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Abstract

The diesel engine plays a dominant role in the field of (maritime) transportation and is expected to do so in
the coming years. Depletion of fossil fuels and environmental impact are relevant concerns, widely acknowl-
edged by the international community. NO, contributes to acid deposition and eutrophication. Regulations
on NOy emissions become more stringent, such as the North Sea becoming a NECA area in 2021. In diesel
engine emissions NOy mainly consists of NO.

Given the relevance of NO-emissions a prediction tool is useful. Hohlbaum has suggested a 2-zone in-
cylinder model approach to predict NO-emissions. The cylinder volume is divided in two zones, one con-
taining fresh air, the other hosting secondary combustion. In the flame front, which separates both zones,
primary combustion takes place at an air excess ratio smaller than unity. Air also passes the flame front,
effecting the composition in secondary combustion zone, where NO-formation is calculated using the ex-
tended Zel'dovich formulation.

The inclusion of gas properties by means of an equations of state is investigated as an opportunity to reduce
the uncertainty in the assumptions in the original model formulation. Measurements on a 4 cylinder MAN
engine are used to evaluate simulation results.

Matching the simulated cylinder volume to the actual cylinder volume using the fuel flow, requires an ad-
ditional tuning parameter - the partition of the cylinder volume in two zones at start of combustion - since
the original assumption no longer holds.

The original tuning parameter - the air excess ratio in the flame front - in combination with the newly intro-
duced tuning parameter proved insufficient to match the simulated to the measured fuel flow. Therefore, the
constant air flow passing the flame front is adjusted. Changing the flow profile made it possible to match the
simulated to the measured fuel consumption. The simulated NO emission where 2.7 times higher than the
measured values in the operating point investigated.

A more complete analysis of flow profiles at different operating points is still required.
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Introduction

1.1. Background and relevance

The internal combustion engine concept developed by Rudolph Diesel in the late 19th century, quickly found
application in many areas in the beginning of the next century. In present-day transportation the diesel en-
gine (DE) plays a dominant role, both in number and in power generated. Seaborne shipments account for
four fifth of total world merchandise trade by volume according to UNCTAD [32]. Fuels delivered to interna-
tional maritime transport are almost only diesel or fuel oil and over 90 % for domestic maritime transporta-
tion are [11].

Mainly due to depletion of fossil fuels and environmental impact, various alternatives are sought for the
diesel engine. However, current technologies do not render the diesel engine obsolete. Future technolo-
gies might include alternative, environmental friendlier, fuels for the diesel engine, perpetuating its role as
reliable source of energy. For the coming years/decades, the diesel engine will be a dominant player in many
fields, especially in transportation.

Depletion of fossil fuels and environmental impact are relevant concerns, widely acknowledged by the in-
ternational community. Improvement in terms of (fuel) efficiency and emissions of the diesel engine and the
use of diesel engines within operation concepts, is still a relevant area of research.

NO, contributes to acid deposition and eutrophication. Acid deposition has an adverse effect on aquatic
ecosystems and causes damage to vegetation, such as forests and crops. Eutrophication leads to severe re-
duction in water quality, impacts include decreased bio-diversity and toxicity effects EEA [12].

Emissions of nitrogen oxides from international transport are projected to increase. Regulations on NO;
emissions have become more stringent in the past decades and are expected to do so even more in the future.
Ships built after 2011 have a maximum NO, emission between 7.7 and 14.4 g/kWh (Tier II). The limitin NO,
emission control areas (NECA) lies between 2.0 and 3.4 g/kWh (Tier III) [11]. An increasing amount of areas is
designated as NECA, such as for instance the North sea starting January 1st 2021, influencing north European
shipping significantly.

Until now, regulations are only applied to static engine operating points and some engines are optimized for
those specific operation conditions. Driven by developments in the automotive industrie, future regulations
might also include transient restrictions on emissions. More importantly, efforts should be focussed on actu-
ally reducing emissions under real operating conditions, rather than meeting regulations.

Exploration and development of new concepts and control strategies can be done using models. Many types
of models have been developed over the years and (with increasing computational power at lower cost) trends
are emerging: simulations become more detailed and capture more complex phenomena (e.g. computa-
tional fluid dynamics - CFD); system boundaries widen, also capturing interaction between various compo-
nents (e.g. the total ship model[24]) and while exploring a design, more options can be calculated.

Modeling is crucial in reducing emissions. The in-cylinder process of a diesel engine is complex. Not all
occurring phenomena can be measured or even observed. Simulations increase understanding of the in-
cylinder process and can predict values of variables which can not be measured directly, but influence emis-
sion formation significantly.



2 1. Introduction

This thesis aims to predict NO-emissions based on a first principle model. While most emission-models
consider the closed part of the diesel cycle, the proposed 2-zone model formulation allows for filling and
emptying of the cylinder to be included in the simulation. Therefore, simulation of the complete diesel cy-
cle is possible - simplifying integration in a complete diesel engine model. Conservation equations and the
equation of state (EoS) are separated, so different EoS can be applied.

1.2. Research question

The proposed thesis investigates the possibility to include emission prediction capability in a mean value
first principle (MVFP) DE-model based on (manufacturers) engine data and measured performance data.
The choice of a MVFP DE-model for emission prediction is not the most obvious for emission prediction, as
will be explained in the next sections. However, it would allow for emission prediction in existing DE-models
used for system simulation. The aim is to avoid the necessity of specialized (expensive) measurement equip-
ment and rely solely/mainly on build in sensors and widely available maintenance equipment (such as pV-
measurement). Validation is seen as a built-in part of model development and necessity to asses the accuracy
of the proposed model. The diesel engine located at the research facility of the Netherlands Defense Academy
(NLDA) will be used for validation.

Given the relevance of NO-emissions, a good prediction tool would be useful. Hohlbaum has suggested a
model approach to predict NO emissions and claimed pretty good agreement between simulated and mea-
sured results [18]. The inclusion of gas properties by means of an equation of state can be an opportunity to
reduce the uncertainty with respect to the air flow passing the flame front in the original model.

Where Hohlbaum looks at mass and enthalpy, the proposed model will include pressure, volume and gas
properties in order to gain more information.

The research question is: Can NO emissions be accurately predicted using a first principle two-zone sim-
ulation model, manufacturers engine data and (easily available) engine performance measurements?

The following sub-questions are identified:

¢ Can all parameters in a two-zone first principle simulation model be uniquely determined using man-
ufacturers data and performance measurements?

* Is a model formulation possible, which uses state parameters which are commonly used in models of
other diesel engine components to allow implementation of the in-cylinder model with other diesel
engine models?

¢ Can the conservation equations and the equation of state be separated in the model formulation? This
allows to choose the most suitable gas property database based on simulation requirements.

* Is it possible to accurately predict NO emissions based on the relative simple assumptions in a two
zone model formulation?



Literature

2.1. Introduction

This section will give an overview of the literature relevant for the proposed thesis work. A division of topics
is based on the identified subtasks. Many of the subtasks relate to the processes occurring in the cylinder
and are (closely) related. A subdivision based on the type of model would also be possible. Two types of ap-
proaches are most common: a division of the cylinder volume in zones or packages models.

The division of the cylinder in different zones in simplest form is a zero-dimensional model, in which only
one zone (the cylinder volume) is considered. The state in the cylinder is represented by (spacial) averaged
variables. Limited data on the distribution of state variables in the volume is available. On the other end of the
spectrum are CFD models, which use a fine grid to calculate state variables in each point. The complex phe-
nomena (turbulent flow and combustion) occurring in the cylinder and the need to solve (full) Navier-Stokes
equations, result in relative long calculation times. In between these two extremes, different approaches are
possible, mostly compromising in capturing relevant phenomena at sufficient accuracy and computational
time.

Package models follow the injected fuel. The flow of fuel is divided in multiple packages (hence the name).
Each package is followed from injection to complete combustion, while covering all relevant intermediate
events, such as droplet breakup, evaporation and ignition.

The process in a diesel engine is intermittent. Air can flow into the cylinder from the moment the inlet
valves open (IO) until the inlet valves close (IC). From the moment all valves are closed the cylinder con-
tent (fresh air and some residual gas) are compressed. Around the point where the piston reaches top dead
center (TDC) fuel is injected (SOI - start of injection). After an ignition delay combustion starts (SOC - start
of combustion). Just before the piston reaches bottom dead center (BDC) the exhaust valve opens (EO). In
modern day (charged) engines a positive pressure ratio exists over the cylinder (pressure in the inlet receiver
is higher than the pressure in the exhaust receiver). The positive pressure ratio over the cylinder allows the
inlet valve to open before the exhaust valve closes (EC). This valve overlap creates a scavenge air flow through
the cylinder. The two main advantages of scavenge air are the removal of most/more residual gas and cooling
of the cylinder (especially the exhaust valves).

Rather than simulating the complete cycle (one complete revolution for a 2-stroke engine or two complete
revolutions for a 4-stroke engine), combustion models often consider only the closed part of the cycle (from
IC to EO). This reduces model complexity since the gas exchange is not included. Of course information re-
garding the state of the gas in the cylinder at IC is required as an input for the calculations/simulations (and
still needs to be determined). A different take is not to calculate at crank-angle level, but represent the in-
cylinder process by a theoretical process description. For a diesel engine the theoretical process is covered
by the Seiliger process. This approach reduces calculation time about a factor 400 Schulten [24] and is more
suitable when using a DE-model in a larger system model.

The intermittent nature of the process influences the elegance of some formulations. Where open systems
are best described by an enthalpy formulation (state variables: enthalpy & and pressure p), closed systems are
best described by a formulation based on internal energy (state variables: internal energy u and specific vol-



4 2. Literature

ume v). By considering the cylinder content as a mixture of ideal gasses, which is common practice, complex-
ity reduces. The state variables (temperature T and pressure p) are related by the ideal gas law (pV = mRT),
and enthalpy and internal energy are only temperature dependent (related by ¢, and c,, respectively).

Independent of the formulation, three conservation laws are valid: conservation of mass, conservation of
energy and conservation of momentum. The conservation laws form the basis of any model, often supple-
mented with consecutive equations. Conservation of mass states that no mass is lost or created:

dd_m szin,i_zmout,j 2.1
r 5 7

where m is the mass in the volume considered, and the r1;;, and i1y, the flows into and out of the considered
volume, respectively. So, the accumulated mass is the difference between in- and outflow. During combus-
tion many reactions occur. The amount of different species can increase or decrease, but total mass remains
conserved.

Conservation of energy states [20]:

%zﬁiv ;(mh)m—;(mh)ouﬁ(j—ws— — —Up—+uV-—">- (2.2)
in which u is the internal energy, & the enthalpy, p the density, V the volume, W; the shaft work (not present
in a DE cylinder) and Q the heat flow to or from the volume (either gained from combustion or exchanged
with the cylinder wall/head). The formulation stems from a lumped parameter model and uses average val-
ues, which are indicated by an over-line.

Looking at the individual terms on RHS, one notices: total energy of incoming and leaving flows is the prod-
uct of mass flow and enthalpy. Adapting an ideal gas approach makes this only temperature dependent
(dh = cpdT). Addressing shaft work and heat flow later, three terms remain. Two partial derivatives to
the volume, which is known based on geometry and rotational speed and one partial derivative to the av-
erage density. Next to the already defined state variable temperature T, a second state variable is required
to uniquely define the systems state (thus far nothing is said regarding what is in the cylinder; in a system
containing k components, k — 1 relations for the composition are required). For an open system pressure p
would be a suitable choice; for a closed system specific volume v is often adapted (a nice bonus is the simple
relationship with density). Using an equation of state, all properties can be calculated based on the two state
variables.

Two elements of equation 2 are not yet addressed. First, shaft work is not present in a cylinder. The work
performed by the volume on its surroundings is captured in the pdV term. Secondly, the heat flow is more
complex. In a DE heat is added through the combustion of fuel. The total heat added can be calculated using
the lower heating value (LHV) of the fuel. In practice combustion will not be perfect, however combustion ef-
ficiency 1¢omp Will be high(>99%). Far more difficult to calculate or measure is the time dependent heat flow
from combustion (heat flow as function of crank-angle). The combination of flow (injection and turbulent
mixing) and reaction kinetics will largely determine this time dependent heat release. The next subsection
will address this subject in more depth.

Also captured in the heat flux Q is the loss to the surroundings. In case of a DE the surroundings are the cylin-
der liner/wall, the piston crown and the cylinder head with valves and injectors. Generally, a combination of
cooling water and oil provides cooling to the engine (air cooling is mainly seen in small petrol engines). Ap-
plying a simple/common heat transfer relationship Q = UAAT, immediately shows several difficulties. The
overall heat transfer coefficient U comprises of convective and radiant heat transfer and conduction through
the material. The first two are not easily determined and many theories exist (see section 2.4.5). The area
A available for heat exchange is fluctuating, but can be calculated based on geometry and rotational speed
(Stapersma also presents an average area that can be used Stapersma [28]). The temperature difference AT
between the gasses and the walls shows spatial and temporal gradients. Gas temperatures are highly non-
uniform, the cylinder liner is warmer in the top than in the bottom due to the time exposed to the hot gasses,
and cylinder head and valves are for instance influenced by the gas flows (large difference between hot ex-
haust gasses and scavenge air (Stapersma [28])).

To conclude a rather long introduction, the process in a DE cylinder is covered by basic conservation laws,
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but the complex phenomena inside the cylinder make calculations/simulations difficult and an astute set of
assumptions/hypothesis is required.

2.2. Heat release rate
Where possible, nomenclature in this text is in line with the work of Stapersma. Two definitions are adapted
from Stapersma [27]. The net apparent heat release rate (NAHRR) is the net heat as observed from the tem-
perature and volume evolution:

. ) ideal dT av
NAHRR = Qcomp — Qross = mey——+p— 2.3)

The NAHRR is easy to measure, but covers not all heat produced. The NAHRR is the combination or balance
of heat produced and heat lost. No assumptions are made regarding the loss. The gross apparent heat release
rate (GAHRR) takes this into account:

. ideal ar av .
GAHRR = Qcomp oo mcva + p% + Qloss (2.4)

The GAHRR is a combination of "measurable" quantities supplemented with a "model" for the losses and
sensitive to an accurate estimate of the heat loss.

Two mathematical formulations of the heat release rate are presented in this section, the Vibe function and
the polygon-hyperbola substitute heat release. Both are clearly described by Merker et al. [19] and a short de-
scription of that formulation is presented here. Based on reaction kinetics Vibe (1970) provided the relation
for the heat release:

Qr(p)

Qf,toml

_ a( Y-9soc

m+1
Apcp )

(2.5)

The total heat release is the product of fuel mass and lower heating value Qf,ora1 = meLHV, @soc is the
crank-angle at which combustion starts and A¢¢p the combustion duration (expressed in crank-angle). At
the end of combustion (EOC) a certain amount of energy is released (or fuel burned). Therefore, the param-
eter a is set by the combustion efficiency 1.omp:

Qr(@)

———lp=proc =Ncomb =1— e’ (2.6)
Qf,total

The heat release rate from the degree of crank-angle is:

de
de

_ m Q- m+1
(10 (PSOC) e—a( SOC) (27)

— +1 A¢cp
Qf,toraralm )( Apco

In general this non-linear single-Vibe model offers too little freedom in shaping the heat release; only the
duration can be varied Stapersma [27]. The distinct shape of premixed combustion can certainly not be cap-
tured with a single/linear Vibe function. By superimposing two Vibe functions more freedom in created to
shape the heat release rate. The parameter a is the same for both functions, representing the end of combus-
tion. The sum of both functions is the total heat released. Introducing the normalized quantities defined by
Stapersma [27]: , )
ncom t mcom t

N S 2.8)

initial nr of molecules ngo m;oomb

where the index 0 denotes the total mass of fuel available for combustion. The non-dimensional time 7 is
introduced:

 def nr of fuel molecules broken up

def time since begin of combustion  t—1fsoc ¢ —@soc 2.9)
- total combustion time " Ateomp  A@cp ’

where the subscript SOC is used to indicate the start of combustion (in contrast to Stapersma, who uses the
subscript 0 to denote the start time). The non-dimensional rate of combustion can now be defined as:

dX
7z def

il (2.10)
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With the non-dimensional quantities defined, the double Vibe can mathematical be expressed as:
X=b1 X1 +b: X, (2.11)

where the sum of the weighting factors must be one (b; + b, = 1). Now both Vibe functions are modeled with
their own shape parameter m;, but with a shared combustion duration parameter a.

X=h (1—e“”'"‘”)+b2(1—e“”'"2“) (2.12)

and

Z=bratmy +1)t™e """ L bya(my + 1)rm2e ™" (2.13)

The degree of combustion is again equal to X,y =1—e % =1comp-

The double Vibe-function can be easily associated with the peaky premix combustion followed by diffusive
combustion, as can be seen in Figure 2.1 (The figure is only illustrative; and not meant to give a quantitative
comparison between Vibe- and polygon-hyperbola heat release functions). Using the same superposition
principle, more Vibe-functions can be used for a better representation of the heat release. Mathematically
formulated by Ding Yu as Ding [10]:

n n mp+1
X=Y biXp=) bk(l etk ) 2.14)
k=1 k=1

An anti-causual model is developed by Ding [10], which allows to reconstruct the heat release from measured
pV-data. Next to that the work presents an effective method to smoothen a measured pressure signal by using
a multiple Vibe-function.

Another mathematical description of the heat release rate is the polygon-hyperbola substitute heat release.

Double - Vibe - function Polygon - hyperbela - substitute - hrr
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Figure 2.1: The double- Vibe function and polygon-hyperbola heat release rate (taken from Merker et al. [19])

Following the description given by Merker et al. [19], which describes the idea suggested by Schreiner (1993).
A triangle, that serves in the description of premixed combustion, is superimposed on a polygonal port. The
right part of Figure 2.1 shows an example and the definition of the different angles.

For the pre-mixed phase:

Qpre __, (=g
de % (@2 - 1)
AQfpre  , (p3—)

de 2 (@3- @2)

with P1=QP=P; (2.15)

with P2 =3 (2.16)
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For the diffusion phase:
dQy.aify (¢ — 1)
. = with =p< (2.17)
dg 4 (@1—g1) P1=P=@4
dQrairf
T Leiad ith @< 2.18
o wi PasP=@s (2.18)
dQr.aiff h
= B+ (0 — 2 2.19
dp 3+ hi(p—¢1) (2.19)
Ya—Ye
= y4 — —hz
1— [‘pG_‘Pl ]
P5—P1
Ya— o (-1 with ¥5 < ¢ < g

(@5 — 6)"2 — (s — 1)

For entire combustion:
dQf,toral  AQf,pre N dQyr,aiff
dp —  dg de

(2.20)

The peak in the premix combustion is set by the parameter y;. The parameters hy, hy and h3 define the
parabola. The maximum height of the substitute heat release rate in the diffusion phase y, results from the
condition that the center of the substitute heat release matches measurements. The quantity ys describes the
conversion at the end of combustion.

So far, two mathematical descriptions for the heat release rate are presented. The models are purely em-
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Figure 2.2: Sequence of combustion phases in a diesel engine (taken from Chmela et al. [8])

pirical and have no/little predictive capability. The multiple Vibe-method is preferred for this thesis, since
the approach suggested by Ding [10] allows for smoothing a measured pressure signal and converting a mea-
sured pV-signal to the heat release rate. A drawback of this method can be inaccuracy in determining the
location of TDC, which introduces uncertainty in the heat release rate.

A physics based model for ignition delay and premixed combustion, combined with diffusive combustion
is developed by Chmela et al. [8]. The basis of this formulation are the rate equations formulated by Arrhe-
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nius and Magnussen. The turbulence controlled rate equation by Magnussen is:

vk
"Mag = CMagCR 7= (2.21)
g glR; Vet
where cp, is the concentration of the rate controlling species (fuel or air - depending on the AFR), k the turbu-
lent kinetic energy and Cps4¢ a constant. The temperature controlled equation by Arrhenius is given by:

—ky T
Tarr =Carrcrcoe™ T (2.22)

where cg and c¢p are the concentration of fuel and oxygen, T, the activation energy and Cy4,, and k, are con-
stants. Ignition delay, pre-mixed combustion and diffusion combustion are modeled. Two stages are identi-
fied: the burning spray and the burn-out phase (injection stopped, but still fuel available for combustion). An
overview of the combustion phases is presented in Figure 2.2. Radial distribution of fuel is determined using
the spray cone angle and a certain penetration depth. Verification by Chmela et al. [8] shows good results. A
drawback of the proposed method, is that spray angle and nozzle exit velocity are not assessed easy.

A different approach is taken by Tauzia et al. [30]. The method is based on the calculation of a representa-
tive mixing time 7 ;. The different phases identified are presented in Figure 2.3. In total three equations (for
7;, P1 and P») govern the evolution of the mixing time. The parameters of the equations are determined using
amulti-linear regression method. The (relative large amount of) parameters (C, X, Y, Z, U, V and W) neces-
sary, are different for each equation. For the two engines parametrized in their rapport, in each equation only
one parameter differs (C) and all others are equal for both engines. Influence of the following parameters was
taken into account: boost pressure, inlet air temperature, swirl, oxygen concentration at the inlet, injection
timing, injection velocity, injection duration, injection nozzle area and engine speed and load.

Validation results against CFD-simulations and actual test engines are good. The rate of injection is an input
to the model, which is not always accurately measured.

Injection Mass of fuel | preparation Mass of Combustion Mass of
—_—> not yet — > | prepared fuel | ———> | burned fuel
dmir.j pl’t‘.l]al't‘.d dmpmp %
dt dt dt
Myel) Mye my,

Figure 2.3: Model principle from Tauzia et al. [30] (taken from Tauzia et al. [30])

The concept of apparent combustion time (ACT) is used by Arregle et al. [1] to form a link between injec-
tion rates and combustion. A parameter is sought that only relies on instantaneous cylinder conditions. In
Figure 2.4 the definitions are introduced. The three zones are: (I) pre-mixed combustion phase, (II) diffusion
combustion phase and (III) late combustion phase. Based on turbulent jet theory, the flame length (FL) and
mixing time (f,,;, - time required to reach stoichiometric conditions in the flame front) are calculated. The
apparent combustion time is assumed to have the form: p“uéj [0,]¢¢?. Applying this to all packages of fuel,
resulted in an expression for the ACT:

- -
ACT (i) = K | pa°uol 0216 POI(i)—POC(i) (2.23)

where ¢ is the nozzle diameter. Validation shows good agreement between simulations and measurements.
The model shows how instantaneous parameters influence the heat release rate and only one parameter (K)
is required for calibration. The model is further improved to also include the effects when the injection is
finished Arrégle et al. [2].

Although a first principle approach is favored throughout this thesis, here a different philosophy is fol-
lowed. The measured pV-signal will be converted into a heat release rate, using an anti-causal model pro-
posed by Ding [10]. This means that in the model no information regarding the fuel spray and ignition delay is
available and part of the predictive capability of the model is sacrificed. On the other hand pV-measurements
can easily be performed on existing engines. Building a model that can predict emissions based on measure-
ments is an objective. Therefore the advantage of not introducing parameters, which cannot be easily as-
sessed, at the cost of some local information is accepted. So, pV-measurement is smoothed and converged to
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Figure 2.4: Parameter definitions for the ACT (taken from Arregle et al. [1])

a (Vibe-function based) HRR using a single-zone MVFP model. The simulation model will not provide details
regarding the fuel spray, but also no additional uncertainty is introduced by injection parameters.

2.3. Emission formation

Emissions can be categorized in different ways. The division based on origin from Stapersma [28] is followed
here. Air related emissions come from species present in air, such as nitrogen (N,) and argon (Ar). These
species pass through the engine (almost) unchanged. For part of the oxygen (O,) in the air this is also the
case. Fuel related emissions come from the complete combustion of a fuel. Complete oxidation of hydro-
carbons results in carbon dioxide (CO,) and water (H»>O). Diesel fuel can also contain sulphur, resulting in
sulphur trioxide (SO3), or fuel bound nitrogen (FBN), resulting in nitrogen dioxide (NO,). Water is the only
product of complete combustions that is harmless. The last category is the cylinder process related emissions.
These products result from incomplete combustion in the diesel engine process and comprise of carbon (C)
normally called soot or smoke, carbon monoxide (CO), gaseous (unburned) hydrocarbons and particulate
matter (PM). A class apart according to Stapersma [28] are nitrogen oxides (NO, - comprising of nitrogen
oxide(INO), nitrogen dioxide (INO-,) and nitrous oxide (N2 0)), since these are unintended combustion prod-
ucts. These products result from the (rather stable compared to FBN) nitrogen contained in air.

The formation of pollutants is mainly dependent on the air-fuel equivalence ratio and the temperature cou-
pled with it Merker et al. [19]. A overview is presented in Figure 2.5.

2.3.1. Nitrous oxides

Nitric oxide can be formed via different mechanisms or routes that involve nitrogen from air: the thermal
mechanisme, the prompt mechanism and the N, O-intermediate mechanism Turns [31]. The reactions de-
scribed in this subsection are from Turns [31].

Thermal NO is also often referred to as Zel'dovich NO, after Y.B. Zel'dovich who postulated the mechanism
Warnatz et al. [33]. The activation energy of the mechanism is high (specially N.1 - 319050 kJ/kmol), therefore
the reactions only occur at higher temperatures (as a rule of thumb the thermal mechanism is unimportant
below 1800K). This is why a single zone model is not suitable for NOx emission prediction, since average
temperatures are substantially lower.
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Figure 2.5: Pollutant formation contingent upon the equivalence ratio (taken from Merker et al. [19])

The Zel'dovich mechanism consists of two reactions Turns [31]:

O+Ny < NO+N (N.1)

N+0O; < NO+O (N.2)

which can also be extended by adding the reaction
N+OH < NO+H (N.3)

The three-reaction set is also referred to as the extended Zel'dovich mechanism. The process of combustion
and the (extended) Zel'dovich mechanism can be uncoupled in processes where fuel combustion is com-
pleted before NO formation becomes significant. Further assuming NO concentrations to be much less than
equilibrium concentration, allows for neglecting the reverse reactions. The rate equation simplifies to Turns
[31]:
d[NO]
dt

where ky, ¢ is the forward reaction coefficient of reaction N.1:

=2kn,1£[0leq[N2leq (2.24)

k17 =1.8-10"" exp [-38370/ T (K)].

The mechanism of prompt or Fenimore NO was postulated by C.P. Fenimore (1979), who noted that the
[NO] did not approach zero above a hydrocarbon flat flame as the probe approached the flame from the
downstream side, as predicted by the Zel'dovich mechanism Warnatz et al. [33]. The general scheme of the
Fenimore mechanism is that hydrocarbon radicals react with molecular nitrogen to form amines or cyano
compounds. The amines and cyano compounds are then converted to intermediate compounds that ulti-
mately form NO Turns [31]:

CH+N, < HCN+N (N.4)

C+N, < CN+N (N.5)

where (N.4) is the primary path and the rate limiting step. The following chain sequence is valid for equiv-
alence ratios below 1.2. For richer mixture other routes open up and the chemistry involved becomes much
more complex.

HCN+0O < NCO+H (N.6)
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NCO+H < NH+CO (N.7)
NH+H < N+H, (N.8)
N+OH < NO+H (N.9)

The reaction of CH with the nitrogen of the air, forming hydrocyanic acid (HCN), which reacts further to
NO, is depicted in Figure 2.6. Although the reaction of FBN is shown, the kinetics are quite similar Warnatz
et al. [33].

NH,
1 HCN
o]
HON 2 Hnco 2 NH, tou;
Fuel nitrogen — 11 ~ 1 i 0zQH NO
CN 3 NCO =+ NH B N T I
2
NO Ny
JcH;
HCN

Figure 2.6: Reaction scheme for the NO production from fuel nitrogen (taken from Warnatz et al. [33] - original Glarborg et al. (1986))

The nitrous oxide (V> O) -intermediate mechanism is important in fuel-lean low temperature conditions
(mainly seen in gas turbines):

O+Ny+M < N,O+M (N.10)
H+N,O < NO+NH (N.11)
O+ N,O < NO+NO (N.12)

where M may be any molecule and is frequently referred to as a third body. Lean conditions can suppress
the formation of C H and, hence, lead to less Fenimore NO and low temperatures suppress the Zel'dovich NO.
These circumstances lead to the N, O route being the major source of NO formation Warnatz et al. [33]. For
combustion in a diesel engine, these circumstances are not likely to occur.

2.3.2. Unburned hydrocarbons

The chemistry involved with the formation of unburned hydrocarbons in diesel engines is complex. The
following sources are the most important for HC formation in a diesel engine Merker et al. [19]: at the pe-
riphery of the spray the mixture composition lies outside the ignition area (too lean); at the inner spray area
the mixture composition is too rich; extinguishment of the diffusion flame by rapid pressure and tempera-
ture decreases during expansion; the fuel adhering to the wall is not completely oxidized due to insufficient
temperature; and "after-injection” due to renewed opening of the nozzle needle after injection finish (from
this result extremely large fuel drops, which can only evaporate and combust slowly).

2.3.3. Soot

Itis widely accepted that the further growth of polycyclic aromatic hydrocarbons (PAH) leads to the formation
of soot Merker et al. [19]. An overview of soot formation models is given by Xi and Zhong [34] and presented in
Figure 2.7. A simple model of soot formation is given by Nishida and Hiroyasu (1989). Both the formation and
oxidation of soot are modeled with an empirical formulation. The amount of soot is the difference between
formation and oxidation Merker et al. [19]

dmpg 05 6.313
o :Afmfygp : exp[—T] (2.25)
dm 7.070
% = AxompXg, p1‘8 exp [—T] (2.26)
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Name Content Variables solved Chemistry model Reference
Hiroyasu’s model dms _ (dm5> _ (dms) Mass of soot Equilibrium [63-67]
(1983) dr dr formation dr oxidation
d . .
Moss’ model @ (%) = (WfN> — (va> Soot volume fraction and Flamelet library [70]
(1988, 1994) A nucleation coagulation particle number density
d . . .
2 () () ™ (%)
dr growth nucleation oxidation
Tesner’s model i—’; =ng+ (f —g)n — goNn Concentration of radical ~ — [72-77]
1971 nuclei and soot particles
dn
yr (a—bN)n
Ry, . L
Lindstedt’s model 1. Soot inception CH, — 2C,+H, Soot mass fraction and 292 step kinetics [79-82]

(1994)

particle number density

R,
CgHg —> 6C, + 3H,

2. Soot mass growth G,H, + nC & (n+2)Cs+H,

3. Soot oxidation Co+l 0,2 co

4. Particle coagulation ncsi (n)Cs

Detailed models Detailed PAH kinetics and soot particle dynamics Species mass fractions;
(1990) soot number, size and
volume fraction

acetylene pyrolysis;
PAH growth

Detailed kinetics of ~ [84-91]

1) my is the soot mass; 2) fy is the soot number density, fy is the soot volume fraction, ps is the density of soot particles (assumed to be 1800 kg/m?). N, is Avoga-
dro’s number (6.023:10% mol™); 3) n and N are the number densities of radical nuclei and soot particles, respectively. fand g are branching and termination coef-

ficients, respectively. gy is the rate of loss of nuclei due to collisions with soot particles, and a and b are the rate coefficients.

Figure 2.7: Overview of published models of diesel soot formation (taken from Xi and Zhong [34])

dmp _dmpy  dmpox 2.27)
dt dt dat

The model is adapted by Lipkea and DeJoode (1994) and incorporated in the two-zone combustion model
proposed by Rakopoulos et al. [22]. Effects that are presumed to influence soot formation, such as (turbulent)
mixing rates and the availability of free radicals are not taken into account in this formulation. More detailed
(CFD) simulations (e.g., Cheng et al. [7] with 70 species and 313 reactions) improve understanding of the oc-
curring phenomena, however effort is still necessary in order to understand fundamental aspects of particle
formation and oxidation to an adequate extent Merker et al. [19]. Other ways to predict soot emissions to
a good accuracy based on measurement, include the use of artificial neural networks (e.g., Ghazikhani and
Mirzaii [14] or the use of non-linear autoregressive models with exogenous inputs (NLARX) (e.g., Deng et al.

[9D.

2.4. In-cylinder models

As mentioned in the introduction, the in-cylinder process is mainly covered by the conservation equations.
In this subsection the definition or division of the cylinder volume will be discussed. After that, some theories
for the calculation of heat loss and friction will be presented.

2.4.1. Single zone models

In a single zone model, the cylinder volume is treated as one zone. Parameters are spatial averages which
represent the state within the cylinder. The volume occupied by liquid fuel is neglected, since it is in general
very small. The heat released by combustion is modeled using a method described in section 2.2. An exam-
ple of such a model can be found in Ding [10], where the implementation is clearly described. Merker and
colleagues also present a brief but thorough single zone model Merker et al. [19].

2.4.2. Two zone models
In this subsection two two-zone models will be briefly described based on Merker et al. [19]. For further infor-
mation the original text from Merker and colleagues or the summery by Galindo Lopez [13] is recommended.
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Hohlbaum divides the cylinder volume in two zones: (I) contains only unburned mixture (fuel and air) and
(I) contains incompletely oxidized fuel. In zone 2 secondary oxidation takes place for which reaction kinetic
models are required. NO formation occurs in zone 2 following the Zel'dovich mechanism. The pressure is
assumed to be the same in both zones (which hardly introduces any error given the speed of sound at the
expected pressure inside a cylinder). The two zones are separated by a flame front, which has no mass and
is infinitesimal thin. Primary oxidation takes place in the flame front until OHC-equilibrium. Air is allowed
to go from zone 1 to zone 2. A drawback according to Merker et al. [19] is the lack of physical depth of the
model. Therefore the model requires more or less arbitrary assumptions regarding the development of the
AFR in different zones and the ratio of heat loss of the two zones.

Another way to define the zones is suggested by Heider. In the reaction zone (I) the energy conversion takes
place. The air fuel ratio is assumed to be constant in this zone. The mass of this zone is fixed by the HRR.
The remaining volume is represented by zone 2, which contains the remaining unburned mass. In case of
the Heider model, results of a single zone model are required. An implementation of the Heider model is
performed by Galindo Lopez [13]. In this work a third zone is introduced, which holds the liquid fuel (so
fuel evaporation is also modeled). Three model parameters are introduced, which must be calibrated using a
single zone model. Using only imep to calibrate the model parameters proved not to be sufficient. The three
model parameters introduced are: A.,; to account for the possibility that the composition of the bulk zone
is not pure fresh air, S7p7 defined as the quotient between the stoichiometric gas flow leaving the flame zone
and the stoichiometric gas production rate, and S,,4ss defined as the ratio between the initial mass of the
flame zone and the trapped mass at IC.

2.4.3. Multi-zone models

A variety of zones can be defined. In this section a six-zone model suggested by Xue and Caton [35] will be
described. The choice to describe a six-zone model is quite arbitrary, but this model clearly shows advantage
of multiple zones, without becoming overly complex. In Figure 2.8 the different zones and in Figure 2.9 the
temporal evolution of the zones are given.

Zone 1 consist of liquid fuel and zone 2 consists of fuel vapor. Air is entrained from the bulk (zone 6). Auto-
ignition begins to occur volumetrically throughout zone 3, where the air fuel ratio is around 0.25 - 0.5. Zone
4 contains fuel-rich combustion products, which begins to grow toward the injector and spray tip (the pre-
ignition zone (zone 3) becomes smaller). Incomplete combustion products are generated at intermediate
temperatures (1600 - 1800K). After the initially premixed combustion, a diffusion flame (zone 5) forms at the
jet periphery. The model requires six empirical constants to be calibrated (4 ignition delay parameters, 1
parameter related to the lift-off length and 1 entrainment multipier). The simulation results agree well with
measurements performed. However, the simulated HRR shows some deviation from the measured HRR.

1: Liquid fuel zone 1 L

2: Vapor fuel zone Lo
3: Pre-ignition mixing zone

4: Fuel-rich combustion produts zone 2

5: Diffusion flame combustion produts zone ‘

6: Surrounding bulk gas zone

LL: Liquid length
LO: Lift-off length
Pl: Penetration length

PL

Figure 2.8: Schematic diagram of the zone description (taken from Xue and Caton [35])
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Figure 2.9: Temporal sequence of schematics showing the fuel spray jet evolution (taken from Xue and Caton [35])

2.4.4. Package models

A division of the cylinder can also be made based on the fuel injected. Next to the cylinder volume, the in-
jected fuel is divided in packages (basically zones). Each fuel packages is followed from injection until com-
pletely burned (the existence of a package ends when package A is equal to the bulk A). Figure 2.10 displays
the development of the diesel fuel jet. The number of packages chosen by Hernandez et al. [16] is 20, which
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Figure 2.10: Development of the diesel fuel jet and different processes considered in the model (taken from Hernandez et al. [16])

is a trade-off between computational time and accuracy. NO-concentration varies significantly between the
different packages. The model calculates the composition based on 27 species and 59 reactions. Agreement
of the model with measurements is acceptable and the model has predictive capabilities for optimization.
However, deviations occur at higher injection pressures.

For the development of a simulation model that predicts emissions, a formulation is favored with the
least possible calibration parameters at sufficient accuracy. Although not all phenomena (such as spray de-
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velopment) are captured in a two-zone model, sufficient detailed temperature and composition information
is available for emission calculation. The small amount of calibration parameters makes a two-zone model
most suitable for the modeling purpose.

2.4.5. Cooling and lubrication

Cooling and lubrication play an important role in diesel engine operation. The intermittent character of the
diesel engine allows for high local temperatures (in excess of 2000K). Materials used in engines cannot cope
with these temperatures and need cooling. The average cylinder wall temperature is around 500 - 600 K. Dur-
ing air intake, heat is released from the cylinder wall to the entering air (negative effect on specific power).
During most part of compression and combustion, heat flow is out of the cylinder (loss). Heat transfer is
influenced both by the changing area and the changing heat transfer coefficient. The cylinder wall shows a
temperature gradient and the driving force (temperature gradient) fluctuates significantly within a cycle.

Part of the heat in the cylinder is released to the lubrication oil. This can be through the piston crown to
the lub oil cooled underside of the crown or through the piston rings, through the lub oil film to the cylin-
der wall. Stapersma [28] gives an overview of the most common prediction methods for the heat transfer
coefficient a in a cylinder: Sitkei [1962], Annand [1963] and Woschni [1964]. Woschni is applied on a crank-
angle base for the 6 point Seiliger diagram [Stapersma, 2001]. Baldi et al. [5] uses the correlation proposed by
Woschni to calculate the heat transfer coefficient and from that based on a constant wall temperature and an
average cylinder temperature (from the internal energy of the fluid), the heat loss to the walls.

2.4.6. Mechanical losses

Mechanical losses in a diesel engine come from friction and mechanical driven pumps. The difference be-
tween the (thermodynamic) work done on all pistons and the work available from the crank shaft (or more
common the break power), is the mechanical loss. In the DE-A3 model a 50-50% rule is applied. Meaning
mechanical losses are matched at nominal/full-load condition and 50% of the losses is taken as a constant
value and the other 50% linear with the engine rotational speed. The DE-B model uses Chen and Flyn to
calculate mechanical losses. This empirical relation is dependent on both speed (mean piston ¢;; = n) and
the maximum cylinder pressure. Implementation in the DE-A4 model of Chen and Flyn is not easy, since
maximum cylinder pressure is not known at pre-processing; therefore complicating the model. Difference
between Chen and Flyn and the 50-50% approach seems little [Volbrandt, 2015].

2.4.7. Conclusions on model selection

The choice to use a two-zone model is made while formulating the research question. The objective is to have
a first principle mean value simulation model able to predict NO-formation. Both Heider and Hohlbaum
have suggested a model formulation to predict NO.

For this thesis the Hohlbaum formulation is preferred, since it does not require single-zone calculations as
an input. The implementation of Galindo Lopez [13] showed that three additional parameters are required,
which cannot be uniquely determined using the imep. Much of the predictive capability of the model is lost
and NOyx measurements are required to fully calibrate the model. However, it might be possible to calibrate
the parameters in the Heider formulation by using the full pressure signal instead of the (time-averaged)
imep.

In this thesis the Hohlbaum formulation is favored over a Heider formulation. The modeling effort of Hohlbaum
aims at predicting N O-emissions and the conclusion of his work is that the agreement between measured and
calculated results is pretty good. The assumption of linearity for the air flow passing the flame front is identi-
fied by the author as a point to be improved, whereby a more physical base for the assumptions is desirable.
By including the gas properties - based on an equation of state - in the model formulation, more knowledge
regarding the size of each zone might be found. Knowing that the combined volume of both zones must be
equal to the cylinder volume, might give a more accurate description of the air flow passing the flame front. A
different path to explore can be to include the results of a single zone calculation in order to gain more insight
in the flows in the two-zone model.

Temperature has significant influence on NO formation. Therefore, a model to calculate the heat flow from
the gasses in the cylinder to the cylinder walls, crown and piston is required. Although Ding [10] experienced
some trouble using the correlation proposed by Woschni, this is the preferred method, since many authors
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used it with succes. In implementation the method of Woschni will be applied and if possible validated.

2.5. The gas path
2.5.1. Air flow

A diesel engine requires sufficient air to ensure good/full combustion. The air excess ratio A is the ratio be-
tween the available air in the cylinder and the stoichiometric required amount of air. The air excess ratio in-
fluences the (quality of the) combustion process, the emissions and cylinder temperatures (a measure for me-
chanical loading and thus an indication of required maintenance). Quantitative correct modeling/prediction
of the air flow (and thus the air excess ratio) is an important aspect of any diesel engine simulation model. The
volume flow of air in a 4-stroke diesel engine is mainly determined by piston displacement (removing flue gas
and ’'sucking in’ fresh air) and the pressure difference over the inlet and outlet receiver in combination with
the valve overlap (scavenging). In a 2-stroke engine (not having an inlet and exhaust stroke) scavenging is
dominant. The mass flow of air into the cylinder is determined by the volume flow and the inlet receiver /
cylinder inlet conditions (p = f(p, h)) [This is correct for the piston displacement part; but not entirely sure if
this is also true for scavenging - valve equation is mass flow based]. Turbo machinery is described in the next
subsection and the cylinder process is already covered in the previous subsection. This section focusses on
the modeling of all other components in the air flow path.

From inlet to cylinder the air comes through: the inlet filter, inlet duct, compressor, intercooler, inlet
receiver and inlet valve opening. In the cylinder fuel is added and combustion takes place. On the way out
the flue gas comes through: exhaust valve opening, exhaust receiver, turbine and silencer. The inlet filter
results in a relative small pressure drop (general < 2%). The pressure drop can be modeled using a fixed value
(this can also be zero, when it is neglected) or with a relation based on the valve equation (Ap = f (7i%)).

The inlet duct can vary considerable in size depending on engine and application (e.g., Air Defense and
Command Frigate (ADCF) with long ducts through several decks and an Ocean-going Patrol Vessel (OPV) with
intake in the engine room (also different ambient conditions)). The inlet duct has some resistance, but this
is often combined with the inlet filter resistance. Heat can be exchanged between air and surroundings, but
in general heat exchange is small (since temperature differences are small). Dynamic effects can occur with
load/speed changes, until a new equilibrium is found. The influence of the inlet duct on overall dynamic
performance of a diesel engine is estimated to be small, since the pressure difference with the ambient is
small.

The intercooler(s) main function is to cool the air after the compressor, increasing its density. The design
of the cooler will result in flow resistance. Nowadays it is common to have a high temperature (HT) and low
temperature (LT) cooling circuit in an engine. A cooler can be modeled using two flowing media and the
area and overall heat transfer coefficient UA as matching parameter. An other option is to define the heat
exchangers effectiveness €.

The inlet receiver is a volume, which is usually located near hotter parts of the engine. This can result in
some heat exchange. The temperature of the air at the trapped condition is not equal to the inlet receiver
temperature (Stapersma [25]). Measuring the temperature of air leaving the inlet receiver is not easy, when
the system boundary is at the inlet valve(s). During load or speed changes of the engine, this volume can
play a role in the dynamic behavior of the engine. Friction in this volume is relative small (compared to the
intercooler and the inlet valve(s)) and generally included in other parts of the model.

The inlet and exhaust valve are resistances in the flow. For a large part of the cycle the valves are fully
closed. Opening is determined by the engine design (e.g. shape of the camshaft). In general there is some
valve overlap, allowing for (positive) scavenging. In case there is no positive pressure difference over the en-
gine, flue gas might flow back to the inlet receiver. This is an unwanted situation and in practice will not
happen (often). Friction can be modeled with a valve-equation type of calculation. For crank-angle mod-
els the actual (time dependent) effective area is required. For mean value models a single effective area for
scavenging can be calculated. The trapped mass is in that case calculated from the volume and trapped
conditions (p, h). Both inlet and exhaust valve gain temperature during the closed part of the cycle and the
exhaust valve even more from the flue gas flowing by. Cooling of the valves comes mainly from the flow of air
(for exhaust valve only the scavenging air).

The outlet receiver shows many similarity with the inlet receiver. Heat transfer is from the flue gas to the
surroundings. The conditions in the exhaust receiver can be determined by assuming 'Zinner-blowdown’
(Stapersma [26]). Plug flow is then assumed from the cylinder to the exhaust receiver. Corrections for a pulse
system can be included in the Zinner-blowdown.
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The silencer will add a small resistance to the flow, which results in a small pressure drop. In case of flue
gas cleaning systems, the pressure drop can be larger. Also dynamic aspects can play a role (fouling of filters
will be on a very different time-scale compared to the other processes in the engine). Systems that make use
of the heat in the flue gas, may as well increase the pressure drop.

2.5.2. Turbo machinery

Turbo machinery contributes to the diesel engine performance in two ways. The entering air is pressurized,
increasing the air density and allowing for more fuel injection at constant air excess ratio. The specific power
of the diesel engine is increased [at a small expense in efficiency]. The second contribution of turbo ma-
chinery to the diesel performance is creating a positive pressure difference over the cylinders. The resulting
scavenging flow improves foul gas disposal from the cylinder and cools the exhaust valve.

The increase in pressure is developed by means of a compressor. The compressor can be driven by a
turbine in the exhaust flue gas flow. The main advantage of such a system is that it runs on waste-energy.
Performance is enhanced without a penalty on fuel consumption. This system is usually referred to as a
turbocharger. The compressor can also be driven by power take off from the crank shaft. A mechanical
coupling with a fixed transfer ratio is used, making the compressor speed proportional to the engine speed.
This system is usually referred to as a supercharger. Since the system takes power from the engine, specific
fuel consumption is increased (or efficiency decreased). Another option is to drive the compressor by an
electric motor. Compressor speed can than be controlled independent from the engine speed. In 2-stroke
engines at part-load an electric driven compressor is used to maintain a positive pressure difference over the
engine (Stapersma [26]).

Most common in diesel engines is the turbocharger. All relevant phenomena (with exception of the elec-
tro motor) of the other configurations are included in this system. A disadvantage of a turbocharger is the
performance at lower engine speed. To increase performance at lower speed nowadays more exotic configu-
rations are used (e.i. sequential turbocharging, bleed-off, variable geometry).

The turbocharger can be modeled in different ways. The most familiar in name is the 'Buchi-equation’
(DE A5-model), which gives a balance between turbine and compressor power. Manufacturers provide char-
acteristics for compressors and turbines. The compressor and turbine characteristic relate (corrected) mass
flow, (corrected) shaft speed, (corrected) power and the isentropic efficiency for compressor or turbine, re-
spectively. In the model proposed by Baldi et al. [5] turbocharger speed and pressure ratio are considered
inputs and corrected mass flow and isentropic efficiency are calculated by interpolation from a map. For
both the compressor and turbine the torque is calculated using the enthalpy difference over the component.
By integration of the difference in torque, the rotational speed of the turbocharger is calculated with the tur-
bocharger inertia as time constant. Schulten [24] already proposed a similar approach for the compressor,
using the performance map to determine the isentropic efficiency and volume flow from the pressure ratio
over the compressor. A generic turbine map is used to model the turbine Under the assumption of Ideal Gas,
the temperature and torque are calculated. The inlet pressure can also be calculated based on the energy
in the exhaust gasses, using Qs; from the Seiliger formulation (DE A3-model). Recent measurements have
shown that the Buchi-equation is more accurate than the formulation using Qs; Barsingerhorn et al. [6].

2.6. Relating crank-angle based models to MVFP DE-models

As mentioned before, mean value first principle models require less computational time than crank-angle
based models, while still capturing most of the physical phenomena. Emission formation is large based on
local quantities (AFR and temperature) and is not readily implemented in a MVFP DE-model. A combination
of a MVFP and a crank-angle based model is proposed by Baldi et al. [5]. The model is a MVFP model supple-
mented with a crank-angle based single-zone model for the closest part of the cylinder process. Calculation
time proved to be only slightly larger than a MVFP model, while accuracy was adequate.

A different approach is taken by Ding [10], who uses a crank-angle based model to determine the Seiliger
parameters based on measurements. The fit of the Seiliger parameters can be done using different optimiza-
tion criteria, resulting in a different (load/speed dependent) parameter definition. Although parameters are
not uniquely defined, trends in the variation of Seiliger parameters at part-load emerge, increasing under-
standing of MVFP DE-models at part load.

A method of implementing NO, emission in a mean value diesel engine model is presented by Asprion et al.
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[3]. Both a polynomial look-up map is created based on an empirical NO, formation model and a physics
based NO, formation model Asprion et al. [4] are used. Calculation times are in the order of magnitude of a
MVFP DE-model and results are acceptable. Emission measurements are required for model calibration by
means of a nonlinear minimization function based on the predicted NOx formation. Although this method
is physic based and also shows good results in dynamic operating conditions, a drawback is the requirement
of NOx emissions for model calibration.

2.7. Conclusions

In the introduction (Section 2.1) the basic conservation laws are introduced and the phenomena occurring in
a diesel engine (DE) are described. Next, in Section 2.2 mathematical and physical based models to describe
the heat release rate are presented. The HRR is seen as an intermediate description, that allows to use the out-
put from measurements (pV-signal) as an input (Q) for the model simulations. Therefore for the heat release
rate, the first principle philosophy is abandoned. The two main advantages are that no physical parameters
(which are not easily assessed) are introduced and it allows for smoothing the pressure signal (Ding [10]).

In Section 2.3 emission theory is presented. For NOx formation the (extended) Zel'dovich method is most
relevant given the temperatures and pressures in a diesel engine. For soot formation a formation-oxidation
model can be used. A detailed description of soot formation requires much more complex models (CFD),
which lie outside the scope of this thesis. The formation of SOx and CO, will be tracked based on fuel prop-
erties and full conversion.

From the models presented in Section 2.4, a two-zone model is preferred. The advantage of a two-zone model
is that sufficient accurate local temperature and composition information is produced at lowest possible
increase in complexity. Furthermore the amount of parameters introduced is limited. The Hohlbaum de-
scription is favored over the Heider description, because no single-zone model is required and the Heider
implementation proposed by Galindo Lopez [13] looses predictive capability because of the three additional
parameters (which cannot be uniquely defined) introduced.

The gas path is described in Section 2.5. The purpose is to introduce the other phenomena occurring in a
diesel engine and present the commonly seen modeling approaches.

Methods to relate a crank-angle model to a mean value first principle model are briefly introduced in Sec-
tion 2.6. The aim is to relate emission to a theoretical cycle (Seiliger process), since this is the most common
description in MVFP-models (used at DUT). Since this might very well not be possible to sufficient accuracy,
implementation of a look-up map might provide an alternative.



Simulation model

3.1. Introduction

The developed simulation model consists of several sub-models. The model is a 2-zone representation of
the combustion process in a diesel engine cylinder. A sketch of the system under consideration will be used
to introduce state variables and heat- and mass-flows. Before describing the sub-models in more detail, the
overall model-relations are presented. For each sub-model relevant phenomena, hypothesis, assumptions
and model equations will be described, where possible accompanied by a short validation of the sub-model.

3.2. Model overview

3.2.1. Model aim

The aim of the model is to predict NO-emissions. The formation of NO is (mainly) determined by four fac-
tors: temperature, gas composition (in a diesel engine defined by the air excess ratio A(#) ), pressure and
residence time. Residence time is a consequence of engine design and operating conditions, such as valve
timing, injection profile and engine speed. Pressure is a measured variable (and of less influence). The com-
position of flue gas is a measured variable. The flue gas composition is a time averaged variable and gives
no detail regarding the creation of destruction of species over time in the cylinder. Temperature is of rela-
tive large influence on NO-formation. The average cylinder temperature of a diesel engine - as calculated
using a single zone model - is too low to adequately predict NO-formation. The two zones in a 2-zone model
will have a different temperature and composition; one temperature being significantly lower than the other,
where NO is formed. A good prediction of NO-formation requires a model that adequately predicts temper-
ature and composition in the zone(s) where NO is formed. This explains the necessity of taking heat loss to
the cylinder wall and crown and piston into account. Also modeling the fuel injection as a function of time is
important. Crank-angle is generally used to define fuel injection and valve timing. As shown describing the
piston movement both are closely related.

Two overviews of the cylinder volume are sketched in Figure 3.1. The left part shows a single zone model
and the right part a 2-zone model. The choice of in-cylinder model/representation, does not affect the flows
entering and leaving. The mass flow (of air) entering the cylinder fr is determined by the pressure difference
over the intake valve(s) and the valve position. The mass flow (of flue gas) leaving the cylinder f7 is deter-
mined by the exhaust valve position and the pressure difference over the valve. The heat loss to the cylinder
crown and -walls and piston Qjess 1ot i driven by a temperature difference between the gas and the surface
and the heat transfer coefficient. In case of the two zone model the heat loss is split into two; creating a loss
in zone [ Qloss,] and aloss in zone 11 Qloss,II (where Qloss,tot = Qloss,] + Qloss,[[)-

The gas in zone [ has an enthalpy /; and the gas in zone II an enthalpy /;;. Two mass flows are possible
between zone I and zone I1. The first flow fr leaves zone I through the flame front. The flame front contains
no mass. In the flame front primary combustion takes places and the equilibrium products enter zone II as
[~ The mass flow entering zone 1 is slightly larger than the flow leaving zone I due to fuel addition in the
flame front.

19
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Figure 3.1: The state variables and mass- and heat flows in a single zone model (left) and in a 2-zone model (right)

The second flow f4 passes the flame front. This flow is not involved in the primary combustion process, but
does influence the air excess ratio in zone 11, where secondary combustion takes place.

3.2.2. Modeling considerations

A model is a representation of reality. Many models of diesel engines already exist, as is illustrated in the
chapter literature overview. Differences in models can come from the assumptions and hypothesis. For each
sub-model these wil be discussed in the next section, describing the sub-models. Another source of differ-
ences between models comes from the choice of state variables and the implementation of the equation of
state.

The specific enthalpy is chosen as state variable. For a closed (control) volume, this might not be the obvious
state variable. This choice is made based on two considerations. First, the diesel engine is not a closed sys-
tem. Air flows continuously through the engine. Even a single cylinder is an open system part of the time. A
formulation based on specific enthalpy resembles the formulation used in other parts of the engine, such as
the compressor and turbine. Implementation in a total diesel engine model would be easier by an enthalpy
based formulation. The model can be used to simulate the full engine cycle (i.e., 720 ° crank-angle).

The aim of this model is to predict NO-emissions. Formation of NO occurs during the closed part of the
cylinder process. In this 2-zone model formulation the transfer of mass from zone I to zone 1 is regarded as
a flow. An enthalpy based formulation enables this more easily.

The second modeling consideration is the strict separation of the conservation equations and the equa-
tion of state. The equation of state is implemented using FluidProp. All properties of the gas are calculated
based on the three state variables specific enthalpy £, pressure p and composition y. The equation of state

used is the Ideal Gas Law. Only in the derivation of the system of equations for the OHC-equilibrium the

assumption of an Ideal Gas Mixture is made explicitly and marked with 1M

The Ideal Gas approximation is common within diesel engine simulation models and holds well. The relative
deviation is less than 6 % in the most unfavorable condition and less than 2 % in most realistic conditions
in the cylinder (Stapersma [29]). Nonetheless, other equations of state are possible and might prove more
accurate for the system under consideration. For a system containing hydrocarbons at elevated pressures,
but not containing chloride an appropriate choice is Peng-Robinson or Soave-Redlich-Kwong with van der
Waals one fluid mixing rules [23].
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3.2.3. Zone definitions

The two zones in the model and flows between the zones are defined as suggested by Hohlbaum. zone I only
contains fresh air. zone /1 initially has no volume or only a small volume containing air. zone I and zone I1
are separated by a flame front. The flame front itself is infinitesimal thin and contains no mass. Air from zone
I and fuel enter the flame front. The amount of air that enters the flame front is determined by the fuel flow
and the air fuel ratio. The air fuel ratio in the flame front is assumed to be constant and a tuning parameter
of the model. Reaction in the flame front are relative fast. Chemical equilibrium between O, H, and C con-
taining species is assumed to be instantaneously. Species in equilibrium are N», Oy, CO», H,0, Ar, O, CO, H,
H; and OH. This chemical equilibrium is referred to as OHC-equilibrium in this document. As suggested by
Merker et al. [18] molecular nitrogen is assumed to be inert through the flame front. Therefore there will be
no thermal or prompt NO formation in the flame front.

The air excess ratio A in the flame front is smaller than unity and set to a value in accordance with premixed
combustion A = 0.7, as suggested by Hohlbaum. The air excess ratio in the flame front is a tuning parameter
for the model and will be varied during the matching of the model to measurements.

The choice of an air excess ratio smaller than unity results in incomplete combustion in the flame front. The
mass flow of air entering the flame front from zone I fr is smaller than the mass flow of OHC-equilibrium
products entering zone I f;. Air and fuel convert adiabatically into combustion products at the adiabatic
flame temperature. The heat required to evaporate the fuel is relative small and not taken into account.
Therefore, the entering and leaving enthalpy are equal.

Air from zone I can also 'by-pass’ the flame front and directly enter zone I1. The mass flow of air from zone
I to zone II is denoted f4. The direct addition of air to zone I reflects the mixing of burned mixture and
air introduced by diffusion and turbulence. The composition of zone IT changes over time, due to the two
incoming flows fr,.; and f4. Zone I1 is assumed to be perfectly mixed and OHC-equilibrium achieved in-
stantaneously. Due to the flow of air passing the flame front the air excess ratio in zone I1 is larger than the air
excess ratio in the flame front. The combustion occurring in zone 11 is referred to as secondary combustion.

Two observations allow model simplification. First, the content of zone I is assumed to be perfectly mixed
and an equilibrium condition between species is achieved immediately. This implies that the composition in
zone I is based on pressure and enthalpy, which determine the temperature of which equilibrium-constants
are a strongly dependent; and the number of O, H, C, N and Ar atoms in the volume. Equilibrium is based
on what is in the zone and not the form in which it enters.

The second observation is that an adiabatic flame is assumed. This means no enthalpy change within the
flame front. Therefore, no equilibrium calculations are required in the flame front. Specifying the amount of
fuel and air that enters zone 11 and taking into account the heat loss in zone I1 is sufficient to calculate the
equilibrium condition in zone I1.

The air flow entering zone 11 consists of two parts. First, a part that is defined by the amount of fuel injected
and the air excess ratio A in the flame front. The second part of the air flow comes from the assumptions
regarding the zones in the model. Assuming little mass in zone I at the start of combustion and (almost) all
mass in zone I1 at the moment the exhaust valve opens, requires a mass flow from zone I to zone II. The
mass flow passing the flame front is initially kept constant, as suggested by Hohlbaum.

The state of the gas in zone [ is determined by the pressure p.,, the specific enthalpy i and the compo-
sition y1. The state of the gas in zone I is determined by the pressure p.,;, the specific enthalpy & and the
composition y,. The pressure p.y; in zone I and zone 1 are equal.

3.2.4. Sub-models

Figure 3.2 gives an overview of the sub-models used. The two zones in the cylinder are formed by the sub-
models labelled zone I and zone I1. In each sub-model the volume, enthalpy and composition are calculated,
based on the (measured) pressure, and flows leaving and entering each zone.

The mass flow of air fg enters the cylinder from the inlet receiver. The composition of the entering flow yg is
determined by the air composition. The air flow enters zone I at an enthalpy hg dictated by the inlet receiver
temperature and heat pick-up from the inlet port. The pressure upon entering the cylinder is equal to the
cylinder pressure (there is a pressure difference over the inlet valve).

Mass flow of flue gas f; leaves the cylinder from zone II. The composition of this gas y; is determined by
OHC-equilibrium and NO-formation in zone I1. The zones in the model are assumed to be perfectly mixed.
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Figure 3.2: Overview of sub-models and the main variables in the model

The enthalpy of the leaving gas h; is equal to the enthalpy of zone I1. The pressure of the leaving gas is equal
to the cylinder pressure (this is before the exhaust valve, which acts as an flow resistance).

During the closed part of the cylinder process, in which NO is formed, both the entering and leaving mass
flow of air will be zero (i.e., inlet and exhaust valve are closed).

The cylinder volume V., is calculated in the piston movement sub-model. The volume change is dictated by
the fixed cylinder geometry and the engine speed N,g. The combined volume of zone I and zone 11 must
be equal to the cylinder volume. To achieve this, the amount of fuel added through the flame front, to zone 11
is controlled. When the combined volume of zone I and zone /I is smaller than the cylinder volume, the fuel
flow ffye is increased. A limit to this control mechanism is that the fuel flow cannot be negative. Therefore,
an underestimation of the losses in the cylinder, will result in a difference between the cylinder volume and
the combined volume of zone I and zone I1.

Losses to the cylinder walls and -crown and piston are calculated in the heat loss sub-model. The empiri-
cal formulation from Woshni is used to calculate the heat transfer coefficient a ur- To determine the ratio

2
of heat loss between zone I and zone 11 the formulation proposed by Hohlbaum (% = (%) %) is used.

loss,2
The temperatures of the different surfaces serve as an input for the model, but are kept constant during the

simulations.

3.3. Sub-model description

The sub-models for the volumes of zone I and zone I are volume elements. The composition of the gas in
these volume elements is calculated in a composition sub-model. The sub-model interfacing zone I and zone
I1I is a resistive model. The OHC-equilibrium sub-model is used in the single volume en zone I sub-model
as well as in the flame front. The NO-formation model is used in the zone-2 sub-model.
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3.3.1. Volume element - single phase storage module

Relevant phenomena, hypothesis and assumptions

The volume element contains a fluid in the gaseous fase. The composition of the gas can change, due to in-
and outflow. Secondary combustion takes place in zone I and is represented by occurring reactions, which
will also change the gas composition within the volume. Heat exchange between the volume and its sur-
rounding is possible, as well as work by volume change.

The volume element can store mass, but has no flow resistance (the pressure is equal within the volume).
Within the volume conservation of mass and conservation of energy are obeyed. The volume is assumed to
be perfectly mixed. The (spatial) average value of the state parameters is assumed to give a good representa-
tion of the state of the gas.

Model equations

The model equations of the volume element are based on conservation of mass, the energy equation and
specie balances. The derivation of model equations is in line with the suggestion made by P. Colonna [20]. An
overbar represents a lumped (spacial averaged) parameter.

Conservation of mass

The average density in a volume is given by:

p=2 (3.1)
p=7 :

Conservation of mass within the cylinder dictates that the difference between incoming and leaving mass

flows is accumulated within the volume.
dm

dr

where m is the mass within the volume, fi, and f,; the entering and leaving mass flow, respectively.

= ﬁn - fout 3.2)

dm _dpV _dp, _dV

= = +0— 3.3
dtr  dr _dr Pdr 59
Combining equation 3.2 and 3.3 gives an expression for the rate of change of average density:
dp 1 _dv
d—lzzv fin_fout_pﬁ 3.4)

The state variables are specific enthalpy and pressure, therefore p = f(h, p). The composition in a volume
(and therefore total number of moles) can change, due to the occurring chemical reactions or in- and outflow,
therefore p = f(h, p, N;). Within the volume elements the composition is tracked using the composition sub-
model. The amount of each specie is calculated. The (change in) number of moles N; of each species is used
within the volume element, but the composition of the gas in terms of mole fraction y is the output variable
used for interaction with other sub-models. The time rate change of density is:

d 1) dh (o &

_P:(_P) _+(_P) ar (5_0) 3.5
dr \6h)pn, dt \6p)p N, dt S \6Ni)pnnN;,

for a system with A species. Introducing a symbol for all partial derivative terms on the RHS and applying

the terms on the average volume properties:

55
£=(—f) 3.6)
oh p,Nj
55)
=|— 3.7)
v (519 h,N;

X=( op ) _ (3.8)
ON;i ) ph
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Combining both expressions for the rate change of (average) density results in a differential equation for
the pressure (state parameter p):

dp 1

dt v

1 _— dvy _dh dN;
V(ﬁn‘fout‘ﬂ(h,lﬂ)a)—s(%— F] 3.9)

In the two zone model, the volume of the two zones (zone I and zone I1) is unknown. based on conser-
vation of mass an expression for the change in volume can be found:

av_1 dp ﬁ) (3.10)

dh
E—g([ﬁn—fout]—Vfa—VWE—VX P

Conservation of energy
To find an expression for the change of enthalpy within the volume, the conservation of energy is used. The
volume exchanges energy with its surroundings by means of mass flows entering and leaving the volume,
heat exchange through walls, shaft work or compression work done on the gas.

au . av
Ezﬁnfin_foutfout""Q_Ws_pE (3.11)
The terms represent (from left to right): dU/dt: energy change in the volume; fiyhiy: inflowing enthalpy;
Jouthout: outflowing enthalpy; Q: heat input; W;: shaft work and pdV/dt: work due to volume change.
Remembering that u=U/mand H=U + pV gives:

U=mi=m E—@] =5V[E—§] —GVh-VP (3.12)
[ [
thus: _
auv_ —d(pVh_pv) SR i +_Vd—ﬁ—_d—V—V@ (3.13)
dt dt T dt P TPV TP ar dt '

Combining both equations for the energy change in the volume dU/dt gives:

dv.  —dp dv __dh dv _dp

=Vh=—t —ph=— +pV— - p— -V —C (3.14)

ﬁnhin_fO“th(’“tJrQ_Ws_pE dt dt dr "dt dt

Rearranging to bring the change in enthalpy to LHS (the pdV/dt terms cancel out):

__dh .. —dp _—dv _d
PV == = finhin = fouthow + Q= W, - VREP _5re v el (3.15)

dt dt dt

As done before, density is expressed as a function of the state variables pressure p and specific enthalpy h.
The earlier defined partial derivatives ¢ and y are used:

__dh . . —[.dn dp dN;\ _—dv _dp
V— = finhin — fouthout + Q- Ws=Vh|{—+y—+y—— | -0h—+V— 3.16
P dr finhin = fouthout + Q s fdt wdt th) P dr dr ( )
Combining terms:
o —adh . — ydp _—dV _— dN;
(pV + Vie) = = fiahtin = fouthow + Q= Ws = (v = Viy) 22 —ph = - viy =1 (3.17)
Resulting in an expression for the change in enthalpy:
— . ; T 4P =7 dV 7, AN;
dh ﬁnhin_fouthout+Q_Ws_V(l_hW)m_p W_thw

(3.18)

dr v(p+e)

The following assumptions are made regarding the air flows:
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* fresh air enters in zone /
¢ combustion products leave zone 11

* mass transfer from zone I to zone I can be through the flame front (fr) in which OHC-equilibrium is
reached, and

* mass transfer from zone I to zone I1 can be passing the flame front (f4 - only air)

The expression for enthalpy can be calculated for both zones; each zone has its own temperature, but the
pressure is assumed to be equal in both zones. For zone I:

dh; fehe - thI—fAhI+QlossI—V1(1—hﬂl’I) ~prhr G~ Viky e d

dt Vi, + k) 19
and for zone I1I:
dhy fph+ fahr = fuhin + Quoss, i1 — Vir (1 —ﬁmlfn) a5 Puhnw ~Vithixn Zl = .20
dr Vir (511 +ﬁnfu) '

The mass flow entering zone /I through the flame front f7, is calculated based on the amount of fuel entering
the cylinder ff,e and the model tuning parameter Ar in the resistive element. The enthalpy of this flow kg
is based on the assumption of an adiabatic flame temperature and equal to the enthalpy in zone I h;. The
amount of air passing the flame front fj4 is also calculated in the resistive element. Losses are calculated in
the heat loss model, based on the empirical Woschni formulation. The (change in) volume of zone I and zone
I1 is calculated based on the flows and pressure in the resistive element.

The enthalpy of the single zone model is calculated using:

dhsy JEhE = fLhsv + Qioss, tot = (1 hszsv) a7 Psvhsvdt Vhsv}(sv%

ar (3.21)

V(ﬁsv + hsvfsv)

The change in leaving enthalpy is set equal to the change in average enthalpy (dhL = g—é). This usually

gives the most stable simulation result. For a diesel engine at the moment the exhaust valve opens, the leav-
ing enthalpy is equal to the average enthalpy (mainly consisting of zone II at this point in time). Therefore
this implies the cylinder is perfectly mixed.

The solving system of equations is:

av 1 dp . dN;
E:: [fin_fout] Vf__vwd_t_vxd )
dﬁ finzin_foutﬁout"'oloss (l_hW)d_p_ ETV_VEX%
dt V(5+E5)
av
V=| —dt
dt
dh
h=|2a

op —
5=(—_) = f(p,h, [N1...N.y])
51y, fp 1INy

w=(g—2)h = f(p, b, [N1..N.y])
p=f(p,h,[N1..Ny1)

T = f(p,h,[Ni...Ny])

hour =h

The specific inputs, outputs and parameters for zone I and zone I1 are presented in Table 3.1.



26 3. Simulation model

zone 1 zone 2
flow entering air from inlet receiver fg air from zone 1 f4 and fuel injected fr
flow leaving air to zone 2 fy air to exhaust receiver f7
inputs [t (zero from IC to EO) f1 (zero from IC to EO)
hg (based on IR conditions)
fa(based on assumption) fa (based on assumption)
[r (controlled variable using % + % = %
Qloss,7 (Woshni and Hohlbaum) Qloss, ;7 (Woshni and Hohlbaum)
p (from measurements) p (from measurements)
xr dg;,, (from composition submodel) X dl;?” (from composition submodel)
outputs Tr Trr
parameters
initial conditions Vi Vir
hi hir
Nir Ni

Table 3.1: Overview of inputs, outputs and variables of the sub-models for zone I and 11

Preliminary validation
In order to validate the volume element simulations are performed. The gas composition used is that of air,
since it is well known and it is well approximated by ideal/perfect gas assumption. For now, the composition
is kept constant. The FluidProp library 'Gasmix’ is used, which applies an Ideal Gas EoS.

All qualitative checks of simulation results are satisfactory. Bringing more mass or heat into the volume,
results in higher pressure and enthalpy. Removing gas from the volume at constant pressure, does not change
the temperature of the gas in the volume. Reducing the volume, results in higher pressure and enthalpy.

Adiabatic compression

Over a simulation period of 10 s, the volume is reduced from V(¢ = 0) = 1m® with a speed of dV/dt =
—0.05m3s™!. The initial pressure is p(t = 0) = 2-10° Pa and the initial enthalpyis h(t = 0) = 0Jkg™! (T = 386K).
The mass and heat flows are set to zero. The mass contained in the volume is m = ﬁ—‘; = 1.81kg, where
Rair = 287JK 'kg™!. At the final volume V(t = 10s) = 0.5m> the pressure can be estimated using pV" =
constant, where n =y = 7/5. The calculated final pressure is 5.28 bar and compares well with the simulated
final pressure of 5.24 bar. The simulated final temperature of 506 K compares well with the final temperature
calculated based on the ideal gas law of 508 K.

Heat addition at constant volume
Over a simulation time of 10 s, heat is added to the gas while maintaining the volume constant (at 1m?>).
The initial pressure is 1 bar. The expected change in temperature of the gas is ﬁ = % = 153K.
There is some deviation between the calculated final temperature of 539 K and the simulated temperature
of 536 K. The reason lies in the perfect gas assumption in manual calculations combined with the value for
the isochoric heat capacity obtained at the initial temperature (as a comparison: obtaining ¢, 4;, at the final
temperature would result in a final (calculated) temperature of 534 K). Based on the Ideal Gas law calculated

final pressure is 1.385 bar and simulated final pressure 1.389 bar.

Heat addition at constant pressure
Over a simulation time of 10 s, heat is added to the gas while maintaining the pressure constant (at 1bar). The

initial volume is 1m®. The expected change in temperature of the gas is % = % =110K. Again the

calculated final temperature of 496 K and the simulated final temperature of 494 K show some deviation, but
this is mainly due to the perfect gas assumption and the selection of the isobaric heat capacity at the initial
temperature, while performing the manual calculation.

Comparison with Ding [10]
The volume change module is used to simulate the same engine as done by Ding (Ding [10]) (MAN). The
simulated motored pressure is in the same order of magnitude as presented by Ding (75 bar vs 70 bar). The
difference can be explained by the fact that heat loss is not yet simulated in the current model. Simulated
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temperature (1020K) is also higher than the temperature presented by Ding (920K).

The heat input is also simulated for full load conditions of the MAN engine. Simulated peak pressure (90
bar) is slightly lower than the pressure presented by Ding (95 bar). However parameter estimation for the
Vibe-function is very crude at this point and the medium considered is air.

3.3.2. Composition model

Relevant phenomena, hypothesis and assumptions

The composition tracked in the composition model by accounting the total number of each specie in a vol-
ume. The total number of mole can change by flow entering the volume, flow leaving the volume and by
chemical reactions. Flows are defined by the mass flow f, the composition in mole fraction of each specie
Vi= % and the specific enthalpy h.

A general overview of the composition model is presented in Figure 3.3. The occurring chemical reactions are
designated secondary combustion (in the Figure sec. comb.’) and are calculated using the OHC-equilibrium
model. The secondary combustion process is the mixing of the incomplete combustion products with the air
in zone I1 (which passed the flame front). The available oxygen will result in an (almost complete) combus-
tion of the fuel. Reactants are removed from the volume and the reaction products are added to the volume.
The reactions are assumed to occur instantaneous.

The change in density of the gas due to the chemical reaction is calculated based on the change in gas com-
position. The actual density during the closed part of the cycle is imposed by the trapped mass and the
movement of the piston. The chemical reaction will have an effect on the pressure and enthalpy of the gas in
the volume. The term % connects the composition model to the volume element. In term, serve the pressure
p and enthalpy & as inputs for the composition model, in order to calculate gas properties.

Figure 3.3 illustrates the situation in zone I1. In zone I occurs no reaction. In the single volume there is
no flame front and thus no change in density due to the reactions in the flame front. The reason that the
change in density from reactions in the flame front is ’added’ to those in zone 11, lies in the assumption that
the flame front holds no mass and has no volume. Changes in density cannot be accounted for there. The
assumptions regarding the flame front, do not prevent that chemical conversion occurs which has a result on
density, which must be accounted for. Since the reaction products enter zone /I immediate, the change in
density from the flame front is accounted for in zone 1.

Model equations
The incoming and leaving mass flows are converted into molair flows:
' e
Nik=VYik (3.22)
' ' Mk,gas

for the i-th specie in the k-th flow. The change in composition due to the occurring reaction is calculated in
the OHC-equilibrium. The flows in zone I are k = [fg fa]l and in zone II k = [ffyer, fa, fil. The change in a
specie due to a chemical reaction is:
dN;
d_ = Ktreaction (Ni,OHC—equilibrium out — Ni,volume) (3.23)
I lreaction

where Njyolume i the number of mole of the specie in the volume and N; oHc-equilibrium out the number of
mole of a specie from the OHC-equilibrium. The parameter Kieaction holds the dimension [1/s]. It can be
interpreted as ‘'number of times the content of the cylinder passes through the OHC-equilibrium calculation
per second’. The parameter is set to Kreaction = 10° [1/s].

The total number of mole of each specie is calculated using:

N‘_f dN;
e dt

for all the & flows entering and leaving the volume the volume.

F
+) Nl-,k) dt (3.24)
k

reaction =1
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Figure 3.3: Overview of the composition change sub-model
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The effect of a small change in the amount of one specie 0 N; on the density is calculated while keeping
the amount of the other species constant:

N N;+6N; Ny N N; Ny
( 6P ) _ p (p’ h, Niot+ON; *** Nt:)t+51\lfi *** dNiot+0 N ) -P (p ’ m'"ann '"dNtot) (3.25)
ON; Nz ON;

where Ny is the total amount of species in the volume. The change in density over time due to the reaction
in the flame front and due to the OHC-equilibrium reaction in zone I1 is calculated using:

dN;

5l 2]
composition change =1 ON; PNz dt

reaction dt

dp

T (3.26)

flow ]

3.3.3. In-cylinder flows during combustiion

Relevant phenomena, hypothesis and assumptions

The cylinder volume is divided into two zones: zone I and zone I1. The combined volume of both zone I
and zone II should equal the cylinder volume. The amount of fuel injected is used as a controlled variable
to accomplish this. When the combined volume of zone I and zone II are smaller than the cylinder volume,
more fuel is injected.

The flow of air from zone I to zone II f, is the combination of two assumptions:

1. Primary combustion occurs at an air excess ratio of A = 0.7. This part of the air flow is directly depen-
dent on the fuel flow into zone I1.

2. At start of combustion (SOC) zone I contains (almost all) gas and zone I1 is (almost) empty. When the
exhaust valve opens (EO) zone I is empty and zone 11 holds all gas. This part of the air flow is (for now)
considered to be constant.

Model equations
The amount of fuel added is controlled based on the difference between the cylinder volume and the com-
bined volume of zone I and zone I1I:

. krc (Vi+Vir—Veyr), Ve 2 Vi+V
Nfuelz{ FC( 1 11 cyl) cyl I 11 3.27)

0, otherwise

where krc is a gain, which controls the fuel flow. The amount of air accompanying the fuel through the
fictional flame front at a certain air excess ratio A is:

fA,FF = Cfuel : ANfuel (3.28)

where there is Cyy¢; kg of air required to burn 1 mole of fuel with the composition Cy Hy, (for the fuel under
consideration in this thesis (F-76): Cgye; = 0.0706 [kg air / mole fuel]). The total amount of air flowing from
zone I to zone 1 is the flow associated with the flame front, combined with a flow of air bypassing the flame
front fa pypass- The air flow bypassing the flame front is defined to meet the assumptions regarding the mass
of zone I and zone I at SOC and EO.

fA = fA,FF + fA,bypass (3.29)
inputs Vi, Vin Veyr
outputs Nfuel; fA
parameters kec, Cruels fabypass
initial conditions -

3.3.4. Piston movement model

Relevant phenomena, hypothesis and assumptions
The piston movement models is valid for a trunk piston engine. The movement of the piston is determined
by the length of the crank and the connecting rod.
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Model equations
The volume change is modeled according to Stapersma (Stapersma [27]). The ratio between the crank and
the connection rod is defined as:

_Rcrp _ Lg/2

- (3.30)
Lcp  Ler

The engine speed input is given in revolutions per minute (RPM), which is common in manufacturers docu-
mentation. The angular speed of the engine (in [rad/s]) is:

da

Tl 27t Neng /60 (3.31)
The stroke volume calculated using:
Dg)?
Vs=n| | Ls (3.32)
The volume change is given by:
av 1 sinacosa da

— = EVS sina + Acg (3.33)

dt 2 w2 dt
1- AC R SIN~
inputs Neng
outputs dvidt, a,daldt
parameters Ls, Lcr, Dp
initial conditions a(t=0)

The solving system of equations is:

av lv sina + 1 sinacosa da
— ==Vs CR| ——— R
ac 2 \/1-AZ,sin®a dt
Dg\?
V¢=nm|—| L
S ﬂ( 2) S
da
E=27’L’Neng/60
1. Rer _ Ls/2
CR=—=—
Lcr  Lcr
3.3.5. Heat loss model
Model equations

The empirical formulation for the heat loss according to Woschni is implemented. The total heat loss is given
by:

Qloss = Z agrAi(Tgas — Tj) (3.34)

where i represents the different parts of the engine (e.g., cylinder liner, piston and cylinder crown). Actual
temperatures will be time variant and a gradient will be present. In the simulation, the wall temperatures are
assumed to be constant and the average gas temperature is assumed to be representative in the calculation
of heat losses. The work of Ding [10] is used as a reference for implementation. The heat transfer coefficient
between gas and wall is given by:

1 0.786 0.786

—po V.
Cng+C4p Po —STI

D%214 T0.525 pl W (3.35)

agr =C

The suffix 0 denotes the 'no fuel’ or motored condition and the suffix 1 represent the 'trapped condition’ - i.e.,
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the state at IC. The pressure in the empirical formulation is in [bar]. The coefficients in the model are:

C, =130 estimated by Ding (3.36)
w
C3=6.18+ 0.417C—t for the Gas Exchange (3.37)
m
w
C3=2.28+ 0.308 — for compression and expansion (3.38)
Cm
C4=0.00324 [m sflel] for Direct Injection engines (3.39)

where the estimate of w;/c,;, = 10 for the MAN-engine at the NLDA is taken from Ding. The mean piston
speed c;, is calculated using:
¢m =2LsNeng 60 (3.40)

with the engine speed Ne,g in [RPM]. The stroke volume is calculated using the bore diameter Dg and the
stroke length Lg.

inputs p, T, pIR, Neng, @, valve position, A;, Tj, Tgas
outputs Qioss
parameters Dg, Lg, V1, Th, Cy,w¢/cm,Ca, po = f(pIR)
initial conditions -

In the 2-zone model a division is made between the loss in zone I and the loss in zone I1. The solution
proposed by Hohlbaum is adapted:
: 2
m T
Qo _ (—1) = (3.41)
Qloss,z my T

where the two flows equal the total heat loss Qloss,l + Q'loss,g = Q'loss, tot- Since the division in two flows does
not influence the total amount of heat lost.

3.3.6. OHC-equilibrium

Relevant phenomena, hypothesis and assumptions

The OHC-equilibrium is reached fast (compared to other phenomena in the cylinder). The equilibrium con-
dition is a function of temperature, pressure and initial composition. Elements included in the balance are:
H;, 02, H,0, CO,, CO, OH and radicals H and O. The system does not contain any mass. The conversion
of reactants to products is assumed to occur instantaneous. Inputs of the system are the pressure p, tem-
perature T and composition. Parameters in the model are the air composition and the fuel composition.
The output of the system is the composition of reaction products (either in mole-fraction or species mole
number). The behavior of the gas can be accurately described by an ideal gas approximation.

Model equations

The five independent chemical reactions involved in the OHC-equilibrium are determined using the pro-
cedure proposed by Denbigh. The independent reactions are chosen in such a way that the equilibrium
constant is given (as a function of temperature) in Sandler, table 13.1-2. The reactions are:

20 < 0O, (RXN.13)
2H < H, (RXN.14)
1
H2+502 — H,O (RXN.15)
1
CO+ 502 — C02 (RXN.16)

1
OH + EHZ — HzO (RXN.17)
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The incoming flows are air and fuel. Air is [for now, later include Argon and water] assumed to consist of
oxygen O, and nitrogen N,. Nitrogen does not participate in the reactions. Fuel is assumed [for now, later
include sulphur] to be a combination of carbon and hydrogen C,Hy. Fuel is decomposed to components
in the OHC-system. The carbon is introduced in the system as carbon-monoxide CO, which is the carbon
containing species with the lowest formation enthalpy in the system. The oxygen-atom required is coming
from the oxygen O; in the air. The hydrogen from the fuel is introduced as a hydrogen radicals H.

The initial number of moles of oxygen, nitrogen and fuel are No, 0, Nn,,0 and Nc, Hy,00 respectively. Re-
actions can occur both forward and reverse. The molar extend of reaction X; (unit [mol]) is introduced for
each independent chemical reaction. The stoichiometric coefficient for species i in the jth reaction is v;;.
The number of moles of species i is than given by:

M
Ni=Njo+ Y vijXj (3.42)
j=1

where the summation is over the set of .4 independent chemical reactions. The suffix 0 denotes the initial
number of moles.

specie | Initial mole number Final mole number
o)) Noy,0— %XNXxHy,o No,,0— %XNXXH),,O +X1-3X5— 3 X4
N, Npn, 0 N, 0
H) (0] 0 X3+ X5
CO, 0 Xy
(0] 0 -2X3
H YNc,Hy,0 YNc,Hy0—2Xo
H, 0 Xp - X3— X5
Cco xNc,Hy,0 xNc, Hy,0 — Xa
OH 0 - X5
Total z

where X is the final total number of moles and is given by:

1 1 1 1
2= Nog,,0+Nn,0+ EXNCXH}/,O + YN, Hy0— X1 — X2 - EXS - 5X4 - EXS

The number of moles of a specie cannot be negative (N; = 0), resulting in the following restrictions to the
molar extend of reaction:

X3+ X5=0 since  Ng,0=0
X3=0 since  Nco, =0
X710 since Nop=0

2X> < yNc, Hy,0 since Ny =0
Xg—Xg—%X520 since NH220
X4 =xNc, Hy,0 since Nco=0
X5<0 since Noyg=0

X1 - %Xg - %X4 + No, 0+ %xNCxHy,o =0 since Ng,=0

The equilibrium constant K ; is known for each of the independent chemical reactions as a function of
temperature. The activity coefficient a; is determined using the ideal gas mixture equation of state a; = %.
re

A more appropriate equation of state for elevated pressures for a vapor mixture that contains hydrocarbons,
nitrogen, oxygen carbon dioxide and/or other inorganic gasses, is Peng-Robinson or Soave-Redlich-Kwong
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with van der Waals one-fluid mixing rules ([23]).

ao, IGM YO, Pref

Koy = 2 : (3.43a)
ao yo© p
a
Ko = —Ho 1GM Yty Pret (3.43b)
ag Y= P
1
a 2
Kas = Hy0 . IGM _ YH,0 . (@) (3.430)
am, ao, * YH,Y0,? p
1
a 2
Ko = —C0 1 _Jeo (pif) (3.43d)
acoao, ? ycoyo,2 \ P
1
a 2
Kas = H,0 . IGM _ YH,0 . (@) (3.43¢)
aona, 2 youym? \ P

where y; = % and the reference pressure pyef = 1bar. Expressed in the molar extent of reaction this gives:

Y0, No,,0— %chxHy,o + X1 - %Xs - %X4
= = 5 (3.44a)
Yo 4x?
Xo—X3-3Xs
i - 220 (3.44b)
yH (yNe, 1,0 —2X2)
X3+ X
Lo = - T 53 (3.44¢)
YH,Y0,2 (X2 — X3 = 5X5)(N0O,,0 = 5 XNx, 1,0+ X1 —5X3 -5 X4)2
X

Yco, : = 1 4 1 — ¥2 (3.44d)

Ycoyo,? (xNc, Hy,0 = X4) (N0, 0 = 5 XNx, 1,0 + X1 — 5 X3 -5 X4)2
X3+ X

Yo = 3T _32 (3.44e)
YOHYH,? (—X5) (X2 — X5 — 3 X5)2

The sets of equations 2 and 3 can (theoretical) be solved for the 5 unknown in the system ([X]...X5]), obeying
the boundaries for the variables. First [based on the recommendation from docent numerieke wiskunde
NLDA) a standard Matlab solver is used. The problem is reformulated to a minimum search, since Matlab
does not contain a constrained zero-finding algorithm.

5
€0t = Y €j° (3.45)
j=1

where ¢ is the difference between the LHS and RHS for the j-th equation in the set of equations [2].

Satisfying solutions are only found at higher temperatures. For lower temperatures, the constrained min-
imum search does not find a minimum near zero. Investigating the system of equations at low temperature
(T = 1300K), shows that the equilibrium constants are large. There will hardly be any O or H radicals, since
Ka is in the order of magnitude of 10'® and 10!! for reactions 1 and 2, respectively. The other three equilib-
rium constants are significantly smaller (= 107), but still (very) large. Since the equilibrium constants are the
same order of magnitude, their influence on the equilibrium-point will more or less be equal. The definition
of the error €, implies that a small deviation from the equilibrium point, results in an error several orders
of magnitude larger than the optimum. Even a small/the smallest possible step-size in the variables [X] ... X5]
does not guaranty a satisfying solution. More over, since the error at a small deviation from equilibrium be-
comes large, no quantitive measure for the accuracy of the solution is available. Therefore this approach is
not deemed suitable for the problem at hand.

A different approach to the problem is provided by ir. H. Knoll. Using the four conservation of species
equations and five balance equations a set of 9 equations is obtained. By substitution a single expression for
the amount of Hj is found. The 1-dimensional zero-finding problem is solved for the amount of H, and the
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other compositions are calculated from that. Results are good for an air excess ratio smaller than 1. However
from an air excess ratio of 1 and up, numerical problems arise, since the fraction of H, becomes (very) small.
Since the fractions of CO, and H, O are expected to be significant in most situations the same approach as
suggested by ir. H. Knoll is used, but now solving for the amount of CO. This approach also gives numerical
difficulties in situations where (almost) no CO is present (at lower temperature and A = 1). In these specific
cases a solution is found by assuming full conversion to CO, and no CO present in the system, reducing the
number of equation by 2.
Starting with the general reaction equation for the conversion of 1 kmol fuel with air into reaction prod-
ucts.
CoHy+ A+ 5) +3.76N) —

(RXN.18)
—aCO+bCOz2+c0,+dH,0+e0O+ fN,+gH,+hH+iOH
In total there are 9 unknown variables ([a...i]). Conservation of species dictates:
x=a+b conservation of C (3.46a)
y=2d+2g+h+1 conservation of H (3.46b)
3.76 A (x+ %) =f conservation of N, (3.46¢)
2/1(x+%) =a+2b+2c+d+e+i conservation of O (3.46d)

The mole fraction of a specie is the number of mole of a specie divided by the total number of mole in the sys-
tem. The total number of reactants is assumed to be n. The set of equilibrium equations [2] can be expressed
in the unknowns [a...i].

/
an = 22 Pref LR (3.47a)
yo© p le/n]* p
YH, Pref (8/n] Pret
Kyo = — = — 3.47b
1
al 2
Kas = YH,0 : (pref) 2 _ [—n]1 (pref) 2 (3,47
Y Y0,2 \ P (g/nllc/n)z \ P
1 1
2 b/ 2
Kaa = yco, : (pref) _ [b/n] : (pref) 3.47d)
ycoyo,2 \ P la/nl[c/n)z \ P
1 1
1 d/ 1
Ka'5:yH—20(if)2 - [—n]l(pref)2 (3.47¢)
youym? \ P [c/nllg/n2 \ P
Rearranging this equation and introducing five auxiliary constants to improve the readability.
2 . n Pref
e =cCy with C; = (3.48a)
Kar p
. n Pref
h*=gC with Cry = (3.48b)
glir 11 Kaz P
gZCZdZC[H with Cyyy = szref (3.48c)
Ka,S p
@c=bCry with Cpy = - 20 (3.48d)
Ka,4 p
i’g=d’Cy with ¢y = 2 2r¢f (3.48¢)
Ka,s p
By substitution the set of equations is reduced to two equation expressed in the variables b and d. Using
a=x-b
b 2
CLZCZbZC[VDCZ(—) C]V (3.49)
x=b
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This result is used to find an expression for g:

d? da? a vC
g’ = —Cin = gic=d*Cyy = —Cir=>g=—— Cm (3.50)
(s5) e w5 Vv
The result is again used to express h in the variables b and d:
d Cp
h= gCH: ——C][ (3.51)
v Y T
The same can be done for e:
b 2
e=+/cCr= (m) CrvCr (3.52)
and from the conservation of H it follows that:
d C a vC
i:y_zd—Zg-h:y_zd—z(T A 197! (3.53)
w5 Vv w5 Vv

Now, to summarize the results so far, the set of 9 equations and 9 unknown is, by substitution, reduced to
2 equations expressed in the variables b and d. The reduced set of equations is (from the conservation of O
and the last equilibrium equation):

1 1 1 1
c:)L(x—X)——a—b——d——e——i (3.54a)
4 2 2 2 2
b 2
=|—- C =
(2] e
-b b \? d VC d VC
A= 22 p a2 (—) CryCr——y-2d—2|—— Y| | =Y,
4 2 -b b_/Crv _b_/Crv
x-b x—b
1
d?=—[y-2d-2g-hl’g (3.54b)
Cv
2
1 2d—2 d VCipr d \/CIIIC d vCr
=— |y-2d-2—— N e | —
Cv L VCiv +—5 VCiv L VCiv

The objective now is to express d as a function of c¢. To simplify the manipulation of equation, two auxiliary
variables are introduced:

1
Ci=y/— 3.55
1 Cy (3.55a)
1 VC
Co= | (3.55b)
\ L VIV
resulting in
d=C [y—zd—chzz—\/dCZZCH] Vdc, (3.56)
Bringing all terms to RHS:
Ci|yVdC, -2dVdC, -2dVaC} - dCE\/Cr | -d =0 (3.57)

Rearranging terms gives:

(<261~ 2G1 )V +(-CiCEV/Cr -1V +(CiCoy) Vd =0 (3.58)
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Dividing by v/d drops out the (unwanted) solution d = 0 and leaves a second-order equation to solve. The
variable d can be expressed in the variable ¢ (recalling C, to be a function of only b):

—Bg+/B5-4A,Cy
d =
Ve 244

(3.59)

where
Ag=-2C1C,—2C,C}
By=-C1C5\/Crr—1
Ca=CCy

A single equation with one unknown variable b is obtained, which can be solved. From that, using equations
[8] to [12] and [18], the other variables can be calculated. However, the total number of reactants n (embedded
in the constants [C;...Cy] is not known in forehand. Rather than substituting all results in the constants
[Ct...Cy] (and making them variables), a numerical solution is chosen. The number of reactants is estimated
(based on full conversion to CO, and H, O, and by iteration updated until the number of reactants is constant
(Inj—nj_1| < required accuracy (5- 107%), with Jj the number of iterations). The solution converges well, and
required simulation time is short enough to allow for this iteration [for now at least].

The solution for b - the amount of CO» - can theoretically lie between 0 (no CO-) and x (all carbon in

conversed to CO,). A satisfying solution using this approach is found at high temperature (more dissocia-
tion) and in situations with an air excess ratio smaller than 1. In other situations (i.e., low temperature and
A = 1) the solution lies very close to full conversion to CO,. In cases where the parameter b is not found accu-
rately enough (residu > threshold), the search is (stepwise) refined in the area of complete conversion. This
approach gives satisfying results over a wider range of temperatures and air excess ratios.
However, at a certain point (in the A — T-domain) the amount of CO is so close to full conversion, that nu-
merical problems arise (mathematically: (x — b) — 0). To overcome numerical difficulties, when the amount
of CO is insignificant [lower than threshold], it is assumed that all carbon is conversed to CO; and no CO is
present. With three variables known (a, b and f), the total set of 9 equations reduces to 6 equations (with 6
unknown variables): the carbon and nitrogen balance and the equilibrium equation for CO - CO, drop out.

Following the same procedure for the reduced set of equations as above, starts with the following set of
equations:

y=2d+2g+h+i conservation of H (3.60a)
2A(x + %) —2x=2c+d+e+i conservation of O (3.60b)
e = cC; with ¢ = - Pret (3.60¢)
Kas1 p
. n Pref
n?*=gC with Cy = (3.60d)
8lrIr 11 Kez P
gZCZdZC]H with Cyy = Lpref (3.60e)
K2, p
a,3
i2g=d’Cy with Cy = 2 2ref (3.600)
Ka,S p

Again, by substitution, two equations - now dependent on the variables ¢ and d - are formulated:

2A(x+ L) —2x=2¢c+d +Ve/Cr +dV/Cry [ | —e— 3.61a)
d2c d2c d2C
y:2d+2\/ oy ¢ Mo+ | —L (3.61b)
C C \/m
C
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The first equation from the set is rewritten as:

1 1
2A(x+ L) —2x=2¢c+d + e/ +d\/Cry Ve =
4 Ve d
(3.62)
=2c+d+/c\/Cr+Vd\/Cvy| Ve
VCrir
Bringing all terms to the RHS, leaves a second-order equation of vVd :
1 y
Vad' + |V Ve Vd+(2c+ e/ Cr-2Ax+ L) -2x) =0 (3.63)
VCirr ( 4 )
Now, V/d can be solved for ¢, using:
—By+1/B5-44,Cy
N (3.64)
’ 244

where

B;=+v/Cy c
vCirr

Cd=26+ﬁ\/C[—ZA(X+%)_2x

From the set of equations [20] only the second remains, reducing the problem to a 1-dimensional zero-
finding. Once the variable c is determined, the rest of the variables can be calculated. As was the case previ-
ously, n is assumed known - which is not the case - and must be determined by iteration.

Validation

In order to validate the results, first a qualitative check is performed. The equilibrium composition is calcu-
lated for different temperature, pressure and air excess ratio. Results are plotted with only one input variable
varying, while keeping the other two constant. It is expected that the final composition is a smooth function
of each of the three variables.

In figure 3.4 the final composition is presented at constant temperature and pressure for a varying air excess
ratio. The amount of CO and OH decreases with increasing air excess ratio, as is expected. For an air excess
ratio smaller than 1, almost al oxygen O is conversed. At higher air excess ratios, oxygen is present in larger
quantities in the final composition. The mole fraction of carbon-dioxide CO, and water H, O decreases at air
excess ratios larger than one. This does not mean there is less carbon-dioxide and water formed, but merely
shows that more of the other species are present (nitrogen and oxygen, since more air is added to the same
amount of fuel).

In figure 3.5 the final composition is presented at constant pressure and air excess ratio (1 = 0.6), for vary-
ing temperature. From low to medium temperature the equilibrium shifts towards the formation of water and
carbon-monoxide, away from hydrogen and carbon dioxide. At higher temperatures (> 3300), dissociation
results in H and O radicals, mainly at the expense of water formed. The same happens at an air excess ratio
slightly larger than 1, as can be seen in figure 3.6. But now, dissociation leads to less CO, and less H,O.

At a high temperature (T = 4000K) and an air excess ratio slightly above 1, the effect of pressure is inves-
tigated. At such a high temperature, the effect of dissociation is expected to be significant. This can be seen
in figure 3.7. Increasing the pressure has the effect of reducing dissociation; this is in-line with expectations.
At low temperatures (T = 500K) there is almost no dissociation and pressure effects are insignificant for the
final composition, as can be seen in figure 3.8.

Calculations are performed for a wide range of the three variables. Each intersection of the resulting
output-data, gives a composition that is a smooth function of each input variable. The effect of dissociation,
which plays a significant role in the formation of NO, is seen at higher temperatures. The implementation is
suitable for use from Simulink.
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Pressure = 101 bar, and air excess ratio =1.1
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Temperature = 500 K, and air excess ratio= 1.1
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Figure 3.8: Composition at A = 1.1 and T = 500K

3.3.7. NO-formation model

Relevant phenomena, hypothesis and assumptions

The extended Zel'dovich mechanism is used, under the assumption that OHC-equilibrium is achieved before
NO-formation becomes significant. The NO-formation is decoupled from the OHC-equilibrium. The addi-
tional assumption that NO-concentrations are much less than there equilibrium values, the reverse reactions
can be neglected.

Model equations
The rate of formation of NO is given by:

d[NO]
dt

= kn,1£[OI[N2]+kn 2 [N1[O2] + k3¢ [INIIOH] = kn,1 [INOIIN] - kn 2, [INO][O] - kn,3r INOI[H] (3.65)

The rate of formation of NO under the assumptions stated in this section, as explained in Chapter 2, is sim-
plified to:
d[NO]

dt

The concentration of [NO] (unit [kmol/m3]) can also change as a consequence of a volume change:

= 2kN,1f[O]eq[N2]eq (3.66)

- Nyo—~ 3.67
dr  dt\ v NO (3.67)

dINOl _d (NNO)_ L dNno d+
vV odt dt

where the first term on the RHS represents the formation of NO and the second term on RHS represents the
effect of volume change on the concentration. Now, only looking at the formation of NO:

1 dNno No Nn2
v 4 =2kn,1£[0leq[Naleg =2kN,1f77 (3.68)
Dividing by the volume results in the expression for the formation of NO:
dNno 1
=2k NoNn2— 3.69
ar N1 NoNN2 17 (3.69)
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where the forward reaction rate coefficient ky,1 ¢ =1.8- 10" exp(—38370/ T) is highly temperature dependent
(unit: [m3/kmol—s) and temperature in [K]) Turns [31]. Further more N O-formation depends on the amount
of O-radicals, N>-atoms and the volume available. The total amount of NO formed is calculated based on
integration:

1
NNO:kaN,lfNONNZth (3.70)

Taking reverse reactions into account

The rate of formation of NO is only significant at high temperatures (>1800 K). The strong N triple bond has
a high dissociation energy of 941 kJ/mol. this effect, represented by the high activation energy, makes it the
rate limiting step of the extended Zel'dovich mechanism. Oxidation of nitrogen atoms requires less energy
and the rate of consumption of free nitrogen atoms becomes equal to the rate of formation. Therefore, a
quasi steady state can be established.

When taking the reverse equation into account and assuming the formation of nitrogen atoms rate limiting,
equation 3.65 reduces to [21]:

dINO] _ 210 knirkn,2f[N211O02] - kn,1rkn 2, [NOJ? ) knrknzr[N21IOH]O] - kn1rkn,3r [INOI?[H]
dt kn1r[INOI+ kn2£[O2] + kn3r[OH] kn1r[NOI+kn2£[O2]+ kn3r[OH]

(3.71)






Measurements

4.1. Introduction

In order to validate the model, measurements are performed. As described in Chapter 2, the NO-formation
strongly depends on the state of the gas in the cylinder. The model will only predict emissions accurately
when the in cylinder process is captured adequately.

4.2. Measurement set-up

Measurements are performed on a four cylinder line engine MAN4L20/27, located at the Royal Netherlands
Naval College, which is part of the Netherlands Defense Academy. The measurements are performed at differ-
ent steady-state operating points. At each operating point, both the engine variables as well as the emissions
are measured.

4.2.1. Engine
The maximum effective power of the engine is 340 kW at 1000 RPM. The main parameters of the engine
are presented in Table 4.1. The valve timing is taken from the engine manufacturers manual. Before the
measurements started, an attempt is made to measure the valve position as a function of the crank-angle.
The available equipment made accurate measurement difficult. The deviation in measured values from the
engine manual is large. The results are presented in Figure 4.1. The difference in exhaust valve opening is over
14 ° and in inlet valve closing over 18 °. In the lifetime of the engine the camshaft might be changed. No engine
documentation, which indicates a change of camshaft, is found. The lack of accuracy in the measurement of
the valve position, led to the choice of taking the values presented in the engine manual for the valve timing.
The measurement grid is defined to obtain results at constant engine speed as well as constant torque.
Constant engine speed results in a constant residence time in the cylinder. Constant torque results in an
almost constant heat input. The main reason that constant torque does not result in constant heat input, is
the heat loss, which is also a function of engine speed. The measurement grid used is depicted in Figure 4.2.
Data acquisition is split in two parts. Most variables are considered to be time invariant at a steady-state
operating point. Two signals are (highly) time-variant, namely the cylinder pressure and the pressure before
the turbine. The cylinder pressure is an important matching parameter for the model. The pressure before

Table 4.1: Engine main characteristics

Parameter

Model MAN41.20.27
Number of cylinders 4

Bore 0.20 m
Stroke 0.27 m
Connection rod length | 0.52m
Compression ratio 134
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the turbine is variant, due to the pulse turbo charger configuration. The pressure before the turbine only be-
comes relevant when the valves are also part of the model.

The pressure in each of the four cylinders is measured over time. Data acquisition is limited to 150 000 data
points at 50 075 Hz, which yields 18 to 25 complete cycles depending on engine speed. The pressure signal
has to be transposed in two direction. The pressure sensors do not have a correct absolute value. The pres-
sure signal has to be vertically sifted to the correct value.

Secondly, the TDC-sensor is not very accurate. The pressure signal has to be shifted horizontally to match the
volume signal.

The vertical shift of the pressure signal can be computed in different ways. An option is to look at the com-
pression just after IC. The gas composition in the cylinder is close to air. The gas temperature is approximately
the same as the wall temperature. Therefore heat loss will be minimal and the process can be assumed to be
adiabatic. With low velocities inside the cylinder, the process can be viewed as isentropic. In this case the
polytropic exponent 7 is equal to the isentropic index k, which is known for an ideal gas (k = 1.400).
However, a more straight forward way of matching is used in this thesis. The vertical shift of the pressure sig-
nal is calculated using the assumption that just after BDC, when the piston speed is low, the cylinder pressure
is equal to the inlet receiver pressure. The piston is moving in an upward direction, so flow velocities in and
therefore pressure losses over the intake channel will be low. The average cylinder pressure between BDC and
IC is matched to the measured inlet receiver pressure. The calculated average pressures between BDC and IC
and the inlet receiver pressure are presented in Figure 4.3, along with the pressure signals.
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Figure 4.3: Pressure shift: Vertical to match pyr between BDC and IC (left) and TDC-shift to match mechanical efficiency 7, at full load
(right)

The TDC-shift, which is necessary to match the pressure signal to the volume signal, can be calculated in
different ways. One option is the measure the cylinder pressure of one cylinder in the un-fueled condition.



46 4. Measurements

Due to heat loss the highest cylinder pressure will be located just before TDC (approximately 0.5 degrees).

A different approach is taken. The mechanical efficiency is specified by the manufacturer for the full load
condition. The indicated work can be calculated for different TDC-shifts. With known engine speed and
number of cylinders this can be converted to indicated power. The power of the engine is measured at shaft
(water brake). The ratio between brake power and indicated power is the mechanical efficiency.

The TDC-shift is calculated at 314 kW at 1000 RPM. The value for the TDC-shift of 0.7, which is found, is kept
constant over the entire engine envelope. This value coincides with the value found by Ding for the same
engine Ding [10]. Due to change in torque on the crankshaft, TDC-shift will be effected. However, effects are
assumed to be minimal. The indicated power and associated mechanical efficiency are presented in Figure
4.3. A small shift in TDC has profound impact on the indicated power, explaining why the TDC-sensor accu-
racy is not sufficient.

With the TDC-shift fixed, the mechanical efficiency 7, can be calculated for all operating points under con-
sideration. The results are presented in Figure 4.4. Mechanical efficiency decreases with engine speed and
engine load. The first is explained by the fact that the mechanical efficiency increases with charge pressure
[25]. The effect of engine load is partially explained by the increase in charge pressure, but also by the fact
that the same mass has to be rotated while indicated power is less. Resulting in a relative (to the indicated
power) larger mechanical loss.

efficiency engine [%]
T T =
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850 1000
Engine spead [APM]

Figure 4.4: Mechanical efficiency calculated from measured brake power and indicated power from p-V measurement

In the pressure signal some high frequencies are observed. Two possible explanations are irregularities due
to the combustion process and wave formation in the channel of the pressure sensor. Comparing different
cycles of the same cylinder shows the higher order frequencies to overlap for different cycles, as can be seen in
Figure 4.5 (left). Since there is some difference between the different cycles of one cylinder, the average value
of all cycles measured is taken at each piston postion with a cycle. The cycle averaged pressure signals for all
cylinders are compared. From Figure 4.5 (right) it can be observed that the higher order frequencies overlap
as well. This overlap does not seem to be random, as would be expected from combustion irregularities. An
explanation coming from the shape of the pressure sensor channel seems more appropriate.

A Fast Fourier Transformation (FFT) show the frequencies in the pressure signal. At the lower end of the fre-
quency domain the engine speed and its higher orders are observed (Figure 4.6 (c)). The peak around 1100
Hz (Figure 4.6 (d)) is not associated with the engine speed and seems to have another source.
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Figure 4.5: Measured pressure: different cycles of cylinder 1 (left) and average measured pressure of all four cylinders (right)

The higher order frequencies are undesirable, since the pressure signal acts as an input. Derivatives become
large and can introduce instability in the simulation. Smoothing of the pressure signal can be done in several
ways. Applying a low pass filter (LPF) on the FFT-data and converting back to the time domain is an option
to filter out the higher order frequencies, as can be seen in Figure 4.6. A downside of this approach is that the
indicated work is smaller in the filtered signal. The sharp increase in pressure at SOC is in the same frequency
range as the disturbance and therefore also filtered out by the LPE This is an undesirable side-effect.

An anti-causal model is suggested by Ding [10]. The average cylinder pressure of several cycles is taken as an
input. While taking heat loss into account, the heat release rate is calculated and (multiple) Vibe-curves are
fitted. Based on the Vibe-curves the pressure profile within the cylinder is calculated. The results obtained by
Ding [10] look good.

Since developing an anti-causal model using the set of equations from the OHC-equilibrium is time consum-
ing [and difficult], a more simple approach is taken. Compression and expansion are fitted linear in the log
p-log V-diagram and the combustion (point 2 to 4 in the Seiliger diagram) using a 4™-order polynomial.

During post-processing of the measured data, it was observed that the pressure of cylinder 4 - and to a lesser
extend that of cylinder 1 - deviates significantly from the others, as can be seen in Figure 4.7 (a, b). The choice
is made to first take the average of all cylinders, before smoothing. The average un-smoothed signal of all
cylinders lies closely to the signals of cylinder 2 and cylinder 3 and is therefore expected to be representative.
The effect of smoothing can be seen in both the logp-logV-diagram as well as in the p-¢-diagram in Figure
4.7 (d, c).

4.2.2. Emission measurement equipment

Emission measurements are performed using the Horiba PG-350E portable gas analyzer. The sampling is
done using the M&C PSP4000. The measurement of NO is done using a Fluid Modulation and Chemilumi-
nescence type Analyzer. The NO is oxidized using ozone Os to an exited state of NO;. The (extremely fast



48

4. Measurements

pressura [bar]
P
5 32

w
E

Mesured pressure signal
—— Filered pressure signal

00z 004 008 008 01 [RE]

time [s]

3
T

pressura [bar]
o
2
T

. Wi asured pressure signal
- ——— Filtered pressure signal

1P
-
&

0.08s
time [s]
d
Me-asured Fequencies
@ quencies passes by LP-filler
- | b
200 10 600 80O 1000 1200
1[Hz]

Figure 4.6: Frequency analysis using FFT: measured and filter signal (a), with zoom in at the peak pressure (b) and the frequencies in the
signal (c) and a detail of the filter frequencies (d)

90

80

60

50

Prassura [bar]

40

30

20

90

80

60

50

prassura [bar]

40

30

20

100 200 300 400 500 600 700
Volume [m]

T T T T T T T
Weasured pressure
Smoofhed pressure [ -

100 200 0 400
Crank angle [*]

Pressura [bar]

Prassure [bar]

Volume [m?]

Figure 4.7: Pressure: measured signal versus crank-angle (a) and in logp-logV-diagram (b), and the average measured and smoothed
signal versus crank-angle (c) and in logp-logV-diagram (d)



4.3. Results 49

Table 4.2: Dry air composition

Component Volume fraction [%]
Nitrogen N, 78.084
Oxygen 0)) 20.947
Argon Ar 0.934
Carbondioxide CO, 0.035

Table 4.3: Antoine equation parameters for water valid for temperatures 304 K< T <333 K

Parameter Value
A 5.20389
B 1733.926
C -39.485

occurring) change to its ground state radiates light.

NO+ 03— NO; +02
NO; — NO, +light

In the low concentrations of NO found in the flue gasses, the radiated light is proportional to the NO con-
centration. To measure NO, the NOy is first converted to NO. The analyzer can at any time only measure
NO or NOy (switching takes approx. 20 sec).

The concentrations of CO and SO, are measured using a 'fluid modulation and infrared absorption’-type an-
alyzer. Molecules consisting of different atoms can absorb infrared rays in a specific wavelength region. The
absorption of infrared light corresponds with the concentration. The amount of transmitted light is attenu-
ated by the amount absorbed and reaches the detector.

4.2.3. Atmospheric conditions
The temperature, pressure and relative humidity of the intake air is measured. The composition of dry air is
presented in Table 4.2. The vapor pressure of water is calculated using the Antoine equation:

logo Psar = A— 4.1)

T+C

where the temperature T is in Kelvin and the saturation pressure ps,; in bar. The coefficients are obtained
from Linstrom and Mallard [17] and presented in Table 4.3. The volume fraction of water in air can be calcu-
lated based on the partial pressure of water in the air:

pmo  RH/100- psay
p p

YH,0= (4.2)

where RH is the measured relative humidity expressed in a percentage.

4.3. Results

4.3.1. Trapped conditions

The focus of the simulation is calculation of NO-formation. Therefore, the focus lies on the process between
start of combustion (SOC) and exhaust valve opening (EO). To determine the state in the cylinder at SOC,
simulations are performed with a single zone model. Until SOC there is no combustion, so the model is
formulated to provide pressure as an output, which is matched to the measured pressure signal. The enthalpy
of the air in the cylinder is calculated based on the inlet receiver temperature and corrected for heat pick-up
during inflow. The condition of the gas in the cylinder at IC is denoted as the trapped condition.

The heat pick-up is modelled using the experimental equation from Zinner, using the parameters suggested
by Ding [10]. The temperature of the gasses in the cylinder at IC is called the trapped temperature. The
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trapped temperature Trr is assumed to be equal to the induction temperature:

1
Trr=Tir+ 5 (TN — TiR) 4.3)

where the temperature of the metal 77y = 513K. The measured inlet receiver temperature and the calculated
trapped temperature are presented in the top row of Figure 4.8.

The pressure inside the cylinder is assumed to be equal to the inlet receiver pressure at the moment the inlet
valve closes. The inlet receiver pressure pyr is presented in Figure 4.8. Knowing pressure, temperature and
volume at IC, allows the calculation of the number of mole in the cylinder. Using the Ideal Gas Law gives
N = %. Based on the composition of air, the mass in the cylinder can be calculated.

The mass flow air entering the engine is measured and presented in Figure 4.8 at right side of the middle row.
The engine is a turbo-charged 4-stroke engine with a valve-overlap of 100°, so scavenging is expected. From
the mass flow air entering the engine r;,, a part is kept in the cylinder during the closed part of the cycle
Mresn and a part slips trough the cylinder rivg; .

Mip = mfresh + mslip (4.4)
Defining the "slip" factor as proposed by Stapersma [25]:

8T,
== sttp (4.5)
Mfresh

The slip factor s can be calculated under the assumption that the scavenging efficiency is high (ns. = 1).

The cylinder is under this assumption completely filled with fresh air, so mrr = meg. As can be seen from
Figure 4.8 left bottom, the calculated slip factor is not always positive. This could mean one (or more) of the
assumptions regarding trapped pressure or temperature is incorrect. For the slip factor to become positive
the trapped pressure must become lower than the inlet receiver pressure. This seems unlikely, since the pis-
ton is moving in an upward direction and so reducing cylinder volume.

The trapped temperature seems to be somewhat on the low end. Increasing the trapped temperature to a
level where the slipflow is positive by employing the experimental equation from Zinner would require a
metal temperature of 900 K, which is unrealistic. Another possibility is more heat pick-up during intake. The
intake channel of the MAN is relatively short and cylinder cooling water is of an expected temperature (~ 80°
C). The heat pick-up should be more than twice the amount suggested by the experimental equation, which
seems unlikely for this engine.

Another explanation would be that the scavenging efficiency is not high. In fact the negative slip factor sug-
gests back flow from the exhaust receiver. The turbo-charger on the MAN engine is a pulse-type originally
matched to a 6 cylinder engine (opposed to the 4 cylinder engine it is mounted on). Where a pulse turbo-
charger usually enhances part load performance in terms of filling efficiency, an adverse effect may occur
here. The actual amount of back flow is less than suggested by the slip factor, since the flue gas temperature
will be (much) higher than the induction air temperature.

At this point no further calculations are performed. It is noted that the assumption of high scavenging effi-
ciency probably does not hold at low load due to back flow.

4.3.2. Fuel consumption and air excess ratio

The fuel flow to the engine is measured and the results are presented in Figure 4.9. The fuel flow is determined
by supplying the engine fuel from a measurement tank on a scale and measuring weight and time required to
consume the fuel. The engine has some leak flow of fuel, which is measured. In this leak flow will be some oil
contamination. The leak flow is assumed to contain 75% fuel.

The optimum in specific fuel consumption (SFC) lies between 80 and 90% of the engine speed. An optimum
is found at 900 RPM at 70% of the nominal engine power (340 kW). Based on the measurements an exact op-
timum is difficult to determine. The fuel flow is decreasing with engine speed at constant torque. Although
correct, this is not intuitive. The bottom left part of Figure 4.9 shows the same fuel flow, but now as a function
of engine power. Fuel flow increases almost linear with power. At the same power a lower engine speed is
favorable for fuel consumption, indicating operation closer to the MCR-line gives a better fuel economy.
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Figure 4.8: The inlet receiver temperature and absolute pressure of the air, trapped temperature, measured air flow, calculated slip factor
and trapped mass
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The overall air excess ratio A is based on the measured air flow and fuel consumption and presented at the
bottom right of Figure 4.9. The combined effect is a decrease of air excess with increasing load.

4.3.3. NO, and NO emissions
Although the model aims at the prediction of NO, also NOy is measured. Measurements in each operating
point are performed three times. The results are within a 5% range. The measured values in PPMv are also
made specific with respect to time and delivered energy. The results are presented in Figure 4.10.

The assumption that the NO,-emission from a diesel engine mainly consists of NO, can now be quantified.
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Figure 4.10: Measured NO (left column) and NOy (right column) emissions in PPMV (top row), per hour (middle row) and specific
emissions (bottom row)

From Figure 4.11 can be seen that the fraction of NO in NOy is more than 90% based on volume. In the most
frequently used power range - from a medium to a high power - the fraction is even larger (> 95%).
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Figure 4.11: The measured volume fraction of NO in NOy



Analysis

5.1. Introduction

In this chapter, the simulation model developed in Chapter 3 is matched with the measurements presented
in Chapter 4. The original model formulated by Hohlbaum has a single tuning parameter: the air excess ratio
in the flame front. Three of the original assumptions the model is based on prove relevant in this chapter:

e Zone I contains all mass at start of combustion and zone II no mass;
e Zone I contains no mass at exhaust valve opens and zone I contains all mass;
¢ The air flow passing the flame front is constant.

The first assumption determines the initial conditions for the simulation and will be discussed in the next
section. Once the effect of the initial conditions on the simulation is discussed, an attempt is made to match
the model using the air excess ratio as a tuning parameter. Since the tuning parameter proves insufficient
to completely match the model to the measurements, the assumption regarding the air flow is examined in
more detail in Section 5.4

5.2. Initial conditions

The initial conditions for the simulation are the enthalpy of the gas in the cylinder, the composition of the gas
in the cylinder and the volume of zone I and I1.

Two of the three required initial conditions for the simulation with the two zone model from SOC to EQ, are
known; the enthalpy comes from the pre-processing with the single volume model (see Appendix A) and the
composition is taken to be air. This is not exactly true, since some residual gas will still be left in the cylinder.
Based on the slip factor the approximation of the initial cylinder composition to be air, holds at higher loads,
but at low loads a small error is introduced.

An initial condition which is more difficult to obtain is the initial volume of zone I and zone 1. Hohlbaum
suggested the assumption that zone I holds no mass at SOC. In order to investigate the influence of the ini-
tial volumes, simulations are performed with different initial volume of zone I1.
Differences in results are significant in two areas of interest. First, the initial volume of zone II influences
the temperature development of zone I1. Temperature largely influences the formation of NO. Second, the
calculated fuel consumption differs for different initial conditions for the volume of zone I1. The effect of the
initial volume of zone 11 is presented in Figure 5.1 for an operating point at 900 RPM and 1500 Nm torque.
Fuel consumption is a measured quantity. For example, at the operating point presented in Figure 5.1 there
is 0.0631 mol of fuel injected in a cylinder each cycle. Therefore, at this specific operating point, an initial
volume for zone I1 of 10%, gives a simulated fuel consumption that best matches the measured fuel con-
sumption. The effect of the initial volume on fuel consumption in the simulation is the same in all points
investigated. A small zone I results in more fuel consumption.
The increase in fuel consumption associated with a small initial volume of zone IT is explained by the fact
that the low air excess ratio in the small volume, has a smaller contribution to overall density than a larger
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Figure 5.1: The burn rate of fuel (left) and the total amount of fuel burned (right) at 1500 Nm torque and 900 RPM

volume with a slightly higher air excess ratio.

The amount of fuel injected is calculated in a control loop based on the difference between the cylinder

volume and the combined volume of zone I and zone 1. The relative difference between he cylinder volume
and the combined volume of zone I and zone I1 is presented in Figure 5.2. At a smaller initial volume of zone
I1, more fuel is injected, resulting in a larger combined volume of zone I and zone /1. In order to ‘'match’ the
volumes, more heat should be lost during expansion. The extra fuel injected just after SOC, has to be dissi-
pated in order to match the measured pressure and volume. As confirmed by fuel measurements, too small
of an initial volume of zone I7 results in an over-estimation of fuel consumption. This leads to an energy
increase within the volume, that is too large for the later part of the expansion process. This can be seen in
Figure 5.2 (bottom left, green line) for an initial volume of zone II of 2% of the cylinder volume. A minimum
initial volume of zone 11 is 5% of the cylinder volume is required to keep the combined volume of zone I and
zone I within the cylinder volume.
The results for an initial volume of zone I1 of 5%,10% or 20% can give a relative difference less than 0.5%,
which is satisfying. When the initial volume of zone I1 is chosen too large, the difference between the com-
bined volume of zone I and zone 11, also becomes larger. This is due to the fact that there are relative much
molecules at a higher temperature, increasing the volume occupied by these molecules. The results for four
different operating points are presented in Figure 5.2.

The estimation of the initial volume of zone I1 is done at each operating point based on measured fuel con-
sumption. The measured and simulated fuel consumption is compared for four different operating points.
The points are at 900 and 1000 RPM and at 2000 and 2500 Nm. In this part of the engine operating envelope
the slip factor is positive. Simulations are performed for three different initial values for the volume of zone
I1. The relative difference in fuel consumption for these four operating points and three initial volumes is
presented in Figure 5.3. The relative difference is defined as:

. . simulated value - measured value
relative difference = -100% (5.1)
measured value

Although the trend is the same for the four operating points, no single value for the initial volume can be
found that matches the simulated fuel consumption to the measured value.
As mentioned at the begin of this section, the temperature of the gas in zone I is also affected by the choice
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of initial volume of zone I1. In Figure 5.4 the temperatures of zone IT are presented for three different initial
volumes of zone I1. The example presented is at the same operating point as described before: 900 RPM and
1500 Nm torque.

A larger initial volume of zone II results in significantly lower temperatures in zone II. As temperature
strongly influences N O formation, the correct choice of the initial volume is of essence.

Crankangie ']

Figure 5.4: The temperature of zone II at 1500 Nm torque and 900 RPM

5.3. Tuning the air excess ratio in the flame front

The simulated temperature and composition are used to calculate the NO formation within zone I7 of the
cylinder. The concentration of NO is calculated based on the total number of mol in the cylinder and cor-
rected for the scavenge flow through the engine. The four operating points under consideration all have a
positive slip factor and residual gas at IC is assumed to be negligible.

Details of the input to the NO-formation model are presented in Appendix D. The results for an air excess
ratio of 0.7 in the flame front using only the forward reaction kinetics are presented in Figure 5.5 (left). The
calculated emission are high compared to the measured emissions. When also considering the reverse reac-
tion under the assumption of quasi steady-state, as described in Section 3.3.7, results are more in line with
measurements. However, the relative deviation can still be large for some initial values of the volume of zone
I1.

There is an initial volume in which the simulated NO-emission matches the measured NO emission. How-
ever, since the fuel flow is not matched between simulation and measurement, results provide little insight.

Since it is not possible to match both the fuel consumption and the NO emissions with measurements

using the same initial conditions, tuning is required. Until now, the air excess ratio in the flame front is kept
constant at 0.7. By adjusting this parameter, the model can be tuned. In Figure 5.6 the results for three
different values of the air excess ratio A are presented. The air excess ratio does influence the amount of fuel
injected. The relative difference between the measured and simulated fuel flow, does not show a combination
of air excess ratio and initial volume of zone 11, that will match the fuel flow exactly.
The calculated NO fraction in the flue gas is also influenced by the choice of the air excess ratio. Although
there are combinations for the air excess ratio and the initial volume of zone 11 where the relative error in NO
emissions is zero, no single combination can be identified as the correct solution. Especially, since the fuel
flow is not correctly matched.

The simulated fuel flow into the cylinder is between 6 and 17% lower than the measured fuel flow. The
evaporation of fuel is not modeled, as suggested by Hohlbaum. Modeling the evaporation of fuel would in-
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clude two effects. Firstly, heat would be required to evaporate the fuel. The energy used to evaporate the fuel
would lower the temperature in the cylinder. Secondly the fuel, especially when evaporated, would occupy
volume.

The first effect would lead to more fuel addition, since fuel flow is a controlled variable. The second effect
would reduce the fuel flow to the cylinder, also since the fuel flow is a controlled variable. The combined
effect is difficult to estimate, but would certainly not increase calculated fuel consumption by 10 percent or
more.

A lower temperature in zone /I would decrease the NO-formation and bring it closer to the measured val-
ues. The fuel flow is best matched at a small initial volume of zone II and at a relative low air excess ratio in
the flame front. For the NO-formation the opposite holds: a small initial volume of zone I and relative low
air excess ratio, the matching shows a large deviation, where the simulated value is up to 4 times the mea-
sured value. Although NO-formation is strongly dependent on temperature, it is doubtful if inclusion of the
evaporation of fuel would reduce the NO-formation by a factor 4.

5.4. Adapting the air flow passing the flame front

The air excess ratio as only tuning parameter provides too little possibilities to tune the model to correctly
simulate fuel flow and NO-emissions. The air flow passing the flame front is assumed to be constant. As
is explained in Appendix B, it is not possible to calculate the air flow passing the flame front based on the
measurement data available. However, it is possible to modify the assumptions with respect to the air flow
passing the flame front. The assumption that all gas is in zone I7 at EO is kept. So, at the time the exhaust
valve opens, the cylinder is assumed to be perfectly mixed. The amount of air that passes the flame front from
SOC to EO is determined by the initial volume of zone I, which also fixates the initial volume of zone I.
Next to a constant air flow passing the flame front, two different assumptions are evaluated. An air flow that is
initial zero and linearly increases and an air flow that is initially at its maximum value and decreases linearly
to zero at EO. Of course, many other shapes of the air flow profile are possible, but the purpose now is to see
if there is a solution where the simulated fuel flow matches the measured fuel flow.
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Figure 5.7: The relative difference between simulated and measured fuel flow (left) and NO fraction in the flue gas (right) for different
profiles of the air flow passing the flame front

Figure 5.7 shows the results for the three assumed profiles for the air flow passing the flame front. The
results for the fuel flow using a linear positive flow profile match the measured values at an initial volume of
zone I1 of 10%. However, the NO emissions calculated are over twice the measured values.
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5.5. Conclusions

Hohlbaum concludes his work stating the agreement between measured and calculated results is pretty good
[18]. The results obtained by Hohlbaum are not reproduced by the model developed. The assumption that
zone 11 holds no mass at SOC, results in to much fuel injected in the first part of the combustion process.
This leads to an excess of energy within the volume and therefore a combined volume of zone I and zone 11
that is larger than the cylinder volume. An initial volume of zone /I between 5 and 20% of the total cylinder
volume, results in a relative volume difference between the combined volume of zone I and zone I and the
cylinder volume of less than 0.5%, which is acceptable.

The air excess ratio in the flame front is a tuning parameter for the model. Using only this parameter it is
not possible to match the simulated and measured fuel flow correctly. A difference between 6 and 17% re-
mains depending on initial volume of zone IT and the chosen air excess ratio in the flame front. The main
downside is not only the relative difference, but also the inability to use the fuel flow to find the correct initial
volume of zone I1.

The evaporation of fuel is not modeled, as suggested by Hohlbaum. The evaporation of fuel would require
heat, increasing fuel flow, but on the other hand fuel would occupy volume, reducing the fuel flow. The com-
bined effect is difficult to estimate, but would not increase simulated fuel flow by 10 percent or more.

An adaption of the profile of the air flow passing the flame front makes it possible to match the simulated
and measured fuel flow. The corresponding simulated NO-emission is larger than the measured value. Al-
though an exact matching is not performed, there could be a flow profile of the air passing the flame front,
that matches both fuel consumption and NO emissions.






Conclusions and recommendations

6.1. Introduction

The proposed model is intended to estimate NO-formation. Regulations on NO, emissions have become
more stringent in the past decades and are expected to do so even more in the future. Future regulations
might also include transient restrictions on emissions. Efforts should be focussed on reducing emissions un-
der real operating conditions. Simulation models can be useful to understand and predict emission behavior
of engines.

Hohlbaum has suggested a model approach to predict NO emissions and claimed pretty good agreement
between simulated and measured results [18]. The inclusion of gas properties by means of an equation of
state was seen as an opportunity to reduce the uncertainty with respect to the air flow passing the flame front
in the model.

The goal was to obtain an accurate estimation of NO-formation with as little as possible tuning parameters
to simplify the matching process. The model is formulated based on state parameters which are also use-
ful/commonly used in other components in a diesel engine, such as the compressor and turbocharger.

6.2. Conclusions

6.2.1. Model formulation

In the model two zones with spacial averaged temperatures and compositions are uses to represent the cylin-
der volume. The composition is calculated under the assumption the equilibrium is instantaneously reached.
Composition, temperature and residence time at a higher temperature influence NO-formation. Obtaining
a representative average temperature profile in the zone where combustion occurs is critical to accurately
predict NO formation.

The chosen state variables are pressure p, specific enthalpy 4 and composition y. For a closed system in-
ternal energy u is generally used in model formulations. The advantage of using the enthalpy is simplifying
the coupling of the in-cylinder model to the other flow models in the system, such as turbo-machinery and
heat exchangers. The crank-angle based model would, opposed to models based on the Seiliger-process not
need a distinction between the open and closed part of the process.

In this thesis only the closed part of the cycle is investigated and a formulation based on internal energy
would also suffice. However, within the 2-zone model there are two distinct flows between zone I and zone
I1. The energy accompanying these flows is captured using the enthalpy.

The gas properties are calculated using a FluidProp library. The equation of state is thereby separated from
the conservation equations. This choice allows a change of equation of state without alteration of the model.
In this thesis the choice is made to use the Ideal Gas approximation, since it is most commonly used in
diesel engine simulation models. A more appropriate choice for the gas mixture inside the cylinder is Peng-
Robinson or Soave-Redlich-Kwong with van der Waals one fluid mixing rules [23].
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A single zone sub-model is implemented. The results of the single zone model from IC to SOC are used
to determine the initial values in the two zone model. The advantage of this formulation, next to the enthalpy
as state variable, is the component balance. The component balance allows the calculation of gas properties
based on composition. Due to the lower average temperature of the gasses in the cylinder, effects of disso-
ciation will be less in the OHC-equilibrium. However, effects of a change in H/C-ration in the fuel can be
simulated.

6.2.2. Differences with Hohlbaum

The starting point of this thesis was the model approach suggested by Hohlbaum. The additional use of an
equation of state seemed an opportunity to also use the available measured time-dependent cylinder vol-
ume. The original formulation has only one tuning parameter: the air excess ratio in the flame front. Two
possible improvements to the original model identified by Merker, are the division of the heat loss between
zone I and zone 11 and the assumption of a constant flow passing the flame front [19].

The additional constraint that the combined volume of zone I and zone II must be equal to the cylinder
volume, required a change in the original assumptions posed by Hohlbaum. The fuel added to the flame
front is a controlled variable. By varying the fuel flow to the flame front, the combined volume of zone I and
zone 11 is kept equal to the cylinder volume. The assumption that zone /I holds no mass at the start of com-
bustion, leads to an increase in fuel injection in the beginning of the combustion proces.This required fuel
injection is larger than measured. The energy contained in this amount of fuel is more than required in the
later part of the combustion process, resulting in deviation between simulated and measured variables.

The assumption that zone II holds no mass gives undesirable results and is dropped, introducing a new
tuning parameter, the initial volume of zone II. Matching the simulated fuel consumption to the measured
fuel consumption by varying the initial volume of zone II proved not possible for the four operating points
investigated. The initial volume of zone II is varied between 5% and 20% of the total cylinder volume. A
smaller initial volume resulted in the combined volume of zone I and zone 1T much larger than the cylinder
volume in the second half of simulation time. Trends where generally unfavorable to use larger initial vol-
umes of zone 1.

The air excess ratio in the flame front, initially identified as a tuning parameter, is varied around the advised
value of 0.7 between 0.6 and 0.8. Although a shift in fuel consumption is seen, it proved insufficient to match
simulated values to the measured values.

In order to investigate wether it is possible at all to match the simulated fuel flow to the measured fuel flow, an
adaption to the model is made. The air flow passing the flame front is no longer kept constant. Determining
the air flow passing the flame front is possible when detailed information of the injection is available com-
bined with an evaporation-model for the fuel. The measurement set-up only allowed for fuel consumption
measurements. Therefore, two different flow profiles for the air passing the flame front, are investigated. One
profile started with no air passing the flame front and mass flow linear increasing. The other started with the
maximum mass flow passing the flame front and linear decreasing during simulation, reducing to zero at EO.
Both profiles kept the original assumption that all mass is contained in zone IT at EO.

The linear positive flow makes it possible to match the simulated and measured fuel consumption at the in-
vestigated operating point. This supports the hypothesis that a correct choice of the flow profile of the air
passing the flame front, makes it possible to match simulated fuel consumption to the measured fuel con-
sumption, by tuning the initial volume of zone I1.

The introduction of the initial volume of zone /I as an additional tuning parameter and the uncertainty in
the flow profile of the air passing the flame front, increase the matching effort required. The initial ease of
use of the formulation with only one tuning parameter is reduced. On the other hand, the requirement that
the combined volume of zone I and zone II must be equal to the cylinder volume improves the physical
representation of the cylinder proces.

6.2.3. Results

AMAN 20L27 diesel engine located at the Royal Netherlands Naval Academy was available for measurements.
Engine data and emissions are measured in 18 different operating points within the engine operating enve-
lope. Atlow loads at all engine speeds, the slipfactor became negative, indicating insufficient scavenging and
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back flow. Four operating points at higher load and engine speed are used to investigate the simulation re-
sults.

The attempt to match the simulated fuel consumption to the measured fuel consumption by varying the ini-
tial volume of zone II, resulted in differences considered too large. For most considered operating points
the best found value resulted in a relative difference in fuel consumption over 5%. Since matching the fuel
consumption failed for this situation, little can be said regarding the NO-emission simulation results. In gen-
eral for the four operating points investigated, including the reverse reaction for NO formation, gives some
improvement to the results.

For the operating point at 2000 Nm and 1000 RPM the influence of the air excess ratio in the flame front
is investigated. A variation of the air excess ratio between 0.6 and 0.8 resulted in the smallest relative dif-
ference between simulated and measured fuel consumption of -9% and -6% at the smallest value of initial
volume of zone /1. The matching could not be performed to sufficient accuracy. The best matching point for
the fuel consumption, resulted in the largest deviation between simulated and measured NO-emissions.

For the operating point at 2000 Nm and 1000 RPM, changing the flow profile made it possible to match the
simulated fuel consumption to the measured fuel consumption at an initial volume of zone 1 of 10% of the
cylinder volume. The simulated NO emission is 2.7 times larger than the measured NO emission of the diesel
engine under consideration in this operating point.

6.3. Recommendations

Adapting the flow profile of the air passing the flame front, made it possible to match the simulated fuel con-
sumption to the measured fuel consumption for the operating point considered. A more complete analysis
of the air flow passing the flame front, could give a single satisfying matching procedure.

Measurements of the injection profile where not possible for the engine under consideration. Performing
such measurements, would allow analytical evaluation of the air flow passing the flame front, since fuel flow
no longer needs to be a controlled variable.

Either of these two options influences the temperature, volume and the composition in zone 11, which all
influence to the NO formation. This seems an important next step to improve the predictive capability of the
model.

The heat loss is modeled using the experimental equation proposed by Woschni, which is commonly used
for diesel engine models. Ding [2011] experienced difficulty using this formulation for the MAN engine which
is used for the measurements in this thesis. The uncertainty in determination of the parameters should be
reduced to increase accuracy of the heat loss model.

Furthermore the ratio of heat loss between zone I and zone I1 is based on the assumption of Hohlbaum.
Since NO-formation is strongly dependent on temperature, the correct estimation of the heat loss in each
zone is ofimportance. Obtaining a more accurate heat loss for each zone, improves the accuracy of the model.

The evaporation of fuel is not modeled, as suggested by Hohlbaum. The simulated fuel flow is lower than
the measured fuel flow. The inclusion of a fuel evaporation model might increase the simulated fuel flow.
Although it might not completely match the fuel flow or improve the models NO predictive capability, it is
interesting to investigate the effect.

The model formulation allows for implementation of the cylinder-model within a complete diesel engine
model, such as the DE-B model developed at Delft University. Using such an implementation, more com-
plex interaction between turbo-machinery and the cylinder process can be investigated. Such an approach
would require a simulation model for the valves. Simulation time will increase significantly compared with a
Seiliger-formulation and time-scales within the model will differ widely in dynamic simulation. Nonetheless
insight might be gained in the complex interaction in a diesel engine in dynamic operating conditions.

During measurements a distinct high frequency was present in the pressure signal. This might be a Helmholz
frequency. Further analysis of this phenomena, decreasing it by adapting the measurement channel or mod-
eling it in order to convert the measured pressure signal more accurately to the actual in-cylinder pressure is
recommended.
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Model equations

A.1. Two zone model

In both zones of the model conservation of mass, the energy balance and the composition balance are solved.
All equations are solved for both zones separately. The resulting output volumina V; and V, must be equal to
the cylinder volume V., at each point in time.

Conservation of mass states:

C;‘; 2 fin- fout]_vf__vu/@_VXI%) A1)
The energy equation yields:
dh finhin = fouthout + Qioss — (1 - hU/) d_p phr —Vhy dé\t]l A
dr v(p+) a2
The volume and enthalpy are calculated using:
V= d_ dt (A.3)
and
Ti= f Lt (A4)
The incoming and leaving mass flows are converted into molair flows:
~ Ji
Nik = Yik M gas (A.5)

for the i-th specie in the k-th flow. The change in composition due to the occurring reaction is calculated in
the OHC-equilibrium. The flows in zone 1 are k = [, fr, fa] and in zone 2 k = [fF, fa, fr]. The change in a
specie due to a chemical reaction is:
dN;

d_ = Kreaction (N i,0HC-equilibrium out — i,volume) (A.6)

I lreaction
where Nj yolume i the number of mole of the specie in the volume and N; oHc-equilibrium out the number of
mole of a specie from the OHC-equilibrium. The parameter Kieaction holds the dimension [1/s]. It can be
interpreted as ‘'number of times the content of the cylinder passes through the OHC-equilibrium calculation
per second’. The parameter is set to Kreaction = 10° [1/s].

The total number of mole of each specie is calculated using:

N"f an;
' dt

9 .
+ Z N,"k)dt (A7)

reaction =1
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for all the & flows entering and leaving the volume the volume.

The effect of a small change in the amount of one specie § N; on the density is calculated while keeping
the amount of the other species constant:

7 Ny N;+0N; Ny _ 7, N N; Ny
Y= ( 6,0 ) _ p (p’ h, Niot+ON; *** Niot+ON; ** dNtot+5Ni) p (p ” Niot """ Niot '"dNtot) (A.8)
ON; phNjsi ON;

where Ny is the total amount of species in the volume. The change in density over time due to the reaction
in the flame front and due to the OHC-equilibrium reaction in zone 2 is calculated using:

dp X[ 6p dN; dN;
— = — —_— + — (A.9)
dat reactions  j=1 ON; P Njzi dt reaction dt flame front
The properties of the gas in each zone are calculated using FluidProp.
op —
=|-—= = f(P, h, [Ny...N 41 (A.10)
6]'1 p,Ni
op —
v=\5-]- =fphINi..NyD (A.11)
op h,N;
p=f(p, 1 [N...Ny) (A.12)
T=f(p,h, [N1...N41) (A.13)
The leaving enthalpy is assumed to be equal to the average enthalpy in the volume:
hout =h (A.14)
zone 1 zone 2
flow entering air from inlet receiver fg air from zone 1 f4 and fuel injected fr
flow leaving air to zone 2 fy air to exhaust receiver f7,
inputs [ (zero from IC to EO) f1 (zero from IC to EO)
hg (based on IR conditions)
fa(based on assumption) fa (based on assumption)
[r (controlled variable using % + % = %
Qloss,; (Woschni and Hohlbaum) Qioss, 17 (Woschni and Hohlbaum)
p (from measurements) p (from measurements)
outputs Tr, Ni g Tr1, Nijn
parameters Kreaction Kreaction
initial conditions \%; Vit
hi hir
Ni,r Ni,r1

Remarks:
¢ The flow of air from zone 1 to zone 2 f, is the combination of two assumptions:

1. Primary combustion occurs at an air excess ratio of A = 0.7. This part of the air flow is directly
dependent on the fuel flow into zone 2.

2. At start of combustion (SOC) volume 1 contains (almost all) gas and volume 2 is (almost) empty.
When the exhaust valve opens (EO) zone 1 is empty and volume 2 holds all gas. This part of the
air flow is (for now) considered to be constant.

¢ The amount of fuel injected is a controlled variable. The volume of zone 1 and zone 2 together should
equal the cylinder volume. When the combined volume of zone 1 and zone 2 are smaller than the cylin-
der volume, more fuel is injected. During the first part of combustion (approx. first half between SOC
en EO) sufficient accuracy is obtained (within 0.5 %). During the later part of simulation the required
amount of fuel injected can become negative. This is physically not possible and therefore limited to
zero. This is an indication that the loss predicted using Woschni is too low.



A.1. Two zone model 69

¢ An initial volume of zone 2 of 2% of the total cylinder volume, results in (very) high temperatures
(Hohlbaum suggested that volume 2 holds no mass at SOC). Simulations are now performed at initial
volume of zone 2 of 2, 10 and 20 %, to see effects on NO-formation.

¢ The initial composition of both volume 1 and zone 2 is assumed to be air. Residual gas remaining in the
cylinder from previous cycles is neglected.

The cylinder volume is calculated using:

inputs Neng
outputs avide, a,daldt
parameters Ls, Lcgr, D
initial conditions a(t=0)
The solving system of equations is:
av 1V sina + 1 sinacosa da
— ==Vs CR| —— = _—
dt 2 2 il dt
1- /lCR sin“ a
Dg\?
Vs=n|—| L
S ( 5 ) S
da =27 Negpo /60
dt - eng
Rcr  Ls/2
Acr=——=——
Lecr  Lcer

The empirical formulation for the heat loss according to Woschni is implemented. The total heat loss is
given by:
Qloss :ZaHTAi(Tgas_ Ti) (A.15)
where i represents the different parts of the engine (e.g. cylinder liner, piston and cylinder crown). The heat
transfer coefficient between gas and wall is given by:

0.786 p—po Vs .. \078
a’HTZClWW Cng+C4—171T1 (A.16)
B
The coefficients in the model are:
C; =130 estimated by Ding (A.17)
C3=6.18+ 0.417ﬂ for the Gas Exchange (A.18)
Cm
w
C3 =2.28+0.308— for compression and expansion (A.19)
Cm
C4 =0.00324 [m s~ 'K 1] for Direct Injection engines (A.20)

where the estimate of w;/c,, = 10 for the MAN-engine at the NLDA is taken from Ding. T
po = f(pir, @) (A.21)

The pressure loss over the inlet valve(s) is assumed to be negligible, therefore p; = pygr. The mean piston
speed ¢, is calculated using:

Cm =2LsNeng/60 (A.22)
with the engine speed Ne,g in [RPM]. The stroke volume is calculated using the bore diameter D and the
stroke length Lg.

In the 2-zone model a division is made between the loss in zone 1 and the loss in zone 2. The solution pro-
posed by Hohlbaum is adapted:

Qloss,l _ (ﬂ)z E (A.23)
Qloss,H ma T ’

where the two flows equal the total heat 10ss Qs 1 + Qloss,2 = Qloss, tot- Since the division in two flows does
not influence the total amount of heat lost.
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inputs P, T, pIR, Neng, @, valve position, A;, Tj, Tgas
OUtPUtS Qlosp Qloss,]; Qloss,II
parameters Dg, Ls, Vi, Th, C1,w¢/ cm,Cy, po = f(P1r)
initial conditions -

The rate of formation of NO is given by:

d[NO]
dt

=2kpn,1£[0leq[Naleq (A.24)

The concentration of [NO] (unit [kmol/m3]) can also change as a consequence of a volume change:

(A.25)

dINO] d (NNO)_ L dNyo d+
dr ~ drt

i = + -
v ) v oar V%
where the first term on the RHS represents the formation of NO and the second term on RHS represents the

effect of volume change on the concentration. Now, only looking at the formation of NO:

1 dNpno
vV dt

No N,
=2kn,1£[0leq[N2leq =2kN,1f70% (A.26)

Dividing by the volume results in the expression for the formation of NO:

dNpno
dat

1
=2kN,1fNONN2V (A.27)
where the forward reaction rate coefficient k7 = 1.8+ 10" exp(—38370/T) is highly temperature depen-
dent (unit: [m3/kmol - s] and temperature in [K]). Further more NO-formation depends on the amount
of O-radicals, N»-atoms and the volume available. The total amount of NO formed is calculated based on
integration:

1
NNOZIZkN,lfNONNZth (A.28)
inputs No,eq» NNseqr V
outputs Nno
parameters knar
initial conditions Npyo (t=0)

A.2. Single volume model

In the single volume model conservation of mass, the energy balance and the composition balance are solved.
The cylinder volume V¢ is calculated based on the crank-angle and engine parameters. The cylinder pres-
sure p is as an output of the model.

Conservation of mass states:

dp 1[1 _— dv\ _dh dN;
e 2 fn-fou—pp— | - -y — A.29
dr v V(fln Jout —p( p)dt) gdt th] ( )
The energy equation yields:
dﬁ finﬁin_foutﬁout+Qloss_V(1_EW)%_ﬁ_ag}i_‘t/—‘/—x%
== — (A.30)
t v (ﬁ+ h{)
The pressure and enthalpy are calculated using:
dp
= | ——dt A.31
P f dr (3D
and _
— dh
h=| —dt (A.32)

dt
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The incoming and leaving mass flows are converted into molair flows:

: fx
Nik=VYik
Mk,gas

(A.33)

for the i-th specie in the k-th flow. The change in composition due to the occurring reaction is calculated in
the OHC-equilibrium. The flows in the single volume model are k = [z, fr]. The change in a specie due to a
chemical reaction is:
dN;

dt reaction
where Nj yolume i the number of mole of the specie in the volume and N; oHc-equilibrium out the number of
mole of a specie from the OHC-equilibrium. The parameter Kieaction holds the dimension [1/s]. It can be
interpreted as ‘'number of times the content of the cylinder passes through the OHC-equilibrium calculation
per second’. The parameter is set to Kreaction = 10° [1/s].

= Ktreaction (N i,0HC-equilibrium out — N, i,volume) (A.34)

The total number of mole of each specie is calculated using:

f(dN,-
Ny= || =2
dt

for all the & flows entering and leaving the volume the volume.

F
£y N,-'k) di (A35)
k

reaction =1

The effect of a small change in the amount of one specie § N; on the density is calculated while keeping
the amount of the other species constant:

7 Nj N;+6N; N 4 7. N N; Ny
6P p (p’ h, Nt0t+15Ni " Neot+ON; *** dNtot+5Ni) -P (p’ ’ W;'"Ntm dNtot)
X: —_— _ = (A36)
6Ni p,h,N]‘¢i 6Nl

where Ny is the total amount of species in the volume. The change in density over time due to the reaction
in the flame front and due to the OHC-equilibrium reaction in zone 2 is calculated using:

dN;

reaction dt

dp

ar (A.37)

L5 [
reactions  j=1 ON;i P Njzi dt
The properties of the gas in each zone are calculated using FluidProp.

oo —
(—B) = f(p, h, [N1...N_y]) (A.38)
6h p,N,‘

flame front

S

V= (%)Wi = f(p,h,[N1...N_x]) (A.39)
= f(p,h[N...Ny]) (A.40)
T=f(p,h,[Ny...Nx)) (A.41)

The leaving enthalpy is assumed to be equal to the average enthalpy in the volume:
hour=h (A.42)

single volume

flow entering air from inlet receiver fr and fuel injected fr
flow leaving air to exhaust receiver f,

inputs fe and f1, (zero from IC to EO)
hg (based on IR conditions)
o f
Qioss, total (Woschni)
V (from crank-angle and engine dimensions)

outputs Tsv, Nisv
parameters Kireaction
initial conditions psv
hsv

Nisv
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Remarks:

e The amount of fuel injected is an input variable. In this thesis the single volume model is only used
from IC to SOC. Therefore, the amount of fuel injected is set to zero (evaporation of the fuel is not taken
into account). In order to be able to use the model for complete cycle calculations, fuel input should
either be measured, calculated based on a HRR-model or controlled using the measured and calculated
cylinder pressure.

¢ The initial composition of the single volume is assumed to be air. Residual gas remaining in the cylinder
from previous cycles is neglected.

The cylinder volume is calculated using:

inputs Neng
outputs avidt, a,daldt
parameters Ls, Lcr, Dp
initial conditions a(t=0)
The solving system of equations is:
av 1V sina+ 1 sinacosa da
dt 2 2 qin2 dt
1-Aggsin“a
Dg\?
Vs=n|{—| L
s=n(22) s
A Nog /60
22 _og
dt eng
Rcr Ls/2
AcR=—"—=——
Ler  Ler

The empirical formulation for the heat loss according to Woschni is implemented. The total heat loss is
given by:
Qloss = Z agrAi(Tgas — Ti) (A.43)
where i represents the different parts of the engine (e.g. cylinder liner, piston and cylinder crown). The heat
transfer coefficient between gas and wall is given by:

0.786 p—po Vs .. 078
aHT :CIWW Cscm+Cy 1 VlTl (A.44)
The coefficients in the model are:

C; =130 estimated by Ding (A.45)
C3=6.18+ 0.417? for the Gas Exchange (A.46)

m
C3=2.28+ 0.308? for compression and expansion (A.47)

m
C4 =0.00324 [m s_lK_l] for Direct Injection engines (A.48)

where the estimate of w;/c,, = 10 for the MAN-engine at the NLDA is taken from Ding. T

po=f(pr, @) (A.49)

The pressure loss over the inlet valve(s) is assumed to be negligible, therefore p; = prr. The mean piston
speed ¢y, is calculated using:
Cm =2LgNeyg/60 (A.50)

with the engine speed N,yg in [RPM]. The stroke volume is calculated using the bore diameter Dy and the
stroke length Lg.
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inputs

P, T, pIr, Neng, @, valve position, A;, Tj, Tgas

outputs

Qloss

parameters

Dg, Ls, V1, T1, C1,w¢/ ¢, Ca, po = f(PIR)

initial conditions







The difference in fuel consumption
between a single zone and a two zone
model

B.1. Introduction

A first modeling approach was based on the incorrect hypothesis that the way the in-cylinder process is mod-
eled, does not affect the relation between input and output, since the cylinder proces that is represented by
the model does not change. The idea was to combine a single volume model with a two zone model to gain
more information (as is done in the model suggested by Heider et al. [15], where the results are based on the
process calculation of the zero-dimensional single-zone model Merker et al. [19]).

The single volume model and the two zone model are operated parallel. The amount of fuel injected serves
as an input and is calculated based on a HRR-model. The choice is made to use a double Vibe-function, since
results obtained by Ding [10] where good for the engine under consideration. The cylinder pressure is calcu-
lated using the single volume model. The calculated pressure is assumed to be representative for a specific
combination of fuel injected, heat loss and engine speed.

The calculated pressure is used as an input to the two zone model. With the pressure and fuel injection known
and the air excess ratio in the flame front set, the only remaining degree of freedom is the air flow passing the
flame front. The objective of this modeling approach was to replace the assumption with respect to the air
flow passing the flame front with a calculation of the air flow passing the flame front. The air flow passing
the flame front goes from zone I to zone 11, which are both modeled as volumes. Therefore, the connecting
sub-model is viewed as a flow resistance.

B.2. Model description

The single volume model and the two zone model as described in Appendix A are used. The air flow passing
the flame front is no longer an input, but based on calculations performed in the resistive element separating
zone I and zone II. The fuel injected is no longer a controlled variable based on the volumes of zone I and
zone I, but based on a double Vibe heat release function.

As can be seen in Figure B.1, in this combined single volume and two zone model the cylinder pressure is
calculated in the single volume model and the two zones are separated by an extra sub-model. In the sub-
model separating zone I and zone II the flow going through the flame front is calculated based on the fuel
flow and the air excess ratio; and the air passing the flame front is calculated based on knowledge regarding
the cylinder volume or cylinder pressure.

B.2.1. Resistive element separating zone [ and zone /]

Relevant phenomena, hypothesis and assumptions

The volumes of zone I and zone 11 are separated by a resistive element. The aim of this element is to deter-
mine the flow from one zone to the other. Two flows are possible between zone I and zone II: a flow through
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Figure B.1: Overview of sub-models and the main variables in the combined single volume and two zone model

the flame front, in which fuel is added and under-stoichiometric combusted; and a flow (of air) passing the
flame front. The flow through the flame front is determined by the amount of fuel that is injected. The fuel
injected is based on a Vibe-curve and calculated in the heat release sub-model.

The amount of fuel in combination with the air excess ratio Ar, determines the amount of air that enters
the flame front from zone I. The flame front itself contains no mass and occupies no volume. The OHC-
equilibrium is assumed to be reached immediate. This implies that the air and fuel going in to the flame
front, directly leave the flame front in an equilibrium condition and enter zone /1. The composition is calcu-
lated in the OHC-equilibrium sub-model, which is presented in section 3.3.6.

The flow of air passing the flame front f4 is used to satisfy the equation of state.

Model equations
Two different approaches to calculate the air passing the flame front are identified. The first is based on the
volume. The combined volume of the two zones is equal to the total cylinder volume:

dVvyr _ chyl dv;

- B.1
dat dat dt B
The change in volume of a zone can be calculated using equation A.1.
av _1 dh d p dN;
ar [fE frl- Ve Vv —Vx dtl ) (A.D
Combining the above two equations:
dhir d dN;
fp+ fa=fr] = Vi —— Fra Vm//H p - Virxm dlt,H) =
v d_ 4 (B.2)
cyl 1 p
= -=|[fe-fr-fa] -V
it 3, ([fE fr=fa] = Vi§1—— Vi, )
where the parameters f, is the only unknown since fF is determined by the heat release, ddhtl and dh’ L from

chyl

conservation of energy, the pressure change from the single volume model and from engine speed
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and geometry. The leaving and entering flows are either not regarded (the closed cycle model) or are deter-
mined by the valve sub-model based on the measurement of the pressure difference over the valves (full-
cycle model). The densities and partial derivatives are calculated based on the state parameters pressure p,
enthalpy & and composition y.

The equation can be solved for the air flow passing the flame front:

av,
%([fE_fF] vie Gy a = Vi ) %([fir_fL] VHEHT—VUWU i VU)(ndN’”) -
fa== - 1 1 (B.3)

No feasible solution will be found, when the densities in zone I and zone IT are equal.

A second approach to calculate the air flow passing the flame front is based on the assumption that the
pressure in zone I and zone 11 must be equal, or in differential form:

dpi _dpu _dp

=" = B.4
dat dt dt B4
The pressure change in a volume element is given by equation A.29:
dp 11 _dv\ _dh dN;
—=—\=\fe-fi-p—=|-¢—-x— A.29
AN L e A R e e (A29)
Therefore:
1|1 _dv; dh; 1 ( _ dv,,) dhy; dN; 11
— = fo=fr=Ffa— —=— - - - B.5
A L R B e A e T R e T I
This equation can also be solved for the flow of air passing the flame front:
— av dh dh dn;,
%[%(fE‘fF 7 dt’) e AT (fF Ji=pn dt) Srr gt — X1 dt”]
fa= T (B.6)
_+_
v

B.2.2. Heat Release model

Model equations

The heat release is modeled using a double Vibe-function. The dimensionless normalized formulation is
adapted from Stapersma (Stapersma [27]). The input of start of combustion (SOC) and end of combustion
(EOCQ) is given in degrees (therefore the symbol ¢ is introduced to indicate [degree]). The dimensionless
combustion time is defined as:

t —
_ 9@ —¢soc ©7)
$Ysoc —PEoc
and limited between 0 and 1. . .
X=h (l—e_m ! )+b2 (l—e_‘” 2 ) (B.8)
and ix
Z=——=halm+)r"™ e ™" 4 byatmy + D7Me (B.9)

To implement the heat release model as input for the volume element, conversion from the dimensionless
combustion time to simulation time is necessary.

dX _dx 360 da

= 000 2000 % (B.10)
dt  dt 2n(@eoc —@soc) dt

The heat release can be calculated based on the available energy in the fuel (LHV) and the amount of fuel.
As model input the total amount of energy entering the cylinder during 1 cycle is used as an input parameter
(Qin). The desired output is the flow of fuel fi,e. This can be obtained by dividing by the LHV again or by
switching the input to total fuel injected in a single cycle.

Q=0Q; ax (B.11)
- m% .
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inputs a,daldt
outputs Q
parameters PYsoc, PEoC, 4, blr my, bZr ny, Qin
initial conditions -

B.3. Results

The objective of this modeling effort was to gain more insight in the air flow passing the flame front. In the
formulation proposed by Hohlbaum [18] the air flow passing the flame front was based on an assumption.
The calculation used in this combined single volume and two zone model gives a division of the two zones
in which all gas in the cylinder quickly flow to zone I1, leaving zone I empty. Simulation results can also ly
outside the boundary conditions, when zone 11 becomes larger than the cylinder volume and zone I negative
. The two formulations to calculate the air passing the flame front (one based on volume and the other based
on pressure) give the same result for the flow.
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Cylinder volume
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Twe zome model

M
n
T

(%]
T

fuel injection [maol]
Valume [m?]

-2 L L 1 L L | L L Ly
1] 0.002 0004 0006 0008 0o 0012 a o002 0004 0,006 0.008 o0 0012
time [s] time [s]

Figure B.2: The fuel injected in the single volume sub-model and the two zone sub-model (left) and the volume of the two zones and the
single volume model (right)

In order to investigate how an air flow passing the flame front would be more in line with the assumptions
proposed by Hohlbaum, a comparison is made between the fuel flow in the single volume model and the
two zone model. The fuel flow in the single volume model and the two zone model with a constant air flow
passing the flame front are presented in Figure B.2. A different fuel flow and therefore heat release is required
to obtain the same pressure and volume in two zones as in a single volume.

The proposed method in this section would require a detailed measurement of the fuel injection over time
and an accurate evaporation sub-model. Also, the measured cylinder pressure would have to be an input for
the two zone model, since the simulated pressure from the single volume model would differ from the pres-
sure in the two zone model with the same amount of fuel injected. Furthermore, the quality of the heat loss
model must be high in order to obtain a stable and feasible solution.

Detailed information regarding the fuel injection over time is neither available for the engine under con-
sideration, nor is it widely available or easily measured on engines onboard ships. Therefore, this modeling
approach does not fulfill the requirements stated in the research proposal.



Measurement data

In order to validate the proposed model, measurements are performed on the MAN engine located at the
Royal Netherlands Naval College. Not all results are presented within the main text, since they are not re-
quired to 'tell the story’. However, for reasons of completeness and to give the interested reader an opportu-
nity to look into more details, some additional measurement results are presented in this appendix.

The speed of the turbo-charger and the gas temperatures, which where not presented in the main text, are
depicted in Figure C.1. The temperature of the air after the compressor (but before the intercooler) increases
with power. The temperature in the exhaust receiver is presented for the cylinders 2 and 3. Due to the pulse-
type turbo-charger, the gas flow to the turbine is split. The temperatures in the exhaust receiver for the cylin-
ders 1 and 4 is similar to the temperatures presented.

The amount of oxygen and carbon-dioxide in the flue gas is measured. The results are presented in figure
C.2. The amount of carbon-dioxide increases with fuel flow. The amount of oxygen left in the flue gas de-
creases with engine load.

Over a period of three weeks time, the same measurement grid is performed multiple times. The results of all
NO and NO, measurements are presented in Figure C.3 and C.4, respectively. As expected the composition
of NO, is mainly NO. The fraction NO varies with operating conditions, but lies between 90 and 99.9%.
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Input variables for the NO-formation
sub-model

The input of the NO-formation sub-model is a result of the two zone model. The input, which is obtained
by simulation is presented in this appendix. The results for a load of 2000 Nm at 900 RPM are presented in
Figure D.1 and at 1000 RPM in Figure D.3. Figures D.2 and D.4 show the results for a load of 2500 Nm at 900

and 1000 RPM, respectively.
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