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Disclaimer

Southern Rockies Consulting provides this document on an as-is basis with no warranty, and with the under-
standing that it bears no responsibility for how this document is used.
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LICENSE AGREEMENT FOR USE OF AFFTAC FOR WINDOWS SOFTWARE

The purpose of this License Agreement (“Agreement”) is to set forth the terms and conditions that shall govern
the use of the “AFFTAC 5.10” software (“AFFTAC”) by the licensee (the “Licensee”) to whom AFFTAC has been
distributed without charge through The RSI/AAR Tank Car Safety and Research Project (comprised of The Railway
Progress Institute and the Association of American Railroads, collectively “Licensor”). The parties agree as follows:

TERMS

1. LIMITED LICENSE. Licensor hereby grants to the Licensee and the Licensee hereby accepts a non-transferable,
non-exclusive limited license to use AFFTAC and any licensed supporting materials ('Licensed Materials’). Notwith-
standing the foregoing, the Licensee’s right to use AFFTAC is subject to the restrictions set forth in Sections 1(a)-1(e),
below.

a. The Licensee may not disassemble, decompile or otherwise reverse-engineer AFFTAC.

b. The Licensee shall not remove or alter any copyright notices and other proprietary rights legends of Licensor or of
any other entity contained in, or on, AFFTAC.

c. The Licensee shall not misrepresent to a third party that the Licensee or any party other than Licensor:

(i) has title to AFFTAC; or (ii) is in any way responsible for the creation of the content of AFFTAC.

d. Licensor shall have the right, at its sole discretion and without incurring any liability to the Licensee, to modify
AFFTAC or discontinue its development, sale, or support.

e. The Licensee shall not modify AFFTAC or combine AFFTAC with any other software.

2. OWNERSHIP OF INTELLECTUAL PROPERTY. Licensors own all intellectual property rights (including but not
limited to all patents, trademarks, copyrights, trade secrets, and data rights) pertaining to AFFTAC, including trans-
lations, compilations, partial copies and derivative works thereof, and such rights shall remain in Licensor or its
licensors. The Licensee agrees that, except for the limited license granted herein, this Agreement does not grant
the Licensee any rights to patents, copyrights, trade secrets, trademarks (whether registered or unregistered), data
rights or any other rights or licenses with respect to AFFTAC. AFFTAC may not be sold, leased, or sublicensed, in
whole or in part, by the Licensee except with Licensor ’s prior written consent. The Licensee acknowledges Licensor
s intellectual property rights in AFFTAC, and agrees that it will not challenge such rights in any way.

a. Derivative Works. The Licensee may not create any derivative works of AFFTAC. In the event that the Licensee
creates any derivative works of AFFTAC, the Licensee hereby agrees that such property shall be the sole property of
Licensor. The Licensee hereby waives all 'moral rights’ and any other ownership rights therein.

b. All Rights Reserved. Licensor reserves all rights not expressly granted to the Licensee. AFFTAC is protected by
copyright laws and international copyright treaties, as well as other intellectual property laws and treaties.

3. NO WARRANTIES. SOUTHERN ROCKIES CONSULTING, LLC, LICENSOR AND ITS LICENSORS HEREBY
DISCLAIM ALL EXPRESS OR IMPLIED CONDITIONS, REPRESENTATIONS AND WARRANTIES, INCLUDING
ANY IMPLIED WARRANTY OF MERCHANTABILITY, FITNESS FOR A PARTICULAR PURPOSE, DATA ACCU-
RACY, QUIET ENJOYMENT OR NON-INFRINGEMENT, EXCEPT TO THE EXTENT THAT SUCH DISCLAIMERS
ARE HELD TO BE LEGALLY INVALID. THE LICENSEE AGREES TO HOLD LICENSOR AND ITS LICENSORS
HARMLESS FOR ANY CLAIMS OR LIABILITY ARISING FROM The Licensee 'S USE OF OR RELIANCE UPON
AFFTAC FOR ANY PURPOSE.

4. TERM AND TERMINATION. This Agreement shall commence on execution of the installation software.

5. ASSIGNMENT AND SUBLICENSE. The Licensee may not assign, sublicense or transfer any of its rights or
obligations under this Agreement.

6. GOVERNING LAW. Disputes which cannot be settled amicably will be governed by the laws of the District of
Columbia, USA. Choice of law rules of any jurisdiction and the United Nations Convention on Contracts for the
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International Sale of Goods will not apply. The venue for litigation will be the appropriate courts located in the District
of Columbia.

7. IMPORT AND EXPORT LAWS. AFFTAC may be subject to U.S. and local export laws and may be subject to export
or import regulations of other countries. The Licensee agrees to comply strictly with all such laws and regulations and
acknowledges that it has the responsibility to obtain such licenses to export, re-export or import as may be required
after delivery to the Licensee.

8. ENTIRE AGREEMENT; SEVERABILITY; WAIVER.

This Agreement constitutes the entire agreement between the parties with regard to the subject matter of this
Agreement and supersedes all previous communications, whether oral or written, between the parties with respect
to such subject matter. No waiver or modification of any of the provisions hereof shall be binding unless in writing
and signed by duly authorized representatives of Licensee and Licensor. Any provision of this Agreement that is held
to be invalid by a court of competent jurisdiction shall be severed from this Agreement, and the remaining provisions
shall remain in full force and effect. Neither the course of conduct between the parties nor trade usage shall modify
or alter this Agreement. Failure or delay by either party to enforce compliance with any term or conditions of this
Agreement shall not constitute a waiver of such term or condition.
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Chapter 1

Release Notes

1.1 New Capabilities since AFFTAC 4.00

1.1.1 AFFTAC Advisor and Help Bubbles

AFFTAC Advisor is a new built-in help facility that allows the user to see graphics-based, context-sensitive help
and advice for nearly every window in AFFTAC. It is accessed through a blue button that appears in the window
being accessed by the user; the user’s context is therefore known by virtue of that window when AFFTAC Advisor
is launched. AFFTAC Advisor also includes context-sensitive links to the on-line User's Manual. When one of those
links is clicked by the user, the appropriate section of the on-line User's Manual PDF file is opened and displayed on
the screen. AFFTAC 5.10 also comes with “help bubbles” over nearly every entry. These help bubbles appear when
the user hovers their mouse over any text/numerical entry, list, or selection (“radio”) buttons.

1.1.2 PDF and CSV Output

AFFTAC 5.10 includes the ability to export the output of a simulation to a PDF file. High-level inputs and the bottom-
line results of the simulation are presented on the first page. Plots of the results follow on subsequent pages, and
after that, more details of the input, including graphical representations of property data. The numerical results are
included at the end of the document. AFFTAC 5.10 also includes the ability to export the numerical output of a
simulation to a “CSV” (comma-separated values) file, a human-readable file that can be read directly into Excel.

1.1.3 Improved Advanced TPS Interface

This new version of AFFTAC has a completely redesigned user interface for the Advanced TPS Model setup, formerly
called the “Generalized TPS Model”. The old interface was counterintuitive and difficult to use. The new interface
draws semicircles on the screen, one for each layer of the thermal protection system, and allows the user to interact
with those semicircles through right-clicks of the mouse (Figure 1.1, top). The new interface also allows the user to
drag demarcation symbols (the blue circles in the bottom of Figure 1.1) around the tank to denote different regions of
coverage. As a result, TPS defects can now be clearly specified and seen by the user.
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Figure 1.1: Screenshot of the new Advanced TPS Model setup window in AFFTAC 5.10.
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CHAPTER 1. RELEASE NOTES 13

1.1.4 Improved Property Entry Window

The “Property Entry” window in AFFTAC is used repeatedly when the user needs to enter a property that is a function
of something else, for example, thermal conductivity as a function of temperature. The Property Entry window prior
to AFFTAC 5.10 was counterintuitive and difficult to use. These specific changes were made to it:

« Enabled standard cut, copy, paste, and delete capabilities on multiple cells containing the tabular values.
» Added the ability to paste x — y data that is copied from Microsoft Excel.
+ Continuous update of the plot as data is entered or altered.

* Added Ctr1-7 (undo) capability, which allows the user to quickly undo mistakes.

1.1.5 Improved Error Reporting

AFFTAC’s error handling and reporting has been upgraded. The need for this upgrade was identified through diffi-
culties encountered while diagnosing user issues of AFFTAC 5.10 Alpha 01 through 04. The error handling is more
hierarchical and always provides a recommended action. Moreover, the user can save the detailed version of the
error messages to a file. These detailed messages contain information that helps the developer more quickly pinpoint
the problem, whether it be a user error or internal code error.

1.1.6 Single Input File Format

AFFTAC 5.10 reads and writes a single input file, called a “unified database file” or “udb” file, instead of work-
ing with multiple database files. In other words, files such as Ladings.db, TPS.db, Insulations.db,
Strength.db, and PRD.db, which have resided in a user's Document s folder, will be replaced by a single
input file. Moreover, multiple versions of that single input file may exist. In other words, AFFTAC 5.10 adopts a
single-file input methodology similar to other standard MS-Windows applications, with standard File-Open, File-Save,
File-Save As, File-Close capabilities. Users moving from previous versions of AFFTAC can make use of AFFTAC
5.10’s conversion capability, which is included in the Main Window menu, to convert their db files into a single udb file
(more in next sub-section).

1.1.7 Flexible db to udb File Conversion

AFFTAC 5.10 automatically detects the presence of pre-AFFTAC 5.10 db files and prompts the user to convert those
files to a single input (udb) file (see previous section). If the user accepts that prompt, those db files are moved to a
backup location. If the user does not accept the prompt, they can still operate on the db files, but cannot save their
changes to those db files.

In addition, AFFTAC 5.10 provides a menu option in the Main Window that allows the user to navigate to any set
of db files, move them to a backup location, and convert them to a udb file in one step. And the user can execute that
procedure as many times as necesary.

1.1.8 Multi-User Capability

New in AFFTAC 5.10 is the ability to accommodate the possibility that multiple users might try to run in the same
shared network directory and also might desire to use the same input file. Various issues arise with that scenario.
For example, AFFTAC writes multiple intermediate files during simulations, usually unseen by the user, that could be
corrupted when multiple users are running in the same directory. And, of course, two users trying to open, modify,
and save the same udb input file could result in work being overwriiten.
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14 1.2. Documentation Changes

To accommodate this new scenario, a “lock-out” technology has been introduced in AFFTAC 5.10 that creates
“lock files”, which tell AFFTAC that another user is either trying to access the same file or that they are working in the
same directory. AFFTAC then uses that information to prevent the user from proceeding until the situation is rectified.

Issues with the lock-out technology could arise when AFFTAC exits ungracefully, for example if the network goes
down while AFFTAC has a file open across that network, a laptop battery dies, or AFFTAC itself crashes. In these
cases, lock-out files might be left behind, disabling a user from either opening their input file or running a simulation.
To handle this possibility, AFFTAC provides guidance for the user, which includes ignoring the problem, contacting
the other user, terminating other AFFTAC sessions, or navigating to a new Main Menu item where they can see and
remove the lock-out files that are preventing their progress.

Note that this is a new capability that was not present in the AFFTAC 5.10 Alpha versions or Alpha testing.
The need for it was identified during Alpha testing, and is associated with the new flexibility that has arisen through
AFFTAC’s single (udb) file input approach.

1.1.9 Customizable PRV Open-Close Model

A new PRV model is included in AFFTAC 5.10 that allows users to construct customized open-close paths, with
multiple segments.

Figure 1.2: Screenshot of the new customizable PRV Open-Close Model setup window in AFFTAC 5.10.

1.2 Documentation Changes

1.2.1 Improved Guidance in the User’s Manual

The AFFTAC 5.10 User’s Manual includes new text that provides advice to the user regarding high-level modeling
choices, e.g., which approach they should use for strength modeling, or whether or not they should use the Advanced
PRV Open-Close model. Among other parts of the User’s Manual, these sections are hot-linked to the user’s context
through AFFTAC Advisor, which also provides advice on these and other topics. The User’'s Manual also provides
new guidance on how to compute the percent coverage of defective insulation as a function of angle, and the impact
of defects on the end caps. The impact of certain modeling assumptions are also provided, including the thermal
implications of venting and of non-circumferential heat conduction.

'This capability was introduced in the Beta versions of 5.00.
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1.2.2 Terminology Change

Starting with AFFTAC 5.10, the terms “Legacy Model” and “Generalized Model”, are replaced with “Basic Model” and
“Advanced Model” to more properly account for the passage of time and the implications of those terms. Thus, for
example, what was once called the “Legacy TPS Model” is now called the “Basic TPS Model” and what was once
called the “Generalized TPS Model” is now called the “Advanced TPS Model”.

All inputs for a simulation that are not individual in nature but are, instead, representing collections of individual
inputs are referred to as a “Resource”. For example, each lading is a collection of tables that represent quantities
such as specific heat as a function of temperature. Typically, the user does not enter their own individual values in
those tables. Rather, they select a lading, e.g., “Propane”, that contains multiple tables. The same is true for the
Advanced Strength Model and the Advanced PRD Model. These types of inputs are all referred to as “Resources” in
AFFTAC 5.10.

1.3 Installation Notes

At the time of this release, it had been found that some new computers come with a fresh Windows 10 installation
that includes software called “.NET 5.0”, which skipped all the service packages previous to that version. Programs
such as AFFTAC that are created and compiled for previous versions, such as “.Net 3.0”, may be incompatible with
“ NET 5.0”. To remedy this situation, the user must reinstall the previous .NET version, version 3.5. 2

2Thanks to Tony Sisto for working through this.
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Chapter 2

Introduction

2.1 History

The AFFTAC computer program was originally developed by Dr. Milton Johnson at IITRI circa 1984 under funding
from the United States Federal Railroad Administration to predict the effects of fire on railroad tank cars. It makes
predictions of key state variables such as the lading temperature, temperature of the tank wall, pressure inside the
tank, flow through the pressure relief device, and failure (if relevant) of the tank wall. In the years following its initial
development, AFFTAC was expanded to provide more information and handle more types of vents, as well as be
more accessible to users. Eventually in 1992, it was ported to the PC.

Beginning in 2000, AFFTAC entered a new phase of development with Dr. Scott Runnels as its custodian. The
first task undertaken in this new phase was the development of a graphical user interface (GUI) to assist the user in
managing data and analysis. A third phase of development began circa 2008 with multiple new efforts. The first was
a new, more general thermal protection system model. After that, an effort was undertaken to use AFFTAC to validate
model parameters for liquid/two-phase flow through pressure relief devices. A fourth phase of development added
a new creep and failure model along with significant advances in testing, software quality assurance, and usabiity.
Over time, a regression test system and database of over 130 regression tests have been established; many of those
tests are carefully designed verification tests. All of the regression tests and the recent validation work are described
in separate companion documents entitled AFFTAC Verification and Validation Testing and Programmer’s Guide to
the Computational Module Unit Tests. As of this release, those documents, along with this manual, are updated
with each AFFTAC formal release. However, the testing documents are proprietary to the RSI-AAR Tank Car Safety
Research & Test Project and must be obtained through it.

2.2 Software Components: GUI, Computational Module, and Databases

An overview of how the AFFTAC software package components interact is shown in Figure 2.1. The user interacts
with the GUI, which operates from a single input file that can be opened, modified, and then saved using the GUI. In
addition to opening, modifying, and saving the user’s input file, the GUI manages the execution of the Computational
Module and the displaying of the results from its computations. The Computational Module (“CM”) is a stand-alone
computer program. The GUI writes input files for it, executes it, reads its output files, and then displays the results for
the user.

Inside the user’s input file are multiple collections of inputs that, together, represent multiple Analyses and multiple
setups for different ladings, tank wall strengths, pressure relief devices, etc. The results of an Analysis is not stored
in the input file, but most Analyses run very quickly in AFFTAC and so storage of the results is not necessary. The
inputs for each Analysis are broken into two types: (1) Individual values, such as tank volume tank wall thickness,
etc., and (2) Collections of input values that are grouped together to represent a single entity, such as a type of lading,
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Figure 2.1: Overview of AFFTAC operations and components

a pressure relief valve, a thermal protection system, etc. These collections of input values are called “Resources”
inside the GUI. The complete list of Resources are shown in Figure 2.1. These Resources are described in more
detail later. For now, a brief summary is provided below.

Ladings Resources: The “Ladings Resources” are a collection of inputs representing different types of lad-
ings, e.g., Propane, Butane, etc. The inputs for each lading are comprised of all the thermodynamic properties
needed to represent that lading, e.g., specific heat, vapor pressure, etc. The lading model can be used for pure
substances or binary solutions.

Basic TPS Model Resources and Advanced TPS Model Resources: The “Basic TPS Resources” and
“Advanced TPS Resources” are setups for thermal protection systems using AFFTAC’s Basic TPS Model or
Advanced TPS Model, respectively. Each entry in either of these two Resources is comprised of multiple
values that represent the multiple layers existing in a thermal protection system (TPS). Every Analysis must
identify a TPS from one of these two Resources. Even a bare tank is considered a TPS in AFFTAC, despite it
being perhaps the most rudimentary form of such, and so even bare tank analyses must select a TPS entry.
The Basic TPS Model was implemented by Dr. Milt Johnson decades ago. It has undergone some revision
since 2000, but remains largely unchanged. Because it is simpler than the Advanced TPS Model and so well
tested, the Basic TPS Model provides an important resource for comparison. Also it contains one capability
not exactly represented in the Advanced TPS model.

Advanced PRD Model Resources: The “Advanced Pressure Relief Device (PRD) Resource” is a collection
of setups, each representing a type of pressure relief device in AFFTAC’s Advanced PRD Model. The Advanced
PRD Model in AFFTAC can model frangible disks as well as pressure relief valves (PRVs). It also can handle

'That being time-dependent deterioration of insulations. The Advanced Model uses a temperature-dependent deterioration model.
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PRVs that have much more customized open-close behavior than can be represented using AFFTAC’s Basic
PRD Model, which is very restrictive by comparison and consists of so few inputs that they are not broken
out as a Resource. Rather, they are simply lumped in with the other individual inputs in an Analysis. Use
of the Advanced PRD Resources gives you access to pre-established PRV setups calibrated in an extensive
validation exercise, which is discussed in the AFFTAC Verification and Validation Testing document. It also
gives you more freedom in how you specify PRD performance. The Basic PRD Model, which again is more
restrictive, is in some ways faster to set up, especially if you want to vary a PRD parameter in a study.

Advanced Strength Model Resources: The “Advanced Strength Model Resources” is a collection of se-
tups, each representing a type of tank wall material for AFFTAC’s Advanced Strength Model. The Advanced
Strength Model in AFFTAC allows the user to enter values for the Larson-Miller parameter as a function of
temperature, ultimate tensile strength as a function of temperature, and creep strain at failure as a function of
temperature. The first two represent two different methods of computing the burst strength of the tank, and
they can be run together until one predicts failure, or just one can be chosen. The creep strain at failure data
can be used as an auxiliary model to augment the computation changes to the tank volume as creep occurs.
The Advanced Strength Model stands in contrast to AFFTAC’s Basic Strength Model in which the user simply
selects a material identification from a pull-down menu, causing AFFTAC to use hard-coded ultimate tensile
strength formulae to compute the tank’s burst pressure. Like the Basic PRV Model, when the Basic Strength
Model is selected by the user, that material selection is integrated with the rest of the Analysis’ individual inputs,
i.e., a “Resource” is not required for the tank wall strength.

Developed by Southern Rockies Consulting for the RSI-AAR Tank Car Safety and Research Project 19
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2.3 Installation, System Requirements, and Technical Assistance

AFFTAC 5.10 is designed for systems running MS-Windows 10 operating systems. The AFFTAC 5.10 graphical user
interface was developed in Microsoft Visual Studio 2017. Assistance can be obtained from:

Dr. Scott R. Runnels

Southern Rockies Consulting, LLC

505-695-9241

SRunnels@SRConsult.com

www.srconsult.com
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Chapter 3

The Scope and Interaction of AFFTAC’s Models

AFFTAC is a simulator combining the effects of several physical phenomena that, together, comprise a complex
nonlinear system. In this chapter, the scope and interaction of those multiple physics models are described.

AFFTAC is best thought of as a transient, quasi-two-dimensional model. The heat transfer through the tank wall
is one-dimensional. However, some models in AFFTAC support variation in the insulation properties as a function of
angle around the tank. Conversely, the liquid and vapor are at a uniform temperature at any point in time and in that
sense AFFTAC is a zero-dimensional model. Yet, the tank may be modeled as rolled over, meaning the location of the
liquid surface and its interaction with the location of the pressure relief device is accommodated. In short, separate
assumptions regarding dimensionality are made for individual models. The individual models are then combined in a
consistent way.

An Important Note Regarding Theory in this Manual

It is important to point out that while AFFTAC carries out the computations described in this manual, there are also
multiple heuristics and other subtle details to the AFFTAC calculations that are not described here. The discussions
of AFFTAC’s theory in this manual are best thought of as high-level descriptions. Some but not all of the heuristics
and subtleties are described more fully in the Programmer’s Guide to the Computational Module’s Unit Tests, which
is proprietary and must be obtained through the RSI-AAR Railroad Tank Car Safety Research & Test Project.

3.1 Physics Aspects of a Typical Simulation

Heat is added to the tank car and lading system on the outside of the tank car through heat exchange with the fire. This
heat is transported to the inside of the tank through the tank wall and thermal protection system, eventually reaching
the lading. The heat is transported to the lading by contact with the tank wall and by radiation and convection through
and with the vapor from the tank wall’s interior surfaces. The lading responds by heating up; the liquid thermally
expands and the vapor pressure increases. If the tank is in a shell full condition, i.e., when it is completely full of
liquid, the liquid’s thermal expansion results in an increase in pressure inside the tank. Conversely, when vapor is
present, the pressure also increases but is due instead to the vapor pressure. Either way, when the pressure inside
the tank reaches a sufficient level, the tank’s pressure relief device opens and allows lading to be released. Models
for the pressure relief device are provided as part of the AFFTAC simulator. Flow of vapor, liquid, or a mixture of the
two, depending on the rollover condition and the amount of liquid present, is accommodated by these models.

The simulation is carried out starting at time = 0 and, under normal circumstances, ending at a user-specified
time. However, as the simulation proceeds, the lading could eventually be completely expelled, causing the simu-
lation to end earlier. Another possibility for early termination occurs when the pressure relief device is not able to
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22 3.2. Heat Transfer Assumptions

accommodate the expulsion of lading quickly enough. In that case, the pressure inside the tank car can build up to
become high enough to rupture the tank.

In addition to the models for the pressure relief device and the flow through it, AFFTAC has other supporting
models that play key roles in the simulation. There are models for how the insulating layers of the tank wall change
with time and temperature. There are also auxiliary models, including elastic strain, permanent creep, and thermal
expansion in the tank wall, which are used to compute the change in the tank volume. Finally, there is a temperature-
dependent and temperature- and pressure- dependent failure model for the tank wall as a structural layer.

An overview of the AFFTAC simulation is shown in Figure 3.1 and a summary of the models is shown in Figure 3.2.
As shown in Figure 3.1, each of the models are linked and executed in a time-marching loop that proceeds through
the simulation in small time increments. The equations describing these models are all linked and, in principle, must
be solved simultaneously at each point in time. In practice, however, they are separated and solved in an alternating
fashion where some values from the previous time step are used to update other values. Then, those newly updated
values are used to update the first set of values. In reality, there are more than just two groups that operate in this
way. At multiple steps in the calculations, a mixture of old values and newly updated values are used to propagate
the calculation forward. At the end of each time step, all variables will have been updated. This method is often
referred to as “nonlinear lagging”. This aspect of the calculations is very important to understand when delving into
the theoretical descriptions in the chapters that follow. In all of the chapters, you will notice that some values, which
you know to be transient and part of the overall solution, will be assumed known for that part of the theory. By
considering all parts of the theory together, you will see how all values are eventually updated.

3.2 Heat Transfer Assumptions

Heat transfer is a primary driver in AFFTAC. Consequently, the heat transfer model is the core, driving model. It has
multiple aspects that are addressed in multiple places in this manual. Here, some of the key overarching assumptions
and approaches are described.

First, the fire is modeled as a surface, some arbitrary distance from the tank, held at a fixed temperature during
the simulation, e.g., 1,500 deg-F. In a “pool fire” simulation, this surface surrounds the tank entirely. The lading inside
the tank is assumed to be well mixed and at a uniform temperature. The liquid and vapor phases are assumed to be
in thermodynamic equilibrium with each other and thus are at the same temperature. Note that this assumption relies
upon the assumption that venting occurs. Specifically, venting results in cooling of the vapor through mechanical
work, as well as the intermixing of the liquid’s lower thermal energy with the vapor’s higher thermal energy due to
evaporation of the liquid into the vapor.

Second, the tank car’s innermost surface is considered to have two different temperature regions, one for the
segment of the tank adjacent to the liquid lading and one for the segment adjacent to the vapor. This division is
established because it is assumed that the liquid has a great thermal mass and is in intimate contact with the tank
wall’s innermost surface. Thus the tank wall in contact with the liquid is assumed to be at the same temperature as
the lading. In contrast, the tank wall adjacent to the vapor does not have intimate contact, nor does the vapor have
any appreciable thermal mass. Therefore, the tank wall’s innermost surface temperature can be very different from
the vapor temperature. In fact, the temperature of the tank wall adjacent to the vapor is among the most important
state variables, for it is that temperature that often impacts the strength and ultimate life of the tank wall.

Third, a variety of models can be chosen for computing the heat transfer between the tank’s innermost surface,
outermost surface, and the fire. These are the “thermal protection system” or “TPS” models. When the TPS model
is invoked at any time during the simulation, it is given the current temperature of the interior surface of the tank wall
and the temperature of the flame. Using those two boundary conditions, it computes the temperature of the tank’s
outermost surface and the heat flux through the TPS. The TPS model is invoked at least twice, once for the segment
of the tank wall adjacent to the liquid, and again for that adjacent to the vapor. In simulations where the TPS is
specified to have angular dependence, it is invoked multiple times, one for each angular segment you specify.
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Figure 3.1: Conceptual flow chart of the AFFTAC model computations

Note that the TPS models are set up and used by AFFTAC in a circular cross section of the tank. They do not,
therefore, represent the bidirectional heating that occurs at the intersection of the end cap and the main body of
the tank. In a simulation where a large defect is present at the end cap, it is recommended that the TPS defect
be exaggerated in the circular cross section setup to help compensate for that aspect of the model. Note also
that AFFTAC does not model circumferential heat conduction around the tank wall, including between the liquid-
adjacent and vapor-adjacent tank wall regions or from regions where there are TPS defects. Thus, for example, if
the vapor-adjacent tank wall is much hotter than the liquid-adjacent tank wall, the liquid-adjacent tank wall is not
allowed to provide any relief, even though it would in a real-life situation. AFFTAC not including circumferential heat
conduction is therefore a conservative assumption in that way, and is considered to be conservative in most ! if not
all applications.

Fourth, in addition to the conduction of heat into the lading, heat is transferred into the lading through the heat
radiated and convected from the inner surface of the tank wall. The radiation occurs between the tank’s innermost
surface adjacent to the vapor and the top surface of the liquid while the convection is between the tank’s innermost
surface and the vapor. Either way, whether exchanged with the vapor or liquid phase, the heat is considered to
be exchanged with the lading as a whole, which again is at one uniform temperature at each point in time. Other
heat-related mechanisms include thermodynamic work associated with discharging lading through the pressure relief
device and the associated heat of vaporization that cools the liquid when it evaporates to replace the vapor lading

'It is possible to contrive a situation in which the disallowance of circumferential heat conduction could be ever so slightly non-conservative.
In particular, if a very large TPS defect is aligned perfectly with the liquid surface that never moves, it is possible that the lack of circumferential
heat conduction could cause the liquid temperature to be underestimated by AFFTAC, leading to an underestimate of vapor pressure.
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that is expelled.
Fifth, a heat balance on the innermost tank wall is used to determine the temperature of the tank wall for the
portion of the tank over the vapor region.

3.3 Pressure Relief Device Modeling

AFFTAC accommodates pressure relief devices (PRDs) that, under appropriate conditions, allow lading to be dis-
charged. Depending on the amount of liquid lading present and the angle of tank rollover, the discharge may be
purely liquid, purely vapor, or a mix. The details of how the pressure relief device’s opening and closing action are
modeled as well as the fluid flow through it are described in a separate chapter.

One important note to make here, however, is that you have two ways of entering specifications for the PRD. One
is to specify them directly as numerical entries as part of an analysis. Another way is to choose from a list of PRDs
that are contained in what we call the “Advacned PRD Modeling Resources”, which you can also edit. In this second
mode, you have the ability to enter a much more general, customized relationship between pressure and fraction
open.

3.4 Tank Failure Modeling

The strength of the tank is a very important model in AFFTAC. It provides a determination regarding whether the tank
will burst during the simulation.

There is more than one strength model from which to choose in AFFTAC. The Basic Strength Model only requires
the current, highest temperature of the tank wall. From that temperature and knowledge of the material from which the
tank wall is constructed, the Basic Strength Model computes a current value for the tank’s ultimate tensile strength.
That value is compared to the stress required to contain the pressure inside the tank. If it is insufficient, the tank
bursts.

In addition to the Basic Strength Model, AFFTAC also offers an Advanced Strength Model, which includes a
Larson-Miller creep and failure model that has been validated against more recently acquired data. Instead of only
using the current temperature to determine the tank material’s strength, the Larson-Miller model computes the dam-
age accumulated at the microscopic level as the tank material is heated and stretched. As this accumulated damage
is computed, it is used to compute the amount of “life”, so to speak, of the tank wall that has been depleted. Once all
of the life has been depleted, the tank is said to have burst. The Advanced Strength Model can also simultaneously
compare against ultimate tensile strength data to test for failure. Lasty, the Advanced Strength Model can include
creep strain in the volume calculation for the tank. Because there are so many inputs into the Advanced Strength
Model, each setup is collected into an individual entry in the “Advanced Strength Model Resource”, and is given a
name to represent a single tank wall material.

The tank strength model interacts with AFFTAC’s thermal model in fairly intricate ways. If the Basic TPS model is
used, then the highest temperature experienced by the tank wall is that adjacent to the vapor and that temperature is
used as input into relatively straightforward algebraic equations to compute an ultimate tensile strength. In contrast
to this, the Advanced Strength Model's Larson-Miller option operates differently because it depends on the history
of each point around the tank. In the Larson-Miller model, 180 points are established around the tank, at one
degree intervals, and those “tracking points” are used to track the temperature-pressure-life-remaining metrics at
their respective locations. Thus, when the Basic TPS Model is used, the Larson-Miller tracking points are fed either
the tank wall temperature adjacent to the liquid or the vapor, depending on their location. As the liquid level rises or
falls, the temperature fed into each Larson-Miller tracking point may change.

If the Advacned TPS Model is invoked, and significant angular dependence to the insulation is specified, the inter-
actions are more complex. For the Basic Strength Model, a search must be made through the TPS segments for the
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highest temperature, and that temperature is fed to the algebraic equations mentioned above. But for the (Advanced)
Larson-Miller model, each of its 180 tracking points uses the temperatures in their respective TPS segments.

Thus, one can imagine a variety of complex scenarios arising, depending on the type of simulation carried out.
For example, consider a setup using the Advanced TPS Model with angular dependence such that significant defects
in the insulation exist around the liquid level. As the liquid expands or lading is discharged, there may be significant
changes into the input of the strength model for those points. This type of complexity testifies to the need for a
computer model to understand it and also to the need for careful use and understanding of the model.

3.5 Material Expansion Modeling

Both the liquid lading and the tank itself can expand during a simulation. The liquid lading may expand due to
heating. The tank may expand due to heating, as well as elastic stress and permanent creep. The interaction of
these expansions is very important when the tank is completely full of liquid, i.e., the “shell full” condition. In that
case, further expansion of the liquid can lead to tremendous stresses in the tank wall that can result in failure. Thus
there is an important interaction between the models computing the expansion of the liquid, its possible release
through the PRD, the expansion of the tank wall due to heat and stress, and the tank failure model.
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Figure 3.2: Overview of AFFTAC’s primary models
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Chapter 4

Creating and Running AFFTAC Simulations

4.1 Setting up an Analysis

Each Analysis in AFFTAC is comprised of individual values, e.g., tank volume, tank wall thickness, and names of more
complex inputs, i.e., collections of values that, together, represent something more complex, such as a lading. Each
of these “named” values are referred to in AFFTAC as “Resources”. A setup for a lading, which consists of multiple
thermodynamic values, is referred to as a “Lading Resource”, for example. All data used by AFFTAC, including the
Analyses and all the Resources, are stored in your input (.udb) file. The Analyses are central to AFFTAC and are
displayed in AFFTAC’s Main Window, as in Figure 4.1. To create a new analysis from scratch using default values,
click on the New button in the Main Window. To create a new analysis that is based on an existing one, highlight
the existing one, click Copy and then click Paste. When you do, a new analysis will be created that is identical to the
one you copied except for its title and its administration information, which you will eventually specify. You may edit
that analysis by highlighting it and clicking Edit Analysis.
As mentioned above, each of your analyses will contain two kinds of entries:

1. Numerical and Logical Data: These are straightforward entries having to do with direct data about the simu-
lation. For example, the length of the simulation is a numerical entry that is part of an analysis.

2. References to other “Resources”: These are names of collections of inputs that represent complex parts of
the simulation, such as ladings, thermal protection systems, and pressure relief devices (PRDs). If you select
“Butane” for the lading, that name is used to pull thermodynamic properties from the Ladings Resources under
the name “Butane” and provide them to the Computational Module for the simulation. Thus the single entry
“Butane” in the analysis specification contains a great deal of information, including multiple tables of data.
Other examples include the TPS setup, the tank material, and can also include the pressure relief device.

The process of setting up a simulation is divided into four steps which are conducted using four sequential
windows: Edit Analysis Conditions, Edit Tank Car Properties, Select TPS Model, and Setup Lading.
These four windows are shown in Figure 4.2.

4.1.1 Edit Analysis Conditions Window

In this window, you may set basic analysis conditions, including the flame type and the length of the simulation. From
this window you can launch a sub-window that allows you to set the time step and the frequency of printouts. An
important decision in this window is the type of simulation to be run. A Standard Simulation engulfs the tank fully by a
flame at 1,500 deg-F. A Special Conditions simulation allows you to modify the flame temperature and the amount of
engulfment. Higher flame temperatures and more engulfment produce shorter survival times. Thus, you should not
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lower either of those two values from the Standard Simulation values unless you are confident about the values you
will be entering.

The Timing Details button opens an additional window that allows you to adjust the “time step” for the simu-
lation. AFFTAC uses numerical algorithms to solve the various physics equations representing the tank exposed to
fire. Those equations are transient in nature, and so a “time stepping” algorithm is used to “march” through time,
gradually accommodating all of the transient effects as it goes. The smaller the time step, the more accurate the
simulation. But smaller time steps take longer, so there is a trade-off. On critical simulations, you should lower the
time step a few times and look for significant changes in your results. Be mindful of the second input in the Timing
Details window, that of the frequency of output. As you lower the time step, the output will be more volumous unless
you keep this value constant. On the other hand, if you do not decrease it along with the time step, you might miss
seeing some features of the simulation, for instance, oscillations in the PRV opening and closing, which can occur at
relatively high frequences under some modeling conditions.

It is always important to examine the plot of burst pressure and tank internal pressure, which is the upper right
plot shown when you click the Plot Displayed Results button in the Main Window. When those two pressure
plots touch, the tank fails. In some simulations, there can be near misses, where the internal pressure approaches
the burst pressure but does not cross it because the PRV opens just in time. You should be mindful of those “near
miss” situations when making any adjustments to the inputs of your simulation, for example the time step.

4.1.2 Edit Tank Car Properties Window

In this window, you set up the properties of the tank car, including the material from which the tank is made and
the safety relief device properties. Both the material setup and the PRD setup may be handled in two ways. You
may choose to use the basic models and setup methods by making choices directly in this window. Or you may
choose to use the Advanced PRD Model, which uses more complex inputs and is therefore gathered together as a
Resource. Likewise you may choose which of the Basic Strength Models to use or may switch to using one of the
Advanced Strength Model Resources. Guidance for which PRD model to choose is provided in subsection 4.6.2, and
the models are discussed in greater detail in subsequent chapters. Likewise, guidance for which strength modeling
approach to choose is provided in subsection 4.6.3, and the models are discussed in greater detail in subsequent
chapters.

Another choice to be made in this window relates to the shell full condition. AFFTAC’s Basic Model, described
in subsection 13.2.5 and the Dynamic Model, described in subsection 13.2.6 have been shown to give roughly the
same results, but have subtle differences. The Dynamic Model captures the higher-frequency oscillations in lading
release during the shell full condition, but it requires more inputs, specifically, the bulk modulus of the liquid lading. It
also requires smaller timesteps. If the scenario you are running involves a significant amount of time in the shell full
condition, and especially if failure during shell full occurs, consider using both models and comparing the results, if
you have reliable data for the liquid lading’s bulk modulus. Remember, too, that when running the Dynamic Shell Full
Model, you will likely need smaller time steps, which are set using a button in the previous window.

4.1.3 Select TPS Window

In this window, you choose the type of thermal protection system on the tank car by selecting one of the systems that
is displayed. AFFTAC has two completely separate TPS models provided through the Basic TPS Model Resource
and the Advanced TPS Model Resource. Subsection 4.6.1 provides guidance on which one to use. The approach
(Basic or Advanced) is selected through the large, central button on this window. Once chosen, a specific TPS model
can be chosen from the displayed resource list. You can edit this list, add to it, or delete unused items from it by
clicking the button below each list.
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4.1.4 Setup Lading Window

In this window, you select the lading from a list of ladings stored in the Ladings Resource list. You may edit this
Resource list to create new ladings by clicking the Manage Ladings Resources button. Also in this window, you
specify the fraction of tank filled by the lading, its initial temperature, and the padding gas, if present.
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Figure 4.1: AFFTAC’s Main Window in which the Analyses Database is displayed in the right-most pane

4.2 Running an Analysis

There are two ways to initiate the execution of an analysis. One is to highlight the analysis in the Main Window
and then click the dark blue panel in the middle left portion of the Main Window. The other is to click the Run
Now button in any of the four editing windows. In this latter option, the changes you have made during the editing
sequence are automatically made part of the current highlighted analysis. However, those changes are not saved
permanently in your input file until you choose the menu option File-Save.

The analysis is carried out by AFFTAC’s Computational Module, which is a stand-alone executable invoked by the
GUI. When you request the simulation to be run, the GUI writes the necessary input files for the Computational Mod-
ule. It then runs the Computational Module, which executes in a DOS window that opens to display the simulation’s
progress. Once the simulation is completed, the GUI reads the Computational Module’s output files and displays
them in the two panels on the right-hand-side of the Main Window.

4.3 Viewing and Using Results

After a simulation is completed, the results are displayed on the right-hand-side of the Main Window. The middle
panel of the Main Window displays a partial summary of your inputs for the problem. The panel below it is some of
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Figure 4.2: lllustration of the four-step editing process for setting up AFFTAC simulations

the key numerical output values. Typical results are shown in Figure 4.3. These results may be visualized by clicking
the Plot Displayed Results button in the Main Window which displays a window like that shown in Figure 4.4.
The plot window has several controls that allow some modification to the displayed plots. Clicking on a plot copies it
to the Microsoft clipboard from which it can be pasted into a number of other applications.

To print the results and input summary, in the Main Window, select the menu option File-Print Currently
Shown Results. Also, you may copy the contents of the displayed textual output to the Microsoft clipboard by
painting the text displayed in the Main Window and pressing Ctrl-C. These contents may then be pasted into a
variety of Microsoft Windows applications such as Word or PowerPoint.

A very convenient way to view and communicate results is through the PDF report, which AFFTAC can write for
the displayed results (and selected Analysis setup). Click File-PDF Report in the Main Window to do that.

Of particular value is the ability to view the textual input file written by the GUI, which is read by the Computa-
tional Module. This input file contains documentation that can enhance your understanding of your inputs and also
help ensure against errors. Please take the time to look at that file for critical runs and studies by clicking the
Review Input Details in the lower left portion of the Main Window.

30 Developed by Southern Rockies Consulting for the RSI-AAR Tank Car Safety and Research Project



CHAPTER 4. CREATING AND RUNNING AFFTAC SIMULATIONS

31

I Main Window C\Usen\ScottiDocuments\ AFFTAC_MNet_UserFiles\Created 11-13-2022_7-11-35 AMudb - o
File Rescurces Options Help
Analysis Database | jeb 10 User Data Customer  Lading Setup for Insulation/ TPS PRV
Firsthlame: Lasthame | 05-15-2010 Example | {Rasc) SICFM [Basc)
Creale and P - ;
Delet Easedng Case 1 Soott Runnels 2T | Nenm Hydrochions: Acd | Example 3 (] 25800 SCFM (Bame)
Analees — o Easeling Case 2 falurn) Sestt Rurrsely 06152011 Hydrechione: Acid | Exargle 3 (Basic] 5500 SCFM [Base)
8 Baseline Case 3 iodaver) First hame: Lot Mame: | 08-16-2011 Hydrechione Acid | Exampie 3 (Basc) 25800 SCFM (Basic)
Baseline Case & flow fil) Scoit Runnels 0E-16-2011 Hydrechione Acd | Example 3 fBasc) 25800 SCFM (Basic)
EBaselne Case 4 (TPS version of Case 1) | Scolt Funnels 09-26-2010 Hydmchioic Acd | nsulated Jacksted_S5Case’ (Advanced) | Hone(Basic)
Unl Tes_Template Soolt Runnels 15-21-2014 Butane Example 1 fBasc) 25800 SCFM [Basc)
Edil Analyses a Butare o9 Suitance s PRV Seott Rl 0714208 Butsre Exaveghe 1 (Basic) HoneiBasc)
Examgia 1.1 Seatt Runvsts 1212000 | WA Butans Exaemgly 1 fBasc) 32000 SCFM (Basc)
Ed Diata Esaemples 1.1 - Dynamic. Frst Lam 12152013 Butans Escampls 1 fBasc) 32000 SCFM (Basc)
Input Summary for Sample DATA ENTERED INTO AFFTAC FROORAM FOR AMALYSIS
Computational Module Version 5.10 |
TANE PARAMETERS
Capacity {(gal): 33000.0
Inside Diameter (ins.}: 1i2.00
Wall Thickness {ins.): 0.5625
Model Resulls for Sampla FRODUCT: Butane (Ces Version)
m TIME  TEMFERATURES FPRESSURES MASS FILLED RATE OF
(mim. ) {deg F} WITHIN BURST FRACT. FRACT. PRODDCT
Results LIQ. TANK  TANK STR, 1IN  OF  RELEASE
i A Cord .
P . FROD, VAPOR (p=i) (pmi) TANE TANE {1bs/ain}
oL 00 60.0 60.0 11.2 #.1e402 1.000 ©,960 G.0
Release 510 0.10 60,1 63.5  11.2 8.1e+02 1.000 0.960 0.0

Figure 4.3: AFFTAC’s Main Window, displaying the results of an analysis
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Figure 4.4: AFFTAC’s plotting window, graphically displaying the results of an analysis
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4.4 Administrative Information

Administrative information is required in order to print the results of an analysis or to save it. To add the administrative
information, highlight the analysis and click the Edit Admin Data button in the Main Window. The window used
for entering that administrative information is shown in Figure 4.5. Your name and company may be more permanently
set by selecting the menu option Options-User Information in the Main Window. The rest of the user-specific
information you add in the window is shown in Figure 4.5.

W Administrative Information = a b4

Administrative information is required to print
results or add the analysis to the database.

Your Company Mame Southern Rockies Consulting

Job Number TEIETE

Your Name  Scon Funels
Diate 27772000
Customar  More

MNoles Ol TPS Model, Stesl Jacketed

Figure 4.5: Administrative information window that must be completed for a simulation to be printed or added to the
Analyses

4.5 Table of Capability Setup Options

AFFTAC is nearly forty years old and has been enhanced many times during its history. As with any code of that age
and type, efforts are made to maintain older capabilities while adding enhancements. As a result of that, AFFTAC
has a variety of input options and style of input methods. In many places in this manual, you will find that you have
the option of using a basic (typically, older) model or an advacned (typically, newer) model. And you will find that you
have the option of inputting values in different ways. To help avoid confusion, Table 4.1 is provided to clarify these
aspects.

As the table indicates, some aspects of the simulation may only be entered directly into the analysis by specifying
values. Others have multiple options. For example, if the Basic PRD Model setup method is used, the values are
entered directly in the analysis. If you choose to use the Advanced PRD Model, you will instead access the PRD
Resources and enter the values there.
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Input Value

Table of Capability Setup Options

How it is input

Length of Simulation

Value entered as part of the Analysis

Tank Geometry

Value entered as part of the Analysis

Tank Failure

Basic Strength Model: Material selection stored as part of the analysis
Advanced Strength Model: Name selected from the Advanced Strength Model Re-
source list

Tank Wall Emissivity

When using Basic TPS Model, valued entered as part of the Analysis
When using the Advanced TPS Model, entered as part of the TPS setup

Pressure Relief Device

Basic PRD Model: Values entered as part of the analysis
Advanced PRD Model: Name selected from the Advanced PRD Model Resource
list

Thermal Protection System

Always a selection from either the Advanced TPS Resource list
or the Basic TPS Resource list

Other Heat Transfer Mechanisms

Value entered as part of the Analysis

Lading Properties
Lading Initial Conditions

Always a selection from the Ladings Resource list
Value entered as part of the Analysis

Padding Gas

Value specified as part of the Analysis

Table 4.1: This table provides an overview of what methods may be used for inputting values for different models in
AFFTAC. Because there is a mix of Basic and Advanced modeling capabilities, input options vary.
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4.6 Guidance for High-Level Choices

As Table 4.1 and the discussion leading up to it implies, there are some key high-level choices you must make when
selecting which models to use in AFFTAC. In this section, some guidance is provided for those high-level choices.

4.6.1 Basic or Advanced TPS Model?
You should choose AFFTAC’s Advanced TPS Model if any of these conditions are associated with your simulation:
* You need flexibility in the number of layers you want to include.

* You have a TPS defect, i.e., missing insulation, where the defect is not uniform around the tank. With the
Advanced TPS Model, you can specify the insulation coverage as a function of angle around the tank.

» Your insulation deteriorates at higher temperatures.

The Basic TPS Model's configurations are more limited than those of the Advanced TPS Model, where you can
specify any number of layers. However, the Basic TPS Model has one feature that the advanced version does not
have, that being the detioration of the insulation with time, as opposed to temperature, as is done in the advanced
version.

4.6.2 Basic or Advanced PRD Model?

You should use AFFTAC’s Advanced Pressure Relief Device (PRD) Model if your simulation involves a pressure relief
valve whose open-close behavior cannot be represented with the plot shown in Figure 11.2. AFFTAC’s Advanced
PRD Model allows you to modify the shape of the paths in that figure and, if necessary, create an entirely new system
of paths that the PRV can follow when opening and closing due to pressure changes. If you use the Basic PRD
Model, you need only input a few values as part of the standard Analysis setup. If you use the Advanced PRD Model,
you will choose a model from the list of Advanced PRD Resources, which you can edit.

One advantage of using the Advanced PRD Model is that AFFTAC is shipped with a pre-calibrated set of PRD
setups, already contained in the PRD Resource list. Ten entries in the PRD Resource list contain an identification
number connected to particular PRDs that have been calibrated. The calibration exercise is described in the AFFTAC
Verification and Validation Testing document; see Section 2.1 for more information.

4.6.3 Basic or Advanced Strength Model?

You should use AFFTAC’s Advanced Strength Model if you have ultimate tensile strength data or Larson-Miller creep
and failure data for your tank wall material. Some of that data comes shipped with AFFTAC, and so you might want
to inspect the Advanced Strength Resources to help you decide. Also, if you want to see the impact of creep on
the tank volume, you should choose the Advanced Strength Model. If you do choose the Advanced Strength Model,
you will choose that model from the list of Advanced Strength Model Resources. Using AFFTAC’s Basic Strength
Model means that you will be using hard-coded polynomial-based ultimate tensile strength models for the tank wall,
specifically, those in Tables 9.1, 9.2, and 9.3.
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Chapter 5

Details of the Overall Thermal Model

5.1 Essential Constructs

Below are the essential constructs of AFFTAC’s thermal transport model. You should be cognizant of these when
seeking to understand the theory behind the Computational Module.

1. The liquid and vapor phases of the lading are assumed to be at the same temperature, 1;,4;n4, Which changes
with time but is constant in space. The part of the tank wall adjacent to the liquid phase is also assumed to be
at that same temperature.

2. The innermost surface of the tank wall adjacent to the vapor is at a temperature that may be different from the
lading temperature. Its temperature is denoted as 1’q11—vapor-

3. As shown in Figure 5.1, heat is transferred to the lading by three mechanisms:

(a) Conduction to the liquid through the TPS and tank wall,
(b) Convection to the vapor by contact with the inner tank wall, and

(c) Radiation to the liquid surface from the inner tank wall that is adjacent to the vapor.

4. The tank is heated through radiative exchange with the flame. Convection with the surrounding air is not
included in the model.

Computing 4 and 3 (a) is the responsibility of the TPS model, of which there are two kinds in AFFTAC. They are
each discussed in their own, subsequent, chapters. Those models take as a given the innermost surface temperature
and the flame temperature. Using those two boundary conditions, they compute the heat flux transported through to
the innermost surface. The process of taking the interior temperature as a known value in the TPS computations is
a technique known as “nonlinear lagging” and is discussed in Chapter 3. The details of the computations in 3 (a) are
discussed in the separate chapters on the two TPS models.

The details of computing the fluxes in 3 (b) and 3 (c) are discussed in this chapter. Computing these fluxes also
requires knowledge of the temperature of the innermost surface of the tank wall adjacent to the vapor. That key
variable, To,qli—vapor, 18 determined using an equation that balances the net flux into the wall from the outside with
the net flux leaving the wall on the inside through convection and radiation to the lading. That heat balance is shown
graphically in Figure 5.2. As with 3 (a), this method of computation uses “nonlinear lagging”, as discussed in Chapter
3.

As mentioned in Section 2.1, several subtleties to the heat transfer models exist in AFFTAC; the Programmer’s
Guide to the Computational Module’s Unit Tests describes some of them.
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Tank Wall

Vapor

Liquid

Heat convected through
vapor into lading

Net heat radiated to
liquid from wall

Heat transmitted through
tank wall

Figure 5.1: Heat flowing into the vapor and liquid phases of the lading

qrps- vapor

(Flux into wall)

N\

/‘TTWQH- vapor

4 qurw— wall- vapor

Qrad- wall- vapor (Convection to vapor)
(Radiation to liquid)

Figure 5.2: Heat balance on the tank wall adjacent to the vapor

5.2 Constructs of Radiative Heat Exchange

As discussed in the previous section, radiative heat exchange occurs between the tank car’s outermost surface

and the flame as well as the tank’s innermost surface and the lading’s liquid surface. AFFTAC models all radiative

exchange using a classical law [10], and represents every surface as being gray with a constant value of emissivity.
For radiative exchange between two surfaces, the emissive powers of the two surfaces are

E= 610'T14 (5.1)

o= e30Ty

where ¢ is the Stefan-Boltzmann constant. As shown in [10] a heat flux balance between two gray surfaces connected
in the logical configuration indicated in Figure 5.3 results in the following relationship:

4 4

Q(l 2) _ O—(Tl B TQ)
—2) 7 1—e 1 1—eo
T T oS T Ge

(5.2)
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where

Q12 is the net heat flux from surface 1 to surface 2
F_5 is the geometric view factor, which represents the line-of-sight
exposure between surfaces 1 and 2 as defined in [10], and
A; is the area of the surfaces i (i = 1, 2). (5.3)

Rearranging, the above equation becomes

Surface 1
A, &)

Surface 2
(A, &)

Figure 5.3: Gray body configuration used in AFFTAC

Q(172) =4 . U(T14 - T24)
A, 0= T 1 A (1
! F1_2+(H_1)+T§(5_1>
Through this equation the “surface configuration factor,” f1_o, is defined and used in AFFTAC to scale the radiative
flux exchange. That factor,

(5.4)

1

1 1 _ A (1
s + (61 1) + Az <E2 1)
is used in combination with the surface areas, Stefan-Boltzmann constant, and temperatures of the exchanging
surfaces to predict the radiant heat flux on a per-area basis, i.e.,

qi1-2) = fioao (T = T3) (5.6)

In computing the radiative exchange between the inside tank wall and the liquid surface, 1 becomes “liquid” and 2
becomes “wall” to represent the tank wall. The emissivity of the tank wall is assumed to be 0.8 when using the Basic
TPS Model but you may change that in the Edit Tank Car Properties window. When using the Advanced TPS
Model, you are allowed to specify that value when editing the TPS setup. The emissivity of the liquid surface is set in
the Edit Lading Properties window, accessible through the Ladings Resource manager. A reciprocal relationship
is used to compute fuaii—tiquid-

To compute the view factor, Fi;quia—wan Used in the above equation, the geometry of the liquid surface relative
to the tank wall must be computed. Figure 5.4 shows a cross-section of the tank. The area of the bottom quadrant is
7r? /4. The area of the gold region above that is 972 /2. The area of the blue area is 72 sin(6) cos(#) /2. Twice the
sum of these three areas represents the entire area under the liquid surface. Therefore,

fi2 =

(5.5)

1 1 1 1
Ajiquia = 2 - 17r7“2 + 3 0r? + 57“2 sin(f)cos(9) | = §7rr2 + 0r? + r? sin(6) cos(h) (5.7)
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The ratio of this quantity to the total cross-sectional area (77-2) is the same as the fraction of the tank volume
occupied by the liquid, i.e.,
‘/liquid _ 1rm

T + 6 + sin(6) cos(@)] (5.8)

This equation is solved through trial and error during the simulation to determine 6 at each point in time. From this
value, the surface area of the liquid and the tank wall over it is computed. In addition, this value is used to determine
whether or not liquid or vapor is adjacent to the pressure relief device.

r? cos#sin &

Liquid Surface
Tank
rcosé

Figure 5.4: Geometry used to derive the equation relating the angle to the liquid surface endpoint to the fraction of
tank filled with liquid

5.3 Temperatures of the Lading and the Tank Wall

5.3.1 Radiative Heat Exchange with the Tank Wall

As discussed above, a classical gray-body radiative exchange model is used between the innermost tank wall surface
adjacent to the vapor and the surface of the liquid. That net flux, on a per-area basis, is

4 4
Q(Radfwallfliquid) = f(wallfliquid)o- (Twall—yapo'r - z}ading) (59)

The value of f(wallm'qmd) is the surface configuration factor for the liquid lading surface and the tank wall above it as
captured in Equation 5.5.
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5.3.2 Convective Heat Exchange with Tank Wall

A standard engineering model is used for the convective heat exchange between the vapor and the innermost tank
wall surface adjacent to it. For heat flux on a per-area basis, that model is

d(Conv—wall—vapor) = h(T(wall—vapor) - Tlading) (5.10)
where h is the film coefficient.

Aside

The h film coefficient is difficult to estimate since it represents fluid flow that can
take on a variety of forms. Film coefficients spanning an order of magnitude are
reported in the literature depending on the properties of the liquid, whether or not
boiling is present at the interface, and the geometry of the interface (e.g., see [17]).
An indication of a representative value to use for this parameter can be inferred
from the results of the full-scale fire test on a tank car filled with propane [20]. The
results of this test indicated that the average conductance over the surface of the

car was 300 [h?f-[zt-JR] The conductance of the 5/8 in. thick steel wall can be
BTU

estimated at approximately 500 {hr-ftQ-R

the film would be about 750 [hrBf-It-QUR} . A value of 1000 [hrB;{QUR] is recommended

as a conservative representative value. When only vapor is present, the convection
BTU

. hr i’ R . .

The proprietary document Programmer’s Guide to the Computational Module’s Unit
Tests contains more information on this topic (see the note in Section 2.1 of this

manual).

}, which implies that the conductance for

coefficient is set to approximately 1.0 [ } but varies with fill and venting status.

In both the legacy and new, generalized TPS model, the convective heat transfer is modeled as an additional “virtual
layer” of resistance, because it has exactly the same mathematical form as a heat conductance model (linear in the
temperature difference).

5.3.3 Temperature Change in the Tank Wall Adjacent to the Vapor

In both of the heat flux terms in the preceding two subsections, the value for T',41;—vapor is considered known. But, as
discussed at the beginning of this chapter and shown in Figure 5.2, it is determined by considering the heat balance
on that part of the tank wall. The net heat flux is the heat entering the wall from the outside minus the heat leaving
the wall and going into the lading. The difference in those fluxes is used to evolve Ty,411—vapor OVer time as follows:

dTwallfvapor o
Myall—vapor dt = 4T PS—vapor — qRad—wall—liquid — 4Conv—wall—vapor (5-1 1)

where each term is on a per-area basis, including 1.4ii—vapor, Which is the thermal mass of the tank wall over the
vapor space, on a per-area basis. It is the product of its density and specific heat.

Clearly, the last two heat flux terms are the very ones in the preceding subsections that depend on 7’411 —vapor-
This is not surprising because all of these variables are, in fact, linked simultaneously in time. But as has been
mentioned multiple times at this point in the manual, these linked governing equations are split and solved in pieces.
Thus, using Ti,q11—vapor and other values from the previous time step, qrad—wali—tiquid @A Conv—wall—vapor are
computed. Those values are then used to update 7,1 —vapor @and other variables as well, such as Tj,4ing-

In Figure 5.2 and the above equation, g7 ps—vapor is the heat conducted from the outer part of the TPS into the
tank wall. Along with its counterpart in the liquid region, q7ps—_iiquid, it is @ principle output of the TPS models and
its computation is described in detail later.
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5.3.4 Temperature Change of the Lading and Tank Wall Adjacent to the Liquid

As already mentioned, AFFTAC assumes the vapor and liquid temperatures are equal and the tank wall adjacent to
the liquid is at the same temperature as the liquid. The liquid phase of the lading and the part of the tank wall adjacent
to it are lumped into one thermal mass denoted here as Mj;quid+wall(adjacent)- The mass of the vapor is negligible
by comparison and although it could be included in principle, it is neglected here. The net flux into the lading is

Qnet = Awall—liquid 4T PS—liquid * Fraction EngU”ed
+ Awall—vapor * qRad—wall—liquid + Awall—vapor * qConv—wall—vapor (5-12)

The first term on the right-hand side is the conductive exchange between the tank wall and the liquid, which is
scaled by the area of contact between the liquid and tank wall, A,q11—iiquid- It is one of the primary outputs of the
TPS model. If you refer to the theory sections for both the Basic and Advanced TPS models, you will see sections
where the computation of that quantity is described. Keeping in mind that the thermal model is one-dimensional,
the “Fraction Engulfed” term is used to represent the fact that some of the tank may not be engulfed in the flame. It
changes depending upon whether a pool fire or a torch fire is being considered.

During times when the pressure relief device is open and lading is being expelled, the amount of work, W,
performed by pushing part of itself through the device is subtracted from Q),..:. Also, the latent heat of vaporization
for the expelled lading is subtracted. Thus the temperature change is given by

dTjadi :
Mliquid+wall(adjacent) # = Qnet + Wflow - me (5.13)

Here, Miiquid+wall(adjacent) i8 the thermal mass and Hy is the latent heat of vaporization.

Aside

Modeling the tank wall over the vapor space and liquid each as having a uniform
temperature is based on the assumption that the conditions are uniform on the re-
spective inside surfaces of the tank. This assumption is not strictly without conse-
quence because the temperature of the inner wall surface could be colder for regions
close to the liquid’'s surface. The temperature would depend on the length of time
the wall has been exposed to the vapor and also the amount of radiant energy that
has been received from the hotter part of the wall. Uniform conditions will be closely
approached when the liquid level is near the top of the tank, because a slight drop
in the liquid level will expose a large area of the inner surface of the tank. Uniform
conditions will also be approached when the level of the liquid is low. Although the
transient difference in temperature may be larger when the liquid level is near the
center of the tank, calculations show that the difference would only have a small
effect on the total heat transfer.

5.3.5 Additional Heating Mechanisms

Although AFFTAC models the tank car as a perfect cylinder, in reality, there are other connections to the tank that
can enhance heat transfer to it; these were originally referred to as “discontinuities” in the thermal protection system.
While those are not modeled explicitly, AFFTAC does allow you to enter a factor that helps accommodate their effects.
The selection is made in the Edit TPS window and is labeled Consider Discontinuities. If you select that option,
you can then enter a value for a constant, which is referred to as the “USum” value. That constant is multiplied by the
difference between the tank wall’s outer and inner temperatures to compute an additional heat conduction mechanism
into the lading. Typical “U” values for different “discontinuities” in the TPS are shown in Table 5.1.

Note that the use of special insulation on the components in Table 5.1 could reduce their “U” value. AFFTAC
accepts a single value that represents the sum of the above applicable values. A value of 234 BTU/hr deg-F is the
default in AFFTAC, which is more conservative since a higher value results in more heat transferred to the tank.

40 Developed by Southern Rockies Consulting for the RSI-AAR Tank Car Safety and Research Project



CHAPTER 5. DETAILS OF THE OVERALL THERMAL MODEL 41

Component Considered “U” Value (BTU/hr-deg-F)
14.6

6.1

3.2

15.5

13.1

72.9

65.0

4.6

3.2

Table 5.1: This table of USum values, an input into AFFTAC.
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Chapter 6

Modeling Ladings with the Ladings Resource

Ladings are modeled using multiple thermodynamic properties, including specific heat, specific volume, vapor pres-
sure, heat of vaporization, and more. Furthermore, each of those properties are often functions of temperatures and
are therefore represented as tabular data. Thus, there are several numerical values associated with any lading. In
AFFTAC, all of those values are collected together and referred to using a single name, such as “Butane” or “Propane”,
when setting up a simulation. When the simulation is run, AFFTAC extracts the appropriate thermodynamic data for
that lading and writes it to a file for the Computational Module to read.

Each lading, as described above, is part of a bigger collection of data for multiple ladings, in what is together
referred to as the “Lading Resources”. Part of setting up an AFFTAC simulation is ensuring that the properties for the
lading you are modeling are present in the Ladings Resource list, that the values for that lading are approproriate,
and making the necessary changes and additions. This chapter addresses that process.

The Ladings Resources may be edited by choosing the Resources-Ladings menu option in the Main Window,
or by clicking the Manage Ladings button in the Setup Lading window, which is displayed during the editing of an
analysis.

When you choose to manage the Ladings Resources, a window like that shown in Figure 6.1 is displayed. In
this window, ladings can be edited by highlighting them and clicking the Edit button. New ladings can be created by
either highlighting an existing one and clicking Copy then Paste, which creates a copy of the highlighted lading, or
by clicking New, which creates a new lading from scratch.

6.1 Using Default Ladings

The first three entries in the Ladings Resource list are referred to as “default ladings”. These cannot be used for an
analysis but instead serve as a template from which new ladings can be created when not all of the thermodynamic
properties are known. The process for creating a new lading from a default lading is similar to creating one from any
other existing lading. Simply highlight the default lading of interest, click Copy and then click Paste. However, when
pasting from a default lading, the dialog box shown in Figure 6.2 appears. This window asks for the name of the
new lading, the molecular weight, and the density at ambient. The creation of the new lading cannot proceed without
these values. The use of default ladings is not recommended. If they are used, you should understand how their
thermodynamic properties were chosen, as described in Appendix B.

6.2 Editing Pure Substances or Simple Binary Mixtures

When you double-click a lading or highlight it and then click the Edit button, the Edit Lading window like those
shown in Figure 6.3 appears. This multi-faceted window allows for the input of the thermodynamic properties of the
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Figure 6.1: The window used for managing the Ladings Resource

lading.

The Edit Lading Properties window changes its appearance depending upon the options chosen. The most
significant change is when you select the Substance or Solution option. Here “substance” means a pure substance,
comprised of only one constituent. A “solution” here means a binary solution only, i.e., that which is comprised of two
different constituents.

Returning now to the pure substance or simple binary solution model, in the upper window of Figure 6.3, we see
that the Substance option is chosen. In this mode, you need only enter thermodynamic properties for the substance.
In the lower part of Figure 6.3, is the same window with the Solution option chosen, where you are required to
enter some of the thermodynamic properties for the solvent and solute at high and low concentrations. To the extent
possible, those concentrations should bracket the solution concentration used in the analysis. Inaccuracies can result
from the bracketing being too wide. Also see Appendix A.

You may enter any of the lading’s thermodynamic properties as a constant or as a function of temperature. If they
are a constant, the values are simply typed into the associated entry box. AFFTAC converts that constant value into
a table of two rows, each with the same value you entered. To enter properties that vary as a function of temperature,
you must enter the data by first clicking the appropriate Edit Table button that appears next to the property name.

The bulk modulus entry represents the amount of pressure the liquid lading generates upon volumetric compres-
sion. It is only used if the “Dynamic Shell Full” model is selected in the Edit Tank Car Properties window; see
subsection 4.1.2 for information and guidance on that model. The model is described fully in subsection 13.2.6.

Shown in Figure 6.4 is the Property Entry window for one of the lading’s specific heat, as an example. The
table may be edited by entering the values as a function of temperature. Note that you can cut and paste from Excel
into this window, which can sometimes accelerate the process. By clicking on the plot itself, the plot is copied to the
Microsoft clipboard and can then be pasted into a variety of Microsoft Windows applications such as PowerPoint and
Word. All of the thermodynamic properties for the lading used in a simulation are written to the PDF report, when
that report is requested (in the File-Write to PDF menu option in the Main Window).

Check the Has Critical Temperature box if there is an upper temperature limit for any of the lading’s thermo-
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. Densiy Entry - [w} X ]

You have chosen to create a new lading buased on defaulty.
The fiodlowing infiommation is requined to complete that process

Dienaty a8 Ambsert Bafd

oK Cancel

Figure 6.2: Dialogue box asking for additional information when creating a new lading from a default lading

dynamic properties’ validity. The thermodynamic properties you enter for a lading are extremely important in AFFTAC
calculations. If you are not confident of those values’ validity past a certain temperature, check the box and enter that
temperature. AFFTAC will stop the simulation if the lading’s temperature reaches that temperature, which represent
the onset of invalidity.
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Figure 6.3: Example Edit Lading Properties window where the thermodynamics properties of the lading are
entered for a pure substance (top) or simple binary solution (bottom)
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Figure 6.4: Example window for editing tabular input of thermodynamic properties
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Chapter 7

AFFTAC’s Basic TPS Model

There are two separate ways to model thermal protection systems (TPSs) in AFFTAC. You are required to choose
one of them when setting up an analysis even if the tank is bare. The TPS model described in this chapter is the Basic
TPS Model, which is the older of the two models. It provides important capabilities and also provides an important
reference point for calculations that use the Advacned TPS Model, discussed in the next chapter. How to choose
which to use is discussed in subsection ??. Here we discuss the Basic TPS Model.

The inputs that specify the Basic TPS Model are grouped together and stored by name in the Basic TPS Model
Resource list. Thus, each named entry in the Basic TPS Resource list represents multiple pieces of data. When
setting up an analysis, the third editing window requires you to select which TPS model you want to use, the Basic
TPS Model or the newer, Advanced TPS Model. If you select the Basic TPS Model, you will see the list of named
entries in the Basic TPS Model Resource list. In that same window, you may launch a window from which you may
edit the Basic TPS Model Resource list. You may also edit the Basic TPS Model Resource List from the Main
Window by choosing the option Resources-Basic TPS Model.

7.1 Managing the Basic TPS Model Resource List

When you choose to manage the Basic TPS Resource, a window like that shown in Figure 7.1 is displayed. In this
window, TPS setups can be edited by double clicking them or by highlighting them and clicking the Edit button. New
Basic TPS Model setups can be created by either highlighting an existing one and clicking Copy then Paste, which
creates a copy of the highlighted TPS, or by clicking New, which creates a new insulation using default values.
When you double-click a TPS or highlight it and then click the Edit button, the Basic TPS Model Setup
window appears. This multi-faceted window provides opportunities to create and customize six different TPS types.
Its appearance changes depending upon which type of TPS type is chosen. The next section describes those TPS

types.

7.2 Setting up a TPS in the Basic TPS Model

The Basic TPS Editing window provides six different type TPS configujrations: Bare Tank, FRA Standard, Steel-
Jacketed, Temperature-Independent, Temperature-Dependent, and Steel Jacketed (2-component). Those TPS types
are summarized in Figure 7.2 and are discussed in more detail, below. There are also informative tests described
in the Programmer’s Guide to the Computational Module’s Unit Tests document (see Section 2.1 of this manual for
more information).
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Figure 7.1: The Basic TPS Model Resource Manager

7.2.1 Bare

The “Bare” option simply means that the thermal protection system (TPS) consists entirely of the tank wall, plus
the optional liner that can be added. The conductance of the tank wall is computed automatically from the material
you select for the tank wall in the Basic Strength Model along with the thickness of the tank wall you specify in the
analysis.

7.2.2 FRA Standard

This TPS sets an overall thermal conductance of 4.0 [hf‘fIER] for the TPS, which is the maximum conductance that

will pass the FRA performance test specified in Appendik B to CFR 179. Insulation systems that pass the test would
likely have conductances that are less than this value.

7.2.3 Steel Jacketed

This option allows for an insulating layer with a time-varying conductance on the outside of the tank wall, where the
tank wall conductance is computed as in the “Bare” option above. A jacket is placed outside the insulation such that
there is an air gap between them. The coverage of the insulation is specified in the analysis, in the third window of the
four-step editing process. Note that the coverage is averaged over the entire tank. If you want to specify an insulation
defect as a function of position on the tank’s cross section, use the Advanced TPS Model, not the Basic TPS Model.

7.2.4 Temperature-Independent Insulation

This type of TPS uses an insulation that is constant with temperature but is allowed to change with time. The
conductance of the insulation is combined in series with that of the tank wall, as in the “Bare” option, above. Two
alternatives are offered, one where the conductance of the system is constant and the other where the conductance
changes linearly over a given time period from an initial value to a steady-state value. The coverage of the insulating
layer is set in the same way as in the Steel Jacketed TPS type, and has the same limitations.

7.2.5 Temperature-Dependent Insulation

The configuration of this TPS type is the same as the Temperature-Independent Insulation. The difference is that
instead of specifying a time-dependent conductance, you specify a thermal conductivity that is a function of temepra-
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ture, in particular:
k= ki + koT + ksT? (7.1)

Note that conductivity divided by thickness of the layer yields the conductance, which is the factor that determines

the heat flux through the layer. Thus, since conductivity is specified here, you must also specify the layer’s thickness.

Note also that conductivity typically has units of [%} . When conductivity is computed using the temperature-

dependent form, temperature is in thousands of [ deg-F ] ([ deg-R ]) and length is in feet. So the units of conductivity

are, in the Computational Module, [hr-ft-thoEsTa%ds of-R}' The k; parameter has those units while the other two

parameters have units that accommodate the temperature function that multiplies them. In summary, see Table 7.1.
The resulting conductance of the insulation is combined with that of the tank wall as is computed in the “Bare” option.
The coverage of the insulating layer is set in the same way as in the Steel Jacketed TPS type, and has the same
limitations.

Parameter

k1 BTU/(hr-ft-(thousands of deg-F) )
k2 BTU/(hr-ft-(thousands of deg-F)? )
k3 BTU/(hr-ft-(thousands of deg-F)? )

Table 7.1: This table shows the units of the coefficients used in the temperature-dependent insulation of the Basic
TPS Model.

7.2.6 Steel Jacketed (2 component) Insulation

This option combines the Steel Jacketed option and the Temperature Dependent option, making the time-varying
conductance layer the outer layer while the temperature-dependent layer is the inner layer. The conductances of
these layers are combined with that of the tank wall, as discussed in subsection 7.2.1. The coverage of the insulating
layers is set in the same way as in the Steel Jacketed TPS type, and has the same limitations.
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7.2. Setting up a TPS in the Basic TPS Model

* Hard-coded conductance for the
tank wall material
FRA Standard

* Hard-coded value of
conductance = 4.0 BTU/hr ft2 deg-F

Steel Jacketed

* Allows for time-varying
conductance of insulating layer
* Air gap between tank/insulation and jacket
* Tank conductance same as “Bare Tank” option
* Partial coverage of insulation set in
Analyses setup

Temperature Independent

* Allows for time-varying conductance\

of insulation

* Tank wall conductance the same as in “Bare
Tank” option.

* Partial coverage of insulation set in Analysis
setup.

Temperature Dependent

* Quadratic conductivity,
k(T) = kg + k;T + k,T?
of insulating layer with thickness also
provided by user
* Tank conductance same as “Bare Tank” option
* Partial coverage of insulation set in Analysis setup

Steel Jacketed (2 component)

* Quter layer: Time-varying
conductance with air gap
* Inner Layer: Quadratic k(T) wit
specified thickness

* Partial coverage of insulation set in Analysis
setup

Figure 7.2: Summary of options provided by the Basic TPS Model.
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7.3 Basic TPS Model Theory

Before attempting to understand the theory for the Basic TPS Model, it is highly recommended that you read chapter
5. The material there will help you understand how the calculations in the TPS model fit into the overall solution
process and also some of the parameters used in the model description.

As discussed in that chapter, the primary role of the TPS model is to compute the heat flux through the TPS.
The Basic TPS Model operates in two modes, one in which the tank is bare or perhaps partially covered by an
insulating layer and another mode in which an air gap exists between the insulated tank and a steel jacket. Although
all of the underlying assumptions and approaches are the same for the two modes, it is convenient to describe them
separately.

The overall thermal model discussed in Chapter 5 has certain constructs, such as the fact that the lading is
a uniform temperature and that same temperature is shared by the part of the tank wall adjacent to the liquid.
Likewise, the Basic TPS Model has certain constructs. The most important one is that it assumes the tank’s outermost
surface can have up to four distinct temperatures. Since partial insulation coverage is modeled, different outermost
temperatures exist for the regions with insulation compared to those regions without insulation. Also, both of those
regions may exist in the part of the tank adjacent to the vapor or the liquid. Thus four combinations result, as listed
in Table 7.2. And to solidify these definitions, the temperatures are shown in Figure 7.3 for the two different cases
(jacketed and non-jacketed). Notice in both cases that there is one temperature for the lading, both vapor and liquid,
and that same temperature is the temperature of the interior tank wall adjacent to the liquid.

Adjacent to Insulation Outermost Temperature in that Region
Present?

Liquid Yes Touter—lns—liquid
No Touter—no[ns—liqm’d

Vapor Yes Touter—r1 ns—uvapor
No Touter—nolns—vapor

Table 7.2: The four outermost temperatures in the Basic TPS Model when a steel jacket is not present.

Jjacket—vapor

wall —vapor

T outer—nolns—vapor
outer—nolns—vapor wall —vapor

T;ading T

outer—Ins—vapor

1,

outer—Ins—vapor
outer—nolns—liquid

outer—Ins—liquid

Tank Wall Tank Wall

Figure 7.3: Temperature definitions for the case of an unjacketed (Left) and jacketed (Right) TPS
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7.3.1 Bare Tank or Non-Jacketed Tank with Partial Insulation Coverage

Although a bare tank may perform and appear very different than a tank with insulation, from the Basic TPS Model's
standpoint, the two cases are identical in structure. Specifically, the heat transfer from the inside of the tank wall
to the outermost surface is equal to the temperature difference on those two surfaces times a thermal conductivity,
divided by a thickness. Granted, the conductivity in the bare tank case will be much higher than in the insulated case,
but that does not change the fact that the equations are the same form.

And so, in AFFTAC, the bare tank and insulated tank are treated exactly the same way, with different values for
conductivity. The treatment is a heat balance on the outermost surface that accommodates areas with and without
insulation. The equations are of the same form for all the regions:

UEffT;c1 — aeTfuter + c(Touter — Tinner) =0 (7.2)
where T is the flame temperature, c is thermal conductance, and ¢ is the emissivity of the fire. The value for c and

the other variables take on the following meanings in the different regions to which the equation is applied, as shown
in Table 7.3.

Adjacentto | Insulation Wi rrimer
Present?

LIC{UId Yes Touter—[ns—liquid Tlading CTank+Ins
No Touter—no[ns—liquid ﬂading CTank

Vapor Yes Touterflnsfvapor Twall—vapor CTank+Ins
No Taute’r—no[ns—vapor Twall—vapor CTank

Table 7.3: The values that the variables in Equation 7.2 take on for the four regions of the tank wall present in the
Basic TPS Model when a steel jacket is not present.

The nonlinear equation is solved four times, twice for the tank wall adjacent to the liquid and twice for the tank wall
adjacent to the vapor. The reason AFFTAC makes the distinction between the liquid and vapor regions was explained
in Chatper 3, but is worth reviewing here. When the liquid lading is touching the tank wall, it provides a great deal of
thermal mass in intimate contact with the tank wall. Therefore, the tank wall touching the liquid is assumed to be at
the same temperature as the liquid. However, the tank wall adjacent to the vapor has no intimate contact with a large
thermal mass. Thus it can be at a different temperature from the lading.

Once the outermost surface temperature is determined for the four regions in Tables 7.2 and 7.3, it is used in
combination with the appropriate innermost surface temperature to compute the heat flux into the innermost layer via
conduction

QTegion = C(Touter - T%nner) (73)
which is simply the third term in Equation 7.2. Thus, for the four combinations considered, heat fluxes computed are
as shown in Table 7.4.

To compute the total average flux through the tank wall for the liquid and vapor regions, the fluxes for those
regions in the parts that do and do not have insulation are combined using a weighted average:

QTPS—liquid - QIns—liquidFIns + Qnolns—liquid(l - Flns)
qTPS—vapor = QInS—UaporFIns + Qnolns—vapor(l - Flns) (74)

where F, is the fraction of insulation coverage.
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Adjacent to Insulation Qregion
Present?

Liquid Yes qIns—liquid
No dnolns—liquid

Vapor Yes qIns—vapor
No 4nolns—vapor

Table 7.4: The heat fluxes computed by Equation 7.3 for the four regions in the Basic TPS Model when a jacket is not
present.

7.3.2 Partial Insulation Coverage Inside the Jacket

In this case, the model accommodates a variable amount of coverage from the insulation that is between the steel
jacket and the tank wall.

The model assumes that the steel jacket is so thin that it does not support a temperature gradient, i.e., it is a
uniform temperature 1}. The heat transfer equation is solved twice, once for the part of the tank wall touching the
liquid, and once for where it is touching the vapor.

Analogous to the previous subsection, the governing equation can be written once and applied to multiple regions
by appropriately defining the variables. When solving for the part of the tank wall adjacent to the liquid, the inner
temperature of the tank wall T is set to 7j,4;ny. When solving for the part of the tank wall adjacent to the vapor, the
inner temperature of the tank wall is set to T’411—vapor- When solving for the liquid region, the solution obtained for
Touter—Ins 18 used for Toyier— ns—tiquia @nd the solution obtained for Ty ter—norns 18 used for Toyter —norns—tiquid-
The exact analogy is used for the vapor region.

The following equation represents the heat balance on the jacket:

€ €
O’Gfo - 06T4 -9 (2 _ ) T to (2 — ) Touter nons(1 — Fsp) + 0 <2 — ) TjuterflnsFSP =0 (7.5)

This is the heat balance on the bare tank surface:

<2 — €> T4 — 0 <2 ) Touter nolns — Cw(TouterfnoIns - E) =0 (7.6)
And this is the heat balance on the insulation surface:
(2 — 6> T4 -0 <2 — ) Touter Ins — 6(T’Outﬂ“*[ﬂs - E) =0 (7-7)

In the above equations, o is the Stefan-Boltzmann constant, and the f parameters are the surface configuration
factors. The surface configuration factors rely upon the emissivities, geometric view factors, and areas of the sur-
faces involved (see Equations 5.2-5.6). The C,, and C are thermal conductances of the wall and wall+insulation,
respectively.

The unknowns in the above equations are 1), Thuter—1ns,» and Toyter—norns- 10 SOlve the equations using the
Newton-Raphson method, first the left-hand-side of the equations are given names, f1, f2, and fs:

€ €
h= O-efTJi1 - UETJ4 -0 (6) T;’l t+o (2 _ > Touter nolns(1 — FSP) t+o (2 — 6) To4uter7]nsFSP (7.8)

2 —
€
fo=o T' -0 Tgut@r nolns — Cu (Touter—nolns - j—lL) (7.9)
2—¢) 7 2—¢
€ € —
f3 =0 <2 _ 6) TJ4 -9 <2—6> T04uter—lns - C(TouteT*Ins - Tz) (7'10)
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and Tank Wall Jacket and Tank Wall

Figure 7.4: Heat exchange diagram for jacketed systems showing relevant nomenclature

Second, an array containing the three unknown temperatures and an array containing the three functions are defined:

T; Si(T)
T = |Touter—noins | and £(T) = | fo(T) (7.11)
Touter—Ins f3 (T)

The nonlinear system of three equations may now be expressed as follows:
f(T)=0 (7.12)

The Newton-Raphson method of solving a nonlinear system such as that in Equation 7.11 is to start with an initial
guess, T and then update that guess as follows:

Tt = T 4 §° (7.13)

where &' is the solution to the following linear system of equations:

af1 of of1

aT] 8Tout€r—nolns 8Toute'r—[ns

ofa 0fa Of2 i i

8Tj aTouter—noIns aTouter—Ins 6 - f(T) (714)
9fs Ofs Ofs

8Tj aTouterfn()Ins aTouterfIns

The right hand side is an array of three entries, which are the f functions evaluated at the previous guess. The matrix
is comprised of partial derivatives of the three functions with respect to the different temperatures, also evaluated at
the previous guess.
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Working from Equations 7.8-7.10, the partial derivatives are as follows:

— =4 > —4
T o€l a<2 e)T

0f1
( ) outer— noIns( _FSP)

airouter‘ nolns

F 71
8Touter Ins ( > outer—Inst' SP (7.15)
0% _
2 — J
0f2
aTouteT nolns U( > outer—nolns w
o _,

8Touter—]ns
afg € 3
238y T
or; (2 - e> j

=0

dfs3

airouter‘fnolns

af3 € 3 o
Tiertms g -C 7.4
8Toute7'7[ns g <2 _ €> outer—Ins ( 6)

An initial guess is required to start the Newton-Raphson iterations. For all but the first time step, the solution from the
previous time step is sufficient. But for the first time step, the initial guess is provided using an approximation. The
geometric view factor for the flame-tank exchange is assumed to be unity except in the case of a torch fire where it is
assumed to be 0.536. The geometric view factor for the jacket-wall exchange is unity.

7.4 Heat Flux Into Lading and the Tank Wall over the Vapor Space

Once the nonlinear system is solved to determine the temperatures on the outer surfaces, those values can be used
to compute the flux as follows:

4T PS—liquid = FS’P (Touterflnsfliquid - irlading)a + (1 - FSP)(TouterfnoInsfliquid - ,Tlading)cw (717)

qTPS—vapor = FSP (Touter—lns—vapor - T‘wall—vapor)6 + (1 - FSP)(TouteT—noInsuapor - Twall—vapor)cw
(7.18)

Here, C and C,, represent the conductivities for the regions with and without insulation.

7.5 Conductances for Multi-Layer TPSs
The thermal transport models described in the previous section rely heavily on composite conductances. Considering

one-dimensional heat conduction through several layers, it is well known that the effective conductance, C, of the
composite layer is related to the conductance, C;, of each layer as follows:

1 "1
~ =Y = (7.19)
C i=1 Ci
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58 7.5. Conductances for Multi-Layer TPSs

where n is the number of layers. Here, each C; represents a layer in the composite system. Those layers include the
tank wall itself, but also insulation and tank linings. Although not shown explicitly in Figure 7.4, other layers may exist
(such as a lining). Their conductance is used to modify the C,, using the equation above.

AFFTAC’s Basic TPS Model accommodates different behaviors for the insulation layers and linings. For example,
you can specify an amount of time during which some layers deteriorate. Also, you can specify a temperature-
dependent conductivity. Note that conductivity is a material property and conductance is conductivity divided by
thickness. In that case, a nonlinear system must be solved to determine the effective conductivity of the entire layer.
As discussed earlier in this chapter, the conductivity may be expressed by the user as follows:

k(T) = ki + koT + ksT? (7.20)

To solve the heat conduction equation when the conductivity is of this form, the algorithm divides the insulation layer
into 50 elements. It then starts at the inside of the layer and, using the previous value for the effective conductance and
the heat flux that it allows, marches through the 50 elements computing the temperature distribution as it proceeds.
When it arrives at the outside of the insulation, it checks to see if the temperature matches that predicted by using
the previous effective conductivity. If it does not, the effective conductivity is adjusted and the process is repeated
until convergence is achieved.

The other insulation behaviors in AFFTAC’s Basic TPS Model accommodate different insulations used in tank

cars. For example, rubber liners are used on some acid cars. They would initially offer a high value of insulation. A

typical value for the conductivity of rubber is 0.1 [%] This value would imply a conductance of 6.4 hrBf-lt—QUR}

for a 3/16 in. thick rubber liner, which would provide a high degree of resistance to heat flow into the tank. It is likely,
however, that the effectiveness of the rubber as a thermal insulator would soon be destroyed on cars that do not
have any exterior insulation because the adjacent steel tank wall would soon be heated to over 1000 deg-F, which
would melt the surface of the rubber in contact with it. Therefore, in an analysis of this condition, it is recommended

that the rubber liner be considered to have an initial conductance of 6.4 [&} but that this would be degraded

hr.ft*.R
linearly over a 15 minute period. The rubber liner on an insulated car is likely to remain effective for a much longer

time because the exterior insulation would keep the tank wall at a moderate temperature.

Some cars have an organic coating on the inside of the tank. It would offer less resistance to heat flow than a

rubber liner because of its small thickness. An estimate of its conductivity is 0.25 {%} , which implies a thermal

h?f-[QUR} for a 6 mil thickness. Its effectiveness would be expected to be retained for a fairly long

period of time because its conductance is high, which means the temperature of the inside of the tank wall would be
close to the temperature of the lading. Thus, it is less likely to be damaged by high temperature.

Again, for all such liners, the C,, value is modified according to Equation 7.19. Values for the three liner options
are given in the Programmer’s Guide to the Computational Module’s Unit Tests document. See Section 2.1 of this
manual for more information.

conductance of 500 [
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Chapter 8

AFFTAC’s Advanced TPS Model

This chapter discusses the scope and use of AFFTAC’s Advanced TPS Model, which is a separate modeling option
that can be chosen instead of the Basic TPS Model described in the previous chapter. The Basic TPS Model,
although simpler and in many ways less flexible than the Advanced TPS Model discussed here, is important because
it has been part of AFFTAC longer and, through its many uses, has undergone significant debugging and hardening.
Which model to ultimately choose is discussed in subsection ?2?.

The Advanced TPS Model offers several sophisticated advances over the Basic Model. Because of its complexity,
it has also undergone significant testing as described in the accompanying AFFTAC Verification and Validation Test
document and the Programmer’s Guide to the Computational Module’s Unit Tests. The capabilities of the Advanced
TPS Model include:

1. The ability to accommodate an arbitrary number of material layers in the TPS,

2. Each layer of the TPS can have an arbitrary coverage (defects) that varies as a function of position around the
tank,

3. Each layer of the TPS may have its thermal conductivity specified using tabular data or quadratic algebraic
form,

4. Each layer of the TPS may undergo a change of phase at a certain temperature wherein the thermal conduc-
tivity is described by a different table.

These capabilities are partially represented in Figure 8.1, which highlights the fact that each layer can have multiple
thermal conductivity curves, and Figure 8.2, which highlights how the amount of material present (its “coverage”) can
vary as a function of angle around the tank car.

8.1 How to Access the Advanced TPS Model

While editing an analysis, the third window of the four-window editing sequence requires you to choose either the
Basic TPS model or the Advanced TPS Model. If you choose the Advanced TPS Model, you will see the list of
previously established TPS setups for that model. You may select one of the setups in the list for your analysis. Also,
you may edit that list of setups by clicking the Manage Advanced TPS Models button. You may also manage the
Advanced TPS Resources by choosing the Main Window menu option Resources-Advanced TPS Models.
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60 8.2. How to Use the Advanced TPS Model

o An arbitrary number of layers is accommodated.
o Jacket, tank wall, and liners are also treated as layers.
o Any layer may exhibit partial coverage.

Bulk Materials <

Steel

/ Jacket

Default

Insulation 3

Insulation 2

Insulation 1

In BN NN

Liner

> Arbitrary number of
T layers

Figure 8.1: The Advanced TPS Model allows for an arbitrary number of layers. Each layer is characterized by thermal
conductivity as a function of temperature, k(7). Phase change, e.g., charring, is represented by switching from one
k(T') curve to another, permanently, as shown for one of the insulation layers.

8.2 How to Use the Advanced TPS Model

8.2.1 Basic ldeas

There are two key steps involved in setting up an Advanced TPS Model:
1. Add layers, or delete them if necessary, and
2. Provide the details regarding the makeup of each layer.

To accomplish the first step, hover over one of the existing layers in the graphics box, which is in the far right of the
Advanced TPS Setup Window and right click. When you do, you will be given the option to add a layer on the
inside or the outside of that layer. Once the layer is added, right click on it to provide its specifications, selecting Edit
this layer. You must provide the following for the layer:

1. lIts thickness,
2. The emissivity of its inner and outer surfaces, and
3. Its “coverage”, a quantity that is explained next.

In the Advanced TPS Model, you can specify TPS defects (gaps in the insulation) as a function of angle around the
tank. You do that by modifying the “coverage” specification for the insulating layer(s). Coverage is a quantity that
describes how much of the layer is present at a particular angular location. When coverage is 100%, the layer has
no gaps and the only method of heat flow through it is conduction. When coverage is less than 100%, conduction
occurs through the part of the layer present, while natural convection and radiation occurs where the layer is missing.
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Material = Steel
Coverage = 100%

Material = Any
Coverage = 1%

%

Material = Fiberglass
Coverage = 60%
Coverage = 80%
Coverage = 100%

/

Material = Steel
Coverage = 100%

Inner Insulation

Material = Fiberfrax
Coverage = 100%

Figure 8.2: The Advanced TPS Model allows for the “percent coverage” of a layer to be specified by region. In this
example, one of the insulating layers varies in its coverage. When a layer has defects, e.g., its coverage is less than
100%, radiation and convection can occur between the layers surrounding that defective layer.

AFFTAC allows for any value to be input for coverage. Clearly, insulation that is completely missing in one area
of the tank is technically 0% coverage. For numerical reasons, it is necessary to instead enter a very small value for
coverage, e.g., 1%, to represent missing insulation. But you can enter a value for 20%, 90%, etc., for insulation with
defects. In those cases, AFFTAC assumes that the missing portions are evenly distributed in the region where that
coverage is specified. For example, suppose you specify 90% coverage in the region between the top of the tank and
half way down to the ground. In that case, conduction occurs across 90% of that area, while convection and radiation
occurs in 10% of the area. AFFTAC inherently assumes that the voids, which are 10% of the area, are not gathered
together in one place. Rather, AFFTAC assumes those voids are evenly distributed through the region (from the tank
top to half way down, in this case). Figure 8.3 shows a conceptual five-layer TPS, each with its own coverage. Layers
2-4 have coverage less than 100%. As the illustration represents, AFFTAC not only assumes the voids are randomly
distributed but, also as a consquence, that they are not necessarily aligned.

Layer 1 Layer 2 Layer 3 Layer 4 Layer 5

D —= |9
O o

P Q) (@] (@)

Cy Cy Cs Cy Cs

\Z Fraction of total area

covered by layer.

Figure 8.3: lllustration of a disassembled conceptual TPS, which each layer laid out separately thereby exposing the
voids in each layer
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62 8.2. How to Use the Advanced TPS Model

How to Specify an Air Gap

If need to specify an air gap in your TPS, you must declare a layer and decrease its coverage to near 0%. Again,
due to numerical reasons, 0% is not allowed, but 1% should suffice. Note that it is not possible to represent an air
gap by adding a layer, calling it air, and entering the thermal conductivity of air for that layer. That is because the
Advanced TPS Model does not allow convection or radiation through any layer, except where that layer has less than
100% coverage.

8.2.2 Using the Advanced TPS Setup Window

Shown in the top part of Figure 8.4 is the window for setting up Advanced TPS Models, and managing the list of
models you already have as Resources. Toward the far left of that window, bulk materials are defined and, for each
one, at least one table describing their thermal conductivity is specified. You can add to, delete from, or modify this
list through the Edit List of Materials button. You also can add to, delete from, copy/paste, or modify any of the
existing Advanced TPS Models in the list under the red “Thermal Protection Systems” banner in the middle of the
window. And, as already mentioned, you can add, delete, and edit layers using a right click in the far-right graphics
box.

8.2.3 Using the Edit TPS Layer Window

Whenever you choose to edit a layer through a right click in the TPS graphics window, a layer editing window like
that shown in the bottom part of Figure 8.4 appears. In that window, you can change the name of the layer, specify
the bulk material of which it is comprised, specify its thickness, and provide emissivity values for its inner and outer
surfaces. The coverage of the layer is specified graphically by left-clicking and dragging your mouse. You can sweep
out new coverage regions or adjust existing coverage regions by dragging the any of the blue balls (except those at
the top and bottom which are fixed).

It is recommended that, when computing the percent coverage for an angular segment of the tank wall cross
section, you use the minimum value along the axis of the tank. For example, suppose there is a region of insulation,
10 foot long (axially), that is missing toward the top of the tank. Instead of averaging the effect of the 10 foot long
region, it is recommended that you imagine the 10 foot long region to extend the entire length of the tank, i.e.,
“sample” the cross section of the tank in the middle of the defect, and use those values for the coverage around the
semicircule.

8.2.4 Using the Bulk Materials Editing Window

Whenever you choose to edit a specific bulk material, a window such as that in Figure 8.5 will appear. The purpose
of this window is to allow you to enter values for the bulk material’s thermal conductivity as a function of temperature,
i.e., k(T). Those values may be entered in tabular form or in quadatric form, and each bulk material is allowed to have
multiple tables or quadratic representions because as the material is heated, it might change phase or deteriorate
such that its fundamental conduction properties are permanently altered. For that reason, there is a list of conductivity
tables/functions, where each one is activated at a specified temperature. Add to, subtract from, or modify that list of
tables in this window. Double-clicking on any entry in that list allows you to enter the specific k(7") values as a table
or quadratic function.
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Figure 8.4: Upper: Main management and editing window for the Advanced TPS Model Database, Lower: Editing

an individual layer.
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W Edit TPS Bulk Material Name = o Ed

" e
Neme:  pgudator bty thia?

Activated when T = -10 Make -10 deg F the sctasion
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e o emperatune for the peected
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|
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Figure 8.5: Editing a bulk material in the Advanced TPS Model allows you to establish multiple thermal conductivity
curves that become activated at different temperatures. In this way, you can represent permanent, irreversible change
of state in a material, e.g., charring of insulation.
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8.3 Highlights of the Advanced TPS Model’s Theory

Consider Figure 8.3, which shows each layer of a five-layer system as if the system had been disassembled, and
each layer laid out side by side. As the figure shows, each of the inner layers may have a coverage value, c;, less
than unity. The voids in these layers affect how heat is transferred through the system, as illustrated in Figure 8.6,
which shows that there are three temperatures at each material interface. One temperature is that of the area where
the two adjacent layers are in contact. Specifically, T5 is the temperature where Layer 2 and Layer 3 are in contact.
Tro is the temperature of Layer 2’s right side that is exposed to convection and radiation with layers to its right. 773
is the temperature of Layer 3’s left side that is exposed to convection and radiation with layers to its left. A governing
equation is required for each one of these areas.
The Advanced TPS Model makes the following assumptions:

1. The voids have a random size distribution, meaning that on average there is no pattern that would require voids
to line up, thereby unduly exposing one layer to another layer several layers away. Instead, the exposure of
each layer to other layers is gradually reduced by the coverage of the intermediate layers.

2. The voids are large enough such that lateral conduction (i.e., in the plane of Figure 8.3) need not be considered.

Because the Advanced TPS Model is designed to handle an arbitrary number of layers, each with an arbitrary amount
of coverage, there is a non-trivial amount of nomenclature that must be established before the actual governing
equations can be written. Appendix G describes that nomenclature and proceeds to give an exhaustive account of
the governing equations and solution algorithm. Here, the equations are summarized so you can get a reasonably
good understanding of the model’s basic theory.

Each layer has partial coverage.

Voidsin adjacent layers permit
Layer number: 1 2 3 n radiative and convective exchange.

Three temperatures at each
interface. Conduction path and two
radiation/convection paths.

Nemenlature for exposed area temperatures.

TR2

A
Layer
number

Right or left

Figure 8.6: lllustration of a conceptual TPS with layer numbers, showing how the voids and non-void areas interact
between layers, and establising the temperature nomenclature

8.3.1 Areain Contact

Interface ¢ is the interface between Layer ¢ and Layer ¢ + 1. Since this area is in contact with two layers, conduction
is the only mechanism for heat transfer. A heat balance on the interface states that the heat flowing into it must equal
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the heat flowing out of it. That requirement is embodied in the following equation:

k; k;
—Ai(T; — Ti1) + — A (T — T, +
W; ws
k; k;
A1 (Ts = Tia) + —— Ay p(Ty = Thyyy) = 0 (8.1)
Wi41 Wi+1

where k; and w; are the thermal conductivity and thickness, respectively, of layer i. Also, regarding A; in the above
equation, you can see some of the complexities of the nomenclature. In particular, there are area terms, “A” variables,
that describe how much area is available for conduction. That value depends on the amount of coverage specified
for the layers.

8.3.2 Right Side’s Exposed Area

Consider again interface 1, but this time, the part of that interface that is exposed due to a lack of coverage in Layer
1 + 1. Heat conduction still occurs to the left, but radiative and convective heat transfer occurs to the right. Again, a
heat balance on the interface states that the heat flowing into it must equal the heat flowing out of it. That requirement
is embodied in the following equation, where heat conduction to the left is represented in the first terms and radiative
plus convective heat flow is represented in the last terms:

k; k;
—Ai-1r(Tr, — Ti—1) + — AL r(Tr, — Ty,)
w; w;

n
+ Z ARiLkhi,k(TRi - TLk)
k=i+1

+ Z ARiLk (TI%Z - Ték)/(l/ERi + 1/€Lk + 1) =0 (8.2)
k=i+1

Again, while not all of the nomenclature is defined here (it is in Appendix G), the above equation can still give you
a feel for this part of the theory. Part of the heat leaving a surface that is exposed is due to conduction through its
own layer; those are the first two terms. The third term represents the convective heat transfer between the exposed
area and all of the other exposed areas it sees. Note that the value for the convective heat transfer coefficient within
layers in the Advanced TPS Model is currently set to be 1.08 BTU/hr-ft-deg R. Keep in mind that there are an arbitrary
number of layers, which explains why the summation sign is needed. The last term is the radiative exchange between
the exposed area and all the other exposed areas it sees.

8.3.3 Left Side’s Exposed Area
The equation for the left side’s exposed area is exactly analogous to that for the right:

k; k;
—Ai (T, —T;) + EAL,R(TLi —Tg,)

7

i—1
+ > A hip(Tr, — Tr,)
k=1

i—1

+ > Apg, (Tf, — T, )/(Ler, + 1/en, +1) =0 (8.3)
k=1

Again, the theory is thoroughly developed in Appendix G, and you are encouraged to explore that material.
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8.3.4 Flux Computation

The key output of the TPS model is the flux into and through the innermost surface of the TPS, which may be a liner
or the tank wall itself. Once all of the temperatures in Figure 8.6 and Equations 8.1-8.3 are known, the flux through
and into the innermost surface is computed using the conduction term, i.e.,

k1
qTrPS—liquid = 7(TL1 - T’lading)
w1
k1
4T PS—vapor = E(TL1 - Twall—vapor) (84)
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Chapter 9

AFFTAC’s Basic Strength and Failure Model

There are two separate methods for modeling strength and failure of the tank wall in AFFTAC, the Basic Strength
Model and the Advanced Strength Model. The Basic Model is described here while the Advanced Model is described
in the next chapter. For guidance on which to choose, see subsection 4.6.3.

The Basic Strength Model is relatively straightforward to explain and use. You make the choice regarding which
strength model to use in the Edit Tank Car Properties window, which is the second of the four-window editing
sequence for any analysis. The upper right part of that window has two modes, one of which is displayed when using
the Basic Strength Model and the other when using the Advanced Strength Model. The modes are toggled by clicking
the button that says either Switch to Advanced Strength Model or Switch to Basic Strength Model. Figure
9.1 shows the window with the Basic Strength Model options displayed.

The Basic Strength Model is based on an estimate of the material’s room-temperature ultimate tensile strength,
which is a constant, multiplied by a factor that decreases with increasing temperature. More explicitly, in AFFTAC, the
tensile strength of the tank wall material is

S(T) = S f(T) (9.1)

where S, is the hard-coded value of the material’s ultimate tensile strength at room temperature and f(7) is the
multiplier that decreases with increasing temperature. Values of S, are provided inside AFFTAC for twenty-seven
different materials. And for each material, there is a hard-coded model for f(7"). Tables 9.1 - 9.3 on the subsequent
pages show these models for each of the materials. The units in the tables are

T : R°/1000
Sy : Kpsi (9.2)

Note that the adjustment factor, f(7'), is not a function of time, meaning that it does not accommodate the widely
observed phenomenon of creep.
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Figure 9.1: Edit Tank Car Properties window in which the Basic Strength Model is selected.

Carbon Steels |

ID Description Sy Adjustment Factor

1 ASTM A 515-70, Gr. 55 Min. 55,000

2 ASTM A 515-70, Gr. 60 Min. 60,000

3 ASTM A 515-70, Gr. 65 Min. 65,000

4 ASTM A 515-70, Gr. 70 M|_n. 70,000 1 — 0.54(T — 0.460)4 T < 1.960
5 ASTM A 285-70a, Gr. A Min. 45,000 F=d 174 - 117(T = 0.460) T > 1.260
6 ASTM A 285-70a, Gr. B Min. 50,000 0 T > 1.947
7 ASTM A 286-70a, Gr. C Min. 55,000

8 ASTM A 516-70a, Gr. 55 Min. 55,000

9 ASTM A 516-70a, Gr. 60 Min. 60,000

10 ASTM A 516-70a, Gr. 65 Min. 65,000

11 ASTM A 516-70a, Gr. 70 Min. 70,000

12 AAR TC128-70, Grs. A & B Min. 81,000

13 ASTM A 537-80, Class 1 Min. 70,000

14 ASTM A 302-69a, Gr. B Min. 60,000

15 ASTM A 302-70a, Gr. B Min. 60,000

Table 9.1: For carbon steels, hard-coded room temperature tensile strength (column 3) and multiplicative adjustment
factor that reduces that strength due to higher temperatures (column 4). Here, temperature, T, is in thousandths of
Rankines. See [4].
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Stainless Steels \

ID | Description S, Adjustment Factor

16 | ASTM A 240-70, Type 304 Min. 75,000 1—0.45(T —0.86)/0.9 8.6 <T < 1.76

17 | ASTM A 240-70, Type 304L Min. | 70,000 | f = ¢ 0.55 — 0.55(T — 1.76)/0.4 1.76 < T < 2.16
0. T >2.16

18 | ASTM A 240-70, Type 316 Min. 75,000 1—-0.55(T—0.86)/0.9 8.6<T <1.76

19 | ASTM A 240-70, Type 316L Min. | 70,000 | f = { 0.45 — 0.45(T — 1.76)/0.4 1.76 < T < 2.16
0. T > 2.16

Table 9.2: For stainless steels, hard-coded room temperature tensile strength (column 3) and multiplicative adjust-
ment factor that reduces that strength due to higher temperatures (column 4). Here, temperature, T, is in thousandths
of Rankines. See [6] and [5].

ID | Description S Adjustment Factor
20 | ASTM B 209-70, Alloy 5052 Min. | 75,000
21 ASTM B 209-70, Alloy 5083 Min. | 38,000
22 | ASTM B 209-70, Alloy 5086 Min. | 35,000 _ [1-0.55(T" - 0.86)/0.9 0.610 < T < 1.260
23 | ASTM B 209-70, Alloy 5154 Min. | 30,000 F= { 0. T > 2.6

24 | ASTM B 209-70, Alloy 5254 Min. | 30,000
25 | ASTM B 209-70, Alloy 5454 Min. | 31,000
26 | ASTM B 209-70, Alloy 5652 Min. | 75,000 ;- {1 —0.55(T — 0.86)/0.9 0.610 < T < 1.260

0. T>26
27 | ASTM B 209-70, Alloy 6061 Min. | 34,000 1—0.48(T —0.610)/0.25 6.1<7T <86
f=14052-052(T —0.86)/0.40 8.6 <T < 1.26
0. T > 1.26

Table 9.3: For different types of aluminum, hard-coded room temperature tensile strength (column 3) and multiplica-
tive adjustment factor that reduces that strength due to higher temperatures (column 4). Here, temperature, T, is in
thousandths of Rankines. There were possible corrections needed to the legacy strength model found as part of this
background research. See [16].
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Chapter 10

AFFTAC’s Advanced Strength and Failure
Model

In contrast to the Basic Strength Model discussed in the previous chapter, the other way to model strength of the
tank wall is to use AFFTAC’s Advanced Strength Model. Because there are multiple inputs involved in an Advanced
Strength Model setup, each setup is grouped together as a single “Resource”, as are inputs for ladings. They are
then managed using the Advanced Strength Model Resource Manager.

You can switch to using the Advanced Strength Model in a simulation by clicking the button Switch to Advanced
Strength Model in the Edit Tank Car Properties window. The Advanced Strength Model Resource is like the
other Resources used in AFFTAC in that by choosing a particular name, you are potentially drawing upon several
pieces of data.

The Advanced Strength Model accommodates two types of strength models which may be used individually or in
combination. One is the Larson-Miller failure model; the other is ultimate tensile strength data that you can enter as
a function of temperature. Also, it contains the model for specifying how much the tank wall creeps under the thermal
and pressure loading during a simulation. Before moving into a discussion of these models, it is worth noting that
although the legacy hard-coded algebraic models mentioned at the beginning of this chapter are less general and are
not available for editing by the user, they have been part of AFFTAC longer. Therefore, they have been used more
and have been part of more tests. Most importantly, however, they are simpler. Therefore, it is recommended that,
critical simulations, you also try the Basic Strength Models for comparison.

As mentioned above, to use an entry in the Advanced Strength Model, when editing an analysis, click the Switch
to the Advanced Strength Model button in the Edit Tank Car Properties window, which is the second in the
four-window editing sequence. When you do that, the list of current model setups in the Advanced Strength Model
Resource list appears, and you may select one for the current analysis. That editing window, displaying the Advanced
Strength Model Resource Manager, is shown in Figure 10.1. Note that, currently in AFFTAC, when you choose to use
the Advanced Strength Model the conductivity of the tank wall and the thermal expansion coefficient are automatically
set to that of carbon steel.

To edit or expand the entries in the Advanced Strength Model Resource, click the Manage Advanced Models
button, which appears when you click the Switch to Advanced Strength Model. When you click the Manage
Advanced Models button, the Advanced Strength Model Resource Manager window appears, like that shown
in Figure 10.2. From that window you may create new or delete existing entries. If you choose to edit an entry,
the window in Figure 10.3 appears, which shows that each strength model can implement either the Larson-Miller
strength model, the ultimate tensile strength data, or both. The ultimate tensile strength model is described by the
ultimate tensile strength entered as a function of temperature. The Larson-Miller model is described by the “Larson-
Miller parameter” entered as a function of stress; the Larson-Miller model will be described in more detail in a later
section. If you choose to model the strength of the tank wall using the Larson-Miller model, AFFTAC also gives you
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the option of including creep in the tank volume calculation. If you choose that option, you must enter data that
specifies the amount of creep that was measured just before failure during a Larson-Miller experimental test. To be
clear on this point, when tank car material is tested in the laboratory under constant stress and constant temperature
conditions, it eventually fails. The strain just before failure is what we call here the “failure creep strain”. It may be
entered into AFFTAC as a function of temperature. If you select this option and enter the data, the creep of the tank
car walls will be included along with elastic strain and thermal expansion at each time step when AFFTAC recomputes
the changing volume of the tank car. These details are discussed in subsection 14.2.3.

Data is entered for these models by clicking the appropriate buttons in Figure 10.3, which opens a property data
entry window. An example of that window is shown in Figure 10.4 and allows for tabular entry of data (top of Figure
10.4) or, conversely, algebraic data entry (bottom of Figure 10.4).

The Larson-Miller strength model output is in two forms, which occupy two columns in the output viewed in the
Main Window. The primary output of the Larson-Miller model is a metric referred to here as “Life Depleted.” This
value, which starts at zero, represents the amount of accumulated damage in the tank material due to temperature
and stress. It is a non-dimensional value; once it reaches the value of unity, the life is completely depleted from the
tank wall and it fails, thereby ending the simulation. The “Life Depleted” output might change very slowly at first and
then grow rapidly as failure is neared. Therefore, the log of its value is displayed.

Another useful metric output by the Larson-Miller model is the internal tank pressure that would cause the tank
wall to fail in one minute, given the damage that has accumulated in the tank wall up that that point in time. That
internal burst pressure output takes the place of the “burst pressure” column of data, which is displayed using the
Basic Strength Model.

Shown in Figure 10.5 is a set of plots from a simulation that uses the Larson-Miller strength model. In the bottom
left plot, the life depleted is shown. In the upper right plot, the “burst pressure” is plotted; again, this is the pressure
at which the tank would fail in one minute given its accumulated damage.

When both options are selected in Figure 10.3, AFFTAC outputs the minimum value for burst pressure between
the two models (Ultimate Tensile Strength versus Larson-Miller).

10.1 Validated Entries in the Advanced Strength Model Resource List

AFFTAC comes shipped with a handful of steels that have been successfully validated against the Larson-Miller
failure model in recent small-scale experiments. The validation procedure is described in [21]. In that report, the fits
to the experimental data are shown. Also, verification tests for the Larson-Miller model that are part of the AFFTAC
Regression Test Database are described in the Verification and Validation Testing document.
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Figure 10.1: The Edit Tank Car Properties window in which the Advanced Strength Model has been selected.
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Figure 10.2: Advanced Strength Model Resource management window.
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Figure 10.3: Editing window for Advanced Strength Model setup. Larson-Miller and Ultimate Tensile Strength models
are two options. When Larson-Miller is selected, you may also choose to enter creep strain at failure as a function
of temperature. In so doing, creep strain will be used with elastic and thermal strain to compute the changing tank

volume during a simulation.
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10.2 Larson-Miller Model Theory

In this section, we describe the Larson-Miller failure model, which can be activated only by specifying a tank wall
material using Advanced Strength Model, as described in the previous section.

High stress at an elevated temperature creates damage in materials that accumulates over time. The damage
is due to the migration and production of microscopic defects, both of which occur at higher rates as stress and
temperature is increased. As the damage accumulates, the material becomes weaker and it creeps under loading.
Eventually, the damage can accumulate to such a high level that the material fails.

Creep is usually discussed using strain as a primary quantity of
interest. During a creep-to-failure test, the material is loaded with a
constant temperature and stress. Many metals respond by straining
at three different rates in distinct stages as shown in Figure 10.6.
The first stage is characterized by a strain rate that is relatively large.
But this stage is short-lived and quickly gives way to a prolonged
second stage where the strain rate is relatively small. The second
stage ends by transitioning to a third stage that is relatively short- AeI
lived and is nonlinear. It is this third stage that ends relatively quickly 772
and abruptly by failure of the material.

Figure 10.6 is not to scale. In reality, the second stage is usually
much larger than the other two, on the order of a thousand times
greater. Thus it is often the exclusive focus of phenomenological  Figure 10.6: General behavior in a creep strain
failure modeling for engineering applications. The strain rate during test. Mechanical Behavior of Materials, Marc
that second stage is referred to using different terms including the  pfeyers and exclusive focus of phenomeno-
“secondary strain rate”, the “steady-state strain rate”, and the “min-  jogjcal Krishan Chawla, Cambridge University
imum strain rate”. All of these terms are correct and appropriate. prgss, 2009
Here, the term “secondary strain rate” will be used, and the variable
will be denoted as €.

In deriving the Larson-Miller phenomenological failure model, it is assumed that the phenomena giving rise to the
secondary strain can be modeled using the Arrhenius equation. The Arrhenius equation is empirical but has been
found to accurately model several phenomena such as diffusion and reactions where temperature plays a key role.
Insofar as the accumulation of damage that leads to ductile failure is like a diffusion process on the macroscopic
scale, e.g., the diffusion of voids, it is reasonable to assert that the Arrhenius equation may be a good candidate for
a phenomenological model. Experimental data has proven that this assertion is valid.

Therefore, proceeding along those lines of reasoning, it is suggested that the secondary strain rate is governed
by the following Arrhenius type equation

strain

tr

| | > time
primary secondary tertiary

¢es = Ae AH/RT (10.1)

where

A = a material constant,

AH = the activation energy of the phenomenon, which here is creep,
R = the Universal Gas Constant, and
T = absolute temperature.

If one ignores the primary and tertiary phases and approximates the entire process as consisting only of the sec-
ondary phase, and if €¢ is considered to be a constant, in addition to the expression in Equation 10.1, we can express
the time derivative as

bos R —. (10.2)
f
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80 10.2. Larson-Miller Model Theory

Equating the two expressions for €, the Arrhenius relation becomes

A

2€ _ Je—AH/RT (10.3)
ty

Equation 10.3 can be solved for A H/ R through straightforward algebraic manipulation. Doing so produces

% = T(In(A/Ae) +In(ty)). (10.4)

The first term inside the parentheses has been found to be nearly a constant for metals and we will name it C’ for
now. Thus
AH/R=T(C"+1In(ty)). (10.5)

Regarding the left-hand side, R is a constant and we assert that the activation energy is a function of stress alone.
Thus the ratio on the left-hand side of the equation is considered to be a function of stress alone. We will name that
value LM P’ = LM P’(c) for now, and the meaning of that name will be made clear shortly. Thus, we write

LMP'(c) =T(C"+In(ty)). (10.6)

The natural log may be converted to a base-ten logarithm using a scaling constant, which will be absorbed into C’,
renaming it to C, and is also absorbed into the left-hand side, renaming it to LM P . Thus we have

LMP(o) =T(C +log(ty)). (10.7)

LM P(o) is the Larson-Miller parameter, which is a function of stress, and C' is a constant. It has been found that,
by experience, C' = 20 for most metals. In experiments that determine the Larson-Miller parameter, this assumption
is often made at the outset, i.e., C' is often not measured. Solving for t,

LMP(s)

ti(o,T)=10""1 ¢, (10.8)

The Larson-Miller parameter is found by loading a material at a constant temperature and stress and then measuring
the time to failure. In order to apply this value and the above relation in a transient situation, an assertion regarding
the secondary strain rate is made. Specifically, it is asserted that while the secondary strain rate (¢s;) is a constant in
time for a fixed temperature and stress, it will change instantaneously to a new fixed value if the temperature and/or
stress change, thus éss = é55[o(t), T'(t)].

Using this assertion, the time at which failure occurs during a transient simulation can be determined by integrat-
ing €5 = €éss[o(t), T(t)] over time. When its time integral equals Ae, failure will occur. In other words, ¢ is the
solution to this equation:

/Ot éss|lo (1), T(1)]dr = Ae (10.9)

Care regarding the time variables is warranted. Here, the current time in the simulation is ¢, and note that it appears

as the upper limit of the integral. Thus we are evaluating the integral from the beginning of the simulation up to the

current time, ¢, in the simulation. The value of €55 changes through the simulation, and that fact is represented by

evaluating it at each time 7 from zero up until £. When the integral’s value at time t equals Ae, failure has occurred.
To evaluated the integral, first note that Equation 10.2, written more explicitly, is

(10.10)

€gs

trlo(t), T(¢)]
Using that in Equation 10.9,

¢ Ae
-  _dr=A 10.11
/0 o, T A 1.1
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Recall that the ratio A/Ae was considered a constant (specifically, log(A/e) = 20 for most metals). Since A is
considered a constant, then so must Ae, which means it cancels itself on both sides of the above equation. Thus,

the failure condition becomes .
1
——dr =1 (10.12)
/0 trlo(7), T(7)]

where ¢y is known from experimental data, i.e., Equation 10.8.

During a simulation, the progress of the tank material toward failure is tracked by evaluating the above integral at
each time step. To avoid having to evaluate the entire integral from ¢ = 0 up to the current time in the simulation, for
each and every time step, we instead build the integral up, step by step, by adding to its value from the previous time
step.

To be clear on that point, let us label each time as time step “;”, such that the time at time step j is ¢;. Since
AFFTAC’s time steps are a constant during a simulation, ¢t; = jAt, where At is the size of the time step. We define
what we will call the “Life Used” as L, as the value of the above integral at time step j. We begin with I = 0 at the
start of the simulation. Then, for each time step that follows, we update L using the rectangle rule for integration as

1
L+L+— At (10.13)

trlo(t;), T(t)]
When L = 1, we know that the integral condition in Equation 10.12 is satisfied and the tank will have failed at that
time step.

In the Larson-Miller model, the tank is considered to be symmetric about a vertical plane passing through its axis.
Using that symmetry, half of the tank is divided into 180 points, 7 = 1,2, ..., 180, where each point is separated by
one degree. Zero degrees represents the bottom of the tank and ninety degrees is at the top of the tank. Each of
those 180 points experiences a different temperature history because of differences in TPS coverage and the fact
that the liquid level can rise and fall. Thus each of those points have separate values for L. So we add a subscript to
L, computing L;(t) fori =1,2,3, ..., 180.

10.2.1 Burst Pressure for the Larson-Miller Failure Model

In the Basic Strength Model, a straightforward algebraic equation relates the material’'s temperature to its ultimate
tensile strength. From that, using simple geometric considerations described in Chapter 14, the pressure inside the
tank that will lead to bursting can be computed. Thus, when using the Basic Models, one of the outputs in AFFTAC
is the burst pressure as a function of time. That pressure is plotted on the same plot as the tank internal pressure.
When those two lines cross, the tank fails. That plot is therefore very valuable.

In the Larson-Miller model, the relationship between temperature and failure is more complex. It involves time
and also the stress history. However, the idea of a “burst pressure” is still extremely valuable and so AFFTAC defines
one for the Larson-Miller model to be as follows: “The Larson-Miller burst pressure is the pressure that would cause
the tank, given its temperature-stress history and accumulated damage, to fail in one minute at current conditions.”

To derive the equation for that pressure, we represent Equation 10.13 as a summation. Evaluated at time step

t, = n/At, that sum is
n

At
Sn = ; FEORAD)] (10.14)
We seek a stress, o(t,+1), such that S;, 11 = 1 in 1 minute. Or,
Sny1 = Sn + tf(géi)% =1 (failure) (10.15)
Solving for ¢ ¢, '
trlo(t). T(0) = ;g (10.16)
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82 10.2. Larson-Miller Model Theory

This value can be used to solve for stress in a two-step process starting first with Equation 10.7, in which the above
expression for is ¢ s inserted, producing

LMP(o)=T- [Iog ( 1 min > n C} (10.17)
1-5,

This is the first step in computing the burst strength; it gives a value for the Larson-Miller parameter. The second step

to finding the burst stress is to perform an inverse lookup, o = o (LM P), of the experimental data or the curve fit

to that experimental data. In other words, given the value of LM P from the above equation, the experimental data

or curve fit is used to find the corresponding value of o. Lastly, that value of tensile stress is converted to an internal

pressure through geometric considerations described in chapter 14.

10.2.2 Ultimate Tensile Strength Data

As mentioned earlier in this chapter, the ultimate tensile strength (UTS) model is implemented in a way very similar
to AFFTAC’s Basic Strength Model. In the Advanced Strength Model’s use of UTS, the input data is queried to
determine the UTS of the tank at the highest temperature in the tank wall. Using that value, the internal pressure
sustainable by the tank wall is computed. If the actual pressure inside the tank exceeds that computed pressure,
failure occurs. The only difference between the Advanced Model and the Basic Model regarding UTS is that you can
specify the UTS using polynomial or tabular entry whereas the Basic version uses hard-coded equations. The Basic
Model is retained in AFFTAC to maintain backward compatibility and for providing benchmark calculations against
which the more general failure models can be compared. Both the UTS model and the Larson-Miller failure model,
which are contained in the Advanced Strength Model, can be run simultaneously during a simulation. As mentioned
above, when the Larson-Miller and the UTS models are both active, AFFTAC outputs the minimum burst strength of
their predictions at each time step.
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Chapter 11

AFFTAC’s Basic PRD Model

11.1 What Distinguishes Basic from Advanced PRD Models

There are essentially two aspects to modeling a PRD. One aspect is determining how much of the PRD is open, i.e.,
how much the PRD’s cross-sectional flow area is available for lading release. The other is using that area to compute
the physics for lading (liquid and/or vapor) flow through the PRD. AFFTAC’s Basic and Advanced Models both use
the same physics models for flow, once the fraction open is known. What distingishes AFFTAC’s Basic and Advanced
Models is how the area for the PRD is computed.

The term “fraction open”, a number that varies between zero and one, is used to describe the open-close state
of the PRD in AFFTAC. The fraction open value is multipled by the valve’s cross-sectonal flow area to compute the
actual flow area available at any point in time. AFFTAC’s Basic PRD Model has a very limited model for describing
the open-close behavior of a PRD, whereas the Advanced PRD Model has multiple options.

Thus, when using the Basic PRD Model, you need only provide a handful of values, and so those values are
included directly with the Analysis you are planning to run. They are entered in the Edit Tank Car Properties
window, which is the second of the four windows encountered when editing an analysis. When using the Advanced
PRD Model, there can be many more values and so, like with ladings and other advanced models in AFFTAC, they
are gathered together as a “Resource” and referred to by a single name in setting up the Analysis. Figure 11.1 shows
the Edit Tank Car Properties window in two configurations, using the Basic PRD Model and the Advanced PRD
Model.

11.2 Essential Ideas in the Basic Open-Close Model

The Basic PRD Model accommodates two different types of pressure relief devices: Pressure relief valves (PRVs),
which can open and close repeatedly, and frangible disks which, once burst open, remain open. The frangible disk
model is very simple, being that once the designated pressure for the disk is exceeded, the fraction open is set to
one and remains at that value for the remainder of the simulation. So here we focus on PRVs.

The Basic Model for PRVs is captured in Figure 11.2, which shows the fraction open as a function of pressure. In
this Basic Model, the valve is assumed to be spring loaded, remaining closed until the pressure reaches a “Start-to-
Discharge” pressure. As pressure increases beyond that pressure, the valve opens more until it is fully opened, i.e.,
with a fraction open value equal to one.

As lading is released and the pressure differential decreases, the valve’s spring begins to close it again. There
are two paths that the valve can follow when closing. If the valve is fully open and the pressure drops below the
full open pressure (Ffull,open x Py), the valve will begin to close an amount that is proportional to the difference
between the full open pressure and a reference closing pressure (Fgipow X Fs). The fraction open at Fg|pow is
Jelbow- Once Fgpow s is reached, the valve will become more sensitive; the rate of closure with respect to the
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pressure increases until it is fully closed at Ff| close X Ps- That path is marked “A”. The other path, marked “B”, is
followed if the pressure begins to drop before the valve is fully open.

When using AFFTAC’s Basic PRD Model, the values F’fu||7open, Fyjosure: Felbow: and felpow are hard-coded.
They are shown in Table 11.1. So, to be clear, the only adjustable parameter for the open-close behavior of a valve in
the Basic PRD Model is the Start-to-Discharge pressure. If your valve’s open-close behavior cannot be modeled with
that single parameter, in combination with Figure 11.2, you should consider using the Advanced PRD Model, which
is described next.

Open-Close Modeling Values used in Default Model

Ffull,open 1.03
Felosure 0.82
Felbow 0.88
Jelbow 0.85

Table 11.1: Default parameters for valve opening and closing model
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Figure 11.1: The Edit Tank Car Properties window shown in two modes in the bottom portion of the window. On the
left is the Default PRV Model. On the right, is the PRD Database mode, which gives access to the Standard PRV
Model and the Generalized PRV Model.
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Figure 11.2: Model for the spring-loaded pressure relief valve
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Chapter 12

AFFTAC’s Advanced PRD Model

If you use AFFTAC’s Advanced PRD Model for the open-close behavior of a pressure relief device (PRD), you have
much more freedom in specifying how the fraction open changes with pressure. One option is to stay with the
essential ideas of the Basic PRD Model, as shown in Figure 11.2 but utilize the freedom to adjust the key points on
that figure’s paths to represent different types of PRVs. In the Advanced PRD Model, the “Standard Path” shown in
Figure 11.2 can be modified by adjusting the positions of each endpoint.

In an experimental and validation exercise described in the AFFTAC Verification and Validation Testing document,
values for the parameters in Figure 11.2 as well as areas and coefficients of liquid discharge were determined and
used to establish a set of of PRVs released with AFFTAC as part of the Advanced PRD Resource list. Those values
are shown in Table 12.1. AFFTAC is shipped with these entries. However, you can edit and expand this list as needed.
Very important details regarding how these values were obtained are documented thoroughly in AFFTAC Verification
and Validation Testing.

AFFTAC Database Entry Measured | Full Open Descent Closed Fraction
Start-to- Open
Discharge At De-
(psig) scent
(Point
“A”)
FRA lab test - 81 STD 4705 SCFM 81 1.01 0.69 0.69 0.94
FRA lab test - 276 STD 32000 SCFM 276 1.03 0.71 0.69 0.95
FRA lab test - 81 STD 32000 SCFM 81 1.09 1.07 0.91 1.00
FRA lab test - 228 STD 32000 SCFM 228 1.11 0.89 0.82 0.54
FRA lab test - 401 STD 32000 SCFM 401 1.05 0.94 0.91 1.00
FRA lab test - 156 STD 32000 SCFM 156 1.10 1.04 0.85 1.00
FRA lab test - 74 STD 32000 SCFM 74 1.12 1.03 0.81 0.99
FRA lab test - 197 STD 32000 SCFM 197 1.03 0.87 0.71 1.00
FRA lab test - 280 STD 32000 SCFM 280 1.00 0.86 0.54 1.00
FRA lab test - 294 STD 32000 SCFM 294 1.00 0.86 0.85 0.94

Table 12.1: Results of the model calibration exercise for the valve opening and closing model
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88 12.1. Managing Advanced PRD Model Resources

If the shape of the Standard Path is in Figure 11.2 is not sufficiently flexible to represent your PRD, e.g., you need
more line segments, you can create your own set of paths to represent the PRD open-close behavior. You can create
what is called a “Generalized Path,” where you create new and different types of relationships between pressure,
pressure history, and the fraction open value. These relationships are specified using multiple line segments, like
those in Figure 11.2, except you have more freedom in their number, shape, size, relationships, and generality.

For example, you can create multiple segments that resemble a curvilinear relationship between pressure and
fraction open. You can specify the direction of pressure change for which each segment is applicable. You can
also specify what other segment should be used when a pressure reversal occurs. Lastly, the type of behavior
represented by the dotted line in Figure 11.2, i.e., where the path used when one of the paths is abandoned upon
a pressure reversal, can be specified using “templates” in your Generalized Path. Multiple templates and multiple
instances of hysteresis are accommodated. More instructions on setting up a Generalized Path is provided later in
this chapter and also by the tutorial in section 18.

12.1 Managing Advanced PRD Model Resources

From the list in the lower part of the window that was shown in Figure 11.1, you can select a PRD for your analysis.
You can also edit the list of Advanced PRD Models by clicking the Manage Advanced Models button. When you
do, the window in Figure 12.1 appears in which you can create new, edit, or delete PRDs.

A Advanced PRD Model Resource Manager - [m] *

N FRUA Lo test - 81 5TD 4708 SCF

FRA Lab teat - 276 5TD
Pasie [ FRA Lab test - 81 STD
e ==E FRUA Lo bet - 228 5TD

FRA Lsb test - 801 STD

Hal med - 0 STD 32000 SCFM
HoRslsased - ) STD 32000 SCFM
penPRAV_Example 01

penf AV_Example (1] mulilock Ports

Figure 12.1: PRD Resource Manager

To edit an individual Advanced PRD Model, either double click on its name or highlight it and click the Edit button.
When you do, a window that resembles the ones shown in Figure 12.2 will appear. As Figure 12.2 indicates, there
are three basic modes for the PRD setup. The mode represented in the top part of Figure 12.2 is for a PRV that uses
the Standard PRV Model for open-close behavior. The mode represented in the middle of Figure 12.2 is for a vent
with a rupture disk. And the mode represented in the bottom of Figure 12.2 is for a PRV whose open-close behavior
is modeled using a Generalized Path.

Because the physics of the flow models are the same for the Advanced PRD Model, the window for an Advanced
PRD Model also receives as input the vapor flow rating and flow rating pressure. However, there is more flexibility
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regarding the relationship between the experimental vapor flow data and the experimental data obtained for liquid/two-
phase flow. In the Advacned PRD Model, you have the freedom to specify the area explicitly for a PRV, allow AFFTAC
to estimate the area using vapor flow data, and also specify area times the coefficient of liquid discharge for the liquid
discharge model.

AFFTAC’s method of area estimation, based on the volumetric vapor flow data, is discussed in Appendix E. Once
the value for area is computed, it can be used by AFFTAC in the two-phase liquid flow model, along with the coefficient
of liquid discharge that you provide. However, for liquid flow, if you only have data for the product of the valve area
and the liquid discharge coefficient, you can have AFFTAC use that combined value instead.

A key point to note is that in all flow calculations, the same value of area is ultimately used. So, if you choose to
input the area of a PRV manually, it will override the area computed internally and, in so doing, override the vapor
flow test data that you specify.

12.1.1 Entries Specific to the PRVs

As discussed above, you must specify a valve open-close model for PRVs, and there are two options for doing that.
The Standard PRV model is the choice represented by the top of Figure 12.2. With that choice, you can enter the
parameters directly on top of a graphic that shows the nonlinear and hysteresis open-close behavior of the PRV
as discussed in Figure 11.2. The primary quantity of interest for the open-close behavior is the start-to-discharge
pressure, which is entered on the left-hand side of the window. In the plot, that value is referred to as “Pgig,t”. The
valve begins to open at Pgy,t and is fully open at a value greater than Pgi,,4. That value is 1.01 in the upper window
in Figure 12.2, but you are free to enter whatever value is appropriate for the valve you are modeling. If the pressure
decreases at any time after the PRV is open, the closing path is different than the opening path. If it is fully open
when the pressure decreases, it follows the upper curve shown in Figure 12.2. If it is not yet fully open, it follows the
lower curve. The control points that define the closing paths are all inputs that you are free to specify. Again, this is
discussed more fully in section 11.2.

A second option available for PRVs is to specify a customized relationship between pressure, pressure history,
and the fraction that the valve is open. That option is accessed by clicking the Generalized option as shown in the
bottom of Figure 12.2. The specifics of the Generalized PRV Model are entered by clicking the Edit Generalized
Path button. The Generalized PRV Model is rather complex is so a separate section is devoted to it. See section
12.2 later in this chapter.

12.1.2 Entries Specific to Vents with Rupture Disks

For a vent with a rupture disk, the graph of open-close behavior is not present. Instead, the only value of relevance
is the start-to-discharge value, which is when the rupture vent bursts.

Developed by Southern Rockies Consulting for the RSI-AAR Tank Car Safety and Research Project 89



90

12.1. Managing Advanced PRD Model Resources

STD 4705 SCH

4705 Risted Flow Capaciy (SCFM of ar)

450 Ratng Preasre pag)

o8 “Vapar Dacharge Conficient idecmal fraction)
Options for Liquid Discharge Cosficent

) Liquid Discharge Coefiient ) Ligud Discharge Cosficient X Aea
0.0043 Discharge Cosf. X Area isq. inches)

Optiona for Avea Value
O Let AFFTAC estimate ares ) Input srea manusly

Select type of Safisty Flakef Device

08 Vagr Dachange Cosficent idecimal fraction)
Options for Liquid Discharge Coefficient

1O Liquid Discharge Coefficient () Liuid Discharge Coefficient X Aea
0.0043 Discharge Cosfficent (decmal fraction)
Cptiens for Area Valse

() Lot AFFTAC estimate sres 0 input area manualy
1 Vert Area faq. inches)

Select type of Safety Relef Device
O Vaive 1Q Vert with Rupture Disk

a Fupture Pressure ipsi)

ox

O Vaive D) Vent with Rupture Disk
il Sust to-Discharge Fressure, Petart beiow psi)
W Sctup PRD - a %
Name Ven RD_(1
475 Fated Flow Capacity (SCFM of ar)
450 Pating Preasure fpasg]

A Setup PRD
Name  genPRV_Examgle_01eutiLockPonts
1000 Pated Fuow Capacty (SCFM of air)
m Ruting Pressure fpsig)
0 iapr [nscharge Cosficient (decimal fraction)
Optices for Ligusd Discharge Costhoitnt
1O Liud Discharge Coefficent () Liouid Discharge Confficiert X Area

0% Discharge Coelficiert decimal fraction)

Options fior Area Value

© Let AFFTAC emmate area ) Ingust area manualy
Select type of Safety Fisbef Device
© Vaive (2 Vet with Ppture Disk:

75 Startto Discharge Fressure. Patart below )

Edt Generalized Path

O Stnuctured
10 Genenloed

oK

ok o Gt |
=N

Figure 12.2: Three edit modes for a PRD Database entry. Upper: PRV using the Standard PRV Model, Middle:
Frangible Disk, Lower: PRV using the Generalized PRV Model.
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12.2 Specifying a Fully Customized Open-Close Path

You can create a fully customized open-close path by selecting the Generalized button in the PRD Setup Window,
i.e., the mode shown in the bottom of Figure 12.2. Once in that mode, clicking the button the Edit Generalized
Path displays the Generalized PRV Editing window shown in Figure 12.3. In this window, you can enter multiple
and complex piece-wise linear curves that represent a PRV’s open-close behavior, specifically, its fraction open as a
function of pressure and pressure history. Before describing the operation of this window, however, the concepts and
terminology in the Generalized PRV Model are described first.

& General PRV Mode! Editor = =] =

Pressure ipsig Fraction Open
'y
255 T 04

237 0

Heormal segment

Reverse segment
Terminal segment
Intersect segment
Selected segmant

[

= Pressure Disction
Add Path in Table
L]
Clear Tokia Decases
D Bi-Drectiona
Path List R
Fising Templale. Terminales on
Falir Fising (segmert 1)
Zem ol 262 2paig

[EE icroecis with

Faling L
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Figure 12.3: Appearance of the Generalized PRV Model Editing Window in use.

12.2.1 A Simple Bi-Directional Path

Figure 12.4 shows a very simple PRV open-close model that can be set up as a Generalized Path. It is a sequence of
line segments, which we will continue to formally call “segments”, that relate the fraction open of the valve to pressure.
Together, the “segments” form what we call a “path”. In this simple model, each segment applies regardless of the
pressure direction. In other words, whether the pressure is increasing or decreasing does not come into play for this
rather simple instance of the model. So the path for this example is called a “bi-directional” path.

12.2.2 Reverse Segments and Templates

PRVs can exhibit hysteresis. Shown in Figure 12.5 is a more complex example for a PRV exhibiting hysteresis. There
are two paths specified. The black dotted line is the path for when the PRV is opening under increasing pressure and
the orange solid line is for when the PRV is closing under decreasing pressure. In the software, the paths are named
and segments on the paths are automatically given sequential integer ID numbers, i.e., 1, 2, 3,... etc. by AFFTAC.
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Fraction Open

>

Pressure

Figure 12.4: Simple open-close model expressed as a Generalized Path.

The labels in the figure are for instructional purposes here and are intended to stand for these ideas:

Z0O — Zero fraction open, valve opening
ZC — Zero fraction open, valve closing
TP — Fully open, i.e., “Top” segment, valve opening
TC — Fully open, i.e., “Top” segment, valve closing
A — Ascending toward opening
D — Descending during closing

The simplified example shown in Figure 12.5 prompts some questions, for example, what happens when the
pressure direction reverses while on the black dashed line? Is the action different when on segments “Z0”, “TO”, or
“A"?

Let us consider a reversal while on segment “TO” first. As the figure shows, the model switches from “TO” to “TC”.
While that switch makes intuitive sense, in the Generalized PRV Model, you must specify that there is a relationship
between “TO” and “TC”. In the General PRV Model language, “TC” is a “reverse segment” for “TO”, or in other words,
“TO” has a reverse segment, which is “TC”. There is nothing special about the behavior of a reverse segment. Rather,
its relationship to another segment is what matters. The “reverse segment” is the segment to which the algorithm
switches when leaving another segment because of a pressure reversal.

Now let us consider a reversal while on segment “ZO”. In the model shown in Figure 12.5, the lowest part of
the black dashed line, “Z0”, can accommodate any direction in pressure. It is a bi-directional segment. So for that
segment, it is not necessary to specify a reverse segment. The same is true for “TC”. “ZC” needs “ZO” as a reverse
segment. As a user you must specify these relationships; the complexity is a consequence of the model being so
general.

Now let us consider a pressure reversal while on segment “A” - the question is illustrated in Figure 12.6. To handle
that situation, we use a “template”, which is illustrated in Figure 12.7. In Figure 12.7, a user-specified template is
shown as a maroon path descending toward the left from the ascending black dashed line, which is for increasing
pressure. The template is not an actual path because, clearly, the odds of the pressure beginning to decrease
at the template’s point of intersection with the ascending black dashed line is practically zero. Rather, it serves
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Figure 12.5: lllustration of simple pressure reversal hysteresis on a General Path on overlaying segments.

as an example path that is used to generate an actual path upon pressure reversal, where that pressure reversal
might occur at any point along the ascending black dashed line. The path shown in gray could be one such actual
path generated from the template. Although not an actual path, a template is specified using actual pressure and
fraction open values, just as it appears in Figure 12.7. Note that templates and the paths generated from them are
automatically bi-directional in pressure.

Fraction Open

>

Pressure

Figure 12.6: Reversal when there is no overlaying segment for the opposing direction.

To see how a template would function during a simulation, follow the pressure path in Figure 12.8. Pressure
starts at the bottom left-most black arrow, transfers from “ZO” to “A” and continues to ascend upwards along “A”
until it reverses direction, as shown by the red arrow. At that point, the maroon template is scaled geometrically so
that it maintains its same shape but is applied to the pressure value at which the pressure reversal begins, i.e., the
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Figure 12.7: Basic concepts of a “template”.

pressure at the red arrow. As the pressure continues decreasing to the left indicated by the gold arrows, it stays
on the temporary gray path created from the template until it reaches its termination point, i.e., which is where it
hits segment “Z0O”. Note that, when specifying a template, it is necessary to identify the termination path, and the
pressure at which it terminates.

Figure 12.9 shows multiple examples of actual paths that can be created from a template during a simulation.
Note again that all paths generated from the template are bi-directional in pressure. Also, notice the top gray path,
which is an actual path that intersects with another non-template path. When specifying a template, you have the
option of specifying a non-template path with which it might intersect. When a template-generated temporary path
intersects with that non-template path, the non-template path takes over. That is the situation illustrated in Figure
12.10.

12.2.3 Templates with Lock Points

In the preceding section, the template was scaled geometrically to create an actual set of paths, based on where the
pressure reversal took place along the ascending black dashed segment. Other than the intersection situation, which
was illustrated in Figure 12.10, the actual segments created from a template are exactly the same shape. It may be,
however, that you need to distort the scaling of the template when creating actual segments during the simulation. In
particular, it may be that there are certain key pressure points along the template that should remain constant during
the scaling, or an endpoint that is not allowed to move. Here those are called “lock points”.

Figure 12.11 illustrates two types of lock points, which are only specified on templates. The light blue circle
represents a lock point where both pressure and fraction open are fixed during scaling of the template. The green
circle represents a lock point that can move vertically but cannot move left or right, i.e., it is locked in pressure. The
gray path in the figure represents the actual path created dynamically during a simulation. Notice that its terminal
point on the lower black dashed line is at the same location as the template’s. Likewise, notice its middle point is at
the same pressure as the green point. Those two aspects are due to the two lock points.
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Figure 12.8: Example of a template in use, where an actual path is generated by scaling the template geometrically.

12.3 Operation of the Generalized PRV Model Editor

To reach the Generalized PRV Model editor, access the PRV Resource either through the Main Window menu
items Resources - Advanced PRD Models, or through the analysis editing sequence. Choose or create the PRV
in the usual way and then double-click to edit it. Doing so will display a window like those shown in Figure 12.2. In the
lower right part of that window, choose Generalized. When you do, the Edit Generalized Path button will appear.
Click it to access the Generalized PRV Model editor.

There are four main operational sections in the General PRV Model editor, as shown in Figure 12.12:

Section 1 (Enter Points): In this table, you manually enter points that constitute the endpoints of segments like
those discussed in the previous section. You may enter any number of points, i.e., segments. Each adjacent
pair of points comprise one segment in the path. When you select a previously entered path in Section 2
(below), it is displayed in this table. Once it is displayed, you can select a point by clicking on it in the table. You
can also edit the values in the table to adjust the path.

Section 2 (Select Path): Previously entered paths are displayed in this list box. When you click on an entry in
this list, it is highlighted in the plot section (Section 4). Also, the points comprising its segments are displayed
in Section 1’s table, and information about each segment is displayed in Section 3. Segments for each path
are numbered in an ascending order, 1, 2, 3,..., where “ascending” here does not mean pressure direction but,
rather, the order in which they appear in Section 1’s table. By double-clicking on a path, you are allowed to
perform detailed manual editing on it; this feature is particularly valuable for templates. Lastly, right-clicking on
an individual path gives you the option of showing it or hiding it in the plot (Section 4). Using the show/hide
option for individual paths, in combination with the Show All and Hide All buttons in Section 4 can greatly
simplify visualization of the model and simplify operations on it.

Section 3 (Select Segment): If a path is selected in Section 2, its segments are displayed in this list. Information
about pressure direction applicability, reverse segments, and templates are also displayed for each segment in
the selected path. By clicking on a segment in this list, it is selected and highlighted in Section 4’s plot.

Section 4 (Plot and Perform Actions): This section displays the paths graphically. Also, as the buttons indicate,
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Figure 12.9: Multiple examples of actual paths that might be generated by a template during a simulation, including
one path that intersects with another path.

all paths can be hidden or shown. Individual paths can be hidden or shown by right clicking them in Section
2. Key operations for the model development are accessed through a right click in Section 4’s plot area. This
right click operation in Section 4 is very important because it provides some of the key operations, especially
pressure direction applicability, the designation of reverse segments, and the establishing of templates.

96

Developed by Southern Rockies Consulting for the RSI-AAR Tank Car Safety and Research Project



CHAPTER 12. AFFTAC’S ADVANCED PRD MODEL 97

Fraction Open

: — >

Pressure

Figure 12.10: A template-generated path, which intersects with a non-template path in use. Notice that the non-
template path (the gold path, segment "D”) takes over upon intersection.
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Figure 12.11: Use and effect of “lock points”.
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Figure 12.12: Basic layout of the Generalized PRV editing window.
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Chapter 13

Modeling Flow Physics through a Relief Device

13.1 Required Input Values

As mentioned in Section 11.1, AFFTAC’s Basic PRD Model and Advanced PRD Model both use the same physics
models for flow of lading through the PRD. What distinguishes them is their models for the extent to which the PRD
is open. Thus, they have the same input values for modeling the flow physics of a PRD. Those values are required
for any PRD and are summarized in Table 13.1. The values in Table 13.1 are combined with some of the lading’s
thermodynamic properties, which also govern how the lading flows through the PRD. A more thorough understanding
of the PRD input values and the role of the thermodynamic properties are provided in this chapter.

13.2 Summary of Flow Scenarios

There are four different scenarios in which the tank car can lose lading through the PRD. They are illustrated in Figure
13.1 and summarized in Table 13.2. In the two cases where vapor alone is being ejected, the classical model for
choked vapor flow, described in the next subsection is used. In the two cases where liquid is being ejected, the
Bernoulli equation is applied. But the possibility that some of the liquid might evaporate during that process could
result in two-phase flow, which is also accommodated. In that case, a two-phase isentropic, inviscid flow model is
used.

The flow models for choked flow and two-phase flow are discussed in the following subsections. A summary of
the mass transport scenarios is tabulated below. The Programmer’s Guide to the Computational Module’s Unit Tests
document describes some of the subtleties and provides more information on the flow models; see Section 2.1 of this
manual.

As mentioned above, AFFTAC has the ability to estimate the discharge area of the PRD. The choked flow model,
which is used for vapor discharge, is also used for that purpose. Therefore, the choked flow model is described first.
Then the liquid and two-phase discharge models, which require information about area, are described.

13.2.1 Choked Flow Model

If the total pressure within the tank is greater than 27.0 psia, 12.3 psig, the flow of vapor through the relief device can
be modeled as choked flow. The value of 12.3 psig is the pressure required to sustain choked flow. The classical
equation for choked flow of a compressible gas flow through a nozzle is therefore used. That model is derived in
detail in Appendix C and is

9 (v+1)/(v—=1)
g7 [ } (13.1)

— 144Cpy A, Py T | =
v Cov Ay \/ZRT 1
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100 13.2. Summary of Flow Scenarios

Input Value Applies To Description

Rated Flow Capacity Valves This value describes the amount of air vapor that
the PRV can discharge when tested at a specific
pressure, which is the “Rating Pressure.”

Rating Pressure Valves This is the pressure at which the PRV was tested
to determine its rated flow capacity.
Vapor Discharge Coefficient Valves and Vents This is a coefficient used to make the flow model

more accurate for modeling vapor flow. Because
of various obstructions and geometries unique to
each PRD, this coefficient is specific to a PRD

type.

Liquid Discharge Coefficient Valves and Vents This coefficient has the same meaning as the
Vapor Discharge coefficient but is for liquid dis-
charge.

Discharge Area Vents This is the area through which the lading flows

when a vent is the PRD. Note that for a valve,
the area is estimated from the rated flow capac-
ity whereas for vents it is entered directly. This
aspect is different and is generalized in the Ad-
vanced PRD Model.

Closure Disk Burst Pressure Vents This is the analog of the start-to-discharge pres-
sure for valves. The difference is that for a vent,
once it ruptures, it never closes.

Table 13.1: Parameters used in modeling the physics of lading (vapor or liquid) flow through PRDs

where

Iom
w = mass flow rate | —
sec

A, = minimum cross-sectional area of the valve [ft]
Cpy = valve discharge coefficient
P = upstream gas pressure (psia)
T = upstream gas temperature (absolute) [R]

ft
= gravitational constant ——
9=9 sec?

Z = gas compressibility factor
R = gas constant, equal to 1,545/(molecular weight) ft/deg-R
~ = ratio of specific heats

Most of the terms in the above equation are constants and are therefore separated into a single value. Specifically,
the constant V., is defined as follows:

(v+1)/(v=1)
gy | 2
Veon, = 1444 | == | —— 13.2

\/ R ['y + 1} ( )
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Tank Contents Flowing Out Supporting Model

Liquid and Vapor Vapor Choked Flow or Low-Speed Flow
Liquid and Vapor Liquid Two-Phase Flow

Liquid Liquid Liquid or Two-Phase Flow

Vapor Vapor Choked Flow or Low-Speed Flow

Table 13.2: Models used for PRD flow scenarios.

Liquid and Vapor Liquid and Vapor
Venting Vapor Venting Liquid
Liquid Only (Shell Full) Vapor Only
Venting Liquid Venting Vapor

o C

Figure 13.1: lllustration of the four different scenarios for lading release

so that the first equation for the mass flow rate may be written

CpvAup

VZT

The above equation is used for each constituent in the vapor, where p becomes the constituent’s partial pressure,
p;. The effect of the padding gas on the mass flow rate becomes negligible after a short period of time, because its
mass is small compared to that of the lading.

In this model and the ones that follow, the above equation is multiplied by the “fraction open”, which varies
between zero and unity. The fraction open parameter is used to model the opening and closing of valves and has a
model of its own, and is the distinguishing feature of AFFTAC’s Basic PRD Model and its Advanced PRD Model. See
Section 11.2 and Chapter 12 for extensive discussion on how to model the fraction open of PRVs in AFFTAC.

w = ‘/con (133)

13.2.2 Estimation of the PRD’s Area using the Choked Flow Model

The choked flow model can be used in AFFTAC to compute the minimum cross-sectional area of the PRD. It uses

experimental data entered by the user, specifically, the “rated flow capacity”, “rating pressure”, and “coefficient of
vapor discharge” as described in Table 13.1. It is assumed that the experimental data was obtained using air at room

temperature. For air under those conditions, Z = 1.0, v = 1.4, R = 53.3 ft-Ibf/lom-deg-R, T" = 519.7 deg-R (60
lbm

deg-F). Also, in those conditions, the density of air is 0.0763 {ftii"

} , which is a required value because the rated flow
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102 13.2. Summary of Flow Scenarios

capacity is given in cubic feet per minute. Substituting those values into Equation 13.3 the above equation produces
the following estimate for the valve area which appears in this form in the Computational Module:

my

Ay = —F
v vap52644

(13.4)
However, there is a non-trival amount of units conversion embedded in this equation. See Appendix E for the deriva-
tion.

13.2.3 Low Speed Vapor Flow

If the total pressure within the tank is greater than atmospheric pressure (14.7 psia), but less than 12.3 psig, the flow
can no longer be considered choked. In these cases, the amount of vapor flow produced during a choked condition
is computed and then scaled downward accordingly.

13.2.4 Two-Phase Flow

When liquid escapes through the pressure relief device, its pressure and temperature drops, possibly leading to the
creation of some vapor from the liquid state. The resulting situation is known as “two-phase flow” and can occur any
time liquid is being ejected.

The model for two-phase flow assumes that the flow is inviscid, which means that the Bernoulli equation can
be applied along any streamline. The streamline that flows through the middle of the relief device is chosen for the
analysis. For any two points, 1 and 2, on the streamline, the Bernoulli equation states that

9 B 9 D2 dp
Vi (pe) = Vi + 2g . (13.5)

p1

where V is the speed at those points and p is the pressure. Since the pressure is a function of temperature, the

above integral may be rewritten as
p(12) (dp\ dT
Vi (pa(T)) = Vi + 29/ <p> — (13.6)
? ! oy \dT ) p(T)

For this analysis, Point 1 is assumed to be located far from the opening so that, when there is no padding gas
present, V1 can be assumed to be zero. When padding gas is present, the saturated condition of the liquid flow
through the valve will be reached after the fluid has been given some velocity. In this circumstance, the initial velocity

is approximated as
2
Vi=, /2 (13.7)
p

In either case, V; is known and so is p(Tl), which is the bulk pressure inside the tank.

For any value T5, which corresponds to some unknown position along the streamline, the above integral can be
used to compute the speed V5 (p2) at a second point. The objective is to find the temperature 75 that corresponds to
the point along the streamline where the cross-sectional area of the flow is a minimum. When that point is found, it is
used to compute the mass flow rate.

Point 2 is found using the above integral with the help of an additional constraint, which is that the entropy of
the liquid-vapor mixture is assumed to be constant. The integral form of the Bernoulli equation, plus the constraint
of isentropy provides the theoretical backbone of the algorithm to compute two-phase flow through the relief device.
The integral in Equation 13.6 is approximated by this summation:

,
. 1 dp
2 2
- 23— AT 13.
Vi =Vi+2g 2 p(Ty +iAT) dT (13.8)
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CHAPTER 13. MODELING FLOW PHYSICS THROUGH A RELIEF DEVICE 103

where “?” denotes the to-be-determined upper limit of the integration/summation. The summation is not carried out
at once, but instead in a step-by-step fashion. Because of the temperature-pressure relationship, each addition of
a term in the summation represents a small step along the streamline. At each step, the specific entropies (recall
AS = AQ/T) of the liquid and vapor are computed as follows:

Lo T-T
LIqUId State: SL(T) = SLl — Cp_liqm
H,
Vapor State: SV(T) = SL(T) + m (13.9)

Where c¢,_;;, is the liquid's specific heat and H, is the heat of vaporization. Based on the assumption of isentropy,
the
Combined total entropy: S(7") = ASL(T') + (1 — A\) Sy (T) (13.10)

must remain constant; A is the mass fraction of the liquid, which can change. Therefore requiring
S(T) = ASL(Ti) + (1 = N)Sv(Th) (13.11)

at each step allows the ratio A to be computed at each step. With the value obtained for V' (7;) and the ratio A , which
allows for the density to be computed, the cross-sectional area at step < can be computed.

Calculations proceed for ¢ = 1, 2, ..., at each step computing A\ and the cross-sectional area. When the cross-
sectional area reaches a minimum value, the computations are stopped. That cross-sectional area is used with the
speed and density computed at that point to provide the estimate for the mass flow rate for the two-phase flow.

However, as with the other flow models, e.g., the choked vapor flow model, if the PRD is a valve, the resulting
cross-sectional area is multiplied by the “fraction open” parameter to represent the opening and closing of the valve.
The model for the fraction open parameter is provided in a later section.

For alternative wording describing this model, you might also find it helpful to consult the chapter on PRV flow
model validation in the AFFTAC Verification and Validation Testing document. See Section 2.1 of this manual for
important information on that topic.

13.2.5 Liquid Ejection in the Shell Full Condition

AFFTAC provides two different models for the shell full condition. Each are explained in the subsections below. A
discussion of how the models compare and how to choose which one to use, is presented after that.

Basic Model

The shell full condition occurs when the tank is completely full of liquid. As the liquid continues to heat and expand,
the volume it would occupy if unconstrained by the tank would exceed the volume of the tank. In that scenario, the
Basic Shell Full Model assumes all of the excess liquid is ejected during the current time step. From that assumption,
the Basic Model computes the flow rate over the time step that would be required to accomplish the expulsion of that
excess volume. And from that flow rate, it computes the pressure inside the tank that would be required to accomplish
said flow. Details for those computations follow.

The specific volume, which is specified as a function of temperature by the user, is used to compute the expansion
that would occur when heated if the liquid were completely unconstrained. The volume of the tank is subtracted from
that volume and divided by the time step length to determine a flow rate. Then, the Bernoulli equation is used to
provide an estimate of the pressure required to expel that amount during the time step. For this situation, which is
depicted in Figure 13.2, the Bernoulli equation is

1
3PVS = 9(pe = ps); (13.12)
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104 13.2. Summary of Flow Scenarios

where the velocity V is related to the mass flow rate through the following relationship

Mass Flow Rate (Ibs/sec)

Vo= — . . : (13.13)
Liquid Discharge Coefficient x Device Opening Area x Density(Ibs /ft3)

all of which are known, p. is the upstream pressure, and p; is the terminal pressure on exit. The value of p; is taken

to be the saturated vapor pressure or the atmospheric pressure, whichever is higher. 2 Once p. is computed, it is

used to determine what type of flow conditions exist. The final form of the equation used to compute the pressure

required to produce sufficient lading ejection is

X Ibf] . lof 1 Quig 2 ot
com |75 | = Pmin |5 — 13.14
P [ft2] P [ft?] * 644, (720 Chr - Amq> it2 (13.14)

where

Dmin Taken to either atmospheric pressure or the lading vapor pressure, whichever is less
Qlithe amount of lading that must be ejected

AqreqThe area of the pressure relief device

Cpr.The liquid discharge coefficient

The hard-coded numbers in the above equation are to handle units and mass-to-volume conversion. A thorough
derivation of that equation is given in Appendix F.

Point “s™
Velocity =V,
Pressure = p,

Tank

Point “c”—

Velocity =0
Pressure = p_

Figure 13.2: Configuration representing the expulsion of liquid due to thermal expansion while in the shell full condition

In addition to determining the pressure required to expell the lading, the model attempts to determine if any
additional lading is expelled during the current time step. In one case, if ps is not sufficiently high, the flow through
the relief device is assumed to be in the liquid phase. It is assumed that the device will accommodate the amount
of mass flow, but no more than that will leave. Therefore, the tank will remain shell full having expelled exactly the
amount that is due to thermal expansion. This situation occurs for a vent if ps < pun, (atmospheric pressure) and
as a result, the total pressure inside the tank is set to pu,. Likewise, this situation occurs for a valve if p; < Pggge
(valve closing pressure) and as a result, the total pressure in the tank is set to Pggge-

If ps is sufficiently high (greater than pg.,, for a vent or greater than Pjqge for a valve) and the tank is sufficiently
rolled over, it is assumed that two-phase flow occurs. In this situation, the two-phase flow model discussed previously

'See Appendix C for a discussion on the use of the liquid and vapor discharge coefficients.
2Consideration of two-phase flow effects for high vapor pressure ladings might result in a slightly lower tank pressure, but the difference
would be small.
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CHAPTER 13. MODELING FLOW PHYSICS THROUGH A RELIEF DEVICE 105

is invoked to determine the mass flow rate. If, in the case of an upright car, enough lading can be expelled in the
vapor phase so that the tank will not be shell full at the end of the time step, the tank is no longer considered to be
shell full and a logical flag in the program is set to record that fact. Otherwise, the simulation continues cconsidering
the tank to be shell full.

13.2.6 Dynamic Shell Full Model

An alternative to the Basic Shell Full Model’s method for computing the internal pressure is the Dynamic Shell Full
Model, which is a direct mechanical simulation of the stress balance between the liquid, when compressed by the
tank, and the tank when expanded by the liquid.

To begin developing the ideas of the model, we write down the volume of the tank when it has been expanded
due to thermal expansion, elastic stress, and creep (if included). That equation is developed in chapter 14. We repeat
that equation (Equation 14.16) here, for convenience:

14+ aT \?
ta > (13.15)

VTe(pg) =Wo(1+ 66(179) + 6creep)2 (14 ea(pg)) (H—OzTo

Again, this equation is derived in the aforementioned chapter. But for now, we simply recognize that the internal
gauge pressure inside the tank, py, generates circumferential strain €. and axial strain ¢,, which result in a volume
change beyond V,, which is the tank’s original volume. In the Dynamic Shell Full Model, the above equation will
become part of an algorithm that seeks a value for p, such that V. (p,) is equal to the volume of the liquid, which in
turn will also be compressed by that same pressure. The liquid compression is considered next.

The volume that the liquid would take on naturally, if unconstrained, is obtained by multiplying its mass, m, by its
specific volume v(T"), which is a thermodynamic property entered by the user. So, the unconstrained volume of the
liquid would be

Vi = mu(T) (13.16)

When V; > V., the liquid will exert pressure on the tank and vice-versa. The liquid’s bulk modulus K relates a
volume change AV in the liquid to the pressure required to produce that change. Its definition is,
Ap
K=-V— 13.17
AV ( )
Thus, using K, we have a way to compute the effect of the pressure on the volume change for the liquid. Rearranging

Equation 13.17,

A
Ap = AV (13.18)
%

where we take Ap = p — 0 = p. Requiring that the liquid fit into the volume, V., accommodated by the tank means
that the volume change asked of the liquid in order to fit inside the tank is

AV = Vpe — Vi = Vpe — mou(T) (13.19)

Using that result in Equation 13.18, produces

Ve —mu(T)
P ( mo(T) ) (13.20)
or, by rearranging it,
Vire = mo(T) (1 - %) (13.21)
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Expressing absolute pressure, p using gauge and atmospheric pressure while also recalling that V7. is a function of
gauge pressure produces the following from Equation 13.21:

(13.22)

Vre(pg) = mu(T) (1 = ngrpm)

K

Equation 13.22 represents the balance between the pressure contained by the tank and the pressure generated
by the liquid. The strength of the tank is represented by 2 embedded in the expression for V. in Equation 13.15
while the liquid’s resistance to compression is represented by K. Given the temperature, T', and the various material
and geometric properties (£, K, r, and t,,), the nonlinear equation above can be solved for p, to determine the
compromise pressure reached by the liquid and tank in compromising with each other.

As with the Basic Shell Full Model, the Bernoulli equation is then used determine the liquid flow rate:

1 1
p+ 5p(o)2 = Patm + 5pU2 (13.23)
The left-hand-side of the above equation is on the inside of the tank, where the velocity is zero, while the right-hand-
side is at the exit. Rearranging, and using the definition of gauge pressure as well as the fact that v(T") = 1/p,

U =/2v(T)p, (13.24)

Dividing by specific volume (which is the same as multiplying by density), multiplying by the area of the PRV and its
coefficient of liquid discharge converts the velocity above to mass flow rate, i.e.,

. 2pg
=, /—=A C 13.25
m o(T) rrvCDL ( )

Equation 13.25 can be integrated in time to give the mass of the liquid during the shell-full venting scenario. In this
model, the value for 7 is therefore based on the mechanical interaction of the tank wall with the liquid, as opposed to
the Basic Shell Full Model where m is computed by simply assuming the difference in the tank’s and liquid’s volume
is expelled during each time step. The other caveats and flow models described for the Basic Shell Full Model are
still considered when using the Dynamic Shell Full Model.

Dynamic Shell Full Model versus the Basic Shell Full Model

Initial studies have shown that the two models produce roughly the same pressures and flow rates. However, the
Basic Shell Full Model exhibits spurious oscillations in release rate. The Dynamic Shell Full Model does not exhibit
oscillations, but if the time steps are not chosen to be small enough, the Dynamic Shell Full Model appears to under-
predict tank life. It is recommended that you try both models and compare them. Be sure to decrease the time step
to ensure you have a converged solution in both cases.
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Chapter 14

Models for Internal Pressure, Stress, and Strain

14.1 Modeling Pressure Inside the Tank

The pressure of the vapor lading, when present, is computed using the partial pressures of the vapor’s constituents.
For ladings that are a pure substance, the total vapor pressure is the sum of the vaporized lading’s pressure plus that
of the padding gas, if present. For a binary solution, it is the sum of the partial pressures of the solution’s vaporized
constituents plus the pressure of the padding gas.

When the quantity of liquid in the tank is very small, the remaining vapor is treated as an ideal gas. The tem-
perature from the previous time step is used, thereby immediately allowing the computation of the vapor pressure

Di.

When the quantity of liquid in the tank is not small, the vapor is assumed to be saturated. The partial pressures
of the lading’s constituents are computed using pressure-versus-temperature data that you enter in tabular form in
the Ladings Resource. That data is queried through quadratic interpolation during the simulation.

It is assumed that the padding gas first achieves an initial state of equilibrium before the fire event, but after that
no further mass exchange occurs between the padding gas in the vapor and the liquid lading, which is to say that the
padding gas is assumed to never diffuse into or out of the liquid, regardless of the pressure. Once the relief device
has opened, the padding gas pressure is calculated from the mass of the padding gas remaining in the tank and its
temperature.
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108 14.2. Modeling Tank Deformation

Aside:

The assumption described above is believed to have little or no impact on the simulation
results. The primary reason for it is the little likelihood that equilibrium conditions could ever
be attained during the course of the fire. There would not be sufficient time for the effect of
the padding gas’ partial pressure to be communicated to all portions of the liquid within the
tank for the gas to be absorbed or liberated quickly enough.

Additionally, the assumption is believed to produce a conservative estimate for the padding
gas pressure even though it has counteracting impacts. Specifically, during the initial stages of
heating, allowing mass exchange to maintain equilibrium would cause there to be an increase
in the amount of gas in the liquid phase caused by the initial expansion of the liquid phase due
to heating. That dissolution into the liquid phase would lead to a decrease in the padding gas’
partial pressure. However, counteracting that effect is the fact that, if mass exchange were
allowed, then after the initial opening of the safety relief device, the decrease in pressure
would lead to liberation of the padding gas from the liquid phase, causing an increase in
vapor pressure and an increased flow rate through the valve.

Therefore, no mass exchange of the padding gas between the vapor and liquid phases would
on the one hand delay the time at which the relief device opens, but on the other hand increase
the pressure after the lading begins to flow through it. To some extent, these effects would
probably counteract each other. Regardless, when the space occupied by the vapor reaches
approximately 10%, the effect of the padding gas becomes insignificant on the prediction of
flow through the relief device.

As mentioned above, when the amount of liquid is small, the pressure of the padding gas is computed using the
ideal gas law, still holding to the assumption of no mass exchange between the liquid and vapor phases. The user’s
inputs for the padding gas’ initial pressure, initial volume occupied by the vapor, and initial temperature are used in
conjunction with the current volume and current temperature to compute the current pressure. The embodiment of
this law is expressed in:

1—f(0)  Tiading(t) = wpaa(t)
Ppea(t) = Pt O) X T ™ B (0) * wpaal0)

(14.1)

where p,qq(t) is the pressure of the padding gas at time, ¢, f(¢) is the fraction of the tank filled with liquid at time, ¢,
and w(t) is the weight of the padding gas at time, ¢. In all cases, the padding gas pressure is never allowed to be
negative. The proprietary Programmer’s Guide to the Computational Module’s Unit Tests contains more information.
See Section 2.1 of this manual regarding that document.

14.2 Modeling Tank Deformation

The volume of the tank becomes an important factor in the shell full condition, i.e., the situation in which the tank is
completely filled with liquid. The shell full condition can occur as an initial condition, but can also occur due to the
thermal expansion of the liquid. In the shell full situation, the physics for the tank stress and tank-lading interaction
change significantly. See, for example, section 13.2.6.

The volume of the tank changes due to three factors: (1) Thermal expansion, (2) Elastic strain, and (3) Creep.
The first two are recoverable. In other words, if the temperature is returned to the tank’s initial temperature and the
internal pressure is eliminated, the contribution of those two effects disappear. The third is not recoverable. Also, the
first two are always included in an AFFTAC calculation, whereas the third is included only if the user selects it through
the Advanced Strength Model. The ideas behind these three effects are developed below.
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14.2.1 Thermal Strain

A linear thermal expansion law is used as the basis for the thermal strain computation. It is that
L(T) = Lref [1 + a(T - Tref)] (14.2)

where L(T) is the length of an object as a function temperature T, L.y is the length at a reference temperature
T,cf, and v is the coefficient of thermal expansion. The ratio of lengths at two different temperatures is therefore

L(TQ) . 1+ OZ(TQ - Tref)

= (14.3)
L(Tl) 1—|—OZ(T1 _Tref)
T,.s can be taken to be zero with no loss of generality. Therefore, the relationship reduces to
L 1 T
Ly _l1+oaly (14.4)
Ly 1+aly

If T7 is taken to be the initial temperature of the tank, then the above ratio represents the ratio of the hot length to the
cool length, i.e., the thermal strain,
1+ aT

Rpr(T)= ——
T() 14+ oTinst

(14.5)

14.2.2 Elastic Strain

The tank can also expand due to internal stresses imposed by the pressure building up inside. As shown in Figure
14.1, the pressure differential represented as p in the figure is balanced by the circumferential stress inside the tank
wall. Through geometrical considerations, the following stress balance in the radial direction can be written:

20t A0 _ A (14.6)
Ocly 5 =p-r B .
Canceling terms and using half the diameter (d/2) instead of radius, r, produces
p-d
=— 14.7
Oc 2oy ( )

In a similar way, the axial strain can be related to the internal pressure by writing a stress balance in the axial direction.
Referring to Figure 14.2, the balance of stresses requires that

(m7%)p = ooty (2mr) (14.8)
In terms of diameter,
dp (14.9)
Oqg = — .
“ 4,

The axial and circumferential stresses derived above are related to the corresponding strains through Hooke’s law of
elasticity

€c = - I/—E (14.10)
Oa O

== —v 14.11

“=F Vg (14.11)

where F is Young’s modulus and v is Poisson’s ratio.

The thermal strain, circumferential strain, and axial strain all contribute to a change in volume of the tank car.
The thermal strain acts in all three directions and so the change in volume depends on it to the third power. The
circumferential strain will act only on the circular cross section and so the change in volume depends on it to the
second power. The axial strain only acts in one direction. Therefore, the new volume is due to elastic and thermal
strain is modeled as

1+aT\?
+a> (14.12)

Vr(pg) = Vo (1 +0¢(pg))* (1 + ealpy)) (1—1—aT0
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Wall has .
. ‘___,___._._--—-—"'"_‘"“ C
thickness ¢,

I P!'%
-G

2\
N r

Figure 14.1: Circumferential stress in the tank wall and its relationship to the pressure differential

Wall has
thickness ¢,

Figure 14.2: Axial stress in the tank wall
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14.2.3 Creep Strain

Creep strain differs from the previous two strains already discussed because it is not recoverable. It grows over time
during the simulation and never decreases. In this section, we describe how AFFTAC computes the accumulated
creep strain by expanding upon the ideas of the Larson-Miller model covered in chapter 10.

During the type of experimental testing that is performed to determine the Larson-Miller parameter used in chapter
10, note may also be made of the creep strain that occurs just before failure. Here, we call that the “creep failure
strain,” and we consider it to be a function of temperature. Note that while Ae in the Larson-Miller model (e.g., in
Figure 10.6) is considered a constant, the actual creep failure strain is not a constant. Rather, it is a function of
temperature because it includes the initial and tertiary phases of creep, which are not part of the Larson-Miller model.

To make use of creep failure strain data, we assign a new, addi- Life
tional role to the Life Used function, which was developed in chapter Used
10. Shown in Figure 14.3 is a typical plot for the Life Used during
an AFFTAC simulation. The sudden rise from near zero to unity is
related to the fact that both the Larson-Miller parameter, which is a
function of stress, and temperature appear as exponent terms on
the number 10 in the equation for time to failure, ¢ (see Equation
10.8). Thus, once the pressure-temperature combination reaches a
critical value, ¢y shortens significantly and, being in the denominator
of Equation 10.12, causes a sudden and drastic increase from near
zero to near unity. We use L(t) as a surrogate function with which time
to model the accumulation of the creep strain by asserting that

Figure 14.3: General trajectory for the “Life
coreep(t) = L(t) - €7 (T(1)) (14.13) Used” value during an AFFTAC simulation.

where €.reep(t) is the permanent strain due to creep and ef(T) is the experimentally measured creep strain at failure.
This value of creep strain may then be added to the elastic strain when computing the tank’s volume change. There
are some choices to be made, however, regarding how that strain is added.

To begin that discussion, we must refer to Equation 14.12, where the volume of the tank car is computed in a way
that considers the elastic deformation as well as the thermal expansion. That equation is based on the notion that
the end caps do not restrict the volumetric expansion. Specifically, the change in radius, which is refected by the

(1+e)? (14.14)

term, is used to impact the circular cross section for the entire length of the tank. Doing so is an approximation,
because it ignores the restriction of circumferential expansion that would be imposed by the end caps. This approxi-
mation is one we will bear in mind when considering how and where to add creep strain to elastic strain.

A second point to consider is how the creep strain is computed. In the preceding section, stress (o) is used but
there is no mention of which stress it represents. Since hoop stress is larger than axial stress, hoop stress had always
been used in AFFTAC to determine if failure occurs. That same vein of reasoning was used when implementing the
Larson-Miller model, specifically, o = o.. Thus the resulting creep strain would also be in the circumferential direction.

It would be possible to implement a second computation for the Life Used value, specifically for the axial direction,
say L,(t), which would be based on axial stress, and use that to compute an axial creep strain. However, there may
be reasons why computing that strain and adding it to the axial elastic strain may be non-conservative. One of those
reasons is end cap effects.

As mentioned above, the elastic volume expansion models the impact of hoop strain uniformly down the length of
the tank, without considering the restriction that might be imposed by the end caps. In the case of creep strain, which
will be much larger, it might be prudent to refrain from making that same uniform application because the impact of
the end caps might be even more severe. And yet, it is difficult to know how to curtail the impact of creep strain in
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112 14.2. Modeling Tank Deformation

the circumferential direction as the end caps are approached. Thus, a compromise is to not apply creep in the axial
direction, but only in the circumferential direction, yet do so uniformly.

Lastly, like the Life Used quantity, L;(t), creep strain (€creep) is @ function of position around the circumference of
the tank. Thus we introduce a subscript for it as well so that €ycep; (t) is the creep strain at point ¢ (i degrees from the
bottom of the tank). It is anticipated that the top part of the tank, the part exposed to vapor and which therefore gets
much hotter, will have a more rapidly progressing L;(t) and ecrcep, (t). It would likely be an observable deformation
in the curvature in the top part of the tank. Meanwhile, in the lower part of the tank, the temperature will be much
lower so that the values for L;(t) and €creep; Will be much smaller. So, creep strain will be non-uniform around the
circular cross-section of the tank.

Moreover, the deformation caused by creep would also be subject to the same restraints imposed by the end
caps. Thus, not only would the creep strain be non-uniform around a circular cross section, it would be non-uniform
along the axis of the tank. Outside of a 3D model of the tank wall, it is difficult to know how to properly treat this
non-uniformity in creep strain along the axis, and also around the circumference. In AFFTAC, the creep strain around
the circumference is averaged, and that average circumferential creep strain is added to the elastic circumferential
strain in the volume calculation, i.e., it is applied uniformly along the axis. This treatment is consistent with the elastic
strain treatment, except that it is not also added to the axial strain, as a compromise for the fact that the constraint
imposed by the end caps might be quite significant.

So, in summary, a single circumferential creep strain is computed as

180

1
Ecreep = @ Z €creep; (t) (14.15)
=1

Therefore, including the creep strain in Equation 14.12 gives us this approximation for the tank volume:

14+ aT \?
ta ) (14.16)

VT(pg) =W+ Ec(pg) + Ecreep)2 (1+ Ga(pg)) <1—|—O¢TO
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Chapter 15

Numerics

Some of the core conservation models in AFFTAC manifest themselves as first order ordinary differential equations.
For example, Equation 5.13, which is the transient equation for the lading temperature, is such an equation. AFFTAC
uses a step-wise transient approach known as the Forward Euler method with nonlinear lagging to solve that transient
equation, as well as the other transient heat and mass conservation equations. In the Forward Euler method, the
time derivative is estimated as follows, for example:

new old
dTlading ~ T’lading ~ “lading
dt At

(15.1)

By substituting this approximate derivative, an equation for I}ijfng is obtained. That equation uses values of the

other temperatures from the previous time step, e.g., ﬂ‘;ljmg. The overall conceptual flow chart of the AFFTAC

computations shown in Figure 3.1, illustrates the presence of the Forward Euler method.

15.1 Dampening

The advantages and disadvantages of the Forward Euler method have been clearly discussed in the literature. The
advantages are that it eliminates the need to solve nonlinear equations. Specifically, at each time step, the previous
time step’s solution is used to extrapolate forward in time, also described in chapter 3. The disadvantage is that if the
time step is too large, the extrapolation can cause the solution to overshoot acceptable bounds and be unstable.

As a simple example of this phenomenon, consider two stacked blocks of wood, A and B, where A is hotter than
B. Because A is hotter, heat flux will flow from it to B. The amount of heat flux is proportional to their temperature
difference. So, in reality, as B warms up and A cools off, the heat flux falls off to zero. In a Forward Euler scheme, the
initial temperature difference would be used to compute an initial flux between them. That flux would be multiplied by
a time step and used to extrapolate the temperatures at the end of the time step. If the time step is not too big, the
result will be that B is a little warmer and A is a little cooler. In that case, the method works fine. But if the time step
is too big, the initial flux will be extrapolated out in time too long, causing B to actually become warmer than A, and A
cooler than B.

This scenario is unstable and causes the simulation to fail catastrophically. One approach to solving this problem
is to continue to use a larger time step but arbitrarily reduce the result obtained. The effect is to dampen the transient
behavior. Although there clearly are errors associated with this approach, often an appropriate dampening factor can
be used that causes the solution to be stable. Although the transient solution will be in error, the steady state solution
will still be correct, unless nonlinear effects play a dominant role.

AFFTAC makes heavy use of this approach. It is manifested in the source code as a weighted average between
the previous time step’s solution for, say, temperature, and the prediction for the temperature at the new time step,
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e.g.,
T = T — (1 — )T (15.2)

where TV is the value predicted without dampening. Typically, 0.25 < « < 0.5. In addition to the thermal solution
values, dampening is also used for the auxiliary models. For example, in computing the change in volume due to
thermal expansion and the pressure differential, the new value for the volume is dampened using o = 1/3.

15.2 Overshoot

A problem similar to the instability problem discussed above is that of overshoot. For example, during the choked flow
computations, if the resulting pressure after discharge during the time step would be less than atmospheric in the
case of a vent, or less than the valve closing pressure in the case of a safety relief valve, the out-flows are arbitrarily
reduced. This compensation is required because of the consequences due to the finite time step, which may not
be sufficiently accurate for rapidly changing conditions. The effect is significant only as the shell full condition is
approached.
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Chapter 16

Tutorial 1: A Simple Analysis

To begin this tutorial, start the AFFTAC GUI. When you do, the Main Window should appear, where the Analyses are
displayed. In its distributed version, AFFTAC comes preloaded with several regression tests, including the example
problems in [14]. For this tutorial, one of these example problems (Example 1.1) will be recreated from scratch.

Click New in AFFTAC’s Main Window. Doing so will create a new entry at the bottom of the list of Analyses
and will display the first of the four editing windows. In this first window select the Standard Pool Fire option and
enter 100 for the Length of the Simulation entry. Leave zero as the entry for the rollover angle. When you are
finished making those adjustments, the window should look like that shown in Figure 16.1.

When it does, click Next. Doing so displays the Edit Tank Car Properties window. Enter the following
information:

Nominal Capacity: 33000
Inside Diameter: 112
Wall Thickness: 0.5625

Then select “AAR TC128-70, Grs. A & B Min. Tensile Strength 81 Kpsi” from the pull-down arrow. Enter the following
data for the material:

Nominal Burst Strength: 750
Tensile Strength: 81000
Emissivity: 0.8

Select Do not use for the Dynamic Shell Full model entry area. In the lower half of the window, select the Valve
option under Device Type for the Safety Relief Device option and enter the following information:

Rated Flow Capacity: 32000
Rating Pressure: 270
Start-to-Discharge Pressure: 247.5
Vapor Discharge Coefficient: 0.8
Liquid Discharge Coefficient: 0.6

When you have finished making these entries, the window should look like that shown in Figure 16.2. When it
does, click Next. Doing so will leave you in the Select TPS Model window.

For this tutorial, highlight “Example 17, which is a pre-loaded TPS type. To see the data describing the insulation
named “Example 1,” double click on it. Doing so displays the window shown in Figure 16.3. The “Example 1”
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Figure 16.1: Analysis conditions for Tutorial 1

insulation type is a temperature-independent thermal protection system that is constant in time. The value of the

conductance is 5.4 [thIQQR] .

Now, click OK to return to the Select TPS Model window. To add or delete TPS types, the Basic TPS
Resources can be accessed by clicking the Manage Basic TPS Models button in the Select TPS Model
window. It can also be accessed through the Main Window under the Resources-Basic TPS Models menu
option.

Highlight “Example 1” in the Select TPS Model window, select Consider Discontinuities, and enter 234 for
the value. Then click Next, which will display the fourth in the series of four editing windows. Select the lading named

“Butane” and enter the following data:

Fraction of Tank Filled: 0.96
Initial Temperature: 60.

The Ladings Resource can be accessed through the Manage Ladings button, or the menu option Resources-
Ladings in the Main Window.

The inputs you have provided in the past three windows may be reviewed using the Previous and Next buttons
that are shown at the bottom of each of the four editing windows. Clicking Cancel would erase these changes and
return you to the Main Window. At this point, the Setup Lading window should look like that shown in Figure 16.4.

When it does, click Run Now, which will execute the analysis and return you to the Main Window. To review
the input as echoed by the Computational Module, scroll through the information in the middle pane of the Main
Window.

In the left pane of the Main Window, look at the list of analyses. Notice that this analysis is listed at the bottom.
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Figure 16.2: Tank car properties for Tutorial 1

In the lower part of the Main Window, click the Edit Admin Data button. Enter the following information:

Job Number: My First Tutorial
Customer: N/A

Click OK and then you can save the analysis and print the results.

Note that the default information for your name and your company name may be defined through the Main
Window, under the menu option Options-User Information.

In the Main Window click the Plot Displayed Results button. Doing so displays the plot window shown in
Figure 16.5. These plots can be cut and pasted into other Microsoft Office applications.

Then, back in the Main Window, select the menu item File-Write to PDF, which will produce a PDF file
containing the simulation setup and the results.
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Figure 16.3: Basic TPS Model for Tutorial 1
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Figure 16.4: Lading setup for Tutorial 1
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Figure 16.5: Graphical results for Tutorial 1
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Chapter 17

Tutorial 2: Adding a Lading

In this tutorial, you will be guided through the process of adding a new lading to the Ladings Resource. Run the
AFFTAC GUI and, once in the Main Window, select the menu option Resources-Ladings. Upon doing so, a
window like that shown in Figure 17.1 will appear. In that window are listed the various ladings that are already
contained in the Resource.

A Ladings Resource Manager - [m} *

Defalt L. - Low H20 Content
Dol Lig. - H HZ0 Content

Constant heat capacity

Figure 17.1: Ladings Resource

Click New. When you do, a new lading is added to the list and is displayed as the last entry. This new lading is
merely a placeholder. It does not yet have any real data associated with it. To provide the necessary data, highlight
it and click the Edit button.

Doing so displays the window shown in Figure 17.2. In this window, the various properties required by the
AFFTAC Computational Module are displayed. First, type in the name “My Lading” in the Name entry box. Next,
make sure that the Pure Substance button is selected. Note that if Solution is selected (iry it) there are some
properties that require values for both the solvent and solute, and some values are required at two concentration
levels.

Now it will be demonstrated how to provide the data for one of the properties. Click on the Edit Table button
next to the Specific Heat label. When you do, the window shown in Figure 17.3 appears.

Although there are values supplied in that window, they are not to be taken as legitimate, but rather, placeholders
to demonstrate how the window should look once data is entered. For now, click the menu option Edit-Clear Table,
which will remove these entries and prepare the table for fresh data.
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Figure 17.2: Configuration of Edit Lading Properties window for Tutorial 2

After you have cleared the placeholder data, click on the left cell, in the temperature column. Using the numeric
keypad on your keyboard, type the value 30 and press ENTER. Next type 120 and press ENTER. Repeat this process
to enter 210 and 260 (do not press ENTER after 260).

Now, click on the top right cell, under the Cp column. Type 0.5546 and press ENTER. Type 0.5946 and press
ENTER again. Continue, entering 0.7141 and 0.9619 (do not press ENTER after 0.9619).

You may edit the data by clicking directly over the cell you wish to change. You can also copy, cut, and paste rows
using the menu options. When you are finished, the window should look like that shown in Figure 17.4.

Once the data has been entered correctly, click OK. This same process may be repeated for all of the properties
listed. Note that the current version of the Computational Module has certain requirements regarding the number of
data points that should be provided for each property. If those requirements are not met, the AFFTAC GUI will inform
you when you click OK in the Edit Lading window.
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Figure 17.3: Property Entry window for specific heat
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Figure 17.4: Specific volume for Tutorial 2
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Chapter 18

Tutorial 3: Creating a Customized PRV
Open-Close Model

In this tutorial, you will be guided through the process of making a general open-close model for a PRV. To begin,
select the menu option Resources-Advanced PRDs from the Main Window. The PRD Resource Manager will
appear. Click New. When you do, a new PRD will be added to the bottom of the list. Double click that new entry.
When you do, the Setup PRD window will appear with default values, like that shown in Figure 18.1.

N Setup PRD - [u] =

MHame Defaul PRV Model

32000 Rated Fow Capaciy (SCFM of ar) Fraction Open
27 Rating Pressure paig)

0e Waper Discharge Cosfficient (decimal fraction)

Oiptions for Liguid Discharge Coefficient

© Liquid Descharge Coefficiert Liguid Dischirge Coeffickent X Area

06 Decharge Cosfioaent idecmal fracton)

o0
' H ) }
Opticra for Area Value H H : : Pressure
1O Let AFFTAL estimate area Iput area manusly H H H - -—
) P053 wPsae | 03 xPstant
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Select type of Safety Relief Device Fath Model
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Figure 18.1: PRD Setup Window with default values.
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Click Generalized under Path Model. When you do, the plot will disappear and will be replaced with a button
labeled Edit Generalized Path. Click that button. When you do, the Generalized PRV Model Editor will appear,
like that shown in Figure 18.2.

& General PRV Model Editor = o =
Fressure ipsig Fraction Open
- -
Add Path in Table
Clear Table
Path List
fnone)
Intersects with
fnone)
Lock Poirts:
Lock Ports:
Zom in Sherm all Hickes 8
How in ‘Hormal® Selection mode and
Segment List can lollow the process below:
(1) Chocse from Path List
(28] Chcecese feom Segment List or - Cancel
(2 Choose a point intable, then Procss
30 Right ek plat for options Sl oK |
|

Figure 18.2: Generalized PRV Editor window as it initially appears.

In the top-left portion of that window, enter these numbers:

Pressure (psig) Fraction Open
0 0
262.2 0
269.625 1
500. 1

Select Increasing for the Pressure Direction, and then click Add Path in Table. When you do, AFFTAC will
prompt you for a path name. Enter “Rising” and click OK. When you do, the path will appear in the Path List and
will be plotted, as shown in Figure 18.3 (top). Click Zoom in. AFFTAC will zoom in on where the PRV is most active,
as shown Figure 18.3 (bottom).

Note: You must enter the initial path, i.e., that path on which the PRV starts the simulation, first. Notice
that the first path entered above starts at a low pressure, which will be where the simulation starts.
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Figure 18.3: General PRV Model Editor with one path entered. Upper: Not zoomed in. Lower: Zoomed in to

the region of PRV action.
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You will now enter a second path. Click Clear Table, and enter these new values:

Select Decreasing for the Pressure Direction and then click Add Path in Table.

Pressure (psig)

Fraction Open

500
269.625
237.45
0

1

1
0
0

For the name, enter

“Falling” and click OK in the Query window. If the plot is not zoomed in, click the Zoom in button. Select “Ris-
ing” in the Path List. Once that path is selected, select the middle segment in the Segment List, i.e., click

‘Rising. [2]
Figure 18.4.

(+tp) ——>

. Genersl PRV Model Editor

Pressrs pag) Fraction Open
1] b Fraction Open
26232 o = HNormal segment
. — Reverse segrment
b |22 [ = Terminal segment
. 500 1 == ntersect segment
®——8& Selected segment
Add Path in Table ——
0 Icreasing
Clear Table Docrsating
B-Dirwctional
Path List Viaries w/Sagment
Rsng |
Falirg
-
»
Pressure (psig)
Zoom out Show ol Hide all
Now in Nomal* Selection mode and
Segment List can lollow the process below:
g [1] te (1) Choose: from Path List
{22} Choose from Segment List or Koot Cancsl

() Choose a point intable, then
{3) Right cick plot for oplions

Process

. [017”in the lower left part of the window. Your window should look like that shown in

Figure 18.4: PRD Setup window with the Falling path selected and highlighted in the plot (Zoomed in).

With “Rising’s” middle segment selected, move your mouse to the plot area and right click. From the right-click menu
that appears, select Launch template from this segment. AFFTAC will prompt you for a name for the path (which
will be a template path). Enter “MidFall” and click OK.
Next, AFFTAC will ask you to select a terminal segment, i.e., the segment on a path you have already established
where the template should terminate. You will select the first segment in the “Rising” path. To do that, click “Rising’s”
lowest, horizontal segment on the plot. When you do, the window will look like that in Figure 18.5 (top). If it does,
answer Yes when AFFTAC asks you if that is the path you wanted. Otherwise, try again. AFFTAC will, prompt you
for the pressure at which it should terminate on that segment. Enter “252” and click OK. Next AFFTAC will ask you
to select a path with which the template might intersect. On the plot, select the “Falling” path. Doing so will cause the
window to look like the one in Figure 18.5 (bottom). If it does, click Yes when prompted. Otherwise try again.
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Once finished, highlight “MidFall” in the Path List. Doing show should make your window look like that in Figure 18.6
(top). With “MidFall” still as the selected path, click its only segment in the Segment List. Then, carefully position
your mouse at the half-way point of the highlighted segment in the plot. Holding your mouse there, right click and
select Insert point. A point will be added approximately where your mouse was. Click “MidFall” in the Path List
to refresh the table, and manually edit the location of your new point to be at pressure = 259., fraction open = 0.5.
Select “MidFall” again in the Path List. Your window should look like that in Figure 18.6 (bottom).
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Figure 18.5: PRD Setup Window with the, Upper: First correct terminal paths selected for the template, and Lower:
The second correct terminal path selected.
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Figure 18.6: Upper: Generalized PRV Model Editor with correct intersection path for the template. Lower:

Generalized PRV Model Editor after adding a point to “MidFall.”
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With “MidFall” still highlighted, click on its last point in the table. Doing so will make your window look like that in Figure
18.7 (top). With that point highlighted, right click in the plot area and select Make lock point (both). Execute a
similar process for “MidFall’'s” middle point: (1) Click on the middle point in the table, (2) Right click in the plot window,
selecting Make lock point (pressure). Selecting “MidFall” in the Path List then makes the window appear like
that shown in Figure 18.7 (bottom).
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Figure 18.7: Upper: Generalized PRV Model Editor, having specified the two endpoints in the “MidFall” template
as lock points. Lower: Same as the top figure, but after having also specified the middle point in the “MidFall”’

template as a pressure lock point.
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Notice the information on the lock points. You may double-click “MidFall” in the Path List to manually edit its entries.
That manual editing window is shown in Figure 18.8.
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Figure 18.8: Generalized PRV Model Editor, showing “MidFall’s” lock points.

Lastly, instruct AFFTAC about pressure reversals. We will instruct AFFTAC to change from “Rising’s” last segment
(fully open) to Falling’s first segment (also fully open) upon a pressure reversal. To do that:

1

2.

6.

7.

. Select “Rising” in the Path List.
Select its last segment in the Segment List.

. In the plot area, right click and select the option Specify reverse segment.

. Click Hide all.

. In the Path List, right-click “Falling” and select Show in graphic.

In the plot area, select its highest, horizontal segment, i.e., its fully open segment. It will change to red.

If the highest, horizontal segment is selected, answer Yes to AFFTAC’s query.

Click Show all and then select “Rising” in the Path List. Your window should look like the one in Figure 18.9.
Notice in the Segment List that “Rising’s” middle segment is for increasing pressure only, signified by the (+p). Upon
a pressure reversal, the model will switch to the “MidFall” path, which is a template. However, on “Rising’s” third
segment, also for increasing pressure only, the model will switch to “Falling’s” first segment upon a pressure reversal.

134
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CHAPTER 18. TUTORIAL 3: CREATING A CUSTOMIZED PRV OPEN-CLOSE MODEL
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Figure 18.9: General PRV Model Editor after having added the first reversal segment for path “Rising.”
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Now, perform a similar process for “Falling’s” fully closed segment. First, click Show all. Then:
1. Select “Falling” in the Path List.
2. Select its last segment in the Segment List.
3. In the plot area, right click and select the option Specify reverse segment.
4. Click Hide all.
5. In the Path List, right-click “Rising” and select Show in graphic.
6. Inthe plot area, select its lowest, horizontal segment. It will change to red.
7. If the lowest (i.e., fully closed) segment is selected, answer Yes to AFFTAC’s query.

Once you have finished with this process, click OK, and continue to proceed out of the PRD editing process.
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Appendix A

Details of the Lading Model

AFFTAC’s lading model handles ladings consisting of pure substances, which consist of one species, and ladings
that are binary solutions, which consist of two pure species, a solute and a solvent. The purpose of the lading model
is to provide the following thermodynamic properties during the simulation:

1. Specific heat, C,,

2. Specific volume, C,

3. Heat of vaporization, Hy,

4. Vapor pressure, V,,

5. Compressibility factor, Z, and
6. Ratio of specific heats, ~.

For a pure substance comprised of only one species (or “constituent”) the above properties are represented as a
function of temperature, T'. Specifically, you enter the above values in AFFTAC as tables where one column is 1" and
the other is the thermodynamic property listed above (see the tutorial in chapter 17). The model then interpolates on
T to provide the needed property. For binary solutions, the above properties are modeled as a function of temperature
and concentration. To describe this aspect, more careful definition of terms is needed.

The terms “solute” and “solvent” are two key terms. Ultimately, from a modeling standpoint, there is no difference
in their role; neither has a physical impact that is greater than the other. But typically, the solute is the substance
of interest, e.g., hydrochloric acid, and the solute is something that dilutes it, i.e., water. The only thing that matters
here is that you, as a user, must be consistent regarding how you enter the data for a binary solution with respect
to specifying the concentration. The term “concentration” (c¢) in the user interface refers to the mass fraction of the
solute (the species of interest), not the solvent. So when you enter the initial concentration of a binary solution, you
are entering the mass fraction of the solute. The mass fraction of the solvent, which you are not asked to enter, is
automatically computed internally as 1 — c.

As indicated above, the lading model performs a simple tabular lookup for the thermodynamic properties listed
above as a function of temperature for a pure substance. For a binary solution, the model provides those values as
function of temperature and concentration (c) of the solute, i.e., it provides

1. Specific heat, C,(T', ¢),
2. Specific volume, C,, (T, ¢),

3. Heat of vaporization, H (T, c),
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4. Vapor pressure, V,(T', ¢),
5. Compressibility factor, Z (T, c), and
6. Ratio of specific heats, v(T', ¢).

The binary mixture model uses different approaches for the different properties, above. For specific heat, spe-
cific volume, and heat of vaporization, the user enters temperature-dependent tables that represent the composite
mixture’s property as a whole, at two different (solute) concentrations. The current solute concentration at any time
during the simulation is then used to interpolate between those two tables. In contrast to that, for the compressibility
factor and ratio of specific heats, the user enters temperature-dependent tables for the solute and solvent separately,
as pure species. Those values are combined in a weighted sum where solute concentration is used to compute the
weights. The vapor pressure computation uses a combination of these two approaches. A detailed explanation for
V), follows next.

We start with a summary of what tables are required of the user:

1. Temperature-dependent specific heat tables for the mixture at low (c;) and high (c) solute concentrations,
Cp—a(T) and Cp—c,, (T)

2. Temperature-dependent specific volume tables for the mixture at low and high solute concentrations, C,—, (T")
and Cy_,(T)

3. Temperature-dependent heat of vaporization tables for the mixture at low and high solute concentrations,
Hy_, (T') and Hy_, (1)

4. For vapor pressure:

(a) Of the solute at low and high solute concentrations, Vj,—soiute—c, (1") and Vy_sorute—c, (1)

(b) Of the solvent at low and high solute concentrations, Vj,_soivent—c;, (1) and Vi _sotvent—c;, (1)
5. Compressibility factor for the solute and solvent as a pure species, Zsoute(1') and Zsoppent (1)
6. Ratio of specific heats for the solute and solvent as a pure species, Ysorute (1) and Ysorvent (1')

The first three properties are computed for the composite mixture by interpolating the temperature-dependent low-
and high-concentration tables, and then interpolating those two resulting values using concentration. Mathematically,
for specific heat, the operation is as follows:

Given current temperature 7" and solute concentration ¢, find C,,(T', ¢):

1. Interpolate on 71" from the low-concentration table, i.e., evaluate C),_, (T")
2. Interpolate on 71" from the high-concentration table, i.e., evaluate Cp,_., (T')

3. Compute C)(T', ¢) by interpolating on ¢ between C,_,(T') and Cp,—, (T')

Linear interpolation is used in the last step, thus the above three steps may be
written succinctly as

. Cp—ch (T) — Cp—cz (T)
Chp — (C

Cp(T,¢) = Cpq,(T) + (¢ — 1)
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This same procedure is used for specific volume and heat of vaporization, e.g.,

CU—Ch (T) — CU—Cl

Ov(Ta C) = Cvfcl (T) + (C - Cl) ’

Ch —C
He . (T)— Hy_
Hf(TaC):Hf—cz(T)ﬁL(qu). f C}Lc(h>_cl f—a

i.e, the identical process as for C),.

The last two properties (Z and ) are computed for the solute and solvent separately and then combined using
the solute and solvent mass fractions as weight factors. Note that these two properties are provided as tables for
the solute and solvent as pure species by the user, and so a single temperature interpolation is performed and the
results combined using c. Mathematically,

Z(T, C) = CZsolute(T) + (1 - C>Zsolvent(T)
’)/(T, C) = CYsolute (T) + (1 - C)Vsolvent (T)

Vapor pressure combines the two approaches discussed above. In the end, it is also computed as a mass fraction
weighting of the solute’s and solvent’s properties, i.e.,

Vp(T7 C) = Cvp—solute(Ta C) + (1 - C)Vp—solvent (T7 C) (A.1)

However, the method of obtaining the solute and solvent vapor pressure values in the above equatioin are analogous
to the C), C, and H calculations. Specifically, they are computed via linear interpolation on temperature first, and
then on concentration second. To be clear, they are computed as follows:

Vi, e, (T) =V, —e(T
Vo st T, €) = Vo satte— (T) + (o — ) - Lr=otteen ) = Vpmsottee (1)

chL — q
Vy—sotvent—ep (T) = Vo—sorwent—c, (T
Vp—solvent(T, C) = Vp—solvent—cl (T) + (C _ Cl) _ Vp—solvent—c; (CZ — Clp solvent cl( )

Substituting the linear interpolation for V,,_ soiute (T, €) and Vi,—soipent (1) into Equation A.1, yields

V-pfsolutefch (T) - ‘/}stolutefcl (T)
ch — q

V};—solvent—ch (T) - VIJ—SOZUGM—CI (T)]

Vy(T,e) = [vl (1) + (c—a)-

(A.2)

—|—(1 — C) [%solventcl (T) + (C - Cl) ' ch — C

Note here the quadratic dependence on c. If one were to multiply out all the terms, two ¢ terms would emerge. Thus
the lading model is quadratic in c.

But this quadratic dependence on concentration is tied to another important aspect of the lading model, which
is that the solute’s and solvent’s contributions to vapor pressure does not necessarily monotonically decrease to
zero as their presence in the binary solution diminishes. If their original temperature-based tables at low- and high-
concentration are not constructed carefully, their contributions to vapor pressure can go negative. Care in constructing
those tables should be exercised to avoid that situation.
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Appendix B

Default Ladings

Originally written by Milton Johnson, Ph.D.
Minor nomenclature adaptations by Scott Runnels, Ph.D.

The use of default values for the thermal properties is not recommended. If at all possible, a search for the
thermal properties of a lading should be conducted and the values that are obtained entered into the AFFTAC Ladings
Resource. |If this is not feasible, then the default lading templates may be used, keeping in mind the following
guidelines that have been followed to estimate their thermal properties. These guidelines do not apply to tank cars
transporting cryogenic liquids, compressed gases such as helium, or slurries/products, such as liquid sulfur, which
solidify upon heating. If the product being considered is a solution, it should be treated as though it were a substance
for the purpose of obtaining default values and the following guidelines should be used.

B.1 Vapor Pressure

The test pressure of the tank car class authorized to transport a product is often an indication of the vapor pressure
of the product. Therefore, two sets of values for default vapor pressure data are provided, one for products that would
be shipped in non-pressure cars having a test pressure of 100 psi and the other for products that must be shipped in
pressure tank cars having a test pressure of 300 psi or greater. Some products that have low vapor pressures, e.g.
products classified as poison by inhalation, must be shipped in pressure tank cars even though they may have low
vapor pressures. This is done to require the use of a stronger tank car providing added safety in the shipment of the
product. The suggested vapor pressures given below could be substantially over estimated for those ladings.

Assuming that liquefied gases are shipped in pressure cars and liquids are shipped in non-pressure cars, the
vapor pressure property values are estimated as shown in Table B.1.

Temperature (deg-F) Vapor Pressure (psia)
150 40
240 125

Table B.1: Liquids (non-pressure cars)

Some products, such as bromine, chlorine and hydrogen cyanide, must be shipped in tank cars having a test
pressure of 500 psi or greater. This is done not because they have high vapor pressures, but to insure they are
shipped in stronger, safer cars. The vapor pressures given in Table B.2 for pressure tank cars would be conservative
for these products.
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Temperature (deg-F) Vapor Pressure (psia)
60 140
120 300
180 570

Table B.2: Liquified gasses (pressure cars)

B.2 Specific Heat

There is a wide range of values for the specific heat of the liquid for products shipped in tank cars. Values can
range from over 1.00 BTU/Ib-oF, for solutions containing a large percentage of water, to as low as 0.10 BTU/Ib-deg-F
for bromine at about 200 deg-F. Also, for most products the specific heat tends to rise with increasing temperature,
but for some products (e.g. bromine) it decreases. This makes it difficult to suggest default properties for specific
heat that are conservative, but not overly conservative. Since the specific heat of the liquid determines the rate of
temperature increase of the product with a given heat input, it is obvious that lower values for this parameter will lead
to more conservative analyses. The default values in Table B.3 are suggested, although they may not always lead to
conservative results.

Temperature (deg-F) Specific Heat (BTU/Ib-deg-F)
60 0.40
300 0.70

Table B.3: Specific heat

B.3 Specific Volume

It is assumed that the density of the product is known. The specific volume is simply the inverse of this value

3
expressed in H)t—m} . Since the density of materials tend to decrease with increasing temperature, the specific volume

will increase with increasing temperature.

Again, there is a considerable variation of this rate of increase among products shipped in tank cars making it
difficult to suggest default properties. Values range from an increase in specific volume of 13 percent for chlorosulfonic
acid in the temperature range from 50 to 302 deg-F to a 70 percent increase for hydrogen fluoride in the same
temperature range. The rate of increase in specific volume with temperature is an important parameter when the
tank car becomes shell full and liquid is being expelled through the valve, a larger valve capacity for liquid flow being
required when the rate of increase is higher. Tentative values are suggested in Tables B.4 and B.5.
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Temperature (deg-F) Percentage increase in Specific
Volume from Ambient Value

60 Ambient Value

180 10%

300 30%

Table B.4: Specific volume for liquids (non-pressure cars) or Liquefied Gases Containing at least 50% water heat

Temperature (deg-F) Percentage increase in Specific
Volume from Ambient Value

60 Ambient Value

150 20%

240 50%

Table B.5: Specific volumes for liquefied gasses (pressure cars)
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B.4. Heat of Vaporization

B.4 Heat of Vaporization

There is also considerable variation in the heat of vaporization among products shipped in tank cars ranging from
about 1000 BTUY/Ib for solutions containing a high percentage of water to less than 100 BTU/Ib, for products such as
bromine, methyltrichlorosilane, titanium tetrachloride and phosphorus trichloride. Other factors being equal, a lower
heat of vaporization will result in the generation of greater volume of vaporized product requiring a larger capacity
pressure relief valve. The heat of vaporization decreases with increasing temperature. The default values in Table
B.6 are suggested although they may not be conservative in all cases. If the product is a solution containing at least

50 percent water as the solvent, the values Table B.7 are suggested.

Temperature (deg-F) Heat of Vaporization BTU/Ib
60 300
240 100

Table B.6: Heat of vaporization without 50% water as solvent.

Temperature (deg-F) Heat of Vaporization BTU/Ib
60 800
240 300

Table B.7: Heat of vaporization for a solution containing at least 50% water as solvent.

146
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B.5 Compressibility Factor

This parameter does not have a major influence on the calculations. A default value of 0.9 is suggested for the
compressibility factor of product vapor. It would be entered into the program at two values for temperature (e.g. 60
and 300 deg-F).

B.6 Ratio of Specific Heats

This parameter does not have a major influence on the calculations. A default value of 1.1 is suggested for the ratio
of specific heats of product vapor. It would be entered into the program at two values for temperature (e.g. 60 and
300 deg-F).
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Appendix C

Choked Vapor Flow Derivation and Area
Estimation Method

The primary reference for these derivations is given in [1].

C.1 Applications of the First Law of Thermodynamics

C.1.1 Application to Quasi-Static Process

In this section, thermodynamic relationships are derived that describe intrinsic responses of the fluid, without con-
sideration of a system. To derive these relationships, consider fluid in a quasi-static process, where pressure, p, is
uniform. The differential form of the First Law of Thermodynamics (hereafter, “First Law”) reduces to

dq —dw = du (C.1)

where u is the internal energy of the fluid, g is the heat transferred into the fluid, and w is the work done by the fluid.
If this process is adiabatic, reversible (isentropic), dg = 0. Also, fluid alone can only do work intrinsically through
expansion, so dw = pdv, where dv is the infinitesimal change in volume. Therefore, the First Law for the fluid is

du = —pdv (C.2)

The specific heat at constant volume, c,, is defined as

¢y = du/dT (C.3)
or
du = ¢, dT (C.4)
so that
cudI = —pdv. (C.5)

Returning to Equation C.3 and adding pdv to both sides,
du + pdv + vdp = vdp (C.6)

which means that
d(u+ pv) = vdp (C.7)
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or
dh = vdp (C.8)

where h = u + pv is enthalpy. The specific heat at constant pressure, ¢,, is defined as

cp = dh/dT (C.9)
or
dh = c,dT (C.10)
so that
cpdT = vdp. (C.11)
Divide Equation C.11 by Equation C.5, to get
cp/cy = —vdp/pdv. (C.12)
Rearrange,
— (¢pdv) /(cyv) = —dp/p, (C.13)

and define the ratio of specific heats as k = ¢, /c,, so that
— kdv/v = dp/p. (C.14)

Assume a constant ratio (k) of specific heats, and integrate:
d d
- / P = [ 2 (C.15)
v p

puF = constant. (C.16)

The above equation means that the product of pressure and specific volume is everywhere constant in the quasi-static
process. Introducing "” to denote an inlet and "o” to denote and outlet, the above equation implies that

pivf = pov§ (C.7)

) k
% - (Z) (C.18)

For an ideal gas, pv = RT so that the above equation may be written as

Tivo Vo ¥
=2 C.19
Tov; (%) (C.19)
or -
T; Uo\
— = | — C.20
n=(2) (c.20)
The ideal gas law, pv = RT, can be applied again, to produce
L _ (RTo/p())’“ _ (Topi>’“ c.21)
To RT‘z/pz Epo
Manipulation of the above equation results in
1; <pi > (k=
— = — (C.22)
T, Po

150 Developed by Southern Rockies Consulting for the RSI-AAR Tank Car Safety and Research Project



APPENDIX C. CHOKED VAPOR FLOW DERIVATION AND AREA ESTIMATION METHOD 151

C.1.2 Application to a Control Volume

The differential form of the First Law of Thermodynamics for a system ("First Law”) is as follows,

dQ — dW = dE (C.23)

where

@) = heat transferred in to the system
W = work done by the system
E = energy in the system (C.24)

The right-hand side has to do with the state of the fluid in the system. Since fluid can move through the system, it
is helpful to highlight that fact when writing the First Law as time derivatives. In particular, the energy time derivative
must be a “substantial” derivative (i.e., follows the substance, which is the fluid). Capital “D” is used for that purpose,
and the time-derivative form of the First Law may be written as

dQQ dW _ DE

= — 2
dt dt Dt (C.25)

It is necessary at this point to more firmly establish the notion of a control volume, which will be denoted here by (2.
The Reynolds Transport Theorem accounts for the fact that the substance (fluid) flows through the control volume.
In taking the flow into account, the First Law, which is meant to apply to a system, can be made to handle the
situation where fluid flows through the system. The derivation of the Reynold’s Transport Theorem can be made from
geometrical considerations and can be applied to any material state variable. For energy, it is stated as follows:

DFE 0

— = V - ndA + — d C.26

Dt~ Joo +8t/gepy (C.26)

where 0f1 is the boundary of €2, e is the material-intensive energy, V is the velocity vector at the boundary, and 1 is
the outward normal at the boundary.

For steady-state flow, the second term on the right-hand side is zero. Using the resulting expression for DE /Dt

in the First Law, iQ d
w
—— — = V - ndA. 27
at  dt Sy " (©.27)

It is helpful to separate the work term on the left-hand side into two parts:

aw _ dw,
dt — dt 59

T - VdA = “Shaft work rate” + “Flow work rate” (C.28)

where T is the stress tensor. The product of T' and 'V represent stress through a distance, per time. When integrated
over an area, it represents the rate of work done by the fluid.

The first term is the rate of work done on the fluid by moving parts inside the control volume (e.g., a fan). For flow
through the pressure relief device, there are no moving parts that do any appreciable work on the fluid, so the “shaft
work rate” is zero, which leaves only the flow work rate, so that

d—W = T - VdA. (C.29)

In flow through the pressure relief device, it is assumed the flow is frictionless, so the only stress at the surface is
normal stress. In other words,

T =pn (C.30)
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So, the flow work rate is

aw_ T-VdA—/ PV - hdA (C.31)
dt o9 o0

Substituting this expression for the work term on the left-hand side of the First Law produces the following form of the
First Law:
dQ

pV -ndA = / epV - ndA (C.32)
dt Joa

o0
In the release of vapor through the safety relief device, the flow is sufficiently fast to completely neglect any heat
exchanged between the fluid and the valve. Hence, the flow is adiabatic/isentropic and so the d@/dt term is zero, so
that the First Law becomes

— / pV -ndA = epV -ndA (C.33)
oN onN

The term on the left-hand side can be combined with the term on the right-hand side by inserting pv, which is unity.
Doing so produces

— / prpV -ndA = / epV - ndA (C.34)
Fely) o0
Then, combining the two integrals,
/ ple+pr)V-ndA =0 (C.35)
a0
The energy of the material is comprised of kinetic, gravitational potential, and internal energy. In other words,
V2

e:7+gz+u (C.36)

where g is the acceleration due to gravity, z is the height above a datum, and u is the internal energy. Inserting this
expression for energy into the preceding equation produces the following form of the First Law:

2
/mp(‘g—i-gz—i-u%-pz))V-ﬁdA:O (C.37)

In flow through the pressure relief device, there is no appreciable altitude change. Therefore, the total surface integral
of gz can be neglected. And so the First Law becomes

2
/ p(v+u+pv>V~ﬁdA:0 (C.38)
o9 2

Using enthalpy, which is defined as h = u + pwv, the First Law can be expressed as

V2
/mp<2+h>v-ﬁdA:0 (C.39)

At this point, the surface integral can be simplified in two ways:

1. In the present application, the surface area is comprised of only one inlet and one outlet. The areas for the
inlet and outlet are A; and A,, respectively.

2. An approximation is made concerning the direction of the flow at the inlet and outlet. It is assumed that the
flow is normal to the control volume (A4; and A,), which means that the dot product between velocity and the
surface normal vector is simply the magnitude of the velocity (V).
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Under these assumptions,

2 2
<V20 + ho> PoALV, = (‘;’ + hi> piAiVi (C.40)

The products of density, area, and velocity that appear on both sides of the above equation are expressions of mass
flow rate. Conservation of mass therefore means that these two products must be equal and therefore cancel. And
so the First Law becomes,

V2 V2
St ho = -+ hi (C41)

The control volume for this application is chosen to be such that the velocity at the inlet is very small, i.e., such that
Vf is negligible. Under that assumption, the First Law is

2
V7° + ho = hy (C.42)

Next, it is assumed that the specific heats are constant, i.e., that

dh
= — C.43
CP dT ( )
is a constant. With ¢, being a constant, the above equation may be integrated such that
h — hd = Cp(T - Td) (C.44)
Here, (hq, Ty) is an arbitrary datum. Substituting this expression into the First Law produces
‘/*02
— + Cp(To — Td) = Cp(TZ' — Td) (C.45)
2
The T, terms cancel, and thus
V2
7" + Ty = ¢, T; (C.46)
Dividing by 75,
15 1;
=Cp— C.47
5T, +ep=c¢p T, ( )
and then by cp,
Vo +1=T;/T. (C.48)
20,1, 77 '
In Appendix D, it is shown that for an ideal gas, ¢, = (%) R. Using that fact, the First Law becomes
Ve (k—1) T;
1==2 C.49
WRT, 2 T, (C.49)

2 2
Also, for an ideal gas, ¢ = kRT, and this term appears in the above equation. Therefore, the ratio k‘é—oTo = ‘C/—g =

M?, where M is the Mach number (the ratio of flow speed to the speed of sound). The First Law in terms of M is

k—1 T;
JEL . )H:Tz (C.50)
o
Inverting the above equation,
T, 1
T 140200 (o0

2
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Using Equation C.22, the First Law may be written as

p\E_ 1 C.52
i T B (C.52)
or
1
Po _ (C.53)

Di (1 n (kfl)M2>k/k_1

C.2 Mass Flow for an Ideal Gas

The mass flow rate is

G=pVA (C.54)
where
p = density
V' = average velocity
A = area of flow (C.55)
For an ideal gas,
p=p/RT (C.56)

where

p = pressure
R = gas constant (C.57)

By substitution of the ideal gas law into the mass flow rate equation,

_ P
G = 5nVA (C.58)

The following step is simple algebra. The RT term is split into two square roots and a form of unity (k/k) is introduced.
The value k is the ratio of the vapor’s specific heats, as was described in the previous subsection (Equations C.13-

C.14).
|4 k
G=pA——\/ — (C.59)
PAVkRT V RT
For an ideal gas, the speed of sound, c, is
c=VEkRT. (C.60)
For an ideal gas the Mach number is
M = K _ Vv (C.61)
¢ VERT '
The Mach number can therefore be used in the expression for the mass flow rate as follows:
G =pAM i (C.62)
-7 RT '
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Introducing the subscript “o” for “outlet,” the above equation may be used to express the mass flow rate at the outlet

of a control volume,
k

RT,
Into this equation, pressures and temperatures at the inlet (subscript ”2”) will be introduced in ratios that equal unity.

Then the terms are rearranged:
k T; pi
G = p,AM —= C.64
PeAM\ R, (\/ T pz-> o9

Do [k [T pi
G==AM\| =4/ — C.65
Di R To vV Tz ( )

Into this equation, the relationships derived earlier for p,/p; and T,,/T; (Equations C.51 and C.53) are substituted:

G = poAM (C.63)

or

MA k Di
G = = (C.66)
- E026 D\ RYT,
(1+ O5202) RV
For M =1,
o o\ D21
Gles =4 (57 R, o0

Or, combining terms,

& 9\ kt+1/k-1
Glyr—r = Pid\| o <k - 1) (C.68)

C.3 AFFTAC’s Sub-Sonic Vapor Flow Model

If the pressure is not sufficiently high, then it is assumed choked flow has not occurred, and so M < 1. Therefore,
the applicable equation is not Equation C.68, but rather its predecessor, Equation C.66. That egeuation, modified to
include the vapor discharge coefficient, results in

M(ACp.) k pi

k+D)/2(k—1) | B ,

G'sub-sonic = ( (C.69)

However, it is noted here that AFFTAC instead uses a simplified linear model for sub-sonic flow. Specifically, AFFTAC
computes the flow rate as if the flow is choked, and then linearly scales it according to pressure. This simplification
in AFFTAC is probably unneeded, since the compact analytical form is readily available in Equation C.69.
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Appendix D

Thermodynamic Identities for an Ideal Gas

By definition,
dh d
¢ = o = 2w+ pv)
For an ideal gas,
pv = RT
And so d
p ﬁ(u+RT) =c+R
Therefore,

Dividing both sides by c,,

Therefore, using this definition,

so that
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Appendix E

Derivation of the PRD Area Estimation Formula

In the initialization part of the AFFTAC Computational Module’s main routine, the vapor discharge coefficient is used
with the choked flow model to compute the area of the valve. The line in the code resembles this:

PRVarea = ValveFlowCapacity/ (DischargeCoef_Vap=*ValveFlowRatingPressure*2644.0);

Derivation of that line of code starts with Equation C.68, solved for A, and here labeled Equation E.1:
Ge:ﬂp

C k
Dvp ZRT (25 ) /D

k+1

A:

(E.1)

With units,
Gea:p [%]

) )(k+1)/(k—1)

CDvpeJ:p [ 2:| k (
ft bf ft k+1
ZR{deg-R lbm }TE“’[R]

In the line of code shown above, pressure is in psi instead of the units given in Equation E.2, and volumetric flow rate
is used instead of mass flow rate. Thus, the following substitutions are made into Equation E.2:

lbm ft3 lom\ 1 /min  Qezpp [Ibm
Geap [mln] Qeap (mm) o <ft3> 60 (sec) ~ 60 |sec (E3)

Ibf . Ibf n? Ibf
Pexp <ft2> = Pexp <ft2> 144 <f2> - pemp 144 ( ) (E4)

Making these substitutions,

and

3
Qezpp{ ft ]

Alf?] = Tmm (k1)) (k—1) 9
e
EOT ] e a—_
or
Ib
Aff?] = b [Seng} (+1)/(h—1) =0
———
o3 [#] | T ()

deg-R Ibm
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Now, the remaining units may be considered. First, inside the radical, the fact that

1-of  ft
1-lbm  Jsec?

(E.7)

is used. Making that substitution,

A 2] = Qezr [5’6’2} E8

[t } - 60-144 | lbf k 2 (k+1)/(k—1) =0

P [f?] ft Ibf ft (’f“)
Isec? ZR[deg—R lbm }T‘””[R]

CDvﬁe:rp :

The Rankine units cancel, leaving ft2/sec2 in the denominator inside the radical. Bringing those units outside the

radical results in
Q lbm
exp | sec

Al = (E.9)
Crob 60144 [Ibf] sec | k([ 2 (k+1)/(k—1)
DvPeap = =757 | 42 | 1t \| 9ZRTeap \FH1
Simplifying produces
lo ft?
A [ftZ] - Qexp [m] [2] (E.10)
. 60-144 k o\ (k+1)/(k=1) Ibf | | sec
CovPexp " =5\ 97RTeay (m)
Using again that
1-lbm 1 sec? £11)
L-lIbf g ft :
results in ,
A [ftQ] = Qeap <1> [Ibm] [ ft :| (EA2)
O s 6014 \/ 5 ( . )<k+1)/(k71> g) Lot | |sec?
DvPexp * = 9ZRTeqy \ K+1
Pulling g inside the radical and coelescing units, produces
Alr] = de (E.13)

(k+1)/(k—1) [ft2]
~ 50- +1 -1
CDvpexp ’ {60;44\/Zjo]fE:cP (Til) }

The term in curly braces evaluates as follows:

60 - 144 gk 2 (k+1)/(k—1) _ 60 - 144 (32'2) . (1.4) 92 (1.441)/(1.4-1)
p \ ZRT.p \k+1 = 0.0763 \/ (1) (53.3533) - (60 + 459) \ 1.4 + 1

= 2644 (E.14)

which is what is used in the code, i.e., the line originally presented in this appendix, rewritten as

21 Qexp 2
A [ft ] B CDvﬁe:cp - 2644 [ft ] (E19)
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Appendix F

Derivation of the Basic Shell-Full Model for
Pressure

When the Basic Shell Full model is used during a shell full condition, the pressure inside the tank is computed by
assuming the amount of liquid to be discharged is known; it is asumed to be the volume that the liquid would fill if
unconstrained by the tank minus the volume of the tank. The liquid discharge coefficient is used in that calculation.
The line of code to compute the required pressure is shown below.

pcom = pmin +
(pow (reql/ (720.0+«DischargeCoef_Lig*areq),2))/ (64.4xsplq);

The volume to be expelled is computed as follows:
regl = 0.9xreqgl+0.1x (TotalMass*splg-TankVolume_cufeet) /delt.
Ignoring for the moment the 0.9-0.1 relxation factors, this equation may be rewritten as

_ TotalMass - viig — Viank
N At

reql (F1)

3
Here, reql is the required liquid volumetric flow rate in a shell full condition. Renaming that variable to Q)4 {ft—} ,

min
the pcom equation from the line of code above may be written as

2
Qliq
720-Cpy,, Aareq

= ; F.2
pcom pmzn —"_ 644 . ’Uliq ( )
The derivation of this equation starts with the Bernoulli equation,
1 2
DPeom = Pmin + §pliqv (F3)
With units, it is
lof Iof] 1 lbm] [ ft 1°
Pcom |:ft2:| = Pmin |:ft2:| + §pliq |:ft3:| V |:SeC:| (F4)
The fact that 5
1 sec
(1-1bm) = (1- Ibf)—T (F.5)
g
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may be substituted to produce

lof Ibf]  1pu, (Iof sec?\ . o[ ft 1°
— | = Pmin | =5 = — — | V7| — F.6
Peom [ftQ] Prmin [ftQ] 3 g \f2 ft sec (F6)
Coalescing units, leaves
bf bf 1 prig . ,o | Ibf
Pcom |:ft2:| = Pmin |:ft2:| + 5 g V f,TQ (F7)
However, in the code, pressure is in psi, thus,
Ibof . Iof in? [bf |
Pcom |:ft2:| = Pcom |:m2:| : 144ft72 = Pcom * 144 _ft72_ (F8)

is substituted to produce o
bf

R bf R bf 1 plig 2
Peom - 144 [ﬁg] = Prmin - 144 [HQ] 3, v rd (F9)
Dividing through by 144 and expressing 144 as 12 squared,
) Ibf] . Ibf] 1 pug V2 [lbf
— | = Pmin | = = — | F.10
Pcom |:ft2:| Pmin |:ft2:| + 2 g 12 2 ( )
Or, using specific volume instead while substituting g = 32.2,
X Ibf . Ibf piig V2 [lof
—| = Pmin | — — |5 F11
Peom Lﬁ] Pmin [ftz] T ddu, 12 |2 (F11)

The units of velocity, V, is ft/min. It is the required volumetric flow rate divided by the area and the liquid discharge
coefficient, with factors to provide the appropriate conversion of units:

ft®
, |:ft:| Qlig [W} Qlig [ft] (F12)

sec] 6038 .Cp, - Aareaq [ft2] 60~ Cyy, - Aareag [min

Substituting that equation into Equation F.11 yields

X Ibf] . Iof 1 Qiiq 2 [ lbf
—| = Pmin | — — F13
Pcom [ftg] Pmin [ft2:| + 644055 (60 .12 'CDziq - Aareaq 2 ( )
or 9
X Ibf] . lof 1 Qiig Iof
— | = Pmin | — — F14
Pcom |:ft2:| Pmin |:ft2:| + 64.4Uliq (720 . CDliq . Aareaq ft2 ( )

which corresponds to the line of code originally cited,

pcom = pmin+ ( pow(regl/ (720.0+xDischargeCoef_Lig*areq), 2) )y /
(64.4+splq);
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Appendix G

Governing Equations for the Advanced TPS
Model

G.1 Convection and Radiation Communication Areas

The assumptions in the introduction of chapter 8 mean that an equation can be written that describes the area
of exposure between any two adjacent areas. We develop those equations here. To begin, A is the total area
represented. Ac; is the area of Layer i that is without voids while A(1 — ¢;) is the area of Layer i that has voids.
When considering the right-hand side of Layer 7, the area that is exposed to layers beyond Layer i+1is Ac;(1—cjt1).
Here, the first ¢; represents the non-void part of Layer i , where the (1 — ¢;1) represents the part of Layer i + 1 that
is void. Through this area, Ac;(1 — ¢;+1) , Layer i can exchange heat and radiation with Layer i + 2. But if Layer
1+ 2 also has voids in it, Layer 7 will exchange heat with Layer 7 4+ 3, and so on. For each layer j to the right of Layer
1, the area of communication between 7 and j is reduced by the amount of coverage of the layers between them. In
general, the communication area between the right side of Layer ¢ and the left side of Layers ¢ + 2, ¢ + 3, etc. are as
follows:

AR;Livo = Aci(1 — ciy1)Ciy2 (G.1)

where ARiLj is the communication area between the right side of 7 and the left side of 5. The communication area
between i and the left side of i + 3 is

ARiLivs = Aci(1 — cip1)(1 — cip2)ciys (G.2)
Likewise, for i and ¢ + 4 it is
ARiLivs = Aci(1 — ciy1)(1 — cip2) (1 — ciy3)Cita (G.3)
In general, the communication area between the right side of Layer ¢ and the left side of Layer 7 (j > ¢+ 1) is
AR,y = Acie TBZ; (1= cp) (G.4)

A similar exercise can be performed for the left side of Layer ¢ and the right side of Layer ¢ — 2. Their communication
areais

AR o = Aci(1 — ¢ci—1)ci—2 (G.5)
Likewise, for ¢ and ¢ — 3,
ALir, s = Aci(1 —¢i—1)(1 — ¢i—2)ci—3 (G.6)
And for Layer i-4, it is
ALRi_y = Aci(1 —ci1)(1 —ci2)(1 — ¢i-3)cia (G.7)
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164 G.2. Conduction Communication Areas

So, in general, the communication area between the left side of Layer ¢ and the right side of Layer j is

Apr; = AT (1= cx) (G.8)

G.2 Conduction Communication Areas

All areas, including the area in contact and the areas exposed to radiation and convective heat transfer, experience
conduction. The areas over which each of the three temperatures exist may be computed by considering the fractional
coverages as probabilities. For example, the probability at any point in the ¢ interface of Layers ¢ and ¢ + 1 being in
contact is the product of the probability of there being material present on Layer 7 (c;) with the probability of there
being material present on Layer z + 1 (c; + 1). Scaling this product by the total area considered yeilds the area of
the region in contact, Ac;c;+1. In a similar fashion, the area over which Ty, exists is the product of the probability
that material in Layer ¢ is present (c;) with the probability that material in Layer i + 1 is not present (1 — ¢;4+1). In
summary, the areas are as follows:

Temperature Joint Probability at a Point Scaled to Obtain Area

T; CiCit1 Acicit G.9)
Tkg, ci(1—ciy1) Aci(1 — ¢it1) G10)
T, ci(1—c¢i—1) Aci(1 —¢i—1) G11)

Table G.1: Computing Areas of Contact and Exposure Using a Joint Probability Approach

To determine the communication areas between two areas, one multiplies the two joint probabilities together
because doing so represents the probability of overlap. Table G.2 summarizes the results of this approach. The left
column describes the two areas that are overlapping; the third column is the area of overlap. The “Nomenclature”
column establishes a simpler notation that is used in subsequent equations. There are some subtleties to the notation.
First, the area connecting T; and T;_1, is reversible, e.g., A; ;—1 = A;_1,;. Using this fact, the A; ;_ variable can be
used to represent other combinations. Substituting ¢ 4 1 for i, A;1; = AC%+1Ci+2Ci = A; i+1. Another subtlety is
that the ¢ index on L and R in Ay, g is omitted since that conduction must occur on layer i. Likewise, the ¢ subscript
is omitted on R in A; g since it that conduction must be ¢ 4+ 1. And note that if the area connecting 7;_; and Ty,
is needed, ¢ — 1 can be substituted for 4, giving the quantity A;_1 r = Acl-_lcf(l — ¢i+1). Finally, the 7 subscript
on L is omitted in A; 1, since that conduction must be on <. It is worthwhile to make special notation for how these
values change at endpoints. Specifically, co and c,+1 represent the “coverage” of the non-existent layers adjacent
to the innermost and outermost layers, respectively. Hence, cp = ¢, +1 = 0. Thus, the above area values for these
endpoints are:

G.3 Heat Balance Equations

G.3.1 Area in Contact

For generality, consider interface ¢, which is the interface between Layer ¢ and Layer ¢ + 1. Since this area is in
contact, conduction is the only mechanism for heat transfer. A heat balance on the interface states that the heat
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Conduction Path  Joint Probability at a Point of | Scaled to Obtain Area Nomenclature

Connecting Overlap Occurring

T; and T;_4 cleip1cioa Acieiticia A; G.12)
Tyand TR, ., Ciczz+1(1 — Ciy2) Aci%2+1(1 — Cit2) Air G.13)
TLi and TRi 012(1 — Ci+1)(1 — Ci—l) Ac?(l — Ci—i-l)(l — Cz’—l) AL,R (G 14)
T’i and TLi C%Ci+1(1 — Cifl) AC?CH,l(l — Cifl) Ai,L (G15)

Table G.2: Computing Conduction Communication Areas Using a Joint Probability Approach

Area Value 7 }
Ai AC?CiJrlCZ;l 0 0
(G.16)
Air Acic?, (1 — ciy) Acic, 1 (1 — cig2) 0 G.17)
AL R Aci(1 = ci1)(1 = ¢im1) Aci(1 = ciy1) Aci(1-
ci—1) (G.18)
Ai,L AC?C/L'JF]_(]. - Cifl) AC?CZ;H(l - Cifl) 0 (G19)

Table G.3: Endpoint values for area

flowing into it must equal the heat flowing out of it. That requirement is embodied in the following equation:

k; k.
— AT — Ti—q) + — A (T — Tp,)+
w; w;
k: k.
DL A1 (Ty = Tigr) + —FL A g(Ty — T, ) = 0 (G.20)
Wi41 Wi+1

G.3.2 Right Side’s Exposed Area

Consider again interface 1, but this time, the part of that interface that is exposed due to a lack of coverage in Layer
1 + 1. Heat conduction still occurs to the left, but radiative and convective heat transfer occurs to the right. Again, a
heat balance on the interface states that the heat flowing into it must equal the heat flowing out of it. That requirement
is embodied in the following equation, where heat conduction to the left is represented in the first terms and radiative
plus convective heat flow is represented in the last terms:

k; k;
— A\ g(Tr, — Ty—1) + — A g(Tr, — Tr,)+
w; Wy

o (74 - 71,)
R, T 1/€Lk + 1

Z AR hik(Tr, —Tr,) + Z AR, L, e (G.21)

k=i+1 k=i+1

In the above equation, the radiative exchange is modeled as the exchange between two infinite parallel planes.
Behind this choice are the assumptions that the distance separating them is small compared to the communication
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166 G.3. Heat Balance Equations

area. Along with that assumption, the radiative and convective exchange between layers based on exposure of the
walls surrounding the voids is neglected.

G.3.3 Left Side’s Exposed Area

Now consider the layer on the right of interface i. Part of that layer will be exposed due to voids in Layer i. Analogous
to the above equation, heat conduction will occur to the right, while radiative and convective heat transfer will occur
to the left. The heat balance is in the following analogous equation:

— A (T, = T;) + —ALr(Tr, — Tr,)+
w; Wy
i—1 i~1 o (Tf. - T§k>
Arr hig(Tp, —Tr,) + Y ALR, - =0 (G.22)
; ol ¢ ; /e, + 1/eq, + 1

The same assumptions regarding radiative exchange for Equation G.21 apply here in an analogous way.

G.3.4 Boundary Conditions

Following the same methodology that is currently in AFFTAC, the following two boundary conditions are applied to
the above equations:

1. Inner Boundary Known Temperature Condition: This condition is applied by setting 77, = Tknown- Note that
a requirement of the model is that the innermost and outermost layers have 100% coverage. The value of
Trnown IS taken as the inner layer’s inner temperature from the previous time-step. The process of using this
old value is part of the current nonlinear lagging methodology in AFFTAC. So for Layer 1, Equations G.22 is
replaced with

TL1 = Trnown (G .23)

2. Outer Boundary Flux Condition: This condition replaces the conduction, radiation, and convection occuring
towards the right for Layer n with a heat flux that is based on the flame temperature and outermost layer
temperature. Thus, Equation G.21 for ¢ = n is replaced with

k; k;
—Ai—1,5(Tr, — Ti—1) + jAL,R(TRi —T1,) + Ao(er, Tr, — €fer, fTF) =0 (G.24)
(2

(2

The factor f is a shape configuration factor as discussed in chapter 5. Also, it is noted that because there is
100% coverage on this outer surface, T;,, = T, . This equation replaces Equation G.22 for ¢ = n.

3. Zero Coverage: Because no lateral conduction is built into the model, the model breaks down for small coverage
values. However, the model recovers its accuracy in the limit of zero coverage by setting the conduction region
temperatures equal to the radiating temperatures on the same surface (Equations G.25, below) and by setting
the exposed area temperatures for the layer with zero coverage equal to their counterparts on the neighboring
surfaces (Equations G.26, below).

So when ¢; = 0 in place of the conduction equations, we have:
T; - TLi+1 =0
T; 1 —Tg, , =0 (G.25)
And in place of the exposed areas’ radiation and convection equations, we have
Ty, — TR, =0
Tp, —Tr,,, =0 (G.26)

141
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G.4 Angular Dependence

There are two ways in which the TPS model is in effect during an AFFTAC simulation. First, the TPS model is used
to compute the updated outer surface temperature. In this situation, the interior boundary condition is applied as
a known value and the outer surface temperature (17) is determined by solving the system of equations described
above. Second, the TPS model is used in a heat balance equation for the innermost surface. In this second applica-
tion, the inner surface temperature T,, is not known. But in this situation, the most recent value for T},_; is used in
with the thermal conductivity and thickness to compute the heat flux entering the innermost surface from the outside.
This heat flux is balanced with the heat flux from the innermost surface to the vapor and liquid to compute 7,,.

In the Advanced TPS Model, these two areas of application remain unchanged in principle. However, this model
also admits the possibility that the coverage terms (c;, above) may vary with angle. Specifically, the user is allowed to
set up n, segments of the tank car wherein the ¢; array may have different values for each layer, 7 (see Figure G.1).
Therefore, in the implemented algorithm, the coverage array has two subscripts, the first for the angle region and the
second for the layer; for example, c,; is the coverage for Layer 7 in angle region a.

The angular dependence of the TPS does not affect the assumption that the inner tank wall temperature adjacent
to the liquid lading, which is equal to the liquid temperature, is uniform. However, it does affect the assumption that
the inner tank wall temperature adjacent to the vapor lading is uniform. Rather, an array of innermost temperatures
is introduced in AFFTAC; these values are determined using the procedure described in the first paragraph of this
section. Likewise, an array of outermost temperatures for this region are introduced; these are determined using the
procedure described in that same paragraph.

A ena

Figure G.1: lllustration of how the coverage values (c; ) can vary based on a user-specified number of angle bins.

G.5 Nonlinear Solver

Equation G.20-G.22 with boundary conditions Equation G.23-G.24 constitute 3n simultaneous nonlinear equations
for the 3n temperatures, 7;, 17, and Tg,, ¢ = 1,2, 3, ...,n, where n is the number of layers. These temperatures
are determined using the Newton-Raphson iterative method. To formulate that solver, functions are defined using the
heat balance and boundary conditions described earlier. Functions f}, f2, f2, which will be set to zero for each i,
are given in the equations that follow.
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168 G.5. Nonlinear Solver

Exposed Left Side Balance (G.27)
( TL,L- — Tknown i1=1
TLi - TRZ',l C; = 0

fl TL,’JTRmT' = . .
il R kfl.Ai (T, —T;) + k*Z.AL r(TL, —Tr,)

4 T4

o(Tf. .
+Z ALRk zk:(TL TRk)—I-ZZ, ALRkl/eLj—zl/eg]j—?—l:O 2<i<n

Exposed Right Side Balance (G.28)
5 A r(Tr, — Ti1) + 2 A p(Tr, — Tr,)+
n o Apphi(Te —T PAC ) 1<i
FA(Tr,, Tr,, T)) — > ki1 ARiLyhik( L4) + Dkt ARLy Ten 417, 1 <i<r

TLz — TRZ, C; = 0
A r(Tr, — Ti1) + AL R(Tr, — Tr,) + Ao(er, Tfy, — €ser, fTF)  i=n

(G.29)

Contact Balance (G.30)

kiA(T Tio1) + 5, ((Th — Tr,)+
Ml A1 (Ty — Tiyy) + 2t Air(Ty —Tr,,,) 1<i<n

Wi41 Wi+1
f?(TL“TR”ﬂ):
Ti — TLi+1 and 7—%71 — TRi—l C; = 0
,Ti — TRi 1=n
(G.31)
In so doing, the simultaneous nonlinear equations may be written as
fH T, TR, T;) =0, i=1,2,3,..n
ATy, Tr,, T;) =0, i=1,2,3,..n (G.32)
fi(TL Tr,,T;) =0, i=1,2,3,..n

and the Newton-Raphson algorithm for this system may be written as follows. Let I denote the iteration number, then
T/ =T, +61,, i=123,.n-1
T =Th +6p, i=123,.n-1 (G.33)
T =1+, i=1,2,3,.n—1
The deltas are the solution to the following linear system:

Jll J12 J13 (51""1 fl

g2t g2 g23 5I+1 _ f2 (G.34)
31 7132 133 3

J3 g2 g 51 +1 1,
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where the Jacobian entries are given by

of} af} afl

11 J 12 j 13 _ Y5

Jij = o Jii =arw Ji =T

of; of? af2

21 . g 22 _ 95 23 _ 915
Jij - BTng Jij ~ OTr, Jij = o1 (G.35)

of; of? or?

31 _ 32 _ 33 _
Jij = 9T, Jij = ITR; Jij = aT;

These entries may be evaluated analytically using Equations G.20-G.22. To assist with notation, it is helpful to review
and define the following to functions. The Kronecker delta, d;;, is unity if ¢ = j and zero otherwise. Second, the
integer unit step function, u; ;, is unity if 7 > 4 and zero otherwise. The entries of the Jacobian will now be derived
below.

First, to assist in the taking of partial derivatives, the functions are re-written with each term split apart and made
separate. The following terms are defined:

g
Fr, = Apg. G.36
RiLy RiLy Uen + 1/er, +1 ( )
g
Fr. r = Apg.
LRy RiLy 1/€Li+1/€p%+1
GR,L, = AR, Nk
GLir, = AL, ik
so that our nonlinear functions may be written as follows:
Exposed Left Side Balance (G.37)

(f% (Aiz + Aur) + Y40 GLiRk) Tr, + (22111 FLiRk> 17,

k; o i—1 o i—1 4 (ki g. ] .
fHTL, TR, T)) - (BALr) Tr = S Gra T = T Pram T, = (3 4i) T 1<i<n

TLi - TRi—l ¢ =0
TLZ' — Tknown =1
Exposed Right Side Balance (G.38)

N ZZ:@'—H GriTr, — ZZ:Z-H Fr;p, Ték
- (%AL,R) Tr, - (%(Aifl,z% +ALR) + 2k GRZ-Lk,) T,
+ 3 ki PR T, — (%Ai_m) Tia I<i<n

AT, Tr,, T;) =

Tr, — Ty ¢ =0

i+1

1% (Aifl,R + AL,R) Tg, — (%AL,R) T, — (%Ai—l,R) Ti—l)
‘f’AUERnT]%n - AEfﬁRnfT;} i=n
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170 G.5. Nonlinear Solver

Contact Balance (G.39)
(EA T, — (FieiA LT ki fg. 4 Fig. kit1 4. kivi A\ T
w; L) L wipg SR ) LR + w; £ + w; 2L + wipq ML + wip R ) L
(T, T, T;)= - (57142) Ti1 — <1IZZ:11 Ai) Titr l<i<n
Ti — TLi+1 and T%,1 — TRi—l C;, = 0
Tl‘ — TRi 1=n
(G.40)

Using the functions expressed as above, the Jacobian can now be written as follows:

First row of blocks:

afl (%(ALL + AL,R) + Z?c;ll GLmRk) dij +4 (Z;c;ll FLuRk) Tgiél}j l<i<n
[

1 _
J .
i j i=1
oo |- (%ALR) 0ij — Grom, (1 —uij) — (4Fp, g )TH (1 —uij) 1<i<n
i 0 1=1

off  (—FEiA, 16 1<i<n
g = 2l ] T L% = G.43
K oT; { 0 1=1 ( )
Second row of blocks:

of (GR;,;)tij—1— (4FRi,Lj)ngui.jfl - (%AL,R) bi; l<i<n

JZ?jl e v — 6%] C; = 0 (G44)
8TLJ. . )
— (UZAL,R) (52"]‘ 1=n

((%(Aifl,R + AL,R) + ZZ:Z'—I—I GRZ',L;C) 6i,j +4 (ZZ:H—I FRZ',L;C) T}?%].éi,j 1<i1<n

af?
22
15 ot 8i,j+1 ¢ =0
’ %(Ai—l,R + Ar,R)0i; + 4AO‘€RjT}%j 8i i=n
(G.45)
ki
JZQJB _ 8fi2_ T, i—1,R0i—1; 1<i<n .46
ol | = Ai—,ROi—1; =
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Third row of blocks:

—ZL A6 1<i<n
8 3 w; 1,L04,j5 =
Li —0i -1 ci =0
g OfF [ -iBApdi i 1<i<n (G.48)
v aTR7 _5i,j*1 1 =norif C; = 0
8f3 %(Al + Ai,L)éi,j + f}’:rll (Ai+1 + Ai,R)(s’i,j — %A@'(Si,jJrl — %Awrléi,jfl 1<i<n
3= o= 0;,j and d; j—1 ¢i=0
J 3i.j i=n
(G.49)

The above expressions for the Jacobian are cumbersome from a programming standpoint. A more helpful represen-

tation is as follows: First row of blocks:

% (AiL+ ALr) + Y Gmm) +4 (2221 FLi,Rk) Tp, 1<i<n

Diagonal entry: (—
g _ af} g Y- s _
9 oTy. Diagonal entry:1 =0
! Diagonal entry:1 i=1
(G.50)
. 8f1 Diagonal entry: — (%ALR) Before the diagonal: — GL,,RJ» — 4FLZ.’RJ.T§J_ 1<i<n
— (A .
Jij = OTr. Diagonal entry: — 1 c; =0
! Diagonal entry: 0 i=1
(G.51)
of} Diagonal entry: — %24, ;, 1<i<n
13 — b — wy i,L - 2
Jij oT; { 0 - (G.52)

Second row of blocks:

Diagonal entry: — (%ALR> After the diagonal: — (Gg, L;) — 4FRZ.7LJ.T2]_ 1<i<n

o2
Jo = Mf@ = After the diagonal: — 1 ci=0
L, 4 .
! Diagonal entry: — (%AL,R) i=n
(G.53)
8f2 Diagonal entry: w (Ai—LR + AL,R + ZZ:iJrl GRi,Lk) +4 (ZZ:PA FRiva) Tg] 1<i<n
JZ?]? — 6TZ = Diagonal entry: 1 ¢i =0
R; Diagonal entry: %(Ai_LR + Arg) + 4AaeRjT%j i=n
(G.54)
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172 G.5. Nonlinear Solver

72 _ 8f2.2_ One entry before the diagonal: — % i-1,R 1<i<n (G.55)
E 0T} One entry before the diagonal: — % i—1,R i=n '
Third row of blocks:
a3 Diagonal entry: — % oL 1<i<n
L Diagonal entry: — 1 ci—1=0
o3 One after the diagonal: — %ALR 1<i1<n
J = aTZ = Diagonal entry: — 1 i=n (G.57)
B Diagonal entry: — 1 ifc;ii1 =0
Diagonal: £4(A; + A; 1) + = (Aig1 + A; p) 1<i<n
73 (9fi3: Diagonal-1 — %Al 1<i<n (G.58)
Yo oT; Diagonal+1: — Z’;ll Aiv1 1<i<n
Diagonal: 1 ifi=mn,c; =0,0rc_;1 =0
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Appendix H

Derivation of the Volumetric Expansion
Equation

The volume of the tank increases for two reasons: (1) Internal pressure, the effect of which is modeled using Hooke’s
Law for elastic strain, and (2) Linear thermal expansion. In representing these two causes of expansion, we also
must consider their effects in two directions: (1) Radial expansion, or in other words, expansion of the circumference
of the tank, and (2) Expansion axially along the length of the tank. Thus, combining these ideas, there are a total of
four aspects to consider, which we will do in turn, below.

To compute the elastic radial strain, we consider stretching in the circumferential direction, where the new circum-
ference, C., in terms of the original circumference Coyyiginai is Ce = Coriginal(1 + €.) Where € is given by Equation
14.10. Substituting C' = 27r for circumference, we obtain . = Tom‘gmal(l + €.) as the new radius due to elastic
stretching. Stretching in the axial direction, along the length, L, of the tank is, similarly, Le = Loyiginai(1 + €a)-

To compute the thermal radial strain, we consider thermal expansion of the circumference. Using Equation 14.5
for the ratio of the hot to the cool length, the new circumference due to thermal expansion is Cr = CmgmalRT(T),
which means that rr = Tom‘gmalRT(T)- Likewise, thermal strain along the length produces the new length L =
Lom’ginalRT(T)-

Thus we have derived the equations for the four aspects mentioned at the beginning of the appendix. They are
summarized in Table H.1. To derive the equation for the total volumetric expansion, we consider the elastic and

Elastic Strain (Hooke’s Law) ‘ Thermal STrain

Radial (Circumferential) Te = Toriginal(1 + €c) 7 = Toriginal R (T)
Longitudinally (Axially) L. = Loriginal(l + Ea) Ly = Lom’ginaZRT<T)

Table H.1: Radial and lognitudinal strain relationships

thermal processes sequentially. In other words, to compute the radius 7.ompined @and length Leompined due to the
combined effects, we combine the changes in sequence, as,

Tcombined =1hermal Process (Elastic Process (7originiai)) (H.1)
= Thermal Process (7original (1 + €¢))
= roriginal(l + EC)RT (T)
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Lcompined = Thermal Process (Elastic Process (Loriginial)) (H.2)
= Thermal Process ((Loriginal (1 + €a))
= Lom’ginal(l + Ea)RT(T)

Using those results, the new volume of the tank is computed as follows:

‘/combined =T (rcombined)2 (Lcombined) (HS)
=T (roriginal(l + EC)RT<T))2 (Loriginal(l + ea)RT(T))
= V;)riginal(l + 66)2(1 + EG)RT(T)g)

Upon substituting for R(7") from Equation 14.5 into the above equation, we obtain the desired result of Equation
14.12.
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