
consists in selecting a trial solution for the approximed states of
the ROM. This consists in multiplying the basis function vector yr

(32) by a suitable vector x, € R(z Xl), whose components are time
varying coefficients [xc, ..., x‘,_z}T
[C8204] (Z, l) = f - X (33)

The residual is then written substituting (33) into the last equation
of Eq. (13), following the approach showed in Eq. (4.1)

) =tk = 2(K - (05C - gx) [0 - K (1))
‘H‘éf& [CcO] ——k’z’- (OSC—K.&) - [CO,]
(34)

. Truncation Degree Plot - (CeyO,) Cycle = FTP - Age = Green
: ©

®© o © b
o
0.8 F o X7 4
o Y 0.9172
N6 O il
© o
04+ 4
. .
0 5 10
Z
1Truncabt;ion Degree Plot - (Ce;0y) - Cycle = FUDS - Age = Green
o o
o *—° ° 7
0.8 o X7
© Y 0.9104
N 0.6 ©
S o
0.4
. .
0 5 10
Z

Fig. 6 Truncation degree plot for [Ce,04), for the FTP cycle
(upper figure) and the FUDS cycle
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Then, both sizes of Eq. (34) are multiplied by the basis function
vector Y, chosen as a test function. The reduced order model, i.e.,
the components of the vector x,, is obtained by solving the follow-
ing equation, enforcing the minimization of the error between the
reduced model and the original model:

L
J Y'ri(z,0)dz=0 (35)

0

Upon using the orthonormality condition (30), the reduced model
dynamics is obtained

ic =y (2R —R>) (36)
where ﬁl and Rz are obtained substituting Eq. (33) in the reaction
rates (9). In this way, the original Z,,-th order discretized model
has been reduced to a Z-th order model. The initial conditions
x,.(0) for Eq. (36) can be obtained by substituting =0 in Eq. (33)
and recalling Eq. (15).

5 Simulation Results

In this section, the ROM performance is compared to the one of
the PDE model, for differently aged catalysts and different driving
cycles. The RMSE between two time-dependent sampled signals
s1(k) and s, (k), over N, time samples is defined as

N 2
];1 (51 (k) = 52(k))

RMSE(s1,52) = \ =1 ——— 37

5.1 Thermal Dynamics. The results of the reduction of the
thermal dynamics are compared to the PDE model, discretized
using Zynerm = 20 cells, for different driving cycles and aged cata-
lysts, to verify the effectiveness of the method. A summary of the
RMSE between the ROM and the original model is showed in
Table 4. Figure 7 shows the performance of the model applied to
the Green catalyst, along with the error between the ROM and the
original model (the same error metric is repeated in all the plots in
this section). As one can note, the ROM prediction correctly
reconstructs the original PDE solution, even with a low-order
model. The solution obtained with one mode is however inaccu-
rate, and this effectively shows that the thermal dynamics cannot
be modeled correctly by assuming a lumped model with one sin-
gle time-dependent state. The one-state thermal model has been
frequently used in the literature for the design of control-oriented
models. Figures 8 and 9 show instead the model prediction for the
aged catalysts. Let us note that the error is smaller for the latter

Table 4 RMSEs between the predictions of Tcaimia from the
PDE and ROM

Catalyst age

Driving cycle Number of modes Green Midlife OBD
FTP 1 84.2473K  61.7595K 54.8733 K
5 13.2188K  7.7448K  7.9112K
10 7.8902K  4.2562K  3.4428K
FUDS 1 110.4783K 91.8352K X
5 13.5471K  9.8802K X
10 8.0104K  5.1521K X
Uso6 1 77.6580K X X
5 12.3576 K X X
10 7.2444K X X
FHDS 1 X X 41.5512K
5 X X 5.5718K
10 X X 2.4973K
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Fig. 7 Comparison between predicted Tcaimia from the PDE
model and the Galerkin model, for the Green catalyst and the
FTP, FUDS, US06 driving cycles (upper, middle, and lower plots)
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Fig. 8 Comparison between predicted T¢atmia from the PDE
model and the Galerkin model, for the Midlife catalyst and the
FTP and FUDS driving cycles (upper and lower plots)

with respect to the fresh one, for the same number of modes: this
could suggest that the temperature variability with respect to the
z-axis is less significant as the catalyst ages, and less modes are
enough to correctly reconstruct the thermal dynamics. For the
FUDS cycle and the Green catalyst, the computational time for a
five mode-ROM is approximately, 9.31+0.36 s.f'

5.2 Driving Cycle Characterization. As previously stated,
the empirical bases obtained through POD are, in general, inputs
dependent. An analysis in the domain of frequencies is performed
to characterize the variability and dependence of the number of
basis functions for different driving cycles.

First, the model inputs #iexp,, Apre, and Teyp, are high-pass filtered
at 0.01 Hz. This step is necessary in order to detrend the variables
and capture only the information regarding the frequency
variations.

Then, the power spectral density (PSD) is computed for the dif-
ferent signals, and the obtained points are normalized with respect
to the maximum power in the frequency spectrum: in this way dif-
ferent cycles can be compared. From Fig. 10, one can note that
the frequency content for ey, is similar for different driving
cycles. This means that the dynamics are excited in similar ways

'This is obtained from simulating the ROM 20 times on a 4 GHz Intel i7
processor, 8 GB RAM PC using maTLAB 2019a.
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in the three different cycles, and the POD should yield similar
results in terms of basis functions. Similar considerations can be
done for T, with the only difference being the richer low-

~— 1000 |-

800 VWW’WMWM

600 +

Tcat (K

Tcat (K)

1200

Cycle = FTP - Age = OBD

0 200 400 600 800 1000 1200 1400 1600 1800
Cycle = FHDS - Age = OBD

1200
1000 | .
800 WWM

——PDE i

600 ——1 mode ROM

L L L !

0 100 200 300 400
Time (s)

5 modes ROM [
———10 modes ROM

Fig. 9 Comparison between predicted Tcatmia from the PDE
model and the Galerkin model, for the OBD catalyst and the
FTP and FHDS driving cycles (upper and lower plots)
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Fig. 10 PSD for mexn, for the Green catalyst and the FTP, FUDS
and USO06 driving cycles
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Fig. 11 PSD for iy, for the Green catalyst and the FTP, FUDS
and USO06 driving cycles
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frequency content. The same can be observed for A,. (Fig. 11)
even if for the FUDS cycle a richer low-frequency content can be
noted. Figures 12—15 show the results of the analysis for the aged
catalyst, where similar considerations can be drawn.
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Fig. 12 PSD for mey,, for the Midlife catalyst and the FTP and
FUDS driving cycles
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Fig. 13 PSD for i, for the Midlife catalyst and the FTP and
FUDS driving cycles
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Fig. 14 PSD for mey,, for the OBD catalyst and the FTP and
FHDS driving cycles
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Fig. 15 PSD for Ay, for the OBD catalyst and the FTP and
FHDS driving cycles

5.3 Oxygen Storage Dynamics. The results of the reduction
of the oxygen storage dynamics are compared to the PDE model,
for different driving cycles and catalyst aging processes, to verify
the effectiveness of the method.

In the following results, the basis functions have been obtained
from the FTP cycle. The prediction of ¢ for the Green catalyst
and the FTP and FUDS driving cycles is shown in Fig. 16. As one
can note, the overall prediction with six and eight modes is good
and the PDE model results are well approximated by the ROM.
The one mode simulations were also performed, corresponding to
a one-state ROM, and results are shown in Fig. 16 as well. Predic-
tions obtained using one-state model do not provide a reliable esti-
mate of the oxygen storage level, as it was also observed for the
thermal dynamics. It is worth mentioning that that single-state
control-oriented models have been widely used in previous studies
[12,23].

Figures 17 and 18 show the ROM versus PDE comparison for
the midlife and OBD catalysts. The RMSEs between the reduced
model prediction and the PDE prediction are showed in Table 5.

Cycle = FTP - AGE = Green

, ——PDE
\/‘/\/\,\/ ——1 mode ROM
y 6 modes ROM[ |
0 ! ! . ‘ -~ ——8 modes ROM
0 e 20 e e e 20 e 2 e e 2 e 2 e e 2 e e e
0 200 400 600 800 1000 1200
Time (s)

Fig. 16 Comparison between predicted ¢ from the PDE model and the POD-Galerkin model, for the Green catalyst and the

FTP, FUDS, US06 driving cycles (upper, middle, and lower plots)
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Fig. 17 Comparison between predicted ¢ from the PDE model and the POD-Galerkin model, for the midlife catalyst and the

FTP and FUDS driving cycles (upper and lower plots)
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Fig. 18 Comparison between predicted ¢ from the PDE model and the POD-Galerkin model, for the OBD catalyst and the FTP

and FHDS driving cycles (upper and lower plots)

Table 5 RMSEs between the predictions of ¢ from the PDE and
ROM

Catalyst age

Driving cycle Number of modes Green Midlife OBD

FTP 1 0.3329 0.3318 0.1881
6 0.0657 0.1024 0.0489
8 0.0162 0.0411 0.0045
FUDS 1 0.4729 0.3369 X
6 0.1024 0.0726 X
8 0.0349 0.0169 X
UsSo6 1 0.3462 X X
6 0.0582 X X
8 0.0139 X X
FHDS 1 X X 0.1887
6 X X 0.0173
8 X X 0.0060

Similarly to the thermal dynamics, the prediction error is smaller
for the aged catalysts, for the same number of selected modes (see
Table 5). This can be explained resorting to the fact that aging
yield less variability along the z-axis, therefore less modes are
required to approximate the PDE dynamics correctly. These
results allow to design a ROM by just looking at the performance
for a fresh catalyst. For the FUDS cycle and the Green catalyst,
the computational time for a six-mode ROM is approximately
2.16%0.27s.2 Finally, one should note that even if the set of basis
functions was extracted through POD from the Green catalyst,
their effectiveness is retained for different driving cycles and for
differently aged catalysts. This shows that this application does
not suffer from the input-dependence of the POD algorithm.

6 Conclusion

In this paper, a reduced-order model for the thermal and oxygen
storage dynamics of a TWC was developed, starting from a
physics-based PDE model. The physics-based model was partially
borrowed from previous research, and a few terms have been
added to the thermal dynamics of the catalyst in order to obtain a
more general formulation. The resulting model showed to be
effective in reproducing the behavior of the original model, and

This is obtained from simulating the ROM 20 times on a 4 GHz Intel i7
processor, 8 GB RAM PC using MaTLAB 2019a.

Journal of Dynamic Systems, Measurement, and Control

has been exhaustively tested against real data coming from three
differently aged catalysts and various driving cycles. The devel-
oped model can be used to reduce the computational burden on
the ECU, in the framework of an emission minimization control
strategy. The effectiveness of the methodology proposed in this
study allows the design of a control-oriented model whose accu-
racy is directly quantifiable with respect to the real behavior of the
system. Moreover, such a control-oriented model has been
showed to have consistent performance throughout the device life.
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Nomenclature

A,, = TWC cross-sectional area (m?)
Ageo = TWC specific geometric area (m™h
A; = pre-exponential factor for reaction i
¢p.¢ = exhaust gas specific heat (J kg™ K™
¢ps = TWC solid-phase specific heat (J kg K™
co = total exhaust gas concentration (N mol > H
E; = activation energy for reaction i (J mol™)
h = convective heat transfer coefficient (W m— K™
i = reaction index
J = basis function index
k = time sample index
Kieac = proportional constant for the heat produced by reac-
tions (J kgf1 m™)
¥ = forward reaction rate for reaction i
kf? = backward reaction rate for reaction i
| = oxygen storage model spatial discretization index
L = catalyst length (m)
M.y, = average molar mass of the exhaust gas (kg mol_l)
Teyy = mass rate of the exhaust gas at the TWC inlet (kg s
N = number of basis functions for the reduced order
thermal model
OSC = oxygen storage capacity (mol m™)
P = ambient pressure (N m>)
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R = universal gas constant (J mol ' K™
R; = reaction rate for reaction i (mol m—s™})
t = time (s)
T = TWC solid-phase temperature (K)
T, = TWC gas-phase temperature (K)
Texn = temperature of the exhaust gas at the TWC inlet (K)
Thight—ott = TWC light-off temperature (K)
TWC = three-way catalyst
u = flow speed (m s_l)
US06 = US06 test protocol
[X] = concentration of species X (mol m™)
z = coordinate along catalyst length (m)
Z = number of basis functions for the reduced order
oxygen storage model
Zgor = number of discretization cells for the PDE oxygen
storage model
Zmerm = number of discretization cells for the PDE thermal
model
AG; = Gibbs free energy variation for reaction 7 (J)
Azherm = discretization step for the thermal model (m)
Azy, = discretization step for the oxygen storage model (m)
e = TWC open cross-sectional area
A = normalized air—fuel ratio
/s = exhaust gas conductivity (W m 'K
/s = TWC solid-phase conductivity (W m K™
p, = exhaust gas density (kg m>)
ps = TWC solid-phase density (kg m™)
¢; = j-th basis function for the catalyst temperature, in the
reduced order thermal model (m™)
{; = j-th basis function for the exhaust gas temperature, in
the reduced order thermal model (m™)
; = J-th basis function for the reduced order oxygen
storage model (m")
¢ = normalized oxygen storage level
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