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Abstract

Transport and deposition of aerosols in the human respiratory tract is an active area of research.
Aerosol inhalation is one method for delivering medication to the human body. On the other hand,
inhaled air sometimes contains harmful particles such as particulate matter. Besides spherical
aerosols such as droplets or dust, brous particles are also investigated. Due to their irregular
shape, they can penetrate deeper into the respiratory system and may be more e cient for medical
purposes. Nevertheless, the complex shape poses challenges for simulation because the drag force
depends on the current orientation to the ow. Furthermore, in the area of bifurcations, brous
particles tend to change the orientation or start ipping. The Euler-Lagrange Euler-Rotation
(ELER) method computes particle movement using Lagrangian tracking and particle rotation
using Euler kinematical equations. These equations are computationally more expensive than
the standard Lagrangian approach of e ective diameter but yield more accurate results.

The primary objective of this thesis was to implement the ELER method into the Lattice
Boltzmann Method (LBM), a mesoscopic approach that models uid dynamics based on the
statistical behaviour of uid particles. This integrated framework was then applied to simulate
brous particle transport within a realistic anatomical model of human airways, extending down

to the seventh generation of branching. The ndings con rm that the deployed ELER method
provides higher accuracy in predicting deposition fractions compared to the e ective diameter
approach, as validated against experimental data. Nevertheless, a comprehensive analysis of the
rotational motion of bres against high-speeed camera experimental measurements still revealed
discrepancies. As a potential source of them, the observed bres in the experiment indicate asym-
metrical deformations, created during the fabrication procedure. To account for these real-world
shape changes, a novel approach for particles with inhomogeneous mass distribution was derived
and implemented. While these inhomogeneities were shown to signi cantly disturb rotational mo-
tion compared to homogeneous ones, their impact on particle trajectories and deposition was less
substantial. Consequently, ELER coupled with LBM was shown to be an accurate tool to predict
highly relevant deposition characteristics in biomedicine, outperforming the e ective diameter
approach; certain discrepancies in rotational motion remain subject to future research.

Abstrakt

Transport a depozice aerosol- v lidském dychacim traktu jsou aktivni oblasti vyzkumu. Inhalace
vzduch m-°e obsahovat také 2kodlivé £astice, jako jsou pevné prachové £astice. Krom¥ sférickych
aerosol- jsou zkoumany také vlaknité £astice. Diky svému nepravidelnému tvaru mohou pronikat
hloub¥ji do dychaciho systému a mohou byt GEinn¥j2i pro Iéka°ské U£ely. Nicmén¥ jejich slo®ity
tvar p°edstavuje vyzvu pro simulace, proto®e odporova sila zavisi na aktualni orientaci £4stice v-£i
proud¥ni. Navic v oblasti bifurkaci maji vlaknité £astice tendenci m¥nit orientaci v-£i proud¥ni.
Metoda Euler-Lagrange Euler-Rotation (ELER) po£itd pohyb £astic pomoci Lagrangeovskym
p°istupem a rotaci £4astic pomoci Eulerovych kinematickych rovnic. Tyto rovnice jsou vypo£etn¥
nNaro£n¥j2i ne® standardni Lagrangeovsky p°istup metodou efektivniho pr-m¥ru, ale poskytuji
p°esn¥j?i vysledky. Hlavnim cilem této prace bylo implementovat metodu ELER do Lattice
Boltzmannov metod (LBM), co® je mezoskopicky p°istup modelujici proud¥ni kapalin na zaklad¥
statistického chovani £4stic tekutiny. Tento integrovany ramec byl nasledn¥ aplikovan na sim-
ulaci transportu vlaknitych £astic v realistickém anatomickém modelu lidskych dychacich cest,
sahajicim a°® do sedmé generace v¥tveni. Vysledky potvrdily, °e pou®ita metoda ELER poskytuje



vy22| p°esnost p°i predikci depozifnich frakci ve srovnani s p°istupem zalo®enym na efektivnim
pr-m¥ru, jak bylo ov¥°eno na zaklad¥ experimentalnich dat. Nicmén¥ podrobna analyza rotaEniho
pohybu vidken pomoci vysokorychlostni kamery odhalila stale p°etrvavajici nesrovnalosti. Jako
jejich mo®ny zdroj byly identi kovany asymetrické deformace vlaken, vzniklé b¥hem vyrobniho
procesu, které byly pozorovany v experimentech. Pro zohledn¥ni t¥chto realnych tvarovych zm¥n
byl navreen a implementovan novy p°istup pro £astice s nehomogennim rozlo®enim hmotnosti.
Zatimco bylo prokazano, °e tyto nehomogenity vyznamn¥ ovliv-uji rotaEni pohyb ve srovnani
s homogennimi £asticemi, jejich dopad na trajektorii a depozici £astic byl mén¥ vyrazny. V
d-sledku toho bylo prokdzano, °e metoda ELER ve spojeni s LBM je p°esnym nastrojem pro
predikci klifovych depozi£nich charakteristik v biomedicin¥ a dosahuje p°esn¥j2ich vysledk- ne®
metoda efektivniho pr-m¥ru. Ur£ité nesrovnalosti v rotaEnim pohybu v2ak z-stavaji p°edm¥tem
budouciho vyzkumu.
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Chapter 1

Introduction

Exponential growth of the computational performance and capacity in recent decades expanded
the deployment of Computational Fluid nad Particle Dynamics (CFPD) in the biomedicine. In
particular, safe and non-invasive studiesin silico gain importance due to the obvious ethical
limitations of conducting experiments in human volunteers. Furthermore, numerical simulation
validated on experimental data provides valuable and comprehensive insight in the topic of drug
inhalation that would be hardly feasible experimentally.

The main CFPD research in the respiratory tract could be divided into two substantial types:
CFPD helps to gather information about the penetration of toxic particles such as airborne
dust, toxins, asbestous bres, etc., which may pass the clearance mechanisms of the body and

reach the lungs. With high concentration of airborne dust and further particles stemming from
industrial and transport processes in urban areas, the higher risk of diseases occurs (e.g., pneu-
monia, lung cancer, allergies, asthma)Z2].

One of the important parameters governing how deep into the lungs the particle reaches is
the size. While particles larger than 10 pn are typically captured in the oropharyngeal region
and larynx, particles around 1 um large can reach the alveoli $0]. Simulation of droplet spread
during exhalation or coughing enables the estimation of possible infection, a highly relevant task
during the SARS-Cov-2 pandemic in 2020.

Furthermore, CFPD helps optimising medical treatment of respiratory diseases by inhalation.
Di erent types of inhaler generating aerosols with carrying medication may be used and investi-
gated numerically. Aerosols must pass the oral and nasal cavities, the pharynx, and ideally reach
the lungs. The physiology of the respiratory tract is not designed for the distribution of solid
particles or droplets, and thus it is necessary to overcome its clearence mechanisms, such as mu-
cus capture. CFPD simulations provide valuable information on how these aerosolised particles
spread and deposit in di erent parts of the respiratory tract.

Finally, CFPD simulations in the respiratory tract are also a signi cant and valuable source
of information. CFPD methods can be divided into two fundamental groups based on the under-
standing of uid and its structure: the Eulerian and Lagrangian approaches.

In the Eulerian approach, the uid is considered a continuum described by the conservation
laws of mass, momentum, and energy. These equations involve macroscopic variables such as uid
velocity, pressure, density, etc., and are discretised using suitable numerical di erence seimes
and solved at the nodes of the computational grid. The microscopic composition of the uid
(atoms and molecules) is not taken into account. This approach is also referred to as macroscopic
and includes numerical methods such as the nite element method or the Finite Volume Method
(FVM), which is most commonly applied in Computational Fluid Dynamics (CFD).



Conversely, the Lagrangian approach considers the structure of the uid and approximates
the uid atoms and molecules as rigid spheres or more complex shapes that move, rotate, and
collide. Dynamics are described by the forces acting on the particles and their interactions among
them, causing velocity temporal evolution based on Newton's second law. Macroscopic variables
are expressed through statistical values describing the particles, such as position, velocity, kinetic
energy. The movement of each particle is described by a single di erential equation, and given the
huge number of atoms and molecules in the computational domain under normal conditions, this
approach can only solve domains with signi cantly fewer particles typically dilute aerosols or
gases (vacuum physics). This method is referred to as microscopic models (Molecular Dynamics).
Nevertheless, the described approach is commonly used for discrete phases of droplets or solid
particles and will be used in this work for the particle phase accordingly.

With the increase of computational resources, non-conventional numerical methods for the
uid phase solution started gaining attention due to e cient parallelisation and high-scalability.
One of them, the Lattice Boltzmann method (LBM), is a mesoscopic method considering statisti-
cal motion of uid particles gathered in classes with the same discrete velocities, called populations
and solves their time evolution (propagation and collisions) based on the Boltzmann equatiord[7].

Recent research on particle deposition has also focused on irregularly shaped particles. A
signi cant health risk is posed by elongated particles - bres [ 4]. Fibre transport is crucial in
many industrial sectors. A major source of bres is asbestos, used in construction in the last
century for its excellent insulating properties. However, these bres are toxic and are released
into the air near old buildings during demolitions, for example. Increased concentrations of
airborne bres are also found in the paper industry or during the production of mineral wool,
and information on their deposition and penetration through the respiratory system helps better
protect workers in these industries, especially as higher deposition rates in the lower respiratory
tract mean that particles penetrate deeper into the human body than spherical particles of the
same mass 6]. In last years not only droplets and spherical particles could be used for drug
inhalations, but also cylindrical particles such as biodegradable bres may be e ciently deployed
as carriers BZ. Due to the complex shape of these particles, accurate computation of their
movement is more challenging than of spherical particles and their orientation in respect to the
surrounding ow must be taken into account.

This work is focused on the development of the Euler-Lagrange Euler-Rotation (ELER)
method for transport and deposition of bres coupled into the LBM and investigates the bre
orientation based on experimental data and the corresponding deposition in the whole respiratory
tract down to the 7th generation of the tracheonbronchial tree and structured as follows:

In Chapters 2 - 4 the theoretical fundamentals used in this work are built. Chapter5 presents
the analysis of all relevant research paper from the recent years. Chaptées speci es the scienti ¢
guestions and hypothesis focused on in this study. Finally, Chapters/ - 11 present the results
combined from original ndings and commentaries to the results presented in the scienti ¢ papers
written by the author and attached in the Appendix 13.



Chapter 2

Human respiratory tract

This chapter brie y outlines the theoretical foundations of the human respiratory system - its
anatomy, physiology, and morphology. This doctoral thesis builds on the work of colleagues J.
Elcner [20] and F. Lizal [60], who explored this topic in their dissertations.

The primary function of the respiratory system is breathing the exchange of respiratory
gases. Oxygen (Q) present in the ambient air enters the respiratory system through the mouth
and nose, where it is humidi ed, warmed, and cleaned of most of impurities before owing into
the lungs. In the alveoli, oxygen diuses into the pulmonary capillaries and is replaced by
carbon dioxide (COy), which travels in reverse the same way and then is exhaled. As a part
of the respiratory tract, the oral cavity and pharynx also play a role in air passage and aerosol
deposition.

The respiratory system consists of individual organs (see Figure.1l). The following para-
graphs will provide a more detailed description of the respiratory system in terms of its anatomy
and physiology.

2.1 Anatomy of the respiratory tract

Anatomically, we di erentiate between the upper and lower respiratory tracts. The upper respi-
ratory tract includes the nasal and oral cavities, pharynx, and larynx, while the lower respiratory
tract consists of organs within the thoracic cavity (trachea, bronchi, bronchioles, and alveoli).

Air is inspired into the respiratory tract through the nose, the only externally visible part. It
ows into the nasal cavity through the nostrils, which are separated by the nasal septum. The
outer part of the nasal cavity is lined with skin containing sebaceous glands and nasal hairs. The
walls of the main nasal cavity are covered with a sticky mucus layer that traps particles such
as airborne dust and bacteria. In addition, the nasal cavity warms and humidi es the air and
contains olfactory receptors [/2].

In addition to the nasal cavity, air can also be inspired through the mouth and oral cavity,
although the air preparation and puri cation is not as e cient as the nasal cavity. This route plays
an important role during heavy exercise and respiratory distress due to lower resistance leading
to higher ow rates. Oral breathing is frequently used as a convenient way for drug delivery in
inhalation therapies to maximise deposition in the tracheobronchial and alveolar regions.

The pharynx, which connects the nasal and oral cavities to the larynx, follows. The pharynx
is part of the respiratory and digestive systems and serves for air and food transport zone. It
ends with the epiglottis, which prevents food from entering the larynx.



Figure 2.1: The respiratory system, adapted from L0Q

The larynx, following the epiglottis, starts as a triangular cross-section and subsequently
transforms into a circular cross-section at the entrance into the trachea. It consists of nine
cartilages, three paired and three unpaired. Two pairs of membranes are located inside the
larynx: the ventricular folds (false vocal cords) that protect the true vocal cords, and the lower
membrane, known as the vocal cords, which form the narrowest part of the larynx called the
glottis. In addition to heating, transporting, and Itering air, the signi cant function of the
larynx is the generation of sound (phonation) in the vocal cords during exhalation B7].

The tracheobronchial tree refers to the structure of the lower respiratory tract below the
larynx, consisting of the trachea, bronchi, bronchioles, alveolar sacs, and alveoli. This is an
asymmetric dichotomous branching system with daughter bronchi of varying diameters, lengths,
and number of branches. The bronchial generations are often labelled di erently in the literature.
This work uses numerical labelling starting from the main bifurcation as generation 0, following
Weibel [99] (see Figure2.2).

The trachea is a tube 11-14 cm long and approximately 2 cm in diameter. It consists of 16 to
20 cartilaginous rings shaped like horseshoes that prevent deformation during breathing, allowing
neck movement. The inner walls are covered with the ciliated epithelium and mucus. The trachea
divides into two main bronchi in the cartilage called the carina. The right main bronchus is wider,
shorter, and more vertical than the left, leading to a higher likelihood of particle deposition in
the right lung lobe. The right bronchus branches into three lobes, while the left branches into



Figure 2.2: Schematic representation of airway generations, adapted fronmGf].

two, as it shares space with the heart. The bronchi progressively branch into smaller bronchi up
to the 23rd or 24th generation from the main bifurcation. Anatomically, cartilaginous horseshoes
gradually disappear, the ciliated epithelium changes, and the amount of smooth muscle increases
[93].

The bronchi up to about the 16th generation serve for gas transport (conducting airways),
where there are no alveolar sacs and no gas exchange occurs, referred to as dead space with
a volume of 150 ml in a healthy individual. The terminal bronchioles are the entrance to the
respiratory zone that contains alveolar sacs with alveoli (acinus). During gas exchange, oxygen
is transferred to the body, replaced by carbon dioxide produced by cellular metabolism in the
alveolar-capillary network consisting of alveolar sacs and the pulmonary capillary bed.

2.2 Physiology of respiration

From a functional perspective, the respiratory tract can be divided into the conducting zone
(including organs arranged between the oral and nasal cavities up to the bronchi; called external
as well), which serves to transport air, and the respiratory zone (alveoli and alveolar sacs; called
internal as well), where the gas exchange process occurs. The air ow through the conducting
zone is called external respiration, whereas the gas exchanges internal respiration. In this work,
only external respiration is relevant.

Inhalation is initiated by the contraction of the diaphragm, which moves about 1 cm during
normal inhalation and up to 10 cm during inhalation under heavy activity. This movement
causes the muscles and ribs to shift, increasing the internal volume. This leads to a decrease
in the pressure within the pleural cavity between the visceral and parietal pleura (intrathoracic
pressure), which in turn reduces the pressure within the lungs (intrapulmonary pressure) relative
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to the atmospheric pressure, allowing air to ow into the lungs. During this process, the glottis
is opened to allow free air ow.

During exhalation, the diaphragm and chest return to their equilibrium position, reducing
lung volume. This creates a gauge pressure that enables the expulsion of respiratory gases from
the body, resulting in exhalation [32].

2.2.1 Qualitative parameters of the respiration

Depending on the mode of breathing (resting, light exercise, etc.), the following numerical quan-
tities are important and essential for the speci cation to set the initial and boundary conditions
of CFPD:

Tidal Volume (TV): The total volume of air inhaled and exhaled during normal quiet
breathing.

" Inspiratory Reserve Volume (IRV): The maximum volume of air that can be inhaled above
the TV after normal expiration.

" Expiratory Reserve Volume (ERV): The maximum volume of air that can be exhaled after
normal expiration.

~ Residual Volume (RV): The volume of air left in the lungs after maximum expiration.

" Functional Residual Capacity (FRC): The volume of air remaining in the lungs after normal
exhalation.

" Inspiratory Capacity (IC): The volume of maximum inhalation.

Vital Capacity (VC): The volume of air during maximum inhalation and maximum exha-
lation.

"~ Total Lung Capacity (TLC): The maximum volume of air in the lungs.

The respiratory parameters introduced and their relationships are graphically depicted in
Figure 2.3.

2.3 Reconstruction of the respiratory tract

The geometry of the respiratory tract is an essential input for a successful CFPD. Due to their
complexity, many simpli ed models of lung and airway geometry were developed throughout
the 20th century. The rst models emerged from dissecting human lungs and analysing their
properties. Notable works in this area include the models by Weibel49 and Hors eld [38].

Weibel created two models of the airways. The rst, Model 'A’, simpli es the tracheobronchial
system into 23 symmetric dichotomous bifurcations. The length-to-diameter ratio for each bi-
furcation D=L is approximately 3, and the ratio of inlet-to-outlet diameters for each bifurcation
D,=Dn+1 ranges from 1.17 to 1.5, representing a regular and idealised geometry. The second,
Model 'B', accounts for irregularities in bronchial tree branching.

Hors eld's model [38] re ects the asymmetries in individual bifurcations, acknowledging the
irregular and asymmetric nature of human lungs. This model speci es input and output diam-
eters, bifurcation lengths, and branching angles. It also considers the position of the heart and
the di ering number of lobes on the right and left sides of the lungs.
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Figure 2.3: Schematic of lung volumes of an adult, adapted from3Z2).

Although these models are simpli ed, the limitations of capturing bifurcations beyond the
ninth generation through Computer Tomography (CT), Magnetic Resonance Imaging (MRI) or
other screening methods make simpli ed models still relevant and under continuous development
[95]. In addition, understanding the impact of respiratory diseases provides information on more
e ective treatment. Medical imaging methods can study the morphological di erences between
healthy and diseased airways. Simulations and experiments on particle deposition in geometries
from individuals with diseases such as Chronic Obstructive Pulmonary Disease (COPD) or asthma
can optimise drug delivery by inhalation, enhancing treatment e ciency.

COPD-a ected bifurcations are characterised by an asymmetric narrowing of the airway chan-
nel [69. In contrast, asthma has sinusoidally corrugated areas throughout the circumference,
which can be expressed by the equation:

r( )= R+ A¢qq cosi ) (2.1)

wherer, , and R represent the radial coordinate, angular coordinate, and mean radius, respec-
tively, A¢qqg is the folding amplitude, and n is the number of folds around the circumference
[69].

In this work, two realistic geometries based on the Ercoftac BUT benchmark human lung
model [57] were utilised. As reported there, several models have been developed at BUT from
the year 2006 based on high-resolution CT medical imaging technique. Due to the lack of com-
patibility and di culty in obtaining a complete high-resolution CT with su cient precision of
the whole extent examined, more sources and scans had to be used for the fabrication. The
nal extended model called BUT2016 contained the oral and nasal cavity, trachea, and tracheo-
bronchial tree down to the seventh generation of branching. The further models were created by
the necessary modi cation of the original geometry based on the consultation of an experienced
otorhinolaryngologist [57].

The rst model used in this work was rescaled to mimic the lungs of a 5-year-old child to
represent the same individual at the age of ve years based on dimensional evolution of the body
sizes available in the literature. Due to the small dimensions resulting in di cult manipulation
in the corresponding experimental setup, this model was cut o at the second generation of
branching. For details, please refer to the attached paper7q].
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The second model was rescaled to mimic a representative female geometry based on the human
body dimensional studies. To evaluate the e ciency of drug delivery into the tracheobronchial
tree, only the mouth route was considered and the nasal cavity could be omitted. The tracheo-
bronchial tree was kept in the original extend down to the seventh generation of branching. For
details, please refer to the attached paperi5].
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Chapter 3

Aerosols

An aerosol is a suspension of ne solid particles or liquid droplets in air or another gas. A
particle is understood as a homogeneous mass unit with a density equal to that of the material
it comprises. Particles can be classi ed by various criteria such as size, shape, phase, or origin.
Examples include particulate matter (PM), smoke, liquid mist droplets, or more complex shapes
like bres or bacteria. They can also have diverse shapes ranging from spherical, cylindrical,
and cubic to complex forms that cannot be described using Euclidean geometrny8f]. This work
will focus on spherical and brous particles cylindrical particles where the length exceeds the
thickness.

Particulate matter is present in the ambient air and is classi ed by its size into dierent
fractions: particulate matter PM 19 (< 10 um), ne particulate matter PM 5.5 (< 2.5 um), ne
particulate matter PM ; (< 1 um), and ultra ne particles UFP (< 0.1 u m). This work will focus
on rigid spherical particles and bres in the microscale range, larger than 0.1 m.

One of the key factors, governing the deposition of a particle in the human airways is its
size and shape. To enable an e cient numerical modelling of non-spherical particles, simplifying
parameters characterising the shape and size of non-spherical particles (e.g. equivalent diameter,
shape factors) are introduced and will be discussed in more detail in the Chaptet.

Further details about aerosols (e.g., internal structure, processes of generation and transfor-
mation, chemical reactions or measurement, and sampling) are out of the scope of this work and
the reader is referred to additional literature, e.g. [L2].

3.1 Deposition mechanisms

The inner walls are covered by mucus, a slippery aqueous secretion. Particles that come into
contact with these walls are likely to be captured to prevent them from travelling into the lungs
and inhibiting their harmful e ect on human health. The shape of the airways is highly complex,
and di erent deposition mechanisms dominate in various sections (see Figure.1). Primary
mechanisms include inertial impaction, gravitational sedimentation, and Brownian motion, with
lesser contributions from turbulent mixing, electrostatic deposition, and interception [16], which
play a crucial role in particle transport and deposition. These mechanisms are discussed in more
detail.

Inertial impaction

When the inertial forces are greater than the drag forces of the ow, these particles deviate
from the streamlines in the direction of their original velocity and may collide with the walls
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Figure 3.1: Schematic of dominant deposition mechanisms in di erent regions of the respiratory
tract, adapted from [16].

of the respiratory tract. This phenomenon occurs predominantly in areas with high velocity
gradients and sudden changes in trajectories speci cally in the upper airways and at individual
bifurcations [16]. The probability of this phenomenon depends not only on the particle mass but
also on the surrounding ow velocity and the distance from the walls. A criterium assessing this
phenomenon is the dimensionless Stokes number:

u
Stk = @ (3.1)

where u is the mean ow velocity away from the obstacle andd; is the characteristic dimension

of the geometry. is the relaxation time of the particle:
d2
22 3.2

whered, is the particle diameter, | is the particle density, and is the dynamic viscosity of air.
For Stk 1, the relaxation time is su ciently small compared to the timescale of the ow,
and the particle trajectory follows the streamlines. For Stk 1, the particles deviate from the
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streamlines and move in the direction of the original velocity. As Stk increases, which means that,
with increasing velocity or particle mass, the proportion of impaction in the overall deposition
increases.

This mechanism typically occurs with heavier particles larger than 5 ym.

Sedimentation

Gravitational sedimentation is caused by the gravitational force, e.g. for spherical particles,
de ned as

1
Fg=mpg = édg 00; (3.3)

where g = 9:81 ms 2 is the gravitational acceleration and my is the particle mass. Due to the
gravitational forces acting, sedimentation occurs in the central and lower airways, particularly
for particles ranging from 1 to 8 pm in size. The phenomenon becomes signi cant only in regions
where the distances between the walls are small. Deposition can best be characterised using the
terminal sedimentation velocity, which the particle reaches once equilibrium between the acting
forces is achieved44]:

2
Pdp

Ut = 718 g.

(3.4)

Although gravity is often neglected in upper airway simulations, Kleinstreuer et al. [45] showed
that gravitational forces can in uence deposition in 8 9 generational models of the respiratory
tract. Experimentally, sedimentation is also in uenced by the orientation of the model to the
gravitational eld.

Brownian motion

Particles smaller than 0.5 um are in uenced by random motion occuring due to collisions with
surrounding air particles called Brownian motion. The rate of di usion, i.e. the mean square
displacement, is according to the Einstein's theory given by the di usion coe cient:

CckT
Dg = ;
B = 37 >

(3.5)

where C; is the slip correction factor (see Equation ¢.27)), and increases with increasing tem-
perature and decreasing viscosity. This deposition mechanism becomes dominant for particles
< 0:5 um, mainly in the alveolar regions [L6], which are not the subject of this work.

Turbulent mixing

Turbulent mixing occurs as a result of turbulent ow. For an in nitely long tube with a cylin-
drical cross section, the turbulent ow region is determined by the Reynolds number, Re> 232Q

For quiet inhalation and inhalation at light activity, this condition is not met; however, in the
upper airways, there are signi cant changes in cross section that induce turbulence. Local turbu-
lence also causes constrictions in the vocal cords area, where the laryngeal jet is formed. These
turbulences are then carried into the bifurcation areas [6]. Matida et al. [65] compared nu-
merical simulations of aerosol deposition in an idealised oral cavity for uniform spherical particle
diameters of 2.5 im, 3.7 ym, and 5 pm for a breathing rate of 32.2I=min. They used the Reynolds-
Averaged Navier-Stokes (RANS) method (Mean Flow Tracking) and the Large Eddy Simulation
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(LES) method, as described in Sectiord.1.2, which captures ow uctuations. The mentioned
problem was also experimentally validated. The comparison in Figure3.2 shows good agreement
between the experiment and LES simulations, while the RANS approach captures only 40% of the
deposited particles due to turbulent mixing, a mechanism not considered in the RANS averaged
approach. Therefore, this deposition mechanism plays an important role and must be accounted
for.

Figure 3.2: Comparison of experimental data and numerical simulations of deposition in the
idealised oral cavity, adapted from [5].

Interception

This mechanism is relevant for non-spherical particles and may be essential for elongated patrticles,
such as bres. Asthe bre length increases, the probability of intercepting also increases. Whether
interception occurs depends on the particle's orientation while ying near the wall. Especially
particles orientated perpendicular to the streamlines have the greatest chance of depositing by
interception. However, the general accepted statement is that the particles align parallel to
the streamlines [8], supported by the fact that brous particles reach deeper into the lungs,
as shown by several experimental studies8p, 87]. Nevertheless, Lizal et al. p8] investigated
bre orientation in the ow, show that this conclusion is rather an oversimpli cation. Analysis

of deposited bre orientation con rmed the prevalence of parallel orientation, decreasing with
higher ow rates and curvature of the geometry [L1].

Electrostatic capture

Other less dominant mechanisms that can cause patrticle capture on the inner walls of the air-
ways include electrostatic capture. Electrostatic forces act between electrically charged particles
and electrically charged walls, and between particles themselves. Compared to the previously
mentioned mechanisms, electrostatic forces are negligible. The inner walls of the airways are
electrically neutral, but charged particles can arise upon contact or friction, and particles gener-
ated by inhalers can be charged, as can droplets formed in atomiser&7].

17



3.2 Quanti cation of deposition

To determine particle deposition in individual segments, the following quantities are generally
used in the literature:

The deposition fraction (DF) expresses the ratio of particles deposited in a speci c segment
to the total amount of particles entering the volume of the model:

Amount of particles deposited in the segment

= . . 3.6
Total amount of particles released into the model (3.6)

The deposition e ciency (DE) expresses the ability of a segment to Iter passing particles.
It is expressed as the ratio of particles deposited in the segment to the amount of particles entering
the segment:

_ Amount of particles deposited in the segment

DE . . ;
Amount of particles entering the segment

(3.7)

Deposition density (DD) indicates the ratio of the deposition fraction to the total surface area
of the segmentS. This parameter is mainly used in experiments where, unlike simulations, it
is not possible to evaluate the trajectories of individual particles and the exact locations where
deposition occurs:

_ DF.
= =

In the case of polydisperse particles of various sizes, it is often advantageous to determine
DF and DE in terms of mass, because experimental deposition data are typically reported as the
total mass of particles deposited in individual segments. The quantity of particles in (3.6) and
(3.7) is then replaced by the mass of particles deposited in the individual segments.

An important measure of the in uence of the shape on the deposition is a proper comparison
with spherical particles. Several types of equivalent diameter are introduced in the literature; here,
as a representative example, is the equivalent volume diameted,, (see Equation @.55) de ned
as the diameter of a sphere with the same volume; or the equivalent aerodynamic diametek,e
(see Equation @.58) de ned as the diameter of a particle with the density of water that has the
same terminal sedimentation velocity u; as the particle considered.

For comparing particle deposition of di erent shapes in deposition caused mainly by inertia
(Stk 1), the inertial parameter (also called the Impaction Parameter) is used:

IP = QdZ, (3.9)

DD (3.8)

where Q is the volumetric ow rate through the given segment in cm3=s. This parameter is
bene cial when comparing deposition parameters in the same geometries at di erent ow rates.
For comparison of deposition between di erent realistic geometries of di erent ages or genders,
comparison based on the Stk yields better results accounting for even the characteristic dimension
of the geometry.

The inspiratory cycle is unsteady and the time-development of the ow may be an important
parameter a ecting the deposition characteristics. In particular in recent years, the focus has
been on the simulation of transient breathing condition. To access the e ect of unsteadiness, two
non-dimensional numbers can be used: Strouhal number

_ .

St ; 3.10
- (3.10)
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where ! is the frequency of oscillations, i.e. the breathing frequency. St describes the ratio of
unsteady forces to inertial forces. For St> 1 the oscillations become important, and for St 1
the contribution of velocity dominates the oscillation, suggesting that the ow can be considered
guasi-steady. Womersley number

wo=% b 0'5; (3.11)

2

where is the kinematic viscosity, is de ned as the ratio of unsteady forces to viscous forces and
determines the inlet conditions. For Wo < 1 the oscillatory e ects are low and the parabolic
velocity pro le develops; on the contrary, for Wo 1, the oscillatory e ects are large and rather
a piston pro le develops.
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Chapter 4

Numerical methods in CFPD

CFPD in the lungs allows for a more detailed analysis of processes occurring in the airways and
provides data on physical quantities in various parts of the geometry, where experimental mea-
surements would be very di cult and time-consuming. Following several successful validations by
experiments, numerical simulations have become an integral part of research into air ow patterns
and aerosol deposition in the respiratory tract.

Fundamentally, the uid phase and the discrete particle phase of low concentrations may be
modelled separately, connected via a speci ed type of coupling as will be discussed in Section
4.1.3 later.

4.1 Fluid phase

From the perspective of uid treatment, we distinguish two basic approaches47]:

1.) The Lagrangian approach considers the structure of the uid (microscale) and treats
individual particles (atoms and molecules) of which the uid consists and tracks their movement in
space and time. Solvers using the Lagrangian approach (e.g., molecular dynamics MD) calculate
the dynamics of individual particles and their interactions by solving Newton's second law for
each particle separately:

2
d*p _ X Fpi,
dt? o omp’
|

(4.1)

whereF ;i represents the individual forces that act on a single particle in timet, m, the particle
mass, andx , the particle position. This approach can only be used for a small number of particles
(rare ed gases, microscopic scales). Under normal conditions, a uid contains more tharl0?
particles in m®, making the solution of this equation for each particle computationally unrealistic.
In this work, this approach will be used for the calculation of aerosol dynamics, as described later.

2.) The Eulerian approach considers the uid as a continuum and does not treat the uid's
internal structure (macroscale). This approximation is su ciently accurate if the characteristic
dimension of the geometryd. is signi cantly greater than the mean free path of the molecules
Imfp . This ratio is expressed by the Knudsen number

de

Kn = 1;
Imfp

and the problem can then be approached from the macroscopic scale. Numerically, the values of
each physical quantity of the ow are treated at discrete cells (called computational grid), where
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equations conservation laws are solved describing the dynamics of the ow.
Conservation of mass:

gt+ r (u)=0; (4.2)

where denotes uid density and u uid velocity.
Conservation of momentum:

@,

@t
where p is pressure, is the dynamic viscosity of the uid.
Conservation of energy:

uru=r p+ u+ F; (4.3)

@E_Q@QuE) _ @Qu j) Fiu @a,
@t @x @x @x

in Einstein summation notation, where E is the total speci c energy, the stress tensor andqj is
the heat ux vector. The energy conservation equation is redundant for isothermal ows, which
is assumed here and need not be solved.

These equations are implemented in conventional CFPD solvers (Ansys Fluent, OpenFOAM,
etc.) in a discretised form using a discretisation method (e.g., the nite-volume method FVM)
and enable numerical computations in the respiratory tract.

jq (4.4)

4.1.1 Lattice Boltzmann Method

In this work, the computation of the uid phase will be performed using the Lattice Boltzmann
method . This method is a compromise between the two aforementioned approaches (a mesoscale
simulation, see Figure4.1), which does not track the trajectories of individual particles but rather
clusters (populations) of particles moving along discrete trajectories.

The fundamental is the probability distribution function

f(x; ;t); (4.5)

which denotes the mass of particles at a given positiox in the considered domain with micro-
scopic velocity at time t. The conversion from this immeasurable quantity f to macroscopic
quantities is performed using integral moments:

Z
;)= f(x; ;Hd; (4.6)
Z
x;ux; = f(x; ;t)d ; (4.7)
ya
E(x;t) = % f(x; ;t)d ; (4.8)
Z
D= 5 (u) (Wi ind (4.9)

where e(x ;t) denotes speci ¢ thermal energy, from which pressure can be calculated using the
relation:
2

p= 3 e: (4.10)

1The equations presented here are already in a form valid for Newtonian uids, which is ful lled by air.
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Figure 4.1: Division of simulations according to the size of the characteristic dimension, adapted
from [47].

These equations represent the connection between microscopic and macroscopic quantities, which
are experimentally measurable. The considered system of particles in the computational domain
evolves over time, with particles moving and colliding. This evolution was derived and described
by Ludwig Boltzmann in 1872 as follows:

@f, @f , @fF

@t @x' @
This equation is now known as theBoltzmann transport equation . The rstterm corresponds
to the local change, the second term to the convective change, and the third term captures the
e ect of external forces. The term ( f;f ) is the collision operator, in the original Boltzmann
eqguation is de ned as a double integral over the spatial angles of both considered collisional
terms and is not analytically solvable. Bhatnagar, Gross, and Krook derived a simpli ed collision
operator BGK [6]:

=( fif): (4.11)

a(fif)= I feo), (4.12)

which satis es the so-called collisional inZvariants derived from conservation laws:

(f;f)d =0;
Z

(f;f)d =0; (4.13)
Z

2(f:f)d =0:
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and the second law of thermodynamics. In the absence of external forces, the system tends toward
Maxwell-Boltzmann distribution of equilibrium:

1 3=2 1
eq - - - 2 -
f R P Ryl W
- 2e TP T

at a rate determined by the relaxation time

By integrating the individual collisional invariants and using the equation of state, the Boltzmann
equation is equivalent to the conservation laws - the continuity equation @.2), the Navier-Stokes
momentum equations @.3), and the energy conservation law §.4), as shown in P] in the incom-
pressible limit.

Chapman and Enskog [0] used perturbation theory to demonstrate the equivalence of the
Boltzmann equation with the Navier-Stokes momentum equations, thus forming an essential link
between the microscopic Lagrangian approach and macroscopic Eulerian approach for slightly
compressible uids at Mach number:

Ma = (4.15)
In the purpose of numerical simulation, the Equation (4.11) must be discretised in the independent
variables - velocity u, spacex, and time t. Velocity discretisation is performed by projection
onto the Hermite basis, and integrals are further simpli ed using the Gauss-Hermite quadrature
formula. Spatial discretisation results in a uniform cubic grid, where the equation is solved at the
grid points, and any time discretisation scheme can be chosen, with the typical choice being the
rst-order forward Euler scheme. This process is elaborated and detailed in the author's Master
thesis, see 14].
The result of this procedure is the discretisedLattice Boltzmann equation

Fx+c tt+ D= 1 —5 fixn)+ —tfi(eq)(x;t):

which is determined at each node of the computational domain for the individual components;
of the considered velocity set (see Figurel.2).

For algorithmic implementation, it is convenient to split the process captured by the equation
into two steps, collision and propagation. This simpli cation makes the implementation easier
and clearly illustrates how particle populations evolve in a single time step t. The steps are
determined as follows:

1.) Collision
The post-collision state of the populations, denoted with an asteriskf; (x;t) is introduced. The
collision step is given by:
foa= 1 5 fan+ e t: (4.16)
2.) Propagation

Propagation, unlike collision, is non-local and transfers to neighbouring nodes. The particle
populations f; , whose masses changed during collision, move with discrete velocity according
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Figure 4.2. The velocity set species the set of discrete velocity directions in the Lattice
Boltzmann equation. A typical choice for three-dimensional space is the D3Q19 velocity set,
which includes 19 discrete velocity directions and is also used in this work, adapted fromif].

to spatial discretisation, and after time t, their position changes byc; t. The resulting equation
is:

fix+c tt+ t)=f; (x;t): (4.17)

By introducing the initial and boundary conditions, we obtain the algorithm for the computation,
see Figure4.3.

moment update equilibrium output
—_— eq —_— .
fi—opu pu— f; o, u, o — disk
collision
[ FiV > fr
new time step propagation
r+Ar—>t fr= i

Figure 4.3: Algorithm of the Lattice Boltzmann method, adapted from [47].

4.1.2 Turbulence and its modelling

Fluid motion with characteristic sudden velocity and pressure changes, unpredictable in time,
enabling mixing of transported quantities and involving a wide range of spatial wave lengths is
called turbulent ow [ 51]. A criterion used for predicting the ow character is the dimensionless
Reynolds number.

Re= Y. (4.18)
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where is the kinematic viscosity of the uid. Re is de ned as the ratio of the inertial forces to
the viscous forces in the uid. Low Re means laminar ow and high Re turbulent ow. The area
in between is called laminar-turbulent transition. Thus, there is no sharp border between both
types of ow. The transition starts when Re reaches a value called critical Re, depending on the
particular geometry.

Regarding turbulence treatment, three major types of simulations are classi ed:

1. Direct Numerical Simulations (DNS) solve all scales of turbulence up to the smallest
dissipative scale (Kolmogorov scale) using a computational grid, where kinetic energy is
converted into thermal energy. No turbulence model is used here, and the time and spatial
discretisation are very ne. This approach is not practical for most applications due to its
vast computational resources and time requirements.

2. Large Eddy Simulation (LES) models vortices smaller than the smallest chosen spatial
scale using a low-pass Iter. These vortices are modelled using a selected numerical model.

3. Reynolds-Averaged Navier-Stokes (RANS) Equations divide quantities into time-
averaged values and uctuations. This approach is particularly suitable for stationary
problems where uctuations caused by turbulence are not relevant. The LBM is a time-
dependent approach and this approach coupled with this method is hot common.

The ow eld in the respiratory tract with increasing ow rate is distrupted by the highly curved
geometry features of nasal cavity, extra-thoracic area and lung airways and turbulent ow condi-
tion can be observed as proven by experimental measurement. An approach used for turbulent
modelling needs to be chosen. For the LBM simulations in this work, the Smagorinsky subgrid-
scale model $4] adapted to the BGK operator according to S. Hou B9], which belongs to the
LES family, will be used:

Viscosity can be divided into physical viscosity and viscosity caused by modelled vortices:

oal = 0+ C ?jSj; (4.19)
where C is the Smagorinsky constant, and
q
iSji= 255 S (4.20)

is the magnitude of the strain rate tensor, given by the relation:

g =1 @u @y
"2 @x @x

The numerical viscosity shown in the change of the relaxation parameter in the collision operator
(4.12) as follows:

(4.21)

otal =3( 0+ C 3Sj)+0:5: (4.22)

4.1.3 Phase interaction

Liquid or solid particles in the ambient air are in uenced by current local ow conditions and
also mutual interaction may occur. Depending on the nature of the ow and the concentration of
particles, di erent types of interactions between the uid and the patrticles are possible. A volume
fraction s introduced, which represents the volumetric proportion of the domain occupied by
the particles [94].
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In the case of dilute fractions, the momentum of the particles compared to the uid is so
negligible that it cannot a ect the overall ow. This is known as one-way coupling , where the
in uence of the particles on the uid is neglected and the volume fraction is typically less than
10 3.

In the case of a larger proportion of particles, from10 2 to 10 1, the in uence of the particles
on the uid is signi cant and must be included in uid ow calculations as acting volumetric
forces. This method is callediwo-way coupling

In cases of high particle volume fractions,four-way coupling  occurs, where collisions be-
tween patrticles are also considered. However, for a large number of particles, this method becomes
unsuitable because of its high computational demands.

In particle transport and deposition studies in the respiratory tract, the volume fraction is
typically signi cantly below 10 2, and the particles do not a ect ow or collide with each other.
Therefore, in this work, the one-way coupling was used.

4.2 Particle phase

The following methods are suitable for the numerical simulation of particles in the respiratory
tract [44] and are reviewed subsequently.

4.2.1 Complete Numerical Simulation

Complete Numerical Simulations (CNS) are characterised by integration of all the forces acting
on individual particles of nite size over their surface. Drag, lift, and inter-particle forces are
directly calculated by integrating the stress and pressure tensor over the surface of each particle,
without using any empirical relationships.

The translational motion can be expressed by the equation for each particlé occupying the
space (t):

p;i dt; = Fpody* Fs= Fpogy+ n ds; (4.23)
@ i(t)
where F o4y represents volumetric external forces such as gravity or virtual massk s is the sum
of surface forces integrated over the surface,
The rotational motion is given by Euler's rotational equation:
Z
T = (Xi X¢) ( n)dS; (4.24)
@ i(t)
where X ¢; denotes the coordinates of the centre of the given particle and ; the torque acting on
the particle. Speci c implementations of this method include the Arbitrary Lagrangian-Eulerian
Technique, where the mesh is recalculated at each time iteration, and the Distributed Lagrangian
Multiplier Method, where the computational mesh spans the entire domain, including particles
[44].
A major drawback of these methods is their enormous computational power demand, making
them currently impractical for engineering problems involving a large number of particles [3].

4.2.2 Euler-Lagrange methods

The Euler-Lagrange method, also known as the Discrete Phase Method (DPM), uses Lagrangian
approach for the particle phase, while the uid phase is solved using the Eulerian approach. The
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following types of simulations are classi ed: the Discrete Element Method, Euler-Lagrange with
Euler-Rotation method (ELER), and the E ective Diameter Method. The motion of solid phase
particles is solved using Newton's second law of motion4( 1), and it is necessary to de ne the
forces acting on the particles. These forces are discussed in more detail before analysing the
individual types of simulations.

Forces acting on a particle

Particles moving in the airways are subjected to surrounding forces. Initially, only spherical
particles will be considered; di erences for brous particles will be mentioned later.

Drag force from the surrounding uid depends on the ow regime in which the particle is
situated. This is determined by the particle Reynolds number:

d
Rey = £ (Us Up) p;

(4.25)
where ¢ is the uid density, and d, is the particle diameter. The prescription for the acting forces
is determined by the value of Re. For the application of micrometre-scale particle deposition in
the airways, Rg, < 1, placing us in the linear Stokes regime, where the acting force is linearly
dependent on velocity and is given by:

Fe=3 (ur up)dp: (4.26)

When particles are so small that they are comparable to the mean free path of air molecules, the
air can no longer be considered a continuum, and the force must be divided by the Cunningham
correction factor C. [94]:

Cc=1+ (1:257 + 0:4exp ( 1:1dp=2mip )) ; (4.27)

p
where Im¢p is the mean free path of the gas, de ned as:

KT

Imip = pm; (4.28)
wherek = 1:38 10 23J=K is the Boltzmann constant, and dy, is the molecular collision diameter,
de ned as the shortest distance between two particles during a collision. By substituting values
for air, we obtain values close to 1 for the considered range ( K< 0:1, for 10 um, C; = 1:018
and for 1 pm, C. = 1:176). This relationship is valid for Kn < 1000and small particle Reynolds
number Re,.

For regions with higher Reynolds numbers and for non-spherical particles, the drag force
(4.26) can be generalised using the drag coe cientCy:

Fq= Cdj.dee%p; (4.29)
where d, is the volume-equivalent diameter, which is the diameter of a sphere having the same
volume as the considered non-spherical particle. The paramete€y depends on the shape of the
considered particle and is prescribed by an empirical function. Various functions exist in the
literature for di erent particle types, as will be discussed in subsequent chapters. For spherical
particles, the rst choice is the relation by Morsi and Alexander [67]:

ap az |

Cg=a1+ —+ —:
47 %7 Re, Re;

(4.30)
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where a;, ap, and az are empirical constants whose values depend on the values of Re
Gravitational force  induced by gravity and Earth's rotation is given by:

Fg= mpo; (4.31)

where g is the gravitational acceleration.
Buoyancy force , induced by hydrostatic pressure and also known as Archimedes' principle,
is given by
1

Fo= o1 d3g; (4.32)

which is several orders of magnitude smaller than other forces and can be neglected.
Dynamic lift , caused by a non-zero velocity gradient of the uid at the particle's location,
was derived by Sa man [7§] as:

2K 1=2Dij
( p= 1)dp(D D)1=

where K = 2:594 is a constant coe cient for a sphere, and Djj are the components of the
deformation tensor:

F, = (us  up); (4.33)

_1 @u , @y

i =5 “ax " @x

(4.34)

Other forces acting on patrticles include the virtual mass due to the displacement of uid from
the particle's path, resulting in kinetic energy gain for the uid and corresponding energy loss
for the particle (e ective mass), Basset history force relevant for high-frequency oscillations, and
the Magnus e ect observed in rotating objects. These forces are negligible for micrometre-sized
particles and, therefore, are not considered further.

Discrete Element Method

The Discrete Element Method (DEM) was originally designed for modelling ows with a large
number of particles, where interactions occur (uidised bed). Unlike the CNS, this approach
falls under Euler-Lagrangian methods. Interaction with the uid is based on empirical formulas
derived from experiments, in the form of forces acting at the particle's centre of mass. Although
implementations of the method vary across the literature, it is primarily designed for simulating
larger and heavier particles colliding with each other and is focused on calculating the forces
between them (the 'hard sphere model' {], the 'soft sphere model' [L04]). Therefore, the method
often does not account for rotational in uences caused by velocity and pressure eld gradients.
Additionally, the complex shapes of particles, their exact positions, orientation, and collision
detection lead to a signi cant amount of data communication between the uid phase and DEM,
which greatly slows down the computation [LOZ].

Euler-Lagrange Euler-Rotation

For the calculation of bre dynamics, the Euler-Lagrange Euler-Rotation (ELER) method was
used, which involves solving the rotation of particles using Eulerian rotational equations. Fibre
particles in the shape of cylinders are approximated as prolate spheroids (two equal semi-minor
axis, see Figure4.4(a)), which signi cantly simpli es the solution of these equations. For the
calculation of dynamics, three coordinate systems are introduced for each particle; see Figure

4.4a):
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1. Laboratory frame of referencexyz.

2. Particle co-moving coordinate systemx%%°with the centre at the particle's centre of mass,
and the axes parallel toxyz.

3. Particle local coordinate systemx®y°%%with the centre at the particle's centre of mass, and
the axes corresponding to the particle's principal rotational axes.

(b)

Figure 4.4. (a) Approximation of a bre as a prolate spheroid with the semi-major axis a and
semi-minor axisb = cin the corresponding coordinate systems: the laboratory frame of reference
(xyz), the particle co-moving frame of reference x%%9, and the particle frame of reference
(x%99299. (b) lllustration of bre rotation using a quaternion, adapted from [ 75].

To express the orientation and rotation of particles, new variables are introduced. Because
the Euler's angles su er from convergence problems under certain conditions, Euler quaternions
(x-convention, as detailed in p8]) ("1;"2;"3; ) are used here, de ned as follows:

0 1

1
@, A =tsin 5 = cos (4.35)
3

2

While the transition between the single-primed and non-primed laboratory systems is a simple
translation, the transformation from the single-primed to the double-primed system is carried out
using the relation.

x9= A x% (4.36)
where A is the transformation matrix written using Euler quaternions ("1;"2;"3; ):
2 3
1 20"3+"%) 2("1"2+"s) 2("1"s "2)
A=42(2" "a) 1 203+ 2(2"a+ "1)5: (4.37)
2("3"1+ "2 ) 2("s"2 "1) 1 2("i+ ")
For the calculation of individual forces on non-spherical particles, the above relations are modi ed

[44):
Drag force acting on an ellipsoidal particle is given by the relation [B]

Fa= ¢ bK%Yus up); (4.38)

where b is the semi-minor axis of the bre and K is the stress tensor in the laboratory coordinate
system

K= A K O:; (4.39)
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where

K %= diag(K 2% K s K 25 (4.40)

is the stress tensor in the particle coordinate system.K; are Stokes' corrections for ellipsoids
and depend on the size of the aspect ratio , which expresses the ratio of the ellipsoid's length
to its diameter.

Dynamic lift  for spherical ellipsoids is given by the relation [L4]:

Fi= 2" b2 (4.41)
with
0 u u !
— fix p;x
1= O%EOY po ko OO0 k0 @ by A
j@u =@} j@ux =@F~ Ups
1 0 " 1
= = px
MKO Ly KO+ MKO Lye KO @Quy upy A+ (442
j@u, =@K j@u =@F Up:z
0
- - ' Upix
— O @):(ZKO Lo KO+ ———== O @ZZKO Ly KO @ upy
j@u, =@K j@y, =@ Uz Upsz
L are permutations of the lift tensor
0 1 0 1
La B 0 L~ 0 Ls
Ly=@Llp Le 0 A; Le=@ 0 Lc 0 A,
Le Lo O Lc 0 O
Lix=@Lg Lo 0 A; L,=@ 0 Lp LgA; (4.43)
o 0 0 Lcy o 0 Lo Legy
Le 0 Lp Lc 0 O
Lx=@ 0 Lc 0 A; Ly=@ 0 Lg LpA;
Lg 0 La 0 Lg La
with
La =0:050LLg =0:0329Lc =0:0373Lp =0:0182Lg =0:0173 (4.44)

Alternatively, corrections proposed by Harper and Chang B3] or Drew et al. [19] can be

included.
Rotational motion  of particles is given by the Euler equations (in the double-primed coor-

dinate system x°99%9%:

d! %00
o X
dt
d' At yoo
“dt
d!
2007ZOO Iyod ool oo Iyoo) = T

dt

lyod zoolyoo 1500 = Tyoq

I xod zoo(l 00 100 = Tyoo (4.45)
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where (I xoq I yoo | ;00 are the moments of inertia with respect to the principal axes of the ellipsoid,
(! xo0! yoo ! ,00) are the angular velocities with respect to the particle coordinate system, and
(Txoo, Tyoo, T,00 are the corresponding torque components. By introducing the approximation of
linear shear velocity (where the velocity gradient is locally constant), we obtain the following
relations for the hydrodynamic torques in the particle coordinate system §2]:

16 a3 2 2 0
= | .

Tyoo 3o+ 20 (a )Dz0q00+ (1 +  “)(W;0500 -x9 ;
16 f8.3

Too= —— P (14 ?)D,ogoo+(L+ 2 (W 199 . 4.46

0= g b (14 ADymet L+ H(Wamw 19 (4.46)
32 ap3

T,00= ! (Wyogoo ! 9.

3( ot o)

D is the deformation-rate tensor, and

1 @Qu @y
Wi = = ’ — 4.47
i3 @ @« (4.47)
is the spin-rate tensor. The parameters o, o, and g are given by the formulas:

2 P— 1

0= 0= 75— + 2(2 1)62 In + P= 1 (4.48)
p
2 2 1

0= + In p ; (4.49)

2 1 (2 1)(3:2) + 2 l.

In the above relations, the velocity gradients must be transformed from the laboratory to the par-
ticle coordinate system. After solving the Euler equations, the current rotation in the laboratory
system is recalculated using Euler quaternions via the relations

2 3
d"]_:dt + "5l

2
d'lzzdtg —_ }g "3! X + ! y "1! Z
d'z=dt> = 24 "ol +"ply+ !y
d =dt "It aly sl

(4.50)

and the next time iteration can be performed. The current orientation in terms of the vector of
the rotational axis can be evaluated using the transformation matrix in Equation (4.36) as well.

E ective diameter method

This method involves replacing a non-spherical particle with a spherical particle of a chosen
‘e ective' diameter and calculating the Lagrangian approach using modi ed relations for the drag
force (4.29 depending on the selected empirical correlation derived from experiments providing
the value of the drag coecient Cq. Many such correlations can be found in the literature,
depending on the shape of the considered particles, Reynolds number, shape factor, etc. The
e ective diameter method does not account for moments that induce rotational e ects, and some
models do not even consider the particle's orientation relative to the ow. However, they are
computationally less demanding than the above-mentioned models. Therefore, there are still
frequently used.

Haider-Levenspiel (H-L) correlation is one of the commonly used models for calculating
the drag coe cient for isometric particles developed by Haider and Levenspiel B1]. Based on
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experiments with particles of various shapes (octahedrons, cubes, tetrahedrons), they interpolated
experimentally determined values using the function

Cq = :jp(u HaReh) + H':iR;Pep; (4.51)
where the interpolation coe cients are given by:
Ha = exp (2:3288 + 6:4581 + 2:4486 2);
Hp = 0:0964 + 0:5565;
(4.52)

Hc=exp(4:905 138944 +18:4222 2 10:2599 3);
Hg = exp (1:4681 + 122584  20:7322 2 + 15:8855 3):

The parameter is the sphericity, de ned as the ratio of the surface area of a volume-equivalent
sphere Ag (i.e., a sphere with the same volume as the considered particle) to the total surface
area of the particle Ap:

_ As.

= Ai,;,
These correlations show high accuracy for particles with sphericity greater than 0.67, but perform
worse for sphericity less than 0.23, i.e., for particles with signi cantly non-spherical shapes. The
bres considered in this work have a sphericity around 0.5, placing them in the range of lower
accuracy.

Tran-Cong (T-C) et al. [91] derived an empirical correlation which is signi cantly more
robust, as more diverse shapes in the form of agglomerated spheres were used for validation,
representing various shapes (pyramid, star, H-shaped particles, and also cylinders). The resulting
drag coe cient is a function of the ratio of two equivalent diameters and sphericity. Fibres can
be represented by a series of attached spheres cylinders. In the mentioned study, 7 spheres in
a row were used, see Figuré.5

(4.53)

Top view { Side view | da — 71=6
OOOOO0O0 « OCOOO00 « "
: i c= ik
7d } 7

Figure 4.5: Representation of particles used to model cylinders in the study by Tran-Cong et al.,
adapted from [91].

This empirical function also takes into account the orientation of the particle relative to the
ow. The input quantities are thus the cross-sectional area of the particleA,, and the perimeter
of this cross-sectionP,. The quantity called the surface equivalent sphere diameter

r

dA=

4A
—P7 (4.54)

then gives the diameter of the sphere that has the same cross-section as the considered patrticle.

Similarly, the volume-equivalent sphere diameter is de ned as
r
6V
dy = ° —; (4.55)
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which is also referred to in some literature as the nominal diameter.
The shape factor of the particlec is based on the cross-sectional sphericity and is de ned as

da
c= —; 4.56
o (4.56)
where P, denotes the perimeter of the particle's cross-section perpendicular to the ow. The
resulting empirical correlation is then given by the relation:

. : . dA
_ 24.da 0:15 da 0:687 042 .
9= Reydy T P gy TP ECE (*.57)

¢ 1+42500 £ Re,

The authors of the study indicate the validity of this relation for particle Reynolds numbers in
the range of 0.15 to 1500; 0.80 <da=d, < 1.5, and sphericity 0.4 < ¢ < 1.0. Most engineering
applications, including the ow and deposition of bres in the respiratory tract, fall into this
range.

For comparison with spherical particles and the calculation of the Stokes number, a quantity called
the equivalent aerodynamic diameterd,e is used. Across various studies, multiple de nitions exist;
in this work, the de nition according to Stéber for non-spherical particles is used:

1=2
dae = dn —> (4.58)
0
This diameter represents the diameter of a spherical particle with the density of water that has
the same terminal settling velocity as the considered non-spherical particle. g is the density of
water, and is the dynamic shape factor, whose value depends on the orientation of the bre
relative to the ow. For bres orientated parallel to the ow, the value of dge is the largest, while
for bres perpendicular to the ow, it is minimal. The value of  for randomly orientated bres
is given by the relation

(4.59)

The relations for the individual components are taken from [73] under the assumption that the
particle has the shape of a prolate spheroid (ellipsoids with exactly two axes of the same size):

_ @4=3)( 2 1) (¥ _
(22 1?2 1)@=@)In( +( 2 10=)
8=3)( 2 3 (¥

o = ((2 2 1):( 2 1)(122))|n( +( 2 1)(1:2))+ ; (461)

K (4.60)

where is the aspect ratio and is de ned as the length of the bre to its diameter.

Fan et al. [22] derived a correlation for the drag coe cient based on experiments with
sedimentation of cylindrical particles of various densities, taking into account the orientation of
particles relative to the ow , which represents the angle between the particle's major axis and
the streamlines:

24 . 1:537 .
Cqcos = @(0:006983+06224?ep 1:046) P Ar 0:8524. (4.62)
f
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where

gO%( b 1)?

Ar = ,
f

(4.63)

is the modi ed Archimedes number. This is the only correlation that includes dependence on
gravitational acceleration g. The authors report an accuracy of 9.4% for4 < < 50, density
1125 kgm 3 <, < 8000 kgm 3, and Re, < 40. This empirical function speci cally applies
to cylindrical particles under gravitational settlement, unlike the more general correlations men-
tioned earlier.

Loth [59) studied the drag coecient Cy for spheroids in the Stokes regime Re 1
Depending on the aspect ratio, he provides correction coe cients for the drag force on parti-
cles moving parallel to the ow fg, and on particles moving perpendicular to the streamlines
fe» . The resulting force can be calculated using the method of linear superposition:

Fa= 3 ((urx Updfext(use up)fer): (4.64)

However, the restriction to the Stokes regime is not ful lled in all regions of the lungs, particularly
near bifurcations where Rg reaches values around one.

Holzer and Sommerfeld  [40] obtained an empirical correlation based on xed and freely
falling particles over the entire range of Rg:

Cq= Sep%’L ﬂ:}& 937 +0:421F4( log >°:2i9: (4.65)

Ganser [27] developed using two shape factors, the Stokes's shape factér; correcting the
drag in the viscous dominated regime and Newton's shape factoK » correcting the drag in the
inertial regime:

24 0:6567
= 1+0:111 K1K»2)™ +
Cq Re,K . 0:1118 RepK 1K 2)

0:430K,
1+ 3305=(RepK 1K 2) '

(4.66)

Further correlations can be found, e.g. in §4]. In this work, the Haider-Levenspiel and
Tran-Cong correlations, were utilised.
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Chapter 5

State of the art

The research of bre transport and deposition is a highly relevant research areaThis eld can
be broadly divided into two fundamental aspects. First, exposure to asbestos bres or elongated
mineral particles is known to cause respiratory diseases such as mesothelioma or lung cancer
[70]. Second, bre-shaped aerosols possess an ability to access deeper part of the respiratory
tract compared to spherical particles, as highlighted by Kleinstreuer et al. B4]. This chapter
provides a comprehensive summary of recent research over the last decade, primarily focusing on
Computational Fluid Particle Dynamics (CFPD) of brous particle transport and deposition in
the respiratory tract. In addition, signi cant experimental studies of high relevance to this work
are discussed.

As outlined in the previous Chapters and mentioned by e.g. Tian et al. 0], the Euler-
Lagrangian framework is widely employed for resolving the trajectory of non-spherical particles.
This can be di erentiated based on the attitude to the particle rotation.

The e ective diameter method is one of the commonly applied approaches that neglects the
current particle orientation. The essential in uence on the trajectory and on the accuracy of
the method depends on the expressions of the forces and torques describing the uid-particle
interaction. The greatest impact results from the drag force Fq (4.29), specically the drag
coe cient Cq4. Many expressions for calculatingCq have been derived for various particle shapes,
but they are often designed for too specic ow conditions or, conversely, are too general. A
general consensus on the drag expression for non-spherical particles has not yet been reached
within the scienti c community.

In the H-L model, the shape dependence of drag coe cientCq is on solely one parameter -
the sphericity - which proves to be insu cient for capturing the drag forces on particles with
more complex shapes (e.g., non-isometric particles that can have di erent shapes but the same
sphericity) [26]. With an increasing aspect ratio of the bre, the accuracy of the H-L model
decreases.

In contrast, the dependence of the shape factoc in (4.56) of the T-C model can account for
the rotation of the patrticle relative to the ow, as the cross section perpendicular to the ow is
incorporated into the empirical relationship. These theoretical assumptions, suggesting greater
accuracy of the T-C model were also demonstrated in experiments on particle deposition in the
respiratory tract [ 23].

Inthavong et al. [41] investigated the deposition of monodisperse carbon bres with a diameter
of 3.66 pm and various lengths in the right and left nasal cavities under a steady breathing regime

web of Science Collection returned 405 publications using the query ALL=(ber* AND respiratory tract)
and further 92 publications using the query ALL=( bre* AND respiratory tract*) within the last 10 years.
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of 7.5Imin ! using both models. The deposition results in four segments are presented in Figure
5.1. Simulations demonstrated a good agreement in deposition between both methods for short
bres with a length less than 100 um; for longer bres, the results diverged signi cantly and the

di erences reach up to 37%. Similarly, the comparison with experimental data T-C also yielded
results closer to the experiments than the H-L model.
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Figure 5.1: Model comparison by Inthavong et al. §1] in a) right and b) left nasal cavity using
H-L and T-C models and compared with experimental data from Su and Chang §f].

Using typical ow velocities in the respiratory tract, we obtain values of the particle Reynolds
number and Stokes number for particles in the micrometre range. Considering these values, the
deposition of particles in the human airways is determined by the inertial forces. These forces
deviate the bres from the streamlines and potentially leading to contact with the wall and
deposit. Because the formulation of the acting drag force 4.29) is identical in both H-L and
T-C, the individual models di er only in the value of Cg, as already mentioned. AsCy increases,
the drag force that acts against, the deviation of the particle from the streamlines decreases,
thereby reducing the number of particles that come into contact with the wall. Assuming the
no-slip condition, which means that any contact of the particle with the wall causes deposition,
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this results in a smaller deposition fraction in the given area. As previously noted, the force
acting on the bre particles depends on the orientation of the particle relative to the ow. The

di erence in Cq between both models for parallel and perpendicular bres is illustrated in Figure
5.2, which helps to explain the observed discrepancies between the models. It is evident that the
drag coe cient for perpendicular particles is signi cantly higher than for parallel particles in all
relevant Re, values. The article by Inthavong [41], does not provide detailed information on the
orientation of the considered particles.
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Figure 5.2: Comparison of drag coe cient Cq from H-L and T-C models for parallel and perpen-
dicular bres.

Fibrous particle simulations using H-L and T-C were performed, for example, in the study
by Farkas et al. [23], who simulated the deposition of glass bres in a lung model up to the
seventh generation for three inhalation modes (13min %, 30Imin * and 50Imin ). The study
compared the H-L and T-C models, initially considering random particle rotation to calculate
bre transport in complex turbulent ow. The results were validated against experiments, where
mass deposition in 24 individual segments of the geometry was determined. For calculating the
velocity eld, conventional FVM with the k- | Shear Stress Transport (SST) turbulence model
was utilised, following a grid independence test.

The comparison revealed that the H-L method consistently exhibited a higher deposition
fraction across all considered geometry segments than the T-C method. Given that the drag
forces for the considered ow regimes exhibit greater resistance for particles orientated parallel to
the ow compared to those orientated perpendicular to the ow, and that the values of C4 for H-L
are approximately in the middle of both orientations ( see Figure5.2), one might expect similar
values. The number of particles orientated in the speci ed directions relative to the ow (parallel,
perpendicular, or randomly), and how their orientation changes during the simulation, is not
further speci ed in the article. Numerical simulations were validated using experimental data from
Belka et al. [5] obtained on the same reconstructed oro-pharyngeal-laryngeal-tracheobronchial
geometry and the same breathing mode, using bres of the same material and size distribution.
As supplementary experimental data, the following results available in the literature from Su and
Chang [86] and Zhou and Cheng 03 were also used. The deposition e ciency as a function of the
Stokes number in individual generations of branching is shown in Figures.3. The data from the
simulations correspond quite well with the measured data overall, but di erences compared to the
experiments ] can be observed up to an order of magnitude (especially in the second generation
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Figure 5.3: Deposition fraction by H-L and T-C from [23] compared with experimental data from
[5], [8€], [103.

of branching). In the vast majority of the observed segments, the T-C model demonstrated higher
accuracy, especially with larger Stokes numbers, indicating larger particles or more turbulent ow.
Trend-wise, the simulation data also correlate with other experimental results from the literature.

Dang Khoa et al. [15] numerically investigated the deposition patterns in two realistic human
respiratory models using two types of monodisperse bres 1 (asbestos) and 3.66 m (carbon
bres) in diameter and 15 300 um long. Two drag models T-C and H-L were adapted, but an
experimental comparison was limited to the nasal cavity due to a lack of experimental data. In
this region, the di erences between both models are rather minimal. In common with the study
by Farkas et al. [23], H-L showed a higher deposition e ciency for all investigated ow rates and
bre lengths throughout the entire geometry.

Validation of the e ective diameter method is primarily based on the deposition fractions,
which often show signi cant di erences. Furthermore, conduction of experimental measurement
on bre motion in the respiratory tract is often limited to the deposition characteristics that have
valuable information for targeted inhalatory medicine. Rare data from experiments from recent
years, where bres and their orientation in di erent parts of the respiratory system were moni-
tored, using high-speed cameras such as those from Lizal et ab¢], provide detailed information
about their movement.

The originally widely accepted notion that brous particles align their main axis parallel to
air ow and thus can penetrate deeper into the respiratory tract is an oversimpli cation. Several
papers, e.g. B, 68], emphasise the importance of bre alignment to streamlines in deposition
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Figure 5.4: Ratio of parallel and perpendicular oriented particles in a straight tube and a single
bifurcation depending on Re with corresponding standard deviations, conducted by Lizal et al.
(58]

and the tendency of symmetric bres to align with the tube axis. In contrast, Kulkarni et al.
[48] mentioned the dominant perpendicular orientation during gravitational settling at small Re p,
suggesting that bre motion is a combination of these two alignments.

Building on these facts, Lizal et al. B8] studied the behaviour of bre-shaped particles under
stationary conditions at the rst bifurcation for di erent inhalation regimes. They analysed the
number of particles and their orientation relative to the ow both before and after bifurcation.
The study indicated that particles orientated parallel to the ow predominated, it was not to
the extent previously believed. The bifurcation itself caused individual particles to rotate from a
parallel to a perpendicular position relative to the ow; due to geometric asymmetry, di erences
between the left and right branches of the bifurcation were also observed. The study further
demonstrated a negligible in uence of the ow Reynolds number Re on the particle orientation at
the bifurcation for the range of Re 180 to 4500, but showed a dependence on rotational movement
downstream of the bifurcation (cf. Figure 5.4). This rotation, speci cally the orientation to
streamlines, is a crucial parameter in uencing the drag coe cient that has a great impact on the
trajectory. These phenomena cannot be accurately captured by the e ective diameter methods.

ELER surpasses the e ective diameter methods by considering the particle orientation and
its dynamics in linear shear ow. This physical description was developed by the research group
of Fan and Ahmadi [21] and a computational framework was presented rst by Shanley et al.
[83]. ELER approximates the patrticles by ellipsoids and resolves the translational and rotational
motion (for more details, see Sectiont.2.2).

A subsequent study from the same research group by Tian et al. 9] also employed the
ELER method to simulate the transport and deposition of brous particles in laminar ow for
low Reynolds numbers in a straight circular tube. This study performed an accurate calculation
of deposition based on the current position and orientation of the particle, unlike most other
studies. The computation of the air velocity eld was performed in FLUENT 6.2 using the FVM,
and particle movement was simulated using the C++ code. The results were validated against
experiments based on deposition e ciency conducted as part of this study and with an empirical
relation, showing good agreement with other available data in the literature. This established
benchmark case was used for numerical validation in several studie&4].
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Another paper by Tian et al. [89] simulated the transport and deposition of brous particles in
the tracheobronchial tree of adult lung replica under moderate exercise of 3fmin 1. The velocity
eld was simulated using the RANS turbulent model. The deposition results show reasonable
agreement with the available experiments, validating the presented model for simulating bres
in the respiratory tract. A comparison with the e ective diameter method was included, which
slightly overestimated the deposition values for bres with a high aspect ratio. According to
the study, rotational movements occur mainly in regions with a high-velocity gradient near walls
and at individual bifurcations, which may increase the likelihood of interception. The frequency
of rotation decreases with increasing aspect ratio, and after the perturbation damped, particles
returned to their original position.

However, the article in question only utilised a geometry up to the third generation of bi-
furcation in the form of an idealised Weibel model. Additionally, a turbulent RANS model was
used, which does not achieve the same precision as LES or DNS.

Among other studies employing numerical simulations of brous particle transport and depo-
sition, a study by Schachar-Berman et al. B1] investigated bre dynamics for transient regimes.
The ELER method was used for a straight circular tube under oscillatory ow simulating inhala-
tion and exhalation for bre particles with aspect ratio  ranging from 1 to 30. The simulation
was performed in ANSYS-FLUENT software using a User De ned Function with the analytical
solution of the Womersley velocity pro le prescribed. The results con rmed existing knowledge
about particle rotation. Except for the region with high-velocity gradient near the walls, the
bres remain predominantly orientated parallel to the streamlines and their orientation does not
change, which is consistent with the study by Marchioli et al. [63], who showed a signi cant di er-
ence compared to spherical particles speci cally in the near-wall region. The study dmonstrated
that even oscillations in the form of a variable velocity eld did not have a signi cant impact on
this behaviour. Furthermore, the terminal settling velocity of bres and spherical particles was
compared. Ellipsoids were shown to achieve a lower terminal velocity than spherical particles of
the same mass, and during the process, the particles also underwent rotation, causing uctua-
tions in the sedimentation velocity. This also resulted in a longer time for the brous particles
to deposit on the wall. However, a simpli cation of the boundary condition for deposition on
the walls was used particles deposited if their centre touched the wall, thereby neglecting the
actual orientation in context of deposition. No dependence on the aspect ratio was observed,
which is inconsistent with other studies of this kind and the follow-up study, of Shachar-Berman
et al. [80]. In this study, the suitability of bres of various thicknesses and aspect ratio were
assessed under physiologically inspired inhalation in silico, mimicking a dry powder inhaler. An
upper airways model up to the 7th generation and a bronchial tree model with generation 7th to
16th were investigated separately. Optimal particle sizes were suggested as carriers for targeting
deep regions: egiuvalent diameters in the range of 57 po with a high aspect ratio reaching the
bronchioles and 4 6 pm with a high aspect ratio in the acinar regions. Fibre behaviour in the
acinar region was further investigated in another study by the research group2]. All in silico
studies by Shachar-Berman are deploying the ELER approach coupled with FVM.

Dastan et al. [18 applied the ELER method to simulate submicron ellipsoidal particles
with diameters ranging from 2 to 30 um in the nasal cavity under laminar conditions. Three
realistic nasal cavity geometries were used to study interpersonal variability. For the ow eld
calculation, the FVM was employed within the ANSYS-FLUENT software environment. The
results show the dependence of the deposition fraction on the specic geometry of the nasal
cavity. Simultaneously, the simulations indicated higher deposition values than the experiments
conducted by Su and Cheng §6]. The introduction of pressure-based impaction parameters,
where the pressure decrease varies across di erent geometries, eliminates the in uence of nasal
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cavity variability among individuals. The results of the deposition fraction were signi cantly
lower than those for spherical particles.

Tavakol et al. [89] further simulated the transport and deposition of brous particles in a
turbulent regime for one of the geometries of the nasal cavity, using stochastic models to generate
turbulence in FVM-based ANSYS-FLUENT software environment. The results indicated the
in uence of turbulent dispersion in the range of 100 < IP < 2000, while for higher values it was
negligible. These studies focused only on the nasal cavity, not the entire geometry, and thus did
not address how deeply particles penetrate into the tracheobronchial tree.

Li et al. have made signi cant contribution in the development of ELER modelling. Their
initial work [ 53] simulated bres in the nasal cavity and investigated complex ow. Although bres
generally align with streamlines, occasional quick ips were observed leading to small deviations
in the trajectory that could cause signi cant di erences in the deposition pattern. A follow-up
study [57] investigated the shear-induced lift force which may be a dominant deposition force,
emphasising the importance of its consideration. Their latest work, $4], investigated an extended
human airway model up to the 15th generation. While the total deposition fractions were similar,
the local deposition patterns di ered, prompting a deeper investigation and justi cation of the
method under transient regime and turbulent ow conditions at higher Reynolds numbers.

Kiasadegh et al. A3] used ELER coupled with FVM to compare steady and cyclic inspiration
in the upper airways. They emphasised the importance of the deployment of realistic breathing
patterns, particularly for regional deposition, especially in the lower respiratory tract, while
noting, that the total deposition fraction does not di er signi cantly.

The LBM, a mesoscopic approach (cf. principles Sectiont.1.1), has gained popularity in
recent decades as an alternative to conventional Computational Fluid Dynanamics (CFD), which
commonly uses FVM. lIts high-scalability and locality of the algebraic operation with minimal
communication lead to an e cient parallel algorithms, making it suitable for a wide range of
applications. A comparison by Hausmann et al. B4] of OpenFOAM and OpenLB on a benchmark
case (stationary ow engine) showed up to32 faster performance. Similar results showing that
the LBM shows higher performance than the CFD were found by, e.g., Manelil et al. §1] for
a benchmark case of a ow around a sphere. However, steady ows showed higher performance
for FVM. Furthermore, Goodarzi et al. [29 simulated natural convection inside cavities and
enclosures using both methods, stating that FVM requires less computational time while achieving
more accurate results. Aniello et al. P], compared the performance of a swirling ow inside
aeronautical combustion chambers, showing that the LBM are faster than FVM solvers by factor
ve.

LBM has been used only in a few numerical studies focused on the respiratory tract. Lintermann
[56] presented a study on the deposition of spherical particles, representing dust, in a tracheo-
bronchial tree up to the sixth generation. Di erent particle diameters (2.5 100 um) were inves-
tigated. DNS was applied to avoid the impact of modelled eddies. The e ect of the lItration
mechanism of mouth and nose cavities was not considered. Deposition of particles smaller than
10 um was negligible, as they followed the streamlines, while larger particles deposited in bifur-
cations. A previous study by the same team $5] focused on generating massive computational
grids on high-performance computers for LBM computations and demonstrated the e ciency of
the approach on the geometry of the human nasal cavity. However, no simulations of the whole
respiratory tract were conducted in that study.

Henn at el. [36] conducted thermal LBM simulations in a realistic nasal cavity model of a 46-
year-old male. Micrometre-sized particles were released throughout the entire inspiratory phase,
approximated by a sine wave, showing good agreement with experimental data. Furthermore,
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the escape-capture rate was analysed in a simpli ed geometry of the rst bifurcation, primarily
for convergence analysis.

A machine learning pipeline for the preprocessing work of the LBM simulation (e.g. CT scan
surface extraction, boundary condition, meshing setup) was demonstrated on a nasal cavity model
by Ruttgers et al. [77]. Dierences in temperature and pressure for three cases of nasal cavities
created by the pipeline were analysed, yielding good agreement. No deposition was investigated
in that study.

Fu et al. [25] presented a new immersed moving boundary coupled with LBM for unresolved
spherical particles. A new solid operator was implemented, describing the particle- uid interac-
tions and complex geometries. The accuracy and e ciency of the method on GPU were demon-
strated on a nasal cavity, showing good agreement for the time-dependent deposition fraction and
approximately 10 shorter execution time compared to DEM performed on OpenFOAM.

Hebbink et al. [35] deployed a LES-LBM model coupled with an MRT operator in human
upper airways under a cyclic regime, validated by experimental PIV measurements of mean and
peak pressure at 17 points within the entire geometry. The numerical simulation was performed on
an extremely ne grid of 1 billion cells. They stated that 'simulations and experiments show some
deviations in regions of turbulent ow at peak ow rate but are in average in good agreement’. The
branching with turbulent phenomena such as Dean vortices was not included in the simulation.

Borthakur et al. [7] presented a study of particle transport within a human nasal cavity,
utlising LBM for the uid phase. Particle beads clustering of three spherical particle sizes (0.25
mm, 0.5 mm and 0.75 mm) respresenting droplets, was investigated under a cyclic idealistic
sinusoidal inspiration regime for two peak velocities of 177min ! and 20 Imin 1. The release
time and gravity were proven to be important parameters a ecting the deposition pattern. The
particle sizes used here are considerably larger than typical aerosol dimensions.

Trunk et al. [92] used a complementary new stabilised Euler-Euler LBM approach for particu-
late ow through a simple bifurcation, demonstrating less computational e ort. For a benchmark
case, a simpli ed bifurcation in the laminar regime of Re = 50 was chosen, and the deposition
capture-escape curve was successfully validated against literature data. However, a low Re was
prescribed, polydisperse particles are di cult to simulate, and arti cial di usion must be reduced
by projection, which impedes evaluation.

Summary of the research gap As was shown by this literature review, the ELER method
has been increasingly utilised in recent years to account for the actual orientation and rotational
movement of the particles in human airways. However, to the best of the author's knowledge, in
all of the reviewed studies, the results were validated in terms of deposition fraction or e ciency.
This quantity is a statistical measure of the complex motion of the particle trajectories, in uenced
by numerous factors. Furthermore, experimental data in these research area are often limited
by non-negligible experimental uncertainties, making the exact validation challenging. The lack
of detailed measurement of the bre motion within the respiratory tract was partially lled by
the study by Lizal et al. [58] conducting a high-speed camera measurements, providing valuable
information about rotational motion. These data can be used for a broader validation of the
ELER method, potentially addressing a source of discrepancies in experiments.

Additionally, the computation of the uid phase for the bre transport and deposition in the
reviewed literature was performed using solvers based on the FVM. The author is unaware of any
study in which the computation of transport and deposition of brous particles in the respiratory
tract using ELER was performed by means of the LBM.
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Chapter 6

Objectives and aim of the study

The individual research aims and objectives were speci ed as results of the mid-term evaluation
as follows:

(a) Analysis of bre dynamics during passage through a bifurcation.

(b) Implementation of the ELER model into the OpenLB software.

(c) Validation of bre transport and deposition in a bifurcation using experimental data.

(d) LB simulation of ow and deposition of brous particles in a realistic geometry of human

6.1

airways.

Scienti ¢ questions and hypothesis

What is the e ciency and accuracy of LBM for particle transport and deposition within
the respiratory tract in comparison with conventional CFD?

The LBM, an alternative approach used for uid ow computation, bene ts from its high
scalability and explicit formulation of the Lattice Boltzmann equation. Several studies
[34, 61, 2] suggest that the method outperforms conventional CFD methods based on the
Finite Volume Method (FVM). On the other hand, Goodarzi et al. [ 29 claim the opposite
statement. None of them focused on the human airways. As the computation of the velocity
eld in uences the Lagrangian particle trajectories, the accuracy and e ciency of the LBM

in this context are subjects of particular interest.

Hypothesis: LBM computation applied within the respiratory tract leads to faster com-
putational performance while maintaining the comparable accuracy to FVM methods.

. How precisely does the ELER method capture the rotational movement of bres caused by

ow in bifurcations?

The ELER method, an extension of the E-L method for spherical particles, accounts for
the interaction of the ow eld on the disperse particles, specically bres. The bre
trajectory is primarily in uenced by drag and inertial forces. The actual bre orientation

is determined using the Euler rotational equation and is coupled to the translatory motion
via the cross-section perpendicular to the streamlines. As a one-way coupling method,
ELER does not in uence the computation of the uid eld. The experimental study by
Lizal et al. [58 emphasised the importance of bre orientation and showed two dominant
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orientations relative to the streamlines, with a slightly higher number of parallel particles
than perpendicular ones. Turbulent conditions in the bifurcations result in ips in particle
orientation.

Hypothesis: The ELER method accurately captures the interaction between ow and
bres, accounts for the forces acting on the particles, and correctly models their trajectories.

3. What e ect do patrticle rotations, as modelled by ELER, have on deposition characteristics
in each segment of the respiratory tract?

Deposition fraction and e ciency are crucial parameters with signi cant implications for
medical applications and healthcare. Frequently used methods, such as the e ective diam-
eter approaches, do not account for particle orientation, in contrast to the ELER method.
Experimental comparisons of these models have revealed relatively high discrepancies and
signi cant di erences among them.

Hypothesis: The ELER method, by resolving rotations using linear shear ow assump-
tions, provides higher accuracy in deposition predictions compared to e ective diameter
approaches.

6.2 Structure of the thesis

The scienti ¢ objectives, along with their corresponding scienti ¢ questions and hypotheses, are
addressed in the following peer-reviewed publications, authored by the author:

Paper |  Prinz, F., Pokorny, J., Elcner, J., Lizal, F., Mizik, O., Maly, M., B¥lka, M., Hafen, N.,
Kummerlander, A., Krause, M.J., Jedelsky, J., Jicha, M., 2024. Comprehensive experimental and
numerical validation of Lattice Boltzmann uid ow and particle simulations in a child respiratory
tract. Computers in Biology and Medicine 170, 107994. https://doi.org/10.1016/j.compbiomed.-
2024.107994

Related to Obijective (b), Question and Hypothesis 1Journal impact factor: 7.0, CiteScore:

13.0, Q1 ; Author's contribution: 31%

Paper Il  Prinz, F., Kanska, J., Elcner, J., Hajek, O., Kummerlander, A., Krause, M.J., Jicha,
M., Lizal, F., 2025. Transport and deposition of inhaled bres in a realistic female airway model:
A combined experimental and numerical study. Computers in Biology and Medicine 194, 110473.
https://doi.org/10.1016/j.compbiomed.2025.110473

Related to Objective (b,d), Question and Hypothesis 3Journal impact factor: 7.0, CiteScore:

13.0, Q1 ; Author's contribution: 50%

Paper Il Wedel, J., Steinmann, P., Prinz, F., Lizal, F., Hriber2ek, M., Ravnik, J., 2025. Mass
distribution impacts on particle translation and orientation dynamics in dilute ows. Powder
Technology 452, 120424. https://doi.org/10.1016/j.powtec.2024.120424

Related to Objective (a), Question and Hypothesis 2.Journal impact factor: 4.5, CiteScore:

9.0, Q1 ; Author's contribution: 30%

The subsequent chapters summarise these publications, highlighting their results and key

ndings as they pertain to the scienti ¢ objectives, questions, and hypotheses. The full papers
are provided in the appendix of this thesis.
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Additionally, Objective (b) and, in part, Objectives (a) and (c) along with their correspond-
ing questions and hypotheses are addressed as original work in this thesis in Chapte’s and
10. Obijective (b) is also covered in the latest release of the open-source LBM solver OpenLB, to
which the author contributed through implementation and is listed as a coauthor.
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Chapter 7

Comments to Paper I.:
Comprehensive experimental and
numerical validation of Lattice
Boltzmann uid ow and particle
simulations in a child respiratory
tract.

(Related to Obijective (b), Question and Hypothesis 1.)

The paper Comprehensive experimental and numerical validation of Lattice Boltzmann uid
ow and particle simulations in a child's respiratory tract , presents a detailed comparison of the
Lattice Boltzmann Method (LBM) as applied to a realistic model of a 5-year-old child's respiratory
tract. This model extends from the mouth and nasal cavity to the second generation of airway
branches. For validation, the study employed both an alternative numerical method based on the
Finite Volume Method (FVM) and experimental measurements. The research primarily focused
on comparing ow elds and particle deposition patterns. This publication presents the rst
scienti ¢ paper focused on LBM presented by the author and his research group, establishing
foundational work for future research within the ELER method framework.

The open-source software OpenLB was used to assess the applicability of the method in
respiratory ow simulations, with emphasis on accuracy, e ciency, and reliability. As an initial
step, a simpler case of micrometre-sized spherical particles was simulated using the Euler-Lagrange
method. Due to the symmetry, the orientation does not signi cantly a ect the trajectories, in
contrast to the brous particles, and thus rotation was not considered in the computations.

Grid independence was tested for both numerical methods, speci cally on two line probes in
the bifurcation. The LBM simulation utilised a uniform grid comprising 56.5 million cells with
a cell size of 0.00012 m. The FVM simulation employed a polyhedral grid with local re nement
near the walls, totalling 8.4 million cells. Due to the turbulent nature of the ow, LES turbulent
modelling was enabled in both cases.

The uid eld was evaluated on six line probes positioned in the trachea, 10 mm above the
carina of the main bifurcation, as shown in Figure 7.1. A steady ow rate of 12.5 Imin * was
prescribed. The mean axial velocity and the turbulence intensity (T1) were compared to capture
the prevalent velocity uctuations, essential for particle deposition caused by turbulent mixing.
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The experimental data were collected using a Laser Doppler Anemometry with a spatial resolution
of 0.5 mm between adjacent measurement points.

. anterior
anterior

LtRb LtRb
right L right L
-— -

— R LtRf R LtRf

plane
position

LBM FVM

Figure 7.1: Position of the line probes in the mean velocity elds used for the evaluation, adapted
from [7€].

As depicted in Figure 7.1, both numerical methods successfully captured the horseshoe-shaped
velocity pro le. Higher velocities can be identi ed near the posterior wall of the trachea, which
is caused by the uid inertia in the curved geometry. To quantify the accuracy of the meth-
ods, a comparison was performed at each line probe coinciding with experimental measurement
positions. The mean absolute percentage error (MAPE) de ned as

MAPE = 1 Gsimi Gexpii : (7.1)
n._, Gexp;i

was used as a quantitative criterion. Gsim:i , Gexp;i denote the value of the computed quantity at
the position i of the line probe obtained by simulation and experiment.

The resulting MAPEs are shown in Table 7.1. Despite inherent uncertainties in the measure-
ments, here, the experimental data were considered as the ground truth. The total MAPE of
the mean velocity across all line probes was 10.9% for LBM and 12.2% for FVM, while the total
MAPE of Tl was 23.3% for LBM and 33.5% for FVM. Thus, both methods result in a good agree-
ment with the experimental data, while LBM slightly outperformed FVM in this comparative
analysis.

Furthermore, the particle transport and deposition under steady conditions were also inves-
tigated, and the deposition characteristics between simulations and experiments were compared.
Particles were randomly released at the mouth inlet and tracked until they either deposited
or exited the geometry. Time period of 2 s were simulated, by which time 99% of particles
had completed their motion. The corresponding experimental measurement was performed. An
Aerodynamic Particle Sizer was used to determine the size distribution of the polydisperse par-
ticles. The mass of deposited particles in each airway segment and at the outlets was measured
using uorometry, based on concentration levels in an ultrasonic bath solution. Figure7.2 shows
the comparison of mass deposition fractions for each segment and outlet.
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Table 7.1: Mean Absolute Percentage Error (MAPE) at each line probe in %, position of the line
probes are displayed in Figure7.1.

Line probe Mean velocity Turbulence intensity

LBM FVM LBM FVM
BtFm 5.54 9.22 17.09 27.90
BtFl 8.71 9.99 16.86 28.13
BtFr 18.33 17.49 25.27 37.04
LtRm 3.37 6.99 2261 41.45
LtRf 21.63 2424 27.72 39.5
LtRb 7.91 515 29.99 26.77

As observed, both numerical methods produced similar results across most segments. Larger
discrepancies can be seen when compared to the experimental data. However, as noted in the
paper, the deposition measurements in the literature are known to exhibit high variability (cf. the
standard deviation bars in the Figure), often visualised using logarithmic scales in contrast to
the linear scale used in this study. The total mass deposition fraction across the entire geometry is
70.8% for LBM, 68.9% for FVM demonstrating a perfect agreement. The experimental deposition
fraction was 59.7%. Additionally, the paper discusses the particle deposition in more detail in
relevance to the medical applications and the available literature.
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Figure 7.2: Deposition of particles expressed by mass fraction for each segment and specic
particle size spectra, adapted from T6..

Finally, the performance of both numerical methods was compared. The LBM simulation
ran on 3,800 threads and completed in 34 hours, while the FVM simulation used 128 threads
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and required 168 hours. LBM achieved a signi cantly shorter total computation time, bene ting
from its ability to scale e ciently across many cores, an advantage that is less straightforward
to realise with FVM. However, LBM also used a higher thread count and a ner uniform grid,
resulting in a greater number of lattice updates and iterations. As discussed extensively in the
study, making a fully fair comparison is challenging especially in complex geometries due to
factors such as software optimisation, hardware con guration, and ensuring consistent accuracy
benchmarks. Consequently, a de nitive e ciency comparison could not be drawn from this setup.

In summary, this study presented one of the rst detailed validations of the LBM against both
FVM and experimental data in a child respiratory model. The results demonstrated that LBM
is feasible for simulating particle transport

and deposition, achieving accuracy comparable to the conventional FVM. While LBM showed
a shorter total computation time, di erences in technical setups and the absence of optimisation
made it di cult to draw a de nitive conclusion about its overall e ciency for this type of appli-
cation.

In this paper, the author conducted the Lattice Boltzmann simulations, post-processing, lit-
erature survey, data analysis and writing of the manuscript.

CRediT authorship contribution statement by the author : Writing original dratft,
Visualisation, Validation, Software, Data curation.
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Chapter 8

Comments to the software
Implementation of the ELER method
iInto OpenLB

(Related to Objective (b))

Lattice Boltzmann Method (LBM) simulations in this work were performed using the open-
source software OpenLB 46], a C++ library developed and maintained by the Lattice Boltzmann
Research Group at the Karlsruhe Institute of Technology (KIT). The rst version, released by
Latt and Krause in 2007, has undergone numerous updates and integration of new features.
Sustainable software development and open source universal access enabled the expansion of the
research team and the continuous addition of functionalities. By 2021, 96 scienti ¢ publications
have been issued using OpenLB and among them, 47 contributions by major code developers. In
recent years, OpenLB was adapted for utilising of many complex applications during recent years
(e.g. radiative transport, thermal ow, phase change materials, modelling of turbulent ows,
porous media, multiphase and multicomponent ows or optimisation problems).

To the best knowledge of the author, the author was the rst researcher using the LBM to
resolve uid ow at FME BUT. The OpenLB solver was chosen based on the aforementioned
features and the already available implementation of parallel computation of spherical particles
framework previously implemented by Henn et al. Bg].

In that work, this approach was validated on the escape-capture deposition curve of the
simpli ed geometry of the main bifurcation against experimental data. Subsequently, it was
applied in a time-dependent particulate ow of spherical microsized particles in a patient-speci c
geometry of a human nasal cavity. This Euler-Lagrangian framework for the computation of
the transport and deposition of spherical particles was integrated into the OpenLB software and
served as a foundation for implementing the ELER method.

In Figure 8.1, the principles of the ELER algorithm are schematically summarised together
with the coupling to the uid phase computed by LBM. Before the ELER method could be imple-
mented, preliminary benchmark tests revealed the need for performance adjustments to e ciently
compute a large number of subgrid particles in complex geometries. Therefore, the computational
framework originally developed for resolved particles by Marquardt et al. p4] was adapted. This
novel particle decomposition scheme improved the performance of the particle code by up to two
times for subgrid particles. A new particle type, SubgridParticle3DparallelEulerRotation ,
was implemented to store the method-speci ¢ parameters required for each particle's computa-
tion. The concept of force functors enabled the modi cation towards di erent force and torque
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Figure 8.1: Schematic of the numerical setup. After the initialisation step, each iteration involves
one LBM cycle and one ELER cycle. After computing the ow velocities (u) in the LBM cycle,
these values are transferred to the ELER algorithm. Due to the one-way coupling, no data are
transferred back from the ELER algorithm to the LBM solver. In principle, di erent numbers of
LBM or ELER cycles can be performed within each iteration (e.g., inner iterations), as indicated
by the dotted arrows. The simulation terminates when the speci ed criteria (e.g., simulation time
or number of iterations) are met, and the data are then post-processed (adapted from Paper II.).

activations, as speci ed in the main function of the code. Speci cally, the Stokes drag force4.39)
and torque (4.46) were implemented within the BlockLatticeStokesSpheroidDragForce  class
(the header le has the same name). Analogically, the dynamic lift force @.41) is implemented
as BlockLatticeSpheroidLiftForce in its corresponding header le. The computation of ro-
tational motion required several helper functions for handling quaternions and rotation matrices.
These were developed and are located in the header leulerRotation.h , containing the con-
version functions between Euler angles and Euler quaternions, computation of the transformation
matrices and functions solving the Euler-Rotational equations ¢.45 and the corresponding evo-
lution of the quaternions (4.50) using various numerical schemes (explicit Euler, Leap Frog, or
Runge-Kuuta).

Furthermore, the elipsoidDeposition function addresses the orientation-dependent wall
contact treatment for particles near walls. For this computation, the signedDistance function
is essential, which is also used for spherical particles and returns the distance of the inspected
point from the wall. This function was implemented as an object calledSTLreader, which stores
the realistic 3D model of the respiratory tract as a triangulated surface grid. The original im-
plementation iterated over all triangles, computing® the distance to each triangle to return the
smallest one as the nal result. This approach was shown to be extremely time-consuming for

!Details see Real-Time Collision Detection. Christer Ericson. ISBN-10: 1558607323
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complex geometries containing about a million of triangles. As a rst improvement, deposition
computation was activated only for particles in the immediate vicinity of the wall (speci cally,
within several adjacent lattice cells), during relevant time steps. To further accelerate the pro-
cess, a parallelised version oBTLreader, named BlockLatticeSTLreader was implemented. In
this object, surface triangles are stored in lists associated with each cuboid. The cuboid is a
cubic part of the computational domain which is computed by a single thread. This optimisation
allows the function to iterate only over triangles in the corresponding list. This resulted in a
computational speed-up up to19 , depending on the number of cuboids and triangles. Once the
nearest triangle is identi ed and the distance allows for deposition, the orientation-based com-
putation ellipsoidDeposition is activated to determine particle deposition. A demonstrative
example of performance increase is visualised in Figurg.2. In this speci c case, the simulation
time decreased by approximately6
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Figure 8.2: Timing performance of the BlockLatticeSTLreader vs STLreader as conducted on a
benchmark case of an idealised bifurcation under laminar condition of Re 50. Several cases with

di erent particle numbers were simulated. Simulation ran until all particles deposited or passed
the geometry, initial position of particles was identic to simulations. A signi cant performance
increase was observed, in the range frorB:26 for 1;000to 6:70 for 50; 000 particles. Notably,
this result strongly depends on the number of triangles in the STL mesh containing90; 000
triangles here, while the realistic geometry contains more than one million triangles and further
save of computational costs is expected. Simulations ran on the same PC on 6 threads spreaded
over 76 computational cuboids.

This implementation is included in the latest OpenLB release 1.8 [49] with corresponding
codes and detailed comments. For reproducibility and further use, a demonstrative example of
the bifurcation3d was prepared and can be found in the folder:

examples\particles\bifurcation3d\eulerLagrange\nonSphericals,

A description of this example can also be found in Chapter 8, Section NonSphericals, of the
User Guide.

2The latest release can be found on the homepageopenlb :net.
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The numerical veri cation of the implementation was conducted and presented in Paper II.

In addition, the two e ective diameter methods were also implemented: the Haider-Levenspiel
drag model, found in latticeHaiderLevenspielDragForce and the Tran-Cong drag model,
in latticeTranCongDragForce . Both models were computed for comparison with the ELER
method in Paper II.
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Chapter 9

Comments to Paper |l: Transport
and deposition of inhaled bres in a
realistic female airway model. A
combined experimental and
numerical study

(Related to Objective (b,d), Question and Hypothesis 3.

This research investigates the movement and deposition of inhaled bres within a realistic
model of the female respiratory system, extending to the seventh generation of airway branching.
The study combines experimental analysis with the ELER simulation coupled with the LBM to
provide a concrete and comprehensive comparison of the deposition characteristics. The unique
supporting experimental data collection enables a detailed numerical-experimental analysis, based
on the particle dimensions, delivering valuable data for improving the targeted drug delivery.

Before conducting the nal simulation, a veri cation of the implementation of the ELER
method into OpenLB was conducted. A benchmark case involving laminar air ow through a
circular tube was utilised, consistent with several previous studies employing the ELER method
and the setup by Tian et al. [90]. In this benchmark, a spheroidal particle with a minor axis of 0.5
pUm and aspectratio = 14 was injected at a position of 0.45 mm above the bottom wall into a 4.2
mm diameter pipe under a ow of Re = 169. Figure 9.1 presents the time-dependent comparison
of the direction cosines,cosx and cosy, of the particle's symmetry axis and the sedimentation
velocity vy. Figure 9.2 illustrates the trajectory of the centre of mass of the particle. A good
agreement with the data from the literature was observed; minor discrepancies are attributed to
the discrepancies in the numerical setups, as further explained in the paper.

For the main simulation, a realistic geometry of the female nasal cavity and tracheobronchial
tree up to the seventh generation of branching, was employed. This simulation utilised realistic,
time-dependent breathing conditions. The total of 50,000 patrticles, with statistical dimensional
properties matching those of the experiment, were injected throughout the entire respiratory cycle.
The geometry was divided into 23 segments and 10 funnels with Iters (see Figuré.3) to collect
particles passing through the geometry (i.e., reaching higher birfurcations). In each segment, the
number and dimensions of the particles were evaluated numerically and experimentally. To assess
the accuracy in comparison to other models, supporting numerical simulations using the e ective
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Figure 9.1: Comparison of the time evolution of (a) the directional cosine between the symmetry
axis of a ber and the x-axis (cosx), (b) the directional cosine between the symmetry axis of a
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the results reported by Tian et al. [90]. and Feng et al. pP4].
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Figure 9.2: Comparison of the bers centroid trajectory with the results reported by Tian et al.
[90] and Feng et al. 4].

diameter method were conducted, speci cally the Haider-Levenspiel (H-L) and Tran-Cong (T-C)
correlations (details on these methods are provided in Sectior.2.2), .

The validity of the computational grid used in the simulations was ensured through a grid
independence test conducted on four line probes located in the main bifurcation, an area known
for high turbulence. The maximum ow rate of the realistic breathing cycle was considered for
this test. The nal grid comprised approximately 60 million cells.

Figure 9.4 presents the comparison of the deposition fraction by particle count for each seg-
ment and Iter. Analysis of the results indicates a relatively good agreement in the segments above
the bifurcation and at the outlets. Numerical simulations show overestimation in most bifurca-
tions, with the largest overprediction occurring in the second and third generations of branching
(segments 5, 6, and 7). This overestimation is compensated in the segments downstream of the
bifurcation, resulting in an underestimation of the deposition there. The key di erences between
the numerical methods and experimental observation may be contributed by several factors, such
as the particle-wall interaction simpli ed by the sticking boundary or the assumption of linear-
shear ow in uid-particle interactions. The experimental setup, reproduced once to preserve
validity, still results in uncertainties as indicated by the corresponding standard deviations.
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Figure 9.3: Segmentation of the realistic female airway geometry with corresponding segment
numbers. Each colour represents a di erent airway generation, as indicated in the legend.

Proper accuracy assessment of numerical methods requires a reference case, a ground truth.
Hence, in this study, the experimental data were selected as the best available reference. The
results con rmed the better accuracy of the ELER model, which provided the best agreement in
26 segments, compared ve segments for T-C and only two for H-L. This qualitative comparison
using absolute errors: 0.0106 of ELER, 0.0120 of T-C, and 0.0146 of H-L and conrmed the
highest accuracy of the ELER among these models. This outcome aligns with the expectations,
as the e ective diameter methods aproximate non-spherical bres as spheres, neglecting the rota-
tional movement and actual particle orientation during motion. However, a substantial di erence
between the ELER and experiments was still observed and only an indirect comparison of the
deposition statistics could be conducted.

Based on these results, a more detailed analysis of the deposition characteristics, broken down
by particle dimensional properties such as equivalent diameter or aspect ratio, provided further
insigths into the observed discrepancies. The Stk-based comparison brought valuable context by
relating our results to other available research. Di erences may arise from the transient breathing
cycle or variations in realistic or even idealised geometries. Additionally, the numerical analysis
allowed for investigation of the deposition patterns during speci c periods of the breathing cycle
and revealed further trends on the in uence of the particle elongation. To lIter the standalone
e ect of aspect ratio, in this comparison, particles with the same mass were considered separately.

In this paper, the author conducted the Lattice Boltzmann simulations, post-processing, lit-
erature survey, data analysis and writing of the manuscript.
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Figure 9.4: Comparison of deposition fractions obtained from experimental measurements and
numerical simulations.
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Chapter 10

Validation of bre orientation in a
bifurcation using experimental data

(Related to Objective (a,c), Question and Hypothesis 2.

The orientation of particles is an important parameter in the deposition patterns of bres in
the respiratory tract [ 3, 82]. The previously veried ELER method accounting for orientation
implemented into LBM enables a more detailed analysis of rotational movement compared to
experiments. Given the lack of general information on the number and orientation of particles
during their journey through the respiratory tract, Lizal et al. [ 58] addressed this gap and these
data are used for this comparison here. They comprehensively investigated particle orientation in
both a straight tube and a 3D printed replica of a single bifurcation. Their study utilised a high-
speed camera with a long-range microscope to visualise bre behaviour within speci ¢ control
volumes (see Figurel0.1). Experiments were conducted under steady ow conditions, spanning
Reynolds numbers from 190 to 4500. Measurements were collected from two orthogonal planes
(coronal and sagittal), and statistical analyses were performed on bre orientation (parallel or
perpendicular to ow) ipping bre behaviour and trajectories.

Figure 10.1: Geometry of the bifurcations with locations of the measurement pointsgg].
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The experimental results revealed only parallel and perpendicular bre orientations at all
measurement points. While parallel orientation appeared more frequent, it was less dominant
than anticipated. This nding was also con rmed outside the centreline of the straight tube,
with no substantial di erences observed. A higher number of perpendicular bres was foun only
in the right main bronchus. Furthermore, variations between branches, attributed to the realistic
geometry, strongly underscored the impact of the specic anatomical structure of a subject.
No signi cant in uence of the Reynolds number (e.g. laminar or turbulent ow) was detected.
Flips were absent upstream of the bifurcation but were observed downstream, particularly from
a parallel to a perpendicular orientation. Statistical analysis of bre dimensions indicated that
perpendicular bres were, on average, longer than parallel ones, particularly in the sagittal plane,
which contradicted initial expectations. Despite the study's limitation to a con ned spatial cross-
section of the bifurcation, it provided valuable experimental data that can be used to validate
numerical simulations, such as those performed in this work to address its objectives.

The identical geometry was used for the numerical simulations employing the ELER method.
To ensure consistency between the experiment and simulation, the outlets were extruded dn
bent to correspond to the hoses attached in the experimental setup. Simulations were performed
for three dierent ow rates Q as measured in the experiment: @min 1, 24 Imin !, and 36
Imin 1.

A grid independence study was conducted to ensure a su cient quality of the numerical grid.
Four grids with variable cell sizes were performed; details are provided in Tablel0.1. The com-
parison of the mean velocity magnitude was performed on two line probes located below the
carina (see Figurel10.2). This position was chosen due to the known higher turbulent intensity
in that region. To optimise computational cost, energy consumption, and thus reduce the carbon
footprint, the grid independence study was conducted only for the highest ow rate 36 Imin 1);
see Figurel0.3 Given the turbulent nature of the ow, the mean velocity magnitude was com-
puted over 0.3 s and used for this comparison. If a grid is independent for a higher ow rate, it$
expected to be independent for lower ow rates as well, resulting in a less turbulent or ean lam-
inar ow regime with a lower Courant number and consequently lower numerical errors. Based
on the grid independence study, in the nal simulations, the grid with 8.6 mil. cells was selected
across all investigated ow rates.

Table 10.1: Properties of meshes used for the grid independence study.

Number of cells Cell size Time step Relaxation time

2.2 mil. 0.0003m 3.3810 ¢s 0.501624
5.8 mil. 0.00022 m 2.410 6s 0.502273
8.6 mil. 0.00019 m 2.110 6 s 0.502598
12.0 mil. 0.00017 m 1.88l0 s 0.502923

To illustrate the di erences between cases for each volumetric ow rate, the mean velocity
eld on the sagittal plane through the point probes was evaluated; see Figurel0.4 Number of
particles passing the measuring plane depends on the ow rate. At higher velocities, the uid
and the particles possess greater inertia, leading to a higher ow near the bottom wall of the
bifurcations. Consequently, for 36Imin ! in particular, the total number of detected particles is
the lowest across all cases.

In each simulation, after the target ow rate is reached and stabilised, a total humber of
10,000 particles were injected at random positions and with random initial orientation inside
a low cylinder near the inlet. Each particle was tracked until it touched the wall or exited
through an outlet. Two cases of particle size distribution were simulated: monodisperse patrticles
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Figure 10.2: Position of the line probes used for the grid independence study, located on the
sagittal cross-sections, visualised with the mean velocity magnitude.

with mean particle length and diameter matching the experiment and polydisperse randomly
determined from the normal distribution. The particle length and diameter mean and standard
deviation corresponding are: lengthl =34:1 19.0 ym and diameterd, = 3:8 1:4 um. For the
main comparison, only particles that passed through the measuring volumewere included. The
orientation angle (i.e. angle between the particle's major axis and the main axis of the pipe) was
calculated for each iteration within the measuring sphere. As the exact de nition of parallel and
perpendicular orientation was omitted in the experimental study, here, particles with orientational
angle below 10 were considered as parallel, and particles abov80 as perpendicular. The
total number of parallel particles and perpendicular particles passing through each measurement
volume was determined. The results are summarised in Tablé0.2

The following ndings can be concluded from the comparison:

" The number of particles detected in the left bifurcation is consistently higher than in the
right one, aligning with experimental observations.

~ A majority of particles (60 - 90%) exhibit oblique orientation (neither perpendicular nor
parallel) when passing through the measuring volume.

" The ratio of parallel to perpendicular particles nyg=n, is higher than one and also higher
than in the experimental setup.

" The number of particle ips in the simulations is higher in the left bifurcation than in the
right, however, remaining rare in both branches.

1In the simulation, a sphere of the same volume was used instead of a cube for the camera view volume to simplify
post-processing. Due to the spatial inaccuracy of the camera measurement, the e ect of this approximation on the
comparison is negligible.
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Figure 10.3: Grid independence test of mean velocity magnitude for the left bifurcation (a) and
right bifurcation (b) for ow rate of 36 Imin 1.

" The median of the bre length is higher for most ow regimes and measurement probes in
the simulations compared to the experiment.

In contrast to the experimental ndings, the simulations revealed a dierent particle be-
haviour. Generally, the majority of particles are aligned obliquely, neither parallel nor perpen-
dicular, accounting for approximately 75% of all particles across all cases. For particles that are
not obliquely orientated, the ratio of parallel to perpendicular particles decreases with increasing
ow rate. This is attributed to the higher Reynolds number and the turbulent nature of the ow,
which reduces the velocity gradient. For the ow rate of 6 Imin !, the number of parallel par-
ticles is more than three times higher than perpendicular particles, whereas for the highest ow
rate, the ratio drops below one. However, in the latter case, only a few particles were detected as
purely parallel or perpendicular. No signi cant di erences were observed when comparing results

() 36 |

(a) 6 (b) 24|

Figure 10.4: Mean velocity on the sagittal plane through the bifurcation and the position of the
measuring spheres - upper, right branch and left branch (represented by the brown points).
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Table 10.2: Simulational results of the particle orientations.

probe | Q (Imin 1)] part. distribution | # of part. k ? k=? %ofoblique| #of ips Tkum ? pm Ipm ~k ~?
upper 36 uniform 234 33 20 1.65 77.35%

36 normal 410 63 33 191 76.59% 5 35.6 31.6 334 101 7.42

24 uniform 419 69 32 216 75.89%

24 normal 456 75 40 1.88 74.78% 2 43.2 20.6 33.6 101 5.16

6 uniform 385 56 17 3.29 81.04%

6 normal 384 28 19 1.47 87.76% 1

6 normal 408 48 18 2.67 83.82% 1 29.3 30.5 327 7.65 7.17
left 36 uniform 250 20 23 0.87 82.80%

36 normal 534 54 76 0.71 75.66% 20 36.1 24.4 312 102 542

24 uniform 714 95 50 1.90 79.69%

24 normal 633 47 67 0.70 81.99% 18 35.4 26.8 334 876 757

6 uniform 509 134 27 4.96 68.37%

6 normal 531 105 29 3.62 74.76% 1

6 normal 539 111 30 3.70 73.84% 1 40.4 14.7 358 10.7 4.7
right 36 uniform 94 10 12 0.83 76.60%

36 normal 258 52 27 1.93 69.38% 8 33 31.8 333 952 73

24 uniform 348 67 28 239 72.70%

24 normal 309 54 20 270 76.05% 1 32.3 18.1 324 885 52

6 uniform 403 100 29 345 67.99%

6 normal 428 92 25 3.68 72.66% 1

6 normal 443 76 20 3.80 78.33% 1 43.6 13.3 33.8 10.11 3.86

in the left and right branches. Regarding particle sizes, the median lengtH™and aspect ratio ~
was evaluated. As expected, in most simulated cases, the median of parallel-orientated particles
is greater than that of perpendicular particles. This suggests that longer particles require less
force and a lower velocity gradient to orient back to the parallel alignment. This hypothesis
is consistent with the aspect ratio ndings, where parallel-orientated particles generally have a
higher aspect ratio than perpendicular particles. In the experiment, the length of parallel and
perpendicular particles was measured, and the mediaitwas calculated. Nevertheless, these re-
sults are presented in pixels, a direct comparison was not possible, but the relative di erence in
length between perpendicular and parallel particles could be analysed. No clear statements about
the orientation could be observed from the experimental data; indeed, in the left and right probes,
the length of perpendicular particles was higher than for parallel particles, which contradicts the
simulation results.

Another aspect is the sudden ips observed in the experimental setup, occuring from parallel
to perpendicular orientation and vice versa. In the simulation, particles were counted if they
changed the orientation by more than45 . A higher number of ips were observed for the ow
rate 36 Imin * but even there they remain relatively rare. A key dierence is in the ipping
process itselft: in simulations, it occured over the entire measuring frame or even longer time,
and did not happen immediately as in the experiment.

In conclusion, this comparison demonstrates that the rotational dynamics of bres modelled
by the ELER method still exhibits inaccuracies, leading to several discrepancies when compared
to the experimental results.
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Chapter 11

Comments to Paper Ill.: Mass
distribution impacts on particle
translation and orientation dynamics
In dilute ows

(Related to Obijective (a), Question and Hypothesis 2.)

As shown in previous Chapter, the analysis of the rotational movement of particles in the
bifurcation revealed discrepancies between the ELER method in experimental data. As a potential
source of them could be the approximation of the shape. In reality, the particles exhibit more
complex forms, including asymmetrical deformation, attened ends or bow-like bending (see
Figure 11.7).

Figure 11.1: Photograph of bres after disintegration in a mechanical press. The smallest segment
of the scale corresponds to 10 m, adapted from [58)].
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Figure 11.2: 2D representation of forces acting on an inhomogenous ellipsoidwith the major
axis a; and minor axis a, containing an spherical inclusion of di erent density S. While the drag
F9 and buoyancy F? acts in the geometrical centre, the gravity F9 acts in the barycentre [P7).

To address this issue, we presented in our paper a novel model designed to treat the asymme-
tries incorporating an internal mass inhomogeneity into the translational and rotational dynamics
of ellipsoidal particles in dilute ows. The central innovation of this study lies in modelling these
particles not as homogeneous entities, which is common in most simpli ed approaches, but as
ellipsoidal bodies containing a spherical inclusion o set from the particle's geometric centre. This
setup introduces an asymmetric mass distribution, enabling the model to account for the complex
coupling between a particle's translation and rotation. Beyond the application in the respiratory
tract, this model has further relevance, for instance, in aquatic micro-swimmer dynamics, where
capturing the in uence of shape and internal mass distribution is critical for precise modelling.

The model incorporates equations derived to account for forces such as drag, gravity, and
buoyancy, as well as torques resulting from both external in uences and internal mass asymme-
tries. This approach extends the ELER method by considering a spherical inclusion of di erent
density in new formulations both from the particle's geometric centre and its mass centre (see
Figure 11.2). These dual approaches are shown to be equivalent in terms of the resulting dynam-
ics, which con rms the robustness and justi es the legitimacy of the model.

In simulations, particles with mass inhomogeneities exhibited behaviours notably di erent
from their homogeneous counterparts. When investigating particle behaviour under gravitational
sedimentation (see Figurell.3), a key nding is that inhomogeneous particles tend to reorient
their long axis in the direction of gravity. This behaviour is caused by the gravitational torque
which is zero in the case of a homomogenous particle where no rotation occurs. This alignment
minimises drag and enhances vertical settling. The speed of this alignment is directly in uenced
by the density of the inclusion and its distance from the centre of the particle: Greater den-
sity di erences and larger o sets generate a higher gravitational torque, thus accelerating the
reorientation.

A broader analysis examining the e ect of inclusion densities, positions and aspect ratios
of particle on the particle orientation and trajectories, was conducted. For instance, it was
shown that a greater density ratio of the inclusion and patrticle yields faster alignment with the
gravitational direction.

In the context of the examined objectives of the theses, the benchmark cas®(, 14] of a
laminar pipe ow was elaborated upon, as also presented in Paper Il. The addition of inclusion
may promise damping of the rotational movement, bringing the numerical results closer to the
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Figure 11.3: Comparison of gravitational settlement of homogenous and non-homogenous ellip-
soid: a) horizontal movement, b) vertical movement, c) directional cosine to the horizontal axis
and d) directional cosine to the vertical axis. Non dimensional parameters®j = Xj=teq and
f'= tvi=dkq, where v; denotes the terminal velocity [97).

experimental results by Lizal et al. [58]. Several inclusions were tested while keeping the total
mass constant to maintain the same inertia. Even the smallest inclusion offy = 0:025 de ned
as the ratio of mass inclusion to the total mass of the particle, results in notable di erences in
the trajectory and extended the 'ipping' periods. Furthermore, di erent duration of orientation
with the inclusion on the windward and backward faces were observed. Finally, a critical mass
of the inclusion was identi ed in the range of 0.05 < rh < 0.1 where no more ips occurred and
the particles ow parallel. This is a signi cant result which could help explain the high number
of parallel particles in the experimental results by Lizal et al. [68] without any ips observed.
However, even with this extended method, a high number of perpendicularly orientated partites
were not observed.

As a nal step, the e ect on particle deposition was evaluated, and ow in the main bifurcation
was studied for a moderate Reynolds number of 500. Particles with an aspect ratio = 20 were
investigated, consistent with comparable studies. Two di erent inclusion masses, i.e.th = 0:025
and rfh = 0:05 were prescribed. A comparison of the deposition e ciency did not reveal notable
di erences for small Stk. Signi cantly, discrepancies can be observed for Stk greater than 0.1 (cf.
Figure 11.4). For a precise targeted drug delivery, the exact position of the deposited particles
under higher inspiratory ow rates and greater particle dimensions may vary, as was shown in
the latter part of this study.
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Figure 11.4: Comparison of deposition e ciency in a simple bifurcation: a) comparison with
ellipsoid without inclusion against data from literature, b) dependence on the mass of inclusion,
adapted from [97].

Hence, employing inhomogeneous particles o ers an additional tuning parameter of shape ap-
proximation to control the motion and deposition in biomedical applications and particulate sys-
tems, and warrants further investigation, e.g. for turbulent ow rates under higher Re. However,
the discrepancies in the rotational motions between the experimental reality and numerical sim-
ulation remain unresolved.

In this paper, the author worked on the numerical derivation of the methods and participated
in the data analysis and post-processing, and writing of the manuscript.
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Visualisation, Investigation, Formal analysis.
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Chapter 12

Conclusion

This research successfully developed and validated the LBM-ELER framework for simulating
brous patrticle transport and deposition in complex respiratory geometries. The objectives were
met through the implementation of the ELER method in OpenLB, comprehensive validation
against experimental data, and detailed analysis of bre dynamics and deposition patterns.

The rst scienti ¢ question and hypothesis examined the accuracy and e ciency of the particle
deposition coupled with the LBM. For this purpose, the OpenLB solver based on LBM was
utilised. LBM resulted in slightly higher accuracy compared to FVM in both uid eld and
particle deposition based on experimental evaluation, as was shown in Paper |. Computational
time of the LBM simulation was about 5 faster compared to the FVM method. However, a
justi ed performance comparison was found to be very challenging because of the necessity of
optimisation of the open source library. Furthermore, a possible implementation of grid re nement
in the OpenLB would dramatically reduce the number of computational cells and signi cantly
increase the performance. This aspect of OpenLB is a bottleneck for simulating large and complex
geometries.

The ELER method was successfully implemented into LBM and veri ed on a benchmark case
of a single moving bre in a pipe ow. However, a detailed analysis of rotational movement based
on the experimental comparison of bres within the single bifurcation performed by Lizal et al.
[58] still revealed substantial di erences. The experimental data perdominantly exhibited parallel
and perpendicular particles within the bifurcation, whereas numerical simulations showed a ma-
jority in oblique positions. The ratio of parallel-to-perpendicular particles was also signi cantly
higher than in the experimental measurement. The ips between the two dominant orienta-
tions were rarely observed, and the dimensional statistics of the polydisperse mixture resulted
in higher dimensions than in the experimental setup. Despite potential discrepancies stemming
from the experimental setup, it can be stated that the ELER method still requires further im-
provements to accurately capture the complex rotational behaviour of bres in the respiratory
tract. Consequently, the second postulated hypothesiawvas rejected. The following aspects and
approximations may contribute to the discrepancies:

" The shape of the real bres is more complex and the approximation using prolate spheroids
is insu cient.

" Non-spherical particles and their rotational movement may in uence the ow in the vicinity.

~ Subgrid-scale velocity uctuations in the vicinity of each particle are not negligible and
violate the assumptions of linear shear ow around the particle.
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Despite the revealed rotational discrepancies, the ELER method remains a valuable tool for
investigating particle deposition, a quantity essential for targeted drug delivery used in inhalatory
medicine. Unlike the e ective diameter approach, which approximates particles as spheres and
neglects rotations. ELER proved to be more accurate than the T-C and H-L models when
compared against experimental data (Paper Il). These comparisons were conducted on a realistic
female geometry up to the seventh generation of branching, under a transient breathing cycle,
with the same particle distribution of the polydisperse mixture. ELER exhibited the smallest
di erence in most of the evaluated segments, thus con rmingthe third postulated hypothesis. The
largest di erences were found in the rst generations of bifurcations, which may be contributed
to the highest turbulence within the entire geometry. This suggests that ELER discrepancies in
rotational motion contribute to higher errors in turbulent-dominated regions. Further research
supported consistency with the existing literature and con rmed the fact that a patrticle with a
long aspect ratio tends to reach deeper into the respiratory tract, making it a potential carrier of
drugs in targeted drug delivery. The higher ow rate inside the female geometry results in higher
deposition than in the male geometry, caused by smaller dimensions.

To further enhance the accuracy of ELER modelling, another approach, based on the real
shape of the bres, was explored. The microscopic images show a more complex shape of the
bres in the experiment, leading to asymmetries and deviations. To capture this phenomenon,
a mass inhomogeneity was introduced a ecting mainly the rotational movement of the bres, as
investigated in Paper Il1, in order to increase the accuracy of the ELER method. Spherical inclu-
sions signi cantly altered orientational evolution. The size of the inclusion and its position relative
to the mass centre showed the greatest impact. A simple bifurcation was investigated showing
a decrease in the deposition e ciency with a growing mass ratio of the inclusion. However, this
e ect was relatively small, playing a measurable role only for particles with Stk > 0:1 and does
not resolve the observed discrepancies.

12.1 Limitations

The particulate ow within the respiratory tract is a complex phenomenon, and several simpli -
cation were met in this study:

" Fibrous particles were modelled as prolate spheroids, however, the real particle shape is
more complex and unique at each particle.

" Creeping ow and linear-shear ow patrticle- uid interaction were considered.

Idealised particle-wall interactions were assumed, where each particle-wall contact resulted
in deposition.

" LES subgrid-scale turbulence uctuations were not considered.

" The simulation was computed as isothermal, heat, and mass transfer between air ow, nasal
passage, and mucus was neglected.

" The thermal plume, facial e ects, and air humidity were neglected.

" One-way coupling was used; which may lead to minor discrepancies, especially in areas with
higher particle concentrations.

~

Expiration was not simulated, potentially a ecting deposition characteristics in transient
breathing regimes, especially at the end of the cycle.
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12.2 Future work

Future work should prioritise identifying the source of discrepancies in bre motion between sim-
ulations and experiments. Further re ned models will be implemented and the e ect on the
orientation evaluated. Particularly, the shape of the bres should be more precisely modelled
based on experimental measurement; e.g. Wedel et al9§] developed a framework for modelling
arbitrary superellipsoidal particles and their uid-particle interaction. Implementation of non-
creeping ow condition formulation of particle forces and torques (e.g., Ouchen et al. T1]) may
also lead to more accurate particle trajectory predictions. The near-wall area and particle-wall
interaction require further investigation, especially for turbulent ows, which could involve imple-
menting the sub-grid-scale turbulent uctuations [ 79]. Further research will also explore di erent
breathing regimes and ow conditions to strengthen the computational framework. Following
successful validation of the particle rotation-translation coupling, expansion into broader applica-
tions, such as inhaler particulate ows including further extension by particle-particle interactions
and two-way coupling, is expected.

The OpenLB solver showed several limitations in the computational performance for this ap-
plication in complex geometries, particularly the lack of grid re nement. As the ELER method is
a separate algorithm coupled to the ow eld solver by using the actual velocity eld data, it can
be transferred to any numerical method to resolve the uid phase. However, LBM is a relatively
new method and signi cant progress is being made in the performance and feature development.
Recently, GPU deployments have dramatically increased computational performance, reducing
simulational times [50]. Furthermore, in the latest version of the OpenLB 1.8 includes an ini-
tial version of grid re nement, which would be very bene cial for simulations within complex
geometries. In addition, new open-source and commercial LBM solvers are emerging and may be
considered as alternatives for future research.
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Nomenclature

Table 13.1: Symbols

Symbol Unit Description

Atold - Folding amplitude for asthma-a ected airways

Ap m? Total surface area of the particle

Ap> m? Cross-sectional area of the particle perpendicular to the ow

As m? Surface area of a volume-equivalent sphere

A - Transformation matrix using Euler quaternions

Ar - Modi ed Archimedes number

ai; ap; az - Empirical constants in Morsi and Alexander drag coe cient

ap m Semi-minor axis of the prolate spheroid approximation of a
bre

C - Smagorinsky constant

Ce - Cunningham correction factor

Cyq - Drag coe cient

D=L - Length-to-diameter ratio for each bifurcation (Weibel Model
A)

Dg m2s 1 Di usion coe cient for Brownian motion

Dijj st Components of the deformation tensor

Dnh=Dn+1 - Ratio of inlet-to-outlet diameters for each bifurcation
(Weibel Model A)

da m Surface equivalent sphere diameter

dae m Equivalent aerodynamic diameter

dc m Characteristic dimension of the geometry

dm m Molecular collision diameter

dn m Volume-equivalent sphere diameter (nominal diameter)

dp m Particle diameter

dps m Volume-equivalent diameter of a sphere

E Jkg ! Total speci c energy (uid)

ERV m3 Expiratory Reserve Volume

F N Force

f kgm 6s° Probability distribution function (LBM)

fe;fer - Correction coe cient for drag force on particles moving par-
allel/perpendicular to ow

g ms 2 Gravitational acceleration

Ha;HpHe Hg | - Haider-Levenspiel interpolation coe cients

IC m?3 Inspiratory Capacity

IP cm’s 1 m? | Inertial Parameter (Impaction Parameter)
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Symbol Unit Description
IRV m3 Inspiratory Reserve Volume
I x00; I yog | 700 kg m? Moments of inertia with respect to principal axes of ellipsoid
K - Constant coe cient for Sa man lift for a sphere
KO - Stress tensor in laboratory coordinate system
K 00 - Stress tensor in particle coordinate system
K1 - Stokes's shape factor (Ganser model)
K> - Newton's shape factor (Ganser model)
k JK 1 Boltzmann constant
Ln Le - Lift tensor parameters for ellipsoid
I m Fibre length
Imfp m Mean free path of the molecules
Ma - Mach number
rh - Non-dimensional mass of the inclusion
mp kg Particle mass
n - Unit normal vector
Pp m Perimeter of the particle cross-section perpendicular to ow
p Pa Pressure
Q Imin 1 Volumetric ow rate
Re - Reynolds number ( ow)
Rep - Particle Reynolds number
RV m3 Residual Volume
R m Mean radius (asthma)
R JK Imol ! | Ideal gas constant
r m Radial coordinate (asthma)
S m? Total surface area of the segment
St - Strouhal number
Stk - Stokes number
TLC m?3 Total Lung Capacity
TV m3 Tidal Volume
T Nm Torque
t S Time

t s Time step
u ms ! Velocity magnitude
Ut ms 1 Terminal sedimentation velocity
u ms ! Fluid velocity vector (macroscopic)
VC m3 Vital Capacity
Wo - Womersley number
Wi st Components of the spin-rate tensor
X m Position vector
Xi m Position of particle i
Xci m Coordinates of the centre of particlei

rad Angle between particle's major axis and streamlines

Volume fraction of particles

Parameter for hydrodynamic torques of ellipsoids
Aspect ratio (ratio of ellipsoid's length to its diameter)
Parameter for hydrodynamic torques of ellipsoids
Parameter for hydrodynamic torques of ellipsoids
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Symbol Unit Description
- Fourth component of Euler quaternion
rad Angular coordinate
Pas Dynamic viscosity
m?s 1 Kinematic viscosity
ms ! Microscopic velocity (LBM)
kgm 2 Density
0 kgm 3 Density of water
i Pa Stress tensor components
Pa Stress tensor
P S Relaxation time of the particle
s Relaxation time (BGK operator)
total S Total relaxation time (LES-LBM)
- Sphericity
- Dynamic shape factor
rad Angle of rotation (quaternions)
( ;1) - Analytical collision operator
g(f;f) - BGK collision operator
i() ms3 Space occupied by particlei
! rads ! Frequency of oscillations (breathing frequency)
! rads ! Angular velocity
Table 13.2: Subscript and superscript symbols
Notation Description
? perpendicular
k parallel
b buoyancy
d drag
eq state of equilibrium
f uid
g gravitational
i individual component from a set
ij matrix component
I lift
p particle
X X-axis
y y-axis
z z-axis
* post-collision state of the distribution function
0 laboratory coordinate system
00 particle coordinate system
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Table 13.3: Abbreviations

Abbreviation Description

BGK Bhatnagar, Gross, and Krook operator
BUT Brno University of Technology

CFD Computational Fluid Dynamics

CFPD Computational Fluid and Particle Dynamics
CNS Complete Numerical Simulations

CO, Carbon dioxide

COPD Chronic Obstructive Pulmonary Disease
CT Computer Tomography

DE Deposition E ciency

DD Deposition Density

DF Deposition Fraction

DEM Discrete Element Method

DNS Direct Numerical Simulations

ELER Euler-Lagrange Euler-Rotation method
FME Faculty of Mechanical Engineering

FRC Functional Residual Capacity

FVM Finite-Volume Method

GPU Graphics Processing Unit

H-L Haider-Levenspiel model

KIT Karlsruhe Institute of Technology

LBM Lattice Boltzmann Method

LES Large Eddy Simulation

MAPE Mean Absolute Percentage Error

MD Molecular Dynamics

MRI Magnetic Resonance Imaging

NIOSH National Institute for Occupational Safety and Health
O, Oxygen

PM Particulate matter

PIV Particle Image Velocimetry

RANS Reynolds-Averaged Navier-Stokes Equations
SST Shear Stress Transport (turbulence model)
STL Standard Tessellation Language

T-C Tran-Cong model

VC Vital Capacity
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The numerical simulation of inhaled aerosols in medical research starts to play a crucial role in understand-
ing local deposition within the respiratory tract, a feat often unattainable experimentally. Research on children
is particularly challenging due to the limited availability of in vivo data and the inherent morphological
intricacies. CFD solvers based on Finite Volume Methods (FVM) have been widely employed to solve the
flow field in such studies. Recently, Lattice Boltzmann Methods (LBM), a mesoscopic approach, have gained

prominence, especially for their scalability on High-Performance Computers.

This study endeavours to compare the effectiveness of LBM and FVM in simulating particulate flows within
a child's respiratory tract, supporting research related to particle deposition and medication delivery using LBM.
Considering a 5-year-old child's airway model at a steady inspiratory flow, the results are compared with in
vitro experiments. Notably, both LBM and FVM exhibit favourable agreement with experimental data for the
mean velocity field and the turbulence intensity.

For particle deposition, both numerical methods yield comparable results, aligning well with in vitro
experiments across a particle size range of 0.1 20 m. Discrepancies are identified in the upper airways and
trachea, indicating a lower deposition fraction than in the experiment. Nonetheless, both LBM and FVM offer
invaluable insights into particle behaviour for different sizes, which are not easily achievable experimentally.

In terms of practical implications, the findings of this study hold significance for respiratory medicine

and drug delivery systems
respiratory therapies.

potential health impacts, targeted drug delivery strategies or optimisation of

1. Introduction

Decades of research on inhaled aerosols have generated numer-
ous studies examining the effects of geometry, flow conditions, and
particle characteristics. However, the exploration of child airways has
received inadequate attention despite the rapid developmental changes
occurring in the early years of life [ 1]. Variations in airway shapes,
breathing preferences (nose or mouth), and the size and breathing
patterns pose substantial challenges for comprehensive studies, com-
pounded by limited in vivo data and ethical constraints. The scarcity
of in vivo data and the complexities of replicating small airway sizes
present understandable barriers to extensive studies on child airways.
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In response to these challenges, computational simulations emerge
as a promising tool for advancing more efficient and safer inhala-
tion therapy. Nevertheless, the credibility of computational simulations
hinges on validation against experimental data [ 2].

Computational simulations offer a valuable avenue to bridge the gap
in understanding the transport of inhaled particles in child airways,
providing insights into complex phenomena that are challenging to
capture experimentally. Our study introduces a comparative analysis,
encompassing both the established Finite Volume Method (FVM) and
the less-explored Lattice Boltzmann Method (LBM) for simulating par-
ticulate fluid flows within a child's respiratory tract to address this
gap. By incorporating experimental data from a realistic 5-year-old
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child airway model, our research not only enhances the understanding
of particle deposition in pediatric respiratory tracts but also fulfils a
critical need for comparative assessments between numerical methods.
These findings hold practical implications for advancing respiratory
medicine and optimising drug delivery systems, particularly for pe-
diatric populations, where such insights are limited but crucial for
developing effective and safe inhalation therapies.

In instances where in vivo data are not readily available, but ex-
perimental data is necessary for the validation of simulations, mea-
surements on replicas of airways provide a valuable alternative. For
example, Golshahi et al. conducted an in vitro study on child nasal
airways, aiming to provide empirical correlations for predicting particle
deposition in children aged 4 14 years [ 3]. Another notable study by
Ruzycki et al. involved in vitro measurements on an idealised replica
of a child's throat, with a comparison to available in vivo data [ 4].

Substantial contributions to the field of pediatric respiration were
made by Borojeni et al. [5 7]. Gravimetrical measurement of deposi-
tion in replicas of the upper tracheobronchial airways of 11 children
in [ 5] showed that, at least in the trachea and in the following three
generations of branching, correlations by Chan et al. [8] can be used,
provided that the appropriate dimensions of child airways are applied
in the calculation. Pressure loss in the airways can be extracted from the
following study by Borojeni et al. [ 6]. The same team also produced an
idealised replica of the central conducting airways of children between
4 and 8 years [7]. The topic of airway resistance was recently revisited
by Paxman et al. [9], who investigated pressure drop as a function of
flow rate and gas in airway replicas of ten child subjects. An airway
resistance model for turbulent flow was proposed there.

Infant and toddler airways were the main focus for Amirav et al.
[10]. They were interested in the comparison of nasal and oral routes
of drug delivery and used radio-labelled particles in airway replicas.
The study showed that nasal breathing is more efficient than mouth
breathing for drug delivery in infants and toddlers, which is contrary
to what can be observed in older children.

Of the important studies using Computational Fluid Dynamics (CFD)
on the child respiratory tract, a great review of pediatric in vitro
and computational models by Carrigy et al. should be mentioned.
As they conclude in [11], computational simulations could be great
in predicting localised deposition or even the formation of hotspots
in the extrathoracic region; however, bronchial and distal airways
suffer from the lack of sufficiently precise morphometric data. Deng
et al. [12] used FVM for the comparison of particle deposition in the
tracheobronchial airways of an infant, child, and adult. Both efficiency
and deposition pattern differed between children and adults, supporting
the assumption that children are not scaled-down adults.

Among other recent CFD studies, the work of Das et al. [13] is worth
noticing. They aimed at the targeted delivery of inhaled medication.
Their results indicate a distinct peak of deposition at a certain Stokes
number that does not depend on age. This implies the existence of an
optimal combination of airway dimensions, relatively narrow particle
size, and inhaler design that delivers medication most efficiently. This
knowledge is extremely important for any future design of pediatric
inhalers.

Nanoparticle deposition was studied computationally not only in the
upper but also in the lower airways by Rahman et al. [ 14]. The study
brought interesting results regarding the inhaled nanoparticles in the
airways of children and adults; however, the significant limitations of
the study, i.e., the missing deformation of the lung wall and the use of
only symmetric bifurcations and cylindrical airways, clearly indicate
that further studies are needed.

A very important study by Kolewe et al. [ 15] emphasised the signif-
icance of inter-patient variability at a specific age and highlighted the
need to understand anatomical variations and their role in optimising
aerosol therapeutics. They also employed Computed Tomography (CT)
scans and the Fluent ANSYS CFD software package.
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The most recent work of Corda et al. [16] focused on the effects
of a specialised therapy leading to maxillary protraction in a 12-year-
old child. The flow characteristics and the change in the fraction of
particles penetrating beyond the nasal cavity were studied using the
FVM. Validation was performed only with published data. The results
of the simulation showed that a significantly higher fraction of inhaled
particles reaches lower airways after the maxillary protraction.

All the aforementioned studies from recent years, where CFD was
performed on the child respiratory tract[ 11 16], applied the most com-
mon method, i.e., the FVM. Nonetheless, alternatively, non-conventional
methods, such as the Lattice Boltzmann Method (LBM), can be used to
simulate fluid flow.

In recent years, this method has become more prevalent in various
applications due to the following advantages. Local execution of numer-
ical operations provides good scalability properties, enabling massive
parallelisation by domain decomposition [ 17]. High-performance LBM
simulations on complex geometries, such as the respiratory tract, can be
computed in a few hours [ 18]. Cut-cell boundary conditions in FVM can
be replaced by simpler interpolated boundary conditions to accurately
prescribe complex-shaped walls [19]. Despite these benefits, LBM has
rarely been used in studies related to human respiration so far.

One of the first studies using LBM for the simulation of respiration
was presented by Krause et al. R0]. A hybrid parallel strategy was
introduced and validated on a model of adult lungs. The computational
performance was sufficient, but an experimental validation was not pre-
sented. Henn et al. [21] simulated particulate flow through a nasal cav-
ity on a realistic geometry of a 46-year-old male obtained by CT scans.
Particles (1 35 m) were injected during the entire inspiratory phase. A
good agreement of the deposition rates with experimental data from the
literature was obtained; small differences may have been due to human
variability of the nasal cavities. The geometry of the first bifurcation of
the tracheobronchial tree was used for the purpose of a convergence
test. The escape rate was analysed for several particle sizes.

A study using LBM by Lintermann et al. [22] investigated the
deposition of 2.510 m particles with various densities representing
dust and a 100 m particle representing a special case of highly loaded
flow by such particles, e.g., in coal mines or carpenters' workshops.
A realistic tracheobronchial tree of an adult male down to the sixth
generation of branching was used in the simulation. Direct numerical
simulation (DNS) was applied to avoid the impact of the modelled
eddies. The analysis showed that small-scale particles with a diameter
smaller than 10 m tend to follow the streamlines, and the deposition
rate in the first bifurcations was statistically negligible. The bigger
particles had a higher deposition rate in the first six bifurcations,
and 32% of these particles were deposited there. No experimental
comparison of the flow field and particle deposition was made. Further-
more, the mouth and nose cavities were not included in the simulated
geometry, and this study did not consider the filtration mechanism in
the upper airways. Large particles were captured, and the particle size
distribution reaching the trachea was distorted.

Ruttgers et al. [23] developed a machine-learning-based LBM. This
approach eliminated the time-consuming manual setting of the simu-
lation parameters (the CT scan surface extraction, boundary condition
definitions, meshing setup, etc.). The automated pipeline was demon-
strated on a complex geometry of the nasal cavity. Unfortunately, their
work does not include a larger numerical analysis of the results or even
a comparison with experiments.

This paper presents a comprehensive comparison of the flow field
and particle deposition in the child respiratory tract using the LBM,
FVM, and experimental data. The experiments were performed on the
same realistic 5-year-old child geometry with an inhalation mask down
to the second generation of branching. This approach allowed us to
avoid differences in interpersonal variability. In addition to other flow
characteristics, attention was also focused on the intensity of turbu-
lence, which contributes to the deposition of particles by turbulent
mixing. The accuracy and suitability of the LBM were analysed and
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Fig. 1. The LDA experimental setup.

also compared with the results on adult geometries. To the authors'
best knowledge, no such study, including LBM simulations, has been
conducted before.

Furthermore, the potential impact of numerical simulations extends
beyond academic research. In the pharmaceutical industry and clinical
practice, where the development of inhaled medication products is cru-
cial, current methodologies heavily rely on the European Pharmacopeia
criteria. However, these criteria do not involve real human airways,
relying instead on impactors such as Andersen or Next Generation
Impactor, designed initially for aerosol size distribution measurement.
Translating standard pharmacopoeia results into real outcomes in in-
halation therapy is challenging due to individual variations in airway
geometries and inhalation patterns. This challenge becomes even more
pronounced for children or women, given that standard procedures
are not specifically tuned for these groups. Clinicians often grapple
with understanding why a particular inhalation therapy may not be as
effective, and numerical simulations of patient-specific airways could
offer valuable insights in such scenarios.

In essence, the integration of numerical simulations in the pharma-
ceutical industry and clinical practice could revolutionise the develop-
ment of inhaled medications. It provides a pathway to address indi-
vidual variability and gender-specific aspects, ultimately contributing
to optimising pulmonary drug delivery and more effective inhalation
therapies.

2. Methods

Two separate experimental measurements were performed: a mea-
surement of the flow field in the trachea by Laser Doppler Anemometry
(LDA) and a deposition experiment in vitro by fluorometry. Numerical
simulations, particularly the fluid phase, were performed using two dif-
ferent numerical methods: the LBM and a conventional CFD simulation
using the FVM. The particle phase was solved using the Lagrangian
particle tracking algorithm.

2.1. Experimental setup

The experimental setup is presented first to describe the physical
parameters obtained by the measurements. The initial and boundary
conditions of the numerical simulations were adjusted according to this
experimental configuration.

2.1.1. Preparation of the geometry of a 5-year-old child

The replica of a 5-year-old child airway was created by rescaling
the geometry of adult airways. As reported in many works, e.g. [ 12],
the body dimensions of the child respiratory tract are not simply a

downscaled respiratory tract of an adult; for example, the head-to-
body size ratio is larger in kids compared to adults. Therefore, different
scaling parameters were used for the resizing of the tracheobronchial
tree (based on the distance from the glottis to the carina of the first
bifurcation) and the upper airways (based on the distance from the
nasal cavity to the end of the septum) which were scaled separately.
The pharynx was then manually adjusted to connect the upper airways
and trachea to maintain the fidelity of the topology as much as possible.
The final model consists of a face mask, mouth and nose cavities, phar-
ynx, larynx and tracheobronchial tree down to the second generation of
branching, see Fig. B.1. The attached face mask is frequently used for
inhalation in children. More information on the origin and preparation

of its 5-year-old child variant can be found in [ 24]. The credibility of
the created geometry was confirmed by an otorhinolaryngologist.

2.1.2. Boundary conditions

The total inspiration flow rate was determined based on the data
on breathing conditions in various age categories reported by Roi
et al. [25]. For a sitting awake 5-year-old child, the tidal volume (TV)
is 0.21 |, and the respiratory rate (RR) is about 25 bpm (breaths per
minute). Subsequently, the time of inspiration was calculated according
to the t;_t,, ratio of 0.42 reported in [ 26] where t; denotes the time
of inspiration and t; the total time of the breathing cycle. Since one
breathing cycle lasts 2.40 s (according to the respiratory rate), one
inspiration lasts t; = 1:008 s According to these parameters ¢; and TV),
the total inspiration flow rate \f is

= Tt—V =125 |_min: 1

1
The flow distribution between the bifurcating branches of the model
was determined according to dynamic CT scans of the breathing cy-
cle of an adult subject [27]. The values of the flow distribution in
every branch with corresponding Reynolds numbers are presented in
Table B.1 (see Appendix) and correspond to the constant mode of
inhalation in a sitting position.

2.1.3. Experimental setup for the flow field measurement

The child airway replica obtained by a 3D printer was modified to
be used in Laser Doppler Anemometry (LDA) measurements. A part of
the trachea was replaced with a transparent glass tube to allow optical
access. The substituted part of the trachea had an almost cylindrical
shape, and the inner diameter matched the inner diameter of the glass
tube. Therefore, the effect of such substitution on the flow field was
negligible.

1D LDA was utilised to acquire axial velocity in the coronal and
sagittal plane, 10 mm above the carina of the first bifurcation ( Fig. 1).
The LDA was mounted to a 3D positioning system with an accuracy
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Fig. 2. Scheme of aerosol deposition measurement.

of ,0 :3 mm Three line probes in the anterior direction (back to front)
and three in the right lateral direction (left to right) were acquired,
each with 17 measurement positions with 0.5 mm distance between
two adjacent points (the error between two adjacent points was smaller
than 0.05 mm). The central line probe was perpendicular to the tube
axis, while the two other line probes were shifted by 1 mm to each side
and were parallel to the central line probe (see Fig. 4 in Section 3.1).
The measured velocities of individual particles were averaged over a
period of 4 s. Instant velocity values were used to calculate turbulent
intensities.

The velocity and flow rates were adjusted to the boundary values as
described in the previous section. The particles needed for the velocity
measurement were made of di-ethyl-hexyl-sebacate and had diameters
of 253 m resulting in Stokes numbers < 0.1. These conditions
ensured that the tracking particles followed the streamlines reliably.

The total error of the LDA measurement consists of the bias error
and the measurement uncertainty. The bias error given by the optical
distortions caused possibly by the model walls was minimised using
the cylindrical-shaped transparent glass. The random error contains
the uncertainties in boundary conditions and external error sources
(flow rate, fluid physical properties, the flow tracking capability of
tracer particles, the positioning error) and the LDA-related effects such
as the discretisation error of A/D velocity conversion, the electronic
and optical noise and the finite size of measurement volume). The
random error for velocity and TI, estimated as the standard deviation
of repeated measurements, is 0.2 m/s and 0.5%, respectively. The
precision and the uncertainties of LDA measurements in lung models
are summarised in [28]. For further details of the LDA measurement
setup, seeAppendix B.1.

2.1.4. Experimental setup for the deposition measurement

The airway replica was divided into three segments: upper airways,
trachea and bifurcations (two branching generations), where a mem-
brane filter was placed at each outlet of the replica. These filters were
connected to the vacuum pump via a flow splitter.

The aerodynamic particle size distribution (APSD) of aerosol gen-
erated by the nebuliser was measured by the Aerodynamic Particle
Sizer (APS), and the count median aerodynamic diameter (CMAD) was
evaluated.

The nebuliser was connected to the inlet of the child lung model by
a perforated electroconductive hose.

The aerosol was generated from a fluorescein disodium salt solu-
tion. A fluorescent dye was used as a labelling medium to enable the
detection of the deposited aerosol after the exposure.
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The airway replica was exposed to the nebulised aerosol for 1 min
with the above-mentioned inhalation flow rate. After the exposure, the
replica was disassembled, and each segment was put into an ultrasonic
bath and each concentration of the dye was measured using fluorom-
etry. The aerosol deposition mass fractions were determined for each
part of the airway replica based on the measured concentrations. The
scheme of the aerosol deposition measurement is depicted inFig. 2. For
further details of the deposition measurement setup, see Appendix B.2.

For the evaluation of particle deposition, two main quantities are
used: the mass deposition fraction

DF = E; (2)
Mot

where mg denotes the mass of particles deposited in a given segment

and my, the total mass of particles entering the geometry. The mass

deposition efficiency describes the efficiency of a segment to capture

particles

Ms .

Ms;in ’

where mg ., is the particle mass that enters the segment.

DE=

®)

2.2. Numerical simulation setup

First, the common physical setup for both methods is described.
The simulation was computed in two phases: the fluid phase and the
discrete phase. In the fluid phase, both LBM and FVM used a pressure
outlet boundary condition with zero pressure resistance prescribed
at the inlet tube embedded on the mask. The model outlets in the
bronchial tree were treated with a velocity-inlet boundary condition.
The laminar velocity profile was directed out of the domain. The
respiratory tract walls were treated by a wall boundary condition with
a non-slip specification of the wall shear stress. The previous studies
and our experiments confirmed the transition to the turbulent regime in
the trachea and bifurcations. Therefore, a turbulent model was enabled.
The Large-Eddy Simulation (LES) subgrid scale approach was chosen to
obtain accurate results. The physical properties of the fluid are the same
as in the experiment: constant density = 1:18 kgm® and dynamic
viscosity of = 1:86° Pag'. Due to the nature of the phenomena,
heat transfer was not considered during the simulations.

The particles were modelled as discrete, dilute and spherical with a
water density of 998.2 kgm™ and particle size distribution as in the
conducted particle size measurement. The particles were considered
Lagrangian with a one-way coupling scheme, i.e., the influence of
the particle movement on the fluid and interparticle interactions were
neglected. The drag force from the fluid acting on the particles was as-
signed to the Schiller Naumann correlation [ 29]. After the stabilisation
of the flow field, 300,000 particles were randomly placed and released
inside a thin cylinder near the mask inlet. The initial particle velocity
was set to the ambient fluid velocity. The particles were tracked either
for a certain time or until they touched the airway walls or reached one
of the lobe outlets. A sticking boundary condition was assigned to the
walls representing the mucus.

2.2.1. Lattice Boltzmann Method

Lattice Boltzmann Methods is a mesoscopic numerical approach
based on an explicit and parallelisation-friendly discretisation of the
Boltzmann transport equation. The Boltzmann transport equation, which
can be obtained from microscopic particle models and connected
to macroscopic target equations using kinetic theory, describes the
statistical motion of the constitutional fluid particles. In this context,
particles represent the gas molecules according to kinetic theory as
opposed to the spherical particles discussed in the context of deposition.
The state of the system is described by the probability distribution
function f X; ";t/, which represents the probability of the total mass of
particles in position X with microscopic velocity " in time t. The velocity
discretisation reduces the number of velocity directions to a finite
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velocity stencil. This work uses a three-dimensional velocity set D3Q19
with 19 discrete velocities ¢. Spatial and temporal discretisation lead
to a uniform cubic grid with a cell size x prescribed by the velocity
set to ensure that particles reach neighbouring cells in one time step t .
The motion of the particles is then computed by the discretised Lattice
Boltzmann equation with the Bhatnagar Gross Krook (BGK) collision
operator [ 30] for every discrete velocity ¢:

1 L opxte Ledx;

fix+eitt+t/= AE ;185 (4)
denotes the relaxation parameter in the collision operator, and fi‘eq
is the discretised Maxwell Boltzmann equilibrium distribution function
up to the second order inc;.
For the purposes of a numerical algorithm, it is common to split the
Lattice Boltzmann equation (4) into two steps.

The collision step

coll t

oot/ 1x Logixrre Lesdxyy )

captures the local interactions between the particles and relaxation

towards the equilibrium. This step constitutes an efficient and fully

local algebraic operation without any communication between cells.
The propagationor streamingstep

FPOPy +e it + t/ P2 feolye): (6)

describes the transport of particles with velocity ¢; that access the
neighbouring cell at a position ¢; t relative to the original one in the
next time step.

Macroscopic quantities, including density and velocity, can be re-
covered from discrete velocity moments via

E 1E
Xt/= f,ouxXt/i== f, 5 px;t/:—z; (7
. . C
| 1 S
where denotes the density of the fluid, U the macroscopic velocity, p
is the pressure andcg the speed of sound.
A Chapman and Enskog perturbation expansion [31] can be used
to show that the Boltzmann equation converges to an incompressible
Navier Stokes equation for the Newtonian fluid with Mach number less

than 0.3:

) _qn.
)_t+( .4/=0; ©)
;j_t+u (U=* p+ u +F; 9)

where F denotes external forces acting on the fluid and is the kine-
matic viscosity. Both requirements are satisfied in the respiratory tract.

An LBM-LES with the Smagorinsky subgrid-scale turbulence model
[32,33] is applied with the Smagorinsky constant set to a default value
of 0.1 (further details see in Appendix A.1).

For boundary conditions, we prescribe a pressure boundary condi-
tion at the mask inlet and uniform velocity boundary conditions with
negative velocity magnitudes in the lobes as proposed by Scordos B4].
The interpolated bounce-back scheme by Bouzidi [35] is applied to the
solid wall cells to preserve second-order convergence in the presence
of curved walls.

All LBM simulations were performed using an open source frame-
work OpenLB [36,37]. This software enables flexible and performant
simulation of the described model on state-of-the-art high-performance
computers. In this way, simulations can be performed on fine grids, and
simultaneously, the required computational time can be substantially
reduced compared to classical approaches, as shown by, e.g. Hausmann
et al. [38].

The simulation setup was divided into two stages. The velocity in-
creased linearly to maximum values in the first stage, which lasted 0.5
simulated seconds. This was necessary to reduce non-physical artefacts.
In the second stage, the particles were injected and tracked for a period
of 1.5 simulated seconds. Furthermore, the mean velocity values were
stored and calculated. After this stage, 99% of particles were deposited
on the boundary areas of the model.
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2.2.2. Lagrange particle tracking
The kinematics of the individual particles is computed using New-
ton's second law of motion

d&

P _
Mgz = Fo (10)
where pr denotes the sum of forces acting on a given particle, m, is the
mass of the particle, andx , is the position of the centre point of the
particle. The dominant forces acting on the particles are gravity Ifg =
mg and drag force Fp caused by the interaction between the particle
and the ambient fluid. The particle Reynolds number is defined as
Rep = %
where u,, is the velocity of the particle, and D, is the diameter of the
particle. For low Re, the acting force is linear to the relative velocity
given by the Stokes drag force law

(11

Fp=3D, Ud,*u/Cp; (12)
modified by the Schiller Naumann drag coefficient [ 29]
Cp = 1+0:15Re)®% (13)

and valid under the condition Re pf 1000that is fulfilled in the whole
domain. Other forces, such as Brownian motion, electrostatic forces,
virtual mass, etc., are neglected since the fluid flow governs the particle
motion.

A forward Euler scheme is used to update the velocities at each time
step

U,t+ t/=u,.t/ ot (14)
+ = + :
p* p* !
m,
Xpt+ t/=Xpt/+d,t+ t/t (15)

The same time step is chosen as in the LBM simulation of the fluid
phase, which improves the efficiency of the algorithm.

2.2.3. Finite Volume Method

The commercial solver Siemens Star-CCM+ version 14.04.011 was
used to solve the Navier Stokes equations (8) and (9) with the FVM.
The computational grid consisted of 7.3 mil. polyhedral cells. The
average cell size (0.5 mm) was generated considering the use of the LES
approach. The average value of the Taylor microscale was determined
based on the airflow inside the model. It was then used to choose the
size of the mesh cells. The near-wall region was further treated with a
prism layer composed of hexahedral cells. This layer consisted of ten
rows. The near-wall layer satisfied the wall condition y* < 1to simulate
the turbulent boundary layer better. The conservation equations for
mass and momentum were modelled using a segregated flow solver
that solves the momentum equations. The linkage between the momen-
tum and continuity equations was achieved with a predictor corrector
approach. This approach uses a SIMPLE-type algorithm. A bounded-
central discretisation scheme was chosen for the convective flux.

The turbulence was modelled using the LES approach with Wall-
Adapting Local-Eddy Viscosity (WALE) sub-grid scale model [39,40]).
This model considers not only the shear-stress tensor but also the
rotation tensor (further details see in Appendix A.2). The blended wall
function according to Reichardt law [ 41] was chosen as the velocity
wall function. The time scale coefficient C; was adjusted to 3.5.

The simulation was solved in four stages. In the first stage, the initial
flow field was computed using the turbulence solved by the steady
RANS approach with k-! SST model to obtain better initial conditions.
In the second stage, the LES WALE model was activated. Due to the
unsteady nature of the turbulence and the choice of the LES approach,
the time solver was switched to an implicit unsteady solver with 2nd-
order temporal discretisation and a time-step of 5:0+10™ s. The time
step was chosen with respect to the average value of the Courant



F. Prinz et al.

&RPSXWHUV LQ

%LRORJ\DQG OHGLFL

6
_5F A
E Jl % \’\
%b 47‘; R — 1
= ; )
Z 3H )
2 \
g ] L
= 2]
s | 28.4 mil. !
Lir |--- 56.5 mil. i
| 97.0 mil.
0 T T | |
0 02 04 06 08 1
Relative length (-)
(a) (b)
6 6 = 6
PR A ~ S| \\‘ b 5 ’\\ A
E |/ £ || © g E |
L 40 R e ' 2 L 4 —
& : 2P | T \ 2P [ v
E |l E | | g | \
2 31 \ 2 3| \ | 2 3| )
3 I 3 7 \ 3 ! )
S | ! S | \ S | \
el e | AU | | \
= 2f D = 2 [ s54mil Vil = 20 [ samil
s | 28.4 mil. ) s -~ 7.3 mil. A s | |--- 73 mil s
L |---56.5 mil. 1 8.4 mil. S L 8.4 mil.
| 97.0 mil. 15.1 mil. | ‘ 15.1 mil. \
0 T T | | 0 T T | | O T T | |
0 02 04 06 08 0 02 04 06 08 1 0 02 04 06 08 1
Relative length (-) Relative length (-) Relative length (-)
(©) (d (e

Fig. 3. Grid independence test: (a) Position of the line probes used for the grid independence test. Mean velocity magnitude for LBM ((b) right branch and (c) left branch) and

FVM ((d) right branch and (e) left branch.

number to be less than 1. This stage solved 3 s of the simulation,
and the velocity values were monitored at representative points within
the domain to remove the effect of the velocity field increase from
subsequent velocity averaging. The third stage of the calculation solved
5 s of the simulation. During this stage, the mean values of the velocity
characteristics within the model (the mean of velocity magnitude, x, vy,
z, fluctuations, etc.) were obtained. In the last stage of the calculation,
particles were injected into the model. The last stage calculated 2.05 s
of simulation and 99% of particles deposited on the boundary areas of
the model during this period.

2.3. Grid independence test

The grid independence test was conducted for both numerical meth-
ods to demonstrate the achievement of sufficiently small discretisation
errors relative to the simulated values, and the results are discussed
here. Obviously, a successful grid independence test does not neces-
sarily mean that simulation will yield results identical to experiments.
There still exists input uncertainty (e.g., boundary conditions or ap-
proximate representation) or physical model uncertainty (e.g., incon-
sistency between actual flows and CFD due to simplified assumption
in the modelling process roughness of the walls or inaccuracies in
the turbulence modelling between simulation and experiment. Two line
probes were investigated, located in the left and right branches of the
first bifurcation, as is shown in Fig. 3(a). These locations downstream
of the bifurcation near the carina were chosen in the area of the ap-
pearance of complex fluid flow phenomena (turbulence, dean vortices,
backflow, etc.).

2.3.1. LBM
Three different grids with uniform cubic cells were created for this
study; seeTable 1. In the grid independence test, the values of the mean

Table 1
Properties of lattices used for the grid independence study.

Number of cells Cell size Time step Relaxation time
28.4 mil. 0.00015 m 7.5.107 s 0.501567
56.5 mil. 0.00012 m 6.0.107 s 0.501958
97.0 mil. 0.00010 m 5.0.107 s 0.502350

velocity magnitudes on the particular line probes were compared. The
results are depicted in Fig. 3(b) and (c). Small differences were ob-
served in areas with high-velocity gradients near the carina; however,
these differences were considered negligible. Based on the results, the
grid with 97.0 mil. cells was used in the final simulation. Note that
even the grid with 56.5 mil. cells could be used due to the proven
independence of both grids. Considering the slight differences in the
resulting grids with 56.5 mil. and 97.0 mil. cells, it was decided to use
the finer grid.

2.3.2. FVM

Four variants of the computational grid were created by decreasing
the average cell size in the core domain by 20% of its length. This
resulted in four grids consisting of 5.4, 7.3, 8.4 and 15.1 mil. cells and
the mean velocity magnitudes on both line probes were compared. The
results showed no significant deviations between the meshes with 8.4
and 15.1 mil. cells (see Fig. 3(d) and (e)) and the grid with 8.4 mil.
cells was used in the final simulation.

3. Results and discussion

The flow field and particle deposition results are presented and
discussed in separate sections here.
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3.1. Flow field

This section presents the results of two flow field quantities: the
mean velocity magnitude and the corresponding turbulence intensity.
The main validation of the numerical methods using the experimen-
tal data was performed on the six line probes in the trachea (the
experimental LDA setup was described in Section 2.1.3). The axial
mean velocity component experimentally obtained by the probes was
compared with the results of the LBM and FVM simulations.

The velocity field chart (see Fig. 4) forms a horseshoe shape with
higher velocities near the backside walls caused by the inertia of the
fluid passing through the curved trachea. Fig. 5 shows the resulting
mean velocities on the line probes. The comparison of the mean ax-
ial velocities shows excellent agreement between all methods, where
the deviation at almost every point is less than 15%. No significant
differences between both numerical methods were revealed. On the
line probe marked as LtRm (Left to Right middle; other line probes
abbreviated analogically), the LBM gives a slightly more accurate result
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Fig. 6. Turbulence intensity on the line probe (a) BtFl, (b) BtFm, (c) BtFr, (d) LtRb, (e) LtRm and (f) LtRf.

Fig. 7. Mean velocity and Tl field from the side view, LBM on the left, FVM on the right.

than the FVM. On the other hand, the FVM is more accurate on the
line probe BtFr. Worse but still good results are on the line probe
LtRf, where the velocity is slightly underestimated by the numerical

methods.

Velocity fluctuations are also an important factor in the transport
and deposition of particles. The particles are injected into the mask,
and the forces are determined by the actual time-dependent velocity
components. They substantially affect the deposition characteristics.
The turbulence intensity Tl is defined as follows

u.

= (16)

where u” denotes the root mean square (RMS) of the velocity magni-
tude and y is the mean velocity magnitude. Note that the turbulence
intensity obtained from the experimental data was only for the axial
component. Fluctuations of the velocity components in the trachea
in radial and tangential directions were negligible due to the orien-
tation of the geometry; the Tl of the velocity magnitude was equal
to the Tl of the axial component. The experimental data could be
obtained only in the core of the flow because the validation rate of
the LDA measurement was low in the near-wall areas (due to the lower
number of particle samples and the appearance of noise). These data
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Table 2
Mean Absolute Percentage Error (MAPE) at each line probe in %.

Line probe Mean velocity Turbulence intensity

LBM FVM LBM FVM
BtFm 5.54 9.22 17.09 27.90
BtFI 8.71 9.99 16.86 28.13
BtFr 18.33 17.49 25.27 37.04
LtRm 3.37 6.99 22.61 41.45
LtRf 21.63 24.24 27.72 39.5
LtRb 7.91 5.15 29.99 26.77

were filtered out. The resulting turbulence intensities are shown in
Fig. 6.

A higher Tl is observed in the front section of the trachea outside
of the core of the flow. In the lateral (LtRx) line probes, a peak
with higher values is located near the border of the horseshoe pattern
corresponding to high-velocity gradient locations. The same pattern
was present in the experimental data. LBM yields better results in
predicting the peaks of higher turbulence; in FVM, the maximum is
shifted towards the front wall. In the LtRm line probe, FVM differs
more significantly from the experimental data than LBM. However, a
higher sensitivity on the exact location of the line probes in the lateral
orientation is expected since these line probes are located in the region
of high-velocity gradients crossing the horseshoe pattern borders.

To compare the accuracy of both methods by means of a quan-
titative criterion, the mean absolute percentage error (MAPE) was
calculated.

MAPE = l‘En : im;i* qexp;ig;
n i=1§ Cexpii

where Ggim, Gexp;i denotes the value of the computed quantity in the

i position of the line probe obtained by simulation and experiment,
respectively. Here, the experimental results are considered the ground
truth; however, it is naturally evident that the measurements were
affected by bias errors and uncertainties, as discussed above. MAPE was
evaluated for the mean velocity and turbulence intensity at each line
probe, and the results are depicted in Table 2.

The mean velocity of LBM is closer to the experiment than FVM on
the four line probes. On the five line probes, the Tl obtained by LBM
is closer to the experiment than FVM. The total MAPE of the velocity
field of all experimental points at all line probes is 10.9% for LBM and
12.2% for FVM, which shows an excellent agreement of both methods.
Considering Tl's MAPE, LBM with 23.3% is slightly better compared to
33.5% of FVM.

To study the differences between LBM and FVM in the whole
geometry, we obtained the mean velocity and turbulence intensity on
two cut-planes: one sagittal in the middle plane of the geometry, and
one coronal displaying the bifurcation; see Figs. 7 and 8.

The only significant difference between the numerical methods was
at the mask inlet, which could have been caused by boundary condi-
tions. No significant impact on the fluid flow deeper in the geometry
was expected.

More interesting findings could be deduced from the resulting Tl
values. In the intrathoracic airways, the flow was mainly laminar,
corresponding to low mean velocity values. Turbulence was gener-
ated in the glottis, where the tube is constricted, creating a laryngeal
jet. Fluctuations appeared near the jet border and propagated deeper
into the tracheobronchial tree [ 42]. The fluctuations also deviated the
particles from the streamlines and amplified deposition by turbulent
mixing. This mechanism was significant in the bronchial tree and
mainly affected particles smaller than 5 m [43].

Although the velocity magnitude differences were small, the tur-
bulence intensity from the LBM was slightly higher, especially near
the walls in the bifurcations. The experimental results in the trachea
correspond to this finding. However, a more comprehensive numerical
analysis of the near wall area with validation should be performed.

17
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Das et al. [13] simulated the breathing cycle on an idealised ge-
ometry of a 5-year-old child created by Xi and Longest [44] using
RANS. The resulting turbulence intensity field at a maximum velocity
during the breathing cycle at a flow rate of 8 Ipm was under 10%,
which is significantly lower than our results despite the lower flow rate.
This difference could be caused by the RANS model, which presumes
isotropic turbulence and thus might not treat the wall interaction cor-
rectly. Furthermore, the idealised geometry simplifies the wall shape,
which is a source of velocity fluctuations in the model.

3.2. Particle deposition

In both numerical methods, 300,000 particles were randomly placed
at the mask inlet and released into the geometry after stabilising the
flow field. The particle size distribution was set based on the results
experimentally obtained by APS (see Fig. 9).

The particle diameter spectrum contained the following fractions
of particulate matter: 11% of PM,5, 50% of PMg, 93% of PM,q.
These fractions were later used for the simulations. The count median
aerodynamic diameter (CMAD) of the measured size distribution was
4.96 micrometres.

The particle deviation from the streamlines is produced by the
inertial forces, and this is described by the Stokes number
Stk = oY,

(18)

Here, we compute the Stk for the mask inlet values where the particles
are released, but the actual Stk number varies across the whole domain
according to the local velocity field. Stk , 1 means that the particle
detaches from the flow, especially in areas with high spatial velocity
changes, and may impact on the walls; on the other hand, with Stk ~ 1,
the particle follows the fluid streamlines. Stk in this study varied from
5:84¢10" to 0.073 at the mask inlet but was much higher in the narrow
channels of the trachea and the bifurcations.

After the particles were released, they were driven by the actual
velocity field. The velocity field affected the motion of the particles
in time, including the unstable flow behaviour in some regions. The
behaviour of the particles in the flow near the wall was different due
to the actual Stk. The particles deposited after contact with the wall. At
the end of the simulations, approximately 1% of the particles remained
trapped in the flow eddies in the mask. These particles were excluded
from the evaluation of deposition. Particles reaching the outlets of
the geometry would, in reality, continue to higher generations of the
branching tree.

Deposition efficiency was compared with the experimental results
obtained by the fluorometric method evaluated on four segments of the
geometry and four filters on the outlets; see Fig. B.1in Appendix B.

The resulting images of the deposited particles from the entire
geometry are presented in Fig. 10. In this visualisation, the different
particle sizes are expressed by a colour scale.

The hotspots for large particles and small particles are visible in the
figure. These hotspots lie in both cases, FVM and LBM, mainly under
the nostrils, in the larynx, and at the first bifurcation. The hotspots
could not be identified experimentally, but the comparison of the
simulations provides an interesting view of the behaviour of differently
sized particles and their deposition at specific places. The hotspots of
particles smaller than 10 micrometres are mostly in the lower parts
of the geometry, especially in bifurcations and in the branches close
to the LU and LL outlets. Some small hot spots can be found in the
trachea, too. The particles larger than 10 micrometres mostly deposited
in the mask and the upper airways including the larynx. Some small
hotspots of big particles are noticeable in the bifurcation and the RL
branch. Both numerical methods provide similar results for the trachea,
bifurcation, and connected branches. Minor discrepancies are evident
in the mask and the nasal and oral cavities, probably caused by a
slightly different velocity profile at the inlet tube produced by the
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Fig. 8. Mean velocity and TI field in the bifurcation from the front view, LBM on the left, FVM on the right.
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boundary condition. Another source of discrepancies could stem from
the random distribution of the initial position of the particles.

The particle deposition efficiency in each segment is depicted in
Fig. 11. It can be seen that the deposition efficiency in the upper
airways and trachea is lower in the experiments than in the simulations.
LBM and FVM have a good mutual agreement.

A more detailed view of particle deposition can be found in Fig. 12,
where the particle deposition is expressed as a mass fraction and
organised into four size categories.

In the experiments, it was impossible to distinguish these categories,
as only the overall mass of the particles was measured. The agreement
between LBM and FVM was relatively good for almost all segments. In
the experiments, more particles were deposited in the lower parts of the
lungs, under the bifurcation, and less in the upper airways and trachea.
These differences could have been caused by inaccuracies of the in vitro
deposition measurement described in detail in [ 45]. Moreover, in the
case of the child airway replica, the uncertainties in the experimental
deposition measurement are, to some extent, caused by difficulties
in extracting deposited aerosols from the small and narrow channels
and spaces in the model, such as nostrils or bifurcations. The rough
surface of the 3D prototyped material further complicates the extrac-
tion of deposited droplets (the droplets or dye crystals adhere more
strongly to the surface irregularities). APS particle size measurement
uncertainties are described in [46]. Furthermore, the simulated inflow
velocity profile in the mask inlet could have differed from the real one,
and the initial position of the particles might not have been random
as in the simulation. Particle size changes caused by evaporation or

droplet break-up were not considered in the numerical methods, either.

Small discrepancies could be found in the mask and mainly in the
bifurcations. The deposition at the LL, LU, RL and RU outlets means that
the particles passed through the considered geometry and penetrated
deeper into the lower branches of the tracheobronchial tree.

It is possible to evaluate different behaviours of PM 4, and larger
particles from the particle size classes containing the mass fractions.
However, from the value of the mass fraction, it is hard to distinguish
the deposition of small (light) particles because the mass fraction
method highlights large (heavy) particles that outweigh the small ones.
On the other hand, from the therapeutic point of view, the mass of
the deposited aerosol is much more important than the number of
deposited particles since the mass is proportional to the amount of
medication delivered. Furthermore, a deeper insight into the deposition
characteristics of different sizes of particles provides further relevant
information; these data are relevant for investigating the health effect
of particulate matter in the ambient air during respiration. Their long-
term doses could cause diseases such as cancer or pneumonia, so these
data are also important.

One common option to focus on smaller particles and deal with this
issue is to apply a logarithmic scale to these results. This is beneficial
because, from the practical point of view, the PM , 5 particles are more
interesting than the PM 1 particles and larger, which in reality have
difficulty passing through the human ciliated epithelium in the upper
airways. Another approach is to express deposition by the relative
count of particles in each class, which was determined in this study.
Although obtaining the data from our experiments was impossible, the
study provides a transparent comparison of LBM and FVM simulations
dependent on the particle size.

The LBM and FVM deposition data expressed by the relative count
for each particle size class in each segment, including four outlets, are
depicted in Fig. 13. In this figure, the deposition of smaller particles is
much more visible because the counts directly correspond to the cumu-
lative distribution function and are a percentage of all particles. It can
be seen that small particles of PM, 5 penetrate in large quantities into
the lower parts of the lungs due to the lower Stk. As opposed to that,
large particles do not get into the higher generations of bifurcations
except in the right lower lobe (outlet RL), where the flow rate is the
highest of all branches. Analysis of the data shows a good agreement
in each segment. The largest discrepancies are visible in the segment
of bifurcations, trachea and outlet RL.

To examine the deposition areas of particles in each size class,
Fig. 14 shows the deposition fractions by number, separately for each
size class. For simplicity, the outlets are not distinguished there, and
the ratio of particles reaching the higher generations of bifurcations is
shown together in the bin “Pass through".
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Fig. 10. Particle deposition projected on the lungs geometry in two views: (a) side view, (b) rear view. The colour scale represents the particle diameters; LBM results on the left,

FVM on the right.
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Fig. 11. Comparison of the deposition efficiency from LBM, FVM and experimental
values (EXP).

Based on the two figures mentioned above, it is clear that particles
larger than 5 m are simulated by both methods almost identically. The
upper airways show a higher deposition fraction of particles smaller
than 5 m. Similar behaviour is observed in the trachea segment on
a smaller scale. The number of particles in the class PM g that pass
through the whole geometry is thus lower in the LBM than in the FVM.
This could be caused by higher values of turbulence intensity obtained
by the LBM. Higher deviations of the particles from the streamlines lead
to contact with the walls and deposition.

The total mass deposition fraction of the whole geometry is 70.8%
for LBM and 68.9% for FVM, which are again in perfect agreement but
is slightly higher than the experimental total mass deposition fraction
of 59.7%.

To check whether these results are consistent, our data was com-
pared with those from the literature. Note that similar geometries could
lead to different results due to interpersonal and age-related variabil-
ity and differences in the experimental setups. To the authors' best
knowledge, there are no comparable deposition data in the literature
from either experiments or simulations performed on a similar child
geometry containing both upper airways and tracheobronchial tree. In
this comparison, the deposition efficiency was investigated separately
for the upper airways and the bifurcations. An impaction parameter for
the comparison is introduced:

IP = Qd2; (19)

where Q is the flow rate in Imin"l and the particle diameter is consid-
ered in m. This parameter considers the flow rate through the model
and enables comparison between similar geometries and different flow
regimes.

Fig. 15(a) shows the deposition efficiency in the upper airways
compared with the data of subjects nr. 10, 11 and 14 of the 6-year-
old children's geometries of the nasal cavity and trachea published by
Golshahi [3], and with experimental data on nasopharyngolaryngeal
replica of a 5-year-old child published by [ 47]. The comparison shows
that the deposition curve from the experiments is shifted to the left.
This corresponds to the fact that the missing oral cavity induces a
higher flow rate through the lower dimensions of the nasal cavity,
causing the deposition of smaller particles.

Fig. 15(b) shows the comparison of the deposition efficiency in the
tracheobronchial tree until the third generation compared with in vitro
experimental data from the replica of 5-year-old subjects from the study
by Borojeni et al. [ 5]. Note that in that study, even the third generation
of branching is involved, and only smaller particles were investigated.
The inlet conditions of the particles are different because the flow field
is obviously affected by the previous geometry of the trachea, which
was not considered in that study. Despite that, there are no significant
discrepancies between the data.

To discuss the deposition differences between child and adult ge-
ometries, we compared these data to the deposition characteristics
obtained from the original adult geometry from which the child geom-
etry was rescaled. The morphological interpersonal differences were,
therefore, not present. For this comparison, such Stk number is used,
which takes into account the relevant length and velocity scales [ 50]
enabling comparison between lung geometries of different sizes. The
mouth inlet diameter was used for the characteristic length D in Stk
in (18). The simulation data were compared with CMAD from the
experimental results performed by Lizal et al. [ 48] and [ 49] for various
flow rates, particle distributions and either mouth breathing (MB) or
combined breathing (CB). The flow rate through the nose is signifi-
cantly lower, and the deposition fraction in the nose cavity is negligible;
hence, these results are comparable. To provide a proper compari-
son, only the deposition until the 2nd generation of tracheobronchial
branching was considered here.

The results are depicted in Fig. 16 and show a relatively good
agreement. Note that in the literature, the results of the deposition
efficiency often fluctuate in the range of one or two orders of magni-
tude, see e.g. (48], Fig. 11. Analysing the data reveals a lower particle
deposition rate in the adult geometry. This results from the narrower
channels of the trachea and bifurcations of the child geometry causing
higher deposition rates. The lower airways of the child geometry were
rescaled by a different factor than the upper airways and could not
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Fig. 13. Deposition expressed by the relative count of particles captured at given segments expressed by the count of particles for each segment and specific particle size spectra.

be expressed by the Stk affected only by the mouth inlet diameter. A
further source of variability, except for the experimental inaccuracies,
could be in the variance of the particle size distribution used in the
experimental results, which is mostly not presented in the publications.
The deposition efficiency of the experimental measurement obtained
on the child geometry within this publication is higher than that of the
adult, which agrees with this consideration.

3.3. Performance of numerical methods

To provide a comparison of both numerical methods for this kind
of application, the study of effectiveness is an important aspect. LBM
was executed on 3800 threads with a total computational time of 34 h,
while FVM was executed on a cluster with different architecture on 128
threads with a total computational time of 168 h. However, a justified
comparison is very challenging and time-consuming (necessity of the

same hardware, optimisation of the parallelisation in the open source
OpenlLB, fixing the accuracy of the ground truth to a particular level,
comparing meshing and computational time and human effort, etc.),
especially on such a complex geometry, and extends the scope of this
article.

A detailed comprehensive comparison of the performance of both
methods was presented in [38] where near-wall modelled Large Eddy
Simulation in OpenFOAM (FVM) and OpenLB (LBM) was used to pre-
dict complex turbulent flows pertinent to internal combustion engines.
The results showed that the LBM approach is, on average, 32 times
faster than the FVM approach for the tested configurations.

4. Conclusions

In this study, a comprehensive comparison of the flow field and par-
ticle deposition within the child respiratory tract using the
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from [5].

Lattice Boltzmann Method (LBM) implemented in OpenLB, Finite Vol-
ume Method (FVM), and experimental data was conducted.

The analysis of velocity fields demonstrated that both LBM and FVM
provided significant information. LBM slightly outperformed FVM in
accuracy compared with experimental data, particularly in the near-
wall areas where higher turbulence intensity was observed. Addition-
ally, particle deposition comparison showed a good agreement be-
tween numerical methods; minor discrepancies between simulations
and experiments were noted, possibly due to experimental uncertain-
ties. Furthermore, LBM indicated a higher deposition of particles <5 m
compared to FVM, consistent with the higher turbulence intensity near
the walls calculated by LBM.

Importantly, this study not only affirms the appropriateness of LBM
for simulating flow and particle deposition in child airways but also
underscores its potential to provide deeper insights compared to FVM.
The scalability and parallelisation properties of LBM, allowing effi-
cient computation on GPUs, open avenues for real-time simulations of

particle deposition in the respiratory tract. Additionally, exploring non-
spherical particle types, such as cylindrical particles such as asbestos or
glass fibres, could broaden the scope of applications.

Connecting our findings with the broader scientific landscape, re-
cent studies emphasise the importance of computational simulations,
such as those employing LBM and FVM, in advancing our understand-
ing of localised deposition and hotspots in the respiratory tract, as
highlighted by Carrigy et al. [ 11]. Furthermore, considering the gender
and age-related aspects in the inhalation therapy, our work aligns with
the call for understanding anatomical variations, as emphasised by
Kolewe et al. [15]. The potential of numerical simulations to revolu-
tionise the pharmaceutical industry and clinical practice, as outlined
by Corda et al. [16], becomes increasingly evident, particularly in ad-
dressing individual variability and optimising aerosol therapeutics for
specific populations. In essence, our study contributes to the growing
body of literature advocating for the integration of advanced com-
putational methods in respiratory research, paving the way for more
personalised and effective inhalation therapies.



F. Prinz et al.

&RPSXWHUV LQ %LRORJ\DQG OHGLFL

1 T T T T T T T T T

o
oaDa0 &
a8

T T T
o
Ls]

0.1 s 5 '

Deposition efficiency (-)

0.01

TTTT
x

|

oraT e e

1/ » FVM

||=LBM

« EXP Adult MB 60 l/min 4.3 pm
EXP Adult MB 30 l/min 2.5 pum

« EXP Adult CB 30 l/min 2.8 um
EXP Adult MB 30 I/min 2.8 pm
EXP Adult MB 60 1/min 2.0 pm

||+ EXP 5yr CB 12.5 I/min 5.0 pm

L1l

0.001 0.01
Stk (-)

0.1

Fig. 16. Comparison of deposition efficiency on Stokes number with experimental results [ 48] and [ 49] obtained on adult geometry.

CRediT authorship contribution statement

Frantizek Prinz:  Writing original draft, Visualization, Validation,
Software, Data curation. Jan Pokorny: Writing original draft, Su-
pervision, Software, Methodology. Jakub Elcner: Writing review &
editing, Visualization, Validation, Software. Franti2ek Lizal: Writing

review & editing, Writing original draft, Supervision, Funding
acquisition, Formal analysis, Conceptualization. Ondrej Mi2ik:  Writing

original draft, Investigation, Data curation. Milan Maly: Writing

original draft, Investigation, Data curation. Miloslav B¥lka: Su-
pervision, Methodology, Investigation, Data curation. Nicolas Hafen:
Writing review & editing, Software. Adrian Kummerlander:  Writing

review & editing, Software. Mathias J. Krause: Writing review &
editing, Supervision, Methodology. Jan Jedelsky: Writing review &
editing, Supervision. Miroslav Jicha: Supervision, Resources, Project
administration, Funding acquisition.

Declaration of competing interest
All authors declare that they have no conflicts of interest.
Acknowledgements

This work was supported by the Ministry of Education, Youth and
Sports of the Czech Republic through the e-INFRA CZ (1D:90140), by
the project of the Czech Science Foundation GA20-27653S and by the
project of Brno University of Technology, Czech Republic FSI-S-23-
8192 and was performed on the HoreKa supercomputer funded by the
Ministry of Science, Research and the Arts Baden-Wirttemberg and by
the Federal Ministry of Education and Research, Germany. During the
preparation of this work, the authors used ChatGPT and Grammarly in
order to improve the language and readability. After using these tools,
the authors reviewed and edited the content as needed and take full
responsibility for the content of the publication.

Appendix A. Details to the numerical setup

A.l. LBM

In the LBM simulation, the Smagorinsky subgrid-scale turbulence
model is applied as follows: The added turbulent viscosity in the LES

models is computed
¢ =.Cx x /21, (A1)

for cell spacing x , model-dependent constant Cy , and LES model op-
erator !,. In this particular case, Cyx = Cg is the Smagorinsky constant,
which was set to a default value of 0.1 for the present simulations. The

operator
t

!,, = &o= ZS“ S” (A2)
denotes the intensity of the strain rate tensor
1)ui )Y
S = —t — A3
173 (A3)

The Lattice Boltzmann equation (4) is then modified by replacing the

global relaxation time by the effective discrete relaxation time <

which is locally computed at each cell:
2. + J+ct

<=2 T eTGR, (A4)

2c2

A.2. FVYM

In the FVM, the turbulence was modelled using the Wall-Adapting
Local-Eddy viscosity sub-grid scale model.
The WALE operator is defined as follows:

3
I LA
I, = : (A.5)
S'l S” /2 + g” g” /4
The tensor gi‘jj is prescribed by
« 1 . 2
gi? =SS+ Sk " 3 S2* 2 (A.6)
where 1
i, )Y
Pl R | (A7)
! X)X

is the rotation tensor. The length scale is defined in two categories
according to the wall distance
0 1

i 413
X =min C, v ; (A.8)
where C,, is the WALE constant set to the default value C,, = 0:544
which is suitable for channel flows according to the Star-CCM+ manual.
V is the volume of the cell, d is the wall distance and = 0:41is the
Von Karman constant.
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Fig. B.1. Segmentation of a lung geometry of a 5-year-old child with a respiratory mask (side view on the left, rear view on the right).

F. Prinz et al.
Table B.1
The flow distribution between the lung model outlets.
Outlet Flow distribution Outlet diameter Reynolds number
0 (/min) (mm) 0
Mask 12.50 16.6 1048
Left Upper (LU) 3.16 4.5 951
Left Lower (LL) 2.58 45 777
Right Upper (RU) 2.61 45 785
Right Lower (RL) 4.15 4.5 1249

Appendix B. Details to the experimental setup

B.1. LDA flow measurement

Except for the replacement glass tube, the airway replica was 3D
printed using Stratasys J850 Pro printing machine from Stratasys Ve-
roclear material (Stratasys, US&Canada). The printing accuracy was 15
m and the layer thickness was 14 m . The LDA system (Dantec Dynam-
ics A/S, Skovlunde, DK) consisted of a diode laser Verdi G2 (Coherent,
USA) with a wavelength of 532 nm. The beam was divided in the 55x
transmitting optics Dantec into two separate beams of 50 mW power
and 60 mm apart. The frequency of one of the beams was shifted by
40 MHz. The path of the two beams was rotated 90Y with a mirror and
focused using a lens with a 310 mm focal length to intersect and create
a measuring volume with dimensions of 0:1+0:1+0:8 mm First-order
refracted light from particles was captured by 57X10 receiving optics
equipped with a lens of 310 mm focal length and micrometre setting of
2 mm to reduce the measuring volume size. The receiving optics were
configured in a side-scatter mode with a scattering angle of 70Y. The
signals were processed using a Dantec P80 processor, and the data were
processed using BSA flow software, version 5.2. The 3D positioning
system Isel (New York, USA) with an accuracy of , 0.05 mm with
alignment accuracy relative to the trachea of roughly , 0.5 mm was
used. The typical data rate from the LDA measurement ranged from
2000 Hz near the wall to 15,000 Hz in the centre of the trachea.
The flow through the model was driven by a vacuum pump Busch
R5 PA0008C (Busch Produktions GmbH, Maulburg, Germany), and the
flow distribution through specific outlets was adjusted by rotameters
ABB PurgeMaster (Workington, UK) located downstream of the model.
The particles needed for velocity measurements were generated using
a TSI Condensational monodisperse aerosol generator 3475 (TSI Inc.,
Shoreview, USA).

B.2. Deposition measurement

The membrane filters MF-Millipore * were made from nitrocellulose
with a pore size of 0.8 m. The flow splitter enabled the flow regulation
for each branch and was produced by ABB PurgeMaster (Workington,
UK). The aerodynamic particle size distribution (APSD) generated by
the nebuliser was measured using the Aerodynamic Particle Sizer 3321
(APS, TSI Inc., Minnesota, USA). Three ambient air samples were
measured and subtracted from the APSD data after the measurement.
The aerosol was nebulised above the inlet of the APS, and the count
median aerodynamic diameter (CMAD) was evaluated. The Aerogen
Solo nebuliser was used for aerosol generation. The hose appended
on the inlet had an inner diameter of 16 mm, and the perforations
(two rectangular orifices placed on the opposite sides of the hose) were
placed at a distance of 180 mm from the inlet of the airway replica
to ensure a developed flow field in the inlet area. The fluorescein
salt solution had a concentration of 200 g_ml dissolved in distilled
water. The lung replica with the filters was placed into a refrigerator
to suppress the evaporation of the aerosol inside the replica. According
to the nebuliser testing methodology for the Next Generation Impactor
(NGI) described in the European Pharmacopoeia [51], the temperature
of the NGI should be 5 °C to eliminate evaporation of aqueous particles.
Since the principle of the NGI measurement and the principle of airway
deposition measurement are very similar, the prescribed temperature
of the impactor was also set in the aerosol deposition measurement.
The airway replica was exposed to the nebulised aerosol for 1 min
with the above-mentioned inhalation flow rate. After the exposure, the
replica was disassembled, and each segment was put into an ultrasonic
bath inside a beaker filled with an adequate amount of distilled water.
The bath was repeated until the measured concentration of the sample
reached the value of a blank medium. The concentration of the dye was
measured by Quantus Fluorometer (Promega Corp., Wisconsin; USA).
Based on the measured concentrations, the aerosol deposition fractions
were determined for each part of the airway replica.

References

[1] M. Di Cicco, A. Kantar, B. Masini, G. Nuzzi, V. Ragazzo, D. Peroni, Structural
and functional development in airways throughout childhood: Children are not
small adults, Pediatr. Pulmonol. 56 (2021) 240 251, http://dx.doi.org/10.1002/
ppul.25169.

[2] F. Lizal, J. Jedelsky, K. Morgan, K. Bauer, J. Llop, U. Cossio, S. Kassinos, S.
Verbanck, J. Ruiz-Cabello, A. Santos, E. Koch, C. Schnabel, Experimental methods
for flow and aerosol measurements in human airways and their replicas, Eur. J.
Pharm. Sci. 113 (2018) 95 131, http://dx.doi.org/10.1016/j.ejps.2017.08.021



F. Prinz et al.

[3] L. Golshahi, M. Noga, R. Thompson, W. Finlay, In vitro deposition measurement
of inhaled micrometer-sized particles in extrathoracic airways of children and
adolescents during nose breathing, J. Aerosol Sci. 42 (7) (2011) 474488,
http://dx.doi.org/10.1016/j.jaerosci.2011.04.002

C. Ruzycki, L. Golshahi, R. Vehring, W. Finlay, Comparison of in vitro deposition

of pharmaceutical aerosols in an idealized child throat with in vivo deposition

in the upper respiratory tract of children, Pharm. Res. 31 (2014) 1525 1535,

http://dx.doi.org/10.1007/s11095-013-1258-2

A.A. Borojeni, M.L. Noga, R. Vehring, W.H. Finlay, Measurements of total aerosol

deposition in intrathoracic conducting airway replicas of children, J. Aerosol Sci.

73 (2014) 39 47, http://dx.doi.org/10.1016/j.jaerosci.2014.03.005

A.A. Borojeni, M.L. Noga, A.R. Martin, W.H. Finlay, Validation of airway

resistance models for predicting pressure loss through anatomically realistic

conducting airway replicas of adults and children, Am. J. Respir. Crit. Care Med.

48 (10) (2015) 1988 1996, http://dx.doi.org/10.1016/j.jbiomech.2015.03.035

[7] A.A. Borojeni, M.L. Noga, A.R. Martin, W.H. Finlay, An idealized branching
airway geometry that mimics average aerosol deposition in pediatric central
conducting airways, J. Aerosol Sci. 85 (2015) 10 16, http://dx.doi.org/10.1016/
J.JAEROSCI.2015.03.002

[8] T.L. Chan, M. Lippmann, Experimental measurements and empirical modelling
of the regional deposition of inhaled particles in humans, Am. Ind. Hyg. Assoc.
j. 41 (1980) 399 409, http://dx.doi.org/10.1080/15298668091424942

[9] T. Paxman, M. Noga, W.H. Finlay, A.R. Martin, Experimental evaluation of
pressure drop for flows of air and heliox through upper and central conducting
airway replicas of 4- to 8-year-old children, J. Biomech. 82 (2019) 134 141,
http://dx.doi.org/10.1016/j.jbiomech.2018.10.028

[10] 1. Amirav, A. Akhavan Taheri Borojeni, A. Halamish, M. Newhouse, L. Golshahi,
Nasal versus oral aerosol delivery to the "lungs" in infants and toddlers, Pediatr.
Pulmonol. 50 (2014) 276 283, http://dx.doi.org/10.1002/ppul.22999

[11] N. Carrigy, C. Ruzycki, L. Golshahi, W. Finlay, Pediatric in vitro and in silico
models of deposition via oral and nasal inhalation, J. Aerosol. Med. Pulm. Drug
Deliv. 27 (2014) 149 169, http://dx.doi.org/10.1089/jamp.2013.1075

[12] Q. Deng, C. Ou, J. Chen, Y. Xiang, Particle deposition in tracheobronchial
airways of an infant, child and adult, Sci. Total Environ. 612 (2018) 339 346,
http://dx.doi.org/10.1016/j.scitotenv.2017.08.240

[13] P. Das, E. Nof, I. Amirav, S.C. Kassinos, J. Sznitman, Targeting inhaled aerosol
delivery to upper airways in children: Insight from computational fluid dynam-
ics (CFD), PLoS One 13 (2018) 1 20, http://dx.doi.org/10.1371/journal.pone.
0207711.

[14] M.M. Rahman, M. Zhao, M.S. Islam, K. Dong, S.C. Saha, Aerosol particle transport
and deposition in upper and lower airways of infant, child and adult human
lungs, Atmosphere 12 (11) (2021) http://dx.doi.org/10.3390/atmos12111402

[15] E.L. Kolewe, S. Padhye, I.R. Woodward, J. Wee, T. Rahman, Y. Feng, J.W.
Briddell, C.A. Fromen, Spatial aerosol deposition correlated to anatomic fea-
ture development in 6-year-old upper airway computational models, Comput.
Biol. Med. 149 (106058) (2022) http://dx.doi.org/10.1016/j.compbiomed.2022.
106058.

[16] J.V. Corda, J. Emmanuel, S. Nambiar, P. K, M. Zuber, Airflow patterns and
particle deposition in a pediatric nasal upper airway following a rapid maxillary
expansion: Computational fluid dynamics study, Cogent Eng. 10 (1) (2023)
http://dx.doi.org/10.1080/23311916.2022.2158614

[17] J. Fietz, M.J. Krause, C. Schulz, P. Sanders, V. Heuveline, Optimized hybrid
parallel lattice Boltzmann fluid flow simulations on complex geometries, in:
C. Kaklamanis, T. Papatheodorou, P.G. Spirakis (Eds.), Euro-Par 2012 Parallel
Processing, Springer Berlin Heidelberg, Berlin, Heidelberg, 2012, pp. 818 829,
http://dx.doi.org/10.1007/978-3-642-32820-6_81

[18] A. Lintermann, S. Schlimpert, J. Grimmen, C. Gunther, M. Meinke, W. Schréder,
Massively parallel grid generation on HPC systems, Comput. Methods Appl.
Mech. Engrg. 277 (2014) 131153, http://dx.doi.org/10.1016/j.cma.2014.04.
009.

[19] L. Schneiders, C. Gunther, M. Meinke, W. Schrdder, An efficient conservative
cut-cell method for rigid bodies interacting with viscous compressible flows, J.
Comput. Phys. 311 (2016) 62 86, http://dx.doi.org/10.1016/j.jcp.2016.01.026

[20] M.J. Krause, T. Gengenbach, V. Heuveline, Hybrid parallel simulations of
fluid flows in complex geometries: Application to the human lungs, in: M.R.
Guarracino, F. Vivien, J.L. Traff, M. Cannatoro, M. Danelutto, A. Hast, F.
Perla, A. Knipfer, B. Di Martino, M. Alexander (Eds.), Euro-Par 2010 Parallel
Processing Workshops, Springer, Berlin, Heidelberg, 2011, pp. 209 216, http:
/ldx.doi.org/10.1007/978-3-642-21878-1_26

[21] T. Henn, G. Thater, W. Dorfler, H. Nirschl, M.J. Krause, Parallel dilute particulate
flow simulations in the human nasal cavity, Comput. & Fluids 124 (2016)
197 207, http://dx.doi.org/10.1016/j.compfluid.2015.08.002

[22] A. Lintermann, W. Schrdder, Simulation of aerosol particle deposition in the
upper human tracheobronchial tract, Eur. J. Mech. B Fluids 63 (2017) 73 89,
http://dx.doi.org/10.1016/j.euromechflu.2017.01.008

[23] M. Ruttgers, M. Waldmann, W. Schroder, A. Lintermann, A machine-learning-
based method for automatizing lattice-Boltzmann simulations of respiratory
flows, Appl. Intell. 52 (2022) 90809100, http://dx.doi.org/10.1007/s10489-
021-02808-2.

[4

5

[6

[24]

[25]

[26]

[27]

[28]

[29]

[30]

[31]

[32]

[33]

[34]

[35]

[36]

[37]

[38]

[39]

[40]

[41]

[42]
[43]

[44]

[45]

[46]

&RPSXWHUV LQ %LRORJ\DQG OHGLFL

F. Lizal, J. Elcner, M. B¥lka, J. Jedelsky, M. Jicha, Experimental and compu-
tational modelling of aerosol transport using the BUT benchmark human lung
model, ERCOFTAC Bull. 128 (2021) 36 43.

M. Roy, C. Courtay, Daily Activities and Breathing Parameters for Use in
Respiratory Tract Dosimetry, Radiat. Prot. Dosim. 35 (1991) 179186, http:
//dx.doi.org/10.1093/oxfordjournals.rpd.a080947

H. Hmeidi, S. Motamedi-Fakhr, E.K. Chadwick, F.J. Gilchrist, W. Lenney, R. lles,
R.C. Wilson, J. Alexander, Tidal breathing parameters measured by structured
light plethysmography in children aged 212 years recovering from acute
asthma/wheeze compared with healthy children, Physiol. Rep. 6 (2018) e13752,
http://dx.doi.org/10.14814/phy2.13752

N. Jahani, S. Choi, J. Choi, K. lyer, E. Hoffman, C.-L. Lin, Assessment of
regional ventilation and deformation using 4D-CT imaging for healthy human
lungs during tidal breathing, J. Appl. Physiol. 119 (2015) 1064 1074, http:
/ldx.doi.org/10.1152/japplphysiol.00339.2015

F. Lizal, J. Jedelsky, K. Morgan, K. Bauer, J. Llop, U. Cossio, S. Kassinos, S.
Verbanck, J. Ruiz-Cabello, A. Santos, E. Koch, C. Schnabel, Experimental methods
for flow and aerosol measurements in human airways and their replicas, Eur. J.
Pharm. Sci. 113 (SI) (2018) 95131, http://dx.doi.org/10.1016/).ejps.2017.08.
021.

L. Schiller, A. Naumann, Uber die grundlegenden Berechnungen bei der
Schwerkraftaufbereitung, Z. VDI 77 (1933) 318 320.

P.L. Bhatnagar, E.P. Gross, M. Krook, A model for collision processes in gases. I.
Small amplitude processes in charged and neutral one-component systems, Phys.
Rev. 94 (1954) 511 525, http://dx.doi.org/10.1103/PhysRev.94.511

S. Chapman, T. Cowling, D. Burnett, C. Cercignani, The Mathematical Theory of
Non-Uniform Gases: An Account of the Kinetic Theory of Viscosity, Thermal Con-
duction and Diffusion in Gases, in: Cambridge Mathematical Library, Cambridge
University Press, 1990.

J. Smagorinsky, General circulation experiments with the primitive equations: I.
The basic experiment, Mon. Weather Rev. 91 (1963) 99 164, http://dx.doi.org/
10.1175/1520-0493(1963)091 .

S. Hou, J. Sterling, S. Chen, G.D. Doolen, A Lattice Boltzmann subgrid model for
high Reynolds number flows, Cel. Aut. Lattice Gases (1994) http://dx.doi.org/
10.48550/ARXIV.COMP-GAS/9401004.

P. Skordos, Initial and boundary conditions for the lattice Boltzmann method,
Phys. Rev. E 48 (1993) 48234842, http://dx.doi.org/10.1103/PhysReVE.48.
4823.

M. Bouzidi, M. Firdaouss, P. Lallemand, Momentum transfer of a Boltzmann-
lattice fluid with boundaries, Phys. Fluids 13 (2001) 3452 3459, http://dx.doi.
0rg/10.1063/1.1399290 .

A. Kummerlénder, S. Avis, H. Kusumaatmaja, F. Bukreev, D. Dapelo, S. Groy-
mann, N. Hafen, C. Holeksa, A. Husfeldt, J. Jeyberger, L. Kronberg, J. Marquardt,
J. Modl, J. Nguyen, T. Pertzel, S. Simonis, L. Springmann, N. Suntoyo, D.
Teutscher, M. Zhong, M. Krause, OpenLB Release 1.5: Open Source Lattice
Boltzmann Code, Zenodo, 2022, http://dx.doi.org/10.5281/zenodo.6469606

M. Krause, A. Kummerlander, S. Avis, H. Kusumaatmaja, D. Dapelo, F. Klemens,
M. Gaedtke, N. Hafen, A. Mink, R. Trunk, J. Marquardt, M. Maier, M. Hauss-
mann, S. Simonis, OpenLB Open source lattice Boltzmann code, Comput. Math.
with Appl. 81 (2021) 258 288, http://dx.doi.org/10.1016/j.camwa.2020.04.033

M. Haussmann, F. Ries, J.B. Jeppener-Haltenhoff, Y. Li, M. Schmidt, C. Welch,
L. lllmann, B. Béhm, H. Nirschl, M.J. Krause, A. Sadiki, Evaluation of a near-
wall-modeled large eddy lattice Boltzmann method for the analysis of complex
flows relevant to IC engines, Comput. 8 (2020) http://dx.doi.org/10.3390/
computation8020043 .

N. Franck, F. Ducros, Subgrid-scale stress modelling based on the square of
the velocity gradient tensor, Flow Turbulence Combust. 62 (1999) 183 200,
http://dx.doi.org/10.1023/A:1009995426001

J. Elcner, F. Lizal, J. Jedelsky, J. Tuhovcak, M. Jicha, Laminar-turbulent
transition in a constricted tube: Comparison of Reynolds-averaged Navier Stokes
turbulence models and large eddy simulation with experiments, Adv. Mech. Eng.
11 (2019) 5, http://dx.doi.org/10.1177/1687814019852261

H. Reichardt, Vollstandige Darstellung der
Geschwindigkeitsverteilung in glatten Leitungen, ZAMM - J. Appl.
Mech. 31 (1951) 208 219, http://dx.doi.org/10.1002/zamm.19510310704
C. Darquenne, Aerosol deposition in health and disease, J. Aerosol. Med. Pulm.
Drug Deliv. 25 (2012) 140 147, http://dx.doi.org/10.1089/jamp.2011.0916

C. Darquenne, Deposition mechanisms, J. Aerosol. Med. Pulm. Drug Deliv. 33
(2020) 181 185, http://dx.doi.org/10.1089/jamp.2020.29029.cd

J. Xi, P.W. Longest, Transport and deposition of micro-aerosols in realistic and
simplified models of the oral airway, Ann. Biomed. Eng. 35 (2007) 560 581,
http://dx.doi.org/10.1007/s10439-006-9245-y

M. Bonam, D. Christopher, D. Cipolla, B. Donovan, D. Goodwin, S. Holmes,
S. Lyapustina, J. Mitchell, S. Nichols, G. Pettersson, C. Quale, N. Rao, D.
Singh, T. Tougas, M. Oort, B. Walther, B. Wyka, Minimizing variability of
cascade impaction measurements in inhalers and nebulizers, AAPS PharmSciTech
9 (2008) 404 413, http://dx.doi.org/10.1208/s12249-008-9045-9

J.C. Waldrep, A. Berlinski, R. Dhand, Comparative analysis of methods to
measure aerosols generated by a vibrating mesh nebulizer, J. Aerosol Med. 20
(2007) 310319, http://dx.doi.org/10.1089/jam.2007.0538

turbulenten
Math.



F. Prinz et al.

[47] Y. Zhou, J. Xi, J. Simpson, H. Irshad, Y.-S. Cheng, Aerosol deposition in a
nasopharyngolaryngeal replica of a 5-year-old child, Aerosol Sci. Technol. 47
(2013) 275 282, http://dx.doi.org/10.1080/02786826.2012.749341 .

[48] F. Lizal, J. Elcner, J. Jedelsky, M. Maly, M. Jicha, A. Farkas, M. Belka, Z.
Rehak, J. Adam, A. Brinek, J. Laznovsky, T. Zikmund, J. Kaiser, The effect of
oral and nasal breathing on the deposition of inhaled particles in upper and

tracheobronchial airways, J. Aerosol Sci. 150 (2020) 105649, http://dx.doi.org/
10.1016/j.jaerosci.2020.105649 .

&RPSXWHUV LQ %LRORJ\DQG OHGLFL

[49] F. Lizal, M. Belka, J. Adam, J. Jedelsky, M. Jicha, A method for in vitro regional

aerosol deposition measurement in a model of the human tracheobronchial tree
by the positron emission tomography, Proc. Inst. Mech. Eng. H: J. Eng. Med.
229 (2015) 750 757, http://dx.doi.org/10.1177/0954411915600005

[50] B. Grgic, W. Finlay, A. Heenan, Regional aerosol deposition and flow measure-

[51]

ments in an idealized mouth and throat, J. Aerosol Sci. 35 (1) (2004) 21 32,
http://dx.doi.org/10.1016/S0021-8502(03)00387-2

Preparations for nebulisation: Characterisation, in: European Pharmacopoeia, Vol.
5, No. 2, 2008, pp. 404 406.



&RPSXW B4R ORQEBHGLFLQH

Contents {ts gvailable gt §cienceDirect

Computersin Biology and Medicine

g journal Bomepage: @ww.elsevier.com/locate/compbiomed g

Transport gnd gleposition §f gnhaled fibers in a gealistic emale girway gnodel: g
A gombined gxperimental and ilumerical gtudy
Frantizek grinz 2, ganaanska®®, gakub glcner®®, @ndej glajek 2, g

Adrian gummerlander @ yathias g. rause”™, yliroslav gicha®™, grantizek gizal®

aBrno Jniversity 6f Gechnology, Technick®B96, Brno, 616 6p, Czech8epublic
b Karlsruhe @stitute 6f Gechnology, Kaiserstray@p, Karlsruhe, 76131, Germany

ARTUGGE0IGEO 9 A860&0CT

Keywords: This §judy Eresents @ pmbined Experimental Ghd Bumerical Yvestigation G Gper Gansport @hd Geposition G J
Fiber @hnsport a falistic Gjodel 6f Qe Bmale @spiratory Gact, Ektending @ Ghe Spventh Generation 6f Branching. Jumerical J
Deposition simulations @ere @erformed Gsing Ghe Guler Lagrange Guler-Rotation JELER) Ghethod, @n Efficient ternative J
:: gircoo to Epnventional ginite Golume Pethods Ghat Benefits Gom Explicit Grmulation Gnd Gast Ecalability, Enabling g

fast arallelization @n Bigh-performance Qusters. §he GLER Ghethod @Gas €pupled @ith Ghe Gattice Goltzmann J
Method @.BM) @ §mulate @per Gynamics Gnder § Epalistic Gspiratory @ow @rofile. gxperimental Galidation g
was Epnducted Gsing Gh @entical Ehysical Grway €plica. The Gsults Gemonstrated Good Bgreement Between g
simulations @nd Experiments B @he Gpper Girways Gnd @achea, Gith Eome Giscrepancies @ Ghe Gifurcations, J
likely 6wing @ Ge Challenges 6f Bhodeling €pmplex @rbulent @pw @Fith GLER.This Ghethod § Ghore Gccurate §
than @orresponding @fffective Giameter §mulations. Qeposition Gatterns Gere Gnalyzed s g @inction Gf Goer g
dimensions, @vealing Bgher &curacy €f e ELERGethod @Gr §naller Ghrticles &hd €pnfirming e Gndency & J
higher @pect@tio fipers @ Eenetrate Geeper Gto BGe Pngs. The Flientation-dependent Geposition Gechanism g
was @eployed, Gnderscoring Ghe Ghportance 6f Eplving Ghe Bctual Grientations 6f Ghe Gpers. Yhile Gdvancing g
our Ghderstanding €f fiher Gansport g @male frways, Ge Thdings gso @veal Gnitations @ €hrrent Gumerical g
techniques, @hrticularly @ BJfurcations. This §udy Enphasizes@e @stinct Behavior 6f fprous @rsus §pherical g
particles, @ith @bers @xhibiting @ Qreater Gropensity @ Geach @eeper Ging Gegions, Yhich Gas Gignificant §
implications @r Ghalation @xicology @nd Grug Gelivery.

Female &way §§ometry
Lattice €pltzmann @ethod
Euler Lagrange EJiler-rotation

1. @ntroduction

The gtudy @f @article ansport gnd @eposition @ithin €he uman g
respiratory €ystem @ gssential @r gnderstanding @arious @hysiological g
and @athological @rocesses@s @vell @s @or @eveloping @ffective grug g
delivery @trategies. @vhile gonsiderable @search @as ¢pcused gn ehale g
airway @odels, there ig ggrowing @cognition 6f Bhe Geed § Pvestigate g
female-specific @irway @eometries ue @ Gignificant gnatomical gnd g
physiological @ifferences Between gexespl 3]. Bemalesgxhibit gmaller g
airway @iameters, @articularly @h ¢he @harynx @nd gelopharynx ¢4], g
differences @ @ing golume @nd Greathing @atterns 5], gnd Gormonal g
influences that Gan gffect girway @sponsivenessy]. Jhesedifferences g
can Gpfluence dirflow Qatterns, Qarticle @eposition, gnd ditimately, the g
efficacy gnd afety of Bhaled Gherapies {J]. To gddressthis Gap & Gur g
understanding gf G:male-specific gerosol @eposition, gur gtudy dtilizes g
a Gpalistic @male girway ghodel Supplemented @ith Gdal @lume @nd §9
breathing @attern @pical @r @males.

< Corresponding guthor.
E-mail @ddress:Grantisek.prinz@vutbr.cz @. grinz).

https://doi.org/10.1016/j.compbiomed.2025.110473

Fibrous garticle Gansport Bas §jgnificant @nplications © Both Spfety g
and @ngineering Gpplications. Yarious @nan-made @ibers Gre @rucial g
components gf Gomposite Gaterials gnd @ltration gystemsgsed gcrossg
many @hdustries, uch gs @arbon @bers ¢h gerospacegomposites gnd J
glass@pers O gir @ltration Gystems.@lthough gxposure @ @xic @bers g
such gs gsbestos® g geveregealth gazard, giodegradable @bers dffer g
unique @ossibilities @r Grgeted drug delivery [B].

Numerical gmulation @f the @ansport @f gon-spherical @articles G g
more @omplex ¢han @f Gpherical @articles @ue @ Ghe Gonsymmetric g
shape, gnd Bence gxperimental Studies @ @tro Gre Bidispensable. How-
ever, @nly @ ¢w @xperimental gtudies @pcusing @n the deposition @f g
fibers @h Guman girways gave geen gonducted. §larijnissen gt gl. ¢°] g
and ®lyojo gnd akaya @JL0] @sed @implified €hodels gf g @ifurcation g
for @eposition @xperiments. Jhe (atter @xperimentally @xamined Ghe g
deposition ¢f fipers i Yeibel's 0L1] igealized Geometry Gp @ Be @urth g
generation @f girway @ranching, @ven @ith @yclic greathing. Gu@nd g
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Cheng ¢J12] gonducted gxperimental ghvestigations @n €he @eposition g
of @arbon @bers @ith @engths Ganging om o @ 450 gm, @sing @ g
realistic girway @nhodel gxtending geyond the purth generation. @t g J
flow @ate gf @5 gmin™, he Ehajority gf Ghers Gere geposited h the g
upper @spiratory act, €pmprising Ge @ral Cpvity, Bharynx, ghd igrynx, g
whereas 3% Qassedtprough Ghe @plica @ithout Geposition. Gt Bigher g
flow ntes, @3.5 gmin™* gnd g0 gmin™, the Geposition gate Gicreased, g
with Ghe @pers @rimarily deposited @) the Gropharynx @nd Guynx. Jhe g
deposition @fficiency ¢h the @ral @avity Qvas gignificantly ¢pwer ¢han g
that @ the Gasal Gavity. Jheselindings @gree @ith the Gesults Of g Bter g
simulation §tudy By Geng &t @l. DL3].

Subsequently, Gu @nd @heng 14] demonstrated ghat ¢hertial @n-
paction @as ¢he gominant @eposition Ghechanism ¢h ¢he @ral gavity. g
Furthermore, @hou @t gl. §L5] @erformed @xperiments gsing Gvo Ging g
models: gne @ith the @ral davity galf dpen gnd the gther @ully gpen, g
where Ghe @egree @f @pening Ghfluenced Ghe @ngle @f @ttachment @ J
the gropharynx. §u @hd Gheng pL6] €pnducted gxperiments Gsing Giree g
types @f Ghaterials, Gamely @lass, JiO,, @nd @Garbon Gjbers, @Gt three g
distinct @hhalation @Gow @ates. ¢ Gontrast @o Gheir Grevious Gtudies g
focused @n @arbon @articles, the @bers @xhibited ¢ninimal @eposition g
within €he @hodel, @respective gf their @ngth @r Ghhalation @ow €hte. g
The guthors gitributed @hese Gpsults © Ghe Glatively @w ghomentum of g
the Gghtweight @bers, @hich gnabled them @ @hore @ffectively @llow J
airflow @ynamics ¢h he girways. Ghey thdicated ¢hat these @ibers go g
not @emonstrate g gignificant @eposition @ithin the girways gp @ the g
third @eneration @f Granching, thereby Gacilitating Gheir Genetration g
deeper Oito Ghe @ngs. O Gontrast, fpers Gith Greater Giomentum Gere J
observed @ Qeposit ¢h the Qral Gavity, gllowing @r @otential ¢emoval g
through gwallowing.

B¥lka €t g. DL7] experimentally @fvestigated Ghe Geposition Of gassg
fibers i g@spiratory Gact @plica €ktending fom e Oral Chvity @ e J
7th @ifurcation. @he @ber geposition @ithin ¢he Ghodel Gas hinimal, g
with @eposition actions gf 0.7% @t g gteady fow €ate gf @5 gnin™ , g
1.9% gt 80 gnin™ , @nd @.6% g 60 Onin™ . Higher @eposition Gccurred g
in Ghe Oral Gavity @nd Gore Gomplex egments.

Lizal gt @l. ¢J18] @onducted @ne @f the Gare @xperimental Gtudies g
focusing oh te Gsualization Of fiper Govement i Ghe §mplified Godel g
of Ghe Gpspiratory gact. hey groduced g Bigh-speed Gamera @cording g
of @ibers gt gpecific Gzcording Games Gh g Gtraight Gibe gnd gpstream g
and gownstream @f @he Gifurcation @r Geveral ow Fates. @ Pobust g
statistical gvaluation §howed @vo gominant @rientations, @arallel gnd g
perpendicular @ Ghe §freamlines, ghd @ §jgnificantly Bigher grobability g
of @ips downstream Of the Bifurcation han those Gy Ghe Graight Gibe.

In gddition @ @xperimental gtudies, geveral @esearchersfave gtud-
ied @ber gansport gnd geposition gmploying Gomputational @uid gnd g
particle @ynamics @CFPD)g§mulations @ ¢Jlico. Ghe @vailable §mulation g
approaches@ere §immarized By Beng @hd Bleinstreuer 0L9]. g gopular g
choice § the gne-way Goupling §mplified Guler Lagrangian gpproach. g
Here, Ghe @lbers @re Greated @s @ilute, Gind Gotational gnovement @5 J
neglected. §he @rimary @hfluence @n the Grajectory @omes@om Ghe g
computation Of Ghe Shapefctor G, Ghere €ther mpirical gprrelations g
(e.g., Gasso@nd @veidman {20], Glaider @nd Gevenspiel@H L) ¢21], g
Tran-Cong @T-C) 22]), @r €heoretical Grmulations {Stober §23]) gre g
used. Oithavong 4] Gompared the g L @nd T-C ghodels B §mulating g
the gasal gavity gt @ eather @w Gow ate @f @.5 gmin™ gnd ghowed g
good @greement @por @articles §maller han 400 gn . Jhis Gtudy @vas g
extended By Barkas €t @. [25] ® g Gpalistic Ghale ghodel gsing Ghe Spmed
airway @eplica gs that gsed @y Gelka @t gl. ¢17] €r Chree Gtationary g
flow @htes. Ghen @t @l. (R6] Gvestigated g gingle @lealized @ifurcation g
under §feady @minar fow ¢pnditions. Ghey showed that Gravity gffects g
the @eposition @haracteristics. @rientations @f @eposited fjbers Gere g
obtained Grom @nicrographs. he @revalent @rientation @vas @arallel g
with @eviations @hainly th the @ifurcations @mphasizing the @ffect gf g
interception. Gupporting Gumerical §mulations gsed gquivalent §phere g
approaches.
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With the Gicrease & Gomputational gower @ Gcent Gecades,bheth-
ods @hat gccount @pr @otational ghotion Gave Geen @sed @ccordingly. g
Tian @t gl. §27] @resented the Guler Lagrange @Guler-Rotation (ELER)Q
approach @nd @alidated ¢ @y Gheans @f Ghe @eposition Gaction th @ J
straight @ube @or bw EReynolds Gumbers. ¢h @ Gollow-up Gtudy, this g
team 28] Gumerically @hvestigated @arbon @bers th ¢he ¢ange gf gs-
pect@atio @ < < 80@n @ Ghore @xtensive Glealized Ghodel, Gom g
the Gachea @ the ¢hird @ifurcation, gnd ghowed different gptational g
behaviors @hen @assing the Oifurcations. Ghanley gt gl. {29] deployed g
ELERD gQalistic Gasal §rway Godel gnder feady @minar ¢ponditions g
and @roposed @vo @mpirical €hodels @pr @ressure@rop gnd Geposition g
efficiency.

Shachar-Bermané€} §. (8] iQvestigated Be @tal Byeathing Ganeuver g
mimicking Ghe Qry Gowder Ghhaler (PPI) grofile @ith @ @eak ow Gite J
of g0 gmin™ @r gn gverage gdult G g gemi-realistic ghodel gp @ €the ¢
9th @eneration @f @ranching, @gnd @leal gber gimensions ¢pr dhedical g
treatment @ere guggested.@i @t gl. Ghade Gignificant gontributions @ g
the gLER@hodeling @f gon-spherical @articles @h the @espiratory Gact. g
In @neir @hitial Gtudy @30], Ghey Gimulated Gber Gansport ¢h @ Geal-
istic gasal @avity, @emonstrating Gomplex @anslational gnd €ptational g
behavior. @vhile @he gbers Qrere Generally @ligned @ith Gtreamlines, g
occasional guick @Jips Qere @bserved. Gubtle @eviations ¢h Fajectory g
and @ptation Gan gignificantly @npact deposition @atterns, Gighlighting g
the ighportance ¢f 8ccurate Pterception Godeling. B gllow-up §udy, g
Li gt @l. ¢31] thvestigated he @ffects @f Ghear-induced @ift €prces gn g
non-spherical @articles gh g @ircular duct. Ghis ¢prce Jausedg Gateral g
drift, Potentially Gominating Ghe Geposition Grces @nd gmphasizing the g
importance ©f s €pnsideration. B Geir Gost Gcent Sudy, § € &. B2] g
numerically Bvestigated @per @ansport gnd deposition & @n Gxtended g
human girway @odel gp @ Ghe U5th generation, @hich & g Gire §coped
for guch gtudies. @he gvaluation df the geposition ¢pr three different g
aspect @atios gonfirmed @he @gignificance @f goth the gspect@ptio gnd g
aerodynamic @iameter @ @fluencing the deposition Gurves.

Kiasadeghét gl. B3] ¢pompared §teady gnd ¢yclic Gegimes B @ Gpal-
istic Ghodel of g @4-year-old male girways down @ CGhe Gachea. Jhey J
emphasizedje @hportance ¢f Gansient §mulation, ghowing §jgnificant g
differences @h @eposition @ractions @nd @enetration @epth @ompared g
with §feady-state §mulations, gspecially §r fpers Beading Geeper Gito J
the [ngs. O Ghat Sfudy, @§nusoidal Bspiration profile @as Prescribed. g
Tavakol gt gl. §34] thvestigated @ber deposition gh gasal avities gs-
ing the GLER@ethod Goupled @ith Geynolds Gveraged Javier Stokes g
(RANS) §imulations, fcorporating gindom @alk ghodels @ @ccount @r g
turbulent @uctuations gnder gteady flow gonditions. th g gonsecutive g
study, @bolhassantashét gl. (B5] deployed @rce rmulations @r Gon-
creeping fipw pnditions, @erived By Bastawny € &. (B6] @nd Quchened
et gl. §37], gnd Gompared hem @ith gonventional Greeping ow @r-
mulations @vithin @Ghe GELERGramework @or Gimulations Gh @G Gemale g
nasal Passageghder §feady ¢pnditions. Greater @ffferences Between Ghe g
non-creeping gnd @reeping Ghrmulations @ere gbserved ¢pr dow €htes g
above @0 gnin™ gnd @ith Gicreasing @ber gspect€atio. urthermore, ¢
a gomprehensive @omparison @f different Gandom @alk enodels gsedg
in gonjunction @ith RANS@imulations @as donducted @y §lofakham g
et gl. §B8]. Ginally, @cent @rogress@h the Gomputational €hodeling gf g
fiber @ansport @as ummarized By Tian @nd Ghmadi PBI].

Most gf the gforementioned Gtudies gave geen gither gxperimental g
or gumerical. ¢h @ontrast, @ur gombined @xperimental gnd @omputa-
tional @searchgot only @lows r g gomparison of the Htal Geposition g
in @ach @egment@f ¢he @irways Qut @lso @nables@ Groader gnalysis g
depending @n Ghe @ber @imensions. ghe @tilization @f Gemale geal-
istic geometry @iith @ @ealistic ghspiration @ycle @nables @cusing @gn g
the @ifferences @ompared @ @nale @eometry, @vhich Ghas Gheen Gom-
monly €fudied Gy Ghe Past. Guilding dpon Ghe Grevious Eudies of Henn J
et gl. §40] gnd @rinz @t @l. ¢41], this Gtudy @xtends €he @pplication g
of @he @attice Goltzmann Yethod @.BM) Geyond Gpherical @articles. g
Specifically, ¢he GLER@pproach @ gmployed gs ¢he @article Gacking g
algorithm @nd @oupled @ith he §BM @ @imulate ¢he Gansport @gnd g
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Fig. § Gchematic 6f @e Ekperimental Eptup Gped @ Gvestigate fper Gposition @ 6 Galistic Gmale Grway GJodel.

deposition @f @brous @articles. his govel gombination @llows @r @ g
more @ccurate @epresentation ¢f fper ynamics Gompared @ith §mpli-
fied @odels, garticularly © €pmplex thw @gimes@und i@ Bfurcations. g
Specifically, @e @im @ @nswer the @llowing @search Questions:

What @ the Qistribution @f geposited Ghhaled @bers @ithin @arious g
segments@f Ghe Gemale Qespiratory @ract? @Vhat @5 Ghe hfluence @f g
fiber @imensions @ength @nd @iameter) @n Ghe @eposition @atterns? g
How o the gxperimental Gsults Gompare @ he Gumerical §mulations g
using the gBM-ELER@pproach, gnd @hat gre the @otential gources@f g
discrepancies?@low goes @article gelease@me guring the fhspiration g
cycle @ffect the deposition Gaction gnd Gcation?

The gemainder @f Ghis @aper @5 @rganized @s dollows. Gpection @ g
describesthe gxkperimental §ptup ghd Qumerical Ghethods gmployed, §-
cluding the OBM-ELER@pproach ghd geometry @sed. §ection g gresentsg
the gesults @f Goth Ghe @xperimental Gind Gumerical ghvestigations, g
followed By @ @iscussion @omparing Ghe Gvo @pproachesgnd @nalyzing J
the Mfluence of Gper @imensions @nd @lease @me. Gection g discussesy
the @mitations @f Ghe @urrent Gtudy. Gection § Gummarizes Ghe Gey g
findings @nd goncludes the §fudy.

2. ®lethods

2.1. Gxperimentalgetup

This gpction @escribeste €xperimental §ptup Gsed @ Gvestigate the g
deposition ¢f glassfipers i g@alistic male grway Godel. The §chemeg
of the gxperimental getup @ ghown ¢h Gig. gognd described gh getail g
below.

Polydisperse glass @ibers @ith @iameters ¢anging om @ & @O gn
and @ngths ganging Gom § @ FOO Gn @ere gsed Gh the gxperiments. g
The gamples@ere @btained By Grushing Gass@ool Bupafil Qoft, Gnauf g
Insulation GmbH) @ & ¢fusher. Ghe fipers Gere Ghixed Fith gassbBeadsg
(Ballotini @npact Geads,@otter thdustries thc.) gnd gieved @ Gnprove g
the @nsuing @eagglomeration hd dfspersion of fipers @ithin e Grway g
replica. @he @hixture Gonsisted gf @% Gpers @nd 8% Deads.

The Prepared Ghixture Of glassfipers @nd BeadsFas Gtroduced Gto J
the @xperimental getup gsing g gopper, gs ghown ¢ gig. gggrom ¢he g
hopper, the Ghixture fowed §ito g Eptary Geder, Ghich Gelivered @ @ J
a Quidized-bed @isperser. §vithin €he disperser, the fbers gnd geadsg
were geparated, gnd the gerosolized @ers Gere then Gansported @ § J
charge gquilibrator (NEKR-10, §ckert gnd Biegler GESIO)® @Geutralize g

their @lectrostatic @harges. Jhe @eutralized @bers @ere Gubsequently g
conveyed @ the girway @eplica Ghrough g ube gonnected @ the gir g
intake @nd @xhaust gystem gf the Giboratory. Jhis gonnection gnsured g
a gontrolled gnvironment gnd @revented the Gakage of Gpbers Gto the g
laboratory.

A gpalistic gpplica Of the Bmale grway, Gsed Bere r e fiyst Gme, g
was @mployed ¢h Ghis Gtudy. ¢t Qvas @erived @y @pplying @ @niform g
linear @caling Gactor @f @.88 @ @ @reviously Falidated Gale @irway J
model §17,42]. ghis @actor @Qvas @etermined Ghrough @& Gomparative g
analysis @f @ey gnatomical @imensions @eported ¢h Che Gterature ¢pr g
representative gdult Gale ghd Bmale @spiratory Gacts B3 45]. gpecif-
ically, @petrics glich 8 @acheal igngth ghd Gean lBminal ¢foss-sectionalg
area Gerved @s grimary Qarameters gonsidered @ deriving Ghis @verageg
scaling @xctor @ €epresent gverall gize gifferences getween ¢he Gexes.g
The @plica §panstiom the Oral Cavity @ e Seventh Generation of the g
lung @ifurcation, @nd Ghe Gemainder gf the §ing § Gplaced Gy Gutput J
filters. The Godel @as €ppable 6f §mulating IBreathing Batterns G@sing & g
original Breathing §fmulator, @hich @produced Ghe Specific Patterns of g
the e IOng Igbes: Ye Gpht Goper Igbe RUL), Goht Giddle @be GRML), g
right @wer @be (RLL), Bft Goper @be @UL), gnd Bft Gwer @be @LL). g
A éhodel gf the geometry @ith @s gegmentation § gepicted G §ig. ggg
To @nhance garticle gdhesion ghd Better §mulate the Gapping €ffect 6f g
the ghucus Byer @und B Gvo, the Gner Gurfacesof the Girway Geplica g
were gpated gith gthin Byer of §flicone Gl prior @ Gach Gxperimental g
run. @his gurface geatment ¢ g gommon @ractice th gimilar ¢h gitro g
deposition gtudies pL6,17].

To te Best Of our Khowledge, €xperimental @ata on fiper @eposition g
during @palistic @emale ghspiration gre got gvailable th the Gterature; g
therefore, @ve @onducted @xperiments @o Gl Ghis @ap. Jhe gealistic g
breathing @rofiles gsed th this gtudy @see Gig. GJ Yere @erived Gom g
the @ata @resented th ¢he @nnals @f Ghe GCRP P46]. Gpecifically, Gve g
scaled gown he galues €ported Gh {46] @y ¢ Ghctor Of 9.8, Gased@n g
a Gomparison of the gdal @olumes @r Ghe Ghale Gnd Bmale Geometries g
in 0i6] gnd Gpe Galistic ghale Grway Grodel lom @Ghich he Gurrent -
male geometry @as derived QL7]. Ohe distribution Of Qow Ghtes gmong J
the @ung @pbes Yas @dapted Gom Jahani @t @l. §47], ho @nalyzed g
four-dimensional @omputed @pmography @ata @f gix @reathing @ycles g
averaged @ver gne Ghinute @lom Qealthy @olunteers (50% Gomen).

The @girway @eplica @as then @xposed@ @gerosolized @bers. @fter g
exposure, vo @pes @f Gamples@ere dollected: ¢r) §amples@om ¢he g
output fijters, @hich Gaptured the fpers that Gassedthrough the gntire g
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Fig. J. Gegmentation @f Ghe @palistic Emale Girway @eometry Gith Gorresponding §
segment Gumbers. @ach Cplor @presents g different Girway Generation, @ Gdicated J
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Fig. € @Glow Gte Blofiles @r €hch Yng @be Guring Pe Gspiration Ecle §6,47].

replica, @nd @) Gamples@btained §rom @ach ¢hdividual egment@f g
the @eplica. Jo dollect the @bers Qeposited Githin he @eplica, @ Yas J
first @isassembled.@Gach egment@as ¢hen @laced th @ Geaker @nd g
immersed @ Gopropanol. he Peaker Gas Placed B @n dltrasonic Bath g
to @islodge @ny @bers @dhering @ Ghe Gegment@alls. his Grocessg
created @ §uspensiondf Gpers @ Fopropanol.

To @nalyze Ghe @bers, the uspension@as @ltered Chrough Gitro-
cellulose Ghembrane @ters gsing @ Gacuum @ftration Gump. Jhe Gters g
were Ghen @ried ghd Ghade Gansparent By placing them On g gass§ide g
using gn gcetone gaporizer QuickFix, GMS, SA). Gamples@om the g

&RPSXWPHUR ORIGHGLFLQH

output fijters @ere Ghade Gansparent § the Same Ghanner. Bach §ample g
was @en Ganually €valuated ghder gghase-contrast@icroscope Nikon J
Eclipse §200, §ikon, Jokyo, gapan) gsing g g0x Objective gnd @alton-
Beckett @raticule @cf. @epresentative §ample §ig. gg22 th @Gppendix). g
Fiber @ounting @vas @erformed @ccording @ @ hethod Gased@n the J
WHO guidelines (48]. Jo gnsure g @epresentative gount, g0 gandomly g
selected greas @ere gnalyzed @por @ach §ample. @ecause@f the @oly-
dispersity @f ¢he @bers, the @iameter gnd Cbngth @f Gach fber Qere g
measured gnd Gecorded @r @irther @nalysis.

2.2. Qlumerical mulation getup

This gection gutlines ¢he gumerical ghethods gsed @ gimulate ¢he g
transport @nd @eposition @f Gbers @ithin ¢he Gemale @irway Ghodel. g
Particle @ransport @nd @eposition @vere Gumerically @imulated @sing g
Computational gluid gnd Garticle @ynamics CFPD). Jhe golution @as g
divided @hto @vo @arts g the Quid gow @Golution gnd @article enhotion g
solution g¢€pupled @ith Ghe Gelocity fipld Gata, &8s Gescribed Below. The g
simulation @& @onsidered gs @ne-way @oupling, gnd the Giscrete ghaseg
represented @y the @articles & ilute @ith g gery @w Golume @action g
(approximately @0"®) gnd Bence goes got gffect the tow Geld.

2.2.1. Gluid ghase

Fluid tpw gjodeling @ Basedoh e Cattice Boltzmann®ethod @BM), g
a Ghesoscopic@umerical gpproach @ gansport groblems Gased@n @ g
discretization @f €he Goltzmann gquation §49]. Que & @s glgorithmic g
structure, Ghe §BM @ @niquely Guited Gor Gighly @arallel @xecution g
on @rate-of-the-art gigh-performance gomputers {50]. §pecifically, @ § J
an @fficient @lternative §51] @ @onventional @nite-volume @hethods, g
providing 8p-fold gerformance Ghprovements pmpared @ gpenFOAMJ
when @xing @he gumerical grror Gh g Giir Gomparison gf gn Ghdustrial g
reference Gase.

In OBM, the gpatial §mulation @omain i@ dfscretized by g@gular Gt-
tice Gn Ghich gopulations §x; ;t/, describing Ghe §ate of The System.! g
propagate @long discrete @elocities ¢; €llowing @ go @alled @ollision g
step Ghat @elaxes he @er-cell Gopulations powards Eheir Ghacroscopic g
equilibrium  @istribution: g

v b fixXt/+ Lfi'ec’x;t/;

fiXx+¢itt +t/= AE &;18 (1)
Here, @; @lenotes @he @liscrete §elocity Gtemming Grom @he Felocity J
set @3Q19, gi-e"’ @5 the @quilibrium istribution @unction @nd g G¢he g
relaxation @me @ The Bhatnagar Gross Krook (BGK) €pllision Qperator g
resolving €he @article @hteractions. @his gquation gan @e divided @hto g
two §reps, ollision @nd §reaming.

t

felxtr= 1 Lofxt/e Li %t )

fSUX +¢tt + t/=fo0xtr @)
Macroscopic Quantities @re gomputed @sing @iscrete @elocity Gioments J

E 1E
Xit/= f,ouxXt/== f, px;t/:—z; 4)
i i G

where g @enotes ¢he @ensity gf the Quid, @ denotes the Ghacroscopic J
velocity, @ @enotes the @ressure, @nd @ denotes the gpeeddf ound. g
The Ghapman-Enskog@gxpansion 52] gan @e Qsed @ @emonstrate the g
convergence Of this Ghethod @ Epolutions Of the Gcompressible Javier
Stokes@gquations, {yistifying @ dse B Ghe @resent @pplication.

To @hodel @urbulent Ghenomena, @ Garge Gddy Gimulation GLES)J
with @Ghe Gmagorinsky Gubgrid-scale gSGS)@nodel 53] Gvas @nabled g
(further ighplementation @tails &e grovided ig G1]). The §magorinsky g
constant @vas @ssignedthe @gommon Falue @f @.1. QES@rovides Ghe g
time-varying hrge-scale @irbulent gelocity @elds, @hich @an @apture g

L f % 't/ gkplicitly @escribes @he frobability 6f Ge @tal Ghass 6f articles g
in Pposition xJ @ith Gicroscopic Gelocity B Gne g
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the Ghajority @e.g., & 80~) @f Ghe Qurbulent @inetic @nergy ¢h Qell-

resolved gimulations §54]. Ghe Gpfluence @f §maller Gubgrid gddiesgn g
particle @ispersion @ gommonly @ccounted @or th RANS gimulations g
through @hodels §uch gs Ghindom @alk @pproaches}5]. or OES,@hile g
SGS@irbulent gispersion gffects gan @e ehodeled, their @npact gn the g
deposition ©f ghicrometer-sized Particles Bas Been Gported & @latively g
small i§ €prtain €pntexts @.9., [6,57]. Gonsequently, €kplicit Godeling g
of §GSgarticle Girbulent @ispersion Bas Often Got Been Heluded B OESQY
studies Of girflow @gnhd @eposition @ The Gspiratory Gact H8]. Gupport-

ing Ghis gpproach, Goullapis @t gl. §59] Gemonstrated Gh g Benchmark g
comparison that QES@hodels @ithout @xplicit §GSirbulent @ispersion g
for @articles gchieved geasonable gccuracy ggainst gxperimental gata g
for @egional @eposition ¢h uman girways. Gased@n these gonsidera-

tions @lom The ferature gnd Ghe Gommon Practice B Ghe feld, Gxplicit g
modeling 6f §GSmrbulent @jspersion €ffects Gn Pharticle Gajectories Was g

not Hcluded © The Present Sfudy, Ghough @ Gmains Gn Ghportant Grea
for fture Gesearch.

A @ressure goundary @ondition, gs @roposed gy Gkordos {50], Fas J
imposed gt the Ghouth Ghlet. Gt the Gutlets, gniform @elocity Boundary g
conditions, gs @roposed @y §kordos 50], @ere @rescribed, Gith Gme-
dependent gelocities Chlculated fiom g Gpalistic Hspiration Erofile GFig. g
3) gnd the gorresponding gdal golume distributions. elocities Gere g
implemented @sing @ @near @nterpolation Gcheme.gwo @onsecutive g
inhalations @vere @imulated @vith @& @Geduced Gold-up Gme @f .25 §J
between @hem. Gach @ung (pbe ¢h Gur Grodel @Gontains @Gvo Gunnels, g
which @gre g@onnected @ the Gespective ghbe @istons @f ¢he Greathing g
simulator. he fow Ghte distribution Between the @innels & the §mu-
lation @as §et Based On Ghe Gxperimental Bheasurements.Po Geduce the g
computational €pst, e §mulation @fd @pt Pclude Be €pnnection Gpsesg
and @istons. Jhe Opterpolated Gounce-back §cheme@t girway @alls gy g
Bouzidi §61] @as gmployed @ @gnsure §econd-order gonvergencegnd J
resolve e Bighly Curved gomplex Geometry fBatures. Qhe ghitability of g
this Boundary ¢ondition § Supported By the ow Ggime; the Beynolds g
number (Re) Gh the Ghain Gifurcation @achesg ehaximum gf gpproxi-
mately 8030 g Ghe Peak fpw Gate, Bidicating fipw Ggime Gansiting @ J
turbulent gt @s Ghaximum @ather than g gighly @irbulent Gtate. @hile g
resolving @he @iscous Gublayer gccurately gan @e thallenging @ith is g
method G @ighly @irbulent @ows, @ @rovides gcceptable gccuracy Ghr g
the ¢pnditions gmulated Gere. This Goproach Gas so Peen gliccessfully g
deployed @ §milar OBM girway §fmulations By Gintermann €t @. 0p2].

2.2.2. @article ghase

The gnotion @f €he Fbers Gas @omputed @sing the GLERGhethod, g
as @resented @y Jian gt gl. (27]. Fhis & gn gxtension gf the glassical g
Lagrangian gpproach, ghich @ccounts{gr Ghe @rientation ghd @tational g
movement @f the @bers @y golving Guler's gquations. @herefore, ¢his g
method @ ¢hore gccurate than gther ¢hethods that gse gn gquivalent g
diameter, @here Ghe gxact Orientation § Geglected.

For the Gumerical gomputation Of @rces gnd ®rques, fiper Orienta-
tion © Crucial. Gor Parity, Gree Goordinate fystems@re gsed.

* the @boratory ¢oordinate §ystem (kyz),

* the @article go-moving @oordinate @ystem@x'y z) gligned @ith g
the Giboratory @oordinate gystem @ith @s rigin @t the Qarticle's g
center of @hass,gnd

* the @article @oordinate @ystem@x y z) @vhere Ghe @ @xis G g
aligned Qarallel @ the @xis of ymmetry Of the §pheroid.

The fipers gre goproximated By grolate ghheroids @e., grolate ¢lipsoids g
generated By @tating gh glipse ound i@ Gajor &kis), & shown @ Bg. g
4(a).

The gansformation @etween the go-moving gnd @article ¢ame gf g
reference § given By g

X =M (5)

&RPSXWHHUR ORIGHGLFLQH

where @ @enotes g Gansformation €hatrix. @ gan @e gxpressedth gvo g
ways, gsing Guler's gngles gr Guler's guaternions. §or Qumerical @ur-
poses,Buler's @uaternions (x-convention) &e ghore ghitable {§r gelding g
convergence @y gll Gituations G Gontrast @ Guler's gngles H3]. Jheseg
are @efined By @ur Garameters(q;"5;"5; / O Glation @ g anit Gector g
that getermines Ghe @ptational gxis §gnd gotation gngle g gsing the g
following @efinitions: g

1

a
r , S=jsin
r.%s

p3q
as @hown @h gig. g@p). The ansformation Ghatrix @ @ diven gy the g

relation g

E; E; (6)

1*2. "§+ ugl 2‘"1"2+"3 / 2."1"3* "2 / a
A=T 27 % "yl 1% 2.2+ 20504 | S, 7)
p 275"+ "/ 25" "/ 1% 2 "i+"§/ q

The @me @gvolution of the Gptation § Gxpressedby Guler's Quaternions, g
as ®llows: g

'y ot 2 by * gyt gl
e L ®)
rdig dts2r Tl d by e LS
pd_d g p*ril* Uy T g

where 0;; i = X ;y ;z , @enotes the gpatial omponent ¢f the gngular g
velocity !(J.
The governing gquation @r the ganslatory @hotion § g

mp%:mrg+|fD+lfL; 9

where g @ the Gelocity @f the Ghass@enter Of Gpber, @ the Gravitational J
acceleration, §p €he gydrodynamic grag fprce, §, the ghear-induced g

lift @rce @nd Gy, § the Ghassof the Gper Given By g

_4 2 .
mp-éab P

Here, g, denotes the @ber density, g the §emi-major @Garticle gxis, gnd g
b the §emi-minor Qarticle gxis. Becausedf the fiper Gimensions ghd the g
flow @gime ¢pnsideredig Gis gjudy, 6ther Brces, gich @ e Brownian g
force @nd @rtual @Ghasstrce, Gere Geglected.

The gquations governing the @ptation gre g

(10)

d| < . .

| < & l y.,..! - N v | Z.../ = Tx....
dr -

|y... di’ * | X....! Z""'IZ * |X.../ - Ty (11)
dr -

|Z...v d'f * | yv...! >(..v_| = * |y.v./ - TZ,...;

I; gre the gpatial omponents @f the Ghoment gf Ghertia Ghatrix G the g
particle @Jame of Gference: g

4

8
|X...:|y...:1_5 . =—b5 :

15" P
This ¢pordinate §ystem¢pincides @ith BYe grincipal &kis ¢f Be gpheroid, g
and the gon-diagonal glements @ O@re gero, Ghich §mplifies Bq. 0.1). g
T; &e Be §hatial Gpmponents 6f Bhe Blydrodynamic @rque gcting 6h e g
fiber gnd g = a_b § Ghe Gspect gatio.

The Gydrodynamic @rag @rce B § Gomputed gsing the Gxpression
by Grenner {54] @alid @r gtokesfiows: g

Fp= b Ku*v/

2410 o 1y (12)

(13)

where g @ tje fluid dynamic gscosity, e Glocity gector of Ghe fiuid J
in Ghe Particle @GhassCenter gnd g

K =ATK A (14)

are fhe Ganslational @dyadics g @ diagonal Ghatrix Of Gorrection Gctors g
depending Gn Ghe @spect @htio:
ok o 16 2*1 '
- - | U | — | — ’
Y g2xg 4

(15)
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Fig. @ @) Goproximation 6f € Eper €k & Golate Epheroid Fith @e Eprresponding Epordinate E)stems: Ge Gboratory Game 6f Gference Gyz), Ge Ghrticle Ep-moving Bame 6f J
reference @'y z), Bhd @e Ehrticle Ghme 6 @ference 'y z'). @) Qustration €f fper @tation Gking @ Ghaternion.

8 2%1
Ky = U—— U
22*1 In + 2%1
The ghear-induced {ft @rce ¢F| ) @r g Ghear ghear low @as @rig-

inally gerived @y €arper gnd Ghang (65] @r g gne-dimensional ¢ow, J
and Giter gxtended @ @rbitrary @ows @y Gui gt gl. (66,67]. This Grce g
is Ghcluded @ gur ehodel gnder the gssumption hat ¢he @articles gre g
sufficiently gmall ¢hat €he gow @eld gan @e Gnearly gpproximated ¢h g
their gcinity. g

— (16)
2*1 *

u_
FL= 2¢ b2 (17)
with g
H *
Uy * V.
o ux)y Uy )2 S
=S =3 xy A3 w2 K r Yy s+
8uny§_ 8Ux_)28l_ p *v, q
a *
V, a
Uy )X . . uy )z ; . X
:,)LK LXK+,)y—_)K L Kgr *y S+
2 Y 2 yz r Y's
E)guy_)xgL §uy_)z§L a P *V, q
H I *y
u, )X . . u . . S a
') z_) 5 sz K+ ') Z_)y 2K Lzy K r *Vy 2:
8“2_)Xgl_ 8“2_)3’8[_ pUu*v, q
(18)
L;j @re germutations of the Ut Gnsor
A B 0a A 0 B a
nyz:D E Og; LXZ=£0 c Og;
pO0O 0O Cgqg pD 0 Eq
“E D O0a *C 0 Oa
LyX=: B A O g; LyZ:: 0 A B g; (19)
p0O 0O Cgqg p0O D Eq
“E 0 D a *C 0 Oa
LZX=|[0 Cc 02; LZy:;O E Dg;
pB 0 Agqg p0 B Aqg
with g
A =0:050%B =0:0329 C = 0:0373D =0:0182E = 0:0173 (20)

The @ydrodynamic @rque @ @iven By Ghe @llowing @xpressionsg
proposed By Geffery {58]: g

__16b3 2 2 .
T, = 5 .r 7y A% Dy A+ 2LWpp el

_ 16b3 2 2 )
sy 7 K+ 2Dy A AW R (21)

3
TZ.... = 32b Wy * | Z..../
3.0+ o Y
where g
U; Uj
=1 Jui + )_J (22)

T2 )X

are Ghe gomponents of the deformation Gate Gnsor gnd g
1u, )Y
2 )X )X
are the gomponents gf the gpin-rate @nsor, goth Gh the Qarticle Game g
of @ference. Ohe gon-dimensional ¢pefficients @, ¢, @hd g, ge defined g

W

i (23)

as ®llows: g N
2 * u 2% 1
0= 07 2*l+2_2*1/3_2|n +u_2*1'
o 24
. 2 | * R 2% 1 )

0~ 2% .2*1/3_2n +u_2*1'

Here, ggain, the gssumption @f @near ghear §ow ground the @article g
was Qsed.

The Ganslational @nd @tational Ghotions of Ghe fipers Gere Coupled. g
First, Ghe @article @osition @nd @ngular gelocities Gvere Gpdated Gy J
solving gas.P) @nd (L1). Jhen, the @me Chate Of Ghange Of the drien-
tation @ @etermined Qsing Guler guaternions @y golving gq. ). Fhis g
allows ¢pbmputation of the gpdated Grientation. Binally, the Grientation g
vector ¢f the Gajor &kis Gas Gptained by Gultiplying e Gansformation g
matrix g @om ().

DepositionBiechanismsgrhe @onspherical §hape 6f e fipers @Ptroduces g
a @ew @eposition Grechanism gompared @ gpherical @articles: ghter-
ception. ¢h @articular, @hng @bers ¢hay @ontact ¢he girway @all ith g
their @ps. Jherefore, @eposition @epends@n Ghe @rientation @f Ghe g
fiber. Jo ehodel this, g oundary Gondition & @rescribed, Ghere gvery g
particle wall €pntact @sultsig Bhrticle @eposition. I €ach iGeration, Ge g
algorithm checks @r gotential @all Gontact By Calculating the distance g
ds Grom @he @enter @f Ghass@f the Gber @ the @losest@oint gn the g
nearest@fiangle of the §TL geometry. Ohe fpllowing Tree Scenariosgre g
possible.

1. dg > a, Ohe distance § Greater than Ghe Gemi-major @xis, gnd go J
deposition @ccurs.

2. dg < b, the dgistance @ Gessthan ¢he Gemi-minor gxis, gnd the g
particle § deposited.

3. b < dg < a, @eposition Gepends@n the Grientation, gnd Qirther g
treatment § Gequired.

In gaseBl Me €kact Garticle @rientation Gust Be Epnsidered. Banghd J
Ahmadi @roposed @n glgorithm @r this 59] @nd Giter Tian 6t gl. 27,
39] gpplied @. Jhis glgorithm @ ehrely described gtep-by-step,gnd & g
thus Presented Gere.

The goal § @ €ptate Ghe @article Goordinate gystem(k y z ) uchg
that Ghe @ew @all-local Goordinate §ystem (X, Y zy) & Gligned garallel g
to the @all, @hich @ @presented @y the §TL-triangle. Jhe Gclination g
angle g ) getween ¢he goordinate Gystems® Galculated om the GTL-
triangle @ormal gector @',) @hd Be gmi-major Garticle &kis gector @), 9
as shown (Ei Big. gggl;sing Ghe Giner @roduct g

i, n
r_P (25)

=arccos ———
a,,80,0
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Fig. § isualization 6f @e Gper @pposition Efocess, Qustrating e Bptermination €f J
the GosestEpint 6h Ge fher Girface @ He Grway Ghll G EpsesLhtential Epntact &hd J

deposition.

Owing © tje Btational §ymmetry Of Ghe §pheroids, Bhe groblem €an g
be gjmplified By Projecting § Hto BD. Yhe Projected Spheroid @rms an g
ellipse, ghich § given By the ®llowing @quation G the Qarticle Game g
of geference: g

y? g
=+ —= =1 26
2 (26)
In Ghe @all Geference, gsing Ghe @D Gptational Gansformation g

=y, C0s * z,5sin;

Yy T _ W (27)
zZ =y,sin +z,c0s;

the @lipse 8 gxpressedgs Gllows: g

Yy COS * z,,sin /2 , Ywsin_+2z,cos /2 _1 28)

2 a2

The @wer @art gf the gllipse, Ghcluding the @oint Glosest@ the Gall, g
was @etermined gsing Ghe @llowing @klation: g
t

*ab a?co? +?sin? * z2 +z,sin cos .b?* a?
a2cog + b2sir?

The goint gosest® the Fall § determined By Setting Ghe Gerivative 6f g
z,, Gith Gspect® ¢, @ @ero: g

dZW —_
Y
from @hich Che @ Coordinate § g

v

.a2cof +Rsi® |
a2? +sin? co® .2* a2’
Note ghat he @ositive goot Gvas @onsidered gccording @ @article g

orientation. @serting g iPto Bg. @9) @turns Be §pcondEpordinate @) J
of the Point Gosest® the @all: g
t

*ab a2co@ +W2si? * z2+z.sin cos .bP* &%/
a2cog + bPsir?

If @.0> dg, then this goint Ges Ghside the @all gnd the @article & J
deposited. § @0 < dg, then ¢he glosest@oint @ Ghside ¢he Geometry g
and go geposition gccurs. Jhe gbsolute Galue @f @. gccounts Ghr goth g
possible particle Grientations (J.e., Both the Positive @nd Gegative Gpots g
in §a. 09)).

The ¢pmputation ©f Bhe Particle Bajectories @ Cpupled @ith Ge Tnid g
field §rough Ge uid Gelocity @) & e €enter 6f Bassof €ach pharticle. g
This @elocity @& gsed @ gompute ¢he ¢preces ¢Egs. gL3) gnd L7)) gnd g
torque (Eq. ¢21)). §he Gomplete Gumerical @rocedure § ehown & §ig. g
6.

Yw = (29)

0; (30)

z. =sin cos .b?* a?/

(C1Y)

(32)

Ye =

In gptal, 0,000 Gomogeneous@articles § , = 2650 kgni®) Gere g
released@uring e fiyst Pspiration ¢ycle @ Ge §mulation. The Gmen-
sions of Ge fipers Gere @ptained fJom e @g-normal Gjstribution ©Of Gl g

&RPSXWHHUR ORIGHGLFLQH

particles gheasured ) Ghe Geposition Ekperiment: g=7:96,5:09 m ghd g
b=c=0:83,0:47 m. Ohe Dyitial Position of Gach Particle § hndomly g
generated@om gahiform @fstribution @ithin g¢rcle Gear Ge Gouth ig-
let. @he Myitial Qrientation @as Gindomly Generated. §xperimentally, @ g
is npossible @ Getermine the gxact Position, Gelocity, @nd Grientation J
of €achfiper ehtering GYe Geometry. o @presentPe Gradual Ghalation g
of @articles, ¢he @articles ere got @Geleased gimultaneously. fhstead, g
they @ere Gpleased iy Batches @istributed @ver GO0 discrete Gme Etepsyg
within @he Gpspiration @ycle. Jhe gumber of @articles Epleased gt gach g
time §fep @as proportional © the @ctual Gpw Gite & Ghat Gne FeeBig. g
3), @flecting Ghe Ghct Chat gBjgher fw Ghte Carries Ghore Pharticles Hto g
the girway.

The gumerical gimulations @ere @erformed gsing the gpen-sourced
C++ Qprary QpenLB {70 72]. @his goftware gnables@exible gnd @er-
formant @imulations @sing the §BM, Benefiting Gom @fficient Garal-
lelization @nd gcalability of Both §PUs@nd GPUsgn Gigh-performance J
computers. Jhe Guitability gf @penLB @r this @pe gf gpplication Gas g
demonstrated B g @revious Gaper By Ghe Guthors (1], Ghich Gesulted g
in fBigh Performance @nd Gccuracy. Jo §mulate Gper Gansport gnd de-
position, @penLB@as gxtended Gsing gn Bitegrated B-house Gode that g
implemented the GLERGhodel. Ghe §mulations Gere Gerformed gn the g
Karolina §ipercomputer petascalegystem & e J4innovation ational g
Computing Genter ) Gzechia@sing 1024 GPU gores Gistributed @crossg
multiple @odes, Bveraging the Bigh Ghemory Gapacity gnd Hterconnect g
bandwidth ¢f the §PC gystem.

For gomparison @ith @xperimental @sults, the @llowing 6tatistical g
quantities @ere Gvaluated:

Deposition @jaction g

(33)

where § ¢ 8§ the Gumber of Particles deposited B g given §egment, @nd g
Nt 8 Ohe Gtal Gumber Of Particles gntering Ghe Geometry.

The @eposition @fficiency QE gescribes the gfficiency df § §egmentg
in Gapturing the Particles. g

N
DE= —; (34)
Ns;in
where ¥ 4., § the Qumber Of Qarticles gntering the §egment.
Volume gquivalent Giameter g
u_—
deq =3 ﬂ; (35)

is gefined gs the giameter @f ¢he Gpherical @article ¢aving the Gameg
volume @s the fper.

Aerodynamic @iameter g
v

Uge = d b
ae eq o R
is @efined @ Ghe diameter Of g §phere@ith gnit density g o) that Settles g
with €he §ame @rminal gelocity gs the @ber. gr @enotes the Gynamic g
shape Gictor @r g Gandom Qrientation.
The Gtokes@umber, given By g

(36)

Odgeuo.
18D 4’
is @n @mportant @imensionless Garameter @r @valuating Ghe Gate @f g
the Ghertial @mpaction. @t G @articularly @iseful Gor @omparing @ata g
across@ifferent @ow €htes gnd Geometries Gecause gccounts Gr the g
combined @ffects gf @article Grertia, Quid @iscosity, gnd Gharacteristic g
length §cales.p his gquation, @, Gepresentsthe Characteristic @elocity g

of @he ow, @Gnd @, Gepresents Ghe @Gharacteristic @imension @f Ghe g
geometry.

Stk =

@7
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Fig. € Gchematic 6f Ge Bumerical Eptup. Giter Be Pitialization EJep, Each Gpration Gvolves Ghe OBM E)cle hd Ghe GLER Gcle. Fiter Epmputing Ge Gpw @locities @) G Ge
LBM Ecle, Gese Ghlues e thnsferred @ He BLERfgorithm. Oue @ e Ghe-way Epupling, 6p Ghta e hnsferred Bhck hm Be E.ERGgorithm § Pe OBM Shiver. @ Elinciple,
different Bimbers 6f OBM € GLER Ecles Ehn B Eprformed @ithin €hch (pration @.g., @ner @prations), € Pdicated By Ge Bptted Grows. Ghe Emulation Grminates Ghen Ge

specified €fiteria @.g., §mulation Gne 6 Bimber €f Gprations) Gfe Bet, Bhd Ge Ghta Ge

O }0.45 mm
Y
72y X
Fig. @ Ghitial Epndition 6 Ghe Gper @ Ge Gumerical Gerification Ehse, Ehowing @ J
position €hd Gfientation (lative @ Be Brflow @ Pe Bprizontal Gpe.

2.3. Qlumerical gerification

Verification @f the GLER@hethod gnplementation @ithin the §BM g
framework @as @erformed Qsing g @enchmark gasedf Giminar @irflow g
through @ @ircular @ibe. ghis @enchmark, gften @ith gmall Gariations, g
has Been gsed @r Qerification O Several udies {JL3,27,73 75]. Oy this g
paper, the @pecific Getup @rst gescribed gy Jian gt gl. §27] @as @im-
ulated, @nd @ata Gom Geng &t @l. {L3] Gere @liso Ased @r Gomparison. g
This @volved gmulating @minar tpw Mrough g@orizontal Gpe Gith g9
diameter 6f g2 @m ghd gcprresponding Beynolds gumber ¢f Be=169. g
A gpheroidal @article @ith g @hinor gxis @f 0.5 @n gnd gn gspectatio g
of O4 @as Pjected gt gpPosition 9.45 Gm gbove e Bottom gdge Of Ghe g
pipe, @ith @n Gpitial @erpendicular Qrientation. Jhe @article Gajectory J
was then Gacked @r 0.2 §Geegig. g

To ¢pmpare e @sults 6f Gur §mulation @ith Bose 6f Gan € §. k7] 9
and Beng g g. 03], Ye drectional ¢psinesiBetween Ge fher ymmetry g
axis gnd ¢he @oordinate gxes@ere @valuated. §he @me @volution @f g
these Quantities @ver 0.2 §0f the §mulation § shown B Gigs. §G) Gnd g
8(b). §s €an be Sepen, Be fiper Guickly Gts Pom i@ Bitial Perpendicular g
orientation @ @ @osition Garallel @ Ghe Fow. Gfter @ach Geriod @f g
0.055 ¢ @ gndergoes @ U80-degree Ojp.

( N\
Flow Fiber
initialisation initialisation
Collision New time Deposition Update
step step treatment position
ée,‘
N
* A L
. AP £ Compute
Streaming Data ﬁob"’ s Update |
step storage < for Ues orientation |:
: . ‘ J £ d :
: Y K N :
: —— A4S :
: X :
i Moment 9 Compute Update i
: Boundary |__g,1 d <"/ particle [—>t angular |[:
;| treatment update ; :
: forces velocity ):
: . J — " J:
.......................... I'Zié';')'é'éiudﬁfi'l' T
Flow field data Particle data
postprocessing postprocessing
. em) ELER)

g
g
@en Bpst-processed.

The gedimentation @elocity, Shown © 8ig. §#), Gas @lso gompared. J
Gravity gcts 6h Ghe fiper, Causing i @ Gove @ Ghe Gegative Ydjrection. g
The gedimentation @elocity Gicreasesf@iom gero @ g Grminal @elocity, g
at ghich goint Ghe gravitational @rce § Balanced By drag rce. @When g
the @per Gips Gom g Garallel @ g @erpendicular @rientation, @s gross-
sectional grea @ecreases,@ading @ §g €duction Gh the grag Grce gnd g
sudden @cceleration.

To @emonstrate @ @hore Gobust Ggomparison, ¢he Gajectory @f the g
particle @h ¢he ghoving gy @lane @as @lotted gnd ompared (see@ig. g
9). @he @article @& griven @redominantly @ €he @uid @irection, @hile g
gravity governs g gJow Gownward éhift.

In gll Gases,the Qlose ggreement Getween gur Eesults gnd those af g
Tian @t gl. gnd geng @t @l. Gemonstrates the gorrectnessgf gur Gnple-
mentation Of the BLER®Gethod. The discrepanciesthay Be ttributed © J
differences @ Gumerical Sptup g he Gpsefependson the @Gscosity ghd g
density @f the tuid Ghich @re got Gated B gny Of he Gforementioned g
studies. Gurthermore, @s @reviously @eported @y Gui @t @l. §74], the g
frequency Of fijps dependsoh the Be, @hich §lightly garies Between the g
studies. Qifferent Gumerical @iscretization gchemes@r discrepanciesth g

the Oft @rce @rmulations Gan @lso Gontribute @ Gariations PL3].
2.4. @rid Bhdependencétudy

To gssesdhe Gplidity Of the Gumerical mulations @nd gnsure that g
the @sults @ere @ot gnificantly Gfluenced By grid Gsolution, g grid-
independence gtudy @as gonducted. Jhe grid gize Gas Gitially choseng
based @n g previous §udy Pi1], ghich dsed the Spme Gpscaled Galistic g
geometry.

To graluate gfid igdependence,lthe grobes@ere gaced @pownstream g
of Ghe fyst Bifurcation Gear Ghe Carina, Gith Gvo Probes @ e @nterior g
direction gnd @vo G the Guperior girection seegig. QQ(a)). Jhis greag
is @haracterized @y @urbulent §ow @onditions, ghaking @ Guitable ¢pr g
assessinghe gnpact Of grid Gesolution gn Gow @atures. § Gme Period g
of .1 g§@as gmulated @ith g gonstant @low Gate Gorresponding @ e g
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Fig. 8§ @omparison § e fine Golution & @) Ge @rectional Esine Bptween Ge Fmmetry Ekis & &her fhd He Yaxis @osx), @) Ge @rectional Epsine Bptween He Fmmetry J
axis 6f gfper Ghd Ge Paxis Gosy), €hd @) Ge Epdimentation Glocity @) Eptained @ Gis Hudy Gith Ge Gsults Bported 6 Gan € §. (7). hd Eeng § §. O3]
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Fig. @ @omparison €f @e fpers Epntroid Ghjectory @ith e @suits Gported B Gan §

et§. 07 6 Gno§ 8. 31

Table @
Properties 6 @ttices Ged @Gr He Grid Gdependence udy.

Guumber 6 Eplis Cell §Jze Time §ep Relaxation fne J
go gil. 0.00018 6 35.107 § 0.5005
go gil. 0.00015 @ 26.107 § 0.5005
g2 gil. 0.00013 @ 2.0.107 § 0.5005

g
g
g

Fig. Op. @etail 6f Ge Epmputational Gfid 6f e Gphht Gpper Gbe GRUL).

peak Gow @ate @f Ghe Ghspiratory @ycle @7 gmin™). ghis ow gate g
was @hosen @ecausethe @umerical @rrors @end @ @e the Gighest @t g
the ehaximum @uid @elocity. Jhe Ghean @elocity ghagnitude glong the g
line probes @as gsed @r gomparison @ Ghinimize the GPfluence Of Geal g
fluctuations.

Three dlifferent @rids @ith G @iniform @rid Gize Gfor @etails, Geed
Table gggnd Gig. dg) Gere @imulated, @nd Ghe Gesults gre §hown ¢h g
Fig. ga(b) (e). Good ggreement ¢h the ehean Pelocity ehagnitude Gas g
observed getween the grids @ith g0 @hillion gnd g2 @hillion @Gells. Jhe g
final §mulation Gas gerformed @sing & Ptermediate Gid 6f 60 illion J
cells.

2.5. Gffective@ametergmulations

The @ffective @iameter @imulations @re @implified Guler Lagrange g
simulations, @here the @articles gre gpproximated @y gpheresgnd the g
rotation @Eq. g0L)) G Geglected. go @stablish Gin Gccurate Gompari-
son @f GLER®ith this Gnethod, Gvo @dditional gimulations Gith ¢he g
most @opular gmpirical €hodels, g L (2] gnd J-C (1], gn the §amed
geometry gnder he §ame @reathing gonditions @ere gonducted. Ghe g

hydrodynamic Qrag @rce § Gefined @sJ
1
Fp = SCpAp pll *V/B *V3 (38)

where @, & the @rojected §urface grea, gnd Gp & the gydrodynamic g
shape Gctor.

In Ghe L CQorrelation, Ghe Gy @ determined @sg

_ 24 Hy,, HcR&
Cp = ﬁ.l+ H,Re, °/ + m, (39)
where g
arva,
Re, = (40)

is the @eynolds gumber @f the @article. g genotes ¢he @uid ginematic g
viscosity, gnd g 5, €y, €. @nd €4 gre hodel-specific arameters that J
depend Qn @article gphericity J.

T-C @efines the ehape thctor gs ®llows. g

2
. d,
0:42 d_A

eq

0 1 oser
1+ @15 G + o

C

a)
o

Y% 1+42500 &R
C a ep

1-
*1:16~ '
eq

(41)

where @}, @ e Surface @quivalent §phere Gfameter, ghd ¢ig the urface g
sphericity.
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Fig. 0. @rid Ddependence §udy: @) Cpcations &f e Ghe BJobes Gped @ EFsessffid Pdependence, @) (e) Gean Glocity Gagnitude fong Pe Ghe Efobes Gr Yree Glfferent flid J
resolutions; @) Ckft Bfanch, Bprizontal Gobe @G1h), @) Ceft Bfanch, Gprtical Efobe @G1v), @) Eight Bfanch, Bprizontal Efobe RG1h), @) Gight Bfanch, @rtical Bfobe (RG1v).
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Fig. @b @omparison §f e Gean Gyuivalent Gameter @) Ehd Gean Epect Gtio §) J
of @posited fpers Gr Ehch Grway Gkneration. The Bhr Ehart @pft Grtical Ekis) Ehows J
the @jean Ehuivalent Glameter, @hile Ge §mbols Gight Gprtical kis) Ehow Be Gean J

aspect @tio.

3. GResults @nd discussion

3.1. @omparisonfetweengimulation gnd gxperiment

Fig. g gompares the gumerical gnd @xperimental @esults ¢r the g
fiber @eposition. Jhe §mulation Gata Gere Gnalyzed gt the gnd of the J
simulation, gnhd gpproximately 86 Of e Particles Bat Gad Gpt et Been g
deposited gere gxcluded jlom the Gvaluation. O Ghany Segments,good g
agreement @as @bserved getween the gmulation gnd the gxperiment, g
particularly @ the §egments@pove the Bifurcations Gegmentsd, g, ghd g
3) @nd @t ¢he Gunnels @t Ghe @utlets gsegments@30-220). Qlumerical g
simulation @enerally @redicts g glightly @igher deposition @action ¢h g
most @ifurcations. Fhis giscrepancy gan ge @ttributed @gartly @ differ-
ences@h the geposition ghechanisms@nd urface ghteractions. th the g
LBM §mulations, €very €pntact Igetween ggprticle ghd Ge Fall @sulted g
in geposition Ghe @erfect gink' gssumption). Gvhile ¢he gxperimental g
replica gurface @as @oated @ith @ilicone @il @ @romote gdhesion gnd g
mimic @hucus @apture §16,17], ¢he gimulation's @ssumption gf §o0% g

&RPSXWHHUR ORIGHGLFLQH

capture gpon gny gontact ¢hight €fill €epresent gn gpper gound gom-
pared @ the Gy @itro €pality, @otentially @ontributing @ €he gbservedg
overestimation. gurther Gvestigation gf @article wall Gpteractions gn-
der garying Gurface gonditions @ @ecessary@p @nprove Che gccuracy g
of Ghe @eposition ghodel. @Gnother Gource @f @iscrepancies ghay gtem g
from gssumptions @f gnear ghear ow ¢h ¢he Gprce @alculation. Fhis g
assumption @nhight @esult ¢h giscrepanciesth the greasdf the @ifurca-
tions {y6]. Gh gddition, Ghe @eriodic Gptational Ghotion Of Ghe Particles, g
which @ gssumedth the §LER@ethod, § Got Gonsistently gbserved @ J
experiments, gs @eported @y Gizal gt gl. §18]. Fhe Girgest differences g
between ¢he gimulation @nd @xperiment @ccurred ¢h §egments@, §, g
and g, @vhich @orresponded @ Ghe Gecond@nd Ghird @enerations @f g
branching @ the @ft @ing. Jhis gxcess@eposition Gh the gmulation & g
likely €¢pmpensatedfgr By gcpnsequentigwer @eposition ffaction § Ge g
downstream §egments@3, @30, 060, U7, O70), Ghere the Experimental g
results ghow @igher galues. @he gumerical @esults ¢pr the gght Qing g
were i@ good ggreement@ith Ge xperimental data. g fyrther §atistics g
of B)e €xperimental @ata, gpecifically gh €punts ghd @mensions ¢f fipers g
deposited B gach egmentgan Be und B Pable GP O Gppendix.

To durther Gissesddhe Gccuracy @f @he Gumerical Gimulations, G g
comparison @as ghade @etween the GLER@hethod gnd §vo gimplified g
models Bpsedh Be €ffective @fameter €pncept: Ye T-CGodel P2] &hd g
HL @hodel (21]. Qhesebhodels @pproximate Ghe @pers gs pheres@ith g
equivalent @iameters @nd @eglect their Gtation. Gnalysis of Ghe Gesults g
revealed that the §LER@odel @rovided the Ghost Gccurate @redictions g
of g@eposition, @ith he @Gest ggreement Gith the gxperimental Gata h g
26 gegments,gompared @ @ve gegmentspr the @-C ghodel gnd gnly g
two g@egments@r the @l L ghodel. Fhe gbsolute grrors pr the GLER,J
T-C,gnd @ L €hodels @ere §.0106, §.0120, gnd §.0146, €espectively, g
confirming @he Superior ccuracy Of the GLER@pproach. This fihding § g
consistent @ith g L @nd T-C Gomparison §fudies By Barkas P5]. Based(
on these gesults, @Gnly the GLER@imulation €esults ere Gonsidered Gh g
the gubsequent@nalysis gnd @iscussion.

The @eposition @arameters @ere gnalyzed gs g Ginction gf girway g
generation @ @rovide g gomparison €elevant @ €nhedical gpplications. g
Each §egment@as @ssignedils bighest generation Gumber, g shown © J
Fig. goghe deposition @action gnd gfficiency Gere then Galculated Gr g
the @llowing @egions: gpper girway @JA); @achea @eneration g, G0); g
generations @1, G2, gnd G3; gnd generations G4-G7. Generations G4-
G7 @ere grouped ghgether gecausethese gigher-generation §egmentsg
are ghanufactured @s gfngle giecesdue @ their §mall dimensions.

Fig. dg @hows the @eposition @fficiency @f @ach @eneration. Jhe g
deposition @fficiency @enerally @hcreased @ith Ghcreasing @eneration g
order @h goth the §mulation gnd gxperiment, @ith g gteeper GicreaseJ
observed @) Ghe OBM @Gsults. gowever, B the Gxperimental Gesults, G2 g
deviated @om ¢his @end, ghowing g Gecreaselh geposition gfficiency g
compared @o @1. garger @iscrepancies etween Ghe Gimulation Gnd g
experiment @ere gbserved @r the Gigher generations @f Granching.

The @xperimental @etup gsed ¢h this Gtudy @llowed Er @ @nique g
analysis @f ¢he @eposition data gased@n the dimensions gf ¢he gap-
tured @bers th gach @egment. ghis @pe gf gnalysis @ Care th gimilar g
experimental gtudies @n @ber deposition. Gig. §g gompares the ¢hean g
values @f the golume @quivalent giameter ¢d.) @nd Gspect@atio @ ) g
of the deposited @bers G the gpper girways gnd gifferent generations g
of @ranching. @h Goth Gases,@ Geasonable Ggreement Qvas @bserved g
between the gmulation gnd gxperiment.

As €kpected, articles @ith iggher @, Gere gredominantly @eposited g
in Che gpper girways gnd €he @rst Gew Gacheobronchial @enerations g
becausedf Gheir @igher Ghertia. @n te Gther Gand, §maller fpers Gnd g
to @enetrate deeper Gito the @ngs. This Gend Gas gvident B Hoth the g
experimental gnd @umerical @esults, @lthough ¢he @xperimental gata g
exhibited §lightly @hore fuctuations. The Brgest @iscrepanciesBetween g
the gmulation @nd gxperiment gccurred G G1, Ghich gould fe Que @ J
the @w gumber @f @eposited gnd eheasured @articles Gy this §egment, g
leading @ @ Gigher §fatistical rror.
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Except §r the Qutlets, the §mulations generally @redicted g Gigher g
mean @, &hd gan Ge ekperiment. Yhile g@Pcreased Gith Pereasing g
generation gownstream @f the Gachea th goth the gxperimental gnd g
numerical @esults, @y, @ecreased.ghis @bservation Guggests@ Gom-
plex Gpterplay @etween fhe €ptational @hotion @f the @articles gnd the g
tendency @f Ghe GLER@nethod @o @apture @articles G @ifurcations. J
However, Ghe @ow @h Ghe @rst Gew Gifurcations ¢ Qurbulent, @vhich g
makes @ @hallenging Go Gimulate @he @otational @novements @f Ghe g
fibers gccurately. gor Qarticles gith @igh g, Ghanges® Grientation ¢an g
significantly gter Geir Gajectory @wing © e Gependencedf Bhe Grag g
force @gn the Gtreamwise gross-section, s hown O §q. gB)). Jhis Gan g
lead @ @Qifferences Gh the geposition @atterns getween the gimulation g
and the gxperiment, @articularly @r Gwger @articles. Jhis § Gonsistent g
with Ge Gpservation Ghat Be Grean G, Of Be Garticles GassingBrough g
the g@eometry @e., gG8) @as ggher ig e experimental getup. § Fmilar g
behavior @as @eported gy Ghachar-Bermang@t gl. §8]. @gain, g glight g
deviation gom @his Gend @as Qbserved @ G1 O Ghe Gxperiment, tikely g
due @ Ghe ¢pw Gumber @f geposited Gbers gnd ¢he Gesulting Gigher g
statistical grror.

A gimilar §end @an ge gbserved ¢h Gig. dg, @hich ghows he de-
position @action @r The @bers Gorted thto Chree @lasses@gccording @ J
their Ghickness @d, = 2b = 2c). Gor @mall @articles gd, = 1gn
and@, = 20m), Ghe Gipper Girway Gnd Grachea Ghowed Good g
agreement Between the §mulation @nd gxperimental gGesults. owever, g
larger @jscrepancies@ere @pservedi) Generations G1, G2, ghd G3, gith g
the @ffferences Mcreasing @ith Mhe Particle Ghickness. This § ¢pnsistent g
with @revious @bservations that @rientation ghanges@ave g éhore gig-
nificant @npact @gn the Gajectories @f Garger @articles. ¢h generations g
G4-G7, the @ifferences @etween ¢he gimulation @nd gxperiment @ere g
smaller, @hich @ould @e gttributed @ €he garrower @hannels h these
regions gnd Ghe Gansition fack @ @ Gminar Gow Ggime.

Interestingly, @hese @esults giffer Gfom ¢hose @f @ @revious Gtudy g
using @n @BM @41] ghat Gimulated Gpherical @articles ¢h @ Gescaledg
child girway geometry. Oh Ghat fudy, Brger @iscrepanciesBetween the g
simulation ghd Bje experiment @ere Gposervedf@r §maller pharticles. This g
highlights the @npact @f the @article §hape @n the geposition @atterns g
and Ghe Onportance of Gonsidering Ghe fper Orientation @ §mulations.

Fig. @g gompares the @eposition @fficiency @btained ¢h this gtudy g
with @ata @vailable ¢h Ghe Qterature. Jo Gacilitate Ghis Gomparison, g
the @articles @ere gorted thto groups @ased@n heir Gtokes@umbers g
to @nsure @tatistically @elevant §ample gizespr gach gvaluation. §he g
trachea gnd gegmentsgp @ the @urth generation gf granching @ere g
evaluated Eeparately.

To the @est @f gur gnowledge, gomparable gxperimental @r gmu-
lation @ata @r @ber geposition Gh g Eealistic Gemale girway geometry g

are @hissing. gherefore, @e Ghcluded gata Gom Gtudies gsing the ehale g
airway @eometry @y Gelka @t @l. ¢17] @gnd Garkas @t gl. §25]. @ddi-
tionally, @e Gicluded gxperimental gata Gom Gu gt gl. §L6] gnd @hou g
et @. PL5], gho Qsed different @alistic girway geometries, gnd glyojo g
and @akaya @J10], @ho gsed the @lealized @eibel Qing ¢hodel g Gom g
the third @ @urth Generation Gf Branching.

Analysis of Ghe Gata § Big. g Gveals good ggreement Between Gur J
results @nd the gxperimental Gata r the Gachea (Fig. 06 a)). Discrep-
ancies ¢pmpared © te §mplified T-C ghd g L Ghodels &e gegligible § g
this @gion, guggesting @ssgomplex Gow Behavior than B Geeper gen-
erations. B @enerations g3 @Figs. ggb) (d)), Gur §mulations gredicted g
a gightly Bigher deposition gfficiency than Ghe gxperimental @ata. This g
difference Ghay Be Gue @ e Gse OF g Gpalistic Mspiration grofile © Gur g
simulations, @hich Gicludes g figher geak @elocity @hat gould Gicrease g
deposition i§ €pmparison @ith gudies Bhat gsed Cpnstant fipwrates. The g
differences @etween the GLER@rodel @nd gimplified ¢hodels ecome g
more gronounced i Bfgher @enerations, Bjghlighting e Ghportance 6f g
considering @ber @ptation G Ghe Granching Egions. @ § @orth @oting g
that the gxperimental data lom Gu gt @l. JL6] Gave g Gigher gtandard g
deviation, @hich @hould e gonsidered then gomparing @ur @esults. g
Overall, the BLERgmulations @nd © Overestimate the fiper deposition g
compared @ith @ur @xperiments, @vhich @ Gonsistent @ith @revious g
findings.

In Generation g O-ig. gg(e)), Both Gur gxperimental gnd Gumerical g
results ghow gigher deposition gcrossthe @ntire Gtk Gange @ompared g
to Mlyojo @nd Takaya pLO]. This discrepancy ¢ould Be Gttributed @ The g
use of @n Mealized Geometry gnd the gbsencedf dpstream Bifurcations g
in Gheir ehodel, @hich Goes@ot gccount ¢r the @il Gow QGistory. he g
experiments ¢f ghou 6t gl. {JL5] Gere Gonducted Gr Gigher gtk Galues; g
however, @xtrapolating Their data ¢ the Ghwer Gtk gange Gould @till g
indicate @wer @eposition Ghan Ghat goserved B Qur Sfudy.

Interestingly, the gxperimental gata Gom Gelka gt gl. §JL7] ghow § J
lower @eposition gfficiency @r glimost gll §egments@nd Gtk Gompared g
to Other §udies, Bicluding @he Gorresponding g L @nd J-C gfmulations g
performed @y Garkas @t gl. (5]. Jhis discrepancy gould ge €:lated @ J
differences Oy the gxperimental getup gr §pecific Gharacteristics gf the g
airway @hodels gsed.

In ummary, the Pmale grway Geometry Gsed ) Ghis §fudy gppearsg
to @esult ¢h @ Glightly @igher @eposition Gate Gompared @ €he Chale g
airway Qeometry, @ith ¢ ghift gf the Gapture-efficiency Qurve @wards g
lower gtk. gowever, @ffferences § e gpecific Geometries oF Ghe Gse Of J
a Gansient ipw Ggime Ghay gso ¢pntribute © e Opserved dffferences g
in Ghe Geposition gfficiency, @nd firther Pvestigation § Geeded® Wlly g
understand fjese €ffects. Ghe Epmparison Between the BLERGhodel ghd g
the gimplified @-C @nd ¢ L @hodels Geveals Ghcreasing @iscrepanciesg
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Fig. @. @omparison 6f Bfposition Efficiency € & @nction 6f Gtokes Bimber Gtk) @ith Gpta Gom Ge Perature @r Gfferent Grway Generations: @) Gachea, §) Generation § J

(c) Generation & @) Generation 8 Ehd @) Generation §

with @hcreasing @eneration Gumber, @nderscoring ¢he gnportance @f g
accounting @r @per @ptation, Gspecially B Geeper @irway generations.

3.2. Qlumerical @nalysis

The @imulation @esults gllow @r @ dhore detailed ghvestigation @f g
particle @eposition @jan e €kperimental @sults. B Gg. 0¥ Ge Qarticle g
deposition gositions Pased gn Ghe Gspecthtio Can Pe Hvestigated. Jhe g
main gotspots gre Gpically cated th the gral Gavity, Garynx gnd gt g
the @arinas @f the Bifurcations. With Bcreasing @irway @eneration, the g
flow @& €hore Giminar gnd there gre got go Ghany @articles @ geposit J

there, gs gxpected. Jhe gumber gf deposited @articles grows @ith ¢he g
increasing @article @iameter (pading @ @ @Qigher Gtk. Regarding Ghe g
aspect@htio, go gear @end @garding Qreferential Geposition Gcations g
can @e derived gs the @articles @ith @ gigher gspect@atio deposit th g
the ghole geometry gith §milar ¢oncentration. Burthermore, @ § Gery g
difficult @ @etermine Ghe Qumber Of Particles @eposited @ The Botspots g

basedgn this Gsualization.

Therefore, Ghe @ependencedf @eposition @fficiency @n the gspectd
ratio g & ghown @h gig. @§. Jo gnable Gomparison gf gspectatio ) g
effects gmong @bers @ith gmilar Ghertial @haracteristics, the @articles g
were gorted Bito GassesBased gn Gheir gquivalent diameter ¢ey). Jhis g
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Fig. §8. @omparison € kposition Efficiency €f e Ghole Geometry @ Ehrticle EassesGfouped B 6, § Gppendenceh g

analysis €evealed that ¢he Ghfluence @f gspect@htio ¢ ) gn deposition g
efficiency @ Gignificantly @ss@ronounced ¢r gmaller @articles @d.;) 9
compared ® @rger ghes. Bor 6., = @ &, Be Geposition gfficiency Bc-
tuates gt Ghe ame Bvel ground 0.2 gith OGhcreasing g. @/ith Ghcreasing g
diameter, €he gecreasing@end & Chore Gignificant, ¢hainly ¢r gspectd
ratios igss@an 00, Yr @, = Yo, Ye Geposition €fficiency Glis Iy §0% g
from Q.9 @r gpherical garticles § =1) @ 0.45 @r g=20. Qhis § Prob-
ably GausedDBy e Bigher ¢foss-sectionfresented By Garticles Oriented g
perpendicular § @e tpw, i@ading © gljgher drag @rce @hich grevents g
significant @eviation fom §reamlines. Ghus, Hterception plays g@sserg
role than the Ghcreased @rag Grce G this Gegime. Greater Quctuations g
for @rger ghlues @sult lom Ghe Gecreasing@umber of Particles § Ge g
corresponding §gmples.This gnphasizesthe Ghportance of gonsidering g
particle shape® The gontext Of Geposition gfficiency, @hich @ §frongly g
dependent @n Particle Giameter gnd the Bistantaneous fow Gate.

Fig. 09 gresents g Gomparison of @eposition @fficiency of the Gntire g
tracheobronchial Gee gith data By Oi 6t gl. P32]. hey Gumerically -
vestigated Ghe deposition of glipsoidal Particles © @ Gpalistic Geometry g
of the @asal Gavity gnd gacheobronchial Gee gf gn Gsian Ghale gnder g
constant breathing Gite 6f §8 Omin™ . Qespite gpveral gifferences @ e g
setups, these data Gere Ghe Ghost Guitable Gr the Gomparison @lthough g

they éhodeled g €hale girway @eposition @attern. glere, the Geposition g
efficiency gs g @inction gf 0, § Gisualized. th goth Gtudies, g gimilar g
trend Gan Be Gbserved. Qur Gsults §how Gigher geposition gfficiencies g
for @he Gamed,. @nd g. This ¢ Gaused@y @ Gigher Ghaximum Gow g
rate gf €he Ghspiration @rofile @sulting Gh gigher deposition §77,78]. g
Further §purces@f discrepancies@re geometric @ifferences Between the g
airway €nhodels gnd ¢he gensity gf the @articles. Jhe @emale geometry g
has @maller @imensions ghigher Gtk) @esulting th @ gigher geposition g
for gqual @ow €ptes. Qevertheless, §imilar @ the @revious gesults, the g
particle @spectgatio Bas g ubstantial gffect @r Bigher Qarticle §zes.
Furthermore, Be @fluence of Ge phrticle Gleasetne Guring Ge -

spiration ¢ycle €an Be §fudied, Ghich ¢an provide @aluable Mformation g
for designing Mhalation therapies. The Bpw Gite Garies Ghroughout the g
inspiration @ycle, Gubjecting the Qarticles @ different @ow Gonditions, g
potentially @ading @ different @eposition gcenarios.

Fig. g ghows the geposition faction gnd g, &r @articles orted g
according @ @heir eelease@me Ghto €hree @eriods: 0.2 §,0.205 §,9
and §.51.5 @ §ach@eriod gontained gpproximately @5,000 @articles. g
The greatest @ffferences § he @eposition fJaction Gere Goserved® the g
upper @irway. Barticles @leased@ithin @he frst 0.5 §passrough this g
region & Kjgher Glocities, @sulting i§ @igher Gtokes@umber ghd Gus g
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Fig. §o. @eposition @action @nd Ghean Gquivalent Giameter @) &r Gach Girway J
generation, €tegorized By Ehrticle @lease@ne @rring Ge Gspiration cle. The Glease J
times e @vided Gto Gree Epriods: 0.2 §) J20.5 § Ehd §51.5 §

a figher deposition @action. Gy gddition, the Giean ., O this Gegmenty
decreased@ith @icreasing Glease@me @nd Gwer Gow Ghte.

When @onsidering @eeper @enerations @f Granching, the @iscrep-
ancies th g.q gradually @ecrease.@his @an ge @ttributed ¢ the gme ¢
required @r the @articles @ Gavel Gom ¢he elease @oint @ the Gon-
sidered gegment. §loreover, the @articles ghove gt different gelocities g
depending 6h Gheir dfstance lom Ge grway Fall @specially @ gminar g
flow @egions), @hich @irther €educes the gffect gf the Gelease@me @n g
the deposition @action.

A glightly @igher @eposition Graction @vas @bserved Gor @articles g
releasedduring he @rst Qeriod (P 0.2 §), Ghich Gas Gkely ue @ he g
higher @ow ehate @h €he Gpitial @art Gf the Gpspiratory @ycle. Glowever, g
the Qow Ghte decreasesgfter 0.5 § @sulting @ g @wer Geposition Gate g
for @articles @eleased Gater ¢h Ghe gycle. ghe @robability df g @article g
reaching generations G8 @nd figher Bicreases@hen § & Gleased Giter g
in the Gycle. g gimilar @end Gas gbserved Gr the Gean ., Gith the g
largest @jfferences @ccurring i Ge Gpoper Grways ghd Gachea @F0). The g
overall @end B G, s g Ginction of Glease@ne § gmilar @ Ge Gend g
observed @r Ghe @tal deposition, @s chown O Gig. 0g.

Fig. @0 ghows the gumulative @eposition @f ¢he @articles th gachg
generation gver @me. @ dlear dorrelation @ith ¢he ow €hte Gas gb-
served; the Bfghest Pereaseid Geposition Gecurred during tre Period 6f g
the @ighest @ow €hate @ the Grspiration Gycle. Jhe Gme QGelay Getween g

deposition § the gpper grways gnhd Bacheobronchial Gee § @ttributed g
to Ghe @me €equired @br @articles @ Gavel @ the GPwer girways. Jhe g
differences B @eposition Between Gydividual Generations gre Gelatively g
small, @vhich @5 @onsistent @vith ghe §mall @imensions @f Ghe Gbers g
and gigh @ow @elocities. @ glightly @wer geposition @as @bserved Gh g
the @achea (¢50), Gkely due @ @s Gtraight §eometry gnd the @educed g
effect Of Gpertial @npaction Gompared @ e Qurved Gajectories G the g
bifurcations. gs gxpected, the gumber Of Particles Geposited Guring the g
hold-up Gme Between Gspiration Gycles Gas Gegligible.

In @edical gpplications, Be faction ¢f Particles @eposited & Ge end g
of the st Gispiration Gycle & Grucial Gecausedf the Gubsequentgxpi-
ration @hase.h Qur §mulations, this Galue Gas Bpproximately 0% G g
the Bffurcation Segmentsghd 90% @ The Goper grways. The @Gmaining g
particles gre @eposited & e Beginning 6f the SecondPspiration Gycle. g
However, @ e Gal gorld, these particles ¢an Be xhaled Guring gxpi-
ration, @hich @as gpot ¢pnsidered @ e Gurrent §mulations. Kiasadeghg
et gl. 033] @resented g gimilar @me-dependent geposition gnalysis ¢r g
a geometry Qonsisting of the dpper girways @nd gachea. Jheir @sults, g
like @urs, ghowed €he gighest eposition Gaction gt the @eginning gf g
the Qhspiration @ycle. Jhe gbserved giscrepancies getween gur €sults g
and ¢hose @f Giasadegh@t gl. gould e @ttributed @ €he differences g
in Che @hspiration @rofiles gnd girway geometries gsed. @s gescribed g
earlier, gvo @/pes @f @eposition gomputations Gere gmployed th the g
simulations: g¢gmple scheme@eferred © & Qasedig Hectiong2.2) ghd g
an @rientation-dependent g§cheme (Case@). Jhe Grientation-dependent g
scheme@ccounts @r the Qrientation af the Gper Glative @ e girway J
wall, @hereastye §mple cheme@pesipt. otably, 8% 6f Ge Phrticles g
were @eposited §ia @n @rientation-dependent ghechanism, @vith @nly g
7% Qeposited gia g gimple §cheme. Jhis @ighlights ¢he gnportance gf g
using @ore ¢pmplex @rientation-dependent €pmputations, €specially @§r g
applications guch @s the delivery @f §harmaceutical @erosols@hapedg
as @ibers @r @nicrorods, Where Ghe @ccurate Grediction @f @eposition g
patterns § Grucial. gsing g §mplified @eposition gchemegould Gad @ J
underestimation @f €he @eposition Faction. Glowever, § G @nportant g
to gcknowledge hat the @eposition €hechanism gan ge Ghfluenced @y g
the Gumerical Gme €fep. Mloreover, the gctual Geposition ProcessH gn g
experimental getting & Gkely @ @e ehore Gomplex than ¢he gmplified g
boundary gonditions @pically Gsed @ Gumerical gudies.

4. gimitations of the €fudy

This gfudy igvolved gpveral §mplifying &sumptionsghd @nitations, J
which Gould Be gddressed) @iture @search.

* The @¢male girway @hodel @as generated ga gniform fhear gcal-
ing (actor 0.88) of g gpecific Ghale Ghodel, Jased@n Gverage Rey J
dimensions @primarily @acheal) @eported ¢h ¢he (terature @43
45]. ghis gimplification @hay @ot @Gapture @Il Gegion-specific @r g
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Fig. @L. @Gumulative @eposition Baction 6 Geposited Barticles @ Each Grway Generation Gver €me. Ghe Gray Bashed Ghe Gpresents Ge Gprmalized @tal Gpw Gite Guring Ge J

inspiration €jcle.

subtle gon-linear ghorphological @ifferences Getween Ghale @nd g
female @irways Beyond Gverall §jze, Gor does @ gccount @r Dter-
individual @ariability @ithin e gmale Gopulation.
The gumerical gimulations @mployed @ @implified erfect gink' g
deposition ghechanism, gssuming ¢hat @very @ontact §etween g g
fiber @nd the girway @all Gsulted @ Geposition. Jhis @ssumption g
may got @ully gapture the gomplexities gf @article wall @hterac-
tions gven @ith @he §licone @il goating gsed O) the Gxperimental g
airway @plica @ gnhance Gapture pL6,17], Potentially Bading @ J
an @verestimation gf the deposition Gaction gompared @ Chese g
specific @h @itro €esults. Gowever, this Glealized Gapture gimpli-
fication § Often Qonsidered Ghore Gepresentative gf Geposition @n g
the @gighly @fficient Ghucus-coated §urfacesth gctual Guman gir-
ways, @here the @resencedf Gucus gn Girway @alls gfgnificantly g
increasesthe {ikelihood of @article Gapture @pon gontact.
Only gral Breathing @as €pnsidered g tis Sfudy, ghd Ge €ffect 6f J
the Gasal Cavity On grflow ghd Particle Geposition Gas Geglected.
The @bers Gere ghodeled @s Grolate pheroids, Gvhich ghay got J
perfectly @epresent ¢heir @ctual Ghape, @hich @ @ften @gloser @ g
cylindrical. Mlore @alistic Particle §hapes,such gs Superellipsoids g
or Ghose gith Gomplex Ghassdistributions, @s gresented Oy Yedel g
et @. 5,79], can Be gsed Oy @iture §mulations.
The @reeping ow @article-fluid @nteraction @ormulations @vere g
used ¢h this gtudy Ghich ¢hay Gead ¢ discrepancies, Ghainly ¢h d
the @ifurcations. @lon-creeping @prmulations §36,37] @ill ge gn-
plemented @s @iture @ork.
The @imulation @vas @onsidered Gs @sothermal, Gheat Gind Gnassg
transfer @etween ¢he girflow, the @asal g@assagegnd €hucus @as g
neglected. Jhe thermal @lume, Gicial gffects @nd Gurroundings @f g
the Guman Body, @nd gir Gumidity @ere ot Gonsidered gither.
The thitial @osition gnd @rientation @f the @articles Geleased th J
the g§mulations @ere gandomly @enerated, @s @ § ohallenging @ g
measure fhese parameters @kperimentally. This ghcertainty ) e g
initial gonditions ¢ould Bave @ffected Ghe Geposition Gatterns gnd g
introduced @haccuracies @) the Gesults.
The gubgrid-scale @urbulence fuctuations @maller ¢han the @rid g
size @vere ot @onsidered Gh Ghis Gtudy @nd Gan ead @ @mall g
discrepancies @ @ajectories gnd Qrientations, gnd gan Ghfluence g
exact @eposition @ositions @r @articles gear the @alls, gredomi-
nantly @hen @eaching the geak GQow thte. Glodeling Of the Qirbu-
lence fuctuations, @sing, €.9., § Gaussiantindom fijter H6], @ill g
be @ivolved O @iture gork Bjvestigating Bigher fow htes.
* A @ilute @ir @nd @ne-way @oupling ghodel Gvas gsed, @ssuming g
that €he @articles go got Ghfluence €he girflow. @his gssumption g

*

*

*

*

*

*

*

may got ge Galid O @il Ggions af the girway, @articularly G the g
turbulent fbw @gime Gear Bifurcations, @here Qvo-way €pupling g
might Be @ecessary@r Gigher @ccuracy.

* Particle goncentration @as gssumed@® ge @®w, gnd Gpter-particle J
collisions @ere @eglected. gdditionally, @otential ghangesth the g
particle ghape@wing @ Cpllisions @ere @ot Gonsidered.

* Due @ €he @me-consuming @ature @f the gxperiments, gnly @ne g
repetition @as gerformed. gdditional gxperimental @ata Gould Be g
useful @r g Better gstimation of the Ancertainties.

* The €ffect Of gkpiration On Particle deposition Gas Got ¢onsidered g
in @his Gtudy. Jhis @ould Ge @articularly @elevant @or @articles g
deposited @wards e gnd of Ghe Bispiration Cycle, @s they Bright g
be gxhaled Before Baving g Ghance @ Geposit Germanently.

* Only gne @ow Ghte @as Gimulated ¢h €his gtudy. Gystematic gx-
ploration ©f the Ghfluence @f Garious @reathing @atterns Gas ger-
formed By €9.[30,81], gd Gence gmilar Gends i Gie Geposition g
characteristics gan fe gxpected.

5. @onclusion

This gtudy guccessfully gpplied ¢he §BM @h @onjunction @ith the g
ELER@Ghethod @ g@mulate @ber Gansport gnd geposition Gh g gealistic g
female grway @odel. § Ghique €pmparison 6f Be Geposition Character-
istics Between gumerical §mulations ghd €kperiments €pnducted 6h Be g
same @girway geometry, gxtending @ @he @th generation @f @ranching, g
is gresented. Jhe @sults showed good ggreement @) Ghe Gpper girways J
and achea, gut §ome @iscrepancies @ere @gbserved th ¢he @ronchial g
bifurcations, ikely @wing @ the challenges @ Gapturing Gomplex fow g
phenomena @such @s Qean gortices @nd @urbulence) Osing the GLERJ
method.

In gddition @ ¢pomparing the GLERGethod @ith gxperimental Gata, g
its gccuracy @as @glso gssessedy gomparing @ @ith gimplified gber g
deposition @hodels that geglect @ber gptation gr-C gnd € L @hethods). g
The GLERQutperformed Ghese §mplified Ghodels, Gemonstrating @ Su-
perior gpility @ fredict fiper Geposition O g Gealistic girway geometry g
and gmphasizing the @nportance @f Qrientation-dependent @alculation g
of @per Gansport @nd deposition.

This gfudy @so ¢habled gdetailed ghalysis 6f Bje Geposition Patterns g
for @ifferent @ber gize groups. Yotably, ghe GLER@ethod @xhibited g
better Gigreement @vith Ghe @xperimental @ata @or @maller @articles, g
indicating @ @igher gccuracy @ @redicting he Geposition @actions @r g
these @ize anges. Gurthermore, the gesults gonfirmed hat @bers @ith g
higher gkpectitios Gad gGreater @ndency © penetrate Geeperigto the g
lungs, @hich § gonsistent gith @revious Ghdings.
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A ¢pmparison Of the @eposition €fficiency @ith Merature Gata, Gsing g
Stk gs @ Basis @r Gomparison, howed good ggreement @ the gachea. g
However, @iscrepancies @ere gbserved @ the gifurcations, @otentially J
owing @ the differences th girway @eometries gnd fow @Gegimes Ge-
tween €he Gtudies. Jhe gse @f g Cealistic, Gansient Ghspiration @rofile g
in gur @mulations @Gd @ g gigher deposition gfficiency gompared ¢ J
studies at gnployed geady lpw €pnditions, likely gwing © Be Kjgher g
peak @elocities @nd gesulting Bigher gtk G Qur §mulations.

The Qumerical ghalysis @vealed Gat particles @leased g Ghe Begin-
ning 6f Ye @spiration ¢ycle, @hen Ye Tpw Gites Gere Ge Gghest, Gere g
more likely ® deposit § the Goper grways. This Ghding Bighlights Ghe g
importance @f Gonsidering Gyitial Bigh @ow Ghtes hen designing Grug g
delivery @ftrategies. §or Gistance, gdjusting the @lease@ming @ @void g
this @itial PGhase gould Belp Prevent Gnwanted Geposition G Ghe Gpper g
airways. Qo @ignificant @ifferences ¢h @eposition Qvere @bserved Gor g
particles @leasedgfter Bje fiyst Gird Of Ge Pspiration €ycle, ghggestingg
that e @itial Ggh Tpw EGites Bad Ye Geatestighpact Gh Be Geposition g
location. Gurthermore, @nly gegligible differences th deposition @ere g
found gmong the @arious granching gegments,thdicating g eelatively g
uniform @istribution @f @eposition ghroughout Ghe @Gacheobronchial g
tree. Gpproximately 0% ©f e phrticles Gere @eposited Guring Be fifst g
inspiration Gycle.

Notably, the @rientation-dependent @eposition gnechanism, @hich g
accounts @pr Ghe @ngle @f the @ber Celative @ the girway Gall, Gas g
activated Gh @3% @f ghe @articles. Jhis @mphasizes@s @rucial gole g
in gccurately @redicting @eposition, @articularly €r gpplications guch g
as (pcally hrgeted @rug gelivery, @h Grhich @recise gontrol @ver the g
deposition Gcation § gssential.

Simulating @brous @articles @h @ealistic girway geometries gsing g J
realistic Breathing grofile grovides galuable Psights iGto Gptimizing Ge g
inhalation @rocess@nd @redicting @ber @eposition @atterns. glowever, g
the @esults @lso @emonstrated Ghat @urrent umerical @chniques @r J
fiber ghodeling, gpecifically §LER,gnd ¢he grag @hodels @ L gnd J-C, g
still @xhibit §ome @iscrepancies@ompared @ €he @xperimental @ata, g
especially Gh @he Granching Gegions. GFurther gesearch @ Geededdo g
improve Ghese @echniques @nd @xpand their @pplicability, gltimately g
enabling them @ Geplace @r Gomplement @xperimental Gtudies th @ g
wider @inge of Scenarios@nd Contributing @ Ghe Gngoing development g
of gffective Ghedical geatments.

This gtudy @lso gighlights g @ey Qifference @etween gpherical gnd g
fibrous @articles: @bers @xhibit g greater gbility ¢ @ypassthe gpper g
airways ghd penetrate @eeperigto e Igngs. This fihding Bas ithportant g
implications @por @nderstanding Ghe @otential Gealth gisks @ssociatedd
with @hhalation df gifferent @pes @f @articles gnd ¢r developing Gur-
geted @rug @elivery §jrategiesthat €an €ffectively @ach §pecific @gions g
of Ghe Gespiratory Eystem.

Finally, @ @& @rucial @ Qonsider the Gpfluence @f Ghdividual girway g
geometries ghd Byeathing Eatterns oh article @eposition. This fudy §-
cusedOn gfgmale grway gpodel, But fiiture Gsearchshould Pvestigate g
the differences @) @eposition Between Ghale, Gmale, gnd child girways g
and @valuate the Ghpact Of Garious Mhalation Ggimes. This Khowledge g
is gssential @r @eveloping Personalized Bhalation therapies Gilored © g
the gpecific Gharacteristics @f Ghdividual Patients.
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Table §2

Summary §atistics €f fe @tal Gper €punts Ghd Geir Gngth Eh Bhd Gickness €} Eptained B e Ekperimental GJeasurement.
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Gegment Bp. No. €f Bhrticles Mean 6f @), Om) Std. Gpviation €f € On) Mean 6 €h On) Std. @pviation 6f € On) J

a 325264 2.0 13 158 145

g 96341 2.4 1.2 18.2 153 8

€] 37160 1.9 1.0 20.1 15.9 g

g 42206 1.7 0.9 14.7 8.3 g

€] 43583 19 11 14.8 115 g

(] 42106 2.2 18 17.0 14.0 g

g 36242 16 0.6 13.7 9.4 g

g 29820 2.4 1.8 13.9 9.6 g

9 26608 14 0.6 143 8.3 g

do 20644 17 0.9 13.7 116 g

gs 18351 1.6 0.7 21.3 185 g

gz 22021 2.2 1.9 21.7 15.9 g

as 83954 1.9 0.7 14.3 10.3 g

a4 30278 1.4 0.6 21.8 28.9 g

as 22021 1.9 11 15.7 12.8 g

de 112397 18 0.6 15.9 11.7 g

ar 26608 1.9 0.8 21.2 13.7 g

ds 53676 1.8 0.9 19.2 24.6 g

do 61016 1.9 0.7 21.4 24.4 g

go 23397 13 0.5 13.6 7.6 g

g1 37160 15 0.8 15.1 10.6 g

g2 38995 17 0.5 13.8 9.6 g

d3o 856273 15 0.6 17.4 15.9 g

J4o 585743 15 0.7 16.2 13.9 g

dso 757403 1.6 0.7 16.7 14.8 g

deo 1031666 1.6 0.7 17.3 15.2 g

d7o 340679 15 0.6 16.5 16.9 g

Jdso 1087424 1.6 0.8 17.4 16.3 g

do 837929 16 0.7 16.3 14.3 g

Qoo 347844 15 0.7 16.8 15.0 g

Q1o 847405 17 0.7 16.8 15.6 g

G20 1047117 1.6 0.7 16.1 14.9 g
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flow configurations such as particles settling in vacuum or air as well as suspendedin simple shear and

laminar pipe flow, where we achieved an excellent agreementwith the available referenceresults. Furthermore,
we investigate the impact of the inclusion parameters on the particle motion. Finally, the deposition of
inhomogeneous particles in a simplified bifurcation is analyzed. We conclude that the consideration of
inhomogeneity significantly alters the translational and orientational dynamics of the particles. Consequently,
we advocate for the consideration of more realistic mass distributions to increase the accuracy of modeling
and predicting the motion of inhomogeneous particles in flows for real-world applications.

1. Introduction

Particles in flows are ubiquitous in nature and technology. They
range from sludge flocs in wastewater treatment to airborne pollutants
such as pollen, dust particles, and fibers to microplastics. In reality,
these particles are rarely perfectly shapedor display a perfectly homo-
geneous mass distribution. Although research in the field of particles
suspendedin flows spansdecadesand numerous sophisticated studies
can be found in the literature, targeting a wide field of applications
ranging from wastewater treatment, [1], to aerosolscarrying potential
viruses, [2 5], insufficient attention has been paid to the large field
of non-spherical and inhomogeneous particles. Despite the fact that
naturally occurring particles (blood cells, pollen, dust, fibers) as well
asman-made particles (microplastics, asbestosfibers, tire abrasion) are
rarely perfect spheres, particles are mostly simplified as spherical in
the majority of references, as this greatly reduces the complexity in
describing their motion, [6,7]. Authors often resort to shape factors
applied to spherical particles that alter the drag force when mod-
eling non-sphericity, [8], but this mostly fails to accurately predict
particle motion, [9]. Another commonly used approach to modeling
non-spherical particles is to approximate the realistic particle as a
prolate spheroid, [1], which is the most studied non-spherical particle
shape. In this context, Jeffery, [10], was the first to study single
ellipsoids suspended in viscous shear flow and proposed force and
torque expressions in uniform shear flow under Stokes conditions.
Jeffery, [10], further showed that the motion of the spheroid can be
described by periodic orbits and concluded that the initial orientation
affects the final state of the particle. Brenner extended the work of
Jeffery, [10], to ellipsoids suspendedin arbitrary flow conditions, [11,
12]. Like Jeffery [10], Brenner [11,12] also assumesthat the inertia
of the particles and of the fluid is negligible, [13]. However, for large
Reynolds numbers, as shown by Karnis et al. [14,15], inertial effects
are important, as the non-spherical particle motion deviates from the
results of the Jeffery model. Several authors observed that elongated
ellipsoidal particles accumulate in viscous sublayers and tend to gather
in areasof low-velocity, [16 18], similar to their spherical counterpart.
Furthermore, these spheroids have been found to preferentially align
with the mean flow, especially in near-wall regions, [13]. In numerical
and experimental studies, Tian et al. [19] investigated the motion
of high aspect ratio prolate ellipsoids in laminar pipe flows. Tian
et al. [19], found that the particle aspectratio, the density ratio of par-
ticles to fluid and the shearrate of the flow are crucial parameters that
significantly changethe particle motion. Other authors investigated the
alignment of fiber- and disk-shaped particles in near-wall turbulence in
a channel flow, seeCui et al. [20]. Cui et al. [20], found the forma-
tion of three preferred alignment patterns around ensemble-averaged
vortices.

Recently, Ravnik et al. [21], numerically studied asbestosfibers
in flows and pointed out the importance of an appropriate shape
approximation. They found that it is not sufficient to approximate
the asbestosfibers by a simple ellipsoidal shape, as the force and
torque values obtained deviate strongly from the real particle shape
values. More recently, Wedel et al. [9], performed particle simulations
considering superellipsoidal shapesand investigated the effects of non-
sphericity in various flow conditions. The authors showed that the use
of the presented superellipsoidal models for drag and torque allows
the calculation of particle trajectories with superior accuracy compared

to simplified non-spherical particle approximations, [9]. Despite the
intensive research on non-spherical particle shapesin the field of
ellipsoids and superellipsoids, most authors considered homogeneous
particles, while the research on inhomogeneous particles is sparse.
However, particles are never perfectly homogeneous, such as sludge
flocs, dust particles, or even glass fibers produced by mechanical cut-
ting processesCui et al. [22], targeted the modeling of sludge-flocsand
considered inhomogeneity by assuminga spherical inclusion. However,
the authors used a simplified approach, by neglecting the coupling of
translational and rotational motion in their approach.

Nonhomogeneous mass distribution is also crucial for various bio-
logical organisms such as for example micro-swimmers, which gained
significant importance in the scientific field in recent years. The lo-
comotion of various gyrotactic swimmers, including certain plank-
ton species, is influenced by their ability to generate gravitational
torque, e.g. from an inhomogeneous mass distribution, [23]. This lo-
comotion tactic is called gyrotaxis, which results from the interplay
of gravitational and viscous torques acting on the swimmers when
suspended in a flow. Gyrotaxis is among the most widely studied
motile responseof micro swimmers. For example, Marchioli et al. [23],
numerically investigated the dynamics of small spherical and bottom-
heavy gyrotactic swimmers dispersedin open-channel flow turbulence
using direct-numerical-simulation-based Eulerian Lagrangian simula-
tions. Moreover, Qui et al. investigated the motion of spherical gyrotac-
tic swimmers suspendedin turbulent flows, [24]. The study examined
how gyrotaxis affects the orientational dynamics of the swimmers.
The findings revealed that the correlation between the time scales
of gyrotaxis and turbulence plays a critical role in determining the
efficiency of the swimmers' vertical movement through the suspension.

Recently, Rautenbach et al. [25], studied Lagrangian Sensor Par-
ticles (LSP) as used in characterizations of stirred tank reactors. In
this context, the authors especially examined the effects of mass-center
offset, i.e. the shift between center of massfrom the geometric center,
on the flow-following capabilities of the LSPs.The authors conclude
that the internal massdistribution of the LSPhas strong impact on its
motion and can thus be considered a crucial parameter to optimize the
LSPdesign.

Also in the field of lung studies, where deposition and distribution
in realistic human lung replicas are investigated, accurate predictions
are crucial asthe ability to predict localized concentrations of inhaled
toxic fibers can provide decision-makers with critical information to
improve measuresfor human protection, [26]. This awarenessof the
harmful effects associated with inhaled asbestosoriginally motivated
research into the transport and deposition of fibers within the hu-
man airways. More recently, the increased use of carbon nanotubes
and other man-made fibers, alongside the potential of using inhaled
biodegradable fibers as drug carriers, has revitalized interest in this
topic, [27]. Biodegradablefibers could optimize the targeted delivery of
medication, offering the ability to penetrate deeperinto the lungs than
their spherical counterparts and potentially improving the treatment
of lower respiratory regions, [28]. The pharmaceutical applications
require even higher precision of predictions of local distribution of the
inhaled dose and hence the demands for the precision of numerical
simulations of the fiber flow are growing. However, up to this day these
particles are generally simply assumedto be homogeneous,[26].

As a motivation, we consider real fibers employed in studies of
human airway replicas [29] that were prepared by crushing glass
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Fig. 1. Glassfibers under microscope employed in lung deposition studies.

Fig. 2. Glassfiber traveling in laminar pipe flow (Reu 500 with particle long axis oriented perpendicular to the streamwise direction. Frames are presented in t = 0:00015s

intervals.

wool in a mechanical press! This type of glass wool is designed
for thermal insulation of attics and other confined spaces.Workers
applying this material are at risk of exposure through inhalation if
proper personal protection is not used, making the study of these
fibers relevant to real-world scenarios. As shown in Fig. 1, although
glassfibers are usually considered straight and rigid, they often exhibit
attached inhomogeneities that can influence their flow behavior, see
Fig. 2, where a glassfiber travels in laminar pipe flow with its particle
long axis orientated perpendicular to the streamwise direction. This
paper presentsa method specifically designedto addressthe effects of
such inhomogeneities on fiber motion.

In order to contribute to a better understanding of the flow of
real fibers, this work aims to extend the model proposed by Cui
et al. [22], to addressthe lack of researchin the field of particles with
inhomogeneous density distribution with a special focus on glassfibers
suspendedin air. Note that the proposed model takes into account
the fully coupled dynamics of inhomogeneous particles, compared to
the reference model of Cui et al. [22], which is formulated in the
geometric center of the particle, but neglecting the coupling between
the translational and rotational dynamics.

2. Lagrange particle tracking of inhomogeneous ellipsoidal
cles

parti-

2.1. Notation

In this work, we employ bold italic font to expresstensorsof various
orders. Bold italic lowercase letters such as a represent first-order

1 The fibers were prepared by crushing Supafil* Loft glass wool (Knauf
Insulation GmbH, Simbach am Inn, Germany). The fiber diameter was 3.8
,1:4 m and length 37.1 ,20 :9 m, seeFig. 1.

tensors (vectors), while bold italic uppercaseletters suchasA are used
for second-ordertensors. We can expressthe coordinate representation
in Cartesiancoordinate systemswith basevectors e'i', e (i = 1,2;3) using
Einstein's summation convention as

a=ae=ae and A=A jede=Ajedaeg; [6)
where a, a and A;, A; are the corresponding coefficients in the
coordinate systeme,, e;, respectively. The tensor coefficients a,, a and
A“ , Aij can be arranged in coefficient matrices, which we denote by
underlined italic letters:

e e P R A
a=fag a=fag and A =fA, A, A,g
fda3g &af%g IjA31 Aéz Aésg
PAM A1z Alsg
A= ;AZI Az Azg: @

dAz; Az A338

Note that the employed notation is consistent with our previous work,
[30]. The rotation matrix R transforming coefficients with respect to
the basevectors g to coefficients with respectto the basevectors e'i’ is
expressedas
bRi1 Riz Risc i i
R= ;R21 Ry Rpd with Rj=¢ g and e =Rj;eg: (3)
dR3; Rz Rg
The corresponding rotation tensor R = e}é €, mapping g into e} =Rg
has therefore coordinate representation R = [ej gled e =Rjjed g,
i.e. the coefficient matrix of R is the matrix transposeR" of the rotation
matrix R. Taken together, coefficient matrices of vectors and second
order tensors transform as

a=Ra and A =RAR": (4)
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Fig. 3. Sketch of an inhomogeneous prolate ellipsoid with a spherical mass inclusion.
Here, G denotes the body fixed center of geometry, C the barycenter, S the center
of the spherical inclusion, and P an arbitrary point. The density of the inclusion is
denoted by ¢, while the enclosing ellipsoid matrix has a density of .. The particle
long axis is a;, while the particle minor axesare a, and as, respectively. For a prolate
spheroidal particle a, = a;. Here E and S denote the integration domains for the entire
ellipsoid and the spherical inclusion. Note that the particle frame of reference (pFoR)
is indicated by ¢ ;i = 1,2;3.

2.2. Kinematicsof a rigid body

We present a novel approach for the modeling of realistic particles
of non-spherical shape and with inhomogeneous mass distribution,
as observed commonly in real-world applications (glass or asbestos
fibers, [21], sludge flocs, [1]), to compute their translational and
orientational dynamics. This approach serves as an extension of the
model presented by Cui et al. [1], in which the inhomogeneity in pro-
late spheroids is modeled by spherical regional inclusions of different
densities. Cui et al. target sludge flocs and therefore use a simplification
in which the translational and orientational motion are treated as
decoupled. As will be shown later, this simplification holds for the
sludge flocs considered. However, for fibers in air, the assumption is
not justified. In agreement with Cui et al. [1], we focus on spherical
inclusions with density ¢ and diameter dg = 2rg, see Fig. 3. Note
that the presented approach is easily extendable to arbitrarily shaped
inclusions. As displayed in Fig. 3, we denote the body fixed particle
geometric center as G, the barycenter as C, the center of the spherical
inclusion S and an arbitrary point as P. Note that by introducing an
inhomogeneity located at rg, the barycenter C no longer coincides with
the particle geometric center G, seefFig. 3.

In the following, we will denote position vectors from the origin of
the inertial frame of reference (iFOR) using bold r with the terminating
point asa subscript. Furthermore, position vectors with origin in either
G, C or S are indicated by [f], [] or [§, respectively. In the geometric
center G we may append the particle frame of reference (pFoR) with
orthonormal triad ¢ .i = 1;2;3/ moving with the particle to later
express vectors and tensors in coordinate representation. Recall the
Euler representation for the kinematics of an arbitrary point P on the
rigid body

lp=Tct LpVp= Vet ¥Wpiap = act 3p; (%)
with
Ve=th 1 =1, tasap=th MT+12 po: (6)

In Egs. ((5),(6)), the barycenter velocity of the particle is denoted
by v and the particle's angular velocity by ! , while a. and !t denote
the barycenter translational and angular acceleration of the particle,
respectively. Herein we use the notation for the skewsymmetric spin
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tensor, indicated by []., of an axial vector, to express the vector
product of two vectors in various alternative but equivalent ways:

asb=b a=a. b )

The coordinate representation of a skew symmetric spin tensor a, reads

0 * a3 a2C
ag 0 *a9
a ay 0 8

By specializing Pto G and by reordering terms and using the alternative
notation for the vector product, the acceleration of the barycenter C
is eventually expressedin terms of the acceleration of the center of
geometry G, the angular velocity and angular acceleration and the
position vector pointing from G to C, as an intermediate result, as

: ®

a, =

ac=ag+ify, T+l f, 1o 9)
Remark 2.1. In this work, we described the orientation of a particle
in space by quaternions q= Oy th G % ' The quaternions (Euler
parameters) can be determined from the Euler angles (" ;; i = 1;2;3)
using
c ]pcoso:5'1+'3 cos', 2C
fod fcos05 ' ,* ' 4 sin' 29
- 1 3 2-44g
q=]fq19=f T Ty (10)
- foeg fSiN05 ' 1% '3 sin', 2g
doeg Bsin 05"',+'3 cos'’ 2_23

and are subject to the constraint g3 + ¢2+ g2 + 3 = 1, [31]. The rotation
matrix in the inertia frame then follows as

bop + oF * o5 * o 2[oy % + Qo] 2[n%* D%l ¢
R=T 2[00 * cott] Rr @+ > 2[00 * Gl 9:
d2 + 2 * 2% 2% 2+ Zg
[0 + Gop] [0h%s * Goth] ao* ar* g5+ o
(11)

In addition, the evolution of the quaternions is related to the angular
particle velocity in the particle frame ! " as

bdgo dt¢  bray o sl

dg dtf_1f @ *& G -
dodt=f""—"9==f g 12
8= fdg dtg~ 2f B G *0gT (12)

fdoe dtd Fao @ o

Remark 2.2. The Stokesnumber Stk describesthe ratio of the charac-
teristic particle responsetime , to a characteristic time of the flow
and can be obtained using the volume-equivalent sphere diameter d
a characteristic length Ly and a characteristic flow velocity u, as

eqr

d2 UO d2 L
sk=-L2=L _F— with =L and (=2 (13)
f f 18¢Lg £ 18¢ Uy

Here, , denotes the average particle density ( , = m_V, where m
denotes the resulting particle massand V the particle volume), while
¢ and ; denote the fluid density and kinematic viscosity, respectively.
The terminal velocity v, of a spherical particle settling in Stokes flow
is given by [32]

d2 * o
eq p
= : 14
Vi 18 . g (14)
The particle Reynolds number Re, is defined as follows:
_ deqajrelal

(15)
f

where u,q = U* v denotes the relative velocity between the particle
barycenter v and the fluid u.

In the experimental work of Di Giusto et al. [33], the authors
investigated the rotational dynamics of neutrally buoyant spheroidal
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and cylindrical particles suspended in simple shearing flows in the
small-inertia regime (Re, = Stk ¢ 1). The authors found that for
theseweakly inertial ellipsoids, while exhibiting no significant effect on
the period of rotation, a systematic drift away from the Jeffery orbits
and towards limiting stable orbits is reported, necessitating suitable
corrections. Note that in the following, we will only consider cases
where the particle Reynolds number is mostly Rg, ~ 1. Rg, 0 1
are observed only instantaneously at the injection time if the relative
particle is releasedwith zeroinitial velocity ashere the relative velocity
dl,0is maximal. Thus, we expect no drift from the Jeffery orbits due
to inertia effects throughout the conducted simulations.

2.3. Inertia of a rigid body

To start with, we define the density distribution as
= e in E\S;

= et ¢ in S: (16)

wherein we use ¢ to indicate the difference of the density in the
spherical inclusion S and the ellipsoid E. Here E and S denote the
integration domains for the entire ellipsoid and the spherical inclusion.
Then the resulting massfor the particle, the homogeneous (reference)
ellipsoid and the massdifference between the spherical inclusion and
the inhomogeneous ellipsoid read

vt o v a7)

m= » ES

EE dv = m+ Mg= =

Ee

The tensor of inertia of a rigid body with respectto its barycenter
reads

Je= hh. Gp.dv: (18)

£
This expression follows directly from the expression of the rotational
part of the kinetic energy of a rigid body and our above notation for
the vector product

= Jfdv=1!
E

t |
e E. (S dv ! (29)

Then the Steiner theorem renders for the tensor of inertia with respect
to the center of geometry (please note the positive sign since we use
the transpose on one of the skewsymmetric spin tensors)

Jo=do+mit, fo: (20)
Observethat from a practical standpoint it is easiestto directly compute
the tensor of inertia with respectto the center of geometry from
Je=Jet Jst+ myfy, ffs. (21)
with tensor of inertia of the homogeneous (reference) ellipsoid with
respectto the center of geometry J, as

Je oo AV (22)

= EE e'ftp.

and the difference tensor of inertia of the spherical inclusion with
respectto its own barycenter J4 as

JS:ES A&, B.dv (23)

From this, the tensor of inertia with respectto the barycenter J. of the
rigid body may be retrieved by combining Egs. ((20),(21)).

Remark 2.3. The moment of inertia matrix of the homogeneous
ellipsoidal particle in the pFoR can be obtained as[34]
1 b26§ 0 0 c
oA f 2 2 .
Jo=gmlo & 1+ 0 2§, (24)
do 0 ag 1+

where for prolate spheroids the aspectratio renders = a;_a; with the
semi-major axis denoted as a; and the semi-minor axis asa, = az. The
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moment of inertia tensor of the spherical inclusion difference in the
pFoR renders

]prg 0 Oc

-2 g

J = 3 ms]t 0 r2 og (25)
g o r2

with the inclusion radius rq.

2.4. Kineticsof a rigid body

In the following, we will express the kinetics of a rigid body,
both with respectto (a) the barycentric and (b) the geometric center.
Observe that both formulations are valid and their equivalence will
be demonstrated in the following. However, each formulation requires
careful consideration of the respective translational and rotational dy-
namics.

(a) with respectto the barycenterC
The translational and rotational balance of momentum read with
respectto the barycenter C as

F = mag; (26)
Te=Jde MH+le Jo ! @7)

For a unified representation they may be compacted into a (uncoupled)

33;3“53”1‘33' )5454 5
m ac
= +
Te T 0 Jo M. ag (28)

Here, T denotes the resulting torque exerted on the particle with
respect to its barycenter and F is the resulting force exerted on the
particle.

(b) with respectto the geometriccenterG
With respect to the center of geometry G the translational and
rotational balance of momentum read?

F=mag+mf, tele mf, ! (29)
Tg=mf.. ag+Jg 1T+« J5 ! (30)
For a unified representation they may be compacted into a (coupled)
SIStem as

5

4 54 5 L M
F_ m mft, ag . e mf, |
Ts mfe. Je It e Jg ! '

Here, T, denotes the resulting torque exerted on the particle with
respectto its geometric center.

(1)

2.5. Forceand torque exertedon a rigid body

In the following, we will discuss (a) the resultant force F as well
as (b) the resultant torque T with respectto the barycenter and the
geometric center. Observe, that careful consideration of the acting
forces and torques is required for the respective formulation. The
individual forces contributing to F and their point of application in
the inhomogeneous particle are displayed in Fig. 4.

(a) ResultantForceF

2 The former follows directly from inserting the previous intermediate result
a. = a,+iff It+1 « off 1 . The latter follows from the external torque
expressedwith respectto the center of geometry T, = T+ If.* F using the
above expression for F, recalling the relation J. = J.+ mf, i, and using
the identity f, ! e o 1 = e Lo Lo =L ffe Lo =
Lo ff, . !
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Fig. 4. Sketch of the forces contributing to the resultant F acting on an inhomogeneous
prolate ellipsoid with a spherical mass inclusion. Here, F9 denotes the gravity force,
FP denotes the buoyancy force and F¢ denotes the drag force. As indicated, F° and
F9 act on the geometrical center G, while F9 acts on the barycenter C. Note that in
this sketch the gravitational direction is pointing in the direction of * e,.

The resultant force acting on a rigid body is independent from
the reference point.® As shown in Wedel et al. [30], for a micron-
sized ellipsoidal rigid body immersed in Stokesflow with [, ; the
dominant force contributions are drag F¢, gravity F9 and buoyancy
FP, while additional force contributions such as pressure gradient and
added mass can be considered negligible, which is especially true for
particles suspendedin air. It was further shown that evenif ; u |,
the two latter force contributions are way smaller than drag, buoyancy
and gravity contribution if the Stokesnumber is Stk ~ 1 and thus still
negligible. It is important to note that the gravity contribution actson
the barycenter C, while the drag and buoyancy contribution act on
the geometrical center G. To summarize, the resultant force for the
considered applications is obtained as

F=F9+FP+FO (32)

Theseexpand as

ng +E gdv: mg (33)

Fb: * EE fng: *mg (34)
d_ — — — * .

Fd= E)Etda— £ t+ 1 da= E)Etda— fagK  u* vg o (35)

The expressionof the drag resistancetensor K in the pFoR can be found
in the Appendix. Note that the traction t can be decomposedinto a
surface averaget, i.e. a constant vector, and a fluctuation contribution

fas

t=t+f with t= —= tda and 0’ . fda: (36)

sur.)E/ E)E E)E

Thus, in Eqg. (35) the resultant of the traction variation vanishes,
ie. ” Eﬂ‘da = 0, and consequently only t contributes to the drag
force. Observe also the velocity of the center of geometry v of the
particle in the drag expression. This may be re-expressedin terms of
the barycenter velocity by

Ve=vetit, 1 (37)

(b) ResultantTorque

The resultant torque acting on a rigid body generally depends on
the reference point. In the following, we will expressthe torque (bl)
in the barycenter aswell as(b2) in the geometric center. Furthermore,
the Jeffery torque is discussedin (b3).

(b1) with respectto the barycenterC

3 Neverthelessindividual forces contributing to the resultant F may act on
either the geometrical center G or the barycenter C.
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The resultant torque T with respectto the barycenter C consists of
a gravity Tg, a buoyancy T2, a drag Tg and a Jeffery contribution T/
and reads as

Te=T2+TR+T7d4+ T (38)

with the gravity, buoyancy, and drag contribution

9_ — 0
Te= +EE [pe gdv =0; (39)
TR=* E the* Qv = 15+ FY (40)
Td= +. fpetda =yge FE (41)

(b2) with respectto the geometriccenterG

For a micron-sized ellipsoidal rigid body immersed in Stokes flow
the resultant torque T with respect to the center of geometry G
consists of a gravity T, a buoyancy TE, a drag TY and a Jeffery
contribution T! and reads as

Te=Te+T2+Td+ T (42)

with the gravity, buoyancy, and drag contribution

R A Al (43)
b — -0

Te="g s odv =0 (44)
Td= +E)E¢P- tda =0 (45)

Observethat the sum of the gravity, buoyancy, and drag contributions
in (b1) and (b2) dueto If. = * 1 satisfiesthe condition Tg = T +1fce F.

(b3) Jefferytorque
Finally, the Jefferey contribution to the torque is a free couple and
thus independent of the reference point. It results as

Ti=g for fda=p tpe fda=2f3"vol.E/; (46)

)E )E
where the Jefferey traction (fluctuation) as the integral over the trac-
tion fluctuations over the boundary is ")Efda = 0. Note that the
superscript skw indicates the skew-symmetry of the specific tensor,
while the subscript a denotesthe axialvector. Thus, the Jeffery torque
is invariant to the reference frame, i.e. T'G = TJC“, since the Jeffery
traction satisfies")Efda = 0 and expandsin terms of a spatially constant
Cauchy-type stressasf= f n.

Remark 2.4. In the particle frame of reference the Jeffery torque can
be obtained using

b Pdgszc w5, * 1 ce
Ij: fC3 f_" ]fd;139+ —“ ;Wf 13! -égg; (47)
d dd 12g PR 3%

where " is the rotation resistance coefficient matrix and " the defor-
mation resistance coefficient matrix in the pFoR. In addition, d;i. and
Wy with i; j = 1; 2; 3 denote the coefficients of the deformation rate
tensor and spin tensor in the particle frame of reference. Note that the
deformation rate and spin tensor are obtained using d; = 0:5 (u+ (ut

andw; = 05 (u* (ut, respectively. The expressionfor the resistance

tensor coefficients in " and _ are provided in the Appendix.

4 Assume the Jeffery traction to depend on the reference point. Then we
have T/ =" g, fda="_ f,* f, « = g for fda*if, £ fda= T, see
)E — E
=1 «~
T 0
Fig. 3 The result then proves T/ as independent of the reference point.
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Fig. 5. Gravitational settling of prolate spheroids with
spherical inclusion has size of ds = 0:2d,,, density ratio

= 6 and volume-equivalent diameter d,, = 1 m in vacuum. The initial orientation is ' | = *45Y; s =
.= s e=Ll25and is positioned at f = 0:8a,; 0; 0. Note that the displayed position always denotes the geometric center
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‘3= 0. The

position (x;, i = 1; 2; 3). Employed nondimensional parametersx; = X;_eq; i = 1; 2 and t = tV,er_deq. Here, V¢ is obtained using Vie = tyq,d, Where ty, = 0:1s and g = 9:81 m_¢.

Comparison of: ™= geometric center formulation, ™= barycenter formulation, ™= homogeneous ellipsoid (, = 1).

3. Demonstrative examples

In this section, the equivalence of the formulations of the Egs.((26),
(27)) with respect to the geometrical center and with respect to the
barycenter is demonstrated on two simple cases.

3.1. Settlingin vacuum

In our first validation case,we employ prolate spheroids that settle
in vacuum. Thus, the only force acting on the particle under investiga-
tion is gravity. Note that the direction of gravity is in the x, direction.
As the conservation of angular momentum states, the momentum of
a rotating object does not change unlessit is subjected to an external
torque. Consequently, both homogeneousand inhomogeneous particles
should preserve their initial angular velocity of zero. In this context,
we investigate both the geometric center formulation, as well as the
barycenter formulation, seeSection 2.4. The density ratio of the spheri-
calinclusions issetto , = ¢ = 1:25 where the homogeneousparticle
density is o = 2560kg_nT. The aspectratio of the prolate spheroid is
chosenas = 6 and the volume-equivalent diameter of the particles
as deq = 1 m. The spherical inclusion is located at f= 08ay;0 0
and has a diameter of ds = 0:2de, The initial Euler angles are set to
"1 =*5Y; =" 5= O,

As displayed in Fig. 5 (ab), the trajectory of the homogeneous
particle is identical to that of the inhomogeneous particles (barycenter
and geometric center formulation). Moreover, we observe an excellent
agreementbetween the barycenter and geometrical center formulation.
As shown in Fig. 5 (c d), the particle's initial orientation is preserved
(no rotation during settling) while settling in vacuum as they are
initialized with a zero angular velocity and are not subjected to any
external torque during settling.

3.2. Settlingin air

Next, we examine inhomogeneous, prolate spheroids that settle in
air. The predominant forces acting on the particle under investigation
are therefore gravity and drag force. The particles used have the same
properties asin Section 3.1. With density ; = 1:208 kg_n? and kine-
matic viscosity ; = 1:491e-05m_¢ of air, we obtain a terminal velocity
of the corresponding homogeneous particle of v, = 7:7426:-05 m_s
(see Eq. (14)), resulting in a maximum particle Reynolds number of
R&max = 5606~ 1.

As before, we compare both the center of gravity and the barycenter
formulation, where the position compared is always the geometric
center (xj, i = 1; 2; 3). The following two initial orientations are
examined: ' ;= ,45Y; ' ;=" =0,

As presentedin Fig. 6 (ad), we observe strong differences between
the homogeneousparticle and the inhomogeneous patrticles (geometri-
cal and barycenter formulation) in both translational and orientational
dynamics. While the homogeneousparticle travels in the observedtime
t U 5800 for 711dgq in X4, the inhomogeneous particle only reaches
133deq in X1, seeFig. 6 (a). In addition, the inhomogeneous particle
travels 667d,q further in the direction of gravity, seeFig. 6 (b). These
differencesin trajectory are causedby the altered particle orientation as
shown in Fig. 6 (c,d). As displayed, the homogeneousparticle remains
in its original orientation during settling, while the inhomogeneous
particle aligns the longitudinal particle axis with the gravitational
direction, thus reducing the acting drag force. Moreover, we observe
a perfect agreement between the barycenter and the formulation of the
geometric center.

Next, we inject the particle with *; = +45%; ' , = ' 3 = OV and
analyze the effects on the translational and orientational dynamics
due to an altered initial orientation. Fig. 7 (a,b) illustrates the strong
influence of the spherical inclusion on the particle trajectory, which is
a result of the change in the orientation dynamics of the particles, see
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Fig. 6. Gravitational settling of prolate spheroids with
inclusion has size of dg = 0:2d,, density ratio
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= 6 and volume-equivalent diameter d,, = 1 m in air. The initial orientation is ' ; = *45Y; ' , ="' ;= 0. The spherical
,= s e= l25and is positioned at f = 0:8a;; 0; 0. Note that the displayed position always denotes the geometric center position

(xi, i =1 2; 3). Employed nondimensional parametersx; = X;_0eq; i = 1; 2 and t = tv;_d., with v, for the homogeneous particle (, = 1) from Eq. (14). Comparison of: ™= geometric

center formulation, ™= barycenter formulation, ™= homogeneous ellipsoid (, = 1).

Fig. 7 (c,d). As shown in Fig. 7 (c,d) (' ; = +45Y), we observea change
in the orientation dynamics between homogeneousand inhomogeneous
particles compared to Fig. 6 (c,d) (' ; = *45Y), which is causedby the
modified initial orientation. However, regardlessof the changed initial
orientation, the inhomogeneous particles reach a stable orientation of
the particle's major axis att U 4000that coincides with the gravitational
direction. As displayed, the homogeneouspatrticle remains again in its
initial orientation. Moreover, we observe a perfect agreement between
the barycenter and the geometric center formulation, also for the
altered initial position.

Taken together, both the barycenter and center of geometry formu-
lation are equivalent and are considered validated. In the upcoming
examples, only the geometrical center formulation is used for the
simulations.

4. Results and discussion
4.1. Influenceof different inclusion densities

In the following, the motion of inhomogeneous prolate ellipsoids
with aspect ratio = 12 is investigated when settling in air. The
volume-equivalent diameter of the particles is sett0 dgqg = 1 m
(R& max = 5606 ~ 1) while the spherical inclusion for all considered
particles is located at f, = 0:6dgq; 0; O Yin the pFoR and has diameter
ds = 0:2dgq The initial particle position is [0; O; o in’ the iFoR, Whilg
the initial particle orientation is chosenas' ; = *45Y,"' , ="' 5 = V.
For the inclusion, a density ratio , = ¢ , in the range of , =
[1; 1:25; 1.,5;2; 2:5; 5] is chosen. The patrticle is tracked for t = 2s.
Fig. 8 (ad) presentsboth the orientation dynamics and translational
dynamics. As shown in Fig. 8 (a,b), the orientation dynamics is strongly
influenced by the inclusion density ratio , = 4 .. We observe that
the greater ,, the faster the particle aligns its long axis with the
gravitational direction and the faster the angular velocity decreasessee
Fig. 8(d). In addition, the faster the particle aligns with the direction

of gravity, the lessthe particle travels in x; and the greater the settling
of the particle in x,. Note that the motion in X, is a consequenceof a
non-aligned particle asthe drag force acting on the particle possesses
a contribution both in x4 and x.

4.1.1. Influenceof various aspectratios with identical inclusion position

In the following we investigate the motion of inhomogeneous pro-
late ellipsoids of various aspect ratios, i.e. = 15 3; 6; 12, when
settling in air. The volume-equivalent diameter of the particles is set
to dgg=1 m, while the spherical inclusion for all particles considered
is positioned at £ = 0:6deq; 0; 0'in the pFoR and has diameter
ds = 0:2dgq The initial particle position is [0; O; 0]' in the iFoR, while
the initial particle orientation is chosenas' ; = *45Y, "', ="' 5 = OV.
A density ratio ¢ = 1:5is employed for the spherical inclusion. The
particle is tracked for t = 2s.

As presented in Fig. 9 (a,b), all particles with inclusions ( ¢ °
o) reach the samefinal orientation, while the homogeneous particles
maintain their original orientation. We further observethat more elon-
gated particles take more time to reach the final particle orientation,
which is caused by an initial lower particle angular velocity, see
Fig. 9 (d). Note that the slower alignment of the long axis with the
gravitational direction directly affects the trajectory of the particle,
see Fig. 9 (c), where the more elongated particles travel significantly
farther in the x4 direction. Here, we include two homogeneous refer-
ence ellipsoids with aspectratio = 1:5; 12. Furthermore, Fig. 9 (c)
highlights that all considered inhomogeneous particles travel less in
the x4 direction than their homogeneous counterparts. While the ho-
mogeneous particle with aspectratio = 12 reachesx; U 947, the
inhomogeneous particle with = 12 only travels up to x; U 410
Note that due to the alignment with the gravitational direction, the
considered inhomogeneous particles with < 6 travel lessfar in X,
than the homogeneousreference ellipsoid with = 1:5.
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Fig. 7. Gravitational settling of prolate spheroids with = 6 and volume-equivalent diameter de; = 1 m in air. The initial orientation is ' ; = +45Y; ', ="' ;= 0. The spherical
inclusion has size of dg = 0:2d,,, density ratio , = ;.= 1:25and is positioned at f = 0:8a;; 0; 0. Note that the displayed position always denotes the geometric center position
(X, 1 =1; 2; 3). Employed nondimensional parametersx; = X;_0eq i = 1; 2 and t = tv;_d., with v, for the homogeneous particle (, = 1) from Eq. (14). Comparison of: ™= geometric

center formulation, ™= barycenter formulation, ™= homogeneous ellipsoid (, = 1).
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Fig. 8. Gravitational settling of homogeneousand non-homogeneous prolate ellipsoids with initial orientation ' ; = *45Y;" ,
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Fig. 9. Gravitational settling of homogeneous and non-homogeneous prolate ellipsoids with initial orientation
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' =*5Y; ,=" 3= O of various aspectratios ( ). The spherical

inclusion is positioned at f = 0:6d,; 0; O L Employed nondimensional parametersx; = x;_dqq; i = 1, 2 and t = tv;_dq with v, for the homogeneous particle (, = 1) from Eq. (14).

Homogeneous ellipsoid referenceswith : A1.5, 012. Inhomogeneous ellipsoids with

4.1.2. Influenceof various aspectratios with varying inclusion position

In this example, the spherical inclusion size and density ratio is iden-
tical to the previous section, however, the inclusion positioned in the
pFoRis chosenas 0:8a;; 0; 0 and thus varies with changing particle
aspectratio. By comparing Fig. 10 (ab) to Fig. 9 (ab) (Section4.1.1),
we observe that for particles with an increased offset of the spherical
inclusion from the geometrical center, the alignment of the particle
long axis with the gravitational direction is reached significantly faster.
For example the particle with = 12 and particle inclusion at f =
0:8a,; 0; 0! aligns its major axis with the gravitational direction at
t U 400Q while the particle investigated in Section4.1.1 with = 12and
particle position at f, = 0:6dgq O; 0! aligns at t > 800Q This is also
highlighted by an increased particle angular velocity of the more elon-
gated particles suchas > 1.5, seeFig. 10 (d) compared to Fig. 9 (d).
This faster alignment strongly impacts also the particle trajectory as
presented in Fig. 10 (c), where the inhomogeneous particles, due to
their faster alignment with the flow, travel lessin %, and further in x,.

4.2. Effectof inclusion propertieson the orientational motion

To study the overall effect of the inhomogeneity on the orientational
dynamics, a parameter variation of different aspect ratios, particle
inclusion positions, and inclusion diameters was conducted. A matrix of
simulations of the gravitational settlement of a particle with a constant
Oeg=1 M (Reyax = 56-06 ~ 1) for aspectratios E [1:5; 12], inclusion
radii rg E [0:1a,;0:9a,] and inclusion positions f E [0:1a;;0:9a;] was
performed for a non-dimensional time of t = 500 The initial orientation
was the same as employed in the previous sections, i.e. ' ; = *45Y,
', = '3 = OV. The density ratio is kept at , = o , = 15 for
all cases.The final orientation at t = 500 is depicted in Fig. 11.
We observe a decreasing value of the direction cosine cosx,/ with a
larger orientational change as the initial direction cosine was set to
cosx4/ = 0:707. As demonstrated in previous cases,a small impact on
the rotation of particles with small inclusion diameters and increasing
aspect ratio is observed. Particles with large inclusion diameter and

;= 15, 3,

6, == 12

large inclusion offset are almost aligned to the gravitational direction
having the direction cosine below cosx,/ = 0:1. The highest density of
the isosurfacesin the direction of g causesthe highest impact of the
considered variables on the rotational motion.

To better visualize the effect of thesevariables on the trajectory, sev-
eral plane sections of the 3D plot in Fig. 11 are created and presented
in the following. In Fig. 12 the final orientation for different inclusion
radii and offset for two aspectratios of 6 and 12 is depicted. Comparing
both plots shows that the particle with a higher aspectratio and the
sameinclusion parametersrotates less. The higher slope of the contours
for small values of normalized inclusion position f_a; indicates a
greater impact on the rotation. We observe that the sensitivity of the
orientational dynamics on the inclusion position is increasing for larger
inclusions. Note that increasing the inclusion size, i.e. the inclusion
radius, impacts the trajectory stronger than enlarging the inclusion
offset in the whole range.

Interesting observations are made when fixing the position f_a, of
the inclusion. Fig. 13 presents dependence of the final orientation on
the aspectratio and normalized inclusion radius rg_a,. Shifting the
inclusion towards the top (f,_a ~) results in a faster rotation due to a
higher gravity torque which is in agreement with intuition. Analyzing
the shape of the contours yields that the relation between the aspect
ratio and inclusion radius is almost linear. Thus, to maintain a constant
rotational motion for a given inclusion position, the ratio between and
inclusion radius (rs_a,) hasto be approximately constant.

In Fig. 14 the final state of particles with equal normalized inclusion
size rg_a, for different aspect ratios and positions of the inclusion
(f,_a) are shown. As observed, a higher inclusion radius results in
a faster rotation, thus the values of the direction cosine are lower.
To obtain the samerotational motion with increasing aspectratio the
inclusion must be shifted to the top along the contour lines. However,
note the nonlinear relationship.
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Homogeneous ellipsoid references : A 1.5, 0 12. Inhomogeneous ellipsoids : == 1.5, 3, 6, == 12

Fig. 11. Isosurfacesof cosx;/ for t = 500 visualized dependent on the aspect ratio
the normalized inclusion position f_a, and the normalized inclusion radius rg_a,.

4.3. Simpleshearflow

Next, we insert a prolate spheroid of = 20 in simple shear
flow. Recall that simple shear flow has rotational (w;) and shearing
contributions (d;). Thus, the fluid velocity gradient ( ucan be expressed
as follows:

O t 0c bO t2 O bO 12 O
(g:]to 0 og:ﬁ_z 0 09+;* t2 0 oY (48)
w o od o o oddo o of

dq Wi

where tdenotesthe shearrate. We choose t= +726s™ and investigate
two initial orientations, i.e '; = , 90; ', = ' 3 = 0. In contrast
to the previous sections we will investigate the impact of the mass
ratios (inclusion size and density impact combined) on the translational
and orientational dynamics, which is defined asm = mgm, =
[0:05, 0:1; 0:15; 0:2] with , = 2560kg_nP. The particle inclusion is
located at f, = 0:83;; 0; O "and is of size ds = 0:15dg

As shown in Fig. 15 (ad), the orientation dynamics of the pro-
late spheroids are strongly influenced by the inclusion density. It is
shown that the higher the spherical density inclusion, the longer the
time until the particle undergoesa full rotation. Thus, these particles
possessa smaller particle flipping frequency. Furthermore, Fig. 15 (a
d) indicates that there is a critical particle mass ratio mg;; in the
range of 0:1 < mg,;; < 0:15, where the particle nearly aligns with the
flow direction and no further particle flips are visible in the observed
time. This stable orientation could be identified asan equilibrium state
where the sum of all torques is zero. Moreover, we observe that for
particles with m > my;;, the initial orientations of ' ; =, 90’ lead to
identical particle orientation, thus the initial injection orientation of the
considered casesplays a negligible role for m > m;. Taken together,
particles with increasing m drift away from the (homogeneous) Jeffery
orbit by exhibiting a significant effect on the period of rotation, until
finally reaching a stable orientation at m ™m;. Thus (homogeneous)
Jeffery orbits are not able to describe the rotational dynamics of
inhomogeneous particles.

In the following, we investigate the dependency of the flipping time
tjipp Of the particles on the spherical massinclusion ratio m= mg m,
for four different aspect ratios ( = 10; 15, 20; 25), three different
inclusion diameters (d = dg_deq = 0:075 0:15 0:3) as well a varying
inclusion positions on the particle semi-major axis f; = f;_a;. Note
that in this linear shear flow example, we define the nondimension
flipping time depending on the shearrate 1 i.e. tfjpy = tyjipp_trer With
ter = 1018 As displayed in Fig. 16 (a,b), we observe that increasing
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m increasesty i, significantly for all particles investigated. In addition,
we find that increasing the particle aspectratio significantly reduces
the mg;, where ty,, ™ @. Thus, a more elongated particle tends
to reach for lower inclusion massesa nonrotating state than a less
elongated particle with equal inclusion mass.Furthermore, we observe
that increasing dg and thus distributing the inclusion massover a larger
volume (i.e. a smaller density), leadsto an increasein t;,,. Moreover,
we find that increasing the shift of the spherical inclusion from the
geometrical center of the particle leads to a strong decreasein iy,
seeFig. 16 (b).
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4.4. Laminar pipe flow

Next, we investigate the particle motion of an inhomogeneous
prolate ellipsoid in laminar pipe flow. The setup is consistent with
the setup employed in Wedel et al. [30] and Cui et al. [35]. The
circular channel has diameter D = 4:2mm and mean velocity U =
0:485m_s [36]. The studied prolate spheroid has a density of ¢ =
2560kg_nT and aspectratio of = 14 with semi-minor axis a3=05m
leading to dgq = 2:41e-06. The Reynolds number is Re = 137 (density
¢ = 1:208kg_nT, kinematic viscosity ; = 1:491e 10 m?-S). Note
that ¢ , . Furthermore, Stk = 0:01 with characteristic particle
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Fig. 15. Motion of prolate spheroidal ellipsoid ( = 20) in simple shear flow (1= 726s) with varying massratio of the inclusion. The spherical inclusion is of size ds = 0:15dg,

and the inclusion position is 0:8a;; 0; 0. The initial particle orientation is setto ', =, 90/; ' , = 0;
configuration is sketched using an orange arrow. Employed nondimensional parameter t = t318 Massratios m= m¢_m,: ™ 0 (hom.),
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Fig. 16. Influence of particle aspectratios , spherical inclusion size d;, and inclusion position on the particle semi-major axis f; on the particle flipping time t;;,,. The homogeneous
density of the ellipsoid matrix is . = 2560kg_n? and the volume-equivalent diameter is set to deq =1 m. Employed nondimensional parameter t = td#dand m= mg m,. Studied

aspect ratios  in (a):
0.9, ™= 0.8, i 0.7, mm 0.6, mxur 0.5.

responsetime , = 0:046ms The initial position of the ellipsoid is set
to x,.0/ = *1:65mm in the plane e; * e, and its initial orientation is
chosenas' ; = *90Y; ' , ="' 5= (V. At the initial particle position, the
flow vorticity is !¢ = 726s? . The initial velocity and angular velocity
of the particle are set to zero. Thus, we can estimate the maximum
particle Reynolds number of R, = 0:08. Note that this Re,max only
occurs directly at the beginning of the simulation asthe initial particle
velocity is setto zero. Thus, throughout the simulation Re, ~ 1 For
convenience, the setup is visualized in Fig. 17.

First, we compare the developed particle tracking of prolate el-
lipsoids with spherical inclusions with the numerical results of Tian
et al. [19] and Cui et al. [35] in the limit of homogeneous particles
(in= hom) With aspectratio = 14. Asshown in Fig. 18, we achieve
a perfect agreement in the orientation dynamics with the reported

10, == 15, == 20, == 25 and particle inclusion size d = d;,_d¢q: * = 0.075, m m 0.15, nmx 0.3. Studied spherical inclusion position £ = f;_a, in (b): 1=

results of Cui et al. [35], who assumedan average inflow velocity of
W = 0:485m_s

Next, we employ several massinclusions with m = 0 .hom./; 0:025,
0:05/0:1 with inclusion diameter ds = 0:15dgq To neglect the gravity
influence on the particle trajectory, the particle massis kept constant
acrossall particles, i.e. when considering inclusions the homogeneous
massis adjusted correspondingly.

As presentedin Fig. 19 (a b), the effect on the orientation dynamics
for the aspectratio f 14 is notable even for m = 0:025 Furthermore,
we observethat with increasing massratio m, the deviation of the par-
ticle orientation from the homogeneous ellipsoid reference increases,
which is consistent with our findings in Section 4.3. We observe that
0:05 < mg;; < 0:1, as the particle with m = 0:1 aligns with the flow
direction and no further rotational motion is observed.
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Fig. 17. Sketch of a circular tube of diameter D = 4:2mm and initial position of the inhomogeneous particle in the e, * e, plane. Note the exaggerated size of the suspended
prolate ellipsoidal particle for display purposes. The Reynolds number of the airflow is Re= 137 with average inlet velocity W = 0:485m_s The streamwise direction is in the e,
direction, while the gravitational direction points in the negative e, direction. The particle is positioned at x,.0/ = *1:65mm out of the center plane in e, direction with initial

orientation ' ; = *907;

' , ="' 3= 0. The hydrodynamic torque acting on the particle in the initial configuration is sketched using an orange arrow.
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Fig. 19. Particle orientation of inhomogeneous prolate ellipsoids suspendedin laminar pipe flow. Employed nondimensional parameter t = tv;_deq with v, from Eq. (14) for the
= 14 Investigation of spherical mass inclusion ratios m = m¢_m, with inclusion diameter d, = 0:15d,, and inclusion

homogeneous particle (m = 0) with particle aspect ratio
0.025, = =(0.05, ==0.1.

position f, = 0:8a,. Inclusion massr

Fig. 19 (c,d) shows the influence of the spherical inclusion on the
particle trajectory. We observe that a particle with larger mass ratio
travels further in streamwise direction (x;) and possesses decreased

atio m: == Q,

settling velocity in X,. For example, the particle with m = 0:1 travels
3788d, further in x; compared to the particle with m = 0:05 and
4846d,, more than the particle without inclusion. The larger afloat time
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Fig. 20. Sketch of the simplified bifurcation model with the diameter of the parent and daughter airways set as D = 6mm. The setup is consistent with the setup employed by

Feng and Kleinstreuer, [37]. The gravitational direction is in streamwise direction, i.e. in x, direction. The bifurcation angle is set to

= 60Y. Point A denotes the position of the

bifurcation carina. The total length of the bifurcation in x, is denoted as L ;, while the maximum width in x, is denoted as L.

of particles with massinclusions is directly connected to an increased
alignment time of the particle with the streamwise direction as the
drag component in x, is decreased,while the drag component in X,
is increased. Taken together, the drift away from the (homogeneous)
Jeffery orbit towards extended rotational period due to m ~ significantly
affects the particle trajectory. We identified that a particle with mass
inclusion hasa prolonged alignment time of the long axis with the flow
direction and thus exhibit a longer afloat time than the homogeneous
counterpart.

5. Bifurcation airway

The final validation caserefersto a simplified 3D bifurcating airway
as used by Feng and Kleinstreuer, [37], with diameters of the main
and secondary airways D = 6mm and a branching angle = 60Y.
The Reynolds number is set to Re = 500, which (according to Zhang
et al. [38]) mimics normal breathing conditions in the third generation
of an airway. A sketch of the bifurcation model employed is shown in
Fig. 20.

In this validation, we analyze the deposition efficiency for different
Stokes numbers (Stk) by considering prolate spheroidal particles with
an aspectratio = 20, particle density ¢ = 2400kg_nT and an inclusion
massratio of m = 0, seeZhang et al. [38].

To compare our results to Zhang et al. [39], Feng and Klein-
streuer, [37], and our previous model for homogeneous particles, see
Wedel et al. [30], we assumea uniform inflow velocity and consider 10*
randomly distributed prolate spheroidal particles with aspectratio =
20. Thefibers are injected with zeroinitial velocity and angular velocity
and with a random orientation at the parent inlet location. Considering
amaximum Stokesnumber of Stk = 0:5, the largestinvestigated particle
volume equivalent diameter is dey = 1:8e-05m. With an average inlet
velocity of u, = 1:263m_s we can approximate the maximum particle
Reynolds number as R, = 1:5. However, note that Rg,may Only
occursdirectly at injection time (particles are releasedwith zero initial
velocity) as the relative velocity between the fluid and the particle is
maximal. Thus, throughout the rest of the simulation Re, ~ Re;yax

We assumethat the particles are deposited assoon asa particle wall
contact is established sothat both impaction and interception (particles
come close enough to the wall sothat a particle edge touches the wall
surface) deposition mechanisms are considered. The latter mechanism
is particularly crucial for highly elongated particles. In agreementwith
Zhang et al. [39], it is assumedthat non-deposited particles leave the
geometry after ten times the average residence time of the flow.

As shown in Fig. 21, we achieve excellent agreementin deposition
efficiency between our inhomogeneous particle model with m = 0 and
the reference results (i.e. Feng and Kleinstreuer, [37] as well as our
previous model for homogeneousparticles, see Wedel et al. [9]). Con-
sequently, we consider the novel inhomogeneous particle deposition
model validated for m = 0 (homogeneous particles).

Next, we investigate the influence of two different inclusion masses,
i.,e. m = 0:025and m = 0:05. The spherical inclusion is positioned at
f,= 08ay; 0; 0 and is of size dg = 0:15dg In this context, the initial
position and orientation of the injected particles are randomly gener-
ated but identical for all investigated cases(m = 0; 0:025 0:05). Note
that the particle massis identical for homogeneousand inhomogeneous
particles, i.e. m, is adjusted accordingly. As presented in Fig. 21(b),
we observe nearly identical deposition efficiency DE for smaller Stokes
numbers Stk f 1. However, towards larger Stk the massinclusion starts
to impact the deposition efficiency, where an increasein m leadsto a
decreasein DE.

As observed, modifying the inclusion massin the spheroidal particle
allows for influencing the rotational period leading to a prolonged
alignment time of the particle long axis with the flow direction as
m ~. Thus adjusting the massinclusion of the inhomogeneous particles
enablestuning of the overall particle deposition efficiency DE.

Next, we investigate the influence of particle inclusion (m = 0:05)
on particle deposition location for various Stokesnumber values.

In Fig. 22 the local deposition fraction of the particles is plotted
against the streamwise (x;) and spanwise (x,) coordinates. As shown
in Fig. 22 (a,b), for Stk = 0:1 the particle deposition in x; aswell asx,
is slightly influenced by the spherical inclusion, however, the general
average deposition location is nearly identical. The particle deposition
directly after the bifurcation carina A, see Fig. 22 (a), is slightly
reduced for inhomogeneous particles compared to the homogeneous
counterpart. This trend intensifies for increasing Stk, seeFig. 22 (b,c)
for Stk = 0:2. For Stk = 0.5, the deviations between homogeneous
and inhomogeneous particles are strongly pronounced and the average
particle deposition of inhomogeneous particles is shifted to the front of
the carina.

In general, discrepanciesin the deposition fraction of homogeneous
and inhomogeneous particles are observed, highlighting the importance
of accounting for altered mass distribution. Note that investigating
different inhalation regimes (such ascyclic inhalation under resistance)
causing a turbulent flow field or deploying a realistic geometry of the
respiratory tract are conjectured to lead to even higher discrepancies,
which is one of the scopesof our future work.

Taken together, employing inhomogeneous particles offers further
tuning parameter to control the motion and deposition of particu-
late systems. Thus, inhomogeneous particles can offer potential espe-
cially in the field of targeted drug delivery, as increased control over
particle motion and deposition can lead to an increased efficiency
(and thus decrease the side-effects) of the transported drug. Taken
together, we observe that modeling realistic particles requires the con-
sideration of massdistribution as non-homogeneous mass distribution
can significantly impact the particle translational and orientational
dynamics.
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6. Conclusion

In this work we investigate kinematics and dynamics of inhomo-
geneous ellipsoidal particles suspendedin viscous fluid. A spherical
inclusion models the inhomogeneity in a prolate spheroidal matrix. This
approach servesas an extension to the simplified model proposed by
Cui etal. [22], in which the coupling of rotational and translational dy-
namics was neglected in the geometric center formulation. The model
is developed in both geometric and a barycenter formulation and both
versions are validated by various test cases.First, the inhomogeneous
particle settling in vacuum is investigated resulting in excellent agree-
ment between the two formulations. Second,we investigate the settling
behavior in stagnant air, where we also observe excellent agreement
between the barycenter and the geometric center formulation. Thirdly,
we investigate inhomogeneous particles in laminar pipe flow, where
identical results to the literature reference were obtained in the limiting
case of equal density between ellipsoid and inclusion. We found that
a spherical inclusion significantly changes the orientation dynamics
of the particles, with the effect being strongly dependent on the size
of the inclusion as well as the offset between the barycenter and the
geometric center. Finally, we investigated the deposition of ellipsoids
with spherical inclusions in a simplified 3D airway bifurcation. We
found that inclusions can influence the deposition efficiency and the
local particle deposition location, especially for larger Stokesnumbers
Stk > 0:1. In this context, we observed that an increase in inclusion
massratio m leads to a decreasein the deposition efficiency. In future
work, we aim to apply the novel inhomogeneous ellipsoid model to
more complex flows, suchasflows within a realistic human lung replica
as well as gyrotactic swimmers suspendedin turbulent flows. In this
context, the model enables the study of inhalation and deposition of
imperfect glassfiber particles.
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Appendix. Tensor coefficients for prolate spheroidal ellipsoids

In this work, without loss of generality, we focus on the study of
prolate spheroidal ellipsoids. For these particles, the tensor coefficients
of K, and can be determined analytically and are functions of the
particle aspectratio ( = ;). The coefficients of the K tensor read in
the pFoR as

. 16 2% 1°%°

K..= K, = ol — Al

2B oowgn, + 2rys 261 *D

. g 2x1%?

Ky = £ £ : (A2)
22%1In. + 2% 1/* 2% 1

To relate K~ to K, the resistance coefficient matrix in the iFoR, the

rotation matrix R is used as
K =R'K'R: (A.3)

The tensor coefficients of and read in the pFoR as

16 1?0 0 *1 0 3
= T;O 1* 2 g+ 2y, 0 qg? (A.4)
& 0 R S P g
6 2 Vitva 0 0 ¢
T A e R
d 0 0 Yo+ 2¥; 1+ Zg

(A.5)

by using the non-dimensional coefficients y,, ¥, and y; defined by
Gallily and Cohen, [40], as L o M
2 * 2% 19

+ In
2*1 2[2* 1]3—2 + 2*1

y1=Yo=

; (A.6)
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(a) PDF in x; direction (Stk = 0.1) (b) PDF in x, direction (Stk = 0.1)

(c) PDF in x; direction (Stk = 0.2) (d) PDF in x, direction (Stk = 0.2)

(e) PDF in x; direction (Stk = 0.4) (f) PDF in x; direction (Stk = 0.4)

(g) PDF in x; direction (Stk = 0.5) (h) PDF in x, direction (Stk = 0.5)

Fig. 22. Comparison of particle deposition distribution of homogeneous (m = 0) and inhomogeneous (m = 0:05) prolate spheroidal particles with aspectratio = 20 in a simple
bifurcation geometry. Recall that L, denotes the maximum length of the bifurcation in x, direction (streamwise direction), while L, denotes the maximum width in x, direction,
see Fig. 20. Referencelines: " |ocation of point A, see Fig. 20. Mean particle positions: ®=® homogeneous particle, inhomogeneous particle.
L y M
2 % u 2% 1 References
ys =% * |n C‘ . (A7)

2% 1 [ 2% 132 : : ! ) : -
[1] Y. Cui, J. Ravnik, P. Steinmann, M. Hriber2ek, Settling characteristics of

nonspherical porous sludge flocs with nonhomogeneous massdistribution, Water

Res. 185 (2019) 159 170.

T [2] J. Wedel, M. 'trakl, P. Steinmann, M. Hriber2ek, J. Ravnik, Can CFD establish
Data availability a connection to a milder COVID-19 diseasein younger people? Comput. Mech.
67 (2021) 1497 1513, http://dx.doi.org/10.1007/s00466-021-01988-5

Data will be made available on request. [3] J. Wedel, P. Steinmann, M. 'trakl, M. Hriberzek, J. Ravnik, Risk assessmentof
infection by airborne droplets and aerosols at different levels of cardiovascular
activity, Arch. Comput. Methods Eng. 28 (6) (2021) 4297 4316, http://dx.doi.
0rg/10.1007/s11831-021-09613-7 .



J. Wedel et al.

4]

[5]

(6]

[7]

8]

[9]

[10]

[11]

[12]

[13]
[14]
[15]

[16]

[17]

(18]

[19]

[20]

[21]

[22]

J. Wedel, P. Steinmann, M. 'trakl, M. Hriber2ek, Y. Cui, J. Ravnik, Anatomy
matters: The role of the subject-specific respiratory tract on aerosol deposition A
CFD study, Comput. Methods Appl. Mech. Engrg. (2022).

J. Pallares, A. Fabregat, A. Lavrinenko, H.A. bin Norshamsudin, G. Janiga, D.F.
Fletcher, K. Inthavong, M. Zasimova, V. Ris, N. Ilvanov, R. Castilla, P.J. Gamez-
Montero, G. Raush,H. Calmet, D. Mira, J. Wedel, M. 'trakl, J. Ravnik, D. Fontes,
F.J. de Souza,C. Marchioli, S.Cito, Numerical simulations of the flow and aerosol
dispersion in a violent expiratory event: Outcomes of the 2022 International
Computational Fluid Dynamics Challenge on violent expiratory events, Phys.
Fluids 35 (4) (2023) 045106, http://dx.doi.org/10.1063/5.0143795

P. Koullapis, S.C.Kassinos,J. Muela, C. Perez-Segarra,J. Rigola, O. Lehmkuhl,
Y. Cui, M. Sommerfeld, J. Elcner, M. Jicha, I. Saveljic, N. Filipovic, F. Lizal,
L. Nicolaou, Regional aerosol deposition in the human airways : The Siminhale
benchmark case and a critical assessmentof in silico methods, Eur. J. Pharm.
Sci. 113 (2017) 118, http://dx.doi.org/10.1016/j.ejps.2017.09.003

P.G. Koullapis, S.C.Kassinos,M.P. Bivolarova, A.K. Melikov, Particle deposition
in a realistic geometry of the human conducting airways: Effects of inlet velocity
profile, inhalation flowrate and electrostatic charge, J. Biomech. 49 (11) (2016)
22012212, http://dx.doi.org/10.1016/j.jpiomech.2015.11.029

N. Khoa, N. Lu Phuong, K. Takahashi, K. Ito, Transport and deposition of
inhaled man-made vitreous and asbestosfibers in realistic human respiratory
tract models: An in silico study, Japan Archit. Rev. 5 (2022) http://dx.doi.org/
10.1002/2475-8876.12277 .

J. Wedel, P. Steinmann, M. 'trakl, M. Hriber2ek, J. Ravnik, Shape matters:
Lagrangian tracking of complex nonspherical microparticles in superellipsoidal
approximation, Int. J. Multiph. Flow 158 (2023) 104283, http://dx.doi.org/10.
1016/j.ijmultiphaseflow.2022.104283 .

G. Jeffery, The motion of ellipsoidal particles immersed in a viscous fluid, Proc.
R. Soc. Lond. Ser. A 102 (715) (1922) 161 179, http://dx.doi.org/10.1098/rspa.
1922.0078, URL https://royalsocietypublishing.org/

H. Brenner, The Stokes resistance of an arbitrary particle, Chem. Eng. Sci. 18
(1) (1963) 125.

H. Brenner, The Stokes resistance of an arbitrary particle-IV Arbitrary fields of
flow, Chem. Eng. Sci. 19 (10) (1964) 703 727, http://dx.doi.org/10.1016/0009-
2509(64)85084-3.

D.O. Njobuenwu, Fairweather M., Dynamics of single, non-spherical ellipsoidal
particles in a turbulent channel flow, Chem. Eng. Sci. 123 (2015) 265 282.
S.M.A. Karnis, H.L. Goldsmith, Axial migration of particles in poiseuille flow,
Nature 200 (1963) 159 160.

S.M.A. Karnis, H.L. Goldsmith, The flow of suspensionsthrough tubes: V. Inertial
effects, Can. J. Chem. Eng. 44 (1966) 181 193.

H. Zhang, G. Ahmadi, F.G. Fan, J.B. McLaughlin, Ellipsoidal particles transport
and deposition in turbulent channel flows, Int. J. Multiph. Flow 27 (2001)
971 1009.

P. Mortensen, H. Andersson, J. Gillissen, B. Boersma, Dynamics of prolate
ellipsoidal particles in a turbulent channel flow, Phys. Fluids 20 (2008)
093302 093314.

C. Marchioli, M. Fantoni, A. Soldati, Orientation, distribution, and deposition of
elongated, inertial fibers in turbulent channel flow, Phys. Fluids 22 (3) (2010)
033301, http://dx.doi.org/10.1063/1.3328874

L. Tian, G. Ahmadi, Z. Wang, P.K. Hopke, Transport and deposition of ellipsoidal
fibers in low Reynolds number flows, J. Aerosol Sci. 45 (2012) 118, http:/
dx.doi.org/10.1016/j.jaerosci.2011.09.001 , URL https://www.sciencedirect.com/
science/article/pii/S0021850211001571 .

Z. Cui, W.-X. Huang, C.-X. Xu, H.l. Andersson, L. Zhao, Alignment of
slender fibers and thin disks induced by coherent structures of wall turbu-
lence, Int. J. Multiph. Flow 145 (2021) 103837, http://dx.doi.org/10.1016/
j-ijmultiphaseflow.2021.103837 , URL https://www.sciencedirect.com/science/
article/pii/S0301932221002640 .

J. Ravnik, M. 'trakl, J. Wedel, P. Steinmann, M. Hriber?ek, Stokesflow induced
drag and torque on asbestos-like fibres can not be estimated by a simplistic
ellipsoidal approximation, in: 45th International Conference on Boundary Ele-
ments and other Mesh Reduction Methods organized by WIT - WessexInstitute
of Technology, U.K., 2022.

Y. Cui, J. Ravnik, P. Steinmann, M. Hriber2ek, Settling characteristics of
nonspherical porous sludge flocs with nonhomogeneous massdistribution, Water
Res. 158 (2019) 159 170, http://dx.doi.org/10.1016/j.watres.2019.04.017 , URL
https://www.sciencedirect.com/science/article/pii/S0043135419303252

[23]

[24]

[25]

[26]

[27]

[28]

[29]

[30]

[31]
[32]

[33]

[34]

[35]

[36]

[37]

[38]

[39]

[40]

BRZGHHFKQRORIJ\

C. Marchioli, H. Bhatia, G. Sardina, L. Brandt, A. Soldati, Role of large-scale ad-
vection and small-scale turbulence on vertical migration of gyrotactic swimmers,
Phys. Rev. Fluids 4 (2019) 124304, http://dx.doi.org/10.1103/PhysRevFluids.4.
124304, URL https://link.aps.org/doi/10.1103/PhysRevFluids.4.124304

J. Qiu, C. Marchioli, L. Zhao, A review on gyrotactic swimmers in turbulent
flows, Acta Mech. Sin. 38 (8) (2022) 722323, http://dx.doi.org/10.1007/s10409-
022-22323-x.

R. Rautenbach, S. Hofmann, L. Buntkiel, J. Schéfer, S.F. Reinecke, M. Hoffmann,
U. Hampel, M. Schliiter, Dynamics of Lagrangian sensor particles: The effect of
non-homogeneous mass distribution, Processesl2 (8) (2024) http://dx.doi.org/
10.3390/pr12081617 , URL https://www.mdpi.com/2227-9717/12/8/1617

K.T. Shanley, G. Ahmadi, P.K. Hopke, Y. sung Cheng, Simulated airflow and
rigid fiber behavior in a realistic nasal airway model, Particul. Sci. Technol. 36
(2018) 131140, URL https://api.semanticscholar.org/CorpusiD:100488199 .

L. Shachar-Berman,S. Bhardwaj, Y. Ostrovski, P. Das, P. Koullapis, S. Kassinos,J.
Sznitman, In silico optimization of fiber-shaped aerosolsin inhalation therapy for
augmented targeting and deposition across the respiratory tract, Pharmaceutics
12 (2020) 230, http://dx.doi.org/10.3390/pharmaceutics12030230

C. Wang, K.-W. Yan, Y.-D. Lin, P. Hsieh, Biodegradable core/shell fibers by
coaxial electrospinning: Processing,fiber characterization, and its application in
sustained drug release, Macromolecules 43 (2010) http://dx.doi.org/10.1021/
mal00423x.

F. Lizal, M. Cabalka, M. Maly, J. Elcner, M. Belka, E.L. Sujanska, A. Farkas, P.
Starha, O. Pech, O. Misik, J. Jedelsky, M. Jicha, On the behavior of inhaled fibers
in a replica of the first airway bifurcation under steady flow conditions, Aerosol
Sci. Technol. 56 (4) (2022) 367 381, http://dx.doi.org/10.1080/02786826.2022.
2027334.

J. Wedel, M. 'trakl, P. Steinmann, M. Hriber2ek, J. Ravnik, A novel particle
particle and particle wall collision model for superellipsoidal particles, Comput.
Part. Mech. (2023) http://dx.doi.org/10.1007/s40571-023-00618-6

H. Goldstein, Classical Mechanics, second ed., Reading, MA, Addison-Wesley,
1980.

H. Lamb, Handbook of Fluid Dynamics, sixth ed., Cambridge University Press,
1994.

D. Di Giusto, L. Bergougnoux, C. Marchioli, . Guazzelli, Influence of small inertia
on Jeffery orbits, J. Fluid Mech. 979 (2024) A42, http://dx.doi.org/10.1017/jfm.
2023.1007.

Y. Cui, J. Ravnik, O. Verhnjak, M. Hriber2ek, P. Steinmann, A novel model for
the lift force acting on a prolate spheroidal particle in an arbitrary non-uniform
flow. Part Il. Lift force taking into account the non-streamwise flow shear, Int.
J. Multiph. Flow 111 (2019) 232 240.

Y. Cui, J. Ravnik, M. Hriber2ek, P. Steinmann, A novel model for the lift force
acting on a prolate spheroidal particle in an arbitrary non-uniform flow. Part I.
Lift force due to the streamwise flow shear, Int. J. Multiph. Flow 104 (2018)
103 112.

Y. Cui, J. Ravnik, M. Hriber2ek, P. Steinmann, On constitutive models for the
momentum transfer to particles in fluid-dominated two-phase flows, Adv. Struct.
Mater. 80 (2018) 1 25.

Y. Feng, C. Kleinstreuer, Analysis of non-spherical particle transport in complex
internal shear flows, Phys. Fluids 25 (2013) 1904, http://dx.doi.org/10.1063/1.
4821812.

L. Zhang, B. Asgharian, S. Anjilvel, Inertial and interceptional deposition of fibers
in a bifurcating airway, J. Aerosol Med. 9 (3) (1996) 419 430.

H. Zhang, D. Li, L. Xie, Xiao Y., Documentary research of human respiratory
droplet characteristics, in: P. Engineering (Ed.), 9th International Symposium on
Heating, Ventilation and Air Conditioning (ISHVAC) and the 3rd International
Conference on Building Energy and Environment, COBEE,vol. 121, 2015, pp.
1365 1374.

I. Gallily, A.-H. Cohen, On the orderly nature of the motion of nonspherical
aerosol particles Il. Inertial collision between a spherical large droplet and axially
symmetrical elongated particle, J. Colloid Interface Sci. 68 (1979) 338 356.



	Introduction
	Human respiratory tract
	Anatomy of the respiratory tract
	Physiology of respiration
	Qualitative parameters of the respiration

	Reconstruction of the respiratory tract

	Aerosols
	Deposition mechanisms
	Quantification of deposition

	Numerical methods in CFPD
	Fluid phase
	Lattice Boltzmann Method
	Turbulence and its modelling
	Phase interaction

	Particle phase
	Complete Numerical Simulation
	Euler-Lagrange methods


	State of the art
	Objectives and aim of the study
	Scientific questions and hypothesis
	Structure of the thesis

	Comments to Paper I.: Comprehensive experimental and numerical validation of Lattice Boltzmann fluid flow and particle simulations in a child respiratory tract.
	Comments to the software implementation of the ELER method into OpenLB
	Comments to Paper II: Transport and deposition of inhaled fibres in a realistic female airway model: A combined experimental and numerical study
	Validation of fibre orientation in a bifurcation using experimental data
	Comments to Paper III.: Mass distribution impacts on particle translation and orientation dynamics in dilute flows
	Conclusion
	Limitations
	Future work

	List of publications
	Nomenclature 
	Bibliography

