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The theoretical and computational investigation of non-equilibrium transport phe-
nomena in rarefied gases is one of the most interesting and challenging fields in
engineering and physics. In recent years, this topic is gaining constantly increasing
attention mainly due to its implementation in a wide range of technological applications,
ranging from small scale devices like accelerometers and micro gas analyzers up to large
scale gas distribution systems in fusion reactors and particle accelerators. The behavior
of gasses in rarefied conditions cannot be captured by conventional fluid dynamic
approaches, based on the Navier-Stokes-Fourier equations, due to the limited number
of intermolecular collisions leading to a departure from local equilibrium. Modeling
must be based on kinetic theory of gases on the basis of the Boltzmann equation, which
unavoidably is associated with increased complexity and computational cost.

In the present work, advanced kinetic modeling is conducted using the well-
established deterministic Discrete Velocity (DVM) and stochastic Direct Simulation
Monte Carlo (DSMC) methods. Novel numerical additions are developed for both
methodologies and their validity and effectiveness is demonstrated by solving prototype
problems in rarefied gas dynamics. Then, these new approaches are implemented to
investigate and understand the underlying physics of unexpected transport phenom-
ena observed in gas flows and heat transfer configurations far from local equilibrium.
Furthermore, based on computationally efficient and advanced modeling, certain flow
and heat transfer configurations, encountered in the design of various devices with
miniaturized sizes and/or operating under low pressure conditions, are simulated.

The computational advancements in conjunction with the Discrete Velocity Method
include the development and implementation of a) a semi-analytical-numerical method-
ology based on the method of characteristics to simulate kinetic equations with external
force terms, b) a marching DVM algorithm on unstructured meshes approximating

complex geometries and ¢) a half-range synthetic acceleration scheme to speed-up
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the convergence rate of the DVM including the bulk quantities at the boundaries.
The computational advancement in conjunction with the DSMC method includes
the decomposition of the solution into its ballistic and collision parts, by accordingly
tagging the simulation particles. The four advancements are briefly analyzed.

In the majority of kinetic simulations, external forces can be neglected and numerical
schemes able to treat the external force term in a deterministic manner have not gained
considerable attention. The extension of deterministic kinetic modeling of rarefied flows,
subject to external fields is an open issue. Here, a suitable semi-analytical-numerical
scheme, based on the method of characteristics, is developed. Upon introducing the
characteristic variables, the force term is eliminated from the streaming part of the
kinetic equation and it is included in the collision term and in the integral expressions
of the macroscopic quantities. The accuracy of the proposed algorithm is demonstrated
simulating a force driven one-dimensional nonlinear fully developed flow and successful
comparisons with existing results are performed.

Following the discretization of the kinetic equations in the phase space (molecular
velocity and physical spaces) via the DVM leads to linear algebraic systems with a
huge number of equations requiring high computational cost. The so-called marching
schemes provide an alternative approach, since they do not require the solution of
algebraic systems, but they are limited to simple geometries and structured meshes.
Here, a marching DVM algorithm on unstructured meshes is developed using two
different approaches. The first one is the typical backtracking methodology, which is
robust but computationally expensive and the second novel one, is based on simple
generic geometrical arguments and it is computationally efficient, but it may fail when
obtuse triangular grid elements exist in the mesh. In the present implementation
both methodologies are used, with the geometrical method always being the first
choice and introducing the backtracking algorithm as the second choice only when
the geometrical approach fails. The developed marching DVM code on unstructured
meshes is successfully benchmarked in several two-dimensional rarefied gas flows and
heat transfer configurations in convex and non-convex domains using both linear and
nonlinear kinetic models.

The typical iteration map of the DVM suffers from slow convergence in the slip
and hydrodynamic regimes. Advanced synthetic type acceleration schemes, based
on the full-range Hermite polynomials, has been previously developed speeding-up
the slow convergence rate, with spectacular results. Their application is limited to

fully developed flows through long capillaries, due to their inability to accelerate the
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boundary nodes. It is computationally demonstrated that accelerating the boundary
nodes is crucial in the general case, where the boundary conditions are part of the
solution. The proposed synthetic acceleration methodology is based on half-range
Hermite polynomials and the derived system of half-range moment equations are
accelerating the macroscopic quantities in the interior as well as in the boundary nodes
of the physical domain. The developed half-range synthetic acceleration scheme is
applied to one-dimensional linear flow and heat transfer configurations clearly indicating
their computational efficiency. In addition, solving the half-range moment equations
decoupled from the kinetic equations provides accurate results in a range of the Knudsen
number, much wider than expected. This is attributed to the ability of the half-range
moments to incorporate the discontinuity of the distribution function.

In rarefied conditions, where intermolecular collisions are scarce, particles can
travel long distances without interacting with other particles. Particles emitted from
the boundaries may reach locations well into the low domain carrying the boundary
information that may be very different form the local conditions leading to a number of
interesting not always expected non-equilibrium phenomena. Therefore, it is interesting
therefore to distinguish between particles with and without intermolecular collisions.
In the framework of the DSMC method, the solution is decomposed into its ballistic
and collision parts and the contribution of each part to the macroscopic quantities
is computed, providing insight information about the microstructure of the flow and
aiding physical understanding.

Continuing with the implementation of the above computational methodologies to
investigate unresolved phenomena, the novel DSMC decomposition has been applied
to interpret non-equilibrium phenomena arising in thermally induced flow and heat
transfer configurations in enclosures. More specifically, in cavities, with temperature
gradients in the lateral walls, an unexpected flow from hot to cold regions, opposite to
the well-known thermal creep flow, has been observed. The formation of this counter
flow is explained using physical arguments obtained by the decomposition methodology.
Furthermore, computing the heat transfer in a square cavity, where the bottom wall
is in a high temperature and all other three walls are maintained in the same lower
temperature, it has been found that the heat flux departing from the heated wall does
not have a monotonic behavior with respect to the temperature ratio but exhibits
a maximum value at some particular value of the temperature ratio. Based on the
DSMC decomposition methodology, a physical explanation to this counter intuitive

observation has been provided.
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The DSMC decomposition methodology has been also applied to pressure driven fully
developed flows through long capillaries providing a complete quantitative justification
of the celebrated Knudsen minimum. The minimum value of the dimensionless flow rate
in the transition regime is explained in a simple manner by computing the corresponding
contributions of the ballistic and collision parts.

Applying the DVM semi-analytical-numerical scheme to force driven flow it has been
observed that the distribution function is strongly non-equilibrium, and multimodal
with long tails. It is believed that this is due to the fact that in addition to collisions
other external forces are also acting on the gas molecules.

Next, topics concerning the application of kinetic theory and modeling in the design
process of devices operating under rarefied conditions are addressed. The range of
validity of the so-called implicit boundary conditions in pressure driven flows with
respect to the flow parameters is specified. Also, a detailed parametric investigation
is conducted for various geometrical configurations encountered in thermally driven
micropumps. Finally, an uncertainty propagation analysis is performed for typical gas
flow and heat transfer configurations.

Pressure driven flows through capillaries are common in gas vacuum system and
processes as well as in micro electromechanical systems. The literature on this subject
is extensive. In flows through capillaries with relatively small length driven by large
pressure gradients, proper kinetic modeling is computationally very demanding, since
large upstream and downstream regions should be included in the computational
domain. Recently, the so-called implicit boundary conditions have been reported,
claiming the ability to eliminate the need of the inlet and outlet regions and therefore,
significantly decrease the involved computational effort. Here, a systematic and detailed
computational investigation of the accuracy of the implicit boundary conditions in
the transition and slip regimes for capillaries of small and moderate lengths in a wide
range of all involved parameters is performed. It has been computationally found that
the assumptions of these boundary conditions are questionable in rarefied conditions
and should be implemented with care only in capillaries with dimensionless length
larger than ten. Furthermore, is it is advised to always couple the implicit boundary
conditions with the end effect theory in order to significantly increase their applicability
range and associated accuracy.

In recent years an effort is underway for the miniaturization of devices and processes,
which are considered to be, compared to their normal sized counterparts, more reliable

and efficient with faster response and less expensive. There is a clear need for micro
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pumping with the varying specifications, in terms of flow rate and pressure difference,
depending upon the application. Knudsen type thermally driven pumps with no
moving parts are of particular interest. Here, a parametric analysis of different
configurations that can potentially be incorporated into the design of these pumps is
performed. The examined configurations include channels with saw tooth surfaces,
combination of straight and curved channels and assemblies of tapered channels. The
characteristics of each configuration are identified and guidelines for the design of
thermally driven micropumps are given, focusing on the tapered configuration, where
the pump performance curves are also provided.

Uncertainty analysis is a critical issue in several fields of engineering and science
including rarefied gas dynamics. The propagation of the uncertainty of the input
parameters to the simulation results in rarefied gas dynamics configurations is examined.
Three benchmark configurations are considered, namely pressure and temperature
driven flows through long tubes and heat transfer between two parallel plates. The
analysis is based on the Monte Carlo Method, which is reliable and applicable for the
uncertainty propagation in the investigated setups, which is performed in the whole
range of gas rarefaction and various values of the input quantities and their associated
uncertainties (pressure, temperature, geometry, pipe roughness, etc). The effect that
each input parameter has on the uncertainty of the main output quantity of interest is
found. This information can facilitate comparisons and aid in the design procedure of
systems operating in rarefied conditions.

It is hoped that the present work, providing certain advancements in kinetic
modeling and computing, in physical understanding of non-equilibrium phenomena
and in technological issues concerning the design of devices and apparatus, will prove
to be useful, at some extend, to the scientific communities in rarefied gas dynamics,

vacuum science and technology and gaseous microfluidics.

X1

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



ITPOXOQPHMENH NTETEPMINIXTIKH KAI
YTOXAYXTIKH MONTEAOIIOIHYH PAINOMENQN
META®OPAY AEPIOQN ¥TH MIKPOKAIMAKA

INopyoc Tatotog
[avemotAuo Occoollac, Tavoudetoc 2019
EmufBiénwy Kodnyntic: A. Bakouyedpyne

H Yewpntnr xou umohoyloTix) UEAETN QUUVOUEVLY UETAPORASC UaxEid omd T Vep-
MOBLVAULXT] L10OPEOTN O XATACTAGELS LPNAAC apatomoinong eivon €vag amd Toug To EV-
OLUPEQOVTES X0l ATAUTNTIXOUG XAGBOUC TN UNYOVIXTS xou TN Quotxic. Autd To medio
€0EUVOC ATOXTE OMO XL TEPLOCOTEQRT) TROCOYT| Tol TEAEUTALA YEOVIA, XM TETOLES Xo-
TOO TYOELC AMAVTWVTOL OE €Vl UEYAAO €0POC EQUQUOYWY, OO UIXPOBIATIEEIS OIS EMLTO-
YUVOLOUETOO X0 ULXPO YPWUAUTOYEAUPOUS EWG UEYUANG Xhipoxag dixTua ueTapopds aepiey
O€ aVTOPAC THPES CUVTNENG o EMTAUVTEG owuaTdimy. H ouunepipopd twv agplwv o
XATUO TAOELC LMAYIC apatomoinomg dev umopel va teptypapel and Tic cuPotinég TpooEy-
yioeig e peuoToduvauc mou PaciCovtar ot e€lotoeic Navier-Stokes-Fourier Aéoyw
TOU TEPLOPLOUEVOL apliuol TwV GUYXEOUCEWY UETAE) TV Yoplwy Tou agpiou Tou odnyel
o€ peydheg anoxhioeic and TNy Yeppoduvouxr looppotia. H poviehomoinom gouvouévey
oe tétoleg ouvihixeg PBooiletar oty xvntixr Yewpla Twv acpinv péon tne ediowong
Boltzmann. Auté audvel onuavTixd TNy TOAUTAOXOTNTA XAl TO UTOAOYLOTIXG XOGTOG
AUTWY TWV TEOGOUOLWCEWY.

Yy mopoloo STELBY|, Ol XIVNTIXES TROCOUOWWMGCELS YIVOVTUL YENOUOTOLOVTIS TIC,
TAEOV XOEPWUEVES VIETEQUIVIO TIXEC X0l OTOYAOTIXEC PEVOO0US, AUTEC TV BLAXQLTWY
toyuthTov (DVM) xou tne aneudeioc tpocopoinone Monte Carlo (DSMC). Kouvotdueg
EMEXTAOELS ELOAYOVTOL Xal Yo TIC U0 auTEC pueodohoyieg xou 1) oxplBetar xaL amodoTIXOTr-
& ToUg TaEOLGIALOVTOL AOVOVTOS XATold TEOTUTO TROBAUNTA TOU XAABOU TNS AEOLOTOL-
NUEVNS VEQUOPEUGTOBUVOIXHS. TN GUVEYEL Ol TPoTEYYIoE auTég epapuolovTal yio
TNV UEAETH XU XATAVONCT) TNG PUOXAC TOW omd XATOLoL ATEOCUEVA Xall ToEABOEa (pout-
VOUEVO TIOL TORATNEOUVTOL OF OLUTAEELS PONC XOl UETAUPORAS VEQUOTNTOC O XAUTAC TACELS
vming apatomoinong. Emmhéov, xdvovtag yehom anodoTixmy Xot TewTOTOpWY UTOAOYL-
OTIXWY TEOCEYYIoEWY YiveETol UTOAOYIG TN UEAETT) PONC XoU UETAUPORAS VEQUOTNTUC OF
OLUTAEELS TIOL AMOVTOVTAL OF UXEONAEXTEOUNYAVOAOYIXE ECUQTIUATO XAl OE CUOXEVES

TOL AELTOURYOUY O TEPIBIANOY YaunAric Ttieong.
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O xouvotopleg otig apriuntixeg yeodoloyleg TOU YENOOTOUVTOL GE GUVOUNCUO
Ue TN Y€YoBo BLaxELTOY ToYLTATWY TERLAAUPBAVOUY TNV aVETTUEY %ot EQUPUOYT) o) evoc
NU-avorhuTiXoU oprduntixol oyfuatog mou Bacileton oTny PEY000 TWY YopoXTNELO TGOV
YL TNV ETLAUGT] TWV XWVNTIXOVY EELOWOENY UTO TNV ENORACT) EEWTERIXOY TEDIY BUVAUE-
WV, {3) EVOC OYNUATOC TROEAUOTC YIaL TNV ETUAVCT TWV XVNTIXWY EEICMOEWY GE adOUNTA
TAEYUaTa Xt TERITAOXES YEWUETP(ES, Y) ot €VOC aptiunTino oy HUATOS ETULTAYLYONC TNS
GUYXALOTE TNG LEVHBOU BLOUXELTOY TAYUTHTLY TOU ETUORE X0l GTOUS 0ptax00g xOUBoUS xou
Baoiletoun oe nuidmeipeg pomée. H xawvotouia oe cuvduaoud ue tny pédodo ancudeiog mpo-
oopoinone Monte Carlo tepthapBdver tn ddonaor tne Aoong o€ 800 ETMYUEROUS TUAUATA
TIOL AVTIOTOLYOLY 0T COUATION TOU QTAVOLY OE %dmoto onuelo Tou Tedlou pe xou Ywpelg
evoouoptoxég ahhnhemidpdoels. O cuUVOMXE TEGOERLC AUTES XavoToUieg TapouctdlovTon
OLUVOTITIXA.

LNV Thetodnpio 1wV TPOGOUOLOOEWY PHEGK XWVNTXAS Vewplag, BEV UTdEY 0LV EEWTEPL-
%4 edior SUVAPEWY TTOL ETOEOVY OTA CwUATIOLY, Elte auTd elvon aueAnTEag onuaociaug OTwg
1 Bopvtnra. To to Adyo autd apriuntind oyfuota xavd vo AdBouv urt’ édiv Toug Tov
60 TV EEWTERIXMY SUVAUEWY BeV €youv AABEL TPOCOY T Xal 1 VAT TUETN TETOWWY VTETER-
UIVIO TIXOY Oy MUdTov eivon évar avoly o {ftnua. Xto mhalota tTng dateifnc, avamtiydnxe
EVOL XUTIAANAO NUt-avohuTixG oy o Bactlouevo otny pédodo Twv yopaxTneto Tixwy. Me
TNV EL0AYWYY| TWV UETOBANTOV TOU TEQLYPAPOUY TIC YoQUXTNEIO TIXES XOUTUAES, O GPOG
NG e€WTEPINNC BUVOUNG HETAPERETOL OO TO TN TNG EAEUTEENC XIVNOTG OTO TUAPN TOV
OLYXPOUCEWY TV XWVNTIXWY EELOWOEWY XAl OTIC POTEC TOU BIVOUV TIC UOXPOOXOTUXES
nocotnrec. H axpifeio Tou oyfuatoc mapovoidleton Ye Ty enthuot plag un-yeouuxng
TAPWS avemTuYpEVNE pofic TOTou Poiseuille Aoyw ewtepinrc 0Ovoung avdueca e 800
TAdXEC xan Ta amoTEAEOUOTA CUYXEivovTal PE avTioTolyo amoteAéouata Sldeotua oty
BuBhoypaplo.

H Swxpitonoinon tne e&iowone Boltzmann ot tov €l0OOEMY TWV XWVNTIXOV LO-
VIEAWV e TN p€D0B0 TeV BLOXEITHOY Ty UTHTWY 0TOV Quod YWeo (XOROS LopLIXEY
TOUTATOV XL QUOXOS YOPOC) 0dNYEl o€ peydha ypouuixd cuoTiuata ahyeBpixdy eii-
OWOEWY, 1 eTAVOT TwVY ontolwy elvon uToAoYLoTixd axelBr. Mio evolhoxTixr TpocEyyion
elvon Tl ASYOUEVAL OYHUUTA TPOEAUCTIG, TIOU OEV AMULTOLY TNV ER(AUCT) UEYIAWY CUG T
udtwv oAyeBeavy ediowoeswy. H egappoyy toug duws €yel meploploTel o dounuéva
TAEY AT X AMAEC YeEwPETRlES. Xty mapoloa Slatelr| avamTticoeTAL €Vol Oy Ud TRO-
ENaomng eQopUOoL0 oE adouNTa TAEY T BactlOuevo GE BUO BLaPORETIXES TEOOEYYIoELC.
H mpdtn mpocéyyion mou otnpileton oe évav tumixd backtracking alyopriuo, mopéyet

TAVTO OWO T AMOTEAEGUATA AAAS Elvor UTohOYLo TIXd amantnTixy|. H dedtepn mpoogyyion
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elvon pio xordopd yewuetewr pédodog 1 onola amantel uxpdTERO LTOAOYICTIXG PopETIO oA~
MG amoTuYYAvEL 6Ty UTdpy oLy GTotyela ue apAclec Ywvieg oto TAéyua. XNy mopoloo
vlomoinor xou ot 6o pedodoloyieg yenowwonototvton. H yewuetpwr uédodoc epopudle-
Tou TEOTA xou Vo Tepa 0 aAyopLiuog backtracking eqopudleTon HOVO GTIC TEQITTWOELS
TOUL 1) YEWUETEWXT U€V0DOC amoTLYYdveEL Vo dwoel Wia Eyxupn Abor. H yedodoloyio npo-
ehaong oe adouNTo TAEYUATH TOL avamTOYUNXE, EQUPUOCTNXE UE emTUY A OF BLdpopEg
TEOTUTES OLOBIAC TUTEG OLUTALELS POTC Xou PETOPORAS VEpUOTNTIC OE CUVITXES patoTo-
nong, o€ xVETA XL PUN-XUETA Y WELld YENOWOTOLOVTUC YEOUUIXE X0 UTFY QOIS XV TIXd
HOVTEAQL.

O TUTIXOC ETAVUANTITIXOS YEETNG TNG HEVOBOU BLUXELTMY T UTATWY TOEOUCLALEL TO-
A apyr) oUyxhon oty TEpoy T} oAloUnong xon xovtd oTn cuveyr| tepoy . ApiunTixd
oy fuato emtdyuvong mou Pactlovton oto TuTixd toAudvuua Hermite, €youv egapuootel
070 TOEEAIOY ETLTOYUVOVTOC TNV ETAVOT PE exTANXTiXd amotehéopata. H epapuoyt| toug
OUWC TEPLOPIGTNXE OE TATIPWS UVETTUYHEVEG POEG OE Oy WYOUS UEYAAOU Uxoug xadog Ta
oy fuato Tou €youy avarntuy Vel egapuélovion HOVO 0TOUC ECLTERLXOUS xoUBouc. ATodEL-
%VOETOL UTOAOYLO TIXG TS 1) ETLTAYLYOT) TWV 0pLoXGY x0uBwy elvon xalplog onuaciag ot
Yeviny| Tep{ntwon, 6Tou oL oplaxés cuvixeg efvar u€pog Tng Aoong. My oo Tty uy-
one NS AOOME 1XavE Vo ETLTOY UVOUY TOUG ECWTERIXOUE xS Xt Toug opLoxoUs xouBouc
ovamTOy Uy yioe TG ypouxég xvnuxée eClowoelc. To oyfuata autd BaciCovton o
NUIATELRES POTEC XAl XATAOKELALOVTOL YPNOHIOTOLWYTOC Tohuwvula Hermite mou etvou
0pUOYOVLOL OE MULATELPX BLUO THUXTA Xt O)L GE OAO TO €0POC TWV TEAYHATIXWY AELIUOY.
H omodotixdtnto 1wv oynudtwy mou avamtiydnxoy, Tapouctdletol UE THY EQURUOY T TOUG
OE HOVOBLAG TUTY) POY) AOYw Blapopdc Teomng xal og YETapopd VepuotnTog UETHEY B0 €-
mpavelny. Emmiéov, to cuoTHUAT EELOMOOEWY POTIWY TTOL XATAOKELALOVTOL ETAVOVTOL
avedptnta Tne xivnuxhc elowon yenotwonolwvtag pio Tumx| uedodoloyio yio To xAe-
{olo TV CUCTNRATWY AVTWY, TUPEYOVTAS AXELBT) ATOTEAECUOTA OE EVOL UEYAADTEQRO U
TO AVOHEVOUEVO €Up0¢ Tou oprduol Knudsen. Autéd amodideton oTny ixavoOTNnTO QUTOVY
TWV OYNUATLV VO AVTIUETOTIOOLY TNV ACUVEYELXL TNG CUVAETNONE XATAVOUNC.

Ye ouviixec LPnirc apotomoinong émou oL cuyxpoloelC PETAE) CLWUATIOWY Efval
OTAVIES, TOl OUTIO TAgBEVOUY UEYEAES AMOCTAGELS YWEIC VoL GUYXEOUGTOUY UE dhha
cwpatid.  Ta cwpatidr Tou @ebyoLY amd TA TOLYOUATA PTAVOLY OE TEQLOYES TOU
EOI0U TEBIOU HoXELE OO TA TOLYOUATA UETAPEPOVTAS TNV TANEOPORIN TOU TOLYMUATOG
1 omolo UTOPEl vor BLOPEREL TNUAVTIXG oo TIC TOTUXEC cLVITMES. AuTdC O UnyovIoUoC
o0NYEl O EVOLUPECOVTU X0 ATEOOUEVO PAUVOUEVY, AOYW TNG UEYSANG OmOXALIONG oo

TN Yeppoduvouxy woppotia. Eivor Aowmdv evdlagépov var yivel €vag Bloymplodés Ty
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CWUATWIWY ToU PTEVoLY og xdmoto onueio Tou POx0) TEdlo UETd and CUYXEOVCELS ol
QUTOY TIOL BEV €y0UV ahANAETOEACEL e dhha cwuatidl. Avantiooeta pla pedodohoyla,
ota mhadow tng pedodov DSMC mou daomd Ty Abor oe auTd Tor 000 TUAUATO ol
UTOAOY{LEL TNV CUVELGPOEE TOL XAVEVOC GTIC UAXPOOXOTUXES TOCOTNTES, TUPEYOVTAS ETOL
TAnpogopia Yo TNV dour| TG oG xou BonidVTAC TY QUOLXT XATAVOTOT) TWV POUVOUEVHY
TIOL TORUTNPEOVVTOL.

YuveylCovtag Ye TNV EQUPUOYT| TWY TORATAVE UTOAOYLOTIX(OY XUVOTOULDY OF O-
Tpdoueva VepUopEUGTOBUVIUIXE Pavoueva, 1 uedodoloyio didonacng Tng Adong mou
ovamTOYUNKE EQapuéleTar Yior TNV XOADTEQT XAUTAVONON) POUVOUEVWY TOU THETNEOUVTOL
oTN POT X UETAPopd YepUOTNTOG OE XOLNOTNTES UE Un-looVepuoxpactxd Toryouata. 1o
CUYXEXQUIEVQL, OE XOWNOTNTES e uhioelg Vepuoxpaoiag ota xdeto ToLy Ut TapATnEE-
fron plor un avoevouevn pot| pe xotebuvorn avtidetn g xhiong Yepuoxpaociog, avtiveta
ONAAOY| amd TNV AVUPEVOUEVT] POT| AOYw Vepunol gpmucuol. O oynUaTIoNoC aUTAS TNg
coric e&nyeiton yéow tng uedodohoyiog didomaong g Abong. Ltny Yetapopd JepudtnTog
u€ow acpiou o xothoTnTa pe €var Yepuanvouevo Tolywua, o puiude UeTapopds VepuoTn-
TOC OEV CUUTEQLPEPETAL LOVOTOVY GE GYETT) UE ToV hOYO Vepuoxpactiog, ahhd mapouctdlel
uEytoTo og xdmow xpiown Ty Tou. Me Bdomn tnv pedodoroyla ddonaong tng Adorng,
mopéyeTon pla puowt| e€fynon autol tou govouévou. H pedodoroyio didomaong tng
AOoNG, EQUOUOCTNXE ETIONG OE TAYPWS AVETTUYUEVES P0EC AOYW XAlong Tleomng ot ayw-
YoUg peYdAou prxoug ToapEyovTag Wia Tocotixy) e€RyNnon Tou YveoTod Tapddolou Tou
Knudsen. To ehdyloto mou mopatneeiton 6tny addotatn polixy| Topoyy| epunvedETol Ue
Bdomn tnv didomact ot 600 TuUaTe TnS Abong utohoyilovTag TNy enidpact) Tou xaevog
oV cLVOAXT| alxy) TOEOYT).

2tn ouveyewa, yiveton epapuoyr) T xwvnTixig Yewplag oTov OYEBLICUO GUOAELKDY
xo OlTdgemy Tou Aettoupyolv oe cuvirixec uPnirc apotonoinone. Bpeloxeton to e-
VP0G EQPUPUOYTC, OE OYECT| UE TIC TUPUUETEOUS TNG PONG, TV AEYOUEVOY TETASYUEVGY
oplaxmy ouvinxwy oe poeg Aoyw xhiong mieong. Ivetou, emiong, ulo Aemtoueprc mo-
CUUETELXY) AVEAUGT) BLaPOE®Y BLUTAEEWY TOU OTOVTWVTOL GTOV OYESLICUO UXPO-0VTALDY
ywelc xvovueva pépn. Téhog, yiveton avdhuon afeBadtnTog oe TUTKES BLaTdEels porg
xan peTapopds Vepudtntog. Podg agplwv Adyw xhiong mleong cuvavtwvtou cuyvd ot ou-
OTHUXTA XEVOU Xal Uixpo nhextpounyavoloyixd cucthuata. H BidAoypapio oyetind pe
QUTES TIC POEC ElVo EXTEVAC. LNV TERITTWOT TOU 0 Ay YOS vl GYETIXG Uixpo) urixoug
xon 1) Podulda tieong YeYdAT), UEYIAES TEQLOYES UVAVTL Xo XUTAVTL TOU oywYo) TEETEL
va Angdoly un’ 6y xan To uTohoylo TS xboTog auidvel onuavTixd. Ilpdopata, ot me-

TAEYMEVES Oploxéc ouVITXES €youy TpoToel Tou EPuEUOlovToL GTO BXEO TOU oy (Y OU

XV
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eCaAelpovTaC TNV avdryxn yior TI UEYSheg auTég Teptoyés. Mia cuoTtnuoting yerétn tng
EYXUPOTNTAC TOUC OTNY UeTaBaTixy TEptoy Y| xou TEpLoy 1} oAloUnong mpayuotonoteitar yia
oY WY0US UXEOU X0k UEGOU UAXOUS XAk Yol EVOL UEYHAD EVPOC TV TORUUETEMY TNG POTG.
Amnodemvietar Tog ot unodéoelg Tiow and auTES TIC oplaxéc cuYVITxES elvan aupioBnTrot-
UeC ot cLVIAXES LUPNATC apotoTOINOTG XAl TIWS 1) EPUPUOYT) TOUG TEETEL Vo YIVETOL UE
TEOGOY Y| X0 UOVO GE Ay wYOUS HEYSAOL Uixous. Emmiéov cuviotdton 1) eQapuoy| auTteyv
TWY 0pPLXWY CLYVINX®Y UE TAUTOY POV EQapUOYT| TG Vewplaug TWV PUVOUEVKY ELGOB0U
xou €£600U %dTL Tou UTopEl vor A€ol oNuavTIXG To EUPOS EQPUPUOYNG TOUG.

To teheutaio ypovia umdpyet plo Evtovn Tdon yio SUiXEUVGT CUGHELMY, XS TUTLXS
QUTES Ol GUOHEVES €Y OUV YAUUNAOTERO XOOTOC, UEYORDTERY a€loTio Tio XAl AmodOTIXOTHTA
%xd¢ o XUADTERT AmOXEIOT Umd TIG avTioToLES xavovixoy peyédoug. Xe auTég Tig
OLoTAEELC UTtdpYEL avaryxn Yiar ixpo-avTAleg xodwe cuyvd etvon amapodtrTn Wi palier mo-
coy N 1) Slapopd ticong. Ot avtiieg TOmou Knudsen mou dev €youv xivolueva uépr, oAAd 1
ey Aettovpyiag Twv omoiwv Bacileta ot xAioeig Yepuoxpaciog, Tapouctdlouy Wialtepo
evolapépov. LTV mapoloa dlotelfr yiveTtan uio TapaueTEWXT) UEAETH Bla@opwy BUTALEWY
mou Yo umopoloay dEvNTXE Vo yenoluonotndody 6Tov oyedlaoud TETowY avtAwy. Ot
OLUTEEELS TOU PEAETHUTMOY TEQLAUPPBAVOUY XAUVEALYL UE TPLOVWTA TOLYWUATA, CUVOUACHO
EUUEWY X0 XUPTWV XUVAALDY Xall SLUTAEELS omd cUYXAIvovTa xan amoxAivovta xavdhio. Ta
Yoo TNELE TS xde BLdTalng TapouctdCovTon Xot BLUTUTMVOVTOL XUTEVIUVTHAPLES Y-
UEC Y10l TwV OYEBLoUS TETOLWY avTAwwy. H pehétn eotidleton xuplwg otny tepintwon towv
CUYXAVOVTWY XAl ATOXALVOVIOY Ay YWY OTOU BiVOVTOL X0 O YoQUXTNELO TIXES XOUTUAES
TV oavth)v. H pedétn tne ofeBadtntoc etvan upninc onuacioc oe didpopec meployég
TNG UNYOVIXAG 0L TNG ETULOTAUNG, CUUTERLAAUPBOVOUEYNC XAl TNG AEQOBUVAULIXTIC YOUNAGDY
Tuxvothtwy. H duddoon tng ofeBadtnTog TV TUpaUETEWY EL0OB0U GTA ATOTEAECUATOL
TWYV TROCOUOIWCEWY PEGK XTI Vewplog eletdleton. Yuyxexpiuéva ueheteovton Telo
TEOTUTIA TEOBAYUOTAL, 1) pOY) AOYW XAlong mtleong xan Vepuoxpaciog oe aywyols ueydhou
U x0ug xou 1) LeTapopd Vepuotntag petalld 8vo mhoxy. o tnv 6iddoon tng offefoudtn-
Tog eupuéleTon 1 otoyac iy yevodoroyia Monte Carlo, mou etvan aftdmioTn xou eavi
VoL QoppooTEL OTIC oLYXEXEIUEVES TepinTioelc. H avdiuon yivetow oe éva pueydho edpog
NG OPALOTIOMMONG XA Yiol SLAPORES TWES TV TUpaUETEWY €loddou (Tiear, Yepuoxpaota,
YEWUETEIXS UEYEDT), TRoy UTNTOL ETLPAUVELDY XTA) X0t Twv offeBatoti|twy Ttoug. Bpioxeta 1)
en{dpaon Tou €yel xdie TUPAUETEOE ELGOBOL GTNY UPBEBUOTNTA TV ATOTEAECUATOVY. AUuTY
1 TAnpogopla umopet va Bondnoel cuyxploelc UETAE) TELRUUATIXGY UETPHOEWY XL UTO-
AOYIOTIXOY ATOTEAEOUATOV Xxadwe xan Vo yenotuonomidel 6Tov oyedlaoud CUCTNUETLY

TOU AELTOURYOUV OE XAUTUO TAOELS XEVOU.
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EhriCeton mwe 1 mopovoa dlotplBy| mou mepLhapBAver SLEPORES XUVOTOUIEG OTNY UTO-
AOYIo T €QOEUOYY| TNG XWNTXNC Vewplog, 0TV LUTOAOYIGTIXT ETIAUCT] TV XIVNTIXOV
eCIOWMOEWY, OTNY TANPECTEQRT XATAVONOT] TWV QPOUUVOUEVGY HoxELd and Th Veppoduvaixn
tooppoTia xoog xou € BLdpopa VEUATOL TOU APOPOVY TOV GYEDLAOUO GUOKEUKY Vo Qorvel
YENOUWN OTIC ETUO TNUOVIXEC XOWVOTNTES TNG UPULOTIOMNUEVNS AELODUVOUIXTG, TNG TEYVOAO-
Yiog xeVoU %l TWV UXEONAEXTEOUNY AVOLOYIXDY ECUPTNUSTODV.
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Chapter 1

Introduction

1.1 General concepts

The computational investigation of transport phenomena in gasses is one of the
most interesting and challenging fields in engineering and physics. The macroscopic
description provided by the Navier-Stokes-Fourier equations has proven to be a valid
approach, able to handle the majority of physical phenomena. However, there are a
significant number of applications, where the assumptions behind this macroscopic
model collapse and a more fundamental modeling approach is required. This is
happening when the molecular mean free path, i.e., the average distance that gas
molecules travel between successive intermolecular collisions, becomes comparable
with a characteristic length scale of the flow. Then, the gas is in a rarefied state and
the continuum assumption along with the constitutive laws of Newton, Fourier and
Fick are no longer valid. Proper modeling in these cases should take into account the
molecular nature of gasses and such an approach is the well-known kinetic theory of
gasses. Simulations using kinetic theory are constantly gaining attention in recent years,
because kinetic modeling may be successfully applied in emerging technological fields,
which cannot be treated by other approaches. In parallel, the high computational cost
(time and storage), which is typically required in mesoscale approaches, such as kinetic
modeling, is constantly decreased due to the advancements in scientific computing
both in software and hardware resources.

Gas flows and heat transfer in rarefied conditions may occur in low density systems,
where intermolecular collisions are rare, or in micro and nano scale systems, where the
characteristic lengths are very small or in setups with both low densities and small

sizes. In addition, rarefied flows or otherwise flows far from local equilibrium may be
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Chapter 1

present in thin layers adjacent to the boundaries or characterized by steep gradients
of the macroscopic quantities such as in Knudsen layers and shock waves respectively.
High altitude aerodynamics and reentry flows [1], [2] are typical examples of such
flows, where due to the high speeds many interesting non-equilibrium phenomena arise
[3], [4]. Similarly, flows under rough, moderate, high and ultra-high vacuum, are also
considered as rarefied flows and are encountered in many applications, from vacuum
packed MEMS devices [5], or thermally driven micro-pumps [6], to large scale gas
distribution networks [7] that are involved in the vacuum systems of fusion reactors
[8] and accelerators. Vacuum pumps and pumping is one the major technological
fields, where kinetic theory and modeling is implemented [9]-[11]. Also, the design
and uncertainty analysis performed in pressure sensors and flow meters [12] used in
metrology devices and standards [13] are based on measurements supplemented by
accurate kinetic simulations. Furthermore, rarefied gas flows appear in semiconductors,
filtering, porous media, vapor and chemical deposition processes, etc.

In general, kinetic theory and modeling has been proven to be a reliable approach
to tackle physical phenomena far from local equilibrium, while the availability and
the constantly reduced cost of high computing resources observed worldwide, has
provided new possibilities and potential. Recently, there is an increasing need for more
demanding and advanced kinetic simulations in order to properly capture complex
microscale phenomena in complicated geometries very close or identical to the actual
ones.

The present dissertation is focused on the derivation of advanced kinetic modeling
and software as well as in the implementation of these tools to simulate non-equilibrium
gaseous transport phenomena. More specifically,

a) certain advancements in deterministic and stochastic kinetic modeling are proposed,
b) new physical findings in the field of rarefied gas dynamics and heat transfer are
presented and

¢) novel microscale devices are simulated and optimized.

1.2 Dissertation structure and contents

The present dissertation handles a number of diverse topics related to kinetic theory
and modeling. These topics include new numerical schemes, which are proposed in order
to improve and extend the capabilities of the existing ones, the computational solution

of some physical problems, which have not been solved so far and the simulation of
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some configurations, which may be used in the design of micro devices. Following
Chapters 1 and 2, where a brief introduction in the field and a survey of the relative
literature are presented respectively, each of the investigated topics is covered in a
separate chapter of the dissertation from Chapter 3 to 8 and finally, in Chapter 9 the
dissertation is concluding with a brief summary and the main concluding remarks.
In Chapters 3-8, where each of the investigated topics are presented, there is some
repetition, mainly related to the formulation of each problem, which is considered as
necessary for completeness and clarity purposes and beneficial to the reader. Next, the
detailed structure of the thesis is presented.

Chapter 1 includes a short introduction in the field highlighting the main research
areas of the present work, a brief description of the contents and a summary of the
main novelties and contributions of the thesis.

Chapter 2 covers a detailed literature survey related to the various areas of
kinetic theory and modeling covered in the present work. The review includes the
basic principles of kinetic theory, the involved flow regimes, the governing kinetic
model equations with the associated boundary conditions, as well as the implemented
deterministic and stochastic computational methods. In addition, specific attention
is paid to pressure and temperature driven flows, which are present throughout the
thesis and also to methodologies related to propagation of uncertainties.

Chapter 3 refers to two pressure driven rarefied gas flows. The first one is nonlinear
fully-developed flow between parallel plates with the external force term driving the
flow included in the governing equations. A new methodology based on the method
of characteristics is implemented to compute the flow rate and the heat flux paying
specific attention to the distribution function, which is characterized by multiple modes
and long tails. The second one is typical nonlinear pressure drive flow between plates
and through tubes. The range of validity of validity of the so-called implicit boundary
conditions is investigated in terms of the gas rarefaction parameter, the imposed
pressure difference and the capillary length by comparing this approach with others
having a more solid theoretical background.

Chapter 4 presents the implementation of the discrete velocity method (DVM) on
unstructured grids. The proposed novel methodology keeps the marching characteristics
of the typical implementation of the discrete velocity schemes on structured grids and
yields the solution of the problem without requiring the solution of a system of algebraic

equations. The developed unstructured DVM algorithm is validated by solving fully
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developed flows through long channels with cross sections of fractal geometries, as well
as linear lid driven and nonlinear temperature driven cavity flows.

Chapter 5 refers to thermally driven flows with application to the design of
micropumps without rotating parts. The considered configurations include saw-tooth
surface channels, tapered channels with diverging and converging parts and curved
serpentine type channels. A detailed parametric investigation is performed in terms of
the geometry, the operating conditions and the number of stages. The simulation of
the saw-tooth surface channels is based on the unstructured grid approach presented
in Chapter 4. The diode effect in the case of tapered channels is investigated in detail.
The advantages and drawbacks of each design are considered and discussed, indicating
the pumping performance of each flow configuration.

Chapter 6 describes, in detail, a novel decomposition technique of the Direct
Simulation Monte Carlo (DSMC) method. The particle distribution function is de-
composed into ballistic and collision parts. The first one includes particles arriving
directly from the boundaries without interacting with other particles and the latter one
particles arriving after an arbitrary number of collisions. The decomposition technique
is implemented to cavity flows driven by non-uniform temperature distributions in the
lateral walls and by a heat flux in the bottom wall, as well as to the classical Poiseuille
flow in capillaries. In all cases, based on the decomposition of the distribution function,
very interesting physical findings of the observed non-equilibrium transport phenomena,
including the famous Knudsen minimum, are interpreted.

Chapter 7 examines the propagation of uncertainties, which may be present in
the input data through the numerical solution to the computed results of the thermo-
fluid setup. The introduced uncertainties may be due to measurements defining the
geometrical data and operational conditions, as well as due to modeling assumptions and
simplifications. The proposed approach is based on the Monte Carlo Method (MCM),
which is considered as the most suitable for the present work and relies on a large
number of trials. The total uncertainty of fully-developed pressure and temperature
driven flows, including the thermomolecular pressure difference phenomenon, as well
as of the heat transfer flow between parallel plates are obtained. In each case the
most important input parameters, the uncertainty of which, mostly affect the total
uncertainty of the results, are identified.

Chapter 8 deals with synthetic acceleration schemes of the DVM iteration map.
An extension of the existing synthetic algorithms is provided to speed-up the slow

convergence of the classical iteration scheme in the slip and continuum regimes, even in
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flow configurations where the boundary incoming distributions are not explicitly given
but they are part of the solution. This is achieved by coupling the kinetic equations
with half-range moments of the distribution functions resulting to the acceleration of
the convergence of the macroscopic quantities even at the boundary nodes. This new
acceleration strategy is validated by solving the one-dimensional Poiseuille flow and
then, it is successfully implemented to the solution of the heat transfer flow between
parallel plates.

Chapter 9 concludes the dissertation by providing a brief summary of the work
included in Chapters 3-8 pointing out the main theoretical and computational observa-
tions and findings. Also, tentative extensions of the present work in the short future

are proposed.

1.3 Novelty and scientific contributions

The novelties of the present dissertation include both theoretical and computational

scientific contributions. They may be briefly highlighted as follows:

a) Development and implementation of a computational methodology solving kinetic
equations with external force terms, based on the method of characteristics, in
order to model complicated rarefied gas flows of charged particles in the presence

of electric and magnetic fields (Chapter 3).

b) Specification of the range of validity of the so-called implicit boundary conditions
in rarefied gas flows in terms of the geometrical and operational parameters in
order to support decision making about their proper implementation in an effort

to reduce computational resources (Chapter 3).

c¢) Development and implementation of a computationally efficient DVM algorithm
on unstructured meshes, capable to simulate complex geometries with boundary
fitted grids (Chapter 4).

d) Detailed parametric investigation of the thermal transpiration pumping perfor-
mance in various geometrical configurations to provide useful guidelines in the

design, optimization and fabrication of micro Knudsen type pumps (Chapter 5).

e) Physical explanation and quantitative justification of unexpected non-equilibrium

transport phenomena appearing in boundary heated cavities, based on the
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decomposition of the DSMC computational particles into ballistic and collision

particles (Chapter 6).

f) Physical explanation and quantitative justification of the presence of the famous
Knudsen minimum in rarefied gas flows, based on the DSMC decomposition
(Chapter 6).

g) Development and implementation of a computational methodology estimating
the total uncertainty of the output quantities, based on the input uncertainties
of the geometrical and operational data, as well as of the modeling assumptions

and errors, via a large number of MC trials (Chapter 7).

h) Development and implementation of a generalized accelerated DVM solver, cou-
pling the kinetic equations with half-range moments, to speed up the slow
convergence of the iteration map not only for fully-developed flows but also for
a much wider class of linear problems, where the incoming distributions at the

boundaries are part of the solution (Chapter 8).
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Chapter 2

Literature review

2.1 Brief historical overview and fundamental prin-

ciples of kinetic theory

The nature of matter itself has been a topic of long debates and arguments among
philosophers and scientists since ancient times. Although philosophers as Leucippus,
Democritus and Epicurus [14] had speculated that matter consists of tiny indivisible
parts, before 1900 clasical Newtonian mechanics considering matter as a continuum,
was the prototype of a successful physical theory. In contrast to this view were Maxwell
and Boltzmann, considering matter as composed of small tiny bits of matter with
empty spaces between them [15]. As time and science advanced these two approaches
were able to produce similar results and explain observations, as well as to generate
interesting paradoxes, which were understood by statistical arguments breaking the
classical prejudice that fundamental laws of physics have to be strictly deterministic.
In gasses, the kinetic theory, which is a part of statistical mechanics, has provided solid
answers to many open topics [16].

Kinetic theory of gases was first originated in 1738, when Daniel Bernoulli stated
in his book “Hydrodynamica” [17] that gasses consist of large amounts of molecules
traveling in all directions, while pressure is the force applied by these molecules to a
surface during collisions and heat is the kinetic energy of the traveling molecules. The
next great advance in kinetic theory was made much later, in 1860 by Maxwell [18],
who introduced the concept of the velocity distribution function f (¢, r,£), indicating
the probability of finding a molecule around the location r, with velocity & at time ¢.

The distribution function proposed by Maxwell, although corrected few years later by
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Boltzmann, bears his name and it is known as the Maxwell (or Maxwell-Boltzmann)

distribution function. It is given by

m 3/2 m(&—ul(t,r 2

frEr.g) =ntr) [27rk;BT @ r)] exp [_ (2€I<:BT (E, 'r))) 21)
where n , T and w denote the local density, temperature and velocity vector, m is the
molecular mass and kp is the Boltzmann constant. There is no doubt that Maxwell’s
work laid the road for a statistical description of gases, which was followed and well
established by Boltzmann. Furthermore, Maxwell came very close in extracting a
transport equation for the distribution function, which was finally derived by Boltzmann
in 1870 [19]. The evolution equation of the distribution function is the well-celebrated

Boltzmann equation and may be written as [20]

of of af ,
i R A A . 2.2

o T st e = QUL (2:2)
In Eq. (2.2), the left hand side describes the evolution of the distribution function with
time as the particles move in space according to their molecular velocities and as they
are accelerated due to an external force field with acceleration F'. The intermolecular
collisions are considered by the right hand side term, which is given in terms of the

so-called collision integral

QU= [ [ fi= 1 1.) godsude, (2:3)

where g = |€ — &,| is the relative velocity, o is the collision cross section and 2 is
the solid angle within a molecule is deflected to after the collision [16], [20]. The
collision integral calculates the effect of collisions on the distribution of particles with
velocity &, investigating possible collisions with particles having all other velocities &, .
It consists of a gain and a loss terms. The first term in the parenthesis corresponds to
the gain part and refers to particles that, after a collision, obtain a velocity around
&. The second term in the parenthesis corresponds to the loss part and refers to
particles that had a velocity around & and after a collision they obtain a different
velocity. The collision cross section ¢ and the differential solid angle dS2 are provided
by a molecular interaction potential or model (e.g., Hard Sphere, Inverse Power Law,
Maxwell, Variable Hard Sphere, Variable Soft Sphere, Generalized Hard Sphere and
Generalized Soft Sphere) [20]. It is noted that the Maxwellian distribution is a solution
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of the Boltzmann equation for a gas in equilibrium, i.e., when the first three terms at
the left hand side of Eq. (2.2) vanish.

In the derivation of the Boltzmann equation, two main assumptions are made. The
first one is that only binary collisions are assumed, limiting its application to dilute
gases, where the distance between molecules is at least one order of magnitude larger
than the molecular diameter. The second assumption is the so-call molecular chaos
assumption or as called by Boltzmann the “Stosszahlansatz”, stating that the velocities
of colliding molecules are uncorrelated.

The distribution function contains the information of the location and velocity
of the particles and all macroscopic quantities can be expressed as moments of the
distribution function as follows:

e Number density

n = / fde (2.4)
« Velocity vector .
u=— [efde (2.5)
e Pressure
P="2 [t~ w’ rag (2.6)
o Stress tensor
Py =m [(&—u) (& —u) fd @7)
» Temperature
M e —w)?
T [ ) rig (28
« Heat flux vector
q="3 [(€—w’ (€ —u)fa (2.9

It can readily be seen that combining Eqs. (2.6) and (2.8) yields the ideal gas law
P = nkpT. (2.10)

Another very significant advancement made by Boltzmann is his famous H-Theorem,

stating that the average value of the H function, defined as

H= /flogfdg, (2.11)
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is a non-increasing function of time [16], [17]. The special case of dH /dt = 0 corresponds
to the Maxwellian distribution. It is well known that this principle is directly related
to the entropy increase and to the second law of thermodynamics. This inequality
dH/dt < 0 shows the tendency of the gas to minimize the H function, that is to
obtain the distribution with the highest number of microstates that correspond to the
macroscopic state of the system, and this distribution is the Maxwellian distribution.
This fact shows an inherent irreversibility of macroscopic processes, although the

interaction itself between particles is time-reversible.

2.2 The Knudsen number and flow regimes

The mean free path, introduced by Clausius in 1738 [19], is the average distance
that particles travel between successive collisions. For hard sphere molecules it is

provided in a closed form expression as

1

A= ——, 2.12
V2rd?n ( )

where d is the molecular diameter, or in terms of macroscopic quantities as
A= VT (2.13)

2 P’

where p is the dynamic viscosity at temperature T, P is the pressure and vg is the
most probable molecular speed defined as
2kgT

= . 2.14
Vo m ( )

One of the most important parameters in the field of kinetic theory and rarefied gas
dynamics, is the ratio of the mean free path A over a characteristic length scale L,

known as the Knudsen number [20]

A
Kn=—. 2.1
n=2 (215)

In cases where the typical length scales are orders of magnitude larger than the mean
free path, the Knudsen number is small and becomes important only in rarefied

conditions (moderate and large mean free paths) or in very small dimensions (small
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characteristic length scales). The characteristic length scale L may be a geometrical
or a physical length scale defined as L = ¢/ (0p/0x), where ¢ is a macroscopic flow
quantity. The latter definition of L is commonly used when stiff gradients of the
macroscopic quantities, such as in shock waves, are present.

The Knudsen number can be written in terms of the Mach and Reynolds numbers

as
~ [ymMa

2 Re’

where ~ is the ratio of the specific heats of the gas (7 = 5/3 for a monatomic gas).

Kn (2.16)

A quantity frequently utilized, instead of the Knudsen number, is the gas rarefaction
parameter [23]
LP
o=—, (2.17)
HVo

which is related to the Knudsen number through

0= ﬁ (2.18)
2Kn
The definition of the gas rarefaction parameter does not involve the mean free path,
which is not readily defined and it is based on an equivalent mean free path, which may
be estimated from measurable macroscopic quantities and therefore, it is commonly
used, instead of the Knudsen number, to define the degree of gas rarefaction.
In terms of the Knudsen number or the gas rarefaction parameter, the following

flow regimes can be distinguished [24]:

e« Kn <1073 (§ > 107%): The gas is in the hydrodynamic regime. The gas is
considered as a continuum media and deviations from the local equilibrium

distribution are small. Modeling with typical CFD is valid.

¢ 1073 < Kn <107! (10 < § < 10%): The gas is in the slip regime. Gas rarefaction
effects start to manifest close to the boundaries. CFD modeling is still valid with

the appropriate velocity slip and temperature jump boundary conditions.

¢ 107! < Kn <10 (0.1 < § < 10): The gas is in the transition regime. The effects
of rarefaction are significant and the number of intermolecular collisions has been
reduced. The constitutive equations used in CFD fail and a kinetic description is

mandatory.

11
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e Kn > 10 (6 < 0.1): The gas is in the free molecular regime. The molecules

undergo ballistic motion and intermolecular collisions are negligible.

It should be noted, that the limits of each flow regime defined above, depending on the
flow setup, may slightly vary and therefore, they are commonly considered as indicative
providing an order of magnitude estimation. Modeling based on kinetic theory is
valid in the whole range of the Knudsen number. However, since kinetic modeling
is computationally intensive compared to the CFD approaches, it is mainly used in
the early slip, transition and free molecular regimes, as well as under non-equilibrium
conditions, where the continuum approaches fail.

The hydrodynamic regime is dominated by intermolecular collisions and collisions
between molecules and the wall boundaries. As the flow is entering in the slip regime
the collisions of the molecules with the boundaries start to decrease. The Navier-Stokes-
Fourier equations are still valid, while the no slip boundary conditions are not and
therefore, the velocity slip and temperature jump boundary conditions are introduced
[25]. In the transition regime, intermolecular collisions are also decreased, leading to
particles traveling large distances between collisions. For this reason, the state of the
flow field at some location is not only affected by its close neighborhood, but also from
distant regions. This provides a clear physical explanation of the failure of the Navier-
Stokes-Fourier equations, as they only consider local interaction. Researchers have
tried to extend the range of application of the hydrodynamic equations, introducing the
so-call high order hydrodynamic schemes, such as the Burnett and the super Burnett
equations or the moments methods, such as the Grad moment method [26]. However,
all these approaches are facing various problems including the definition of proper
boundary conditions for the higher moments and in all cases are limited to some finite
value of the Knudsen number. Over the years, kinetic theory and modeling, which are
based on solid fundamental principles, have proven to be the most reliable modeling

approach in the free molecular, transition and the early part of the slip regime.

2.3 Kinetic model equations and boundary condi-

tions

In general, the computational solution of the Boltzmann equation is a formidable
task and this is due to the five-fold collision integral, limiting significantly the potential

of implementing kinetic modeling in engineering problems. In order to circumvent

12
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this pitfall, relaxation models replacing the complicated collision integral have been
proposed. The so-called kinetic models sacrifice some of the physics resolution for a
greatly decreased computational load. A kinetic model is considered as acceptable,
provided that it fulfills the main properties of the Boltzmann collision integral, i.e., it
satisfies conservation of the collision invariants, fulfills the H-Theorem and provides
correct transport coefficients. Unfortunately only few models satisfy all these conditions.

ne of the first proposed models for monatomic gases is the BGK model [27], [28],

that replaces the collision integral with the simple expression

Q=v("-f), (2.19)

where v = P/u is the collision frequency, assumed to be the local pressure over
viscosity. It is the simplest model and has been extensively used due to its unexpected
effectiveness. The collision frequency is independent of the molecular velocity and the
model assumes that particle velocities after one collision follow the local Maxwellian
distribution. The BGK model has provided results very close to the corresponding
ones obtained by the Boltzmann equation in the whole range of gas rarefaction [23].
However, it does not provide correct expressions for the viscosity and the thermal
conductivity simultaneously (for an ideal monatomic gas the Prandlt number is one
instead of 2/3) and therefore, it should not be used in configurations with coupled flow
and heat transfer phenomena.

The Shakhov model [29] is a generalization of the BGK model and its collision term

is given by

Q=v {fM [1 L ; Pr) n(kﬂ;T)2q (€ - ) (m fk;Tu)2 - ;)] — f} . (2:20)

The Prandlt number is an input parameter and can be accordingly fixed. By setting
Pr =1, the BGK model is retrieved. The Shakhov model has proved to be a reliable

approach in simulating pressure and thermally driven flows. However, since the gain

term is a polynomial function of the molecular velocities and not purely exponential,
as in the BGK model, it can provide negative values of the distribution function, which
is obviously unphysical. In addition, there is no proof that satisfies the H-Theorem.
Despite these drawbacks, it has been proven to be very reliable and accurate, providing

physically justified results for the macroscopic quantities.
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The BGK and Shakhov models are applied throughout the present dissertation.
One model that has been derived in a similar manner as the BGK and Shakhov
models and should be also mentioned is the Ellipsoidal-Statistical (ES) model [30].
The equilibrium distribution function for the ES model has an ellipsoidal base and it
produces the correct Prandlt number, without however suffering the drawbacks of the
Shakhov model. It is not implemented in this work because it is not considered as
necessary for the investigated problems. The above mentioned models are constructed
for single monatomic gases. Several other models have been proposed for polyatomic
gases [30]-[37] and for gas mixtures [38]-[41].

The computational solution of the Boltzmann equation or of suitable kinetic model
equations require the formulation of the associated boundary conditions, which in
most cases are part of the solution. The main objective is to correlate the distribution
of molecules (f7) arriving to the boundary with the distribution of molecules (f)
departing from the boundary. Denoting as n the unit normal to the boundary vector
with direction towards the flow field, a general expression for the boundary conditions

can be written as [16]

/
Fre=— [  STwiE e @) 2.21)
¢n<0 €M

Here, W (&' — €) is the scattering kernel, which presents the probability that a molecule
arriving at the boundary with a velocity & will depart from the boundary with a
velocity &.

The most extensively used boundary conditions are the ones by Maxwell, combining
diffuse and specular reflection [42], [43]. In the diffuse reflection the gas molecules are
assumed to follow a Maxwellian distribution with parameters the wall temperature Ty

and velocity uy. The diffuse scattering kernel is given by

>26Xp l—”m] . (2.22)

1
Wo(§ =€) =56 (0

In the specular reflection only the velocity component normal to the wall is altered
during a collision with the boundary and more specifically, its sign is changed, while

its magnitude remains the same. The specular scattering kernel is given by

Ws (& =€) =06 —&+2(£ n)n]. (2.23)
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Combing the diffuse and specular scattering kernels, the so-called Maxwell (diffuse-

specular) scattering kernel is obtained and may be written as
Wps (§' =€) =aWp (& = &)+ (1—a)Ws (& = §), (2.24)

where a and (1 — «) are the portions of molecules undergoing diffuse and specular reflec-
tion respectively. The quantity « is known as the tangential momentum accommodation
coefficient.

In the present work the Maxwell diffuse-specular boundary conditions are applied.
The scattering kernel in this type of boundary conditions, is independent of the
molecule velocity magnitude and direction. The Epstein scattering kernel overcomes
this drawback. However, it involves empirically chosen coefficients [44]. The Cercignani-
Lampis scattering kernel [45] and its extensions introduced by Lord [46], [47], distinguish
between the accommodation in the normal and tangential to the boundary directions
and are able to consider back-scattering. Both the Epstein and the Cercignani-
Lampis boundary conditions are physically superior to the Maxwellian boundary
conditions but computationally more demanding and they are applied only for specific
purposes. In general, the gas-surface interaction is a complicated task and its detailed
investigation requires the involvement of molecular dynamics, as well as comparison

with measurements [48]-[52].

2.4 Numerical methods

Several methods have been developed for the numerical solution of the Boltzmann
equation and of the kinetic model equations [53], [54]. The most reliable and widely
used ones are the discrete velocity and the direct simulation Monte Carlo methods.
The first one is deterministic and the second one is stochastic or probabilistic. These
are the two methods which are implemented and advanced in the present work and
therefore, the literature survey is focused only on these two approaches.

The discrete velocity method (DVM) [53] is probably the most prevailing deter-
ministic methodology for the solution of the Boltzmann or other kinetic equations.
According to this method, the continuous molecular velocity space is discretized and
a discrete set of molecular velocities is considered. The moments of the distribution
function are accurately computed by numerical integration using the values of the

distribution at the discrete velocity points.
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By applying the DVM the kinetic integrodifferential equations are reduced to
a system of differential equations, one for each discrete molecular velocity. These
ordinary or partial differential equations are solved using finite element or finite volume
approaches leading to large linear algebraic systems, which are solved using typical
schemes. To avoid implementing time-consuming algebraic system solvers, the so-called
marching schemes may be applied [55]. In these schemes, the solution propagates
in the physical space in the direction of the molecular velocity by considering the
nodes in the physical space in a particular order, which may differ for the different
molecular velocities. For this reason these marching schemes have been limited so far
to simple geometries, where the marching node sequence is easily obtained from the
node indexing. In the present work this limitation is circumvented by introducing
unstructured meshes and a methodology which still permits the marching approach
through the mesh to be applied. The detailed description of the development and
implementation of this methodology is presented in Chapter 4.

In most cases the source term driving the flow is in the boundary conditions and the
kinetic equation is homogeneous. There are rarefied gas flows however, such as flows of
charged particles in the presence of electric and magnetic fields, where the external
force term must be included in the kinetic equation. The computational solution of
kinetic equations with an external force term is not a trivial task because the source
term includes a derivative of the distribution function with respect to the molecular
velocity and its discretization is rather complicated. In [56], the external term is
initially included in the kinetic equation but it is next eliminated using a projection
procedure. An interesting approach is introduced in [57] for the lattice Boltzmann
method, where the external force term is incorporated in the equilibrium distribution
in the form of a sum of an infinite series. In the present work a numerical method,
based on the method of characteristics, is developed and implemented to solve kinetic
model equations with the force term included in the equation. This topic is covered in
the first part of Chapter 3.

It is well known that the typical iteration map of the DVM exhibits a slow con-
vergence rate in the slip and continuum regimes, limiting the application of kinetic
theory to moderate and large values of the Knudsen number. In order to overcome
this problem advanced synthetic iteration acceleration schemes have been developed
and successfully applied in linearized kinetic model equations [58]-[60] and in the
linearized Boltzmann equation [61] solving fully developed flows through capillaries.

The speed-up of the convergence rate is achieved by coupling the kinetic equations with
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a system of moment equations. Typically, these moment equations are constructed
using full-range orthogonal polynomials, where the orthogonality conditions are defined
in the whole range of the real numbers. However, these schemes accelerate the solution
only in the interior spatial nodes and therefore, they are successfully applied only
in fully developed flows, where there is no need to accelerate the quantities at the
boundary nodes. In the present work a more generalized synthetic type acceleration
approach is proposed, based on half-range polynomials. These acceleration schemes,
considered in Chapter 8, are able to speed-up the iterative solution even in flows where
the boundary conditions are part of the solution.

In the field of rarefied gas dynamics, particle methods and more specifically, stochas-
tic or probabilistic ones, have received great attention, with the most prevailing one
being the Direct Simulation Monte Carlo (DSMC) method. It was introduced by
Bird [62] and early contributions were made by Belotserkovsky and Yanitsky [63]-[65].
The DSMC method was initially utilized for high altitude aerodynamics and re-entry
flows. In this method, the large number of real particles is represented by a number
of discrete simulation particles and their evolution in time is considered in discrete
time steps. The free motion and collision of particles is decomposed at each time step,
with the free motion treated in a determinist manner and the collisions in a stochastic
manner. All macroscopic quantities are taken as sums of the microscopic properties
of the simulation particles. It has been proven, that as the number of computational
particles is increased, this method tends to the solution of the Boltzmann equation
[66]. In Chapter 6, a solution decomposition technique is introduced to the DSMC
method, in order to provide a physical insight and explanation in some interesting

non-equilibrium phenomena arising in rarefied gas flows, which have not been resolved.

2.5 Pressure and temperature driven flows

Rarefied gas flows through capillaries of arbitrary length driven by pressure and/or
temperature gradients are repeatedly considered in the present dissertation either as
prototype flows in order to benchmark, verify and demonstrate the validity and effec-
tiveness of introduced numerical schemes or either to investigate physical phenomena
and to simulate microscale devices. Over the years, both flow configurations have
been extensively explored resulting to a huge number of references, and therefore, the

presented literature survey is mostly focused on research work related to the present
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developments. The pressure driven flows are covered first, followed by the temperature
driven ones.

Pressure driven flows through capillaries of arbitrary length, in the whole range of
gas rarefaction are encountered in a number of technological fields, from small scale
devices in microfluidics [67], [68] up to large gas distribution systems operated under
vacuum conditions [7], [69]-[71] in fusion reactors and accelerators. Several researchers
have worked on this topic, both numerically and experimentally. In terms of numerical
calculations, both deterministic [23], [72]-[79] and stochastic approaches [80]-[82] have
been used to obtain the flow rate in terms of the involved parameters.

When the capillary is sufficiently long and the flow can be considered as fully
developed, the infinite capillary theory [23] may be applied. It is computationally the
most efficient approach yielding the so-called dimensionless kinetic coefficients, which
depend only on the local rarefaction parameter, the accommodation coefficient and
the cross section geometry. The kinetic coefficients have been calculated in the whole
range of the Knudsen number for a number of different cross-sections and they are
used in order to recover the mass flow rate and the pressure distribution along the
capillary by solving an ordinary differential equation derived from mass conservation
principals [23].

The infinite capillary theory may be also implemented to capillaries of moderate
length by introducing the so-called end effect correction [83]-[85]. According to the
end effect theory, the length of the capillary is corrected to some equivalent length
to take into account the inlet and outlet effects. The length increments depend on
the cross-section geometry and the local gas rarefaction parameter, while they are
independent of the capillary length, which makes this approach very useful.

When the capillary length is further reduced, then modeling should be based on the
non-linear kinetic equations or the DSMC method. Efficiently large regions upstream
and downstream of the capillary should be included in the computational domain to
properly recover the flow properties and characteristics. The size of these regions is
about one to two orders of magnitude larger than the capillary length [72], [86] in
order to correctly imply inlet Maxwellian distributions at the open boundaries, These
Maxwellians are given in terms of the local temperature and pressure (or density) with
zero bulk velocity (the gas is assumed to be at rest adequately far from the capillary
ends). The proper implementation of the inlet conditions at the open boundaries
drastically increases the computational domain and the corresponding computational
effort.
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Recently, the so-called implicit boundary conditions have been proposed in [87]-[91],
providing expressions for the distributions directly at the capillary inlet and outlet in
terms of the local values of the macroscopic quantities and the corresponding imposed
pressure and temperature. It is evident that the computational effort is drastically
decreased, as the vessels upstream and downstream of the channel are eliminated.
Although the implicit boundary conditions have been applied in flows well into the
transition regime [87]-[90], their accuracy has only been investigated, so far, in the
slip regime [90], [92]. Moreover, their formulation is based on the characteristic form
of the Euler equations and the validity of the assumptions made is questionable. For
this reason, a systematic investigation of the range of validity of the implicit boundary
conditions is performed in the second part of Chapter 3.

Temperature driven gas flows in the rarefied regime can be induced even in the
absence of gravity. A thorough description of the various types of thermal flows can be
found in [93]. Here, a relatively short survey on thermal creep and thermal stress slip
flows, as well as on thermally driven micropumps is discussed since these topics are all
covered in the present work.

Thermal creep is one of the cross effects arising in non-equilibrium flows and it is
due to the momentum transfer observed in the presence of a temperature gradient.
When a temperature gradient is imposed along a boundary, momentum is transferred
to the gas in a direction opposite to that of the temperature gradient, leading to a
flow from cold-to-hot. It is more easily observed in the absence of gravity, or when
gravitational forces are negligible (e.g. in rarefied flows), while in the continuum regime
it still exists but it becomes of secondary importance due to other more prevailing
effects.

The underlying mechanism that results to thermal creep flow is the following [93].
Assume a boundary with a temperature gradient and a differential area of this boundary.
Particles arriving to this wall area from the hot side have large thermal velocities and
after colliding with the surface their energy and consequently their thermal velocity
is decreased. On the contrary, particles arriving from the cold side are accelerated
and their energy is increased. Thus the molecules arriving to the boundary, exert a
net force to the boundary from hot-to-cold and simultaneously, the boundary acts on
them with a force from cold-to-hot. In the case of diffuse reflection on a stationary
boundary, the outgoing particles have no net momentum in the tangential direction.
It is concluded that a net momentum transfer from cold-to-hot is generated near a

boundary with a temperature gradient.
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Another type of thermally driven flow, considered here, is the thermal stress slip
flow [93]-[95]. When the temperature gradient of the gas, normal to the wall is not
uniform, the temperature isothermal is not parallel to the boundary and thermal stress
flow is induced. More specifically, when the temperature of the boundary is higher
than that of the adjacent gas, the flow is in the direction that the isothermal lines are
converging and in the opposite direction when the temperature of the boundary is
lower [96], [97]. Consider a differential element of the gas. The integral of the thermal
stress along the element boundaries vanishes and the gas is stationary, while if one
side of the element coincides with the boundary, then the balance is broken and a flow
is induced. A thorough explanation is provided in [93].

The Crooke’s radiometer presented in 1875 [98] was one of the first devices where
such flows were observed and for many years the nature of these flows was a topic of
scientific debate [99], [100]. Recently, temperature driven flows have been brought again
in the attention of the scientific community mainly due to the design of temperature
driven micro-pumps or micro-compressors. The main idea was introduced by Knudsen
[101], [102]. A cold and a hot reservoir are connected by a straight and constant cross
section tube with a temperature gradient along the wall and a thermal creep flow
is generated without imposing any external pressure gradients. Alternative designs
utilizing other phenomena, such as the thermal edge flow [103] and the thermal stress
slip flow [104] have been also proposed.

One of the main obstacles of the original design is the fact that the pump per-
formance, which is directly linked to the temperature gradient, is limited by the
temperature that materials can withstand. In order to overcome this problem, multi-
stage cascade-type designs with periodic temperature gradients have been introduced
[105], [106]. In these designs, each stage consists of two elements having opposite
temperature gradients. One is in the desired flow direction and the other one in
the opposite direction, providing however, a net effect in the desired direction. The
undesirable backflow may be reduced in various ways and several designs, such as
curved channels [107]-[110] or capillaries with changing cross section areas [111], [112]
have been proposed. However, mainly due to micro manufacturing constraints, only
recently, prototypes have been manufactured and tested with considerable success [6],
[113], [114]. In Chapter 5 an alternative design for the limitation of the backflow is
investigated by utilizing the diode effect created by the combination of diverging and

converging channels.
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2.6 Uncertainty propagation

Uncertainties are very common in experimental work due to various sources including
the uncertainty of the measurement instruments, the changing environmental conditions,
the flaws in the experimental setup, the definition of the measured quantity which
may involve certain approximations and therefore variations may be observed in
repeated measurements. Obviously, the introduced uncertainties reflect to the output
experimental results which are usually reported with the associated total uncertainties.
In addition, the detailed investigation of the effect that the introduced uncertainties
may have to the main measured quantities of interest may be very important in the
proper design of an experimental setup [115]-[117]. More specifically, this study will
clarify if an acceptable level of uncertainty is achieved and furthermore, it will indicate
the preferable conditions or corrected actions which must be taken in order to more
clearly observe the measured quantities. Uncertainties are also present in the input
data, parameters and models used in simulations and they certainly propagate through
the computational process to the final output quantities.

Several methodologies have been developed for the uncertainty propagation [118],
[119]. The most well-known ones include the interval analysis [120], the sensitivity
derivatives [121], the moment methods [122], the polynomial chaos [123] and the
Monte Carlo (MC) method [124]. Each one has its own benefits and drawbacks. The
interval analysis is easily implemented but is not very accurate, while the sensitivity
derivatives approach is accurate but not general enough. The moment methods are
computationally efficient, but they are limited to small input uncertainties and cannot
be applied when significant nonlinearities exist. The polynomial chaos method is,
in general, quite complicated to implement. Finally, the Monte Carlo method is
computationally demanding, providing however very accurate results without any
assumptions. It is widely used when the needed computer resources are available.
According to the MC method, a large number of trials is conducted, sampling the
values of the input quantities from their respective distributions and calculating the
quantity whose uncertainty is being extracted. Upon completing the large number of
trials, the distribution function of the quantity of interest is reconstructed and the
uncertainty is calculated from the constructed distribution.

Uncertainty propagation is important in many engineering fields. In metrology,
uncertainty is one of the main quantities of interest [13] since many times the accuracy

required is far beyond the one in typical applications [125]. Recently, the calculation of
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the uncertainty of the involved quantities has been reported in computational fluid dy-
namics studies [123], [126], [127] and in some cases in rarefied gas dynamics simulations
[128]-[130]. In Chapter 7, the MC method is used to introduce a methodology finding

the uncertainty of the main quantity of interest in terms of the input uncertainties in

rarefied gas flows.
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Pressure driven rarefied gas flows through

capillaries

3.1 Introduction

Pressure driven rarefied gas flows through capillaries in the whole range of the
Knudsen number are very common in various technological fields [68], [131], [7], [69]-
[71] and several simulation methodologies, depending on the capillary length, have
been developed. In linear fully developed flows, the computationally efficient infinite
capillary theory [23] is implemented. In capillaries of moderate length, the end effect
methodology may be introduced [83]-[85] to successfully extend the range of validity of
the infinite capillary theory. In short capillaries as well as nonlinear flows the infinity
capillary theory even coupled with the end effect methodology fails and modeling is
based on nonlinear kinetic model equations [72]-[78], [86] or on the DSMC method
[80]-[82]. The computational domain must include the capillary along with inlet and
outlet regions in order to properly impose at the kinetic level the incoming distributions
at the open boundaries. The two added computational domains, which are one to two
orders of magnitude larger than the volume of the capillary, yields very computationally
intensive simulations [72], [73], [82], [86], [74]-[81], which are required however, in order
to properly close the problem formulation.

In the first part of this chapter, a force driven nonlinear fully developed flow
between parallel plates is considered. The external force is introduced in the governing
nonlinear kinetic equation in the form of a pressure gradient term. Since the flow
is fully developed kinetic simulations are implemented in a single cross section of

the capillary. This flow setup has been studied in [56] on the basis of the nonlinear
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BGK model. The treatment of the external force term involves a suitable projection
procedure that eliminates the derivative with respect to the molecular velocity. The
formulation of this method is relatively simple and the involved computational cost
is not very high. However, it has a limited range of applicability, since a suitable
projection may not exist when the external force depends on the molecular velocity.
In the lattice Boltzmann method, a methodology has been introduced in [57] that
incorporates the external force term in the equilibrium distribution through an infinite
series sum in terms of Hermite polynomials. This methodology has been applied to
some problems [132]-[134], always in the framework of the lattice Boltzmann method
and extension to kinetic modeling has not been reported.

In the DSMC method, taking into account external force fields is relatively straight-
forward, due to the intuitive nature of the method. This is performed by accordingly
modifying the particle velocities at each time step [135]-[137]. The corresponding work
with force driven rarefied gas flows on the basis of deterministic modeling is limited
since the treatment of the external force term is not straightforward.

In Section 3.2, a numerical scheme is introduced, able to solve the kinetic equations
with the external force term included, in a deterministic manner. The proposed
approach is based on the method of characteristics and incorporates the external force
in the introduced variables that describe the characteristic curve. The methodology is
presented by solving the prototype problem of force driven nonlinear Poiseuille flow,
which has been also considered in [56]. The kinetic formulation is presented in Section
3.2.1 and the novel numerical scheme is developed in Section 3.2.2. A comparison
with corresponding results in [56] is performed in Section 3.2.3, demonstrating the
effectiveness and accuracy of the present approach. The anomalous form of the particle
distribution function due to the presence of the force term is discussed in Section 3.2.4.

Next, in the second part of this chapter, the so-called implicit boundary conditions
[87]-[91] are considered. This recently proposed boundary condition formulation
provides boundary expressions for the incoming distribution directly at the capillary
inlet and outlet, eliminating the need for large inlet and outlet vessels and significantly
reducing the computational effort. These boundary conditions have been extensively
studied in continuum computational fluid dynamics (CFD) in order to provide artificial
boundary conditions at the far field in unbounded flow domains [138]-[140]. Their
formulation assumes the flow to be locally one-dimensional, inviscid and adiabatic,

although modifications to take into account viscous effects have been also proposed
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[141]. They have been implemented with considerable success in various cases, such as
flows around objects [142].

The implicit boundary conditions have been also applied in rarefied gas flows in
the transition regime [87]—[91]. There has been however, no detailed investigation
about their range of validity in terms of the involved geometric and flow parameters,
as well as of the associated numerical error due to the elimination of the capillary
inlet (upstream) and outlet (downstream) regions. Some validation studies have been
performed only in the slip regime [90], [92] and the solution has been compared with
analytical slip solutions based on the hydrodynamic equations. In addition, since the
implicit boundary conditions are derived from the Euler equations describing inviscid
flow their successful implementation in rarefied flows, which in general are characterized
by low and moderate Reynolds numbers, must be carefully examined.

In Section 3.3, the range of validity of the implicit boundary conditions in nonlinear
pressure driven rarefied gas flows between parallel plates and through circular tubes of
arbitrary length is investigated. The formulation of the kinetic equations along with
the boundary conditions applied at the solid walls and the symmetry axis are presented
in Section 3.3.1. The boundary conditions at the open boundaries for the typical flow
setup (the one with the inlet and outlet regions) and the implicit boundary conditions
are given in Sections 3.3.2 and 3.3.3 respectively. The computed flow rates based on
the implicit boundary conditions formulation are compared with the corresponding
ones of the typical formulation, in a wide range of the gas rarefaction parameter
for flows through capillaries (parallel plates and tubes) of various lengths driven by
small, moderate and large pressure differences, in Section 3.3.4. Furthermore, the
concept of coupling the implicit boundary conditions with the end effect methodology
[83]-[85] in order to extend the applicability range of the implicit boundary conditions

is investigated in Section 3.3.5.

3.2 Nonlinear fully developed rarefied gas flow be-

tween parallel plates due to external force

3.2.1 Governing equations with external force term

Consider a rarefied monatomic gas confined between two infinite parallel plates
kept at distance H. The gas is in thermal equilibrium with the walls and a constant

external force is acting on the gas molecules in a direction parallel to the plates (y
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direction). Due to this external force a flow is induced in the y direction, with the
macroscopic velocity in the other two directions vanishing. The coordinate system
origin is located in the middle of the distance between the two plates and the direction
normal to the plates is the x direction.

The one dimensional nonlinear BGK equation with a constant external force in the

y direction is

o For P
or'  moE, p

where f is the distribution function, F, denotes the external force magnitude, m is

& (F" =), (3.1)

the molecular mass and & is the molecular velocity vector. The local Maxwellian

distribution, denoted as f¥, is defined as

= (3.2)

N exp _53 + (fy — Uy)2 + 53
(2rR,T)*"? 2R, T ’

with R, being the specific gas constant, N and 7" denote the local density and temper-
ature and U, the local velocity. The macroscopic quantities of interest are expressed
as moments of the distribution function f by the following expressions:

o Number density

N = [ fdgadgde. (33)
« Velocity
Uy =y [ &ofdeuds,dc. (3.4)
o Temperature
= S;N /R &+ (& — U,)* + & fdsuds,de. (3.5)
e Shear stress
P, =m /R & (& — Uy) fdé,de, de. (3.6)

e Heat flux vector

Q=3 [ (&-U)[E+ (& - U) + €] fdadgydtci=a'y (37)

Diffuse boundary conditions are assumed at both plates, with the outgoing distribution
given by

f—l—_

= ————exp (3.8)
(2nR,T,)**

N, 2+8+8
2R, T, |’
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for the bottom boundary atz’ = —H /2 with &, > 0 and the top boundary at ' = H/2
with §, < 0. In Eq. (3.8), T}, is the wall temperature and N,, is a parameter used to

satisfy the impermeability condition, given in terms of the incoming distribution by

Nuw (£H/2) = F ( = T2> / €, fdE,de, dE.. (3.9)

The following dimensionless quantities are defined:

a/ & vp N U, T P, Qi

T=77,G="9= > Uy = —HT= 7Py = 75 @i =
7= o ? NP TN T T, P = g

3.10
P, (3.10)
Here, vo = /2R T} is the most probable molecular velocity at reference temperature
Ty =T, Py is the reference pressure and Ny the number density at reference conditions.
Introducing the dimensionless quantities of Eq. (3.10) into Egs. (3.1)-(3.9), the kinetic

equation for the dimensionless distribution function g is

89 w
Cy
where ' = ﬁ = Fgf is the inverse of the square of the Froude number (Fr) and
0
0o = 5(?50 is the gas rarefaction parameter at reference conditions, with pg being the

viscosity at Tp. In the derivation of Eq. (3.11) the expression pu = o (T'/Tp)” for the
viscosity is used, with w € [0.5, 1] and the limiting values of w = 0.5 and 1 correspond
to hard sphere and Maxwell molecules respectively. The dimensionless Maxwellian

distribution is given by

2 2

p G+ (G —uy) + ¢

g = 572 €XP [— Y Y : (3.12)
(77) T

The dimensionless macroscopic quantities are provided by the following expressions:

o Number density

p= / 9dCdydc; (3.13)
R3
» Velocity )
= Gt (3.14)
o Temperature )
T 3p/RB [Ci (Cy—“y)QHﬂ eriene (3.15)
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 Shear stress
Py =2 [ Go (G, = ) 9y, (3.16)

e Heat flux vector

g = /R (G =) [C+ (G — wy) + 2 gddCyde (3.17)

The boundary conditions for the dimensionless distribution function g are

gt = Lew [ (C+¢+ )] (3.18)

for the bottom boundary at x = —1/2 with (, > 0 and the top boundary at x = 1/2
with ¢, < 0. The parameters p,, are given by

pu = 27/ /g | Go GG, (3.19)

and
po =277 [ CgmdGdGdC. (3.20)
£.<0

for the top and bottom walls respectively.

At this point, the projection procedure in the y and z directions may be applied to
decrease the dimensionality of the problem in the molecular velocity space along with
the computational load. This projection approach, well explained in [56], eliminates
the derivative with respect to the molecular velocity. Since the aim is to develop a
numerical scheme able to tackle this term, a different projection approach is utilized
here and only the z component of the molecular velocity is projected. The following

reduced distribution functions are defined:

¢ = /_o; 9dg; (3.21)

o= [ . (3.22)

The integral operators [*° () d(, and [*°_ (?(+) d(, are applied to Eq. (3.11) resulting
in a system of two coupled integrodifferential equations for the two reduced distribution
functions:

0
Cl,— iy ks g = GopT ¥ (cpM — go) ) (3.23)
a¢,
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0 oY .y
ij +F o= = dopr! (vM =) (3.24)
Cy
The respective reduced Maxwellian distributions are given by
2 o 2
CoaT T
2 . 2
o= e [— ol (3.26)
27 T

and the macroscopic quantities are given by the following expressions as moments of
the reduced distribution functions:

o Number density

p= /R? PdCdGy (3.27)
« Velocity 1
=~ [ Gwdds, (3.28)
« Temperature
T= 32p L (@ + (= w)] o+ v) dead, (3.29)
« Shear stress
Pay =2 |, G (Gy = uy) pdCedCy (3.30)
o Heat flux vector
= /R (G =) &2 + (G = w)*]) @ +wdGedGy i =,y (3.31)

The boundary conditions for the reduced distribution functions are given by

ot = P?w exp [— (Cﬁ + C;)} , (3.32)
Pt = % exp [— (§§ + Cj)} (3.33)

for the bottom boundary with atx = —1/2 with ¢, > 0 and the top boundary at
x = 1/2 with ¢, < 0. The parameters p,, are given by

R e 3.34
P = &T 0 e Cx‘p Cy gx ( )
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and
Puw = —27‘(’1/2 ’ (2 d¢,d 3.35
w C:v Cy Cx ( : )

for the top and bottom walls respectively.

3.2.2 Solution methodology based on the method of charac-

teristics

The system of kinetic equations (3.23) and (3.24) along with the moments (3.26)-
(3.31) and the associated boundary conditions (3.32)-(3.35) can be solved to provide
the values of the macroscopic quantities for different values of the reference rarefaction
parameter &, and the dimensionless external force magnitude F. The naive approach
for treating the external force term is to move it to the right hand side of the equation
and use the values of the distribution function of the previous iteration to calculate the
derivative with respect to the molecular velocity. This explicit approach works only for
small values of F', while the numerical scheme becomes unstable for large values of F’
due to the explicit treatment of the force term.

In order to circumvent this pitfall a characteristic based method is introduced.
More specifically, Eqgs. (3.23) and (3.24) are written as

Op FOp  dopr'™*

M
o F oY bopt' ¥ oy

and the following two cases are distinguished, depending on the sign of (.
« Propagation from top to bottom ((, < 0):

The boundary condition is applied at the top wall and the solution is propagating
from the top to the bottom wall. Two independent variables are introduced, s; and s9

that are connected to x and ¢, through the following ordinary differential equations

dx

g5 1, 2(1/2,s9) = 1/2, (3.38)

g, Ia B

o =2 G0 = (3.39)
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Solving Eqs (3.38) and (3.39), the characteristic line is found in terms of the two
introduced variables as
51 =z, (3.40)

59 =Cy — ? (s1—1/2). (3.41)

Using the chain rule, the derivative with respect to s; can be written as

i ddr dd, d TFd
dsy drdsy dyds,  dr G dd, (342)

and the kinetic equations become

o Ky 1-w
5 = o (e —v) (3.43)
oY Sopri e
o= 2 (4 - ). (3.44)
with ) B -
M = L exp _C§ i (<Sl B uy) ) (3.45)
T T

wM:p@m_g+aa—unW@+@—%)
2 T

(3.46)

 Propagation from bottom to top (¢, > 0):
The boundary condition is applied at the bottom wall and the solution is propagating
form bottom towards the top wall. The ordinary differential equations for the two

introduced variables now become

dx

& = b 2(—1/2,85) = —1/2, (3.47)
i, F
dg = S G (12 = s (3.48)

Solving Egs. (3.47) and (3.48), the characteristic line is found in terms of the two

introduced variables

s1 =, (3.49)
6= Cy— f (51 +1/2). (3.50)
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Using the chain rule, the kinetic equations now become

dp  oopt Y
o= — 51
oY) (3:51)
o 50/07_17“} M
= — .52
i G (352
with i .-
CH+((s1+1/2)F/ + 52— u
gOM _ ﬁexp . (( 1 / ) / 2 y) ’ (353)
T T
_ B o
CH4 ((s1+1/2) F/C+ 82 —u
oM = L exp |- (ot VAF/G+on = ) (3.54)
27T T
The macroscopic quantities now read as follows:
e Number density
0 +o00 +o0o0  p+oo
p= [ /7 pdsadCy + /0 [ dsyd(, (3.55)
» Velocity
1 (0 y+oo|[F
Uy = */ / — (51— 1/2) + 82| pds2d(,+
p J—oo /=00 C:c
1 ptoo ptoo F
- — (51 +1/2) + 82| pdsad(, (3.56)
pJo —0o0 Ca:
o Temperature
2 0 ol (F 2
TZ3,0/ / G+ 6(81_1/2)—'_82_% 0+ V| dsed(p+
- 2
2 [too oo 9 F
o Shear stress
0 400 F
Day = 2/_ /_ G |7 (51 = 1/2) + 52 st
+oo  pHfoo F
[0 1/ (3.5
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e Heat flux
T 2
Gr = /_OOO /_; Co | |Gt (? (s1—1/2) + 52 — uy> @+ V| CodsadCat
400 400 F 2
/0 /m Co | |G+ (C (s1+1/2) + 52 — uy> @+ V| pds2dC, (3.59)

F ] Al 2
Qy—/_ooo/:;o l?<81—1/2)+$2 C§+<F(51—1/2)—|—32—uy> 04| Cpdsodly+
F [ - 2
/0+ /_J;O [? (S1+1/2)+821 ¢+ (CF (51—|—1/2)+52—uy> 0+ 1| edsadl,
_ (3.60)

The boundary conditions for the top wall (s; = 1/2 with ¢, < 0) and the bottom
wall (s = —1/2 with ¢, > 0) become

ot = P?w exp [— (Ci + s%)} , (3.61)
vt = Lo [- (¢ +53))] (3.62)

with the p,, parameters given by

“+o00 [e%e]
pu = 2712 /0 [ CopdsodCs (3.63)

and .
P = —271/? / / CopdsadCy (3.64)

for the top and bottom walls respectively.

The system of kinetic equations (3.43), (3.44), (3.51) and (3.52) along with the equi-
librium distributions (3.45), (3.46), (3.53) and (3.54), the moments for the macroscopic
quantities (3.55)-(3.60) and the boundary conditions (3.61)-(3.64) is solved using the
discrete velocity method.

The physical space is discretized into Ng equidistant intervals. Special care is taken
for the discretization of (, and sy. The outgoing distributions at the boundaries are
unimodal distributions and more specifically, Maxwellians with a peak at (, = s; = 0.
The equilibrium distributions are also Maxwellians, however the peak location in the

s9 direction depends on the external force, the position in the physical space, the value
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of ¢, and the local bulk velocity. These Maxwellian distributions can extend to large
values of s9, making a discretization based on the roots of orthogonal polynomials not
suitable. For this reason a uniform grid is used in the (, and sy directions. The bounds
of this grid should also be carefully chosen in order to capture the whole distribution
function. Actually, very large values of the bounds in the s, direction are needed when
the external force is also large. The discretization of (, is first performed. Then, based
on the discrete values of (, and the values of the quantities appearing in the exponents
of the equilibrium distributions, given by Egs. (3.45), (3.46), (3.53) and (3.54), an
appropriate set of discrete values of s5 is selected to spread along the whole distribution
function. For the simulations conducted here, the molecular velocity space bounds are
chosen to be ¢, € [—20,20] and sy € [—200,20]. The benefit of the proposed scheme is
that the discontinuity of the distribution function with respect to the molecular velocity
in the direction normal to the two plates is inherently treated as the solution propagates
along the characteristic and no differentiation of the discontinuous distribution function
with respect to the molecular velocity across the discontinuity is required.

The applicability and effectiveness of the proposed approach is connected to the
analytical solution of Egs. (3.38), (3.39), (3.47) and (3.48) describing the characteristic
curves. In cases where the force field is a complex function of the molecular velocity,
such analytical solutions may not exist. Then, the implementation of the developed
approach becomes complicated since the corresponding ordinary differential equations
should be solved numerically to compute the characteristic curve as the distribution
propagates. The methodology becomes a kind of a deterministic Particle-In-Cell (PIC)

method, which actually has been used to accurately model rarefied gas flows [143].

3.2.3 Mass and heat flow rates along with macroscopic distri-

butions

Simulations are conducted for two values of the dimensionless external force, namely
F = 0.05 and 0.5, corresponding to small and large values of the external force
magnitude respectively. Since a comparison with the results presented in [56] is
performed, Maxwell molecules with w = 1 are assumed and the reference Knudsen

number defined as 5

Kno = m,

(3.65)
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is used, in order to be consistent with the notation used in [56]. The comparison is

performed in terms of the dimensionless mass and heat flow rates, defined as
M = puydz (3.66)
0

and

O = /0 Y e, (3.67)

The mass flow rate is given in Table 3.1 for F' = 0.05, 0.5 and Kny = 0.1, 1, 10. The
relative deviation between the current results and the results presented in [56] is less
than 0.14%. The corresponding comparison for the heat flow rate is shown in Table
3.2, where the deviations are less than 1.5%.

Figure 3.1 presents the distributions of number density, temperature and velocity,
for three values of the reference Knudsen number (Kny = 0.1, 1, 10) and for two values
of the external force (F = 0.05, 0.5). For F = 0.05, the flow velocity is relatively small,
compared to the most probable molecular speed and the density and temperature
deviations with respect to the reference values are relatively small. For F = 0.5
the external force is increased and the flow velocity can exceed the dimensionless
speed of sound which is \/% and the temperature and density profiles have high
deviations compared to the reference values. For both values of the external force
and for high values of Kng, the temperature profile exhibits a well-known behavior,
having a minimum in the center of the flow field [144]. It is also noted, that the
distributions shown in Figure 3.1 are in good agreement with the respective ones in [56].
The very good agreement between the present results (mass and heat flow rates, as
well macroscopic distributions) with the corresponding ones in [56], proves, at certain
extend, the accuracy of the developed numerical scheme.

It is interesting to compare the present results obtained for the fully developed flow
with the non-linear form of the BGK model, with the corresponding ones of the infinite
capillary theory. The results for the reduced flow rate Gp obtained by the solution of
the linearized BGK model, provided in [23] are compared to the present results, for
three values of the external force F' = 0.01, 0.05, 0.5. The comparison is performed
on the basis of the reduced flow rate, which for the nonlinear case under the current

notation is calculated as | s
Gp=— / ds;. 3.68
FPoF ~1/2 Py®s1 (3.68)
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Hard sphere molecules are assumed (w = 1/2), in order to be consistent with the results
presented in [23] and the values of the rarefaction parameter are §o = 0.01, 0.1, 1, 5,
10. The comparison is shown in Table 3.3. It is seen that for F' = 0.01 the infinite
capillary and the present approach are in excellent agreement, with relative deviations
less than or close to 0.3%, while for F' = 0.05 the deviations are increased up to 2.8%.
Finally, for F' = 0.5 the discrepancies are significantly increased up to 25%, indicating

that the infinite capillary theory fails to correctly model this nonlinear flow.

3.2.4 Molecular velocity distribution function

A detailed description of the molecular velocity distribution function is provided.
In all cases the distribution function is presented in terms of (, and the introduced
variable sy, which surely poses some difficulty in the intuitive understanding of the
distribution form. The particles leaving the boundary follow a Maxwellian distribution
around sy = 0, traveling either without or with intermolecular collisions. The former
ones will keep the Maxwellian distribution originated at the boundary, while the latter
ones relax to Maxwellian distributions, whose peaks can be in large values of s5. In
terms of (,, the outgoing distribution from the boundary follow a Maxwellian that for
particles traveling without collisions (ballistic motion) is conveyed to high values of
Gy, while for particles experiencing collisions is relaxed to a Maxwellian distribution
around the local velocity. Combining the effects between particle collisions and particle
acceleration due to the external force leads to bimodal or multimodal distribution
functions with long tails. It is pointed out that far from the boundaries distributions
close to a Maxwellian in terms of s, is characterized by long tails in terms of ¢,, while
distributions with long tails in terms of sy is close to a Maxwellian distribution in
terms of (.

Qualitative contours of the reduced distribution function ¢ are shown in Figure
3.2, for F = 0.5 and Kny = 1, at five locations along the distance between the parallel
plates and more specifically at s; =0, +1/4 and £1/2, in terms of the two molecular
velocity variables (, and sy. The distribution function has a discontinuity at (, = 0,
separating the distribution coming from the bottom wall (s; = —1/2 with {, > 0) and
the one coming from the top wall (s; = 1/2 with (, < 0). At the bottom and top
walls the outgoing distributions are Maxwellians, while the incoming ones have long
tails extending to large absolute values of s5. Moving away from the boundaries, the
distribution has tails in the same direction for both positive and negative values of (,.

In the center of the flow domain (s; = 0), the distribution is, as expected, symmetrical
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with respect to (,. Furthermore, there is a mirror symmetry in the physical space,
where the distribution at s; for (, is the same as the one at —s; for —(, and therefore
in the following description only half of the low domain is considered. A detail of the
tails of the distribution function at the center of the flow domain is shown in Figure
3.2 (see bottom-right subfigure) for F' = 0.5 and Kng = 1. It is clearly seen that as the
value of (, becomes smaller, the distribution extends to larger values of sy, which is
clearly contributed to the expression of the relaxation distribution and more specifically
to the fact that the quantity ((81 +1/2) F/C + 52 — uy)2 in the exponent increases
as (, decreases.

Figure 3.3 presents the distribution function ¢ for F = 0.5 and Kny = 0.1, 10. For
the small value of the Knudsen number, where collisions are important, the distribution
function is far from the Maxwellian. On the contrary, for the large value of the Knudsen
number, where collisions are rare, the distribution function retains the shape of the
outgoing distributions and is close to a Maxwellian with weak tails. The corresponding
results for F' = 0.05 and Kng = 0.1, 10 are shown in Figure 3.4. It is clearly seen
that due to the smaller magnitude of the external force, the tails of the distribution
function are much weaker.

In Figure 3.5, the reduced distribution function ¢ in terms of sy, at s; = 0 for
F = 0.5 and Kng = 10 and for progressively decreasing, in magnitude, values of
(z, is presented. For (, = 0.08, the distribution has a peak close to zero, while its
shape is close to a Maxwellian. As the value of (, decreases, a tail starts to form.
At (, = 0.04 the distribution becomes bimodal while for (, = 0.025 the tail has the
maximum value of the distribution. It is also noted, that as (, decreases and strongly
non-equilibrium forms of the distribution function appear, the value of the distribution
function decreases. Finally, In Figure 3.6 a three-dimensional plot of the distribution
function ¢ at sy = —1/2 for F' = 0.5 and Kny = 1 is shown, providing a more clear

view of the discontinuity and the extension of the tails.

3.3 Implicit boundary conditions

3.3.1 Flow configuration and governing equations

Consider the pressure driven rarefied gas flow between two parallel plates separated
by distance H or through a tube of radius R. In both cases the length of the capillary

is L. The capillary walls are assumed to be isothermal at reference temperature Tj.
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The flow is characterized by three dimensionless parameters [80], [85], namely the
ratio of the outlet over the inlet pressures P,/ P;,, the length over the characteristic
dimension L/y , where x = H, R for the channel and the tube respectively and the

reference gas rarefaction parameter defined at the inlet conditions, as

Pinx
Lo

Oin = (3.69)
In Eq. (3.69), po is the viscosity at reference temperature 7y and vy = /2R, T} is
the most probable molecular speed, with R, denoting the gas constant. The flow
is in the z’—direction, while the lateral directions are denoted by ¥’ for the channel
flow and 7’ for the tube flow. The macroscopic quantities to be computed include the
two-component velocity vector U (i, 2’), as well as the number density N (i, '), pressure
P (i,2") and temperature T (i, z")distributions, with ¢ = 3/,7’. The main quantities of
practical interest are the mass flows rates Mc and Mt for the channel and tube flows
respectively.

The kinetic formulation of the channel and tube flow problems are well described
in [79], [81], [82] and therefore, here, only the key issues related to the scope of the

present work are provided. The following dimensionless quantities are defined:
y=y/x,r=1"/x,2=2"/x,u=U/vg,n = N/Ny,,p= P/Py,,7=T/Ty. (3.70)

Here, (y, z) and (r, z) are the physical space coordinates for the channel and the tube
respectively (z denotes the flow direction), w (i, 2) = [u; (4, 2) , u, (4, 2)], n (i, 2), p (i, 2)
and 7 (i,2) are the dimensionless macroscopic velocity, number density, pressure and
temperature respectively, with ¢ = y, r, while Ny, = P,/ (kgTp) is the number density
at inlet conditions with kg being the Boltzmann constant.

The computational domains with the coordinate system and its origin for the typical
flow configuration and the one with the implicit boundary conditions are shown in
Figure 3.7. In the former one the computational domain includes the capillary region
(A) plus the inlet and outlet regions denoted by (B) and (C) respectively. The inlet
and outlet boundary conditions are imposed far from the capillary ends along the
dotted lines. In the latter one the computational domain includes only the capillary
region (A) and the boundary conditions are imposed at the capillary ends along the
dashed lines. The detailed formulation and description of the conditions at the open

boundaries is given in Sections 3.3.2 and 3.3.3.
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In both flow configurations (with and without the inlet and outlet regions) the
governing equations are identical. The BGK kinetic model is applied since in spite of
its simplicity it has been proven to be accurate in the case of pressure driven flows
[72], [73], [75], [78]. The gas is assumed to be monatomic going through hard sphere
collisions with the viscosity varying as u = g \/ﬁ. Simulations are independent of
the molecular mass and apply for any monatomic gas.

The channel flow is described by the coupled set of integrodifferential equations [75]

Oy do o M
Cy@ + Cz& - 5271”\/; (SO 90) ) (371)

0 0
Cyaz) + sz;f = Oinn/T (wM - ¢) , (3.72)

where ¢ = ¢ (y, 2,(y, (;) and ¥ = 9 (y, 2, §, (;) are the unknown reduced distribution

functions, with ({y, ;) denoting the two components of the molecular velocity vector,

while
oM = % exp [— ((Qy — uy)2 + (¢ —uy) ) /T} (3.73)
oM = %exp (= (¢ = uy)* + (G — u)) /7] (3.74)

are the equilibrium distribution functions. The macroscopic quantities are given by

the following moments of the reduced distribution functions:

2) = | pdGdc. (3.75)

w2 = [ Gpdeydc. (3.76)

wi(.2) = [ Cpdgc. (3.77)

)= o [ [(@+ @) e+ u]dgdc - (i +u2) (3.78)

The pressure is taken from the equation of state p (y,2) = n (y, 2) 7 (y, 2).
The tube flow is described by the integrodifferential equation [75]

dg  (psinf 89

Cp cos@a

Cz = dunv/7 (9" — g), (3.79)
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where g = g (r, 2, (p, 0, (;) is the unknown distribution function, with (¢,, 6, (;) denoting

the three components of the molecular velocity vector in cylindrical coordinates, while

T

= oo [ (Gt G )] 6

is the equilibrium distribution. The macroscopic quantities are given by the moments

of the distribution as

n(r2)= [ gGdGaddc. (3.81)

wn (1, 2) / ¢2 cos Agd(,dfdC, (3.82)

w(r2) = = [ Cgtodydodc. (3:83)

7(r,2) = 32n /R (@ + ) gGdgydodc. — (u ) (3.84)
p(r,2) =n(r,2)7(r2) (3.85)

Once the macroscopic distributions are computed, the dimensionless flow rates for

the channel and the tube flow problems can be calculated as

M. 1/2
= " = 2 .
W, 2P, oy /0 nu,dy (3.86)
and .
M,
W, = NI = 4\/_/ nu,rdr (3.87)

respectively. The flow rates remain constant at any cross section along the capillary.
Here, the computation is made at the capillary center (z = 0). The dimensionless flow
rate is used as the main quantity in order to estimate the deviation of the implicit
boundary formulation from the typical formulation and judge the accuracy of the
former one. The relative difference (error) is defined as

yyimplicit _ yytupical

implicit

? typical
Wi

x 100%, (3.88)

where W/ and W™ are the dimensionless flow rates of the typical and implicit
boundary formulations respectively, with ¢« = ¢ for the channel and ¢ = ¢ for the tube

flows.
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Proper closing of the channel and tube flow problems in both the typical formulation
and the one with the implicit boundaries, require imposing boundary conditions a)
along the symmetry axis, b) at the wall boundaries and ¢) at the open boundaries.

Specular boundary conditions are applied, due to symmetry, at the axes (v’ = 0;
r" = 0) and diffuse boundary conditions at the capillary walls (v = H/2; ' = R).
Also, the typical formulation includes diffuse boundary conditions at the lateral vessel
walls next to the capillary ends (2 = —L/2 with ¢/, € [a, L;;,] and 2’ = L/2 with
Y, 1" € [, Lowt)). The specular and diffuse wall boundary conditions are well known
and described in previous works [75], [80]-[82].

Finally, the open boundary conditions, which are of major importance in the present
work are provided for the typical flow configuration with the inlet and outlet regions,
as well as for the flow configuration with the implicit boundary conditions imposed at

the capillary ends in Sections 3.3.2 and 3.3.3 respectively.

3.3.2 Inlet and outlet boundary conditions in the typical flow

configuration

The computational domain in the typical flow configuration, as shown in Figure
3.7, consists of the capillary region (A) and the inlet and outlet regions (B) and (C)
respectively. Therefore, the incoming distributions along the dotted lines must be
defined. Following common practice, it is assumed that the incoming distributions are
Maxwellians with zero bulk velocity [75], [80]-[82] characterized by the given inlet and
outlet pressure and reference temperature. This is theoretically justified by taking the
size of the inlet and outlet vessels adequately large and applying the open boundary
conditions in a region where the gas is at rest far enough from the capillary ends. In
the present work these conditions are fulfilled by taking L;,/H = Ly./H = 20 for
the channel and L;,/R = Ly, /R = 15 for the tube flow configurations. Then, the
boundary conditions at the fictional boundaries of the inlet and outlet vessels in the
typical flow setup become as follows [75]:

o Channel flow:

Upstream vessel

ot = S expl~¢; — 2, (3.59)
b = = expl—(2 — (7] (3.90)
2
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Downstream vessel

POU PL'IZ
pq = iexp[—éi -2, (3.91)
PO’lL 'P”’L
vi =T B o2 - (3.92)
T
e Tube flow:
Upstream vessel
1
+ 2 2
Downstream vessel Pou/P
04 = =5 exp[=G = ] (3.94)

The subscripts (u) and (d) refer to the boundary conditions at the upstream and
downstream vessels respectively, while the superscript (+) always refers to the incoming
distributions.

The governing equations (3.71)-(3.78) with the boundary conditions (3.89)-(3.92)
are numerically solved to compute the flow rate W¥Pa for the channel flow. Similarly,
the governing equations (3.79)-(3.85) with the boundary conditions (3.93), (3.94) are
numerically solved to compute the flow rate W for the tube flow. The solution
of the integrodifferential equations is performed by the well-known discrete velocity
method. It is noted that the channel flow problem is four-dimensional (2D in the
physical space plus 2D in the velocity space), while the tube flow problem is five-
dimensional (2D in the physical space and 3D in the velocity space) and therefore, the
latter one is much more computational demanding. Since these typical flow set ups
are used as benchmarks, the flow rates are recalculated and tabulated in Table 3.4 for
various pressure ratios P,/ Py, and capillary length L/x , with x = H, R, in a wide

range of the reference gas rarefaction parameter 0;,.

3.3.3 Inlet and outlet boundary conditions in the implicit for-

mulation

The computational domain in the flow configuration with implicit boundary con-
ditions, as shown in Figure 3.7, consists only of the capillary region (A). Now, the
incoming distributions at the capillary ends, located at z = £L/(2x) = %I along
the dashed lines, must be defined. It is assumed that the incoming distributions are
local Maxwellians, where the parameters of the Maxwellian distributions are obtained

following the characteristic theory, which has been implemented in classical CFD
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simulations in unbounded flow domains [138]—-[140] assuming locally one-dimensional,
inviscid and adiabatic flow. More specifically, the incoming distributions at the inlet
and outlet of the channel and the tube are as follows:

e Channel flow:

i (=LY, G Gy) = :;';(g/y)) exp |— (¢ = tyin (1)” + (G = wain (1)) /7in (9)]
(3.95)
5 (10,606 = " s [ (16— s ) (G i ) /70 )]
(3.96)
b 1.966) = 220 e [ (G, o ()" + (G e () 7 )]
(3.97)
1966 = " s [ (6~ ot 0+ (€ — e (0))°) e ()]
(3.98)
with the following parameters [89]
nin (y) =1, (3.99)
Tan (y) = 1, (3.100)
1- p (_lv y)
Uz in (y) = us (=1, y) + 3.101
() (=L y) n(lp) Jor (D) (3.101)
Uy,in (y) = uy (—1,y), (3.102)
=n Pout/Pin_p(l>y)
Nout (y) - (l7 y) + T (l, y) ) (3103)
Tout (Y) = n(’;/ (R >” (3.104)
( ) out/Pin
Uz out = Uy, ly y 3.105
() (L,y) + ) 2 (s) (3.105)
Uy,out () = 1y (1, y) (3.106)
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e Tube flow:

gz—; (7‘, _l7 Cp7 07 CZ) =

O;%ﬁ&wemﬂ—@Q@ﬁQ—umAﬂf+0%mﬂf+%Q—Umﬂﬂf)ﬁmWﬂ,
" (3.107)

g;:n (T, l’ <pa 9, Cz) =

<;W$QﬁmP%@ww—waf+@wwﬁ+@—wmvwwmﬂw,

(3.108)
with the following parameters [89]
N (1) = 1, (3.109)
Tin (1) = 1, (3.110)
o () = s (r, —1) 4 — P20 (3.111)
n(r, =) \/2y7 (r, =)
Upin (1) = Uy (1, =) (3.112)
Pout/Pin - D (T7 l)
Nout (1) = n (r,1) + D) (3.113)
Pout/Pin
= 114
Tout (T) Nout (7“) ) (3 )
p (7”, l) - Pout/Pin
Uy out (1) =, (r, 1) + : (3.115)
t n(r, 1) \/2y7 (r,1)
Uy, out (T) = Uy (7", l) . (3116)

Again, the superscript (+) always refers to incoming distributions, while v is denoting
the ratio of specific heats that is equal to 5/3 for a monatomic gas. The macroscopic
quantities of velocity, density, pressure and temperature at the right hand side of
Egs. (3.99)-(3.106) and (3.109)-(3.116) are calculated via the moments of the reduced
distribution functions of the previous iteration at each boundary node according to Eqs.
(3.75)-(3.78) and (3.81)-(3.85). Therefore, the input parameters in the Maxwellian
expressions, Eqgs. (3.95)-(3.98) and (3.107), (3.108), differ at each boundary node and
are calculated in each iteration. The detailed derivation of the expressions for all

parameters is given in Appendix A.
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The governing equations (3.71)-(3.78) with the boundary conditions (3.95)-(3.106)
and the governing equations (3.79)-(3.85) with the boundary conditions (3.107)-(3.116)
are numerically solved to compute the flow rate WimPlcit for the channel flow and
WPt for the tube flow. As in the typical configuration, a DVM scheme is used
for the solution of the involved equations. It is obvious, due to the small size of the
computational domain, that the computational effort is greatly decreased compared to
the corresponding one for the typical flow configuration. For example, in a channel
with L/H = 20 the dimensionless computational area when the implicit boundary
conditions are introduced is equal to 10 (considering the symmetry condition). On the
contrary, for the same channel when the typical approach is applied the dimensionless
computational area is 2 (10 x 20) + 10 = 410 (inlet plus outlet vessels plus channel).
Therefore, in the former compared to the latter case, the CPU time reduction is at
least one order of magnitude. However, the implementation of the implicit boundary
conditions is not theoretically justified, since the assumptions that the flow at the
capillary ends may be approximated by local Maxwellians as well as that the parameters
of the Maxwellians are estimated based on Euler equations describing inviscid and
adiabatic flow are, in general, not valid. In the next section a comparison between
the flow rates obtained by the typical flow configuration and the one with the implicit

boundary conditions is presented.

3.3.4 Comparison between the flow rates of the typical and
the implicit boundary conditions formulations
The validity of the implicit boundary conditions is computationally investigated by
comparing the computed flow rates for the channel and tube flow problems with the
corresponding ones obtained by the typical formulation.

The values of the three parameters characterizing the flow, considered in the

computational investigation, are as follows:
o Channel flow: P, /P, =[0.1,0.3,0.5,0.7,0.9], 6;, = [1,5,10], L/H = [1, 2,5, 10, 20]
o Tube flow: P,/P;, =[0.1,0.5,0.9], 6;, = [1,2,5,10], L/R = [1, 5, 10, 20]

These input values allow a complete comparison for flows in the transition and slip
regimes through short up to long capillaries driven by small, moderate and large

pressure differences.
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The relative difference e/ defined by Eq. (3.88), between the flow rate of the
typical formulation and the corresponding one of the formulation with the implicit
boundary conditions are tabulated in Table 3.5 for both channel (i = ¢) and tube (i = t)
flows with P,/ P;, = [0.1,0.5,0.9], §;, = [1,5,10], L/x = [1,5,10,20], x = H, R. The
relative difference (error) depends strongly on the dimensionless length L/y, which is
the most important parameter affecting the error. It is clearly observed that as L/ is
increased the error is decreased. It is also seen that the relative errors of the flow rates
based on the formulation with the implicit boundary conditions for L/x = 1 are larger
than 40% (even up to 100% and 200%), for L/x = 5 from 20-40%, for L/x = 10 from
10-20% and for L/x = 20 less or about 10%. The pressure ratio P,,;/P;, has a strong
effect on the error in capillaries with L/x < 5, while it becomes less significant in long
capillaries. For short capillaries, the error generally increases as the pressure ratio
increases. For longer capillaries, where the pressure ratio effect quickly diminishes, the
error can either increase or decrease with the pressure ratio. Finally, the error weakly
depends on the reference rarefaction parameter d;,. At any dimensionless length it is
decreased as 9;, is increased. The error behavior in terms of all three parameters is
easily justified since as L/x and §;, are increased and P,,;/P;, is decreased, end effects
are not as pronounced, while the flow is characterized by larger Reynolds numbers,
which are in accordance to the theoretical basis of the implicit boundary conditions.
Based on the above, it may be stated that considering as acceptable an error of
< 20%, the formulation with the implicit boundary conditions may be implemented
only to capillaries with L/y > 10. Furthermore, since the difference is positive in all
cases it is deduced that the formulation with the implicit boundary conditions always
overestimates the flow rate compared to the typical one.

A more compact picture of the error dependency on all parameters is provided
in Figure 3.8, where the relative error GZZ” licit is plotted in terms of the quantity
Z = 0in (/L) (AP/Py,), where AP = P,, — P,,;. It is observed that for L/x = 20 the
dependency of the error on the quantityZ remains almost constant, while as L/x is
reduced the error starts gradually to decrease as Z is increased. This trend simply
indicates that as L/y is reduced the effect of J;, and AP on the error becomes more
important, which is in accordance to the tabulated results in Table 3.5. Overall, it
may be stated that the performance of the implicit boundary condition approach in
rarefied gas flows is not as good as the one observed in continuum [138]-[141] and slip
[87]-[91] gas flows.
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3.3.5 Comparison between the flow rates of the typical and
the implicit boundary conditions plus the end effect cor-

rection formulations

Based on the effective length concept, an end effect correction methodology has
been recently proposed to extend the range of validity of the infinite capillary theory
describing fully developed flows through long capillaries to capillaries of moderate
length [83]-[85]. The actual length L/x of the capillary is increased at its two ends by
the length increments AL;,/x and AL,y /x, which are independent of the capillary
length and solely depend on the inlet and outlet gas rarefaction parameters ¢;, and
dout Tespectively, with 6oyt = 0inPout/Pin- The length increments AL/y have been
tabulated in terms of the gas rarefaction parameter ¢ for channel flow in [84] and for

tube flow in [83], and they are as follows:

) 01 02 04 06 08 1 2 4 6 8 10

AL/H 245 215 1.55 1.05 0.827 0.654 0.574 0.556
AL/R 152 133 1.16 1.07 1.01 0.964 0.841 0.735 0.704 0.688 0.682

In general, the length increment decreases as ¢ increases approaching a constant
value as § — oo. At the other end, as § — 0 the length increment AL/y — oo. This
methodology has been applied to fully developed flows with remarkable success even
for relatively short capillaries (AL/x = 5) and the interested reader may refer for all
the details in [83]-[85].

Here, it is proposed to implement the implicit boundary conditions coupled with
the end effect methodology. The computational domain, the governing equations and
the boundary conditions remain the same as described in Sections 3.3.1 and 3.3.3 for
the formulation with the implicit boundary conditions and the only difference is the
length of the capillary which now is extended by adding to its actual length AL/y the
two increments AL, /x and ALy, /X, obtained from the end correction theory based
on the corresponding values of d;, and dyy;.

The relative difference between the flow rates of the proposed methodology (implicit

boundaries plus end effect) and the corresponding ones of the typical formulation,

defined as ot B l
implicit+ . typica
eimplicit+EE o ‘Wz W
7 - typical
Wi

x 100%, (3.117)
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is tabulated in Table 3.6, for both channel (i = ¢) and tube (i = t) flows with
P,/ Py = 10.1,0.5,0.9], d;, = [1,5,10] and L/x = [1,5,10,20], x = H, R . It is
clearly observed that, compared to Table 3.5, the introduced error has been significantly
reduced in all cases. Now, the relative error of the flow rates based on the formulation
with the implicit boundary conditions plus the end effect correction are for L/x = 1,
5, 10 and 20 less or about 40%, 20%, 10% and 5% respectively. The error trend with
regard to L/x remains the same, i.e., it is always decreased as L/ is increased. With
regard to d;, and P, /P;,, when either of these quantities is small (i.e. d;, = 1 or
P,.+/ Py, = 0.1) the error is steadily decreased as the other quantity is increased. For
moderate and large values of 0;, and P,/ Py, (i.e. d;, > 1 and P,/ Py, > 0.1) the error
takes small values (less than 5%) and in that case, as these quantities are increased the
error does not have a monotonic behavior. Although not shown in Table 3.6, where the
absolute values are tabulated, it is noted that the error without the absolute value, in
most cases, is negative, while for large d;, and P,,;/P;, becomes positive. The behavior
with respect to P,/ P;, is attributed to the end effect correction that is formulated
based on small pressure gradients.
The relative difference (error) e/ +EE
terms of the quantity Z = d;, (x/L) (AP/P;,). It is observed that the relative errors

are much smaller compared to the formulation with the implicit boundary conditions

, 1 =c,t, is also plotted in Figure 3.9 in

without the end effect correction (Figure 3.8). In fact now the error remains < 15%
for almost all cases with L/x =5, 10 and 20.

The corresponding results comparing the typical and the infinite capillary theory
[23] with end correction are shown in Table 3.7, where the relative deviation is defined

as
WCFD—Q—EE o Wctypical
eldtes — U i L1 100%. (3.118)

c,t

It is seen that the deviations for this case are smaller compared to the respective
deviations for the implicit boundary plus end correction approach (Figure 3.9 and
Table 3.6). In fact, in the range of parameters where the implicit boundary with end
correction provides accurate values for the mass flow rate, the infinite capillary theory
with end correction is also able to accurately estimate the flow rate, with a much lower
computational effort.

Based on the above it is seen that adding the end effect correction to the formulation
with the implicit boundary conditions greatly increases the range of its applicability

with regard to the three parameters governing the pressure driven rarefied gas flow
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through channels and tubes. It should be stated however, that this improvement is
mainly contributed to the effectiveness of the end effect theory. It is noted that, in
general, in the same range of parameters, the accuracy of the mass flow rate results
obtained by the implicit boundary conditions plus the end correction approach is very
close to the one obtained by the infinite capillary theory with the end effect correction
[85]. The implementation of the former approach compared to the latter one is much
more computationally demanding. However, it may be applied in flow configurations,
where the assumptions of the infinite capillary theory are not valid, i.e. in non fully

developed and non-isothermal flows.

3.4 Concluding remarks

Pressure driven flows through capillaries are of major importance and therefore
have been extensively investigated. However, due to the complexity of the kinetic
equations and of the associated computational schemes, there are still open issues,
which must be resolved in an efficient manner. Such issues include the treatment of
the external force term, which may be present in the kinetic equations, as well as the
implementation of proper inlet and outlet conditions at the capillary ends. In this
chapter both issues are tackled.

A force driven nonlinear fully developed Poiseuille flow is simulated based on
the non-linear BGK equation with the external force term retained in the equation.
A numerical scheme is developed, using the method of characteristics, obtaining the
numerical solution of the kinetic equation in a deterministic manner. In particular, upon
introducing the variables describing the characteristic curve, the derivative with respect
to the molecular velocity vanishes and the external force term is incorporated into
the equilibrium distribution and the expressions for the macroscopic quantities. The
results include the mass and the heat flow rates, as well all macroscopic distributions
of practical interest and they are in excellent agreement with corresponding published
results for this flow configuration [56]. In addition, the form of the distribution function
is of specific interest, as the external force acting on the gas molecules can give rise
to interesting multimodal distribution functions. It is believed that the methodology
presented here can be utilized for more complicated flows under external field forces,
such as the flows of charged particles in the presence of electric and magnetic fields.

The range of validity of the so-called implicit boundary conditions [87]—-[91] has been

computationally investigated by simulating the pressure driven rarefied gas flow through
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capillaries. More specifically, the nonlinear rarefied gas flow through a plane channel
and a tube has been solved in a wide range of the three parameters characterizing the
flow, namely the ratio of the outlet over the inlet pressure P,,;/P;,, the dimensionless
length L/x and the reference gas rarefaction parameter at the inlet d;,, by imposing
the implicit boundary conditions for the incoming distributions at the capillary ends.

The computed flow rates have been compared to the corresponding ones obtained
based on the so-called typical formulation, i.e., by including in the computational
domain adequately large inlet and outlet regions and properly imposing the boundary
conditions far from the capillary ends. It is evident that the motivation of the implicit
boundary conditions formulation is to significantly reduce the computational effort
due to the reduced size of the computational domain which includes only the capillary.
It has been found however, that the implicit boundary formulation may introduce
significant discrepancies. In general, the introduced error is increased as L/x and
din are decreased since end effects become more important, as well as P,/ Py, is
increased (AP is decreased) and the flow speed is reduced. The dimensionless length
is the most important parameter affecting the error. The introduced relative error
for L/x = 20 and 10 is less or about 10% and 20% respectively, while for L/x < 10
becomes unacceptably large. These findings are justified by the fact that the derivation
of the implicit boundary conditions is based on the method of characteristics assuming
one-dimensional, inviscid and adiabatic flow.

The range of validity of the implicit boundary conditions is extended by introducing
in the formulation the end effect theory [83]-[85], where the actual capillary length
has been increased to include the correction due to the end effects at the two capillary
ends. This way the computational domain does not require the computationally costly
addition of the inlet and outlet regions and the computational cost remains small, while
the introduced error in the flow rates is less than 15% for L/x > 5. This improvement
is due to the effectiveness of the end effect theory, which as it has been demonstrated
performs exceptionally well even in flows through short capillaries. When the infinite
capillary and the implicit boundary condition approaches are both coupled with the
end effect theory, they are valid approximately in the same range of parameters, with
the latter one requiring more computational time but being able to simulate phenomena
beyond the fully developed flow limit. It is hoped that the present work may serve
as a guideline in the implementation of the implicit boundary conditions formulation,
which must be always performed with caution, considering the effect on the accuracy

of the results.
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Chapter 3 Tables

Table 3.1 Mass flow rate for various values of the reference Knudsen number Kny and
of the external force F.

Kn F=0.05 F=05

O “Current Ref. [53] Current Ref. [53
0.1 7.384(-2) 7.374(2) 5.286(-1) 5.280(-1
1 3.842(-2) 3.841(-2) 3.492(-1) 3.492(-1
10 4.960(-2) 4.961(-2) 4.400(-1) 4.400(-1

Table 3.2 Heat flow rate for various values of the reference Knudsen number Kng and
of the external force F.

F=0.05 F =05
Current  Ref. [53]  Current Ref. [53]
0.1 -1.444(-3) -1.445(-3) 6.702(-3) 6.680(-3)
1 -6.865(-3) -6.875(-3) 1.188(-2) 1.206(-2)
10 -9.335(-3) -9.317(-3) 5.483 5.509

K?’LO

Table 3.3 Reduced flow rate for various values of the reference rarefaction parameter

do and external force F, for the force driven nonlinear Poiseuille flow and the infinite
capillary theory.

Gr

F=05 F=005 F=001 Ref [21]

001 2260  2.963 3.039 3.049
01 1697  2.019 2.028 2.031
1 1394 1533 1.535 1.539
5 1708  1.981 1.986 1.988
10 2160  2.748 2.761 2.764
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Table 3.4 Dimensionless flow rate for channel and tube flows based on the typical

formulation.

Wctypical thypical

L/H =1 L/R=1

Pout 61 Pout 5zn
Pin 1 5 10 Pin 1 2 5 10
0.1 0.202 0258 0.292 0.1 0713 0.788 0931 1.06
05 0121 0184 0239 05 0428 0505 0.692 0.888
0.9 0.0254 0.0431 0.0633 0.9 0.0908 0.112 0.170 0.264

L/H=5 L/R=5

Pout 51 Pout 5m
Pin 1 5 10 Pin 1 2 5 10
0.1 0.0926 0111 0.1359 0.1 0312 0.341 0.423 0.537
0.5 0.0529 0.0708 0.0945 0.5 0.182 0207 0.280 0.398
0.9 0.0108 0.0156 0.0220 0.9 0.0378 0.0444 0.0641 0.0976

L/H =10 L/R=10

Pout 5m Pout 5m
Pin 1 5 10 Pin 1 2 5 10
0.1 0.0562 0.0646 0.0798 0.1 0.185 0200 0.249 0.328
0.5 0.0315 0.0398 0.0528 0.5 0.106 0.119 0.160 0.229
0.9 0.00635 0.00870 0.0121 0.9 0.0219 0.0253 0.0359 0.0543

L/H =20 L/R=20

Pout 5@ Pout 5zn
Pin 1 5 10 Pin 1 2 5 10
0.1 0.0317 0.0351 0.0433 0.1 0.0999 0.107 0.134 0.181
0.5 0.0174 0.0212 0.0280 0.5 0.0569 0.0632 0.0844 0.122
0.9 0.00348 0.00460 0.00637 0.9 0.0117 0.0134 0.0189 0.0286
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Table 3.5 Relative (%) difference (error) of the flow rates between the typical and the

implicit boundary formulations for channel and tube flows

eimplicit €implidt
L/H=1 L/R=1
Pout 0; Pout 0;
Pin 1 5 10 Pm 1 2 5 10
0.1 77.78 50.43 4238 0.1 90.94 77.27 5814 46.12
0.5 149.31 86.62 59.48 0.5 171.20 140.98 91.82 61.17
0.9 194.80 138.58 115.78 0.9 232.48 205.58 167.12 124.99
L/H=5 L/R=5
Pout 0; Pout 0;
Pin 1 5 10 Pm 1 2 5 10
0.1 2770 1812 14.80 0.1 27.09 23.93 19.69 17.77
0.5 40.09 26.65 22.02 0.5 3817 34.03 29.11 24.27
0.9 39.84 26.83 23.69 09 3861 34.18 29.92 27.53
L/H =10 L/R=10
Pout 5m Pout 5m
Pin. 1 5 10 Pm 1 2 5 10
01 17.65 11.92 970 0.1 15.17 1358 11.46 10.53
0.5 21.09 14.07 12.09 0.5 1869 16.37 14.11 13.12
09 2019 13.16 11.97 09 1811 15.80 14.14 13.31
L/H =20 L/R=20
Pout 5m Pout 6m
Pin 1 5 10 P 1 2 5 10
0.1 1060 7.33 6.09 0.1 10.10 897 752  6.66
05 10.84 721 629 05 1061 934 807 7.19
09 1011 6.73 6.09 09 10.00 878 7.57  6.92
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Table 3.6 Relative (%) difference (error) of the flow rates between the typical and the
implicit boundary plus the end effect correction formulations for the channel and tube

flows.
6implicz‘t—&—EE eimplicitJrEE
L/H=1 L/R=1
Pout 52 Pout (5m
P T 5 10 P 1 2 5 10
0.1 36.02 25.87 1453 0.1 25.13 2259 15.43 8.39
0.5 14.16 401 1.72 05 575 290 1.38 1.08
09 656 296 277 09 207 124 514 0.66
L/H=5 L/R=5
Pout 5m Pout 5m
P T 5 10 Pn 1 2 5 10
0.1 1756 11.92 804 0.1 11.06 997 7.54 4.69
05 490 048 0.10 0.5 262 145 0.02 0.54
09 193 092 095 09 171 070 0.85 0.77
L/H =10 L/R=10
Pout 5m Pout 5m
P ] 5 10 Pn 1 2 5 10
0.1 10.08 6.05 4.10 0.1 664 581 4.34 2098
05 28 001 028 05 193 146 0.77 0.45
09 1.09 030 056 09 1.78 1.29 0.10 0.88
L/H =20 L/R=20
Pout 5@ Pout 5zn
P ] 5 10 Pn 1 2 5 10
0.1 5.0l 253 153 0.1 1.79 155 1.10 0.87
05 144 008 021 05 015 032 053 0.22
09 071 024 031 09 0.01 02 051 0.10
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Table 3.7 Relative (%) difference (error) of the flow rates between the typical and the
infinite capillary plus the end effect correction formulations for the channel and tube

flows.

FDTEE ¢FD¥BE
L/H =1 L/R=1

Pout (51 Pout 5'm

P ] 5 10 Pn 1 2 5 10

0.1 1824 278 2442 0.1 9.83 4.95 11.03 41.10

05 724 275 172 05 449 267 3.96 22.78

09 369 038 055 09 4.08 430 245 2.37
L/H=5 L/R=5

Pout 61 Pout 5zn

P ] 5 10 Pn 1 2 5 10

01 553 1.72 539 0.1 4.07 2.87 135 10.89

05 1.17 0.78 2.09 05 230 2.13 0.36 2.77

09 002 045 030 09 218 257 1.81 1.83
L/H =10 L/R=1

Pout 0; Pout Oin

P ] 5 10 Pn 1 2 5 10

01 201 064 219 01 3.01 243 0.57 3.60

05 016 0.75 1.04 05 1.69 1.86 1.22 0.28

09 046 036 036 09 1.80 2.05 1.26 1.16
L/H =20 L/R=2

Pout 0i Pout din

P ] 5 10 Pn 1 2 5 10

01 004 015 1.04 01 028 028 0.14 1.24

05 035 076 0.64 05 0.19 0.06 0.30 0.28

09 060 062 040 09 0.07 003 0.11 0.18
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Chapter 8 Figures

Figure 3.1 Distributions of density (top), temperature (middle) and velocity (bottom)
for F' = 0.05 (left) and F = 0.5 (right).
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Chapter 3 Figures

Figure 3.2 Reduced distribution function ¢ at five locations along the distance between
the plates, with a tail region detail at the center of the flow domain (bottom right
subfigure) for F' = 0.5 and Kng = 1.
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Figure 3.3 Reduced distribution function ¢ at three locations along the distance between
the plates, for F' = 0.5 and Kng = 1 and 10.
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Figure 3.4 Reduced distribution function ¢ at three locations along the distance between
the plates for F' = 0.05 and Kng = 0.1, 1.
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Chapter 8 Figures

Figure 3.5 Reduced distribution function ¢ at the center of the distance between the
plates for F' = 0.5 and Kng = 10 in terms of sg, for various values of (,.
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Chapter 3 Figures

Figure 3.6 3D plot of the reduced distribution function ¢ at s; = —1/2 for F' = 0.5
and Kng = 1.
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L, Lous
Pz'n © Pom‘
Lz’n UZO :0 Lom‘
L

implicit boundary conditions

Figure 3.7 View of the computational domains with the coordinate system and its
origin for the typical flow configuration (regions (A), (B) and (C)) and the one with
the implicit boundary conditions (only region (A)), with o = H/2 or R for the channel
and tube respectively.
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Chapter 3 Figures

Figure 3.8 Relative difference (error) of the flow rates between the typical approach
and the one with implicit boundary conditions in terms of d;, (x/L) (AP/P;,) for the
channel (left) and tube (right) flows.

Figure 3.9 Relative difference (error) of the flow rates between the typical approach
and the one with implicit boundary conditions plus the end effect correction in terms
of 6 (x/L) (AP/Py,) for the channel (left) and tube (right) flows.
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Chapter 4

Marching DVM algorithm on unstructured

meshes

4.1 Introduction

The Discrete Velocity Method (DVM) is probably the most prevailing deterministic
computational methodology for the solution of the Boltzmann and kinetic model
equations [53], [54]. In discrete velocity algorithms the continuous molecular velocity
spectrum is replaced by a set of discrete velocities. The choice of the discrete velocities
depends on the peculiarities and characteristics of each problem, although general
rules can be developed. In steady-state flows an iteration scheme between the solution
of the kinetic equations and the computed moments of the distribution function is
introduced, until convergence is reached. Once the kinetic equations are discretized in
the velocity space they are reduced to ordinary or partial differential equations, which
are solved by finite difference or volume schemes, while the moments are obtained by
numerical integration. The values of the distribution function in each iteration may
be obtained either by solving a system of linear algebraic equations or alternatively
using a marching scheme through the physical space for each discrete velocity. The
latter methodology, compared to the former one, provides considerable computational
benefits in both CPU time and memory requirements. However, so far, marching
schemes have been adopted only on structured grids, where the proper marching from
node to node may be easily specified via the node indexation.

In recent years several methodologies have been proposed in order to solve the
kinetic equations on arbitrary geometries. In [145], a parallel solver for rarefied gas

flows through porous media is developed, able to simulate geometries of arbitrary
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complexity using a marching scheme. The grid however, is structured and the solution
sequence is obtained directly from the node indexing. Flows with moving boundaries
have been simulated using the DVM with Cartesian grids and the cut cell method has
been applied to capture the irregularities of the boundaries [146]. Both approaches in
[145] and [146] result in a “staircase” representation of the boundary when it is fitted
to the grid lines. Furthermore, the recently introduced Unified Gas Kinetic scheme
[147] and the open source dugksFoam code [148] available on the OpenFOAM platform,
may be run on unstructured meshes. In addition, finite element approaches using the
discontinuous Galerkin method have been applied [149]-[151] and three dimensional
DVM solvers based on finite volume approaches, able to simulate geometries of arbitrary
complexity with boundary fitted meshes [152]-[154], have been developed. In all cited
works [147]-[154] however, the solution of large linear systems in each iteration is
needed. It is clear that the extension of the DVM to arbitrary geometries is an active
area of research.

Based on the above, in the present chapter of the dissertation, a marching DVM
algorithm on unstructured grids is developed and implemented. The main concern is
the identification of the proper marching path through the unstructured grid in order
to properly compute for each discrete velocity the distribution function at some node in
terms of the already computed distributions at the adjacent nodes. Obviously, following
an erroneous path will result to the collapse of the algorithm. Furthermore, the proper
path for each discrete molecular velocity may be different. Here, the calculation of
the node sequence is achieved in two different ways. The first one is a backtracking
algorithm, which may be considered as a special case of exhaustive (or brute force)
algorithms [155]. This algorithm is robust but computationally intensive. The second
one is based on purely geometrical arguments. It is computationally efficient but,
as it will be shown, is not always conclusive. Overall, it is proposed to implement
the geometrical methodology and only when it fails, to be replaced for the specific
velocity by the backtracking algorithm. It is important to point out that always
the marching path through the proper node sequence is obtained for each discrete
velocity only once before the iterative procedure starts and remains the same during
the iterative solution. Thus, the additional computational effort is small compared to
the overall computational effort. In order to demonstrate the ability of the developed
marching DVM algorithm on unstructured meshes to accurately solve the kinetic
model equations, some two-dimensional rarefied gas flows are solved and the results

are compared to corresponding ones available in the literature. The considered test
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cases include fully developed flows and boundary driven configurations modeled using
linear and non-linear kinetic model equations. Unstructured meshes are used in all
cases, even if a structured mesh can be used.

The unstructured mesh geometry and the implemented numerical scheme to dis-
cretize the kinetic equation on unstructured grids are described in Section 4.2. The
two methodologies, namely the backtracking and geometric algorithms, identifying
the proper marching path through the mesh for each discrete velocity, along with a
comparison between the two methodologies, are presented in Section 4.3. The structure
of the developed marching DVM algorithm is given in Section 4.4. To demonstrate the
validity and the effectiveness of the algorithm, benchmark results are obtained for fully
developed flows, linear boundary driven flow in a cavity and nonlinear temperature
driven flow in a cavity in Sections 4.5, 4.6 and 4.7 respectively. Finally, some concluding

remarks are made in Section 4.8.

4.2 Unstructured mesh geometry and discretiza-

tion scheme

Any steady nonlinear two-dimensional kinetic model equation, in the absence of

external forces, may be written in a general form as
60 1,2 TS (4.)

ox Yoy T
where (z,y) are the physical coordinates, (&;,&,) are the two-components of the
molecular velocity vector, f = f (z,y, &, &) is the velocity distribution function, f¢
is the equilibrium distribution function of the kinetic model and 7 is the corresponding
relaxation time. The kinetic equation is coupled with the moment of f providing the
macroscopic quantities, which are present in the expression of f¢. The solution of f
is obtained in an iterative manner between the kinetic equation and the moment of
f and is concluded when the macroscopic quantities are converged. Here, the aim is
to discretize Eq.(4.1) in a way to be solvable by a marching DVM algorithm on an

unstructured grid.

The molecular velocity space is transformed from Cartesian to polar coordinates,
according to { = {costl and §, = {sind, where { is the magnitude and ¢ is the

polar angle of the molecular velocity vector. Equation (4.1) is rewritten in the more
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convenient form

g O _ U1 (4.2)

0s T
where s = s(x,y,0) denotes the characteristic, passing from some point node (z,y)
with polar angle 6.

Then, the molecular velocity space is discretized. The discrete values of the
magnitude &,,, m = 1,..., M, are taken as the roots of a polynomial, usually the
Legendre polynomial, accordingly mapped from (—1,1) to (0, +o0), while the discrete
values of the polar angle 0, k = 1,..., K, are uniformly distributed in [0, 27]. The
polar representation of the molecular velocity space, as it will be shown, decreases the
memory requirements and the computational overhead of the developed method. Also,
using the roots of an orthogonal polynomial as the discrete values of the molecular
velocity magnitude allows the application of Gaussian quadrature for the numerical
calculation of the moments of the distribution function increasing numerical accuracy.
For the integration with respect to the polar angle the trapezoidal rule is used.

The physical space is discretized by an unstructured mesh with j = 1,..., Ng
elements and ¢ = 1, ..., Ny nodes with coordinates (z;,y;). The nodes are divided into
two sets, namely the interior nodes I and the boundary nodesB. Elements of any
number of nodes may be introduced. For simplicity purposes, the methodology is
presented assuming triangular grid elements. Extension to more complex elements is
straightforward since any element can be represented using triangles and only a brief
discussion for more complex elements is made in a later stage.

To clearly demonstrate the discretization process, consider, as shown in Figure 4.1,
a tiny detail of the unstructured mesh consisting of some node 7 and all triangular
elements having a common vertex, which happens to be the node 7, as well as some
molecular velocity vector & = (&,,,0;) having its origin at node i. The trace of &,
i.e., the half line that has the same slope 6, as the molecular velocity vector and
spans in the direction opposite to that of the molecular velocity vector, defines the
characteristic along which information is propagated through the mesh to reach node
1. The characteristic is indicated in Figure 4.1 with the dashed line. The triangular
element in which the characteristic lies in, is the one between all elements having the
common vertex ¢, which should be involved in the computation of the distribution
function at node i with discrete molecular velocity & = (&, 0x) based on the values of
the corresponding distributions at the other two vertexes of this element. Obviously,
different elements may be used, depending on the specific node ¢ = 1, ..., Ny and polar

angle £ = 1,..., K and they are specified as E;j, with the first and second indexes
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referring to the node and the polar angle respectively. Similarly, the two vertexes of
the each element defining the edge which is crossed by the characteristic, denoted by
ny and ngy in Figure 4.1, are also specified as 1y, and ng ;5. In addition, the distances
between the crossing point C and the vertexes ni, no and i, denoted by [y, [, and As
in Figure 4.1, shall also be needed and they are specified in the general case with the
same indexes, characterizing a specific node and polar angle, as [y ;x, l2; % and As; ;. It
is important to note that the nodes and elements which correspond to ny;, ng,;x and
E; 1., as well as the distances which correspond to Iy ; , lo;x and As;x, are found only
once well before the initiation of the iterative map and they are introduced as input
data, which do not alter throughout the algorithm. Furthermore, the fact that these
quantities depend only on the polar angle and not on the magnitude of the molecular
velocity is the main reason of choosing a polar representation of the velocity space.
Obviously, they should be specified in a proper way allowing the implementation of
the marching DVM algorithm. This important issue is addressed in the next section,
while now the discetization scheme is described.

Equation (4.2) is discretized in the molecular velocity space and the resulting system
of ordinary differential equations is approximated by finite differencing at the midpoint
of the characteristic line segment inside the element. In Figure 4.1, the midpoint is

denoted by D and the discrete form of the equation is

fi,m,k - fC,m,k fgq,m,k - fD,m,k
Asi,k TD,m,k

withi=1,..,Ny,m=1,...M and k =1, ..., K. The discretized distributions fp

and fp',, ., as well as the discrete relaxation time 7p ,, , all at point D, are averaged

using the corresponding values at adjacent grid point ¢ and point C' as

Dok = (fzegzk + fg,]m,k-) /2, (4.4)

fomk = (fime + fomr) /2 (4.5)
and

Tomk = (Timk + Tomik) /2. (4.6)

Substituting Eqs. (4.4), (4.5) and (4.6) into Eq. (4.3), yields

fimg [ mp T fomk (—1 + Aizk (Tim e + Tc,m,k))

1+ ﬁmk (Tismk + Teymk)

Jimpe = ) (4.7)
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where the distribution functions and the relaxation time at point C are obtained as a

linear interpolation of the corresponding values at nodes n; and ny according to

Jempe = (Faimuloik + faomaliin) [ (Lik + loik) (4.8)
G = (ol stk + Frd ik / (i + laik) (4.9)

and
Temk = (Taymkl2ik + Tngmiliik) [ ik + laik) - (4.10)

Equation (4.7) with the associated expressions (4.8), (4.9) and (4.10) may be used
in each iteration to march through the mesh and compute the discrete distribution
function f;,, , provided that the corresponding distributions f,, »x and f,, nx have
already been computed, the equilibrium distributions are known from the previous
iteration and of course all distances have been estimated.

The key issue is the prompt computation of f,, mxr and f,, m%, Which must be
available in order to realize the marching expression (4.7) and this is achieved by
identifying the proper node path. The sequence, according to which the nodes must be
considered, depends on the polar angle of the molecular velocity and is independent of
the molecular velocity magnitude. Two methodologies are proposed in the next section.
The discretization scheme presented here for the nonlinear form of kinetic model
equations, is applicable in a straightforward manner to linearized kinetic equations
simulating linear and fully developed flows. This is easily seen since in all cases the

streaming part of the kinetic equations remains the same.

4.3 Identification of the marching path in unstruc-

tured grids

Two methodologies are proposed in order to identify the correct marching path
through unstructured meshes. The first one is called the backtracking approach and it
is an exhaustive type algorithm. The second one is called the geometrical approach
and it is a generic and intuitive approach based on simple geometrical arguments.

In both methodologies some information about the boundary nodes group, denoted
as B, is needed. For each polar angle 6, the boundary nodes group is divided into two
subgroups. One subgroup includes only the boundary nodes with outgoing distributions

and the other group the remaining boundary nodes with purely incoming distributions.
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If e; is the unit normal vector on some boundary node i, facing towards the inside of
the computational domain, while e;, is the unit normal vector in the direction of the
molecular velocity for polar angle 6, then the group of boundary nodes with outgoing
distributions is B : [i € B N e; - e, > 0], while the group with incoming distributions
is B, :[i € B N e;-er<0]. The identification of the two groups of boundary nodes
for each polar angle 6, is done before the initialization of the iterative map. Next, the
two developed methodologies able to obtain the proper solution sequence are described.
This sequence is denoted as Oy, (n) indicating the n—th node to be considered for the

polar angle 6.

4.3.1 Backtracking algorithm

The backtracking algorithms are considered as a special case of the exhaustive or
brute force algorithms. An exhaustive algorithm will identify the desired one by going
through the whole set of possible solutions. When the solution must satisfy a criterion
and it is possible to check if the criterion is violated without obtaining the whole solution,
then backtracking algorithms can be applied. A backtracking algorithm, incrementally
builds candidates to the solution and will abandon a candidate (backtrack), if the
candidate in question, will give a solution violating the criterion.

The reasoning behind these algorithms can be explained using the famous puzzle
with the eight queens. The objective of this puzzle is to place eight chess queen pieces
on a chessboard so that no queen threatens any other. If an exhaustive algorithm is
used, all the possible arrangements, which are 4.426.165.368, are identified one by one,
until a solution satisfying the imposed criterion is obtained. A backtracking algorithm,
at some stage of the solution, will place a queen at an empty square and if this queen
threatens any other, i.e., violates the criterion, it will be removed from this square
(backtracking) and will be placed on a different square. The criterion is checked again
and the procedure is repeated until a valid solution is obtained.

A backtracking algorithm is used in order to find the solution sequence Oy (n). A
flowchart of this method is shown in Figure 4.2. The N2¢ nodes that belong to B} are
placed in the first NP positions of the Oy array. The rest (N N—N ,fc> nodes of the
computational grid that are unsorted and have not been yet added in Oy, are placed
into an array (AN). The number of sorted nodes is initialized as NS = NP¢ and then,
the next node (NS = NS + 1) to be placed in the next empty position of the solution
sequence array Oy (NS) is sought. In order to find this node, all the nodes of the

unsorted nodes array (AN) are examined until a node 7 is found that is connected to
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the two nodes needed to propagate the distribution, namely the n; ;; and ng;; nodes,
which already have been placed in the Oy, array. Once such a node is found, it is placed
in the solution sequence array (O (NS) = i) and is removed from the AN array. It is
noted that a lookup table is constructed indicating if a node had been already placed
in the O, array and this table is used when checking if a node is already in the array.
The procedure is repeated until all the Ny positions of Oy, are filled and of course it is
applied for each discrete angle 8;. The number of operations required by this method
scales quadratically with the number of physical nodes and linearly with the number
of discrete angles.

The backtracking algorithm is robust and will always provide a correct solution
sequence, even when the mesh is of bad quality. Also, since the method is not directly
affected by the mesh geometry, elements of any kind are handled in the same manner.

Its only drawback is that it is computationally intensive.

4.3.2 Geometrical algorithm

Consider the coordinate system (x,y) with its origin O, a two dimensional arbitrary
computational domain (2 and a circle with its center in O, enclosing the whole com-
putational domain (2, as shown in Figure 4.3. The unstructured mesh of {2 consists
of acute triangular elements. Consider next, some molecular velocity vector & with
arbitrary polar angle 6,. A line € normal to the molecular velocity vector and tangent
to the circle is drawn. There are two such lines. The one which is sweeping through
the computational domain (2, as it is moving in the direction of the molecular velocity
direction, is chosen. Both the velocity vector & and the line € are also shown in Figure
4.3.

It is argued that as line ¢ is sweeping the computational domain and reaching at
some arbitrary node 7, the propagation of the distribution function with polar angle 6,
to this node, based on the marching expression (4.7), is feasible and may be realized.
This implies that line ehas already scanned nodes n; ; i, n2,; and the corresponding
distributions at these two nodes have been computed. Therefore, the n—th node
encountered by line e, will be the n—th node to be solved for the current value of
0,.. To further demonstrate and prove that based on this methodology a node path
allowing the consistent propagation of the distribution function through the mesh for

each polar angle may be identified, the following arguments are made:
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1. Line € sweeps through the mesh, in the direction of some velocity & with arbitrary

polar angle ¢, and reaches an arbitrary node 7.

2. All nodes behind the line, in the direction opposite of the molecular velocity,

have been scanned and have known distributions.

3. The distribution functions with polar angle 6, at node i are computed based on

the known corresponding distributions at two nodes which are behind line €.

4. The first two nodes swept by line € belong in the boundary subgroup of nodes

B; and their outgoing distributions with polar angle 6, are known.

Argument 1, simply refers to the position of line € with regard to node 7. Arguments 2-3
ensure the proper computation sequence of the distribution function through the mesh
following a compatible node path. Finally, argument 4 ensures the proper initialization
via the given outgoing distributions at the boundaries.

To prove arguments 2 and 3 consider, in Figure 4.4, an acute triangular element
with vertices i, ny and ny, containing the characteristic (dashed) line of molecular
velocity € = (&, 0x) and the line € normal to £ passing through node i. The objective is
to prove that both n; and ny are behind line €. Obviously, since the characteristic has
the same slope as &, it is also normal to line € sweeping the mesh. The characteristic
divides the space into two half spaces, with each of the nodes n; and n, being at
different half spaces. If both were at the same half space the characteristic would be
outside the element. Furthermore, for the same reasoning, at least one of the two nodes
has to be behind line . Without loss of generality it is assumed that n, is behind line
¢, while n; can be in either side of it. The angle a at node ¢ is divided into two angles
oy and as, as shown in Figure 4.4. Since the characteristic and line £ are normal to
each other, in order of n; to be in front of line €, angle a; should be obtuse (o > 7/2),
which is not, since a triangle with acute angles is considered. As a result both n; and
ngy are behind line ¢.

To prove argument 4 consider, in Figure 4.5, the acute triangular element ABC'.
Without loss of generality it is assumed that nodes A and B belong in the group of
boundary nodes B, with A being the first boundary node swept by line e, which always
is normal to & and moves in its direction. The objectives are to prove that A and B
belong in the subgroup of boundary nodes with outgoing distributions (B,j) and that
B is swept by line € before C'. The unit vector e; at node A pointing towards the

flow domain has the same direction with &, because there is no flow domain behind
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line € and therefore, &£ - n; > 0, which is the condition proving that a boundary node
belongs in the subgroup B; . Similarly, it is proven that B also belongs in B; . Then,
it is shown that since angle ACB < 7/2, line € reaches B before reaching C, i.e., that
the distance dgp' of node B from ¢ is smaller than the corresponding distance dgaer
(dpp < dcer). In order to be the other way around, i.e., door < dgpr, node C' should
be located between lines € and &', where ¢’ is parallel to € and goes through node B.
In the limiting case dccr = dgpr, the node C is on line € and this auxiliary node is
denoted as €. The quadrangle C{C; BB’ is a rectangle with its angle C{C, B = m/2.
Two cases are distinguished: a) Node A is not between points €] and B’ (shown in
Figure 4.5). Then, angle AC1B > 7/2, which cannot happen since the triangle is
acute; b) Node A is between points C] and B’. Then, C;CY, which is the characteristic
going through (] lies outside of the triangular element and another element should
be considered. Thus, node C; cannot be on line ¢’. Also, if node C is moved closer
to AB’, then it follows from simple trigonometry that the angle AC; B will be further
increased. In conclusion, the distance of node (] is smaller than the distance of B
from line €, only when the triangle is obtuse, which is not. As a result node B will be
swept before C.

Based on the above it is shown that the proposed methodology based on purely
geometrical principles may constitute a suitable node path to march through the
unstructured mesh. The methodology of finding a consistent node marching through
the mesh has been presented for some molecular velocity vector € with arbitrary polar
angle 6, and it may generalized to any polar angle. To implement the methodology

the following simple steps for each value of 6 are taken:

1. Define line €.
2. Calculate the distance of each node from line «.

3. Sort the nodes in ascending order with regard to their distance from line €.

Sorting the nodes based on their distance from line ¢ is equivalent to considering
the solution sequence Oy (n) according to which line € sweeps the nodes as it moves
through the mesh. This is much more practical in the application of the algorithm.
Of course sorting can be a time consuming process, especially when the number of
items to be shorted is large. In the present approach the number of items to be sorted
is equal to the number of nodes. Furthermore, sorting is required for each discrete

polar angle. Since consecutive values of discrete polar angle §; are very close to each
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other, the solution sequence for some polar angle 6, is expected to be close to that
of the next angle #;,,. For this reason the sorting starts placing the distances for
0141 according to the sequence Oy (n) of 0. This way the array is nearly sorted with
only few elements out of order and the computational cost of sorting is drastically
decreased. Using the modified Bubble sort algorithm for a nearly sorted array, the
number of operations required scales linearly with the number of items to be sorted. In
the current case the number of operations is a linear function of the number of nodes
O (Ny). For the first polar angle 6; where the distances are roughly in random order,
a more efficient algorithm, such as the Quick sort can be used. Although in the current
implementation the modified Bubble sort is applied even for the first angle. In any
case as it is shown in the next subsection increasing the number of discrete angles does
not have a considerable effect on the computational time required by this method.

The main restriction of the proposed geometrical methodology is the assumption of
acute triangular mesh elements. In case of obtuse triangles the geometrical approach
may fail to identify the proper node path. Consider an obtuse triangular element, as
shown in Figure 4.6, along with the characteristic (dashed) line and the line normal to
the molecular velocity vector crossing node i. It is readily seen that when o > 7/2,
while both nodes ny; and n, must be behind line ¢, it happens that only ny is behind
line . This situation may only arise if obtuse elements exist and even then, it will not
always be the case, but it may occur. In practice, a triangular mesh is considered of
high quality when the elements are equilateral. Having obtuse triangles is undesirable
and thus in most mesh generators they are omitted or limited in a very small number
of elements compared to the total one. In any case the proper way to implement the
geometrical approach is to check for obtuse elements and if needed use for this specific
polar angle 6, the backtracking algorithm.

All arguments made above consider triangular elements. Extension to more general
elements is straightforward, as always two nodes will be used for the distribution
propagation, resulting to the same arguments. In cases where more general elements
are used however, obtuse angles are much more commonly present and the backtracking

algorithm can be proved superior.
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4.3.3 Comparison between the backtracking and geometrical

algorithms

The two developed methodologies are compared in terms of the computational
time required to find the solution sequence. The CPU times are shown in Table 4.1
for various values of the number of discrete angles and number of physical nodes.
For both methodologies the required computational time scales with the square of
the number of physical nodes. However, the computational time with respect to the
number of discrete polar angles scales linearly for the backtracking algorithm, while it
is almost unaffected for the geometrical method. This big advantage which makes the
geometrical method much faster, particularly, in dense velocity grids, is contributed to
the sorting approach, where the sequence array is initialized as nearly sorted for all
angles after the first one.

It is noted that the comparison between the two algorithms is based on acute
triangular elements. This is an advantage for the purely geometrical method since
there has been no need to look up for the combined approach, which would increase
the time required for the geometrical method. Finally, it is worth mentioning that the
computational time required for the calculation of the solution sequence, even for the
backtracking algorithm, is relatively small compared to the total simulation time to
solve the kinetic equations.

In general, it is proposed to define the node marching path based on the geometrical
method and apply the backtracking algorithm only when the former one provides an

erroneous sequemnce.

4.4 Structure of the marching DVM algorithm

The main structure of the code is presented, in a flow chart, in Figure 4.7. Following
the initialization step, an iterative scheme is used for the solution of the kinetic equations.
More specifically, the old values of the macroscopic quantities are stored and the solution
procedure is carried out for each value of the molecular velocity in order to update
the values of the distribution function. Then, the updated distribution is integrated
in order to update the values of the macroscopic quantities and boundary condition
parameters for the next iteration. These steps are repeated upon convergence of the

macroscopic quantities.
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As it is seen the overall methodology remains the same as in the case of structured
grids. The main difference exists in the initiation step where the detailed geometry of
the unstructured grid along with the marching node path are specified. The proposed
marching DVM algorithm is realized using an object oriented programing (OOP)
approach in Fortran 2008. The mesh information is consisting of the node coordinates,
the element information and more specifically the number and ID of the nodes that
form each element, as well as the group of nodes that form the boundary of the
computational domain. They are all provided as input to the code through an I-DEAS
Universal file (UNV file). These files are plain text files and are supported by a variety
of mesh generators. In all cases where the developed code is used in the present
dissertation, the SALOME mesh tool is used. A view of the initialization step is given
in the flowchart shown in Figure 4.8.

Thus, in the initialization step the mesh information and simulation parameters
provided to the code and the data structure storing the mesh information are also
formed. The data required for the solution procedure, such as the boundary nodes B,f,
the nodes 14 ; 5, N2k, the lengths [y ; 1, l2; r and As; j, including the consistent marching
path through the unstructured mesh for each node and polar angle are all specified.
Furthermore, in order to decrease the computational load of each iteration, any
weighting factors or parameters used throughout the simulation are also pre-calculated
and stored. At each iteration, the solution starts by applying the boundary conditions
to all nodes belonging in B;" and the equilibrium distributions are calculated. Then,
following the solution sequence obtained during the initialization step, the distribution
is propagated to each node based on Eq. (4.7) using all pre-calculated geometric and
mesh parameters.

These calculations in the initialization step obviously pose a computational overhead
to the overall computational effort, which does not exist in tailor made codes for specific
geometries, where most of the introduced data, including the marching path, are trivially
found through the node indexing. However, this extra effort is done only once and the
involved computational time is small compared to the computational time required
for all kinetic simulations, which are needed in order to completely investigate the
flow problem under consideration, in terms of all involved geometrical and operational
parameters.

To demonstrate the effectiveness of the marching DVM algorithm in unstructured
grids, the pressure driven flow around UTH (initials of University of Thessaly) is

simulated and velocity streamlines are plotted in Figure 4.9. A block structured
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quadrilateral mesh has been used, with some triangular elements utilized to connect
the different blocks. A detail of the mesh around the lower part of the letter U is shown
in Figure 4.10.

4.5 Test case I: Fully developed flows in channels
with circular, ellipsoidal and Sierpinski carpet

Cross sections

Fully developed flows through long capillaries are considered based on the proposed
algorithm and the computed results are compared with existing ones. Three different
configurations are examined, namely a) the pressure and temperature driven flow
through a tube of elliptical cross section, b) the pressure driven flow through a
circular tube with partial wall accommodation and c¢) the pressure driven flow through
capillaries of Sierpinski carpet cross sections of various levels. The kinetic formulation
of fully developed flows, which is implemented in the present test cases, is given for
completeness purposes in Appendix B1.

The fully developed ellipsoidal tube configuration is examined in [156] and modeling
is based on the linear Shakhov model. In [156] several ellipses are considered. Here,
the comparison is performed for one geometry, more specifically for an ellipse of aspect
ratio equal to 2 and for values of the gas rarefaction parameter § € [0, 20].

The fully developed circular tube flow configuration is based on the linear BGK
model and results are reported in [23]. For this case three values of the accommodation
coefficient are considered, namelya = 0.8, 0.9 and 1 and for values of the gas rarefaction
parameter § € [1072,10].

The fully developed flow through capillaries of Sierpinski carpets cross sections
is considered in [61] on the basis of the linearized Boltzmann equation. Here, the
linearized BGK model is used. Concerning the Sierpinski carpet, the first three levels
along with the degenerate level 0 are shown in Figure 4.11. Starting from a square (or
level 0), the domain is divided into 9 squares using a 3 x 3 grid and the central square
is removed in order to obtain the level 1. For each subsequent level, the remaining
squares of the grid constructed in the previous level are divided each with a 3 x 3 grid
and again each central square is removed. The levels 0-3 are considered for values of

the gas rarefaction parameter § € [0, 150].
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In all cases the rarefaction parameter is defined as

0= ﬂ, (4.11)
HVo

with P, p and vy denoting the pressure, viscosity and most probable molecular speed at
reference conditions. The reference length L for the circular tube is the radius, for the
ellipsoidal tube is the length of the semi-minor axis and for the Sierpinski carpets the
side length of the largest square. Unstructured mesh consisting of triangular elements
is always used. Parts of the meshes of the cross sections of the ellipsoidal tube, the
circular tube and the Sierpinski carpets tube are shown in Figures 4.12, 4.13 and 4.14

respectively.
The comparison is based on the calculated reduced flow rates for the pressure (Gp)

and temperature (Gr) driven flows defined as

1
Gp = —Z 2 uz7pdA (412)
and .
Gr = /R usrdA, (4.13)

where A is the dimensionless cross section area. This comparison is presented in Table
4.2 for the elliptical tube and in Table 4.3 for the circular tube. The relative difference
is less than or close to 1% for all cases considered. The comparison between the present
results and the results of [61] for the flows through Sierpinski carpets is shown in Figure
4.15. The results are in good agreement, with some discrepancies at large values of §
for the level 0 carpet, that are attributed to the mesh size.

In Figure 4.15 the results obtained from the solution of the Stokes equation with
slip boundary conditions are also shown. The solution is performed on the same mesh,
using a recently developed in-house unstructured finite volume code. It is interesting
that for the level zero carpet the slip solution is close to the kinetic one for § > 50 ,
while for levels 1, 2 and 3 the slip solution becomes valid for much larger values of
0. This is because 0 is defined using the length of the largest side, but for the levels
different than 0, the flow has smaller scales due to the smaller squares inside the flow
domain. This fact should be carefully considered when simulating fractal geometries
and porous media and indicates that a kinetic approach should be preferred, even at

relatively high values of the reference rarefaction parameter.

79

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



Chapter /

4.6 Test case 1I: Linear lid driven cavity flow

The linear lid driven cavity flow is next considered. A monatomic rarefied gas
is confined in a square enclosure with three stationary walls and one wall moving
along its axis with velocity Uy << vy. The linear BGK model is used and the small
parameter for the linearization is defined as ¢ = Uy, /vg. This configuration has been
studied in [157]. Due to the wall motion a main vortex is formed with its center along
the vertical centerline of the cavity. A part of the mesh used is shown in Figure 4.16.
The rarefaction parameter is defined using the side length of the cavity as a reference
length.

A comparison is performed for values of the rarefaction parameter 6 € [1073, 10],
based on three quantities of interest, mainly the drag coefficient of the moving wall, the
location of the center of the vortex along the vertical axis and the flow rate between
the center of the vortex and the moving wall. All quantities are reported in [157]. The

flow rate between the center of the main vortex and the top wall is given by

1
Yioc
where 1,. is the location along the vertical axis of the center of the main vortex and

the drag coefficient of the moving wall is given by

1
D= —2/ Pay (2,1) da. (4.15)
0

The values of the flow rate between the center of the vortex and the moving wall,
for the different values of the rarefaction parameter are shown in Table 4.4. The
mass flow rate is almost constant for small values of § and is steadily increased as ¢
increases beyond the transition regime. The drag coefficient in terms of the rarefaction
parameter is shown in Table 4.5, with its values decreasing as ¢ increases. Table 4.6
shows the location along the vertical axis of the center of the main vortex, which is
squeezed towards the moving wall as § increases. The present results are in very good
agreement with corresponding one in [157].

Velocity streamlines and vertical velocity contours are shown in Figure 4.18 for
0 =0.1, 1, 5 and 10. The characteristics of the flow are in good agreement with the
ones shown in [157]. The vertical velocity component is anti-symmetrical with respect

to the centerline of the cavity and although the number of physical nodes used is
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around 16000, the contours are smooth and no ray effect from the discontinuity of the
boundary conditions is produced. It is noted, that for the values of the rarefaction
parameter considered only the main vortex is formed, and secondary vortices will

appear at the bottom corners moving further into the slip regime.

4.7 Test case III: Nonlinear thermally driven cav-
ity flow

The thermally driven flow in a cavity with the bottom and top walls kept at
different but constant temperatures and a linear temperature distribution imposed
along the lateral walls is considered. This setup is studied in Section 6.2 of the present
dissertation [158], where the detailed kinetic formulation and solution are presented.
Here, only a comparison between the present results obtained with an unstructured
mesh with the corresponding ones in Section 6.2 obtained with a structured grid is
made.

The nonlinear Shakhov kinetic model is applied, assuming hard sphere molecules
and purely diffuse boundary conditions. The configuration is characterized by the

reference Knudsen number R
Vg
Kng = 4.16
"= opH (4.16)

and the ratio of the hot over the cold wall temperatures, T¢/TH. A comparison is

performed for reference Knudsen number Kny = 0.1, 1 and 10 and temperature ratio
Te/Ty = 0.1, 0.5 and 0.9. A part of the mesh used is shown in Figure 4.17. The heat
flux departing from the bottom (heated) wall of the cavity is used for the comparison,
which is defined as

Qout = /01 Qy (x,O) dx. (417)

The values of the heat flux in terms of the reference Knudsen number and the temper-
ature ratio are presented in Table 4.7 and they are in very good agreement with the
ones in [158].

Velocity streamlines and temperature contours have been also computed for Kny =
0.1, 1, 10 and T¢/Ty = 0.1, 0.5, 0.9. The temperature distribution is relatively
simple, with a stratified temperature profile observed in all cases, while the flow

structure however is more complicated. There is always an excellent agreement with
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the corresponding contours presented and further analyzed in Chapter 6 (see Figures
6.2 and 6.3) [158].

4.8 Concluding remarks

The DVM has been proven to be, over the years, the most general and reliable
deterministic numerical method for the solution of the Boltzmann and kinetic model
equations. It has been applied with considerable success in both structured and
unstructured meshes. However, in most available solvers the implementation of the
method requires the solution of large algebraic systems. It is stressed out that in kinetic
modeling, discretization is performed in the physical and molecular velocity spaces.

An alternative computationally efficient methodology has been applied to compute
the distribution function via a marching scheme without requiring the implementation
of time consuming solvers of huge linear algebraic systems. However, this scheme has
been limited so far only on structured meshes, while there is a demand for unstructured
meshes in order to simulate devices and apparatus with complex geometries.

Here, two methodologies are developed to solve kinetic equations based on the
marching approach on unstructured meshes. Always the key issue is the specification
of a consistent marching node path through the mesh allowing the computation of the
distribution function in the direction of each discrete velocity. One methodology is the
backtracking approach, which it is an exhaustive type algorithm and the other one is
the geometrical approach, which is a generic and intuitive approach based on simple
geometrical arguments. The latter one is computationally very efficient but in some
cases, when the mesh in the physical space contains elements with obtuse angles, may
deduce an erroneous marching path. The former one is robust but computationally
more intensive.

It is proposed to use both approaches staring with the geometrical method and
apply the backtracking approach, only when the former one fails. A marching DVM
code on unstructured meshes has been developed to implement the proposed algorithm
and it has been successfully benchmarked in several rarefied gas flows and heat transfer
configurations in convex and non-convex computational domains. The test cases include
fully developed flows through capillaries of circular, ellipsoidal and fractal geometry
cross sections, as well as linear and nonlinear lid driven and temperature driven flows

in cavities.
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The developed marching DVM algorithm on unstructured meshes has a lot of
potential and opens new possibilities of deterministic kinetic modeling in complex
geometries. Future work includes the extension of the code to three dimensional flows
as well as the application of higher order schemes for the solution propagation in the

physical space to allow accurate simulations with a smaller number of nodes.
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Table 4.1 Time (sec) required to find the marching node path by the backtracking
(BTA) and geometrical (GM) schemes for various numbers of velocity polar angles and
physical nodes

Number of Number of polar angles

physical 40 80 120 160 200

nodes BTA GM BTA GM BTA GM BTA GM BTA GM
8140 3.88 334 9.03 338 1514 340 208 342 2721 3.43

16128 14.14 13.18 37.35 13.39 68.86 13.42 95.09 13.48 1264 13.48
32283 68.16 52.5 157.1 53.12 261.0 53.34 361.2 54.57 468.7 55.94
65576 3524 216.7 733.8 219.1 1248 220.0 1689 220.3 2293 220.7

Table 4.2 Flow rates Gp and G for various values of ¢ for flow through an elliptical
tube.

5 Gp Gr
Ref. [156] Present Ref. [156] Present
0 2.0655 2.0612 1.0327 1.0306
0.01 2.016 2.0110 0.9770 0.974
0.1 1.9015 1.8978 0.8081 0.8066
1 2.0323 2.0273 0.4676 0.4667
5 3.4901 3.4619 0.1856 0.1848
10 5.4423 5.4060 0.1044 0.1044
20 9.41 9.2961 0.05528  0.05500

Table 4.3 Flow rate G p for various values of ¢ and accommodation coefficient « for
flow through a circular tube.

5 a=0.38 a=20.9 a=1
Ref. [23] Present Ref. [23] Present Ref. [23] Present
0.01 2.187 2.171 1.791 1.788 1.477 1.474
0.1 1.992 1.987 1.668 1.667 1.404 1.399
1 1.93 1.924 1.668 1.664 1.459 1.454
5 2.803 2.787 2.548 2.536 2.358 2.333
10 4.019 3.981 3.761 3.731 3.582 3.547
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Table 4.4 Flow rate M between the center of the vortex and the moving plate of a lid
driven cavity for various values of 4.

5 0.001 001 0.1 1 5 10
Ref. [157] 9.7(-2) 9.7(-2) 9.7(-2) 1.0(-1) 1.3(-1) 1.4(-1)
Present  9.6(-2) 9.6(-2) 9.7(-2) 1.0(-1) 1.3(-1) 1.4(-1)

Table 4.5 Drag coefficient D of the moving plate of a lid driven cavity for various values
of 4.

) 0.001 0.01 0.1 1 5 10
Ref. [157] 0.69 0.68 0.68 0.63 0.51 0.42
Present  0.68 0.68 0.67 0.63 0.50 0.41

Table 4.6 Location of the center of the vortex . in a lid driven cavity for various
values of §.

) 0.001 0.01 01 1 5 10
Ref. [157] 0.69 0.69 0.69 0.7 0.73 0.74
Present  0.68 0.68 0.68 0.7 0.73 0.74

Table 4.7 Heat flux departing from the bottom plate @), of a cavity with non-isothermal
walls for T /Ty = 0.1, 0.5, 0.9 and Kny = 0.1, 1, 10.

o To/Ty = 0.1 To/Ty =05 To/Tr =09
O "Ref. [158] Present Ref. [I58] Present Ref. [I58] Present
0.1 7.20(-2) 6.08(-2) 5.18(2) 5.16(2) L19(2) 1.19(-2)
1 147(-1)  147(-1)  1.23(-1) 1.23(-1) 2.88(-2) 2.87(-2)
10 178(-1)  1.78(-1) 1.50(-1) 1.49(-1) 347(-2) 3.46(-2)
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Figure 4.1 Detail of the unstructured mesh with some elements having a common node
(1) and a molecular velocity vector € with its origin at node 1.

86

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



Chapter 4 Figures

Place the NP nodes of Bjf
in the first positions of O,

v

Place the rest (NN - N}?C)
nodes in the array AN

v

NS = Np¢
NS=NS+1
d
j=0

\l{ =
j=j+1
¥
i = AN())

Is nq ;. and
nzli’k in Ok'?

0, (NS) = i

Remove i from AN

NS = Ny

no

yes

end

Figure 4.2 Flowchart of the backtracking algorithm for the solution sequence.
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Figure 4.3 Arbitrary computational domain, along with a bounding circle and a tangent
line.

ny n,

Figure 4.4 Acute triangular element with the characteristic line and a line normal to
the molecular velocity vector.
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Figure 4.5 Boundary element along with the line sweeping through the flow domain.

[

n,

Figure 4.6 Obtuse triangular element with the characteristic line and a line normal to
the molecular velocity vector.
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Figure 4.7 Flow chart of the main steps of the marching DVM algorithm.

Read mesh information and
simulation parameters

v

Identify boundary nodes B,:—r

Identify the elements E; i, the
nodes 14 ; i, Ny ik and the
distances lq ; i, L2 i i, AS; i

v

Find the solution sequence Oy,

v

Precalculate weighting factors
and various quantities

Figure 4.8 Flow chart of the initialization step in a marching DVM algorithm.
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Figure 4.9 Velocity streamlines for a flow around the letters UTH based on the marching
DVM algorithm on unstructured meshes.

Figure 4.10 Section of the unstructured mesh around the lower part of the letter U.
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Figure 4.11 Computational domain of Sierpinski carpets of levels 0, 1, 2, 3.

92

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



Chapter J Figures

Fully developed flow trough an elliptical tube
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Figure 4.12 Section of unstructured mesh in the fully developed flow through an
elliptical tube.
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Figure 4.13 Section of unstructured mesh in the fully developed flow through a circular
tube.
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Figure 4.14 Sections of unstructured meshes in fully developed flow through Sierpinski
carpets.
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Figure 4.15 Reduced flow rate Gp in terms of ¢ for the pressure driven fully developed
flow through capillaries of Shirpinski carpet cross sections.
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Lid driven cavity
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Figure 4.16 Section of unstructured mesh in the lid driven flow.
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Figure 4.17 Section of unstructured mesh in the thermally driven flow in a cavity.
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Figure 4.18 Streamlines and vertical velocity contours for a lid driven flow in a cavity
in terms of ¢.
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Chapter 5

Pumping due to thermal transpiration in

channels of various configurations

5.1 Introduction

Thermally driven flows are recently gaining attention due to their implementation
in thermally driven micro pumps (i.e., pumps without moving parts), which operate
based on various non-equilibrium thermally induced phenomena. Most of the proposed
thermally driven pumps follow the desirable characteristics of the original design by
Knudsen [101], [102], where a cold and a hot reservoir are connected by a straight
constant cross section tube with a temperature gradient along the tube wall. Pumps
based on other phenomena, such as the thermal edge flow [103] and the thermal stress
slip flow [104] have also been proposed.

One of the main obstacles in the original Knudsen pump design is that the large
temperature differences needed to enhance the flow are limited by the maximum
temperature that the tube material can withstand. To circumvent this pitfall, multistage
cascade-type designs with periodic temperature differences have been proposed and
the effective operation conditions have been specified by carrying out the associated
cascade mechanism analysis [105], [106]. Each pumping stage contains two channels:
the first one, having a positive temperature gradient along its wall, connects a cold and
a hot reservoir and the second one, with a negative temperature gradient, connects
the hot and the next cold reservoir. The second channel is much wider than the first
one in order to reduce the reverse undesirable thermal creep flow and achieve nonzero

net mass flow rates. However, mainly due to manufacturing constraints, only recently,
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prototypes have been manufactured and tested with considerable success [6], [113],
[114].

More recent alternative multistage pump designs include the replacement of the
narrow channels by curved channels [106]-[110], as well as setups with periodic ratchet-
type walls [104]. However, all designs suffer certain constraints either related to
microfabrication issues (combination of narrow/wide channels) or to wall temperature
control limitations (straight/curved and ratchet channels). In this chapter different
configurations are examined, identifying the advantages and limitations of each one,
in an effort to provide some general guidelines for the design of thermally driven
micropumps.

The first configuration to be examined is pumping through a saw tooth like chan-
nel utilizing the thermal stress slip flow to generate gas motion. In this setup the
temperature gradient is normal to the wall and no temperature gradient needs to be
maintained along the boundaries, which is an advantage since controlling temperature
variation along the boundary is not trivial. The saw tooth design has been recently
considered in [159] using a continuum approach and in [104] using the DSMC method.
In the present chapter this formulation is reconsidered utilizing the general purpose
deterministic kinetic solver developed in Chapter 4 to solve the nonlinear Shakhov
kinetic model equation. Rarefied temperature driven gas flows are characterized by
high Knudsen numbers and very low Mach numbers. The former renders continuum
approaches unable to accurately model such flows, while the latter makes the DSMC
an unsuitable choice as it leads to a low signal to noise ratio requiring a large number
of samples to decrease statistical scattering and long computational times. On the
contrary, deterministic methods are more suitable for such flows.

The second configuration considered here, is related to pumping through tapered
channels. The pressure driven flow of a rarefied gas through channels of converging
or diverging cross sections has recently been an active area of research, mainly due
to its presence in various technological applications including vacuum technology and
pumping [10], [160], leak detection [161], lubrication [162] and gas microfluidics [163].
Based on experimental [164], [165] and computational [67], [166], [167] investigations,
it has been confirmed, that for the same inlet and outlet pressure, the mass flow rate is
larger when the flow is in the converging direction compared to the corresponding one in
the diverging direction [164]. This interesting phenomenon, known as the diode effect,
has been phenomenologically justified [165] and may be useful in the development of

novel micro devices.
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The corresponding work in temperature driven rarefied gas flows through channels
of converging or diverging cross sections, due to the well-known thermal transpiration
(or thermal creep) phenomenon [93], [168], is very limited. The only available works are
related to the computation of the dimensionless flow rates through variable cross section
tubes [160] and rectangular ducts [169], without however, providing a parametrization
study, addressing the diode effect and exploring the pumping potential in terms of the
involved geometrical and operational data. Of course, thermal creep flows through
channels of constant cross section have been extensively studied. Computational results
have been reported for flows between parallel plates [23], [170], through long and short
circular and elliptic tubes [69], [156], [171], [172], as well as through long rectangular,
triangular and trapezoidal ducts [173], [174]. The latter ones are of main practical
interest as they are easily built by standard microfabrication techniques. Experimental
measurements have been also reported in [175]-[177] providing good agreement with
computations.

The possibility of replacing, at each pumping stage, the narrow and wide channels
that are typically used by tapered channels, i.e., channels whose width varies linearly
with their length, is investigated. The channels are identical, while the flow, depending
on the positive or negative temperature gradient, may be in the diverging or the
converging direction respectively. Although the magnitude of the temperature gradient
is the same, the flow conditions between the diverging and converging flows vary and
therefore a net mass flow rate with the associated pressure difference may be obtained.
This is the so-called diode effect and it could make, from a theoretical point of view, a
Knudsen-type cascade pump feasible. This multistage tapered design does not suffer
certain fabrication and temperature control constraints, since reservoirs and channels
have dimensions of the same order and the reservoir temperatures (either hot or cold)
are uniform.

The third (and final) configuration studied in this chapter includes a combination
of straight and curved channels. Utilizing curved channels for this purpose has been
previously investigated [107], [108], [110], [178]. In [107] the concept of a serpentine
channel with straight and curved segments is analyzed and in [108] is further investigated
using typical CFD methods with the appropriate boundary conditions. The serpentine
channel is also considered, conducting detailed simulations via a kinetic approach and
the concept of varying channel width is examined [110]. The potential of using curved
channels for the flow in the desired direction and the backflow stage is considered with

the channels in the two stages having different curvatures [178].
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This design has been studied in depth and it is included here for completeness and
comparison purposes. Simulations are based on linear kinetic theory, as in the case of
long tapered channels. The formulation of the auxiliary problems for the extraction of
the kinetic coefficients is not trivial and has only been shown in [107] and therefore,
is presented here in detail. Upon obtaining the kinetic coefficients, simulations are
conducted only for the limiting cases of zero net mass flow rate and zero pressure
difference comparing the performance of the curved channels to straight channels.

The following of the chapter is structured as follows. In Section 5.2 the saw tooth
surface channel is considered, and parametric analysis of the obtained mass flow rate
is performed. The potential of utilizing tapered channel in the design of a thermally
driven micropump is examined in Section 5.3. The investigation considers single
converging and diverging channels and a parametric analysis is performed examining
their performance including typical cascades of channels. In Section 5.4 the curved
channel design is presented and its performance is analyzed. The concluding remarks

of the chapter are made in Section 5.5.

5.2 Saw tooth surface channels

5.2.1 Flow configuration and modeling

The flow configuration consists of a monatomic gas confined between two surfaces
with a saw-tooth like periodic pattern, kept at different but uniform and constant
temperatures. One stage of the channel is shown in Figure 5.1. Due to the saw
tooth pattern and the misalignment of the pattern on the two opposing surfaces, a
temperature profile is formed when the temperature contours are not parallel to the
boundaries. This leads to the formation of a macroscopic velocity in the gas side due
to the thermal stress slip flow [179]. The advantage of this design is that it does not
rely on the thermal creep phenomenon and temperature gradients are not needed along
the boundaries, which are kept at constant temperatures.

Due to the periodic pattern only one stage of the configuration is simulated. It
is shown, along with the geometric parameters characterizing the flow, in Figure 5.1.
The geometrical parameters are the step height d, the channel height hg, the stage
length L and the misalignment distance L,,. The physical parameters characterizing
the flow are the cold and hot wall temperatures Tx and Ty respectively, as well as the

reference pressure Fy. The working gas is considered to be argon with gas constant
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R, = 208]/kg/K. The values of the geometric parameters for the considered case are

as follows:

d ho L Ly
lpm  1.5pm 4pm  2pm

The cold and hot wall temperatures are chosen to be 225K and 375K respectively.
Purely diffuse boundary conditions are assumed at the two surfaces, while a periodic
boundary condition is applied at the lateral walls of the stage. The rarefaction

parameter characterizing the flow regime is defined as
5— Pod
j2Y QRgTC

The simulations are carried out using the deterministic DVM solver on unstructured

(5.1)

meshes developed in Chapter 4 to solve the nonlinear Shakhov model equation. The
need for nonlinear simulations arises as the temperature difference is not small and
the main driving force (i.e. thermal stress slip flow) is a second order phenomenon,
as well as other phenomena such as the nonlinear thermal stress flow [179], can be
captured only by nonlinear modeling since they are beyond the range of linear kinetic
theory. An unstructured triangular mesh is generated with around 300.000 and 600.000
elements for the small and large values of pressure, respectively, while 40 discrete
velocity magnitudes and 100 polar angles are used. Part of a typical mesh is shown in

Figure 5.2.

5.2.2 Parametric analysis of the mass flow rate

The induced mass flow rate is of major importance. It is noted that no pressure
difference exists between the inlet and outlet of each stage. Moreover the effect that
the stage length and temperature difference have on the mass flow rate is analyzed.
Results are presented for various values of the reference pressure, covering the early
slip, transition and free molecular flow regimes.

Figure 5.3 (left) shows the mass flow rate for Py € [102,10%] Pa. For small values of
Py the mass flow rate takes very small values, while its magnitude increases moving
to higher values of Fy. In Figure 5.3 (right), a more detailed view of the mass flow
rate for small values of Fj is given. It is observed that the mass flow rate is initially
negative, indicating a right to left net mass flow rate and becomes positive for higher

values of Py indicating a left to right net flow.
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Figure 5.4 presents the behavior of the mass flow rate when the stage length L
changes, for Py = 7451Pa (left) and 37255Pa (right), corresponding to the transition
and early slip regimes respectively. All other geometrical parameters remain the same,
except of the misalignment length that is kept at a constant ratio with respect to the
stage length (L,, = L/2). In the first case, as the stage length is increased the mass
flow rate increases, maintaining however the small magnitudes that appear in this
regime. The situation is changed in the early slip regime, where an increase in the
stage length results to a decrease of the net mass flow rate.

In Figure 5.5, the effect of the temperature difference to the mass flow rate is shown
for Py = 7451Pa. The cold wall temperature is maintained at T = 225K, while the
hot wall temperature is changed to produce the desired temperature difference. The
mass flow rate has a linear behavior with respect to the temperature difference, in the

range of temperature differences examined.

5.2.3 Velocity and temperature fields

Figure 5.6 shows the temperature profile and streamline patterns for various values
of the reference pressure. The temperature profile is relatively simple and is qualitatively
similar for all cases considered. The velocity profile is more complicated. In all cases,
two counter rotating vortices are formed, one close to each boundary. Apart from the
two vortices, a net mass flow rate exists, from the one vertical boundary to the other.
The path that the net mass flow rate follows, is shown with a red line in Figure 5.6.
For small values of pressure, when the flow is in the early transition regime (Figure 5.6
a and b) the net mass flow rate follows a path from the right vertical boundary, around
the top vortex, close to the cold wall, through the region between the two vortices
and then, around the bottom vortex, close to the hot wall and exiting from the left
vertical boundary. In these cases the net mass flow rate is from right to left. When the
pressure is increased and the flow is in the late transition or early slip regimes, the net
mass flow rate enters from the left wall, follows the wavy pattern shown in Figure 5.6d
between the two vortices and exits from the right wall.

In the design and manufacturing of such devices, the surface temperature is impor-
tant. An analysis of the temperature gradients on the surfaces of the walls is given
here. The temperature gradients along the inclined walls of the stage, in the directions
shown by the arrows in the sketch and along the vertical walls are plotted in Figures
5.7 and 5.8 respectively. In both cases the temperature gradients take very large values,

of the order of 107 and 103K /m for the inclined and vertical walls respectively. This
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leads to very large heat fluxes from the gas side along the walls and imposes a major
design restriction as materials with thermal properties able to maintain a constant
temperature under those conditions should be utilized.

It is concluded that although this design is able to produce a mass flow rate, it
has several drawbacks. The direction of the mass flow rate changes depending on the
gas rarefaction and the geometrical parameters affect the mass flow rate in a different
way in different rarefaction regimes. More important, the heat flux on the gas side,
in the vicinity of the channel walls takes very large values, making the temperature
control a very difficult task. For this reason multistage assemblies of this type are not

considered and alternative designs are investigated.

5.3 Tapered channels

5.3.1 Geometry and flow configuration

Multistage thermally driven pumps consisting of tapered channels are next con-
sidered. One pumping stage is shown in Figure 5.9. The channels are connected to
reservoirs with alternating hot and cold temperatures. The temperature gradient has
the same magnitude for both converging and diverging channels, however due to the
diodicity effect a net flow is induced. The investigation is mainly focused on single
channels and a brief discussion on multistage systems is later made.

Consider the thermal creep flow of a rarefied monatomic hard sphere gas between
two reservoirs maintained at temperatures 7;, and 7T,,;, with T}, < T,,, connected
by a long converging or diverging channel of length L. The channels consists of two
inclined plates and the distance H (z) between the plates (z denotes the flow direction),
varies linearly along the tapered-shape channel between the inlet and outlet distances
H;, and H,,; respectively. The characteristic length is defined as the average distance
H,, = 0.5 (H;, + Hyy). Furthermore, it is assumed that the temperature of the plates
varies linearly between the inlet T;, and outlet T,,; temperatures. The pressures at
the cold and hot reservoirs are denoted by P, and P, respectively. A view of the
channel geometry along with the inlet and outlet conditions is shown in Figure 5.10.

In addition, a very important input parameter for the purposes of the present work
is the inclination of the channel walls, which is always defined, independently of the
flow direction, as the ratio o of the largest over the smallest distance between the

plates. The corresponding inclination ratios are as follows:
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Converging channels:
Qeon = in/Hout (52)

Diverging channels:
Agiy = Hout/Hin (53)

The definition of « in this manner, where always a > 1, facilitates, as it is later
seen, the direct comparison between corresponding converging and diverging flows in
channels having the same inclination ratio, i.e., aon = g, = . Obviously the case of
a = 1 corresponds to thermal creep flow between parallel plates.

In general, the maintained temperature difference between the two reservoirs results
in a temperature driven flow from the cold towards the hot reservoir, while the increased
pressure in the hot reservoir results in a pressure driven flow in the opposite direction.
To have a comprehensive and complete description, the following three flow setups are
considered:

The investigation is initially focused on single tapered (converging and diverging)
channels, where the flow is engendered by the imposed temperature difference between
the inlet and outlet reservoirs. The following two limit flow configurations may be
considered [23], [160], [169]:

o A maximum pressure difference is created for an imposed temperature gradient
when the net mass flow rate at every section of the channel is equal to zero. In
this flow setup the pressure at the hot side is higher than the pressure at the
cold side and the thermal transpiration flow is counterbalanced by a Poiseuille
flow engendered by the pressure difference obtained by the imposed temperature

gradient itself.

e A maximum net mass flow rate is obtained for an imposed temperature gradient
when the inlet and outlet pressures are equal. In this flow setup the temperature
driven flow creates a non-uniform pressure distribution along the channel, which
should be taken into account in order to properly estimate the thermally driven

flow.

Both limit scenarios, as well as all intermediate flow setups with the associated
characteristic curves, are numerically considered in this section. The formulation is
based on kinetic modeling in order to have a reliable solution in the whole range of gas
rarefaction. A detailed investigation and parametrization of the pumping process, in

terms of all involved geometric and flow parameters, is performed. In addition, the
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corresponding results between converging and diverging flows are compared to deduce
the diodicity in terms of mass flow rates and pressure differences. The main incentive
is the potential future implementation of tapered channels in the development of novel
micro pumps utilizing the thermal creep phenomenon, and thus some typical results
for cascades of converging and diverging channels are also presented.

The first flow setup, consisting of the two reservoirs and the tapered channel,
is considered as closed and therefore the net mass flow rate rh = 0. This is the
so-called thermo-molecular pressure difference (TPD) phenomenon [23], [101], [102].
The diodicity coefficient Ep is defined as the ratio of the pressure difference AP of
the diverging channel over the converging one. The second flow set up is open and
therefore there is a net flow (7 # 0), while the pressures in the two reservoirs are
equal. It is noted that, although P, = P,,; , a pressure variation along the channel is
present and, even in this case, there is a pressure driven flow due to the local pressure
gradient. Now, the diodicity coefficient F,;, is defined as the ratio of the mass flow rate
m of the diverging channel over the converging one. Finally, in the third flow setup,
the net mass flow rate is again nonzero and there is also a difference between the inlet
and outlet pressures. The diodicity coefficient is defined as the ratio of the pressure
difference AP of the diverging channel over the converging one for a given mass flow
rate 7 and it is denoted by Epy,.

Summarizing, the three flow scenarios are as follows:

A.
' AP(div)
m=0,P, > P, Ep= A Ppleon) (closed system) (5.4)
B.
m(div)
m # 0, Py = Py, B = pray (open system) (5.5)
m con
C. .
' AP(le)
m # 0, Por > Py, Eppyiy = A pleon) | (open system) (5.6)

It is clarified that the diode effect vanishes when the prescribed inclination ratio is
equal to one and it is increased as the ratio departs from one, either for values larger
or smaller than one.

The objective here is to obtain the net mass flow rate 7 and the associated pressure

distribution P (z), z € [0, L], in terms of the input parameters, which include the
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channel geometry (L, H,,, «), the inlet and outlet temperatures (T;,, Tp,:) and the
corresponding pressures (P, P,,). Furthermore, comparing the results between the
corresponding converging and diverging flows, the corresponding diodicity coefficient is
computed.

It is seen that the third scenario is the most general one and demonstrates the
coupled pumping effect. The first and second flow setups may be considered as the limit
cases of the third one, i.e., it is expected to obtain the maximum pressure difference
AP when m = 0 and to obtain the maximum mass flow rate n when P,,, = P,

(AP = 0), while all other intermediate cases are covered in the third flow setup.

5.3.2 Modeling of mass flow rate and pressure difference

The fully developed rarefied gas flow between parallel plates driven by pressure
and temperature gradients is a classical problem in the field of rarefied gas dynamics
and has been extensively investigated based on linearized kinetic model equations
[23]. Due to linearity the pressure and temperature driven flows are solved separately
to deduce the corresponding dimensionless flow rates in terms of the gas rarefaction
parameter and then, the overall solution of the combined flow may be obtained by a
linear superposition of the two flows. Furthermore, based on the mass conservation
principle, the net mass flow rate may be obtained in a straightforward manner by
accordingly combining the dimensionless flow rates providing that the channel geometry
and the inlet and outlet conditions are known [23], [156], [171]. Since all above analysis
is well-described in the literature it is not presented here and it is just applied in
the present tapered flow configuration. Although the channels investigated are not
very long, the assumptions made by the fully developed theory are met, as shown in
Appendix C where the thermally driven flow through tapered channels is considered
using non-linear kinetic theory.

The net mass flow rate rm of the rarefied gas flow through the tapered channel
driven by the imposed temperature and pressure gradients can be computed using the
following ordinary differential equation [23], [156], [171], [173], [174]:

. _H@EZP(>R) | H(z)dP H (z)dT
e (2) [ Gr(9) P(z) dz +Gr(9) T (z) dz (5.7)

Here, z € [0, L], v (2) = y/2RT (z), with R representing the specific gas constant, is the

most probable velocity, P (z) and T (z) are the pressure and temperature distributions
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along the channel, while dP/dz and dT'/dz denote the corresponding local gradients.
The temperature distribution, 7' (z), is considered as known. On the contrary, the
pressure distribution P (z) inside the channel, is part of the solution. Also, Gp (§) and
Gr (9) are the dimensionless flow rates, also known as kinetic coefficients [180], for the
pressure and temperature driven flows respectively and they both depend on the local

gas rarefaction parameter

P(z) H ()
p(z)v(z)

with 1 (2) denoting the local dynamic viscosity at temperature 7" (z). Once 0 is specified,

5(z) = (5.8)

the corresponding GGp and G may be obtained from a kinetic data base providing the
flow rates in the whole range of the gas rarefaction parameter. It is clear that 0 = § (z)
is a function of the local pressure, temperature and height. For a hard sphere gas, the

local ¢ along the channel may be defined in terms of the inlet rarefaction parameter

o)) e

Equation (5.7) is valid at any cross section z € [0, L] with the unknown net mass

d;,, as

flow rate 1 being constant. Since both 7 and P (z) are unknowns, it is convenient to
rewrite Eq.(5.7) in the form
dpP v (2)

. (
RGO T G0 TR) & (5.10)

with boundary conditions P (0) = P, and P (L) = P,y.

The problem is well posed only when two out of the three quantities, namely P;,,
P,.; and m, are specified. When both P;, and P,,; are specified the mass flow rate is
solved using a shooting method. More specifically, an initial value for the mass flow
rate is assumed and then, Eq. (5.10) is integrated with initial condition P (0) = P,
along z € [0, L]. The computed outlet pressure P (L) is compared to the specified Py,
and then, the mass flow rate is accordingly corrected depending upon the difference
between the computed and specified outlet pressures. This procedure is repeated until
convergence. When the mass flow rate i with either P, or P,,; are specified, Eq.
(5.10) is trivially integrated along the channel to find the unknown pressure distribution
P (z) including the pressure at one of the two channel ends.

The kinetic coefficients Gp and Gr, required in Eq. (5.10), are taken from the

solution of the linearized Shakhov kinetic model equation for flow between parallel
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plates subject to purely diffuse boundary conditions [23], [181]. These values are
available in the literature, but in order to have a complete and dense kinetic data base,
within the range of 6 € [, dout] needed in the present work, they are recomputed and
provided for completeness purposes in Appendix D.

The methodology described is introduced to investigate all three flow scenarios
defined by Eqgs. (5.4), (5.5) and (5.6) in a wide range of the input parameters. More
specifically, the reference distance between the plates is set at H,, = 10m and 20 m and
the length of the channel is taken equal to L/H,, = 20 and 50 (the restriction of the
fully developed flow is then fulfilled considering also the very small induced pressure
differences [85]). The inclination ratio takes various values o € [1,6]. The inlet and
outlet temperatures are fixed at T;,, = 273K and T}, = 546K (T /Tin = 2), while the
inlet pressure P, varies between 5 x 10? and 10°Pa. The outlet pressure P,,; is in
the range of P, depending upon the computed mass flow rate m. It is seen that the
investigation covers the effect of the channel geometry, focusing on the inclination ratio
and of the inlet pressure. The effect of the temperature ratio is not considered since it
is easily predictable. The values of the parameters have been chosen in a range where a
conclusive description of their impact is permissible, meeting in parallel manufacturing

and operational constraints. In all cases the working gas is argon (R = 208J/kg/K).

5.3.3 Zero net mass flow rate (Flow scenario A)

The inlet and outlet boundaries are closed and the net mass flow rate is zero

(i = 0). In this case Eq. (5.10) is simplified and is written as

dP Gy P

with P = P, at T},. Then, Eq. (5.11) is readily integrated with regard to temperature
to compute the pressure distribution P (z) including the outlet pressure P,,;. It is seen
from Eq. (5.11) that in this flow scenario, where the net mass flow rate is set equal
to zero, the outlet pressure P, is independent of the channel length L [156]. This
remark has been also numerically confirmed.

Figure 5.11 shows the pressure difference AP = P,,; — Py, for converging (left) and
diverging (right) channels with H,, = 10m, in terms of the inlet pressure P;, for various
values of the inclination ratio o. The inlet pressure varies from 5 x 10?Pa up to 10°Pa.
In all cases, as P, is increased the pressure difference AP = P,,; — P, is also increased

up to a maximum value and then, it is decreased as P;, keeps increasing. The largest
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values of AP are moving to slightly higher values of P;,, as « is increased, always being
in the range of P, = (5 — 10) x 10%Pa. The largest values of the developed pressure
differences AP are about 300 — 350Pa and they are slightly higher in the diverging
channel flow. Also, in all cases the pressure difference AP increases monotonically
with a.

The pressure diodicity coefficient Ep = APY) /AP also defined in Eq. (5.4),
is plotted in Figure 5.12, in terms of the inlet pressure P;, for all values of a under
consideration. It is seen that for P, € [10* — 2 x 10*]Pa the diode effect is negligible
since Ep ~ 1. On the contrary, for P,, < 10*Pa and P, > 2 x 10*Pa, the pressure
diodicity coefficient takes values larger and smaller than unity respectively and therefore
for these inlet pressures the diode effect is present. In this range of inlet pressures,
which are of practical interest since Ep # 1, the diode effect is always increased wit
a. For P, < 10*Pa the largest value of the coefficient is around Ep = 1.1 and it is
taken at about P, ~ 3 x 10°Pa with a = 6. For P, > 2 x 10*Pa, Ep is monotonically
decreased from unity (i.e. the diode effect becomes stronger) as the inlet pressure in
increased up to P, = 10°. However, in these relatively high pressures the values of the
corresponding pressure differences AP are small.

The corresponding results for the pressure difference AP and the pressure diodicity
coefficient Ep, for converging (left) and diverging (right) channels with H,,, = 20m, are
shown in Figures 5.13 and 5.14 respectively. It is seen in Figure 5.13 that, as expected,
the qualitative dependence of APon P, and a remains the same. It is also seen,
however, that now the produced largest pressure differences are between 150 — 180Pa
and they are much smaller than the corresponding ones in channels with H,, = 10m.
This is justified since now the flow is less rarefied (closer to the slip regime) and the
pressure driven flow becomes more dominant and therefore, the zero net mass flow rate
condition is reached in a lower outlet pressure. The largest differences are occurring
at about P, = (3 — 6) x 103Pa. The results of Fp with H,, = 20 m, shown in Figure
5.14, are close to the ones obtained for H,, = 10m (Figure 5.12).

Based on the above it may be stated that for the systems with closed boundaries and
zero net mass flow rates considered here, the optimum operation scenario is obtained
with H,, = 10m at inlet pressures around 4 x 10°Pa, where both the developed
pressure difference is large and the diode effect is significant. It is also noted that the
results correspond to the specific temperature ratio 7,,; /T, = 2 and obviously, as the

temperature ratio is increased the pressure difference will also be increased.
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5.3.4 Equal inlet and outlet pressures (Flow scenario B)

Now, the inlet and outlet boundaries are open and there is a nonzero mass flow rate
(. # 0), while the inlet pressure is set equal to the outlet pressure (P, = P, and thus
AP = 0). Equation (5.10) is solved in an iterative manner as described above. The
computed mass flow rate depends on the inlet (and outlet) pressures, the inclination
ratio as well as on the length of the channel, while the diodicity coefficient is defined
as the ratio of the mass flow rates of the diverging flow over the converging one.

Figure 5.15 shows the mass flow rate 7 per unit width (kg/m/s) in terms of the
inlet pressure P, for converging (left) and diverging (right) channels with H,, = 10m
for L/ H,, = 20, 50 and for various inclination ratios a. With the inlet pressure varying
from 5 x 102Pa up to 10°Pa the mass flow rate is in the order of 1075 — 10~"kg/m/s.
The mass flow rates in the diverging channels are always larger than the corresponding
ones in the converging channels (on the contrary, in pressure driven flows the mass
flow rates in converging channels are the largest ones [165]). In both diverging and
converging channels, 7 increases quite rapidly with P, up to about P, ~ 2 x 10*
and then it keeps increasing but with a much slower pace tending to a constant value
in the hydrodynamic regime [174], [175]. Also, in both cases, as the inclination « is
increased, the mass flow rate m is decreased. Thus, in this flow scenario the effect
of tapering is in the opposite direction compared to the zero net mass flow scenario,
where AP increases wit a. In addition, as expected, the mass flow rate is reduced
when the channel length is increased.

The mass diodicity coefficient E; = md) /i) also defined in Eq.(5.5), is
plotted in Figure 5.16, in terms of inlet pressure for L/H,, = 20, 50 and for all values
of a under consideration. As P, is increased, the mass diodicity coefficient E,;, is
initially increased until it reaches an absolute maximum and then it is decreased until
it reaches a local minimum, tending finally in an oscillatory manner to a constant value,
which is the ratio of the corresponding constant mass flow rates at the hydrodynamic
limit. In all cases the largest values of mass diodicity occur at about P, ~ 1.5 x 10*.
As « is increased, E; is monotonically increased. It is seen that although the mass
flow rates depend on L/H,,, E,;, is independent of this ratio.

In Figures 5.17 and 5.18, the distributions of pressure P (z) and gas rarefaction
parameter 0 (z) are plotted along the channel for converging and diverging channels
respectively, with L/H,, = [20,50], H,, = 10m, P, = [10%,10% 0.5 x 10°|Pa and

a = [2,3,4]. In the converging channel flow (Figure 5.17), the pressure increases along
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the channel until a maximum value P,,, and then, decreases to match the outlet
pressure P,,; = P;,. The pressure difference P, — P;, takes its largest value at about
P, = 10*Pa and, in general, its location along the channel moves closer to the channel
exit, as P, and « are increased. Also, the variation of P (z) along the channel is more
evident as « is increased. In the diverging channel case (Figure 5.18), the pressure
distribution initially decreases until a minimum value P,,;, and then increases to match
the outlet pressure. The pressure difference P, — P,;, takes its largest value again
at about P, = 10*Pa, while its location along the channel moves now closer to the
channel inlet as P;, and « are increased. Overall, the maximum deviation of the
pressure inside the channel from the inlet pressure is about 5 — 80Pa.

Concerning the variation of d (z) along the channels, since the pressure variation
with regard to the inlet pressure is small, it is mainly affected by the temperature and
height variations, as it is seen by Eq. (5.9). Therefore, as expected for the converging
flow (Figure 5.17), ¢ (z) is monotonically reduced along the channel, since both the
height H (z) /H;, and temperature T}, /T (z) ratios are decreased. For the diverging
case (Figure 5.18), where H (z) /H;, is increased and T;,/T (z) is decreased, 6 (2)
remains almost constant for & = 2 (the rate of change for temperature and height
cancel each other) and increases for a > 2. Finally, the length over height ratio L/H,,
does not affect qualitatively the pressure and rarefaction parameter distributions. The
values of the gas rarefaction parameter, for the presented inlet pressures, vary about
three orders of magnitude from 0.5 up to 100, indicating that the flow for the present
setups is in the transition and slip regimes.

Corresponding results for the mass flow rate m and the mass diodicity coefficient
E,;,, for converging and diverging channels with H,, = 20m, have also been obtained.
It turns out that now both 7 and E,; are very close to the corresponding ones with
H,, = 10m shown in Figures 5.15 and 5.16 respectively. Due to this qualitative and
quantitative resemblance these results are not presented.

Closing this subsection, it is stated that in systems with open boundaries and zero
pressure difference the optimum operation range is at inlet pressures around 1.5 x 10*Pa,
where both the mass flow rate is large and the diode effect is significant. The produced

mass flow rates are expected to increase with the temperature ratio Tpys/Tiy-
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5.3.5 Nonzero mass flow rate and unequal inlet and outlet

pressures (Flow scenario C)

The more general case of flow through a channel with AP = P,,; — P, > 0 and
m # 0 is considered. In this flow scenario, the pumping effect which may be delivered
by a converging and a diverging flow is more clearly demonstrated, since a nonzero net
mass flow rate is coupled with a nonzero pressure difference. This is an open system
and Eq. (5.10) is solved through an iterative process as described in above and, as
in the previous open system, the computed mass flow rate depends on the inlet and
outlet pressures, on the inclination ratio, as well as on the length of the channel.

In Figures 5.19 and 5.20, the pressure difference AP = P,,; — P;, is plotted in
terms of the mass flow rate m for converging and diverging channels respectively with
H,, = 10m, L/H = [20,50], P;, = [103,10% 10°]Pa and o = [2, 3,4, 5,6]. As it is seen
in all cases, as 1 is increased, AP is decreased and there is a nearly linear relation
between the two quantities. These lines with a negative slope provide a complete
picture of the pumping effect in terms of the achieved mass flow rate and pressure
difference and they may be considered as the characteristic (or performance) curves
of converging and diverging channels. In the limiting cases of m = 0 and AP = 0,
the corresponding flow scenarios A and B are recovered. It is also seen that the
characteristic curves for the various values of a are always crossing each other at some
point which depends on the flow parameters. This is easily explained by considering
that at AP = 0 larger values of a correspond to smaller mass flow rates, while at
m = 0 larger values of « correspond to larger pressure differences.

In Figure 5.21, the pressure diodicity coefficient Epj,;, = A Ppdiv) JAP for a
given mass flow rate r is plotted in terms of the mass flow rate for H,, = 10m,
L/H = [20,50], P, = [103,10% 10°|Pa and o = [2,3,4,5,6]. The pressure diodicity
coefficient is always increased as the mass flow rate is increased. The reason is that
the mass flow rate in diverging channels is always larger than in the corresponding
converging ones and therefore, the pressure difference in the converging channels is
decreased faster than in the diverging ones. For inlet pressure P, = 103Pa, Eppy is
always larger than unity, while for P, = 10* and 10°Pa, Epy;, may be larger or smaller
than unity depending on the mass flow rate. Also, with respect to the inclination ratio,
as « is increased, for Py, = 10* and 10*Pa, Epj,;, is monotonically increased, while for
P, = 10°Pa this behavior remains the same at large mass flow rates, while at small

ones Epy;, is decreased.
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It is evident that the characteristic curves along with the diodicity plots are
very useful in deciding on the suitability of a channel flow to meet some provided
specifications. Furthermore, these results illustrate how it would be possible to fully
characterize a Knudsen pump by just investigating the flow scenarios A and B since
the pump characteristic curves may be readily deduced from a linear variation between

these two limit cases.

5.3.6 Cascades of tapered channels

The pressure difference generated by a cascade of converging and diverging channels
is considered. A typical cascade is shown in Figure 5.22, along with a typical tempera-
ture distribution (red line). Each stage consists of a diverging followed by a converging
channel, while the cascade always ends with a single diverging channel. Thus the
cascade shown in Figure 5.22 consists of 3.5 stages. To demonstrate the pumping
performance of such a cascade only the limiting case where 7 = 0 is considered (closed
system). The modeling approach utilized in the single channels case and described in
Section 5.3.2 is used. Simulations are conducted for a temperature ratio Ty /Te = 2
with T = 273K, the mean channel height is H, = 10m and the working gas is
Argon. In this case, the pressure difference is independent of the channel length, as
discussed in Section 5.3.3. The pressure distributions are obtained considering channels
of L/H,, = 20.

Figure 5.23 shows the pressure difference between the two ends of the cascade in
terms of the number of stages for a = 3,4,5 and 6 and various values of the inlet
pressure P, € [10%,105]. As the number of stages increases, the pressure difference also
increases. Increasing the inclination parameter o leads to an increase of the pressure
difference. The behavior in terms of the inlet pressure is more complicated. Depending
on the inlet pressure, the pressure difference can be either positive or negative. This is
to be expected, as the pressure diodicity coefficient Ep for single channels can take
values either larger or smaller than 1, depending on the inlet pressure. The pressure
difference takes positive values for P;,, < 10*Pa and becomes negative for higher values
of the inlet pressure. Using 200 stages, considerable pressure difference are obtained.
For a = 6 and P;,, = 103Pa the pressure difference can be up to 5 x 103Pa.

In Figure 5.24 the pressure variation through a cascade of 100 stages, with a = 6
is presented for various values of the inlet pressure. In all cases the pressure has
an oscillating profile, as the two channels of each stage create pressure differences

in opposing directions. Each stage contributes a small net pressure difference, and
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using a large number of stages a considerable pressure difference is generated. This
indicative simulation of a cascade of tapered channels, clearly demonstrates that a
thermally driven micro-pump based on the diodicity effect created by tapered channels

is possible.

5.4 Curved channels

The potential implementation of curved channels in the design of temperature
driven micropumps is finally, considered. The combination of straight and curved
channels, arranged as shown in Figure 5.25 (left), forming a serpentine like channel, is

investigated.

5.4.1 Formulation

Consider a rarefied gas enclosed between two infinitely long curved surfaces with a
constant distance between them, as shown in Figure 5.25 (right). The pressure driven
flow due to a pressure gradient in the direction denoted by s and the temperature
driven flow due to a temperature gradient on the walls are considered. The formulation
of the pressure driven flow is shown in detail, while the temperature driven case is
formulated in a similar manner. The steady 2D nonlinear BGK equation is

g+ g = (1), (5.12)
where f is the unknown velocity distribution function, £ is the molecular velocity
vector, x’, i are the physical space coordinates, P and pu are the local values of the
pressure and viscosity respectively and

M= (5.13)

N o l_ (& —Un)" + (& —U,)" + 531
(2nR,T)*" 2R,T

is the local Maxwellian distribution, with N, T', U being the local number density,
temperature and macroscopic velocity vector respectively (R, is the gas constant). The
coordinate system is transformed from the Cartesian (x,y) to a curvilinear system

(s,r), where s is along the channel median curve and r is perpendicular to the channel
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walls, as shown in Figure 5.25 (right). Then, Egs. (5.12) and (5.13) become [107]:

1 af 0 f K af K L0f Py
s r rSs = - 5.14
1— m’r’g s’ o /<;’r’5 S o, 06, 1-— lelfs 0. (f f) (5.14)
N ., s 2
o B IR S R A R ] -
(27RT) 2R,T
Here, ' = 1/r} denotes the curvature with r} being the radius of curvature. The
dimensionless pressure gradient along the channel is Xp = P%% and it is assumed

that Xp << 1. Since the pressure gradient is small and assuming that the pressure

distribution along the channel is linear, the distribution function can be expressed as
f(s'7",6) = f* (1 + Xphp (', &) + Xps'/D), (5.16)

where hp (17, €) is the perturbed distribution function indicating the departure of the
local distribution from the reference distribution function
Ny [ ¢ ]

/ (27 RTy)** 2RTy

(5.17)
Expanding the local Maxwellian distribution f™ around the reference distribution
function f° using Taylor series and keeping terms up to first order the following

expression is obtained:

N—-N, 26-U £ 3\ T —T,
+ <2RT0 — 2) ] (5.18)

M=+ +
f f NO QRT(] TO

Since the pressure distribution along the channel is assumed to be linear, it can

dP/

be expressed as P = Py + § Rearranging the terms and using the ideal gas law

P = NET the following expression is obtained:
N — NO 1 s’

—— = —==0 5.19
No Xp D ( )

The following dimensionless quantities are introduced:

US,P
v Xp

r=7/Du=U/(vwXp),{=§/vo, k=KD, usp = (5.20)
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The quantity vy = /2R,T is the most probable molecular speed. Substituting
Egs. (5.18) and (5.19) along with the dimensionless quantities of Eq. (5.20) and the
expression of the distribution function (5.16) into Eq. (5.14), while assuming that
U, = 0 and the temperature is constant, the following equation for the perturbed

distribution function is derived

K K ,0hp 1

ahP ahp
- =0(2 —hp) —+—— 21
Q or Tz m”CTCS 9¢ 1 —rr> 0 0 (2susp = hr) 1— m,CS> (5.21)
where .
0= —— (5.22)
KU

is the gas rarefaction parameter.
In order to reduce the computational load, the projection procedure is introduced,
eliminating the z-component of the molecular velocity. The reduced distribution

function is defined as

1 o0 2
or= = | heeac (5.23)
and the integral operator ﬁ Ofo (-)e~<2d¢, is applied to Eq. (5.21) to yield
Jpp K dpp K ,0pp 1
— =4(2 — — . 24
G or + 1-— m"gcs (s 1-— m“gs ¢, (2Gsusp = ¢p) 1-— m“CS (5.24)

It is convenient to transform the molecular velocity space from Cartesian to a
polar coordinate system according to (, = (cosf and (; = (sinf, where ( is the
magnitude and 6 is the polar angle. The derivatives of the distribution with respect to

the molecular velocity then become:

dep . Opp cosBOpp
= 2 5.25
ac, ~"Mac T ¢ oo (5.25)

dpp Jpp sinf dpp
= 0 — 5.26
o, ~ " T (5:20)

Introducing this transformation to Eq. (5.24) yields:
8g0p K . a(pp - . .

( cosf o - T mﬂ(smﬁ 20 + dpp = 20( sinOus p — T Wgsme (5.27)

The velocity in the flow direction is defined as
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1
U=~ R/ A3 (5.28)

Expanding the term 1/N around the reference value 1/Ny, using Taylor series, while
keeping terms up to first order and utilizing Eq. (5.19) results to

NQ S/

—=1-Xp— 5.29

N r5 (5.29)
Expression (5.29) along with the linearization of Eq. (5.16) and the projection (5.23)
are introduced into Eq. (5.28) and neglecting second order terms of Xp, since Xp << 1,

the following expression for the velocity in the flow direction is obtained:

27 00
1 )
wop=2oP _1 / / CsinOppeCdCdo (5.30)
voXp T J

When the temperature driven flow is considered, the formulation follows the same

steps, as for the pressure driven case, with small adjustments that are briefly discussed
D dT
To ds’
with X7 << 1. Since the temperature gradient is small the distribution function can

below. The dimensionless temperature gradient along the channel walls is X7 =

be expressed as

£ ) = fO(1+ Xrhr (,€) + (¢* = 5/2) Xrs'/D) . (5.31)

Working in the same manner as in the pressure driven case, based on the expression
(5.31) for the linearization of the distribution function and assuming constant density
and temperature at each cross section the kinetic equation for the temperature driven
flow becomes

0
n CsinGﬂ
1—kr

( cos Hag;T + +0pr = 20C sin us p —

1 .
g7 ———Csind (g2 — 2) , (5.32)

where

21 oo
1 )
por = 220 =1 / / ¢ sin Opre=< Cdcdd. (5.33)

U()XT ™ 00

In both pressure and temperature driven flows, utilizing the impermeability condi-
tion, the following boundary conditions are obtained [182]:
Outer wall (r = 1/2) with cosf < 0:
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oF = \/2%/ / o7 C cos Be=<" CdAd¢ (5.34)

0 cos0>0

Inner wall (r = 1/2) with cos @ > 0:

of = —\3%/ / o7 C cosBe= CdAd¢ (5.35)

0 cos<0
Here, ¢ = P, T refers to the pressure and temperature driven flow.

For the pressure driven flow Eq. (5.27) is solved subject to boundary conditions
(5.34) and (5.35), using Eq. (5.30) for the macroscopic velocity. For the temperature
driven flow Eq. (5.32) is solved, subject to the same boundary conditions (5.34) and
(5.35), using Eq. (5.33) for the macroscopic velocity.

5.4.2 Kinetic coefficients

Upon solving the kinetic equations, the reduced flow rates or kinetic coefficients
are obtained in terms of the rarefaction parameter § and curvature x. The kinetic

coefficient for the pressure driven flow is given by

1/2
Mp (6,5) = -2 / s pr (5.36)
—1/2
and for the temperature driven flow by
1/2
My (8, k) = 2 / . (5.37)
~1/2

The kinetic coefficients are tabulated in Tables 5.1 and 5.2 for the pressure and
temperature driven flows respetively, in a wide range of the rarefaction parameter
§ € [1072,10?%] and for various values of the curvature x = 0.2, 0.5, 0.8,1 and 1.2. The
respective results for the straight channel (k = 0) are also included for comparison
purposes. It is noted, that under the current notation the limiting value of the curvature
is k = 2, where the inner wall coincides with the center of curvature and the channel is
reduced to a circle.

For the pressure driven flow, when § > 5 increasing the curvature leads to small

changes in the kinetic coefficient and the curvature becomes significant for £ > 0.8.
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The curvature has a greater effect in highly rarefied flows where even small values
of curvature have a significant effect on Mp. When the channel is straight, as J is
decreased Mp is constantly increased, while for curved channels it reaches a constant
value as 0 — 0. As the curvature increases, the Knudsen minimum moves to smaller
values of 9 and finally, for k > 0.5 vanishes. The reason is that the channel curvature
provides a geometrical limit to the long trajectories of ballistic particles, resulting to a
smoother decrease of the ballistic flow rate as ¢ increases, while the rate of increase of
the collision part of the flow rate is only slightly altered. The rate of increase of the
collision part is always larger in magnitude than the rate of decrease of the ballistic
part, so the Knudsen minimum does not appear. It is also interesting that increasing
the curvature, leads to a decrease of the flow rate for small ¢, while for § > 50 it
initially decreases until a minimum is reached and then is increased as the curvature is
further increased.

The behavior of the kinetic coefficient for the temperature driven flow (M7) with
respect to the rarefaction parameter (J) is relatively simple, with My decreasing
monotonically when § increases. For ¢ < 0.2 increasing the curvature leads to a
decrease of Mp until it reaches a minimum and then increases again, while for large

values of § increasing the curvature always increases M.

5.4.3 Simulation of thermally driven flows through curved

channels

Upon obtaining the databases for the kinetic coefficients, the following ordinary

differential equation is solved

dpP v (s) . My (k) P(s)dT
ds  D2Mp (6,r) " Mp(0,k) T (s) ds

(5.38)

This equation is equivalent to Eq. (5.10) for straight channels. However, now the
kinetic coefficients are also a function of the local channel curvature. In order to solve
Eq. (5.38) the temperature 7" (s) and curvature « (s) profiles should be specified along
with the inlet and outlet pressure or alternatively, the mass flow rate with one of the
end pressures. When one end pressure and the mass flow rate are specified, Eq. (5.38)
is trivially integrated to give the pressure distribution along the channel, while when
the two pressures are given then a shooting method is used to solve Eq. (5.38) and

obtain the pressure distribution and mass flow rate.
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Following the analysis of tapered channels, two limiting cases are considered, that
of a closed channel (m = 0) and that of equal inlet and outlet pressures (P, = P,.).
In the former case the induced pressure difference is of interest and it is compared to
that of the straight channel, based on the ratio

APcurved
RP - Apstraight' (539)
In the latter case the mass flow rate is of interest and it is compared to that of the

straight channel, based on the ratio

mcurved

Rj=-—+— (5.40)

" ypstraight”

It is expected that all intermediate cases can be derived from the two limiting ones, as
shown for the tapered channels. The two ratios correspond to the diodicity coefficients
used in tapered channels.

Simulations are conducted for single straight and curved channels with width
D = 10um. The length of the straight channel is set to Lg/D = 20. Concerning the
curved channel length, two cases are considered. In the first one, the curved channel has
the same length as the straight one (Lo/D = Lg/D = 20) and it is used to compare
straight and curved channels on the same basis. In the second one, the curved channel
length is connected to the construction of a serpentine like pump and therefore it is
restricted as it should cover an arch of 7 radians and it is taken to be Lo/D = 7/k.
The dimensionless length of the curved channel covering 7 radians for the different

values of curvature examined is given the table below.

K 0.2 0.5 0.8 1 1.2
Ls/D =7/k 15.70796 6.28319  3.92699  3.14159  2.61799

The temperature distribution along the channel walls is assumed to be linear and the
inlet and outlet temperatures are T}, = 273K and T,,; = 546K. The curvatures for the
examined curved channels examined are k = 0.2, 0.5, 0.8, 1 and 1.2. The inlet pressure
in in a wide range as P;, € [20,0.4 x 10°]Pa. Segments of the curved channels of
various curvatures are plotted in Figure 5.26 to help understanding the corresponding

serpentine shapes (in all cases an arch of 7/6 radians is shown).
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5.4.4 Zero net mass flow rate

In the limiting case of zero net mass flow rate the two ends of the channel are
assumed to be closed and the net mass flow rate vanishes. Due to the temperature
gradient a pressure difference is generated between the two ends of the channel. In
Figure 5.27 (left), the pressure difference is shown in terms of the inlet pressure
for the straight channel, as well as for the curved channels with different values of
curvature and length equal to the straight channel (Lo = Lg). It is observed that the
curved channels generate a higher pressure difference than the straight channel and
the pressure difference increases as the curvature is increased. As the inlet pressure
initially increases, the pressure difference generated is increased until a maximum value
is reached around P, ~ 4 x 103Pa and increasing the inlet pressure further, leads to
a decrease of the pressure difference. The maximum pressure difference ranges from
240Pa for the straight channel up to 360Pa for a channel with x = 1.2. It is noted
that the results for the straight channel are not identical as the respective results given
in the tapered channel investigation as the BGK model is used here, instead of the
Shakhov.

The pressure difference ratio Rp, as shown in Figure 5.27 (right), is always larger
than one, as the pressure difference of the curved channels is always larger than the
straight one. In the tapered channels the pressure diodicity could take values either
larger or smaller than one and certainly this an advantage of the tapered design. The
pressure difference ratio is close to one for small values of the inlet pressure, then, it
increases and can reach up to 1.6 for k = 1.2 and finally, decreases again. The pressure
difference ratio is also increased as the curvature is increased. The optimum range
of the inlet pressure for this design is P, ~ 2 — 5 x 10*Pa, where both the pressure
difference and the pressure difference ratio take high values.

In Figure 5.28 the respective results are provided, with the length of the curved
channel now being restricted by the serpentine channel design. The results are iden-
tical with the ones for equal lengths, as in the thermo-molecular pressure difference

phenomenon the generated pressure difference is independent of the channel length.

5.4.5 Equal inlet and outlet pressures

In the limiting case of zero pressure difference the inlet and outlet pressures are
equal. Although the overall pressure difference is zero, local pressure gradients exist

inside the channel so Poiseuille type flow cannot be neglected. In Figure 5.29 (left) the
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mass flow rate per unit depth is shown for the straight and the curved channels with
Lg = L. The straight channel has a larger mass flow rate compared to the curved
channels for P, < 10*Pa, while the situation is reversed for larger values of P,.

The mass flow rate ratio R,; is shown in Figure 5.29 (right) for Ls = L¢. Following
the mass flow rate behavior, the mass flow rate ratio may take values either smaller or
larger than one for small and large values of P, respectively. In the tapered channels
the mass diodicity coefficient was always larger than one.

It is more interesting to consider the case where the length of the curved channel is
Lo = wD/k, following the design restrictions. The mass flow rate and mass flow rate
ratio R, are shown in Figure 5.30. In this case the curved channels produce larger
mass flow rates than the straight one (with the exception of k = 0.2 and P, < 50Pa).
This is due to the length of channel which has a strong effect in the mass flow rate
generated. Thus the mass flow rate ratio takes quite high values, up to 9 for K = 1.2,

since higher curvature means shorter curved channel.

5.5 Concluding remarks

Three thermally driven flow configurations have been examined and the design
of the corresponding thermally driven micropumps has been considered. The first
configuration consists of a channel with saw tooth surfaces, which are kept at constant
but different temperatures and the flow is driven by the thermal stress slip flow
mechanism. The other two configurations are based on thermal transpiration. The
concepts of creating multistage assembles of tapered channels, as well as serpentine
type channels, are investigated. In all cases, the main advantages or drawbacks of each
configuration are discussed and guidelines on their implementation are provided.

The flow configuration in a saw tooth surface channel is first considered. Since the
temperature along the channel walls remain constant, temperature control becomes
simpler. Simulations are conducted on unstructured meshes built via the geometrical
approach by solving the nonlinear Shakhov kinetic model equation. The ability of this
configuration to create a mass flow rate is demonstrated and the effect of the pressure,
temperature and of the main geometrical parameters on the mass flow rate is examined.
The mass flow rate is very sensitive to the different parameters characterizing the flow
and can even change direction depending on the value of the reference pressure. The
temperature gradients close to the channel walls have been computed and found to

be very high, imposing certain restrictions on the materials utilized. Thus, although
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the constant wall temperature is appealing, maintaining such high temperatures and
ensuring proper thermal insulation raise serious drawbacks in the realization of such
devices.

Next, the thermally driven flow along with the associated pressure difference
obtained through long converging and diverging channels has been computationally
investigated. The analysis is performed by accordingly integrating the dimensionless
flow rate obtained by the linear kinetic modeling into a simple algorithm based on the
mass conservation principle. The computed net mass flow rate through the tapered
channel from the low toward the high temperature reservoir and the associated pressure
differences are computed and parametrized, in terms of the channel geometry focusing
on the channel inclination ratio and on the inlet pressure covering a wide range of gas
rarefaction. By comparing the corresponding converging and diverging flows, the diode
effect is also examined.

In systems with closed boundaries (zero net mass flow rate), the optimum operation
scenario is obtained at inlet pressures around 4 x 10°Pa, where both the developed
pressure difference is large and the diode effect is significant. The pressure difference
is always increased with the inclination ratio, and depending on the inlet pressure, it
may be larger for either the diverging or converging channel. In systems with open
boundaries (nonzero net mass flow rate) and zero pressure difference (inlet pressure
equal to outlet pressure), the optimum operation range is at inlet pressures around
1.5 x 10*Pa where both the mas flow rate is large and the diode effect is significant.
The mass flow rate is always decreased with the inclination ratio and it is always
larger for the diverging channel. In open systems with nonzero net mass flow rate
and pressure difference, the computed performance curves show that in all cases the
pressure difference decreases almost linearly as the mass flow rate increases and provides
a complete picture of the pumping effect in converging and diverging channels. The
negative slope of these lines depends strongly on the inlet pressure and the inclination
ratio.

In order to fully demonstrate the ability of multistage designs based on tapered
channels, indicative results are presented for cascades of diverging and converging
channels with up to 200 stages. The pressure can either increase or decrease along the
cascade, depending on the inlet pressure, as the pressure diodicity coefficient can be
either smaller or larger than one.

Finally, a combination of straight and curved channels is also considered, and the

simulation of this case is performed in a similar manner as in the tapered channels.
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It is deduced that the combination of curved and straight channels can indeed be
used for the design of thermally driven pumps based on the thermal transpiration
phenomenon. The curved channels always produce larger pressure differences than the
straight channel when the mass flow rate is zero. Furthermore, the pressure difference
ratio takes relatively high values in the same range of pressures where the pressure
difference is also large (P, ~ 2 — 5 x 10°Pa for the present geometry). In terms of
the mass flow rate, although the effect of the curvature alone can be either beneficial
or detrimental, if the different lengths are taken into account, the curved channels
produce much higher mass flow rates compared to the straight ones. It is believed
that this design could potentially be implemented, if associated manufacturing and
temperature control issues are overcome.

In recent years, there have been targeted attempts to build thermally driven
pumping devices, without moving parts, in gaseous microfluidics based on various
configurations. In this context the results presented in this chapter may be very useful

in deciding on the suitability of a tentative design for developing Knudsen type pumps.
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Table 5.1 Kinetic coefficient Mp in terms of § and curvature x for pressure driven flow
through curved channels.

5 K
0 0.2 0.5 0.8 1 1.2
0.01 3.05 1.44 1.17 1.05 1.00 9.80(-1)
0.02 2.71 1.44 1.17 1.05 1.00 9.82(-1)
0.05 2.30 1.43 1.18 1.05 1.01 9.85(-1)
0.08 2.12 1.43 1.18 1.06 1.01 9.89(-1)
0.1 2.03 1.43 1.18 1.06 1.01 9.92(-1)
0.2 1.81 1.43 1.20 1.08 1.03 1.01
0.5 1.60 1.43 1.24 1.13 1.08 1.05
0.8 1.55 1.45 1.29 1.18 1.13 1.10
1 1.54 1.47 1.32 1.21 1.16 1.13
2 1.60 1.57 1.49 1.39 1.34 1.30
5 1.99 1.99 1.96 1.90 1.86 1.83
8 2.45 2.45 2.43 2.40 2.38 2.35
10 2.77 2.77 2.76 2.73 2.71 2.69
20 4.40 4.40 4.39 4.39 4.38 4.38
20 9.36 9.35 9.35 9.35 9.36 9.39

80  1.44(4+1) 1.22(+1) 1.22(+1) 1.22(4+1) 1.22(+1) 1.22(+1)
100 1.77(4+1) 1.77(+1) 1.77(+1) 1.78(4+1) 1.78(+1) 1.78(+1)
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Table 5.2 Kinetic coefficient M7 in terms of ¢ and curvature s for temperature driven
flow through curved channels.

0 0 0.2 0.5 0.8 1 1.2

001 124  7.09(-1) 5.80(-1) 5.19(-1) 4.97(-1) 4.87(-1)
0.02 1.06  6.98(-1) 5.74(-1) 5.16(-1) 4.94(-1) 4.84(-1)
0.05 845(-1) 6.67(-1) 5.59(-1) 5.05(-1) 4.85(-1) 4.76(-1)
0.08 7.42(-1) 6.40(-1) 5.44(-1) 4.95(-1) 4.76(-1) 4.68(-1)
0.1 6.95(-1) 6.23(-1) 5.35(-1) 4.83(-1) 4.71(-1) 4.63(-1)
02 5.58(-1) 5.54(-1) 4.95(-1) 4.59(-1) 4.46(-1) 4.40(-1)
05 3.99(-1) 4.22(-1) 4.09(-1) 3.93(-1) 3.87(-1) 3.86(-1)
0.8 3.27(-1) 3.46(-1) 3.49(-1) 3.45(-1) 3.43(-1) 3.45(-1)
1 2.95(-1) 3.10(-1) 3.19(-1) 3.19(-1) 3.20(-1) 3.23(-1)
2 2.06(-1) 211(-1) 2.23(-1) 2.31(-1) 2.37(-1) 2.43(-1)
5 1.14(-1) 1.15(-1) 1.19(-1) 1.25(-1) 1.30(-1) 1.35(-1)
8 7.95(-2) 7.98(-2) 8.15(-2) 8.48(-2) 8.78(-2) 9.14(-2)
10 6.61(-2) 6.63(-2) 6.74(-2) 6.98(-2) 7.20(-2) 7.48(-2)
20 3.57(-2) 3.57(-2) 3.61(-2) 3.69(-2) 3.77(-2) 3.86(-2)
50 1.49(-2) 1.49(-2) 1.50(-2) 1.52(-2) 1.54(-2) 1.56(-2)
80  9.41(-3) 9.26(-3) 9.33(-3) 9.47(-3) 9.58(-3) 9.68(-3)
100 7.55(-3) 7.31(-3) 7.61(-3) 7.71(-3) 7.79(-3) 7.64(-3)
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L

Figure 5.1 One stage of the saw-tooth channel along with the dimensions.

Thermally driven flow in a saw-tooth surface channel
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Figure 5.2 Section of typical mesh used for the simulation of the saw tooth surface
channel.
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Figure 5.3 Mass flow rate for a saw-tooth channel in terms of pressure for P, €
[102,10%] Pa (left) and P, € [10%,10%] Pa (right).

Figure 5.4 Mass flow rate for a saw-tooth channel in terms of stage length L for
Py = 7451Pa (left) and Py = 37255Pa (right).
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Figure 5.5 Mass flow rate for a saw-tooth channel in terms of AT for Py = 7451Pa.
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Figure 5.6 Streamlines and temperature contours for a saw-tooth channel for various
values of Fj.
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Figure 5.7 Temperature gradient along the inclined walls of a saw-tooth channel with
Py = 7451Pa.

Figure 5.8 Temperature gradient along the vertical walls of a saw-tooth channel with
Py = 7451Pa.
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Figure 5.9 View of a pumping stage of a tapered Knudsen-type cascade pump with T
and Ty denoting the cold and hot reservoir temperature, respectively.

Figure 5.10 Diverging (left) and converging (right) channels with inclination ratio
Ueon = Qdiy = Q.
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Figure 5.11 Pressure difference AP = P,,; — P;, in terms of P, for various values of «
in a closed system with zero net mass flow rate and H,, = 10um.

Figure 5.12 Pressure diodicity coefficient Ep in terms of P;, for various values «in a
closed system with zero net mass flow rate and H,, = 10um.
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Figure 5.13 Pressure difference AP = P,,; — P, in terms of P;, for various values « in
a closed system with zero net mass flow rate and H,, = 20um.

Figure 5.14 Pressure diodicity coefficient Ep in terms of P;, for various values of « in
a closed system with zero net mass flow rate and H,, = 20um.
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Figure 5.15 Mass flow rate r in terms of Py, for L/H,, = 20, 50 with H,, = 10um and
various values of o in an open system with zero pressure difference.
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Figure 5.16 Mass diodicity coefficient E,;, in terms of P, for L/H,, = 20, 50 with
H,, = 10pm and various values of « in an open system with zero pressure difference.
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Figure 5.17 Pressure and gas rarefaction parameter distributions along a converging
channel with L/H,, = 20, 50, H,, = 10um, P, = 103, 0.5 x 10°Pa and a = 2, 3, 4 in
an open system with zero pressure difference.
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Figure 5.18 Pressure and gas rarefaction parameter distributions along a diverging
channel with L/H,, = 20, 50, H,, = 10um, P, = 103, 0.5 x 10°Pa and a =2, 3, 4 in
an open system with zero pressure difference.
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Figure 5.19 Pressure difference AP = P,,; — P;, in terms of the mass flow rate m in
a converging channel with L/H,, = 20, 50, H,, = 10um, P, = 103, 10*, 10°Pa and
a=2, 3,4, 5, 6.
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Figure 5.20 Pressure difference AP = P,,; — P;, in terms of the mass flow rate m in
a diverging channel with L/H,, = 20, 50, H,, = 10um, P;, = 103, 10%, 10°Pa and
a=2,3,4, 5, 6.
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Figure 5.21 Pressure diodicity coefficient for a given mass flow rate in terms of the
mass flow rate with L/H,, = 20, 50, H,, = 10um, P,, = 103, 10*, 10°Pa and a =
2, 3, 4, 5, 6.
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Figure 5.22 Typical cascade along with the temperature variation (red line).
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Figure 5.23 Pressure difference AP in terms of the number of stages of multistage
tapered channel assembly for various values of o and P,.

145

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



Chapter 5 Figures

Figure 5.24 Pressure distribution along a multistage tapered channel assembly with
a = 6 for various values of P,,.
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Figure 5.25 View of a serpentine channel consisting of straight and curved segments
(left) and a curved channel along with the median curve (dashed line) with the Cartesian
and curvilinear coordinate systems (right).

EEAWATAVAY

Figure 5.26 An arch of 7/6 radians of curved channels with different curvatures.
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Figure 5.27 Pressure difference AP (left) and pressure ratio R, (right) for straight and
curved channels with Le/D = Lg/D = 20 in terms of inlet pressure.

Figure 5.28 Pressure difference AP (left) and pressure ratio R, (right) for straight
channel with Lg/D = 20 and curved channels with Lo/D = 7/k, in terms of inlet
pressure.
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Figure 5.29 Mass flow rate m (left) and mass flow rate ratio R, (right) for straight
and curved channels with Lo/D = Lg/D = 20 in terms of inlet pressure.

Figure 5.30 Mass flow rate m (left) and mass flow rate ratio R, (right) for straight
channel with Lg/D = 20 and curved channels with Lo/D = 7/k, in terms of inlet
pressure.
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Chapter 6

Decomposition of the DSMC solution into
ballistic and collision parts and its imple-
mentation in non-equilibrium phenomena

in cavities and capillaries

6.1 Introduction

Rarefied gas flows are characterized by long mean free paths, compared to the
problem characteristic length, leading to moderate and high Knudsen numbers. Due
to the long mean free paths, the particle distribution function at some location in the
flow domain is composed of particles arriving directly from the boundaries without
interacting with other particles and of particles arriving after an arbitrary number
of collisions. Decomposing the distribution into those two parts namely the ballistic
and collision parts and computing the corresponding parts of the solution may provide
physical information, interpretation and justification of appearing non-equilibrium
phenomena. The DSMC method, as a particle method, may be used in introducing the
concept of decomposing the distribution function into its ballistic and collision parts
and investigate separately the contribution of each part.

In this chapter a methodology is developed for the decomposition of the DSMC
method by introducing a tag on each particle indicating whether it belongs to the
ballistic or collision part and adjusting accordingly the sampling procedure. In addition,
this methodology is implemented to investigate some interesting non-equilibrium flow
and heat transfer phenomena in cavities and capillaries. More specifically, two cavity

thermally driven flows are considered. In the first one the flow is due to a temperature
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distribution imposed along the lateral walls and in the second one due a uniformly
heated wall. In addition, the well-known Knudsen paradox in capillaries of various
cross sections is investigated.

Thermally induced non-equilibrium gas flows in cavities have received considerable
attention and, at some extent, this is due to their implementation in the emerging
field of microfluidics [183] and more specifically, in vacuum packaged MEMS [5], [184],
micropumps [105], [172] and microactuators/microsensors [185], [186]. In addition,
temperature driven flows in cavities have been commonly applied in rarefied gas
dynamics to investigate theoretically interesting physical phenomena [137], [187]-[190],
as well as to benchmark and validate novel numerical schemes [191]-[193]. The literature
survey on rarefied gas flows driven by temperature differences on the basis of kinetic
theory is very extensive. A thorough description of various types of thermal flows,
including thermal creep flow, thermal stress slip flow, and nonlinear thermal stress flow
in various configurations may be found in the book by Sone [93]. In this chapter, the
investigation is focused on rarefied gas flows in enclosures driven by non-isothermal
walls with no synergetic contributions from external force fields.

The flow generated by thermal creep in a rectangular enclosure for zero-gravity
conditions was investigated by the Direct Simulation Monte Carlo (DSMC) method in
[194]. The top and bottom walls were kept at different temperatures and along the side
walls a linear temperature profile was assumed. Two main counter-rotating vortices
have been observed with mass flow, as expected, from cold to hot in the vicinity of the
side walls. The gas flow in a square container, where the left and right halves of the
container wall were maintained at uniform but different temperature, has been also
considered [187] by numerically solving the BGK equation. In this discontinuous wall
temperature setup, the basic flow mechanism is the same as in the thermal creep flow
but this flow in the continuum limit, contrary to the thermal creep flow, vanishes in a
non-uniform manner. A more recent study on the importance of the imposed boundary
conditions in steady highly rarefied gas flows induced by non-uniform wall temperature
has been recently carried out based on the Boltzmann equation and the DSMC method
[195]. Tt has been deduced that by applying the Cercignani-Lampis (CL) gas-surface
interaction model [196] a steady flow is induced even in the free molecular limit, while
as it is known from earlier theoretical investigations in this limit and for Maxwell-type
boundary conditions the flow velocity is vanishing [189]. Complimentary work with
the Lord model [46] has shown that no steady flow is induced as in the case of the

Maxwell model.
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Next, in order to model vacuum packaged MEMS, the flow and heat transfer in an
enclosure with a hot surface in the bottom has been simulated by the DSMC method
in [5]. The effect of the temperature gradient and of the temperature discontinuities
is examined and it is deduced that when the bottom temperature is partly uniform
only close to the center of the bottom plate, the gas flow is enhanced due to thermal
creep and as a result the heat transfer in the hot chip bottom surface is also enhanced.
The reported rarefied flow close to the wall is according to the typical thermal creep
mechanism from cold to hot [93].

Similar studies of the heat transfer through rarefied gases confined in microcavities
have been reported in [192] and [193]. In [192] it has been demonstrated that the
regularized-13 (R13) equations [197] result to a numerical method, which is applicable
in the slip and early transition regime capturing flow characteristics and features which
are well beyond the Navier-Stokes-Fourier (NSF) range. In [193] it has been shown
that the unified gas-kinetic scheme [198] is indeed a reliable and accurate flow solver
for low-speed non-equilibrium flows. Interestingly, in both works it has been observed
that the gas flow close to the wall is not necessarily going from the cold to the hot wall
region. Depending on the flow parameters the flow along the boundary may move from
hot to cold regions as well. In both works this unexpected flow pattern has been also
confirmed by DSMC simulations. According to [192] this flow behavior is due to the
opposite contribution of the viscous and transpirational parts of the tangential velocity
at the side walls, which are caused by the shear stress and the tangential heat flux,
respectively.

Recently the thermally driven gas flow in a microcavity with one wall maintained
at high temperature and the other three walls at the same low temperature has
been investigated in [199] based on the NSF equations with slip and jump boundary
conditions and the regularized 13 moment (R13) equations [200]. The results have
been compared with corresponding DSMC results clearly indicating the limitations
of the NSF and the R13 approaches. For this specific configuration, the former one
cannot capture typical flow patterns even in the slip regime, while the latter one gives
satisfying results in the transition regime but only up to Kn < 0.3.

Based on all above it is evident that thermally induced rarefied gas flows in
enclosures, although geometrically are relatively simple flow configurations, they still
are rich in non-equilibrium physical phenomena. Therefore, despite the work performed
and the progress achieved, it still remains a topic of major theoretical, computational,

and practical importance and further investigation is valuable.
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The two cavity problems, considered in this chapter, are thermally induced flows
and they are investigated in a wide range of the Knudsen number covering the slip
and transitions regimes and for small, moderate, and large temperature differences.
In the first configuration [158] the bottom and top walls were kept at constant and
different temperatures while a linear temperature distribution between the top and
bottom temperatures is applied to the lateral walls. It is observed that a flow near the
lateral boundaries is formed, having a velocity from hot-to-cold regions, contrary to the
thermal creep flow. In the second configuration three walls are kept at a constant low
temperature and the other at a higher temperature [201]. A very interesting finding
is that the heat flux departing from the hot wall, for some given Knudsen number
had a non-monotonic behavior with respect to the temperature ratio and a maximum
heat flux appeared at some intermediate ratio. It is noted that in both problems the
DSMC decomposition procedure is introduced to split the solution into the ballistic
and collision parts and the contribution of each part to the macroscopic quantities
is studied to explain the interesting phenomena arising in these flows. Modeling is
based on the numerical solution of the Shakhov kinetic model [29], [202] and the
DSMC method [62]. Solving the problem both deterministically and stochastically
allows a systematic comparison and verification of the results and more important the
exploitation of the advantages of each approach in the numerical investigation of the
flow and heat transfer patterns

Furthermore, capillary flows are also considered. Internal rarefied gas flow in a
wide range of the Knudsen number was first studied experimentally and theoretically
by Knudsen, who examined the dependence of the conductance at different pressure
and geometrical parameters [203]. Considering a tube much longer than its radius,
he developed an expression for the tube conductance and observed a conductance
minimum at Kn =~ 1, well known as the Knudsen minimum or the Knudsen paradoz.
Over the years these preliminary results have been improved, extended, and generalized.
The steady isothermal pressure driven gas flow through long capillaries still remains an
active research topic and a subject of many investigations [10], [50], [210]-[215], [170],
[185], [204]-[209]. Recently, simple closed-form expressions for the reduced flow rate
in long tubes in all flow regimes were deduced in [216] and [217], based on the direct
simulation Monte Carlo (DSMC) and kinetic simulations, respectively. These formulas,
as the one in [203], produce the Knudsen minimum, indicating that the conductance
(or the reduced flow rate) lies below the corresponding free-molecular values over a

range of pressures in the transition regime.
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A qualitative explanation for the conductance minimum in a long capillary has
been suggested by Polland and Present [218]. They considered two groups of molecules
flowing across a differential cross section of the capillary. The first one consists of
particles which arrived from the boundaries with no collisions and the second one of
particles which experienced at least one collision. At zero pressure the total flow comes
from particles only of the first group, while as the pressure is increased to small values
the flow of the first group particles is decreased because of the obstruction of the long
particle paths by the added molecules. In parallel, the flow of the second group of
particles is increased through the development of a drift transport due to intermolecular
collisions. The authors claim that at small pressures the rate of reduction of the first
flow is larger than the rate of increase of the second one and therefore, the total flow
must initially decrease with pressure. A further increase in pressure stimulates the
overall drift velocity that in turn, from that point on, monotonically increases the
entire flow through the tube.

The concept of decomposing the DSMC solution into two parts, is also implemented
here to investigate the Knudsen paradox in a precise manner with quantitative ar-
guments. The flow through long channels of various cross sections is simulated and
through the decomposition technique an interpretation to the Knudsen minimum is
obtained in a quantitative manner, confirming previous qualitative results [218].

The thermally driven flow in a cavity with a temperature gradient along the lateral
walls is presented in Section 6.2, the heat transfer in a cavity with one heated wall
in Section 6.3 and the Knudsen minimum appearing in long capillaries in Section 6.4.

Finally, some concluding remarks are made in Section 6.5.

6.2 Rarefied gas flow in cavities due to non-isothermal

lateral walls

6.2.1 Flow configuration and parameters definition

A monatomic rarefied gas is contained in a two-dimensional enclosure with rectan-
gular cross section W x H. The orthogonal cross section of the enclosure and the origin
of the coordinate system are shown in Figure 6.1. The bottom and top boundaries
at y = 0 and y = H are kept isothermal at temperatures Ty and Ty with T < Ty,
while along the side boundaries at x = +W/2 a linear temperature profile is assumed

according to Ts = Ty — (Ty — Te)y'/H. The enclosure is considered as unbounded in
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the third direction and end effects in that direction are neglected, while radiation and
gravity effects are also assumed to be negligible. The gas-surface interaction is taken
to be purely diffusive to all four boundaries.

In view of the above set-up, a symmetric about x = 0 thermal creep type flow
of the rarefied gas is expected. In the vicinity of the two lateral walls at x = £W/2
there will be a mass flow in the negative y direction from cold to hot and due to mass
conservation a mass flow of comparable magnitude does arise near the symmetry axis
x = 0. The presence of the non-isothermal side walls forces the thermal creep driven
gas into a circulatory motion creating two counter-rotating vortices. This flow pattern,
shown in Figure 6.1(a), has been captured in [194] for a square enclosure and for small
Knudsen numbers. The vortices of this flow pattern are named Vortex-type I.

Recent work [219] however, has revealed that in the same set-up, with the specific
temperature ratio of T¢ /Ty = 0.1, when the Knudsen number is adequately large
additional vortices in the two bottom corners may appear and as the Knudsen number
is increased they are further increased. These vortices are counter rotating to the main
ones, i.e., the gas flows from hot-to-cold along the lateral walls. Now, the flow pattern,
shown in Figure 6.1(b), consists of four eddies, namely, two eddies of type I, which
are squeezed towards the center and the top of the cavity and two additional vortices
named, Vortex-type II, which are rotating along the lateral walls in the cold-to-hot
direction. It is noted that we refer to these two types of vortices as I and II, instead of
using the typical terminology of primary and secondary vortices, because as it will be
seen, depending upon the flow parameters may both occupy small or large regions of
the flow domain and may both become important in the characterization of the flow
pattern. As it has been pointed in the introduction, similar observations in enclosures
with a slightly different non-isothermal wall set-up have been reported in [192] and
[193].

Here, the flow configuration described above (Figure 6.1) is computationally inves-
tigated in a detailed and systematic manner based on kinetic theory principles. The
macroscopic quantities of interest include the number density distribution N (2/,1/),
the two component velocity vector U = [U, (2/,y'),U, (¢',4')], the shear stress tensor
P, (¢',y'), the temperature distribution 7' (2’,y'), and the two component heat flux
vector Q = [Q, (2, y'),Q, (2, y')], while the gas pressure is given by P = NkgT.

The solution is determined by three main dimensionless parameters, namely, the

reference Knudsen number defined as
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VT oo
Kng = Y 6.1
=y pw (6.1)

the temperature ratio T/Ty, and the aspect ratio of the two-dimensional cavity
H/W. In Eq. (6.1), P, is a reference pressure, W is the width of the cavity, which
is taken as the characteristic length, pg is the gas viscosity at reference temperature
To =Ty, and vy = \/m, with kg and m denoting the Boltzmann constant and

the gas molecular mass, respectively, is the most probable molecular speed, which is

taken as the characteristic velocity. The reference number density Ny is related to the
reference pressure and temperature according to Py = NokgTy. Then, it is convenient

to introduce the dimensionless quantities:
T = .',U//VV,y = Z///I/Van = N/N07U’z = Uw/’Uo,uy = Uy/Uo,p: P/P07

(6.2)
T=T/T0,q: = Qz/ (Povo) y Qy = Qy/ (Povo)

It is noted that « € [—0.5,0.5] and y € [0, H/W] are the space variables, n,(u;, u,).p,T,
with p = n x 7 and (¢, ¢,) are the two-dimensional distributions of the number density,
the two components of the velocity vector, the gas pressure and temperature and the
two components of the heat flux vector, respectively. The Inverse Power Law (IPL)
interaction, [62] is introduced yielding a viscosity of the form p = per*, with the
parameterw € [0.5,1]. The values of w = 0.5 and w = 1 correspond to the limiting
cases of hard sphere and Maxwell molecules.

The solution of the problem described above is obtained in a deterministic manner
by numerically solving the nonlinear Shakhov model equations and in a stochastic

manner by the DSMC method presented in Sections 6.2.2 and 6.2.3, respectively.

6.2.2 Deterministic kinetic modeling

In kinetic modeling the main unknown is the distribution function, which for this
flow configuration is a function of five independent variables: the two space variables
(«',y') and the three components of the molecular velocity vector § = (§;,§,,&.), i.e.,
f=f 9y, €. The flow is simulated by the nonlinear Shakhov kinetic model [29],
[202], which has been proved to be a reliable model for non-isothermal flows [74], [77],
[152], [220], [221], subject to purely diffuse boundary conditions. In the course of this
work the deterministic solution has been proved always very reliable including the
cases of small temperature differences and large Knudsen numbers, both characterized

by very low speeds.
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The nonlinear Shakhov model for the steady-state two-dimensional flow under

consideration takes the form

of

g+ g = (5= 1), (63)

where P is the local pressure, u = p (T') is the viscosity at local temperature T. The

Shakhov relaxation distribution is

2
9= M [1 + EN(kBT) Q. (&2 — Uy) + Q, (&, — U,)] -
<2k T {(fx - x) (& — Uy)2 —l—fg} - ;)] ’
with
M _ N m , i 2
P = Tl e -nr )] 69

being the local Maxwellian. The dimensionless distribution function g = fv/Ny and
molecular velocity ¢ = &/vp, along with the reference Knudsen number defined by
Eq. (6.1), the dimensionless quantities defined by Eq. (6.2) and the expression for the
viscosity given by the IPL molecular interaction, are introduced into Eqgs. (6.3), (6.4)
and (6.5) to yield after some straightforward manipulation the corresponding equations

in dimensionless form:

Lvm (g%~ g) (6.6)

g =g" 1+ i% (G2 (G — uz) + gy (G — uy)] ¥

15nr
(G — )’ + (¢ —uy)’ +¢2 5 (6.7)
T 2
9= [‘ et ﬂ (63)

Furthermore, taking advantage of the two-dimensionality of the problem, the z
component of the molecular velocity can be eliminated by introducing the reduced
distribution functions ¢ = [*°_gd(, and ¢ = [*°_(2gd(,. By operating accordingly on
Egs. (6.6), (6.7) and (6.8) the following two coupled integrodifferential equations for
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the unknown reduced distribution functions ¢ = ¢ [z, y, (s, ¢,] and ¥ = ¢ [z, y, (4, ¢

are obtained:

1 Jm
Cx + Cy mTH\/F (QDS - SO)
W 1 T
Cz +§y8y Kng 2 \/;(1/,5_¢>
Here,
S M 4 1
=@ (1+T5 [C]x (Co = uz) +qy (G — uy)] ¥
(G — um)z + (Cy _ uy)2 _9
T
and
M 4 1
¢ = (1“'%7[% (Co = uz) + gy (G — uy)] ¥
(Cx - ux)2 =+ (Cy - uy)Q -1
T 9
with the reduced local Maxwellians
M= Ty [z + (G —w)')
T I T
M_n i (Cx_ux>2+<C —U)T
sz - % exXp -_ - £ 4 3

(6.9)

(6.10)

(6.11)

(6.12)

(6.13)

(6.14)

The macroscopic quantities in Egs. (6.9), (6.10), (6.11), (6.12), (6.13) and (6.14) are

readily deduced by applying the same nondimensionalization and projection procedures

to the moments of f and finally they are expressed, in terms of ¢ and v, according to

the following double integrals:

Number density:

Institutional Repository - Library & Information Centre -

11/10/2023 20:26:27 EEST - 167.114.118.212
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Velocity:

u, (z. / / GGGy, (2,9) / / Gedud(,  (616)
Temperature:

r = 2 [ [[(@+@)eri]dd,-2(2+2) 6
Heat flux

[e. ol o]

0@ y) = [ [ [[G—uw)l+ (6= uw)le+v] (G -u)dad, (6.9
At the boundaries, the reduced distribution functions representing outgoing particles
are denoted by T, ¥t and they are expressed by the Maxwell purely diffuse reflection
as [222]

ot = :Tw exp {— (Cﬁ + CyQ) /Tw} (6.20)
Yt = %: exp [— (2 + ) /7] (6.21)

where 7,is the dimensionless local wall temperature and n,is a parameter given in
terms of the ingoing distributions satisfying the impermeability wall conditions.

Equations (6.9) and (6.10), subject to the boundary conditions (6.20) and (6.21)
along with the associated expressions (6.11)-(6.19) provide a complete description of
the problem and constitute the basic set of equations to be numerically solved.

The implemented deterministic algorithm has been repeatedly applied to solve
nonlinear flows and heat transfer problems with considerable success [69], [75], [223].
A brief description is provided here mainly for completeness purposes.

The problem is solved by discretizing the molecular velocity and physical spaces. In

the velocity space it is computationally efficient to present the velocity vector in polar
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coordinates, according to ¢, = (cosf and ¢, = (sinf. Then, the continuum velocity
spectrum (¢, ) is replaced by a set of discrete velocities ((, 0x), where (,, € (0, 4+00),
m=1,2,...,M and 0, € (0,27), n = 1,2, ..., N. The magnitudes (,, are taken to be
the roots of the Legendre polynomial of order M accordingly mapped from (—1,1)
to (0,400), while the polar angles are 6,, = 7 (2n — 1) /N. The number of discrete
velocity vectors is M x N. In the physical space the flow domain is divided into I x J
rectangular elements, with 7 =1,2,..., 1 and 5 =1,2,...,J. The number of points in
the physical space is (I +1) x (J + 1).

The integro-differential equations (6.9) and (6.10) are first discretized in the molec-
ular velocity space and the deduced set of partial differential equations are integrated
over each space element defined by the intervals {Iz‘_1 /25 Tig1 /2} and [yi_l /25 Yitr1 /2}
following a typical second order control volume approach. The moments (6.15)-(6.19)
are numerically integrated by applying the trapezoidal rule and Gauss-Legendre quadra-
ture in the polar angle 6 and the velocity magnitude (, respectively, of the molecular
velocity vector. The resulting discretized equations for ¢ and 1 with the associated
discretized moments are solved in an iterative manner which is concluded when the

convergence criteria given by

oy vy |+ [ — |+

)

n®) — )+

= max {
i?j

Ty = Tf,?‘”\} <107
(6.22)
is fulfilled. Here, k denotes the iteration index and €® the error after k iterations.
It is noted that upon convergence all conservation principles are accordingly fulfilled.
The results presented in Sections 6.2.5 and 6.2.6 have been obtained with M = 80,
N =400, I =400, and J =400 x (H/W).
It may be useful to note that the implemented discrete velocity algorithm suffers
a breakdown of the positivity of the distribution function which is inherent in the
Shakhov model. However, in all cases tested the ratio of the weighted sums of the
negative over the positive distributions is at least less than 10~* and therefore its effect

on the implementation of the algorithm and the accuracy of the results is negligible.

6.2.3 Stochastic DSMC modeling

Stochastic modeling is based on the DSMC method proposed by Bird [62]. The
typical DSMC approach is implemented. The gas is represented by a discrete number

of model particles, which are evolved in time to statistically mimic the behavior of real
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molecules. The physical space and time domains are discretized and the real motion
of the particles is split into the free motion step, where all particles are traveling a
distance proportional to their velocities and the collision step, where particles are
interacting, while keeping their positions unchanged. In the first step the particle
motion is purely deterministic, while in the second particle collisions are carried out in
a stochastic manner.

The collision technique that is employed here is the No Time Counter (NTC) scheme
suggested by Bird [62]. A slight modification is introduced in the calculation of the
maximum number of collisions N¢ in each cell, which is estimated according to [224]

NC _ EN (N - 1) FN(O-TC”‘)maXAt7 (623)
2 Ve

where N is the actual number of particles in cell, Fy is the number of real particles

represented by a simulator, (orc,)_  is the maximum value of the product of the colli-

sion cross section and the relative velocity of the particles in the collision (this quantity
is updated throughout the simulation), Atisthetimestep, andVgisthevolumeo fthecell.

The space domain has been discretized by using squared cells (Az = Ay = 0.01),
i.e., 100 cells have been taken in the x-direction, while the number of cells in the
y-direction depends on the aspect ratio (H/W) and it is equal to nc = 100 x (H/W).
The number of particles per cell on the NTC scheme is fixed to 25 and the time step
is chosen to be sufficiently smaller (about 1/3) than the cell traversal time, defined
as W/ (ncvo). The macroscopic quantities, defined by Eq. (6.2), are volume based
calculated by averaging the microscopic values of the particles at a given cell and are
given by the following summations:

Number density:

kzl N (t)
== 6.24
n SV, (6.24)
Velocity:
1 8 N(tr) 1 5 N(tx)
T k=1 i=1 T k=1 i=1
Temperature:

1 5 N(tx) 1 S N(ty) 2
TO‘:7ZZ§2,Z‘_ 72 Ca,i 7a:{x7y7z}77—:2(7—x+7—y+7—z)/3
Nr k=1 i=1 Nr j
(6.26)
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Shear Stress:

1 N(tk)
Pry = ,,; > (Goiy) — 1ty (6.27)
Heat flux:
q 1 S N(tr) ) ) ) 1 S N(tr) ) )
9 NT /;1 Z Cz,i (Cx,z + Cy,i + Cz,i) - zul"NiT ];1 pt (Cx,z - u:r)
1 5 N(tx) 1 S N (k) ) ) ) (6.28)
— 2u,— Cyi — — Uy~ ei TGyt Gz
Uy NT kzz:l Pt (Cx,zgy,z ux“y) u NT kz::l P (C s Cy, C R )
S N(ty) ) ) S N(ty)
TZ Z Y ( +C 2+Cz,i>_2u5ﬂ Z Z ( uy)
k=1 i=1 T k=1 i=1 (629)
1 S tk (
2’%]\72:: ; ( f,) _uyNTkZ:I ; ( §z+C§z+Cz2z>

In Egs. (6.24)-(6.29), Np is the total number of sampled particles, S denotes
the number of samples, t; indicates the different times over which the sampling is
performed, and N (t;) is the number of particles in the cell at time t;. It is noted that
the macroscopic properties are obtained by time averaging over S = 5 x 10° time steps

after the steady-state regime has been recovered.

6.2.4 DSMC decomposition methodology into ballistic and

collision parts

In general, a kinetic solution at some point in a flow domain consists of two parts,
namely, the ballistic and the collision parts. The former one is due to particles arriving
at this point from the boundaries with no collisions, while the latter one is due to
particles arriving at this point after an arbitrary number of collisions (at least one).

The ballistic and collision parts of the solution of the thermally induced flow in
the enclosure are computed separately and the contribution of each part to the overall
solution is analyzed. The dimensionless distribution function g = ¢ (z, ¥, ¢) at a local

point (x,y), defined in Section 6.2.2, is decomposed as
9(@,9,¢) = ¢ (2,9,¢) + 9 (,4,0), (6.30)
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where ¢® and ¢(© denote the ballistic and collision parts of the distribution function,
respectively. It is noted that particles contributing to the ballistic part of the solution at
point (x,y) may collide to other particles in their movement after that point. Therefore,
the two parts of the solution are named ballistic and collision in order to distinguish
this splitting from the typical free molecular and collisional decomposition, as well as
from other decompositions of the distribution function, which have been previously
introduced to treat boundary induced discontinuities [157], [225], [226].

The prescribed decomposition of the particle distribution in a given cell of the
computational grid with center point (z,y) can be implemented in the basic DSMC
algorithm by making some additions in the indexing stage. More specifically, all model
particles j = 1,..., Ny taking place in the simulation are tagged by introducing the
indicator I;, which has the value of 0 or 1 indicating if a particle contributes to the
ballistic or the collision part of the distribution, respectively. A particle passes into
the ballistic part when it is reflected from a wall and goes into the collision part
when interacts with another particle. The indicator is set to 0 each time that a
particle is reflected from the bounding walls of the enclosure, while in the stage of
particle free motion the indicators are not changed. In the stage of binary collisions
the indicators (I;,1)) of any pair of particles (j, k) involved in a collision are set to
1. During the simulation process the particle indicators may change their values all
the time. In the sampling stage of the macroscopic properties at given time %, all
particles with indicators I; = 0, are considered belonging to the ballistic part of the
particle distribution and all particles with indicators I; = 1 to the collision part. As
a result, the total number of all particles accumulated in a cell is divided into two
groups Ny = N® + N and the macroscopic quantities are sampled into the two
corresponding parts.

In this chapter we are mainly interested to the distributions of number density,

velocity and heat flux components which are decomposed according to

n(z,y) =n" (z,y) +n' (2,y), (6.31)

uy (z,y) = ul? (2,y) +ul? (2,y), (6.32)

uy (z,y) = ul? (z,y) + ul (2,y), (6.33)
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G (2,y) = ¢ (z,y) + ¢\ (z,y) | (6.34)
ay (2, y) = q (z,y) + ¢\ (2,y), (6.35)

where the superscripts (b) and (c¢) denote the ballistic and collision parts of the distri-
butions, respectively. They are computed by accordingly integrating the distribution
function. For example the ballistic and collision contributions to the horizontal part of

the macroscopic velocity (u,) can be obtained as

D= [ Godc = [ Go®dc+ [ Gy =u o) +uld (2,). (636)

In this notation, the distribution function, as well as its ballistic and collision parts

can be written as

S N(tk)
9.0 = g3 2 0 Gt (6.37)
1 S N(tr)
0 @, = g0 Y L= L]~ G (1), (6.35)
Cell =1 =1
© S N(tx)
9" (x,y,() = SVceu kgl 2 i (tk) 0 (¢ = G (th), (6.39)

where 6 (¢ — (; (tx)) denotes the Dirac function. Thus the ballistic and collision parts
of the macroscopic quantities can be calculated in the same manner as shown in (6.36)
when the expressions (6.38) and (6.39) for the distribution function are substituted in
the integrals. After some algebraic manipulation the following expressions are derived:

Number density:

gl

(L= L (tk)] N (te) Ii (tx) N (tx)

1 (o) — 4
SV, M SV, (6.40)

bl
Ite

n® — &
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Velocity:
, 1 s N(tx) 1 5 N(tx)
Wl = D0 D = L ()] Go ().l = 5 37 37 T () o (1)
T =1 i=1 T p=1 i=1
, 1 8 N(tx) 1 5 N(tx)
ug(/) — 72 [1 —Ii (tk)] gy,i (tk), (c) 72 Z Iz tk Cyz tk’)
Nr k=1 i=1 Nr k=1 i=1

() 1 S N(tk) (b) b b
Pim = > > =Lt (Cl,iCm,i) — )t — )y + nOu,
T k=1 i=1
o 1 &N @
pl;Z =2 I; (tr) (CliCmi) B “l(c)“m — w0y,
Nr k=1 i=1 C
Temperature
1 S N(tk)
= S S 1 LI - 20+ a0 = {2,
Nri5 =
7 =2 (TS’ + ngb) + T(b))/?)
1 S N(tk)
7 = 30 0 L) — 20 g +nug, o = {ay, 2}
Nr k=1 i=1
7@ =2 (T:E,C + Téc) + TZ(C))/3
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Heat Flux:
q(b) 1 S N(tx) ) ) ) 1 S N(tx) ) ) )
T k=1 i=1 T =1 i=1
1 S N(ty) 1 8 N(ty)
T g=1 i=1 T k=1 i=1
+ (ui + ul + ui) ul® — n(b)um) + 2u, (u,ul) + uyu?(/b))

(6.47)

(¢) 1 S N(tg) 9 9 9 1 S i) 2 9 2
; =— Z ]7, (tk) Cx,i (C:L’,z + nyi + Cz,z) Uy Ni Z IZ (tk) (Cx,z + gy,z' + gz,z)
T =1 i=1 T k=1 i=1
1 S N(tx) 1 5 N(ty)
T k=1 i=1 T k=1 i=1
+ (ui +ul + u? ul — n(c)um) + 2u, (u,ul® + uyugf))
(6.48)
N
o 1§ W (i) —u L > L] (C+¢+¢2)
2 NriD o Nrim =
1 8 N(ty) ) S N(t)
- 2% Ni Z [1 —1I; (tk)] Cyl — 2uy Ni Z [1 — I (tk)] szgyl
T g=1 i=1 T k=1 i=1

+ (u2 + u? + u? (uyb) - n(b)uy) + 2uy(uyu$’) + ugul)

(6.49)

q(c) 12 2 2 2 1 S 2 2 2
; :Ni Z Z ]Z (tk) Cyi (Ca:,z + Cy,i + Cz,z) Uy N\ A Z ]7« (tk) (Cac,z + Cy,i + Cz,z)
T =1 i=1 T k=1 i=1
1 5 N(ty) 1 5 N(tr)
- 2uy Ni Z I; (tk) Cf(,z 2uy § Z I; (tk) C:): 1Cy i
T k=1 i=1 T p=1 i=1
+ (ui +ul + ui) (u?(f) — n(c)uy) + 2uy(uyu§f) + upul®)

(6.50)
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Based on the above description it is deduced that for the ballistic part of the particle
distribution the boundaries act as a source, while the bulk flow acts as a sink. The
situation is reversed for the collision part of the particle distribution, where the bulk
flow acts as a distributed source and the walls as a sink.

The macroscopic description of the whole flow domain of the enclosure in terms of
the flow parameters is given in Section 6.2.5 and then, in Section 6.2.6 the discussion is
focused on the behavior of the macroscopic quantities along the enclosure walls. Finally,
in Section 6.2.7, the solution is split into the ballistic and collision parts, based on the
methodology presented, and the flow behavior along the lateral walls is explained. All

results are in dimensionless form.

6.2.5 Macroscopic distributions in the flow domain

Results are provided for all macroscopic quantities of theoretical importance and
practical interest in a wide range of the Knudsen number (0.1 < Kny < 10) covering
the whole transition regime as well as parts of the slip and free molecular regimes and
for temperature ratios T¢ /Ty = 0.1, 0.5, and 0.9 corresponding to large, moderate,
and small temperatures differences between the top and bottom plates, respectively.
Enclosures with aspect ratios H/W = 0.5, 1, 2 are considered. Most of the results are
for hard sphere molecules (w = 0.5), while some results for Maxwell molecules (w = 1)
are provided as well.

In the case of the large temperature difference Te/Ty = 0.1, simulations have been
performed for all Knudsen numbers and aspect ratios by both the deterministic solver
of the Shakhov model equation and the DSMC solver. The agreement between the
corresponding results produced by these two completely different approaches is always
very good as it is indicatively demonstrated for some cases. In the cases of T /Ty = 0.5
and 0.9 simulations have been performed mainly by the deterministic solver.

The effect of the degree of the gas rarefaction on the patterns of the flow field is
shown in Figure 6.2, where the velocity streamlines superimposed on the temperature
contours for Kng = 0.01, 0.1, 0.2, 0.5, 1, and 10 in a square enclosure with T¢ /Ty = 0.1
are presented. The flow is symmetric about z = 0. It is seen that for Kng = 0.01 only
the two Vortex-type I are observed and the gas flows next to the lateral walls from
the colder towards the hotter region (from top to bottom). At Kng = 0.1, at the two
bottom corners of the enclosure, Vortex-type II start to appear counter rotating to the
other ones. As the Knudsen number is increased, they are gradually increased as well,

and for Kny =0.5, 1, and 10 these eddies of type II are well developed and cover large
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portions of the flow domain with the gas flowing along the whole length of the side
walls from the hotter to the colder region (from bottom to top). The two Vortex-type
I have been squeezed towards the top and the center of the cavity. The temperature
contours indicate that the flow domain is thermally stratified and as expected, the
temperature jump at the walls becomes larger as the Knudsen number is increased. In
general, as the flow becomes more rarefied the hot-to-cold motion next to the lateral
walls is enhanced and the structure of the flow pattern becomes more complex. Of
course as the Knudsen number tends to infinity the gas velocity vanishes.

It may be interesting to note that while in the classical lid driven cavity problem as
we are approaching the hydrodynamic regime (i.e., as the Knudsen number is decreased)
the flow becomes more complex with secondary vortices added to the main ones, here
on the contrary, the interesting flow patterns with the Vortex-type II eddies, start to
appear as we are moving into the transition regime (i.e., as the Knudsen number is
increased). Overall, the degree of gas rarefaction significantly influences the thermally
driven flow in the enclosure.

Figure 6.3 shows also streamlines and temperature contours in a square cavity for
the cases of moderate and small temperature differences, namely, T¢ /Ty = 0.5and
0.9, respectively, and for the typical values of Kng = 0.1, 1, and 10. These results
along with the corresponding ones in Figure 6.2 are helpful to describe the effect
of the temperature ratio on the flow pattern. In general, for the same Kng, as the
temperature difference between the bottom and top plates, as well as the temperature
gradient along the lateral walls, are decreased, the Vortex-type II with the hot-to-cold
flow in the vicinity of the walls become thinner covering a smaller portion of the flow
domain. For the small temperature difference of T /Ty = 0.9 at Kng = 1 these eddies
are very thin but still cover the whole length of the non-isothermal side walls and then
as the temperature difference is increased they are grown pushing the Vortex-type I
towards the center.

A more quantitative description of the flow is provided in Figure 6.4, where the
x and y components of the macroscopic velocity on vertical and horizontal planes,
respectively, passing through the centers of the Vortex-type I are plotted. The results
are for a square enclosure with T /Ty = 0.1 with Kng = 0.01, 0.1, and 1. The w,
profiles are plotted versus x € [—0.5,0.5] and the w, profiles are plotted versus y € [0, 1].
Both deterministic and stochastic results are shown and it is seen that the agreement
is always very good. The distributions of u, are symmetric about = 0 and the points

where u, changes sign correspond to the z coordinate of the center of the two eddies of
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type L. The distributions of u, are changing sign in the case of Kng = 0.0land 0.1 only
once, which implies that only the two Vortex-type I are present (actually for Kng = 0.1
the Vortex-type II has been created but it is not extended up to horizontal axis passing
through the centers of the Vortex-type I). In the case of Kng = 1 the distributions of
u, are changing sign several times, which indicates that both Vortex-type I and II are
present. These observations are in accordance to the flow patterns shown in Figure
6.2 for the corresponding Knudsen numbers. In all cases the maximum absolute value
of the velocities is small, approximately in the order of 1072 or even less (the local
Mach is about 10% higher than the reported velocity magnitudes), which is typical in
rarefied thermally driven flows. Comparing between the absolute values of the velocity
for various Knudsen numbers it is seen that the maximum values are at Kng = 0.1.
Also, as the Knudsen number is increased the magnitude of the velocities u, related to
Vortex-type II, in Figure 6.4(b), is increased and may become even larger than that of
Vortex-type I.

These latter remarks are confirmed by the dimensionless flow rates of the Vortex-
type I and II presented in Tables 6.1 and 6.2 respectively, for various temperature
ratios and reference Knudsen numbers. The former ones are computed by integrating
the dimensionless flux nu, in the y direction from the center of the Vortex-type I to
the top wall and the latter ones by integrating the flux nu, in the z direction from the
center of Vortex-type II to the side wall. The tabulated results have been obtained
by the deterministic solution of the Shakhov model equation. Also, flow rates have
been obtained by the DSMC approach for the case of T/Ty = 0.1 and they are in
very good agreement with the corresponding tabulated ones. It is seen in Table 6.1
that starting from Kny = 0.01 as the Knudsen number is increased and for the same
temperature ratio, the flow rate of Vortex-type I is increased obtaining a maximum
value around Kny = 0.07 and then is constantly decreased as the Knudsen number
keeps increasing. This is valid for all three temperature ratios. The corresponding
flow rates of Vortex-type II, shown in Table 6.2, indicate a maximum flow rate around
Kng = 1.2. The exact physical reasoning for these maximum flow rates with regard
to the reference Knudsen number is contributed to the number of collisions between
particles and between particles and boundaries as the gas rarefaction is changing.
In addition, while for Kng < 0.1 the flow rate of Vortex-type II is several orders
of magnitudes smaller compared to the corresponding ones of Vortex-type I, as the

Knudsen number is increased the two flow rates become of the same order and in some
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cases the former ones are even larger. Also, for the same Knudsen number as the
temperature difference is increased the flow rate, as expected, is also increased.

The effect of the lateral walls on the flow pattern may be seen in Figure 6.5, where
the streamlines and temperature contours for two rectangular enclosures, namely,
H/W = 0.5 and 2 for the specific case of T¢ /Ty = 0.1 and Kny = 1 are plotted.
Observing these flow fields along with the corresponding one for a square cavity
(H/W =1) in Figure 6.2, it is seen that as the aspect ratio is increased the presence of
the Vortex-type II becomes more dominant covering a larger part of the flow domain.
Obviously, as the aspect ratio is increased, i.e., as the depth prevails over the width of
the cavity, the importance of the non-isothermal side walls compared to the bottom
and top walls is also increased. The computed dimensionless flow rates of the Vortex
type I and II are also changing significantly with the aspect ratio. It is concluded that
the aspect ratio is a very important factor in this flow configuration.

Since this is a thermally induced flow it is reasonable to investigate the effect of the
intermolecular collision model and this is done by including in Figure 6.6, some results
for Maxwell molecules for the specific cases of Te/Ty = 0.1, with Kng = 0.1 and 1.
Comparing the plotted streamlines and temperature contours with the corresponding
ones for hard spheres in Figure 6.2, it is observed that for Kny = 0.1 there is actually
no effect, while for Kny = 1 there are differences. This remark is also confirmed by the
computed dimensionless flow rates of Vortex type I and II. It may be stated that as the
intermolecular interaction becomes softer the region occupied by the Vortex-type II is
reduced and the cold-to-hot flow becomes less intensive. However, again the hot-to-cold

motion appears as the Knudsen number is increased.

6.2.6 Macroscopic distributions adjacent to the non-isothermal

cavity walls

Here, a more thorough description of the macroscopic quantities in the vicinity
of the boundaries of the enclosure is provided. This includes the y components of
the velocity and heat flux as well as the shear stress along the lateral walls and the
average heat flux from the bottom wall. Some comments on the range of validity of
the mechanism explaining the formation of Vortex-type II, as described in [192], are
included.

In Table 6.3, the tangential velocity u, along the lateral walls of a square enclosure

for small, moderate, and large temperature differences in a wide range of the reference
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Knudsen number are provided. Due to symmetry these results correspond to x = +0.5.
When u, < 0, the flow is from the top to bottom and corresponds to the expected
thermal type flow as described by the Vortex-type I pattern, while when u, > 0 the flow
is the other way around and corresponds to the unexpected flow pattern as described by
Vortex-type II. It is observed that when Kny = 0.01 the values of u, are negative and
only very close to y = 0 and 1 very small positive values may appear. The Vortex-type
I flow covers the whole flow domain. When Kny = 1 and 10 the values of u, are
always positive, which implies that the Vortex-type II flow covers the whole length of
the lateral walls. Finally, for Kny = 0.1 both positive and negative values of u, are
observed. The positive values are close to the two ends and the negative values in the
middle part of the wall. That implies that although the Vortex-type I flow still covers
most of the whole flow field, counter rotating vortices at the bottom and top corners
have been created, which, as the Knudsen number is increased, grow and merge into a
Vortex-type II along the whole length of the side wall. These observations qualitatively
hold for all three temperature ratios. Combining these results with the previous ones in
Section 6.2.5 it is concluded that in small Knudsen numbers the expected thermal creep
flow prevails and then for Kny > 0.5 the importance of the unexpected hot-to-cold
flow is gradually increased and its presence significantly effects both qualitatively and
quantitatively the flow configuration.

According to the R13 approach in [192], the formation of the Vortex-type II is
explained by the opposite contribution of the two different terms of the tangential

velocity at the wall, which in the present notation, is written as

1 \TT 1
R13
__ =, ) - 6.51
y (Tn—|—0.5pyy)< 2 py+5qy> (6.51)

The superscript R13 has been added here, in order to distinguish in our discussion the
tangential velocity obtained by Eq. (6.51) from the one (u,) obtained by the kinetic
solution. The first term in the parenthesis corresponds to the viscous part of the
tangential wall velocity and the second one to the transpirational part, caused by the
shear stress and the tangential heat flux, respectively. The respective magnitude of
these terms determines the sign of the tangential velocity and the local direction of the
flow along the side walls. In order to examine the validity of this theory, the kinetic
results of p,, and ¢, are introduced to compute, according to Eq. (6.51), the viscous

and transpirational parts of the wall tangential velocity and the whole velocity as well.
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The shear stress p,, and the tangential heat flux ¢, along the lateral wall at
x = —1/2 of a square enclosure for various Knudsen numbers and temperature ratios
are provided in Tables 6.4 and 6.5, respectively. It is seen that always p,, < 0 and
qy > 0, i.e., they indeed have an opposite contribution to the tangential velocity. Since,
however, as the Knudsen number is increased, both the values of the heat flux and the
absolute values of the shear stresses are increased, it is necessary to further compute
the contribution of each part separately.

In Figure 6.7, the tangential velocities obtained by kinetic theory and according to
Eq. (6.51) denoted by u, and u}', respectively, for Kng = 0.01, 0.05, 0.1, and 1, are
plotted. When the velocity distributions are negative the transpirational part of the
solution dominates and the flow along the lateral walls is from cold-to-hot (Vortex-type
I), while when they are positive the viscous part dominates and the flow is from
hot-to-cold (Vortex-type II). The agreement between the kinetic and R13 theory in
small Knudsen numbers is very good and then, as the flow becomes more rarefied, the
discrepancies, as expected, are increased. In general, the good qualitative agreement
for Kny < 0.1 indicates that the theory developed in [192] in order to explain the
formation of the hot-to-cold flow in the vicinity of the walls is valid in the slip regime
and fails as the Knudsen number is increased. In Section 6.2.7 a reasonable explanation
for this type of flow in the whole range of the Knudsen number is provided.

It has been pointed in the introduction that the aspect ratio of the enclosure effects
significantly the flow configuration and quantities. To further demonstrate the effect
of the lateral walls, the tangential velocity and heat flux along the lateral walls of
enclosures with H/W = 0.5, 1, 2 for T /Ty = 0.1 and Kng = 1 are plotted in Figure
6.8. For the specific Knudsen number and temperature ratio the velocities are positive
for all three aspect ratios and approximately of the same magnitude resulting to
stiffer velocity gradients as H/W is decreased. The tangential heat flux is significantly
increased as H/W is decreased, i.e., as the effect of the side walls is decreased.

Closing this subsection the average dimensionless heat flux directed from the
bottom plate into the enclosure is estimated by integrating the heat flux ¢, (z,0)over
the distance 2 € [—0.5,0.5]. In Table 6.6, the average dimensionless heat flux, denoted
by a4y is given in terms of the reference Knudsen number Kng for T /Ty = 0.1, 0.5,
and 0.9. The corresponding results obtained by the DSMC method, using 400 cells in
each direction and 100 particles per cell, are also included for comparison purposes.
The agreement between the corresponding Shakhov and the DSMC results is excellent.

As it is seen when the temperature difference between the top and bottom plates
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is increased the average heat flux for the same Kng, as expected, is also increased.
Although not shown in the table it is noted that as H/Wis increased the average
heat flux is decreased, e.g., the computed values of ¢, in the case of T¢ /Ty = 0.1 for
H/W = 0.5, 1, and 2 are 0.35, 0.14, and 0.057, respectively. Concerning the effect of
the collision parameter w on ¢, it turns out that it is small since the values of the

computed average heat fluxes for hard sphere and Maxwell molecules are close.

6.2.7 Ballistic and collision contributions

The decomposition of the DSMC solution into the ballistic and collision parts, as
described in Section 6.2.4, is applied in a square enclosure for Kng = 0.05, 2, with
Tc/Ty = 0.1. The two values of the reference Knudsen numbers have been chosen as
representatives to demonstrate the contribution of the ballistic and collision parts to
the overall solution in the slip and transition regimes. In addition, the corresponding
results are typical for analyzing the thermal effects on the flow configuration in small
and large Knudsen numbers.

The streamlines and the contours of the vertical velocities of the ballistic and
collision parts of the solutions, denoted by ug’) and uz(f), respectively, as well as the
overall solutions are given for Kny = 0.05 and 2 in Figure 6.9. More specifically, Figure
6.9(a) and (b) show the ballistic parts and Figure 6.9(c) and (d) the collision parts,
while the overall solutions which are the summation of the two corresponding parts
are shown in Figure 6.9(e) and (f). It is seen that the streamlines of the ballistic parts
(Figure 6.9(a) and (b)) are directed from the boundaries toward the interior of the bulk
flow, while the streamlines of the collision parts (Figure 6.9(c) and (d)) are directed
from the interior of the bulk flow toward the walls. These qualitative observations are
well expected from the physical point of view since as it has been pointed before, in the
ballistic part the walls act as source and the bulk flow as sink, while it is the other way
around in the collision part. The streamlines along with the vertical velocities contours
clearly indicate when the flow is in the positive or negative direction corresponding
to hot-to-cold and cold-to-hot flow, respectively. The summation of these flow fields
deduce the overall solutions shown in Figure 6.9(e) and (f), which are in excellent
agreement with the corresponding deterministic ones. It is seen that for Kng = 0.05
only the Vortex-type I are present, while for Kny = 2 the Vortex-type II are also well
developed, with the gas flowing along the lateral walls in the first case from cold-to-hot

and in the second one from hot-to-cold.
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The streamlines in Figure 6.9 may be further analyzed. Starting withKng = 2,
where the flow patterns are simpler, the streamlines of the ballistic and collision parts
are directed to and originated from single points, with total velocity equal to zero.
The slight displacement between the two focal points and the small differences in
the velocity magnitudes of the collision and ballistic parts, lead to the creation of
Vortex-type II, shown in Figure 6.9(f). Continuing with Kng = 0.05 it is seen that the
streamline patterns of the ballistic and collision parts are quite different. The ballistic
part has some resemblance with the corresponding one for K'ng = 2, showing one single
point towards which the streamlines are directed. The collision part however is different
indicating two single points from which the streamlines are originated. These points
are symmetrically located about = = 0 and are centers of two symmetric spiral swirls
caused by flow vorticity at this low Knudsen number. Also, at some extent streamlines
are concentrated along a curve where the vertical velocities are zero. In addition, there
is one point along z = 0 where the total velocity is zero and this point is transformed
to a saddle point separating the streamline patterns into two branches directed to the
hot and cold walls. The slope of the streamlines with respect to the vertical walls is
another important element in the present analysis. It is seen that at Kng = 0.05 the
negative slope of the streamlines of the collision part is larger than the positive slope
of the streamlines of the ballistic part and this is a clear sign for a cold-to-hot gas
motion along the vertical walls. At Kng = 2 the two slopes are about the same with
the ballistic one appearing to be larger, which is an indication for a hot-to-cold gas
motion.

A more detailed view of the flow along the lateral walls is presented in Figure 6.10,
where the tangential velocities and number densities are presented. In Figure 6.10(a)
the tangential velocities of the ballistic and collision parts, ul(/b) and ul(f), respectively,
are plotted along y € [0, 1] for Kng = 0.05 and 2, while the corresponding overall
tangential velocities u, are given in Figure 6.10(b). It is seen in Figure 6.10(a), that for
Kny = 0.05, the tangential velocities ug’) and uéc) are positive and negative, respectively,
along almost the whole length of the side walls and only very close to the top corners
(y = 1) their signs are interchanged. In parallel, the overall tangential velocity wu,, in
Figure 6.10(b), is negative.

In the case of Kng = 2, the tangential velocities ugf’) and uz(f) in Figure 6.10(a),
are positive and negative, respectively, up to about y = 0.65 and then their signs are
interchanged. The overall velocity u,, in Figure 6.10(b), is positive up to about y = 0.7

and then its value becomes negative taking very small values close to zero. From the
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above it is deduced that the negative or positive values of u,, corresponding to cold-to-
hot or hot-to-cold flow along the walls depends on which part of the solution, either
the ballistic or the collision part prevails with respect to the other. At Kng = 0.05 the
contribution of the collision part is more significant and only the Vortex-type I flow is
observed, while at Kng = 2 the magnitude of the ballistic part has been increased and
becomes respectively more significant and therefore the Vortex-type II flow shows up.

These arguments are also supported by the ballistic and collision number density
profiles denoted by n® and n(®, in Figure 6.10(c). It is seen that along the walls
forKng = 0.05, n® < n(9 and for Kng = 2, n®® > n(9, which also indicate that in
the overall solution the contribution of the collision part dominates at small Knudsen
numbers, while at large Knudsen numbers the contribution of the ballistic part becomes
more significant. In Figure 6.10(d) the overall density profiles n, computed as the
summations of the two parts are provided for Kny = 0.05 and 2.

Based on both Figures 6.9 and 6.10 and the previous discussion some more general
comments on the ballistic and collision contributions in the overall solution may be
stated. In the free molecular limit, the flow is perfectly balanced by pressure and
temperature distributions and both collision and ballistic velocities are equal to zero.
Increasing the gas density and respectively decreasing the Knudsen number, collisions
between molecules destroy this balance and from thermodynamic viewpoint, the gas
reaction is a weak motion in the enclosure with streamline patterns depending on the
Knudsen number, the wall temperature distribution, and the enclosure geometry. At
very large Knudsen numbers, the ballistic part is dominating. At moderate values
there is interplay between the ballistic and collision parts and the behavior of the
overall solution is very subtle particularly in the transition regime. Finally, at very
small Knudsen numbers the collision part is dominating. In this latter case, the classic
thermal creep theory works and predicts correctly the cold-to-hot direction of the
streamlines along the vertical walls. As the Knudsen number increases the impact
of the ballistic part also increases and the convective vortices start to rotate in the

hot-to-cold direction along the lateral walls.
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6.3 Non-equilibrium heat transfer in cavities due

to uniformly heated walls

6.3.1 Flow configuration

The flow configuration is identical as the one presented in Section 6.2, while the
boundary conditions are slightly altered. One wall, namely the bottom one, without loss
of generality, is at temperature Ty, while the other three walls are kept at temperature
T, with T < Ty. To avoid discontinuities at the two bottom corners, the temperature
of the hot wall close to the two corners (5% of the total length W) is linearly decreased
from Ty to match the temperature of the side walls T¢.

Due to thermal creep a flow is expected near the side walls directed from cold-to-hot
regions and to ensure mass conservation a flow near the symmetry axis (z' = 0) is
expected in the opposite direction. This would create two counter rotating vortices
in the enclosure. Due to the same mechanism described in Section 6.2, in addition to
these vortices, even at small Knudsen numbers, two more vortices appear in the upper
part of the enclosure, with a flow along the lateral walls from hot-to-cold regions [158],
[192], [199]. All four vortices are shown in Figure 6.11, with the former ones denoted by
the symbol I and the latter unexpected ones by II. The detailed flow pattern depends
on the gas rarefaction and the temperature ratio of the cold over the hot walls.

Another parameter of the flow field of practical interest is the local Mach number
defined as Ma = |U/co|, where U = /U2 + U2 is the magnitude of the bulk velocity

and ¢y = \/vkpTy/m, with v = 5/3 being the ratio of the specific heats of monatomic
gases, is the speed of sound. It is readily shown that the local Mach number in terms
of the dimensionless bulk velocity is given by Ma = |u] 1/6/5.

6.3.2 Deterministic and stochastic modeling

The problem is solved both in a deterministic and stochastic manner. The determin-
istic modeling is based on the direct solution of the nonlinear Shakhov kinetic model
and the stochastic modeling on the DSMC method. Modeling of this flow configuration
is identical as the one presented in Section 6.2 and thus a detailed description is
omitted here. Furthermore, the solution of the thermally induced flow in the enclosure
is decomposed into the ballistic and collision parts, focusing however on the heat flux

departing from the hot wall, instead of the velocity field.
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6.3.3 Flow field and macroscopic quantities

The flow in the square cavity was simulated in a wide range of the Knudsen number,
namely for 0.1 < Kny < 10? and various temperature ratios 0.05 < T¢ /Ty < 0.9.
Simulations have been conducted both by the deterministic and stochastic methods,
and a very good agreement between corresponding results has been obtained.

In Figure 6.12 a view of the flow field in terms of the involved parameters is provided.
The streamlines and the temperature contours are plotted for Kno = [0.1, 1, 10] and
Tc/Ty =1[0.1,0.9]. At Knyg = 0.1 and for both temperature ratios the largest part of
the cavity is covered by the typical thermal creep type vortices I and vortices II are
restricted near the side walls of the cavity. As the gas rarefaction is increased vortices
IT start to expand squeezing the vortices I towards the bottom part of the cavity. As it
is seen at Kny = 1, vortices II are already well developed covering large areas of the
square cavity. The flow configuration is similar at Kny = 10, with vortices I further
squeezed towards the bottom of the cavity. These observations are valid for both
temperature ratios T¢ /Ty = 0.1 and 0.9 corresponding to large and small temperature
differences respectively, while in general at the same Kng the dependency of the flow
pattern on the temperature ratio T /Ty is qualitatively weak. In all the cases tested,
the vertical velocity along the lateral walls is positive for the biggest part of the wall,
leading to a flow directed from hot-to-cold regions.

The agreement between the Shakhov and corresponding DSMC results is very good
and this is demonstrated in Figures 6.13 and 6.14. In Figure 6.13, DSMC streamlines
and temperature contours are plotted for Kny =1 and T¢ /Ty = 0.1. In addition, in
Figure 6.14 the computed temperatures based on the DSMC method and the Shakhov
kinetic model along the axis # = 0 are plotted for various values of Kng and T¢:/Ty.
It is seen that in all cases very good agreement is achieved.

The y component of the velocity distribution along the lateral walls u, (¥1/2,y)
is shown in Figure 6.15. Due to symmetry these results correspond to x = F1/2.
Results are provided Te /Ty = [0.1,0.5,0.9] corresponding to large, moderate and
small temperature differences and in each case for Kng = [0.1,1,10]. The negative
values of the velocity are related to the well-known thermal creep flow from cold-to-hot,
whereas the positive ones to a non-equilibrium flow from hot-to-cold. We observe
that even for small Knudsen numbers, and for all temperature ratios, in the biggest

part of the two vertical walls the velocity is positive, leading to a mass flow rate from
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hot-to-cold. This is in accordance with the results presented in Section 6.2.5 and the
same explanation given in Section 6.2.7 holds.

The local Mach number may be calculated based on the relation Ma = |ul \M’
defined in Section 6.3.1. To have some information of the velocity field the maximum
Mach number is tabulated in Table 6.7. It is seen that it is increased as the reference
Knudsen number is decreased and the temperature difference between the hot and
cold plates is increased. Also, in Figure 6.16, typical contours of the Mach number are
plotted for Kng =1 and T¢ /Ty = [0.1,0.9]. In general, as expected for flows induced

by temperature differences the Mach number is very small.

6.3.4 Ballistic, collision and total heat fluxes

An overall quantity of great practical interest for this specific heat flow configuration
is the average dimensionless heat flux q,,. departing from the hot plate, which is
estimated by integrating the heat flux ¢, (z,0) over x € [—0.5,0.5]. This quantity
is plotted in Figure 6.17 in terms of Knq for various temperature ratios T¢ /Ty =
[0.05,0.1,0.3,0.5,0.9]. Results obtained both by the kinetic modeling and the DSMC
approaches are provided for comparison purposes. As it is seen the agreement is
excellent in all cases. For all temperature ratios the average dimensionless heat flux
increases as Kng increases from 0.1 to 1 and then for T /Ty = [0.3,0.5,0.9] keeps
slowly increasing, while for T /Ty = [0.05,0.1] is slightly decreasing. In all cases as
Kng — 00, ¢que tends to an asymptotic value. A very interesting result is the variation
of qave in terms of T /Ty at a given Kng. It is clearly seen, that gu. is not steadily
increased as the temperature difference between the hot and cold plates becomes
greater, i.e. as T¢ /Ty is decreased. For example at Kng = 1, as the temperature ratio
Tc /Ty is decreased from 0.9 to 0.3 the average heat flux is, as expected, increased,
while as T /Ty is further decreased from 0.3 to 0.05 the average heat flux is decreased.
The behavior of g4, can be seen more clearly in Figure 6.18 where it is given in terms
of the temperature ratio for various values of the Knudsen number. This observation is
valid in a whole range of the reference Knudsen number tested and it is found that the
maximum average heat flux emitted from the hot wall occurs at about T/Ty = 0.3.
This behavior has been captured individually by both modeling approaches.

To further investigate this finding in Figure 6.19, the ballistic and collision parts of
the average heat flux at the hot wall, denoted as ¢{). and ¢'°), respectively are plotted
in terms of the temperature ratio T¢ /Ty for Kng = 0.1, 1 and 10. The total average

heat flux gue = ¢, + ¢}, is plotted as well. The ballistic and collision parts of the

ave
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heat flux are opposed with ¢*) > 0 and ¢!9. < 0, while their summation, i.e., the total
average heat flux, is always, as expected, larger than zero (gum.e > 0). It is seen that as
Te /Ty is increasing, initially ¢, is increasing with a pace which is faster than the one
that (¢, is decreasing and therefore the total heat flux gq.. is initially increasing with
Te/Ty. Then, as Ty /Ty is further increasing ¢%). is increasing with a slower pace and

finally for large values of T¢ /Ty and Kng > 1 is even decreasing, while in parallel ¢{¢)
always keeps decresing and therefore after some critical value of T /Ty the total heat
flux qu.e is decreasing. Consequently, the non-monotonic behavior and the maximum
Jave &t T /Ty = 0.3 may be explained by analyzing the overall solution to its ballistic
and collision parts. Also, as T¢/Ty — 1 the ballistic and collision parts have the same
magnitude and due to their opposite sign the total heat flux ¢4, vanishes.

Some indicative dimensional results are shown in Figure 6.20, where the dimensional
average heat flux Q...]W/m2] is plotted in terms of the reference pressure Py[Pa] for
various values of T¢ /Ty = [0.05,0.1,0.3,0.5,0.9]. The results are for a square cavity
with a side length of W = 50pm and the hot wall temperature equal to Ty = 103K
filled with Argon (m = 39.95kgr/kmol). The corresponding Kng is also shown in
Figure 6.20. It is seen that Q... is steadily increased as P, is increased, i.e. as the
gas becomes less rarefied. It is also seen that for the same Py, as T¢ /Ty is decreased
from 0.9 to 0.3, Quye is increased and then as T /Ty is further decreased to 0.1, Quye
is decreased. Thus, as in the dimensionless results, there is a maximum value of () ,ye
at Te /Ty = 0.3. It may be stated that in order to maximize cooling a temperature
ratio close to 0.3 is to be used, while to optimize operation stability (and probably

efficiency) a temperature ratio close to 0.1 — 0.4, depending on Kng, can be used.

6.4 Prediction of the Knudsen minimum in long

capillaries

6.4.1 Flow configuration

Consider the classical pressure driven isothermal flow of a rarefied gas at a reference
temperature Ty through a capillary of length L with the pressure at the inlet and outlet
of the capillary maintained at P, and P,, respectively (P; > P). The area and the
perimeter of the capillary cross section are denoted by A’ and I, respectively. The
2" axis is taken along the capillary and the cross section is on the (z,y) plane. The

characteristic length of the cross section, denoted by H, is assumed to be much smaller
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than its length (H/L << 1) . In this case, as rigorously proved in [106], the pressure
(and density) is constant on each cross section and varies only along the capillary in the
flow direction, i.e., P = P (2’) € [P, P»] and the flow is considered as fully developed
in the z’ direction.

The basic flow parameter is the Knudsen number (Kn) or alternatively the rarefac-
tion parameter (9), defined as
_HR. 1 A

_ - .52
ovo Kn  H’ (6.52)

J

where Py = (P, + P,) /2 is the reference pressure, H is the characteristic length, pq is
the gas viscosity at Ty, vg = 1/2kpTy/m is the most probable molecular velocity (kg is
the Boltzmann constant and m the molecular mass), and A denotes the mean free path.
It is convenient to introduce the dimensionless variables = 2’ /H, y = y'/H, z = 2/ /H,
the dimensionless cross section A = A’/H? and perimeter I' = I''/H, as well as the
dimensionless bulk velocity in the 2’ direction u (z,y) = v’ («’,y") / (voXp) (the other
two velocity components are zero) and shear stresses 7., (,y) = 7o, (2, V) / (2XpFPy),
a = x,y, where Xp = (dP/dz) /Py is the local pressure gradient.

A quantity of major importance is the kinetic coefficient (or reduced flow rate) G,

which is defined according to

G = / w(z,y) dA. (6.53)

The variation of G in terms of § for gas flows through long capillaries of various
cross sections has been a focal point of investigation and tabulated results are available
in the literature [23], [170], [204], [206], [207], [209], [227]-[229]. The Knudsen minimum
always appears in the transition regime and the exact value of § where the minimum
occurs depends on the capillary cross section and the gas-surface accommodation
coefficient.

The average shear stress at the wall is also introduced to be later used for bench-
marking purposes. Since the flow is fully developed and there is no net momen-
tum flux in the flow direction. The net pressure and the wall shear stress are
equated to yield 7/ = (A'/I") (dP/dz"), which may be nondimensionalized to find
Tw =T/ (2B Xp) = A/ (2T") = 0.25 [208], [229]. This result is always valid indepen-
dent of the channel cross section and the rarefaction parameter ¢ and it may be used

as a benchmark to test the accuracy of the DSMC calculations.
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6.4.2 Stochastic modeling and decomposition

The flow is simulated based on the Boltzmann equation which is solved via the
DSMC method subject to the no time counter (NTC) scheme proposed by Bird [62].
The flow is simulated only on the capillary cross section pushed by a uniform force
in the flow direction resulting in a dimensionless acceleration equal to Xp acting on
each gas molecule. It is noted that Xp is a constant taking sufficiently small values to
ensure the linearity of the flow.

As described in Section 6.2.4 an index I; (t;) is attached to each particle i =
1,..., N (tx) indicated whether it belongs to the ballistic (/; () =0) or collision
(L; (tx) = 0) part of the distribution. The total number of all particles accumulated
in a cell is divided into the ballistic and collision groups as Ny = N, ®) 4 N . The
macroscopic quantities are decomposed into the ballistic and collision parts as:

Number density:

Q)
(b) (2,y) SVz - (6.54)
N(C)
) L 6.55
Velocity:
S N(te)
u®) = S )] G () (6.56)
XPNT k=1 i=1
© 1 N(ty)
XPNT;;izl (tr) Coi (tr) (6.57)
Shear stress:
S Nt )
O o> ) G (62 G (82) — u®s (6.58)
XPNT k=1 i=1

1 S N(t)

SN L) Gai (t) G (t) — ulus (6.59)

k=1 i=1

) —
Taz XPNT

Similarly the reduced flow rate is decomposed as G' = G® + G where G® and G©

are the reduced ballistic and collision flow rates, respectively.
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Applying this methodology, four rarefied gas flows through long capillaries, namely
the flow between parallel plates (channel flow), through orthogonal ducts with two
aspect ratios H/W = 0.1 and 1 (duct flow), and through long circular tubes (tube flow)
are explored. Purely diffuse boundary conditions are considered and the hard sphere
model was used. The physical space domain is discretized using 100 cells per unit
length with about 1000 simulator particles per cell. Such a large number of simulator
particles is utilized as the acceleration acting on each particle takes very small values.
The time step is chosen close to 1/3 of the cell transversal time, defined as Az’/vy. The
macroscopic quantities are obtained by time averaging over more than S = 107 time
steps after the steady state has been recovered. By setting the acceleration parameter
Xp/2 = 0.01 the deduced DSMC solution has the well-known linear characteristics
(i.e., the solution is directly proportional to the source term) and nonlinear phenomena
are absent. The results presented here are accurate up to at least two significant figures

which is adequate for the objectives of the present work.

6.4.3 Explanation of the Knudsen minimum

The flow rates G, G(9, and G are plotted in terms of § in Figure 6.21 for the
channel, the duct (H/W = 0.1 and 1), and the tube flows. The well-known behavior
of G with a minimum in the transition regime is observed [23], [170], [207], [227]. The
values of § where the Knudsen minimum occurs, denoted by ..., are indicated in
Figure 6.21 and in tabulated form in Table 6.8.

For the channel flow, a detailed comparison between the results in Figure 6.21(a)
with the corresponding ones in Table V of [170] has been performed. To achieve that ¢
has been related to the parameter k of [170] according to 6 = 1/ (ak) with oo = 5/4
and also the present flow rates have been divided by 2. For all values of ¢ € [0.1, 10]
the agreement is excellent with the relative error being less than 0.5%. Based on this
comparison and on the previously described formulation it is quantitatively verified
that the present “linear” DSMC solution corresponds to the one obtained by solving
the same flow configurations based on the linear Boltzmann equation for hard sphere
molecules.

In Figure 6.21, the ballistic and collision flow rates always have a monotonous
behavior with respect to 8. As 6 is increased G constantly decreases and finally
diminishes as § — oo, while G(®) initially at § = 0 is zero and then constantly increases.
Thus, at 6 = 0 and § — oo the overall flow rate is G = G® and G = G(© respectively.
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In the free-molecular and early transition regimes the reduction rate of G is larger
than the increase rate of G(©) resulting to the Knudsen minimum of the overall flow G.

To further elaborate on this issue, in Figure 6.22, the derivatives dG® /d§, dG'®) /d¥,
and dG/dd are plotted in terms of 4. They are computed numerically based on
the results of G® and G(©). It is seen that dG® /d§ is always negative and as ¢ is
increased it tends to zero since G itself is zero. Actually, for § > 5 there is no
contribution of G® to G. In parallel dG®/d§ is always positive and as § — oo, the
lim (dG© /ds) = lim (dG/ds) = c. In the hydrodynamic limit, solving the Stokes
equation (with or without slip boundary conditions) it is readily deduced that ¢ = 1/6
in the channel flow and ¢ = 0.25 in the tube flow [23]. The corresponding values in
Figure 6.22 at § = 10 are very close to these ones. Furthermore, it is computationally

confirmed that

dG©
>
S A

(b)
’dG for § < dmin- (6.60)

do

(Clearly, this behavior of the derivatives of the two parts leads to a single root of the
derivative of the overall reduced flow rate, which is crossing the d—axis from negative
to possitive values, indicating the existance of a minimum. Obviously, the value of
0 = Omin Where dG/dd = 0 is where the Knudsen minimum occurs. This description
quantitatively explains the appearance of the Knudsen minimum and verifies the
qualitative physical arguments presented in [218].

In Figure 6.21 only the case of purely diffuse accommodation is presented. The
DSMC decomposition may also be applied in the case of Maxwell boundary conditions.
In this latter case the indicator of the particles following a specular reflection at the
wall is not set equal to 0 (as is done with the diffuse reflection) and on the contrary
remains the same as before the specular reflection. Beyond that the methodology
is identical and the values of § where the Knudsen minimum occurs for a < 1 are
accordingly obtained and justified.

The behavior of the ballistic and collision velocity distributions, shown for the
channel case in Figure 6.23 (left), is according to the corresponding flow rate results,
i.e., as d is increased, u® is decreased, while u(® is increased. It is noted that at
§ = 0.1, u® () is larger than u® (x), then at 6 = 1 is smaller but remains large
enough compared to u(?, while at § = 5 becomes negligibly small.

More interesting is the partition of the number density into its ballistic and collision

segments which are plotted, scaled to the average sampled initial density, in Figure
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6.23 (right) for channel flow with § = [0.1,1,5]. The overall number density n (z) =
n® 4 n(9) =1 is always constant. The ballistic number density n*) (z) for all § has
its largest values at the walls (x = 0 and x = 1) and it decreases moving towards the
center of the channel, taking its lowest values at © = 0.5. The collision number density
n® (x) = 1 — n® behaves in an exactly opposite manner. For the ballistic particle
distribution the boundaries act as a source, while the bulk flow acts as a sink and the
situation is reversed for the collision particle distribution, where the bulk flow acts as
a distributed source and the walls as a sink. The overall behavior of the ballistic and
collision number densities in terms of ¢ is similar to the one of the velocities. Note that
even at § = 5, although at the center of the channel n(*) is negligible small compared
to n(), close to the boundaries is lower but still close to n(®). The region next to the
boundaries where n®) is nonzero corresponds to the Knudsen layer.

Tabulated results of the dimensionless average wall shear stress and the associated
ballistic and collision parts are given in Table 6.9 for the channel and tube flows. The
overall stresses 7,, are independent of § and they are slightly lower than the analytical
result of 0.25, since they are calculated, as all macroscopic quantities, at the center
of each cell. Once again, as § is increased 7 decreases and 79 increases, with 7
remaining important as a wall quantity even at § = 5, i.e., even close to the slip regime.
It is noted that the contribution of 7(%) to 7,. far from the wall at large values of §

rapidly vanishes.

6.5 Concluding remarks

A stochastic solution decomposition methodology has been developed, decomposing
the distribution function into its ballistic and collision parts. The ballistic part is
composed of particles that have not collided with other particles after they were
emitted from the boundaries, while the collision part is composed of particles that
have undergone an arbitrary number of collisions. This decomposition technique has
been implemented to the typical DSMC algorithm and applied in two thermally driven
flows in cavities and in pressure driven fully developed flows in capillaries. In all cases,
the contributions of the ballistic and collision parts of the distribution function have
been separately computed, providing a thorough understanding of non-equilibrium
interesting phenomena appearing in these flows.

The thermally induced rarefied gas flow in a rectangular enclosure, with different

temperatures at the bottom and top walls and linear temperature distributions at
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the two lateral walls, has been simulated. The solution is given in terms of the
three parameters characterizing the flow, namely, the reference Knudsen number, the
temperature ratio of the top over the bottom plates, and the aspect ratio of the
enclosure. Both deterministic and stochastic simulations have been performed based
on the numerical solution of the Shakhov kinetic equation and the DSMC method,
respectively. Results have been obtained for enclosures with various aspect ratios in the
whole range of the Knudsen number and for small, moderate, and large temperature
differences.

Confirming previous results in similar non-isothermal set-ups, it has been found
that in the vicinity of the lateral walls the gas is not necessarily going from cold-to-hot.
Actually, even for relatively small Knudsen numbers in the slip or early transition
regime a hot-to-cold flow along the non-isothermal side walls is observed, which is
enhanced as the Knudsen number and the temperature difference are increased. The
cavity aspect ratio is also an important factor and the hot-to-cold flow is becoming
more dominant as the depth compared to the width of the cavity is increased. The
effect of these parameters on the flow configuration and bulk quantities has been
thoroughly examined. Furthermore, the introduced novel decomposition of the DSMC
solution into the ballistic and collision parts illuminates, at the particle level, important
details of the flow. It has been found that at small Knudsen numbers the collision part
dominates and the classic thermal creep theory works, while at large Knudsen numbers
the ballistic part prevails and then the gas along the wall flows from hot-to-cold.

The non-equilibrium gas flow and heat transfer in a two-dimensional square cavity
with one wall maintained at high temperature and the other three at low temperature
has been numerically investigated. Simulations have been conducted for the two
parameters characterizing the problem namely the temperature ratio and the reference
Knudsen number based on the Shakhov kinetic model and the DSMC method deducing
excellent agreement between the two methodologies.

It has been found that the flow along the lateral walls is directed form hot-to-cold
even for small temperature differences and small Knudsen numbers, confirming previous
findings in similar set-ups [192], [199]. As the temperature difference and the Knudsen
number are increased this non-equilibrium flow pattern becomes more dominant. Also,
the average heat flux departing from the hot plate exhibits a non-monotonic dependency
with regard to the temperature ratio in a wide range of the Knudsen number. More

specifically, a maximum dimensionless heat flux occurs at T¢ /Ty = 0.3. This behavior
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is explained by computing the ballistic and collision parts of the total heat flux and by
investigating the contribution of each part to the overall solution.

The well-known Knudsen paradox has been also investigated by decomposing
the particle distribution function into its ballistic and collision parts and examining
the effect of each part to the overall solution. Fully developed flows through long
capillaries of various cross sections have been considered. It has been shown in a precise
quantitative manner that the difference in the rate of change of the corresponding
ballistic and collision flow rates with respect to the rarefaction parameter yields the
Knudsen minimum of the overall reduced flow rate or conductance.

The stochastic solution decomposition technique has provided physical arguments
and justifications to three interesting non-equilibrium phenomena. It is believed that
this methodology can be further applied to a broader range of configurations in order
to increase our understanding of the flow microstructure and provide physical intuition

on the mechanism behind a number of phenomena.
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Table 6.1 Dimensionless flow rate of Vortex-type I in a square enclosure for various
Kng and Te/Th.

T /T KTLQ

c/Th 0.01 0.06 0.07 0.08 0.1 1 10
01  6.34(-4) 1.70(-3) 1.72(-3) 1.71(-3) 1.67(-3) 2.89(-4) 2.76(-5)
0.5  2.87(-4) 7.51(-4) 7.53(-4) T7.44(-4) 7.08(-4) 8.60(-5) 6.38(-6)
0.9  5.07(-5) 1.31(-4) 1.31(-4) 1.30(-4) 1.23(-4) 1.21(-5) 6.99(-7)

Table 6.2 Dimensionless flow rate of Vortex-type II in a square enclosure for various
Kno and TC/TH

KTLQ

To/Tn 0.1 1 1.1 1.2 1.3 10

0.1  2.55(-6) 1.18(-4) 1.198(-4) 1.204(-4) 1.202(-4) 3.99(-5)
0.5  6.98(-7) 2.46(-5) 2.504(-5) 2.513(-5) 2.512(-5) 8.70(-6)

0.9  841(-8) 2.85(-6) 2.902(-6) 2.936(-6) 2.942(-6) 1.08(-6)
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Table 6.3 Tangential velocity u, along the lateral walls of a square enclosure for various
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Table 6.5 Lateral wall heat flux ¢, at x = —0.5 of a square enclosure for various Kn
and Tc/TH
o =5 0.2 04 06 08 1.0
0.01 5.5(-3) 7.2(-3) 6.7(-3) 5.8(-3) 4.6(-3) 2.1(-3)
01 01 35(2) 41(2) 45(2) 45(2) 42(-2) 33(2)
’ 1 89(-2) 99(-2) 1.1(-1) 1.1(-1) 1.1(-1) 1.0(-1)
10 1.2(-1) 1.3(-1) 1.3(-1) 1.3(-1) 1.3(-1) 1.2(-1)
0.01 3.2(-3) 4.4(-3) 42(-3) 3.9(-3) 3.7(-3) 2.4(-3)
05 01 25(2) 30(:2) 32(2) 32(2) 30(-2) 24(2)
P10 77(2) 83(-2) 8.7(-2) 8.8(-2) 8.6(-2) 8.0(-2)
10 1.0(-1) 1.1(-1) 1.1(-1) 1.1(-1) 1L.1(-1) 1.0(-1)
0.01 6.5(-4) 9.2(-3) 9.1(-4) 9.1(-4) 8.9(-4) 6.2(-4)
0.9 0.1 5.7(-3) 6.9(-3) 7.3(-3) 7.3(-3) 6.9(-3) 5.6(-3)
Y1 1.8(:2) 2.0(-2) 2.0(-2) 2.0(-2) 2.0(-2) 1.8(-2)
10 2.3(-2) 25(-2) 2.6(-2) 2.6(-2) 2.5(-2) 2.3(-2)

Table 6.6 Average heat flux q,, departing from the bottom plate of a square enclosure
for various Kng and T¢/Th.

Kn Te/Ty =0.1 Tc/Ty =05 Te/Ty =0.9
0 “Shakhov DSMC Shakhov DSMC Shakhov DSMC
0.01 1.33(-2) 1.38(-2) 8.55(-3) 8.60(-3) 1.87(-3) 1.80(-3)
0.1 7.20(-2) T7.16(-2)  5.18(-2) 5.32(-2)  1.19(-2) 1.22(-2)
1 1.48(-1) 1.49(-1)  1.23(-1) 1.27(-1)  2.88(-2) 2.94(-2)
10 1.78(-1) 1.79(-1) 1.50(-1) 1.51(-1) 3.47(-2)  3.50(-2)

Table 6.7 Maximum value of the Mach number in the field for various Kny and T /Ty

To Kng

0.1 1 10
9.19(-3) 3.99(-3) 9.21(-4)
3.69(-3) 2.45(-3) 4.62(-4)
7.21(-4) 4.83(-4) 9.54(-5)
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Table 6.8 Values of d,,;, for flows through long capillaries of various cross sections.

Canilla Channel Duct Duct Tube
PEAY (m/w —0) (H/W = 0.1) (H/W — 1)
Smin 1.1 0.93 0.61 0.31

Table 6.9 Dimensionless average wall shear stress along with the ballistic and collision
parts for the channel and tube flows in terms of 4.

Channel Tube
A 7. W 70
0.01 247(-1) 240(-1) 7.00(-3)  2.49(-1) 2.45(-1) 4.83(-3)
0.1 248(-1) 2.13(-1) 3.48(-2)  2.49(-1) 2.13(-1) 3.71(-2)
1 247(-1) 1.45(-1) 1.03(-1)  2.49(-1) 1.25(-1) 1.25(-1)
247(-1) 1.13(-1) 1.34(-1)  2.48(-1) 1.06(-1) 1.42(-1)
10 246(-1) 1.08(-1) 1.39(-1)  2.48(-1) 1.03(-1) 1.42(-1)
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Figure 6.1 View of the non-isothermal wall enclosure and flow pattern with (a) Vortex-
type I and (b) with Vortex-types I and II
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Figure 6.2 Streamlines and temperature contours in a square enclosure for T¢ /Ty = 0.1
and various Knyg.
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Figure 6.3 Streamlines and temperature contours in a square enclosure for various Kng
and T¢/Th.
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Figure 6.4 Distributions of the (a) y and (b) x components of the velocity on vertical
and horizontal planes respectively, passing through the centers of the two Vortex-type
I for a square enclosure with T¢ /Ty = 0.1 and Kny.

Figure 6.5 Streamlines and temperature contours in rectangular enclosures of (a)
H/W =0.5 and (b) H/W =2, for T¢/Ty = 0.1 and Kny = 1.

195

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



Chapter 6 Figures

Figure 6.6 Streamlines and temperature contours in a square enclosure with (a) Kny =
0.1 and (b) Kny = 1 for Maxwell molecules (w = 1).

Figure 6.7 Tangential velocity w, along the lateral walls of a square enclosure for
Te /Ty = 0.1 and various Kng computed by the present kinetic approach and by Eq.
(6.51) based on the R13 approach.
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Figure 6.8 Distributions of the tangential (a) velocity u, and (b) heat flux ¢, along the
lateral walls of rectangular enclosures with various aspect ratios for T¢ /Ty = 0.1 and
KTLO =1.
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Figure 6.9 Streamlines and vertical velocity contours of the ballistic and collision
parts as well as of the overall solution in a square enclosure for Kny = 0.05, 2, with
Tc/Ty = 0.1.
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Figure 6.10 Tangential velocity and density of the ballistic and collision parts as well
as of the overall solution along the lateral walls of a square enclosure for Kny = 0.05,
2 with T¢ /Ty = 0.1.
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Figure 6.11 View of the square microcavity with the flow pattern of vortices I and II.
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Figure 6.12 Streamlines and temperature contours for T¢ /Ty = 0.1 (left) and T /Ty =
0.9 (right) and various Kny.
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Figure 6.13 Streamlines and temperature contours for Kng = 1 and T¢/Ty = 0.1

obtained by the DSMC method.

Figure 6.14 Temperature distribution along the axis = 0 for various Kny and T /Ty
obtained by the DSMC method (open symbols) and the Shakhov kinetic model (filled
symbols).
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Figure 6.15 Distribution of the tangential velocity w, (£1/2,y) along the lateral walls
of the cavity for various T /Ty and Kny.
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Figure 6.16 Typical contours of the Mach number in the flow field for Kny = 1 and
Te/Ty = 0.1, 0.9.

Figure 6.17 Average heat flux ¢, departing from the hot plate of the cavity in terms
of Kng for various T /Th.
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Figure 6.18 Average heat flux ¢,.e departing from the hot plate of the cavity in terms
of Te: /Ty for various Kny.
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Figure 6.19 Average heat flux gu,. along with its ballistic and collision parts ¢(®) and

ave

() respectively, departing from the hot plate of the cavity in terms of T /Ty for

ave’

Kng = 0.1, 1, 10.
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Figure 6.20 Average heat flux Qu.. (W/m?) departing from the hot plate of the cavity
in terms of the reference pressure Py for various T /Th.
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Figure 6.21 Ballistic, collision, and overall reduced flow rates in terms of ¢ for (a)

channel flow, (b) duct flow (H/W = 0.1), (c) duct flow (H/W = 1), and (d) tube flow.
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Figure 6.22 Derivatives with respect to d of the ballistic, collision, and overall reduced
flow rates in terms of § for (a) channel flow, (b) duct flow (H/W = 0.1), (c) duct flow
(H/W =1), and (d) tube flow.
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Figure 6.23 Velocity (left) and number density (right) distributions for channel flow
and various values of ¢.

210

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



Chapter 7

Uncertainty propagation in rarefied gas flows

and heat transfer

7.1 Introduction

Uncertainties are always present both in experimental and computational work.
They may be introduced through the input data or generated during the development of
the task. Commonly, they propagate along the implemented process reaching finally the
output. In experimental work, they are introduced due to various sources, such as the
uncertainty of the measurement instruments, the changing environmental conditions,
the definition of the measured quantities which may involve approximations, the flaws
in the experimental setup and measurements, resulting to significant variations in
repeated measurements. Monitoring and reporting the uncertainty of the output
measured quantities is very valuable in order to judge their expected validity and
accuracy. In addition, the information of the expected uncertainty of the output
quantities in terms of the uncertainties of the involved input parameters can be crucial
for the proper design of the experimental setup [115]-[117]. Estimating the overall
uncertainty will clarify if the output reults are acceptable and it will indicate the
preferable conditions for the measurements. In computational work, uncertainties are
introduced due to the assumptions and simplifications in the physical and mathematical
modeling, the discretization of the problem, the boundary conditions, the floating point
operations and others. Concerning modeling and simulations in rarefied gas dynamics,
uncertainties are introduced due to all above causes, as well as due to a simplified
geometrical representation to measurement uncertainties defining the geometry and to

gas surface interaction modeling. In general, the effect of the uncertainties of the input
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quantities or of the uncertainties generated during the task implementation, on the
uncertainty of the output quantity is called uncertainty propagation.

Uncertainties and uncertainty propagation is important in several engineering and
technological fields. In metrology, the very accurate estimation of uncertainty in
measurements and in the associated computations supporting the experimental results
is of major importance in order to classify measurement devices and processes [13],
[125]. The calculation of the uncertainty of the involved quantities has been also
reported in computational fluid dynamics studies [123], [126], [127] and in some cases
in rarefied gas dynamics simulations [128]-[130].

In the literature several methods have been reported for uncertainty propagation
[118], [119]. Interval analysis [120] accounts for the overall uncertainty by calculating the
output of the simulation for the values bounding the domain of the input quantities. It is
a relatively simple method, with small computational requirements and no sophisticated
algorithms. It has however, several drawbacks as it can only provide a range for the
output quantities, without any more statistical information. Sensitivity derivatives
[121] can also be used and since they are of some interest in the present work, they
will be briefly discussed in Section 7.2. In this method the model through which the
uncertainty propagates should be analytical and differentiable. A computationally
efficient method frequently utilized is the Moment methods [122], which is based on
expanding all input quantities with uncertainty around the mean value using Taylor
series. This methodology is subject to certain approximations and it is limited to small
values of input uncertainties. It is not applicable when significant nonlinearities exist.
The Polynomial Chaos decomposition [123] is a spectral method, where each quantity
with uncertainty is decomposed into a product of deterministic and stochastic basis
functions. Finally, a very accurate method, that can be utilized almost universally and
can propagate the uncertainty through complicated models is the Monte Carlo Method
(MCM) [118], [124]. It is a stochastic methodology and the basic scheme involves a
large number of trials. In each trial the values of the input parameters are sampled
from their respective distributions and the distribution function of the model output is
constructed. This methodology has a board range of application with no assumptions
on the model and is able to simulate cases where the model involves the solution of
differential equations. It is a general, robust and accurate approach, requiring however
high computational cost.

In this chapter, the MCM is implemented to develop and implement a methodology

to investigate the uncertainty propagation in the numerical solution of some benchmark
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problems of rarefied gas dynamics. In Sections 7.2 and 7.3, the description of the
sensitivity derivatives method and the MCM, are presented. In Section 7.4, pressure
and temperature driven flows through tubes are considered, where the uncertainty of
the mass flow rate in pressure and temperature driven flows, as well as the uncertainty
of the pressure difference in the thermomolecular pressure difference flow are calculated.
In Section 7.5, the corresponding work is performed for the uncertainty of the heat flux
in the heat transfer flow between parallel plates. The concluding remarks are stated in
Section 7.6. In all cases, the uncertainty of the main quantity of interest is calculated
in terms of the uncertainties of the main parameters characterizing the configuration.
The notation and methodologies used in this chapter are according to the GUM [230],
which is a standard adopted by the majority of measurement institutes, according to
the ISO/IEC 17025.

7.2 General notation and the sensitivity derivatives
method

In the current framework, the nominal value of some input quantity z; is denoted
by the subscript n as x;,, while the uncertainty associated with this parameter is
denoted as u (x;). Thus, any quantity can be presented as z; = x;, £ u(x;). The
distribution of some input quantity x; is denoted as g,,, while the output quantity
y = f(z1,22,....,xy) is given as a function of the input quantities x; and follows a
distribution g,. The aim is to estimate how the uncertainties of the input quantities x;
propagate through the model f (z1, 23, ..., zx) to the output quantity y.

When the model is linear or the non-linearity of the model is not significant the
uncertainty of the output u,, (y) due to the uncertainty of some input quantity z; can
be calculated using the sensitivity derivatives [121], [230] by the following expression:

() = Hu () (1)

The derivative in Eq. (7.1) is often called sensitivity coefficient ¢; = 0f/0x;. The
combined uncertainty u. (y) due to the uncertainties of all the input quantities when

these input quantities are uncorrelated can be calculated as
N , & ,
2
e (y) = D (e (22))” = 3 (ua, () (7.2)
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When the input quantities are correlated, the covariance u (z;, z;) should be taken into

account and the combined uncertainty becomes

N N-1 N

u? (y) = Z (ciu(x))” +2 Z Z cicju (g, xj) . (7.3)

i=1 i—1 j=i+1

The sensitivity derivatives method is limited to small values of the input uncertainty
in non-linear models or marginally to models with no significant nonlinearities. In
addition, the method depends on the ability of calculating the sensitivity coefficients.
When the model requires the solution of differential equations an estimation of the
sensitivity coefficients is not always possible and more advanced methodologies must

be applied.

7.3 The Monte Carlo Method

One methodology that overcomes the limitations of the sensitivity derivatives and
is implemented in a straightforward manner is the Monte Carlo Method (MCM) [231].
The MCM is a stochastic method, according to which a large number of trials (INV;)
is carried out. For each trial, the values of the input quantities are sampled from
their respective distributions and a value for the output quantity is found. After the
required number of trials is carried out, the distribution function of the output quantity
is reconstructed and the uncertainty associated with it can be calculated.

In this framework, the uncertainty of the output quantity is usually defined as the
95% or 99% coverage interval. When a sufficient amount of trials (N; > 10°) is carried
out, it is possible to use the discrete form of the output quantity distribution function in
order to find the uncertainty. In this case, the uncertainty is simply the shortest interval
covering the required percentile of the distribution. In other cases however, when the
calculation of the output quantity through the model y = f (21, z, ..., xy) requires the
solution of differential equations such a large number of trials is prohibitively expensive.
Then, the uncertainty can be estimated using the standard deviation of the output
quantity distribution function. The output quantity is given as the mean value along

with the uncertainty

y=yFuly), (7.4)
where the mean value is N
1 t
Y= — i) 7.5
i= ;y (7.5)
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with y; denoting the output of the i-th trial. Also, the associated uncertainty is
u(y) = koy, (7.6)

with the standard deviation given by

1 X 2
Uy:\th_liz_:l(yi_y)- (7.7)
The coefficient k in Eq. (7.6) is the coverage factor and common values are k = 2 and
k = 3 for the 95% and 99% coverage intervals respectively. These values are used when
a sufficient number of trials is performed (e.g., N; > 10?), while for smaller number
of trials the coefficient £ is taken from the Student distribution with N; degrees of
freedom. It is noted that using Eq. (7.6) along with the aforementioned values of k is
a conservative approach that slightly overestimates the output uncertainty compared
to finding the uncertainty from the discrete form of the output cumulative distribution
function. This is done in order to account for the relatively small number of trials
conducted.

The input quantities are usually reported along with their uncertainty as x; =
Tin £ w(z;), but the distribution of the input quantities is not always known. In
cases where the form of the distribution is known, the value of z; for each trial
is sampled from this distribution. In the general case, where this distribution is
not known, according to the supplement 1 of the GUM, a uniform distribution is
assumed z; € [x;, —u(x;), T, + u(x;)] and the value of each trial is sampled from
this distribution as x; = z; ,+u (z;) (1 — 2Ry), where Ry is a random number between 0
and 1. In this chapter, all input quantities are assumed to follow a uniform distribution.
Also, all uncertainties are reported as relative uncertainties defined as

u ()

i

x 100. (7.8)

The above described methodology is applied to the pressure and temperature driven
flows through long tubes, as well as to the heat transfer flow between parallel plates.
The formulation of the pressure and temperature driven flows is presented in Section
7.4.1 and the associated uncertainties of the kinetic coefficients are analyzed in Section
7.4.2. The results concerning the pressure driven flow are given in Section 7.4.3 and

the temperature driven flows in Sections 7.4.4 and 7.4.5. The formulation for the heat
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transfer flow is given in Section 7.5.1, followed by the analysis and discussion of the

results in Section 7.5.2. The concluding remarks are presented in Section 7.6.

7.4 Pressure and temperature driven flows through

long tubes

7.4.1 Formulation

Consider a long tube connecting two vessels kept, in the general case, at different
pressures and temperatures. A linear temperature distribution, defined between the
temperatures of the two vessels, is applied along the tube wall. The ODE describing
the pressure distribution along the tube is [23], [156], [171], [174], [227]

dP (z) Vo PGr(6,a)dT (2)

&= aRGrG.a) T TGrGa) d

(7.9)

where P (z), T (z) are the pressure and temperature distributions with z being the
axial tube direction, R is the tube radius, 7iv the mass flow rate and vy = |/2R,T" is the
most probably molecular speed at temperature 17" with R, denoting the gas constant.
The reduced flow rates Gp for the pressure driven flow and Gr for the temperature
driven one are taken from the solution of the linearized Shakhov model equation [23]

and are tabulated in Tables 7.1 and 7.2 respectively. The rarefaction parameter is

defined as PR
o= —, (7.10)
HYo

with 1 denoting the viscosity and is given in terms of the inlet rarefaction parameter as

P(z) T,
" Py, T(z).

d(z)=0; (7.11)
Diffuse-specular Maxwell boundary conditions are applied with the accommodation
coefficient v € [0, 1] denoting the percentage of particles undergoing diffuse reflection.
The limiting values of @« = 0 and o = 1, correspond to specular and purely diffuse
reflection respectively.
Three different cases are considered, namely Poiseuille flow, thermomolecular
pressure difference flow and purely thermal creep flow. For the Poiseuille flow, the

tube walls are assumed to be isothermal (7' (z) = T},) and the pressure gradient drives
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the flow. In this flow the second term in the right hand side of Eq. (7.9) vanishes and
the inlet and outlet pressures are specified in order to calculate the mass flow rate.
The main output of the simulation is the mass flow rate (72) and its uncertainty is
calculated.

When a temperature gradient is applied on the tube walls and the two ends of
the tube are closed (i = 0), a pressure difference is obtained. This phenomenon is
well known as thermomolecular pressure difference. In the thermomolecular pressure
difference the inlet pressure, as well as the vanishing mass flow rate, are specified. The
main output is the pressure difference (AP = P (L) — P (0)) and its uncertainty is
calculated.

In the thermal creep flow, the temperature gradient along the tube is imposed,
while the inlet and outlet pressure are kept constant (P, = P,,;). In this flow the
uncertainty of the mass flow rate is the main quantity of interest and its uncertainty is
calculated. The temperature driven flows (thermomolecular pressure difference and
thermal creep) are considered as the limiting cases of temperature driven flows and
the characteristics of the intermediate cases, where neither the mass flow rate, nor the
pressure difference are zero, can be obtained through them [232].

When the inlet and outlet pressures (P;,, Py,) are given, Eq. (7.9) is solved using
a shooting method in order to find the pressure distribution and the mass flow rate.
When the mass flow rate m and one of the two pressures is provided Eq. (7.9) is
integrated in a straightforward manner to obtain the pressure distribution.

In all cases the uncertainties of the main quantity of interest due to uncertainties in
pressure u (P), temperature u (7'), radius u (R) and accommodation coefficient u (a)
are considered. The uncertainty of the rarefaction parameter due to uncertainties in
pressure (up (9)), temperature (ur (6)) and radius (ug (0)) can be obtained using Eq.
(7.1) and they are expressed in terms of the corresponding quantity uncertainty by the

following expressions

u(8) _u(R) up(d) _u(P) ur(s) _u(T)
) R’ 0 P9 T

(7.12)

The uncertainties due to pressure, temperature and radius are introduced to Eq. (7.9)
directly, as those quantities appear in the equation. Furthermore, the uncertainties of
these quantities are also introduced through the boundary conditions and the kinetic
coefficients, while the uncertainty of the accommodation coefficient is introduced only

through the kinetic coefficients.
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7.4.2 Uncertainty of kinetic coefficients in Poiseuille and ther-

mal creep flows

The uncertainty of the kinetic coefficients due to the uncertainties in the rarefaction
parameter  and accommodation coefficient o are calculated using the MCM. For each
simulation N, = 10° trials are conducted. More specifically, a database of kinetic
coefficients is constructed and then for each trial an interpolation is used to find the
kinetic coefficient for the required values.

Figure 7.1 shows the uncertainty of Gp in terms of the rarefaction parameter
0 for uncertainties in the rarefaction parameter and accommodation coefficient for
purely diffuse reflection. In both cases the values of the input relative uncertainty are
u(x)/x = 0.1, 1, 2 and 5%. The uncertainty of ¢ has a small effect on Gp for small
values of §, while it increases after the transition regime. This is easily explained since
in the free molecular up to the early transition regimes, Gp has an almost constant
value and starts increasing after 0 ~ 1. The situation is reversed for uncertainties in
the accommodation coefficient. In this case the uncertainty of the accommodation
coefficient has a large effect on Gp when the flow is in the free molecular regime and
constantly decreases as 0 increases taking very small values in the slip and hydrodynamic
regimes.

The corresponding results for Gr are given in Figure 7.2, where the behavior
for the relative uncertainty of G for uncertainties in the rarefaction parameter ¢ is
qualitatively similar as in Gp. The uncertainties are small for small values of § and
are increased as 0 is increased. In this case however, the uncertainty decreases for very
large 6. This is happening because in this region G approaches zero. The situation is
different when uncertainties in the accommodation coefficient are considered. Again
the uncertainty of the accommodation coefficient is important for small values of § and
its significance is decreased as ¢ is initially increased. It reaches a minimum around
0 = 5 and then, increases again, while decreasing for very large values of 9. The reason
for the minimum is the behavior of Gp with respect to a. For § < 5 increasing «
decreases G, while for § > 5 G increases as « is increased. This change of behavior
means that dGr/da = 0 for some value of ¢ [2, 5], leading to this minimum. For very
large value of §, the uncertainty decreases, because Gt approaches zero.

In both kinetic coefficients the output uncertainty is close to or lower than the
input uncertainty, concluding that the uncertainties are not magnified. Of course the

kinetic coeflicients are not the only source of uncertainty, since the input quantities
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also appear in Eq. (7.9) meaning that the simulation of each specific case is required

in order to perform the uncertainty propagation.

7.4.3 Uncertainty of mass flow rate in Poiseuille flow

The purely pressure driven Poiseuille flow is here considered. Simulations are
conducted for various values of the inlet rarefaction parameter ¢;, ranging from the
free molecular up to the continuum regime. The effect of the uncertainties in pressure,
temperature, radius and accommodation coefficient on the uncertainty of the mass
flow rate is analyzed. Furthermore, the effect of the pressure ratio and of specular wall
reflection on the mass flow uncertainties is analyzed. For each case N, = 10? trials are
conducted.

In this purely pressure driven flow, Eq. (7.9) is rewritten as

dP (z) Vg

dz TR3Gp (6, a)m (7.13)

Considering Eq. (7.13) and utilizing the sensitivity derivatives approach, the following
expression for the uncertainty of the mass flow rate for uncertainties in the length is
obtained: ' I

) _a(o) -

In long channels however, the length measurement is associated with relatively very

small uncertainties.

Figure 7.3 presents the relative uncertainty of the mass flow rate in terms of d;,
for four values of the input relative uncertainty, namely 0.1, 1, 2 and 5%, in pressure,
temperature, radius and accommodating coefficient, for a tube with L/R, = 20,
pressure ratio Py n/ P, = 0.5 and accommodation coefficient v, = 1. As expected,
in all cases, larger input uncertainties lead to larger output uncertainties. The radius,
temperature and pressure uncertainties are important for all values of d;, and have
a slight increase at large values of ¢;,. The accommodation coefficient uncertainty is
important for small values of ¢;, and its effect becomes negligible in the continuum
regime. The behavior with respect to the accommodation coefficient, closely resembles
the effect that the accommodation coefficient has on Gp, since it is introduced only by
the kinetic coefficient. The effect of pressure, temperature and radius is qualitatively
similar with the effect of § on Gp. Quantitatively however, the uncertainties are

enlarged, because these quantities, apart from affecting Gp through ¢, also appear
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in Eq. (7.9). For all values of the input uncertainty, the qualitative behavior of the
output uncertainty is the same. In all flow regimes, the radius uncertainty is the most
important one. The pressure and temperature uncertainties are of equal importance
but less important than the radius. It is interesting to note that the accommodation
coefficient uncertainty, when «,, = 1, has a smaller effect compared to all other ones in
all flow regimes.

In Figure 7.4 the effect of the pressure uncertainty is plotted for different values
of the pressure ratio, namely Py ,/Pimn = 0.3, 0.5, 0.7 and 0.9, while keeping the
length L/R, = 20 and accommodation coefficient a,, = 1. As the pressure ratio
increases (pressure difference decreases) the uncertainty of the mass flow rate due to
the uncertainty of the pressure is increased. In fact for very small pressure differences
the pressure uncertainty becomes the major factor of the output uncertainty. Also, as
the pressure ratio increases, the uncertainty due to the pressure uncertainty becomes
independent of §.

In Figure 7.5 results are presented for different values of the accommodation
coefficient, namely «,, = 0.7, 0.8, 0.9 and 1, for the same pressure ratio and length as
in Figure 7.3. When «,, < 1 the output uncertainties are roughly doubled compared to
the corresponding ones for «,, = 1. This is expected, as for the case of purely diffuse
accommodation, where a = 1 + u («), the uncertainty is de facto decreased, since «
cannot be larger than one. This is a common feature in all cases examined and for this

reason this discussion is omitted in the rest of the result sections.

7.4.4 Uncertainty of pressure difference in thermomolecular

pressure difference

The thermomolecular pressure difference phenomenon is considered in this subsec-
tion. Simulations are conducted for various values of the inlet rarefaction parameter ¢;,
ranging from the free molecular up to the continuum regime. The pressure difference

generated is independent of the tube length and Eq. (7.9) can be written as

dP P Gr(6,q)

dT ~ T Gp(0,a) (7.15)

The effect of the uncertainties in pressure, temperature, radius and accommodation

coefficient on the uncertainty of the generated pressure difference (AP) is analyzed.

Also, the effect that the temperature ratio and of specular wall reflection on the pressure
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difference uncertainties is analyzed. For each case N, = 103 trials are conducted. In this
case the uncertainties of the input quantities are introduced directly in the differential
equations and through the two kinetic coefficients. Since both kinetic coefficients are
introduced, the behavior of the pressure difference is more complicated.

Figure 7.6 presents the relative uncertainty of the generated pressure difference
in terms of 9;, for four values of the input relative uncertainty of each parameter,
namely 0.1, 1, 2 and 5% for a temperature ratio T}, /7., = 1.5 and accommodation
coefficient «,, = 1. Now, contrary to the previous results, the accommodation coefficient
uncertainty is not important for small values of d;,, and its effect increases as 9;,, increases,
reaching some maximum and then decreasing again. This behavior is attributed to
the fact, that although for small values of §;, the accommodation coefficient has a
large effect on Gp and Gr individually, their ratio remains almost constant. The effect
for large 9;, is expected as in this regime the uncertainty of the kinetic coefficients
becomes small. For intermediate cases, the accommodation coefficient has a different
effect on the kinetic coefficients, leading to an increased uncertainty in this regime. The
uncertainty due to pressure uncertainty initially decreases as ¢;, increases, reaching a
minimum, then, increases again to a maximum and finally, decreases again for very
large values of d;,. This complicated behavior is due to the different effect that the
pressure has on the rarefaction parameter that is introduced to the kinetic coefficients
and to Eq. (7.15). Its magnitude however, does not change considerably for the
different values of 9;,. The effect of the radius uncertainty increases as ¢;,, increases,
reaching some maximum and then decreases as 9;, is going towards the hydrodynamic
regime where this phenomenon vanishes. Temperature uncertainties are very important
for this temperature driven flow and the effect of this uncertainty is important for all
values of d;,. For all values of the input uncertainty the qualitative behavior of the
output uncertainty is the same. In all flow regimes, the temperature uncertainty is the
most important one. For small §;, the pressure uncertainty is second in importance,
while for large d;, it is overtaken by the radius uncertainty. It is interesting to note
that the accommodation coefficient uncertainty, when «a,, = 1, has a smaller effect
compared to all others in all flow regimes.

In Figure 7.7 the effect of the temperature uncertainty is plotted for different values of
the temperature ratio, namely 7}, ,, /7., = 1.2, 1.3, 1.5 and 2. As the temperature ratio
decreases (temperature difference decreases) the uncertainty of the pressure difference
due to the temperature uncertainty is increased. The uncertainty of the pressure
difference can take values as high as 85%, 48%, 28%, 15% for T}, /T., = 1.2, 1.3, 1.5
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and 2 respectively for an input uncertainty of the temperature of 5%. Furthermore, as
the temperature ratio decreases, the uncertainty due to the temperature uncertainty
becomes independent of §.

In the case of «,, < 1, the uncertainty of the pressure difference due to accommoda-
tion coefficient uncertainty will be roughly double than that in Figure 7.6, as discussed

before for the pressure driven flow.

7.4.5 Uncertainty of mass flow rate in thermal creep flow

The thermally driven flow through a tube connecting two vessels kept at the
same pressure is considered and corresponding results are presented. Simulations are
conducted for various values of the inlet parameter d;, = d,,; ranging from the free
molecular up to the continuum regime. In this flow the Eq. (7.9) is solved using a
shooting method in order to provide the mass flow rate. The same way as in pressure
driven flow, using sensitivity derivatives in Eq. (7.9), the uncertainty of the mass flow
rate due to length uncertainty can be readily obtained as

“5;:‘) - “<LL). (7.16)

The effect of the uncertainties in pressure, temperature, radius and accommodation

coefficient on the uncertainty of the mass flow rate is analyzed. The effect that the
temperature ratio and specular wall reflection on the uncertainties is analyzed. For
each case N, = 10? trials are conducted. The uncertainties of the input quantities
are introduced directly in the differential equations and through the two kinetic
coefficients. As in the thermomolecular pressure difference flow, both kinetic coefficients
are introduced and the behavior of the mass flow rate uncertainty may be complicated.

Figure 7.8 shows the relative uncertainty of the mass flow rate in terms of é;,, for four
values of the input relative uncertainty of each parameter, namely 0.1, 1, 2 and 5% for
a tube with L/R,, = 20, with a temperature ratio T}, /1., = 1.5 and accommodation
coefficient «,, = 1. The uncertainty of the mass flow rate due to uncertainty of the
accommodation coefficient closely resembles the behavior of u (Gr) /Gr for uncertainties
in the accommodation coefficient. The accommodation coefficient uncertainty is
important only at small values of d;,. As d;, is increased, the uncertainty due to the
accommodation coefficient decreases, reaching a minimum and then increases again
to a maximum. Finally, it decreases again tending to zero for very large d;,, since

the effect of the accommodation coefficient diminishes when the flow is close to the
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hydrodynamic regime. The effect of the pressure uncertainty on the mass flow rate
is qualitatively similar to its effect on the pressure difference in the thermomolecular
pressure difference flow. The effect of the radius uncertainty is important in this case
in the whole range of ¢;,, with the uncertainty of the mass flow rate taking values
between 10% and 17% for radius uncertainty 5%. Temperature uncertainties are very
important for temperature driven flows and the effect of this uncertainty is important
for all values of 9;,. For all values of the input uncertainty the qualitative behavior of
the output uncertainty is the same. In all flow regimes, the temperature uncertainty is
the most important one, followed by the radius uncertainty. The uncertainties due to
pressure and accommodation coefficient (o, = 1) are of lesser importance.

In Figure 7.9 the effect of the temperature uncertainty is plotted for different values
of the temperature ratio, namely 7}, ,,/T¢.,, = 1.2, 1.3, 1.5 and 2. As the temperature
ratio decreases (temperature difference decreases) the uncertainty of the mass flow rate
due to the uncertainty of the temperature is increased. In fact, for a 5% temperature
uncertainty the mass flow rate uncertainty takes values close to 85%, 47%, 26% and
14% for Ty, ,, /T, = 1.2,1.3,1.5 and 2, respectively.

7.5 Nonlinear heat transfer between parallel plates

7.5.1 Formulation

The heat transfer flow between parallel plates is considered. The effect of the input
uncertainty of pressure, temperature and thermal accommodation coefficient on the
output uncertainty of the heat flux is considered. A monatomic gas is confined between
two parallel plates that are at a distance H and kept at different temperatures Ty and
T¢ for the bottom and top plates respectively with Ty > T¢.

Kinetic modeling is based on the nonlinear Shakhov kinetic model equation. The

following dimensionless parameters are introduced

y=y'/H,{ =&/vo, g = fug/No,p=N/No,7 =T/T,q = Q/ (Poyvo) (7.17)

where y is the physical space coordinate normal to the plates, ¢, the molecular velocity
in the y direction, g denotes the distribution function, while p, 7 and ¢ are the
dimensionless density, temperature and heat flux respectively. The reference value of

the temperature is Ty = Ty, while the reference number density N is taken from the
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equation of state Py = NokgTy with kg denoting the Boltzmann constant and the most
probable molecular speed is defined as vy = /2R,Ty with R, being the gas constant.

The following reduced distribution functions are introduced:

+o00 400

o= / / ge= = dc,dc. (7.18)

—00 —00

+00 400

v= [ [ (@+¢)gdcc. (7.19)

The projection procedure is applied and the governing set of coupled integro-differential

equations is derived as

Oy w
Cgy = 0PT (¢ —¢), (7.20)
o W
Gy = 907" (v9—v), (7.21)
where
s_ | 4 G 3Y]
7 = _1 + 15[)72%(7 - 2)_ , (7.22)
s_ oy, 4 G 1]
Y =1 _1 + TIOTQQC (T - 2)_ ) (7.23)
with
oM = P exp [—C;/T} , (7.24)

P
M = exp [—C2/7|. (7.25)

\/7/T
In the above expressions, ¢, 9 are the reduced distribution functions, ™, ¥ are
the corresponding Maxwellian distributions while ¢, 1)%are the Shakhov equilibrium

distributions. The rarefaction parameter is defined as

_ RH

)
HoVo

5 (7.26)
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where p is the viscosity at reference temperature. It is noted that in Eq. (7.20) and
(7.21) the expression u = po(T/Ty)* is used for the viscosity, where w € [0.5, 1] with
the limiting values corresponding to hard sphere and Maxwell molecules respectively.
In the present section hard sphere gas has been assumed.

The boundary conditions for the bottom wall are

+ pw,b 2 _
¥ = TTab eXp [ Cy/TOé,b :| 7Cy > 07 Y= 1/27 (727)
v = P exp [~ ran ]G > 0, y =12, (7.28)

while for the top

ot = P exp [~ ]G <0,y =172, (7.29)

Pt = %exp {—C;/Tmt } Gy <0, y=1/2. (7.30)

/T Tat

In the boundary conditions the wall densities p,; and p,; for the bottom and top
walls respectively, as well as the corresponding temperatures 7, and 7, are specified.
Temperature (7,) is an equivalent temperature, taking into account the thermal
accommodation of the wall. The boundary condition parameters for each wall are
coupled and calculated using the impermeability condition along with the definition of

the thermal accommodation coefficient, which is defined as [233]

El— o EH—
E™ — Byt

=

(7.31)

In the definition of the thermal accommodation coefficient, E'~ is the incident energy
flux to the wall, E'" is the reflected one and Ei,* is the reflected energy flux if the
gas is fully accommodated. Combining the impermeability condition with Eq. (7.31)

the following expressions for the boundary condition parameters are derived:

Puwp = 2| — Ty (7.32)
To,b

Pus = 2| —J (7.33)
Ta,t
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-

Top = Th + (1 — @) 2}; (7.34)
E;

. - 7.35

Tat = Tt + 04)2th (7.35)

Here, 7, = 1 and 7 = T /Ty. The dimensionless energy fluxes (E = E'/ (Pyvp)) and

particle fluxes are [233]:

0
== [ ¢ G, (7.36)
+o00
Jt_: /SO_deCy (737)
0
0
Br=— [ (v ¢ +v7) g, (7.38)
+o0
By = [ (¢ @ +v) g, (7.39)

0

The macroscopic quantities are given as moments of the reduced distribution functions:

Number density

+o0
p= [ v, (7.40)
Temperature
+00
T = 32[)_ / (¢ + ) dg, (7.41)
Heat flux .
0= [ (vG2+v) G, (.42)

Upon specifying the accommodation coefficient «, the rarefaction parameter ¢
and the temperature ratio . = T /Tw, equations (7.20) and (7.21) are solved, under
boundary conditions (7.27)-(7.30), along with the expressions (7.32)-(7.39) for the
boundary conditions parameters and (7.40)-(7.42) for the macroscopic quantities, using
the DVM scheme. The heat computed heat flux values are tabulated and used for the

uncertainty propagation.
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In the heat transfer flow is not computationally efficient to solve the kinetic equations
for each MCM trial. Instead, a dense database of the heat flux values in terms of the
involved parameters is created and then for each trial an interpolation is performed
providing the heat flux values at the random values of the input quantities. A part of
this database is shown in Tables 7.3 and 7.4. The methodology described in Section

7.2 is used to find the uncertainty, performing N, = 10° trials in each case.

7.5.2 Uncertainty of heat flux in heat transfer between par-

allel plates

The relative uncertainty of the heat flux is presented for a wide range of the
rarefaction parameter covering the free molecular up to the slip regimes. The effect
of uncertainties of the wall temperatures, gas rarefaction parameter and thermal
accommodation coefficient on the uncertainty of the heat flux is investigated. It is
noted that in this setup, the uncertainties of the temperature also lead to uncertainties
in the rarefaction parameter. Since the uncertainty of the rarefaction parameter is
used, uncertainties in pressure or distance between the plates can be translated into
rarefaction parameter uncertainties using Eqs. (7.12) and (7.2).

Figure 7.10 presents the relative uncertainty of the heat flux in terms of the rar-
efaction parameter for different values of the uncertainty of the input quantities for
a temperature ratio T¢,,/TH,, = 0.5 and thermal accommodation coefficient a,, = 1.
For all four values of the input uncertainty investigated, namely 0.1, 1, 2 and 5%, the
qualitative behavior is the same. The temperature uncertainty is the leading source of
uncertainty in the whole range of the gas rarefaction examined. The thermal accom-
modation coefficient is equally important for small values of §, while its significance
decreases as 0 is increased. The uncertainty associated with the rarefaction parameter
is negligible for small values of §, increases reaching a maximum around ¢ = 10 and
then decreases again

Figure 7.11 shows the relative uncertainty of the heat flux in terms of the input
uncertainty of the temperature for temperature ratio T¢,,/Ty,, = 0.3, 0.5, 0.7 and
0.9. As the temperature ratio increases and the temperature difference decreases, the
uncertainties associated with the temperature are increased. In fact for a relative
uncertainty of the temperature ratio of 5%, the heat flux uncertainty which is of the
order of 2% for T¢ /T, = 0.3 is increased up to 70% for T, /Th, = 0.9. Also,
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for large temperature ratios, the uncertainty becomes independent of the rarefaction

parameter.

7.6 Concluding remarks

The uncertainty propagation in prototype flow and heat transfer configurations of
rarefied gas dynamics is investigated. More specifically, the pressure and temperature
driven flows through long tubes and the heat transfer between parallel plates are
considered. In the Poiseuille and thermal creep flows, the effect of the uncertainties
in the pressure, temperature, length, radius and accommodation coefficient on the
mass flow rate is computed. In the thermomolecular pressure difference flow, the
corresponding effect on the generated pressure difference is also found. Furthermore,
in the heat transfer flow, the effect of the uncertainties in the rarefaction parameter,
temperature ratio and thermal accommodation coefficient on the produced heat flux is
computed. The uncertainty propagation is performed using the Monte Carlo Method
that is applicable and accurate in all these setups.

In the Poiseuille flow, the radius uncertainty is the most important one, in most
cases, while the temperature and pressure uncertainties are of lesser importance, in the
whole gas rarefaction regime. The accommodation coefficient uncertainty is important
for highly rarefied flows, while its effect diminishes as the flow moves to the continuum
regime. Considering a 5% uncertainty in all input parameters, the typical values of
the relative uncertainty of the output mass flow rate are 20% for the radius, 10% for
temperature and pressure and 5% for the accommodation coefficient. The pressure
uncertainty becomes the predominant factor of uncertainty for small pressure differences
and the uncertainty of the mass flow rate may reach up to 40% for 5% uncertainty in
pressure and pressure ratio of 0.9.

In the thermomolecular pressure difference flow, the temperature uncertainty is
the most important, in most cases, while the radius and pressure uncertainties are of
lesser importance, in the whole gas rarefaction regime. The accommodation coefficient
uncertainty is the least important for all flow regimes when «,, = 1 and it is interesting
that its effect is negligible in the free molecular regime, increases in the transition
regime and finally, decreases in the continuum regime. Typical values of the uncertainty
of the pressure difference are 27% for the temperature, 10% for the radius, 5% for the
pressure and 3% for the accommodation coefficient, with 5% uncertainty introduced

to the corresponding quantities. The effect of the temperature uncertainty is further
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magnified in small temperature differences and may result to an output uncertainty of
the pressure difference up to 85% with 5% uncertainty in temperature and temperature
ratio equal to 1.2.

In the thermal creep flow, the temperature uncertainty is the most important,
in most cases, while it is overtaken by the radius uncertainty for large temperature
differences and small values of the rarefaction parameter. The radius uncertainty
is the second largest source of uncertainty, in most cases, while the accommodation
coefficient and pressure uncertainties are of lesser importance. Typical values of the
uncertainty of the mass flow rate, with 5% uncertainty in the respective quantities,
are 25% for the temperature, 15% for the radius and less than 5% for the pressure
and accommodation coefficient. The temperature uncertainty is further magnified
and becomes the predominant factor of uncertainty for small temperature differences,
reaching up to 80% for temperature uncertainty of 5% and temperature ratio equal to
1.2.

In the heat transfer cases, the uncertainties of the input parameters do not lead
to much larger uncertainties of the heat flux when the temperature difference is
relatively large. For small temperature differences however, temperature uncertainties
are magnified and can lead to very large uncertainties in the heat flux, reaching up to
70% for temperature uncertainty 5% and temperature ratio 0.9.

It may be concluded that in most cases, the uncertainty of the quantity driving the
phenomenon, i.e., the pressure for the Poiseuille flow and the temperature for thermally
driven flows, is the most important source of uncertainty, especially for small driving
forces.

The methodology for the uncertainty propagation implemented in the present
work can be implemented in a straightforward manner in a broader range of rarefied
gas flows. Furthermore, the implementation of more efficient methodologies is an
expected future step and the results presented here can be used to judge the accuracy
of these more advanced methodologies. The results presented in the present chapter
for the benchmark configurations of rarefied flows through tubes and heat transfer
between plates, can aid researchers and engineers engaged in the design of systems

with miniaturized sizes and/or operating in low pressure conditions.
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Table 7.1 Kinetic coefficient G'p in terms of the rarefaction parameter ¢ and accommo-
dation coefficient « for pressure driven flow in a plane channel.

5 Gr
a=06 a=07 a=08 a=09 a=092 a=09> a=0.98 a=1
0 3.51 2.79 2.26 1.84 1.77 1.66 1.57 1.50
0.001 3.48 2.77 2.24 1.83 1.76 1.66 1.56 1.50
0.01 3.34 2.68 2.18 1.79 1.72 1.63 1.53 1.48
0.1 2.95 2.41 2.00 1.67 1.61 1.53 1.45 1.40
0.2 2.82 2.31 1.93 1.63 1.57 1.50 1.43 1.38
0.5 2.70 2.24 1.89 1.61 1.56 1.49 1.43 1.39
0.8 2.69 2.24 1.91 1.64 1.59 1.53 1.46 1.43
1 2.71 2.27 1.93 1.67 1.62 1.56 1.50 1.46
2 2.88 2.45 2.12 1.86 1.82 1.76 1.70 1.66
5 3.57 3.13 2.81 2.55 2.51 2.45 2.39 2.35
8 4.30 3.86 3.54 3.28 3.24 3.17 3.11 3.07
10 4.79 4.36 4.03 3.77 3.73 3.66 3.60 3.56
20 7.27 6.84 6.51 6.25 6.21 6.14 6.08 6.04

50 1.48(+1) 1.43(+1) 1.40(+1) 1.37(+1) 1.37(+1) 1.36(+1) 1.36(+1) 1.35(+1)
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Table 7.2 Kinetic coefficient G in terms of the rarefaction parameter § and accommo-
dation coefficient « for temperature driven flow in a plane channel.

Gr

0 a=06 a=07 a=08 a=09 a=092 a=09 a=098 aoa=1
0 1.76 1.40 1.13 9.19(-1) 8.83(-1) 8.31(-1) 7.83(-1
0.001 1.72 1.38 1.11 9.11(-1) 8.75(-1) 8.24(-1) 7.77(-1
0.01 1.58 1.28 1.05 8.69(-1) 8.37(-1) 7.91(-1) 7.48(-1
0.1 1.14 9.67(-1) 8.30(-1) 7.17(-1) 6.97(-1) 6.67(-1) 6.39(-1
0.2 9.44(-1) 8.24(-1) 7.25(-1) 6.40(-1) 6.25(-1) 6.03(-1) 5.81(-1
0.5  6.78(-1) 6.18(-1) 5.66(-1) 5.20(-1) 5.11(-1) 4.99(-1) 4.87(-1
0.8 5.46(-1) 5.11(-1) 4.79(-1) 4.51(-1) 4.45(-1) 4.38(-1)  4.30(-1
1 4.87(-1) 4.61(-1) 4.38(-1) 4.17(-1) 4.13(-1) 4.07(-1)  4.01(-1
2 3.23(-1) 3.18(-1) 3.13(-1) 3.08(-1) 3.07(-1) 3.05(-1)  3.04(-1
5 1.64(-1) 1.67(-1) 1.70(-1) 1.73(-1) 1.73(-1) 1.74(-1) 1.75(-1
8 1.09(-1) 1.12(-1) 1.16(-1) 1.19(-1) 1.19(-1) 1.20(-1) 1.21(-1
10 8.82(-2) 9.16(-2) 9.48(-2) 9.78(-2) 9.84(-2) 9.92(-2) 1.00(-1
20  4.40(-2) 4.65(-2) 4.88(-2) 5.09(-2) 5.13(-2) 5.19(-2) 5.25(-2
50 1.51(-2) 1.65(-2) 1.78(-2) 1.90(-2) 1.92(-2) 1.95(-2) 1.99(-2
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Table 7.3 Heat flux in terms of temperature ratio T /Ty and rarefaction paramter §
for a=0.1, 0.3, 0.5 for heat transfer between parallel plates.

Q
a=0.1
0 Te¢/Ty=0.1 Tc/Ty=0.3 T¢c/Ty=0.5 Tc/Ty=0.7 Tc/Tyg=0.9 T/Tyg=0.99
0.01 1.98(-2) 1.67(-2) 1.29(-2) 8.21(-3) 2.89(-3) 2.96(-4)
0.1 1.97(-2) 1.67(-2) 1.28(-2) 8.19(-3) 2.89(-3) 2.95(-4)
1 1.93(-2) 1.64(-2) 1.26(-2) 8.04(-3) 2.83(-3) 2.90(-4)
5 1.80(-2) 1.53(-2) 1.18(-2) 7.54(-3) 2.66(-3) 2.72(-4)
10 1.66(-2) 1.42(-2) 1.10(-2) 7.03(-3) 2.48(-3) 2.54(-4)
15 1.54(-2) 1.33(-2) 1.03(-2) 6.58(-3) 2.32(-3) 2.38(-4)
20 1.44(-2) 1.24(-2) 9.64(-3) 6.18(-3) 2.18(-3) 2.23(-4)
a=0.3
b T¢/Ty=0.1 Tc/Ty=0.3 Tc/Ty=0.5 Tc/Ty=0.7 Tc/Ty=0.9 Tc/Ty=0.99
0.01 6.59(-2) 5.59(-2) 4.30(-2) 2.75(-2) 9.69(-3) 9.92(-4)
0.1 6.52(-2) 5.54(-2) 4.26(-2) 2.73(-2) 9.61(-3) 9.84(-4)
1 6.08(-2) 5.20(-2) 4.01(-2) 2.57(-2) 9.05(-3) 9.26(-4)
5 4.91(-2) 4.26(-2) 3.31(-2) 2.12(-2) 7.49(-3) 7.67(-4)
10 4.01(-2) 3.52(-2) 2.74(-2) 1.76(-2) 6.21(-3) 6.36(-4)
15 3.41(-2) 3.00(-2) 2.34(-2) 1.50(-2) 5.31(-3) 5.43(-4)
20 2.97(-2) 2.62(-2) 2.04(-2) 1.31(-2) 4.64(-3) 4.74(-4)
a=0.5
b T¢/Ty=0.1 T¢/Ty=0.3 Tc/Ty=0.5 Tc/Ty=0.7 Tc/Ty=0.9 Tc/Ty=0.99
0.01 1.22(-1) 1.05(-1) 8.09(-2) 5.18(-2) 1.83(-2) 1.87(-3)
0.5 1.12(-1) 9.71(-2) 7.53(-2) 4.83(-2) 1.70(-2) 1.74(-3)
1 1.05(-1) 9.16(-2) 7.11(-2) 4.57(-2) 1.61(-2) 1.65(-3)
5 7.48(-2) 6.62(-2) 5.17(-2) 3.33(-2) 1.18(-2) 1.20(-3)
10 5.62(-2) 5.00(-2) 3.91(-2) 2.52(-2) 8.89(-3) 9.10(-4)
15 4.53(-2) 4.02(-2) 3.14(-2) 2.02(-2) 7.15(-3) 7.32(-4)
20 3.80(-2) 3.37(-2) 2.63(-2) 1.69(-2) 5.98(-3) 6.12(-4)
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Table 7.4 Heat flux in terms of temperature ratio T /Ty and rarefaction paramter 0
for a=0.7, 0.8, 0.9 for heat transfer between parallel plates.

Q@
a=0.7
0 Te¢/Ty=0.1 T¢/Ty=0.3 T¢c/Ty=0.5 Tc/Ty=0.7 Tc/Tyg=0.9 T¢/Tyg=0.99
0.01 1.86(-1) 1.65(-1) 1.30(-1) 8.35(-2) 2.95(-2) 3.02(-3)
0.1 1.81(-1) 1.61(-1) 1.26(-1) 8.14(-2) 2.88(-2) 2.94(-3)
1 1.51(-1) 1.35(-1) 1.06(-1) 6.86(-2) 2.42(-2) 2.48(-3)
5 9.57(-2) 8.67(-2) 6.82(-2) 4.40(-2) 1.56(-2) 1.59(-3)
10 6.79(-2) 6.11(-2) 4.79(-2) 3.09(-2) 1.09(-2) 1.12(-3)
15 5.30(-2) 4.72(-2) 3.69(-2) 2.38(-2) 8.40(-3) 8.60(-4)
20 4.34(-2) 3.85(-2) 3.01(-2) 1.93(-2) 6.83(-3) 6.99(-4)
a=0.8
b T¢/Ty=0.1 Tc/Ty=0.3 Tc/Ty=0.5 Tc/Ty=0.7 Tc/Ty=0.9 Tc/Ty=0.99
0.01 2.45(-1) 2.39(-1) 1.93(-1) 1.26(-1) 4.47(-2) 4.58(-3)
0.1 2.37(-1) 2.31(-1) 1.86(-1) 1.21(-1) 4.31(-2) 4.41(-3)
1 1.89(-1) 1.82(-1) 1.46(-1) 9.50(-2) 3.37(-2) 3.45(-3)
5 1.13(-1) 1.05(-1) 8.29(-2) 5.36(-2) 1.90(-2) 1.94(-3)
10 7.71(-2) 6.97(-2) 5.47(-2) 3.53(-2) 1.25(-2) 1.28(-3)
15 5.86(-2) 5.23(-2) 4.09(-2) 2.63(-2) 9.30(-3) 9.52(-4)
20 4.73(-2) 4.19(-2) 3.26(-2) 2.10(-2) 7.41(-3) 7.59(-4)
a=0.9
b T¢/Ty=0.1 To/Ty=0.3 Tc/Ty=0.5 Tc/Ty=0.7 Tc/Ty=0.9 T¢c/Tyr=0.99
0.01 2.44(-1) 2.78(-1) 2.32(-1) 1.53(-1) 5.46(-2) 5.59(-3)
0.1 2.40(-1) 2.68(-1) 2.22(-1) 1.46(-1) 5.21(-2) 5.34(-3)
1 1.99(-1) 2.06(-1) 1.68(-1) 1.10(-1) 3.90(-2) 3.99(-3)
5 1.20(-1) 1.13(-1) 8.96(-2) 5.81(-2) 2.06(-2) 2.11(-3)
10 8.09(-2) 7.33(-2) 5.76(-2) 3.72(-2) 1.31(-2) 1.35(-3)
15 6.09(-2) 5.44(-2) 4.25(-2) 2.74(-2) 9.66(-3) 9.89(-4)
20 4.88(-2) 4.32(-2) 3.37(-2) 2.16(-2) 7.64(-3) 7.82(-4)
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Chapter 7 Figures

Figure 7.1 Relative uncertainty of Gp in terms of § for uncertainty in 6 (left) and «
(right) for o, = 1.

Figure 7.2 Relative uncertainty of G in terms of ¢ for uncertainty in § (left) and «
(right) for o, = 1.
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Figure 7.3 Relative uncertainty of mass flow rate in the Poiseuille flow, in terms of 9;,
for relative uncertainty of each input parameter equal to 0.1%, 1%, 2% and 5%.
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Figure 7.4 Relative uncertainty of mass flow rate in the Poiseuille flow, in terms of d;,
for various values u (P) /P and Pyt n/Pinn = 0.3, 0.5, 0.7 and 0.9.
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Figure 7.5 Relative uncertainty of mass flow rate in the Poiseuille flow, in terms of 9;,
for various values u («) /o and «,, = 0.7, 0.8, 0.9 and 1.
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Figure 7.6 Relative uncertainty of the pressure difference in the thermomolecular
pressure difference case, in terms of ¢;, for relative uncertainty of each input parameter
equal to 0.1%, 1%, 2% and 5%.
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Figure 7.7 Relative uncertainty of the pressure difference in the thermomolecular
pressure difference case, in terms of ¢, for various values u (T7') /T and T} ,,/T¢.., =
1.2, 1.3, 1.5 and 2.
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Figure 7.8 Relative uncertainty of mass flow rate in the thermal creep flow, in terms of
d;n for relative uncertainty of each input parameter equal to 0.1%, 1%, 2% and 5%.
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Figure 7.9 Relative uncertainty of mass flow rate in the thermal creep flow, in terms of
din, for various values u (T') /T and Ty, /Ten = 1.2, 1.3, 1.5 and 2.
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Figure 7.10 Relative uncertainty of heat flux in terms of ¢ for relative uncertainty of
each input parameter equal to 0.1%, 1%, 2% and 5%.
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Figure 7.11 Relative uncertainty of heat flux in terms of § for various values u (T") /T
and Te,, /Ty, = 0.3, 0.5, 0.7 and 0.9.
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Chapter 8

Synthetic acceleration schemes of the dis-

crete velocity algorithm

8.1 Introduction

The deterministic solution of the Boltzmann equation or suitable kinetic model
equations has been extensively applied with considerable success to solve rarefied gas
flows and heat transfer problems in the whole range of the Knudsen number [54].
The molecular velocity space is discretized by a finite set of molecular velocities and
the physical space by typical finite difference or control volume scheme, while the
macroscopic quantities are computed by numerically integrating the moments of the
distribution function. The resulting system of discretized equations is solved in an
iterative manner between the kinetic equation and the moments of the distribution
function. This numerical approach is widely known as the discrete velocity (or ordinates)
method. Researchers implementing the Discrete Velocity Method (DVM) are well aware
however, of the slow convergence rate of this simple iteration map as the flow approaches
the slip and continuum regimes [58], [59]. To speed-up convergence, synthetic iteration
acceleration schemes have been developed [234].

Synthetic acceleration schemes couple the kinetic equation with a system of moment
equations, derived by accordingly operating on the kinetic equation. The moments
needed to close the system of moment equations are taken from the calculated dis-
tribution function. The updated values of the accelerated macroscopic quantities are
obtained by the solution of the moment equations and not directly as moments of
the distribution function. This advanced iteration map exhibits rapid convergence

especially close to the continuum regime.
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Such schemes have been applied to kinetic model equations [60] and to the linearized
Boltzmann equation [61] to model fully developed flows through various capillaries.
The implemented acceleration schemes are applied only to the interior nodes and not
to the boundary ones. This is of no great importance in fully developed flows, where
the outgoing distribution function at the boundary nodes is known a priori. In more
general cases however, where the outgoing distribution as the boundaries are expressed
in terms of the unknown incoming distributions, not including the corresponding
acceleration moment equations at the boundary nodes severely decreases the efficiency
of the acceleration scheme.

In the present chapter, a synthetic iterative acceleration scheme able to accelerate
the macroscopic quantities as the boundary nodes is proposed. It is constructed taking
the half-range moments of the involved distribution functions, leading to a set of
hyperbolic ordinary or partial differential equations involving these moments. The
system of moments is closed by calculating the associated higher order moments from
the distribution function. This acceleration strategy allows the acceleration of the
appropriate moments at the boundary nodes and provides a considerable speedup,
compared to the typical acceleration schemes, extending the applicability of the
synthetic acceleration schemes to more general flows. Still however, the analysis is
limited to linear kinetic equations.

The proposed methodology and the deduced convergence speed-up are demonstrated
by solving the one-dimensional problems of Poiseuille flow and heat transfer between
parallel plates. The former one is a fully developed flow and the outgoing distributions
boundary conditions are known. Since both the full-range and the half-range acceler-
ation schemes work fine a systematic comparison between the existing and the new
speed-up schemes is performed. The latter one is more complicated and the outgoing
distributions are part of the solution. It is shown that in the heat transfer configuration
the performance of the full-range acceleration scheme is very low, while on the contrary
the proposed acceleration scheme provides a very good speed-up of the convergence
rate of the iteration map. In both problems the number of iterations required by the
DVM with no acceleration (NA), the DVM with the typical full-range acceleration
(FRA) and the proposed DVM with half-range acceleration (HRA), able to accelerate
the proper quantities at the boundaries, are compared. The obtained results clearly
demonstrate the importance of accelerating the boundary nodes in flow setups where

the boundary conditions are part of the solution.
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Section 8.2

In Section 8.2, the well-known full-range acceleration scheme is reviewed. In Section
8.3 the half-range Hermite polynomials, which are used in the formulation of the
half-range accelerated schemes, are constructed. The novel half-range acceleration
scheme is developed in Sections 8.4 and 8.5 solving the Poiseuille flow and the heat
transfer between plates problems respectively. A brief discussion on the performance
of the half-range moment method is included. Finally, some concluding remarks are

made in Section &.7.

8.2 Synthetic acceleration based on full-range Her-
mite polynomials

The construction of the full-range acceleration scheme, although is well known, it
is reviewed here for the two problems under consideration, mainly for completeness
purposes.

The fully developed pressure driven flow between parallel plates is modeled by the

linearized BGK model equation written as [235]

ng—l—éh:éu—;, (8.1)
where ¢ € (—00,4+00) is the dimensionless molecular velocity, y € [0, 1]is the physical
space variable in the direction normal to the plates, h is the local perturbation of the
distribution function from the reference Maxwellian distribution. Also, the rarefaction
parameter is defined as

0= E, (8.2)

KV

with P, H, p denoting the pressure, the distance between the plates and the viscosity at
reference temperature respectively, while vy = /2R,T} is the most probable molecular
speed at the reference temperature 7j, with R, denoting the specific gas constant. The

macroscopic velocity is expressed as the zeroth moment of the distribution function as

1T .
uzﬁi he=<dC. (8.3)

The purely diffuse boundary conditions are given by
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h™ =0, at y =0 with ¢ > 0 and at y = 1 with ¢ < 0. (8.4)

In order to construct the full-range acceleration scheme, the following moments of

the distribution function are defined

17 e
M, = ﬁ_[o hH,, (Q)e < dC, (8.5)

where H,, denotes the full-range Hermite polynomial of order m, satisfying the orthog-

onality condition

“+o0
/ H, H,e ™ dr = VT2, (8.6)

where 0,,, is the Kronecker delta. The first five full-range Hermite polynomials are:
Hy=1,H, = 2x, Hy = 42® — 2, Hy = 82 — 122, Hy = 162" — 482> +12.  (8.7)

Applying the integral operator ﬁ +foo(')C"e_<2d§ with n = 0, 1 to Eq. (8.1) and
using the definition of the full-range Pﬁ:rmite moments (8.5), after some mathematical
manipulation, the following 2"¢ order ordinary differential equation is derived:

2 2
The zeroth moment is the unknown macroscopic velocity (My = u) and the high order
moment is calculated directly from the distribution function using Eq. (8.5). It is
interesting to note that Stokes equation for the current case, using the present notation

is written as
d*u B
dy? a

It turns out that the moment equation (8.8) is the Stokes equation with a correction

5. (8.9)

term.
Using k as the iteration index, the iterative map of the DVM scheme with no
acceleration (NA) is written as:

k+1/2
Ohk+1/2) 1 ShL2) g (k) 1 (8.10)

C@y 2
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+oo
WD — 1 / RkH1/2)o=C g (8.11)

(e

The iterative procedure starts with an initial guess of the macroscopic velocity u(?)
and then, Eq. (8.10) is solved to provide the value of the distribution function. Next,
Eq. (8.11) is utilized to provide an updated value of the macroscopic velocity, which
is substituted back into the kinetic equation (8.10). This procedure is repeated until
convergence is reached.

The iteration map of the DVM with the typical full-range acceleration (FRA) is

written as:
Ohk+1/2) 1
4 SR = gy R) 2 8.12
S ut =5 (8.12)
1
(k+1/2) 2
ME ﬁ_/ h+Y/D =6 e (8.13)
d2M(k+1) 1 dQM(k+1/2)
Mo 5208 (8.14)
dy? 2 dy?

The solution starts with an initial guess of the macroscopic velocity and then, Eq. (8.12)
is solved to provide the value of the distribution function. Next, Eq. (8.13) is used to
compute the 2" order moment of the distribution function, which is introduced into
the moment ordinary differential equation (8.14) to compute the updated accelerated
value of the macroscopic velocity u**1) = Mék+1). This value is substituted back into
the kinetic equation (8.12) to continue the iterative procedure upon convergence. It is
obvious that the computational effort per iteration is increased when the acceleration
scheme is used. However, due to the reduced number of iterations required, the overall
computational effort is drastically reduced. In one-dimensional problems, the linear
system approximating Eq. (8.14) has a banded tridiagonal coefficient matrix, which
his solved very efficiently by the Thomas algorithm (so the additional computational
cost per iteration is small).

To solve Eq. (8.14), boundary conditions at y = 0 and y = 1 should be supplied.
The boundary values of the macroscopic velocity at the boundaries are the values
given by Eq. (8.5) using the values of the distribution function of the current iteration.
In the pressure driven fully developed flow, the outgoing distributions at the two

boundary nodes are known (see Eq. (8.4)) and not including the boundary nodes in the
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acceleration scheme, which accelerates the zeroth moment only at the interior nodes, is
not very detrimental to the speed-up of the synthetic acceleration method which, as
shown in the results section, works really well.

The linearized heat transfer between parallel plates is next considered, demonstrating
the importance of deriving acceleration moment equations for the interior, as well as
for the boundary nodes. The heat transfer flow is modeled by the linearized BGK

equation written as a system of coupled integrodifferential equations [236]:
caﬁ+5¢:5[p+7(g2—1/2)] (8.15)
dy
o
—+ o0 =9 8.16
(gy TOV=07 (8.16)

The perturbations of the number density and temperature are given by

1
)
p= N / we ¢ d¢ (8.17)
and
2
_ 2 _ —¢?
_— 3ﬁ_/ [0+ (¢ -1/2)] e (8.18)
respectively, while the heat flux is given by
1
_ 2 _ —¢?
q= ﬁi [+ (¢2 = 3/2)] ce~dc. (8.19)
The boundary conditions at the top wall (y = 1/2) with ¢ < 0 are given by
1 — 2
ot = 2{ + 203, (8.20)
L1

and at the bottom wall (y = —1/2) with ¢ > 0 by

+ 1_C2 B
ot == 2l (8.22)

250

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



Section 8.2

i (8.23)

Here, the boundary condition parameters pf;, and pf, used to satisfy the impermeability

condition are given by

“+oo
oy = | Coe (8.24)
0
0
o == [ Coe e (8.25)

It is noted that the impermeability parameters are computed in each iteration using
the distribution function at the boundary nodes and thus are not accelerated by the
full-range acceleration scheme.

The full-range acceleration methodology is implemented. Using the Hermite poly-

nomials, the following moments of the two reduced distribution function are defined:

+00
M= = [ 1, Qe (5.26)
1 )
No= = / H,, (¢)he<"d¢ (8.27)

The macroscopic quantities involved in the kinetic equations are written in terms of

these moments as

p = My, (8.28)

2 1
= —N, — M. 8.29
T 30 + g2 ( )

+00 9
Applying the integral operator ﬁ [ ()¢"e=¢"d¢ to the Eq. (8.15) for ¢, with n =
0, 1, 2, 3 and to Eq. (8.16) for ¢, with n = 0, 1 and after some algebraic manipulation

of the resulting expressions, the following system of moment equations is obtained:

1 d?M, n 1.d*M,
4 dy? 2 dy?

=0 (8.30)
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32M, 3d&EM, 8 52 1 &M,

° 2 C Ny = My = —— 8.31

1y dae 3T 6T T gy (8:31)
182N, & & 12N,
- — 2Ny —My=—= 32
2 a3 T T T (8:32)

The boundary conditions for the above system of moment equations, as well as the
high order moments in the right hand side are obtained directly from the distribution
function, based on the Egs. (8.26) and (8.27). The linear system obtained discretizing
the system of moment equations (8.30), (8.31) and (8.32) is solved in an iterative
manner by using a static iterative method such as Gauss Seidel or SOR.

It is clearly seen that this system does not accelerate the quantities at the boundary
nodes, including the impermeability parameters. The iteration map is the same as the
one presented for the Poiseuille flow. At each iteration, the system of kinetic equations
is solved, then the high order moments are computed directly from the distribution
function are computed and finally, the low order moments (the ones which are needed
in the kinetic equation) are found from the moment equations and updated in the

kinetic equations to continue with the next iteration.

8.3 Definition of the half-range Hermite polynomi-

als

The key point in the proposed synthetic acceleration methodology is the derivation
of a set of half-range moment equations at the interior as well as at the boundary nodes
of the physical grid. Since half-range moments are required, the utilized polynomials
should be orthogonal in the corresponding half-space range where the respective moment
is defined. Half-range moments and expansions in half-range polynomials have been
used before in solving rarefied gas flows, based on moment methods [237], [238] and in
CFD simulations, based on lattice Boltzmann schemes [239]-[241].

In the present work the half-range Hermite polynomials are applied and can be

written as

n—1
Hf=a"+> ata’ (8.33)
i=0
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n—1
H, =a"+> a, ' (8.34)
i=0

with the polynomial H and H, defined for 2 > 0 for x < 0 respectively. The

orthogonality conditions are

where ¢ are constants, with
(og)" = [ fgean, (8:37)
0
0
— 712
(.9 = [ fgedr. (8.38)

The coefficients aii of the 2* term for the polynomial of order n are obtained using the

Gram-Schmidt process and the polynomials are obtained using the recursion relations

— n Jr

H = g — 1<x’Hi+>H;F (8.39)
= (HfoE

Ho =a" — > WH; (8.40)
i=0 <HZ»_,HZ_>

It is also convenient to solve Eqgs. (8.34) for the highest order term (z"), resulting to

n—1

" =H+ > BHH x>0 (8.41)
=0
n—1

" =H, +> B,;H ,x<O0. (8.42)
=0

The coefficients aii and ﬁf;i for polynomials up to the 4" order, are given in Appendix
E. Next, using the above half-range polynomials, boundary including acceleration

schemes are constructed.
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8.4 Synthetic acceleration based on the half-range
Hermite polynomials: Fully developed flow be-

tween parallel plates

The formulation of the fully developed flow, presented in Section 8.2, may be

summarized by providing the kinetic equation

oh 1
— 4+ 0h =du— = A4
C(’)y + U= g (8.43)
and the macroscopic velocity
1
u = \/%ZO h€_42d<‘, (844)

along with the boundary conditions at y = 0 with ¢ > 0 and at y = 1 with { <0,

ht =0 (8.45)
0
To construct the half-range acceleration scheme, the integral operators ﬁ I ()¢ ne—¢? d¢
+00 9
and ﬁ [ ()¢"e ¢ d¢ with n = 0, 1 are applied to Eq. (8.43) and the half-range
momen’cs0
17 e
M = —/H:he ¢, (8.46)
VTl
;@
My =—= [ Hohe 8.47

are defined with the macroscopic velocity given in terms of the two zeroth order
half-range moments as u = My + M;". Upon applying the integral operators to the
kinetic equation and algebraically manipulating the resulting expressions, the following

system is derived:

Mg dMy

& = gd a + 5p;gMg + 5p§gMJ + (Sp({fMl+ + s¢ (8.48)
dM" dMT o
dyl =g d; + 6pio My + opis My + opiy Mt + sf (8.49)
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dMy _dMy o _ I _
L = 9o 2 0poo My + 5100,3]\/[0+ +0pg1 My + s (8.50)
dy dy
dM; _dMy o _ I _
dyl =0 dy + 0pro My + oprg My + 0pyy My + 55 (8.51)

The coefficients g, s and pi:it, n,i = 0,1 involved in the above system of ordinary
differential equations (ODE) are given in Appendix E.

Furthermore, the initial conditions for this system of ODEs are obtained applying
the integral operators defined above to the expressions for the boundary conditions

(8.45). Then, the initial conditions are at the bottom wall (y = 0)

M = M = (8.52)

and at the top wall (y = 1)

My = M; =0. (8.53)

The iteration map of the half-range acceleration scheme (HRA) consists of the
solution of the kinetic equation (8.43), followed by the calculation of the high order
moments based on the direct integration of the distribution function, using Eqs. (8.47).
Then, the moment equations (8.48)-(8.51) are solved to yield the macroscopic velocity,
which is substituted back into the kinetic equation for the next iteration.

It is noted that if the high order moments Mj are set to zero, then the system of
equations (8.48)-(8.51) with boundary conditions (8.53) is a closed system of equations
and can be solved by itself without any coupling with the kinetic equations. The
half-range moment methodology (HRMM) is also examined.

In Section 8.6 comparative results in terms of accuracy, number of iterations and
computational time are provided for solving the Poiseuille flow based on the DVM
with no acceleration (NA), the DVM with the typical full-range acceleration (FRA),
the DVM with the proposed half-range acceleration (HRA) and the half-range moment
method (HRMM).
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8.5 Synthetic acceleration based on the half-range
Hermite polynomials: Heat transfer between

parallel plates

The formulation of the heat transfer low between parallel plates, presented in

Section 8.2, may be summarized by providing the kinetic equations

g?;+5¢:5[p+¢(g2— 1/2)], (8.54)

Op B
Ca—y + 0 = o, (8.55)

and the density, temperature and heat flux distributions given by

1
2
= [ v, (8.56)
2
_ 2 _ —¢?
T = Sﬁ_/ [0+ (¢ —1/2)] ed, (8.57)
1
_ 2 _ -¢?
q= ﬁ_[o [0+ (¢~ 3/2)] ce S d¢ (8.58)
respectively, along with the boundary conditions at the top wall (y = 1/2) with { <0
1 — 2
ot =1 (8.59)
L1
b= (8.60)

and at the bottom wall (y = —1/2) with ¢ >0

+:_1_CQ

5 T 200, (8.61)

Wt = (8.62)

1
27

where the parameters
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+oo
= [ o, (8.63)
0
0
W= / Cpe < dC. (8.64)

The following half-range moments of the two reduced distribution functions, using

the half-range Hermite polynomials are defined:

- / Hpe < dC (8.65)

0

1 0
M= / Hope<dC (8.66)
- / Hr e d¢ (8.67)

0

0
- ]. _ 7{2
M= Zo Hoped¢ (8.68)

The macroscopic quantities of interest, are given in terms of the half-range moments

through the following expressions:

p=M; + M (8.69)

= > (My + Bz, M + Ny ) + ;(M;—l—ﬁ;fli\/[fr—l—]\fgr) (8.70)

OO\I\D

- D
Q= Ni +BroNg + My + By, My + By My + oMy = 5 (My + BroMy ) +

3
+ N BN + My + B, My + B+ B My — 5 (M + 5o M)

(8.71)

The boundary conditions are also given in terms of the half-range moments at the top
wall (y = 1/2) with ¢ > 0, as
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e

ot = LS oy (M 4 ). (8.72)
+_ 1

(0 5 (8.73)

and at the bottom wall (y = —1/2) with { > 0, as

1 — 2
ot = 15 oy (M By ) (8.74)

1
Pt = . (8.75)
2
. 1 0 _ 2 1 +oo _ 2 .
The integral operators 7= [ ()¢"e ¢ d¢ and 7= [ (-)¢"e=¢"dC are applied to the
—0o0 0
kinetic equation (8.54) for ¢ with n =0, 1, 2, 3 and to (8.55) for ¢» with n =0, 1
and after some long algebraic manipulation of the resulting expressions, the following
system of ODEs is obtained:

dM; :dMIJF(;zg:M*qM +5ZM Ui +5ZN+pm +5ZN Pai
dy dy i=0 i=0 i=0 i=0 (8.76)

n=20,1,2,3

a, _ My +5§3:M+q +5ZM o —|—5ZN+p +6ZN P
y Tt dy M mM m M T m (8.77)
n=20,1,2,3
dN+ +dN2 - S + o+t
= fn +0> Mt +6> M, rm-—i-(SZNZ +5ZN1 St
i=0 = ; i=0 (8.78)
n=201
AN sz o
= f- +0Y M T +0> Miro;+6> Nis,7+0> Nis
dy Z % ;) Z (8.79)
n=20,1
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This is a set of 12 initial value ODEs. The high order moments M and N3 are
calculated integrating the distribution function. The coefficients involved in the above
system are given in Appendix E. The initial conditions for this system of ODEs, are
obtained by applied the integral operators defined above, to Eqs. (8.72)-(8.75) resulting
to the following expressions at the top wall (y = 1)

M, = v, M + v, (Mg +w, ,n=0,1,2,3, (8.80)
N, =z,,n=0,1 (8.81)

and at the bottom wall (y = 0)

n

M, =vf M7 +v oMy +w,,n=0,1,2,3, (8.82)

NF=:'n=0,1, (8.83)

with the involved coefficients given in Appendix E. The initial conditions at the bottom
boundary for the “positive” moments are given in terms of the values of the “negative”
moments at the same point and the other way around at the top boundary.

It is noted that for the system of kinetic equations the boundary conditions at the
top boundary (Egs. (8.72) and (8.73)) are given in terms of the “positive” moments at
this node and the boundary conditions for the bottom boundary (Egs. (8.74) and (8.75))
are given in terms of the respective “negative” moments. The most important aspect
of the half-range acceleration scheme is that the accelerated values of the moments
are obtained solving the system of moment equations including the corresponding
quantities at the boundary nodes. This is the cornerstone of the efficiency of such
half-range moment equations when they are used to accelerate the iterative solution of
kinetic equations.

The iteration map for this half-range acceleration (HRA) scheme consists of solving
the kinetic equations, followed by the computation of the high order moments and the
moments involved in the boundary conditions of the moment equations. Then, the
system of moment equations is solved in an iterative manner, where the “positive” and
“negative” moments are solved separately and the values of the moments in the right
hand side of the ODEs are updated, repeating this process until convergence. It is

noted, that when the system of moment equations is used for acceleration, the initial
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conditions are not updated during the solution of the system and the values obtained
from the kinetic step are used. Once the system of moment equations is solved and
the macroscopic quantities are obtained they are substituted back into the kinetic
equations.

If the high order moments in the right hand side of the ODEs (8.76)-(8.79) are set to
zero, then a closed system of equations is obtained, under the initial conditions (8.80)-
(8.83). When the system of half-range moment equations is used for the simulation,
decoupled from the kinetic equation, due to the half-range nature of the involved
moments, the discontinuity of the distribution in the Knudsen layers is inherently
treated, increasing the range of application of such schemes, as it will be demonstrated
in the next section. This is the so-called HRMM. Another benefit compared to systems
of full-range moment equations is that the initial values of the moments are obtained
in the same manner as the system itself, i.e., by taking the corresponding moments
of the boundary conditions. Thus, although in the full-range moment method the
derivation of boundary conditions corresponding to the high order moment equations
is problematic, in the half-range moment scheme the initial conditions are obtained in

a systematic manner.

8.6 Computational efficiency and accuracy of the

developed half-range schemes

The developed half-range schemes HRA and HRMM are compared in terms of
computational efficiency and accuracy to the typical DVM without acceleration (NA)
and with full-range acceleration scheme (FRA) as well as to the full-range moment
method (FRMM).

The computational accuracy is judged by computing for the Poiseuille flow and the
heat transfer problems the reduced flow rate and heat flux given by G = —2 fol udy
and Q) = ¢ (y) = ct respectively. The computational efficiency is compared in terms of
the number of iterations and the computational time required for convergence by the
different schemes.

Table 8.1 presents the reduced flow rate for the Poiseuille flow for various values of
the rarefaction parameter, from the free molecular up to the slip regime, for the Non
Accelerated (NA), Full-Range Acceleration (FRA) and Half-Range Acceleration (HRA)

schemes. The results of all three approaches are in excellent agreement, which is a
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clear indication of the correct implementation of the HRA scheme. The corresponding
number of iterations required for convergence of each approach is also presented in
Table 8.1. In the free molecular regime (small values of ¢), the number of iterations
required by all three numerical schemes is very small and more or less the same. As §
is increased the required number of iterations for the NA scheme is rapidly increased,
which clearly indicates the very slow convergence rate of the DVM with no acceleration
particularly for 6 > 10. On the contrary the required number of iterations of the
FRA and the HRA schemes is initially increased but then for § > 1 it is constant
and practically independent of . The speed-up of the convergence rate of the two
acceleration schemes is significant. It is interesting to note that the HRA scheme
performs better than the FRA scheme. The respective computational time required by
the three approaches is also shown in Table 8.1. For small values of ¢, the computational
effort required by all three methods is similar. As ¢ is increased both the FRA and
HRA schemes are much superior compared to the NA scheme. Comparing the required
computational time for convergence between FRA and HRA it is about the same for
0 < 100 but for 6 = 100 the HRA requires considerable more computational time than
the FRA although it requires a smaller number of iterations. This is due to the system
of HRA moment equations, that becomes stiff for large values of 4 and a more advanced
numerical method to solve this system should be used. Overall, it may be stated that
for fully developed flows, where the FRA performs really well, the implementation of
the HRA does not provide any benefits. This is contributed to the numerical solution
of the FRA moment equations which is obtained by the efficient Thomas algorithm
and to the boundary conditions which are known a priori and therefore, the main
advantage of the HRA is irrelevant for this case.

Next, moving to the heat transfer problem and before perform the comparative study
between the approaches, a numerical experiment is performed in order to demonstrate
the importance of accelerating the moments at the boundary points, when the outgoing
distributions are part of the solution. In this task the NA and FRA schemes are
used and the number of iterations required is shown in Table 8.2, along with the
corresponding number of iterations required by the two schemes assuming that the
boundary condition parameters are known and provided as input. These complimentary
schemes are denoted by NA* and FRA*. Starting with the FRA performance, it is
clearly seen that although the number of iterations required by the FRA is reduced
compared to the NA is reduced, the acceleration is not as substantial as it was in the

Poiseuille case. More specifically, for 6 = 100 in the Poiseuille flow problem the number
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of iterations is reduced by three orders of magnitude, while is the heat transfer problem
only by one order. Next, examining the performance of the NA* and the FRA* schemes,
it is seen that even in the former one, which involves no acceleration the number of
iterations are significantly reduced, while in the latter one, the number of iterations
is drastically decreased and its performance is very similar to the FRA performance
in the Poiseuille flow. The present numerical experiment proves the importance of
accelerating the boundary nodes, which however cannot be done by a purely FRA
scheme and this exactly is the motivation for the HRA schemes.

The accuracy of the FRA and HRA schemes for the heat transfer problem is
demonstrated in Table 8.3, where an excellent agreement between the computed heat
fluxes is observed. Concerning the number of required iterations the effectiveness of
the HRA approach compared to the other two is clearly demonstrated in the whole
range of ¢ from the free molecular up to the slip regimes. More specifically, the number
of iterations required by the HRA scheme compared to the NA and FRA is reduced up
to three and two orders of magnitude respectively. The superiority of the HRA scheme
is due to the acceleration of the boundary parameters. The respective computational
time required is also tabulated in Table 8.3. Now, the FRA computational time is
always larger than that of the NA. The FRA is slower because the number of iterations
has not been adequately reduced to counterbalance the increased computational time
per iteration and therefore, the overall computational time for convergence of the
FRA scheme is larger than that of the NA scheme. On the other hand, the HRA is
faster than the NA (except for § = 0, which is of minor importance). However, the
reduction in computational time is by no means comparable to the significant reduction
in the number of iterations, which is clearly contributed to the increased computational
time per iteration needed to solve the half-range moment system. This becomes more
evident for 6 = 100, where an increased number of physical nodes is used for the HRA,
due to the stiffness of the system. Overall, it may be stated that for the heat transfer
problem, where the boundary conditions are part of the solution, the HRA proves to
be more efficient than the NA and FRA schemes and it is important to develop more
efficient algorithms for the solution of the system of moment equations.

It has been pointed out that the system of moment equations that are used for the
acceleration of the iterative map can be solved decoupled from the kinetic equation,
closing the system by setting the high order moments equal to zero. It is interesting to
study the range of applicability and the accuracy of these moment methods, namely the
Full-Range Moment Method (FRMM) and the Half-Range Moment Method (HRMM).
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It is noted that for the HRMM the boundary conditions are constructed in a systematic
manner, while for the FRMM they are imposed using the macroscopic quantity values
at the boundaries. For the Poiseuille flow the boundary conditions for the FRMM
are the values of the macroscopic velocity at the boundaries. For the heat transfer
problem, three quantities (Mg, Ms, No) must be specified at each boundary. However,
only the temperature and density are known and it is not straightforward to introduce
boundary conditions for this system of moment equations.

A comparison in terms of the flow rate and between the typical non-accelerated,
the FRMM and the HRMM is shown in Table 8.4. As expected, the moment methods
are not accurate for small values of §, with the FRMM getting close to the NA for
0 = 100, while the HRMM is accurate for § > 1. It is noted that if slip boundary
conditions were used for the FRMM, the accuracy would improve. It is unexpected
and rather surprising however, that the HRMM produces accurate results even in the
transition regime. The comparison between the heat flux given by the NA and HRMM
is shown in Table 8.5 for the heat transfer problem. Now, the HRMM turns to be
accurate in the whole range of gas rarefaction, which again is not expected. The ability
of half-range moment methods to simulate gas flows in the whole range of the Knudsen
number observed here, has been also reported in [237] and it is field where further
research is needed.

Since the half-range moment methods can be used decoupled from the kinetic
equations starting from the transition regime, it is reasonable to wonder why the
half-range acceleration schemes are considered. One of the reasons is that for more
general cases, the half-range moment methods could prove to be less accurate, while
the accuracy of the acceleration scheme is guaranteed since the kinetic equation is
solved. Furthermore, the acceleration of the boundary nodes is a first step towards the

acceleration of the nonlinear kinetic equations.

8.7 Concluding remarks

Synthetic acceleration schemes to speed-up the iterative solution of linearized kinetic
equations have been developed in recent years based on the full-range moments of the
distribution function. Such schemes have been successfully applied to fully developed
flows through capillaries, providing a considerable acceleration of the convergence rate
of the iteration map. However, their implementation is limited by the fact that the

moments at the boundary nodes are not accelerated, which is especially detrimental
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in cases where the boundary condition parameters are part of the solution. Here, the
acceleration of the boundary nodes is achieved utilizing half-range moments of the
distribution function and the corresponding half-range schemes are developed and
implemented. Operating accordingly on the kinetic equations a system of moment
equations is obtained for the interior as well as for the boundary nodes of the physical
grid. The boundary conditions of the moment equations are derived in a consistent
manner similar to the one for the moment equations. The iterative map includes the
kinetic equations, the higher order moments computed by accordingly integrating the
distribution function and the system differential equations for the accelerated moments.
The channel Poiseuille flow and the heat transfer between two plates are applied in
order to indicate the computational accuracy and efficiency of the developed schemes.
In the Poiseuille flow, where the boundary conditions are known a priori the half-range
acceleration schemes do not provide a considerable benefit compared to the full-range
ones. However, in the heat transfer problem, where the boundary conditions are part of
the solution, the half-range acceleration scheme proves to be superior to the full-range
one, both in terms of the number of iterations and the computational time required.
Finally, solving the half-range moment equations decoupled from the kinetic equa-
tions provides accurate results for the heat transfer case in the whole range of gas
rarefaction and for the Poiseuille case from the transition up to the slip regimes. The
accuracy of the half-range moment method in a range of the Knudsen number, much
wider than expected, is attributed to the ability of the half-range moments to incorpo-
rate the discontinuity of the distribution function. In the Poiseuille flow the half-range
moment method is not accurate from the transition down to the free molecular regimes,
because the moment method does not inherit the degenerate nature of the kinetic
equation for this flow, that predicts an infinite flow rate in the free molecular limit.
Accelerating the boundary nodes makes acceleration schemes applicable to a larger
range of rarefied gas flow and heat transfer configurations. However, the analysis is
still limited to problems where the kinetic equation can be linearized. Accelerating the
boundary nodes is an important step towards acceleration schemes for the nonlinear
kinetic equations although a number of obstacles towards this goal exists. As mentioned
the involved system of equations for the half-range acceleration is a stiff system and a
suitable numerical scheme should be introduced. A limitation of this kind of schemes
is that the range of integration for the moments is directed by the configuration
boundaries, so although it is straightforward to construct such schemes when the

boundaries are aligned with the coordinate system axes it can be cumbersome for
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arbitrary geometries. A promising next step of this work is to introduce a hybrid
scheme, where half-range moments are used in the Knudsen layer and full-range ones
in the rest of the flow field, and since the half-range scheme is used locally, application

to arbitrary geometries would be easier to tackle.
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Table 8.1 Reduced flow rate, number of iterations and computational time in seconds for
the Non-Accelerated (NA), Full-Range Acceleration (FRA) and Half-Range Acceleration
(HRA) schemes (Poiseuille flow).

5 Flow Rate Number of iterations Computational time (s)
NA FRA HRA NA FRA HRA NA FRA HRA
0.01 3.0496 3.0496  3.0499 6 6 5 0.25 0.26 0.28
0.1 20327 20327 2.0332 9 9 6 0.37 0.36 0.31
1 1.5387  1.5387  1.5392 27 22 6 1.08 0.91 0.33
10 2.7686  2.7686  2.7696 342 27 6 13.5  1.12 0.55
100 17.6905 17.6933 17.7899 18498 27 6 779 1.11 8.17

Table 8.2 Number of iterations required by the (NA) and (FRA) and the respective
values when the boundary condition parameters are given (NA*) and (FRA*) (heat
transfer)

5 Number of iterations
NA FRA NA* FRA*
0.1 75 75 6 6
1 19 17 17 15
10 321 111 166 29
100 19296 888 7183 31

Table 8.3 Reduced flow rate, number of iterations and computational time in seconds for
the Non-Accelerated (NA), Full-Range Acceleration (FRA) and Half-Range Acceleration
(HRA) schemes (Poiseuille flow).

5 Heat flux Number of iterations Computational time (s)
NA FRA HRA NA FRA HRA NA FRA HRA
0 05642 0.5642  0.5642 2 2 2 0.0007 0.03  0.015
0.01 0.5599  0.5599  0.5599 546 546 4 0.19 6.1 0.031
0.1 0.5276  0.5276  0.5276 75 75 5 0.03 0.86 0.031
1 0.3616  0.3616  0.3616 19 17 6 0.015 0.19  0.031
10 0.09918 0.09918 0.09911 321 111 6 0.12 1.26  0.031

100 0.01218 0.01218 0.01218 16296 888 1

)

5.44  9.81 1.83
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Table 8.4 Flow rate for the Non Accelerated (NA), Full-Range Moment Method (FRMM)
and Half-Range Moment Method (HRMM) (Poiseuille flow).

5 Flow Rate
NA FRMM  HRMM
0.01 3.0496 1.6667(-3) 1.3181
0.1 2.0327 1.6667(-2) 1.3488
1 1.5387 1.6667(-1) 1.5374
10  2.7686 1.6667 2.7874
100 17.6905  16.6667  17.7997

Table 8.5 Heat flux for the Non Accelerated (NA) and Half-Range Moment Method
(HRMM) (heat transfer).

Heat flux

NA HRMM

0 0.5642  0.5642

0.01 0.5599  0.5599
0.1 05276  0.5259
1 0.3616  0.3588

10  0.09918 0.09912
100 0.01218 0.01218

o
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Concluding remarks

9.1 Summary and contributions

The context of this dissertation includes the development and implementation of
advanced deterministic and stochastic kinetic modeling in solving non-equilibrium
gaseous transport phenomena at microscale level. The proposed numerical schemes
are related to certain advancements of the well-known discrete velocity (DVM) and
direct simulation Monte Carlo (DSMC) methods. The effectiveness and validity of
the introduced methodologies has been demonstrated by solving prototype problems
in rarefied gas dynamics and then, these new approaches have been implemented to
investigate and understand the underlying physics of unexpected phenomena observed
in gas flows and heat transfer far from local equilibrium. In addition, based on computa-
tionally efficient and advanced modeling, various flow and heat transfer configurations,
encountered in the design of various devices with miniaturized sizes and/or operating
under low pressure (or density) conditions, have been simulated.

Pressure driven rarefied gas flows are modeled in Chapter 3. Kinetic equations with
an acceleration term, modeling flows in the presence of an external force, are numerically
solved, based on the method of characteristics. Upon introducing the characteristic
variables the force term is eliminated from the streaming part of the equation and
is incorporated into the collision term and in the expressions for the macroscopic
quantities. This semi analytical — computational methodology is implemented in the
solution of the nonlinear BGK model equation modeling the force driven fully developed
Poiseuille flow between parallel plates. The obtained mass and heat flow rates, as well
as the distributions of macroscopic quantities, are in very good agreement with the

corresponding published results for this configuration. A comparison of the reduced
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flow rate with the corresponding results provided by the infinite capillary theory
is performed, finding out that the later methodology being accurate even for large
values of the external force. Another interesting finding is the form of the distribution
function, since the external force acting on the gas molecules may result to strongly
non-equilibrium multimodal distribution functions with long tails. Next, in the same
chapter, the range of validity of the so-called implicit boundary conditions has been
investigated. The nonlinear BGK model is used to simulate the pressure driven flow
rarefied gas flow through a plane channel and a tube using the typical configuration
with the inlet and outlet regions and the one with the implicit boundary conditions
omitting the two regions at the capillary ends. A comparison is performed based on
the computed flow rates of the two configurations in a wide range of the parameters
characterizing the flow, namely the ratio of the outlet over the inlet pressures, the
dimensionless capillary length and the reference rarefaction parameter. It is found
that the dimensionless length is the most important parameter affecting the error.
For capillaries of small length the relative error may be unacceptable large droping
below 20% only for capillaries with dimensionless length larger than ten. The range of
validity is increased introducing the end effect theory, where the actual capillary length
is corrected to account for the end effects. In this case the deviation of the flow rates is
less than 15% for capillaries with dimensionless length larger than five. It is concluded
that the range of validity of the implicit boundary conditions is limited. Furthermore,
the infinite capillary theory is valid in the same range of parameters as the implicit
boundary condition formulation when they are both coupled with the end effect theory
with the latter one requiring larger computational effort but being able to simulate a
boarder range of phenomena.

The extension of the Discrete Velocity Method to unstructured grids is performed
in Chapter 4. The proposed methodology utilizes the so-called marching schemes
which are typically implemented on structured grids and yields the solution without
requiring the solution of a system of algebraic equations. The main obstacle is obtaining
the proper node marching sequence through the mesh, since following an erroneous
path will lead to collapse of the algorithm. Two methodologies are developed able
to obtain the correct marching sequence. The first one relies on generic geometrical
arguments and the second one on a backtracking algorithm. The former one is more
computationally efficient but in a limited number of cases may provide an erroneous
sequence, while the latter one is more robust but computationally demanding. In the

present implementation both methodologies are used, with the geometrical method
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always being the first choice and introducing the backtracking algorithm as the second
choice only when the geometrical approach fails. The developed marching DVM code
on unstructured meshes is successfully benchmarked in several rarefied gas flows and
heat transfer configurations in convex and non-convex domains using both linear and
nonlinear kinetic models.

Thermally driven flow configurations with application in the design of micro pumps
are examined in Chapter 5. The configurations include channels with saw-tooth
surfaces, tapered channels and curved channels. The saw-tooth channel configuration
is appealing as the walls are kept at constant temperatures and the flow is driven by
the thermal stress slip flow phenomenon. Although the ability of this configuration
to produce a mass flow rate is demonstrated, the mass flow rate is very sensitive to
the flow parameters and can even change direction by altering the reference pressure.
More importantly, the heat flux close to the boundaries in the gas side takes very
large values, making temperature control a daunting task. The concept of utilizing the
diodicity effect created by tapered channels in the design of a multistage assembly is
next examined. Simulations are conducted for single converging and diverging channels
for the limiting cases for zero pressure difference and zero net mass flow rate, as well
as the intermediate cases, for a wide range of the involved parameters, providing, a
detailed study for the channel inclination ratio and the working pressure parameters.
In the limiting case of vanishing net mass flow rate, the pressure difference is always
increased with the inclination ratio and depending on the inlet pressure it may be
larger for either converging or diverging channels. In the liming case of vanishing
pressure difference, the mass flow rate is always decreased with the inclination ratio
being always higher for the diverging channel. The performance characteristic curves
are extracted providing a complete picture of the pumping effect of this configuration
and the optimal working conditions are identified.Cascades of tapered channels are
also considered and the potential implementation of such configurations in multistage
assemblies is demonstrated. For completeness purposes, the potential design of pumping
stages consisting of straight and curved channels is examined, considering only single
channel elements. A parametric analysis is performed for the two limiting cases and
the potential of this configuration is reaffirmed.

In the framework of the DSMC method, a novel methodology decomposing the
DSMC solution into its ballistic and collision parts is developed, in Chapter 6, providing
insight information about the microstructure of the flow. The ballistic part refers to

particles arriving at some point of the flow domain directly from the boundaries with no
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collisions, while the collision part refers to particles arriving after an arbitrary number
of collisions with other particles. This technique is applied to interpret non-equilibrium
phenomena arising in thermally induced flow and heat transfer configurations in
cavities, explaining the presence of unexpected non-equilibrium flow adjacent to the
non-isothermal wall. The decomposition methodology has been also applied to pressure
driven fully developed flows through long capillaries to provide a complete quantitative
description of the celebrated Knudsen minimum appearing in the transition regime. In
all cases based on the decomposition technique a physical explanation to the interesting
transport phenomena observed is provided.

The uncertainty propagation in some typical rarefied gas dynamics configurations
is considered in Chapter 7. More specifically, the examined configurations include
pressure and temperature driven flow through long tubes and heat transfer between
parallel plates. In all problems the effect of the uncertainties of the input parameters
(geometry, pressure, temperature, pipe roughness) on the uncertainty of the output
quantities (flow rate, pressure difference, heat flux) is thoroughly analyzed. In pressure
and thermally driven flows the analysis is focused on the produced mass flow rate
and in the thermomolecular pressure difference phenomenon on the generated pressure
difference. In the heat transfer flow the uncertainty analysis is focused on the heat flux.
The uncertainty propagation analysis is performed using the Monte Carlo method.
In general, it may be stated that in the pressure driven flow the radius uncertainty
is the most important one, while in the temperature driven and heat transfer flows
the temperature uncertainty is the predominant one. Furthermore, the uncertainty
of the driving force (pressure or temperature difference) leads to very large values of
uncertainty when the driving force takes small values.

The extension of synthetic acceleration schemes of the slow convergence of the
iterative map of the DVM, is investigated in Chapter 8. So far, the available synthetic
acceleration schemes are based on full-range Hermite polynomials deriving a set of
moment equations accelerating the macroscopic quantities only in the interior nodes
of the physical domain. It is computationally demonstrated that accelerating the
boundary nodes is crucial in the general case, where the boundary conditions are part
of the solution. The proposed methodology is based on half-range Hermite polynomials
and the derived system of half-range moment equations are accelerating the macroscopic
quantities in the interior as well as in the boundary nodes of the physical domain. The
developed half-range synthetic acceleration schemes are applied to one-dimensional

flow and heat transfer configurations clearly indicating their computational efficiency.
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Section 9.1

Overall, in the course of the present work both theoretical and computational
advancements have been achieved. Novel numerical schemes have been developed,
existing ones have been extended, interesting and counterintuitive phenomena have
been analyzed in a systematic manner and flow and heat transfer configurations of
interest in the design of various devices are simulated. To sum up, the most important

contributions of this dissertation may be outlined as follows:

Computational advancements:

o Development and implementation of an analytical - numerical scheme simulating

kinetic model equations with external force term.

o Development and implementation of a geometric type methodology enabling the
extension of the efficient marching schemes in DVM algorithms to unstructured

meshes.

o Development and implementation of a computational methodology decomposing

the DSMC solution into ballistic and collision parts.

» Development and implementation of a half-range synthetic acceleration scheme

speeding-up the slow convergence of the iterative map of the DVM algorithm.

Theoretical advancements:

e Observation of multimodal distribution functions with long tails in the presence

of external force fields

« Physical explanation and quantitative justification of unexpected non-equilibrium
phenomena appearing in boundary heated cavities, based on the DSMC solution

decomposition methodology.

o Physical explanation and quantitative justification of the Knudsen minimum,

based on the DSMC solution decomposition methodology.
Technological advancements:

» Specification of the range of validity of the so-called implicit boundary conditions

with respect to the flow parameters in pressure driven flows.

o Parametric investigation of thermally driven micropumps using various geometri-

cal configurations.
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o Uncertainty propagation analysis in rarefied gas flow and heat transfer configura-

tions based on the Monte Carlo method.

9.2 Future work

The present work covers a broad range of topics in the field of rarefied gas dynamics
and non-equilibrium transport phenomena. Most of the material presented here, may
be further advanced or it may be implemented to model and simulate other phenomena.
Some indicative areas of future work are outlined.

In pressure driven flows the numerical — computational methodology introduced to
tackle the external force term which may be present in the governing kinetic equations
may be implemented to more complex configurations, such as flows of charged particles
in the presence of electric and magnetic fields. It could also be interesting to investigate
the implementation of relative approaches in the Lattice Boltzmann Method, in kinetic
simulations based on the DVM. Furthermore, the range of applicability of the implicit
boundary conditions may be investigated in pressure driven flows of polyatomic gases,
as well as of mixtures of gases.

The implementation of DVM algorithms on unstructured meshes has a lot of po-
tential and should be further investigated. Consistent higher order schemes may be
introduced for the distribution propagation in the physical space. A hybrid paralleliza-
tion approach (MPI+OpenMP) should be also applied in order to tackle larger domains
and more complex flow configurations. The extension of the developed methodology to
three dimensions in the physical space may be also considered. Another feature that is
already under development is the implementation of adaptive mesh refinement in the
physical space.

The design of thermally driven micropumps is a promising and emerging technolog-
ical field. The present modeling which is based on parallel plates could be extended to
orthogonal ducts. A larger range of configurations can be considered, with combina-
tions of converging or diverging and uniform channels. Furthermore, configurations
where the channel geometry is varying along the cascade could be investigated, so
that in combination with the varying pressure, the optimal operational conditions
serving the specific needs are maintained. Also, in order to increase the mass flow rate,
configurations with pumping stages consisting of multiple parallel channels, could be

introduced.
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Section 9.2

The decomposition of the DSMC into ballistic and collision parts is a powerful
methodology capable of providing a better insight and thorough understanding of
many non-equilibrium phenomena and paradoxes, such as the well-known inverted
velocity profile in the cylindrical Couette flow with partial wall accommodation and
the anomalous temperature profile in the Poiseuille flow. Extension of this approach
to binary gas mixtures may help better understand gas separation and mixing. In
addition, the implementation of this methodology to deterministic modeling remains
an open and very challenging issue.

The uncertainty propagation in rarefied gas modeling is an important topic and
the proposed methodology could be applied to many configurations with practical
interest. It is recommended to always perform such an uncertainty analysis in comparing
numerical and experimental results. A possible extension includes flow and heat transfer
configurations with gas mixtures where the effect of the concentration uncertainty may
play a significant role. Furthermore, the application of more advanced methodologies
such as the polynomial chaos can be considered in order to apply the uncertainty
propagation in problems, where the Monte Carlo method is very time consuming.

The developed half-range synthetic acceleration scheme is still in a preliminary
stage. Certain steps must be taken to ensure its applicability and effectiveness in more
realistic multi-imensional problems. The main issue under future investigation should
include the implementation of fast solvers of the systems on moment equations, as well
as the extension of the whole approach in more comlex geometries. Furthermore, full
and half-range acceleration schemes could be coupled, with the half-range applied in
the Knudsen layer close to the boundaries and the full-range in the rest of the flow
domain. Another future challenging step is the formulation of acceleration schemes for
the nonlinear kinetic equations.

Overall, it is hoped that the present work will prove useful to the scientific communi-
ties in rarefied gas dynamics, vacuum science and technology and gaseous microfluidics,
as well as that the developed numerical schemes, methodologies and approaches will

generate more research.
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Appendix A

Formulation of the implicit boundary con-

ditions

The one-dimensional characteristic form of the Euler equations is [242]

dU d
R (A1)
a p
where U is the velocity in the characteristic direction, p is the gas mass density and

a = +/yRT = /dP/dp is the local speed of sound, with

dU dP

a a’p
where the definition of the speed of sound has been used. Introducing the dimensionless
variables of Eq. (3.70), as well as p/p;, = P/ Py, into Eq. (A.2) yields

_dp
n\/27yT

In Eq. (A.3) the plus sign corresponds to a forward moving wave, i.e., a wave that

du =+ (A.3)

moves in the positive direction along the characteristic line and the minus sign in the
opposite direction. In both cases is the characteristic direction. Thus, the plus sign
denotes a wave entering from the capillary inlet at z = —L/ (2x), while the minus sign
denotes a wave entering from the capillary outlet at z = L/ (2x).

For some arbitrary node j, across the two ends of the capillary, Eq. (A.3) can be

: L i e Pj—Pin,j : L e _pout,j_pj
written as wu; — Uip,; = -2k NG for the inlet and wgy; — u; = T for the outlet.
J VYTj J V75

Rearranging the terms and substituting p;,, = 1 and pyys = P,/ Pin the boundary

conditions for the inlet and outlet velocities are found to be
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1 _pj
Uin,j = Uj + ————, A4
J J nj\/’}/TTj ( )
and
p; — Pout/Pin (A5)

Uoyt,j = Uj +
out,j J n]’\/?’}/_Tj
respectively. For the number density and temperature at the inlet, the reference values

are taken

Nin,j = 1 and Tin,j = 1. <A6)

Furthermore, the definition of the speed of sound, using the dimensionless variables
of Eq. (3.70), becomes dn = dp/(~7). Then, for some arbitrary node j at the capillary
outlet it becomes Ny ; — n; = p”%jj_pj and re-arranging the terms the boundary
conditions for the number density at the capillary outlet is found to be

Pout/Pin —Pj
ot =y - =L (A7)

Finally, the temperature at the outlet is given by the equation of state

Pout/Pz'n

Nout, 7

(A.8)

Tout,j =

Two sets of equations are formed giving the boundary condition parameters. The
set of equations (A.4) and (A.6) are applied at the inlet and Eqgs. (A.5), (A.7) and
(A.8) at the outlet.
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Appendix B

Formulation of fully developed, linear and
non-linear flows solved based on the march-

ing DVM algorithm on unstructured meshes

Simulations conducted by the marching DVM algorithm on unstructured meshes
developed in Chapter 4 are separated into three categories, fully developed flows, linear
cases and non-linear cases. The formulation of the considered cases is presented here.
The solution methodology remains the same for each type of simulation, even if the
equations involved are different. It is also noted that simulations are performed using
the dimensionless form of the equations. In all cases the dimensionless molecular
velocity is defined as ¢ = &/vg, where vy = /2R Tj is the most probable molecular
velocity, with R, and 7 denoting the gas constant and the reference temperature

respectively.

B.1 Fully developed flows

In fully developed flows the linearized BGK kinetic model equation is written as

23], [182], [228]

Oh;
dy

where ¢ = P, T refers to the pressure and temperature driven flows, respectively and h;

Oh, B
CSL’% + Cy =0 (uz,z hz) + Sz (Bl)

is the perturbation of the distribution function. The macroscopic velocity is given by
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!/
Uu 2,0 / 742
Uy = —= = [ hye > d B.2
== [ et (3.2)
where u/, is the dimensional velocity. The dimensionless gradients are denoted as.X;
and defined as Xp = ﬂ% and X = TEO% , where H is the characteristic length of

the configuration. The source terms are Sp = —% and Sp = —% for the pressure

and temperature driven flows respectively. The rarefaction parameter is defined as

PH
Huo

where where g is the viscosity at temperature 7.

5 = (B.3)

In fully developed flows the linearized Shakhov kinetic model equation is written as

23], [156], [174], [180]

G G =0 [+ e (¢ 1) — ] 5 (B.4)
i +<ya¢’ =5 [P+ 30 0] 4 S (B.5)

-1, Sy = —3 while for
the temperature driven flow they become S = —% <C2 — 1), Sy = —%C? The velocity

and heat flux in this case are given by

where the source terms for the pressure driven flow are S7 =

e = ;X / S (B.6)
Qi = PSJ:;Q = : [(C2 — 5/2) w; + %] 6_<2dc (B.7)

The outgoing distributions for Maxwell diffuse-specular boundary conditions are
for the BGK model h;" = (1 — «)h; while for the Shakhov model ¢ = (1 — ) ¢; and
Y = (1 — a); . The superscripts (+) and (—) denote the outgoing and incoming

distributions respectively.

B.2 Linear flows

Linear kinetic theory can be applied in the cases where the driving force is relatively

small. For example in the case of a flow driven by a moving wall or due to a temperature
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difference, this small parameter can be the ratio of the wall velocity over the most
probable molecular velocity e = Uy /vg or the ratio of the small temperature difference
over the characteristic temperature e = AT /Ty, respectively. The formulation of the
kinetic equations is independent of the driving force and the small parameter £, which
is only used in the dimensionalization process.

An expansion of the distribution function f around a reference value f° using
f = f°(1+egg) is performed. Introducing this expansion the kinetic equation for the
perturbed distribution function g is obtained and it may be written as [55], [157], [188],

[243)]
dg , . Oy
s < =§[¢ — ], B.8
Cor Ty, [9°" — g] (B.8)
where the equilibrium distributions for the BGK and Shakhov models are as follows:
BGK: 5
RIS B9
Shakhov:
geq=p+2C~u+T(C2—3)+4C-q(C2—5/2> (B.10)
2 15
Upon applying the projection procedure, Eq. (B.8) results to the following system of
equations:
Op Oy
L T 5t — B.11
Goe T g, [p°? — ] (B.11)
oY oY
L B o Py B.12

The equilibrium distributions for the BGK and Shakhov models are:

[

Pl =p+ 2 ut (¢ - 1), P = (B.13)

2

@equ+2¢-u+r(<2—1)+éc-ﬂ&-z),w:}125<-q (B.14)

The reduced distribution functions are defined as
1
— g B.15
@ 77 / ge *dc, (B.15)
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== / <<2 _ ) ge<ddc, (B.16)

The macroscopic quantities in terms of the reduced distribution functions are given by
the following expressions:

Number density:

p= Noé —/(pe s (B.17)
Velocity vector:
u; = oo —/Qgpe dC (B.18)
Temperature:
re izt 2 / (¢ = 1)+ u] e e (B.19)
Stress tensor:
P = ik = / Gipe™dC.i# 5 (B.20)
Heat flux vector:
6= =~ / Gl(¢?—2)etv]ecac (B.21)
Pressure perturbation:
="l (B.22)

The boundary conditions at some node i that belongs in B} for the polar angle 0,
and for the molecular velocity magnitude (,,, for the different cases, are formulated as

follows:

o Diffuse:

7 = pwi +2¢ - ww + Twy (C2 - 1) = Tw/2 (B.23)

wherepy, is a quantity used to satisfy the impermeability condition and is calculated as

282

Institutional Repository - Library & Information Centre - University of Thessaly
11/10/2023 20:26:27 EEST - 167.114.118.212



Appendixz B

.,{<0 (ni-¢) @i e s d¢ + ”{>0 (n; - ¢) [24’ i+ T <C2 B 1)} ¢
) [ (ni-¢)e<d¢

n;-¢>0

Pw,i =

(B.24)
with Uuw = Uw/ (U()E) and W = (TW — T()) / (T(){f).

e Specular:

The outgoing distribution is given in terms of the incoming distribution as ;" = ¢F
and ;" = F where ¢F and ¢ for some molecular velocity ¢ are connected to the
incoming distribution through the expressions ¢ (¢) = ¢; (¢ —2(n;-¢) - n;) and
Pl Q) =¢i (C—2(n;i-¢) - my).

 Diffuse-Specular:

The outgoing distributions are:

of =(1—a) el +a [pI/V,i +2¢ - uw,i + Twy (C2 - 1)} = (1= )¢ + o (tw,/2)
(B.25)
The accommodation coefficient o € (0,1) is denoting the percentage of particles

undergoing purely diffusive emission and the parameter py, is now given by

_ 1 N _ e
i = e | | e S

a / (n; - ¢) [2( CUw,i + T (C2 — 1)] e_CQdC + (1—a) / (n; - ¢) gofe_czdc
n;-¢>0 n;-¢>0

(B.26)
e Open:

In open boundaries, the incoming distributions are given by Eq. (B.23), while the
quantity py is replaced by the number density perturbation of the incoming gas stream

as

pi = (Ni — No) / (Nog) (B.27)
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o Periodic:

In the case of periodic boundaries, the distribution arriving at some position of one
boundary is the outgoing distribution at the corresponding point at the other boundary.
When those boundaries are not parallel, the appropriate rotation of the molecular

velocity is performed.

B.3 Nonlinear flows

Nonlinear kinetic modeling is the most general approach and is applied when no
assumptions or simplifications can be made. The kinetic equation, on the basis of the
dimensionless distribution function g=fv3/ Nycanbewrittenas|75], [158],[201],[223]

1—w

dg dg g
Gogy + Cya—y = don7 Y [g" —g]. (B.28)

The equilibrium distribution for the BGK model is g¢¢ = g™, where

oM=L exp l_(c—u)j (B.29)

(7?7')3/2 T

is the local Maxwellian distribution and for the Shakhov model

1= gt (1 L Aa(C-w l(c—uf_BD (B.30)

15 pr? T 2

Upon applying the projection procedure, Eq. (B.28) results to the following system of

equations:
Cx + 62 a = Gont' ¥ [ — ¢] (B.31)
oY I —w e
G+ Gy = don' ™ [~ (.32
The equilibrium distributions for the BGK model are the respective Maxwellian
distributions
2
oM = L exp [_(u)] (B.33)
T T
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2
oM = 2 oxp [—(C u) ] (B.34)
27 T
while for the Shakhov model they become
4q-(C—u) [(—u)’
“=pM1+ = —2 B.
14 ? ( + 15 p7? T (B.35)
4q-(¢C—u)[(¢—u)
“U=ypM 1+ — —1]]. B.
v ¥ ( + 15 pT? T (B.36)
The reduced distribution functions are defined as
1
o=z | o (B.37)
1
v="rz [ Coac. (B.38)

The macroscopic quantities in terms of the reduced distribution functions are given by
the following moments:

Number density:

N
PEN T /wdC (B.39)
RQ
Velocity vector:
U, 1
U == / Cipd¢ (B.40)
Vo PR2
Temperature:
T 2 9 2
=7 T 5 -5 B.41
r=g =5 ] [Corv]dc—Zu (B.A1)
R2
Stress tensor: .
Pij = ];OJ = 2/(@ —u;) (¢ — uy) pdg (B.42)
R2
Heat flux vector:
Qi / 2
i = = i~ U —u)p+Y|d B.43
"= By~ (¢ —w’e+v]dC (B.43)
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Pressure:
p=pT (B.44)

The boundary conditions at some node i that belongs in B;" for the polar angle 6y,
and for the molecular velocity magnitude (,,, for the different cases, are formulated as

follows:
« Diffuse:

The outgoing distributions are

2
PW,i C—u Vi
T+ Pwi (¢ — UW,i)2

where py is a quantity used to satisfy the impermeability condition and is calculated

as

J

n;-(<0(n;-¢)p; d¢

[ (- C)exp [—(CW)] ¢

-
n;-¢>0 Wi

pVVﬂ' = _7T7-I/V,i s (B47)

with Uw = Uw/Uo and W = Tw/Tg
e Specular:

The outgoing distribution is given in terms of the incoming distribution as ¢;” = ¢,
¥ = YE, where ¢ and ¥ for some molecular velocity ¢ are connected to the

incoming distribution through the expressions ¢ (¢) = ¢; (¢ —2(n;-¢) - n;) and
(€)= (€ —2(mi-¢) ni).

« Diffuse-Specular:

2

of = (1 —a)pl+ a:r/v; exp l— (¢ T:W’l) ] (B.48)
2

Y =(1—a)Pf+ a—pz‘:;z exp [— (c T:W’Z) 1 (B.49)
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The accommodation coefficient a@ € (0,1) is denoting the percentage of particles

undergoing purely diffusive emission and the parameter py, is now given by

J
ni+¢<0(n;-¢)p; d¢+(1—a) J
n;-¢>0(n;-¢)wltd¢

o [ (ni-¢)exp [— “‘“Wﬂ')?] i

p—
n;-¢>0 W

(B.50)

Pwi = —TTw,

e Open:

In the case of open boundaries, the incoming distributions are given by Eqs. (B.45)
and (B.46), however the quantity pw is replaced by the number density of the incoming
gas stream p; = V;/Ny.

e Periodic:

The periodic boundary conditions are treated in the same manner as for the linear

cases.
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Appendix C

Nonlinear thermally driven flow through short

tapered channels

The thermally driven flow through short tapered channels is considered on the basis
of the non-linear Shakhov model equation using the DVM algorithm on unstructured
meshes developed in Chapter 4. The nonlinear simulations are conducted in order to
investigate the validity of the assumptions of the the infinite capillary approach used
in Section 5.3. The configuration consists of short converging/diverging channels along
with upstream and downstream vessels. The two limiting cases (zero net mass flow
rate and zero pressure difference) are considered, where the boundaries of the vessels
are either closed or open, while purely diffusive boundary conditions are assumed at
the other boundaries. In the case of open boundaries upstream and downstream of
the channel the same pressure F is assumed for both. The vessel boundaries are kept
at different temperatures T and Ty with a linear temperature distribution along the
channel walls. For the converging channel, the low temperature (T¢) is applied at the
left vessel boundary, while the high temperature (Tj) at the right vessel boundary.
In the divergent channel, those temperatures are reversed. The need for non-linear
simulations arises from the fact that the channel is relatively short and the temperature

differences assumed are large. The simulation parameters are given in the table bellow

Tout/ﬂn T’z L/Hm Lv/Hm Hv/Hm a = Hmax/Hmin Hm
2 273K 10 5 5 1,2, 4 10~-5m

The following dimensionless quantities are introduced

Z :$,/Hm,y:y//Hm,7’ :T/T‘inau = U/UO and p= N/NO (Cl)
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where vy = \/2RT}, is the most probably molecular speed with R denoting the gas
constant, Ng = P,/ (kgT},) is the reference number density with kp denoting the
Boltzmann constant. In the open configuration the reference pressure (FP,) is the
pressure imposed at the open boundaries while in the closed configuration Ny is the
average number density. The reference rarefaction parameter is
5 Dot , (C.2)
HVo

where p is the viscosity at the reference temperature 7;,. The two limiting cases are

considered where either the net mass flow rate or the pressure difference is zero.

C.1 Zero net mass flow rate (Flow scenario A)

The vessel walls are assumed to be solid boundaries and the channel plus vessels
configuration is closed. Due to the temperature gradient, a flow is induced from cold
to hot regions. However, since the inlet and outlet are closed the net mass flow rate
in every cross section necessarily vanishes. This leads to the creation of a pressure
difference, with the pressure in the hot side increasing and with that of the cold side
decreasing, leading to a pressure driven flow from hot to cold vessels that counteracts
the thermally driven flow. More specifically the effect of the diodicity created by
the tapered channels is investigated, comparing the pressure difference generated by
converging and diverging channels.

Simulations are conducted for the parameters given in the table above and values
of the reference rarefaction parameter 6 = 0.1, 1, 10, 20, for converging and diverging
channels with o = 2 and 4 as well as for straight channels. In all cases a triangular
mesh is used, with approximately 2.2 x 10° triangular elements.

The dimensional values of the pressure difference are shown in Table C.1. As the
reference pressure is increased, the dimensional pressure difference is also increased,
however the ratio of the pressure difference to the reference pressure (AP/F) is
decreasing. For small values of §, the inclination ratio o has a small effect on the
pressure difference, while for larger values higher inclination ratios lead to higher
pressure differences. Comparing the diverging and converging channels, for small
values of 9 the diverging channels produce higher pressure differences and the situation

is reversed moving to larger . This can also be seen from the pressure diodicity
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coefficient Fp, that is initially larger than one, although very close to it, and then

becomes smaller.

C.2 Equalinlet and outlet pressures (Flow scenario
B)

The vessel walls are assumed to be open. Both open boundaries are kept at the
same pressure Fp, but at different temperatures while the macroscopic velocity of
the incoming distribution is assumed to be zero. Due to the temperature gradient a
thermally driven flow is formed from cold to hot regions through the channel.

Simulations are conducted for reference rarefaction parameter 6 € [0.1,20], for
converging and diverging channels with a = 2 and 4 as well as for straight channels.
The reference pressure for each value of the rarefaction parameter examined is given in
the table below.

4] 0.1 1 5 8 10 15 20
Py (Pa) 74.51037 745.1037 3725.519 5960.83 7451.037 11176.56 14902.07

The mass flow rate per unit length is given in Table C.2, along with the mass
diodicity coefficient. The mass flow rate increases as the pressure increases, and tends
to an asymptotic value when § — oo. Increasing the channel inclination « reduces the
mass flow rate, as the constriction at the small end of the channel acts as a bottleneck
to the flow. Moreover, the straight channel always has the highest mass flow rate
out of all three followed by the diverging channels. The mass diodicity coefficient F,;,
increases as « is increased. For low values of pressure, F,;, is close to unity, while it
increases as the pressure is increased, reaching a maximum and then decreases with
further increase of the pressure. In contrast to the pressure diodicity coefficient that
takes values both smaller and larger than one, the mass diodicity coefficient for this
limiting case is always larger than one.

Density and temperature distributions are shown in Figures C.1 and C.2 at three
cross sections along the channel, namely x = 5.5, 10, 14.5, corresponding to the center
and close to the two ends of the channel for converging and diverging channels with
a =4 and 0 = 0.1, 1, 20. The interesting observation about those distributions is that
both temperature and density are almost uniform at each cross-section for small values
of 4, while they slightly deviate from uniform for § = 20. Although the height to length
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ratio H/L = 0.1 is not very small, the infinite capillary theory can be applied, due to
the uniformity of density and temperature along the cross section. The infinite capillary
approach, compared to extensive 4D non-linear simulations, is very computationally

efficient and allows for a far more detailed parametric analysis of this flow setup.
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Table C.1 Pressure difference and pressure diodicity coefficient (Ep) for the closed
configuration (m = 0).

Converging Diverging Ep
0 Py(Pa) a=2 a=4 a=2 a=4 a=2 a=4
0.1 74477 31.84 3148 32.08  31.99 1.007 1.016
1 74477  188.96 187.67 190.81 216.32 1.01  1.153
10 74477 365.61 402.03 359.35 394.58 0.983 0.981
20 14895.4 363.89 476.50 332.02 393.83 0.912 0.827

Table C.2 Mass flow rate (kg/m/s) and mass diodicity coefficient E,, for the open
configuration (AP = 0)

Converging Diverging E;

5 PO(P&) Stralght Q{:Q Oé:4 0522 a:4 a:2 Oé:4

0.1 74.51037 7.49E-08 6.59E-08 4.74E-08 6.78E-08  5.00E-08 1.03  1.06
1 745.1037 4.46E-07 3.81E-07 2.67E-07 4.15E-07 3.12E-07 1.09 1.17
5 3725519 1.09E-06 8.94E-07 6.01E-07 1.05E-06 7.98E-07 .17 1.33
8 5960.83 1.29E-06 1.05E-06 7.02E-07 1.25E-06  9.55E-07 1.19  1.36
10 7451.037 1.37E-06 1.12E-06 7.43E-07 1.33E-06 1.02E-06 1.19  1.37
15 11176.56 1.49E-06 1.21E-06 &8.11E-07 1.44E-06 1.11E-06 1.18  1.37
20 14902.07 1.54E-06 1.26E-06 8.48E-07 1.48E-06 1.15E-06 1.17  1.36
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Figure C.1 Density (left) and temperature (right) distributions, at various cross sections
along a converging channel with o = 4 for § = 0.1, 1, 20.
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Figure C.2 Density (left) and temperature (right) distributions, at various cross sections
along a diverging channel with o = 4 for 6 = 0.1, 1, 20.
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Appendix D

Computation of the kinetic coefficients used

in the modeling of tapered channels

The kinetic coefficients presented here are used in the modeling of the tapered
channel design in Section 5.3. The linearized Shakhov model equation for the pressure

and temperature driven flow between two plates is given in dimensionless form by [235]:

0p; 2 1
cya—yj +dp; =0 {uj + R <c§ - 2)} — 57 (D.1)
o 4 "
cyﬁ—yj + 0, = (5qu — S5 (D.2)
Here, the subscripts j = P,T denote the pressure and temperature driven cases

respectively, y is the space variable normal to the two plates, ¢, the molecular velocity
in the y-direction, ¢; (y,c,) and ¢; (y,c,) are the reduced linearized distribution
functions, d the gas rarefaction parameter, u; and ¢; the axial components of the bulk

velocity and heat flux given by

1 7 .
W= / pievdey, (D.3)

oo

q = \/1% / [%’ + (Ci - ;) %} e~vde, (D.4)

while the source terms are

1 1 1
Sp=5.8i=5 (3 -5) sE=0sp =1 (D.5)
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The associated boundary conditions can be written as

P (1/2a Cy) =0, Cy < 0 and Py <_1/27 Cy) =0, Cy > 0 (DG)

Y (1/2,¢4) =0,¢, <0 and ¢; (—1/2,¢,) =0,¢, >0 (D.7)

The system of Egs. (D.1) and (D.2) coupled with the expressions (D.3), (D.4) and
(D.5) subject to the boundary conditions (D.6) and (D.7) is solved numerically to yield

the dimensionless flow rates, also known as kinetic coefficients,

1/2

Gp=-2 / updy, (D.8)
~1/2
1/2
—-1/2

Tabulated values of the flow rates Gp and G are provided in Table D.1 for § € [1072, 50]
and they are used in the solution of Eq. (5.10). For values of 6 > 50 the analytical slip
expressions G = % +op, G = “Zwhere op = 1.018 and op = 1.175 are applied

[23].

Table D.1 Kinetic coefficients Gp and G in terms of the gas rarefaction parameter ¢
for pressure and temperature driven flows through a plane channel.

o 0.01 0.02 0.03 0.04 0.05 0.06 0.07 0.08

Gp  3.052 2.714 2.528 2.401 2.307 2.233 2172 2121
Gr  1.247 1.078  9.846(-1) 9.207(-1) 8.726(-1) 8.344(-1) 8.029(-1) 7.761(-1)

4] 0.09 0.1 0.2 0.3 0.4 0.5 0.6 0.7

G, 2078 2.040 1.817 1.713 1.653 1.614 1.589 1.573
Gr 7.530(-1) 7.327(-1) 6.075(-1) 5.408(-1) 4.962(-1) 4.629(-1) 4.365(-1) 4.146(-1)

5 0.8 0.9 1 2 3 1 5 6
G, 1563 1.556 1.554 1.611 1.727 1.861 2.005 2.155
Gy 3.960(-1) 3.798(-1) 3.655(-1) 2.741(-1) 2.233(-1) 1.890(-1) 1.640(-1) 1.448(-1)
5 7 8 9 10 20 30 40 50

G, 2308 2.464 2.621 2.779 1,406 6.053 7.710 9.363
Gr 1.295(-1) 1.171(-1) 1.068(-1) 9.814(-2) 5.386(-2) 3.697(-2) 2.814(-2) 2.269(-2)
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Tables of coefficients used for half-range ac-

celeration schemes

The coefficients required in the formulation of the half-range acceleration schemes

developed in Chapter 8 are given in the current Appendix. More specifically, the

coefficients of the half-range Hermite polynomials for order up to 4 are given in

Table E.1, while in Table E.2 the corresponding coeffiecients multiplying the Hermite

polynomials in order to obtain monomials are given. Tables E.3 and E.4 present the

coefficients of the moment equations for the Poiseuille flow. Finally, for the heat

transfer configuration Tables E.5 - E.9 present the coefficients of the moment equations
while Tables E.10 and E.11 coefficients of the initial conditions.

Table E.1 Coefficients a,;; and a,,; for up to 4 order.

Y

Uy
" i=0 i — i—=2 i—=3 =
0 1 0 0 0 0
1 -0.5641895835477563 1 0 0 0
2 0.3759691969420544  -1.552614976394557 1 0 0
3 -0.2909121307837363  2.031256652965526  -2.838582595758498 1 0
4 0.2537095744566917 -2.603999687995054  5.854340551373520  -4.363303439838602 1

an g
0 1 0 0 0 0
1 0.5641895835477563 1 0 0 0
2 0.3759691969420544  1.552614976394557 1 0 0
3 0.2909121307837363  2.031256652965526  2.838582595758498 1 0
4 0.2537095744566917  2.603999687995054  5.854340551373520  4.363303439838602 1
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Table E.2 Coefficients B;L, ; and 3, ; for up to 4™ order.

+

n,t

" =0 i=1 i=2 i=3 =
0 1 0 0 0 0
1 0.5641895835477563 1 0 0 0
2 0.5 1.552614976394557 1 0 0
3 0.5641895835477564  2.375969196942055  2.838582595758498 1 0
4 0.75 3.881537440986388  6.531256652965524  4.363303439838602 1
0 1 0 0 0 0
1 -0.5641895835477563 1 0 0 0
2 0.5 -1.552614976394557 1 0 0
3 -0.5641895835477564  2.375969196942055 -2.838582595758498 1 0
4 0.75 -3.881537440986388  6.531256652965524  -4.363303439838602 1
Table E.3 Coefficients g and s* for Poiseuille flow.

n g g st s~

0 2.65979236632549 2.65979236632549 0.657251578644048 -0.657251578644048

1 -1.50062714748068 1.50062714748068 -0.120814494441291 -0.120814494441291

Table E.4 Coefficients p** for Poiseuille flow.
T -
n . i : ‘ p .
1=0 1=1 1=20 1=1
0 -1.31450315728810  2.569792366325488  1.31450315728810 0
1 0.241628988882581 -1.500627147480680 -0.241628988882581 0
p " p
0 -1.31450315728810 0 1.31450315728810  2.569792366325488
1 -0.241628988882581 0 0.241628988882581  1.500627147480680
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Table E.5 Coefficients gTand f* for heat transfer between parallel plates.

n 9" 9~ fr f-
0 3.94151463200184 3.94151463200184  2.65979236632549  2.65979236632549
1 -2.22376149877651 2.22376149877651 -1.50062714748068 1.50062714748068
2 1.48188809092909  1.48188809092909 - -
3 -1.14663442011093 1.14663442011093 - -
Table E.6 Coefficients ¢** for heat transfer between parallel plates.
T
" i=0 i=1 i=2 =3
0 -1.81014821515383 5.09314478179876 -6.42502906052862 3.94151463200184
1 0.52126676766736 -2.87349923339147 = 3.62493446994188  -2.22376149877651
2 -0.18634727437408  1.06086041967950 -2.32158141895835 1.48188809092909
3 0.06171511410546 -0.35133930491015 0.76886910558464 -1.14663442011093
g
0 1.81014821515383  0.64483134379989 -0.41531954386869 0
1 -0.52126676766735 -0.36380712731700 0.23431896049452 0
2 0.18634727437408  0.09644185633450 -0.06211575812469 0
3 -0.06171511410546 -0.03193993681001 0.02057170470182 0
g
0 -1.81014821515383 0.64483134379989  0.41531954386869 0
1 -0.52126676766735 0.36380712731700  0.23431896049452 0
2 -0.18634727437408  0.09644185633450  0.06211575812469 0
3 -0.06171511410546  0.03193993681001  0.02057170470182 0
q
0 1.81014821515383  5.09314478179876  6.42502906052862  3.94151463200184
1 0.52126676766735  2.87349923339147  3.62493446994187  2.22376149877650
2 0.18634727437408  1.06086041967950  2.32158141895834  1.48188809092909
3 0.06171511410546  0.35133930491015  0.76886910558464  1.14663442011093
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Table E.7 Coefficients p™ for heat transfer between parallel plates.

n . P . . P .
1=10 1=1 1=20 1=1
0 -0.41531954386869 0 -0.41531954386869 0
1 0.23431896049452 0 0.23431896049452 0
2 -0.06211575812469 0 -0.06211575812469 0
3 0.02057170470182 0 0.02057170470182 0
p " P

0 0.41531954386869 0 0.41531954386869 0
1 0.23431896049452 0 0.23431896049452 0
2 0.06211575812469 0 0.06211575812469 0
3 0.02057170470182 0 0.02057170470182 0

Table E.8 Coefficients r** for heat transfer between parallel plates.

T
" T=0 i=1 =2 =3
0 0  1.36061152568228 0.87633543819206 0
10 -0.25010452458011 -0.16108599258839 0
rt-
0 0 -1.36061152568228 0.87633543819206 0
1 0 0.25010452458011 -0.16108599258839 0
-
.
0 0  -1.36061152568228 -0.87633543810206 0
1 0 -0.25010452458011 -0.16108599258839 0
p—
0 0  1.36061152568228 -0.87633543810206 0
1 0 0.25010452458011 -0.16108599258839 0
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Table E.9 Coefficients s** for heat transfer between parallel plates.

ot ot
" i=0 =1 =0 =1
0 -1.75267087638413 2.65979236632549  0.87633543819206 0
1 0.32217198517678 -1.50062714748068 -0.16108599258838 0
st s
0 -0.87633543819206 0 1.75267087638413  2.65979236632549
1 -0.16108599258838 0 0.32217198517678  1.50062714748068

Table E.10 Coefficients v* for heat transfer between parallel plates.

" vt v~
1=0 1=1 1=0 1=1
0 1 1.77245385090552 1 -1.77245385090552
1 0 0 0 0
2 0 0 0 0
3 0 0 0 0

Table E.11 Coefficients wrand z* for heat transfer between parallel plates.

n wt w™ 2zt 2~

0 0.125 -0.125 -0.25 0.25

1 0.07052369794347 0.07052369794347 0 0

2 -0.01550385038224 0.01550385038224 - -

3 0 0 - -
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