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Abstract

Gas Transport and Control in Thick-Liquid Inertial Fusion Power Plants

by

Christophe Sylvain Debonnel

Doctor of Philosophy in Engineering—Nuclear Engineering
University of California, Berkeley

Professor Per F. Peterson and Doctor Simon S. Yu, Co-Chairs

Among the numerous potential routes to a commercial fusion power plant, the inertial path
with thick-liquid protection is explored in this doctoral dissertation. Gas dynamics phenom-
ena in such fusion target chambers have been investigated since the early 1990s with the help
of a series of simulation codes known as TSUNAMI. For this doctoral work, the code was
redesigned and rewritten entirely to enable the use of modern programming techniques, lan-
guages and software; improve its user-friendliness; and refine its ability to model thick-liquid
protected chambers. The new ablation and gas dynamics code is named “Visual Tsunami” to
emphasize its graphics-based pre- and post-processors. It is aimed at providing a versatile and
user-friendly design tool for complex systems for which transient gas dynamics phenomena
play a key role. Simultaneously, some of these improvements were implemented in a previous
version of the code; the resulting code constitutes the version 2.8 of the TSUNAMI series.
Visual Tsunami was used to design and model the novel Condensation Debris Experiment
(CDE), which presents many aspects of a typical Inertial Fusion Energy (IFE) system and

has therefore been used to exercise the code. Numerical and experimental results are in good



agreement.

In a heavy-ion IFE target chamber, proper beam and target propagation set stringent re-
quirements for the control of ablation debris transport in the target chamber and beam tubes.
When the neutralized ballistic transport mode is employed, the background gas density should
be adequately low and the beam tube metallic surfaces upstream of the neutralizing region
should be free of contaminants. TSUNAMI 2.8 was used for the first simulation of gas trans-
port through the complex geometry of the liquid blanket of a hybrid target chamber and beam
lines. Concurrently, the feasibility of controlling the gas density was addressed with a novel
beam tube design, which introduces magnetic shutters and a long low-temperature liquid vor-
tex; this beam tube configuration was included in the first thick-liquid heavy-ion fusion point
design, the so-called Robust Point Design 2002. Additionally, novel, alternative thick-liquid
chambers that can accommodate the assisted-pinch, the solenoidal final-focusing, or a Z-pinch

driver are discussed.

Prof. P.F. Peterson
Dissertation Committee Co-Chair

Dr. S.S. Yu
Dissertation Committee Co-Chair
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Chapter 1

Thick-Liquid Protection and Inertial

Fusion Power Plants

1.1 Introduction to Fusion Power

1.1.1 Fusion Basics

Fusion bears the promise of a clean and sustainable source of energy. The fusion reaction

that is envisaged for the first generation of fusion power plants is:
D+T—a+n+17.6 MeV (1.1)

where a deuteron (D oiH™) and a triton (T orPH™) fuse to create a helium nucleus 6r

He?t) and a neutron (n), while releasing82 x 1012 J or 17.6 MeV. The above D-T reaction

is preferred to other fusion reactions because it has the highest probability (or cross-section) in
the range of temperatures that allow fusion reactions to take place and that can be most easily

obtained in a human-made device. In particular, the D-T reaction is preferred to p-B and other



2
neutron-free reactions, even if the high-energy neutrons produced by the D-T reaction are a
potential threat to the chamber solid structures.
Deuterium can be found in water, but tritium is a short-lived radioactive isotope of hy-
drogen and has to be produced, usually from lithium, through one of the two followiay (n,
reactions:

SLi + n (thermal)— o + T + 4.78 MeV (1.2a)
Li+n (fast)— a + T+ n - 2.47 MeV (1.2b)

A 1-GWe fusion power plant will consume around 0.6 kg of D-T fuel a day, to be compared
with the typical 3.3 kg needed per day in a fission plant of the same power and the 7,300,000 kg
of fuel consumed a day in a coal-fired power plant. Fossil fuel power plants release nitrogen,
sulfur, and carbon oxides. Current nuclear plants generates short- and long-lived fission and
activation products, with almost no release to the atmosphere. D-T reactions do not produce
any long-lived elements and future fusion power plants will have essentially no long-lived
by-products if adequate liquid protection is provided to prevent any significant activation of a

low- to medium-Z vessel.

1.1.2 Possible Routes to Fusion Power

The Coulomb force repels protons apart from each other. To fuse, nuclei therefore need to
achieve kinetic energies high enough to overcome this Coulomb barrier. This can be done us-
ing accelerators to impart high kinetic energy to fuel ions. For instance, in the Rotating Target
Neutron Source (RTNS) at the University of California at Berkeley, deuterons are accelerated
by a potential difference of 500,000 V to reach 4% of the speed of light and hit a tritiated

target. Fusion does occur, but this approach consumes far more driving power than the fusion
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reactions release. Similarly, net fusion power would not be produced with two colliding beams
of fuel, because of the inherently low density of the beams.

Instead of accelerating ions in an organized manner, ions can be heated up, gaining random
kinetic energy, as is done in the sun. Fusion is indeed the source of energy of the stars, in
which the high pressure required for fusion to happen is counterbalanced by the gravitational
force. The total quantity of fuel is so extraordinarily large and the average time the fuel spent
confined by gravitation is so extraordinarily long that substantial fusion energy is generated,
even though the chain of reactions that cause four protons to fuse ultimately into one alpha
particle

4p+2e —a+2v (1.3)

has a very low cross-section. An earth-bound engineering device based on gravitational con-
finement is out-of-reach, for obvious reasons. A human-made device has to deal with smaller
masses and much shorter confinement times, necessitated by relatively larger heat losses.
Magnetic confinement fusion aims at containing high-temperature, low-density plasmas
using strong electromagnetic fields to keep the fuel together and prevent it from cooling
through contact with the plasma vessel. Plasma instabilities and heat losses provide the main
challenges to overcome for net fusion power generation. Inertial Confinement Fusion (ICF)
relies upon the ability to compress a D-T pellet using energy provided by a laser, a Z-pinch or

an ion accelerator [4, 37].

1.1.3 Inertial Confinement Fusion

Inertial fusion targets can be driven directly or indirectly. In direct-drive, laser beams strike

a D-T pellet, heating the outer layer that sublimates and expands outwards. As a reaction,
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the inner fuel layer is driven inwards. The fuel is then compressed to high temperature and
density—about a thousand times liquid density. A “hot spot” appears, where fusion takes
place. The neutrons stream away, but the alpha particles are stopped in the layer of fuel next
to the hot spot; this layer is heated up by the alphas and start to fuse, generating alpha particles
that will stop in the next layer. Hence, a “fusion burn wave” propagates from the initial hot spot
towards the outside surface of the pellet. “Inertial confinement” fusion is actually somewhat
of a misnomer. The scheme relies on the inertia of the target to maintain the integrity of the
fusing pellet for a significant fraction of the fuel to undergo fusion. In practice, there is hardly
any confinement at all; the target disassembles within a few picoseconds—nonetheless enough
time for a third of the fuel of a properly designed target to fuse.

In indirect drive, the pellet is held in a small container, which is usually called a hohlraum,
after the German name for a cavity. The laser or heavy ion beams stop and deposit the driving
energy onto the inside surface of the hohlraum, heating the walls to a few million kelvins. The
walls emit x-rays, which are mainly absorbed in the outer layer of the D-T pellet. The outer
layer is ablated and expands outwards. The remaining phenomena are similar to those in the
direct-drive case. Descriptions of heavy-ion hohlraums can be found in References [69, 9, 10].

Direct-drive can, in principle, achieve higher energy conversion (from driver to implosion)
than indirect-drive but the imploding capsule is subject to instabilities due to the lack of uni-
formities of the irradiation induced by a finite number of discrete laser beams. A better, more
symmetric irradiation and implosion are expected via the indirect drive approach. Two laser
facilities currently under construction—Laser Mega-Joule in the suburb of Bordeaux, France,
and National Ignition Facility at the Lawrence Livermore National Laboratory—are designed

to achieve breakeven and ignition. An inertial fusion power plant would be pulsed: D-T targets
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would be repetitively ignited at a frequency high enough to release enough energy to produce

significant power.

1.2 Inertial Fusion Energy

1.2.1 Target Chamber Design

Designing a fusion power plant demands facing several multi-decade scientific and engi-
neering challenges. The scientific challenges require identifying and understanding the phe-
nomena that will control the capability to ignite targets. The engineering challenges call for
developing innovative methods and tools to build compact and inexpensive power plants that
can achieve high repetition rates, while maintaining safety and reliability. The target cham-
ber needs to extract the fusion energy for electricity production; breed enough tritium to be
self sufficient; clear itself for the next shot to take place by restoring the chamber condition
imposed by proper beam propagation or Z-pinch operation; and survive the hostile fusion
environment, ideally for the full life of the plant.

The fusion energy is split between high-energy neutrons, x-rays, and debris. Simple kine-
matic considerations indicate that the D-T reaction gives 80% of the released energy to the
neutron and the remaining 20% to thigarticle. Detailed numerical simulations show that in
direct-drive targets, the energy is indeed roughly split according to this simple estimate, with
a small fraction of the yield given to highly energetic x-rays. Indirect-drive targets present a
more complex energy partitioning. This comes from the interaction of the target debris with
the hohlraum, which causes a significant fraction of the debris to slow down and convert part

of its energy to x-rays. This is also true for neutrons, but to a lesser extent. Typically, for
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indirect-drive targets, neutrons carry 68% of the yield, x-rays 25%, and target and hohlraum
debris 7%.

Over the last thirty years or so, several target chamber concepts have been envisioned. Dry
wall chambers rely on the standoff distance between the target and the metallic or ceramic
first wall to attenuate the x-ray and neutron fluences. A buffer gas stops most debris and a
significant fraction of the x-rays. A fireball is then formed and radiates its energy over time
scales potentially long enough for the heat to be accommodated by the first wall through heat
conduction. Thin liquid wall chambers interpose a liquid layer between the target and the
structural first wall. The thin liquid layer is meant to shield the structural first wall from x-rays
and ions. Thick liquid wall chambers, to be discussed at length in this study, make use of thick

liquid jets and vortexes to protect the first wall.

1.2.2 Thick-Liquid Protection

Thick-liquid protection offers several advantages over those offered by thin-liquid walls.
The liquid structures are “neutronically-thick” and will therefore protect the solid walls by
absorbing and slowing down target neutrons, reducing the neutron fluence. An efficient thick-
liquid protection scheme will reduce neutron energy to a fast fission-like spectrum: Materials
developed for fission power plants can then be used, eliminating the need for a costly material
development program. Ideally, the first structural walls would be fabricated from relatively
inexpensive nuclear-grade material such as stainless steel and would last the typical lifetime
of a reactor. The vessel activation would be very low, permitting disposal as low-level waste.

The liquid structures will play the role of the coolant fluid in a fission power plant, absorb-

ing most of the fusion energy, which will then be easily extracted from the target chamber,
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so that it can be used to produce electricity. The binary molten salt flibe (LiF)Bef the
ternary mixture flinabe (LiF-NaF-Belrare primary candidates. The choice of flibe or flinabe
for the liquid pocket was motivated by the possibility of breeding tritium via the)(reaction
undergone by lithium and by the properties of beryllium, which compensates for the neutron
absorption of the fluorine, so that tritium breeding ratios greater than one can still be achieved.
These salts are good neutron multipliers and have good slowing-down properties, which favor
the exothermic tritium breeding reaction over the endothermic one.

The liquid structures help restore chamber conditions required for either Z-pinch operation
or proper target injection and heavy-ion beam propagation. In particular, in some heavy-ion
fusion plants, jets can sweep the target chamber free of droplets that may otherwise prevent
correct target and beam propagation. Thick-liquid protection would help reduce the size of
the target chamber, maximizing power density. In the case of a neutralized ballistic heavy-ion
fusion plant, the beams travel inside the target chamber without being refocused by magnets.

Thick-liquid protection contributes to reducing this focusing distance.

1.3 Goals and Scope of Dissertation

1.3.1 Simulation Code Development

The exploding target emits x-rays that will deposit their energy in thin layers of the target-
facing surfaces of the liquid structures, causing a rise in temperature that will oftenly cause
parts of the layers to evaporate and then expand away from the liquid surfaces. This evap-
oration phenomenon is usually referred to as ablation. The ablated layers interact with the

expanding target and ultimately vent through the liquid structures inside the target chamber.
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The modeling of the gas dynamics inside a fusion chamber is complex and presents unique
challenges [47, 58] that prompted in the early 1990s the development of an academic com-
puter code tailored to simulate these phenomena. (Existing codes that might have been used
as a starting point were not widely available.) A brief history of the code, TSUNAMI, is given
in Chapter 2. TSUNAMI numerically solves the time-dependent, compressible Euler equation
for ideal or real gas. Efforts have been focused on the ability to model shock waves in complex
geometries. A comparison between several inertial fusion codes can be found in Ref. [58].

As described in Chapter 2, various versions of TSUNAMI are available, with different
capabilities. A major—and somewhat quixotic—goal of this doctoral work is to provide a
user-friendly, object-oriented “backbone” for TSUNAMI in order to stop, ultimately, the pro-
liferation of TSUNAMI codes that has taken place since the early 1990s. (Typically, rewriting
the code was quicker than modifying an existing version.) Chapter 2 outlines how the new
modular architecture of the code developed over the course of this PhD can be used to add
new capabilities. This modular nature is meant to be used to test new numerical schemes,
as expected from an academic code. A somewhat related goal is the development of a set of
benchmarking tools that can be used to compare various algorithms and validate the code.

Chapter 3 details the physical, mathematical and numerical gas dynamics models imple-
mented in the code, named “Visual Tsunami.” The choice of these models stems from the
expected robustness of the algorithms; they are meant to provide the basic tools that can be
used to implement higher-order and/or more approximate and faster schemes, and compare
them to their robust first order counterparts. Emphasis has been put on developing an exact
yet fast real gas Riemann solver. Radiation transport is touched upon in Chapter 4 where a

multidimensional two-temperature flux-limited model is presented. Chapter 5 deals with a
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novel gas/liquid interface. Chapter 6 provides a review of ablation models and an improved

TSUNAMI model for the interaction of target x-rays with liquid structures.

1.3.2 Design and Modeling of the Condensation Debris Experiment

Concurrently to the development of Visual Tsunami, the code TSUNAMI, version 2.6 [12],
was modified to ameliorate the code performance and incorporate a few of the improve-
ments implemented in Visual Tsunami. The resulting code constitutes the version 2.8 of the
TSUNAMI series and was employed to design and model a variety of heavy-ion fusion tar-
get chambers along with the Lawrence Livermore National Laboratory’s novel Condensation
Debris Experiment. TSUNAMI had not been exercised against an actual integral experiment
in recent years. An important goal of this doctoral work was to employ TSUNAMI 2.8 and
Visual Tsunami to help design and model the Condensation Debris Experiments. TSUNAMI
2.8 was more patrticularly used to help design the various experimental campaigns. Chap-
ter 7 reports on the latest numerical modeling done with Visual Tsunami. As a first cut to the

problem, a qualitative agreement with experimental results is sought after.

1.3.3 Gas Transport and Control in Thick-Liquid Target Chambers

In a heavy-ion inertial fusion chamber protected by an array of liquid jets, modeling the
venting of the target and ablation debris through the venting paths of the thick-liquid pocket
is of primary importance to determine the impulse load transmitted to the liquid and metallic
structures and the amount of debris that escapes up the heavy-ion beam lines. Chapter 8
illustrates the state of the art in gas dynamics modeling in a thick-liquid chamber compatible

with the main heavy-ion transport mode, the so-called neutralized ballistic scheme. Besides
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the extension of the modeling capability of gas venting phenomena in IFE chambers, a goal of
this doctoral work was to coordinate the design of a beam line that can accommodate the debris
jetting out of the target chamber. The resulting design is presented in Chapter 8 together with
the supporting simulations performed with TSUNAMI 2.8. Chapter 8 also presents two target
chamber configurations compatible with alternate heavy ion beam propagation schemes and
deals with the Z-IFE thick-liquid protected target chamber and its modeling with the Visual

Tsunami code. Overall conclusions are drawn in Chapter 9.
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Chapter 2

The Code “Visual Tsunami”

2.1 Introduction to Visual Tsunami

“TSUNAMI” refers to a series of radiation hydrodynamics codes developed and main-
tained since the early 1990s at the University of California at Berkeley (UCB) in collaboration
with the Lawrence Berkeley National Laboratory, Lawrence Livermore National Laboratory
and the University of California at Los Angeles. The different versions of the code offered
various capabilities and were employed to model a variety of inertial fusion energy (IFE) and
inertial confinement fusion (ICF) systems; the history of the code is summarized in the second
section of this chapter.

TSUNAMI stands for TranSient Upwind Numerical Analysis Method for Inertial confine-
ment fusion; early versions of the code were in FORTRAN 77. “Visual Tsunami” 1.0 and
2.0, the latest versions of TSUNAMI, makes use of the conveniences offered by modern com-
puting languages and software. Visual Tsunami 1.0 was first presented by Debonhel

in Ref. [25]. Visual Tsunami 2.0 is presented shortly in the third and fourth sections of this
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chapter. Algorithms are presented in detail in Chapters 3 to 6.

The core of Visual Tsunami 1.0 was written in Fortran 95. FORTRAN used to stand for
(mathematical) FORmula TRANSslation. The names of its most recent versions, starting from
Fortran 90, are not portmanteaux anymore; even if Fortran remains a language of choice for
scientific computing, its name does not officially reflect it anymore through an acronym that
would otherwise reduce the actual breadth of possibilities offered by a rich, modern language.
Similarly, Tsunami should be read and written as a name, with only the first letter capitalized.
The applicability of the code goes beyond the traditional ICF/IFE use of TSUNAMI. The
adjective “Visual” stems from the input and output graphical user interfaces (GUIs) that have

been developed recently and improved the user-friendliness of the code significantly.

2.2 Code History and Use

version characteristics references
TSUNAMI RG 1-D radiation gas dynamics Chen’s thesis [11]
real gas EOS (Chen’s EOS for flibe) and references therein
TSUNAMI 1.0 2-D gas dynamics Liu’s thesis [38]
ideal gas EOS and references therein

TSUNAMI 2.6 2-D multi-species hydrodynamics Scott’s thesis [63]
real gas EOS (SESAME [42]) and references therein
coupling to ABLATOR code [2]
TSUNAMI 2.7 2-D gas dynamics Jantzen’s thesis [34]
radiation and references therein
real gas EOS (Jantzen’s EOS)
TSUNAMI 2.8 user-friendly version of version 2.6
real gas EOS (Chen’s EOS for flibe
FORTRAN 77/95 and MATLAB

Visual Tsunami 1.0 new code in Fortran 95 and MATLAB [25]
Visual Tsunami 2.0 new code in MATLAB this doctoral dissertation

Table 2.1: TSUNAMI code history.
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Table 2.1 presents an outline of the history of the TSUNAMI code. The first two versions
of TSUNAMI were developed to model the gas dynamics inside the inertial fusion target
chamber HYLIFE-II [45]. Chen[11, 18, 16] developed the first one-dimensional (1-D) version
to assess x-ray ablation and radiation hydrodynamics expansion of target and ablated debris
in the interior of a thick-liquid pocket. Real gas effects were taken into account through
an approximate model. Concurrently, Liu [40, 38, 39] wrote the first two-dimensional (2-D)
version of TSUNAMI to model ideal gas dynamics venting through the array of slab jets of the
HYLIFE-II chamber. In addition, Liu developed a 1-D version that included a condensation
model [38].

TSUNAMI was later employed to model ablation and gas dynamics phenomena in the
National Ignition Facility (NIF) target chamber [13]. Scott [63] added multi-species capabil-
ity and coupled TSUNAMI with the ABLATOR code [2, 3] and the SESAME database [42].
He employed his two-dimensional version of TSUNAMI to model gas dynamics in the NIF
chamber [65] and mini-chamber [54, 64]. Scott’s version was then expanded to include some
radiation transport and a new real gas equation of state for flibe [34]. Simulations encom-
passing both the inside of the target chamber and the array of jets were first presented by
Jantzen [32]. TSUNAMI was also used by Jantzen to design and model UCB’s jet disruption
experiment [33, 49]. Two groups used TSUNAMI to model gas dynamics phenomena inside
dry-wall chambers [70, 36].

The author upgraded Scott’s version, mainly with a real gas equation of state for flibe and
a user-friendly input file builder and output file processor. The new code, TSUNAMI 2.8,
was then used to predict the mass and energy fluxes at the beam ports of a HYLIFE-II-like

chamber [24] and model the gas dynamics inside a beam tube for the first time [26]. In the
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framework of the neutralized-ballistic Robust Point Design study [79, 77], the author [27]
presented the first “integrated” simulation of a HYLIFE-II-like chamber, encompassing the
whole domain of early-time gas dynamics, namely from the target implosion location to the
site of the magnetic shutters introduced in Ref. [26]. Calderoni used and modified an early
version of TSUNAMI 2.8 to model the UCLA flibe condensation experiment [8]. Recently, as
part of the effort towards a heavy-ion fusion Modular Point Design [77, 78], the author [28]
employed TSUNAMI 2.8 to model a variant of the Robust Point Design chamber suitable for
the assisted-pinch transport scheme.

As already mentioned, Visual Tsunami 1.0 was first presented in Ref. [25]. The latest
version, Visual Tsunami 2.0, is introduced in the next two sections. Fig. 2.1 shows an overview

of the code.

edatn e

el

Figure 2.1: Architecture of Visual Tsunami 2.0: pre-processor tools (left), MATLAB core
(center), and MATLAB post-processor. The implementation of radiation and aerosol transport
models is left for future work.
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2.3 Pre- and Post-Processors

2.3.1 Input File Builder

TSUNAMI has typically been used to model gas dynamics phenomena in complex geome-
tries. In order to ease the setting up of the initial and boundary conditions, the author devel-
oped, in 2001, a modular 2-D mesher and template input file program in Fortran 95 [6]. The
mesher was conveniently reusable from one simulation to the other and the formatting of the
input files was taken care of by the builder entirely and automatically. Such a builder lim-
ited the amount of time and programming required to set up a new simulation, reduced the
likelihood of making an input error, and represented a significant advance in user-friendliness.

Visual Tsunami makes use of current CAD software. Autodesk’s AutoCAD was chosen
for its wide use and its ability to be tailored. A set of graphical user interfaces (GUIs) was
written for Visual Tsunami 1.0 in AutoLISP, AutoCAD'’s historical programming language,
and is used to define most material properties, initial and boundary conditions in two dimen-
sions. The AutoLISP GUIs could easily be expanded to incorporate more parameters. All the
information is exported as a DXF file, the de-facto CAD file interchange standard. Fig. 2.2
shows one of the AutoLISP GUIs along with an AutoCAD 2004 window. Additionally, a GUI
was developed in MATLAB for the mesher, the core of the input file builder.

The core of Visual Tsunami 2.0 is designed to handle 1-D, 2-D, and 3-D gas dynamics
simulations, but only 2-D geometries can be specified through the pre-processor straightfor-
wardly. The 3-D DXF file format is proprietary and has not been used. The object-oriented
nature of the parser and mesher translates into “building blocks” that will allow an easy ex-

pansion to a different 3-D CAD format, similar to DXF but open source. Identifying the best
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Figure 2.2: The AutoLISP GUI used to define material properties.

format, writing a new parser, and fine-tuning the GUI is left for future work. Alternatively,
two-dimensional cutaway views can be expanded to 3-D through a set of MATLAB GUIs
recently developed, but not yet fully tested.

X-rays interact with liquid or solid surfaces over time scales that are normally very short
compared to the resulting gas dynamics phenomena. Ablation may therefore be considered
instantaneous and treated as an initial condition to the gas dynamics simulations. Visual
Tsunami can call an ablation program to define such initial conditions, whenever relevant.
Visual Tsunami 1.0 was meant to make use of a Fortran 95 code written by the author; Visual
Tsunami 2.0 could use this program, but was more particularly designed to make use of a
MATLAB program based on the algorithm described in Chapter 6. Other ablation programs

could be coupled in, such as the already mentioned ABLATOR code [2]. The user does not
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have to flag the ablation surfaces. The ablation code performs ray-tracing automatically, a first

in the history of the code.

2.3.2 Output File Processor

In Spring 2001, the author developed an extensive set of MATLAB output processing
tools for two-dimensional TSUNAMI simulations. These consisted of a movie maker, contour
and sensor data plotters. The output processor was recently revised for inclusion into Visual
Tsunami, and, for instance, the speed of the movie maker was improved by more than an order
of magnitude [6]. A set of MATLAB GUIs has been developed to streamline data reduction,
make the code more versatile, and reduce the user’s programming effort and likelihood of error

input. Visual Tsunami 2.0 makes use of a variant of this fast and user-friendly post-processor.

2.4 Physical and Numerical Models

Visual Tsunami 1.0 and 2.0 solve the Euler equations for compressible flow in one, two or
three dimensions in Cartesian coordinates. Visual Tsunami 2.0 can solve the Euler equations
in two-dimensional axisymmetric cylindrical coordinates as well. The equations are solved
using Godunov’s approach: The flow field is determined by a succession of calls to a Rie-
mann solver, at each time step and at each cell interface. Godunov’s second method was
implemented along with an exact solver to the exact Riemann problem. Visual Tsunami 1.0
solves the ideal gas Riemann problem while Visual Tsunami 2.0 can solve both ideal and real
gas exact Riemann problems exactly. The ideal gas Riemann problem is reduced to a single
equation in one unknown, the pressure in the middle region between the left and right waves.

This equation is solved iteratively through the Newton-Raphson method. An elaborated initial
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guess for the unknown pressure allows for a quick convergence in just a few iterations. The
real gas case is treated in a similar manner. Details are presented in Chapter 3. Open outflow as
well as immobile reflective and gas/liquid boundaries can be specified. Reflective boundaries
are used on symmetry axes and at immobile gas/solid interfaces—the solid is then assumed
to be perfectly rigid. Exact solutions to the Riemann problem are used for reflective and open
boundaries. Gasl/liquid boundaries can be modeled with a reflective boundary or through a
novel condensation/evaporation model based on kinetics theory. This model is presented in
Chapter 5 and still needs to be tested against more accurate models. As mentioned, ablation
is treated along the lines described in Chapter 6. The ablation model takes into account a
time-dependent x-ray pulse, hot opacities, reradiation, and heat diffusion.

The first two versions of Visual Tsunami are meant to be the basis on which future ex-
pansions of the code will be implemented easily. (Previous major upgrades to the code re-
quired a complete rewriting of the core.) For instance, implementation of high-order Godunov
schemes would be fairly straight-forward, thanks to the modular and object-oriented nature
of the code. Other boundary conditions could be implemented as well, such as Liu’s con-
densation model [38]. Radiation transport could be added, for instance, through the method
of fractional steps [68] and a flux-limited diffusion model, as described in Chapter 4. Visual
Tsunami 1.0, being in Fortran 95, was meant to be fast and portable to supercomputers. Visual
Tsunami 2.0, being in MATLAB, is meant to be a tool to explore new algorithms. A future
version of Visual Tsunami could combine the MATLAB architecture of Visual Tsunami 2.0
and the Fortran performance of some of Visual Tsunami 1.0 subroutines for optimal perfor-
mance, user-friendliness and portability. The core is highly vectorized and was designed to be

easily parallelizable.
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2.5 Conclusion

Visual Tsunami constitutes the latest version of the UCB code TSUNAMI. The gas dy-
namics core model—Euler’s equations for compressible flows—has been retained from pre-
vious versions of TSUNAMI, as well as Godunov’s approach. (However the implementations
are significantly different.) Efficient schemes for ideal and real gas-dynamics have been re-
searched, developed and implemented. A set of graphical user interfaces makes pre- and post-
processing fast, intuitive, and straightforward. In particular, the input file builder is nowadays
graphics-based. The geometry, the initial and boundary conditions can be specified in 2-D
through AutoCAD, tailored with a set of AutoLISP GUIs. Details of the models and bench-

marking of the code are presented in the following chapters.
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Chapter 3

Compressible Gas Dynamics

3.1 Introduction to Eulerian Gas Dynamics

As previously stated, the gas dynamics models constitute a substantial part of the core
of the simulation code Visual Tsunami. In this chapter, the equations of motion for a com-
pressible non-diffusive (non-conducting and inviscid) multi-species gas are explored in the so-
called “Eulerian” frame, which is fixed in the laboratory. Alternative formulations, such as the
“Lagrangian” and “arbitrary Lagrangian Eulerian” frames, are deemed not practical for multi-
dimensional gas dynamics. The Lagrangian formulation, in a reference frame that moves at
the flow velocity, usually leads to highly distorted multi-dimensional meshes and is essen-
tially only practical for our one-dimensional simulations for which its natural enforcement of
mass conservation can lead to particularly attractive implementations. Arbitrary Lagrangian
Eulerian frames move at velocities between zero and the fluid element velocity. Various mul-
tidimensional techniques that remap distorted meshes unto undistorted ones do exist, but they

are not always satisfactory from a practical point of view since they may introduce numerical
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diffusion [63].

3.1.1 The Euler Equations in Conservative Eulerian Form

When viscous and diffusive effects can be neglected, the dynamics of a compressible gas
(or a liquid for that matter) is prescribed by a set of equations attributed to Euler. By “con-
servative,” it is meant that these equations reflect how conserved quantities (mass, linear mo-
mentum, energy) change with respect to time. The equations of gas dynamics in Eulerian

conservative form can be expressed as:

%///Vu(m)dv:—//(WF(U)(r,t)-ds (3.1)

whereV is the control volumesV its surfacedS(r) is the elementary surface vector pointing

along the outward normal 8V at the positiorr. U is the vector of conserved quantities:

P

pax
pu
U= (3.2)
pv

pwW

pe

INo derivation of these equations is given here.
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andF (V) is the flux of conserved quantities:

pu pVv pW
pou  pOY  pOW
pu®+p puv pUW

Hw=<aw)aw)aw0= (3.3)
puv pV2+p pVW

puw pvw PW2 4+ p

pug+up pve-+vp pwea-+wp
wherep is the gas density, v, andw are the three components of the velocity vectajs
the mass fraction of thé'kspecies, and, is the gas specific total energy, which is the sum of

the specific kinetic and internal energies:
1 -
q:§u+¢+MH£ (3.4)

Eq. 3.1 states that the values of the conserved quantities can change in the contro@ume
and only if a non-zero net flux of these conserved quantities exists on the bouhdafthe
control volumeV. This assumes that there is no nuclear nor chemical reaction and that body
forces such as gravity and electromagnetic forces can be neglected.

It is further assumed that the fluid is in Local Chemical Equilibrium (LCE) and in Local
Thermodynamics Equilibrium (LTE). The former means that chemical phenomena happen on
time scales much smaller than those of the gas dynamics phenomena of interest; the latter
implies that the different species have the same temperature. Closure is then obtained through
an equation of state relating the presspit® the mass fractions and the canonical variables,
the densityp and the specific internal energy

Assuming that the flow is smooth, the divergence theorem can be applied to the integral
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form of Euler’'s equations, Eq. 3.1, to obtain the following system of differential equations:

ouU
S tO-F=0 (3.5)

3.1.2 A Flavor of the Method of Characteristics

The canonical hyperbolic equation is given by a special form of the wave equation:

Jc ~dc

= tos =0 (3.6)

wherec is a function ofx andt. The initial conditions are given most generally by
c=c(Xto) (3.7)
and the boundary conditions are
Xirgw c(x,t) = xﬂ@oo c(X,to) (3.8)

The partial differential equation can be reduced to an ordinary differential equation by

making use of the total derivative ofwith respect ta:

dc dc dcdx
dt ot axdt 3.9)
and identifying terms. Along the so-called “characteristic” path given by
dx
pri c (3.10)
Eq. 3.6 simplifies to
Jdc dc dc dxdc dc

Hence, the value of(x,t) remains the same along the characteristic tracing thr@ugh.

Sincec is a constant along the characteristic given by Eq. 3.10, the same equation shows that
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all the characteristics are straight lines. Mathematically, the implicit solution to Eq. 3.6 with

initial conditions given by Eq. 3.7 and boundary conditions by Eq. 3.8 is therefore:
c(X,t) = c(Xo,to) alongx — Xo = ¢(Xo,to) (t —to) (3.12)

(By definition of Xo, the characteristic passing throught) crosses the axis=ty at x =
Xo.) The value ofc(x,t) can be determined by choosing iteratively a valuegptintil the
characteristic equatian— X = ¢(Xo, to) (t —to) is satisfied.

The following seemingly simple discontinuous initial conditions are now considered:

g Ifx<O
c(x,0) = (3.13)

¢ ifx>0
wherec, # ¢;. If ¢ is greater tharm, a given point in the planext) can be crossed by zero
or one characteristic. The solution to Eq 3.6 given by Eq. 3.12 is valid in the two regions of
the plane where any point lies on one and only one characteristic. In the middle region where
there is no characteristic, one can build a continuous solution that matches the solutions in the

two regions uniquely defined by the characteristics. The complete solution then reads:

¢ |If )f( <q
C(X,t) =« %( if ¢ < 2[_( < (3.14)
¢ ifc <%

\

If ¢ is greater tham;, a given point in the planext) can be crossed by one or two char-
acteristics. Where there are two characteristics, the solution is multivalued and the equation
fails to describe the physical phenomenon of interest (except, possibly, in a few rare cases

for which a multivalued solution is not physically impossible.) One has to resort to a better
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modeling of the phenomenon or to modifying the solution and resigning oneself to obtaining
a weak solution to the wave equation.

In the former case, a diffusive term would typically be added to the canonical hyperbolic

equation given by Eq. 3.6 to yield the so-called Burgers equation:

dc  dc 2%c

Further discussion requires a knowledge of the physics of the system originally modeled with
Eq. 3.6. (For gas dynamics applications, adding an appropriate viscous term to Euler's equa-
tions would yield the Navier-Stokes equations.)

Alternatively Eq 3.6 can be retained for the sake of simplicity and its solution modified
in order to connect the left and right domains where the characteristic solution is valid. The
left domain is prolonged to the right while the right domain is prolonged to the left. The two
domains are patched by allowing for a discontinuity of the solution, which is called a shock.
The location of the shock is not uniquely defined by the differential equation and the integral

form of Eq. 3.6 needs to be evoked:

dc  d(3c?) B
/(aJr 82)( )dx_o (3.16)

The shock location is determined by the necessity of conserving the flaxtobugh the

shock. This discussion was meant to introduce characteristics and their relationships to rar-
efaction and shock waves in a simple framework. These topics will be tackled in much further
detail in the following sections, which focus on the resolution of the compressible Euler equa-

tions.
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3.1.3 The Euler Equations in Characteristic Eulerian Form

Only the one-dimensional Euler equations resulting from a “split” three-dimensional for-
mulation will be considered in this section for reasons that will become clear in Section 3.6,
which deals with finite volume numerical schemes. The split formulation only considers the

3-D flux along one dimension. Equations 3.2 and 3.3 now read:

p o
pu
U= (3.17)
pVv

pwW

P&
and
pu
poxu
pUZ+p
F(U)=F(U) = (3.18)

puv

puw

pug +up

The following analysis is simpler if the energy conservation equation is replaced by the
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entropy equation:

p 2%
Py 8(paa;kU)
ou | | 20®) ap
‘ + ";puv) 1 -0 (3.19)
pv IX
pw gigu
S ugs

whereS (J K-1 m~3) is the entropy of the fluid per unit volume. (Entropy is conserved since

there are neither viscous nor conductive nor radiative effects.) Hence,

% PR+
platait | | olf+pugy
PR | [WE eS| (3.20)
o VR VIR + pudy
P+ W wleW 4 pydw
% uge

which can be simplified using the mass conservation equation:

9p du 9

ot P ox +u X
9ax 9ax

ot X

ou du , dp
Pt PUGX T ox

+ =0 (3.22)

ov ov

ot Udx

ow oW

Jt usx

JS Js

ot Udx

Methods to write systems of partial differential equations into characteristics form do exist.

Here a less generic but more concise way is presented. By definition, the isentropic sound
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speedis given by:
op

a:
P |s

(3.22)

Multiplying part of the mass continuity equation Igglg—g ‘S: 1 and adding the entropy equa-

tion multiplied by a—p‘ yield:

izg—s (aa—li‘f— %)+p%+a_lzg_g'p (3—ts+ug—f):0 (3.23)
or
(258 5) s (e 230 5) om0 a0
which can be written as:
PP uP i pa? 2 g (3.25)

Multiplying the x-momentum equation by the sound speed trivially gives:

8p du du

A5 TP g Taeug =0 (3.26)
Subtracting Eq. 3.26 from Eq. 3.25 yields:
d d d d
(at (u— a)a>p ap(at (u— a)ax)u:o (3.27)
Adding Eq. 3.26 to Eq. 3.25 gives:
d d d d
(at (u+a)8 )erap(at (u+a)$()u:0 (3.28)
The entropy equation was already in characteristic form:
d d
(a +ua_x) S=0 (3.29)

as well as the transverse momentum equations:

a9
(at+u&>v:0 (3.30)
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d d
(E-l-u&—x)w:o (3.32)
and the mass fraction equations:
d d
(ﬁwtu&) =0 (3.32)
Hence,
dp du dx
dt —ap— at =0along— el a (3.33)
dS dv dw da)k dx
dt dt  dt dt Oalongd (3:39)
dp du dx
dt +ap— m =0 alongOI =u+a (3.35)

Velocity and pressure are coupled together and move along characteristics at speeds equal to
u plus or minus the sound speadThe entropy, transverse components of linear momentum,
and the mass fractions move along characteristics at the gas velocity. The qudptitiasdu

are known as Riemann invariants. In integral forms, the Riemann invariants read:

1 dx
—dp= long— =u— :
u+/apdp ClaongOIt u—a (3.36)
dx
S=C v=CG w=C4 ax =Cy.5 annga =u (3.37)
1 dx
u—/£dp_c5 alonga—ujta (3.38)

where the variou€s are constant.

3.2 Gas Dynamics Equations of State

3.2.1 Definitions and Relations

As mentioned, the isentropic sound speseh s 1) is defined by:

ap

a=,| =
Ip|s

(3.39)
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This definition can be cumbersome to use and a handy expression as a function of readily
available quantities is desired. The expansion rule gives:
de

2 dp ap

A= —| +==| == 3.40
dple 9plsdel, (3.40)

The well-known relation from thermodynamics
dE = TdSt I%dp (3.41)

can be used to simplify the expression &ito:

ap p [dp
2— R PR [
o <8p>e+p2 (8e>p (3.42)

The dimensionless “isentropic” (adiabatic) exponents by definition:

din(p)| _p dp
= == — 3.43
"= 3n(e)ls = p apls (849
Hence, by definition of the isentropic exponent and sound speed,
Yp
a=,/— (3.44)
p
Equivalently,
2
a
= P (3.45)
Y
An “isothermal”y is sometimes defined by:
a2
s
7 andy are obviously related by:
p 8p)
=%— (= 3.47
ne p (aP T ( )

A dimensionless “volumetric’ can be defined as the ratio of enthalpy to internal energy:

PEYP_4, P (3.48)

pe pe

%(pve) =
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Equivalently:

p=(n(p,e)—1)pe (3.49)

3.2.2 ldeal Gas Equations of State
The simplest equation of state is the ideal gas law according to which:

C
Y=%h=R=Y=—2 (3.50)
Cv

wherec, (J K-t kg™1) andc, (J K- kg~1) are the heat capacities at constant pressure and

volume, respectively. The volumetric equation of state is then:
p=(y—1)pe (3.51)

The well-known caloric equation of state is:

_ P
T= T (3.52)
where the gas constants given by
R
r = v (3.53)

Ris the universal gas constdrndM (kg mol~1) is the molar mass of the gas. Trivially, the

sound speed is then given by:
_ TP _
a= ? =T (3.54)

An ideal gas with a constantis said to be polytropic.

3.2.3 Real Gas Equations of State

Countless equations of state for real gases are available in the scientific literature. A de-

tailed accounting of the various physical models used to derive these equations of state is

2R=8.31 Jmott K1
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outside of the scope of this doctoral dissertation; a quick overview of those equations of state
that are relevant to the modeling of gaseous flibe is given in Appendix A.2. Information on

the EOS of high temperature flinabe can be found in Ref. [83].

3.3 The Exact Riemann Problem: Exact Ideal Gas Case

3.3.1 Introduction and Physical Assumptions

The Riemann problem refers to an infinite one-dimensional multi-species gas tube with

the following initial conditions:

U ifx<O
U(x,0) = (3.55)

U ifx>0
where, as usual) is the vector of conserved physical quantities given by Eq. 3.2. The Rie-
mann problem is an extension of the typical experimental shock tube apparatus, in which two
still gases fill in two compartments and are separated by a diaphragm [74]=AY, the
diaphragm is burst and the gases are free to interact.

Neglecting viscosity and heat conduction, a solution to the Riemann problem is sought
using the compressible Euler equations for a polytropic ideal gas. The Riemann problem
is purely one-dimensional, but a “split” Riemann problem is considered in this section in
anticipation of the finite volume numerical schemes to be developed in Section 3.6. The

vector of conserved quantities therefore does include the term with the transverse momenta.
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3.3.2 Mathematical Considerations: Simple and Shock Waves

WhenU, # Uy, the solution to the Riemann problem is made of a combination of simple
and shock waves. (The simple waves can either be contact discontinuities or rarefaction fans.)
In this section, some properties of these simple and shock waves are explored and employed
for the “standard” Riemann problem without initial nor generated vacuum. (The vacuum cases
will be treated in Section 3.5.) Only those properties that are particularly useful to determine

the analytical solution to the Riemann problem are discussed in depth.

Contact Discontinuity Waves

In the standard case, the middle wave is always a contact discontinuity. Across such a

contact wave, velocity and pressure do not change:

u =ur =u* (3.56)
P=p=p (3.57)

(The “left” and “right” subscripts will be omitted hereafter for convenience.) Note that there is

a change in density, sound speed, and specific energy across the contactdidtaénuity

wave after alll) The assumption of constant velocity and discontinuous density may sound
like conservation of mass is not satisfied. Since the wave travels at the speabéd gases
ahead and behind the wave are immobile in the reference frame attached to the wave; in other

words, there is no mass flux across the wave and mass conservation is indeed enforced.

Rarefaction Fan

A rarefaction fan appears whest < py ;. (p, refers top or pr, as appropriate.) It is

assumed that rarefaction fans exhibit three major properties:
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1. TheRiemann invariant d p= +apdu (defined in Section 3.1.3) holds across the finite
width of a rarefaction. (The upper plus sign will be used throughout for a left rarefaction

fan, the lower minus sign for a right rarefaction fan.)

2. The followingcharacteristic equatiomolds inside a centered rarefaction fan:

X_
u= =%
t

ia:%(ia (3.58)

3. Entropy is a constant throughout a rarefaction fan.

The flow being isentropic, the definition of the sounds speeds yifds adp and the Rie-
mann invariants now read:

du= igdp (3.59)

The adiabatic law applies arﬁ is a constant in the rarefaction fan. This relation can be used
to express the sound speed as a function of density. Starting from Eq. 3.54, the expression for

the sound speed reads:

[YP B r-1
a=,/—=\/youp?1=0ap 2 3.60
youp 20 ( )

wherea; andoy are two constants. The integral in the Riemann invariant becomes:
a 7-3 20 r-1 2a
—Olpzotz/pzOlpz—p2 =— (3.61)
/ p y—1 y—1

Hence, for an ideal gas, the Riemann invarimsifty%""l is constant across the width of a rar-

efaction fan:

2a 2a

ut =U,+t 3.62
" I,r %r—l ( )

whereu and a are the speed and sound speed inside the fan at a locatod a timet.

Substitutingu from Eg. 3.58 into Eq. 3.62 yields:

X 2
tal(l = — -+ : 3.63
a( i ) T T -1 (3.63)

)

Yr—1
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or
nrt1l X 23
S la=+ —— )4+ —— 3.64
<74,r—1)a (s t>+7i,r—1 (569
Equivalently,
2 nr—1 X
t) = + = — - 3.65
axt) == gact g (ue—g) (3.65)

uis then given by the characteristic equation:

X B 2 X Yr—1
u(x,t)_fia— M,r+1<f+ > u|7ria4,r> (3.66)
Using Eq. 3.44 yields:
1
2
a _ (E&) (3.67)
ar P Pir

The adiabatic law applies inside the rarefaction fan:

Pir p
= (3.68)
Pﬁjr’ pl
or
1
Nr
p=re () (3.69)
Pr.r
Combining Eqg. 3.67 and the previous equation yields,
Nr—1
P
_1:(£>”ﬁ (3.70)
a r Pir
which leads to the following pressure and density formulae:
2 r
a \nr1
p(X.t) = pryr (—) (3.71)
a
and
E _2
P \"nr a \ nr—
Xt) = — = — 3.72
p(%,t) Pl,r<p|7r) Pl,r(a“> ( )
Eqg. 3.62 can be used at the two edges of the fan—its so-called “tail” and “head”—to give:
2a 2
P E U+ Ar (3.73)

Yr—1 Yr—1
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Thus,u* is given by:

2 *
(al,r - ai*,r) =Ur=* A (1_ &) (3.74)

u=u,=+
! Yir—1 ar

Yr—1
The sound speed in the middle region is given by Eq. 3.70:

Hr—1

“\ Znr
&, =a, (F';’ ) (3.75)
N

and the density in the middle region follows from Eq. 3.72:

1 2
. P\ M a1*r) N1
— = — 3.76
Pixr=Pir (er) Pl,r(aLr ( )

Using Eq. 3.74 and Eq. 3.75, the velocity in the middle region can be expressed as a function

of the pressure in the same zone and the state of the gas on the other side of the left or right

Nr-1

23| r ( p* ) 27’|,r
U, = U * : 1- 3.77
" Nr—1 ( Pir ( )

Eulerian Rankine-Hugoniot Shock Relations

wave:

Let’s consider a left shock wav@{ > p). In the reference frame of the shock, conserva-

tion of mass, linear momentum, and total energy can be intuitively formulated as:

PGy = py" 0" (3.78)
P ()2 + pr = p (0°)%+ p* (3.79)

~ 1 A2 Ak 1 * (k) 2 * ok *
Gy §p|(u|) +tpa+p ) =0 5p (0)+p'g +p (3.80)

The relative speeds on the left and right of the shock are given by:

U =u-—s (3.81)

0"=u"—s (3.82)
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wheresis the shock speed. These Rankine-Hugoniot jump relations can be formerly derived

from the integral form of the Euler equations.

Hugoniot Relation The momentum jump relation, Eqg. 3.79, can be rewritten as:

* Ak kY 0 >k
P (0°)% — (py u|)% =p-p (3.83)

Using the mass jump relation, Eq. 3.78, yields:

p7 ()2 (1— %'.) _p-p (3.84)

Hence,

(0*2_ﬂp|—p*_l)| P —p

= % P (3.85)
Prp =P PP P

Similarly, one obtains by permuting the role of the left and right sides of the shock wave:

(0|>2:p_l*p*_p|

3.86
PP —pi (3.86)
The total energy jump relation, Eq. 3.80, can be written as:
~ 1 ~\2 p|) *A*(l A~k 2 * p*)
U (szWU)+a+—)=pu | z(0)+ +—= 3.87
piGy (2( 1)°+e o) =P (@) +e o (3.87)
Simplifying with the mass jump relation and rearranging give:
« 1,02 ooy, PP
—g=G) —WO))+—=——= 3.88
g 2((|) (0%)%) o p (3.88)
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(G*)2 and((G)? are given by Eq. 3.85 and Eq. 3.86:

. 1W—m<ﬁ m) pp
—q=c— (B _A) R F 3.89
4 2p =p \ PP PP ( )
=}ﬂ P (o) gm PP pip (3.90)
2pf =P PP PP,
=2 (X oo+ o — ot (3.91)
— o \2 P —0)p +p1)+pr P —pPIP .
S (}mﬂf+ppﬂwfp—pp)+pﬂ3—ppﬁ (3.92)
por \2 | | I Pr—pip I Pr—p .
1 /1 1
— = (ot (oF — o)+ oo — 3.93
mpﬁ(zp(m p)+5pi(A pﬂ) (3.93)
P —pi P+ p
_ 3.94
pipf 2 (554

Finally, the Hugoniot relation is obtained:

- 11 3.95
8 (5 (3.95)

A Few Other Useful Relations Introducing the ideal gas volumetric equation of state

(y—1)peinto Eq. 3.95 yields:

p* P i+ p* ( 1 1 )
— = —— = 3.96
(M=o (n—=Dp 2 \p pf (5:99)
Multiplying by p;" gives:
P P_|*:|0|+p*(P_|*_l) 3.97
n=1 (-1 p 2 \p (3:97)
or
Pl . py_ p 1 "
m(gm+p%uki)—ﬂ_l+gm+p) (3.98)

Dividing by p; and manipulating the equation yield:

P (1p* 1 1 ) p*( 1 1) 1
(il 1y Pl 1)1 3.99
o zp T2 1) T \nm1t2) T2 (3.99)



Multiplying by two and rearranging give:

P_| (p_ + &) (M + ) p + 1
p\p n-1 =1/ p
Finally, the formula forp," as a function op* and the known left state is:

*

|'o
x
|_\

_|_

[

y|+
P =p +1

‘x
[RE\ [FEEN

+

=

The same formula can be derived for right shock waves:

IO Y=
+ yr+1

|

P =pre,
7r+1 Pr

The momentum jump relation can be rewritten as:

(P0G + pr = (p"0")0" 4 p*

Using the mass jump relation yields:

Using the definition of the relative speeds (Equations 3.81 and 3.82) gives:

P —p

u—u'= —
Py

Equivalently,

R A ¢ I el o I M
piu = e Wil G
u-—u u—u pd P

pi pr

Using the mass flux jump relation yields,

The ratio of densities across the shock follows from Eq. 3.101. Hence,
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(3.100)

(3.101)

(3.102)

(3.103)

(3.104)

(3.105)

(3.106)

(3.107)

(3.108)



This relates the mass flux to the left state @fiénd can be simplified somewhat:

(p|0|)2=P|(p*—pl)p_* A-1_pn-1pt 4

;—jp&p*
1o —p) + (pr = p1)
wFiP +p*

Hence,

and

) 1 i1
(p10))% = MTPI P +MTP| p

Using Eq. 3.105 and Eg. 3.113 givesas a function op* and the left state:
2 2
k * 1
u'=u—(p"—p) (%)
yFiP+P

The formula for a right shock wave is:

1
2 2

* * t+1)pr

u'=u +(p _pr)<%>

The left shock speed is then given by Equations 3.81 and 3.114:

B L 1/yn-1 n+1l )2
S=uU-—U=uy p|( > pip+ 5 P|I0>
1 1
2 /-1 1p*\ 2
:ul_(m) (M Y ks p_)
P 2 2% P

1
n+1p* 74—1)2
3 'a*(ZM p 2y

Hence,
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(3.109)

(3.110)

(3.111)

(3.112)

(3.113)

(3.114)

(3.115)

(3.116)

(3.117)

(3.118)

(3.119)
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Similarly, the right shock speed is given by:

1
o _ 2
L 1) (3.120)

St a‘( 2% o 2%

3.3.3 Implicit Analytical Solution to the Ideal Gas Riemann Problem

According to the theory of characteristics for hyperbolic equations, the solution to the
Riemann problem is made of two, three or four waves. In the three-wave case, the middle
wave is always a contact discontinuity; the left and right waves can be any combination of
rarefaction and shock waves: a left shock and a right rarefaction, a left rarefaction and a right
shock, left and right shock waves, or left and right rarefaction fans. The two-wave cases arise
when the initial conditions include a vacuum side and are discussed in Section 3.5 along the

four-wave case, which arises for an ideal gas when

2q 2a,
—F +
-1 r-1

< U — U (3.121)

The remainder of this section is devoted to the standard case, with the typical three-wave

pattern, which will be illustrated in Section 3.7.
Determination of p* and u*
Let's define:
8 :
- Ll if p* >
(P m(m+gh) p*>p
=
2 ((%) 2 —1> if0 < p*<p

wherea=, /%3. Eq. 3.77 and Eg. 3.115 show that for<|0, [\ { p}, u* is given as a function

f(p*7p7m7uuvawv p): (3122)

of p* and the original left state by:

U*:u|_f(p*7p|7a)|7u|7V|7W|7p|) (3123)
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The casep* = 0 leads to a vacuum solution and is excluded in this sectigh= p only

happens whel), = U;. Similarly, u* can be expressed as a functionpdfand the right state:
U*:Ur‘|‘f(p*7pr7wr7Ur7Vr7Wr7pr) (3124)

p* is then the solution to the following equation, obtained by subtracting Eq. 3.123 from

Eq. 3.124:
f(p*7p|7a)|7u|7v|7w|7 p|) + f<p*7pr7wr’uryvr7Wr7 pr)+ur —U| = O (3125)

Oncep* is known, it is trivial to obtairu*. Adding Eq. 3.123 to Eq. 3.124 gives:

g Ut f(p*, pr, O, Ur, Ve, Wr, Pr) — F(P*, pr, @, U, vi, Wi, pr)
- 2

(3.126)

Solution sampler

The state of the gas at any locatirrand at any time can then readily be obtained by
determining the wave pattern and in what region of the plan the pqit} ljes. If the point
is left of the contact, one checks first if the left wave is a shock or a rarefaction fan. If the
left wave is a shock, the poink,(t) can be on the left side of the shock (where the gas is still
at the initial left state) or on the right of the shock in the left star region. If the left wave is
a rarefaction, three cases need to be considered: if the point is on the left of the rarefaction
“head,” inside the rarefaction fan, or in the left star region on the right of the rarefaction “tail.”

A point on the right of the contact can be treated in a similar manner.
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Mathematically, iff < u* (left-hand side of the contact wave)

AR R

e

(

if p*>p

if p*<p

\ 7

(3.127)

Py D|] if;—‘<s|

ifsg <f<u

(3.101) u* p*

prou I0|] if £ <u—a

(3.72) (3.66) (3.71)] ifu—a<f<u—g

(3.76) u* p*] ifur—gf <f<u

(3.128)

and if { > u* (right-hand side of the contact wave)

o v

XX

if p* < pr

N\ 7~

(3.129)

Pr U pr]if)f(>sr
(3.76) u* p*] fur<f<u+e

(3.72) (366) (37| fuU+ar<i<u+a

Pr U pr] if )f(ZUr-i-ar

(3.130)

wheres, CH ands; are given by Equations 3.119, 3.75, and 3.120, respectively.
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3.3.4 Numerical Model and Choice of Root Solver

The state of the gas is undefined at the location of the contact and, if applicable, at the
position of any shock. In practice, one can arbitrarily define the state of the gas at these
discontinuities by making all the inequalities §mon strict in Equations 3.128 and 3.130.

Let's define a funCtiOIg(p*,p| , O, U, Vi, W, p| 7Pr7 @, Ur, Vr, Wr, pr) by

g= f(p*,p|,0)|,U|,V|,W|, p|)+ f(p*7pl’7wr7ur7vl’7wﬁ pr)+ur — U (3131)

wheref is given by Eq. 3.122. Solving Eq. 3.125 comes down to finding the valyé tifat

satisfies:
g(p*7p|7a)|7u|av|7wlu p|7pr7wr7urvvl'7wl'7 pr) = O (3132)

While g is a function of thirteen variables, twelve of its arguments are known parameters.
Hence, EqQ. 3.132 can be solved using a variety of root solvers for functioosesfariable.
The root solver could iterate to a value jgf such asp* = p, or p* = p;. The casep = pi;

can be handled by extending the definitionfaising, say, the rarefaction branch:
1

2
(p* — p) (ﬂ) if p*>p

1
PP

N
%((%) “ —1) if0o<p <p

When the root is close to zero and the initial guess is poor, the root solvers may iterate to

f(p* p,®,u,v,w,p) = (3.133)

negative value op* for which g is undefined. The root solvers can be modified to reseb
some small positive numberwhenever needed. Equivalently, the definitiorgadnd all its

derivatives can be modified so that:

(Vp* <e) 9(p") =9(e) d(p") =d(¢) (3.134)
and similarly for the higher derivatives. (The known parameters of the fungtiare not

shown hereafter.) The latter method is numerically equivalent and slightly easier to implement.
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The secant and Newton-Raphson schemes are among the most frequently used root solvers.

The secant iteration is given by:

(Ph— PA_1)9(Pn)
a(ps) —9(p;_1)

Phi1=Pa— (3.135)

for n € N*. The two most natural guesses forare the initial values of pressure; for instance,

the iteration can be started with:
(Po, P1) = (P1, pr) (3.136)

(Obviously, the initial guesses need to be adjusted wienp;.) The secant method is robust

and each of its iterations requires relatively few operations. However, the convergence of the
modified secant method is rather slow, being only supralinear. Since the Riemann solver is the
core of the reconstruction-evolution methods described in Section 3.6, implementing a method
with at least a quadratic convergence may save a substantial amount of computing time. The

Newton-Raphson iteration is based on:

a(py)
g (pi)

Phi1=Ph— (3.137)

for n € N. Actually, the secant method is the Newton-Raphson scheme with the following

additional approximation:

a(p;) —9(pp_1)
P5— Ph_1

g (ph) ~ (3.138)
The Newton-Raphson scheme is robust and converges quadratically. Compared to the secant
method, its iteration step is more computationally intensive due to the evaluation of the deriv-
ative, but its higher convergence rate means fewer iterations for a sufficiently small tolerance.
Experience shows that a properly implemented Newton-Raphson scheme is indeed faster than

the secant method. The Visual Tsunami secant and Newton-Raphson schemes turned out to

be faster than MATLAB's root solver, which implements Brent’s algorithm [46].
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Higher-order methods can be used as well, but, because of their increase in computing time

per iteration, they are only worth it for very small tolerances. A Householder cubic method

(1 L 9(p)g

o(ph) (p’m) (3.139)

g (i)

t3 >
Pny1=Pn—

and a Householder quartic scheme

/!

(1 L 9(Pg (PR) | (9(PR)A(3(G (Pr)* — g (PG (PR))

a(p;) n
2(d'(p))? 6(g' (pi))*

g (ph)

* I
pn+l =Pn—

) (3.140)

were implemented in Visual Tsunami. The high-order schemes can be started with the simple

guess:

o5 = ™ ; P (3.141)

Experience indicates that one of the best initial guesses is given by the analytic solution to the
Riemann problem assuming that= @ and that two rarefaction waves are present. From

Eq. 3.125,p; is then given by:

r-1 y-1
SENENE)
LA (P ) 22 (((B) T 1) sy =0 3.142
}’—1< P r=1\\p T (8:142)
Hence,
-1 1
(007 |+ 2 —ata— (-1 —u) (3.143)
o 2
B Pr
Finally,

(3.144)

Po =
P i pry

This guess is obviously the exact answey = % and the solution consists of two rarefaction
waves. Numerical experiments show that this approximation is still good in the case of weak

shocks and hence provides an excellent first guess to initiate the iteration.
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3.4 The Exact Riemann Problem: Exact Real Gas Case

The ideal gas Riemann solver essentially follows Godunov’s original approach as refined
by several decades of CFD practices [72, 30]. A solution to the Riemann problem described
in the previous section is now developed for a gas obeying a real gas equation of state. No
satisfying scheme was found in the literature and an exact, yet simple approach was developed
for this doctoral dissertation. (Colella and Glaz’s solver [19] was used in previous versions of

TSUNAMI. Other solvers were proposed by Saurel and co-workers [60].)

3.4.1 Mathematical Tools: Simple and Shock Waves
Contact Discontinuity Wave
As for the ideal gas case, the velocity and pressure do not change across the contact:
u =u =u" (3.145)
pr=p =p (3.146)

while density, sound speed, specific energy, and volumetric exponent will change.

Shock Wave

The Rankine-Hugoniot shock relations—Equations 3.78, 3.79, and 3.80—are the same
and lead to the same Eq. 3.95; hence the same Hugoniot formula relates the jump in specific

internal energy to the pressures and densities on both sides of the shock:

« pl r + p* 1 1
—g, == (= _ _— 3.147
el,f QJ 2 <Pl,r p|>tr> ( )

Making use of the definition of the volumetric exponent given in Eq. 3.48 and following

the same mathematical steps performed in the ideal gas case leads from the Hugoniot relation
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to the formula for the densities on both sides of a shock wave:
N+l pr

L]
* 'Y*,ril pl,r
Ple =Pl T (3.148)
Pr.r Hr—1

As for the ideal gas case, the jump in speed can be related to the ratio of pressure difference

to mass flux:
* p>(< - p| r
u =u,F — 3.149
o Piruy ( )
where
. P,
(P10 )2 = B —Pr (3.150)
he T Bir
(The minus is for a left shock; the plus sign for a right shock.) Hence,
1 1
U =u,F *— — - = 3.151
rFal (P |0,r)<pLr p”) ( )
Using Eq. 3.148 yields:
p* netl
* p>|< - p|7|' - pl_,r /yl‘,r_l
U =u,— or 1 Ty o (3.152)
Vlk.,r_l Pir

No significant further simplification is readily possible for the real gas case. As usual, the

shock speed is given by:

Sr=U,FUl, (3.153)

Sr=U,F (3.154)

Rarefaction Fan

Rarefaction waves are significantly more complicated in the real gas case than in its ideal

counterpart. The integral form of the Riemann invariant still reads:

p*
U=y —/ " 2ap (3.155)
o P
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In the ideal gas case, the integraﬁd:an be expressed as a functionpofind the constant
exponenty. The integration is then straight-forward. In the real gas rarefaction fan, no simple
relationship between the gas state in the middle region and the known state on the other side of
the rarefaction can be derived, except for a few sufficiently simple analytical real gas equations

of state [71, 57].

3.4.2 New and State-Of-The-Art Analytical and Numerical Models

Closely following the ideal gas case, the exact solution to the real gas Riemann problem is

obtained by enforcing the continuity af through the contact:
f(p*7p|7a)|7u|7v|7w|7 p|) + f<p*7pr7(0r’uryvrywr7 pr)+ur —U| - O (3156)

The real gas functioffi is given by:

0~ p P :
5 (1— AT ) if p*>p
f(p*,p,@,u,v,w,p) =

7t
SRR (3.157)
pP* a i *
S Edp fo<p <p
wherey =1+ p—pe is known andy* is the solution to the following trivial equation:
p*—(y"—1)p*e* =0 (3.158)

p*is given by Eq. 3.148" by the Hugoniot relation, ang*(p*, €*) by the volumetric equa-
tion of state. The equation fgf* hence reads:

r'+1p* p* |, y+1
P+1 . =
* ~1p p+p p T y—1
p - (’}/k - 1)P }’p* 7/+_1 <e+ <1— W)) =0 (3159)

Both Equations 3.156 and 3.159 can be solved through the secant method, or alternatively,
Brent’s algorithm [46]. This algorithm trivially reduces to its ideal gas law counterpatrisif

a constant.
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For the rarefaction branch, the integral of the Riemann invariant can be evaluated numeri-
cally:

P* a a(pi,e)
—dp=—-§ —4——A 3.160
/p PR (3.160)

wherep; ande are defined recursively fore N* by

pi=pi-1—Lp (3.161)
and
6=6_1—-0Ag=6_1— pi_l(pigl’a_l)Ap (3.162)
Piz1
The first values are given by
(Po,€0) = (1, @) (3.163)

The specific energy increment comes from the already encountered thermodynamics relation-

ship:
de—= Tdst l%dp (3.164)
which simplifies to
de= p—pzdp (3.165)

for an isentropic flow. The discrete integration is performed yntiatisfies

Ip(pi, &) — p*| < relative tolerancec max(p*, 1) (3.166)

The density increment can be defined as:

Ap = relative tolerances max(p;, 1) (3.167)

The sampling procedure is similar to the ideal gas case. All the formulae needed have been

discussed, except for those giving the state of the gas inside a rarefaction fan. For a left
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rarefaction,

Pa a(pi, &)
u=u—/ —dp=u+y —2A 3.168
| /pp p=u .2 o P (3.168)

where the sum is performed as before along the isentrope, this time until the characteristic
equation is satisfied:

u="+a (3.169)

Eqg. 3.168 returng (x,t), u(x,t), e(x,t), anda(x,t). The remaining physical quantities are
easily obtained through the equations of state.
Finally, the sampling procedure can be explicitly given by the following. On the left-hand

side of the contact, namely < u*

[a) v W} = {wl Vi W& (3.170)

( ( -

pru p a]if)f(<s‘
if p*>p <k

H X *
pl* U p* e|*]|fS|<f<U

N\~

iFp" <P 9 |(3.168) and EO% ifu—a<f<u—g

ifu —a <f<u

wheres is given by Eq. 3.154p" andg were obtained through the root solver, as well as
af, if the left wave is a rarefaction. Physically, bgttande cannot be chosen as independent
variables; both are specified here in the sampling procedure since both will be used by the
reconstruction-evolution methods of Section 3.6.

The right-hand side of the contact is treated in a similar manner. If the integral form of

the Riemann invariant is tabulated as a functiop pé, and p* for use in Eq. 3.157 and as a
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function ofp, e, u, andf for use in the sampling procedure, a significant gain in run time can
be achieved. If both the shock and rarefaction branches of Eq. 3.157 are tabulated, the real gas

scheme approaches that of the ideal gas one, for a minor, if not trivial, loss of accuracy.

3.5 Exotic Riemann Cases

3.5.1 Uniform Initial Conditions

The casdJ; = U is trivial.

3.5.2 Left Vacuum

Whenp, = p; = 0, an explicit solution is available for an ideal gas:

(

0,0,0,0,0,0,0] if ¥ <u— %23'1
[0, @,u,v,W, P, €] = { right fan solution ifur — 742— <X<uta (3.172)

K[praa)l'al'jl'7vl’7wl’7pl’aa’] |f>f(ZUr+ar

For a real gas, the solution is assumed to read:

.

[0,0,0,0,0,0,0] if ¥ <u+ [, 2dp

[0, @,u,v;W, p,€] = { right fan solution ifur + [, 2dp < ¥ <ur +a (3.173)

| [Prs o Ur, Ve, Wi, pro €] if > U +a

where the integration of the Riemann invariant is done as usual along the isentrope. The issue
of the actual value and physical meaning of the vacuum speed is not addressed since it does
not play any role when it comes to evaluating the flux vector required by the reconstruction-

evolution methods to be tackled in Section 3.6.
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3.5.3 Right Vacuum

Whenp; = pr = 0, an explicit solution is also available for an ideal gas:

¢

o, o, U, v, W, prLe) iFF<u—g

[0, ®,u,v,W, p, €] = < |eft fan solution ifu —a <X<u+ ”2—341 (3.174)

0,0,0,0,0,0,0] it >0+ 22

\

For a real gas, the ideal gas solution is extended to:

;

o, o, U, v, W, prLe) iFF<u—g

[0, @,u,V,W, P, €] = { |eft fan solution ifu—a <¥<u-[) 2dp (3.175)

10.0.0,0,0,0,0 it £>u— [y 2dp

As for the left vacuum case, the question of the actual value and physical meaning of the

vacuum speed is not addressed.

3.5.4 Center Vacuum

Non-vacuum initial conditions can lead to appearance of vacuum. This arises when the

inequality 3.121 holds true for an ideal gas:

2q 2a,
— < U — 3.176
')4—1+’)/r—1_ur u ( )
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The explicit solution to the center vacuum can been seen as a combination of the previous left

and right vacuum solutions:

(

o, o, U, v, Wi, prLel  if ¥ <u—a

left fan solution ifu —a <f<u+ }42—?
Py, UV W€l = 4 [0,0,0,0,0,0,0 fu+ 2 <f<u-2 GBI
right fan solution ifu, — r2—1 <X<uta

[Prawr,ur;Vr;Wr;praa'] |f%(ZUr+ar

For a real gas, the escape velocities need to be evaluated with the appropriate form of the

Riemann invariants:

0 0ga
—/ —dp—/ 2dp<u—u (3.178)
P P

The solution reads:

[p|70)|7u|7v|7w|7p|7a] |f%(SU|—a|

. . 0
left fan solution ifu —a <¥<u fp| 2dp

[p7w7U7V7\Na pae]: [0707070,0,0,0] if U — f[())”e)‘d %(SUH—f,?r%dP (3.179)
right fan solution ifuy +f§r %dp <i<u+a

[Pr;wraur,Vr,Wrapraer] |f%(ZUr+ar

\

The three vacuum cases are treated for completeness and robustness. Problems that rely on
those are not best treated by reconstruction-evolution methods, or any algorithm based on the

Euler equations for that matter—vacuum cases violate the continuum assumption, an essential

hypothesis used to derive the Euler equations.
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3.6 Reconstruction-Evolution Methods

Reconstuction-evolution methods constitute a large class of numerical schemes that can be
applied to solve a variety of equations. They tend to be particularly powerful to solve hyper-
bolic equations. In most of this section, the physical domain is assumed to be discretized as a
Cartesian grid. For the sake of generality, a non-uniform grid is described. In practice, non-
uniform grids may be cumbersome to use and nested uniform grids or unstructured meshes
are preferred.

By definition,

AV, j x = DX Ay Az, (3.180)

is the volume of the cell centeredbat= X, y = yj, andz = z,. Tr|V|aIIy, , .k the average at

timet =t" of the vector of conserved quantities over the volume of the(cgllk) is given

by:

Ul jx= L /// U(x,y,zt") dxdydz (3.181)
T AV

The integral form of the Euler equations applied to the del, k) and integrated betwedh

andt"! reads:
/// (Uxy,zt™h) —U(xy,zt")) dxdydz=
AV jk

(// x(%_1,¥%,2) dde—// +1,¥,2t)dydz
//&1 y(%,Y;_ 1thXdZ—// xyj+1 z,t)dxdz
] I]+

s*z,

//s F2(X.Y,2 dxdy—// xy,szr t)dxdy

(N —2 | ]k+2

tn+l

(3.182)

tn+l

+ dt (
tn
tn+1 (

+ dt
tn
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The left-hand side of Eq. 3.182 can be trivially expressed as:

///AV (U(x,y,zt"™) —U(x,y,z,t")) dxdydz= AV (L_J,nﬁ - L_Jir:j7k> (3.183)
ik

An approximation toGierk is supposed to be known to the required order in space and
time. An approximation t(bj,nﬁ is then sought to the same order. (Somewhat abusivally, the
exact solution and its approximation to first order in space and time will be denoted with the

same symbol, as will the exact and approximate averaged quantities.)

3.6.1 First-Order Reconstruction: Piecewise Constant Interpolation

To first order in space, the approximated solution is assumed to be constant over the volume

of the cell:

U(xY,2t") = U7 ifor (x,2) € [%_1.% 3] X [¥_1.%;,3] X [Z_1.2,1] (3.184)

A midpoint integration may be invoked to simplify the right-hand side of Eq. 3.182 to second

order in space, yielding:

tn+l
+ [ dyitac (FU0G_i200) — FU(%, 1,5, 00) ) dt
tn 2 2
nil (3.185)
t
+ i DX Az (Fy(U(thJ,%aZkat)) - FY(U<Xi7yj+%7zkut))> dt

tn+l

+ [, Dxdy; (FZ(U(Xi;bek_%at))_FZ(U(Xi7YJ,Zk+%7t))) dt
The piecewise constant reconstruction leads to four split fluxes that are piecewise constant
over their respective surfaces; the integration over the surface of the edges is therefore exact

in the case of a piecewise constant reconstruction.



58

3.6.2 Evolution in the Case of a Piecewise Constant Reconstruction

The four fluxes at the cell edges candeluated by using the solutions to the four 1-D
split Riemann problems between the two sides of the relevant cell edge. The integral Euler
equations then read:

n+1 N
AVi,jk (Ui,j,k—Ui,j,k> =

tn+l

+ [, Byt (Fu(UR | (0 —t") —F(UTF, | (0.t —1")) d
in 2, ol (3.186)
tn+l )
RP RP
+ ; DX Az (F (U i %k(Ot tn))—Fy(U 41k (O,t_tn)>> dt

tn+l

+ ], by, <FZ(U5j'?kf%(0,t_t”)) FZ(URJPHZ(O,t—t”))) dt

where, for instancei,JiRF’1 J. (0.t —t") is the solution to the 1-D split Riemann problem given
VAR

by:

U(X1.Yj,20t") i x<x 1
U(x=%_1,¥},Zt") = 2 2 (3.187)

U(Xt%,yj,Zk,tn) if x> X1

when evaluated at= X_1- The solution to the Riemann problem is detailed in the last three
Sections 3.3, 3.4 and 3.5. It is self-similar and only depends on the vagablée time-

integration in Eq. 3.186 can then be performed exactly and leads to:

—n+1 —n
AVi jk (Ui,Lk - Ui,Lk) =

+At Ay Az (FX(UiR—P%,Lk(O)) U'Fip ix ) (3.188)
+At”AXiAZk< (U.RJP 1(0) -F UIRJP+% k )
+At“Axiij( (U:ijk 1(0) - UuRJPk+2 )
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Hence,

—n-+1 —n
Uijk = Uik

A n
+Aixi (Fu(UR |,(0) ~ F(URT, |, (0))
(3.189)

AT (R (URP, (0)— Fy(URP, (0
+ay; (U 340 =T ,(0)

At RP RP
* 2y (FAUT40) = FUT,c00)
This solution is exact as long &s" is sufficiently small enough that the waves generated

by the Riemann problems #t cannot travel more than half a cell duricdf®. This is known

as the Courant-Friedrichs-Levy (CFL) condition:

min(Ax;, Ayj, Az)

A" <
max(wave speeds

(3.190)

where the minimum and maximum are taken over the whole computational domain so that
the whole solution is advanced to the same time step. The reconstruction method based on
a piecewise constant reconstruction and the exact evolution of a piecewise constant flow is
known as the Godunov scheme. The scheme is considered first order accurate when waves are
allowed to travel more than half the cell width and less than the full width. The scheme may

fail if a wave travels more than a cell width duridg.

3.6.3 Axially-Symmetric Cylindrical Coordinates

In cylindrical coordinates, with axial symmetry, the Euler equations read:

%—$+D-F+G=o (3.191)
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whereU, F andG are given by:

p
p
U= pu (3.192)
pW
pe
pu pwW
pOU  pOW
FU) = (Fr(u) FZ(U)) =1 pu?+p puw (3.193)
pUW pW2 + p
pug+up pwa +wp
&J
r
poxu
r
G= pTuz (3.194)
puw
r
pua-+up

r

This system of equations can be solved through the method of fractional steps. The first
step solves the advective part, whose equations can be solved via the method already derived

for Cartesian coordinates. The second step takes into account the terms that appear in cylin-
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drical coordinates. The numerical model for this step is to first order:

Pi,jUij
rij
Pi,j i j Ui,
riij

SR VN L R (R (3.195)

i,j

cJ

Pi,jUi,jWi,j
i,

Ui (pi,j&,ij+hi.j)
T

where the quantities on the right-hand side comes from the advection step. If necessary, time-

stepping can be used to control the accuracy of the solution. Alternatively, a MATLAB ordi-

nary differential equation solver could be employed.

3.6.4 Boundary Conditions

Gas/gas boundaries are treated through an outflow or reflective model. The outflow model
assumes that the flow is free to exit and there is no inflow. For instance, if the outflow boundary
is located a(xi+%,yj,zk), the flux is the solution to the trivial Riemann problem given by:

UK, 1YiZot”) X<y

U(X=X 1Y}, 20t") = (3.196)

U ()ﬂl%,yj,zk,t”) if x> X1

The reflective model assumes that the flow cannot exit. This model is used for symmet-
ric boundary conditions, as well as gas/solid and gas/liquid boundaries, when mass and heat
transfer phenomena are neglected and the condensed phase is assumed to be perfectly rigid.

If the reflective boundary is located (zidi+%,yj,z|<), the flux at the boundary is the solution of

3A body force such as gravity can be treated to first order in a similar manner, in axially-symmetric cylindrical
or Cartesian coordinates.
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Test [p(kgm3) [umshH | p(Pa) | pr (kgm3) [u (ms™h) [ pr (Pa)
1[67] 1.0 0.0 1.0 0.125 0.0 0.1
2[29] 1.0 2.0 0.4 1.0 2.0 0.4
3[75] 1.0 0.0 1000.0 1.0 0.0 0.01
4[75] 1.0 0.0 0.01 1.0 0.0 100.0
5[75] | 5.99924 | 19.5975 | 460.894] 5.99242 | -6.19633 | 46.0950

Table 3.1: A few of the Riemann problems used as test cases.

the following Riemann problem:

UX—x%.,

%,yj,Zk,tn) =

(

plx,

1
2

\

Z,t")

— . n
p(xi+%7yj7zk7t )

PX, 1Y 2o V0K,

Vi Zot) k(X 1,55 20t
2

=P (X 1Y1: AU 1Y), 2t

Yzt

1
2

y] ) Zkatn)W(Xi;; ) yJ ) Zk7tn)
2

p(X;%,yj,Zk,tn)Q(Xi__’_%,yj,Zk,tn)

ifX<Xi+%

(3.197)
if x> Xl+%

Gasl/liquid boundaries may be treated as reflective or through the model developed in

Chapter 5.

3.7 Benchmarking

3.7.1 Riemann Solvers

A variety of Riemann problems were used to benchmark the ideal gas and real gas Riemann

solvers. (Only the most significant cases are listed in Table3-2.1.4 was used for these
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test cases.)

1. Test case 1 is known as Sod'’s problem [67]. Its solution is made of a left rarefaction, a

contact, and a right shock.

2. Test case 2 is an example of the symmetric two-rarefaction wave pattern that occurs,
for instance, at reflective boundaries when the velocity is away from the boundary. Test
case 2 is intended to illustrate the robustness of the exact Riemann solver when used to
model a highly kinetic flow. (By highly kinetic it is meant that the ratio of kinetic to
total energy is close to unity.) Einfeldt and co-workers [29] showed that some linearised
Riemann solvers yield negative densities when applied to sufficiently kinetic flows. This

is one of the primary reasons why an exact Riemann solver was implemented.

3. Test cases 3 and 4 are the left and right halves of Woodward and Colella’s blast wave

problem [75].

4. Test case 5 is the resulting wave from Woodward and Colella’s blast wave problem [75],

as reported by Toro [72].

Plots for test cases 1 through 5 are shown in Figures 3.1 through 3.5. The solutions from

the Riemann solver are displayed with continuous lines.

3.7.2 Evolution-Reconstruction Schemes

One-Dimensional Test Cases

The Riemann problems used to benchmark the Riemann solvers are employed again to test

the evolution-reconstruction schemes. Plots for test cases 1 through 5 are shown in Figures 3.1
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Figure 3.1: One-dimensional test case 1. density, velocity, pressure, specific energy.
Density Welocity
1
08
0.6
0.4
0.2
0
-1 1
Pressure
0.5

Figure 3.2:

One-dimensional test case 2: density, velocity, pressure, specific energy.
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Figure 3.5: One-dimensional test case 5: density, velocity, pressure, specific energy.

through 3.5. The Godunov scheme solutions are displayed with discontinuous lines. A mesh
of 300 cells, scaled from the coarsest Z-IFE simulation (to be described in Section 8.5), was
employed. The error can be reduced by refining the mesh size, but is already sufficiently
small for our purposes. The unphysical spike in the specific energy in Test case 2 is typical of

reconstruction-evolution schemes in the low-density, highly kinetic regime.

Two-Dimensional Test Cases

As an illustration of the two-dimensional capability of the code, a set of two-dimensional,
four-compartment Riemann problems were implemented. The particular example shown in
Fig. 3.6 is our 2-D version of the 1-D test case 5. The mesh size is the one used for the 1-D
problem, scaled from the coarsest Z-IFE simulation. Far from the center of the contour plot,

one-dimensional Riemann problems are apparent along the horizontal and vertical axes, as
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expected. In the center, a more complex 2-D pattern arises from the 2-D initial conditions.
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Figure 3.6: Two-dimensional test case 5: density.

Three-Dimensional Test Cases

The three-dimensional capability of Visual Tsunami was demonstrated with a set of three-
dimensional Riemann problems. As an example, Fig. 3.7 shows a 3-D version of test case 1.

In the planes shown in the figure, two-dimensional Riemann problems are apparent.

3.8 Conclusions and Perspectives

Exact Riemann solvers to the exact Riemann problems for ideal and real gases were im-

plemented for the first time in a TSUNAMI code. A finite volume scheme was retained from
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Density

Figure 3.7: Three-dimensional test case 1: density.

previous versions in its most robust form. Future improvements could include higher-order
reconstruction methods and unstructured meshes. The mesh size in Visual Tsunami simula-
tions will likely be set by the necessity to resolve complex geometrical boundary conditions,
not by the requirement for fine meshes imposed by first-order schemes. Numerical exper-
iments reported in this section do indicate that the coarsest Z-IFE mesh can capture shock
wave dynamics reasonably well and we therefore recommend implementing 2-D triangular
and 3-D tetrahedral meshes prior to upgrading the code to a higher-order numerical scheme
such as [73, 20]. (Unstructured meshes are particularly suited for simulations of complex
geometries.) The gas dynamics code was designed and implemented to be easily ported to a
distributed computing platform and finishing the implementation is encouraged. Substantial

run time improvements are expected.
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Chapter 4

Radiation Modeling

4.1 Introduction to Radiation Modeling

Detailed modeling of radiation interaction with matter is a daunting task, which is beyond
current computing capability when performed in a multi-dimensional hydrodynamics design
code. As a remedy, various approximate models can be used. However thera sioo
rigorous means of choosing the appropriate model for a given physical system. Choosing the
best model for a given application is usually done empirically by implementing various models
one at a time, from the simplest to the most elaborate. A typical case is run using each model
and the error made with one model is assessed using the next, more accurate model. When
the error seems to converge to zero, the last but one model can be used with some confidence.
(Here a typical case would be a simulation of the target chamber and beam tubes. Examples
of such simulations are presented in Chapter 8.)

Time-independent models represent the simplest class of approximate treatments of ra-

diation transport. They include the most well-known cases, black and grey bodies for non-
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participating media, as well as ray models for participating media. Black and grey bodies
are inappropriate for gas dynamics calculations and cannot be applied for more than mere
scoping analyses. Ray models are mono-directional and become invalid when the medium
length is larger than several optical thicknesses. Jantzen [34] used such a model to estimate
radiative heat losses from the target and ablated molten salt. Her approach was essentially
one-dimensional. Each time step, heat losses by the spherical target, and independently, by
the expanding ablated slabs of molten salt would be estimated. Geometry-wise, Jantzen'’s
model may be justified for no more than the first few microseconds; at any rate, her approach
lacks the generality expected for a versatile multi-dimensional radiation hydrodynamics code.

The simplest widely-used time-dependent model, the one-temperature diffusion model,
also known as the conduction model, has been discarded since it is inadequate in optically
“thin” regions where the density is low and the temperature high, resulting in large mean
free paths. The next most commonly used model, two-temperature diffusion, is believed to
yield the sought-after accuracy and has been retained. Radiation effects are expected to be
secondary in a thick-liquid protected chamber, and, for time’s sake, no attempt was made at
benchmarking the approach against more elaborate models. (The average temperature of the
ablated layers in the target chamber will be less than 100,000 K, a temperature too low for the
radiation pressure to dominate its gas counterpart. Radiation may, however, play some role
in a chamber in which the background vapor is dense enough to absorb some of the target
X-rays.)

Chen [11] implemented such a two-temperature diffusion model into his 1-D version of
TSUNAMI. The physical and mathematical models described here are close to Chen'’s, but the

numerical scheme is expected to be significantly more accurate.
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4.2 Physical Modeling: Flux-Limited Diffusion

The approach chosen in this section is purely intuitive. No formal derivation of the main

differential equations will be given.

4.2.1 Differential Equations

The gas energy can be converted into radiation energy or can be transported away. The
latter piece of physics is taken care of by the hydrodynamics model and thus only the former

appears in the following gas energy balance equation:

dpe C
- 2 E—aT" (4.1)

wherep is the gas density (kg n¥), ethe gas specific energy (J kb, E; the radiation energy
density (J n73), andT the gas temperature (K)p is the so-called Planck transport mean free

path (m).c the speed of light in vacuuanda is given by:
a=— (4.2)

o is the Stefan-Boltzmann constantintuitively, Eq. 4.1 means that if the radiation field

E
a

temperature], = ( )711, Is greater than the gas temperatdrethen the gas will warm up and
its energy per unit volume will increase.

The gas energy conservation equation can be simplified further through simple physical
considerations. The effect of a volumetric energy change on the gas volume is not directly
accounted for by the radiation scheme, but through the hydrodynamics model, according to

which an increase in energy per unit volume will increase the gas pressure, which will in turn

1c=3.00x1®B ms?
26 =567x108Wm2K 4 a=756x10183m3 K4
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cause the gas to expand and its density to change. Here, radiation diffusion and exchange with

the gas will not change the density of the gas:

de ¢
e l_p(Er —aT?) (4.3)

and gas-radiation interactions are isochoric:

oV

A little bit of thermodynamics is needed to relate a change in specific energy to a change in

temperature:

oe oe
=57 AT

Ae + —

P
AV = AT + 25| AV = AT (4.5)
T Vg

wherec, is the specific heat at constant volume (Jtg~1). The gas energy equation finally
reads:
Jo, T C 4
P = l_p(Er —at”) (4.6)
Note that the numerical scheme makes use of Eq. 4.3 Jineef (p,e) is more frequently
available tharc, = g(p, T).

The radiation energy can be diffused away or converted into gas energy. Mathematically,

without any proof, this translates into:

oE c 4
W_D.(DDEr)—/I—P(Er—aT) (4.7)

where the only new variable B, the radiation diffusion coefficient (frs™1).

In “thick” regions, where the radiation diffusion mean free path is much smaller than the

typical length of the media, the diffusion coefficieBick, is given by diffusion theory as:

cA
Dthick = ?R (4.8)
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whereAr is the so-called Rosseland diffusion mean free path (m).
In “thin” regions, the Rosseland diffusion mean free paths goes to infinity and Eq. 4.8

yields an unphysical diffusion coefficient. The effective diffusion coefficiBygi,, should be

in thin media:
cE
Dthln - FEI' (49)
in order to recover the correct fluk (= DOE;) in non-participating media:
c c
Finin = 0T,* = Z&Fr“ =& (4.10)

The so-called flux-limited diffusion coefficien), blends both thin and thick coefficients in

an attempt at covering the full range of mean free paths:
D = f(Dthick, Dthin) (4.11)

wheref is a functionbelievedto be appropriate. Among the wealth of possibilities available

in the literature, a geometric mean was retained:

D 1
-1 1~ 1, 1
Dthin ~ Dthick AR

(4.12)

If the medium is optically thick, the Rosseland mean free paghgoes to 0 and Eq. 4.8 is
recovered. Similarly, if the medium is optically thihg goes too andD is given by Eq. 4.9.
Therefore the correct value & will be used in the two limiting cases of optically thick
and thin media. For finite mean free paths, on order of the typical length of the medium, it is
common practice thopethat Eq. 4.12 yields a reasonably good effective diffusion coefficient.
Exploring the sensitivity of the model to the choicefofould be valuable and is left for future

work.
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4.2.2 Initial and Boundary Conditions

The initial gas temperature distribution can usually be reasonably estimated in most cases,
either through simple analytical or complex numerical models. For lack of a better model,
local thermodynamics equilibrium may be assumed to prescribe the initial radiation energy

density in Visual Tsunami simulations:
E =aTt=aT* (4.13)

Cauchy boundary conditions are considered. The solid and liquid structures are assumed
to be in local thermodynamics equilibrium and will radiate at their respective temperdtures

yielding the following Dirichlet boundary:
E =aT* (4.14)

Neumann boundary conditions, with the energy density gradient set to zero, are used at sym-
metric and outflow gas boundaries. Implementation of more accurate boundary conditions is

left for future work.

4.3 Numerical Model

4.3.1 Three-Dimensional Cartesian Coordinates

The gas and radiation transport equations, Eq. 4.3 and Eq. 4.7, now read:

e c
ot _plp

JE, 9 (OE\ 9 ([ 9B\ 9 [ 9E\ ¢ .
W‘ax(Dax>+ay<Day>+az<Daz>_xp(Ef_aT) (4.16)

E, —aT? (4.15)

and
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This system is solved through the Adams-Bashforth-Moulton predictor-corrector scheme, as
implemented in the MATLAB libraries. (This approach allows for an easy extension of the
model to phenomena such as gas thermal heat conduction and viscous effects.) Time-stepping
controls the accuracy of the time-integration. Details of the time integration are unnecessary

for the present discussion and are omitted. Eq. 4.15 is trivially discretized in space as:

4
98k _ C(Ei’j’k_a(-ﬁ’Lk) ) (4.17)
ot Pij ki j k |

where T j « = f(pijk &.jk) andiijx = 9(pijk Tijk). EQ. 4.16 is discretized in space as

follows:
Eii1jk—Eijk Eijk—Ei-1jk
D- 1 Izl.j,A. Ll - D 1 ; ’IA'. A 471,
aEhJak — I_‘—i’J?k XI+2XI+1 I_§7J7k XI7%+ .
ot DX
B jr1k—Eijk Eijk—Eij-1k
Dijisx o —Dijjk s,
n —7 2
Ay;
D Eijkii—Eijk B jk—Eijk1
|7J7k+% Azk+AZk+l |7]7k_% Azk*1+AiZk
4 — = 3
Az,
C 4
e (Biix—a(Tij)?) @18

Note that the non-linear dependence on the temperature is retained. (Most other diffusion
schemes linearize the term with the fourth poweT of In the flux-limited diffusion approxi-

mation used in this model, the diffusion coefficiéts computed as follows:

-1
3 AEi+l.,j,k
Disgjk= (c/l —— (4.19)
R7I+§7J7k I+%7Jak
where
Eii1jk—Eijk
R YR (4.20)
2
and
CE jk+Et1jk _C
(T e Rt CHAEE (421

3The subscripts r (radiation) and P (Planck) are dropped in all the discretized equations for clarity’s sake.



boundary| location material properties
Neumann| (3, ].k) Eo,jk = Evjk andpo,jk = p1,jk andepjk = €y jk
Neumann| (I +3,j,K) | Eygjx=E jkandpii1jx=pijkande.1jx=ejk
Neumann| (i, 3,k) Eiok=Ei1kandpjox = pi1k ande 1x = € 1k
Neumann| (i,J+3.K) | Eigi1k=Eijkandpijiix = piak ande i1k =&k
Neumann| (i, j, 3) Eijo="Eijiandpijo=pij1ande jo=e 1
Neumann| (i,],K+3) | B jk+1 = Eijk andpijk-1=pijk ande jk 1= 6 jk
Table 4.1: Radiation cells.
)“R,i%,j,k is evaluated using:

_ ARijktT ARk
itdjk = >

AR
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(4.22)

Additional equations are needed at reflective boundaries. All cases are presented in Ta-

ble 4.1. For the radiation model, interior liquid and solid cells obey the following trivial

equations:

and

de
OE
i =0 (4.24)

(Changes in temperature are taken into account in Chapter 5.) The Rosseland and Planck

mean free paths are computed using the Los Alamos National Laboratory code TOPS [35].

Reducing the numerical scheme to 1-D or 2-D is trivial.

4.3.2 Axially-Symmetric Cylindrical Coordinates

Only minor modifications are necessary to adapt the scheme to axially-symmetric cylin-

drical coordinates. Equations 4.3 and 4.17 remain unchanged, while the radiation diffusion



77

equation, Eq. 4.7, now reads:

JE. 10 [ JE\ 9 (.0E\ c .

which leads to the following discretization in space:

Eii1j—Eij Eij—Ei1j
5Eij 1 ri+%7jDi+%,j Ari+§fi+1 _ri—%JDi—%J M
at i, j Arj
Eijr1—Eij Eij—Eij1
Dijiymimm: —Dij-y e
— 2 :

Az

5 (Bi-a(my)?) @29

with the usual notations.

4.4 Conclusions and Perspectives

The two-temperature model coupled to the method of fractional steps was deemed suitable
for the purposes of efficient computing and accurate modeling of thick-liquid protected target
chambers. The radiation module still needs to be validated. In the near-term, various formulae
for the diffusion coefficient and the boundary conditions could be explored and a numerical
model compatible with unstructured meshes could be developed. As the level of sought-after
accuracy is raised and other Visual Tsunami models are refined, the radiation model may have
to be revised as well. A multi-group diffusion model or an unsplit radiation hydrodynamics
model could be developed and implemented. (The current split implementation neglects the
radiation pressure and energy compared to their gas dynamics counterparts.) As mentioned,
the numerical model discussed in this chapter was chosen because it can easily be extended to

include viscous and conductive effects, if necessary.
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Chapter 5

Gas-Liquid Interface

5.1 Introduction

Ablation and target debris cause a rise in density and pressure in the fusion chamber. For
the next target to be ignited, the initial background gas density needs to be restored. Thick-
liquid protected chambers rely on condensation as their main clearing mechanism and mod-
eling condensation phenomena is essential for high-fidelity simulations. Condensation will
happen over tens of milliseconds; the model presented in this chapter is only meant to capture
“early-time” condensation phenomena, which happen over the gas dynamics time scale.

The temperature of the surface of the liquid structures is a key parameter that needs to
be known accurately to predict condensation and evaporation fluxes, for the mass and energy
transfers are driven by the temperature difference at the gas-liquid interface. For early-time
(sub-millisecond) simulations, the temperature distribution inside the liquid is necessary to as-
sess secondary ablation—ablation caused by the hot gas in the target chamber, after the initial

ablation induced by the burst of target x-rays. An accurate assessment of the mass and energy
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fluxes up heavy-ion beam tubes requires some modeling of condensation and evaporation as
well.

Two different conduction models were coded in three distinct versions of TSUNAMI.
Liu [38] modeled condensation/evaporation phenomena and needed the temperature at the
interface to determine the mass, momentum and energy fluxes. Jantzen [34] required the
temperature field to model secondary ablation. Calderoni [8] implemented Liu’s model into
an early version of TSUNAMI 2.8. The heat transfer model presented in the following section
captures the physics relevant to treat condensation and radiation simultaneously. The third
section of this chapter focuses on a novel condensation/evaporation model that can be used at

the gas/liquid interface.

5.2 Submillisecond Heat Transfer in Liquid Jets

5.2.1 Physical and Mathematical Models

Over the typical gas dynamics time scale, conduction is assumed to be the only mechanism
by which heat is transported away from the surface into the liquid structures. (Typical time
scales for internal convection and turbulent effects are substantially greater than simulation
run times.) Consistently with the gas dynamics modeling, the liquid bulk velocity is assumed
to be negligible compared to that of the gas, and the liquid structures are stationary. Moreover,
secondary ablation will ablate thin layers of molten salt [11] and the gas/liquid interface will

be treated as immobile. For the liquid structures, the equation of thermal energy theh reads:

de _
Por =

INo derivation of this equation is provided.
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A local change in specific energy can be due to a volumetric heat saLfdem—2), or a heat
flux, kOT. p is the liquid density (kg m3) andk the liquid thermal conductivity (W m* K1),
The characteristic diffusion length is given by the product of the thermal diffusivity

p—'ép times the simulation run time to the one-half power. For liquid flibe or flinabe and a

simulation time of 1 ms, the diffusion length {gat ~ v2x 10~7 x 103 ~ 10> m. In the

target chamber, typical lengths are the height of the liquid jets (a few meters), the radius
of curvature of the slab jets ) and the radius of curvature of the cylindrical jets (a few
centimeters). In the beam tubes, the length of the vortex is a couple of meters and its radius of
curvature a couple of centimeters. As x-ray deposition is essentially a one-dimensional process
and the characteristic diffusion length is smaller than any of the typical physical lengths in the
target chamber and the beam tubes, the heat conduction equation reduces to the following

one-dimensional form in Cartesian coordinates:

de d [, dT
P = 5% <k5> +q(x,t) (5.2)

wherex (m) is defined inward, from the surface location. (Note that the physics is one-
dimensional in the local coordinate attached to the jet; the initial and boundary conditions
do depend on the location in the target chamber.)

As presented in Chapter 6, radiation deposition is essentially a one-dimensional process
assumed to follow an exponential law. The average gas temperature after the initial ablation
will be of order of one eV. Since the average mean free path of a 1-eV photon in molten salts

such as flibe and flinabe is practically rfylthe volumetric source term will be approximated

2A 100-eVphoton has a mean free path of order of a few microns in liquid flibe.



81

as a surface source term and Eq. 5.2 réads:

de d ([, dT

At x = 0, the heat flux is then determined by the condensation and radiation models:

oT
_ k5

= Je + Jradiation (5-4)
x=0

where the radiation heat flukagiation (W m~2) was derived in the previous chapter and is
given by DOE, at the boundary. The hydrodynamics heat flix(W m~2), is obtained in
Section 5.4.

As mentioned, secondary radiation happens over very small distances. The amount of heat
conducted at a depthcan be neglected, ¥ >> Sconduction~ 10> m. Accordingly, at, say,

x =L = 103 m, the specific energy is set constant and keeps its initial value:

T(L,t) =T(L,0) (5.5)

The initial temperature distributiofi (x,0) is given by the initial heating caused by target

neutrons and x-rays.

5.2.2 Numerical Model

In the framework of his condensation/evaporation model, Liu [38] dealt with a heat con-
duction equation with constant physical properties; he chose an explicit scheme to discretize
it. This imposed a very constraining stability condition. Jantzen [34] used an implicit Crank-
Nicolson finite difference scheme. A common approximation underlying their numerical

schemes replacesby ¢, T in Eq. 5.3;cp is the heat capacity at constant pressure and is then

3Jantzen [34] used a volumetric source term, without any justification.
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assumed to be constant for convenience. This approximation is usually fairly good but does
not apply here since the “liquid” structure is actually a two-phase mixture near the interface.
(The mixture is creature by the initial ablation described in Chapter 6.)

Here, Eq. 5.3 is directly solved with an Adams-Bashforth-Moulton predictor-corrector
method. The details of the time evolution are implemented in the MATLAB library, and only

the space discretization is presented here:

ae(x,t") _d m OT"
P = 3% K(T; )W (5.6)
A centered scheme is used for the interior nodes:
kn -|-_n _ kn kn T_n kn -|-_n
2 (@) ( -3 > TSl )
X ' ox (Ax)2 '
where
k' + K, 1
At the boundatries, it is assumed that:
J 9T _
2 (k(T. AT (5.9)
and
J o1 G (I8 + 31
g n 1\ _ _ A \Ye " “radiatio
Ix (k(Tl) I ) A (5.10)
whereJgd andJ} .o are the energy and radiation fluxes at t". As usual,T," = f(p,€l")

is provided by the caloric equation of state.

5.3 Benchmarking

The code can be tested with a well-known analytical solution to a simplified form of Eq. 5.3

with e= ¢, T whereT is the temperature amg is the heat capacity at constant pressure, which
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is assumed to be constant. For a semi-infinite slab with initial conditions

T(x,00=0 (5.11)
and left boundary condition
aT
f= _kﬁ = fp = constant (5.12)

the solution reads:
21 at X2 X X
T(x,t) = e ( - exp(—m) — éerfc(z—m>> (5.13)

5.4 A Novel Gas-Liquid Interface Model

Mass transfer at the interface between a gas and a liquid has been widely studied. The most
famous contribution may be found in Schrage’s doctoral dissertation, subsequently published
in [61]. His assumptions have been progressively challenged and more refined results have
been obtained through Monte-Carlo simulations. A Monte-Carlo model could be incorporated
into Visual Tsunami; however, Visual Tsunami is meant to be a design code, and, as such, the
typical run time should remain reasonable. A fancy Monte-Carlo model is deemed too CPU-
intensive. Analytical models, albeit more approximate, are preferred. Transfers of momentum
and energy have not been studied as thoroughly and no simple, explicit analytical formula is
known to the author. A new model has therefore been developed for this doctoral work, based
on Schrage’s well-understood assumptions.

Schrage’s approach relies on two major assumptions, bold and unjustified, but very prac-

tical and convenient:

1. Condensation and evaporation partial fluxes can be computed separately and added al-

gebraically to give the net transfer fluxes;
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2. Gas molecules obey a Maxwellian distribution at the gas/liquid interface.

The following analysis is presented for a planar interface located=a@, with the gas phase

occupying the half-space> 0.

5.4.1 Interface Mass Transfer

The impacting, condensing, rebounding and evaporating fluxes are respectivelynoted

Je, Jr, andJe (kg st m~2).

Evaporating flux

According to Schrage’s second assumption, evaporating molecules follow the canonical
Maxwellian distribution. It is further assumed that the bulk of the fluid is assumed to be at

rest:
3

f (u, vw)—nfﬁ—fexp( BE (WP +V2 +w?)) (5.14)

T2

wheren; is the density (m?3) of liquid moleculesu, v, andw are the velocity components (m

s1) andp; is given by:

M

Bi=\2rT

(5.15)

whereM is the molar mass (kg mot), Rthe universal gas const&nandT is the temperature
(K). The evaporating mass fludg, is given by:

:/ﬁu/dv
0 —0o0

muf(u,v,w) dw (5.16)

~——3

8

Substituting for f using Eq. 5.14 and noticing tipat nmyield:

[oe] 00 [oe]

e = ﬁ—? V2 W .
Je = pi 3o/du/dv/uexp U+ V2 +w?)) dw (5.17)

4R=8.31 Jmott K1
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By Fumini’s theorem,

3 [ @ o o
Je:pfﬁ—g (/uexp(ﬁfzuz) du) (/exp(ﬁfzvz) dv) (/exp( BAw?) dw) (5.18)
w2 \/ .

— 00

Evaluating the three integrals gives:

st 1 7'[% 71:%
(ﬁz) (E) (E) ©19

Collecting,
Jo= Pt (5.20)
Zﬂ?ﬁf
Using Eq. 5.15 yields:
Rt
Je= 5.21
e = Pf 27M ( )
Inserting the ideal gas law, the following well-known formula is obtained:
M
Je = Pt 27RT, (5.22)

Impacting flux

For the gas, Schrage assumed a skewed Maxwellian distribution. The fluid moves perpen-

diculary to the surface at a bulk speagd

3
f(u,v,w) = ngﬁ3 exp( BE ((u—ug)2+v2+vvz)> (5.23)
T2
The impacting mass fluxj, is given by
0 00 00
J= / du/ dv/muf(u—ug,v,w) dw (5.24)
- ﬁ;i e e
:pgn—%/ dué dvé uexp(—ﬁg ((u—ug)2+v2+vv2)) dw (5.25)
3 ( 7t (n}

= Py ﬁ% (ﬂZﬁl:;g (1—erf(Bqug)) — 2132 exp(— ﬁéué)) (ﬁg) <2—g> (5.26)
= 2:;[39 (ﬂ%ugﬁg(l—erf(ﬁgug)) —exp(—Béué)) (5.27)
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If the particular case thaly = 0, Eq. 5.27 reduces to:

5=__Po (5.28)

2m2 By

as expected from Eq. 5.20.

Net Mass Flux
Following Schrage’s first assumption, the net mass {251, is given by
oS = Je—Je (5.29)
Equivalently, the net mass flux can be obtained through
J0eUCS = Jo — 0 (5.30)

where the accommodation coefficiet;, is by definition the ratio of the condensing flux

to the impacting flux. The evaporating and impacting fluxes are given by Equations 5.21
and 5.27, respectively. No satisfying theory has been found to evatyaiecurately and ef-
fectively. The accomodation coefficient is assumed to be unity in the remainder of the chapter.
Schrage’s first approximation fails for very intense condensation and evaporation: a fraction
of the evaporating molecules may collide and re-condense. Schrage focused on mass trans-
fer; the next two subsections present the first application of his methodology to momentum or

energy transfer known to the author.

5.4.2 Interface Momentum Transfer

For the momentum transfer, Schrage’s two main assumptions are retained. The evaporating
and impacting/condensing fluxes are computed separately and Maxwellian distributions are

assumed.
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Evaporating Flux

The evaporating momentum flux is given by:

Je:O/du_é dv_Zo mEf (u,v,w) dw (5.31)
pfi_go/mduz dv_Z u?exp(—B7 (U +Vv2+w?)) dw (5.32)
pfi_fgo/muz exp(—Bfu?) du_Z exp(—p? )dv_Z exp(—BAw?) dw (5.33)
A6
:%fz (5.35)

Impacting Flux

The impacting momentum flux follows from:

0 00 00
J = / du/ dv/muzf(u—ug,v,w) dw (5.36)
ﬁ3 0 0 0

:pgﬂ_% é du_é dv_é uzexp(—Bg2 ((u—ug)2+v2+vv2>> dw (5.37)

B B_g3 2 (1+2B3u3) (1—erf(Byug)) - ugexp(—p2u3) 7;_% n_%
=Py ( 15 252 5\ 5 ) 639
= 4729[35 (77,'% (1+2B2u3) (1—erf(Bgug)) — 2Bgug exp(—ﬁgzu@) (5.39)

If ug =0, Eq. 5.39 reduces to

5=Po (5.40)

as expected from Eq. 5.35.
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Net Momentum Flux

The net momentum flux is then:
T sium= Je — J (5.41)

whereJe andJ; are given by Equations 5.35 and 5.39, respectively.

5.4.3 Interface Heat Transfer

The energy evaporating and impacting fluxes are computed separately and Maxwellian
distributions are used.
Evaporating Flux

The evaporating energy flux is given by:

Je:O/du_/ dv_/ %mL(u2+v2+vvz)f(u,v,w)dw (5.42)
BB r 7T,
:Pfgo/du_é dv_[o Su(u + V2 +wWP) exp(—BZ(U? + V2 +w?)) dw (5.43)
B
P 5 op8 (5.44)
Pl (5.45)
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Impacting Flux

The impacting energy flux comes from:

0
Ji:/du

dv

mu%(u2+v2+vv2)f(u—ug7v,w)dw (5.46)

8 ~—3
8 ~—3

3 0 oo 0o
1
:pgﬁ—gg/du/ dv/ us (U + V2 + W) exp<—[392 ((u—ug)2+v2+vvz>> dw (5.47)
ﬂ:?—oo —00 —00
p 1
= 8%39[33 (EZBgug (5+2u3BZ — (5-+2B5ug)erf(Bgug)) — (4+ 2B5ug) exp(—[)'zué))
9
(5.48)
which reduces to
R (5.49)
212 B3
if uy =0, as expected from Eq. 5.45.
Net Energy Flux
The net heat flux is then:
T = Je—J (5.50)

whereJe andJ; are given by Equations 5.45 and 5.48, respectively.

5.4.4 Choking Considerations

Schrage’s simple treatment predicts unbounded mass fluxes. For high pressures and low
temperatures}) goes to infinity. As pointed out by Schrock and co-workers [62], a phenom-
enon similar to nozzle flow choking can occur during intensive condensation and the kinetic
mass flux should be limited by the maximum flux allowed by gas dynamics. The equations

are not repeated here.
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5.5 Conclusions and Perspectives

The liquid heat conduction model allows for an accurate representation of heat transfer
through the two-phase and liquid regions of the jets. Future models could take into account the
actual dynamics of this two-phase region and the formation of liquid droplets. The gas/liquid
interface model presented here follows Schrage’s mass transfer assumptions. It still needs to
be tested against more elaborate models in order to assess the error. This is left for future
work.

The difference of volatibility between the different flibe and flinabe molecules is believed
to be of very little importance during the early phase of gas dynamics and condensation. Non-
condensibles are pumped out, and very little should be present in the target chamber and beam
tubes at any time. Hence, neither non-condensibles nor the difference of volatibility between
the various molecules were modeled. However, in order to model gas dynamics phenomena

over longer time scales, multi-species effects will have to be appropriately modeled.
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Chapter 6

Target and Ablation Modeling

6.1 Introduction

Neutrons and photons constitute the two major threats to the target chamber. Most of
the neutrons and x-rays emitted by the target and hohlraum debris will be absorbed in the
surrounding liquid and solid structures. The typical mean free path for a fusion neutron, about
7 cm in the molten salt flibe, is somewhat larger than the typical dimension of the jets, which
is a few centimeters or so. Neutron deposition in the jets will therefore result in a somewhat
flat energy profile and a rather uniform increase in the temperature of each jet. The typical
x-ray mean free path in flibe and flinabe, on the order of tens of microns, is small compared
to the dimensions of the liquid jets and most of the x-ray energy will be deposited in a small
layer near the surface of the jets. The energy deposited in the jets is substantial and sufficient
to induce partial vaporization of the layers in which x-rays are absorbed. This phenomenon—
vaporization due to radiation emitted by target debris—is known as “ablation.” Some more

vaporization will be induced by the energy radiated by the hot gas expanding in the target
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chamber and beam tubes. This is sometimes called “secondary radiation and ablation” and
was treated in Chapters 4 and 5. Target and hohlraum debris will carry a small fraction of
the target yield and most of its energy will be deposited in the ablated layer. Helium ions are
mostly stopped inside the target and the hohlraum and are usually included in the target and

hohlraum debris bookkeeping.

6.2 Target Modeling

A detailed modeling of target and ablation related phenomena is outside of the scope of
this doctoral dissertation; the target threat modeling discussed is this section is only meant to
provide the initial conditions for the radiation hydrodynamics schemes described in Chapters 3
and 4. Gas dynamics phenomena typically happen over tens to hundreds of microseconds
and are rather insensitive to the details of the target and holhraum disassembly and x-ray

interaction with matter, which happen over hundreds of nhanoseconds.

6.2.1 Neutrons

Neutron energy deposition in liquid and solid structures is not directly modeled by Visual
Tsunami but can be taken into account reasonably well through an appropriate initial temper-
ature field. Neutron energy deposition over small time scales causes isochoric heating of the
liquid and solid structures. Their mechanical response is not modeled by Visual Tsunami, but

could be included.
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6.2.2 Target and Hohlraum Remnants

Target and hohlraum debris tend to be loosely described as slow and fast ions. Slow ions
travel as a continuum and are modeled with the equations and schemes described in Chapters 4
and 5. Fast ions travel ballistically. For indirect drive targets, fast ions carry about 2% of the
target yield; a simple model is expected to be sufficient for our purposes. Fastions are assumed
to stop in the ablated layers, where they deposit their energies. Their mass and energy are

simply added to the mass and energy of the ablated layers, as determined in this chapter.

6.2.3 X-Rays

A direct-drive target emits a couple of percents of its energy as x-rays while indirect-drive
target debris hits the hohlraum and radiates significantly—about 25% of the target yield. The

fluence,® (J m~2), impinging on a surface is by definition:

cogq6) 6.1)

@ = target yieldx fraction of target yield carried by x-rays A2

where r is the distance (m) between the liquid surface and the targét éad) is the angle
between the normal to the irradiated surface and the line-of-sight to the target. Fusion target

spectral emissivities (J n¥ sr1) have usually been approximated as a blackbody:

Jtarge](V) - B(V) - hlc (62)
ekt —1
or a sum of three blackbodies:
Jtarge(v) = (1)1 th + 0)2 th + 0)3 hvc (63)
em —1 ek —1 ekl —1

B is the spectral emittance of a blackbody and has units of 3 sn'l. v is the photon

frequency (Hz)c is the speed of light in vacuulmh is Planck’s constadt k is Boltzmann’s

1c=300x10Pmst?
2h=6.63x103*Js
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constant. Eq. 6.2 is known as the Planck law. Note that the weights are dimensionless and

can be functions of time.

6.3 Initial Ablation Modeling

6.3.1 Energy Deposition: An Improved TSUNAMI Model

Over the short time scales of the target x-ray pulse, the mechanical response of the material
(its motion) is deemed unimportant and the energy of the irradiated material can only vary due
to photon energy absorption, and, posssibly, re-radiation and electronic heat conduction. The

heat conduction and exchange terms are given by Equations 4.7 and 4.8:

A
D~(DDEr)—)L—(; (E —aT*) =0 (C—;DEr) —TZ (E —aT) (6.4)

As usual,AR is the Rosseland mean free path (m). It is further assumed that thermal equilib-

rium enforce<E, = aT%. Hence,

0- (DOE,) — /,L—CP (E —aT%) =0- (%Rmaﬂ) _0. (4""?RTSDT) (6.5)

which can be simplified somewhat using the definitioa ef 47"

D.(DDEr)—}L—(; (E —aT?) = %D. (ART30T) (6.6)

Taking into account photon energy absorption, re-radiation, and electronic heat conduc-

tion, conservation of the total energy per unit volume (PyE = E, + petranslates into:

JoE B
ot
Sk=1.38x 1028 K1

O (ke(T)OT) +/O°°47r/,to(v,T)l(v,t)dv (6.7)
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wherepyg is the linear attenuation coefficient (1) andke (W m—t K—1) is the “effective”

conductivity, which is the sum of the electronic and radiative conductivities:

16

Kett(T) = kelectronlc‘f‘?G)LR( )T T3 (6.8)

Following the discussion in Chapter 5, the energy balance equation is solved in one dimension:

= ax(kef« ) [ amolv. v, 6.9)

The total energy densitlg, the material specific energy and the material temperatufeare

assumed to be related by the following equation of state:
E =pe+aT4p,e) (6.10)

whereT is given as a function g ande by the caloric equation of state. Along the mean path

of the photons, the spectral intensity equation reads in the quasi-equilibrium approximation:

A o) (6.11)

or, in the local coordinate system perpendicular to the ablated surface:

(V) _ po(V)I(V)
X cog0)

(6.12)

This is known as the Beer-Lambert law. The @)sterm has the practical effect to reduce the
“apparent” mean free path of the photons, the inverse of the linear attenuation coefficient. The

boundary condition at the surface is assumed to be given by:

Jarge(V,t) (1)

V) = eV, 0OV 47

(6.13)
where¢ is the energy flux at the surface and is related to the fluence by:

®= [ ¢(t)dt (6.14)
At
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(At is the total duration of the x-ray pulsd.)s therefore given by:

_¢(t) \]targel(Vat) _ HoX
H(v,) =7~ fmarget(v’wdvexp( COS(Q)) (6.15)

For a mono-energetic x-ray and an instantaneous energy deposition, the previous equation

reads

_ 9 _ HoX
I_47rexp( cos(@)) (6.16)

The energy conservation equation then reads:

JE o o HoX
o5 4rtuol = Uod exp(— 005(9)) (6.17)

The instantaneous model is appropriate for relatively small increases in temperature (and short

pulse duration.) Hence,

Je UoX
p2e— “°¢exp(—cos<e>) (6.18)

Finally, the increase in specific energy is given by

_ Mo _ HoX '\ _ __ HoX
Ae(x) = 5 d)exp( 005(9)) _uqJexp( cos(e)) (6.19)

whereu = % Is the mass attenuation coefficient.

The mass attenuation coefficients mainly depend on the photon energy, the composition
of the medium, and its temperature. The temperature dependence of the mass attenuation
coefficients mainly comes into play through the photoelectric effect, which is the primary
interaction mechanism at the range of x-ray energies of interest. “Cold” opacities (as function
of photon energy and medium composition) can be looked up in various references available in
the literature or evaluated using one of several computer codes. Visual Tsunami makes use of

tabulated absorption coefficients extracted from the Lawrence Livermore National Laboratory
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(LLNL) cross-section library known as EPDL97 [22]. The LLNL code EPICSHOW [21] can
be used to format and plot the data from EPDI97.

“Cold” opacities are valid for low fluences, when the temperature of the ablated layer does
not increase significantly. If the fluence is high enough, the temperature of the ablated medium
can be such that significant ionization occurs, to the point that fewer photoelectric interactions
are possible; the medium becomes transparent to the target photons. (This is called bleaching.)
Chen [11] assumed arbitrarily in his instantaneous energy deposition model that the “hot”
mean free path of the photons was on average twice as long as the “cold” one. Visual Tsunami
makes use of hot opacities provided by the Los Alamos National Laboratory code TOPS [35].
The opacities are computed as a function of composition, density, temperature and photon

energy.

6.3.2 Numerical Model

Eq. 6.9 is solved using the Adams-Bashforth-Moulton predictor-corrector method, as im-
plemented in the MATLAB libraries. Accuracy of the time-integration is ensured via adaptive
time-step control. Details of the time evolution are omitted here; suffice it to mention the

space discretization:

JE(x,t") .
—a = f(x,t") (6.20)
where
fOt) = 53 (ken(T G0 )+ [ ampolv Tt oy (6.21)

The diffusion term is discretized in space with a centered scheme:

T (K K ) T T

kn
d n 8T|” N "% 2
o (keﬁm ) 5 ) ~ )2 (6-22)

4A corollary of this work was to help debug the EPICSHOW code.
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with

n k' +K g _ kai +kii1 8o

k,% = = 5 t3 (AR (T3 + 28 11(T)?) (6.23)

It is assumed that:

) o ) T}
-~ (keﬁm“) o ) ~ o (keﬁ(T2”> o ) (6.24)

and

0 m o1
5y (R 1 ) 0 (6.25)
The source term is discretized as follows:
o G
/ Anpio(v, TN (v,t") dv ~ 4zp 5 uf (vg, T (vg,t")Avg (6.26)
0 &

where the continuous photon frequency interval has been discretize® igtoups. For a

monoenergetic pulse, this reads:
| Aoy, TN (v dv = Amppal (v, TN, (6.27)
The temperature is obtained by solving the following discrete equation:
E"=pe +a(T"(p,e)* (6.28)

via Brent’'s method, as implemented in the MATLAB libraries.

6.3.3 Energy Profiles and Ablation Depths: A Review

In this section, several ablation models are reviewed. Most formulae are given for a mono-
energetic x-ray pulse, but the approach is generic and can be easily applied to more complex
spectra. (Visual Tsunami can handle any spectrum.) Even though there is no direct line of
sight between the target and the solid first-wall in a thick-liquid protected chamber, the for-

mulae will be developed for liquid and solid materials, since the latter case arises frequently



99
in ablation experiments and will be needed for the modeling of the condensation debris exper-

iment, described in Chapter 7.

Upper-Bound Estimate
An upper bound estimate of the ablated mass can easily be estimated by assuming all the
x-ray energy is distributed uniformly and used for heating and phase change:

_x-ray and ion energy
"~ specific cohesive energy

(6.29)

The specific cohesive energy is the energy required to heat and sublimate or vaporize the solid

or liquid material, respectively. The cohesive energy is therefore given by:
e~ c(T—Tp)+h (6.30)

wherecy is the solid or liquid heat capacity at constant volurfids the melting or boiling
temperature]y is the initial temperature, arfdis the sublimation or vaporization enthalpy.
For a typical heavy-ion driven target, with a yield of 400 MJ and a fraction of yield going

to x-rays and ions of 30%:

_ x-rayandion energy  0.3x 300x 10°
"~ specific cohesive energy 8 x 106

— 15kg (6.31)

This upper-bound is useful to check more refined models and for safety analyses.

Cohesive Energy Model

To first order, ablation is assumed to occur down to the depth where the specific energy

eqguals the cohesive energy. Mathematically, the ablation dgpshgiven most generally by:

&(8) = elxvap) = & (6.32)



100

For a monochromatic x-ray pulse, Eq. 6.19 applies and Eq. 6.32 reduces to

0 =Xvap=Acog6)In (%) (6.33)

whereA (m) is the mean free path of the photons.dfis less than the threshold ablation

fluencep A e, no ablation occurs andl = 0.

Explosive Boiling

Down to the depth where the material temperature is greater than 90% of the critical tem-
perature, classical nucleation theory predicts than the rate of nucleation will be extremely
high, creating a region of bubbles, suddenly decreasing the pressure and launching rarefac-
tion waves into the two-phase region below. This well-known result from the laser ablation
community has recently been employed by Zaghloul and Raffray [84]. This approach can be

summarized as:

e(8) = eep=0y(0.9Tc — To) (6.34)
®
0 =Acog0)In (p/leeb> (6.35)

This simple model consitutes a significant conceptual improvement over the cohesive energy

approach.

Multi-Phase Region

Below the explosive boiling threshold, the energy deposition is sufficient to partially sub-
limate the solid layer or partially boil the liquid. Therefore, between the vapor phase and the
solid (liquid) phase, there will be a multi-phase (two-phase) layer and it is reasonable to as-

sume that some of the gas will escape off the surface ultimately. Thus, the ablation depth is
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bounded by the sublimation (vaporization) depth and the saturation depth:
Xvap < 0 < Xsat (6.36)

wherexyap is given by Eq. 6.33 angsytis defined by:

)
Xsat= A €c090)In 6.37
o= ico0) n (2 ) 637)

whereesai= cy(Ty — To).

Chen [11] chose to define the ablation deptiwhere the vapor quality is one-half. His
(arbitrary) choice stemmed from the fact that where vapor quality is high, the vapor would
be likely to vent out of the two-phase region. It was also believed that the rarefaction wave
launched into the liquid by the expanding ablated layer would liquefy the vapor trapped in the

(low quality) two-phase region. Chen’s approach can be summarized by:

()

Another arbitrary approach has been retained in the IFE design study HIBALL and is cur-
rently used in the University of Wisconsin computer code BUCKY [55]. The energy contained
in the two-phase layer is entirely used to ablate some more material. (This is sometimes re-
ferred to as “unexplosive explosive boiling,” in opposition to the explosive boiling mechanism

previously described.) The ablation dejgtliis then defined implicitly as:

6

Xsa
ec—e(x)dx:/a te(x) — EsatdX (6.39)
Xvap
Hence,
0 Xsat
hdx= / e(X) — esatdX (6.40)
Xvap Xvap
and the ablation depth is given by:
1 [Xsat

h Xvap
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Thus,
1 Xsat
0 = Xvap+ h (esa(xvap— Xsat) + /X e(x)dx) (6.42)
vap
Substituting 6.19 and using = A~ yield:
1 Xsat (P X
0 = Xyap= A (esa,(x\,ap— Xsat) + - p_/l exp(—m) dx) (6.43)
Integrating,
_ 1 Pcog0) Xvap Xsat
= (-1 + 2 o) o))
(6.44)

Making use of the definitions o&atandxyap gives:

esat(xvap — Xsat) +A cog0) (e\/ap— Esat)

6 - Xvap + h

(6.45)

If the cohesive energy threshold is replaced by its explosive boiling counterpart, the previ-

ous equation becomes:

Esaf(Xeb— Xsat) + A COY0) (€ep— Esay)
b+ h

0 =Xe (6.46)

6.3.4 Discussion

TSUNAMI models typically neglected bleaching. Chen’s fudge factor [11] is the only doc-
umented attempt at taking into account the fact that the ablated material becomes transparent
to x-rays when heated to sufficiently high temperatures. Reradiation has never been mod-
eled as part of the ablation module. (Jantzen [34] made some attempt at modeling reradiation
from the ablated layer during the early phase of her gas dynamics simulations.) Back-of-the-
envelope calculations indicate that for the typical fluences of interest, bleaching matters while

re-radiation and heat conduction do not play a significant role, at least over short periods of
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time. Fig. 6.1 and Fig. 6.2 display the energy deposition and resulting temperature profiles
without bleaching nor re-radiation, and with bleaching and re-radiation. (Target parameters
are those of the Z-IFE simulation described in Section 8.5; the standoff distance is 1.5 m and

the incidence x-ray pulse is normal to the liquid surface.) The results with bleaching and
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Figure 6.1: Comparison of energy deposition models for a typical Z-IFE case.

reradiation and those with bleaching but no reradiation (not shown) are actually almost the
same. As expected, re-radiation does not play a role over the short period of times and at the

relatively low temperatures of interest.

6.4 Conclusions and Perspectives

The new time-dependent ablation model with detailed equation of state and radiative prop-

erties helps predict reasonable temperature profiles. For the typical case presented here, the
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Figure 6.2: Comparison of temperature profiles.

acoustic penetration depth is on order of a tenth of the ablation length, which justgies

teriori the assumption according to which the motion of the ablated material has been ne-

glected. Accurate prediction of small ablation depths can sometimes be essential, for instance
in dry-wall chambers. For such systems, the ablation model should be refined to include the

mechanical response of the ablated material. The molten salts of interest for fusion systems
have high heat capacities and might be slightly retrograde. Retrograde liquid-vapor mixtures

may evaporate when expanded adiabatically—a phenomenon that a regular mixture cannot
exhibit. Hence a tensile wave could vaporize a significant portion of the two-phase region that

lies between the saturation and explosive boiling depths. Exploring this effect is expected to

be interesting but is not essential for our purposes and is left for future work.
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Chapter 7

The Condensation Debris Experiments

7.1 Overview of the Condensation Debris Experiments

In September 2003, a team led by the Lawrence Livermore National Laboratory started a
new series of experiments to investigate in-flight condensation in complex geometries. Ob-
serving in-flight condensation of a multi-fluid gas and quantifying the resulting aerosol size
distribution are the primary scientific goals of the series of Condensation Debris Experiments
(CDEs). In-flight condensation may occur in a thick-liquid protected chamber; developing
a predictive capability therefore is of interest. In dry-wall chambers, in-flight condensation
may create a fog of droplets that might degrade target and beam propagation. HYLIFE-II and
its variants are less prone to this aerosol issue. The oscillating jets are designed to clear the
center of the pocket dynamically and the use of cold droplet sprays should cause most of the
remaining hot areosols to evaporate.

Fig. 7.1 shows a generic representation of the experimental setup. (The particular device

depicted in Fig. 7.1 was fielded on the Z-Beamlet facility at Sandia National Laboratory, New
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Mexico, USA, in April 2004 and is about 30-cm high and 15-cm wide. A similar setup was

used for all the experimental campaigns.)

Diagnestic Port

Condensation

Chamber \t

Air at 10°®
Mylar Membrane

Containment Structure Canister

Shaft to Surface

Characterized Target T Laser Pulse (few ns)

Figure 7.1: Schematic of the Condensation Debris Experiment.

/“

A laser beam is used to illuminate a target (or “halfraum”) and generate a superheated
vapor. Most of the halfraum debris will then jet outside of the canister through the large
vertical shaft, while some will vent through the narrow horizontal laser entrance cone. Simple
arguments based on the ratio of the canister shaft to laser entrance hole areas indicate that
the leakage through the laser hole can be neglected to first order. (TSUNAMI simulations,
not reported here, confirmed this assertion.) The halfraum debris expands in the canister
shaft and into the condensation volume on top of the halfraum canister. The hot halfraum
interacts with the cavity and the shaft walls: A thin layer of the inner surfaces of the canister is

expected to be ablated. Ultimately, the debris from the halfraum and the canister will mainly
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condense on-flight or onto the surfaces of the upper chamber. A background gas was present
in the condensation chamber to favor in-flight condensation over surface condensation. (A thin
membrane was used to hold the background gas in the condensation chamber; it was designed
to rupture when hit by the halfraum debris.)

The gas jet exiting the canister was recorded by a CCD camera in order to check that the
halfraum was actually hit by the laser. A pressure gauge (not shown in Fig. 7.1) can be inserted
through a port at the top of the condensation chamber. Collection surfaces are analyzed for
particle composition and size distribution. The experimental results concerning halfraum x-
ray output and debris condensation were not modeled in detail with TSUNAMI and are not
presented. Only a reference experiment, made with a near-vacuum background, is reported

and compared to Visual Tsunami predictions.

7.2 Dimensioning of the Condensation Chamber

Obviously, the condensation chamber needs to be long enough for the gas plume to con-
dense in-flight before reaching the top lid. Assuming that the gas follows the ideal gas law and
expands isentropically in the condensation chamber from an original volyiaed tempera-

ture Tp to a volumeV and a temperatur€ of order a couple of times the boiling temperature,

r—1
20

V =\, <E) ~ (7.2)

the adiabatic equation reads:

or
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We assume that the original volume is that of the exit shaft and that the plume only expand

axially, and not radially:

1

To\ 71
”Rghaﬂl—chamberz nRghafJ—shaft Iength<?) (7.3)
Hence,
To\ 71
Lchamber= Lshaft length ? (7-4)

Visual Tsunami predicts that the gas temperature at the shaft exit is of ordex HO5K;
as already mentioned, in-flight condensation for gold is estimated to begin to occur when the
plume temperature is a couple of times the gold boiling temperagure3 x 10° K. This leads

to:

1
Lchamber (5 X 104) 31 ~ 30 (7.5)

Lshaft IengthN 5x 10°

For a 1-cm shatft length,

1
L~ 1072 @i 18:) 3 ~03m (7.6)
On the one hand, this approach is somewhat conservative. First, the actual plume expands
in a cone whose half-angle is a function of time and is bigger than the assumed cylinder.
Secondly, the plume is likely to be hot enough to radiate while expanding, especially near
the shaft exit, causing the temperature to drop over distances shorter than those predicted by
the adiabatic model. (In the case of the CDE vacuum shots performed in November 2003,
the gas jet was observed to be hot enough to radiate.) Finally, there is some mixing between
the plume and the background gas, if the density of the latter is high enough. On the other
hand, the estimated initial temperature at the exit of the shaft may be too low for high laser

energies and small shaft lengths. (The value of B® K was inferred from the particular

Visual Tsunami simulation presented in Section 7.3.)
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Eq.7.6 indicates that the condensing chamber fielded on the Z-Beamlet facility at San-
dia might have been too small for in-flight condensation to be dominant, at least for the low
background gas density shots with the pressure gauge. (A high-density low-temperature back-
ground gas causes the debris jet to cool down faster and favors in-flight condensation.) Plans
exist to field the experiment on the National Ignition Facility, which would allow for a bigger
condensation volume. (The size of the CDE setup is limited by that of the experimentation

chamber of the facility in which CDE is fielded.)

7.3 Visual Tsunami Simulations of CDE

The detailed use of TSUNAMI 2.8 as a design code to assist successfully in the dimension-
ing of the experimental apparatus is not reported here; only the Visual Tsunami 2.0 modeling
of one experiment of the first campaign is presented. (Visual Tsunami was not ready in Fall
2003 when most of the design work was performed and TSUNAMI 2.8 was therefore em-
ployed at the time.)

As a first attempt at modeling CDE with Visual Tsunami, an ideal gas law is used and
multi-species effects are neglected. Compared to the actual geometry, the orientation of the
halfraum is shifted and its axis of symmetry aligned with the canister shaft. Initial con-
ditions are obtained using simple ICF scaling laws developed to model similar cylindrical

hohlraums [2]. Fig. 7.2 shows four Visual Tsunami 2.0 density contour plots at various times.
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Figure 7.2: Visual Tsunami density contour plots. The density of the solid structures is arbi-
trarily low.

7.4 Experimental and Numerical Results

A CCD image was recorded and is compared to a Visual Tsunami 2.8 time-integrated
contour plot in Fig. 7.3. (The pictures are to the same vertical scale.)

Both the Visual Tsunami snapshot (left) and CCD image (right) show the same three
phases of early gas dynamics in the condensation chamber, along the vertical axis. First,
near the exit of the canister shaft (bottom of picture), the gas is still dense and radiating. The
gas then expands, its density decreases, and its thermal energy is converted into kinetic energy.
Finally, the gas hits the gauge surface and stagnates. Its density increases and its kinetic energy
is converted back into thermal energy. The expansion around the gauge takes a remarkably
similar “whisker” shape on the CCD picture and Visual Tsunami time-integrated contour. A

better qualitative agreement could be obtained by space integrating the Visual Tsunami snap-
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Figure 7.3: Visual Tsunami 2.0 time-integrated contour plot and CCD image.

shots along the line of sight. Since the CCD picture was meant to be a mere visual check
that a debris plume was formed and was not intended to be used for comparison with Visual

Tsunami, no further analysis was performed.

7.5 Conclusions and Perspectives

Agreement between Visual Tsunami simulations and experimental results is satisfactory
and constitutes a first validation of Visual Tsunami as a design tool for gas dynamics systems.
Three directions could be explored for more accurate simulations. First, a detailed radia-
tion hydrodynamics simulation would be helpful to provide the initial conditions to Visual
Tsunami. Second, a few physical models could be improved: for instance, real gas effects,

radiation diffusion, detailed gas/solid interaction, and in-flight condensation could be taken
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into account. Finally, a three-dimensional simulation would better take into account some of

the geometrical effects.
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Chapter 8

Gas Venting in Thick-Liquid Protected

Fusion Chambers

8.1 Introduction

Four thick-liquid protected chambers are described in this chapter. First, the Robust Point
Design [79] chamber is considered. The Robust Point Design uses a variant of the HYLIFE-
Il chamber [43, 44, 31, 45] compatible with the neutralized ballistic transport mode. (The
heavy-ion beams are charge-neutralized before entering the target chamber and then travel to
the target on their own, ballistically.) The second chamber is another variant [28] of HYLIFE-
Il tailored for the assisted-pinch transport scheme. (The heavy-ion beams travel through a
channel that a laser creates in the target chamber background gas.) The third chamber is the
vortex chamber [28], which is compatible with final-focusing performed by a set of solenoidal
magnets. The physics of the different heavy-ion beam propagation schemes was reviewed by

Olson [48], Roseet al.[59], and Davidsoret al.[23]. The fourth chamber is compatible with
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a Z-pinch driver.

8.2 Neutralized Ballistic Final-Focusing

8.2.1 Gas Density Control
Target Chamber Gas Density Control

The RPD-2002 target chamber is based upon the HYLIFE-II design [45]. Fig. 8.1 shows

the thick-liquid jet configuration in RPD-2002. The pocket around the target has been docu-

‘ Focus Magnet | Shielding Structure Flinabe Liquid | Pocket
| 2000 | 3400 Jet Grid Void
Bare Tube Plasma/ Flinabe Vortex 1700 50—
[Mag. Shut| ~ (<400°C) (600 - 650°C)
2000 +—500—] 2900

Target Injection

Neutralizing Plasma L
Injection Ll%}gc\ég;tex
Liquid Vortex J
Extraction

Schematic Liquid Jet Geometry

Figure 8.1: Scaled cross-section of the RPD chamber and beam-lines [26, 27]. Lengths are in
mm.

mented by Pemberton and coworkers [51] and is derived from the “hybrid” pocket presented
by Peterson [52, 53]. The hybrid pocket uses oscillating slab jets [56, 66] with finely dis-
persed voids to mitigate the response of neutron heating and ablation shock waves. Other

improvements concern the liquid configuration close to the beams: cylindrical jets replace the
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HYLIFE-II slabs. All the major components of the pocket, such as the cylindrical and voided
slab jets, have been demonstrated in scaled fluid mechanics experiments using water [1, 51].

Flinabe has been chosen as the target chamber coolant in lieu of flibe, for reasons first
advanced in References [24, 26]. Flinabe and flibe have similar neutronics and heat transfer
characteristics. Flinabe has a lower melting point (less than 630 K), which allows its use
at lower temperatures4673 K) in the beam tubes, where its equilibrium vapor pressure is
very low. Flibe could be used in the target chamber, which operates at 873 K, but mixing
of x-ray ablation debris from each region would require periodic purification of each molten-
salt stream. Using flinabe for the main pocket therefore simplifies the design of the RPD-
2002 power plant. The need for modeling of ablation and venting phenomena partially stems
from the stringent requirements set for the propagation of heavy-ion beams. Ablation and
gas venting phenomena must be modeled to predict how much mass is ablated and where
it vents, so that appropriate condensing surfaces can be provided and the requirements for
controlling debris propagation up the beam lines can be met. X-rays deposit onto thin layers
of target facing thick-liquid structures and cause vaporization of a fraction of these layers.
The ablation debris then expands off the jets. The pressure exerted on the surfaces results in
an impulse load, equal to the time integral of the pressure history, which must be quantified
to determine the mechanical response of the pocket. Ablation debris then fills the pocket
interior and pressurizes it, adding to the impulse load to the pocket. The pocket has been
designed to limit the venting up the beam tubes into the final-focus magnet region, where
very little contamination of the metallic surfaces can be tolerated. Thus ablation and venting
calculations can estimate the impulse delivered to inside surfaces of the pocket and how much

debris reaches the beam ports.
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Beam Line Gas Density Control

In the beam tubes, protection of target-facing beam tube metallic surfaces is improved
by adding renewable liquid structures. Cold flinabe vortexes have been proposed to coat the
first half of the beam tubes [24] and have been studied experimentally with scaled water ex-
periments [50, 51]. The vortexes offer condensing surfaces for target chamber debris and
background gas. In the beam tubes, flinabe can be used at a low temperature, around 673 K, at
which the vapor pressure is expected to be less than 0.1 mPa [24]. This vapor pressure is too
low to equilibrate with the vapor in the target chamber. The target chamber will blow gas in
the beam tubes continuously to impose the vapor pressure at 873 K. Assuming that the flinabe
vortex is a perfect absorber, the gas blown from the target chamber will expand isotropically.
The density at any locationfrom the beam port is obtained by equating the number of gas
molecules that enters the beam tube to the one of those that streams through a half sphere of

radiusz, and is therefore given by [26]:

n(z) = n©) (B)Z (8.1)

wheren is the gas density () andR the beam port radius (m). For a 4-cm radius beam
port, a two-meter long, perfectly condensing flinabe vortex reduces the density by a factor of
2 x 1074, and suppresses the needs for mechanical shutters to stop steady state vapor blow-
ing into the final-focus magnet region. At the vortex end next to the final-focus region, the
equilibrium density (2< 10> m~3) will be dictated by the vapor pressure of flinabe at the
vortex temperature, 673 K. The density decreases along the vorteX astil it reaches the
equilibrium value at the vortex temperature. Additionally, the vortexes protect the walls from
target x-rays, ions, and neutrons while offering condensing surfaces for target chamber debris

as well. Magnetic shutters have been proposed to divert the small fraction of debris that vents
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past the vortex and must be diverted before reaching the final-focus magnet region [26]. As
shown in Fig. 8.1, RPD-2002 includes equipment for injection of a neutralizing plasma and a
magnetic shutter located between the last final focus magnet and the vortex. A second neu-
tralizing plasma injection location is also provided between the exit of the vortex tube and the
main chamber. The magnetic shutters use an ionizing plasma, a magnetic dipole to stop and
sweep the debris, and a debris condenser. The same plasma and injection system are used to
neutralize the beam and subsequently ionize the fraction of the debris that is gaseous. Before
the debris arrives, the plasma density must be ramped up substantially from its low value used
for space charge neutralization. The typical strength of the magnetic field and the length of
the dipole have been investigated [26] and are reasonable: typically 0.1 T over 15 cm. The
dipole will also help prevent emittance growth through neutralizing electron streaming up the
beams. A magnetic field of 0.2 T applied over 5 cm is enough to mitigate this effect [26]. A
more detailed description of the magnetic shutter system is provided in Ref. [26]. Integrated
simulations encompassing the beam tubes and the target chamber provide estimates for the
amount of and the ionization state of the debris that must be diverted by the magnetic shutters,

allowing the design of the shutters.

8.2.2 TSUNAMI Ablation and Venting Simulations

Recent TSUNAMI simulations of the HYLIFE-II-like hybrid target chambers were pre-
sented by the author in References [24, 26, 27]. The geometry of the liquid structures modeled
here is closely related and assumptions are similar. Visual Tsunami was not available at the
time of these studies, and an improved variant of TSUNAMI 2.6 [12] was employed. The

code TSUNAMI 2.8 solves the one-dimensional Euler equations for compressible flows using
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a Godunov scheme. Operator splitting is used for these two-dimensional axially-symmetric
simulations. Viscous and magnetic effects are neglected compared to convection. X-ray abla-
tion from the hot target is assumed to be instantaneous and adiabatic. Rapid condensation is
expected to occur onto droplet sprays [5, 41] injected in the main chamber and onto the vor-
texes [6, 7], so these regions are treated as open boundaries in the calculation. The thick-liquid
jets are modeled as perfectly reflective: convective effects are assumed to be preponderant in
this region. Liquid jet motion is neglected over the sub-millisecond time scales of the venting
process. Typically, in one millisecond, the jets move by a millimeter, a fraction of the length
of a TSUNAMI computational cell. Isochoric heating launches rarefaction waves into the jets
and disrupts them, which will at longer times block the direct line of sight that exists from
the beam tubes to the target. As far as the geometrical assumptions are concerned, the mass
flux at the beam ports is expected to be overestimated. Fig. 8.2 shows a cutaway view of
the simulation geometry. The two trapezoids and the block in between simulate the voided
slab jets, while the dots represent the cylindrical jets. Only one beam tube is simulated in the
top left-hand corner, on the axis of symmetry. (In the actual chamber, the centerline tube is
reserved for the target injection system.)

This TSUNAMI model simulates gas dynamics phenomena from the end of the target
and hohlraum disassembly to the time when only a small gaseous fraction of the initial mass
and energy remains in the target chamber near the main pocket. Spatially, they are the first
to cover all the thick-liquid structures and a beam tube, up to the magnetic shutters, in an
integrated manner. Fig. 8.2 shows four TSUNAMI 2.8 density contour plots. The expansion
of the ablated debris off the liquid surfaces from which they were vaporized can be seen on the

first plot. The other three plots show the venting of the target and ablation debris through the
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thick-liquid structures, as well as the expansion of vortex ablation debris up the beam tube and

down into the target chamber. Figures 8.3 and 8.4 show the peak pressure on the target-facing

Density at 1e-006 s [kg m, log] Density at 3e-006 s [kg m=>, log]
2 2

(m) (m)
Density at 9e-006 s [kg m £ Iog] Density at 2e-005 s [kg m B Iog]

Figure 8.2: TSUNAMI density contour plots at various times. The density of the liquid and
solid structures is arbitrarily low.
side of the oscillating liquid slab and the impulse load on the same slab, respectively. The
first part of the impulse load is due to the rocket effect when the ablated layers expand off
the slab surface; the second part of the impulse is due to the pocket pressurization while the
target and ablation debris vent through the pocket. Minimizing this venting time by offering
large venting openings is a note-worthy feature of the RPD jet configuration. As discussed in
Section 8.2.3, the predicted impulse has been shown to be manageable in scaled partial pocket
experiments [51].

Thick-liquid pocket were originally designed to minimize the debris flux up the beamlines.

TSUNAMI helped confirm that the mass output at the entrance of the beamlines would be too
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Figure 8.3: Peak gas pressure onto the liquid pocket in the RPD chamber.
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Figure 8.4: Impulse load to the liquid pocket in the RPD chamber.
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high, all the more with the recent recognition that neutralized ballistic transport requires no
debris contamination in the final-focus magnet region. Figures 8.5 and 8.6 show the density at
the entrance of the centerline tube and the integrated mass flux at the same location. Ablation
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Figure 8.5: Density at the entrance of the RPD centerline tube.

debris expanding off the vortex into the target chamber causes the initial negative mass flux.
The use of a vortex partly stems from the need to accommodate this mass output [24].

Figures 8.7 and 8.8 display the density and integrated mass flux at the entrance of the
magnetic shutters, past the liquid vortex. The last two plots can be compared to Figures 8.5
and 8.6. The cold vortex remarkably reduces the mass output up the beamlines, but, even when
assumed a perfect condenser, the vortex is not long enough to suppress any debris ingression
in the final-focus magnet region. Accommodation on debris up the beamlines has never been
tackled in detail in any heavy-ion power plant study. Usually mechanical shutters would be

envoked, but these TSUNAMI simulations show debris will arrive before the closing of fast
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Figure 8.6: Integrated mass flux at the entrance of the RPD centerline tube.
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Figure 8.7: Density at the entrance of the magnetic shutters in the RPD centerline tube.
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Figure 8.8: Integrated mass flux at the entrance of the magnetic shutters in the RPD centerline
tube.

mechanical shutters. Magnetic shutters were proposed instead [26]. At the entrance of the
magnetic shutters, TSUNAMI predicts that the time-integrated mass and energy fluxes are
1x 104 kg m 2 and 1x 10° J m 2, respectively. The average plasma molecular density,
temperature, and axial speed are 30°° m—3, 2 x 10* K, and 3x 10 m s 1, respectively.

(The radial speed is negligible.) PIC simulations performed with the LSP code indicate that
such plasma can be stopped by a reasonable magnetic field—0.1 T applied over 5 cm [26].
The relatively low temperature implies that the gas is not (fully) ionized, hence the need for
the ionizing plasma. (All the more that the temperature is likely to be overestimated in this

simulation, performed without radiation.)



125

8.2.3 Possible Optimization
Hohlraum

Obviously, the target and hohlraum must be designed so that a substantial yield is ob-
tained, but other considerations are also important, such as fabrication feasibility, cost, and
recoverability from the chamber coolant. Several parameters are relevant to our gas dynamics
modeling, such as total mass, yield, energy partitioning, and the temperature of target and
hohlraum after disassembly. The yield is determined by target physics and power plant eco-
nomics. The mass of casing material around the hohlraum can be increased and its shape can
be modified to control the x-ray temperature, the partitioning of the energy between x-rays and
target debris, as well as the anisotropy of the expansion of the target debris. Investigation of
multi-dimensional effects and optimization of the target output have not been performed yet.
Here the expansion of the target debris is assumed to be spherically symmetric and the x-rays

radiated from the target are assumed to have a spectrum characteristic of a 500 eV blackbody.

Liquid Geometry

The inner-radius of the pocket is chosen to avoid excessive bulk boiling due to the heat
deposited by the neutrons and to avoid excessive impulse loading due to target and ablation
debris, before venting has occurred. TSUNAMI 2.8 predicts an impulse load of 3 kPa s.
Distributed uniformly into a layer of flinabe 60-cm thick, this impulse momentum results in
an outward velocity of 2 ms-—20% of the injection velocity. Partial pockets have been
created, disrupted under slightly higher scaled impulse loads, and subsequently reformed in a
timely manner in scaled water experiments [51]. The volume of the inner pocket and the open

area through the oscillating slab jets determine how rapidly the pocket vents and how pressure



126

builds up. Increasing the venting area would reduce the impulse load, if necessary.

8.3 Assisted-Pinch Final-Focusing

8.3.1 A variant of the RPD Chamber with Assisted-Pinch Focusing

As discussed, the Robust Point Design includes a detailed description of a thick-liquid
protected chamber, based on the HYLIFE-II design [45]. Experiments and simulations led to
a few changes to the baseline HYLIFE-II: for instance, the RPD oscillating sweeping jets have
approximately a 50% porous void fraction and are generated using flinabe (LikjeBeFen
salt rather than flibe (LBeF;). Flinabe liquid vortexes and stationary cylindrical jets are used
to protect the beam ports. A heavy-ion inertial fusion power plant including assisted-pinch
final focusing and thick-liquid walls based on the HYLIFE-II design was presented by Yu and
co-workers in 1998 [76]. Recently, the author proposed to modify Yu’'s design and introduced
the same improvements to the HYLIFE-II design that were made to finalize the RPD [28].
Fig. 8.9 shows a schematic of the modified chamber, yet to be optimized.

The assisted-pinch requires a background gas density equivalent to 5 Torr of Xe at 873 K;
this high-density heavy-element background gas is required to establish and maintain the in-
tegrity of the plasma channels that guide the heavy-ion beams. (Using the non-condensable
Xe may reduce the condensation rate and might require an increase of the condensing spray

flow rate, but this is not expected to be an issue.)
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Figure 8.9: Geometry of the assisted-pinch chamber.

8.3.2 TSUNAMI Ablation and Venting Simulations

Numerical models and assumptions are similar to those used for the RPD modeling and
other related thick-liquid chambers recently modeled with TSUNAMI. As usual, the moti-
vation for these simulations stems from the need to determine the pocket response and the
cleanliness and background gas requirements set by proper beam and target propagation. Tar-
get x-rays deposit most of their energy in thin liquid layers that are then vaporized. Fig. 8.10
shows four density contour plots at different times, showing the expansion and venting of the
target debris and ablated layers. The impulse load to the thick-liquid structures in the assisted-
pinch chamber is shown on Fig. 8.11. As usual, the first part of the impulse load comes from
the rocket effect as the ablated layers expand against the liquid structures. The second part of

the loading comes from the pocket pressurization. Since the assisted-pinch thick-liquid pocket
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Figure 8.10: TSUNAMI simulations of the assisted-pinch chamber. The density of the liquid
and solid structures is arbitrarily low.
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Figure 8.11: Impulse load to the liquid pocket in the assisted-pinch chamber.
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derives closely from the RPD chamber and the target yield and output are assumed to be those
of the RPD, the assisted-pinch impulse load is similar to that obtained for the RPD. Mass fluxes
up the beam lines are similar to the neutralized ballistic case and are not reported here since
the cleanliness requirements are less stringent in the assisted-pinch case. (Here, the heavy-ion
beams are charge-neutralized before entering the beam tubes.) If necessary, magnetic shutters

similar to those described for the neutralized ballistic mode could be employed.

8.4 Solenoidal Final-Focusing

8.4.1 A Novel “Vortex Chamber” for Solenoidal Focusing

A novel chamber geometry was recently proposed to accommodate the solenoids that may
be employed to final-focus the ion beams [28]. Fig. 8.12 illustrates this concept. The dark
layer in Fig. 8.12 represents the swirling vortex flow. The vortex will expand past the ends
of the target chamber, in order to protect the beam lines and offer additional condensation
surfaces for background vapor, target debris and ablated salt.

The vortex is a variation of the device presented by Pemberton and co-workers [50] and
integrated into the RPD to generate a liquid layer inside the beam tubes. Pemberton used
one injection and two extraction sections. For the large aspect ratio vortex envisioned for
the solenoid chamber, fluid is injected and extracted continuously along the wall, as shown
conceptually on Fig. 8.13.

Proper beam propagation for solenoid focusing requires a high background electron den-
sity for space charge neutralization and a low background ion density to minimize scattering.

A low-Z gas such as He orHs being considered for the drift lines, while a compromise be-
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Figure 8.13: A combination of liquid blowing and sucking generates the vortex flow. The
centrifugal force maintains the flow attached to the wall [28].
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tween the electron and ion density requirements could be achieved in the vortex chamber using
the flinabe vapor in equilibrium with the liquid jets at 873 K. Higher densities, if desirable,
could be achieved using a molten salt more volatile than flinabe or flibe. A mixture of LiF,
BeF,, and Zrk could be a reasonable candidate to obtain high vapor pressure and a sufficient
tritium breeding ratio. (Obtaining high vapor pressure with flinabe or flibe would require an
operating temperature that would raise chamber material issues.) There is some concern over
the activation of Zr, but limiting the residence time in the chamber may avoid the generation

of long-lived elements.

8.4.2 Vortex Response to Target Output

The target neutrons will deposit a significant fraction of their energy in the liquid layer
over very short time scales, heating the liquid isochorically. Isochoric heating will generate
rarefaction waves and, after reflection off the first wall, tensile waves; the standoff distance to
the target (at least two meters) is expected to be sufficient to avoid spallation off the vortex
surface and excessive loading to the first wall. However, x-rays will deposit their energy
over small distances in the target-facing surface of the liquid vortex and will vaporize small
layers, possibly launching waves into the bulk of the vortex and causing spallation and droplet
ejection. Increasing the mass of the hohlraum could shift down the x-ray spectrum and cause
a substantial fraction of the x-ray energy to be radiated at lower energies over time scales
that could possibly be long enough for the heat to be accommodated by the vortex through
heat conduction and surface renewal. If the target casing is designed optimally, a significant
fraction of the target yield could then be accommodated without inducing much x-ray ablation

off the surface of the vortex. The effect of the solenoidal magnetic field on target and ablation
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debris expansion has not been investigated, but back-of-the-envelope estimates tend to indicate
that the debris will first expand hydrodynamically and then be deflected into the vortex by the
solenoidal magnetic field. A small fraction, yet to be quantified, will jet up the centerline.
Significant work remains to be done and is outside of the scope of this dissertation, which is
centered around the target chamber and beam tube interface in the Robust Point Design. A

detailed Visual Tsunami model would require including a magneto-gasdynamics algorithm.

8.5 Z-Pinch Inertial Fusion Energy

8.5.1 Z-Pinch Target Chamber

A “Z-pinch” is an x-ray source made of an array of tiny wires. An intense current is pulsed
through the wires and causes them to collapse inwardly. When the wires stagnates, x-rays are
produced. A recyclable transmission line (RTL) brings the current to the Z-pinch. Parts of the
RTL will be destroyed by the exploding target and the RTL will be replaced after each shot.
The Z-pinch and RTL are surrounded by a neutronically-thick array of vertical jets. As usual,
the thick liquid structures are interposed between the target and the solid first wall. X-rays
and ions are stopped in the jets and neutrons deposit a significant fraction of the target yield in
the jets, so that the neutron fluence seen by the first wall can be accommodated by fast-fission

nuclear-grade materials.

8.5.2 Visual Tsunami Ablation and Venting Modeling

In 2004, Lawrence Livermore proposed two different jet configurations. Fig. 8.14, a CAD

drawing, shows the so-called “closed” geometry, with a symmetric array of jets regularly
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spaced. Fig. 8.15 displays the Visual Tsunami model of the same chamber, once the CAD

Figure 8.14: Two-dimensional cutaway view of LLNL's 2004 “closed” configuration.

drawing has been processed by the Visual Tsunami mesher and before ray-tracing is performed
and ablation profiles are computed. It is assumed that there is no non-condensable background
gas and that the recyclable transmission line is made of frozen flibe. The simulation was
performed in Cartesian coordinates with an ideal gas law, no radiation transport, and reflective
boundaries at gas/liquid interfaces. Snapshots of density and pressure contour plots are shown
in Figures 8.16 and 8.17, respectively.

Figure 8.18 illustrates LLNL's 2004 “somewhat open” geometry, which is based on the
“closed” geometry, with a few jets removed. Fig. 8.19 shows the open configuration, as
modeled by Visual Tsunami. Snapshots of density and pressure contour plots are shown in
Figures 8.20 and 8.21, respectively.

Visual Tsunami predicts (peak) impulse loads close fbP#®s for both the close and open
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Figure 8.16: Density contour plots for the “closed” case.
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Figure 8.17: Pressure contour plots for the “closed” case.
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Figure 8.18: Two-dimensional cutaway view of LLNL's 2004 “open” configuration.
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Figure 8.19: Visual Tsunami geometrical model of LLNL's 2004 “open” configuration.
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Figure 8.20: Density contour plots for the “open” case.
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Figure 8.21: Pressure contour plots for the “open” case.

configurations, as can be seen in Fig. 8.22. While these simulations do not take into account
three-dimensional effects and are expected to be conservative, more design work is required

to bring down the impulse load to a reasonable value.

8.5.3 0On-Going Optimization

The closed and somewhat open configurations are reminiscent of the original HYLIFE
chamber, which had limited success in terms of gas density and pressure control. Fig. 8.23
shows the jet configuration proposed by Livermore in 2005. This geometry might be slightly
more attractive from a fast debris venting and pressure build-up mitigation point of view.
Turning the jets on and off so that when the fusion pellet explodes there will be a large venting

opening at the bottom of the chamber may constitute a promising approach to controling the
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Figure 8.23: Two-dimensional cutaway view of LLNL's 2005 configuration (courtesy of R.P.
Abbott, LLNL).
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gas pressure inside the liquid curtain and prevent too high an impulse loading.

8.6 Conclusions and Perspectives

TSUNAMI was modified to model gas dynamics phenomena in two HYLIFE-II-like thick-
liquid chambers, one tailored for neutralized ballistic tranport, and the other compatible with
the assisted-pinch scheme. The TSUNAMI simulations were the first to include the whole
target chamber and beam lines. They indicated that liquid structures would not be sufficient to
prevent any debris ingression up the beam lines and showed the need for the magnetic shutters
in the case of neutralized ballistic transport. TSUNAMI and LSP simulations do indicate
that liquid structures and magnetic shutters can be successfully combined to prevent debris
ingression up the beam lines. Additionally, for both the neutralized ballistic and assisted-
pinch chamber, TSUNAMI predicts impulse loads to liquid pockets that can be managed.

Future work could include revisiting these simulations employing Visual Tsunami. In
particular, higher-fidelity simulations of the assisted-pinch chamber may need to take into
account the x-ray and ion energy deposition in the background gas. Additional Z-IFE simu-
lations should be performed and design changes made until a thick-liquid chamber that does
not generate excessive impulse load is finalized. Modeling the impulse load to the top struc-
tures that hold the retransmission line would be valuable as well. This could be done with
a 2-D simulation (in cylindrical coordinates) or with a 3-D model. Simulations for any IFE
concept would benefit from multi-dimensional radiation hydrodynamics models of target and

hohlraum disassembly.
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Chapter 9

Conclusion

9.1 Simulation Code Development

The TSUNAMI series of gas dynamics codes has been well known in the fusion com-
munity for the last fifteen years or so. This doctoral work produced two simulation codes.
The first one, TSUNAMI 2.8, is an improved version of TSUNAMI 2.6. The second code,
Visual Tsunami, was written from scratch, building on the experience accumulated using
TSUNAMI 2.8. The two versions of Visual Tsunami were developed using a host of modern
programming techniques and improved algorithms. Emphasis was put on reaching those two
always elusive goals of reusability and user-friendliness. Visual Tsunami is object-oriented,
vectorized, and ready to be parallelized. The preprocessor and postprocessor provide a user-
friendliness unheard of in the history of the code. They can help set up new simulations in a
short amount of time and with a reduced likelihood of errors.

The gas dynamics scheme is still based on a Godunov scheme, with an exact solver to the

exact Riemann problem, for both ideal and real gas equations of state—this is a first in the his-
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tory of the code. Second-order accurate schemes are particularly useful with coarse meshes,
which can rarely be employed with complex geometries; a first order Godunov scheme was
deemed sufficient. The two-temperature radiation diffusion mathematical model is similar
to that used by Chen in his 1-D version of TSUNAMI. The discrete scheme, however, is
significantly more accurate. (Its detailed multi-dimensional implementation was left for fu-
ture work.) The novel gas/liquid interface model is conceptually simpler than the traditional
TSUNAMI model, first derived by Liu. Detailed comparison between the two models is left
for future work. The new ablation model with radiation conduction and hot opacities surpasses
the traditional instantaneous cohesive energy model. Future modifications could include an in-
flight condensation model and a shift to unstructured meshes.

The improved TSUNAMI code was employed in support of the heavy-ion fusion Robust
and Modular Point Designs and the conception of the first Condensation Debris Experiments.
Additionally, Visual Tsunami was recently used for CDE and the novel thick-liquid protected

Z-IFE target chamber.

9.2 Design and Modeling of the Condensation Debris Ex-

periments

As described, the Condensation Debris Experiments investigate in-flight condensation of
superheated gaseous mixtures. Back-of-the-envelope estimates, simple models, and simula-
tions assisted in the design of the series of Condensation Debris Experiments, guided the di-
mensioning of the chamber, hinted at the scientific feasibility of the experiments, and helped

in interpreting the results. For the sake of brevity, only a few highlights were reported in this
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doctoral dissertation.

Due to the novelty of the experiment and the uncertitude in gas dynamics initial conditions
resulting from the interaction of the laser beam with the halfraum, a qualitative agreement
was sought after. Comparison between simulation and experimental results do show good
qualitative agreement.

Future work should include implementing a detailed in-flight condensation model and the
simulation of the proposed experimental campaign on the National Ignition Facility at the
Lawrence Livermore National Laboratory. Since the energy density will be higher, inclusion

of radiation and accurate gas/solid interaction models will then be essential.

9.3 Gas Transport and Control in Thick-Liquid Inertial Fu-

sion Target Chambers

Due to the arrangement of numerous liquid jets, shock propagation through HYLIFE-
lI-type chambers is far more complex than in dry-wall or thin-liquid IFE chambers. In a
thick-liquid chamber, indirect-drive target x-rays ablate a thin layer off the surface of the inner
pocket; fastions quickly deposit their energy in the ablated gas; and slow target debris interacts
with the expanding ablated layer. A complex pattern of reflected and transmitted waves is then
generated, in which waves can be transmitted through the jet structures, or reflected off the
inner liquid pocket or other waves. The gas ultimately vents through the various thick-liquid
jets, filling the volume of the target chamber.

During the course of the HYLIFE study, it was realized that a closed pocket (besides

leaving no room for target or driver propagation!) would result in an excessive pressurization
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of the inside pocket and the liquid curtain being slammed into the structural first wall. Both
HYLIFE-II and the RPD rely on oscillating slab jets with venting openings to avoid pocket
over-pressurization. Another crucial issue is the propagation of target and ablated gas up the
beam lines where it could deposit and cause arcing between the still un-neutralized beam
and the tube wall. Although pockets can be designed to maximize gas venting in directions
opposite to the beam line, this doctoral work helped recognize that this approach would not
be effective enough. As mechanical shutters are too slow to close off the beam lines quickly
enough, a cold flinabe liquid vortex layer was suggested to coat and protect the beam line near
the target chamber. TSUNAMI showed that it could not be long enough for all the debris and
ablated molten salt to condense. The combination of an ionizing plasma and a weak magnetic
dipole was proposed to effectively stop the debris and prevent its ingression past the vortex.
The dipole will prevent the neutralizing electrons from streaming up the beam line as well,
hence limiting beam emittance growth. Additionally, this work helped recognize that the cold
vortex acts as an excellent getter and prevents blowing-up of target chamber background gas
up the beamlines. This work was incorporated into the Robust Point Design, the first heavy-
ion fusion conceptual design, with a driver, a target, and a chamber, that are self-consistent
with one another.

This doctoral work supported preliminary work towards a modular point design, a poten-
tially cheaper alternative to the Robust Point Design. The first multidimensional modeling of
the assisted-pinch chamber was performed, but a detailed model may need to include the de-
position of target x-rays in the background gas of the target chamber. (The gas density is much
higher than in the RPD resulting in a photon mean free path of order of the standoff distance

of the pocket.) Design questions raised by the novel vortex chamber were explored as well.



144
The first multidimensional simulation of a Z-IFE target chamber was performed. Future work
should investigate improved liquid blanket configurations that would increase the venting rate

and minimize the impulse load transmitted to the jets.
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Appendix A

Flibe Properties

The molten salt flibe has been studied to some extent for various fission and fusion ap-
plications. A few of the thermal-physical properties that are among the most relevant for gas
dynamics simulations are compiled here. In particular, a review of equations of state for real

gas flibe is provided.

A.1 Miscellaneous Properties

Properties useful for gas dynamics simulations have been compiled and are presented in
Table A.1. The molecular mass of liquid and gas flibe follows from the composition. The gas
phase is assumed to be in thermodynamics and chemical equilibrium with its liquid counter-

part.
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property value comment | reference
Be molecular mass 9.012 g mot?
F molecular mass 18.998 g mot?
Li molecular mass 6.941 g mot!
composition 2/3 LiF 1/3 Bek liquid [45]
molecular mass 40 g mol! liquid estimate
density (kg m3) 2415.6 - 0.49072 T T>7322K [85]
T <4498.8K
cohesive energg. 7.8x10° Jkgt at873K | estimate
thermal diffusivity o 2x10 " m?st liquid estimate
heat capacity | cp~cy~23x10°Jkg 1K1 liquid estimate
critical temperature 44988 K liquid [15]
composition > 99% Bek gas estimate
molecular mass ~ 47.2 g moft gas

Table A.1: Various flibe properties.

A.2 Hydrodynamics Equations of State

Background information on hydrodynamics equations of state can be found in Section 3.2.

The hydrodynamics equations of state in this section assume that the gas has the composition

of liquid flibe.

A.2.1 Chen’s Equations of State

Chen and co-workers [11, 14, 17] derived the first real gas equation of state for flibe. Their

assumptions and methodology can be found elsewhere; here only the analytical formulae are

presented. First, a non-dimensional eneygydefined:

y=In(—)

e
e

(A.1)

wheree is the specific internal energy (J kt) ande; is the specific cohesive energy of flibe

(J kg™ 1). For this particular analytical fie. = 7.906x 10° J kg~1. The pressure (Pa) is then
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given by:

23

P (s~ )p (e~ ) 9(¥() + o (To(e—8) ~ (1aea— 1) (e~ e gy (@) ( £ )
(A.2)
whereYgea = 3, & = 8.508x 10° J kg%, I' = 1.0, po ~ 2000 kg n123 and the factog(y) is

given by:

g(y) =1-0.79exp(—0.32(y — 1.27)%) — 0.35exp(—1.29(y — 3.2)?)

(A.3)
—0.6exp(—0.39(y — 5.02)%) — 0.24 exp(—2.5(y — 6.41)?)
The sound speed is evaluated using Eq. 3.42:
ap P (dp
2 f— — —_— —
o (8p>e+p2 (8e)p (A4
The gas temperature (K) is given by:
_m
T= R (A.5)

whereR is the universal gas constanfThe molar mas# (kg mol™1) is given as a function

of specific internal energy by:

1.60036— 0.170118Ir{e) +0.00454296In(€) )2 if e<10® Jkg!
M= (A.6)

0.109337- 0.0088785 Irfe) +0.000377312n(e))? if e> 1% J kg™
The second equation has a typographical error as pointed out independently by Debonnel
(personal communication to G. Fukuda, UCB) and Zaghloul. The equation has been corrected

by Zaghloul [80] and now reads:

1.60036-0.170118Ir{e) -+ 0.00454296In(e))? ife<10®Jkg?
M= (A.7)

0.109337- 0.0088785Iije) + 0.00018384312@n(e))?> if e> 107 J kg

'R=8.31 Jmot! K1
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For e of order 161 J kg1, Eq. A.6 overestimated! and subsequentl§ by two orders of
magnitude. (In other words, the ideal gas law predicts a more accurate peak temperature than

the uncorrected Chen’s real gas caloric equation of state!)

A.2.2 Jantzen’s Equations of State

Jantzen [34] adapted Zel'dovich and Raizer’s thermodynamics treatment of ionization phe-
nomena. An outline of her work can be found in her thesis [34]. For her simulations of gas
dynamics phenomena in inertial fusion energy systems, she kept Chen’s EOS in the dissocia-

tion regime and used hers at higher temperatures, at which the gas is ionized.

A.2.3 Zaghloul's Equations of State

Zaghloul derived an equation of state for flibe in the ionization regime [80, 81, 82] (at tem-
peratures greater than 1 eV.) Chen made a few oversimplifying assumptions and Zaghloul's
approach is substantially more generic and accurate, as discussed in Ref. [80]. Fig. A.1 dis-
plays flibe temperature as a function of density and specific energy. (Zaghloul provided the
specific energy as a function of density and temperature. Inverse interpolation was performed
to generate Fig. A.1.) Fig. A.2 and Fig. A.3 show pressure and sound speed as functions of
density and temperature. In addition, Zaghloul provided the adiabatic exponent, heat capacity
at constant pressure, and average ionization state, which are displayed on Fig. A.4, Fig. A.5,

and Fig. A.6, respectively.
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and Density

Function of Specific Internal Energy

e (eV)asa
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Figure A.1: Flibe pressure as a function of density and specific energy.
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Figure A.2: Flibe pressure as a function of density and temperature.
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Sound Speed (m s’w)---Linear Interpolation

300

Density (kg m's) Temperature (eV)

Figure A.3: Flibe sound speed as a function of density and temperature.

Adiabatic Exponent---Linear Interpolation

300
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Figure A.4: Flibe adiabatic exponent as a function of density and temperature.



163

Specific Heat at Constant Pressure (J kg - KW)---Linear Interpolation
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Figure A.5: Flibe specific heat at constant pressure as a function of density and temperature.
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Figure A.6: Flibe ionization state as a function of density and temperature.
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A.2.4 The Chen-Zaghloul Equations of State

Chen’s equations of state restricted to the dissociation regime supplemented by Zaghloul's
equations in the ionization regim& ¢ 1 eV) is referred to as the Chen-Zaghloul equations

of state for flibe gas and is believed to constitute the most accurate flibe equations of state.

A.3 Opacities

A.3.1 Cold Opacities

Cold opacities were extracted from the EPDL97 library [22] through the Lawrence Liver-

more National Laboratory code EPICSHOW [21].

A.3.2 Hot Opacities

Hot opacities were obtained through the code TOPS [35], which was developed at Los

Alamos National Laboratory.



