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OVERVYIEW

The U.S. Congress directed the U.S. Department of
Energy (DOE) to include in the Viability
Assessment (VA} for a repository at Yicca
Mountain, Nevada,

...a total systemn performance assessment
based upon the design concept and the
scientific data and analysis available by
September 30, 1998, describing the
probable behavior of the repository in the
Yucca Mountain geological setting relative
to the overall system performance
standards. {(Energy and Water Devel-

opment Appropriations Act 1997)

This volume presents the results of the Total
Systerm  Performance  Assessment  (TSPA)
conducted for the VA. This TSPA is one of an
iterative series of analyses conducted for Yucca
Mountain over the life of the Yucca Mountain Site
Characterization Project (YMP). The next TSPA
in the series is planned to support the Secretary’s
decision on site recommendation and the License
Application {LA).

The TSPA for the VA (TSPA-VA) analyzes the
probable behavior of the reference design for the
engineered repository components in the expected
natural conditiens at the Yucca Mountain site. It
also includes sensitivity and uncertainty analyses
to illustrate the relative importance of the various
TSPA components and parameters. This aspect of
the TSPA is particularly useful as a management
tool for identifying and prioritizing future work, as
reported in Volume 4.

This veolume summarizes the TSPA work
petformed for the VA, Readers wanting all of the
supporting information on how the TSPA for the
VA was developed and performed are referred to
the Toial System Performance Assessment-Viability
Assessment {(TSPA-VA)} Analyses Technical Basis
Document (CRWMS M&O 19981).

HOW THE TOTAL SYSTEM
PERFORMANCE ASSESSMENT YOLUME
IS ORGANIZED

Overview-This overview presents a summary
explanation of TSPA, the general role of TSPA in
repository development, the contents of the TSPA
for the proposed repository system at Yucca
Mountain. The section then summarizes results of
the TSPA, and provides a perspective on the work
remaining to support a decision on site recommen-
dation and the LA.

Section 1-General Description of the TSPA
Process. Because the subject of TSPA is both
important and complex, Section 1 explains in some
detail what TSPA is and why it is applicable
to repository development and also discusses,
from the perspective of the intemational radio-
active waste management community, the general
approach for performing a total system perfor-
mance assessment.

Section 2-Yucca Mountain TSPA for the.
Viability Assessment. This section states the
cbjectives of the TSPA for the VA and then
describes the specific way in which the general
TSPA approach was adapted for the TSPA-VA.
Next is a general description of how, based
on current knowledge, the repository system is
interpreted and represented in the TSPA. This
description traces the eventual release of radio-
nuclides to the biosphere in terms of the four key
attributes of the repository safety sirategy. The
section then explains the method applied to
actually build the computer model used for the
TSPA, and how the uncertainty and the variability
were treated in the analyses. It concludes with a
synopsis of TSPA results.

Section 3-Development of the TSPA-VA
Components. The entire systemn that comprises
the TSPA-VA is represented as a series of models
or TSPA “components” representing the processes

that are expected to influence the system perfor-

mance. This section presents a detailed description
of how each component was developed and also
provides some results of analyses for specific
aspects of individual components.
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generally the most compact or abstracted models of
all. Abstraction is necessary for many reasons.
One of these reasons is that many of the models are
much too large to be run efficiently even on very
large computers.

The TSPA must be probabilistic (as opposed to
deterministic) to capture the uncertainty and
variability in the behavior of the repository system,
and thus to determine what is the “probable”
behavior of the system under defined conditions.
The models are ran many times using many combi-
nations of parameters. Each of the combinations of
parameters has some definite possibility of repre-
senting the actual performance of the repository.
These probabilistic analyses are intended to reflect
the range of behaviors or values for parameters that
could be appropriate, knowing that perfect or
complete knowledge of the system will never be
available and that the system is inherently variable.

A final reason to use abstraction is that, in some
cases, an overly complex model would over-
represent the actual state of knowledge about a
process, so a simpler model is more appropriate.

The visualization of the TSPA process is shown
in Figure O-2. Here, collection of site data and
incorporation of the data (or estimates, where data
are not available) first into conceptual models, then
into mathematical equations, next into computer
{numerical) models, and, finally, into a total system

-model is illustrated. The figure is a more graphic
representation of the process that is depicted using
the TSPA pyramid in Figure O-1.

HOW THE REPOSITORY SYSTEM IS
VISUALIZED IN THE TOTAL SYSTEM
PERFORMANCE ASSESSMENT FOR THE
VIABILITY ASSESSMENT

In general, the repository system is visualized as a
series of processes linked together, one after the
other, spatially from top to bottom in the mountain.
From a computer modeling point of view, it is
important to break the system into “bite-size”
portions that relate to the way information is
collected. In reality, the operating repository

system will be completely interconnected, and

essentially no one process will be independent of
other processes. However, the complexity of the
systemn demands some idealization of the system be
developed for an analysis to be performed.

The component models are shown on Figures O-3
through O-7 in their relative spatial sequence.
Each model in the sequence provides input to the
model following it and receives the output of the
preceding model or models. The shape of the
component model icons shown on these figures is
determined by the key attribute of the repository
safety strategy they feed. As discussed in
Section 2.2.1, the four key attributes are the
following:

+ Limited water contacting waste packages
* Long waste package lifetime

» Slow release of radionuclides from waste
package

* Reduction in the concentration of radionu-
clides during transport from the waste
package

An additional set of icons is used to depict the
models associated with off-normal or disruptive
events like volcanism, seismicity, nuclear criti-
cality, and human intrusion. These events, if and
when they occur, would affect the nominal case
processes. The details of the model construction
and the input and output parameters are contained
in Section 3. The following is an abbreviated
description of the expected behavior of the major
components.

Limited Water Contacting Waste Package. The
changes in climate over time provide a range of
conditions that determines how much water falls
onto the ground surface and infiltrates
{(Figure O-3). Based on current scientific under-
standing, the assumption in the TSPA is that the
current climate is the driest that the Yucca
Mountain site will ever encounter. All future
climates are assumed to be either similar to
current conditions or wetter. The water that is not
lost back to the atmosphere by evaporation or
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Long Waste Package Lifetime. Because the
repository is located above the water table in the
unsaturated zone, the most important process
controlling waste package lifetime is whether or
not water drips on the package (Figure O-4). The
location of the seeps providing dripping water
depends to some extent on the natural conditions of
the rock but also on the alterations caused by
repository construction.  Alterations such as
increased fracturing may be caused by mechanical
processes related to driiling the drifts or by thermal
heating and expansion of the drift wall. The alter-
ations in the seepage can also be caused by
chemical alterations occurring as the engineered
materials dissolve in water and re-precipitate in the
surrounding rock, closing the pores and/or the
fractures. The chemistry in the drift is continually
changing because of the complex interactions
among the incoming water, circulating gas, and
materials in the drift {e.g., concrete from the liner
or metals in the waste package). The chemical
evolution is strongly influenced by heat during the
thermal pulse,

In the reference design, the radioactive waste
emplaced in the repository will be enclosed in a
two-layer waste package. The layers will be
constructed of two different materials that are
expected to fail at different rates and from different
mechanisms from each other as they are exposed to
various repository conditions. The outer layer is
made of carbon sieel and the inner layer of a high-
nickel alloy metal. Where water drips onto the
waste packages, the packages comrode and
eventually are breached. The breaches are thought
to occur as deep, narrow pits or as broader areas
called patches. The changing thermal, hydrologic,
and chemical conditions in thec repository all
influence the corrosion rate of the waste packages.

Slow Release of Radionuclides from Waste
Package. When water eventually enters a waste
package through the patches or pits, it can contact
the spent nuclear fuel contained within the waste
package. The magjority of radioactive wasie
material comes from commercial reactors, but
there is also some material in the form of defense
high-level radioactive waste and DOE reactor
fuels. However, the influence of the commercial

spent nuclear fuel dominates long-term perfor-
mance of the repository system, so waste from
other sources is not included further in this
overview discussion.

The water first contacts the very thin layer (about
(0.7 mm) of a zirconium alloy that covers the
surface of most of the fuel elements. This layer,
called cladding, must be breached by mechanical
or chemical processes before the radioactive fuel
pellets can be exposed. Then the individual fuel
elements start to degrade, making the radionuclides
available for transport away from the waste form
(Figure O-5). The degradation process may
involve several stages because the waste forms are
sometimes altered to different chemical phases
before they reach a phase that will allow the
nuclides to be released from the waste. Also,
different radionuclides have different chemical
properties themselves, 5o the reaction rates of the
individual nuclides with water are greatly variable.
In general, however, once the waste form begins to
alter, it takes about [,000 years for the commercial
waste forms to completely degrade. The result is
that certain nuclides are released much eariier than
others are. The resuits of the TSPA show this
effect, as different nuclides become the key
contributors to dose rate over time.

To move out of the waste package, the radionu-
clides are either picked up and carried away from
the waste form in flowing water or they move in a

thin film of water by diffusion. To escape, the
nuclides must exit through a pit or patch in the
waste package and move out into the waste
emplacement drift.

Low Concentration of Radionuclides During
Transport.  After escaping from the waste
package, the radionuclides can then advance
through materials on the drift floor, which are
mainly concrete and the corrosion products from
the waste package. At this point, the nuclides may
either adhere to some of the materials on the drift
floor, continue to move in the water, or become
attached to extremely small particles of clay, silica,
or iron called “colloids.” Because of their
molecular eharge and physical size, these colloidal
particies move through the rock mass under the
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repository somewhat differently than noncolloidal
particles.

The radionuclides move downward beneath the
repository at different rates based on the chemical
characteristics of the nuclides and of the rock they
are passing through and on the velocity of the
water in which they are contained (Figure O-6).
The rock underlying the repository is unsaturated,
and the water movement behaves as described
earlier. Some water moves rapidly in fractures and
some much more slowly in the rock matrix. The
transport rate also depends on the tendency of the
individual nuclide to interact with the rock through
which it moves. Some radionuclides adhere to
some minerals in a process called sorption and are
bound in the rock for long periods. Sorption can be
irreversible in some instances, and the nuclide is
bound permanently in the rock. In other cases, the
nuclides may desorb at a future time and again
move through the system. Other types of nuclides
move more quickly through the rock with little or
no interaction that delays their transport.

When the radionuclides reach the water table, they
are caught in the saturated zone flow system.
Beneath Yucca Mountain, the water in the
saturated zone flows in a generally southerly
direction toward the Amargosa Valley. Nuclide
sorption also occurs in the rocks and alluvium
along the flow paths in the saturated zone.
Because of the differences in chemistry between
the unsaturated and saturated zone rock and water,
the rates, durations, and nuclides involved in
sorption are different for the two regions. As the
radionuclides move in the saturated zone along
different paths and through different materials,
they gradually become more dispersed and the
concentration of the nuclides in any volume of
water decreases.

If the radionuclides are pumped cut of the saturated
zone by water wells, the radioactive material can
cause doses to humans in several ways. For
example, the water from the well could be used to
irrigate crops that are eaten by individuals or
livestock; to water stock animals that provide milk
or meat food preoducts; or to provide drinking
water. Also, if the water pumped from irrigation

wells evaporates on the ground surface, the
nuclides may be left as fine particulate matter that
could be picked up by the wind and then inhaled by
hurnans.

Disruptive Events. The key attributes of the
system, given in the previous sections, describe the
continually ongoing processes that are expected to
occur in and around the proposed repository
system. The term used to dencte the sequence of
anticipated conditions is “nominal case.” In
contrast, ‘disturbed case” refers to discrete,
unanticipated events that disrupf the nominal case
system (Figure O-7). The disruptive events
include the following:

» Formation of a volcano through or adjacent
to the repository

» Earthquake
+ Human intrusion inte the repository
» Nuclear criticality

Yucea Mountain is in a terrain that has experienced
voicanic activity in the geologic past. The rocks in
which the repository will be constructed are
volcanic in origin. However, scientific studies of
the timing, volume, and other aspects of volcanism
have concluded that volcanic activity in this area
has been waning in the recent geologic past
and that the probability of volcanic activity as a
repository-disturbing event is highly unlikely.
However, for completeness, part of the TSPA
analysis is an assessment of the consequences of a
small cinder cone formed by a dike that flowed up
through, or close to, the repository drifts.

In contrast, earthquakes happen frequently in

and around Yucca Mountain. The effects of an
earthquake important to postclosure repository
performance primarily result from ground motions
rather than from direct offset along a fault. The
primary effect of ground shaking is to hasten
rockfall into the drift.

Human intrusion is treated in a very simplistic
manner as an event in which the contents of a
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waste package are released to the water table
through the borehole of a well drilled directly
through the repository. Providing a “reasonable”
(i.e., testable) forecast of future human activity is
very difficult, if not impossible. The impact of
such human intrusion is not included directly in the
final presentation of results but is cornpared against
the TSPA results to determine the potential level of
influence. In other words, the probability of
human intrusion occurring is assumed to be
absolute, so it is simply the possible consequences
that are evaluated.

In the TSPA calculations, the effects of nuclear
criticality are assessed in the waste package and in
the rock surrounding the repository. In these
analyses, a series of unlikely events is assumed to
occur. These unlikely events (such as filling the
waste package with water or concentrating specific
radionuclides in the rock mass)} lead to the concen-
tration of certain nuclides, that, in specific low
probability environments, might lead to a nuclear
criticality. The result is a change in the nuclear
material to more highly radioactive forms. The
introduction of these new radionuclides into the
source term is then compared against the base case
to determine if the reiative change in dose rate is
significant.

RESULTS OF ANALYSES

Although the TSPA is usually discussed in terms of
a sequence of processes linked cne after the other
in space (as described in the earlier section), this
approach does not readily convey how all of the

processes evolve with time. This next section
describes the results at various time intervals of
interest, attempting to show the evolution in both
time and space for the reference design and for the
range of nominal-case conditions. However, the
assumptions underlying the modeling development
drive the results. Different sets of assumptions can
give different results. The intent of this TSPA 1s
not only to show how the system is thought to
behave but also to provide information on how
much uncertainty is associated with each TSPA
component, as discussed later. Many of the results
shown include a great deal of conservatism and

also some large ranges of uncertainty. These areas .

of conservatism and uncertainty will help drive the
specific issues that the YMP will address in the
time before the LA. The results discussed below
focus on the forecasted average behavior of the
system. This average behavior by itself cammot
fully represent the ranges of uncertainty and
variability in the system and its possible future
states. The full range of behavior is discussed in
Section 4.

One aspect of the system that is often unclear is
that, while results of the analyses are presented so
that they show how the system fails over time,
there are even larger parts of the system that
remain essentially unaltered. Although this fact is
reflected indirectly in the results, it is rarely shown
explicitly. The sequence of results in the Figures
0-8, 0-9, O-11, and Q-12 show schematically
what a waste package might look like at certain
time periods. However, the schematics are only
representative of those packages that experience
dripping water. The percentage of all packages
that experience significant corrosion of the
resistant inner high-nicke! alloy layer is expected
to be small. Even though the location and number
of seeps changes with time, the majority of
packages will likely never experience any signif-
icant seepage at all, even in a million years. Most
packages will continue to look essentially like the
one depicted in Figure O-8 and not like the ones
shown in subsequent figures depicting the TSPA
results.

Waste Emplacement to Several Thousand Years
after Repository Closure. As the waste packages
are emplaced in the drifts, their combined heat
output causes the drift-wall temperatures to rise
and the water and gas in the rock is driven away
from the repository. This process progressively
dries out the rock mass farther and farther away
from the repository. At 100 to 200 years after
closure, the surfaces of some of the individual
waste packages start to cool below boiling, and the
hurnidity in the drift climbs from preclosure values
of about 50 percent to nearly 100 percent
Depending upon the local conditions around each
waste package, the degradation of the carbon steel
outer layer begins somewhere between a hundred
years and several thousand years. The fluids that
















Total System Performance Assessment
Volume 3

any one time and to help determine when new
information is unlikely to change the results signif-
icantly. In other words, TSPA is a too] that is used
to help answer the question “when is enough,
enough?” It will never be possible, or necessary, to
delete all uncertainty from the TSPA analyses. The
forecasts based on the TSPA analyses will always
be subject to uncertainty about future events and
conditions. They will also depend cn the natural
variability in the site and design compcnents. The
information and understanding about the Yucca
Mountain site and the design elements of the
proposed repository has progressed a great deal in
the past few years. The information has come from
many sources, including site and laboratory inves-
tigation, computer simulations, and expern
judgment.

However, there are still some important areas in
which additional work could decrease uncertainty
about specific processes that are important to
repository performance. This can be accomplished,
in part, by performing uncertainty and sensitivity
analyses. They are the mechanism for aiding
management in determining where more infor-
mation is needed for the LA, or conversely, where
existing information is adequate, or that additional
data are unlikely to change the results. There are a
number of ways to gain additional cenfidence.
From a site-characterization perspective, adding
confidence can include the fellowing:

additional, highly focused
site to obtain specific

+ Conducting
studies at the
information

Surveying the national and international
scientific literature to glean additional
relevant information

+ Conducting studies of natural analogs where
nature has already performed the experi-
ments in the earth over geologic time scales
(the Oklo natural nuclear “reactor” in Gabon
is such an example)

The design organization may alse develop and
implement different or additional engineered struc-

tures or components to deal with aspects of the
natural System where uncertainty cannot be
decreased for any number of reasons. In these
cases, additional studies also may be done to
ensure that the behavior of the engineered
constituent in the range of natural conditions is as
expected.

The sensitivity of repository performance to any
specific type of information strongly depends on
the way performance is being measured. The
question to be answered, in terms of how perfor-
mance is being measured determines the relative
importance of the components. An example of
how different performance criteria change the
relative importance of the various parts of the
system is shown by the variability in the specific
TSPA parameters’ importance at different times. A
different suite or priority of parameters is seen in
the uncertainty analyses for 10,000 years versus
those for 100,000 or I million years.

Mathematical methods of assessing parameter
sensitivity, sueh as regression analyses, are used in
the TSPA. In general, the sensitivity analyses do
not show, in an absolute sense, the paramcters that
are most important to performance. Rather, they
show, in a relative way, the parameters in which
uncertainty most affects the results. In some cases,
if future studies could reduce the range in uncer-
tainty, the parameter might no longer appear as a
parameter to which performance 1s highly
sensitive. Conversely, if a parameter or component
is assigned an inappropriately low uncertainty
range, it might not show up as a particularly
important parameter. These analyses must be
performed with care to gain the necessary under-
standing about the parameters that are most
important to actual repository performance and to
identify those parameters that need additional
study to achieve the confidence to support the LA.
The results of the TSPA uncertainty and sensitivity
analyses are provided in the next section in the
context of the work that is most important for
improving the confidence in the TSPA for the site
recommendation and the LA.
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GUIDANCE FOR THE LICENSE
APPLICATION

This last section focuses on the additional areas
where work could increase confidence in certain
processes and parameters for the LA, The focus
for additional work is directed at the site character-
ization, design, and performance assessment
organizations. For each change in the represen-
tation of a natural process or an engineered barrier,
the change must be implemented in the TSPA
models. Each TSPA model must then be tested to
make sure that it is an adequate abstraction of the
best understanding of the important features of the
process if represents.

Based on the sensitivity and uncertainty analyses
of the TSPA results {discussed in Sections 5 and 6
of this volume) and also based con the judgment of
the TSPA analysts {discussed in Volume 4}, the
following aspects of the TSPA components have
been deterrnined to be most significant to the dose
rates at 20 km (12 miles) from the Yucca Mountain
repository. In some cases, the TSPA results point
to very specific aspects or parameters used to
represent the TSPA components, which, in turm, are
captured in the principal factors of the repository
safety strategy. Where this information is a subset
of a principal factor, the factor with which it is
associated is shown in parentheses. The results are
shown for three different time periods, since the
relative importance of different aspects of the
modeled system changes as the system evolves.

Postclosure to 10,000 Years after Closure

« Availability of water to contact the waste
- package {seepage into drifts}

« Occurrence of premature package failures
(loss of integrity of outer waste package
barrier or of inner waste package barrier due
to manufacturing flaws or mechanical
effects)

» Rates of waste package degradation {loss of
integrity of outer waste package barrier or
of inner waste package barrier due to
genvironmental conditions)

» Rate of cladding failure (integrity of spent
nuclear fuel cladding)

* Availability of water to contact exposed
waste form surfaces

» Timing and magnitude of climate change
{precipitation and infiltration to depth)

¢ Degree of mixing in the unsaturated zone
10,000 to 100,000 Years after Closure

« Fraction of waste packages under seeps
(dripping onto waste packages)

+ Rate of waste package degradation

« Amount of water seeping into the drifts
(dripping onto waste packages)

+ Rate of cladding degradation (integrity of
spent nuclear fuel cladding)

« Dilution of nuclides in the unsaturated and
saturated zones (transport through the unsat-
urated zone, transport in the saturated zone)

* Solubility of neptunium-237

* Formation and transport of radicnuclide-
bearing colloids

» Biosphere dose conversion factor
100,000 to 1 Million Years after Closure

« Fraction of waste packages under seeps
{dripping onto waste packages}

* Timing and magnitude of superpluvial
climate (precipitation and infiltration to
depth}

+ Rate of waste package degradaticn {integrity
of inner waste package barrier)

« Amount of water seeping into the drifts
{dripping onto waste packages)
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* Amount of water seeping into the degraded
waste packages (seepage into waste
package)}

¢ Cumulative amount of degraded cladding
(integrity of spent nuclear fuel cladding)

» Dilution of nuclides in the unsaturated and
saturated zones {transport through the unsat-
urated zone, transport in the saturated zone}

* Neptunium solubility

» Biosphere  dose  conversion  factors
{biosphere transport uptake)

The details about which TSPA parameters that
feed these factors could be improved is contained
in different parts of this document, including
Sections 3, 4, 5, and 6. Prioritization of those
factors, using input from the TSPA-VA results and
other considerations, such as cost, schedule, as
well as the plang to address these important param-
eters and factors is contained in Volume 4.
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I. INTRODUCTION

This volume reports the development of TSPA for
the VA. This first section defines the general
process involved in developing any TSPA, it
describes the overall TSPA process as implemented
by programs in the United States and elsewhere in
the world, and discusses the acceptability of TSPA
as a process or tool for analyzing a nuclear waste
repository system.

Section 2 discusses the more specific use of the
TSPA process for the TSPA-VA for Yucca
Mountain, including goals, approach, and methods.
It also includes a very brief synopsis of TSPA-VA
results. Section 3 bricfly discusses each of the
component models that comprise the TSPA-VA.
Each TSPA component model represents a discrete
set of processes. The TSPA-VA components are:
unsaturated zone flow, thermal hydrology, near-
field geochemical environment, waste package
degradation, waste form alteration and mobili-
zation, unsaturated zone transport, saturated zone
flow and transport, and biosphere. For each of
these components, this section intreduces the
conceptualization of each individual process,
describes the data sources, and discusses model
parameter development and computer methods
used to simulate each component. Section 4
explains the mechanics of how the individual
TSPA components were combined into a “base
case” and then provides the “expected value”
results of a deterministic base case analysis.
Section 4 also centains a description of the proba-
bilistic analyses and results that help determine
the relative importance of the various TSPA
components and the data used to describe the
components.  Section 5 addresses sensitivity
studies run for each of the TSPA components to
understand how uncertainty in various parameters
within a component change the TSPA results.
Section 6 presents the findings of the sensitivity
studies run on the various components in Section 3,
and pricritizes the findings of the entire set of
uncertainty and sensitivity studies of the compo-
nents relative to each other. Section 6 also
discusses the DOE assessment of potential activ-
ities to increase the confidence in future TSPAs
based on the results of TSPA-VA, gives a synopsis
of the insights provided by the TSPA Peer Review

Panel, includes a discussion of comments received
by DOE from NRC, and closes with concluding
remarks.

1.1 DEFINITION OF PERFORMANCE
ASSESSMENT AND TOTAL SYSTEM
PERFORMANCE ASSESSMENT

Performance assessment and TSPA are terms with
very specific meanings in the high-level radio-
active waste management community. The process
of constructing and implementing a TSPA is often
described as a pyramid, where detailed information
representing the various processes and components
of a total system are distilled and linked into
progressively more abstracted models used to
analyze system performance.

1.1.1  Explanation of a Total System
Perfermance Assessment

Performance assessment is a method of forecasting
how a system or parts of a system designed to
contain radioactive waste will behave over time.
Its goal is to aid in determining whether the system
can meet established performance requirements. A
TSPA is the subset of performance assessment
analyses in which all of the components of a
system are linked into a single analysis.

The word “forecast” rather than “predict” is used to
describe the expected outcome of a TSPA.
“Predict” implies “inference from facts or accepted
laws of nature.” Forecast has a similar meaning
but also implies anticipating eventualities and
differs from predict in being wsually concemed
with probabilities instead of certainties (Merriam-

Webster 1993, p. 457). As discussed in Section
1.3, incorporation of probabilities and uncertainty
1s a critical aspect of TSPA, which allows determi-
nation of reasonable assurance, as defined by
regulatory agencies. However, it must be noted
that NRC uses the term “predictive models” to
express uses what NRC anticipates in 10 CFR
60.102 (a)(2).

The process of performance assessment is
somewhat different from a safety assessment and a
probabilistic risk assessment. Safety assessments
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behavior may be described by linking models
together into representations, as described in
Section 3; at this point performance assessment
modeling is usually thought to begin. The term
“abstraction” is used at this point to indicate the
extraction of essential information. The TSPA
maoadels are usually referred to as abstracted
madels.

The upper level shows the final level of distillation
of information into only the most critical aspects o
represent the total system. At this point, all of the
models are linked together, as discussed in
Sections 3.3 and 4.1. These are the models used to
forecast system behavior and estimate the
likelihood that the behavior will comply with
regulations and ensure long-term safety.

As information flows up the pyramid, it generally
is distilled into progressively more simplified
forms, or becomes more abstracted, as indicated in
Ficure [-1. However, abstraction is not synon-
ymous with simplification. If a particular
component model can not be simplified without
losing essential aspects of the model, it ceases to
move up the pyramid and becomes part of the
TSPA calculation tool. Thus, an abstracted model
in a TSPA may take the form of something as
simple as a table of valuex that were calculated
using a complex computer model, or the
abstraction may take the form of a fully three
dimensional computer simulation. It must be noted
that even the most complex models of specific
processes are still an abstraction of reality.

There are also some considerations that dictate the
level of complexity used to represent a process.
One is the sensitivity of the results of the TSPA to
that particular process. The more sensitive the
process or parameter, the more detailed the model
representation tends to be. However, the degree of
complexity is also limited by the state of
knowledge concerning the model. It is very
impoertant not to misrepresent the degree of under-
standing about a process by embedding it in an
overly complicated computer model.

1.2 PHILOSOPHY OF TOTAL SYSTEM
PERFORMANCE ASSESSMENT

The TSPA has become the internationally recog-
nized method for analyzing system behavior for
nuclear waste repositories. It is important te
understand why TSPAs are performed, the unique
nature of a TSPA compared to other types of
analyses, and why the confidence in TSPA as a
process has been established at such a global level.
1.2.1 Why Total System Performance Assess-
ments Are Performed

Performance assessments are used to forecast how
a specific systemn and all of its components evolve
over time. Comparing the results to performance
requirements allows analysts to estimate whether
the amount of harmful matertal that may become
accessible in the environment is acceptably low.
The requirements, usually in the form of regulatory
criteria, are generally established by governmental
oversight agencies. The ultimate determination of
whether a system complies with the requirements
lies with the legally responsible regulatory group.
The task of those proposing a nuclear waste repos-
itory is to provide reasonable assurance that the
safety standard will be met, which in turn requires
that they

* Understand the proposed system and all of
its components

+ Can demonstrate the capability to model the
system

» Can adequately account for and treat the
uncertainties in the analysis

» Can show that the information in the model
provides reasonable assurance that safety
standards will be met

In addition to providing a tool for determining
whether a system meets regulatory requirements,
TSPA also provides a rigorous method for aiding
management in establishing the priority of infor-
mation-gathering  activities during the site
selection, site characterization, and design phases.
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As more information is gathered, the TSPA process
iterates to incorporate revised and updated infort-
mation into successive TSPA medels and allows a
program to progress toward more reasonable and
defensible total-systemn models. Results of each
TSPA, particularly the sensitivity and uncertainty
studies, provide information about the relative
importance of ongoing or proposed infcrmation-
gathering activities addressing site characterization
and design development. Each successive TSPA
requires that the total system models become more
representative. Several TSPAs by the YMP have
been completed to date on the Yucca Mountain
repository system (Sinnock et al. 1984; Bamard
and Dockery 1991; Barnard et al. 1992; Eslinger et
al. 1993: Wilson et al. 1994; Andrews et al. 1994;
CRWMS M&O 1995). These efforts, along with
studies done by other organizaticns (NRC 1995;
Kessler and McGuire 1996), have contributed to
the iterative process of the TSPA for the VA.

A TSPA is unique because it is the analysis that
links all the system components together. This
linkage is important because it allows each

component to be viewed in the context of the
behavior of the entire system. Even the simplest
system has various aspects that are easier to under-
stand when studied separately. For example, waste
package material degradation may be characterized

by laboratory tests of corrosion. However, the
geologic systemn in which the waste package is to
be emplaced may be analyzed using field studies of
the host rock for properties that are only observed
on a large scale, such as fracture density, as well as
laboratory studies of other aspects, such as water
chemistry. In a functioning systern, these elements
provide feedback to one another. The interaction
of the water with the corroded waste package
would likely change the water chemistry, which
may in turn change the fractures and the way water
flows through them. This very simple example
shows an obvious potential for feedback. When a
very complex system with numerous components
is simulated as a single system in a TSPA, interac-
tions among the components that would not
otherwise be observed are often found in the
analysis.

As discussed in Volume 1, the repository safety
strategy for the YMP relies on a multiple barrier
system, This isolation strategy means that the
components of the natural and engineered systems
work together to form a series of barriers. Because
the behavior of each component in the series is
governed by a different set of physical or chemical
processes, this strategy provides a strong argument
that the entire system is very unlikely to fail in
response to a single mechanism. Also, the use of
different types of barriers precludes reliance on
complete knowledge about any one process.
Therefcre, the incorporation of multiple barriers
helps to answer the question that frequently arises,
how can the analysis account for what is not
known? Given the uncertainty inherent in a
forecast, one way to deal with an upanticipated
response by one component of the systern is to
have multiple additional components that will still
operate as barriers.

The concept of “reascnable assurance,” used by
NRC in its regulation of nuclear facilities and
activities does not require absclute certainty in
the results of an analysis. The incorpcration of
uncertainty into the TSPA, using various mathe-
matical methods, allows the regulator and others to
determine if the goal of reasonable assurance has
been met. The study of uncertainty is documented
in Section 4.3; however, some of the general
methods of treating uncertainty include developing
distributions to represent various types cf data and
also assigning probabilities to different conceptual
models to encompass a range of potential
behaviors or responses of certain components.
1.2.2  Why Total System Performance
Assessments Are the Appropriate Tool
for Analyzing Repository Systems

A question that often arises is whether or not
performance assessment 1s a useful tool for the
purpose of analyzing safety. The consensus of the
international waste management community is
that, in the realm of providing reasonable
assurance, performance assessment is an adequate
tool. In support of this consensus, the Nuclear
Energy Agency Radicactive Waste Management
Committee and the International Atomic Energy
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Waste
issued 4

Agency  International  Radioactive
Management Advisory Committee
collective opinion that they

...confirm that safety assessments are
available today to evaluate adequately the
potential long-term radiological impacts of
a carefully designed radioactive waste
disposal system on humans and the
environment, and consider that appropriate
use of safety assessment methods, coupled
with sufficient information from proposed
disposal sites, can provide the technical
basis to decide whether specific disposal
systems would offer to society a satis-
factory level of safety for both current and
future generations (NEA 1991a, p.7).

Although TSPAs can never be proven to be
absolutely valid, many environmental problems
require modeling of long-term interactions of man-
made and geologic systems. Using the term
“model” acknowledges that whether the descrip-
tions of geologic features, events, and processes
are unique and represent absolute reality will never
be known. *Validation” of a long-term predictive
model means that, on the basis of tests of the
assumptions, inputs, cutputs, and sensitivities, the
model adequately reflects the recognized behavior
of the pertion of the system it is intended to
represent. Adequacy is driven by the needs of the
application for which the model is developed
(Boak and Dockery 1998, p. 178-180).

Scientists assessing long-term risk use the
following mechanisms to establish the adequacy of
their models (Boak and Dockery 1998, pp. 181-
182): :

» Expert judgment to assign appropriate
ranges of parameters where data are sparse,
controversial, or unobtainable

» Conservatism in assigning parameter values
and process descriptions, including ignoring
some potentially mitigating processes

» Stochastic simulation to assess the effect of
uncertainty in descriptions and the sensi-

tivity of performance predictions to uncer-
tainty and to examine alternative scenarios
and process models

The following measures are undertaken to demon-
strate that the effort to ensure validity has been
comprehensive (Boak and Dockery 1998, p. 182):

* Documentation of the model structures,
including justification for assumptions and
simplifications as well as the examination of
alternative conceptualizaticns for the system

* Review by the scientific community and
those who have a stake in the decisions that
these medels support

Uncertainty is an inherent part of all total system
studies.  Information gathering activities are
directed at reducing uncertainty as much as is
practical. However, because of natural variability
in the systems being studied and limited under-
standing about how processes will operate in the
future, uncertainty will always have to be included
explicitly in TSPA calculations,

1.3 GENERIC APPROACH FOR
CONDUCTING A TOTAL SYSTEM
PERFORMANCE ASSESSMENT

The TSPA process has been adopted and used
throughout the global community for determining
how a given waste management system might
behave under a range of possible future conditions
(NEA 1991b, pp. 24-25). A relatively
standardized set of steps has been outlined to guide
the performance assessment precess, as shown
below. The questions tc be answered from the
requirements form the basis for the details of the
performance assessment, including the choice of
models, parameters, and boundary conditions. The
specifics of the requirements determine aspects of
the system that are most sensitive to varying condi-
tions. The steps shown below are not necessarily
sequential; they may be performed in parallel. The
entire precess is iterative, and individual steps can
be iterated within themselves.
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Figure 1-2 shows the steps in the process of an
iterative, total system performance assessment.
The five steps shown in that diagram are defined
below, and their implementation is discussed in
Sections 3, 4, and 5.

1.3.1 Develop and Screen Scenarios

Scenario development in the context of a perfor-
mance assessment has a very specific meaning. A
scenario is a path that, using something resembling
an event tree, connects a series of features, events,
and processes that could result in a release of waste
to the environment. Scenaric development is a
bookkeeping method that helps a licensing
applicant demonstrate that they “thought of every-
thing.” Guidance concerning the suite of possible
scenarios exists in the form of a Nuclear Energy
Agency scenario report {NEA 1991c) that contains
a general list of scenario classes.

Scenario development has different uses at
different phases of a program. In the first stage of
development, all potential pathways are developed.
Potential scenarios are organized into a series of
feasible futures and demonstrate what has been
considered for inclusion in the TSPA. Scenario
development helps a program develop logical and
effective site characterization and design activities.
As more site-specific information is gained,
scenarios are screened and the event trees are
“pruned” to discard futures that, for one reason or
another, are not applicable to that site or design. In
the later stages of a program, scenarios assist in
ensuring that all connections among the processes
are maintained. Scenarios also help describe the
details of the conceptual and computer models that
must be developed, and they provide a record of
what has been considered and discarded in the
analysis. The record is needed to make the logic
behind the TSPA traceable for other analysts and
the regulator. This information is contained in
Section 2.2.

1.3.2  Develop Models

In this step, models are developed to represent
important scenarios. The models are usually
implemented in computer codes.  Alternative

computer models are also constructed for different
conceptual models of how a system behaves.
Complex process models provide the details of
physical processes at more fundamental levels and
correlate with the second and third levels of the
performance assessment pyramid discussed in
Section 1.1.2. The models developed at this level
are discussed in Secticn 3.

System-level models contain fewer details but are
required for reproducing the essential phenomena
of the process. These models are often used at the
highest level of the performance assessment
pyramid, when the concept of abstraction is
introduced.

1.3.3 Estimate Parameter Ranges and
Uncertainties

The parameters used in the models described in
Section 1.3.2 have natural varability.  For
example, in a rock mass, the pore space naturally
varies from place to place. There is also uncer-
tainty in these parameters that arises from incom-
plete knowledge, as would happen when the future
state of a parameter must be estimated from
assumptions rather than from measurements, or
when possible incorrect measurements must be
adjusted. 'This uncertainty is accounted for by
developing distributions of values for the param-
eters rather than using any single value. The distri-
butions also are assigned specific shapes that
reflect the likelihood of any one value in the distri-
bution occurring. Therefore, these probability
distribution functions are used when many
computer runs are made, and each run samples
from the parameter distributions to allow many
possible combinations of values. This method
allows less likely values to be used infrequently
and highly probable values to be used more often.
However, the value selected by the simulation for a
specific parameter may restrict the physically
possible range of values for another parameter.
Correlations among these related parameters also
must be maintained mathematically.

Not all parameters have distributions of values.
Some parameters may have only a single value,
information on the parameter may be extremely
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limited, or the parameter may be very insensitive,
making it unnecessary or inefficient to use a distri-
bution in the calculations. The distributions of
values for important variables are discussed in
Section 3.

1.3.4 Perform Calculations

At this point, the work contained in the third or
fourth tiers of the performance assessment pyramid
has been completed. The next step is to run the
subsystem or total systern analyses using the distri-
butions of data where distributions are available or
necessary. The results of these calculations are
reported in Section 4.2 for the total system.

Sections 3 and 5 include the results of subsystem
analyses.

1.3.5 Interpret Results

This final step is very important. The results
themselves can be used for the following:

« Further develop or screen scenarios.

» Guide future testing for site characterization,
design, and TSPA mode! development.

« When sufficiently mature, determine
whether the system satisfies regulatory
requirements,
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2. YUCCA MOUNTAIN SITE
CHARACTERIZATION PROJECT
TOTAL SYSTEM PERFORMANCE
ASSESSMENT FOR THE VIABILITY
ASSESSMENT

The concept of TSPA and the generic TSPA
process are described in Section 1 of this volume.
The acceptability of TSPA as a tool for analyzing a
nuclear-waste  repository  system was  also
described in that section. Section 2 of this volume
discusses the more specific use of the TSPA
process for Yucca Mountain, including the goals,
approach, and specific method. The technical basis
for this volume is provided in the Total System
Performance  Assessment-Viahility — Assessment
{TSPA-VA) Analyses Technical Basis Document
{CRWMS M&O 1998i).

The objectives of the TSPA for the VA are
discussed in Section 2.1. The primary objective, to
describe the probable behavior of the Yucca
Mountain repository system, was a mandate from
the U.S. Congress. To accomplish this objective,
available scientific information about the natural
geologic setting was used in the TSPA, aleng with
data about the engineered components and their
interactions with the geologic setting. Several
general assumptions were made in the TSPA
becausc as yct there are no standards to evaluate
system performance. These assumptions relate to:

* The appropriate measure of performance

» The time scale of regulatory concern for the
analysis

Although a “base case™ was used in the TSPA to
describe probable behavior of the Yucca Mountain
repository system, altermative interpretations were
considered to evaluate the significance of the
uncertainty in the base case. An important goal
throughout the process was to provide the TSPA
information in a “transparent” document that
describes the assumptions, results, and conclusions
of the analyses.

Section 2.2 contains a general discussion of the
approach used to analyze the Yucca Mountain
repository system in the TSPA-VA_ Building the

capability for an integrated system analysis
requires significant input from many individual
disciplines. In addition, the analyses have
benefited from comments received from both
internal and external reviewers of previous system
analyses conducted for the Yucca Mountain repos-
itory.  Sources of data and information for
constructing the TSPA-VA include previous
TSPAs; documented models of the principal
components; workshops to abstract, or simplify,
the process model components; expert elicitations
of key model components; and external review.
The eight principal model components are the
result of addressing the goal of the Yucca Mountain
repository system of minimizing the exposure of
humans te radioactive materials. The presence of
water is a key factor in initiating release of radio-
nuclides from waste packages and moving them
through the environment to a contact point with
humans. For this reason, the evaluation of the
model components focused on the ability either to
keep water from contacting the waste or to
minimize releases of radioactivity from the repos-
itory if waste packages are breached.

Section 2.3 is a detailed description of the method-
ology used to analyze the repository system in the
TSPA. The previous section discussed the process
model components as individual models. This
section provides a road map for reassembling, or
coupling, the component models into one integral
whole. Presented in the section 1s an overview of
the TSPA-VA method for mathematical and
numerical modeling of the individual processes,
including their uncertainty, and the approach for
combining them into an overall model and
computer code. This overview inctudes discus-
sions about information flow between the models
and the architecture of the compuiter program for
the TSPA-VA that facilitates the information flow.
Also discussed in this section is the methed
for presenting the key results; in particular, how
to show the influence of uncertainty on the
performance predictions, and the relationship of
uncertainty to the base case.

Section 2.4 summarizes the base case, or the
expected performance of the repository system,
based on the results of the TSPA-VA. The
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expected performance is presented as a series of
time slices that dermnonstrate the system's response
to the proposed design concept.

2.1 OBJECTIVES OF TOTAL SYSTEM
PERFORMANCE ASSESSMENT FOR
THE VIABILITY ASSESSMENT

The overall scope and objective of the TSPA for
the VA are contained in the Energy and Water
Development Appropriations Act (1997):

...a total system performance assessment
based upon the design concept and the
scientific data and analysis available by
September 30, 1998, describing the
probable behavior of the repositery in the
Yucca Mountain geological setting relative
to the overall system performance
standards.

Assessing the performance of the system requires
the following:

= Assimilating all the available scientific data
and analyses that describe the geological
setting into which the design concept is to be
placed

* Defining the design concept that is to be
used

+ Describing the probable behavior of the
repository systerm

+ Identifying the performance standards by
which the TSPA will be judged

The total system is comprised of geological and
engineering components. Therefore, the TSPA
uses the available scientific information about
naturally occurring physical and chemical
processes at the Yucca Mountain site, which are
summarized in Volume 1. In addition, the TSPA
includes the design concepts and scientific infor-
mation about physical and chemical processes
caused by the system engineered components,
which are summarized in Volume 2.

Currently, there are no overall system-performance
standards for the Yucca Mountain repository. The
U.S. Environment Protection Agency {(EPA) is
developing applicable site-specific standards based
on the recommendations in a congressionally
mandated National Academy of Sciences’ report,
Technical Bases for Yucca Mountain Standards
(National Research Council 1995). NRC 1s
revising its licensing regulations. DOE anticipates
that both EPA and NRC will develop systemn-level
requirements for evaluating the suitability of the
Yucca Mountain repository system for nuclear-
waste disposal. This system-level guidance likely
will focus on protecting humans from the potential
health risks associated with excessive exposure to
ionizing radiation at some distance downgradient
from the repository.

In the absence of final regulatory guidance, the
appropriate measure of system performance is
assumed to be the exposure rate to radionuclides
for average members of a critical population that
may live 20 km {12 miles) downgradient from the
repository. This distance was chosen to correspond
to Lathrop Wells, the closest existing public or
private well to the site, near the intersection of U.S.
Highway 95 and Nevada State Route 373. The
controlled-area boundary for the DOE Nevada Test
Site also is approximately 20 km (12 miles) from
the repository. Because the downgradient irrigation
wells nearest to the repository are approximately
30 km (I8 miles) from the site (near Amargosa
Farms), this 20-km {12-mile} distance is believed
to be sufficiently conservative for analysis. NRC
has used this distance in its performance-
assessment calculations (McCartin and Baca
1998).

Not only the geographic domain of interest bat also
the period of regulatory concern for the analysis
must be defined. The previous EPA regulation
(40 CFR 191) limited the time to 10,000 years
after the facility is permanently closed. The
recommendations of the National Academy of
Sciences noted that the period of regulatory
concern was properly an environmental policy and
societal decision that was the responsibility of the
implementing agency, in this case EPA. Because
there is no formal guidance, the TSPA analyses
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examined the 10,000-year period. To evaluate the
consequences caused by the repository beyond that
period, the analyses are extended to 100,000 and
I million years in determining when the peak
radionuclide doses or peak risk occurs.

DOE also has the gecal to assess total
system performance quantitatively defining the
significance of each of the key components in the
repository-safety strategy to assist in a systernatic
refocusing of the project resources. The statutory
goal of the TSPA is to address the probable
behavior of the repository system. However, the
available scientific information can also suggest
alternative interpretations that may also be
plausible. When propagated through a quantitative
tool such as performance assessment, these alter-
native interpretations can illustrate the significance
of the uncertainty in the base case interpretation
chosen to represent the probable behavior of the
repository. The information about uncertainty will
assist DOE in defining the work required either to
minimize uncertainty or to modify the repocsitory
design to accommodate for this uncertainty before
submitting the LA for constructing the repository
system. The quantitative performance analyses
assist in identifying those areas where additional
scientific and technical work are required to
evaluate the site and to prepare a complete, cost-
effective, and timely license application. The
additional scientific investigations and design
analyses believed to be necessary for developing
the LA are summarized in Volume 4.

Another indirect use of the TSPA is to provide a
vehicle for prelicensing discussions with NRC.
The NRC pre-licensing program concentrates on
resolving the key technical issues most impertant
to repository performance. An important role of
the TSPA is to evaluate the potential significance
of these issues to find a common basis for under-
standing the need for additional scientific and
technical werk.,

Although the goal of the TSPA is to provide a
quantitative assessment of the probablec behavior of
the repository system, it is important to recognize
the uncertainties inherent in such analyses. EPA
and NRC have recognized the care required in

defining the degree of confidence needed from the
analyses. EPA statcd that,

Because cof the long time period involved
and the nature of the events and processes
of interest, there will inevitably be
substantial uncertainties in projecting
disposal systemn performance. Proof of the
future performance of a disposal system is
not to be had in the ordinary sense of the
word in situations that deal with much
shorter time frames. (40 CFR 191.13[a])

NRC also underscored this point in its discussion
of reasonable assurance in 10 CFR 60.101{a}2):

The Commission anticipates that licensing
decisions will be complicated by the
uncertainties that are associated with
predicting the behavior of a geologic
repository over the thousands of years
during which HLW [high-level radio-
active waste] may present hazards to
public health and safety. (48 FR 28194
1983; 10 CFR 60)

These inherent uncertainties were recognized in
developing the analysis tools that are described in
Sections 2.3 and 3 of this volume. The potential
effects of many of these uncertainties are presented
in Sections 4.3-4.5 and 5.

Given the uncertainty involved in a postclosure
performance assessment, an important goal is to
produce a transparent document describing the
assumptions, the intermediate steps, the results,
and the conclusions of the analyses. External
review groups have defined what they mean by
transparent. The Nuclear Waste Technical Review
Board states that “transparency is the ease of
understanding the process by which a study was
carried out, which assumptions are driving the
results, how they were arrived at, and the rigor of
the analyses leading to the results” {(NWTRB 1998,
p- 21}. The TSPA Peer Review Panel notes that
“transparency is achieved when a reader or
reviewer has a clear picture of what was done in
the analysis, what the outcome was, and why”
{Whipple et al. 19974, pp. 9-10).
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For the reader to have confidence in the analyses,
the presentation must illustrate with sufficient
clarity the following attributes:

* The conceptual basis for the individual
components in the quantitative analyses (i.e.,
how the system is intended to work, which is
presented in Section 2.2)

How the individual components are
combined into an assessment of system
behavior (Sections 2.3 and 4.1)

The scientific understanding used to develop
the quantitative analysis tools that describe
the system's expected evolution {Sections
3.1-3.8)

The system’s expected evolution as defined
by the spatial and temporal response of the
system to waste emplacement {Sections 4.1
and 4.23

Uncertainty in the system's expected
evolution and the significance of that
uncertainty to the system performance goals
{Sections 4.3-4.5,5.1-3.8)

Section 2.2 presents a discussion of what is being
analyzed as part of the TSPA for the Yucca
Mountain repository system. This discussion
includes how the repository system is intended to
work and is closely aligned with the repository
safety strategy and the principal factors affecting
postclosure performance.

Section 2.3 describes how the repository system
has been analyzed in the TSPA. Section 3 describes
how separate components of the system model
have been assembled and the technical and scien-
tific bases for the models used in the analyses.

2.2 TOTAL SYSTEM PERFORMANCE
ASSESSMENT APPROACH

2.2.1 Development of an Integrated Total

System Performance Assessment

Approach

The Yucca Mountain repository system is a combi-
nation of integrated processes that can be summa-
rized in 1 basic tenet, 4 key attributes, and 19
principal factors. The basic objective of the waste
disposal system is to contain and isolate the radio-
active wastes so that the dose impact to humans is
attenuated to a relatively benign level. This tenet
manifests itself in the following four key attributes
of the DOE repository safety strategy:

» Limited water contacting the waste packages
+ Long waste package lifetime

« Low rate of release of radionuclides from
breached waste packages

= Radionuclide concentration reduction during
transport from the waste packages

The four attributes are associated with 19 principal
factors, which are listed in Table 2-1. Also shown
in this table are the corresponding TSPA model
components analogous to these principal factors.

Building an integrated system analysis capability
requires input from the many disciplines that

comprise the system. The construction also
benefits from comments from internal and external
reviewers of previous system analyses conducted
for the Yucca Mountain repository. The analyses
documented in this volume of the VA have
benefited from such interactions. The final
approach and methods used in the analyses have
been developed over the last two years, following
completion of the Total System Performance
Assessment - Viability Assessment {TSPA-VA) Plan
(CRWMS M&O 1996f) and the Total System
Performance Assessment - Viability Assessment
(TSPA-VA) Methods and Assumptions {CRWMS
M&O [997m). The major sources of information
that form the bases for the methods, assumptions,
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Table 2-1. Principal Faclors Affecting Expected Postclosure Performance for the Viability Assessment Reference
Design and Their Corresponding Total System Performance Assessment for the Viability Assessment

Model Components and Nuclear Reguiatory Commission Key Technica! [ssues

Attributes of the
Repository
Safety Strategy®

" "'Principal Factors?

TSPA Modet Components

NRC Key
Technical lssue®

Limited water
contacting waste
packages

Precipitation and infiliration of water into the
mountain

Percolation to depth

Unsaturated Zone Flow

Unsaturated and
Saturated Flow
under Iscthermal
Conditions

Seepage into drifts

Effects of heat and aexcavation on flow

Seepage

Repository Design
and Thermome-
chanical Effects

Dripping onto waste package

Humidity and temperature at waste package

Thermal Hydrology — Mountain Scale
Thermal Hydrology-Drift Scale

Thermal Effects on
Flow

Long waste
package lifetime

Chemisiry on waste package

Near-Field Geochemical Environment

Evolution of the
Near-Fieid
Environment

Integrity of waste package cuter barrier

Integrity of waste package inner barrer

Low rate of
release of radic-
nuclides from
hreached waste
packages

Seepage info waste package

Waste Package Degradation

Integrity of spent nuclear fuel cladding

Dissclution of IO, and glass waste form

Solubility of neptunium-237

Formation of radionuciide-bearing collolds

Transport within and out of waste package

Waste Form Degradation
Radicnuclide Maobilization and
Engineered Barrier System Transport

Container Life and
Source Term

Radionuclide
cancentration
reduction during
transpont from
the waste
packages

Transport through unsaturated zone

Unsaturated Zone Transport

Transport in saiurated zone

Dilution from pumping

Saturated Zone Flow and Transport

Biosphere transporl

Biosphere Transport and Uptake

Unsaturated and
Saturated Flow
under [sothermal
Conditions and
Radionuclide
Transport

25ee Rev. 2 of the DOE repository safety strategy (DOE 1998)
BNAC realigned its prelicensing program to focus all its activities on resciving the 10 key technical issues it considered fo be
most important to repository performance. The Key Technical Issues consist of the following: 1) Total System Performance

Assessment {NRC 1598a);

2) Unsaturated and Saturated Flow Under tsothermal Conditions (NRC 19397e; 1397, 3}

Evolution of the Near-Field Environment {NRC 1997c); 4) Container Life and Source Term {NRC 1998b); 5) Repository

Design and Thermal-Mechanical Effects {NRC 1997a);

6) Thermal EHecls on Flow (NRC 1987b), 7} Radionuclide

Transport (Sagar 1997); 8} Structural Deformation and Seismicity (NAC 1997d); 9) Igneous Activity (NRC 1998d); 10}
Activities Related to Development of NRC High-Level Radicactive Waste Regulations (Sagar 1997}. The first nine of these
directiy or indirectly refated to performance assessment. The last ore also relates to performance assessment to the extent
this tool is used as a basis for setting and showing compliance with regulatory standards. These key technical issues are
summarized in NRC staff reports {such as Sagar 1997) and a series of issue resolution status reporls, the primary
mechanism by which NAC will provide DOE with feedback on the resolution of the key technical issues.

+ Workshops on abstractions of individual
process model components used in TSPA

and component models used in the TSPA
documented here are illustrated in Figure 2-1 and
Table 2-2.  The major sources include the

following: * Expert elicitations of key process model

components used in TSPA
+ Previous DOE- and non-DOE-sponsored

TSPAs of Yucca Mountain + External reviews of TSPA plans, methods,

and assumptions
* Documented models describing each of the -
principal components of the TSPA
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Table 2-2. Principal Sources of Information Used in the Development of the Total Systern Performance
Assessment Model! for the Viability Assessment Reference Design

Attributes ofthe - | - ‘

Repository
Safety Strategy
Limited water
contacting waste
packages

Process Model | Described
Expert Elicitation in Section
Unsaturated Zone 3.1
Flow Expert Elicitation
{CRWMS M&O
1997n0)

Thermat Hydrology Mode! N/A
AbstractionfTesting
{CRWMS MEC 19371}

.Process Model
Abstraction Workshop
Unsaturated Zone Flow
Model AbstractionfTesting
{CRWMS M&O 19971

" Principai Factors
Precipitation and infiltration into
the mountain
Percolation to depth
Seepage into drifts
Effects of heat and excavation
on flow
Dripping onto the waste
package
Humidity and temperature at
the waste package
Chemistry on the waste
package

Near-Fisid
Environment Expert
Elicitation {CRWMS
MEC 1998d)

Near-Field Geochemical NA'
Environment Abstraction/
Testing {CRAWMS M&O
1997d}

Waste Package Degradation
Abstraction/Tesiing
{CRWMS M&O 1997h)

Long waste
package lifetime

Waste Package
Degradation Expert
Eiicitation {CRWMS
M&O 18380}

Waste Form Degradation N/

and Radionuclide Mobili- Waste Form Degra-
zation Abstraction/Testing dation and Radionu-
(CRWMS M&G 19970} chde Mobilization
Expert Elicitation
{CRWMS M&O
1998k)

Integrily of cuter waste
package barrier

Integrity of inner waste
package barrier

Seepage into waste package
Integrity of spent nuclear fuel
cladding

Dissolution of UO, and glass
waste forms

Solubility of neptunium-237
Formation of radionuchde-
bearing colloids

Transporl within and out of the NfA
waste package

Transport through unsaturated
zone

Low rate of release
of radionuclides
from breached
wastie packages

Unsaturated Zone Transport | WN/A
Modei Abstraction/Testing
{CRWMS MEO 1897p)
Saturated Zone Flow &
Transporl Model

Radionuclide
concentration
reduction during
transporl from the
waste packages

Saturated Zone Flow
& Transport Experl
Abstraction/Testing Elicitation (CRWMS
{CRWMS MA&Q 1997s) M&C 1898g;

Dilution from pumping NAA

Biosphere franspert and uptake | Biosphere Model N/A
Abstraction/Testing
{CRWMS M&O 1897a)

Transport in saturated zone

" This principal factor was not the subject of an experl elicitation.

TSPA-VA. The more detailed technical basis is
presented in the Total System Performance Assess-
ment-Viability Assessment (TSPA-VA} Analyses

+ NRC Issue Resolution Status Reports which
address the status of key technical issues that
are assessed in the TSPA

Each of these sources is described in the following

paragraphs. In addition, indirect information
derived from other radioactive and non-radioactive
waste programs has been used in the development
of the approach and methodology wused in

Technical Basis Document {CRWMS M&O
1998i).

DOE contractors completed previous TSPA
analyses in 1991, 1993, and 1995. These analyses
are documented in TSPA 19971 An Initial Total-
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System Performance Assessment for Yucca
Mountain (Bamard et al. 1992), Total-System
Performance Assessment for Yucca Mountain- SNL
Second Iteration (TSPA-1993} (Wilson et al. 1994)
and Toral-System Performance Assessment - 1995:
An Evaluation of the Potential Yucca Mountain
Repository (CRWMS M&O 1995). The general
objective of these scoping analyses was to refine
the methods and approach that would be applied in
the development of the site recommendation and,
ultimately in the LA. An additional objective of
these studies was to assist DOE in prioritizing
design and scientific investigations on the key
components that most significantly impact perfor-
mance. The knowledge gained in these analyses
has assisted DOE in proritizing the models to
include in the TSPA analyses and prioritize the
data gathering activities needed to support these
models,

Other TSPA analyses, not sponsored by DOE, have
been conducted by the Electric Power Research
Institute and by NRC. The Electric Power
Research Institute's most recent iteration of a TSPA
is documented in Yucca Mountain Total System

Performance Assessment, Phase 3 (Kessler and
McGuire 1996). NRC has alse conducted a recent

TSPA (NRC 1995). NRC is conducting an
iterative  performance  assessment  (named
IPA-3.1.3) in paralle] with the DOE TSPA for the
VA. Preliminary resuits of these analyses were
reported in a technical exchange held in March
1998 {(McCartin and Baca 1998). Each iterative
analysis of total system performance, whether
performed by DOE and its contractors, NRC and
its contractors, or the Electric Power Research
Institute and its contractors, leads to improved
insights about the expected behavior of the Yucca
Mountain repository system. In addition, a review
of the conceptual models and parameters used in
the analyses provides a basis for defining the
significance of the range of uncertainties
examined. In general, all of these analyses
converge on a few key components that are
analogous to the principal factors identified in
Table 2-1. These factors are reflected in the NRC
key technical issues and recently developed issue
resolution status reports that address portions of the
key technical issues.

TSPAs are based on a number of building blocks.
Principal among these are models that describe
how Yucca Mountain behaves in the presence of a
repository and how the engineered system behaves
within the environmental setting caused by the
mountain. These process models indicate that each
model is designed to describe the behavior of
individual and coupled physical and chemical
processes. A significant portion of the DOE site
characterization program has been aimed at devel-
oping the scientific bases for the most reasonable
representation of the Yucca Mountain site and its
associated engineered barriers. This scientific
basis serves as the foundation for the process
models used in the TSPA. The basis for these
models is described in more detail in Volumes 1
and 2, and their use in the TSPA is discussed in
Section 3 of this volume.

To ensure that this TSPA would be based on the
most current scientific knowledge (as defined in
the objectives set forth for the VA), a series of
workshops were held in 1997 to bring together
YMP scientists, engineers, and performance-
assessment analysts. These individuals consisted
of DOE, national laboratory, U.S. Geological
Survey (USGS), and managing and operating
{(M&Q) contractor scientists and engineers.
Observers at these workshops included technical
staffs of regulatory agencies (such as NRC and
EPA) and their contractors, external oversight
groups such as the Nuclear Waste Technical
Review Board and the Adviscry Committee on
Nuclear Waste, and the TSPA Peer Review Panel.
The aim of these workshops was to develop a
strategy for identifying and incorporating the
relevant aspects of the individual process models
into the TSPA analyses. In addition to defining the
appropriate approach for abstracting the important
elements of each process model, these workshops
assisted DOE in defining and prioritizing the major
technical issues that were believed to need
addressing in the TSPA. Many of these issucs
correspond directly with the key technical issues
raised by NRC. Each workshop culminated in a
plan for incorporating that component in the
TSPA and linking that component to other portions
of the TSPA. These plans are referenced in
Table 2-2 and are summarized in the Total System
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Performance Assessment - Viability Assessment
{TSFA-VA) Methods and Assumption (CRWMS
M&O 1997m). The approach and methods to
implement these plans are discussed in more detail
in Section 3.

Acknowledging diverse technical and scientific
opinions is an important part of any engineering
and scientific endeavor as controversial as
analyzing the design and performance of a
potential disposal facility for high-level radioactive
waste. In addition to the workshops, DOE
sponsored five expert elicitations on key process
models for the TSPA. The goal of these elicitations
was to solicit the judgment of nationally and inter-
nationaily recognized scientists in quantifying the
uncertainty associated with each of these process
moedels and uncertainty in the parameter values
used in those models. The process followed the
procedures and approaches for eliciting expert
judgments that have been formalized in documents
such as DOE guidance for the formal use of expert
judgment {DOE 1995) and the NRC Branch
Technical Position on the use of expert elicitation
in the high-level radioactive waste program {Kotra
et al. 1996). The assessments and probability
distributions that resulted from the elicitations
provide a reasonable aggregate representation of
the knowledge and uncertainties about issues in
evaluating the various processes important to
repository performance. The five areas evaluated,
in the elicitations were:

* Unsaturated zone flow (CRWMS M&O
1998g)

» Waste package degradation (CRWMS M&Q
1998b)

= Saturated zone flow and radionuclide
transport (CRWMS M&O 1998¢g)

+ Near-field environment {CRWMS M&O
19984d)

* Waste form degradation (CRWMS M&O
1998k}

The major conclusions of these elicitations are
described in Section 3. In addition to these elicita-
tions, DOE conducted external elicitations of the
potential hazards associated with either volcanic-
or seismic-induced events. The use of these results
in the analysis of the potential effects of disruptive
scenarios 1s described in Section 4.4. All of these
elicitations helped refine the range of models and
parameters that have been considered in the TSPA.

In addition to DOE-sponsored development of the
TSPA models, several external oversight groups
provided input throughout the process of defining
and implementing the approach and methods.
These groups include NRC and its contractor, the
Center for Nuclear Waste Regulatory Analysis; the
NRC Advisory Committee for Nuclear Waste; and
the congressicnally chartered Nuclear Waste
Technical Review Board. An independent peer
review panel was convened to comment on devel-
opment of the TSPA-VA. This panel will review
this TSPA to assist DOE in developing more robust
performance assessments for the site recommen-
dation report and the LA, which in the current plan
occur in the 2001-2002 time frame. These organi-
zations have published 4 range of technical
comments on the TSPA plan and the methods and
assumptions documents and have conducted
numerous bricfings over the last 2 vears on the
progress of the TSPA.  Examples of these
comments may be found in the following publica-
tions: Total System Performance Assessment 1995
Audit Review (Baca and Brient 1996), NRC High-
Level Radioactive Waste Program Annual Progress
Report Fiscal Year 1996 (Sagar 1997), Report to
the U.S. Congress and The Secretary of Energy -
1996 Findings and Recommendations (NWTRB
1997), Report to the U.S. Congress and The
Secretary af Energy - 1997 Findings and Recom-
mendations (NWTRB 1998}, First Interim Report
Tutal System Performance Assessment Peer Review
Panel (Whipple et al. 1997a), Second Interim
Report Total System Performance Assessment Peer
Review Pgnel (Whipple et al. 1997b), and Third
Interim  Report  Total System  Performance
Assessment Peer Review Parel {(Whipple et al,
1998).
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These comments have aided in defining the most
appropriate means of describing and analyzing the
performance of the Yucca Mountain site and
the engineered barriers associated with the
reference design and design options. A number of
recommendations, however, could not be fully
addressed in this TSPA, and will be carried forward
to aid the design and planning for the TSPA
supporting the site recommendation and LA.

2.2.2 Components of the Yucca Mountain
Repository System Evaluated in the
Total System Performance Assessment

The Yucca Mountain repository system consists of
the geologic setting and engineered barriers that,
considered together, are aimed at reducing the
exposure of humans to radicactive materials to
acceptable levels. This section briefly describes
the key aspects of the individual component
models identified in Table 2-1 and Figure 2-2.

The model components related to the first key
attribute in the repository safety strategy—limit the
amount of water contacting waste package—
include climate, infiltration, unsaturated zone flow,
seepage, and mountain-scale thermal hydrology.
Together, these components define the temporal
and spatial distribution of water flow through the
unsaturated tuffs above the water table at Yucca
Mountain and the temporal and spatial distribution
of water seeps into the repository drifts. There
could be long-term {(thousands to hundreds of
thousands of ycars) climate variations. [n addition,
the thermal regime generated by the decay of the
radicactive wastes can mobilize water over the first
hundreds to thousands of years. For these reasons,
the amount of water flowing in the rock and
seeping into drifts is expected to vary with time.

The model compenents related to the second key
attribute of the repository safety strategy—extend
the time the waste packages contain waste—
include all of the above components plus drift-
scale thermal hydrology, near-field geochemical
environment, and waste package degradation.
Together, these components define the spatial and
temporal distribution of the times when waste
packages are expected to breach. The thermal,

hydrologic, and geochemical processes acting on
the waste package surface are the most important
environmental factors affecting the waste package
containment time. As noted in Volume 2 and
Section 4.4, the mechanical degradation processes
are insignificant in affecting the containment time.
In addition, the degradation characteristics of the
waste package materials significantly impact the
timing of waste package breaches.

The environmental processes acting on the waste
package surface as well as the timing and extent of
waste package degradation are directly related to
the selected design. Reviewing the key aspects of
the VA reference design as they relate to the
expected behavior of the repository system is
appropriate. Details of the reference design are
contained in Volume 2 and are not repeated here.
A schematic of the reference waste package
design, including the types of waste forms to be
emplaced in the Yucca Mountain repository, is
depicted in Figure 2-3. Of greatest relevance to
performance is that the waste package reference
design which consists of two dual-barrier metals—
an outer metal consisting of 10 ¢cm (4 in.} of low
carbon steel and an inner metal of 2 cm {0.8 in.) of
corrosion-resistant high-nickel alloy American
Society for Testing and Materals {ASTM) B 575
NO6022 (Alloy 22) (ASTM 1994). Volume 2 of
this document gives a more detailed description of
the properties of these materials and how they are
used to construct the waste package. The principal
waste forms to be disposed of within these waste
packages consist of the following:

« Commercial spent nuclear fuel derived from
pressurized water reactors or boiling water
reactors

» DOE-owned spent nuclear fuels including
N-Reactor fuel from Hanford, research
reactor fuel, and naval spent nuclear fuel

» High-level radioactive waste in the form of
glass logs placed in stainless-steel canisters
from Savannah River, South Carolina; West
Valley, New York; Hanford, Washington;

and Idaho National Engineering and
Environmenial Laboratory, Idaho










Total System Performance Assessment
Volume 3

« DOE-owned stabilized excess
grade plutenium

weapons-

The waste packages are designed to contain up to
21 pressurized-water reactor assemblies, 44
boiling-water reactor assemblies, 5 glass logs and
co-disposal of DOE-owned spent nuclear fuel
assernblies and direct disposal of other canisterized
DOE spent nuclear fuels including Naval spent
nuclear fuel.

A schematic of the reference repository and
engineered barrier system designs is depicted in
Figure 2-4. Potential design option features are
discussed in Volume 2 and Section 4.5. Key
aspects of the repository and engineered barrier
system reference design that influence the long-
term performance of the disposal system include
the following:

 Areal thermal loading, which corresponds to
the spacing between waste packages and

between emplacement drifts

* Size of the drifts

» Lining of the drifts for mechanical stability

+ Characteristics of the engineered materials
placed in the drifts to support the waste
package (the waste package supports and
inverts)

The medel components related to the third key
attribute—slow release of radionuclides from
breached waste packages—include all of the above
components plus seepage into the waste package,
cladding degradation, colloid formation and
stability, waste form degradaticn, and transport
within the waste package.  Together, these
components lead to a determination of the spatial
and temporal distribution of the mass of radio-
active wastes released from the waste packages.
Each component depends on the thermal, hydro-
logic, and geochemical conditions inside the waste
package, which change with time.

The model components related to the fourth key
atiribute of the repository safety strategy—Ilow
concentration of radionuclides in groundwater—
include all of the above components plus radionu-
clide transport through the engineered barrier
system, the unsaturated zone, and the saturated
zone; dilution from pumping; and radicnuclide
transport in the biosphere. Together, these compo-
nents cause the spatial and temporal varation of
radicnuclide concentrations in greundwater. The
groundwater concentration ultimately yields the
mass of radionuclides that may be ingested or
inhaled by individuals exposed to that ground-
water, which in tumn causes a level of radiological
dose or risk associated with that potential
exposure. Radicnuclide transport may either be by
advecticn (radionuclide movement which occur
with the bulk movement of the groundwater) or

- diffusion (radienuclide movement which occurs

because of a concentration gradient), The concen-
tration depends on both the mass release rate of the
radionuclides as well as the volumetrnic flow of
water along the different pathways in the different
components. If the volumetric flow of water from
the pumping centers is greater than the velumetric
flow in which the radionuclides are contained, then
dilution of radionuclide concentrations can cccur at
the pumping well.

Each of these key attributes and TSPA model
components are used to describe the expected or
probable {e.g., base case} behavior of the Yucca
Mountain repository system. These components
describe the features, events, or processes that are
expected to occur throughout the period of interest.
Other features, events, or processes can occur that
could alter the behavicr of the system. However,
these features, events, or processes have a suffi-
ciently low probability of occurring over the period
of interest that they are not considered in the
expected behavior. They may be essentially
classified as unanticipated processes and events.
Examples of such disruptive events include
igneous activity, seismic activity, criticality events,
and humnan intrusion. The potential consequences
associated with unanticipated processes and events
are considered in the TSPA analyses.







Total System Performance Assessment
Volume 3

2.2.3 Conceptual Description of Processes
Relevant to an Evaluation of

Postclosure Performance

TSPA is an analysis of the long-term behavior of
the repository system and the uncertainty in the
analysis of that behavior. Before discussing how
the analysis is performed {see Section 2.3}, it is
important to describe what is being analyzed. To
describe what is being analyzed, it is necessary to
describe the overall repository system and the
compenents relevant to the evaluation of the repos-
itory system behavior.

The major components to be considered in the
assessment of system performance and the
relationship of those components to the repository
safety strategy were presented in the previous
sections. Described in this section are the key
concepts of how the repository system is intended
to work.

The basic principle of the Yucca Mountain repos-
itory safety strategy is to keep water away from the
wastes. If water does contact the wastes, then the
other principle of the safety strategy is to minimize
the release rate of the radioactivity from the
engineered barriers and reduce the concentration of
any dissolved radionuclides as they migrate from
the repository. The discussion that follows will
focus on the small group of radionuclides that are
mobile in the Yucca Mountain environment. Other
radionuclides that either are very insoluble and/or
highly retarded in the Yucca Mountain
environment pose little risk to the environment.

Because the repository is approximately 300 m
{1,000 ft) beneath the land surface and the wastes
are all solids, the primary means for the radicactive
constituents of the wastes to contact the biosphere,
and ultimately humans, is along groundwater
pathways. The wastes pose minimal risks to
humans unless the following occur:

+ Waste forms are exposed to water.

» Radionuclides within these waste forms are
dissolved in the water,

» Dissolved radionuclides are transported with
the water.

« Radionuclide-containing  water is dis-
charged, either naturally or at 2 pumping
well, from the aquifer.

* Humans or any part of the food chain uses
this water.

If water is kept away from the wastes, the wastes
pose little or no threat to humans.

The presence of water is of primary concern as it
contacts the waste and as any dissolved radionu-
clides migrate within the groundwater to expose
humans to the potential effects of radiation. One of
the reasons for the primary issue being related to
aqueous processes is that in TSPA-VA the perfor-
mance measure of concemn is doses to individuals.
Although gaseous transport of some radionuclides
{notably iodine-129 and carbon-14) can occur,
doses attributed to these release and transport
mechanisms are insignificant. In following the
water movement through Yucca Mountain, the
major components and processes affecting the
long-term isolation of radioactive wastes in the
Yucca Mountain repository system are described.
Also presented is a sketch of how this repository
system is intended to work and a series of illustra-
tions that picture the basic concepts that wili be
quantified in the TSPA,

In addition to tracking the movement of water
through the repository system, the following
discussion addresses a range of spatial and
temporal scales. Being explicit in the definition of
the scale being used is important because processes
that might be explained at a spatial scale of
kilometers must also be discussed at the scale of
millimeters. Also, although time scales on the
order of days and years are familiar concepts, it is
sometimes difficult to extrapolate to the thousands
or tens of thousands of years of importance in
geologic systems. The discussion has been divided
into six topics:

« Water movement in the unsaturated rocks
above the repository
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Yucca Mountain. Water at the repository horizon
in the unsaturated zone at Yucca Mountain has as
its source precipitation at the surface. This precipi-
tation occurs as rainfall and snow and varies over
time and space. The spatial vanability is defined
by precipitation being generally higher at higher
elevations, such as along the crest of Yucca
Mountain, and lower at lower elevations. The
temporal varability is characterized annually by
most of the precipitation cccurring in the winter
months or during brief summer thunderstorms,
with the precipitation being higher during Et Nifio
years. Because of long-term (thousands of years)
climatic variations, the average precipitation in
southern Nevada is expected to increase from
current conditions. These long-term, transient
precipitation changes may be affected by human-
induced changes.

A significant fraction of the rainfall and snowmelt
on the surface of Yucca Mountain either runs off
into the washes that bisect the mountain, evapo-
rates from the surface, or transpires from the native
plants in the area (Volume 1, Section 2.2,3.2). The
remaining water continues downward through the
soil horizon and eventually infiltrates into the rock.
The net amount of total precipitation that infiltrates
is called net infiltration. The net infiltration varies
with space and time. The spatial variability is
caused by variations in precipitation, soil condi-
tions (permeability, thickness, and antecedent
water content), geographic conditions (slope angle
and slope direction), and vegetation conditions.
The temporal wvariability is caused by the
variability in precipitation.

The net infiltration of water moves downward
through the unsaturated zone, driven primarily by
gravity (Volume 1, Section 2.2.5.1). In the unsat-
urated zone, this downward movement of water is
called percolation flux to distinguish it from infil-
tration, or movement of water in the soil horizon.
Some lateral diversion of water occurs as it
moves downward from the soil horizon through the
unsaturated zone. This lateral diversion is caused
by the eastward dip of the geologic strata and the
heterogeneities in the rock because of the different
welded and nonwelded tuffaceous lithologic units
between the surface and the repository. Although

the water may be spatially and temporally
distributed at depth, this distribution is generally a
subdued reflection of the infiltration distribution at
the surface because gravity drainage drives the
groundwater flow system in the unsaturated zone
(CRWMS M&O 1997n).

Water movement or flux in the unsaturated,
fractured tuffs occurs in the matrix and the
fractures of the rock. Generally, the welded tuff
layers have more of the total flux within the
fractures because the permeability of the matrix is
low, while the non-welded lithologic layers have
more of the total flux within the matrix. The
capillary forces tend to cause the water to move
from the fractures, which are characterized as
having a low suction, into the matrix, which has a
high suction. This process is called matrix
imbibition. The process is more prevalent in rock
units with lower matrix saturation {e.g., the Tiva
Canyon welded unit) and less significant when the
matrix saturation is higher (e.g., the Topopah
Spring welded units) or the fracture spacing is
large {e.g., the Paintbrush non-welded unit)
{(Volume 1, Section 2.3.2.2}. Although most of the
flux occurs in the fractures, most of the water
resides in the matrix.

2.23.2 Water and Water Yapor Movement
Around the Repository Drifts

Figure 2-6 illustrates the key concepts associated
with water movement around the repository drifts
after waste emplacement at Yucca Mountain.
Without heat-producing wastes in the drifts, the
water in the unsaturated rocks around the repos-
itory drifts will tend to stay in the rocks and flow
around the drifts rather than drip into the dnofts.
Water stays in the rocks because the rock's
capillary forces, including the fractures that
contain most of the water flux, are greater than the
gravitational forces required for causing a seep
unless the fractures are almost fully saturated (see
Section 3.1).

The characteristics of the rock around the repos-
itory openings may change with time. The fracture
permeability could increase because of mechanical
stress relaxation following the construction of the
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regions are expected along the edges of the repos-
itory. The temporal variability in water movement
around the drifts is caused in the short term
(hundreds of years) by the thermal output of the
wastes that eventually declines to minimal values;
in the long term, the water movement is controlled
by the climatic variability discussed above.

2233 Water Movement Within the
Engineered Barrier System

Figure 2-7 illustrates the key concepts associated
with water movement within the drifts and the
contact of water with the waste package. Water in
aqueous or vapor form can cause degradation of
the metallic waste package barrier. The dominant
degradation mode of the outer mild steel is by
aqueous or humid air corrosion. At low relative
humidities and in the absence of liquid water, the
corrosion rate of mild steel is generally low;
however, at high relative humidities or in the
presence of liquid water, this metal can corrode,
exposing the inner cormrosion-resistant metallic
barrier composed of a high-nickel alloy, Alloy 22.

The Alloy 22 layer generally degrades only in the
presence of liquid water {i.e., when water drips
directly on the waste package). Alloy 22 is
generally immune to localized pitting and crevice
corrosion and most failures will be by slow general
corrosion.

The degradation rates of the carbon steel and high-
nickel alloys are also affected by the temperature
of the waste package surface, the chemistry of the
. water in contact with the waste package surface,
and the degradation charactenistics of the metals
themselves. Because these environmental param-
eters are spatially variable and because the metal
fabrication is variable, the waste package degra-
dation is also expected to be variable in space and
time. Not all of the waste packages are expected to
be breached at the same time. In addition, the
temporal variability in degradation rate implies
that, once a single opening exists through the

metallic waste package, it takes additional time:

before more openings exist through the waste
package.

- forms.

Until the same waste package has been sufficiently
degraded to allow an opening to form through the
two metallic barriers, there is no possibility for
water to come into contact with the wastes. During
this period, the wastes are completely contained
within the waste package. Once an opening exists,
some of the seepage water falling on the waste
package could enter the package.

Water Movement and Radionuclide
Migration out of the Engineered
Barrier System

2234

Figure 2-8 illustrates the key concepts associated
with water moving into the waste package and
contacting the waste form. Also illustrated is
migration through the engineered barrier system of
radionuclides that may exist as either dissolved
species or adsorbed onto colloidal particles.

After waste package has been breached, water may
enter the waste package and contact the waste
For commercial spent nuclear fuel and
many types of DOE-owned spent nuclear fuel, this
water will first come into contact with the Zircaloy
cladding arcund the spent nuclear fuel pellets.
Zircaloy is a highly corrosion-resistant metal alloy;
it is even more resistant to the effects of gener-
alized or localized corrosion than is Alloy 22.
(Although Zircaloy has been considered as a
candidate waste package matenal, the high cost of
this alloy precludes its use in the VA reference
design.) Zircaloy eventually will degrade with
time under several different mechanisms, but for a
certain period it will prevent water from directly
contacting the wastes. For high-level radioactive
waste, a stainless-steel pour canister surrounds the
waste glass. For much of the DOE-owned spent
nuclear fuel, the wastes are contained within
aluminum or Zircaloy cladding of questionable
Integrity, which in tum are planned fo be placed in
stainless steel or other metal alloy canisters.
Aluminum and stainless steel are not as corrosion
resistant as Zircaloy and do not provide significant
protection for the wastes contained within them.

When the material surrounding the actual waste
form has degraded, the wastes are exposed to the
environment inside the waste package and liquid
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water can contact a portion of the exposed waste.
If water contacts the waste form, the radicnuclides
can dissolve in the water. Some radionuciides are
highly soluble in water, while others are very
insoluble in the water that is likely to contact the
waste. Some radionuclides may be attached to very
small colloids that may also be mobile in the watcr.

When radionuclides are released from the solid
waste form into the mobile liquid phase, they are
available for transport. The transport mechanism
depends on the distribution of water on the waste
form surface and between the waste form surface
and the outer edge of the degraded waste package.
If water has dripped into the waste package, it is
possible that advective transport of radionuclides
to the edge of the waste package could occur. If the
water has not dripped into the waste package, then
a continuous, interconnected water film aleng
which radionuclides may diffuse is required.

After radionuclides are transported through the
degraded internal material of the waste package to
the edge of the waste package, they may be trans-
ported through the degraded invert materials
beneath the waste package. Radionuclides may be
transported through the degraded invert by either
moving water if there is scepage water, or diffusion
through the pores of the invert materials. The
radionuclides transported through the degraded
invert are ultimately released to the tuff rock units
to be transported in the unsaturated zone belew the
repository and ultimately to the saturated zone.

The rate at which radionuclides are released and
transported from the repository depends on the
following:

* Degradation rate of the engineered barriers

+ Dissolution rate of the waste forms

+ Form of the released radionuclides

* Solubility of the aqueous radionuclides

* Rate of water movement and volume of

water that flows through the engineered
barriers

2-22

In the absence of any water seepage coming into
direct contact with the wastes, radionuclide
releases from the engineered barriers will be
minimal, with the possible exception of gaseous
releases of radionuclides which are of no
significant consequence to the public.

2.2.3.5 Water Movement and Radionuclide
Migration Through the Unsaturated
Tuffs Below the Repository

Figure 2-9 illustrates the key concepts associated
with water movement in the unsaturated rocks
bereath the repository and the migration of radio-
nuclides in these rocks. After the dissolved or
colloidal radionuclides are released into the unsat-
urated tuffs beneath the repository, they may be
transported with the water to the water table. The
rate at which these radionuclides are transported to
the water table is a function of the following:

* Percolation flux in the unsaturated tuffs

* Distribution of the percolation flux between
fractures and matrix

+ Effective velocity of the groundwater within
the fractured rocks

* Adsorption of radionuclides within the rock

Because each of these characteristics of the natural
environment is variable in space and time, radionu-
clide transport is also variable. Part of the
temporal variability relates to long-term climatic
changes that not only change the percolation flux
through the system but also cause the water table
beneath Yucca Mountain to rise {(in the case of
wetter climates} or fall {in the case of drier
climates).

Water Movement and Radionuciide
Migration Through the Saturated
Zone Aquifers and Biosphere

2.2.3.6

Radionuelides that are transported through the
unsaturated zone are released to the saturated
aquifers beneath the repository. Figure 2-10 illus-
trates the key concepts associated with water
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» Direct consumption of water containing
dissolved radionuclides

» Watering of livestock and the subsequent
consumption of meat or milk

+ Consumption of crops and animal products
produced using water containing dissolved
radionuclides

+ Direct exposure to contaminated soil

+ Inhalation of dust that may contain attached
radionuclides

The previous discussion outlined how the various
components of the Yucca Mountain repository
system fit together to describe how the system is
intended to work. The general conceptual aspects
of each key component and processes that affect
the expected behavior of the repository system
have been described. The next section
(Section 2.3) describes the approach used to
assemble the representations of the individual
components into a description of the entire system.
The details of each of the component models used
in the TSPA and the scientific bases for these
models are presented in Section 3 and the Toral
System Performance Assessment-Viability
Assessment (TSPA-VA} Analyses Technical Basis
Document (CRWMS M&O 19981).

2.3 METHODOLOGY

This section presents an overview of the method
for mathematical and numerical modeling of each
process and component introduced in Section 2.2,
including their uncertainty, and the approach for
combining them into an overall model and
computer code. This overview includes discus-
sions about information flow between the models
{Section 2.3.1) and the computer code architecture
that facilitates the information flow (Section 2.3.2}.
This section provides a road map of how to
recouple the component models into one integral
whole, to reassemble the analyzed pieces and pass
information between them to develop reasonable
assessments of overall system performance. The
method for comrectly coupling the component
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models to make robust predictions of repository
behavior is comprised of the basic activities
outlined in Section 1.3. More detail on these activ-
ities as they apply to the Yucca Mountain TSPA is
given in Tutal System Performance Assessment -
Viability Assessment (TSPA-VA) Methods and
Assumptions (CRWMS M&O 1997m).

In addition to modeling and analyzing the system,
the TSPA methodology presents the key results,
focusing on the influence of uncertainty on the
performance predictions. As mentioned in Section
2.2, the 1997 Energy and Water Appropriations Act
requests an analysis of the “probable behavior of
the repository.” The base case models described in
Section 3 are intended to represent this probable
behavior. The exact definition of “base case”
depends on the choice of parameter ranges for each
component model. In this context, the use of the
term “range” is important. In particular, the
TSPA-VA base case parameter sets and conceptual
models encompass a range of uncertainty for the
various parameters rather than just one realization
of the parameters. Given the base case definitions
of these various parameter ranges for the model
components, a base case TSPA model is
constructed to predict overall repository perfor-
mance (see Section 2.3.3). This model represents
an assessment of the likely or probable range of
future bchavior for the overall repository system,
which is essentially a combination of the likely
ranges of behavior for the various component
models, processes, and corresponding parameters.

In addition to base case repository performance,
behavior that is considered less likely is captured in
the sensitivity cases for alternative models and
parameter ranges of the various processes {see
Section 5). Besides alternative models and
parameter ranges, other sensitivity cases {features,
events, and processes not included in the base case)
examine the effect of repository design options
(see Section 4.5) and disruptive events such as
volcanism (see Section 4.4),

Because of the inherent uncertainty in the perfor-
mance predictions, the TSPA-VA results are
provided in two main forms:
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+ Probability distributions, such as comple-
mentary cumulative distribution functions
{(CCDFs), for peak dose rate to a receptor
20km (12 miles) downgradient of the
repository, during a

Section 4.3).!

certain time (see

Time histories over 10,000 years, 100,000
years, and 1 million years of the dose rate at
20 km (12 miles} downgradient of the repos-
itory, for specific samplings of the input
parameters. A dose-rate realization
generated by using the expected values from
all input parameter distributions is used to
describe and explain future repository
behavior, in particular, how the various
components and subsystems interact with
one another {see Section 4.2).

Various sensitivity analysis methods for deter-
mining the most influential system parameters are
also used (Section 4.3). These analyses include

2.3.1 Information Flow Between Component

Models

A stylized conceptualization of the TSPA-VA
model hierarchy and information flow is shown in
Figures 1-1 and 2-1. These figures indicate a
continuum of information and models, from the
most basic, detailed level to the ievel of the total
system model. The data and associated conceptual
and process-leve] models rest at the base of the
pyramid. These process-leve] models may be

simplified or abstracted,® if necessary, because of
computational constraints or lack of information.
The abstracted performance assessment models
may have a one-to-one correspondence with the
detailed process-level models or may represent a

combined subsystem model’® covering several
aspects of the overall system. The performance
assessment models form the components of the
overall TSPA model at the top of the pyramid.
Total-system model simulations can then be
performed in the computationally intensive proba-

methods for displaying the results in a way that
most transparently demonstrates the key natural
and engineered barrier parameters and features
{e.g., plots of correlation coefficients versus time).
This helps prioritize future site-characterization
efforts and delineate best possible design options.

bilistic framework necessitated by a Monte Carlo

approach to performance assessments.*

For this model simplification process, there are two
key factors in accurately representing the perfor-
mance of the overall system. First, information

For example, based on uncertainty in the input parameters, the analysis consists of randomly sampling all input parameters
100 times to generate 100 realizations of repository performance. Each realization, being a unique combination of the
input parameters, will produce a different prediction of dose rate versus time. From each of these 100 dose rate histories,
the peak dose that occurred at any time during a specific time period is selected, for example, during the first 10,000 years
after closure of the repository. These peak doses are then plotted as a probabilily distribution to answer the following
question: What is the probability of exceeding dose rate x during the first 10,000 years?

The word abstraction is used to connote the development of a simplified mathematical end/or numerical model that repro-
duces and bounds the results of an underlying detailed process model.

Examples of various subsystems include the engineered barrier system, the unsaturated zone, and the saturated zone.

Much of the modeling of the repository and its components is complex, uncertain, and variable, involving a variety of
coupled processes (thermal-hydrologic-chemical and thermal-hydrologic-mechanical) operating in three spatial dimen-
sicns on a variety of different materials (e.g., fuet rods, waste packages, inven, and host rock} and changing over time. For
these reasons, it is often necessary to make some simplifications to the detailed process-leve] models. The need for
simplification is particularly evident in TSPA, which has a significant component of probabilistic risk analysis. The
general approach of using probabilfistic risk analysis is appropriate because of the inherent uncertaintics in predicting
physical behavior many thousands of years into the frture in a geologic system wilh properties that can never be fully
characterized deterministically. Because of the large number of uncertain parameters in the component TSPA modcls,
probabilistic risk analysis involves a Monte Carlo method of muitiple realizations of system behavior, which requires
significant computational resources. For this reason, and beczuse the lack of certain data makes some detailed modeis
difficult to quantify, model abstractions are often employed.
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passed up the model pyramid must be consistent.
For example, an infiltration flux used to generate
liquid flow fields from the detailed process
model for the unsaturated zone must be used in all
subsequent analyses based on those particular flow
fields. The same flux must be used when calcu-
lating seepage flux in the abstracted seepage
subsystem model (see Section 3.1) and when
calculating thermal-hydrologic response {temper-
ature and relative humidity) in the near-field
environment (see Section 3.2). Second, the param-
eters that most affect performance in the detailed
process models must be appropriately represented
in the subsequent subsystem and total system
models, including the appropriate uncertainty
range of the parameters.

A key feature of the methodology is how to pass
uncertainty at one level to uncertainty at another
level. As Figure 1-1 illustrates, transfer of uncer-
tainty must go in both directions, from bottom up
and from top down. When analyzing uncertainty at
the bottom levels (data, conceptual models, and
process models}, the analyses lock at the effect of
uncertain parameters on surrogate or subsystem
performance measures such as the amount of
fracture flow in the unsaturated zone. The sensi-
tivity of the surrogate measure to component
model uncertainty is then used to decide whether to
carry this uncertainty through to the total system
analyses. However, sometimes important param-
eters at the subsystem level prove to be
unimportant at the overall system level and then
this information is passed down the pyramid to
indicate the relative unimportance of collecting
more physical data about this parameter.

Traceability of data transfer amongst models and
quality assurance of the data are very important
aspects of the information flow process. The Total
System Performance Assessment-Viability
Assessment (TSPA-VA} Analyses Technical Basis
Document {(CRWMS M&O 19981}, which supports
the TSPA results presented here, explicitly
identifies the source and status of data, computer
codes, and computer input and output files used in
the VA. The Total System Performance
Assessment-Viability  Assessment  (TSPA-VA)
Analyses Technical Basis Document {CRWMS
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M&Q 1998i) will form the basis for development
of the DOE TSPA data qualification plans.
Following prescribed procedures, DOE is
reviewing the data, assumptions, computer codes,
and information used in the TSPA analyses to
ensure the models are valid, defensible, and appro-
priate. DOE has developed a transition plan to take
the TSPA repoerted here te qualified status for the
LA. To be fully qualified, there must be clear
documentation that the TSPA models are supported
by qualified data and the numerical medels and
computer codes are documented and appropriately
controlled.

Figure 2-11 is a more detailed, but still simplified,
look at information flow among the eight key
component models; unsaturated zone flow {and
seepage), thermal hydrology, near-field geochem-
istry, waste package degradation, waste form alter-
ation and mobilization, unsaturated zone transpor,
saturated zone flow and transport, and biosphere.
It does not show all of the couplings among
TSPA-VA component models but does illustrate
major model connections, abstractions, and infor-
mation feeds. *“Response surface” means a multi-
dimensional table of output from one model to be
used as input in another model. When interpo-
lating among points in the table, linearity is
generally assumed. Usually a response surface has
more than one dependent variable {e.g., both time
and percolation flux). However, in the usage in
Figure 2-11, sometimes time 1is the only
independent variable, and interpolation is not even
necessary between the time points (e.g., the data
are provided directly “as is” to the next model).

Figure 2-12 is a more detailed description of
information flow in the TSPA-VA, showing the
principal pieces of information passed between
the various component models. These details of
information flow are explained in greater depth in
the discussion of the TSPA-VA code architecture
in the Section 2.3.2 and in the description of the
TSPA-VA base case in Section 4.1. The
conceptual and experimental basis for this
depiction of information flow is given in detail
in Section 3. For example, the division of the
repository horizon into six regions based on
thermal-hydrologic response and infiltration flux is
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results of modeling with detailed process
models before running the RIP TSPA code

* Functicnal or stochastic representations of a
component model directly built into the RIP
architecture

The method used for each TSPA-VA component
model is described briefly below and in greater
detail in the corresponding sections of Section 3.

As described above for the third coupling method,
much of the computational work that goes into the
TSPA-VA models is done outside of RIP, before
running the actual total system computations. For
example, the unsaturated zone flow fields were
computed using Transport of Unsaturated Ground-
water and Heat TOUGH?2 (Pruess 1991), a three-
dimensional, finite-volume numerical simulator,
with about 80,000 grid blocks representing the
entire unsaturated zone model domain (for the
dual-permeability model). Similarly, the waste
package degradation histories for various values of
the uncertain input parameters were run before the
RIP runs with a FORTRAN-based simulator called
WAPDEG, on UNIX and PC workstations. Other
component medels that were also run outside of
RIP are listed below. The results of these detailed

process-level runs were provided as multi-dimen-

sional tables that are read into RIP at run time.>

Figure 2-13, in conjunction with Figure 2-12,
provides a better understanding of the TSPA-VA
code architecture, that is, the actual computer
codes used and the connections (information
transfer) between codes. It includes both the codes
run before the RIP program and those run in real
time that are coupled to {external function calls) or
within (cells and tables} the RIP program. Based
on the schematic information transfer shown in
Figure 2-13, some response surfaces generated by
codes exterual to RIP only provide data to other
codes external to RIP (e.g., chemical-composition
response surfaces (pH) from the near-field

geochemical model will directly feed the external
model for waste package degradation, WAPDEG).
Other response surfaces, such as liquid saturation,
temperature, and seepage flux, will provide data
directly into RIP as response surfaces that
influence such things as waste form degradation
rates. Not all couplings or all models are shown in
Figure 2-13, but most are shown (e.g., near-field
geochemical medeling is too complex to show all
of its aspects in this figure-see Section 3.3).

Coupling of the varicus models is affected by the
climate model, which impacts almost all the other
models in one way or another, because it alters
water flow throughout the system. The climate is
assumed to shift in a series of step changes
between three different climate states: present-day
dry climate, long-term-average climate (about
twice the precipitation of dry climate), and super-
pluvial climate (about three times the precipitation
of dry climate). These climate shifts are imple-
mented as a series of steady-state flow fields in the
unsaturated and saturated zones {including changes
in the water-table elevation). Within the RIP
program, these shifts require coordination among
the coupled submodels because they must all
simultaneously change to the appropriate climate
state.

In general terms, the coding methods and
couplings to be used for the major components are
as follows:

» Mountain-scale; unsaturated zone flow {see
Section 3.1) is modeled directly with the
three-dimensional, site-scale, unsaturated
zone flow model developed by YMP, using a
volume-centered, integral-finite-difference,
numerical flow simulator, called TOUGH2
(Pruess 1991). Steady state flow is assumed,
and three-dimensional flow fields are
generated for three different infiltration
boundary conditions, three different climate
states, and several values of rock properties.

3 Examples of these multidimensional tables include (1) liquid flux and velocity ficlds for the unsarurated zone as a function
x3.zt and uncerlain parameters such as infiltration flux and (2) package failures versus time as a function of uncerlain
paramcters such as corrosion rate of the corrosion-resistant metal that forms the inner barrier of the waste package.
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These  “pre-generated”  flow  fields
(i.e., developed externally and before the
RIP simulations) are then placed in a library
of files to be read by the Finite Element Heat
and Mass (FEHM) code for unsaturated zone
transport during the real time RIP simula-
tions. Fracture and matrix liquid fluxes,
along with liquid saturation, are passed to
FEHM in these tables. To generate the
library of flow fields, an inverse model,
ITOUGH2 (Finsterle et al. 1996), is used to
calibrate the model-predicted liquid satura-
tions to measured liquid saturations in the
matrix. This calibration is done when gener-
ating the flow fields for the three different
infiltration conditions and the different
fracture properties at current dry-climate
conditicns. For future-climate conditions,
flow fields are generated based on the dry-
climate calibrations. Climate change is
modeled within TSPA-VA unsaturated zone
calculations by assuming a series of step
changes in boundary conditicns, meaning
that different flow fields are provided at the
appropriate time with the assumption of

instantaneous pressure equilibrium.® The
unsaturated zone flow fields are also
provided to the TOUGH?2 drift-scale seepage
models, 10 the saturated zone streamtube
models, and to the engineered barrier system
transport models. Unsaturated zone hydro-
logic properties are passed to the drift-scale,
thermal-hydrology model.

Seepage of water intc emplacement drifts
(i.e., drift-scale, unsaturated zone flow-see
Section 3.1} is also modeled externally and
before the RIP simulations using TOUGH2
on a finely discretized grid around the drift.

Simulations are conducted over a heteroge-
neous fracture permeability field (based
on permeability  measurements in  the
Exploratory Studies Facility), at a variety of
percolation rates (from the mountain-scale,
unsaturated zone flow model) and a variety
of mean values and standard deviations for
the fracture permeability distribution and the
fracture “alpha” distribution (see Section
3.1). These simulations become an uncertain
response surface of seepage flux into the
drift as a function of percolation flux and a
response surface of the number of packages
that are dripped on (by seeps) as a function
of percolation flux. Both of these response
surfaces are input directly into RIP,

Mountain-scale, unsaturated zone thermal
hydrology {see Section 3.2) is modeled with
the TOUGH2 code using two-dimensional
cross sections taken from the three-dimen-
sional, site-scale, unsaturated zone flow
model. OQutput is several histories of air
mass fraction and gas flux as a function of
time near the drift, which is provided directly
to the near-ficld gecchemical process
models.

Drift-scale, unsaturated zcne thermal
hydrelogy is modeled with the finite-
difference computer program NUFT {Nitao
1998} in one, two, and three dimensions
before the RIP simulations. The drift-scale
thermal-hydrology model uses a complicated
set of embedded abstractions at different
levels of spatial and process detail
(e.g., conduction-only versus conduction and
convection), as described in Section 3.2.
Qutputs include:

6 According to the particular history of climate changes sampled by the RIP TSPA model at the beginning of a given
rcalization, the unsaturated zone flow field library is interrogated for a different flow field every time during the
simulation that 2 step change is indicated. This change in a flow field is assumed 1o apply instantaneously to the transport
inodel. The validity of this approach is discussed briefly in Section 3.6 and in more detail in the Total System Perfor-
mance Assessiment-Viability Assessment {TSPA-VA) Analyses Technical Basis Document {CRWMS M&O 1998i). The
durations of each of the three climate states arc uncertain parameters sampled at the beginring of each realization of the
total system modei. However, the sequence of these alternating climate states is the same for all realizations. More details

are given in Sections 3,7 and 4.1.1.
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— Waste package surface temperature (T,,)
and wasie package surface relative
humidity (RH,,;) for seven different
package types within six discrete spatial
regions of the repository (see Figure 2-12

for an illustration of the six regions).”
These values are provided to WAPDEG.

— Average waste form temperature (T,,p) and
liquid saturation in the invert (8;) in each of
the six regions. These values are provided
to the waste form degradation and
engineered barrier system transport models
in the RIP program.

~ Average drift-wall temperature (Tyy),

relative humidity, and liquid saturation in
the invert in the “CC” region of the repos-
itory (Figure 2-12). These values are
provided to the near-field geochemical
models. The outputs are in the form of
response surfaces or multi-dimensional
tables.

+ Near-field geochemical environment
(i.e., drift-scale thermal chemistry} 1is
modeled in the base case calculations outside
of the RIP simulations by assuming a certain
scenario for water flow through the drift and
the types of materials the water contacts.
Equilibrium batch-reaction calculations with
EQ3/6 (Wolery 1992a; Wolery and Daveler
1992} are performed at several places within
the drift and then the output from one batch
calculation is passed to the input of the next
batch calculation at a different spatial
location (see Section 3.3 for details).
Qutput is a response surface of various
chemical composition parameters. These
values are provided both to the waste
package degradation model WAPDEG
which is run outside of the RIP program, and
to RIP directly as input tables for the waste
form degradation and colloid medels within
RIP.

» Waste package degradation is modeled
outside of, and before, RIP runs using a
computer code named WAPDEG (CRWMS
M&O 1998j), which includes corosion-rate
variability both on a given package and from
package-to-package (see Section 3.4).
Output is in the form of several tables, read
into the RIP program at run time, of the
curnulative number of package failures per
time, average patch area per package versus
time, and average pit area per package versus
time. Early or “juvenile” failures, because
of the combined effects of large rockfalls,
high seismic activity, or possibly undetected
material defects, are input directly into RIP
as probability distributions.

Cladding degradation by physical-chemical
processes such as creep rupture is modeled
outside of RIP runs and then input directly
intc RIP as a percentage value of failed
cladding versus time (exposed waste form
area versus time; see Section 3.5). Other
cladding degradation modes such as
mechanical failure are also input directly
into the RIP program, based on other
simulations (CRWMS M&O  1993i,
Section 6.3.1.1.7).

Waste form degradation is modeled as an
equation within the RIP program using
ernpirical degradation-rate formulas
developed from available data and experi-
ments for the three different waste form
types: commercial spent nuclear fuel, DOE
spent nuclear fuel, and high-level radioactive
waste {(see Section 3.5). Qutput from the
waste form degradation model is the mass of
waste form exposed per time and the volume
of water in contact with this waste form
versus time, which is used directly in the RIP
waste form cells. There are a variety of
these waste form cells in the RIP program,
cortesponding to three different waste form
types and several different seepage
scenarios. The amount of inventory that can

7 Waste form surface temperature is actually assumed to be equal to the waste package surface temperature.
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ultimately enter each waste form cell is a
linear function of the number of packages
emplaced in each inventory/seepage/
thermal-hydrologic environment. There are
72 such environments, representing the
product of 6 thermal-hydrologic regions
{discussed above), 3 inventory types, and 4
seepage cnvironments (see Section 4.1.7).
The entire waste inventory is composed of
hundreds of different types of radionu-
clides. Of these hundreds, 39 were found to
be present in sufficient quantity to warrant
modeling in the near-field medel compo-
nents of the TSPA. Of these 39, only the nine
most important radienuclides—most
important from the standpoint of delivering,
or potentially delivering, the greatest dose
rate at the biosphere location 20 km
(12 miles) downgradient of the repository—
were tracked through all the system models.
These nine radionuclides are:

technetium-99, iodine-129, neptunium-237,
plutonium-239, plutonium-24, uranium-234,
carbon-14,

tinium-231.8

selenium-79, and protac-

Engineered barrier system transport is
modeled directly within RIP at run time
using the RIP cells algorithm, The modeling
is based on an idealized representation
(basically a linked series of equilibrium
batch reactors) of waste form, waste
package, and invert, and how radionuclides
move through them via diffusion and
advection (see Section 3.5)., Output from
engineered barrier system transport is radio-
nuclide mass flux (for each of the nine
radionuclides) at each time step, passed
during the RIP simulations to the directly
coupled, three-dimensional, duai-perme-
ability, FEHM particle tracker {Robinson et

5

al. 1997} used for unsaturated zone transport.
As shown in Figure 2-12, the repository area
is divided into six distinct regions based on
infiltration and thermal hydrology, which
was modeled with six distinct source-term
groups within RIP. The mass releases from
these six source-term groups are spread
uniformly across the grid blocks in FEHM
that reside within the corresponding areas of
the six regions. A key part of engineered
barrier system ftransport is waste form or
radionuclide mobilization, which is a direct
function of both seepage flux and radionu-
clide solubility in the groundwater.
Solubility is input directly into the RIP
program as probability density functions (see
Section 3.5).

Unsaturated zone transport is modeled at
run-time using the directly coupled, three-
dimensional,  dual-permeability,  finite-
element code FEHM (Zyvoloski et al. 1995),
which is accessed as an external function by
the RIP program. Flow fields and property
sets are accessed directly by FEHM from
table files residing in the run-time file
directory. The unsaturated zone transport
model is based on the unsaturated zone flow
model and uses the same flow fields
{generated by the TOUGH2 unsaturated
zone flow code) and the same climate states.
As with unsaturated zone flow, a dual-
permeability model is assumed, and
transport is modeled with the FEHM particle
tracker in three dimensions. The FEHM
particle tracker transports particles on the
same dual-permeability TOUGH2 spatial
grid as used in the flow model {using the
same material properties, infiltration, and
liquid saturation). When the climate shifts, a
new TOUGH2 flow field is provided from

The nine radionuclides were chosen based on six criteria (not necessarily in order of significance): high solubility, iow
sorption affinity, size of inventory (plus ingrowth gererated by parent radiounciides), high biosphere dose conversion
factor, half-life long enough to survive transport, and existence as colioidal particles. Also, based on previous Yucca
Mountain TSPAs {Wilson ct al. 1994; CRWMS M&O 1995; NRC 1995: Kessler and McGuire 1996}, a nomber of radio-
nuclides in the list of 39 were inconsequential in their dose effects. Tests of the validity of vsing only nine radionnclides
arc presenied in Chapter 6 of the Tral System Performaince Assessment-Viability Assessment (TSPA-VA} Analyses

Technical Basis Document (CRWMS M&Q 1998i),
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the run-time file directory, and the particles
are assumed to be instantly traveling with the
new velocities. In addition, for multireal-
ization runs, a matrix of uncertain property
values is created before simulation time by
the RIP program and then accessed by
FEHM during the simulations. The FEHM
code steps through the uncertainty matrix
row by row, where each row represents one
realization of the uncertain unsaturated zone
transport parameters, including K,s for each
radionuclide, matrix diffusion coefficients,
dispersivity, and K, values for the plutonium

colloids.’ Qutput from the FEHM code at
each time step is mass flux from the fractures
and matrix within each of the six water-table
regions {see¢ Figure 2-12 for a depiction of
the six water table regions, which have no
particular correspondence to the six repos-
itory regions). The location of these output
grid points i1s a vertical function of the
climate state, increasing in elevation for
wetter climates. The fracture and matrix
mass fluxes from FEHM are mixed together
in a RIP mixing cell and then fed to the
saturated zone  convolution  integral
SZ_CONVOLUTE at each RIP time step
{see Chapter 8 of CRWMS M&O 1998i).

Saturated zone transport is modeled by one-
dimensional, effective-continuum, flow-and-
transport simulations through six stream-
tubes using the FEHM computer program.
The streamtubes extend from the bottom of
the repository at the water table to the 20-
km {12-milg) distance downgradient. The
locations and directions of the six stream-
tubes, and the lithology along their flow
paths, are determined with a three-dimen-
sional computer model for saturated zone
flow, based on the FEHM code and the three-

dimensional, site-scale geologic framework
model (see Section 3.7.1.3). These flow and
transport simulations are done outside the
RIP program for each of the nine radionu-
clides over 100 realizations of uncertain
saturated zone mode] parameters. These
uncertain  parameters include effective
porosity in the tuff and alluvium; X,s in the
tuff and alluvium, colloid K,, longitudinal
dispersivity, fraction of flowpath in the
alluvium, and dilution factor (which mimics
transverse dispersivity). The choice of six
streamtubes is based in part on lithology at
the water table and in part on the dilution
factors recommended by the saturated zone
expert  elicitation  panel {(CRWMS

M&O 1998g).'% The saturated zone expert
elicitation panel also recommended the value
for the Darcy liquid flux in the dry climate
(0.6 m/year}, which was used for all realiza-
tions in all streamtubes. Output from the
FEHM streamtube simulations is concen-
tration versus time at 20 km {12 miles} for a
constant mass-release-rate  source term.
These breakthrough curves reside in files in
the RIP run time directory and are accessed
when needed by the SZ_CONVOLUTE
external function (which convolves, or
integrates, the real source term with the pre-
generated unit breakthrough curves) called
by the RIP program. For the case of
100 realizations, 6 streamtubes, and 9 radio-
nuclides, there are 5,400 files of break-
through curves.

Biosphere transport is modeled within TSPA
calculations  using  biosphere  dose-
conversion factors that convert saturated
zone  radionuclide  concentration  to
individual radiation dose rate. The biosphere
dose-conversion factors are developed

K, 1s the ratio of the mass of a given radionuciide sorbed or residing on the immobile rock phase to the mass dissolved in
the aqueous phase. K, is the ratio of the mass of a given radionuclide sorbed or residing on colloidal particles to the mass
dissolved in the agueous phasc.

10 The expert panel recommended dilution factors for transport within streamtubes that have the approximate area and liquid
flux as the streamtubes chosen for the TSPA-YA model.
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outside the RIP program using a computer
program named GENII-S {Leigh et al. 1993},
The factors are then entered as table values
in the RIP front-end menus. These factors
are multiplied by the concentrations in the
saturated zone streamtubes to compute
individual doses, which are the end product
of the calculations.

Disruptive events te be considered are
seismic activity, igneous activity (indirect
and direct wvolcanic ecffects), nuclear
criticality, and human intrusion. Models for
these events are not shown in Figure 2-13;
however, at least one of these events, indirect
volcanism, is modeled with the RIP program
using a modified source term, specifically
different solubilities (because of different
mineral phases) for some of the actinides.
An example of an indirect volcanic effect is
the contact of a magmatic dike with waste
packages in which the waste form is recrys-
tallized into other mineral phases that then
dissclve at an increased or decreased rate in
comparisen to the nondisturbed case. Direct
volcanic effects (i.e., radionuclides carried
by ash plumes from volcanic eruptions) are
modeled completely outside the RIP
program using the code ASHPLUME
(L.aPlante and Poor 1997) {(see Section 4.4},
The codes and methods used in modeling
other disruptive events—seismic effects,
criticality, and human intrusion— are
discussed in Section 4.4.
2.3.3 Treatment of Uncertainty
This section describes the various types of uncer-
tainty represented in the TSPA-VA models and
how these uncertainties affect the predictions of
performance. Section 2.3.3.1 lists the four major
types of uncertainty, describes the differences
between uncertainty and variability, and introduces
the modeling tools (c.g., Monte Carlo sampling)
for analyzing uncertainty. Section 2.3.3.2
describes how one type of uncertainty, conceptual
model uncertainty, is handled in TSPA-VA and
how this Ieads to a definition of the TSPA-VA base
case. Section 2.3.3.3 gives more details on how

uncertainty is handled in the base case and how the
base case might be used to explore the “probable”
behavior of the repository. A description then
follows about the “expected-value” realization,
which is used in Section 4 to show how the various
compenent models interact with one another.
Finally, Section 2.3.3.4 describes the various sensi-
tivity analysis methods employed in TSPA-VA to
determine the most important model parameters
affecting the total system performance.

2334 Uncertainty Versus Variability

A variable feature, event, or process is one that
varies over space or time. Examples include the
porosity of a hydrogeclogic layer and the temper-
ature and near-field geochemical environment in
the repository drifts. If perfect information
{complete knowledge) were available, such param-
eters would best be represented by distributions
over space and time,

Uncertainty relates to lack of knowledge regarding
a feature, event, or process—one whose properties
or future outcome cannot be predicted beforehand.
Four types of uncertainty are typically considered:
value uncertainty, conceptual model uncertainty,
numerical model uncertainty, and uncertainty
regarding future events. The treatment of a feature,
event, or process as purely variable or purely
uncertain can lead fo significantly different
modeling results. [n general, variability can serve
to either dilute or concentrate contamination from a
repository in either time or space. Uncertainty in
the treatment of a feature, event, or process results
in uncertain forecasts of future repository behavior.
Uncertainty and variability are related in that
spatial and ternporal variability are generally very
uncertain. If the variability can be appropriately
quantified or measured, then a model usually can
be developed to include this variability. If the
variability cannot be physically quantified or
measuared, then it should be treated as uncertainty
(lack of knowledge). However, the ability to
mode!l some types of spatial variability can be
lirnited not only by measurement deficiencies but
also by computational resources. An example of
this is fracture permeability in the volcanic tuffs,
Fracture lengths and apertures in the tuff units
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occur randomly over a wide variety of spatial
scates, from the very large such as distinct fault
zones (e.g., the Ghost Dance), to the very small
(e.g., cracks on the order of millimeters in length
and submicron in width). It is relatively easy to
measure air permeabilities (buf not necessarily
liquid permeabilities) in these large faults and to
include these discrete features in numerical
models. It is much harder to include spatial hetero-
geneity on the millimeter scale in the overall flow-
and-transport numerical models because of the
difficulties of in situ measurement, the inability to
comprehensively characterize small-scale perme-
ability over the entire mountain, and a lack of
computers large enough to model flow and
transport on such a fine scale over the enfire
mountain. In addition to these considerations, the
appropriate quantification of the spatial variability
in the models is very much a function of what
performance measure is desired at the output side
of the model. If a well pumps water over a2 100-m
(330-ft) screened interval, the appropriate discreti-
zation of the spatial variability may be on the order
of 10 m (33 ft} per numerical grid block. If it is
desired to measure dripping into the drifts, the
appropriate discretization of the grid cells may be
on the centimeter scale.

Two basic tools used in the TSPA to deal with
uncertainty and variability are probability theory
and alternative conceptual models. The former is
used for uncertainty in specific model parameters
and the Iatter for uncertainty in the understanding
of a key physical-chemical process controlling
system behavior. In particular, uncertain processes
often require different conceptual models. For
example, different concepts of matrix-fracture
coupling in the unsaturated zone lead to different
flow and transport models. Sometimes conceptual
models are not mutually exclusive (e.g., both
matrix and fracture flow might occur), and
sometimes they do not exhaustively cover all
possibilities {matrix and fracture flow apparently

do, although the definition of “matrix™ depends on
the length scale used in the model}. These
problems indicate that the use of alternative
conceptual models, while often necessary to
characterize some types of uncertainty, is not
always as rigorous as one might like—an unfor-
tunate result of insufficient knowledge in some
areas.

For the treatment of uncertainty in specific model
parameters and for altemative conceptual models
that have been weighted beforehand with specific
probabilities, the Monte Carlo sampling method
has been used in all TSPAs to date and is the
primary method of uncertainty analysis used for
this TSPA. The method involves random sampling
of the probability distributions for all uncertain
input parameters (including any index parameters
that might be used to weight alternative conceptual
models). Then, numerous realizations of the repos-
itory system are calculated based on the sampled
realizations of all the inputs. Each total system
realization has an associated probability so that
there is some perspective on the likelihood of that

set of circumstances occurring.“ The Monte
Carlo method yields a range for any chosen perfor-
mance measure {e.g., peak dose rate 0o an
mndividual within a given time period at a given
location) along with a probability for each value in
the range. In other words, it gives an estimate of
repository performance plus “error bars” on the
estimate. The performance measures and
associated probabilities have traditionally been
presented as CCDFs that show the probability of
exceeding a given performance measure value.

2332 Weighting of Alternative
Conceptual Models

In many subsystems of the overall TSPA system,
there are plausible alternative models or assump-
tions. In some cases, these alternatives form a
continuum, and sampling from the continuum of

1 n the standard Monte Carlo method, each realization is equally likely, so the probability is 1 divided by the number of
realizations. In more ¢laborate variants, for example using “imporance sampling,” some realizations can be less probable
than others. The TSPA-VA uses a variant of the Monte Carlo method, called Latin Hypercube Sampling, which better
madels the tails of the input probability distributions when the number of realizations is small.
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assumptions fits naturally within the Monte Carlo
framework of sampling from probability distribu-
tions. In other cases, the assumptions or models
are discrete choices. In particular, some processes
are so highly uncertain that there is not enough
datato justify developing continuous probability
distributions over the postulated ranges of
behavier. In other words, a high degree of
sampling is unwarranted, and it is better just to
look at two or three cases that are assumed to
encompass {bound} the likely behavior.

There are two possible approaches to incorporating
discrete alternative models within the TSPA:
weighting all models into one comprehensive
Monte Carlo simulation (lumping), or keeping the
discrete models separate and performing muitiple
Monte Carlo simulations for each discrete model
(splitting). There are advantages and disadvan-
tages to both approaches. Lumping has the
conceptual advantage that a single CCDF can be
said to include all the system uncertainty. Splitting
can lead to a profusion of cases that makes it
difficult te quantify the relative importance of the
various discrete assumptions. The main disad-

vantage of lumping is the concern that individual
cases with poor performance might be diluted
within a multitude of more favorable cases, In
other words, there could be a combination of the
discrete assumptions with poor performance that
might not be obvious under the lumped approach
but that would stand out if that combination were

presented separately. Another potential disad-
vantage of lumping occurs if there is no good justi-
fication for the probabilities used—if the weighting
of the alternatives is antificial, then the results will
be artificial as well.

For this TSPA, a combination of the two
approaches is used. In particular, the TSPA-VA
“base casc” model, defined in detail in Sections 4
and 4.1, can be considered an impiementation of
the sphitting approach, because it is based on a
limited range of uncertainty. Based on expert
judgment (and to some extent on finite time and
resources that can be applied to the VA effort), the
TSPA-VA base case is a best estimate as to the
more likely renges of model behavior and
parameter ranges. Some alternative models are not

included in the base case and some parameter
ranges of the included models have been narrowed,
The Ievel of uncertainty included in the TSPA-VA
base case model is based on the current level of
knowledge regarding the various processes
controlling system behavior. In several instances,
the range of uncertainty is set quite large, in a
“conservative” manner. Because of this narrowed
range of models and parameters, the base case
CCDF is conditional (shown in Section 4.3),
meaning that it is conditional on certain models
and parameters being held constant or having their
variance restricted. As described at the beginning
of Section 2.3, the primary type of CCDF used to
portray repository performance is a CCDF of the
peak dose rate occurring within a given time span
at a given location, such as the peak dose rate at
20 km {12 miles} that occurs at any time during the
first 10,000 years.

Some of the most important processes and param-
eters (i.e., having the greatest effect on perfor-
mance or dose rate} not included in the base case
also warrant a separate presentation of their uncer-
tamnty in the form of several conditional CCDFs
based on alternative process models. Alternative
models of water seepage into the drift and of
fracture-matrix flow in the unsaturated zone are
treated in this manner {see Section 5.1). Alsc, for
design options, such as drip shields and ceramic
coatings on the waste packages, there is no
reasonable conceptual justification for lumping
them together Into a single probability distribution.
Therefore, they must be presented as conditicnal
CCDFs—conditional on the given repository and/
or waste package design.

2333 Uncertainty and the Base Case
Because of the significant amount of uncertainty in
most of the component models, the variance
associated with most models and parameters
can only reasonably be restricted, but not wholly
eliminated. Thus, the base case necessarily encom-
passes much of the underlying uncertainty. It
includes some of all four types of uncertainty:
value or parameter uncertainty, conceptual model
uncertainty, numerical model uncertainty, and
future-event uncertainty. Therefore, the base case
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by itself also represents the “lumping” approach.
Uncertainty not lumped into the TSPA-VA base
case is captured discretely in alternative models,
alternative features, and altermative events. These
alternatives that have been “split” off of the base
case, and their effects on performance are
described separately as either alternative condi-
tional CCDFs or, as alternative single-realization
time histories of performance. Examples of this
for the TSPA-VA, with respect to each of the four
types of uncertainty, include the following:

» Parameter uncertainty: widened parameter
ranges for the cladding degradation models
{Section 5.5}

Conceptual model uncertainty: alternative
process models for unsaturated zone flow
and seepage (Section 5.1}

Numerical model uncertainty: one-dimen-
sional flow and transport used in the
saturated zone because of uncertainty
regarding numerical dispersion in three-
dimensional models (Section 3.7)

Future-event uncertainty: disruptive events,
such as volcanism {Section 4.4)

A total “lumped” CCDF, including all of the uncer-
tainty in TSPA-VA, is not presented because of
difficulties {i.e., uncertainty) in assigning probabil-
ities to some of the alternatives.

A final type of uncertainty, already mentioned, but
net included in the above four and not a candidate
for lumping, is “design” uncertainty. This uncer-
tainty is driven by the uncertainty in the natural-
system parameters and processes. It represents the
desire to design the safest repository possible
within certain cost restrictiocns. However, the
“best” design at any given time (for example, the
VA design} may not represent the best design in the
future (for example, the LA design} because new
knowledge may be acquired based on additional

site characterization and additicnal TSPA analyses.
Either of these factors can lead to a new repository
and/or waste package design. This type of uncer-
tainty for the VA is examined in the form of
various “design options” (Section 4.5).

The 1997 Energy and Water Appropriations Act
asks for the “probable behavior of the repository in
the Yucca Mountain geological setting.” However,
it does not define the word “probable” in this
context. Any of the random outcomes in the base
case CCDF, or for that matter, any of the random
outcomes in the altemative CCDFs could be
considered “probable”, since they all have a finite
probability. A more explicit interpretation of the
word “probable” might be either “representative”
or “most probable”. Regarding the latter, the most
probable behavior is clearly the “mode™ of a

CCDFE.'?  Since we do not present the total
“lumped” CCDF that includes all alternatives, the
most probable behavior could be taken as the mode
of the base case CCDF. However, other points on
the output CCDF are more often chosen as being
“representative” of the likely or probable behavior
of a stochastic system, including the expected-
value (i.e., the mean or average of all peak dose
rates) and the median (i.e., the 50th percentile
value, above which lie half of the peak dose rates
and below which lie the other half}. Both the mean
and the median of the base case peak-dose-rate
CCDF, along with the entire CCDF, are presented
in this document to demonstrate probable future
repository behavior (see Section 4.3). In addition,
other types of analyses are presented, as discussed
below.

The CCDFs of peak dose rate are the most
important measure of repository performance since
they represent the peak, or highest, dose rate within
a given time frame. However, to illustrate how the
various component and subsystem models interact
with one another, it is also useful to display one or
more realizations of dose rate versus time over
specific time periods. Perhaps the most useful
realization of the input parameters for this purpose

12 In the theory of probability, the “mode” of a distribution is the point with the highest probability or highest likelihood of

QCCUrTence.
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is the expected values {means) of all the input
parameters.  This single realization is useful
because it is time independent; that is, the same
values of the input parameters can be used
regardiess of the time span of interest, whether it
be 10,000 years, 100,000 years, or 1 million years.
This single realization is called the “expected-
value realization” in the rest of this document. (It
is not the realization of the input parameters that
produces the expected value or mean peak dose
rate on any of the peak dose-rate CCDFs because
those realizations differ according to the period
being examined.)

The expected-value realization for the TSPA-VA
base case is examined in Section 4.2 with respect
to how it shows the influence of the various base-
case component models on cach cther and on total
system performance. The expected-value realiza-
tions for altcrnative models and designs are shown
in Section 5 and compared to the expected-vaiue
base-case realization. This is one useful way to
lock at the sensitivity of total-system and
subsystem performance to various models and
paramefers (see Section 2.3.3.4),

In addition to examining the behavior of the
expected-value realization, it is also useful to
examine the behavior of realizations that lie close
to both tails (i.e., both the upper and lower
extreme) of the various input parameters. This is
usually done cne input parameter at a time; that is,
all parameters except one are sampled at their
expected values. The parameter of interest is then
sampled at either its 5th percentile probability or its

This is useful

95th percentile probability.'?
because the behavior of the various component
models and their influence on one another can be
quite different at these values than for the

expected-value realization. It is alse useful to
display these more extreme timc histories on the
same graph as the expected-value time history
because together they give a good indication of the
complete range of influence of each of the input
parameters on total repository performance during
the specified time period, whether it be over the

first 10,000 years, 100,000 years, or 1 miilion years
after closure. This type of analysis is presented in
Section 5 for the most influential parameters of the
various base-case component models.

2.3.34 Presentation and Analysis
Techniques for Uncertainty

Onc goal of the TSPA-VA is to evaluate the perfor-
mance and associated uncertainty for the reference
repository design {see Volume 2} and various
design options (see Scction 4.5). Another
important goal is to determine the characteristics of
the engineered and natural systems that have the
most influence on repository performance. This
information provides input to the design and site-
characterization organizations about additional
data that could provide the greatest improvement in
confidencc about the repository. Beyond these
formal goals, there is the simple need to understand
the results and make them clear 10 all interested
parties. A number of methods are used te explain
the results and quantify the sensitivities.

Total system performance is a function of sensi-
tivity {(i.e., if a parameter is varied, how much do
the performance measures change?} and uncer-
tainty {i.e., how much variation of a parameter is
reasonable?). For example, the TSPA results could
be very sensitive to a certain parameter, but the
value for the parameter is exactly known. In the
uncertainty analysis techniques described below,
that parameter would not be regarded as important.
Many parameters in the TSPA-VA analyses do,
however, have uncertainty associated with them
and do end up with a high ranking for their impor-
tance to performance. On the other hand, the level
of their ranking can depend on the width of the
assigned uncertainty range. Therefore, uncertainty
analyses must be carefully interpreted {i.c., the
width of the uncertainty ranges must be
considered). Most of the important parameters with
possibly limited uncertainty ranges in the base case
are cxamined in alternative models that either
cxpand the range of their parameters beyond the
expected range of uncertainty or change the

13 Other samplings are possible, such as the 1st and 99th percentiles. We have chosen 5th and 95th 1 being representative of

“extreme” behavior.
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weighting of the parameter distribution. For
example, this type of analysis is performed for
alternative models of seepage (Section 5.1) and

cladding degradation (Section 5.5).]4

System performance also may be sensitive to
repository design options, but models and param-
eters for these various options are not assigned any
uncertainty. Therefore, even though they can be
important (see Section 4.5), they do not show up in
the tables of key parameters based on uncertainty
analysis.

The determination of the parameters or compo-
nents that are most important depends on the
particular performance measure being used. This
point was demonstrated in the 1993 TSPA
(Andrews et al. 1994; Wilson et al. 1994} and the
1995 TSPA (CRWMS M&O 1995). For example,
these two TSPAs showed that the important param-
eters are different for 10,000-year peak doses than
for 1-million-year peak doses.

Some methods for investigating sensitivity are
discussed below:

» Scatter plots—Scatter plots are a good
qualitative method of looking for sensitiv-
ities based on multi-realization simulations
of the system. The final results {e.g., dose
rate} are plotted against the input parameters
and visually inspected for trends. If there is
a visible trend, it is an indication of sensi-
tivity. The performance measures can also
be plotted against various subsystem outputs
or surrogate performance measures {(€.g.,
waste package lifetime) to determine
whether that subsystemm or performance
surrogate is important te perfoermance.

» Regression analysis—In regression analysis,
a mathematical relationship between the
outputs (performance measures) and inputs
{model parameters) of a Monte Carle
simulation is developed.  Typically, a
method called stepwise linear regression is
used in which only a subset of the input
parameters is used for the regression, with
parameters added cne at a time based on
calculated correlation coefficients. Param-
eters that have little influence on the perfor-
mance measurs are those that, when added,
only marginally change the variance of the
output. This method produces a ranking of
input parameters according to their impact
on the performance and a quantitative
measure of the impact (basically, the corre-
lation coefficient for the performance
measure versus the input parameter). A
more detailed description of regression
analysis is presented in Section 4.3 and in
the Total System Performance Assessment-
Viability Assessment {TSPA-VA) Analyses
Technical Basis Document {(CRWMS M&O
1098i).

Differential analysis—Another quantitative
method for ranking important parameters is
differential analysis, in which the partial
derivatives of the performance measure with
respect to the input parameters are calculated
to find the amount that performance is
affected when one parameter is varied while
the othery are held constant. A significant
drawback of this method is that it is local,
that is, the derivatives are calculated about a
point in the parameter space and only
represent the sensitivity at that point. In
contrast, regression analysis of Monte Carlo
results is more global; that is, the sensitiv-
ities are determined and ranked taking into
account the whole parameter space.

The parameter uncertainty ranges established for the base case are usually based on site characterization data and expert
judgment. Often times these ranges are expanded beyend the existing data in order (o “bound” possible behavior. In such
a case, if the performance is not sensitive to the given parameter, then there is generally no point in future sensitivity
analyses for this parameter. On the other hand, if the performance is found to be sensilive to the parameter within the base
case range, it is often useful to expand the range to quantify the effect of uncertainty beyond the “expected"” base case

range.
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* Alternative models or parameter sets—A
useful but less systematic method of sensi-
tivity analysis is to look at discrete cases, for
example, some discrete sets of input param-
eters {as opposed to a systematic sampling)}
or some discrete choices of alternative
models for a given process or subsystem,
This method provides qualitative infor-
mation about the sensitivity to the changes in
assumptions (i.e., do the results change a
little or a lot?) but not the same type of
quantitative ranking produced by the
previous two methods. This method is used
frequently in Section 5.

DESCRIFTTION OF BASE CASE
RESULTS

The following paragraphs provide a brief summary
of the expected TSPA-VA base case results for the
current understanding of the natural system
described in Volume ! and the reference design
described in Volume 2. These results are discussed
in g series of time slices that synthesize the system
response to the proposed design concept.
Although there is uncertainty in the probable
sequence of events occurring after repository
closure, this is a general description that captures
the essence of system behavior as modcled in the
TSPA. The responses described for each of the
periods indicated below are gencrally applicable.
However, various areas of the repository will
experience somewhat different conditions over
different periods. More detailed descriptions of the
expected behavior and the assumptions underlying
the results are presented in Sections 3, 4, and 5.

24.1

Time of Waste Emplacement to Time of
Repository Closure

In the TSPA-VA base case calculations, conditions
around each waste package will be controlled by
the large heat output from decay of the short-lived
radionuclides. The temperature on the waste
package surfaces will be high, around 200°C
(392°F) for the hottest waste package. The relative
humidity in the drifts is expected to be low, less
than 50 percent. The water in the rock will start to
be driven away from the drifts because the temper-

ature next to the drift wall is above boiling, Under
these conditions, minimal dry oxidation of the
carbon steel outer layer of the waste package is
expected. However, the waste packages will
remain intact, allowing no release of radionuclides.
24.2 Time of Repository Closure to Several
Hundred Years After Closure

Following repository closure, after an initial period
of increasing temperatures, the temperatures
around each waste package will begin to decline,
although the waste package surface temperature
still will be generally above boiling, As the
temperature decreases, the relative humidity will
increase. The carbon steel outer container material
will start to corrode under these humid air condi-
tions. Because the waste package and drift temper-
atures will be above boiling, the air will be humid
and drips will not be present.

The lining around the drifts will start to collapse
and its absence will be reflected in the change in
chemistry of incoming water and gas, since they
will no longer pass through any concrete before
dripping into the drift. Water will be being driven
away from the drifts, and the liquid saturation in
the rock matrix will be reduced from about 90
percent {under ambient preconstruction conditions)
to less than 20 percent. The rock out to 10 m ¢3.3
ft} from the repository will be heated above the
boiling temperature of water. Only minimal degra-
dation of the carbon steel material of the outer
waste package will occur. For this reason, the
waste packages are expected to be intact, and there
will be no reiease of radionuclides.

24.3 Several Hundred Years to Several
Thousand Years After Closure

As discussed in Volume 1, Section 2.2.6.1, after a
few thousand years the ground support of the
repository drifts would be expected to have failed
and most of the repository drifts would be expected
to have sufficient rockfalls that a portion of the
waste package would be covered by debris. The
crushed rock around the waste package would
insulate the waste package. Given that the thermal
ocutput from the individual waste packages is
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significantly reduced by this time period, the
effects of this on the thermal and hydraulic
environment near the waste package is expected to
be small. The possible effects of these rockfalls on
the waste package degradation are also expected to
be minimal because at this time the bulk of the
carbon steel on the outer barrier of the waste
package is still intact.

During the period of several hundreds to several
thousands of years after closure, the temperature
on the waste package surfaces will drop below
boiling, causing the relative humidity in the drift to
rise to almost 100 percent. Also, the rock temper-
ature around the repository generally will drop
below boiling at about 1000 years. Under these
conditions, aqueous {in the presence of drips)
corrosion of the layer of carbon steel that forms the
outer barrier of the waste package can begin. So
dripping water is likely to begin falling on some of
the waste packages; but whether and exactly where
these dripping conditions occur is uncertain.

The degree of degradation of the outer carbon steel
layer of the waste package is expected to be
variable from place to place in the repository and
on the surface of each waste package. As a result,
some carbon steel on some waste packages may
corrode sufficiently to expose the underlying.
corrosion-resistant, nickel-base alloy (Alloy 22)
layer to aqueous or humid air conditions.
However, the corrosion resistance of the Alloy 22
metal precludes significant degradation of this
metal under the likely hydrologic and geochemical
conditions at the interface of the two metal
barriers.

With the possible exception of some unexpected
early failures of a few waste packages, possibly
caused by very large rockfalls or undetected poor
welds of Alloy 22 metal combined with
unexpected rapid degradation of the carbon steel,
there will be no release of radionuclides during this
period. For prematurely failed waste packages, if
water contacts the waste, the waste can be altered
and radionuclides released from the waste package
to the invert and the unsaturated tuffs around the
drift waill. Because only a few waste packages are

even considered to fail prematurely, these releases
will be small.

2.44 Several Thousand Years to Ten
Thousand Years After Closure

Temperatures in the drift and the surrounding rock
will continue to decline, liquid saturation in the
rock matrix will continue to increase, and the
dripping conditions wilt continue to be reestab-
lished over a broader area. The environment
around the repository will return to its original
temperature by 3000-4000 years. However, other
properties of the rock mass around the drifts may
be altered from the pre-waste emplacement condi-
tions. The variability in the ambient rock property
conditions and the uncertainty in the changes
induced in response to coupled thermal, hydro-
logic, mechanical, and chemical processes induced
by the presence of the repository are difficult to
define quantitatively. Therefore, as a first approxi-
mation, the TSPA simply represents the variability
that could be induced by these coupled processes
by using the values for rock properties based on the
natural vartability in properties currently present at
Yucca Mountain.

There will be sufficient corrosion of the carbon
steel outer barrier on virtually all of the waste
packages to expose the underlying layer of
corrosion-resistant Alloy 22 metal. The degra-
dation of Alloy 22 depends on the presence of
water and is a function of the geochemical condi-
tions cn the metal's surface. These conditions and
the degradation rates are variable, so there may be
sufficient degradation to allow small openings
through some of the waste packages.

If some waste packages have openings through
them, water may contact the exposed waste form

surface. The majority of the commercial spent
nuclear fuel waste forms is protected by a highly
corrosion-resistant Zircaloy cladding.  Although
some types of cladding may be degraded prema-
turely {e.g., stainless-steel cladding), the Zircaloy
cladding is expected to remain intact for tens of
thousands of years. Therefore, only a small
fraction of the waste form surface will be exposed
and in contact with water. Any water that enters




Total System Performance Assessment
Volume 3

the waste package will be expected to take a circu-
itous route as it flows through individual fuel rods
within the waste package; however, this flow path
is difficult to define. The conservative assumption
used in the TSPA-VA allows the walter to contact
the entire exposed waste form surface.

Once water contacts the waste form surface, the
spent nuclear fuel or glass will degrade, releasing
some radicnuclides to the aqueous phase. The
degradation of the waste forms will go through
many different geochemical alteration phases,
some of which will tend to retain partially soluble
radionuclides while others may form colloidal
particles. In addition, the actual mobile concen-
tration of radionuclides will depend on the
solubility of the radionuclides in water.

More than 99 percent of the radionuclides released
into soluticn by degradation of the waste form will
be immobile within the geologic setting. Most are
insoluble in the Yucca Mountain waters and will
remain near the waste form. Others have an
affinity for the metal components of the waste
package or other engineered barrier materials or
sorb strongly to the minerals in the rock. Only a
small fraction of these radionuclides is mobile
encugh to move in the system.

This small fraction of radionuclides may be frans-
ported by water moving out of the repository, down
through the unsaturated rock, and then in the
groundwater flow below the water table. Some of
these radionuclides will move more slowly than
others because they sorb to the minerals in the
unsaturated and saturated zone rocks to some
degree. The radionuclides of concern during this
pericd arc highly mobile radionuclides,
technetium-99 and iodine-129. These radionu-
clides may then be transporied 20 km (12 miles}) to
a hypothetical well used as a representative
location for the assessment of consequences or
dose rates. The water flow velocities through the
unsaturated and saturated zones at Yucca Mountain
control the time it takes for these radiconuclides to
reach the hypothetical well 20 km (12 miles)
downgradient. These transport times depend on
rainfall in the region and the recharge to the flow
system and, therefore, depend on the climate.

When the change between the present-day dry
climate and the assumed, long-term average
climate occurs, the transport times are significantly
reduced.

The likely dose rate at the hypothetical well during
this period, considering all of the above processes,
is 0.1 mrem/year {Figure 4-26). This value is about
0.03 percent of the average value for background
radiation from nonmedical sources in the United
States (about 300 mrem/year [NCRP 1987,
p. 1497},

Ten Thousand Years to Several Tens of
Thousands of Years After Closure

24.5

During this period, the natural environment near
the drifts generally will have retuned to ambient
conditions, except that some permanent changes in
rock properties arcund the drifts may have
occurred and the climate and corresponding
surface infiltration are anticipated fo be different
than current conditions.  Degradation of the
corrosion-resistant Alloy 22 barrier will continue
to occur, predominantly in the areas of the repos-
itory that experience dripping conditions. Degra-
dation of the Zircaloy cladding will also continue.

Radionuclide releases from the engineered barrier
system will continue. The release rate of highly
soluble species is controlled by the waste package
failure rate. The release rate of less soluble species
{such as neptunium-237} will be centrolled by the
cumulative fraction of waste packages that will
have failed and the fraction of the waste package
surface that will have been degraded. Over this
period, the soluble radionuclides will still control
the dose rate of several millirems per year at 20 km
(12 miles} from the repository.

Several Tens of Thousands of Years to
One Hundred Thousand Years After
Closure

24.6

The degradation of the corrosion-resistant Alloy 22
barrier will continue, as will degradation of the
Zircaloy cladding. As more inventory becomes

available for transport with increased waste
package failure and more water enters each waste
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package that has failed, the solubility-limited
radionuclides, in particular neptunium-237, will
begin to control the dose rate. The anticipated dose
rate is about 30 millirems/year {(Figure 4-26).

24.7 Several Hundred Thousand Years
After Closure

As time continues, more waste packages will fail,
more cladding will be degraded, and more water
will enter the failed waste packages and, it is
assumed, will contact the exposed waste. As a

result, the expected value for the dose rate at a well
located 20 km (12 miles) downgradient will
continue to increase to more than 100 mrem/year.
A major glacial cycle is likely to occur, causing
superpluvial conditions in the semiarid region

around Yucca Mountain, A wetter climate would
increase still further the fraction of waste packages
being dripped on and the amount of water that
drips into the drifts and into the waste packages.
At the time this climate change occurs, the dose
rate would be expected to increase still further to
several hundred millirems per year,

This synopsis of results should not be read in
isolation but must consider the technical bases
presented in Sections 3 and 4—and in more detail
in the Total System Performance Assessment-
Viability  Assessment  (TSPA-VA}  Analyses
Technical Basis Document {CRWMS M&O
1998i)—and the uncertainty in these results
described in Sections 4.3 and 5.
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3. DEVELOPMENT OF TOTAL SYSTEM
PERFORMANCE ASSESSMENT
COMPONENTS FOR THE VIABILITY
ASSESSMENT

Because of the difficulty in handling the
complexity of the repository system in an analysis,
the Yucca Mountain total system was divided into
individual parts to make each set of TSPA-VA
analyses manageable. Each individual part repre-
sents a major process area. The component models
that define the process areas are discussed in this
section. However, because of the need for brevity,
the component models are not described in great
detail. The details of each component model are
thoroughly documented in the Tora! System Perfor-
mance Assessment-Viability Assessment (TSPA-VA)
Analyses Technical Basis Document ({CRWMS
M&C 19981). The process models are listed in
Table 3-1, along with their corresponding section
numbers in this volume and chapter numbers in the
Total System Performance Assessment-Viability
Assessment {TSPA-VA) Analyses Technical Basis
Document (CRWMS M&O 1998i). By necessity,
the detailed documentation for the component

models is many pages longer than the sections in
this volume; each chapter of the Toral System

Performance  Assessment-Viability  Assessment
{TSPA-VA) Analyses Technical Basis Document
{CRWMS M&O 19981) is published as a separate
volume. In addition to the process areas discussed
in this section, the effects of disruptive events
{volcanism, seismicity, human intrusion, and
nuclear criticality} on repository performance are
discussed in Section 4.

It must be noted that the various TSPA compoenent
models are represented using different computer
codes. The variations in the codes, in terms of their
architecture, requires that the form of the input and
output parameters is different from code to code.
For this reason, in some cases, the models require
somewhat different forms for what would appear to
be the same input and output parameters. The
specific parameters used in the TSPA-VA are given
in the Total System Performance Assessmeni-
Viability  Assessment  (TSPA-VA)  Analyses
Technical Basis Document {CRWMS M&O
1998i).

Although all of the processes will be strongly inter-
related in the actual repository system, the
assumption was made that the components could
be treated separately if a consistent set of boundary
conditions and scenarios was  rigorously
maintaincd among all the related components.
This section addresses the conceptualization of
eight component models and the implementation of
these components into the performance assessment
analyses. It also provides the resuits and interpre-
tations of the analyses associated with the
component. Section 4 describes how these compo-
nents were recombined into the total-system
model, and Section 5 discusses the sensitivity of
the total-system results to various aspects of these
components.

The four attributes of the Yucca Mountain repos-
itory safety strategy and the NRC key technical
issues were discussed in Section 2.2.1. The
relationships among the four attributes, the
NRC key technical issues, and the TSPA model
components are shown in Tables 2-1 and 2-2.

Table 3-1. Component Models for Process Areas and Corresponding Documentation

Process Area

TSPA-VA
Section

Technical Basis Document Chapter

Unsaturated zone flow

3.1

2 {BOO0OGO00-01717-4301-00002)

Thermal hydrology

3.2

3 {BOOGOCO00-01717-4301-00003}

Mear-field geochemical environment

3.3

4 {BOOGOC0D00-01717-4301-00004}

Waste package degradation

3.4

5 {BOOOOCO0O-01717-4301-00005)

Waste form degradation and radionuclide
mobilization

3.5

& {BOOOO0OCH-01717-4301-00006)

Unsaturated zone transport

36

7 {BOCOOOGO0-01717-4301-00007)

Saturated zong flow and transport

3.7

& {B000CO000-01717-4301-00008)

Biosphere

3.8

S (BOO00000D-01717-4301-00008)
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To assure that the TSPA is based on the most
current scientific knowledge, eight workshops
were held in 1997 to bring together YMP scien-
tists, engineers, and performance assessment
analysts. The aim of these workshops was to help
define and prioritize the important technical issues
to be addressed in the TSPA-VA. The general
format of the workshops is described in
Section 2.2.1. The workshops are summarized in
the discussion of the construction of the conceptuat
models in Sections 3.1- 3.8.

In addition to the workshops, DOE sponsored five
expert elicitations on key process models for the
TSPA. The goal of these elicitations was to solicit
the panel members' judgment in quantifying the
uncertamnty associated with the process models.
These elicitations are listed in Table 3-2. Infor-
mation on the results of the expert elicitations and
their subsequent use in the TSPA model compo-
nents is summarized, where relevant, in the
discussion of the construction of the conceptual
moedel in Sections 3.1-3.8.

Table 3-2. Experl Eficitations for the Total System
Performance Assessment for the Viability
Assessment

Process Model Elicitation Documentation

CRWMS M&O
1897n

Unsaturated zone fiow | Unsaturated Zone
{Section 3.1) Flow

CRWMS M&O
19g8d

Thermat hydrology Near-Field
{Section 3.2 Environment

Waste package degra- | Waste Package CRWMS M&O
dation (Section 3.4) Degradation 1998b

Waste-Form Dagra- Waste-Form Degra- | CRWMS M&O
dation and Radionu- dation and Radionu-| 1998k

clide Mobilization clide Mobilization
{Section 3.5)

Saturated Zone Flow | Saturated Zone CRWMS M&O
and Transporl {Section | Flow and Transport | 19989

3.7)

3.1 UNSATURATED ZONE FLOW

Unsaturated zone flow at Yucca Mountain will play
an important role in repository performance. Water
seeping into drifts and dripping onto waste
packages can accelerate waste package degradation
and radionuclide mobilization. In additicn, water
moving through fast pathways from the repository
to the water table via fractures can decrease the

transport time of radionuclides to the accessible
environmert.

Four distinct components of unsaturated flow are
considered in the TSPA for the VA: climate,
infiltration, mountain-scale flow of water, and
seepage into repository emplacement drifts. These
components include processes at several scales. At
the global scale is climate, including changes in
solar heating caused by changes in the earth's orbit
and inclination, and formation of huge ice sheets
during glacial pericds. There are also important
regional-scale (hundreds of kilometers) climate
effects, such as the “rain shadow” caused by the
Sierra Nevada mountain range and the proximity of
the polar jet stream, that make climate variations at
Yucca Mountain different from the global average.
Infiltration and flow through the mcuntain, or
mountain-scale flow, are modeled at the scale of
the site. The YMP infiltration model covers an
area approximately 10 km x 20 km (6.2 miles x
12.4 miles), while the site-scale flow model for the
unsaturated zone encompasses a volume approxi-
mately 5 km x 9 km x 800 m (3.1 miles x 5.6 miles
% 2,600 ft). The site-scale models include effects of
surface topography and subsurface hydrogeologic
layering. The drift scale is the scale of an emplace-
ment drift, approximately 5 m (17 ft) in diameter.
At the drift scale, a seepage model evaluates the
interaction of percolating water with an emplace-
ment drift and the amount of water that seeps into
the drift. Variations in permeability on scales of a
few meters up to about 10 m (several feet up to
about 30 ft) are important in modeling seepage.
Processes at the scale of individual fractures, in
particular those affecting fracture-matrix coupling,
or water flow between fractures and the porous
rock matrix, are important both to seepage and
mountain-scale flow. Fracture-scale processes are
not modeled explicitly, but are represented by
parameters in the continuum flow models. Some
of the important processes for unsaturated zone
flow are pictured in Figure 3-1. Yucca Mountain
climate 1s illustrated in Figure 3-2.

The unsaturated zone hydrologic modeling studies
and analyses presented in this section were
prepared with the view of addressing selected
aspects of the NRC Key Technical Issue on
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of estimated net infiltration ranged from 3.9 mm/
year (0.15 in./year) to 12.7 mm/year (0.50 in./
year); the mean values of estimated percolation
flux at the repository horizon ranged from 3.9 mm/
year (0.15 in./year} to 21.1 mm/year (0.83 in./
year). These values are commensurate with the
current modeled average infiltraticn of approxi-
mately 8 mm/year (0.3 in./year) for the simulated
repository region and the modeled spatial variation
in percolation flux ranging from near zero to
approximately 20 mm/year (0 to 0.8 in./year} (see
Section 3.1.2.2)

The experts generally agreed that the infiltration
map used shows the general variability of infil-
tration by location, but several suggested that the
map should have more infiltration beneath washes
with thin alluvial cover. The experis also agreed
that net infiltration is characterized by episocdic
major storms but that most of the infiltration from
each storm is attenuated within the system. Most
of the experts agreed that contrasts in the hydro-
logic properties between units would likely cause
lateral diversion of flow above the repository,
particularly at the Tiva Canyon welded to Paint-
brush nonwelded contact {Figure 3-1); however,
the amount of diversion would be limited to scales
of several meters to tens of meters. This finding is
consistent with the results of the mountain-scale
flow simulations, which show nearly vertical flow
above the repository. The experts did not address
the issue of lateral diversion caused by perched
water below the repository. Based on the low
matrix permeabilities in the Topopah Spring
welded unit, the experts also agreed that the flow in
the Topopah Spring welded unit is predominantly
in the fractures, This finding is consistent with
YMP simulated results. Finally, the experts recom-
mended a number of additional modeling and data-
collection activities to improve estimates of infil-
tration, percolation, and seepage. Many of these
recommendations have already been Incorporated
into this TSPA or are planned in future work.
3.1.11 Climate

“Climate™ refers to the meteorological conditions
that characteristically prevail in a particular region.
For this TSPA, climate conditions at Yucca

Mountain must be known to determine the
hydrelogy within and around Yucca Mountain. In
particular, the amount of precipitation largely
determines the amount of infiltration.

The climate in the Yucca Mountain region is
presently warm and semiarid, with mean annual
temperature of 16°C {(61°F) and mean annual
precipitation of about 170 mm/year {6.7 in./year).
Climate proxies, or the physical remains of
substances that carry the imprint of past climates,
indicate that the climate in the Yucca Mountain
region is not static. For example, climate proxies
indicate that during the last glacial period, between
35,000 and 10,000 years ago, most of the world
was drier, but the southwest United States was
wetter. At that time, the Yucca Mountain region
contained wetlands and streams; there were springs
at the mouth of Crater Flat and in the Amargosa
Desert: there was a lake in Death Valley (Lake
Manley) that was over 90 m (295 ft) deep; and
sufficient vegetation existed to support a variety of
herbivores ranging from mammoths to sheep
{CRWMS M&O 1998m, Chapter 4).

Future climate is estimated based on what is known
about past climate, with consideration given to
climate impacts caused by human activities.
Calcite in Devils Hole, a fissure in the ground
approximately 40 km (25 miles) southeast of Yucca
Mountain, provides the best-dated record of
climate change over the past 500,000 years. The
record shows continual variation, often with very
rapid jumps, between cold glacial climates (for the
Great Basin, these are called pluvial periods) and
warm interglacial climates similar to the present.
The fluctuations average about 100,000 years in
length. Because this basic time scale has been
corroborated by other climate proxies (e.g.,
oxygen-isotope variations in marine sediments), 1t
has been selected as the average climate cycle
(CRWMS M&O 1998m, Section 4.2.3).

Climate conditions specific to the Yucca Mountain
region were estimated from other, more local,
climate proxies. Packrat middens are deposits
consisting of plant macrofossils cemented by
packrat urine that can be dated by radiocarbon
methods. Plant life during the last pluvial period
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has been reconstructed by analyzing packrat
middens. This reconstruction shows an open
juniper forest in the lower elevations and a
montane conifer forest in the higher elevations of
the Yucca Mountain region. From modern
locations with open juniper forests, it can be
inferred that temperature was then approximately
6 C° {11 F°) colder, and precipitation was approxi-
mately fwo fimes greater than modern averages.
From global climate proxies, in combination with
the record from Devils Hole, the last glacial or
pluvial period appears to be a rather typical
climate, approaching a long-term average climate
in the Yucca Mountain region {CRWMS M&O
1998m, Section 4.2.4).

Climate proxies indicate that the iast glacial period
was not the most extreme climate in the record.
The next-to-last glacial period, occurring approxi-
mately 150,000 years ago, and a glacial period
ocecurring approximately 600,000 years ago appear
to have been markedly colder and wetter. These
extreme glacial climates are referred to as super-
pluvials. During the next-to-last glacial period
{150,000 years ago), Lake Manley in Death Valley
Lake

reached a depth of over 125 m (410 ft).
sediments deposited by Owens Lake, north of
Death Valley, hold ostracod and diatom remains of
species that now Iive in Canada. Other evidence
suggests that the vegetation in the region was

mainly a dense juniper forest. This evidence
supports the inference (with somewhat less confi-
dence than inferences for the most recent glacial
period) that temperature was approximately 10°C
(18°F) colder, and precipitation was approximately
three times grcater than modern averages
(CRWMS M&O 1998m, Section 4.2.3).

The wetter envirenments of the past suggest that
more groundwater flowed beneath Yucca
Mountain. Several lines of evidence indicate that
the water table was 80 to 120 m (250 to 400 ft)
higher during the last pluvial period. The first
indication is the presence of spring deposits at the
mouth of Crater Flat that have been dated to
approximately 13,000 years ago. In additicn, a
strontium-isotope ratio characteristic of the
saturated zone has been found in pore waters of
rocks over 80 m {250 ft} above the present water

table at Yucca Mountain, and carbon-isotope
differences have been found as well. Lastly, water-
table rises in this range have been obtained in
saturated zone groundwater modeling of future
climates. Note that the repository is planned to be
over 300 m (1,000 ft) above the present water
table, so the repository would still be well above
the water table even with a rise of 120 m (400 ft)
(CRWMS M&O 1998m, Sections 5.2.6 and 5.2.7).
3.L1.2 Infiltration

Net infiltration is the penetration of water through
the ground surface and to a depth where it can no
longer be withdrawn by evaporation or transpi-
ration by plants. Once water has entered bedrock
or has penetrated below the root zone in soil (a
depth of approximately 6 m, or 20 ft, at Yucca
Mountain) it has infiltrated. The conceptual model
used for infiltration calculations is based on
evidence from field studies at Yucca Mountain,
combined with established concepts in soil physics
and hydrology (Flint et al. 1996). The overall
framework of the conceptual model is provided by
the hydrologic cycle, including processes on the
surface and just below the surface that affect net
infiltration.

Important infiltration processes include
precipitation {rain and snow); runoff and run-on
(flow of surface water off one place and onto
another); evaporation; transpiration {removal of
moisture from soil by plants); and redistribution of
moisture by flow in the shallow subsurface.
Localized precipitation depends on meteorological
factors, and geographic location and elevation.
The generation of runoff depends on precipitation
intensity, shallow moisture conditions, soil depth,
soil  porosity, soil permeability, bedreck
permeability, and ground-surface slope. Run-on
depends mostly on material surface properties,
topography, and channel geometry. Evaporation
depends on the amount of sunlight, temperature,
and the evaporative capacity of the atmosphere.
Transpiration depends on the type of vegetation
present. Redistribution of moisture by flow in the
shallow subsurface in response to gravity and
capillary pressure is strongly dependent on soil
and bedrock properties. The removal of water
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through evaporation and transpiration (together
called evapotranspiration) is closely coupled
with redistribution of moisture in the shallow
subsurface.

The conceptual model of infiltration was
developed based on analysis of an 11-year record
of moisture measurements from 99 boreholes on
Yucca Mountain {(Flint and Flint 1995). Relative
changes in water-content profiles were compared
to precipitation records, estimates of evapotranspi-
ration, physiographic setting, bedrock geology, and
50i] cover. Results from field studies indicate that
high soil saturation leading to net infiltration
primarily occurs during a series of winter storms
producing moderate precipitation. These storms
tend to occur more frequently during winters with
an active El Nifio pattern. The timing, intensity,
and duration of precipitation; storage capacity of
the soil; and evapotranspiration determine the
availability of water for net infiltration. In the
upland areas of Yucca Mountain with shallow soil
cover, the amount of net infiltration depends on the
effective conductivity of the underlying bedrock.
Lower conductivity leads to moisture being held
longer 1n the soil, where it can potentially be lost to
evapotranspiration. During winter, when potential
evapotranspiration is at a minimum, smaller
amounts of precipitation are needed to develop and
maintain saturated conditions at the soil-bedrock
contact.
3.1.1.3 Mountain-Scale Unsaturated Zone
Flow

Unsaturated zone flow is the percolation of
groundwater through rocks above the water table.
Unsaturated zone flow varies with the rock strata
through which the water flows (CRWMS M&O
1998m, Sections 5.3.4.2, 5.3.4.3}. As depicted in
Figure 3-1, the unsaturated zone in Yucca
Mountain is composed of alternating layers of
welded and nonwelded tuffs. The terms welded
and nonwelded refer fo the degree of consolidation
of the rock when it was formed from volcanic ash
millions of years ago. Welded tuff is hard, dense
rock but is typically very fractured. The welded
tuff rock matrix is relatively impermeable, but the
total permeahility is high because of the fractures.

Nonwelded tuff is softer and typically Iess
fractured. Its matrix permeability is much higher
than that of welded tuff matrix, but its total perme-
ability is typically lower. A special case is zeolitic
nonwelded tuff, which was altered during the
original cooling in such a way that ifs matrix
permeability is very low (similar to the matrix
permeability of welded tuff). Zeolitic tuff may also
have little fracturing so that its total permeability is
very low. Perched-water zones, or localized
saturated regions above the water table, have been
observed on the zeolitic tuff in several boreholes.
Fractures play an important role in unsat-
urated zone flow (CRWMS M&O 1998m,
Section 5.3.4.3.2). This role is especially
important when considering radionuclide transport
from a nuclear-waste repository. Flow in fractures
is typically much faster than flow in the porous
matrix, potentially leading to much faster travel to
the water table. A few years ago, most flow in
Yucca Mountain was thought to be through the
porous rock matrix. This is not consistent with
recent higher estimates of infiltration. The current
estimate for present-day net infiltration over the
repository area is about 8 mm/year (0.3 in./year)
and the estimate is much higher for the wetter
future climates. The rock matrix flow capacity is
much less than 8 mmfyear (0.3 in/year) in the
welded wff, implying that most of the flow is
moving through fractures. Because the matrix
pores are not saturated with water, it is inferred that
the flows in fractures and matrix are only weakly
coupled; otherwise, the matrix pores would be
saturated.

The equivalent-continuum model, in which the
fracture and mairix flows are strongly coupled, was
widely used for modeling unsaturated zone flow
when net infiltration at Yucca Mountain was
thought to be 1| mm/year (0.04 in./year} or less.
This model was used in the 1993 TSPA (Wilson et

al. 1994, Chapter 14) and the 1995 TSPA
{CRWMS M&QO 1995, Section 4.2}, Two other
models of fracture-matrix unsaturated flow that
have been used in past TSPAs are the generalized
equivalent-continuum model in the 1995 TSPA
{CRWMS M&OQ 1995, Section 7.2} and the Weeps
model in the 1993 TSPA (Wilson et al. 1994,
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Chapter 15). The equivalent-
continuum model is a modification of the equiv-
alent-continuum model in which the fracture and
matrix flows are strongly coupled, but fractures are
assumed to flow more casily above a matrix-
saturation threshold. The Weeps model does not
consider the rock matrix and assumes that all
significant flow is through the fractures.

generalized

The generalized equivalent-continuum model and
the Weeps mode!l overcome one of the problems
with the equivalent-continuum model because they
reasonably can be applied with the higher infil-
tration rates being used now. Most recent
modeling (Bodvarsson et al. 1997, Chapter 6) has
used the dual-permeability model, which is a more
general model in which the fracture-matrix
coupling can be strong or weak, depending on the
parameter values used. The dual-permeability
model has the flexibility to represent almost the
entire range of possible flow behavior through
variation of fracture-matrix coupling strength.
This allows flow behavior to change continuously
from the equivalent-continuum meodel, which is
dominated by matrix flow, to a Weeps-type flow
almost entirely within the fracture network.

In this TSPA, unsaturated zone flow, unsaturated
zone transport, and thermal hydrology are modeled
using the dual-permeability model.  Thermal
hydrology uses the generalized equivalent-
continuum modet as well (see Section 3.2}). In the
duai-permeability model, fracture-matrix coupling
strength is used as an adjustable calibration
parameter that is set so that net infiltration can be
relatively high, as impled by the infiltration
model, with matrix saturation in the model near
observed values and with measured and inferred
values of all matrix and fracture hydrologic
properties.

The data used to develop the mountain-scale
calibrated flow fields for the unsaturated zone
come from several surface-based drillholes and
from the Exploratory Studies Facility, which is an
8-km (5-mile) long tunnel through Yucca
Mountain. These data include rock-matrix satura-
tions, water potentials {the ability for rock to hold

water}, and temperatures; perched-water locations
and amounts; chemical composition and isotopic
abundances of groundwater and mineral deposits;
air permeability and air-pressure measurements;
rock types and mineralogy; fault locaticns and
offsets; fracture density and orientations; and
matrix permeability and saturation/desaturation
parameters. More detailed information on data and
the calibration procedure are found in Bodvarsson
ct al, (1997, Chapter 6) and CRWMS M&O
(1998m, Section 5.3.4.4).

The effects of discrete fractures and other small-
scale features are not included in the dual-
permeability model and may be important. The
dual-permeability model {as well as the equivalent-
continuum model and the generalized equivalent-
continuum model} represents flow through the
myriad individual fractures and matrix blocks by
approximating them as continuous flow fields.
The Weeps model is a simplified version of
adiscrete-fracture flow model and some of its
implications are different from those of continuum
models. The effects of discrete fractures are not
considered directly in this TSPA, and it is uncertain
whether some of their effects might be important.
This TSPA uses an alternative flow model called
the dual-permeability/Weeps model, which is
similar to the Weeps model in many respects but
which still treats fractures as a continuum rather
than as discrete flow paths.

3.1.14 Seepage into Drifts

Seepage is the movement of hquid water into
emplacement drifts. The basic conceptual model
for seepage is that openings in unsaturated media
act as capillary barriers and divert water around
them. This capillary barrier effect has been tested
in the Exploratory Studies Facility by niche tests in
which water is injected above a niche (a side tunnel

off the main tunnel). Results from the tests
indicate that most of the water does not seep into
an opening just 2 ft below (CRWMS M&O 1998,
Section 2.4.4.9). In addition, no natural seeps into
the Exploratory Studies Facility tunnel have been
observed, although the lack of seeps may be
partially caused by drying from tunnel ventilation.
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For seepage to occur in the conceptual model, the
rock pores at the drift wall must be locally
saturated. Drift wails can become locally saturated
by either disturbance to the flow field caused by
the drift opening or variability in the permeability
field that creates channelized flow and local
ponding, Of the two reasons, the variability effect
is more important. Drift-scale flow calculations
made with uniform hydrologic properties suggest
that seepage will not occur at expected percolation
fluxes. However, calculations that include perme-
ability variations do predict seepage, with the
amount depending on the hydrologic properties
and the incoming percolation flux (CRWMS M&QO
1998&i, Section 2.4.4).

For the drift-scale flow model used for calculating
seepage, the fracture hydrologic properties were
defined in the same way as for the mountain-scale
flow medel (Bodvarsson et al. 1997, Chapter 7).
Additional information needed to define the
variability of the fracture-permeability field by
location was taken from a series of air-permeability
tests conducted at the location of the drift-scale
thermal test in the Exploratory Studies Facility
{CRWMS M&QO 1998i, Section 2.4.4.2.1).

As with the modeling of mountain-scale flow, the
dual-permeability model is preferred for modeling
seepage at the drift scale. However, to simplify the
drift-scale calculations, effects of the rock matrix
were not considered, and flow was calculated using
a model for only the fracture continuum {(CRWMS
M&O 1998i, Section 2.4.4). This simplification is
conservative compared to the dual-permeability
model because the effect of including the matrix
would be to decrease the fracture flow and reduce
the amount of seepage (the large capillary suction
in matrix pores prevents matrix flow from seeping
into drift openings). Another simplification is to
assume steady-state conditions. It is uncertain
whether there is episodic flow at the repository and
what its effect on seepage would be. Also, as with
the modeling of mountain-scale flow, discrete-
fracture effects are potentially important.

In the seepage modeling, drift collapse and thermal
alteration of hydrologic properties are not
considered. It is expected that the drifts will only

be stable for a few hundred to a thousand years.
Therefore, long-term repository performance will
depend on the amount of seepage into a drift filled
with rockfall rubble, rather than into an open drift.
In addition, thermal-mechanical and thermal-
chemical effects could alter the hydrologic

properties arcund the drifts, possibly even perma-
nently. The impact of these effects is uncertain.

3.1.2 Implementation of the Performance

Assessment Model
3.1.2.1 Climate
Climate calculations are based on a long-term
average climate, with relatively short periods of
drier or wetter climates. The typical climate,
defined to be the long-term average climate, is like
the most recent glacial or pluvial period; the drier
climate is similar to present day climate; the wetter
climate is the superpluvial climate (Figure 3-2).
Several factors led to this strategy, First, there is a
great deal of uncertainty in estimating future
climate, and a complex climate model would give
the impression of a greater knowledge of, and
certainty about, future conditions. Second,
although this TSPA could have been based on a
worst-case climate, a superpluvial climate is
atypical and seen only rarely in the climate record.
Basing the TSPA on a superpluvial climate would
be misleading. Third, modeling groundwater flow
with a three-dimensional model is complex and
time consuming. Because of this complexity, only
three discrete climate states were considered.

Models of human impact on future climates,
caused by global warming from increased
atmospheric carbon dioxide, are speculative,
although they are supported by some global-
climate modeling and the general increase in global
temperature noted this century. At Yucca
Mountain the effect of global warming is estimated
to increase average precipitation to a level similar
to the long-term average. This estimate is based on
atmospheric model input and resembles near-
continuous El Nifie conditions at Yucca Mountain
and the near doubling of precipitation that
accompanies these conditions.  Therefore, any
global-warming impact on future climates is
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considered to be within the bounds of paleoclimate
ranges (CRWMS M&QO 1998i, Section 2.4.1.1}.
However, infiltration might be different because
the temperature would be higher {expected to be
about 2 C° or 4 F°, warmer than currently and
more than 5 C°, or & F°, warmer than the long-term
average), but effects of these temperature differ-
ences were neglected for TSPA-VA. These effects
will be addressed in future TSPAs, as appropriate.

The modeled climate, then, altermates between
three states: dry or present-day climate; long-term
average climate; which is about twice the dry-
climate precipitation; and superpluvial climate,
which is about three times the dry-climate precipi-
tation. The length of the first dry climate, or
current climate, is sampled uniformly between 0
and 10,000 years, with an expected value of 5,000
years. The length of subsequent dry climates is
sampled uniformly between 0 and 20,000 years,
with an average of 10,000 years. The duration of
long-term average climates is sampled uniformly
between 80,000 and 100,000 years, with an
average of 90,000 years. The duration of the
superpluvial climates is sampled similarly to dry
climates, from 0 to 20,000 years. Dry and long-
term average climates alternate from the time of
repository closure untif the long-term average
climate that spans the 250,000-year mark. The last
part of that long-term average period is replaced by
a superpluvial climate of the sampled duration.
Then the climate model returns to alternating dry
and long-term average climates until the long-term
average climatc that spans the time of 400,000
years after the first superpluvial. The end of that
long-term average climate is again replaced by a
superpluvial, and then back to dry, followed by
alternating long-term average and dry climates.
About 90 percent of the time 1s spent in the long-
term average climate.

The data used in the climate model are summarized
in Table 3-4. Additional information on the
various components is found in the sections about
the models using c¢limate information (see
Section 3.7 for additional information about the
multiplier for saturated zone flux}).

Table 3-4. Data Summary for the Climate Mode!

Climate
Parameter

.Dry {Present Day)

Long-Term
Average

Super-
pluvial

P-ecipitation

Current distribution

2 x current

3 x current

Water-table
rise

0

80 m (260 ft)

120 m
(380 i)

Saturated
zohe {lux

Current distribution

3.9 % current

6.2 x current

Curation

0—10,000 years for
current;

80,000
100,000

020,000
years

020,000 years for
future dry climates

years

The connections between climate and the other
subcomponents of unsaturated zone flow, and the
other TSPA components, are shown in Figure 3-3.
3.1.2.2 Infiltration

Distributed net infiltration rates by location were
determined for each of the three climate states
using the YMP infiltration model (Flint et al. 1996;
CRWMS M&O 1998m, Section 5.3.4.1). The
infiltration model simulates the water content of
the soil profile at each location by determining
water balance using precipitation input, a model
for evapotranspiration, and available water in the
soil profile.

The model covers an area of 228 km? (88 miles?)
around Yucca Mountain, using a regular grid with
30-m (98-ft) spacing. The inputs to the model
include daily precipitation; ground-surface
elevation; bedrock geology and hydrologic
propertics; soil type and hydrologic propcrties; soil
depth; and identification of each location as ridge
top, side slope, terrace, or channel (Flint et al.
1996, pp. 69-83).

The infiltration model was calibrated using the
records of measured water-content profiles from
shallow boreholes and records of daily precipi-
tation. Model calibration consisted of qualitative
and quantitative comparisons of measured versus
simulated water-content changes for the soil
profile. The model calibration process adjusted the
parameters for evapotranspiration so that a satis-
factory fit between measurcd and simulated time-
dependent changes in soil moisture was obtained




Viability Assessment of a Repository at Yucca Mountain

DOE/RW-0508/V3

for all borehole Iocations (Flint et al. 1996, pp. 84—
85).

Daily precipitation data were obtained using
available records or generated using a stochastic
model of daily precipitation. Most of the long-
term precipitation records in the Yucca Mountain
region (southern Nevada and southeastern
California) are less than 50 years old. Precipitation
models were used to generate longer precipitation
sequences and allow the simulation of paleocli-
mates that do not have present-day analogs. To
represent the dry, present-day climate, daily precip-
itation records from a weather station located
approximately 15 km (9 miles} east of the repos-
itory site were used. Although this station is lower
in elevation than the repository site {1,000 m, or
3,300 ft, versus 1,500 rm, or 4,900 ft), it provides
the longest, almost-continuous record of daily
precipitation near the repositery. The precipitation
values were scaled upward to compensate for the
difference in elevation (Flint et al. 1996, p. 71}
The stochastic precipitation model estimated the
100-year-average precipitation to be 150 mm/year
(6 in./year), slightly lower than the recently
observed average of 170 mm/year (6.7 in.fyear)
(CRWMS M&O 1998m, Section 5.3.4.1.5.1).

Present-day analogs were chosen tc represent the
wetter future climates. For the long-term average
climate, daily precipitation records from Rainier
Mesa were used. This weather station is approxi-
mately 40 km (25 miles) north of Yucca Mountain
and at higher elevation (2,200 m, or 7,200 ft). For
the superpluvial climate, records from South Lake,
California, were used. South Lake is located on the
eastern slope of the Sierra Nevada at an even
higher elevation (2,700 m, or 8,900 ft}. These
analog sites have not been rigorously evaluated for
predictions of the expected characteristics of future
climates {for example, the expected seasonal distri-
bution of precipitation). The moedeled 100-year-
average precipitation based on the precipitation
record was found to be 289 mm/year (11.4 in./year}
for the Rainier Mesa site and 427 mm/year {16.8
in./year) for the South Lake site (CRWMS M&O
1998m, Section 5.3.4.1.5.3).

Because net infiltration is an important contributor
to unsaturated zone flow and seepage into drifts,
uncertainty about infiltration and how that uncer-
tainty affects repository performance must be
considered. By extension, infiltration contributes
to other components that use the results of the
unsaturated zone flow modeling. For TSPA-VA,
uncertainty about infiltration was included by
creating three different infiltration maps: the base
infiltration map calculated using the infiitration
model, and two other maps made by uniformly
multiplying or dividing the base map by three. The
same procedure was followed for the three climate
states, for a total of nine infiltration maps. The
factor-of-three  increase or decrease was
censtrained by comparing the calculated mountain-
scale flow fields with observations. The flow
model was expected to reproduce the observed
temperature gradient, which is a function of net
infiltration.  Infiltrating water introduces an
advective component to the ambient heat balance,
changing the temperature profile from what it
would be if heat transfer were by thermal
conduction only (see Bodvarsson et al. 1997,
Chapter 11). If increases are greater than about a
factor of three, the flow model cannot reproduce
the observed temperature gradient for the unsat-
urated zone. The factor of three reduction has no
definite basis, but was done simply to have
syrmrnetry in the armount of increase and decrease.

To incorporate the three infiltration maps into a
Monte Carlo framework, they were assigned

probabilities. Because the base infiltration map
represents the current best estimate of infiltration,
the probabilities were assigned so that the base
infiltration was equal to the statistical mean. The
probability for the high infiltration case (base map
times three) was determined by balancing the
recommendations made by the participants in the
unsaturated zone flow model expert elicitation
(CRWMS M&QO 1997n, Table 3-1) with infor-
mation such as the temperature gradient implica-
tions. A 10 percent probability was assigned to the
“base infiltration multiplied by three” case. The
requirement that the “base infiltration” case be the
mean of the infiltration distribution then uniquely
determines the other two probabilities to be
60 percent for the “base infiltration” case and
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30 percent for the “base infiltration divided by
three” case. The same probabilities are used for
the other climate states, and the infiltration rates
were assumed to be perfectly correlated among
chimates (Table 3-5). For example, when climate
changes from dry to long-term average with dry-
climate infiltration equal to base infiltration
divided by three, then long-term average and
superpluvial infiltration are also base infiltration
divided by three. A more quantitative basis for
infiltration probability distributions could be
achieved by running the infiltration model in a
stochastic mode to derive infiltration uncertainty
from input-parameter uncertainties. Estimates of
net infilfration for future climates could be
improved by inclusion of the effects of temperature
and vegetation changes. Note that in addition to
the probabilities, Table 3-5 gives the net infiltration
averaged over the repository area for each case.

The connections between infiltration and the other
subcomponents of unsaturated zone flow, and the
other TSPA components, are shown in Figure 3-4,
31.23 Mountain-Scale Unsaturated Zone
Flow

The YMP three-dimensional, site-scale flow model
for the unsaturated zone (Bodvarsson et al. 1997}
was used in calculating mountain-scale, unsat-
urated zone flow for this TSPA. Three-dimen-
sional modeling was needed primarily because of
flow characteristics below the repository, where
significant lateral flow is believed to occur because
of low-permeability zeolitic layers and perched
water, The model uses the dual-permeability
conceptual model, as discussed in Section 3.1.1.3.
The direct use of the three-dimensional, mountain-

scale flow model eliminated the need to test
simplified abstractions against more complex
process models. The models were tested directly
against site data as part of the calibration
procedure. The following paragraphs summarize
the most important features of the mountain-scale
flow model for the unsaturated zone.

The mountain-scale flow model for the unsaturated
zone is based on site data that include core
measurements of porosity, permeability, saturation,
and moisture potential; perched-water observa-
tions; fracture-frequency data from the Exploratory
Studies Facility; air pressure monitoring and air
permeability tests; and geochemical data. These
data were used to estimate hvdrologic parameters
through direct caleulations and calibration
methods. In addition, a geologic-framework model
was used to define the proper stratigraphy for the
unsaturated zone flow medel. Numerous sensi-
tivity analyses have been performed to understand
the importance of infiltration, hydrologic param-
gters, fracture-matrix interactions, and features
such as faults and perched water.

The YMP site-scale flow model for the unsaturated
zone, including its calibration procedures and
sensitivity analyses, was used to develop a base
case, mountain-scale model for unsaturated zone
flow. Although there are considerable data for
calibrating the mountain-scale flow model, there
can not be enough data to eliminate all uncertainty.
Thus, more than one calibrated model can fit the
available data. The base case includes uncertainty
in both infiltration {Section 3.1.2.2) and hydrologic
parameters that were determined to be important
through sensitivity analyses (CRWMS M&O
19981, Section 2.4.3.2). In the base case, the only

Table 3-5. Average Net Infiltrations and Probabilities for the Infiltration Cases

.| Dry/(Present Day) | . Long-Term Average |-

. ] Probeblity
Superpiuvial | (All.Climaté States)

Low infiitration. 2.6 mmiyear

{base infiltration + 3)

14 mmiyear

37 mm/iyear 30%

Base infiltration 7.7 mmiyear

42 mm/iyear

110 mmfyear 80%

High infiitration 23 mm/year

{base infiltration x 3)

125 mm/year

340 mmiyear 10%

Note: 25.4mm=1in.
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hydrologic parameters varied are the air-entry
parameter for fractures () and the fracture-matrix
coupling strength. The fracture air-entry parameter
governs capillary pressure in the fractures, and the
fracture-matrix coupling strength governs how
easily water flows between fractures and the rock
matrix. The fracture air-entry parameter is directly
proportional to the effective fracture aperture.

For each hydrogeologic unit a range of uncentainty
was developed for the fracture air-entry parameter
based on measurements of fracture density and air
permeability. The fracture-matrix coupling
strength was not varied independently but was used
as a calibration variable. The fracture-matrix
coupling strength was constrained to have only
three different values {for welded tuff, nonwelded
nonzeolitic tuff, and nonwelded zeolitic tuff) in a
given calibration. These three values were chosen
to optimize the match with observed borehole
malrix saturations and water potential. Additional
information on parameters and calibration can be
found in CRWMS M&O (1998i, Section 2.4.3).

The base case includes the following indepen-
dently calibrated models;

* Base infiltration divided by 3 and the
fracture air-entry parameter at a minimum
for each layer

* Base infiltration divided by 3 and the
fracture air-entry parameter at a maximum
for each layer

* Base infiltration and the fracture air-entry
parameter at the nominal “best estimate™ for
each layer

* Base infiltration multiplied by 3 and the
fracture air-entry parameter at a minimum
for each layer

* Base infiltration multiplied by 3 and the
fracture air-entry parameter at a maximum
for each layer

Five models were used, rather than the full matrix
of nine combinations, to reduce computational

requirements. Flow was calculated for each of the
five models for the three climate states: dry
{present-day), long-term average, and superpluvial.
The probabilities for each case are given in
Table 3-6. The probabilities for the infiltration
cases are discussed in Section 3.1.2.2. The proba-
bilities for minimum and maximum fracture air-
entry parameter values are equal because, based on
the way the ranges were defined, there is no reason
to favor one over the other.

Table 3-6. Probabilities for the Mountain-Scale
Unsaturated Zone Flow Cases

Minimum | . Nominal | Maximum

oy . o o
Low infiitration {base 15% not 15%
infiliration + 3) considered
Base infiltration not 60% not
considered considered
High infiitration (base 5% not 5%
infitiration x 3} considered
MNote: 0= fracture air-entry parameter

In addition to the base case, an alternative model
called the dual-permeability/Weeps model was
considered. This model has a significantly reduced
fracture-matrix coupling strength to induce more
fracture flow. The biggest difference between the
base case model and the dual-permeability/Weeps
model is that the dual-permeability/Weeps model
shows flow predominantly in fractures even in
nonwelded hydrogeologic units while the base case
shows flow in nonwelded nonzeolitic units
predominantly in the rock matrix.

The connections between mountain-scale flow and
the other subcomponents of unsaturated zone flow,
and the other TSPA components, are shown in
Figure 3-5.
31.24 Seepage into Drifts

The method for modeling seepage into the

emplacement drifts is shown in Figure 3-7. The
method is summarized as follows:

* The calculation of seepage into drifts is
based on a three-dimensional, fracture-
continuum flow model that includes a
spatially variable permeability field.
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« Using the three-dimensional process model,
the amount of seepage into drifts is calcu-
lated as a function of percolatien flux. The
following quantities are calculated:

— Seepage fraction, or the fraction of waste
packages contacted by seeps

— Seep flow rate, which is the rate of water
flow onto a waste package that is contacted
by one or more seeps

In calculating seepage fraction and seep flow
rate, a waste package is conservatively repre-
sented by an area of 5 m x5 m (16 ft x 16 ft},
which is approximately the length of a waste
package and the width of the drift.

» The TSPA models of near-field processes
{e.g., near-field geochemical environment
and waste package degradation) include
spatial variability by considering six repos-
itory regions, as shown in Figure 3-7.

Percolation flux through fractures is
averaged over each of those six regions, The
average flux is used to calculate the seepage
fraction and seep flow rate, using the
functional dependence obtained from the
process-model calculations.

Seepage fraction and seep flow rate are not defined
as simple functions but rather as probability distri-
butions with mean and standard deviation that are
functions of percelation flux. The probability
distributions for seepage are developed by
assigning distributions to two of the key input
parameters that are uncertain in the process model:
the mean fracture permeability (k) and the air-
entry parameter for fractures (ctp. Similar to the
mountain-scale flow model, the distributions are
discrete; the values and probabilities are summa-
rized in Table 3-7. The parameter ranges and
probabilities were developed from data on air

Table 3-7. Probabilities for the Process-Model Cases
Used to Develop Seepage Distributions

1y =310
. pat
Mean &= 1074 m? | 6.25%
Mean &;= 10" m? | 12.5%
Mean k= 1072 m? | 6.25%

Note: # is fracture permeability and ay is fracture air-entry
parameter; Pa = pascal is a unii of measure for
pressura, aguai to 1.5 x 10" pounds per square inch.

permeability and fracture density (CRWMS M&O
19981, Secticn 2.5.2.2).

Nine parameter combinations were used for
seepage calculations. Results from the three-

dimensional process model were combined with
the probabilities shown in the table to develop the
probability distributions of seepage fraction and
seep flow rate from which values were sampled.
The seepage quantities were determined separately

for each of the six repository regions; however, the
values for the various regions were assumed to be
perfectly comrelated, and the values for different
climate states were also assumed to be perfectly
correlated. The values for the six regions were
correlated because the probability distributions of
hydrologic properties shown in Table 3-7 are
assumed to represent uncertainty in the appropriate
values, not spatial variability. The values for
different climates were cormrelated to avoid
unphysical behavior such as a decrease in seepage
when going from a dry climate to a wetter climate.
The correlations simplify the analyses because they
reduce the number of independent seepage param-
eters in the TSPA calculations to just two (seepage
fraction and seep flow rate), rather than the 36
there could potentially have been (those two times
six repository regions times three climates).

The connections between seepage and the other
subcomponents of unsaturated zone flow, and the
other TSPA components, are shown in Figure 3-6.
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alluvium can store water from storm events long
enough for it to be removed by evaporation or
transpiration.

Mountain-Scale Unsaturated Zone
Flow

3.1.3.2

Important results from the mountain-scale flow
model for the unsaturated zone are percolation
fluxes at the repository horizon and at the water
table. These values are shown as the center and
right maps in Figure 3-8 for the mean-infiltration,
base case model using the long-term-average
climate. The location of the repository is shown in
each map, as well as the six regions that were
defined to account for variations in percolation by
location at the repository. The division into
regions was defined to limit the variation in perco-
lation within each region. The number of regions
was arbitranly chosen. The center map of perco-
lation flux at the repository level is nearly the same
as the left map of surface infiltration, indicating
nearly vertical flow from the surface to the repos-
itory. However, the right map of percolation flux at
the water table is quite different from the other two,
Indicating significant nonvertical flow between the
repository and the water table. In particular, in the
large red area to the north, the percolation flux at
the water table is low because it is underneath the
perched water body; most of the flow is across the
top of the perched water and down to the water
table at the vertical blue band.

Figure 3-9 shows calculated flow paths of
hypothetical tracers (substances with no retardation
effect, no hydrodynamic dispersion, and no matrix
diffusion} in two west-east, vertical cross sections
(labeled north and south). For each cross section,
tracers were released at two surface locations
above the east and west ends of the repository.
White symbols on the cross sections indicate a
higher concentration of the tracer in fractures,
while black symbols indicate a higher concen-
tration in the matrix; diamonds indicate particles
released at the western location and triangles
indicate particles released at the eastern location.
In both cross sections, flow is nearly vertical above
the repository, except for some lateral movement
above and in the Paintbrush nonwelded unit (see

Figure 3-1 for location of units). In addition, the
flow is contained primarily in the fractures of the
welded units and in the matrix of the nonwelded
units. In the north cross section, a significant
amount of lateral diversion occurs below the repos-
itory at the location of the perched water (see
Bodvarsson et al. 1997, Chapter 13). Tracers
released along the west end of the repository
traverse above the perched water for hundreds of
meters to the east before reaching the water table.
Some of these tracer particles also partition into the
matrix upon reaching the perched water and
traverse laterally below the perched water. In the
south cross-section, although perched water is not
prevalent, some lateral diversion beneath the
repository still occurs, caused by the contact
between the Calico Hills vitric and zeolitic units,
where there is a large difference in matrix perme-
ability. The south cross-section shows lateral flow
diverting downward at the Ghost Dance fault.

A useful way to compare multiple flow fields is a
graph showing the distribution of time for water to
travel from the repository to the water table, For
example, Figure 3-10 shows the cumulative distri-
bution of travel times (called a “breakthrough
curve™) for the mean infiltration, base case simula-
tions using the present-day, long-term average, and
superpluvial climates. Results show that net infil-
tration has a strong influence on travel time
because higher infiltration results in faster water
flow, particularly in the nonzeolitic nonwelded
rock. The median arrival times are approximately
2,000, 200, and 90 years for the present-day, long-
term average, and superpluvial infiltration rates,
respectively. The first arrival times at the water
table are very early as a result of fast flow through
fractures. In fact, the cumulative breakthrough
curves show a bimodal distribution, with over 20
percent of the water for the long-term average and
superpluvial simulations taking less than 1 year to
reach the water table.

Figure 3-11 shows breakthrough curves for the five
base case flow fields for the long-term average
climate, illustrating the effects of uncertainty in
infiltration and fracture hydrologic properties. The
upper parts of the curves represent water particles
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3.1.3.3 Seepage into Drifts

Figure 3-13 shows the final result of the seepage
modeling. On the top is a graph illustrating the
distribution of seepage fraction, or fraction of
waste packages contacted by seeps. On the bottom
is a graph illustrating the distribution of seep flow
rate, which is the rate of water flow onto a waste
package that is contacted by seeps (the sum of the
flows if contacted by more than one). Each graph
shows a curve representing the mean value as a
function of fracture percolation flux (only the
fracture component of percolation flux is used in
calculating seepage because matrix flow is not
expected to seep into openings). In addition,
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Figure 3-13. Calculated Seepage Fraction and Seep
Flow Rate as Functions of Percolation Flux

Shown are the 5 percent, mean, and 85 percent
values of the distributions from which the seepage
parameters are sampled.

1

curves at the 5th and 95th percentiles of the distri-
butions are shown, to indicate the width of the
uncertainty band around the mean. With the
assumptions that have been made for this TSPA,
there is a great deal of uncertainty about seepage,
particularly in the fraction of waste packages
contacted by seepage. The wide range of seepage
fraction results because some combinations of the
parameters shown in Table 3-7 cause a relatively
large amount of seepage in the three-dimensional
process model {(especially low values of mean
fracture permeability combined with large values
of fracture air-entry parameter), while other combi-
nations cause relatively little seepage in the model
(especiaily large values of mean fracture perme-
ability combined with low values of fracture air-
entry parameter). If some of the combinations
could be ruled out, perhaps with additional data
collection or analysis, the uncertainty range could
be narrowed. With additional work, it may be
posstble to rule out some combinations based on
correlations between fracture permeability and
fracture air-entry parameter (theoretically, they are
both related to fracture aperture).

32 THERMAL HYDROLOGY

Thermal hydrology refers to the study of the effects
of heat on hydrelogy. The Yucca Mountain repos-
itory will hold radioactive wastes that emit a large
amount of heat from radicactive decay. This heat
will influence conditions in the emplacement drifts
{near-field conditions) and away from the drifts
{far-field conditions}. The thermal disturbance to
the mountain will depend on how much waste is
placed, or loaded, within a given repository area
and the heat output of the waste. The areal mass
loading for the reference design is speeified as 85

metric tons of uranium (MTU)' per acre, which has
an initial heat output of approximately 100 kW/
acre. This loading will cause a significant distur-
bance in the repository environment for thousands
of years after waste emplacement.

The acronyms MTU and MTHM are equivalent for the once-through nuclear fuel cycle {no reprocessed fuel) and can be

used interchangeably. MTHM, metric tons heavy metal, is the total amount of heavy metal initially contained in nuclear
fuel. For reprocessed nuclear fuels; the mitial heavy metal loading contains both uranium and plutonium. For once
through nuclear fuels, the initial heavy metal loading consists of only uranium. Thus, for the United States nuclear
industry, which vuses a once-through fuel cycle, metric tons heavy melal equals metric tons uranium (MTHM = MTU).
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The unsaturated zone at the Yucca Mountain site
contains in situ water and gas within the pores that
will react to the heat generated by radioactive
waste. In general, the influence of radioactive
decay heat includes vaporization of in situ liquid
water, transport of water vapor away from the heat
source, condensation of water vapor in cooler
regions, and condensate flow driven by gravity and
capillary forces. Thermal gradients affect gas and
liquid flow in the rock matrix and in fractures, and
flow between fractures and matrix. The decay-heat
characteristics of the individual waste packages
strongly affect the emplacement-drift thermody-
namic environment {temperature and relative
humidity, partitioning of water between liquid and
steam, and flow of water infto or out of the drift).
The resulting thermodynamic conditions wili affect
the performance of the repository, particularly of
the engineered barrier system, by influencing all of
the near-field components of the TSPA-VA.

After waste emplacement, heat will flow from the
repository by conduction through the rock and by
advection, which means by movement with the gas
and water. Through these processes, there will be
movement of water vapor, liquid water (both
ambient percolating water and heat-mobilized
condensate), and heat. Heating will result in
elevated temperatures and drying in both the
surrounding host rock and regions well away from
the repository. The progression of thermal-hydro-
logic processes through time is pictured in
Figure 3-14. Themmally driven mechanical and
chemical processes can potentially cause
permanent changes to the fluid-flow charactenstics
of the entire mountain (for example, by changing
permeability and porosity).

Thermal-hydrologic processes occur at two
important scales: that of the emplacement drifts {a
few meters to tens of meters) and that of the
mountain (hundreds of meters to thousands of
meters). Thermal-hydrologic processes at the drift
scale include waste package interactions with other
waste packages and the surrounding drift walls and
floor. Thermal-hydrologic processes at the
mountain scale include the influence of heat on
liquid and gas movement above and below the
repository. Some of the important processes are

illustrated in Figure 3-15. The “drift-scale”
thermal-hydrologic model includes processes at
both drift and mountain scales; it provided infor-
mation to the models of the near-field geochemical
environment, waste package degradation, waste
form degradation and radionuclide mobilization,
and transport of radionuclides within the
engineered barrier system. A separate mountain-
scale model provided information to models of the
near-field geochemical environment (Figures 3-16
and 3-17). Thermal-hydrologic processes at both
the drift and mountain scales affect fluid flow and
transport in the unsaturated zone; however, for the
TSPA-VA it was assumed that there will not be
permanent alteration of the hydrologic properties
because of thermal-hydrologic-mechanical or
thermal-hydrologic-chemical processes and thus
the influence of thermal-hydrologic processes
would be short-lived. With this assumption,
thermal disturbances to seepage into drifts and
radionuclide transport from the repository to the
water table would only be important during the
early period when no waste packages have failed,
except for possibly a few juvenile failures.
Therefore, thermal effects on seepage and radionu-
clide transport were neglected.

The thermal-hydrologic modeling studies and
sensitivity analyses presented in this section were
prepared with the view of addressing selected
aspects of the NRC Key Technical Issue on
Thermal Effects on Flow {NRC 1997b). Specifi-
cally, the information presented is pertinent to two
of the three subissues of this key technical issue,
namely, sufficiency of thermal-hydrologic
modeling to predict the nature and bounds of
thermal effects on flow in the near-field and
adequacy of total system performance assessment
with respect to thermal effects on flow.

Sections 3.2.1 and 3.2.2 summarize the processes,
assumptions, and implementation of the thermal-

hydrologic models used in the TSPA-VA.
Section 3.2.3 presents results from the models and
related interpretations. Additional information on
the thermal-hydrologic component can be found in
Chapter 3 of the Total System Performance
Assessment-Viability  Assessment  {TSPA-VA)
Analyses Technical Basis Document (CRWMS
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during the thermal periods (Figure 3-14}, would be
the most appropriate. The available conceptual
models for increased fracture flow are the gener-
alized equivalent-continuum model and the dual-
permeability model (see Section 3.1.1.3). The
dual-permeability model gives a more realistic
description of a thermally driven system and
ensures consistency with flow models for the
unsaturated zone {see Section 3.1.1.3). More
movement of water through fractures allows
condensate or reflux waters mobilized by heat (and
ambient percolation) to drain through fractures
either back toward the drifts or through the pillars
separating drifts.

The workshop participants also considered
“coupled processes,” or the coupled effects of
temperature, hydrology, mechanics, and chemistry.
When heated, the rock around the emplacement
drifts will expand. This thermal expansion will
cause fractures to open and close, which in tum
will change the permeability and porosity of the
rock and affect movement of gas and liquid. These
changes will last only while the rock is heated. In
addition, the thermal stresses can potentially cause
rock blocks to move and new fractures to form,
which again can affect permeability, porosity, and
fluid flow. Unlike the simple thcrmal-expansion
effects, these changes to the rock hydrologic
properties can be permanent. All of these effects
are called thermal-hydrologic-mechanical coupled
processes.  Heating also can cause chemical
changes in the host rock, such as mineral disso-
lution in some regions and mineral precipitation
elsewhere. Mineral dissolution and precipitation
can potentially alter the hydrologic properties of
the rock permanently, which would in tum alter
fluid flow. These eftects are referred to as thermal-
hydrologic-chemical coupled processes. Based on
thermal-hydrologic workshop discussions, some
limited follow-up studies of coupled processes
were completed.

Preliminary thermal-hydrologic-mechanical mod-
eling (Ho and Francis 1998) was done with a one-
dimensional, dual-permeability model at the moun-
tain scale. This modeling indicated that the liquid-
phase flow fields are essentially unaffected by non-
permanent increases or decreases of a factor of ten

in permeability. Based on this modeling, thermal-
hydrologic-mechanical alteration of the flow field
is considered negligible.

Preliminary thermal-hydrologic-chemical model-
ing {summarized in CRWMS M&Q 19981, Section
3.6.8.2; CRWMS M&O 1998c) studied silica with-
in the fracture system in the unsaturated zone. This
fully coupled thermal-hydrologic-chemical study
was at the drift scale and included reacticns for stl-
ica-cristobolite-quartz in the system. Changes in
fracture and matrix porosity (which also affect per-
meability) caused by mineral dissolution and pre-
cipitation were calculated. Waste package temper-
ature and relative-humidity {ime histories were not
greatly affected by the reactive-transport processes
included in the simulation, even though a mineral
cap formed above the drifts. However, the effects
of a mineral cap above the drift on seepage flow
into the drift have not been fully investigated. Be-
cause of its complexity, the work that has been
done so far only represents a start on addressing the
uncertainties associated with thermal-hydrologic-
chemical effects.

The nearfield environment expert elicitation
(CRWMS M&Q 1998d) was established to help
quantify the large uncertaintics associated with
thermal-hydrologic-mechanical and  thermal-
hydrologic-chemical processes. The pancl was
tasked to consider how these processes occur, both
temporally and spatially, and over what range of
values the hydrologic properiies (for example,
fracture permeability} may be influenced.

The elicitation panel examined recent YMP
process models and experimental data on coupled
processes from the single heater test. They
considered thermal-hydrologic-mechanical and
thermal-hydrologic-chemical processes, potential
changes to hydraulic interactions between fractures
and the rock matrix, and effects of rockfall. The
panel found that fracture-permeability changes
might occur in both the vertical and horizontal
directions and- in ¢ondensate and boiling zones.
According to the experts, fracture permeability in
the vertical direction can either decrease by 10 to
100 times or increase by 10 to 1,000 times,
depending on location and other factors. Fracture
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permeability in the horzontal direction may
increase by no more than 10 times. Based con the
results of the elicitation, the potential for thermally
driven alteration of fracture properties {for
example, permeability) falls within the range of the
natural spatial variability of the system. However,
an overall decrease of rock-mass permeability
could result. The panel concluded that the
mechanical effects would tend to be reversible
upon cooling, with the possible exception of
horizontal changes in permeability caused by shear
stress, but that chemical effects will be more
permanent. The panel indicated that the fracture-
matrix interaction parameter (see Section 3.1.2.3)
used in the dual-permeability models may also be
affected because of chemical precipitation or disso-
lution. Although this effect may be permanent, the
magnitude of such changes is uncertain.

Thermal-hydrologic-mechanical and  thermal-
hydrologic-chemical processes are not included in
the base case for this TSPA. Based on the expert-
elicitation results and the preliminary modeling
studies, it is likely that thermal-hydrologic-
mechanical effects are not significant; however, the
significance  of  thermal-hydrologic-chemical
effects is more uncertain. In addition, changes to
the thermal hydrology caused by drift collapse (and
the resultant filling of the drift with rockfall rubble}
are not considered in this TSPA.

322 Implementation of the Performance
Assessment Model

As discussed earlier, thermal-hydrologic processes
poccur on two important scales, drft scale and
mountain scale, each passing different information
to the other TSPA-VA components (Figure 3-17}.
The key issues discussed in Section 3.2.1 deter-
mined the form of the models developed for
thermal-hydrologic analyses. Section 3.2.2.1
describes the reference design, Section 3.2.2.2
describes implementation of the drift-scale model,
and Section 3.2.2.3 describes implementation of
the mountain-scale model.

32.2.1 Repository and Waste Package

Design

Thermal-hydrologic models require specific repos-
itory subsurface design and waste package design
information., This information includes waste
package geometry and decay heat outputs,
emplacement drift geometry and laycut configu-
ration, and waste stream information including
total thermal loading.

The total mass of commercial spent nuclear fuel to
be emplaced at Yucca Mountain is 63,000 MTU
(CRWMS M&O 1997c, p. 3-14). This mass
includes several waste package types of different
initial heat outputs (CRWMS M&O 1997¢, pp. 45
and 55). Emplacement of about 7,650 commercial
spent nuclear fuel waste packages is expected. Itis
not expected that additional area will be needed for
emplacing wastes such as high-level-radicactive
waste glass and DOE spent nuclear fuel. The
waste packages containing these additional wastes
will be placed between the commercial spent
nuclear fuel waste packages, with a requirement of
at least 1 m (3.28 ft} of separation between waste
packages. The total emplaced mass of the
expected 2,550 additional waste packages will be
7,000 MTU (2,333 MTU of DOE spent nuclear
fuel and 4,667 MTU of high-level radioactive
waste glass). These waste packages will include
co-disposal waste packages (that is, two types of
waste in the same waste package) and waste
packages for separate disposal of DOE spent
nuctear fuel. The co-disposal waste packages will
contain both high-level-radicactive waste glass and
DOE spent nuclear fuel; the separate-disposal
waste ‘packages will contain only DOE spent
nuclear fuel.

The reference-design mass loading of 85 MTU/
acre (CRWMS M&O 1997g, p. 23} includes only
the amount of commercial waste; DOE spent
nuclear fuel and high-level radioactive waste glass
are not counted when calculating the mass loading.
The reference design specifies point-loading
emplacement, meaning that the waste packages are
far enough apart that there is little direct thermal
communication between packages. A point-lcaded
drift segment loaded with all three waste package
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specific location within the repository, taking into
account the location-specific thermal and hydro-
logic properties, boundary conditions, and percola-
tion flux. Heat and {luid {low arc modeled as dual-
permeability, consistent with the mountain-scale
unsaturated zone flow model {Section 3.1.1.3).
Radiant heat transfer within open drifts is also
modeled. This submoedel addresses key issues
related to modeling of fracture and matrix interac-
tions for fluid and heat flow. It also addresses the
issue of the appropriate scale of fracture properties
and thermal-hydrologic processes by using hydro-
logic properties developed for mountain-scale flow
by inversion models. Consistency with the moun-
tain-scale unsaturatcd zone flow model ensures
that hydrologic conditions are properly accounted
for, including variability of infiltration with loca-
tion and changes of infiltration with climate.

Smeared-Heat-Source, Mountain-Scale, and
Smeared-Heat-Source, Drift-Scale, Thermal-
Conduction Submodels. Both the smeared-heat-
S0Urce, mountain-scale, thermal-conduction
submodel and the smeared-heat-source, drift-scale,
thermal-conduction submodel consider conduction

heat transfer only. They are used to establish
temperature relationships and to account for the
influence of repository edges, topography, and

mountain-scale  variability in  hydrogeoclogic
layering. The smeared-heat-source, mountain-
scale submodel is a three-dimensicnal model that
includes the appropriate stratigraphy, topography,
and reposifory lecation and extent, The smeared-
heat-source, drift-scale submodel is a one-dimen-
sional model. These two submodels address key
issues related to the differences between repository
center and cdge locations by coupling the drift-
scale submodels with the mcuntain-scale
submodel. The coupling uses the average tempera-
tures of repository host rock obtained from the
smeared-heat-source, mountain-scale submodel,
corrected for hydrology using a relationship
derived from the line-averaged-heat-source, drift-
scale submodel and the smeared-heat-source, drift-
scale submodel. The resulting *modified” temper-
atures inherently include repository edge effects
because they originated from a full mountain-scale
model. The temperature prediction alsoc includes

the effects of the system fluid components through
the temperature relationship between the two drift-
scale submodels. This results in an “abstracted”
drift-wall temperature that approximates the effects
of the most important thermal-hydrolegic
processes. A similar procedure provides an
abstracted relative humidity at the drift wall.

Discrete-Heat-Source, Drift-Scale, Thermal
Submeodel. The abstracted drift-wall quantities are
further modified at the drift wall and at the waste
package surface using waste-package-specific
deviations computed by the discrete-heat-source,
drift-scale, thermal submeodel. This submodel
provides temperatures and relative humidities for
different waste packages along the drift. The
discrete-heat-source, drift-scale submodel is a
three-dimensional model of a drift segment
containing eight representative waste packages of
varying heat cutputs (Figure 3-18). This submodel
includes only conductive heat transfer, plus radiant
heat transfer within open drifts. K accounts for
variability in temperature and relative humidity
among packages along the drifts, which 1s another
of the key issues from the thermal-hydrologic
workshop (Section 3.2.1). One limitation of the
analyses is that only one type of separate-disposal
waste package was modeled. The heat output
listed in Figure 3-18 for the separate-disposal
package is appropriate for a waste package
containing N-Reactor fuel. Some types of DOE
spent nuclear fuel arc cooler and some are hotter.
N-Reactor fuel was modeled because it represents
nearly 90 percent of the total MTU of DOE spent
nuclear fuel {see Section 3.5.1.5). The inconsis-
tency of using ncar-field thermal conditions for N-
Reactor fuel to represent all types of DOE spent
nuclear fuel could affect the release calculations
for the other fuel types, but the effect is moderated
by thc long waste package life (differences in
waste package conditions are greatest at early
times). In addition, the heat from the naval-spent-
fuel component is represented by the 44-assembly
boiting-water-reactor waste packages in the
modeled drift segment. The 44-assembly boiling-
water-reactor allotment in the drift segment is over-
represented by about 0.8 percent to account for the
naval spent nuclear fuel.
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(one-, two-, and three-dimensional models), and
varying assumptions regarding the coupling of heat
transfer to fluid flow (conduction only and fuli
thermal-hydrologic). To provide greater confi-
dence that this abstraction method adequately
represents the thermal-hydrologic behavior of
Yucca Mountain, an independent model was also
developed. This model incorporates three-dimen-
sional, fully coupled heat transfer and fluid flow
but uses a less mechanistic conceptual flow model
(generalized equivalent-continuum rather than
dual-permeability}) and a less sophisticated
coupling between drift scale and mountain scale. It
uses data from mountain-scale thermal-hydrologic
models to approximate edge effects. The computa-
tional requirements of the verification model do
not allow the many abstraction simulations that are
required for a total-system calculation. However,
this type of model provides an important check on
the abstraction processes. Good agreement was
found when the independent modeling approaches
were compared at repository center and edge
locations. This analysis addresses the key issue of
tradeoffs between model dimensionalities. This
comparison shows that the combination of one- or
two-dimensional models with reduced complexity
in heat-transfer models suffices for determining
near-field responses associated with waste package
heating. This simplicity provides flexibility in
producing the many simulations required.

3.2.2.3 The Mountain-Scale Model

Mountain-scale thermal-hydrelogic models are
used to calculate quantities associated with larger
scales, such as air mass fraction and gas-phase
fluxes. The thermal-hydrologic multiscale
modeling and abstraction method is unable to
account for gas-phase advection from large-scale
temperature and pressurc gradients because only
conduction is included in its mountain-scale
submodel. At the mountain scale, gas-flow
patterns from repository heating can only be
realized with a fully coupled thermal-hydrologic
model. The key issue addressed by this model is
the movement of gas and liquid through fractures
at the mountain scale. A generalized equivalent-
continuum flow model was used to determine gas-
phase data for the mountain. Use of this model
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reduces the computational requirements of the
larger-scale thermal-hydrologic simulations (as
compared to use of the dual-permeability model)
while still allowing for sufficient mobility of liquid
water in fractures.

A mountain-scale model based on east-west cross
sections was used for each of the property sets and
associated infiltration rates considered.  The
mountain-scale model includes large-scale features
such as mountain topography and variability by
location of the net infiltration rate at the ground
surface. It also includes repository edge effects
and the ability to develop large-scale fluid-flow
processes such as buoyant convection, in which
fluid moves in response to a density gradient. The
cross sections used to calculate gas flow were
taken directly from the mountain-scale unsaturated
zone flow model (Section 3.1}. The model
includes the stratigraphy and hydrologic properties
established for the unsaturated zone flow model.
The mountain-scale model includes the heat output
of the entire repository waste stream (scaled for a
two-dimensional application) emplaced at the time
of repository closure.

The smeared heat source in the mountain-scale
model does not allow for important effects such as
shedding of condensate between drifts and it does
not capture the difference in thermal-hydrologic
behavior in the drifts as compared to in the rock
between drifts. Because of these limitations, the
mountain-scale model probably underestimates
reduction in air mass fraction in the drifts during
the thermal period.

3.2.2.4  Uncertainties

Except for uncertainties associated with repository
design (for example, thermal loading, the use of
backfill, and waste package configurations), the
thermal-hydrologic analyses introduce no new
important parameter uncertainties to the analyses.
The major uncertainties for thermal hydrology
have to do with water and gas flow, and the
thermal-hydrologic calculations use the same
uncertain parameters as the ambient unsaturated
zone flow component {Section 3.1). Some of the
most important of these uncertainties are in hydro-
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The geochemical modeling studies and analyses
presented in this section were prepared with the
view of addressing selected aspects of the NRC
Key Technical Issue on Evolution of the Near-
Field Environment (NRC 1997¢). Specifically, the
information presented is pertinent to three of the
four subissues of this key technical issue, namely,
effects of coupled processes on seepage, rate of
release of radionuclides from breached waste
packages, and radicnuclide transport through
engineered and natural barriers,

The most direct way the near-field geochemical
environment may impact long-term performance is
by changing the engineered barrier system that
inhibits the supply and limits the release rate of
radionuclides to the geosphere (to the unsaturated
zone component for radionuclide transport, see
Section 3.6}). Chemical changes to the in-drift
environment may affect the amounts and types of
mobile radionuclides and the properties of the
solids through which they are transported. The
near-field geochemical environment is the set of
compositional conditions under which the waste
package corrodes, the waste forms dissolve and
precipitate as secondary phases, the radionuclides
mobilize from the waste form, and the radionu-
clides migrate through the engineered barriers. In
addition to these primary effects within the
engineered barrier system, perturbed fluids
generated in the near-field geochemical
environment could react with the host rock. Such
alteration may change the flow pathways in the
geosphere and change conditions for unsaturated
zone {ransport.

A set of five models has been developed to
represent the near-field geochemical environment.
These models are:

1. The incoming gas, water, and colloids
{compositions of those phases as they enter
the drift)

2. The in-drift gas phase {composition of the
gas phase relative to major gas sinks in the
drift)

3. The in-drift  water/solid  chemistry
{(evolution of water composition reacting
with major materials and the drift gas
phase)

4. The in-drift colloids {stability and quantity
of clay and iron-oxide colloids in the drift)

5. The in-drift microbial communities

The relationships between the models for the near-
field geochemical environment, including the
general flow of information from one model to
another and the major components of each
submodel, are shown in Figure 3-28. In some
cases, these five models contain process-level
calculations to represent the evolution of water,
solid, and gas reactions in the system. In other
cases, the models consist of “bounding” arguments
for applying observed values. There are a number
of submodels for the water/solids interaction model
covering steel corrosion products {iron oxyhy-
droxides), concrete, waste form (spent nuclear
fuel}, and mineral precipitates from beiling

The near-field geochemical environment model
has several connections with other component
models. The near-field geochemical environment
models take input from the unsaturated zone flow
and thermal-hydrology models and provide output
to the waste package corrosion model, the waste
form model {degradation, radicnuclide mobili-
zation, and engineered barrier system transport),
the unsaturated zone radionuclide transport model,
and the criticality model. The connections and
specific inputs and outputs to and from the near-
field geochemical environment component are
shown as a flow diagram in Figure 3-29. The inter-
faces are discussed in more detail below.

Unsaturated Zone Flow. The flux of water and
dissolved constituents through the near-field
geochemical environment is given either as the
seepage flux through the drifts or as the average
percolation flux at the repository horizon. Seepage
flux 1s used for the in-drift water-solids model and
the colloid model. Average percolation flux is used
for the in-drift gas model because gas mobility is
relatively high near the drifts and, therefore, the
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of water and gas that may react with the waste
forms and provides the state of materials through
which radionuclide transport will occur in the
engineered barrier system. The major chemical
constituents of the waste form have also been
evaluated for their potential tc change the water
chemistry from its initial composition.

Unsarurated Zone Radionuclide Transport. The
overall composition of the water moving from the
engineered barrier system into the unsaturated zone
transport pathways of the geosphere is determined
from the near-field geochemical environment
component. Radionuclide transport depends on the
water composition, particularly for radionuclide
retardation processes, but alsc for potential alter-
ation of the pathways themselves. The potential
altered fluid compositions that may migrate
through the unsaturated zone are used as
constraints on the cases for altered unsaturated
zone radionuclide transport sensitivity analyses
{see Section 5.6).

Criticaliry. A portion of this work (Section 4.4)
considers the possibility of a critical configuration
of fissile material forming within the drift {near-
fieldy environment after release from waste
packages (“extemal” criticality}, and its potential
performance consequences. This external criti-
cality is linked directly to radionuclide transport
processes in the emplacement drifts and depends
on the location and time-dependent chemical
changes that occur there. In addition, the changes
{mainly thermal) caused by a critical event could
affect the chemical environment within a drift.

331 Construction of the Conceptual Models
There are several issues and coupled processes
relevant to the development of near-field
geochemical environment models (CRWMS M&O
1998c). Performance assessment personnel and
principal investigators within the scientific
program worked together to develop abstracted
models of the near-field geochemical environment
models. Some of the near-field geochemical
environment models are based, in part, on
conceptual process models developed within the
Near-Field/Altered-Zone Models Report (CRWMS
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M&O [998c). Such conceptual medels are
combined with time-dependent, abstracted resulis
of the potential repository system thermal-hydro-
logic evolution (see Section 3.2}, that were used as
constraints for the nearfield geochemical
environment models of gas composition. This
abstraction entailed using average constant values
for defined periods with step changes in between
them. One primary result of this is that short-term
transient effects (for example, lasting less than
about 100 years} are included in an average
manner. This was assessed as a reasonable way to
proceed for this initial model development effort
because the TSPA system infegration model uses
time-steps of at least 100 years {CRWMS M&O
19981, Section 4.4 and 11.1}.

The Near-Field Geochemical
Environment Workshop and
Highest Priority Issues

311

A workshop about the treatment of the near-field
{(in-drift) geochemical environment in this TSPA
was held in March 1997. The details of the
workshop activities and results are documented in
Near-Field Geochemical Environment Abstraction/
Testing Workshop Results (CRWMS M&O 19974d).
A brief overview of the workshop is provided
because it was the primary initiator for devel-
opment of the near-field geochemical environment
component for this TSPA. The criteria used at the
workshop te prioritize issues, the highest priority
issues, and the resulting abstraction plans are listed
in Table 3-9. :

At the near-field geochemical environment
workshop, YMP personnel from the design, scien-
tific programs, and performance assessment
organizations delineated, discussed, and prioritized
issues relevant to chemistry within emplacement
drifts that might impact system performance. The
two issues given the highest priority focused on
evolution of design materials within the drift (that
ig, the in-drift water/solid chemistry). These two
issues are, “the amount of water coming into the
drift” and *“the introduced material masses and

(:;(:arrlpositi()nsf2 Three additional issues that were
also given high priority for this topic are “aqueous
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Tabie 3-9. Near-Field Geochemical Environment
Abstraction/Testing Workshop

NEAR-FIELD GEOCHEMICAL ENVIRONMENT
ABSTRACTION/TESTING WORKSHOP
March 5-7, 1997, Berkeley, CA
{CRWMS M&0O 1997d)

PRIORITIZATION CRITERIA
+ Does the processfissue aftect the
- Dissolved radicnuclide concentration?
- Colloidal radicnuclide abundances?
— In-drift sorption capacities?
— In-drift poresity and permeability?

HIGHEST PRIORITY ISSUES
*  Sclid phases throughout tha drift:

— Volume and flux of water in drifl

— Compositions, abundances, and distribution {cement,
alloys, organics, microbes, ceramics)

- Aqueous and gas reactions on materials
Aguecus and gas reactions {corrosion} on waste
package

- In-dritt systern open or closed

Gas phase throughout the drifi:

— Gas flux

- Reactions with solids and miciobes (exciuding waste
package)

- Reactions with waste package

— Thermal effects (water reactions)
Temporai heterogeneity
Ciimate effects

Aqueous phase throughout the drift:

— Agueous phase reactions with major introduced
materials (excluding waste package!}
Open versus ciosed system
Aquecus phase reactions with waste package
Temporal evolution of aqueous phase composition

- Perturbed water composition entering drift

— Aqueous reactions with waste form
Thermal eflects on aqueous phase compositions
Aquecus phase reactions with evaporite minerals
Microbial process effecis on aqueous composition

— Reversibility of ragionuclide sorption onto colloids

— Water-composition effects

- Waste form

Other {introduced materials in rock)

— Temporal heterogeneity

— Microbiai processes

— Temperature effects

ANALYSIS PLANS

* Incoming Gas, Water, and Colloids
Gas composition evolution in the drift
Water solid chemisiry modei
Colicid-facilitated radionuciide transport
Effects of microbial communities

LE Y

and gas reactions with materials,” “aqueous and
gas reactions with the waste package,” and “open
versus closed system behavior.” The gas compo-
sition issue given top priority was “gas flux into the
drift.” The third-highest overall prioritized issue
relates to the in-drift water composition, “effects
from reactions with introduced materials.”
Workshop participants gave high priority to two
other issues related to in-drift water chemistry:
“open versus closed system,” and ‘“aqueous
reactions with the waste package.” The highest
priority issue related to in-drift colloids was
assessed to be “reversibility of sorption.” The
issues “water composition effects” and “‘waste
form” were also given high priority for colleids in
the drift. These priorities, together with the group
discussion of issues in each topic area, provided
the bases for development of the component
models.

The workshop itself, together with post-workshop
synthesis and planning, led to the five model areas
for the near-field geochemical environment:

* Incoming gas, water, and colloids (composi-
tions of those phases as they enter the drift)

* The in-drift gas phase (composition of the
gas phase relative to major gas constituent
sinks in the drift)

* The in-drift  water/solids  chemistry
{evolution of water composition reacting
with major materials and the gas phase in the
drift)

* The in-drift colloids (stability and quantity
of clay and iron-oxide colloids)

* The in-drift microbial communities

The conceptual models for each of these areas are
summarized in Sections 3.3.1.2 and 3.3.1.3. Their
specific implementations for the analyses are given
in Section 3.3.2.

2 Although the waste package is a design material, it was considered separately from other potential repository-design
materials for clarity because it is also a major component of the engineered barricr system.
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33.1.2 Incoming Gas, Water, and Colloids
The near-field geochemical environment model
provides values for the time-varying compositions
and fluxes of gas, water, and colloids entering the
drift. Changes to these variables are primarily
driven by the thermal changes to the system.
Reactions between the gas, water, and minerals in
the rock occur as the system is heated and pore
water boils. These processes change the system by
changing phase stabilities or increasing rates of
reaction for existing phases. The time evolution of
the system was divided into two thermal regimes; a
boiling regime and a cooling regime. These two
regimes are further subdivided based on large
changes to the gas composition {(mainly within the
boiling regime) or the changing temperature of the
cooling system (within the cooling regime). The
pericds are defined to have constant chemical
conditions so that the description of the near-field
geochemical environment evolution consists of a
set of step changes in system conditions.

Conceptual Model for Incoming Gas. In the
conceptual model for incoming gas, gas compo-
sition is represented by the major gas constituents:
steam (H,O), oxygen (0,), carbon dioxide (CO,},
and nitrogen {(N,). The primary sources of these
gases and the mountain scale processes affecting
their quantities are shown in Figure 3-30. Steam
{or water vapor) is generated during the boiling
period and affects the rate at which waste packages
cotrode. The other three gas constituents are

components of air considered in this model.?
Oxygen is included because of its rele in metal
oxidation. Carbon dioxide directly affects the pH
of solutions (which affects waste form disselution}
and can strongly affect actinide complexes
(increasing  their dissolved concentrations).
Finally, nitrogen generally comprises most of the
air component of the gas and may serve as a
nutrient source for microbial activity.

Because gas is less soluble at higher temperature,
heating drives dissolved gases out of the water and
into the gas phase. Rapid gas movement in the

fractures may transport those dissolved gas constit-
uents away from the heated water they came from
and towards cocler water (that is, down the temper-
ature gradient) where they can redissolve. This
process tends to deplete the heated water and
enrich the cooler water in these gas species. As the
temperature of the mountain increases farther away
from the repository, these gas species are remobi-
lized and transported farther away from the drifts
in a continual process of revaporization and redis-
solution. In the rock near the heat sources temper-
atures will rise above the boiling point of water,
generating abundant steam, causing an overall
dilution of the air component.

The major source of both oxygen and nitrogen is
the atmosphere, so dilution of these two constit-
uents by steam {from boiling) is accounted for by a
direct reduction in their atmospheric pariial
pressures. For carbon dioxide, the system is
somewhat more complex. Measurements of gas
compositions from various unsaturated zone
boreholes demonstrate that unsaturated zone CO,
gas concentrations are elevated above atmospheric
CO, partial pressures (about 350 ppmyv [paris-per-
millicn by volume]) by about a factor of three
(CRWMS M&O 1998i, Section 6.2.7.2, pp. 6.2—
40). The values of unsaturated zone pore-gas
composition analyzed for the site indicate that the
CO, content of pore gases tends to average about
1,000 ppmv (ibid., Section 5.3.4.2.4.6, pp. 5.3-
173). These elevated values could be the result of
mixing of CO,-rich gases generated in the soil zone
with the rest of the gas volume of the mountain
(ibid., Section 5.3.4.2.4.6, pp. 5.3-173). Because
the rock contains the mineral calcite (CaCQO5) and
there is a non-negligible amount of dissolved
carbonate in the water, these phases may act as
sources of carbon dioxide that must be accounted
for in the assessment of the air composition diluted
by steam. However, because gas flow is much
more rapid than water flow, the near-field
geochemical environment model assumes that the
water composition will be primarily controlled by
the gas composition diluted by steam for most of
the thermal period. Nevertheless, there are indica-

3 Air does not necessarily imply atmospheric composition of these gases but is the term for the gas ingredient “‘other than

steam” in the thermal-hydrologic models {see Section 3.2).
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tions from water compositions in the single-heater
test that calcite may be reacting to release carbon
dioxide during the heating stage {CRWMS M&O
1998c, Section 6.2.1). In addition, the potential
exists for short-term increases in the carbon
dioxide content {of the air} as it is released from
heated water (CRWMS M&O [998i, Section 4.4).
Therefore, a brief period with an elevated level of
carbon dioxide in the air, which is then diluted by
stearn, was included at the start of the model to
represent these potential sources of carbon dioxide.

The incoming gas model also assesses constraints
on the fluxes of the gas constituents into the drift.
These values are used in analyses that evaluate the
potential for depletion of these constituents by
reaction with the solids in the drift, and the
potential effects on water/solids chemistry of those
reactions {discussed below). For each of the gas
constituents in the model, the cumulative gaseous
flux of that chemical component into the drift is
given by the product of the cumulative gas phase
flux and the fraction of that constituent in the gas
for a given period. In the conceptual models for
the gas and water/solids chemistry in the drift, the
fluxes of these gas constitucnts that could be
dertved from their dissolved counterparts in the
water flux were also included. Fer this medel, the
fluxes of the dissolved gas constituents were based
on the percolation flux for the drift cross-section.
This water flux is larger than that given by the
seepage model, which only has a fraction of the
percolation flux entering the drift.  Because
gaseous diffusion for carbon dioxide or oxygen gas
species is relatively rapid at this scale, the gas
composition may be buffered by water just outside
the dnift. Therefore, this larger water flux should
represent a more realistic bound on the masses of
these gas constituents available for reaction in the
drift (CRWMS M&O 19981, Section 4.4).

Conceptual Model for Incoming Water. In the
conceptual model [or incoming water, water
composition is represented by the major dissolved
constituents and by some of the less abundant
dissolved constituents that participate in some of
the dominant mineral reactions within the system.
The compositional compenents considered for the
water in the model are pH, sodium (Na®},

potassium (K*), calcium (Ca?*), magnesium
(Mg?*), iron (Fe?*, Fe*), aluminum {Al**), silica
(Si0,), chloride {CF), fluoride (F7}, carbonate
(CO;?), and sulfate (SO,*). These constituents
represent the total masses of these components
within the fluid, and each may be comprised of a
number of different species in solution. In
addition, the dissolved oxygen content is included
as constrained by the oxygen fugacity (approxi-
mately the partial pressure), and this value is used
to calculate the equilibrium oxidation potential
(Eh) of the system. Figure 3-31 shows the major
processes at the mountain scale affecting the
concentrations of these constituents in the
incoming water.

The composition of ambient water moving through
fractures and entering the drift has been
constrained by examination of the various fluid
compositions observed both at the site, and near
Yucca Mountain, Pore water in unsaturated tuffs
appears to have higher concentrations of some
constituents like sulfate and chioride (CRWMS
M&O 1997d, Appendix 3 Table I; Bodvarsson et
al. 1997, Chapter 14; CRWMS M&O 1998m,
Section 6.2.5 and 6.2.8) compared 1o the water in
the saturated zone tuffs (Figure 3-31, Inset A),
However, the composition migrating through the
unsaturated zone fractures into the drift is assumed
to be that observed within the saturated zone tuff
aquifer (from well J-13, Figure 3-31, Insets B and
C). This assumption is based on compositional
similarities betwcen the perched water bodies,
fracture fluids collected at Ranier Mesa (a nearby
mountain of unsaturated volcanic tuffs analogous
to Yucca Mountain), and groundwater samples
from the J-13 well {CRWMS M&O 1998c, Section
6.2 Table 6.2-1;, CRWMS M&O 1998,
Section 4.4).

The processes that change ambient water compo-
sition are driven by heating of the system and are
closely linked with the processes shown in Figure
130 for evolution of the gas composition entering
the drift. In the conceptual model for the incoming
water composition, the time-varying gas compo-
sition is imposed as an equilibrium constraint on
the water composition at the temperature of the
system because the gas transport is fast relative to
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the water flow (that is, the changes to gas
composition from the dilution by stcam generation
are expected to be very large compared to the other
compositional changes to the gas in the geosphere
and therefore these perturbed gas compositions
are imposed directly (CRWMS M&O 1998i,
Section 4.4}, Water composition is also changed
by reaction with minerals in the tuff and in the
fracture linings at various temperatures (CRWMS
M&O 1998c, Section 5). In addition to the heated
reaction of water, gas, and minerals, the thermal
change is projected to be large enough to create a
boiling zone around the drifts (see Section 3.2).

The boiling process will affect water chemistry in a
number of ways (Figure 3-31, Inset D). First, the
gas compositicn changes as discussed ahove
(Figure 3-30, Inset C). Second, many of the
dissolved mineral constituents become more
concentrated as the water boils {CRWMS M&OQ
1998¢, Section 6.2). Some of these constituents
concentrate to the point where solids (such as
calcite and silica} precipitate and further constrain
the water composition {CRWMS M&QO 1998c,
Section 6.2). When the water boils away
completely, some of the precipitated phases arc
relatively soluble salts that will react later with
water and steam to create concentrated salt
solutions, In addition, salt will cause water to
condense from steam at a lower relative humidity
than salt-frce systems, forming concentrated salt
solutions earlier and at higher temperatures if salt
is in the fractures. During the period of boiling, the
reaction of water, gas, and minerals was calculated
at 95°C {203°F), just below boiling {at the
elevation of the proposed repository). As the
system cools, the boiling front will migrate back
into the drift, ending up at the surface of the waste
package. The potential amount of sait buildup
within a drift (as discussed below) was assumed to
depend on the composition of the starting fluid and
the cumulative flux of that fluid through the
fractures.

Conceptual Model for Incoming Colloids. The
near-field geochemical environment component
also contains a conceptual model for incoming
colloids. Natural colloids are minute particles
(from about 1x10® m, or 100 angstroms, up to
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about 1x10> m, 1x10° angstroms), which may be
transported by the groundwater. Radionuclides can
attach to these colloids and be transported through
the systern at a different rate than their dissolved
counterparts. The colloids entering the dnft are
assumed to be those found in the natural system for
the ambient saturated zone water. These natural
colloids are a small mass of entrained paricles
composed of clays, silica, and ircn oxyhydroxides
{about 20 to 30 ng/mL—Triay et al. 1996 page 9,
Table I; CRWMS M&O 1998m Section 6.3.6.1).
Because the iron-oxyhydroxide colloids generated
within the drift represent a much larger potential
source than the incoming natural iron-oxyhy-
droxide colloids, the incoming colloids are repre-
sented by the clay component of the natural
colloids. The amounts of the clay and iron-cxyhy-
droxide colloids are constrained by the ionic
strength of the fluid in the drift. This relation is
based on colloid concentrations in groundwaters of
various icnic strengths from around the world
(CRWMS M&QO 1998m Section 6.3.6.1; CRWMS
M&QO 1998c¢, Section 4.4).

The models of the incoming gas, water, and
colloids provide time-dependent boundary cendi-
tions for the models of chemical reactions in the
drift. The processes for incoming gas, water, and
colloids in the near-field geochemical environment
component are shown at the drift scale as Inset A In
Figures 3-32a, 3-32b, and 3-32c. Figure 3-32
delineates three generalized time frames for the
physical-mechanical evolution of the materials in
the drift, based in part on a more detailed
description of this evolution {(CRWMS M&O
1998c, Section 2.2),

3313 Evolution of the In-Drift Chemistry
Once the model compositions of gas, water, and
colloids entering the drift have been established,
the chemical processes within the drift can be
considered. Within the drifts, the coupling of the
physical-mechanical deterioration of the intro-
duced design materials (CRWMS M&Q 1998c,
Section 2.2} plays a large role in the reaction of
water and materials because of changes to the flow
pathways.  Representations of these processes
(pathways for fluid migration through the drifts
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and reaction with materials along those pathways)
at the drift scale are shown in Figure 3-32a, 3-32b,
and 3-32¢. The major physical aspects of the
systemn that change are the location and integrity of
the concrete that comprises the lining and other
ground support, and the integrity of the waste
package and its support. While the concrete lining
is still intact during the first few hundred years, any
water dripping out of the rock will react with it
before dnpping on the waste package (Figure 3-
32a). However, once the lining has collapsed,
concrete-medified water is most likely to contact
the waste package where concrete blocks lie
against the container (Figure 3-32b and 3-32c,
[nset B), or below that point. All of the boiling
occurs within Time Frames 1 and 2 {Figures 3-32a
and 3-32b), even for the center portions of the
repository bleck. The system is at ambient temper-
atures by the end of Time Frame 3 (Figure 3-32¢).

In-Drift Gas. The composition of the in-drift gas
phase is assumed to be constant throughout the
drift because of rapid migration of gas constituents
at this scale, particularly for higher temperatures
(Figures 3-32a, 3-32b, and 3-32¢}. However, the
mass of each gas constituent available to react with
the water and materials in the drifts is [imited by
the {lux of that gas into the drift. If for a given
period the amount of gas needed for a reaction
exceeds the amount available because of the gas
flux, the water flowing close to the drift wall can
degas dissolved volatile constituents to supply the
reactions taking place.  However, once that
reservoir of gas is exhausted, the concentration in
the gas phase of the reacting gas constituent will
decrease until a new equilibrium concentration is
reached. This new level depends in a complex
manner on reaction rates that change with compo-
sitional changes, but the capacity to use up a
particular gas constituent in a given period can be
assessed using mass balance relations. Steel {or
iron} is the major material that will act as a sink for
the oxygen in the system as it oxidizes to either
hematite (Fe,O,) or goethite (FeQ({OH)). The
cement phases (pertlandite and calcium-silicate
hydrates) in concrete are the major sink for carbon
dioxide because reaction with calcium n the
cement will lead to calcitc precipitation. The

degree to which these reactions may affect the gas
composition is discussed in Section 3.3.2.

In-Drift Water-Solids Chemistry. The model for
the in-drift water-solids chemistry is comprised of
a number of submodels. Some of these submodels
are used quantitatively within the performance
assessment analyses and others are used for
conceptual scenario development for other
components and analyses. A flow chart depicting
the detailed relations among the submodels of the
in-drift water-solids chemistry portion of the near-
field geochemical environment is shown in
Figure 3-33. Both the incoming water submodel
and in-drift gas model feed water composition and
gas constraints directly into the water-solids
chemistry submodels. As shown in Figure 3-33,
the calculated fluid composition is provided by one
submodel and used by another submodel that
represents materials  “downstream™ in  the
conceptual flow pathway through the system
(Figure 3-32). The four features (submodels) of the
water-solids chemistry model {corrosion products,
concrete, spent nuclear fuel, and precipitates/salts)
are described below, following some general
conceptual discussion of reaction between water
and solids in the drift.

For water that has entered the drift, model calcuia-
tions were done to evaluate the reaction with the
major solids in the drift, in particular with concrete
and the corrosion products of the steel {(represented
by iron oxides). Constraints for the composition of
water reacting with the waste form were derived
from these medels. These reactions between water
and solids in the drift are assumed to occur at the
conditions for gas fugacities and gas fluxes derived
from the in-drift gas model. The reactions will
proceed to equilibrium depending on the relative
magnitude of gas sinks versus gas fluxes into the
drift.

For reaction with repository design and waste
package design materials in the repository, the in-
drift water-solids chemistry model represents local
equilibrium {water movement is slow compared to
the reaction rates of the dripping water and reacting
solids). This local eguilibrium would correspond
to reaction along permeable matrix pathways,
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perhaps with small fractures (Figures 3-32a, 3-32b,
and 3-32¢, Insets B and C), but does not corre-
spond to reaction along large, highly permeable
fractures through the system. Fast flow along such
pathways would result in less pronounced changes
to fluid composition. Twe conceptual pathways for
the incoming water were defined.

Corrosion Products. In the first pathway, water
does not react with concrete, but drips directly onto
the waste package through gaps in the lining during
early time frames (Figure 3-32a), or through the
area from which the concrete lining has collapsed
during later time frames (Figures 3-32b and 3-32c).
Because there will likely be water-flow pathways
without concrete after the drift lining collapses
(CRWMS M&O 1998¢, Section 2.2), the water
compositions calculated for this corrosion products
only pathway are used as the base case fluids. This
leg of the pathway is represented by iron oxides,
(goethite, FeO{OH}) because the bulk of water that
gets into the waste must encounter corroded
package material. The primary effect on water
chemistry from this reaction is to increase the
dissolved iron content of the fluid. The resulting
water composition is used as the initial fluid
composition for calculating the effects of reaction
with spent nuclear fuel during the active alteration
period and at later stages when secondary uranium
phases are reacting,

Concrete. The second pathway is the concrete
conceptual pathway, which was not part of the base
case, but considered as a sensitivity case (see
Sections 5.3, 5.4, and 5.6). As shown in
Figures 3-32b and 3-32c, concrete adjacent to the
waste package could provide concrete-modified
fluid compositions through diffusive migration of
alkaline compoenents into the waste package. Such
fluids could then affect the waste package
corrosion and possibly change waste form bchavior
(Figure 3-32b, Inset B). Along this conceptual
pathway, water will react with corrosion products
after reaction with concrete.

The concrete within the potential drifts will be
comprised of tuff aggrepate, sand, cement, and
steel fibers (CRWMS M&O 19981, Section 4.3 and
4.4). The alkaline components of cement, in

particular the calcium content, will represent a
large cempositional change to the system. The
phases that produce high pHs are primarily
portlandite (Ca{OH),)} and calcium-silicate-hydrate
phases formed by reaction of the silica with
portlandite in the cement. Reaction of the
incoming water with these constituents will
continue to cause high pH in the resulting fluids
until the cement phases are neutralized by carbon-
ation via reaction with water and gas. Until the
alkaline cement compounds are neutralized, water
compositions may be mostly affected by reaction
with the concrete. Reaction rates for this neutral-
ization process are assumed to be relatively fast;
however, availability of carbon dioxide will tend to
constrain the time frame for this process. In
addition, the cement contains sulfate phases that
will tend to control the concentration of dissolved
calcium, silica, and sulfate through mineral
equilibria in 2 manner different from the inter-
action of water with tuff,

Spent Fuel. Once inside the waste package, water
can react with exposcd fuel. The effects of this
reaction have been calculated with a model
(CRWMS M&O 19981, Chapter 6) that couples the
flow rate of water through the package with the
kinetics of spent nuclear fuel dissolution and the
formation of secondary phases. Because the base
case waste package failures occur primarily after
the boiling peried, this submodel for spent nuclear
fuel, iron oxide reacted water shows reaction with
UO, at two different temperatures during the
cooling period. The cladding and basket materials
within the package were assumed to be inert. “This
reactive-transport model is not part of the base
case, but its effects are examined in a sensitivity
study discussed in Section 5.5.

The spent nuclear fuel is conceptualized as a
porous medium, with an initial porosity equal to
the porosity inside a waste package. The water
flux through the spent nuclear fuel is assumed to be
the long-term average seepage flux through the
drift {(CRWMS M&O 19981, Section 3.1}, taken
directly or modified for the breached area of the
waste package; flow rates depend on the evolution
of porosity within the system. The water drips into
the top of the waste package and then reacts with
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spent nuclear fuel along a 1.56-m {5.12-ft} path,
after which it leaves the waste package. The
transport of dissolved constituents through the
system includes advection, diffusion, and
dispersion in the solution. The water composition
at the outlet of the system is the primary focus of
this submodel for the near-field geochemical
environment.

In the model, the waste form dissolves as oxidized
uranyl (uranium) species with secondary uranium
phases precipitating at the carbon dioxidc and
oxygen-gas conditions determined for the cooling
periods (from the in-drift gas model). Carbonate
equilibria and calcite precipitation and dissolution
are included in this submodel. The uranium solids
considered for precipitation are four secondary
uranyl {uranium} minerals: uranophane, sodium-
boltwoodite, schoepite, and soddyite.  These
phases are commonly observed in alteration of
uranium ore deposits and in laboratory tests of
spent-fuel dissolution {CRWMS M&O 1998c,
Section 6.5; CRWMS M&O 1998m, Section 6.3).
In addition, after conversion of UQ, to secondary
phases, the dissolution of those secondary phases
occurs more slowly because they are closer to
equilibrium with the fluid entering the waste
package. The effects on water composition of the
secondary phases are evaluated to provide a
boundary on the magnitude of the entire suite of
chemical changes.

Precipitates/Salts. Mineral deposits will develop
as refluxed water drips through fractures and
possibly onto the waste packages throughout the
boiling period. The degree of boiling and evapo-
ration of the water will cause various minerals to

saturate within the solution. These precipitating
minerals will change with time as the water
composition changes. The major purpose of this
model is to assess the magnitude of mineral precip-
itation and salt formation, the length of time to re-
dissolve the soluble salts, and the amount of
concentrated salt solutions from these processes.
Although the amount of salt precipifation was
assessed in  the near-field geochemical
environment component, it was not directly used
(CRWMS M&O 1998i, Sections 4.4 and 4.6). The
effect of salt on waste package degradation was

only used indirectly {see Section 3.4). The
potential effects of salt on waste package degra-
dation are discussed briefly in Section 3.4 and in
more detail in Chapter 5 of the Total System
Performance  Assessment-Viability Assessment
{TSPA-VA} Analyses Technical Basis Document
({CRWMS M&O 1998i), but have not been directly
incorporated into the TSPA-VA analyses. The
effect of solution composition and concentration
on the degradation of Alloy 22 was considered 1n
the Waste Package Degradation Expert Elicitation
(CRWMS M&O 1998b) and formed part of the
basis of the elicited corrosion-rate uncertainty
distributions. Data on the effect of salt build-up on
stress-comrosion cracking of Alloy 22 is quite
limited at present, but as it becomes available
between VA and LA, it will be incorporated into
the waste package modeling.

Colloids in the Drift. Ancther consideration in
the evolution of the in-drift chemistry is colloids in
the drift. The in-drift colloids are comprised of
both the clay colloids entering the drift {Figure 3-
32 Inset A), and the iron-oxyhydroxy colloids
produced within the drift from the steel compo-
nents of the design materials (Figure 3-32, Inset C).
Because these colloids act to sorb and transport
radionuclides, the amounts of these colloids affect
the amounts of radionuclides that can be trans-
ported.  The concentration of these colloids
depends on the ionic strength of the solution; water
with higher ionic strength causes colloids to
coagulate and drop out of solution (Triay et al.
1996; CRWMS M&O 1998m, Section 6.3.6).
Radionuclide sorption to these colloid types and
the transport of colloids through the engineered
barrier system are discussed in more detail in
Section 3.5.

In-Drift Microbial Communities. In-drift
microbial communities are also considered as part
of the in-drift chemistry. Microbial activity exists
at low levels in the host rock (CRWMS M&O
1998c, Section 7). Throughout the drift, microbes
will use the nutrients and available energy from
chemical oxidation and reduction reactions. The
nutrients and energy are present because of system
heating, fluid movement, and materials emplaced
in the drifts. In the repository envirenment, many
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zone flow and thermal-hydrology components and
from the VA design. The primary outputs of the
near-field geochemical environment are water and
gas compositions provided to the waste package
and waste form components. Additional input for
conceptual scenarios is provided to the criticality,
waste form, and unsaturated zone transport
component analyses. In the latter two cases, sensi-
tivity studies were conducted based on scenario
development in the near-field geochemical
environment {(see Section 3.3.3). The bases for the
conceptual models and parameter sets defining the
near-field geochemical environment models
discussed in Section 3.3.1 are in five general
categories: site measurements, site experiments,
site analog, laboratory experiments, and data
analysis and compilation (Figure 3-34). The
implementation for each of the near-field
geochemical environment models is discussed in
this section. The connections among the near-field
geochemical environment models are shown in
Figure 3-35.
33.21 Incoming Gas, Water, and Colloids
The submodels of incoming gas, water, and
colloids in the near-field geochemical environment
component provide both the time-dependent
boundary conditions for the gas, water, and
colloids compositions and the cumulative fluxes of
gas and water constituents entering the
emplacement drift. For all the models in the near-
field geochemical environment component, the
abstracted evolution of system conditions is based
on the thermal-hydrologic changes. However,
because the total system analyses use time steps of
100 years, explicit coupling of the near-field
geochemical environment evolution with the time-
dependent thermal changes only captures the
coarse behavior of the system. The development
of the abstracted periods used in the process-level
calculations for the near-field geochemical
environment is discussed in the following
paragraphs.

Model Implementation for Incoming Gas. The
model implementation for incoming gas combines
a model of the “air” composition in the mountain
with the results of the thermal-hydrology calcula-

tions for gas flux. This combination determines
changes to the air-mass fraction values caused by
boiling water. The thermal-hydrology models
evaluate a two-component gas phase (steam and
air, see Section 3.2). The air portion represents the
fraction of all non-condensable gas components
(i.e., everything that is not steam), given by the air-
mass fraction {which is 1 minus the steam
fraction). The thermal-hydrologic resuits include
the effects of boiling and gas flow on the mix of air
and steam in the gas phase but none of the
chemical interactions.

The two-dimensional thermal-hydrology model at
the mountain scale provides both the air mass
fraction and the gas flux through the drifts as
continuous functions of time to 100,000 years.
After that time, the system is considered to have
returned to ambient conditions. These results were
provided at the center and edge of a two-dimen-
sional cross section running east to west through
the middle of the repository {Section 3.2}. The air-
mass-fraction variations and the changes in air
fluxes were used to delineate a number of periods
for which gas compositions can be approximated
as constant values with step changes at the
transition points. For each of these periods,
constant average values for air mass fraction were
abstracted from the more continuous thermal-
hydrologic results resulting in a stepped represen-
tation that captures the major variations that occur.
Because most of the variation is caused by boiling
effects during the early, higher temperature
conditions (boiling regime), these earlier times are
divided at a finer scale than the later periods that
represent below boiling conditions {cooling
regime). The thermal-hydrologic results for gas
flux into the drift were used with the air mass
fractions to constrain the cumulative flux of air into
the drift for the defined periods. Combining these
with the air composition defined for each period
(as discussed below) allowed derivation of
cumulative fluxes of each air constituent per meter
of drift.

In general, the abstracted air mass fractions return
to constant ambient values in only hundreds to a
few thousand years after the boiling regime.
Therefore the air mass fractions do not provide
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auscful basis for delineating abstracted periods
after that point. For later times, varations in
temperature were used to develop an additional set
of abstracted periods representing the transition
from boiling te cocling and the temperature
decrease during the cooling regime. The fime
above boiling was defined based on the drift wall
temperature because, for gas-water-rock reactions,
the water boiling in the host rock is most
important. During the boiling regime, any reaction
of gas with fracture water was assumed to occur at
95°C (203°F}, just below the boiling temperature),
approximating reflux water reacting just before re-
evaporation. The cooling regime was divided into
temperatures of 70°C (158°F } and 30°C (86°F } to
capture coarsely the intermediate- and lower-
temperature conditions for reaction in the system.

The two dimensional, thermal-hydrology model at
the mountain scale uses a smeared heat source and
provides temperatures in the rock a small distance
from the drift wall {(Section 3.2). The model does
not give an accurate drift wall temperature history,
including the ftransition time to below boiling
conditions, Instead, the drift-scale results of the
multiscale (drft plus mountain scale} thermal-
hydrologic models were used because they
provided a more accurate thermal history of the
drift wall. The multiscale thermal-hydrologic
calculations provided average thermal evolutions
for six repository regions (Section 3.2). These six
regions were classified as center-like (Region CC},
edge-like (Region SW), and intermediate {the other
four regions) to determine how to link their

average thermal evolutions with the center and
edge results from the two-dimensional, mountain-
scale model. The time that average drift wall
temperatures are above boiling is given by drift-
scale results of the multiscale {drift plus mountain
scale) thermal-hydrologic mode! for Region CC.
The abstracted periods defined for the system
based on this thermal history overlap somewhat
with those based on the air-mass fraction. These
two sets of abstracted periods were synchronized
by ensuring that the break between the boiling and
cooling regimes corresponded to the end of the last
boiling period as defined by air-mass fraction
changes.

Because the duration of the thermal change is
greatest for the central portion of the repository, the
near-field geochemical environment analyses were
focused on this portion of the system. For the
repository center, the time-period abstractions
created three boiling periods which were defined as
Period A (0-200 years), Period B (200-1,000
years), and Period C {1,000-2,000 years), and three
cooling periods which were defined as Period D
{(2,0004,000 years), Period E (4,000-10,000
years), and Period F (10,000-100,000 years). The
boiling-regime periods are assigned the same
temperatures, but they have various gas constraints
(air mass fractions and air fluxes). The cooling-
regime pericds have different temperature and gas
constraints {gas fugacities and cumulative fluxes).
The conditions that result from this submodel
{CRWMS M&O 19981, Section 4.5) are summa-
rized in Table 3-10. For the repository edge areas,

Table 3-10. Abstracted Periods, Temperatures, Gas Fugacities and Cumulative Gas Fluxes (Per Meter of Drilt
Used for the Near-Field Geochemical Environment Component

__Boiling'Regline ..

Abstracted
Perlod

Time Years

Temperature
°CI°F

€O, Fugacity
ppmy

ZCO0, gas flux

Moles/Meter

0O, Fugacity
ppmv

IO, gas flux

Moles/Meter

A

0-200

95/203

1x102

180

2x10%

510

B

200-1,000

95/203

1x1074

180

2x102

1000

C

1xi0!

1,000-2,000

95/203

Cooling Regime

270

2x103

25,000

Abstracted
Period

Time Years

Temperature
*CI°F

€O, Fugacity
ppmv

ZC0Q, gas flux
Moles/Meter

Q5 Fugaclty

ppmv

IO, gas flux
Moles/Meter

C

2.000-4,000

70/158

%102

810

2x10*

170,000

E

4,000-10,000

70/158

1x102

2,100

2x10°

530,000

F

10,000-100,000

30/86

1x108

4,500

2x10°8

1,200,000

ppmv—oparls per million by volume




Total System Performance Assessment
Volume 3

the time in the boiling regime is much shorter than
it is in the central portion of the repository, and the
return to ambient conditions occurs more rapidly.
Because the thermal change is shorter in the edge
and intermediate regions, the evolution of the near-
field geochemical environment in these regions is
bounded by modeling only the central portion of
the repository. The TSPA-VA results are put into
the general context of these periods in Section 2.4.

The incoming gas submodel defines the air compo-
sition. The model air composition description is
based on the ambient pore gas {which differs from
atmospheric air in carbon-dioxide content), with
inclusion of a limited period of elevated carbon
dioxide values for the early behavior of the heated
system. This early change in carbon dioxide
content reflects primarily potential mineral sources
of carbon dioxide in the rock. The model of air
composition is implemented only as a logical
model {there is not a code that calculates the
values); the values are assigned directly for the
specific periods in the system evolution. The
values used are atmospheric, about 20 percent
oxygen and 80 percent nitrogen gases, through all
periods with the partial pressure of the nitrogen gas
adjusted to offset the increased carbon dioxide in
certain conditions. For carbon dioxide, as
discussed in Section 3.3.1, the ambient value is
taken as 1,000 parts per million by volume. A
value of 100,000 parts per million by volume, or 10
percent, is designated for the first 200 years
(Period A) to reflect reaction of heated calcite and
silica to form a calcium-silicate mineral and release
carbon dioxide (Figure 3-30, Inset B}). Combining
the air-composition model and the abstracted air
mass fractions from the thermal-hydrology model
provides the incoming gas compositions within the
near-field geochemical environment.

Model Implementation for Incoming Water.
The model implementation for incoming water
included process-level calculations using the EQ3/
6 geochemical modeling code package (Wolery
1992a; 1992b; Wolery and Daveler 1992). The
calculations are discussed below and details of the
analyses are given in Section 4 of the Total System
Performance  Assessment-Viability  Assessment
(TSPA-VA) Arnalyses Technical Basis Document

(CRWMS M&O 19981, Section 4). For each of the
abstracted periods, the conditions for gas compo-
sition and temperatures shown in Table 3-10 were
used in calculations of water compositions. For
each period, calculations were performed for
reaction and equilibration of the heated water with
the minerals and the gas phase. The two types of
temperature regimes, a boiling regime and a
cooling regime, were again recognized here. The
additional processes considered during boiling
regime calculations required a slightly different
model implementation than the implementation for
cooling regime calculations. The specific differ-
ences between these two implementations are
detailed in the following paragraphs.

Despite some differences in the methods of calcu-
lation, the boiling and cooling regime implementa-
tions have many factors in common, Both of these
implementations consider the same dissolved
constituents in the aqueous phase: pH, sodium
{Na*), potassium {K*}, caleium {Ca?*), magnesium
(Mg?), iron (Fe?*), aluminum (AI**), silica {SiO,),
chloride (CI), fluoride (F) carbonate (CO,*) and
sulfate (SO,*). These constituents comprise the
total masses of these components within the fluid
and may be represented by a number of different
species in solution. In process-level calculations,
initial concentrations for many of these constit-
uents are taken from the average composition of
the groundwater sampled at Well J-13 for the
saturated zone tuff aquifer (CRWMS M&O 1998¢,
Section 6.2; CRWMS M&Q 1998i, Section 4.5).
In addition, the equilibrium oxidation potential of
the system was constrained by the oxygen fugacity,
and the total dissolved carbonate was set to
equilibrium with the carbon dioxide fugacity. The
total Ca?* content of the solution was set to be in
equilibrium with the mineral calcite, and the
system pH was calculated by charge balance
constraints.

Calculations for the two temperature regimes, as
given in Table 3-10, differ in the mineralogical
constraints on the fluid composition and in the
calculation method for the final fluid cempo-
sition. The cooling regime implementation is
simpler; for each of the periods in the cooling
regime, a single model calculation was performed
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using the EQ3NR code (Wolery 1992a; 1992b). In
these calculations, the average J-13 water compo-
sition was equilibrated with the gas phase and a set
of minerals at the appropriate temperature. In
addition to the common constraints listed in the
previous paragraph, the cooling regime calcula-
tions had dissoived silica set to equilibrium with
alpha-cristobalite, Al** set to equilibrium with
calcium-montmorillonite, Fe?* set to equilibrium
with calcium-nontronite, and Mg?* set to
equilibrium with calcium-saponite. These mineral
constraints represent the silica and clay minerals
resulting from alteration of the primary phases in
the tuff (CRWMS M&O 1998¢c, Section 3,
CRWMS M&O 19981, Section 4.3).

In the calculations for the boiling-regime fluids,
the water is not simply equilibrated with the
changed gas compositions and minerals. Instead,
to represent some of the effects of concentration
via boiling, calculations were done to evaporate
90 percent of the water, allowing mineral phases to
precipitate as the solution becomes more cencen-
trated.  Equilibrated water compositions were
calculated using the strategy propoesed in the Near-
Field/Altered-Zone Models Report (CRWMS
M&O 1998c, Section 6.2), modified with appro-
priate gas compositions and temperatures for each
of the three boiling regime periods in Table 3-10.
Equilibration of the initial J-13 water composition
was calculated at the appropriate temperature and
gas conditions with dissolved silica set to alpha-
cristobalite equilibrium, in addition to the common
constraints listed earlier. Then, the evaporation of
water was simulated at the same temperature and
gas conditions using the resulting fluid from the
previous calculation. Quartz, tridymite, and talc
are suppressed, or prevented from precipitating for
these analyses, to reflect kinetic constraints in the
system (CRWMS M&O 1998¢c; CRWMS M&O
1998i, Section 4.5). Conservative elements that
are not precipitated in minerals have their final
concentrations increased to 10 times the starting
J-13 concentration. However, final concentrations
of elements such as Ca®* are controlled by phases
that precipitate during the evaporation and boiling
process.

Incoming-Colloids Model. The incoming-
colloids mode! is a qualitative assessment of the
types of colloids that may enter the drift and
general constraints on the amounts of those colloid
types. This model provides those qualitative
constraints to the in-drift colloids medel, in the
form of a potential source of clay colloids. The in-
drift colloid model is the only source of colloid
abundances that are used by the other performance-
assessment medels. Therefore, the implementation
of the model for incoming colloids (i.e., calculated
abundances of clay colloids) was handled within
the model for in-drift colloids discussed in
Section 3.3.2.2. In brief, this entailed the use of
site measurements on naturally occurring colloids
in Yucca Mountain groundwaters (Triay et al.
1996, Table I) to show that a relation universally
observed for colloids is relevant for the Yucca
Mountain  site ({CRWMS M&QO  1998m,
Section 6.3.6; CRWMS M&O 19981, Section 4.5).
This relationship was implemented directly within
the TSPA computer program RIP (Golder
Associates, Inc. 1998) in the engineered barrier
system cells (CRWMS M&O 19981, Secticn 6).

3322 Evolution of the In-Drift Chemistry

Model Implementation for In-Drift Gas. The
model implementation for in-drift gas used the
incoming gas compositions and fluxes directly to
define in-drift gas constituents through time.
There are two related major assumptions under-
lying this model. The first is that the in-drift gas

composition is not affected substantially by
reaction with the in-drift solids, and the second is
that gas migration and mixing in the drift is rapid
enough to maintain a homogeneous gas compo-
sition throughout the environment. The second
assumption is relatively robust because gaseous
diffusion alone is rapid enough to ensure homoge-
neity on these scales. The first assumption
precludes generation of local changes to the in-drift
gas compositicn from reaction with materials that
are abundant compared to the gas. However, this
assumption was evaluated to be reasonable for
oxygen and carbon dioxide, the two major gas
constituents of interest.
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The first assumption was evaluated using mass-
balance calculations. For these calculations, the in-
drift materials were first assessed for their ability to
act as either source or sinks of oxygen and carbon
dioxide, and then relative masses for the sink and
the source were compared. For oxygen, the major
sink was taken to be oxidation of the iron content
of the steels in both waste package and ground
support materials. No major sources of oxygen
from in-drift materials have been identified. The
large mass of calcium in the concrete that would
need to be carbonated to prevent extensive devel-
opment of alkaline water in the drift was used for
the mass-balance assessment for carbon dioxide.
A simple mass-balance calculation was performed
for each of these cases in which the cumulative
flux of the constituent was compared with the mass
that potentially could be removed by the material.
Results of both the mass-balance and reaction-path
analyses are presented in Section 3.3.3.

In-Drift Water-Solids Chemistry, For model
implementation of in-drift, water-solids chemistry,
the incoming water composition is used as the
starting composition for reaction. In most cases,
the reaction of this initial fluid with in-drift
materials, including spent nuclear fuel, was
evaluated at the temperature and gas conditions of
the appropriate abstracted period (Table 3-10}.

Carrasion Products. These analyses were imple-
mented to simulate the equilibration of the
incoming water with goethite, FeO(OH). This
oxidized-iron phase was used to represent the
corrosion products of the iron in steel (CRWMS
M&QO [998i, Section 4.5). The calculations were
done for each period at the appropriate temperature
and gas composition as given in Table 3-10, with
the initial dissolved concentrations specified as
those from the incoming water composition except
for the total dissolved iron constraint which was set
to equilibrium with goethite. The output results are
discussed in Section 3.3.3 and represent the base
case for water that may enter the waste package.
The resulting water compositions are used in the
base case analyses and provided to the spent-fuel
submodel as shown in Figure 3-33,

Concrete. The model calculations to evaluate the
geochemical effects of concrete on the water
composition were performed as reaction-path
calculations using the EQ6 code {Wolery 1992a;
Wolery and Daveler 1992). These calculations
were performed as titration calculations where
mineral constituents in the concrete progressively
react with the incoming water compositions at the
gas constraints and temperature condificns given in
Table 3-10. The carbon dioxide and oxygen gas
concentrations were specified initially but, as the
reaction progressed, the gas composition could
change in response to the water-mineral reactions.
This flexibility was provided to evaluate whether
available carbon dioxide could neutralize concrete
alkalinity {high pH}).

Design informaticn on the ceoncrete compositions
was used to define reactant materials for these
analyses (CRWMS M&O 1998i, Sections 4.3, 4.5}.
The concrete consists of cement, coarse and fine
tuff aggregate, and steel fiber {iron) (CRWMS
M&O 1998c, Sections 6.3, 7.2; CRWMS M&O
19981, Section 4.5). The cement and tuff consist of
multiple phases. The mineral assemblage used for
the cement is for a relatively young cement that has
not undergone much chemical or thermal alter-
ation.  This minerai assemblage consists of
ettringite, calcium-silicate hydrate, brucite, hydro-
gamet, and portlandite, with the relative amounts
calculated based on the oxide composition
(CRWMS M&O 19981, Sections 4.3, 4.5). Both
the coarse and fine aggregate are composed of
Topopah Spring tuff and were represented by a
normative modal mineral assemblage consisting
predominantly of alkali feldspar, alpha-cristobalite
and quartz {CRWMS M&O 1998c, Section 6.3;
CRWMS M&O 1998i, Sections 4.3, 4.5). These
minerals reacted with the incoming water compo-
sition at relative rates assighed to represent
relatively fast dissolution of the cement phases and
slower dissolution of the tuff aggregate phases and
steel fiber.

Results of the analyses for water reaction with
concrete are given in Section 3.3.3. Because the
concrete lining is expected to collapse within the
first few hundred years (see Section 3.3.1}
concrete-modified water is not used in the base




Viability Assessment of a Repository at Yucca Mountain

DOE/RW-0508/V3

case. The collapse of the concrete lining would
remove it from much of the potential pathways of
dripping water above waste containers. However,
because the collapsed concrete mass will still be
available to react with water on the lower portion
of the waste package for a long time, these water
compositions are evaluated in a sensitivity study
(see Section 5.3). In addition, the possibility that
these fluids could migrate through the unsaturated
zone, causing large changes to radionuclide
sorption, is examined in Section 5.6.

Spent Fuel. Because the spent nuclear fuel repre-
sents a large material mass, its capacity to affect
the bulk fluid composition was evaluated for the
near-field geochemical environment. The tool
used for these analyses is the general reactive-
transport code AREST-CT {Chen et al. 1993; 1996,
1997a; 1997b; Chen 1998). Using this program,
this evaluation considers both equilibrium and
kinetically controlled chemical reactions between
solid phases, aqueous solutions, and gas under
flowing conditions.

These analyses were done to reflect conditions
within either Period E or Period F (Table 3-10) for
both active alteration of spent-fuel to secondary
phases, and subsequent dissolution and alteration
of the secondary phases to a tertiary set of uranium
minerals. These periods were chosen because only
a few base case waste packages fail before 4,000
years (Section 3.4). For these calculations, both
the oxygen and carbon dioxide fugacities were set
to their ambient compositions {(Table 3-10). The
spent nuclear fuel is represented as a one-dimen-
sional porcus medium with various specific surface
areas {CRWMS M&O 1998i, Section 4.4).

The chemical system is a subset of the water
composition reacted with corrosion products and
consists of the components pH, sodium {(Na'},
calcium (Ca?*), siica (8i0,), chloride (CI), and
carbonate (CO,%), with the addition of the spent

nuclear fuel components uranium (UQ,**) and

neptunium {NpQ,*). These constituents comprise
the total masses of these components within the
fluid and may be represented by a number of
different species in solution. The kinetic rate of the
spent nuclear fuel dissolution reaction was

constrained by the rate model based on observa-
tions for UQ, dissolution rates (CRWMS M&O
1998i, Section 4.4). Besides the UO, dissolution
reaction, the simulation also considered the kineti-
cally controlled precipitation of four secondary
uranium {UQO,%*) mineral reactions. The concen-
tration of neptunium that may enter a secondary
uranium phase was also constrained by data from
dissolution testing of secondary phases developing
within waste under dripping water conditions
{CRWMS M&O 1998i, Section 4.4).

Four simulations were carried out to evaluate the
effects of water composition during the active
period of primary waste form alteration and
subsequent effects of secondary-phase disso-
lution. The four simulations were carried out at
70°C (158°F) and 30°C (86°F) with two different
percentages of cladding failure {two different
amounts of spent nuclear fuel available to react
with water; 1 percent and 100 percent). The bulk
composition of the water at the end of the one-
dimensional pathway was assumed to be the
resulting water composition for consideration in
the near-field geochemical environment. These
results for spent nuclear fuel effects on water
composition are discussed in Section 3.3.3. The
results of the evolutions of the waste form and
secondary uranium phases, and the release and
retention of neptunium by these phases, are
discussed more fully in Section 3.5.

Precipitates and Salts. This submodel was used to
evaluate a set of bounding analyses of the mass and
timing of precipitated minerals build up on the
waste package surface and the capacity for
generation of highly concentrated brines during the
boiling pericd. These analyses were not used
directly within the calculations but were used to
assess the need for future work in this area
({CRWMS M&O 19981, Section 4.6).

Model Implementation for In-Drift Colloids.
The model implementation for in-drift colloids
calculated colloid concentrations as a function of
ionic strength based on a statistical fit of measured
colloid concentrations. This statistical fit of
measured colloid concentrations was calculated for
particles greater than 100 nm in groundwaters of
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various ionic strengths from around the world
(CRWMS M&O 1998m, Section 6.3.6; CRWMS
M&O 1998i, Section 4.4). Although colloids
smaller than 100 nm exist, the available data to
constrain the colloid abundance relation are most
accurate for the greater than 100 nm colloids
{CRWMS M&O 1998m, Section 6.3.6.1; CRWMS
M&O 1998i, Section 4.4). This relation may
therefore not include an amount of colleids that
potentially could account for about 10-40 percent
of colloidally transported radionuclides (CRWMS
M&QO 19981, Secticn 4.4). The colloid abundance
relation and its associated unceriainty were imple-
mented directly as part of the waste form
engineered barrier system source-term cells.

For each of the abstracted periods, the ionmic
strength of fluids calculated from the submaodel for
the in-drift water-solids chemistry was used with
this relationship to assess the stability and concen-
tration of the suspended colloids reacting with the
waste form. Other than this connection, the in-drift
colloid model is relatively independent of the other
near-field geochemical environment submodels
(Figure 3-35). The amounts of iron-oxyhydroxide
and clay colloids were assessed by this method
directly within the system integration program RIP
(CRWMS M&O 1998i, Section 4.5). They are
used as input to the colloid serptien and transport
medel for plutonium, which is discussed within
Section 5.5 and the Toral System Performance
Assessment-Viability  Assessment  (TS5PA-VA)
Analyses Technical Basis Document (CRWMS
M&G 19981, Section 6).

Model Implementation for In-Drift Microbial
Communities. The model implementation for in-
drift microbial communities was intended to be a
bounding assessment on the masses of produced
micrebes. The model is implemented with a code
(Ehrhorn and Jolley 1998, CRWMS M&O 1998i,
Sections 4.4, 4.6) for microbial impacts to the near-
field geochemistry and uses an idealized approach
to assess the biomass production. At each time
step, the analysis determines whether biomass
production is limited based on the available energy
in the system or the nutrient supply for microbes.
The microbial production for that time step is the
lower of the two values. The producticn rate and

the cumulative biomass can then be tracked for the
time of the analysis to determine the biomass yield
and system limitations. These analyses were not
used directly within the calculations but were used
lo assess the need for potential future work in this
area (CRWMS M&O 19981, Section 4.6).

3.3.23  Major Uncertainties Within the
Models

This section provides a general discussion of
sources of uncertainties in the near-field
geochemical environment models that are
described in greater detail in the Tutal System
Performance  Assessment-Viability  Assessment
(TSPA-VA} Analyses Technical Basis Document
{CRWMS M&OG 19981, Sections 4.4-4.6). Much
of the uncertainty for the near-field geochemical
environment stems from conceptual model uncer-
tainties. This is particularly true for models of in-
drift materials that use thermochemical data
{equilibrium and kinetic parameters). The
coupling among geochemical effects and physical
processes in real systems cannot be incorporated
comprehensively intc the current near-field
geochemical envircnment submodels. The
inability to represent this coupling is another large
confributor to conceptual uncertainty in these
models; this is particularly the case for the
evolution of the gas composition in this system.
Thermal-hydrelogic processes interact strongly to
drive gas flow and generation of certain gas
constituents. However, reactions among the gas,
water, and minerals occurring simultanecusly in
this flowing system are only coupled in a limited
manner in the near-figld geochemical environment
component. Limited representation of coupling is
also true for the models of concrete effects that do
not explicitly evaluate system flow or address
permeability changes of the concrete caused by
mechanical evelution or precipitation of alteration
phases.

Further conceptual uncertainty is related to the
mability to observe processes for geologic time
spans, which introduces uncertainty about the
appropriate time scale for applying those
processes. Observations of analogs provide some
insight, particularly into the state that a system has
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evolved to over geologic time. However, oaly
portions of the systemn can be observed generally
{usually only the solids}, and chemical and flow
conditions must be inferred to extract quantitative
information from the analogs. Applying observa-
tions of analogs to another system that may not be
governed by the same conditions is another source
of conceptual uncertainty.

Part of the conceptual uncertainty for coupled
processes stems from limitations of the modeling
tools applied to these types of systems. In general,
a tradeoff must be made between tools that allow
evaluation of a more comprehensive chemical
system and those that allow an idealized geochem-
istry to be coupled to the thermal-hydrology.
Uncertainty in the mathematics of the model, or
representational uncertainty, is generally relatively
small for the geochemical aspects of the near-field
geochemical  environment  submodels  in
comparison to the conceptual uncertainties.
However, computer codes that provide a represen-
tation more closely coupled to the hydrology of the
system, tend to have larger mathematical or
numerical uncertainties.

Parameter uncertainty may be large for models
using thermochernical data if well constrained
measurements are not available or are not available
for the conditions needed (e.g., higher temper-
ature). Lack of data for the appropriate species in a
system is a type of conceptual uncertainty because
the chemical processes involving those species
cannot be included in the model.

The general approach to the large amount of
conceptual uncertainty in the geochemical system
is to separate the major potential contributors to

water compositicnal changes into various
subsystem models {e.g., gas phase, concrete, and
microbes). These separate models can be used
individually to assess the relative capacities of
these processes to alter compositions of various
chemical phases at various times. Such uncoupled
models facilitate identification of the processes that
may control the bulk chemistry for various time
frames. Then, the dominant processes can be
assigned to the appropriate time frames, or the
models that need to be cottpled can be identified.

A first level of coupling can be achieved by identi-
fying conceptual scenarios that link the various
processes along a pathway for water reaction,
These pathways can be examined both with and
without a particular subsystemn model included as a
means to bound the conceptual uncertainty in that
subsystem model. For example, modeling
scenarios for the in-drift water-solids chemistry
with and without concrete capture the major
portion of the conceptual uncertainty in the effects
of concrete ground support. This approach does
not encompass all sources of conceptual uncer-
tainties because they also exist within each model,
for example, the local equilibrium assumption in
the water-solids submedel. These additional
submodel conceptual uncertainties, together with
parameter and representational uncertainties, are
reflected in the parameter output distributions
generated by the various submodels for each
sceparic {e.g., concreted versus no-concrete)
analyzed in the TSPA-VA.

333 Results and Interpretation

The results of the near-field geochemical model
analyses are presented in sections that follow. The
focus is on results that provide gquantitative inputs
either for other TSPA-VYA component models or for
the TSPA model, and are therefore incorporated
into the system-level performance assessment
results (e.g., see Sections 3.4 and 5.3). Other
analyses conducted in this near-field geochemical
environment component of the TSPA-VA provide
preliminary constraints on the potential magnitude
of additional issues having large uncertainties. The
results -of those analyses are used to evaluate the
potential need for incorporation of those additional
processes into system-level assessments. Such
analyses also provide a basis for planning and
directing  process-level and  performance-
assessment-level  investigations and  model
enhancements to be used in future analyses of
performance. All of the results discussed below
are described in detail in the Total System Perfor-
mance Assessment-Viability Assessment (TSPA-VA)
Analyses Technical Basis Document (CRWMS
Mé&O 19981, Sections 4.5, 4.6).
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condition {reduced by at least two orders of
magnitude), the waste packages must be able to use
effectively all of the oxygen as it is supplied. The
cumulative mass flux of oxygen from both the gas
and water flux indicates that oxygen levels may be
low during the peak boiling period (out to about
1,000 years}. By 4,000 years the cumulative
oxygen gas flux is up to about 1.7x10° moles of
oxygen gas per meter of drift, or about 450 percent
of the oxygen gas needed for full oxidation. At
100,000 years, about seven times that mass of
oxygen has been fluxed through the drifts.
Therefore, reducing conditicns in the drift do not
appear very likely as a result of this mechanism.

A mass-balance analysis also assessed whether the
amount of carbon dioxide entering the drifts was
sufficient te completely carbonate the cement.

This mass-balance analysis was based on the
assumption that all the calcium in the cement must
bond with carbonate to prevent an increase in
alkalinity. The cumulative mass flux of carbon
dioxide from both the gas and water flux provides
about 51,300 moles of carben dioxide per meter of
tunnel fluxed through the drift over the first
100,000 years. Most of this carbon dioxide is
supplied as dissolved materials in the groundwater.
At 10,000 years, only about 4,200 moles of carbon
dioxide have passed through the drift, and the gas
and water fluxes contribute about equally to this
mass. To form calcite, one mole of carbon dioxide
is needed for every mole of calcium. Based on the
mass of concrete in the tunnel, there are about
20,000 total moles of calcium per meter of tunnel.
Therefore, there is more than twice as much carbon
dioxide than is necessary o carbonate all the
cement in 100,000 years. However, only about 20
percent of the carbon dioxide needed to carbonate
the cement will have been supplied to the drift in
10,000 years, Other reactions will need to play a
major role in neutralizing the alkaline capacity of
the large masses of concrete planned for ground
support, or alkaline fluids will be likely over at
least the first 10,000 years.

3332

Water Compositions

Figures 3-37a, 3-37b, and 3-37c¢ show water
compositicn results for the near-field geochemical
environment through the first 100,000 years for
pH, total dissolved carbonate, {ZCO5%), and ionic
strength (I}, respectively. In the figures, different
modeled results apply to the different regions, both
within and outside the drift. During the boiling
peried, (0-2,000 years for the center portion of the
modeled repository), pH values are near 10 for
both incoming water and water that has reacted
with iron oxides. Later, the pH values drop. The
total dissolved carbonate (£CO,%) values show a
large decrease until about 1,000 years. This
decrease is caused mainly by changes to gas
compositions as shown in Figure 3-36. The ionic
strength of these fluids is about 10 times higher
unti] about 2,000 years, primarily because of
concentration by boiling,

By 10,000 years, the calculated pH values are near
8 for both incoming water and water reacted with
iron oxides, which is in the range of measured
ambient pH at the site. However, for the water that
reacted with concrete and iron oxides, the pH
values remain close to 11 for the entire 10,000-year
period, and the total dissolved carbonate (£CO,%)
and ionic strength values are lower than for the
incoming fluid. These lower values are caused
primarily from interaction of water with the
alkaline and sulfate components of cement in the
concrete; even with additional reactions that bind
calcium included, such as silicate-mineral
formation, the alkaline components of the concrete
still influence water pH.

For the period from 10,000 to 100,000 years, pH
values are projected to be about midway between 7
and 8 for water that reacted with concrete and iron
oxides. This range is slightly lower than for the
cases without concrete.  The total dissolved
carbonate (£CO,*) and ionic strength values are
also slightly lower. These differences also result
from the different bulk chemistry in the system
with concrete, with the calcium content of the
solids and fluid playing a primary role.
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Figure 3-39. Results of Simulations for Primary
Spent Fuel Reacting with Water to Form Secondary
Alteration Phases

The plot depicts the evelution of pH of fluid that has
reacted with spent nuclear fuel at both higher {70°C)
{158°F) and lower {30°C} (B6°F} temperatures, as
well as for small ameunts of exposed fuel {cladding
failure = 1 percent} and completely exposed spent
nuclear fuel {100 percent cladding failure}.

composition. This conversion takes longer at 30°C
{86°F), because the reaction rates are lower than at
70°C (158°F).

Additional analyses that specifically included
neptunium in the secondary phases indicate that the
pH of incoming water is changed by less than
about two tenths of a unit during secondary phase
dissolution.  Although the dissolved calcium
content decrcases greatly, only small (about IO
percent} changes occur for dissolved carbonate and
silica, and for ionic strength. These small effects
indicate that the behavior of the secondary phases
may be primarily controlled by the composition of
the fluid entering the waste package. Because the
major effects on fluid composition from spent
nuclear fuel reaction appear either large but
relatively short lived or minor for many constit-
uents (depending on temperature and percentage of
exposed fuel), the only aspect of the performance
assessment that was modified to address these
effects was the waste form component itself. This
modification was accomplished in a sensitivity
analysis by using the alteration rate of secondary
uranium phases to assess the concentration of
neptunium in the resulting fluids. These analyses

are discussed in detail in Section 3.5, and the
performance assessment Sensitivity results are
presented in Section 5.5.

3334 Collpid Amounts

The relation derived for colloid abundance as a
function of ionic strength was used directly within
the systern integration program RIP (CRWMS
M&O 1998i, Sections 4.4, 4.5). External to the
system code, the relation was used to generate
colloid amounts for values of ionic strength to
ensure that the fit coefficients reproduce the data
used and produce reasonable values for the
amounts of clay and iron-oxyhydroxy colleids in
the drift. A couple of cxamples arc provided here.
Using the relation indicates that an ionic strength
of about 3x10? molal (boiling regime) corresponds
to a colloid concentration of about 8x10¢ mg/mL,
and ionic strength of 5x10-* molal {cooling regime
and ambient) corresponds to about 6x10~° mg/mL.
These values correspond to about 1x10¢ and 7x10¢
particles per milliliter, respectively (CRWMS
M&Q 1998i, Section 4.5). The performance-
assessment-level results of the colloid model for
release at the edge of the engineered barrier
system, at the water table, and at the accessible
environment are discussed in Sections 5.5, 5.6, and
5.7, respectively.

3.4 WASTE PACKAGE DEGRADATION

The waste package is a significant component in
the overall performance of the repository system.
Until the waste package is breached, it provides
environmental isolation of the radionuclides in the
waste forms within the waste package. As the
waste package ultimately degrades with time, it
will still provide substantial containment and will
delay radicnuclide releases to the rest of the
engineered barrier system.

The waste package degradation modeling studies
and analyses presented In this section were
prepared with the view of addressing selected
aspects of the NRC Key Technical Issue on
Container Life and Source Term {NRC 1998b).
Specifically, the information presented is pertinent
to one of the four subissues of this key technical
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The waste package degradation abstraction and
testing workshop was held in early 1997 and
focused on the project capabilities to evaluate the
degradation modes of the waste package. A
summary of the pricritization criteria, high priority
issues relative to those criteria, and analysis plans
from the workshop is presented in Table 3-11.
34.1.1 Waste Package Degradation Expert
Elicitation

Data on corrosion of the candidate materials and
their process models are being developed in
conjunction with the comprehensive corrosion
testing programs at Lawrence Livermore National
Laboratory (McCright 1998). However, long-term
test data are not yet available under expected
repository conditions and, as a result, the models
for waste package performance contain large
uncertainties. An expert elicitation was cenducted
to develop additional information and models that
are needed for evaluating waste package degra-
dation for the TSPA-VA ({CRWMS M&O 1998b).
The major goal of the expert elicilation was to
quantify the uncertainties involved in assessing
degradation modes for the waste package,
including uncertainty in both the models used to
represent the degradation modes and the parameter
values used in those models. The process followed
the procedures and approaches for eliciting expert
Jjudgments that have been formalized in documents
such as DOE guidance for the formal use of expert
Jjudgment by the YMP (DOE 1995 p. 1) and the
NRC branch technical position on the use of expert
elicitation in the high-level radicactive waste
program (Kotra et al. 1996 pp. 3, 4, 7). The assess-
ments and probability distributions that resulted
from the expert elicitation provide a reasonable
aggregate representation of the knowledge and
uncertainties about issues in evaluating waste
package degradation, For details of the ranges of
values and opinions, see the expert elicitation
report {CRWMS M&QO 1998b).

During the elicitation, the experts provided an
overview of the modes for waste package degra-
dation in the repository, taking into consideration
possible evolution of the exposure conditions in the

Table 3-11. Waste Package Degradation Abstraction/

Testing Workshop

Waste Package Degradation
Abstraction/Testing Workshop
January 8-10, 1997, Las Vegas, Nevada
({CRWMS M&O 1997h}

PRIORITIZATION CRITERIA

How significantly does the processfissue affect

+* The time of waste package failure?

+ The rate of failure of waste packages?

* The rate of waste package periorations and thus the rate
of radionuclide release from the waste package?

HIGHEST PRIORITY ISSUES
* Carben-steel outer barrier corrosion and salt-scale

deposit effect:
Refluxing and concentration of electrolyte {CI', pH, etc.}
Microbiclogical

— Temperature dependence on corrosion
Model of sait buildup
Critical relative humidity {transition from dry oxidation to
humid-air corrosion)
Critical relative humidity {transition frem humid-air o
agueous corrosion)

— Aqueous corrosion

- Flow rate and episcdicity of water

- (General corrosion in humid-air environment

Nickel-based material inner-barvier corrosion:

- Aqueous corrosion

— Crevice corrosion (geometry, efc.}
Cathodic {or galvanic) protection

— Choice of waste package materials

— Barrier interface environment

Galvanic coupling effect:

- Barsier materials (alioy choice)
Water chemistry versus time
Threshold for galvanic protection cessation
Crevice corrosion (including welds)
Electrode area ratio

— lonic conductivity at interface

— Fabrication process {contact eflectiveness}

— Water-contact mode inside container and outside
container

Microbiotogically influenced corrosion

— Water variability

- Amount of nuirients

— Susceptibility of inner barriar

Preferential weld susceptibility

Container material {microconstituents}

Rockfall, premature failure, and structural failure

Timing of rockfal!

ANALYSIS PLANS

+ Carbon-stes! cuter-barrier corrosion

+  Corrosion-resistant inner-barrier cotrosion

*  Microbioiogically influenced corrosion

= Effects of variability in near-field conditions, manufactur-
ing, and materials on waste package degradation

emplacement drifts. Then the experts evaluated
the parameters of various important degradation
modes and corrosion models for the corrosion-
allowance material and the corrosion-resistant
material forming the outer and inner barriers. The
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information from the elicitation was used to
develop the base case model for waste package
degradation. Experts also evaluated the parameters
of the corrosion processes and models that are
components of the base case waste package degra-
dation model discussed above. The following
parameters were evaluated by the expert panel:

» The temperature threshold for
corrosion of the
material.

starting
corrosion-allowance

Relative humidity thresholds for starting
corrosion of the corrosion-allowance
material by humid air and water.

Roughness factors (see Section 3.4.1.6) for
corrosion of corroston-allowance material by
humid air and neutral-pH water.

Parameters for models that simulate pitting
of corrosion-allowance material in alkaline
conditions (pH greater than or equal to 10).

in cormrosion-allowance
material in alkaline conditions.

Density of pits

General corrosion rate of corrosion-resistant
material as a function of temperature under
nondripping conditions.

Three local exposure conditions on
corrosion-Tesistant material under dripping
conditions {pH of 3-10 and moderately
oxidizing, acidic and moderately oxidizing,
and acidic and highly oxidizing} and the
probability of their occurrence. Note: These
conditions are for in-crevice chemistry, not
bulk chemistry as discussed in section 3.3.

General corrosion rate of corrosion-resistant
material as a function of temperature for
each of three local exposure conditions.

Probability of initiating pitting, and crevice
corrosion rate of cerrosion-resistant material
as a function of temperature for each of three
local exposure conditions.

* Density corrosion-resistant

material.

of pits in

In addition to evaluating these parameters, the
expert panel also evaluated uncertainties in the
parameter values.

34.1.2 Model Input and Qutput

The inputs to the modeling of waste package
degradation include waste package design and
expected environment, including the near-field
geochemical environment, dripping conditions,
and temperature and relative humidity. Additional
information from corrosion data from short- and
long-term testing of the reference and similar
materials and expert elicitation results provided the
basis for both input and confidence in the model.

The output from the modeling of waste package
degradation is a time dependent quantitative
assessment of waste package degradation and
failure. The output is the time to initial breach for
each cf the waste packages, either a small hole, or
pit, made by localized corrosion or a large opening,
or patch, formed by general corrosion, and the
subsequent perforation of the waste packages. The
time of the initial breach corresponds to the start of
waste form degradation inside the breached waste
package. The perforated or opened area on the
waste package provides the opening through which
radionuclide transport out of the package can
occur. The number of waste package failures
plotted as a function of time (failure distribution)
provides a time-dependent description of waste
package failures. Additional output from the
model include the uncertainty and spatial
variability of the degradation information both on a
package and at different repository locations.
34.1.3 Modeled Degradation Modes

The conceptual model incorporates significant
degradation modes associated with waste package
lifetime. Many factors influence the ways that
corrosion can affect candidate materials. These
include metallurgical factors (alloy composition
and alloy microstructure); physical factors
(temperature, relative humidity, and mode of water
contact); chemical factors (pH and concentration of
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apgressive species such as chloride, sulfate, nitrate,
and carbonate); and mechanical factors such as
stress (McCright 1998).

Degradation modes for the candidate barrier
materials that are potentially important in the near-
field repository environment at Yucca Mountain
are identified by McCright (1998} as general
corrosion; pitting corrosion; crevice corrosion;
stress corrosion cracking; galvanically enhanced
corrosion; microbiologically influenced corrosion;
radiation-induced corrosion; corrosion in welded
materials; and low-temperature oxidation.

Some of the unincorporated degradation modes are
discussed later in this section. Degradation modes
not analyzed in the base case for this TSPA that
may negatively affect performance include late-
time structural failure, microbiologically induced
corrosion (see Section 3.4.1.7); stress corrosion
cracking of Alloy 22, especially on closure welds
{see Section 3.4.1.7), and hydrogen embrittlemnent
of Alloy 22. Also, the potential for migration of
molybdenum to grain boundaries exists, especially
in those areas with high temperatures {e.g., weld
areas). This can lead to additional stress, cracking,
and generally poor corrosion resistance,

34.14 Early Waste Package Failure
{(Juvenile Failure)

With the large number of waste packages to be
manufactured and emplaced in the potential repos-
itory, there is the potcntial for degradation modes
or factors other than the anticipated corrosion
degradation to cause failure of the waste packages
at relatively early time. These degradation modes
or factors could include materials defects, human-
induced factors (manufacturing including welding,
handiing and fransportation), placement on active
displacement faults, shifts during emplacement,
rockfalls, shaking of waste packages by seismic
activity, etc. Early failure from such processes or
factors is called juvenile failure. Quantification of
waste package juvenile failure is highly uncertain,
The analyses for this TSPA attempt to include this
potential failurc mode basced on information gained
from available sources.

The initial analyses of juvenile failure included
assessment of weld failures, discussed below.
Other factors that could contribute to juvenile
failure were incorporated into the probability of
juvenile failure by expanding the range of failures.
In an early study related to a nuclear waste
program, the probability of a waste package being
initially perforated was assessed based on data for
simple pressure vessel components {Doubt 1984
p.7). Based on failure data among about 20,000
pressure vessels that were examined, a failure rate
of 8.5 x 10* per vessel (17 out of 20,000) was
estimated. That is, about I in 1,000 among a heter-
ogeneous mixture of high-quality pressure vessels
can be expected to fail early because of an
undetected critical defect. The analysis was to
suggest an upper limit to the probability of early
waste package pcrforation, caused by undetected
defects. Doubt (1984) indicated that in a large
population of geometrically simple waste disposal
containers subjected to highly standardized
inspection procedures, the proportion containing
critical undetected defects should be much lower.
[n a recent analysis for the potential repository,
assuming independence between inner and outer
barrier weld [ailures, a probability of 5.8 x 10
through-wall defects per waste package was
estimated (CRWMS M&O 1997q). Based on
approximately 10,500 total waste packages and the
estimated frequency of waste package through-
wail delects, the probability that there will be one
waste package with a through-wall manufacturing
defect in the potential repository was estimated to
be 6.3 x 102, This indicates less than one waste
package potentially fails by weld failures in the
expecicd case. The model used for this TSPA
assummes one package failure for the expected case
(10*) with a range of one 10 ten packages poten-
tially failing. The failure time is assumed to be
1,000 years.
34.1.5 General Corrosion

General corrosion normally causes a relatively
uniform thinning of materials without significant
localized corrosion. The carbon steel {(Alloy
A516) outer barrier would be affected mostly by
this corrosion mode; however, cxposure of carbon
steel to alkaline water (i.e., caused by the presence
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water, carbon steel could undergo pitting corrosion
with high-aspect ratio pits. A pit growth law was
suggested for modeling pitting corrosion of carbon
steel in alkaline water (CRWMS M&O 1998h).
However, the cne-year test results in concentrated
repository-groundwater conditions in which the
test solutions are maintained at approximately a pH
of 9.7, showed no such pitting corrosion for the
carbon steel samples (McCright 1998).

If the carbon steel outer barrier is penetrated, a
number of factors determine the probability that
localized corrosion of the inner barrier will begin.
These factors include the availability of water and
its pH, temperature, and chloride ions, ferric ions,
and dissolved oxygen content which affect the
corrosion potential of the material. The probability
that localized corrosion of the inner barrier will
begin is essentially the probability that an
aggressive environment will exist relative fo these
factors. The availability of water to initiate
localized corrosion of the inner barrier will vary
depending on whether water drips onto the waste
package. When the outer barrier is penetrated,
crevices could form under the following condi-
tions: between the inner barrier and the uncor-
roded carbon steel, or under a thick layer of
material from the corrosion of carbon steel. For
this reason, crevice corrosion of the inner barrier is
considered a more probable process than pitting,
and this process can begin at lower temperatures
than pitting. For cxample, crevice corrosion may
begin if the temperature is between 80° and 100°C
{176° and 212°F) when the outer barmier fails.
Once begun, crevice corrosion will grow similar to
corrosion described by the pit growth law. If the
termnperature is below the threshold, no exposed site
would initiate crevice corrosion, and the inner
barrier can be assumed immune to localized
corrosion.  Under these conditions, the inner
barrier will only experience general corrosion. The
conditions required for crevice corrosion are
necessary to sustain the process, as well. The data
used to develop the localized corrosion model of
the corrosion-resistant material include 38 experi-
mental observations of Alloy 22.

34.1.7 Other Degradation Modes for Waste

Packages

Several processes have not been included in the
model for waste package degradation. These
processes  include dry oxidation, galvanic
protection, stress corrosion cracking, microbiclogi-
cally influenced corrosion, radiation-induced
corrosion, and late-time structural failure. These
processes are briefly discussed below.

Dry Oxidation. At the moderately elevated
temperatures expected at the waste package surface
in the repository, the corrosion-allowance material
may be degraded by dry oxidation. A previous

study concluded that the impact of oxidizing the
candidate barrier materials under repository condi-
tions is insignificant (Henshall 1997, CRWMS
M&O 1998b). Because of this, the dry oxidation
process is not included in the base case model.

Galvanie Coupling. Galvanic coupling of the
inner and outer barriers may be an important
process in the waste package degradation.
Galvanic protection of the inner barrier may occur
because of interaction between the outer and inner
barriers. However, the panelists of the Waste
Package Degradation Expert Elicitation (CRWMS
M&O 1998b) noted that, while there could be
galvanic protection of the inner barrier as the outer
barrier is penetrated, the effect will be small and of
short duration relative to the time scale of interest
for repository performance. Thus, this effect is not
incorporated in the base case. A recent analysis
(Farmer and McCright 1998) showed that the
galvanic coupling keeps the crevice solution
chemistry from being extremely acidic and
aggressive, conditions that are observed in crevices
of single material nickel-based alloy. There is a
potential for enhanced corrosion of carbon steel if
it is single material coupled galvanically to
Alloy 22 but this essentially protects the Alloy 22,
Another potentially adverse effect from the
galvanic coupling is hydrogen embrittlement of
Alloy 22 from the production of hydrogen at the
cathodic sites of the Alloy 22 surface and hydride
phase formation in the alloy. This process is not
included in the base case model, and 1s potentially
nen-conservative.
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Stress Corrosion Cracking. This is a crack
propagation process caused by the combined and
synergistic interaction of mechanical stress and
corrosion reactions. Recent bounding analyses
using linear elastic fracture mechanics {McCright
1998) showed that, except for very high aspect
ratio, the critical crack size for stress corrosion
cracking is always larger than the thickness of both
the barriers for the stresses (245 MPa for carbon
steel and 410 MPa for Alloy 22) and aspect ratios
that are considered. The expected stress in the
design basis metals is expected to be {(McCright
1998) much lower than the stress range studied
here; therefore, there would be no stress corrosion
cracking in the design basis metals (carbon steel
and Alloy 22). Because of potential technical diffi-
culties associated with relieving stresses in the
closure welds of the double-walled waste package,
stress corrosion cracking of the closure welds
could be a potential degradation mede. Another
potential degradation mode is the development of
wedging stresses on the corrosion-resistant
material. This may occur because of accumulation
of corrosion-allowance material corrosion products
in the gap between the inner and outer barriers,
when the corrosion-allowance material is breached
at early times and a substantial thickness of the
corrosion-allowance material remains. Because of
the low probability of occurrence, this process is
not included in the base model.

Microbiologically Influenced Corrosion. This is
caused by the metabolic activity of microor-

ganisms. Microbiologically influenced corrosion
may occur throughout the life of the repository,
especially after the near-field temperature of the
repository cools down. Microbial metabolism
produces corrosive chemicals.  Although 300-
series stainless steels are known to be susceptible
to microbiologically influenced corrosion, the
nickel-based alloys such as Alloy 22 seem tc be
immune to this type of corrosion (CRWMS M&O
1998b). The panelists of the Waste Package
Degradation Expert Elicitation (CRWMS M&O
1998b) discussed various aspects of potential
microbial activity and microbiologically influ-
enced corrosion in the repository. The experts
generally agreed that, until the repository has
cooled to temperatures below 100°C {212°F) and
relative humidity is above 60 percent, microbiclog-

ically influenced corrosion would not occur. Also,
significant microbiologically influenced corrosion
was deemed unlikely if there is no dripping onto
the waste package. The panelists concluded that
the importance of microbiologically influenced
corrosion is to increase pit and crevice density and
the probability that localized corrosion will start,
rather than to affect the rate once corrosion has
begun is low. Further, they noted that Alloy 22 has
not been associated with documented cases of
microbiologically influenced corrosion. Thus, this
process 1s not included in the base model.

Radiolysis-Induced Corrosion. This is another
potentially important degradation process for waste
packages in the repository. if irradiated by gamma
radiation, fixed nitrogen may exist in the liquid
phase as nitrite and nitrate ions that are corrosive to
metals. Nitrogen fixation in water, as used here, is
a process to transform nitrogen gas to a stable
(fixed) form in water. The total armount of nitrite
and nitrate that can be formed in a liquid phase is
limited by the gamma radiation dose rate and the
volume of irradiated air. If a thin film of water on
the waste package container in contact with a
relatively thicker air space is irradiated, there can
be a significant concentration of nitrate in the
relatively small amount of water in the film {Van
Konynenburg et al. 1995 p. 8, vol. 3). This process
is not included in the base model because the
thickness of the waste package reduces the gamma
flux, therefore reducing the amount of radiolysis to
negligible levels.

Structural Failure. Sometime after closure of the
repository and significant degradation of the
concrete linings, rocks are expected fo fall in the
emplacement drift. A degrading waste package hit
by falling rocks will experience a dynamic load
initially,.  The degrading waste package will
experience a static load from the weight of the
rocks remaining on the waste package, the waste
package itself and the waste inside. After a certain
degree of degradation, the waste package will lose
structural stability, A recent analysis reported
results for the thinning of waste packages and how
thinning relates to structural failure (CRWMS
M&O 1996a). The structural analyses in the report
provide a basis for determining the structural
capabilities of waste package containment barriers
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at various levels of uniform thinning degradation.
The analysis results indicate that if the thickness of
the carbon steel outer barrier and an inner barrier of
Alloy 625 (a nickel-based alloy with lower molyb-
denum content than Alloy 22} is reduced, the waste
package maintains containment even when the
entire outer barrier and more than half of the inner
barrier have been removed because of corrosion.
That is, 9.5 mm of the criginal 20 mm remains.
The analysis assumed no support from the basket
assembly inside the waste package. While the
analyses were conducted using Alloy 625 as the
inner barrier, the results should also be valid for the
Alloy 22 inner barrier. This degradation mode I8
not included in the base medel.

3.4.2 Implementation of Waste Package
Degradation Model

The waste package degradation model includes
both  juvenile failures <{as described in
Section 3.4.1.4) and degradation with time
according to corrosion processes. The range of
probability of juvenile failures is based on the
analysis of weld failures but is expanded to cover

other potential conditions that may lead to carly

failure. The evaluation of waste package degra-
dation with time is incorporated into a computer
code that is based on a probabilistic approach
(CRWMS M&O 19985; Lee et al. 1997). The code
has the capability for modeling various designs,
waste package materials, and degradation mecha-
nisms. Figure 3-46 shows the degradation models
and thresholds included and the logic flow for the
model. The model tracks waste package degra-
dation by first defining the environmental inputs to
the system, then checking for dripping and pH
conditions, followed by degradation of the
corrosion-allowance material and the corrosion-
resistant material. The model simulates degra-
dation of both the corrosion-allowance material
and the corrosion-resistant material because of
general and localized, or pitting corrosion. The
model divides the waste package into discrete
corrosion patches for general corrosion. The
corrosion patches are 310 cm? (48 in?) regions in
which corrosion properties are assumed to be
homogeneous.

Several environmental parameters affect degra-
dation of the ¢orrosion-allowance material:

* Relative humidity, The threshold at which
relative humidity initiates corrosion is based
on the distributions developed from the
Waste Package Degradation Expert Elici-
tation (CRWMS M&Q 1998b). This relative
humidity threshold was used for all waste
packages, even those in dripping conditions,
to initiate humid air corrosion. For dripping
conditions, aqueous corrosion was initiated
after relative humidity reached a certain
threshold  (85-100  percent  relative
hurnidity).

Temperature. The temperature at the waste
package surface must be below a threshold
temperature that represents the boiling point
for corrosion to initiate. No dry oxidation
corrosion is included in these analyses.

Dripping conditions. Dripping conditions
are assumed for a certain fraction of the
waste packages based on water seepage into
the drift (see Section 3.1 for discussion of
the seepage model). If water drips ontc a
waste package, it is assumed to be 100
percent wet from the dripping. The sensi-
tivity of the analysis to changes in these
conditions is discussed in Section 5.4.

pH of incoming water. The pH of the
incoming water in the base case does not
change because of interaction with concrete
because the concrete lining is assumed to
have fallen in at an early time and is not
important over the performance period (see
Section 3.3 for discussion of the devel-
opment of the pH values as a function of
time). The sensitivity of the analysis to
changes in this parameter is discussed in
Section 5.4.

Other drift conditions not included in the
base case. Other geochemical parameters
are not included in the base case analyses of
waste package degradation, because of
modeling constraints. However, omitting
chloride concentration is potentially not
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conservative, while omitting oxygen partial
pressure is probably conservative in terms of
system performance.

The model for depradation of corrosion-resistant
material was developed from existing data with
significant input from the panelists of the Waste
Package Degradation Expert Elicitation (CRWMS
M&O 1998b). Figure 3-46 shows the elicited
general corrosion rates for the corrosion-resistant
material along with the data for degradation of
Alloy 22. Data about variability and uncertainty
were also elicited from the panel (CRWMS M&O
[998b). The base case definition assumes that
uncertainty and variability are evenly divided in
determining the general corrosion rates for the
corrosion-resistant material under dripping condi-
tions.

A temperature threshold is used for initiation of
localized corrosion of Alloy 22 after the outer
barrier is breached. The threshold for an Alloy 22
patch is sampled from a uniform distribution
between 100° and 80°C (212° and 176°F) when a
patch of corrosion-allowance material fails. Three
local (in crevice) exposure conditions (not bulk
near-field chemistry) on the inner barrier defined in
the Waste Package Degradation Expert Elicitation
Project (CRWMS M&QO 1998b) are represented in
the following model:

« 84 percent of the area that is dripped on is
assumed to be in moderately oxidizing
conditions, with pH of 3 to 10 and 340 mV
standard hydrogen electrode

13 percent of the area that is dripped on is
assumed to be in acidic and moderately
oxidizing conditions, pH of 2.5 and 340 mV
standard hydrogen electrode

3 percent of the area that is dripped on is
assumed to be in acidic and highly oxidizing
conditions, pH of 2.5 and 640 mV standard
hydrogen electrode

These are the local environments the expert panel
felt were representative of potential conditions in
crevices on the waste package, not bulk pH values.

The experts provided cumulative distribution
functions of general corrosion rates for corrosion-
resistant material at three temperatures (25°, 50°,
and 100°C; or 77°, 122°, and 212°F) for each local
exposure condition {a total of nine cumulative
distribution functions for corrosion rates).

The elicited cumulative distrbution functions
(indicating the spread in general corrosion rate
values) of corrosion rates for the corrosion resistant
material inctuded both uncertainty and variability.
There is uncertainty in the rates because of lack of
extensive experimental information on the rates.
There is variability in the rates because of the range
of environments and material conditions that will
be present in the repository (package to package
variability) and on a package (patch to patch
variability). The uncertainty and variability in
corrosion rates was split up for dripping and no-
dripping general corrosion conditions, as well as
for the localized corrosion conditions to attempt to
bound the effect of these paramefers. The
variability in the corrosion rates was further split
up between package to package and patch to patch
variability to attempt to bound the effect of these
parameters. The full discussion of the approach to
uncertainty/varability allocation is found in
Chapter 5 of the Total System Performance
Assessment-Viability  Assessment  (TSPA-VA)
Analyses Technical Basis Document (CRWMS
M&O [998i).

The primary stochastic parameters used in the
model are the following (CRWMS M&O 1998;):

1. Fraction of variability assigned o waste
package to waste package and patch to
patch.

. The roughness factor multiplier for
corrosion-allowance material is a bounded
normal distribution with a mean equal to
1.5, standard deviation equal to 0.25, lower
bound equal to I, and upper bound equal to
1 x 108 (in other words, no upper bound).

. In the high pH model for corrosion-
allowance material, D = Bt", where D = pit
depth, B = pit depth when time is 1, 1t =
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* Roughness factor for coerrosion-allowance
material

The overall strength of the model is that a signif-
icant amount of data has been reviewed to
determine corresion rates for corrosion-allowance
material. The primary weakness of the model is
the overall reliance on expert elicitation rather than
on long-term test data of corrosion rates for
corrosion-resistant material. These rates signifi-
cantly affect overall system performance but are
based on limited data for environments unlike
those expected at Yucca Mountain.

The mode! provides highly uncertain analyses of
corrosicn of corrosion-resistant material because
data are so limited. Providing additional defense
of these analyses for the LA will require laboratory
testing data for general and localized corrosion of
Alloy 22 and for stress corrosion cracking, as well
as further process model development.

3.5 WASTE FORM ALTERATION, RADIO-
NUCLIDE MOBILIZATION, AND
TRANSPORT THROUGH THE
ENGINEERED BARRIER SYSTEM

The waste forms emplaced in the repository will
initially be contained in and protected by the waste
packages. Location of the waste forms in the
overall repository system is shown in Figure 2-2.
The major processes effective in this part of the
repository system are identified in Figure 3-50.
After degradation and failure of the waste
packages, spent nuclear fuel assemblies and high-
level radioactive waste canisters will be exposed fo
the drift environment including air, water vapor
and, possibly, dripping water. After waste package
failure, radionuclides are not available for release
and transport until three things have occurred:

1. Failure of the fuel cladding, (the tubular
material surrounding the fuel matrix), or
high-level radioactive waste canister.
(Note: The extra performance provided by
the canisters is not acceunted for in
TSPA-VA )

2. Degradation of the solid waste form

3. Mobilization of radionuclides into aqueous
solution, aquecus colloidal suspension,
(interaction with particles 0.001 to 1
micron in size through sorption and other
chemical mechanisms), or gaseous form,
{Note: No gaseous fransport was
considered in TSPA-VA because it was not
a significant release mode in previous
TSPAs.)

Mobile radionuclides are transported out of the
degraded waste package and through the
engineered bamrier system to the unsaturated zone.
Transport occurs through one of two mechanisms:

» Movement of dissolved or colloidal material
because of random molecular, or thermal,
motion along continuous water pathways
within the waste package (diffusive
transport}

« Movement of dissolved or colloidal material
because of the bulk flow of a fluid, which in
this case is water, through the waste form
and waste package (advective transport}

Waste form degradation and radionuclide mobili-
zation depend on the initial waste form type and
amount, the initial design of the system and the
processes occurring in the drift environment.
Thermal history and package lifetime determine
the temperature of the waste forms when they are
exposed to degrading processes. Composition of
the gas phase and aquecus chemistry of incoming
water, along with the waste temperature, control
the rates of waste form degradation and the nature
of mobilized products available for transport.

The engineered bamier system is comprised of all
components of the repository within the drifts. The
analysis of transport of radionuclides within the
engineered barrier system requires definition of
numerous parameters and models. This transport
is influenced by waste package degradation; waste
form degradation, including cladding degradation;
the thermal-hydrologic and chemical environment;
and design of the engineered barrier system.
Radionuclides released from the engineered barrier
system enter the natural system for transport
through the unsaturated and saturated zones to the
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the workshop are presented in a summary in
Table 3-12.

An expert elicitation was conducted to consider
issues, including processes, parameter ranges,
alternative models and uncertainties, related to
waste form degradation and radicnuclide mobili-
zation and transport through the engineered barrier
system. A six-member panel was selected to
represent a range of expertise. Members were
from both from within and outside of the YMP.
Results from this elicitation were not available for
the TSPA-VA base case, but preliminary input
influenced both construction of the base case and
some of the sensitivity analyses. Issues

Table 3-12. Waste Form Degradation and Radionuclide
Mobilization Abstraction/Testing Workshop

Waste Form Degradation and Radionuclide
Mobilization Abstraction/Testing Workshop
February 19-21, 1897, Livermare, CA
{CRWMS M&O 19970)

Prioritization Criteria
Does the processfissue affect the
Radionuclide concentration at the waste form?
+ Mass release rate of radionuclides from the engineered
! barrier system?
i»  Time and spatial variability in mass release rate?
+» Form of radionuclides entering the unsaturated zone for
transport?

H:ghest Priority Issues
Spent nuclear fuel:
— Dissolution rate

- Time dependent evolution of solution and alteration
tayer
Representation of evolution of the near-field
Exposed spent nuclear fuel surface area

— Cladding degradation model

High-level radioactive waste {glass) and other wastes

= Time dependent evalution of solution and aiteration
layer

— Vapor hydration

— Evolution of near-field environment

— Dissolution rate

Solubilittes and engineered barrier system transport:
— Physical processes—water contact mode

— Moabilization—collcids

— Chemical processes—mobilization—fluid dependence
— Physical processes—transport paths

— Chemical processes—mobilization—saolid dependence

Cladding and canister credit
Spent nuclear fue! dissolution
Spent nuclear fuel dissolution water chemistry and pre-
cipitated phases
= High-level radicactive waste glass degradation and
release
Solubitity fimits
Engineered barrier systemn transport and release

Analysis Plans

considered, preliminary suggestions from the elici-
tation panel, and advice incorporated in the TSPA-
VA include the following:

+ Exposed, wet, and active surface areas—The
experts suggested several approaches to
bounding values, with the TSPA represen-
tation being on the conservative side.

Cladding degradation—The experts
expressed concern about assuming the
cladding provides waste isolation benefits
because of the large uncertainties and limited
available data. The panelists suggested
several long-term degradation modes that
were incorporated into the TSPA.

Dissclution rate for spent nuclear fuel—The
experts suggested several  alternative
approaches, but the results would effectively
be consistent with the model currently being
used for the TSPA.

Radienuclide solubilities—The experts gave
a range of opinions on radionuclide sclubil-
ities, with substantial support for conser-
vative bounds.

Secondary-phase retention of radionu-
clides—The topic of secondary phase
evolution and retention of radionuclides
created a variety of input, with support for
pursuing this credit for sensitivity studies
and for licensing.

Rapid-release  fractions—The  experts
suggested revision of rapid-release fractions,
but doing so would not cause significant
change in release rates for the TSPA-VA
analysis.

Dissolution rate for high-level radiocactive
waste—The panelists suggested additional
sophistication in the disscluiion model, but
the TSPA model was found to be acceptable
in providing a usable bound.

Colloid formation—The panelists supported
including celloidal mobilization processes
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and discussed several approaches for
providing bounds guided by the {imited data.

The results of the expert elicitation are documented
in the Waste Form Expert Elicitation {CRWMS
M&O 1998k).

3.5.1.1 Input

The important input to the waste form degradation
and mobilization models include the following:

* The inventory of radionuclides

» Thermal-hydrologic modeling results: tem-
perature at the waste package surface, rela-
tive humidity at the waste package surface,
and liquid saturation in the invert

* Results from waste package degradation
» Results from cladding degradation
« Water ingress to the system

* Amount ol exposed fuel surface area caused
by cladding degradation

» Near-field geochemical conditions

The following are key inputs to the transport model
for the engineered barrier systcm:

» Parameters relating to mobilization of radio-
nuclides from the waste form

* Flux and chemistry of the water moving
through the system

* Retardation in and permeability of the
enginegred barrler system materials, for
example, the waste package and the invert,
or emplacement drift flooring

35.1.2 Output

The output from the modeling of waste form degra-
dation, radionuclide mobilization, and engineered
barrier system transport is a release of radionu-
clides from the engineered barrier system into the

geosphere. These releases are in both aqueous and
gaseous form (although TSPA-VA does not model
gaseous release), along with a colloidal fraction.

3.5.1.3 Components of the Models

The components of the models include the
following:

« The initial inventory

+ Degradation of the cladding on commercial
spent nuclear fue]

» Dissolution rates for the waste forms

* Solubility constraints on radionuclide

mobilization

«» Formation of colloids and secondary mineral
phases

» Flow and diffusion of radionuclides through
the system and sorption within the system
35.14 Bases for Confidence in the Model
The model is based on a substantial amount of data
in some cases, and reliance on expert elicitation in
others. In particular, the waste inventory and the
dissolution rates are based on data and testing that
have been in progress for over 14 years. Values for
radionuclide solubility have been obtained from a
combination of testing and expert evaluation. The
cladding model is based on evaluation of cladding
degradation processes, zirconium experiments, and
literature data. Colloid parameters are based on a
range of laboratory experiments and field observa-
tions. Sorption parameters are based on both site-
specific data and expert elicitation. For the TSPA-
VA, natural analogs have been used to corrcborate
dominant processes related to waste form degra-
dation and engineered barrier system transport.

Several issues pertaining to the engineered barrier
systemn have not been fully evaluated. These issues
include the effects of lining and tunnel collapse on
engineered barrier system transport and thermal-
mechanical effects on the engineered barrier
system.
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3515 Inventory
The following waste forms are to be included in the
potential Yucca Mountain Repository:

» Commercial spent nuclear fuel; irradiated

uranium dioxide pellets encased in cladding
» High-level radioactive waste; canistered
borosilicate glass waste

+ DOE spent nuclear fugl; primarily canistered
Irradiated uranium encased in cladding

» Plutonium waste forms; mixed oxide spent
nuclear fuel and canistered ceramic waste
forms

The waste form for commercial spent nuclear fuel
to be emplaced in the repository is comprised of
63,000 MTHM from both pressurized water
reactor and boiling water reactor commercial
reactors. The high-level radiocactive waste 1s
comprised of canisters of glass from four sources:

» Hanford Site
» Savannah River Site
* West Valley

+ Idaho National Engineering and Environ-
mental Laboratory

The canisters of glass contribute 4,667 MTHM
equivalent to the repository. Each source of high-
level radioactive waste was assumed to contribute
the same MTHM percentage (46 percent} of their
total high-level radioactive waste to the repository,
because the total inventory (10,110 MTHM is well
over the repository allocation of 4,667 MTHM.
The DOE spent nuclear fuel consists of over 250
different types of spent nuclear fuel (Duguid et al.
1997, p. A-2) and will contribute 2,333 MTHM to
the total repository (Table 3-13). The major
contributor to this waste form is the N-Reactor fuel
currently stored at the Hanford Site. This waste
form also includes 65 MTHM of naval spent
nuclear fuel. The 50 metric tons of plutonium is

assumed to be disposed in a combination of mixed-
oxide fuel and ceramic waste forms.

There are over 200 radionuclides in the waste
inventory. However, for evaluation of postclosure
performance, the number of radionuclides
considered can be reduced based on several charac-
teristics of the radionuclides:

* Decay of radionuclides with short half-lives
» Sorption characteristics
* Low biosphere dose conversion factors

The tnventory that is used in the analysis is crucial
in defining which radionuclides are released from
the system and their concentrations. Based on
these considerations and previous TSPA results
(Wilson et al. 1994; Andrews et al. 1994), a limited
number of dominant radionuclides were chosen for
analysis. The inventory for the nine radionuclides
included in the base case inventory for each of the
three waste forms is presented in Table 3-14. The
inventory includes ingrowth of radionuclides
because of the decay of parent radionuclides that
are not included in the analyzed inventory. For
example, all of the americium-241 and plutenium-
241 in the waste is assumed to decay to neptunium-
237 when the waste is emplaced to determine the
initial inventory of neptunium-237. Radionuclide
decay of the nine radionuclides is accounted for
during the analysis, but daughter product ingrowth
has been incorporated into the initial inventory.
Also a simplified approach is used that adjusts the
radionuclide source term to compensate for the
production of the radionuclides neptunium-237,
uranium-234, and protactinium-231. In the case of
neptunium-237 and uranium-234, where the
parents of concermn have a shorter half-life, it was
assumed that the parents had decayed to the
isotopes of interest at the start of the simulation.
However, for protactinium-231 the half life is
much shorter that of the parent, uranium-235. To
allow for the neglect of decay, it was assumed that
the protactinium was, at all time, in secular
equilibrium with the uranium parent, that is, for
every curie of uranium in the waste form there was
a curie of protactinium. A portion of the inventory
is expected to be in the void space between the fuel
and the cladding, allowing for rapid release of
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Table 3-13.

Metric Tons Heavy Metal in Each Category

LS. Department of Energy Spent Nuclear Fuel Categaries, Typical Spent Fuel in Each Category, and

Category

Typical Spent Fuel

MTHM

. Uranium metal

N-Reactor

1675.88

. Uranium-Zirconium alloy

Heavy Water Component Test Reactor

0.04

. Uranium-Molybdenum zalloy

Enrico Fermi Reactor

3.51

- Uranium oxide

Commercial Pressurized Water Reactor

92.08

. Uranium oxide (disrupted clad)

Three Mile island core debris

8i.18

. Uranium-Aluminum alloy

Advanced Test Reactor

8.15

. Uranium silicide

Foreign Research Reactor-Malerals Test Reactor

10.78

. Uranium-Thorium carbide {high integrity)

Fort St. Vrain

23.01

WD |~ W M|

. Uranium-Thorium carbide (low integrity)

Peach Bottom

155

. Uranium-Thorium carbide {non-graphiie)

Fast Flux Tesl Facility carbide

0.14

. Mixed oxide

Fast Flux Tesi Facility oxide

11.49

. Uranium-Thorium oxide

Shippingport Light Water Breeder Reactor

46.30

. Uranium-Zirconium hydride

Training Research Isolope-General Atomic

1.89

Sodium-bonded?

Will be treated prior to disposal

. Nava! spent nuclear fuel

Naval Nuclear Propulsion Uranium Based with Zircaloy Cladding

63.00°

. Miscellaneous

Mot specified

10.01

Total®

2332.99

Source: CRWMS M&Q 1998i, Section 6.
2Sodium-bonded spent nuclear fuel was not analyzed.

EAt the time of publication of this document, the intent is to allow 55 MTHM of naval fuel into the repository; however, at the time the
TSPA-VA analyses were completed, the direction was to only emplace 63 MTHM {CRWMS M&O correspondence, Robert W.
Andrews, Duke Engineering & Services, Las Vegas, Nevada from E.P. Stroup of Lockheed Martin {daho Technologies Company,
ldaho Falls, 1D, May 4, 1938). Therefore, all of the TSPA-VA analyses have heen completed with the assumpticn of 63 MTHM of
naval fuel. The diffarence between these two numbers would have a negligible eflect on the outcome of the analyses.

“The total amount of DOE spent nuclear fuel is approximately 2,496 MTHM which was reduced by about 7 percent io reach 2,333
MTHM.

Table 3-14. Inventories for Various Waste Forms

Waste Package Type
High-Level
Radioactive Waste
(Ci/pkg}

Commercial Spent
Nuclear Fuel
(Ci/pkg)
Carbon-14 1.7 o] o

DOE Spent Nuclear Fuel

{Ci/pkg} Half-Life {Years)
573 x 107
1.57 x 107
2.14 x 108
3.30x 104
241 x10%
3.87 x 10°
6.50 x 104
213 x10°
2.45 x 10°

Radionuclide

lodine-128 0.29 0.0000417 0.00567
Neptunium-237 11.4 0.735 0.153
Protactinium-231 5080 00364 0.661"
| Plutonium-239 3050 24.3 15

! Plutonium-242 i7 0.62 0.114
Selenium-79 372 0.286 0.0885
Technetium-99 118 285 255
Uranium-234 21.1 0.858 0.541

Source: {CRWMS M&O 19980

"gmiwaste package
Note: Thess inventories are for 30-year old fuel.
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these radionuclides when the cladding fails
{CRWMS M&O 19981, Chapter 6).

The waste form inventory was abstracted to allow
appropriate analyses. Figure 3-52 shows the
abstraction of the inventory. This abstraction

allows representation of the inventory as three
separate waste forms in the total system analyses.

3.5.1.6 Cladding

The evaluation of cladding degradation includes
the processes expected to affect the cladding over
long periods of time. The analysis assumes a small
fraction, 0.1 percent, of the commercial spent
nuclear fuel rods to have failed from reactor opera-
tions. This is actually two times higher than data
reperted by the Electric Power Research Institute
(EPRI 1997, p. 4-1). A small fraction, 1.15
percent, of the commercial spent nuclear fucl waste
has stainless steel cladding. This cladding is
assumed to fail immediately after the waste
package fails because of rapid corrosion of
stainless steel relative to the time scale being
considered. Additional mechanisms in the
cladding model include creep failure, which is
primarily only an issue at high temperatures, and
general and localized corrosion failure. Another
long-term failure mechanism for fuel rods is
mechanical disruption.  After the waste package
has lost structural integrity, mechanical loads
caused by rocks falling from the drift walls and
ceiling and disruption of the fuel support structure
may break the fuel rods (CRWMS M&O 1998a,
p. 45},
3.5.1.7 Dissolution Rates

The dissolution rate of the waste forms is another
aspect of the system that requires analysis because
this process provides the rate at which the radionu-
clides are made available for mobilization and
release. Because the three major waste forms
analyzed in TSPA-VA have different character-
istics, it is essential to have a unique dissolution
mode! for each waste form.

The dissolution rate for commercial spent nuclear
fuel is a parametric equation that has been fitted to
high flow-rate experimental data on commercial

spent nuclear fuel and uranium oxide. This fit
provides dependence on temperature, pH, total
carbonate ([CO,]7), burmup, and oxygen potential.
The rate is expressed in mass dissolved from a
given surface area in a given time. The effective
surface area is derived from experimental observa-
tions and accounts for fracturing of fuel pellets and
some grain boundary activity. The dissolution rate
is used as a conservative upper bound for the
availability of radionuclides to mobilize. This
dissolution rate does not account for solubility
limits or retention of radionuclides in secondary
phases that may form {see Section 3.5.1.8).

The model developed for high-level radioactive
waste dissolution is based on or is consistent with
several types of tests that are used to define the
processes, fit rate parameters, or confirm general
behavior. The forward reaction rate parameter
used in the model is developed from data from
laboratory tests that monitor a single flow across
fuel matertal. The saturation term comes from
chemical kinetic theory and is consistent with the
results of static tests. The temperature effect is
based on single pass flow through tests performed
from 25° to 70°C (77° to 158°F) and is consistent
with static tests done at temperatures up to 250°C
{482°F). The evolution of secondary phases and
dissolution rates under low flow conditions is
consistent with low flow rate drip tests and vapor
hydration tests.

The DOE spent nuclear fuel included in the repos-
itory is comprised primarily of N-Reactor fuel. In
the base case a surrogate is used for the DOE spent
nuclear fuel that is composed of 2,333 MTHM
with a radionuclide inventory that is a weighted
average of Categories 1, 4, 5, 6, 8, and 1] (as
defined in Table 3-13). These categories were
found to contribute significantly to dose from all
DOE spent nuclear fuel {Duguid et al. 1997). A
reasonable dissolution-rate model for this surrcgate
waste form is the metallic fuel model. The
uranium metal fuel radionuclide release rate is
expected to be very close to the uwranium matrix
dissolution or corrosion rate. The dissolution rate
model was developed by fitting a response surface
to the available data. When the repository temper-
ature is below 100°C (212°F), water was assumed
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to be present on the waste form (wet oxic. condi-
tions) and humid air conditions are assumed for all
other times.
3518 Solubility Limits

The concentration of each radionuclide mobilized
from the waste form cannot exceed the radionu-
clide solubility limit, unless suspended colloids are
included. The solubility-limit model is a hybrid of
solubility-limit distributions determined by expert
elicitation (Wilson et al. 1994, pp. 9-1-9-11),
previous assessments {EPRI 1992; Golder
Associates 1993), and a reassessment of measured
neptunium concentrations (CRWMS M&O 1997v;
CRWMS M&O 1998¢c). Including the observed
concentration for neptunium from waste form
dissolution studies in the model is an initial attempt
to incorporate the effect of secondary precipitation
phases into the evaluation of release from the waste

form. Some of the elicited solubility constraints
(americium, neptunium, plutonium) were also
described as functions of temperature and pH
{CRWMS M&O 1995). The neptunium solubility
constraints currently range from a minimum value
just below the maximum values based on spent-
fuel drip tests (Finn et al. 1995) to a maximum
value that encompasses the minimum values
developed through the expert elicitation {(CRWMS
M&O 1998i). Additional work will refine this
uncertainty in the future. Along the transport
pathways through the engineered barrier system,
the radionuclide concentrations are checked
against the solubility limit. Table 3-15 lists the
solubility distributions used in TSPA-VA analysis.
3519 Colloids

Colloids may be important to performance for two
reasons; they may increase the release of radionu-

Table 3-15. Solubility Limit Distributions

" * | Dlstribution

Distribution | Minlmum Value

‘Maximum Vaiue
g/m® & fmolA.}

Mean or Peak

@/m® & [molL) Soites 1

RN Type

Variable | g/m® & [motL]

1.204 Project Elicitation

1.0

I

1.2785
i1.0]

Project Elicitation

Np bata lag {Concen.) log{1.2e-2}

flog(Se -8))

log{2.4a+1)
{log{1.0e-4)]

log(3.4e-1) 1.20 CRWMS MA.C 1988i

llog(1.46-6)] | [0.099]

Pa uniferm log{Concen.} log{2.3e -5}

[log{1.0e-10}]

logf2.3)
[log{1.Ce-5)]

log(7.2e-3)
[log{3.2e-8)]

Projact Elicitation

2.4e-3
{1.08-8)

Pu uniform Concen.

2.48-1
[1.02-6]

1.2e-1
i5.1e-7]

Project Elicitation”

Sea tangular | log{Concen.) log{7.9e+2}

[log{1.Ce-2)]

log{5.58+5}
llog{7.0)

log{7.9e+3}
fog(i.0e-1}]

Golder Associates 1993,
EPRI 1982

Tc friangular | log{Concen.) log(3.5e-2)

[log({3.6e-7)]

log{9.9e+5}
flog{(1.08+14

Goldar Associates 1393,
EPRI 1992

log{t.0e+2}
{log{1.0e-3}]

u bela log{Concen.) iog(2.4e-3)

{log{1.0e-8)]

log(2.4e+3}
[log(1.08-2}]

log(7.6)
[log{3.2e-5)]

Project Elicitation

log-rafers everywhere in the table to the base 10 logarithm.

AN-radionuclide

Mean or Peak—The values listed are the arithmetic mean for all distiibutions except Iog'tn'angular distributions where the values
listed correspond to the peak of the distributions. NOTE: For any distribution of log {concen.}, the value of the mean is not equiv-
alent to the log {mean} for the corresponding distribulion of concentration.

C.V.—Coeflicient of Variation, which equals the absolute value of the ratio of the Standard Deviation o the Mean. Values given only

for log beta distributions.
a+ reprasents positive power(s) of ten
& - raprasents negative power(s) of ten

*—indicates madifications to original source information

Project Elicitation—Conducted at Sandia National Laboratory on April 13, 1993.
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clides from the waste package, and they may
increase the transport velocity of radionuclides.
When a radionuclide concentration is solubility
lirnited, transport as mobile colloids increases the
release of the radionuclide from the waste package.
The transport velocity of radionuclides attached to
colloids may be faster than that of dissolved radio-
nuclides because colloids may travel in the faster
parts of the flow paths, and celloids may sorb to
host rock less than dissolved radionuclides.

While many radicnuclides have the potential for
colloidal transport, this initial colloid analysis
focused on plutonium. Plutonium is a major part
of the waste inventory, has low solubility and high
sorption onto host rock, and is the radionuclide
most likely to be affected by colleidal transport.
As more data are obtained, colloidal transport of
additional radionuclides will be investigated.

Many types of colloids are expected to be present
in the Yucca Mountain repository system, but only
four types were chosen for explicit modeling: clay,
iron corrosion products, spent nuclear fuel colloids,
and glass waste colloids. The spent nuclear fuel
and glass waste colloid types refer to all colloids
that are produced during the degradation of the
waste forms containing these waste types. The
four colloid types were chosen because they may
be present in significant concentrations and have
enough attached plutonium to affect repository
performance. The effect, however, will depend on
the transport properties of the colloids, for
example, velocity, filtration, and sorption, and the
reversibility of the plutonium attachment fo
colloids.

For this initial modeling of colloids, transport was
assumed to be unretarded through the fracture
continuurn. The reversibility of plutonium
attachment to colloids has been investigated at Los
Alamos National Laboratory. Their studies of
sorption/desorption of plutonium (IV) and
plutonium (V) cn hematite, geothite, and clay show
fast attachment and slow detachment. Therefore,
sorption of dissolved plutonium onto the major
near-field and far-field colloids is expected to be
reversible on the time scale of transport to the
accessible environment {hundreds to millions of
years). The reversibility of attachment to waste

form colloids, however, has not been determined.
Co-precipitation, in particular, has the potential to
create colloids having radionuclides encapsulated
by stable minerals. Workers at Argonne National
Laboratory have observed radionuclide-containing
phosphate minerals co-precipitated with clays in
their glass dissolution experiments for high-level
radioactive waste. These colloids may be able te
move large distances without giving up their radio-
nuclides. It is not clear what fraction of waste form
colloids may have irreversibly attached radionu-
clides. Experiments are planned to address this
issue,
3.5.2 Implementation of the Waste Form

Degradation and Mobilization Model

The various components of the waste form degra-
dation and mobilization model are included in the
TSPA analyses as abstractions from the observed
data or expert elicitation. This section discusses
the major models included in the analyses:
cladding, waste form dissclution, solubility,
colloids, and engineered barrier system transport.
3.5.2.1 Cladding Model Abstraction

Most of the commercial spent nuclear fuel is
encased in Zircaloy cladding that isclates it from
the environment. Models were developed to
describe cladding degradation from creep,
cerrosion, and mechanical failure, or rockfalls.
The model assumed cladding was failed at the time
of emplacement in the repository for the stainless-
steel-clad fuel (1.15 percent of inventory; CRWMS
M&O 1998a, p. 30) and for fuel with defective
cladding from reactor operation {0.1 percent; EPRI
1997, p. 4-1). The latter type of failure is termed
“juvenile” cladding failure. Both creep and
delayed hydride cracking, .a process where
hydrides facilitate cracking of the cladding, were
modeled, but neither contributes significantly to
the amount of fuel available for dissolution.
Hydride embrittlement was also evaluated. If the
assumption is made that the waste package failed
after 100 years (during high temperature period},
the amount of hydrogen taken up from the cladding
corrosion is less than 50 ppm. This level of uptake
of hydrogen is expected to have negligible effect
on the cladding fracture toughness. For instance,
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Kreyns et al. (1997, p. 766) showed that the
fracture toughness decreased from 42 MPa-m"? to
8 MPa-m®? as the hydrogen content increased from
zero to 4,000 ppm, a hydrogen uptake value much
higher than 1s expected for the cladding.

One cause of cladding already being failed when it
arrives at the repository is the type of cladding used
in early fue] designs. Fuel design for commercial
reactors has been evolving. Eight of the earlier
reactors used stainless steel cladding, but no
operating reactor currently uses this type of
cladding. This type of fuel represents a total of
723 MTU, 1.15 percent of the estimated 63,000
metric tons of commercial fuel to be placed in the
repository. Because the stainless steel cladding is
expected to corrode rapidly relative to Zircaloy,
this fraction of the fuel is likely to be exposed for
dissclution when the waste package fails.

The failure rate for commercial fuel that is clad in
Zircaloy has improved with time. Reactor cores
prior to 1985 had an individual fuel rod or pin
failure rate from 0.02 percent to 0.07 percent
(EPRI 1997, p. 4-1). The pin failure rate has
decreased to the current rate of 0.006-0.03 percent,
(EPRT 1997, p. 4-2) with an average pin failure rate
for both time periods of 0.01-0.05 percent.
Occasionally, a specific core will have a higher
failure rate, with the highest reported rate being
0.4 percent. For this analysis, the pin failure rate
1s intended to represent a conservative average, and
not the extreme damage to a single core or
assembly. The analysis assume an average of
0.1 percent of all pins are damaged to some degree.
This is approximately twice the rate of failures in
EPRI (1997, p. 4-1}.

In the early stages of postclosure {first 50 years),
the cladding could be damaged by creep or strain
failure if the temperature {and, therefore, cladding
stress) is high enough. This failure mode leads to a
pinhole or hairline crack. This type of failure is not
predicted to occur for pins in the average waste
package and does not significantly contribute to the
source term.

The fracticn of fucl exposed for dissolution is used
directly in the RIP computer program that

integrates the components of the repository system.
The type of pin damage from reactor operation can
be characterized as follows (EPRT 1997, pp. 4-3,):

8090 percent
0-20 percent
0.04-0.9 percent

» Pinhole and hairline cracks
+ Intermediate condition
+ Severe damage

The fuel damaged by creep failure has either a
pinhele or a hairline crack, exposing a very limited
amount of fuel. The fuel temperatures are too low
to produce U;0; and cladding unzipping, or tearing
open. Therefore, only a limited amount of fuel is
exposed for dissolution. The analysis assumes that
the exposed fuel from juvenile failures, 0.1 percent
of total fuel, has no cladding and is available for
dissolution. This amount is added to the amount of
fuel exposed because of the failure of stainless
steel cladding, yielding a total of 1.25 percent of
commercial fuel available for dissolution when the
waste package fails. This approach is potentially
non-conservative because it spreads the release
over a larger area than if all stainless steel clad fuel
was packaged together. The overall effect on
parfarmance however is negligible because of the
mixing in the unsaturated zone.

Zirconium corrosion has been studied since 1946
when commercial grades became available.
Rothman (1984, p. 11} compared the oxidation
rates for Zircaloy, an alloy of zirconium, assessed
by six different authors and predicts corrosion
amounts that vary from 4 to 53 microns for
cladding exposed for 10,000 years at 180°C
{356°F). Rothman assumed {for both the
pressurized-water reactor and the boiling-water
reactor} that fuel was 10 years old, loaded to
44 kW/acre, 3.3 kW/package. Cladding tempera-
tures start out at ahout 330°C (626°F) and cool to
about 100°C (212°F) in about 1,000 years. The
water used was J-13. All of the corrosion rate
models use a temperature dependency that predicts
near zero ¢orrosion rates at Ibng-term repository
temperatures, Using recent correlations by four
different authors, Einziger (1994, p. 556) for dry
oxidation, YanSwam and Shann {1991, p. 771) for
wet oxidation, Hillner et al. {1998, p. 6} for the
most recent naval spent nuclear fuel wet corre-
lation, and Hillner et al. (1998, p. 23 eg. 6) for this
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widely used EPRI sponsored model, an analysis of
the hottest pin in an average waste package
exposed to the temperature history predicted at
YMP gives corrosion depth from I to 5 microns if
the waste package is assumed to have a breach at
emplacement. The hottest pin in the hottest waste
package would have from 38 to 93 microns of
oxidation depending on the correlation used and
again assuming that the waste package had a
breach at emplacement. If the hottest waste
package stays sealed for 50 years and then is
breached, the hot pin cladding will oxidize to a
depth of 2-10 microns. Such depths are small
compared to the cladding thickness, which is
typically 570 microns.

Yau and Webster (1987, pp. 707-708) reviewed the
aqueous corrosion of Zircaloy in various chemical
environments, While it is corrosicn resistant in
typical environmental conditions, Zircaloy is
susceptible to corrosion by fluoride ions {greater
than 100 ppm and pH dependent); hydrofluoric
acid; and aqua regia, which is a mixture of nitric
and hydrochloric acids. Yau and Webster (1987,
pp. 709, 717) reported that Zircaloy is resistant to
crevice corrosion, which is corrosicn facilitated by
conditions in a crevice between two pieces of
metal. If the Zircaloy oxide layer is removed,
Zircaloy is susceptible to galvanic corrosion if
coupled to a more noble metal, either platinum,
gold, graphite, titanium, or silver. It has a
corrosion rate of 18 microns per year in a
3.5 percent boiling scdium chloride solution
containing 500 ppm of copper ions at a pH equal to
5; however, there was no observed corrosion at a
pH equal 1o 6 {Yau and Webster 1987, p. 717, Table
13). Zircaloy is susceptible to pitting from ferric
chloride ions. Ferric chloride pitting requires ferric
ions, and the pH must be less than 3. Current
analysis of the water chemistry inside the waste
package predicts that the pH is above 7.0.
However, the chemistry within the waste package,
hence the long term performance of Zircaloy
cladding, is not well understood and has consid-
erable uncertainty. Stress corrosion cracking has
been observed in fuel pin locaticns that have high
local stresses from pellet interactions. Such inter-
actions are not expected after reactor discharge
when the pellet contracts from the cladding.

Corrosion of Zircaloy was modeled using the waste
package degradation computer code. This model
assumes corrosion occurs after 100,000 years.
Experimental results are available for corrosion of
Zircaley and high-nickel alloys such as Alloy 22,
{other types of material used for cladding), under
very severe conditions of hot, concentrated acids.
Corrosion rates for the Zircaloy tend to be from ten
to many thousands of times slower than the high-
nickel alloys such as Alloy 22 under extreme acid
conditions.

The Zircaloy corrosion model calculated the
fraction of cladding patches that are 75 percent
corroded using the Alloy 22 general corrosion
medel with the corrosion rate decreased by a factor
of 10 (upper limit) and 1,000 {lower limit). For
each realization, corrosion of the Zircaloy starts at
the first penetration of thc waste package, and the
fuel area exposed (fraction of failed patches} is
calculated as a function of time. Fuel exposure is
initiated at about 30,000 years after the first patch
penetrates the waste package. After one million
years, the amount of fuel that could be exposed
with this model ranges from 0.3 percent to
40 percent.

Rockfall onto the fuel after a waste package has
experienced general corrosion causes mechanical
failure. The assumed sequence of events leading to
mechanical failure is the following:

» Rocks fall onto the upper surface of the
waste package.

» The inner supports of the waste package fail
and the fuel falls to the bottom of the waste
package.

+ Rocks fall 20 cm (8 in,) from the top of the
waste package to the top of the fuel.

A separate statistical analysis of Zircaloy
mechanical failure caused by falling rocks predicts
that 0.2 percent to 11 percent of the fuel is exposed
by this mechanism over I million years (CRWMS
M&O 1998a, p. VIII-9). Mechanical failures are
expected to begin to occur at 100,000 years as the
loss of waste package integrity becomes signif-
icant. The failure rate is assumed to continue
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linearly on a logarithmic time scale to 1 million
years.
3.5.2.2 Dissolution Rates

Commercial Spent Nuclear Fuel Dissolution.
The dissclution of spent nuclear fuel and radionu-
clide release are not thermodynamic equilibrium
processes, so the development of a dissolution rate
model uses concepts from nonequilibrium thermo-
dynamics. The objective is to derive an equation
for the dissolution rate consistent with quasi-static
thermodynamic processes and laboratory data.
Currently, detailed knowledge is not available for
the sequence of chemical and electrochemical
reaction steps to describe the dissolution process
over the range of spent nuclear fuel inventory,
potential water chemistries, and temperatures. The
current approach is to obtain an experimental
database of dissclution rates for a subset of specific
spent nuclear fuels over a range of controlled,
aggressive water chemisiries and temperatures.
These data are then used to evaluate empirical
parameters in a rate law to describe the dissolution
rate of spent nuclear fuel {Stout and Leider, 1997,
p.3.4.2-1}.

The test data for dissolution response were best
represented by a model, in the form of a rate law as
a product polynomial of the bulk water chemistry
concentrations and temperature, This follows the
form of the Butler-Voimer equation, which is
commonly used in correlation of corresion and
electrcchemical rate data. In the above approach,
thermodynamic nonequifibrium was assumed for
the dissolution process. By substituting the tradi-
tional chemical potentials that include a
logarithmic dependence on activities or concentra-
tions for the chemical potential changes in the
Butler-Volmer-like model form, the classic
chemical kinetic rate law was derived.

Burnup was represented as a concentration term as
well, because it is proportional to the aggregated
production and concentration of fission preducts,
For regression purposes, the model was linearized
by taking logarithms of each term, and fitting that
equation, and allowing cross and quadratic terms to
explain interactions and nonlinearities. This model
describes features of the chemical dissoluticn

processes far from thermodynamic equilibrium and
provides a reasonably good fit to the available data.
Depending on the terms and coefficients in the
model, extrapolation outside the measured
independent variable space could cause large
prediction errors. The TSPA-VA model does not
extrapolate outside the range of measured values.

High-Level Radioactive Waste Dissolution.
Experimental and modeling work on aqueous alter-
ation of borosilicate glass shows that the most
important parameters in predicting glass alteration
rates are temperature, exposed surface area,
solution pH, and dissolved silica concentration in
solution (O'Connell et al. 1997, p. 2; Bourcier et al.
1994}, Long-term dissolution medels for beorosil-
icate glass employ a rate equation that includes
these parameters and is consistent with transition
state theory. The rate equation indicates that the
dissolution rate will slow down as the dissolution
process of the berosilicate glass adds to the silica in
solution. As the glass dissolves, secondary phases
begin to precipitate. A fraction of the silica
contained in the glass will be trapped in the
secondary phases. Thus only a fraction of silica in
altered glass actually dissolves in the solution.
That fraction depends on the types and amounts of
alteration minerals that form during the glass alter-
ation process.

The experimental data for several glass composi-
tions show that even when the solution is saturated
with silica after a long period of time, there persists
a residual dissolution rate, as evidenced by the
continuously increasing concentrations of certain
highly soluble elements of the glass composition

(Grambow 1987, pp. 34-37). This requires an
additional parameter to the rate equation which
accounts for this residual reaction rate under silica
saturated conditions. The TSPA-VA analyses do
not include any performance credit for the stainless
steel canister for the glass waste form. The
analyses assume failure of the canister after waste
package failure.

3.5.23 Solubility Limits

The waste form dissolution model initially
provides calculated upper and lower boundary
values on the agueous concentration of radionu-
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clides in groundwater that has reacted with the
waste form. Subsequently, these values are filiered
by comparing them with solubility-limited values
that are sampled from either a distribution of
solubility lirnits for radionuclide-bearing minerals
or a functional form for the solubility limit for each
radicnuclide considered. If the sampled selubility-
limited value is lower for the given radionuclide
than its derived concentration from the waste form
dissolution model, then the aqueous concentration
is set to the solubility-limited value and the
difference in mass is calculated to precipitate out of
solution. These solubility-limited values place
constraints on the aqueous concentration of the
particular radionuclide element censidered, with
each isotope of that element present in proportion
to its isotopic abundance.

1524 Colloids

Colloids are particles that are small enough to
become suspended and transported in a liquid.
Based on experiments and observations to date,
plutonium attachment to colloids can vary from
relatively fast and reversible to effectively
irreversible. However, the necessary parameter
values for modeling platonium attachment to
colloids are not available. In addition, the perfor-
mance assessment computer codes for modeling
radionuclide transport currently cannot accom-
modate the complexity needed for these calcula-
tions. Instead, plutonium attachment to colloids
has been modeled using the two extremes: instan-
tancously reversible attachment and totally
irreversible attachment as shown in Figure 3-33.
Partitioning of plutonium inte these two categories
is treated as a sampled parameter.

The reversible model assumes Instantaneous
equilibrium between dissolved radionuclides and
colloid particles and was available within the RIP
code for use in the near-field and the FEHM code
for use in the far-field. The RIP model defines the
amount of radionuclide mobilized in colloidal form
as the product of the dissolved radionuclide
concentration, the dissolved-colloid sorption parti-
tioning coefficient (K}, and the colloid concen-
tration. The colloid concentration was calculated
as a function of the icnic strength of the fluids as

described in Section 3.3.34. The FEHM model
combines the X, and colloid concentration param-
eters into a single parameter; the agueous-colloid
partitioning coefficient, K. The parameter ranges
used in the calculations are summarized In
Table 3-16.

The irreversible model was also included in the
calculation 1o capture the possibility of a fraction
of the radionuclides moving rapidly through the
transport system irreversibly attached to colleids.
At the Benham nuciear test site at the Nevada Test
Site, rapid transport of colloid-associated
plutonium may have occurred (Thompson et al.
1998, pp. 13, 18}). At 1.3 ki (0.8 mile) from the
blast site, 1 x 107'* M colloid-associated plutonium
was detected 30 years after the blast. It is not clear
what fraction of the transport was caused by
transpert on colloids, injection through fractures at
the time of the blast, or transport as dissclved
plutonium. However, fracture injections have not
been observed to extend beyond a few hundred
meters and dissolved plutonium is expected te sorb
strongly to the fracture surfaces. In fracture
systems, colloids that are repelled from the host
material walls may move even faster than
nonsorbing dissolved species because they remain
in the faster flowing portions of the flow paths.
This behavior was seen in a fraction of specially
designed colloids pumped through 32 m (105 ft) of
fractured tuff near Yucca Mountain (CRWMS
M&O 1997f). These observations suggest that
some small fraction of colloid-associated
plutonium may travel relatively quickly through
water-filled fractures, but these observations do not
adequately define the uncertainty in this process.

Table 3-16. Parameters Used in Reversible Attachment
Mogel

‘ Kd{mi.fg)] Eftective K_

Near-field colloids

Clay 10%-10%| ~70%5.10¢

Iron oxyhydroxy colloids 10%- 108 | . 108 . 157

Spent fuel waste form colloids 109 108 10%-1

Glass waste form colioids 1P 16° 105 -1

Far-field colloids

10%- 10

Notes:
bold. as input
italic: efective value in calculation
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Specifics of colloid properties such as surface
charge, size distributicn, and stability in expected
groundwaters, and of the transport and filtration
properties in the pathways within the fractured tuff,
and are not adequately known for accurate
prediction at this time. These observations,
however, were used to guide the selection of a
large range for sensitivity studies. Based on the
expected value plutonium solubility of § x 107 M
and the observed 1 x 104 M colloidal plutonium
concentration 1.3 km (0.8 mile) from the blast site,
DOE has estimated that about 1 x 107 of the
plutonium has attached irreversibly to colloids and
also moved quickly. Because this estimate is quite
uncertain and because the applicability of this
estimate to transport within the Yucca mountain
site is unknown, a three order of magnitude range
was added to either side of this estimate. While
this fraction includes effects from both source term
and transport, it was implemented into the calcula-
tions at the interface between the engineered
barrier system and the natural barmrier system. The
“irreversible  plutonium™ mass flux from the
engineered barrier system to the unsaturated zone
was calculated as the “reversible plutonium” mass
flux times this irreversible plutonium fraction,
Once passed to far-field, the “irreversible
plutonium” was treated as a nonsorbing, slowly
diffusing tracer.

3.5.258 Secondary Phase Analyses
Laboratory experiments {Wronkiewicz et al. 1992,
p. 125) and field observations {Pearcy et al. 1994,
pp- 713,716, 718, 722, 724) demonstrate that when
nuclear spent nuclear fuel is contacted by ground-
water, it starts to disselve and forms uranyl
{uranium) minerals. The major secondary phases
are schoepite, urancphane, Na-beltwoodite, and
soddyite. Both theoretical prediction (Bums et al.
1997, pp. 1, 3-5, 8} and laboratory measurements
(Buck et al. 1998, pp. 87, 91-93) indicate that
neptunium would be incorporated into the structure
of secondary phases during dissolution of spent
nuclear fuel. Therefore, neptunium release would
be controlled by the dissolution rate of secondary

phases. Based on this concept, a computer model
has been buillt to calculate the release rate of
neptunium using a reactive-transport simulator
{Chen et al. 1995, p. 8-24, 1996, pp. 1051-1052).

The simulations start with schoepite, which is
allowed to dissolve and precipitate uranophane,

Na—boltwoodites, and soddyite. The model
assumes that the molar ratio of neptunium to
uranium in schoepite is 0.0016, the same as that in
the initial spent nuclear fuel inventory (with
americium-241 and plutonium-241 grouped with
neptunium-237). Two scenarios were considered:
all of the neptunium released from schoepite disso-
lution goes into agqueous solution; and released
neptunium is alse incorporated into uranophane,
Na-boltwoodite, and soddyite with the same
uranium te neptunium ratio. Simulations with
different temperature (30° and 70°C, or 86° and
158°F) and different cladding failure {1 percent
and 11 percent} were carried out.

Simulated neptunium concentraticn at the bottoms
of waste packages ranges from 1 x 1091to 1 x 10'¢
mol/kg of solution. Based on the simulation
tesults, a log-uniform distribution ranging from 1 x
109 to 1 x 105 mol/kg with a expected value of 1 x
107> molfkg was proposed for a sensitivity study.
This effort was the first attempt at including the
attenuation of neptunium release because of the
incorporation of neptunium in secondary phases.
The lower limit of these simulations s consistent
with the drip tests conducted at Argonne National
Laboratory that reported neptunium concentrations
of 10" mol/kg (Finn et al. 1995, pp.6S, 67).

3.5.2.6 Engineered Barrier System
Transport

Radionuclide transport out of the waste form and
waste package, through the invert system, and into
the unsaturated zone is dependent on several

events.  The waste package must degrade,
providing a path out of the waste package. The
waste forrn must alse degrade to allow radionu-
clide release. The primary transport medium is

3 Uniike Argonne National Laboratory's drip tests, no Na-boltwocdite was secn in the simulations. Tt is believed to be
caused by the inaccuracy in the thermodynamic data of Na-boltwoodite.
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3.5.3.6 Remaining Uncertainties in
Engineered Barrier System

Analyses

There are several remaining areas in the analysis of
the engineered barrier system that are not fully
analyzed in the TSPA:

» The invert is assumed not to degrade with
time but to retain the same transport charac-
teristics of concrete for the duration of the
analyses. However, the chemistry of the
invert will probably change as the system is
heated during the thermal period. Heating
may alter the transport characteristics of the
invert. Likewise, the invert sorption charac-
teristics are not well known and are under
study. The impact of more complex invert
analysis on overall system performances is
not expected to be significant because of the
small transport length involved relative to
the total transpert length.

The base case does not fully account for rock
falling into the drift at later times, which is

an expected condition. The cladding model
attemnpts to evaluate some effect of rockfall
on the cladding, but the rest of the analyses
do not incorporate rockfall at later times.
Rockfall may alter the thermal-hydrologic
characteristics and enhance waste package
degradation. Its effect on overall perfor-
marnce is uncertain.

The effect of the secondary phases on subse-
quent radionuchide transport is not fully
analyzed in the TSPA. Neither the disso-
lution rate of the secondary phase nor the
identity of radionuclides that will become
fixed in the secondary phases has been weli
characterized. This process could have the
effect of delaying radionuclide releases,
which may prove improved overall system
performance.

The amount of seepage into the waste
package and onto the waste form has been
previously discussed and is a significant
factor in releases from the engineered barrier
system, How much water actually enters the

waste package once it is breached is highly
uncertain.  The TSPA-VA analyses are
conservative in this area,

» Diffusive transport out of a locally failed
fuel rod is not explicitly considered and
could significantly reduce release rates.

3.6 UNSATURATED ZONE TRANSPORT

As described in Volume 1, the repository is located
in Yucca Mountain in the unsaturated zone, about
midway between the ground surface and the
regional water table. In the unsaturated zone,
available voids in the rock, in the form of rock
matrix pores and fractures, are filled partially with
water and partially with air. The regional water
table is the top of the saturated zone, below which
the rock voids are fully saturated with water. Water
movement is primarily downward through the
unsaturated zone at Yucca Mountain, with possible
lateral flow in certain regions such as perched
water. The sequence of hydrogeoclogic units, their
hydrologic and geochemical characteristics, and
the imposed infiltration flux control radionuclide
transport in the unsaturated zone. The unsaturated
zone transport component of the TSPA evaluates
the migration of radionuclides from their intro-
duction at the edge of the engineered barrier
system to the water table (Figure 3-56). Defini-
tions of technical terms used in Volume 3 are
available in the VA glossary.

The unsaturated zone transport modeling studies
and analyses presented in this section were
prepared with the view of addressing selected
aspects of the NRC Key Technical Issues on Unsat-
urated and Saturated Flow under Isothermal Condi-
tions (NRC 1997e; 1997f) and Total System
Performance Assessment and Integration (NRC
1998a). Specifically, the information presented is
pertinent to the unsaturated zone flow and transport
under isothermal conditions subissue on the
groundwater percolation through the repository
horizon and the ambient flow conditions in the
saturated zone, and the TSPA integration subissue
on mode! abstraction.

Yucca Mountain was formed from a sequence of
volcanic ash flows and ash falls that created a
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typically found at the base of the Topopah Spring
welded unit and in areas of the Calico Hills zeolitic
unit. These perched water bodies are believed to
have formed by alteration of minerals in fractures
to low permeability minerals that elfectively block
flow through the fractures {Bodvarsson et al. 1997,
Section 13.5 pp. 13-13 and 13-14). This blockage
of fracture flow will lead to lateral diversion of
radionuclide transport if the percolation flux is
sufficiently large. See Section 3.1 for additional
information on unsaturated zone flow. Under
nominal and most disruptive scenarios, transport of
radionuclides through the unsaturated zone is one
of several processes that impede the release of
radioactive waste to the accessible environment
after repository closure. The radioactive waste
may migrate in unsaturated zone groundwater as a
dissolved molecular species or associated with
particles called colloids.  Colloids are fine
particles, between 0.001 and 1 micron that can
Interact with radionuclides through sorption and
other chemical mechanisms, and are potentially
mobile. Colloids reduce the interaction of the

aqueous species with the rock matrix and enhance
advective transport of the radionuclides, which is

described below. Colloid interaction with radionu-
clides may be described in terms of reversible and
irreversible interactions. Reversible interactions
allow the radionuclide to detach from the colloid.
For imreversible interactions, the radionuclide is
attached to the colloid fer the duration of the
transport process.

Five processes aflect the movement of dissolved or
colloidal radionuclides: advection, diffusion,
dispersion, sorption, and radicactive decay (de
Marsily 1986, Chap. 10} (Figure 3-57}. These
processes are described below.

Advection is the movement of dissolved or
colloidal material because of the bulk flow of a
fluid, which in this case is water., This key
transport mechanism can readily carry radionu-
clides through the approximately 300 m (984 ft) of
unsaturated rock between the potential repository
and the water table. Advection is also an important
mechanism for radionuclide movement between
fractures and rock matrix. In many of the hydro-
geologic units, advection through fractures is
expected to dominate transport behavior, primarily

because the expected flow rates through these
systems exceed the mafrix flow capacity under a
unit gravitational gradient. Advection through
fractures is fast because of high permeability and
low porosity, with few opportunities for radionu-
clides to contact rock matrix. A few of the hydro-
geologic units have much larger matrix perme-
ability and are expected to capture most of the
fracture flow by advection from the fractures to the
matrix, causing much slower transport velocities
and closer contact of the radionuclides with the
mafrix. Advective transport pathways result from
and therefore follow the flow pathways, which are
predominately downward. However, lateral
diversion is expected along hydrogeologic unit
contacts having strong contrasts in rock properties,
particularly in areas of perched water. Flow that is
diverted laterally ultimately finds a pathway to the
water table through more permeable zones, which
may be faults.

Diffusion is the movement of dissolved or colloidal
material becausc of random thermal motion at the
molecular scale. Diffusion results in mass flux at
the continuum scale when the dissolved or
colloidal material is nonuniformly distributed, that
is, exhibits concentration gradients. It is not an
effective mechanism for transport between the
repository and the water table because of the large
distance involved (about 300 m, or 984 ft).
However, diffusion can play an important role in
radicnuclide exchange between fractures and rock
matrix. Diffusion from fractures to the rock matrix
can slow the advance of radionuclides undergoing
advective transport through fractures.

Dispersion is a transport mechanism caused by
localized variations in the radionuclide transport
velacity due to localized variations in the flow field
and molecular diffusion. These vartations cause
dispersion of the radionuclides both along and
transverse to the average flow direction. Variations
in both the magnitude and direction of the radionu-
clide velocity contribute to the overall dispersion.
The dispersion resulting from variations in the flow
field, under certain limiting conditions, can act in a
manner analogous to diffusion, in which mass flux
is proporticnal to the concentration gradient.
Dispersion is most important where concentration
gradients are the largest—near the front of a propa-
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gating plume or along the lateral edges of the
concentration field.  Dispersion smears sharp
concentration gradients and can reduce the break-
through time, or arrival time at a specific point, for
low concentration levels of an advancing concen-
tration front.

Sorption is a general term for describing a combi-
naticn of chemical interactions between the
dissolved radionuclides and the solid phases, that
is, either the immobile rock matrix or colloids.
Any given sorptive interaction is caused by a set of
specific chemical interactions such as surface
adsorption, precipitation, and 1on éxchange.
However, the sorption approach does not require
identifying the specific underlying interactions.
Instead, batch sorption experiments are used to
identify the overall partitioning between the
aqueous and sclid phase, characterized as a
sorption or distribution coefficient (X;}. The
strength of the sorptive behavior is a function of
the chemical element, the rock type involved in the
interaction, and the geochemical conditions of the
water contacting the rock. Sorption reduces the
rate of advance of a concentration f{ront in
advective and diffusive transport, and amplifies the
cffects of diffusive flux of radionuclides from the
fractures to the rock matrix through its influence on
the concentration gradient. In this context,
sorption acts to retard the movement of solutes.
The sorption coefficient, X, is generally combined
with other terms In transport equations to give a
retardation coefficient. This coefficient expresses
the increase in effective pore volume that is
provided by partitioning between the aqueous and
the solid phases.

Radioactive decay is a process that affects the
concentration of radionuclides during transport
through the unsaturated zone. For simple decay,
the radionuclide concentration decreases exponen-
tially with time, creating decay products that are

stable. Chain-decay adds another layer of
complexity because of the ingrowth of new radio-
nuclides created from the decay of a parent radio-
nuclide. One aspect of potential significance with
respect to chain-decay 1§ that daunghter products
may have significantly different sorption behavior

than the parent radionuclide, thus affecting

transport.

To reach the accessible environment, radienuclides
must traverse the unsaturated zone to water table,
and then migrate through the saturated zone. An
exception to this would be radionuclides that
partition into the gas phase in the unsaturated zone,
and therefore may potentially escape the unsat-
urated zone at the ground surface. Very few radio-
nuclides are expected tc be able to move in the gas
phase. These radionuclides are carbon-14 {as CO,)
and perhaps chlorine-36 and iodine-129 (as CI, and
I,, respectively). Even if these radicnuclides do
manage to transport in the gas phase, the dose
consequences for such releases are expected to be
inconsequential {National Research Council 1995).
Therefore, gas-phase radionuclide transport in not
modeled in the TSPA.

Because radionuclide movement is almost exclu-
sively in water, radionuclides tend to migrate with
the unsaturated zone flow, which is mainly vertical.
After movement through the unsaturated zone,
radionuclide transport is primarily horizontal
through the saturated zone to the location where
repository performance is measured. The primary
role of the unsaturated zone (below the engineered
barrier systern} for performance is to delay radio-
nuclide movement. If the delay is long enough that
a given radionuclide will decay considerably, then
the unsaturated zone can have a large effect on
decreasing the dose from that radionuclide at the
accessible environment. The amount of delay
strongly depends on the climate (infiltration) and
sorptive interaction between the radionuclide and
the rock matrix in the unsaturated zone.

3.6.1 Construction of the Conceptual Model

The conceptual model for radionuclide transport in
the unsaturated zone is a combination of
conceptual medels for the processes described in
the previous section: unsaturated zone flow, or
advection; diffusion; dispersion; sorption; colloid-
facilitated transport; and radicactive decay
{Figure 3-57).
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The primary vehicle for formulating the conceptual
models for these processes was the workshop on
unsaturated zone radionuclide transport held in
Albuquerqgue, New Mexico, on February 5-7, 1997
{CRWMS M&O 1997p). The workshop addressed
the attributes of radionuclide transport within the
unsaturated zene that may impact the long-term
performance of a geologic repository at Yucca
Mountain. Issues related te unsaturated zone
radionuclide transport were reviewed and priori-
tized. Methods to capture the key processes in
performance assessment models were discussed
and problem formulations were proposed (see
Table 3-17).

The results of the workshop ied to investigations of
the following subjects:

+ Fracture/matrix interaction and sensitivities
* Transient flow and transport
» Colloid-facilitated radionuclide transport

* The linear sorption model relative to more
complex geochemical interaction models

+ The effects of dispersion and fine-scale
heterogeneity

The results of these investigations formed part of
the basis for the unsaturated zone radionuclide
transport model discussed below.

3.6.1.1 Unsaturated Zone Flow Model

The detailed geometry of fractures and matrix pore
spaces at Yucca Mountain is far too complex to be
modeled explicitly. Nevertheless, it is important to
capture the larger-scale spatial vartability, such as
differences between welded and nonwelded hydro-
geologic units, and the differences in fracture and
matrix properties at the local scale. To show this
variability, a dual-permeability model is used for
fractured rock. In the dual-permeability model, the
fractures and matrix are distinct interacting
continua that coexist at every point in the modeling
domain. Each continuum is assigned its own
hydrelogic properties such as permeability and
porosity, which may also vary spatially. In general,

the fractures are modeled as a highly permeable
continuum having low porosity; the matrix is
modeled as a much less permeable continuum
having higher porosity. The dual-permeability
modcl offers a bimodal approximation to the true
spectrum of fracture and matrix properties. More
importantly, the dual-permeability model can
capture the effects of fast pathways for radionu-

Table 3-17. Unsaturated Zone Radionuciide
Transport Abstraction/Testing Workshop

UNSATURATED ZONE RADIONUCLIDE TRANSPORT
ABSTRACTION/TESTING WORKSHOP
February 5-7, 1997, Albuquerque, NM
{CRWMS M&D 1997p}

PRIORITIZATION CRITERIA
+ Does the processfissue aflect the

Radionuclide concentration?

Radionuclide velocity?

Water fiux?

Spatial and temporal distribution of travel times to the
water table?

HIGHEST PRIORITY ISSUES
»  Physical transpon processes:

- What congeptual mode! should be used tor fracture/
matrix interactions?

— How should lJong-term transient flow be included in
unsaturated zone radionuclide transport modeling?

— What range and dependencies should be used for the
fracture/matrix interaclion parameter?

Chemical interactions and repository-perturbed environ-

ment:

— ig the minimum K; approach an appropriate modeling
approach for unsaturated zone radionuclide transport?
Are colloids expected to play an important role in unsat-
uraied zone radionuclide transport?

Is thermal-chemical alteration of existing minerals
expected to be imponant for unsaturated zone radionu-
clide transport?

Heterogeneity:

- Is lateral diversion of radionuciide pathways expected
to be important for unsaturated zone radionuclide
transport?

— Is a more detailed stratigraphy below the repository
expected 10 be imporant for unsaturateg zone radionu-
¢lids transport?

- Arg areal variations in abundance and composition of
zeolites expected to be important for unsaturated zone
radionuclide transport?

Model calibration:

- What are the crteria and methods for modsl
calibration?

_ANALYSIS PLANS
Fracture/matrix interaction

Transient flow and transport

Colloid-facilitated radionuciide transport

Sorption models for radionuclids transport

Efiects of dispersion and fine-scale heterogeneity on radi-
onuclide trangport
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clide transport from the repository fo the water
table. This feature is an important improvement
over single-continuum models {Robinson et al.
1996, Section 9.5.3; Robinson et al. 1995, Section
8.3).

The conceptual model for unsaturated zone
transport is strongly tied to the conceptual model
for unsaturated zone flow. As described above,
advective transport because of flow is the main
transport mechanism that can move radionuclides
from the repository to the water table. Conceptual
models for unsaturated zone flow are commonly
based on a continuum relationship, known as
Darcy's law, which relates volumetric flow rate and
the gradient of hydraulic potential. In the case of
fractured, porous rock such as the volcanic rock
that constitutes Yucca Mountain, these continuum
relationships are extended to embrace two
coexisting continua, fractures and rock matrix, that
interact according to the same constitutive relation-
ships that govern flow in a single continuum.

From the standpoint of unsaturated zone transport,
the need for explicit and separate representation of
fracture and matrix flow arises because of the
extreme disparity in transport velocities that can
occur in the two continua. Travel times for radio-
nuclides transported to the water table exclusively
in fractures are expected to be about 10,000 times
faster than travel times for radionuclides moving
exclusively in the matrix. In addition, the fransport
velocities in the fractures may be sufficiently rapid
that radionuclide concentrations in the fractures are
in disequilibrium with concentrations in the matrix.
For example, a high concentration of radionuclides
entering fractures at the repository may penetrate
the entire unsaturated zone before establishing a
uniform, equilibrated concentration in the rock
matrix. Therefore, a mechanistic and dynamic
model of transport through the fractures and
mairix, as well as exchange between the fractures
and matrix, is needed to represent the system.

The dual-permeability model provides the
necessary level of detail to capture the important
differences between transport through fractures
and matrix. There are other possible approaches to
modeling flow in fractures and matrix rock.
However, these other models, such as the equiv-

alent continuum model, do not recognize the
important dynamic coupling between fractures and
matrix. For these reasons, the flow and transport
models for the unsaturated zone are based on dual
permeability.

In general, flow in the unsaturated zone is time
dependent or transient. One mechanism respon-
sible for this time dependence is the time variations
in the infiltration flux at the surface. The time
variation of the infiltration flux may be approxi-
mated as occurring over short intervals charac-
terized by changes in weather, resulting in episodic
transient flows, or over much longer time periods
corresponding to climate changes. Existing infor-
mation ¢concerning episodic transient flow seems to
indicate that it may not be able to frequently
penetrate through the unsaturated zone to the level
of the repository because fracture flow tends to be
absorbed by the matrix of the Paintbrush
nonwelded hydregeologic unit. This information
also suggests that episodic transient flow appears
to be localized in preferential pathways associated
with through-going faults that breach the Paint-
brush nonwelded unit (Robinsen et al. 1997; p 6-
15). Episcdic transient flow propagating through
fractures tends to be absorbed by the Paintbrush
nonwelded unit, resulting in much slower drainage
of the episodic flow events in hydrogeologic units
at and below the repository level (Rebinson et al..
1697, Section 6.13). Simulation results indicated
that transport is not too different under episodic
transient flow as compared with steady flow
(CRWMS M&Q 1998i, Section 7.6). Simulations
show instances where breakthrough is faster for the
steady flow case as compared to the episodic
transient flow case (given the same average flow)
and also the reverse. The reasons for this behavior
are not understood. Therefore, the total quantity of
water able to penetrate the unsaturated zone in the
fracture system without interacting with matrix
may, in fact, be larger for steady flow than for
transient pulses, given the same average infiltration
flux {CRWMS M&OQO 1998i, Section 7.6). For
these reascns, episodic transient flows have not
been incorporated into the TSPA-VA calculations.
Changes in unsaturated flow because of lenger-
term changes in climate have a more pronounced
influence on unsaturated zone flow than episodic
transient flow. Sustained changes in infilfration
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associated with climate change ultimately impact
the entire flow field in the unsaturated zone. The
actual transient period during which the unsat-
urated zone flow responds to a climate change,
however, has been found to be less significant
(Robinson et al. 1997, Section 8.11, pp. 8-47 and 8-
48; CRWMS M&O 1998i, Section 7.4). The
reason is that the change in flow in the fractures,
which dominates the flux in most hydrogeologic
units, responds relatively quickly to a change in
infiltration.  Therefore, the quasi-steady flow
model was used to estimate the effects of climate
change on radionuclide transport. In this model,
infiltration rate is assumed to change abruptly
when climate changes from one steady flow field
to another, Transport calculations simply re-start
when climate changes with radionuclides that were
present in the unsaturated zone at the end of the
previous climate included as an initial condition for
the next climate. A distributed source of radionu-
clides throughout the unsaturated zone is derived
from transport calculations using the flow field for
the previous climate, and a new steady flow field is
selected based on the new climate.

In addition to the change in the unsaturated zone
flow field, the location of the water table is also
assumed to change abruptly at the time of climate
change. The three climate states—present day,
long-term average, and superpluvial ({(see
Section 3.1)—have successively higher water table
elevations in response to the increasing infiltration.
If the water table rises with the climate change, the
radionuclides in the unsaturated zone between the
previous and new water table elevations are
immediately available for saturated zone transport.
Water table elevations change by 80 m {262 ft)
from present-day to long-term-average climates
and by 120 m {394 ft} from present-day to super-
pluvial climates.

The flow field is expected to be mainly downward
over large scales. However, local flow field varia-
tions are expected to be three-dimensional. The
importance of these variations lies primarily in the
kinds of rock units and fracture characteristics that
dominate along the three-dimensional flow paths.
A secondary consideration is that three-dimen-
sional flow paths from the repository to the water

table wili necessarily be longer than strictly
vertical flow paths. Three-dimensional flow
patterns are expected along rock unit contacts with
contrasting properties, particularly in zones where
these contrasts are believed to be features that
create perched water (see Figure 3-57). To capture
these effects, the flow and fransport calculations
are performed in three dimensions.  Spatial

variability is captured in the three-dimensional
relationships of the hydrogeologic units and struc-
tural features, for example, faults, and in the varia-
tions in hydrogeologic and transport properties
assigned to the hydrogeologic units.

3.6.1.2 Matrix Diffusion Model

Matrix diffusion is one mechanism (the other is
advection) that transports radionuclides between
the fracture and matrix continua. Bulk diffusive
flux occurs when concentration gradients are
present because ditfusion is driven by random
molecular motion. In addition, matrix diffusion is
a function of temperature, radionuclide mass,
atomic or molecular dimension, and charge, as well
as the matrix pore structure and water saturation.
The temperature variations are expected to be
small over the time period for radionuclide releases
to the unsaturated zone. The effects of pore
structure and water saturation have been shown to
depend primarily on the volumetric water content
of the rock {Los Alamos National Laboratory
1997, pp. VI-5 and VI-6). For rock in the unsat-
urated zone, the water content is relatively uniform
spatially. Therefore, as a simpliftcation, variations
in the matrix diffusion coefficient are assumed to
be primarily dependent upon the radionuclide type,
that is, mass, size, complexation, and charge. In
this case, measurements indicate that the primary
difference is between cationic and antonic radionu-
clides (Triay et al. 1997, Section VI, pp. 189-198).
Anionic radionuclides have lower matrix diffusion
ceefficients than cationic radionuclides, that is,
they are transported more slowly by diffusion,
Lower coefficients for anionic radionuclides are
believed to be a result of size and charge exclusion
from a porticn of the pore structure. The surfaces
of the pore minerals are generally negatively
charged under the chemical conditions of the
undisturbed environment.
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In general, the direction of radionuclide transport
by matrix diffusion between the fracture
continuum and the matrix continuum depends on
the direction of the concentration gradient.
However, the most important influence of matrix
diffusion is expected to be on radionuclide
transport through fractures. The distance between
an average radionuclide in the fractures and the
matrix is small compared with the distance
between an average radionuclide in the matrix
from the fractures. This proximity is a result of the
fracture and matrix geometry, where the ratio of
fracture aperture to fracture spacing is small. Also,
diffusive penetration of the matrix is proportional
to the square root of the fracture transport time.
Because of relatively fast transport through
fractures, most radicnuclides diffusing from
fractures into the matrix do not penetrate far
relative to the fracture spacing. For this reason, the
effects of fracture spacing on matrix diffusion are
expected to be negligible, and the effects of finite
fracture spacing may be ignored.  Similarly,
because of the relatively small fraction of matrix
affected by matrix diffusion, that is, diffusive
movement from fractures into the matrix is
relatively slow, an approximate representation can
be made for fracture transport, including matrix
diffusion, separately from the advection of radio-
nuclides through the maitrix. This is done in the
transport medel by having separate, noninteracting
matrix regions for diffusive exchange with
transport in the fracture continuum and for
transport in the matrix continuum.

36.1.3 Sorption Model

Numerous rock-water chemical interactions may
influence radionuclide transport:

» Ton adsorption: metal cations sticking fo
mineral surfaces due to London-van der
Waals forces and hydrogen bonding

* Jon exchange: substitution of an aqueous
cation for the cation in a mineral structure

+ Surface complexation: coordination of an
aqueous cation with a deprotonized metal
hydroxide at the mineral surface

» Precipitation: generation of a bulk solid
phase

The nature and strength of these rock-water inter-
actions are highly dependent on the chemical
composition of both the agueous and solid phases.
The conceptual model used to capture all these
interactions and sensitivities is the minimum K
model. This model bounds the distribution of
radionuclides between the mobile, or dissolved in
the aqueous phase, and immobile, attached to the
solid phase, radionuclides using a linear, infinite-
capacity partitioning model. In this model, the
sorbed, or immobile, concentration is equal to the
aqueous concentration ftimes the partitioning
coefficient (K,;). Because of the numerous mecha-
nisms and dependencies known to influence
sorption, using a linear partitioning model with a
single ccefficient provides only 2 minimum bound

for K, and hence the immobilized fraction.’

The range of pore-water compositions of the
matrix of the undisturbed, that is, pre-repository,
unsaturated zone is expected to overlap the
combined range of groundwater compositiens for
the tuffaceous aquifer and the deeper carbonate
aquifer (Meijer 1992, pp. 18-19). Therefore,
sorption behavior investigated under this range of
conditions is used to bound sorption in the unsat-
urated zone (Triay et al. 1997, p. 173). Under the
assumptions of the model, the minimum X,
apprecach is conservative for radionuclide
transport, except in the case of colloid-facilitated
transport, which is discussed in Section 3.5 and is
further discussed in Secticn 3.6.1.4.

The surfaces of fractures, often lined with minerals
that differ from the bulk of the rock matrix, may be
capable of sorbing many of the radicnuclides
(Triay et al. 1997, p. 173). However, there has
been limited characterization of the distributions of

% Minimum bound means that the K ; used in the model represents the smallest reasonable ratio of radionuclides attached to
the solid phase versus the aqueous phase. This assumption is conservative because it implies maximum transport of radic-
nuclides in the aqueous phase.
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the fracture-lining minerals and sorptive interac-
tions with these minerals. For these reasons, it is
conservatively assumed that there is no sorptive
interaction with the fracture surfaces, and sorptive
interactions are only possible for radicnuclides in
the matrix continuum.

Sorption is known to be sensitive to rock miner-
alogy and texture because these characteristics
affect the types and available areas of different
mineral surfaces. Although many different mineral
types are present in Yucca Mountain, three basic
rock types have been identified as having distinct
sorptive interactions with the different elements of
the waste form. These rock types are devitrified
tuff, vitric tuff, and zeolitic tuff. Sorption coeffi-
cients for all radionuclides are specified for each of
these rock types in the TSPA conceptual model.

Many of the investigated radionuclides are sorbed
most strongly by the zeolitic tuff (CRWMS M&O
1998i, Tahle 7.5-1). Zeolitic tuff is primanly
composed of clinoptilolite, and usually includes
opal-CT (cristobalite - tridymite), quartz, and
feldspar. Vitric tuffs, primarily composed of glass
and feldspar, are generally less sorptive than
zeolitic or devifrified tuffs. Devitrified tuff, also
known as welded tuff, is primarily composed of
alkali feldspar and tridymite. However, the impor-
tance of sorption in the different rock types is not
only a function of the sorptive strength, X, but also
the degree of exposure the radionuclides have with
the rock matrix during transport through the unsat-
urated zone. The relative amount of radionuclide
transport through the matrix is a strong function of
the matrix permeability, where radionuclide
transport is favored through a matrix with higher
permeability. The vitric tuff is typically much
more permeable than the devitrified or zeolitic
tuffs, providing greater radionuclide contact with
the vitric matrix.

Variations of geochemical conditions in time and
space will affect the characteristics of radionu-

clide-rock interactions. Geochemical variability
may be separated into two broad categories. One
type of variability may be attributed to natural
processes of the undisturbed environment that are
observed in water samples from different locations.

The method for determining the appropriate
minimum K} is based on the range of geochemical
conditions representative of this natural variability.
Sensitivity studies suggest that future natural varia-
tions in geochemical conditions because of climate
change will have little influence on radicnuclide
transport (Robinson et al. 1997, p. 11-48). A
second type of variability is caused by the thermal-
chemical interactions of the repository with the
geochemical/mineralogical environment, disturbed
environmental conditions.  Although sensitivity
studies indicate that transient thermal effects have
little influence on radicnuclide transport (Robinson
et al. 1997, pp. 11-48 and  11-49), potential
longer-term effects on geochemical and mineral-
ogical conditions require further investigation
(CRWMS M&O 1998i, Section 7.7).

3.6.14 Colloid-Facilitated Transport Model
Colloids are potentially mobile in water flowing
through the unsaturated zone. Colloids, because
they are small solids, can interact with radionu-
clides through sorption mechanisms.  Unlike
sorption of radionuclides to the rock matrix,
however, radionuclides sorbed on colloids are
potentially mobile. Therefore, colloids can facil-
itate radionuclide transport through the unsaturated
zone at a faster rate than the aqueous phase alone.
Another form of colloidal radionuclide movement
occurs when the radionuclide is an integral
component of the colloid structure (see Section
3.5). In this case, the radionuclide is irreversibly
bound to the colloid, as compared to the typically
reversible sorption mechanism.

The transport equation of any agquecus radienuclide
through fractures is expressed in terms of the previ-
ously mentioned processes of advection, sorption
on fracture surfaces, if included, matrix diffusion,
dispersion, and radioactive decay. If the radionu-
clide is sorbed on colloids, then additional terms
are needed in the equation to describe the
advection, sorption, dispersion, and decay of the
radionuclides on colloids.  Colloid particles
themselves are not expected to experience any
significant matrix diffusion because of the very
low diffusion coefficients associated with colloids.
It is assumed that sorption of radionuclides on




Total System Performance Assessment
Volume 3

colloids may be approximated using the Kj
conceptual model described above for sorption,
except that the conservative bound now is the
maximum K, A maximum K, for sorption on the
colloidal minerals is a conservative bound because
more: of the radionuclides are placed cn the
colloids. Advective radionuclide transport through
the fractures is enhanced by reduced matrix
diffusion and matrix sorption. Given a steady,
uniform concentration of colloids and the K; model
for sorption, the ratio of the radionuclide mass in
colloidal and aqueous form is a constant value {(K,).
Both the linear nature of the transport equations for
aqueous and colloidal forms and the linear parti-
tioning of the aqueous and colloidal concentrations
allow simplification of the transport equation. The
mathematical transport model for aquecus and
colloidal radionuclides may be reduced to a single
equation in terms of the aqueous radionuclide
concentration {Robinson, et al. 1997, Section
8.10). Additionally, no new terms appear in this
transport equation, as compared with strict aqueous
transport. Therefore, the new transport equation
for reversibly sorbed aqueous-colloidal transport
has the same structure as that for strict aqueous
transport. The difference is that the transport
coefficients now include information concerning
the colloidal partitioning.

Colloids may not be able to move through the rock
matrix, particularly the welded and zeolitic rock
types, because of colloid size relative to the matrix
pore size. However, movement through the more
permeable, nonwelded vitric rock in the Calico
Hills may be possible. Advective, aguecus-phase
transport of radionuclides between fractures and
matrix is only a strong feature of the flow field in
this higher-permeability unit. As an approximation
to simplify the transport model, colloids are also
allowed to move by advection with the aqueous-
phase radionuclides between the fractures and
matrix. However, colloids are not allowed to
exchange between fractures and matrix through
matrix  diffusion (CRWMS M&O, 1998i,
Section 7.4.5.1).

In some cases, radionuclides may be an integral
part of thc colloid structure itself, which can be
approximated by an irreversible sorption model.

To model the transport of these irreversibly sorbed
radionuclides, the transport mode! described above
for reversibly sorbed, colloid-facilitated transport
is modified to account only for transport processes
that affect colloids. In other words, for this portion
of the radionuclide mass, interaction with the
aquecus phase and immoebile rock phase is
neglected. With this simplification, colloid
transport is mathematically analogous to agueocus
radionuclide transport with no matrix diffusion and
no  sorption  (CRWMS M&O, 1998,
Section 7.4.5.2).

3.6.1.5 Dispersion Model

Dispersion is included in the transport conceptual
model using a standard relationship based on Fick’s
law between mass flux and concentration gradient.
The dispersion coefficient in the Fickian
relationship is expressed as the product of the
mixing length scale, or dispersivity, and the
average linear velocity. Dispersion is indepen-
dently represented in both the fracture and matrix
continua. However, longitudinal dispersion is not
expected fo play an important role in the unsat-
urated zone  transport. The repository
emplacement area is very broad relative to the
distance to the water table, and this geometrical
arrangement tends to suppress longitudinal
dispersion effects. Longitudinal dispersion
becomes secondary to the explicitly modeled varia-
tions in transport velocities across the potential
repository because of variations in infiltration.
Also, the explicitly modeled variations in transport
velocity caused by the fracture/matrix system alsc
tend to dominate dispersion. Lateral dispersion
may play a more important role, but is limited by
the relatively short transport path from the repos-
itory to the water table compared with the size of
the source.
3.6.1.6 Chain-Decay Model

Radioactive decay is modeled using simple
exponential decay. For the base case, neptunium-
237, uranium-234, and protactinium-231 are the
only radionuclides significantly affected more than
a few percent by the neglect of the chain-decay
processes. Consideration of chain decay causes
transport calculations to be more complex because
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daughter radionuclides are created during transport
of the parent isotope. The creation of progeny
could be modeled in a complex calculation as a
distributed source term throughout the modeling
domain. However, the unsaturated zone transport
model does not directly consider chain decay and
progeny ingrowth. As discussed in Section 3.5.1.5,
the effects of progeny ingrowth are included in the
determirnation of the radionuclide inventory
present. Therefore, the effects of chain decay and
progeny ingrowth on unsaturated zone transport
are approximately included through these adjust-
ments to the radionuclide inventory. The accuracy
of this appreximation is affected by the relative
degree of sorption for the parent radionuclides as
compared with the daughter products. In most
cases, the parent radionuclides are at least as
sorptive as the daughter products. Therefore, the
approximation is conservative.

3.6.2 Implementation of the Performance
Assessment Model

This section outlines the methods used fo
implement the models described in Section 3.6.1
for total system performance assessment calcula-
tions. The description of this implementation
includes the mathematical models used, the
connections with other TSPA models, and the basic
data used to define model parameters.

3.6.2.1 Finite Element Heat and Mass
Particle Tracking

The conceptual model described above has been
implemented using a modified method for tracking
the fransport of particles. This modified methed is
used in the general-purpose, multi-phase flow and
transport code FEHM (Zyvoloski et al. 1995).
Particle tracking using FEHM 1is a cell-based
approach in which particles move from cell to cell
in a numerical grid. The finite-difference grid
described below that computes the flow ficld also
defines the cells. The movement from one cell to
another requires a way to compute how iong the
particle will reside in the current cell and to select
the next cell the particle will enter. The cell-to-celi
routing 1s performed with sufficient time resclution
that the next cell the particle will occupy is always
an adjacent cell. The selection of the adjacent celi

is based on a mass-flux-weighted probability
among adjacent cells that can have an ocutflow from
the current cell, that is, particles cannot move into
adjacent cells that are flowing into the current cell.
The time that a particle will reside in a given cell is
based on probabilistic distributions of residence
time derived from mathematical models of the
transport process (Robinson et al. 1997, Chapter 4,
pp. 4-1, 4-6, and 4-7). Because the properties
within a given cell are uniferm, the mathematical
development of residence time distributions may
be carried out either analytically or semi-analy:i-
cally, making the residence time calculations
computationally efficient.

The particle tracking method is limited to transport
conditions in  which advection dominates
dispersion, in the sense that the spread of an
initially sharp concentration front is small
compared with the distance that the front has
advanced. This limitation is due to the nature of
dispersive processes in which there is a finite
probability for a particle o move into cells other
than those adjacent to the current cell. Similarly,
the assumption that cell-to-cell transfer is propor-
tional to water flux also becomes inaccurate for
dispersive-dominated  transport, Advective-
dominated transport is the expected condition in
the unsaturated zone.

3.6.2.2 Linkage with Other Models
Radicnuclide transport calculations for the three-
dimensional, dual permeability model are directly
coupled, that is, dynamically linked, with the
computer program for total systemn integration
{Golder Associates, Inc. 1998, Section 2.3.2). RIP
provides the source term for radionuclide transport
calculations in the unsaturated zone, that is, the
radicnuclide releases from the engineered barrier
system as described in Section 3.5. Also, the
FEHM particle tracker receives flow fields frem
an external flow calculation {see Section 3.1) and
provides radionuclide mass flux values at the water
table te the transport model for the saturated zone
(see Sectien 3.7 and Figure 4-10).

For unsaturated zone transport, RIP directly
accesses the FEHM particle tracker module
{Robinsen et al. 1997, Chapter 4, pp. 4-1 to 4-16)
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to perform three-dimensional, site-scale transport
calculations. The unsaturated zone flow fields
required by the FEHM module are accessed
separately by the program, as described below. For
every simulation time step in RIP (for exampie,
100 years), source term radionuclide mass flux
information is passed from the engineered barrier
system cells to the FEHM module. The repository
is divided into six regions in an aftempt to capture
the spatial variation for infiltration over the
potential repository block (see Scction 3.2.2.2).
The radionuclide releases from a given region of
the repository are assumed to be well mixed with
the unsaturated zone flow through that region. The
FEHM module then moves the particles as far as
they would travel during that time step, based on
the steady state velocity field in the fractures and
matrix of the unsaturated zone rock units. The
FEHM module sends back to RIP the amount of
mass flux that leaves the unsaturated zone model
domain in FEHM (i.e., the mass to be passed to the
saturated zone model, which is the mass that enters
the water table). The amount of radionuclide mass
in the fractures is passed separately from that in the
matrix so that intermediate results can be plotted.
The two masses are mixed in a RIP code mixing
cell, and the results are passed te the convolution

integral function for the saturated zone’. The
FEHM module also passes back the average
fracturc and matrix liquid fluxes in the six water
table regions of the saturated zone model (see
Figure 4-10}.

For the TSPA, FEHM calculates transport dynami-
cally,. However, the flow fields used in the
transport calculations are pre-generated with
TOUGH2, a computer code that simulates three-
dimensional flow of water and heat in porous and
fractured media (Pruess 1991; Bodvarsson et al.
1997).  The use of pre-generated flow fields
implics the assumption of quasi-steady flow. There
is a library of flow fields corrcsponding to the
uncertainty in the unsaturated zone flow param-
eters and infiltration rate (see Section 3.1). For
each realization, a different flow field is used based

on a random sampling of infiltration rate and key
hydrogeologic parameters that are uncertain. Also,
for each sampled flow field corresponding to
present day climatic conditions, there are two
corresponding flow fields that have a higher
boundary condition at the surface for infiltration
flux based on two future climate scenarios, long-
term average and superpluvial. A detailed
discussion of the unsaturated zone flow field,
climate states, and generation methods 1s given in
Section 3.1.

Based on the description of waste package
groupings in Section 3.2.2.2, the radionuclide
source term for the unsaturated zone transport
model is divided into six distinct regions based on
heterogeneity of infiltration flux. Therefore, there
are six distinct sets of engineercd barrier system
cells in the computer program (see Section 4.1}
that supply six distinct areas of the three-dimen-
sional, unsaturated zone domain in the FEHM
particle tracker. Radionuclide release within each
of the six regions is spatially uniform over the
common grid structure of the TOUGH2 flow code
and FEHM particle tracker. The outflow of the
unsaturated zonc FEHM particle tracker is also
divided into six distinct regions at the water table,
based in part on the Jithology of the geologic units
intersecting the water table. These regions provide
a coarse discretization of the radionuclide mass
flux from the unsaturatcd zone as input to the
saturated zone transport model. The six regions at
the water table are unrelated to the six regions at
the repository horizon. As mentioned above,
fracture and matrix mass fluxes from these six
distinct water table regions are supplied to six RIP
mixing cells and then used for computation of
saturated zone transport with the saturated zone
convolution integral described in Section 3.7.2.
Both solute and colloid mass are tracked
throughout the models.

3.6.2.3 Parameter Inpuls

The unsaturated zone transport model requires
several parameter inputs to quantify the magni-

7 For multi-realization simulations, RIP also passes an index parameter to FEHM that points to a row in a tabie of 100
realizations of the transport parameters in the unsaturated zone that are uncertain. The specific stochastic parameters that

comprise these 100 vectors are discussed in Section 4.1.
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tudes of matrix diffusion, sorption, dispersion,
fracture aperture, and the aqueous-colloid parti-
tioning coefficient.  Because these parameter
values have varying degrees of uncertainty, a
probability distribution is identified for each
parameter value that may be used in stochastic
performance assessment calculations. The
following descriptions summarize the data sources
used to establish these parameter distributions (see
Table 3-18}.

Sorption K5 have been quantified using results of
batch sorption experiments for different radionu-
clides and rock types (Triay et al. 1997, Sections
VA and VB, pp. 1-8). The results from batch
sorption experiments were compared with those
from experiments with crushed rock and whole
rock columns for neptunium, plutonium,
technetium, and selenium. The batch sorption
technique provided conservative estimates for K.
Of the eight elements considered in the base case,

three elements  have little or no sorption:
technetium, iodine, and carbon. These elements
are modeled using a K, of zero (ibid, p. 174). Of
the remaining five elements, neptunium, uranium,
and selenium have small but nonzero K, with
expected values less than or equal to 7 mL/g (ibid,
p. 174). Ornly protactinium and plutonium have
expected values of K, greater than 10 mL/g (ibid,
p. 174). As discussed for the conceptual model,
sorption is identified for devitrified, vitric, and
zeolitic rock types. Probability distributions for
the K8, representing uncertainties in the parameter
values, were identified through expert judgment
(CRWMS M&O 1998i, Section 7.4). The

assignment of K, values were made on the
assumption that their values are uncorrelated.

Matrix diffusion coefficients have been quantified
in laboratory experiments for different radionu-
clides and rock types (Triay et al. 1997, p. 181).
Anionic radionuclides have somewhat smaller

Table 3-18. Parameter Values Used for Unsaturated Zone Radionuclide Transport in Total System Performance

Assessment for the Viability Assessment

- . --Parameter Description

Distribution

K, ot 13C in all units (mL/g)

0

K, of 2%in all units {mL/g)

0

K, of Z7Np in devitrified units (mL/g}

Beta; mean = 1.0, COV = 0.3, min =0, max = 6.0

K, of Z¥Np in vitrified units (mL/g)

Beta; mean =1.0, COV = 1.0, min=0, max = 15.0

K, of Z¥7Np in zeolitic units (mL/Q)

Beta; mean = 4.0, COV = 0.25 min =0, max =12.0

K, 01 281Pa in devitrified units {mL/g)

Uniform; min = ¢, max = 100

K, of 2Pz in vitsified units (mLig)

Uniform; min = G, max = 100

K, of 2Pa in zeolitic units (mL/g)

Uniform; min = €, max = 700

K, of 2397 gnd 242py in devitrifed units {mL/g)

Beta; mean = 100, COV = 0.25, min = 20, max = 200

- K, of 238py ang 2*2py in vitrifed units (mL/g)

Beta; mean = 100, COV = 0.25, min = 50, max = 200

K, of 238py; and 2*2Pu in zeolitic units (mL/g)
o

Beta; mean = 700, COV = 0.25, min = 30, max = 200

K, of 98¢ in devitrified units {mL/g)

Beta; mean = 3, COV = 1.0, min =0, max = 30

K, ot 798¢ in vitrified units (mL/g)

Beta; mean = 3, COV = 1.0, min =0, max =20

K ; of 73e in zealitic units (mi/g)

Beta; mean =2, COV = 1.0, min=0, max =15

K, of #¥Tc in all units {mL/g)
o

0

K, of B4 in devitritied units {mL/g)
Ll

Beta; mean = 2.0, COV = 0.3, min = 0, max = 4.0

K, ot 224 in vitrified units (mL/g)

Beta: mean =1, COV = 0.3, min =0, max = 3.0

K, of 90 in zeolitic units {(mL/g)

Beta: mean =7, COV = 1.0, min = 0, max = 30.0

' Diffusion Coefficient (m2/s) of 237Np, 239py, 242py, 234, 23"p4l Beta, mean = 1.6 x 10°71%, COV = 0.3125, min = 0, max = 1.0 x 109

Diffusion Coefficient (m&/s) of ¥T¢, 14C, 29|, 79g¢

Beta: mean = 3.2 x 10711, COV = 0.3125, min =0, max = 1.0 x 10°°

K. of %Py and 2%2Pu in all units
[

Log uniform; min = 1 x 10, max = 10

. Dispersivity {m) of both fracture and malrix units

MNormal;, mean =20,8D =50

| Aperlure (m) of fractures in all units

Log normal; geometric mean =1 x 10, geometric SD = 3.16
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matrix diffusion coefficients than cationic radicnu-
clides. At least for technetium, the lower diffusion
rate may be caused by its exclusion from some
matrix pores because of the larger ion size and
negative charge of the pertechnetate anion TeOy,

the predominant aqueous species of technetium for
present-day conditions, as compared with tritium,
for example. Matrix diffusion of sorbing, cationic
radionuclides is estimated using the matrix
diffusion coefficient for tritium. As discussed for
the conceptual model, matrix diffusion is assumed
to be a function of radionuclide type, although
variations in matrix diffusion coefficients are
expected with changes in bulk water content.
These variations were estimated from the range of
bulk water content in the unsaturated zone and a
previously determined relationship between the
matrix diffusion coefficient and bulk water content
(Los Alamos National Laboratory 1997, pp. VI-3
and VI-6). These variations form the basis for the
uncertainty range in matrix diffusion coefficients
{CRWMS M&O 1998i, Section 7.4).

Dispersion coefficients are commonly modeled as
a product of transport velocity and a mixing length
scale called dispersivity. Dispersivity is a property
of the flow geometry that is determined by the
structure of the fracture paths, for dispersion in the
fracture continuum, or pore structure, for the
matrix continuum. There are no measured data at
Yucca Mountain that can be directly applied to
determining dispersivity in the unsaturated zone.
However, a value of 20 m {66 ft) over the approxi-
mately 300 m (984 ft} of unsaturated zone travel
distance is consistent with the dispersivity versus
scale correlation of Neuman {1990). The base case
distribution for dispersivity was selected to be
normal with a mean of 20 m (66 ft) and a standard
deviation of 5 m (16 ft), which captures a range of
7.5-32.5 m (25-107 ft) within the 99 percent
probability limits. This dispersivity distribution
applies to transport for both the fracture and matrix
continua, but values for fracture and matrix are
sampled independently for TSPA calculations.
Sensitivity studies indicate that radionuclide
transport in the unsaturated zone is insensitive to
dispersivities over a range from 0 to 75 m (0—
246 ft) (CRWMS M&O 1998i, Section 7.4).

One concern for implementation of a numerical
transport  model is numerical  dispersion.
Numerical dispersion is an artifact of numerical
solution algorithms and has no physical basis. It is
a function of spatial-grid size and time-step size.
The effects of numerical dispersion on transport
solutions are similar in character to physical
dispersion. The particle tracking technique used
here for unsaturated zone transport is formulated
specifically to reduce numerical dispersion. For
flow parallel to the grid, numerical dispersion is
expected to be zero (Goode and Shapiro 1991).
Benchmark tests have shown the accuracy of this
technique for systems with low physical dispersion
(Robinson et al. 1997, Section 4.6.1).

Fracture aperture plays a role in calculations of
residence time distributions for matrix diffusion.
Matrix diffusion between fractures and matrix is
enhanced for fractures with smaller aperture.
Fracture aperture is equivalent to the fracture
volume per unit area of fracture/matrix contact.
Hydraulic  fracture apertures  derived by
Bodvarsson et al. (1997) mostly lie between about
100 t0 200 microns, with some ranging up to 500
microns (Bodvarsson et al. 1997, Table 7.12).
Therefore, as a first approximation a log-normal
distribution is used with a geometric mean of 100
microns and a geometric standard deviation of
3.16, that is, a two standard deviation width is a
factor of 10. (Specifically, this means that the ratio
of the value one standard deviation above the mean
to that value one standard deviation below the
mean is 10.}

3.6.3 Results and Interpretations

This section presents results of the unsaturated
zone transport model in terms of travel times and
transport pathways, and sensitivities of the results
to the conceptual model for unsaturated zone flow,
malrix diffusion, and the sorptive characteristics of
different rock types. A summary of the findings
based on analyses of the unsaturated zone transport
subsystem is provided, along with reccmmenda-
tions for additional work prior to LA.



















Total System Performance Assessment
Volume 3

sorption parameter dK,;, where the leading “d”
stands for the devitrified rock type) is the most
important unit in delaying radionuclide arrival at
the water table. Flow through the Topopah Spring
welded unit is nearly vertical throughout the
repository domain, and this flow pattern causes
longer residence times during transport through the
fractures, allowing greater interaction with the
matrix. On the other hand, large portions of the
Calico Hills unit are bypassed because of lateral
diversion. Therefore, in many areas the flux that
does pass through the Calico Hills is relatively
focused and residence times in these fracture
pathways are short, leading to poor interaction with
the matrix. The Calico Hills vitric unit generally
has the next largest effect on radionuclide retar-
dation because of high matrix permcability that
attenuates fracture flow and causes greater radio-
nuclide contact with the matrix.

3.6.3.5 Summary and Conclusions
Calculations for radionuclide transport in the
unsaturated zone use a modified form of the

particle tracking method implemented in the

FEHM flow and transport code. This transport
code is dynamically linked with RIP. The transport
model uses a dual-permeability approach for
computing radionuclide transport in a fracture/
matrix system. For the particie tracking transport
calculatiens, three-dimensional, steady flow fields
in the unsaturated zone are computed using
TOUGH?2, the code platform of the unsaturated
zone flow model. Changes in infiltration because
of climate change are treated using a quasi-steady
flow approximation. Thc transport model includes
the effects of fracture/matrix interaction due to
advective and diffusive exchange between the
fracture and matrix continua. The effects of radio-
nuclide sorption on the rock matrix are addressed
using a bounding, minimum-K; modeling
approach, but fracture sorption is not included.
The effects of colloids on plutonium transport are
included in two forms—reversibly sorbed to
colloids and irreversibly bound in the colloid
structure.

The results of investigations into radionuclide
transport through the unsaturated zone lead to the
following conclusions:

1. Under the dominant long-term average
climate, releases of nonsorbing or weakly
sorbing radionuclides from the northern
portion of the repository have short travel
times, only a few years, because of
fracture-dominated transport.

Under the dominant long-term average
climate, releases of nonsorbing or weakly
sorbing radionuclides from the southern
portion of the repository may have much
longer travel times {hundreds of years).

For most of the mass of strongly sorbing
radionuclides, such as plutonium, arrival at
the water table is delayed tens to hundreds
of thousands of years. Radionuclides that
reversibly sorb onto colloids are also
delayed; however, irreversibly bound
radionuclides may behave as nonsorbing
radionuclides.

. Matrix diffusion has little effect on
transport of nonsorbing radionuclides.
However, combining matrix diffusion with
sorption significantly retards radionuclides
compared with sorption and no matrix
diffusion.

. The Topopah Spring welded unit is the
primary barrier to radionuclide transport in
the unsaturated zone because of slower
fracture transport in this unit compared
with the Calico Hills zeolitic unit, and its
greater thickness and continuity compared
with the Calico Hills vitric unit.

Ahernative flow models like the dual-
permeability model with Weeps modeling,
which have smaller coupling strengths for
effective fracture/matrix contact area,
increase  fracture-dominated  transport,
particularly for sorbing radionuclides.
However, the magnitude of this effect is
not large for weakly sorbing radionuclides.
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ambient flow conditions in the saturated zone, and
the TSPA integration subissue on model
abstraction.

3.7.1 Construction of the Conceptual Modei
This section describes the conceptual model of the
flow-and-transport processes in the saturated zone
that are relevant to radionuclide migration from the
repository and shows how the model has been
apphed. Model application includes using
judgment provided by panelists of an expert elici-
tation on processes in the saturated zone. Infor-
mation from observations of the saturated zone
system that forms the basis of the conceptual
model is also summarized.

37.1.1 Conceptualization of Saturated
Zone Flow and Transport Processes

Groundwater flow in the saturated zone below and
directly downgradient of the repository at Yucca
Mountain occurs in fractured, porous velcanic
rocks at relatively shallow depths beneath the
water table and in fractured carbonate rocks of

Paleozoic age at much greater depths. At distances

greater than about 10-20 km (6-12 miles)
downgradient from the repository where the
volcanic rocks thin and disappear under alluvium,
groundwater flows either through the alluvium or
the deep Paleozoic carbonates. Based on measured
water levels in wells, the groundwater flow is
generally to the southeast near the repository, with
a transition toward the south and southwest farther
south of the repository, as shown in Figure 3-65
(D'Agnese et al. 1997a, pp. 64 and 67). Ground-
water that has flowed beneath Yucca Mountain is
probably captured at pumping wells 20 km
(12 miles} or more to the south in the Amargosa
Valley under present conditions. Under predevel-
opment conditions (before pumping in the
Amargosa Valley) and for the current climatic
state, natural discharge of groundwater from
beneath Yucca Mountain probably occurs further
south at Franklin Lake Playa {Czarnecki 1990,
p. 1-12), although spring discharge in Death
Valley is a possibility (D'Agnese et al. 1997a, pp.
64 and 69). Under past wetter climatic conditions,
groundwater discharge occurred at locations nearer
to Yucca Mountain than Franklin Lake Playa.

Radionuclides migrating from the repository must
be transported approximately 300 m (1,000 ft)
downward by groundwater in the unsaturated zone
to the water table, where they enter the saturated
zone. Radionuclides are then carried downsiream
in the groundwater system. At 20 km (12 miles),
the radionuclides reach the hypothetical water well
located near the Amargosa Valley, where they
could become a source of contamination in the
biosphere (see Figure 3-66).

Important processes that must be considered in
describing radionuclide trave] time in the saturated
zone include advection, transport by moving water,
matrix diffusion, diffusion of contaminants into the
rock pores; and sorpticn, capture of particles on
rock surfaces by chemical processes (see Figure 3-
66). The fractured, porous media of the volcanic
units consist of an interconnected network of
fractures and matrix material.  The effective
porosity is the porosity for the combination of
fractures and matrix pores through which the radio-
nuclides are carried. Effective porosity affects how
fast the contaminants travel. Effective porosities
are greater in porous media {e.g., alluvium) than in
fractured media {(e.g., volcanic tuffs), where
contaminant movement is thought to occur
primarily through the fractures. Because of the
smaller effective porosity, travel times tend to be
shorter in the fractured media than in the porous
media, Matrix diffusion is the movement of
dissolved radionuclides from groundwater flowing
in fractures into the relatively immobile pore water
of the matrix due to differences in concenfration.
Diffusion occurs at a small scale, probably not
more than a few centimeters into the rock from
fractures, and slows radionuclide movement by
providing additional solute storage in the matrix
pores. Geochemical retardation, through sorption
of radionuclides on mineral grains, slows radionu-
clide migration in groundwater in both fractured
and porous media. Processes such as sorption and
matrix diffusion increase the residence time for
certain radionuclides and allow reduction of dose
by radicactive decay.

The most important process that influences radio-
nuclide concentration in the saturated zone is
dilution from hydrodynamic dispersion. Radionu-
clides are expected to move through the unsat-
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discharges through evapotranspiration at playas
(see Figure 3-65). Significant quantities of
groundwater are also currently being discharged
from the regional saturated zone system by
pumping in areas such as the Amargosa Valley.

Measurements of water levels in wells near Yucca
Mountain indicate that north of the site is a region
of possible large hydraulic gradient, potentially
150 m/km (790 ft/mile}). An alternative interpre-
tation is that the higher apparent heads in wells
north of the site are the result of perched water.
West of the site is a region of moderate hydraulic
gradient, corresponding to a 45-m (150-ft) increase
in water table elevation. Water level data indicate a
small horizontal hydraulic gradient (0.1 to 0.3 m/
km or 0.5 to 1.6 ft/mile} immediately southeast of
the site. Groundwater flow from the repository site
for a distance of 5 to 8 km (3 to 5 miles) is appar-
ently to the southeast toward Fortymile Wash.
From there, the apparent direction of groundwater
flow for about 20 km {12 miles) is to the south-
southwest., Hydraulic head is a measure of the

driving potential for groundwater flow that is

inferred from water level measurements in wells.
Near the Yucca Mountain site, hydraulic head in
the deeper volcanic units and in the Paleozoic
carbonate aquifer, based on one well, are generally
higher than in the shallower saturated zone,
indicating the potential for groundwater to flow
upward. Variations in temperature and heat flow
measured in boreholes in the saturated zone
suggest significant redistribution of heat by vertical
groundwater movement in some areas. These
observations suggest that there is {an imperfect)
confining unit separating the shallow velcanic flow
system from the deeper flow system.

Variations in water table elevations have been
directly monitored for a few decades and inferred
from geological and geochemical data over
hundreds of thousands of years. Water level fluctu-
ations in most wells have been small—en the order
of a few decimeters—primarily in response to
baremetric variations and earth tides. Variations
have been greater in the Amargosa Valley area
because of pumping. Highly transient and longer-
term variations in hydraulic head of a few meters to
a few decimeters have been observed following
earthquakes.  Significantly higher water table

elevations (80-120 m or 260-390 ft higher than
current elevations) at Yucca Mountain have been
inferred from the locations of nearby paleospring
deposits and from geochemical and mineralogical
evidence from the unsaturated zone at the site.
Higher water table elevations in the geologic past
were apparently associated with wetter climatic
conditions. From the perspective of performance
assessment calculations, fluctuations of this
magnitude in water table elevations suggest poten-
tially significant alteration of radionuclide
transport path lengths in the unsaturated zone on
geologic time scales.

The aquifer in volcanic rocks has been hydrauli-
cally tested at many of the wells near the Yucca
Mountain site, although there are no borehole data
between approximately 10 and 20 km (6 and
12 miles) downgradient of the repository. Most of
the available data are from single borehole tests
using constant discharge, fluid injection, pressure
injection, and radioactive tracer methods. From
these tests, estimates of hydraulic conductivity {a
factor that determines the amount of water that can
flow through a material} in the fractured volcanic
rocks of the saturated zone generally range over
three orders of magnitude, depending on the depth
and the particular hydrogeologic unit.  The
apparent hydraulic conductivity values determined
from multiple borehole hydraulic tests at the
C-hole complex tend to be much higher, by about
two orders of magnitude, than the values from
single-borehole tests for the same intervals
(Geldon 1996, p. 59). The C-hole complex is
located approximately 2.5 km (1.6 miles) to the
southeast of the repository. Multiple-borehole
hydraulic tests generally yield results that are more
representative of large-scale hydraulic conductivity
of the aquifer, suggesting that the single-borehole
tests elsewhere at the site may have significantly
underestimated the effective hydraulic conduc-
tivity {and thus the groundwater flow velocity) at
those locations. Thus, results from the multiple-
borehole tests were used in the saturated zone flow
modeling for TSPA-VA., Surveys of flow in the
deepcr wells in the saturated zone near Yucca
Mountain indicate that groundwater production in
most of the wells occurred in a few discrete
intervals within the volcanic units, For perfor-
mance assessment calculations, these results
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suggest that most groundwater flow in the
fractured volcanic units is through only a small
fraction of the saturated thickness.

Forced-gradient, cross-hole tracer tests conducted
at the C-hole complex have provided data on in situ
transport of the non-radioactive surrogate solutes
and synthetic colloids in fractured, porous volcanic
tuffs in the saturated zone (CRWMS M&O [997f;
Geldon et al. 1997, p. Background-2). These tests
have been interpreted to indicate that the tracers
diffused from fractures into the rock matrix and
that sorption occurred. Test results that indicate
relatively high flow porosity suggest that flow may
have occurred in both fractures and the rock matrix
during the tracer tests. There was relatively good
agreement  between ftracer-test results and
laboratory measurements of sorption coefficients
(K} for transport of lithium. Lower recovery of
microspheres, a uniformly sized surrogate colloid
with a neutral surface charge, suggests significant
filtration over the 30-m (100-ft) transport distance,
For the TSPA analyses, these results support
accounting for matrix diffusion in fractured
volcanic units and using laboratory measurements
of the sorption cocfficient paramcter for sorbing
radionuclides.

Groundwater sampling from fractured volcanic tuff
in the saturated zone near the Benham underground
nuclear test site on Pahute Mesa suggests that
colloid-facilitated transport of plutonium in the
saturated zone may be relatively rapid (Thompson
et al. 1998, p. vii}. Although some component of
transport may have been associated with the under-

ground nuclear test, low concentrations of
plutonium, associated with colloidal material in
groundwater samples, indicate transport in the
saturated zone of zt least 1,300 m (4,300 ft) in 28
years (Thompson et al. 1998, p. 13). For the TSPA,
this observation was used to develop an alternative
conceptual model for colloid-facilitated transport
of plutonium {Section 3.7.2.2).

3713 Saturated Zone Flow and Transport
Modeling

Analyses of groundwater flow and radionuclide
transport in the saturated zone use numerical

modeling results at different scales for site charac-
terization and TSPA calculations. The regional-
scale flow model (D'Agnese et al. 1997a) encom-
passes a large portion of southern Nevada and parts
of eastern California. The regional-scale model
was designed to use natural system boundaries so
that estimates of groundwater flux through the
model are constrained. The estimate of ground-
water flux through the saturated zone flow system
is based on the system's overall water budget, The
regional-scale model has also been used to estimate
the influence of climate change on changes to
groundwater flux and flow direction in the
saturated zonc flow system (D'Agnese et al.
1997hb).

A smaller-scale TSPA three-dimensional flow
model for groundwater flow was developed to
determine the flowpath from the repository
footprint, or outlineg, at the water table to a distance
20 km (12 miles) downgradient, the approximate
distance to the nearest domestic extraction of
groundwater. Based on the simulation, the hydro-
geologic units that were present along the contam-
inant travel path were determined as well as the
percentage of the flowpath occupied by each unit.
The travel distance through each hydrogeologic
unit provided by this analysis was used to define
the travel-path characteristics in the saturated zone
for the TSPA one-dimensional transport, base case
analysis {see Section 3.7.2).

The TSPA three-dimensional flow mode! used for
this analysis incorporated an area of about 20 km x
36 km (12 miles x 22 miles) to a depth of 950 m
(3,100 ft) below the water table. The model grid
was a uniform orthogonal mesh with 500-m x 500-
m x 50-m {1,600-ft x 1,600-f1 x 160-ft} elements.
The hydrogeologic framework in the model was
based on a refined version of the regional geologic
framework model used by D'Agnese et al. (19974,
p- 29-35). Seventeen different hydrogeologic units
were represented in the model. Two linear, vertical
features with low permeabilities to the west and
north of Yucca Mountain were included to simulate
the moderate and Jarge hydraulic-gradient regions,
respectively.

Flow was modeled as steady state through a single-
continuum, porous medium. Focused recharge
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along Fortymile Wash, consistent with USGS
measurements, was included as a specified flux.
Specified-pressure  boundary conditions  were
applied to the lateral boundaries based on the inter-
polation of measured values of hydraulic head.
Groundwater flow was not allowed to occur across
the bottom boundary of the model. Permeability
was assumed to be uniform within hydrogeologic
units in the model domain, and average isothermal
conditions were applied in the three-dimensional
flow model for the saturated zone.

The TSPA three-dimensional model was calibrated
by an iterative procedure, and the simulated
hydraulic heads were compared with measured
head values in the mode! domain. There was good
agreement between the simulation results and most
of the well measurements, particularty in the area
downgradient of the repository. The differences
between simulated and measured hydraulic head
values were less than S m (16 ft) for shallow wells
downgradient of the repository, within a 10 km {6
miles) distance. The direction of groundwater

movement in this flow model is consistent with the
conceptual model of the system and is evident in

the plot of simulated particle paths shown in
Figure 3-67.

Particle tracking in the simulated flow field of the
TSPA three-dimensional flow model was used to
estimate the flowpath lengths in the saturated zone
through each of the hydrostratigraphic units
downstream from the repository. In the model
simulations, a swarm of particles was released at
the water table and evenly distributed across the
repository footprint. Flowpath lengths within the
units were then tabulated. Flow was significant in
four of the hydrostratigraphic units, and the
resulting information was incorporated into the
one-dimensional transport simulations used in the
TSPA analyses (Section 3.7.2).

3.7.14 Saturated Zone Workshop and
Expert Elicitation

To help understand how to best model saturated
zone flow and transport for TSPA-VA, a workshop
was held in Denver, Colorado (Table 3-19). The
goal of the workshop was to bring together a
number of experts in order to define issues related

to the saturated zone that were important {0 repos-
itory performance, in particular, issues concerning
transport travel times and dilution. The issues
were then evaluated to determine if they were
sufficiently well understood and accounted for in
the modeling. If not, analysis plans were
developed to address the issue. Some analyses
had an indirect effect on TSPA-VA; for example,
the study of how structural controls, such as faults,
influenced flow and transport aided in the devel-
opment of, but did not explicitly produce, a distri-
bution for effective porosity. Other analyses were
specifically directed toward TSPA-VA modeling:
for example, the convolution integral method
(Section 3.7.2) was developed and tested as part of
this effort. The analysis plan concerning climate
directly led to modeling that derived the ground-
water fluxes used in TSPA-VA for future climates.

In addition to the workshop, an expert elicitation
was conducted to provide guidance for the
saturated zone component of TSPA-VA. Five
panelists participated in the expert elicitation to
assess the uncertainty in conceptual models of
processes and specific parameter values relevant to
the saturated zone. The elicitation process
consisted of the following:

» Written and oral presentation of data to the
experts by researchers from the YMP

+ Exchange of opinions and assessments
among the panel members

e Formal interviews with the individual
experts to elicit assessments of key issues

The experts expressed their general opinions about
the appropriate conceptual models for flow and
transport in the saturated zone and provided proba-
bilistic distributions for some key parameters
(CRWMS M&O 1998g, pp. 1-1 10 [-7).

The experts generally agreed that groundwater in
the saturated zone flows from beneath the repos-
itory to the southeast and south primarily through
fractured volcanic tuffs of the middle volcanic
aquifer and the valley fill alluvium. Some panel
members suggested that sorptive characteristics of

3-136







Viability Assessment of a Repository at Yucca Mountain

DOE/RW-0508/V3

Table 3-19. Saturated Zone Flow and Transport
Abstraction/Testing Workshop

SATURATED ZONE FLOW AND TRANSPORT
ABSTRACTION/TESTING WORKSHOP
Aprll 1-3, 1997, Denver, CO
{CAWMS M&O 19975}

PRIORITIZATION CRITERIA
* Does the processfissue affect the
— Peak radionuciide conceniration at 5 km from the

repository?
Peak radicnuclide concentration at 30 km from the
repository?
Time to first arrival {1% of peak)?
Spatial distribution of the plume (both horizontal and
vertical}?
Spatial distribution of groundwater fiux (e.g., dilution at
the unsaturated zona-unsaturated zone interface}?

HIGHEST PRIORITY ISSUES
*  Conceptua!l modeis of saturated zone flow:
- Regional discharge
— Regionai recharge
- Verlical flow
- Alternalive conceptual models
Conceptual models of saturated zone geclogy:
- Channelization in ventical features
— Properties of fauits
— Channelization in stratigraphic features
— Distribution of zeolites
— Fracture network connectivity
Transper! processes and parameters
— Dispersivity
— Matrix diffusion {eflective porosity}
— Matrix sorption
- Fracture sorption
Coupling to other components of TSPA
- Ciimate change

— Unsaturated zone and saturated zone coupling
— Themal and chemical plume
~ Well withdrawal scenarios

ANALYSIS PLANS
»  Sensitivity study on uncertainties in site-scale saturated
zone transporl parameters and modeis
Coupling unsaturated and saturated zone models
The effects of large-scale channalization on effective
transporl parameters
Determination of effective field-scale transpont parame-
ters using C-Wells testing resuits
Past, present, and future saturated zone fluxes
) Geologic structure ang processes affecting flow channel-
| ization

the alluvium could significantly contribute to retar-
dation of some radicnuclides. They expected
faults and fracture zones to have important impacts
on flow in the volcanic units. The panel members
offered altermative hypotheses for the Iarge
hydraulic gradient north of Yucca Mountain, and
there was disagreement regarding the importance
of this feature to repository performance. The

panel members did agree that any major transient
change in the large hydraulic gradient is unlikely.
The panel members generally concurred with inter-
pretations of geochemical and paleospring data
indicating water table rises of 80-120 m (260-
390 ft) beneath the repository in response to past
climatic variations.

For transport of contaminants in the saturated zone,
the experts emphasized the limitaticns of processes
that would cause dilution of contaminant ¢oncen-
trations. The experts believe that transport is by
movement in vertically thin piumes through flow
tubes beneath the repository. Dilution of contami-
nants occurs by vertical transverse dispersion and
transient fluctuations in the direction of the
hydraulic gradient. The experts generally rejected
a mixed tank model in which contaminated flow
from the unsaturated zone mixes on a large scale
with uncontaminated groundwater in the saturated
ZOReE.

The dilution-factor distribution suggested by the
experts was used to reduce the maximum concen-
tration in the saturated zone at the source beneath
the repository to the concentration in the ground-
water approximately 20 km (12 miles) downgra-
dient from the repository. The aggregate uncer-
tainty in this parameter ranges from 1 to 100, with
a median value of about 10. This range of values
for dilution in the saturated zone represents a
significant departure from previous TSPA analyses
for Yucca Mountain (for example, CRWMS M&O
1995, pp. 7-23 and 7-25; Wilson et al. 1994, p. 11—
35) in which effective values of dilution were
typically orders of magnitude higher. The expert
elicitation provided a median value for specific
discharge in the saturated zone {0.6 m/year or 2 ft/
year) that was used in the one-dimensional
transport simulations for the TSPA-VA. Finally,
the experts discussed what the effective porosity
should be, that is, the fraction of the bulk volume
of the aquifer that carries flow and solute transport.
Some of the panel members believed that effective
porosity for radionuclide transport in fractured
volcanic rocks in the saturated zone could be as
low as conservative estimates of fracture porosity,
implying little diffusive interaction with the rock
matrix. Consequently, the uncertainty distribution
for effective porosity in fractured volcanic units
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transfer with finite elements. Streamtubes are
taken from a concept in classical fluid dynamics
that is used to visualize and estimate the behavior
of the elements of a flow system. Each of the six
streamtubes is a continuation of a groundwater
flow path from the repository in the unsaturated
zone. Note that the six source subregions at the
water table shown in Figure 3-68 were used to
divide radionuclide mass and groundwater flow
among the streamtubes. The shapes of these subre-
gions were defined to capture potential variability
in radionuclide releases {e.g., edge versus center of
the repository) and to capture geologic variability
{e.g., presence of welded Bullfrog wff at the water
table in source subregion 1). The volumetric flux
of groundwater through each streamtube {(Qy;;} was
determined at the water table from flow simula-
tions using the site-scale flow model developed by
Bodvarsson et al. (1997) for the unsaturated zone
(see Section 3.1). Transport simulaticns with the
one-dimensional streamtube approach implicitly
assume complete mixing of the radionuclide mass
in the volumetric groundwater flux specified for
each streamtube. The specific discharge within the
streamtubes in the saturated zone {ggz) was 0.6 m/
year (2 ft/year} for current climatic conditions.
The streamtubes are 20 km (12 miles) long, with a

regular grid spacing in the tubes of 5 m (16 f1).
The four hydrostratigraphic units in the stream-
tubes are the middle volcanic aquifer, the upper
volcanic aquifer, the middle volcanic confining
unit, and the alluvium/valley fill. The lengths of
these units within the streamtubes were defined by
modeling particle transport using the TSPA three-
dimensicnal flow model for the saturated zone
described in Section 3.7.1.3.

3722 Model Parameter Uncertainty
Uncertainty in radionuclide transport through the
saturated zone was incorporated into the analysis
by varying key transport parameters. The
stochastic parameters used in the one-dimensional
transport simulations were effective porosity in the
volcanic units and the alluvium unit; distribution
coefficients (K,s) for sorbing radionuclides in the
volcanic and alluvial units; the ratio of the radionu-
clide mass in aqueous and colloidal forms (X} for
colloid-facilitated transport of plutonium; longitu-
dinal dispersivity; the fraction of flowpath through
the alluvium; and the dilution factor (Table 3-20).

A broad range of uncertainty in effective porosity
for fractured volcanic units was employed in the

Table 3-20. Stochaslic Parameters for Saturated Zone Flow and Transport

T DIStrbaton Type | .- DIstibution Statistics {Bounds]

“Dilution Eactor_

COF

Median=10, [1., 100.] {Section 3.7.1.4)

Effective Porosity (Alluvium}

Truncated Normal

Mean=0.25, SD=0.075 [0., 1.0]

Effective Porusity {Upper Volcanic Aquifer)

Log Triangular

{1e-5,0.02, 0.16]

Effective Porosity {Middle Volcanic Aquifer)

Log Triangular

1e-5, 0.02, 0.23

Effective Porosity {Middle Volganic Confining Unit)

Log Triangutar

1e-5, 0.02, 0.30

Effective Porosity [Pu] {Volcanic Units}

Log Uniform

[1e-5. 1e-3]

K INp] (Alluvium) (mb/g}

Uniform

5. 151

£ [Np] (Voicanic Units} (mL/g)

Beta {Approx. Exp.}

Mean=1.5, 8D=1.3,[0., 15.]

Kz [Paj {Alluviumy} {mL/g)

Uniform

6., 550.]

Ky [Paj {volcanic Units) {mi/g}

Uniforrn

{0, 1007

Ky [Se] {Alluvium} (ml/g)

Uniform

[0., 150.]

K4[Sel Volcanic Units) (mLfg)

Beta (Approx. Exp.)

Mean=2.0, 8D=1.7,[0., 15.]

K4 [U] {Alluvium} {mb/g)

Uniform

[5., 15.]

K4IU] {Volcanic Units) {mL/g}

Uniform

[0.,4.]

K, [Pu] (All Units)

Log uniform

[1e-5, 10.)

Longitudinal Dispersivity (All Units) {m}

Log normal

Logmean=2.0, LogS0=0.753

Fraction Of Flowpath in Alluviom

CDF

i0., 0.3] {See Text}

COF—cumulative distribution function
5D-standard deviation
Approx. Exp—Approximate Exponential
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TSPA-VA analyses to reflect uncertainty in the
underlying processes affecting contaminant travel
times in the saturated zone. The effective porosity
is the fraction of the bulk rock volume that is
available for storage of dissolved radionuclides
during transport in the saturated zone. The
effective porosity approach is a simplified repre-
sentation of the system that includes the influences
of molecular diffusion from fractures into matrix
pore water and the spacing between fractures with
flowing groundwater. The effective porosity
approach also implies potential mited access of
contaminants to the sorptive capacity of the rock
matrix, an effect accounted for in the TSPA-VA
simulations.

Colloid-facilitated transport of plutonium in the
saturated zone was simulated using a conceptual
model based on both equilibrium, reversible
sorption  of plutonium onto colloids and the
potential for irreversible sorption of plutonium
onto some colleidal particles {see Section 3.5).
These two components of plutonium transport
were included in the analysis. A large fraction of
the plutonium mass was simulated to move through
the saturated zone assuming chemica! equilibrium
among dissclved plutonium, plutonium sorbed
onto colloids, and piutonium sorbed onto the
aquifer material. This conceptual model uses the
partition coefficient (K,) to define the distribution
of plutonium sorbed on colloids relative to the
aqueous concentration of plutonium. The values of
K, were correlated in the saturated zone and unsat-
urated zone components of the TSPA-VA probabi-
listic calculations. A small fraction of the
plutonium mass was simulated to be irreversibly
attached onto colloids and transported relatively
rapidly in the saturated zone, without significant
retardation. This small fraction was defined to be
consistent with the reduction in plutonium concen-
tration inferred at the Benham site {Sections
3.5.2.4 and 3.6.1.4). The fraction of irreversibly
sorbed plutonium used in the calculations
implicitly considers partitioning of plutonium at
the source and filtration during transport. Because
atteriuation  of irreversible  colloid-facilitated
transport was implicitly included in character-
tzation of the source term, filtration of colloids was
not explicitly included in the saturated zone

transport model. Celloid transport occurred only
within the fracture porosity of the volcanic units,
so the uncertainty distribution of effective porosity
for colloids varied only over the estimated range of
fracture porosity.

The stochastic parameters in the probahilistic
analyses for saturated zone-flow and transport are
summarized in Table 3-20. The dilution factor was
applied to radionuclide concentrations to implicitly
account for transverse dispersion out of the one-
dimensional streamtubes. The uncertainty distri-
bution for the dilution factor was & product of the
expert elicitation described in Section 3.7.1. The
travel distance through the alluvium/valley fill unit
was varied from 0 to 6.0 km (0 to 3.7 miles), with a
10 percent probability that no alluvium is present
along the 20 km (12 miles) of travel path for radio-
nuclides in the saturated zone. The uncertainty in
the fraction of the flowpath in alluvium was
included to account for uncertainty in the flow
Systern, which was not explicitly evaluated with
the TSPA three-dimensional flow model.

3.7.2.3 Integration of Transport Modeling
with Total System Performance
Assessment Calculations

The convolution integral method was used in the
TSPA calculations 1o determine the radionuclide
concentration in the outlets of the six streamtubes,
20 km (12 miles) downgradient of the repository as
a function of the transient radionuclide mass fiux at
thc water table beneath the repository. This
computationally efficient method combines infor-
mation about the unit response of the system, as
simulated by the TSPA one-dimensional transport
modeling, with the radionuclide source history to
calculate transient system behavior, as shown in
Figure 3-69. The most important assumptions of
the convolution method are linear system behavior
(i.e., doubling mass input resuits in doubling of
concentration) and steady-state flow conditions in
the saturated zone.

The effects of climate change on radionuclide
transport in the saturated zone were incorporated
into the analysis by assuming instantaneous change
from one steady-state flow condition to another
steady-state condition in the saturated zone.

3-141
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Changes in climate state were assumed to affect the
magnitude of groundwater flux through the
saturated zone system but have a negligible impact
on flowpaths. These effects were incorporated into
the convolution method by scaling the velocity of
radionuclide breakthrough curves proportionally to
the change in saturated zone specific discharge.
Also, the concentrations of the radionuclide break-
through curves were scaled proportionally to the
change in volumetric flux from the unsaturated
zone into the streamtubes. The regional-scale flow
model for the saturated zone provided estimates of
the relative change in specific discharge in the
saturated zone for future climate states {as summa-
rized in e-mail message from Pat Tucci, 12/11/97;
D'Agnese et al. 1997b). The site-scale flow model
for the unsaturated zone {Bodvarsson et al. 1997)
provided estimates of changes in volumetric flux
through the repository horizon, These estimates
are summarized in Table 3-21. Radioactive decay
was also applicd to radienuclide concentrations
calculated with the convolution integral computer
program.  Ingrowth of radicnuclide daughter
products was not included in the saturated-zone
transport calculations, but the inventory at the
repository was adjusted to account for progeny
ingrowth (Section 3.5.1.5).

Table 3-21. Climatic Alterations to Saturated Zone Flow

- -Saturated’ | Velumetric Flux
- | .Zone Speeific | . Through

-| " Discharge _"'He_po_s_I_tqr_y Horizon
{dsz) (miyean) | (Quz) (m%year)
26,900
146,300
395,000

Climate State
Diy {Present) 0.6
Long-Term Average 2.3
Supermpluvial 3.7

The radionuclide concentrations in the six stream-
tubes were decreased by the dilution factor and
then summed to obtain an estimate of the
maximum concentration in the saturated zone at 20
km {12 miles) from the repository. For this
appreximation it is assumed that, in a conceptual
sense, Implicit spreading of radionuclide mass
from individua!l streamtubes via dilution causes six
plumes that essentially overlap. At each time step,
the maximum estimated concentraticn was
compared to the maximum undiluted concentration
at the source in the saturated zone. The maximum
estimated concentration was not allowed to exceed

the maximum undiluted concentration in any
individual streamtube at the source (Section 5.7.3
contains an evaluation of methods for combining
flow tubes}.

3.7.3 Results and Interpretation

For the TSPA-VA, the results of the flow and
transport analysis for the saturated zone are the
radionuclide concentration histories at the
geosphere/biosphere interface, which is a well
head located 20 ki (12 miles) downgradient in the
Amargosa Valley region. These concentrations are
directly proportional to the radiation dose rate
calculated for possible future inhabitants.

A steady boundary condition for unit radionuclide
mass flux was applied at the inlet of each
streamtube for the TSPA one-dimensional transport
simulations.  The resulting unit breakthrough
curves of concentration formed the basis for calcu-
lating radicnuclide concentrations using the convo-
lution integral method. The breakthrough curves
for unit concentration for the nine radionuclides at
20 km (12 miles) from the repository are shown in
Figure 3-70. These curves were generated using
the expected parameter values. Differences in the
arrival times of different radionuclides are because
of variations in sorption among the radionuclides.
Differences in the maximum concentration among
radionuclides arc because of radioactive decay
during transport through the saturated zone system.
To include parameter uncertainty in the TSPA, 100
breakthrough curves were simulated for each
radionuclide by sampling parameter values from
their respective probability distributions (see
Secticn 3.7.2, Table 3-20). The impact of uncer-
tainty in the one-dimensional transport simulations
for the saturated zone is illustrated in Figure 3-71.
This figure shows the unit breakthrough curves for
technetium-99 concentrations for all 100 realiza-
tions used in the base case analyses, Travel times
for the nonsorbing technetium-99 vary from a few
hundred years to about 4,000 years; maximum
concentrations, primarily influenced by the
dilution factor, vary over two orders of magnitude
among these simulations. The uncertainty in longi-
tudinal dispersion is shown by variations in the
slopes of the breakthrough curves in Figure 3-71.
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radiation dose rate is a simple linear function for a
steady radionuclide source from the unsaturated
zone. Transient peaks in the radionuclide concen-
tration at the source in the saturated zone are also
attenuated by longitudinal dispersicn during
transport in the saturated zone.

3.8 BIOSPHERE

The biosphere is that part of the carth where all
living organisms reside, including all components
of the environment, such as soil, water, and air. Of
interest is how a potential high-level radioactive
waste repository at Yucca Mountain could affect
the biosphere. In particular, it is important to know
how radionuclides move through the biosphere and
how they might eventually impact the human
inhabitants of the region. The primary measure of
the repository performance is the annual dose of
radiation that would be received by an individual
living in the region.

The biosphere scenario adopted for the base case
assumes a reference person who is living 20 km
{12 miles} from a potential repository a! Yucca
Mountain, in the Amargosa Valley region. The
20-km (12-mile) distance is not a regulatory
boundary, as no performance regulation presently
exists for a repository at Yucca Mountain; it was
selected for TSPA-VA because it marks the closest
present-day habitation to Yucca Mountain. People
living in the community of Amargosa Valley are
considered to be the group of people most likely to
be affected by radioactive releases {(the critical
group), because cof their proximity to Yucca
Mountain, and because the Amargosa valley region
is hydraulically down-gradient from the potential
repository site (Luckey et al. 1996, p. 14}). The
reference person is intended tc be representative of
this group: an adult whe lives year-round at this
location, uses a well as the primary water source,
and otherwise has habits, such as the consumption
of local foods, that are similar to those of inhab-
itants of the region. Because changes in human
activities over millennia are beyond current
capabilities to predict, the present-day reference
person 1s also assumned to be typical of future
inhabitants.

A survey was conducted of inhabitants residing
within an 80-km (50-mile) grid centered on Yucca
Mountain to collect information for several
programs, with a primary emphasis on biosphere
modeling. Over one thousand interviews were
completed for the survey, including 43 percent of
the households in the Amargosa Valley. The
survey collected dietary and lifestyle information
on adults and was used to definec the food
consumption of the reference person.

Incorporation of the biosphere into the TSPA-VA
calculations involved two steps. The first step was
creating a model of the reference person and the
biosphere pathways that might direct radionuclides
to that person. The model was implemented in an
accepted computer program for predicting
radiation dose, GENII-§ {Leigh et al. 1993).
Model parameters were quantified using the
regional survey, other site-specific data, and data
from accepted national and international sources.
The model uses a unit concentration of a radicnu-
clide in water as the input, and produces a
biosphere dose conversion factor for that radionu-
clide as the output. The biosphere dose conversion
factor includes the effects of various pathways
through the environment {e.g., irrigation and
uptake of a contaminant by vegetables, then
ingestion by the reference person), as well as
various pathways through the reference person
{e.g., the fraction of the contaminant that is taken
up by the reference person, where it is accumulated
in the body, and its retention time).

The second step required calculating radionuclide
concentrations in the groundwater and multiplying
them by the appropriate biosphere dese conversion
factors. The end product of these calculations is
prediction of the annual radiation dose to the
reference person, the primary performance
measure for TSPA-VA,

An overview of how the biosphere component fits
in TSPA-VA is depicted in Figure 3-72.

In addition to the biesphere scenario considered for
the base case, comparative analyses were
performed to examine the impact of several
assumptions. In addition to a typical Amargosa
Vailey adult resident, two other types of inhabitants
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southeast. The next community in the direction of
groundwater flow is across the California state line
in Inyo County. The community known as Death
Valley Junction is about 60 km {40 miles) south of
Yucca Mountain and has a permanent population of
less than 10. Evaluation of water flow and wind
patterns suggests that any contamination from a
repository at Yucca Mountain could spread south
and east into this region.

The Amargosa Valley region is primarily rural
agrarian in nature {Figure 3-74). Agriculture is
mainly directed toward growing livestock feed, for
example, alfalfa; however, gardening and animal
husbandry are common. Water for household uses,
agriculture, horticulture, and animal husbandry is
primarily acquired from local wells. Although
sparsely populated, the Amargosa Valley region
does support a population of 1,270 in approxi-
mately 450 households {CRWMS M&O 1997k,
Section 2.4; CRWMS M&O 1997i). Commercial
agriculture in the Amargosa Valley farming
triangle area includes a relatively large dairy that
operates with approximately 4,500 milk cows and
employs approximately 50 people, a garlic farm
that produces about 2,000 lbs, of garlic per year,
and a catfish farm that sustains approximately
15,000 catfish. The area contains approximately
1,800 acres planted in alfalfa, 30 acres in oats, 80
acres in pistachios, and 10 acres in grapes. There is
a general store, community center, senior center,
library, medical clinic, elementary school,
restaurant, hotel-casino, and a motel.

To help understand how to best model the
biosphere for TSPA-VA, a workshop was held in
Las Vegas, Nevada (Table 3-22). The workshop
primarily reinforced the modeling strategy that was
initially developed for the YMP—to investigate the
radiological effects on a “reference person” (the
person likely to be exposed to radionuclides
released from a repository at Yucca Mountain)
living near Amargosa Valley. Analyses were
defined that would direct the modeling more
toward the goals of TSPA-VA, especially in
defining the habits of the reference person that
would be modeled and the climates that would be
modeled. No expert elicitation was conducted for
the biosphere component of TSPA-VA,

Table 3-22. Biosphere Abstraction/Testing Workshop

BIOSPHERE ABSTRACTION/TESTING WORKSHOP
June 2-3, 1997, Las Vegas, NV
{CRWMS M&OD 1997a}

PRIORITIZATION CRITERIA
* To what extent does the issuefprocess affect the follow-
ing:
— Individual dose?
— Population dose?
- The range or uncertainty in the resullant biosphere
dose conversion factor?

HIGHEST PRIORITY ISSUES
»  Critical group:
— Extrapolation of present habits to the future
— Location of critical group
— Habits of criticat group
Biosphere pathways:
— Which radionuclides
— Soil build up
— Climate change effects as it impects pathways only
Geo-biosphers interface—present and future:
- Location and definition of bio/geosphere interface
- Climate change sffects as it impacts interface only
— Important radionuclides transferred by distuptive
avents

ANALYSIS PLANS

*  Critical group definition
— Biosphere pathways variability
— Climate

3.8.1.1 Model Basis

The strategy used to conceptualize the Amargosa
Valley environment for the TSPA-VA biosphere
component was to be consistent with similar activ-
ittes being pursued by the international scientific
community. In this regard, guidance was taken
from the National Research Council {National
Research Council 1995) and the Biosphere Model
Validation Study 1I  Steering Committee
(BIOMOVS 1I 1994)., The steering committee
established a reference biosphere working group te
develop consensus on an approach to evaluating
long-term effects of radioactive-waste disposal
systems {BIOMOVS II 1996). In developing the
model basis for the biosphere component of TSPA-
VA, the recommended methodoelogy for biosphere
analysis and the list of features, events, and
processes developed by the international partici-
pants of the steering committee and the working
group were used. The TSPA-VA biosphere
component focuses on an individual—the
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reference person—living in an Amargosa Valley
environment that might change over time.
Consistent with guidance from the National
Research Council {(National Research Council
1995, p. 52), this reference person is defined as the
average member of the “critical group,” where the
critical group is composed of those individuals
expected to receive the highest doses as a result of
the discharges of radionuclides from a repository.
Because predicting future human technologies,
lifestyles, and activities are beyond this TSPA
effort, it is assumed that the present-day inhabitants
of the region are similar to future inhabitants. This
assumption has been accepted in similar intema-
tional efforts at biosphere modeling, and is
preferable to developing a mode]l for a future
society.

Climate conditions could become wetter in the
future, so two other climates were considered: a
long-term average climate, which is colder and
wetter than the present climate; and a superpluvial
climate, which is much colder and wetier than the
present {Section 3.1). The mean annual precipi-
tation rate for the long-term average climate is
estimated to be about twice the present-day rate;
the mean annual precipitation rate for the super-
pluvial is estimated to be about three times the
present-day rate. The major impact of these
different climates on the reference person is to
reduce the amount of well water required for
irrigation. Other climate effects, for example, a
rise in the water table and the appearance of
springs, seeps, or other surface water, are not
directly considered (although by assuming no
dilution in the well withdrawal, the end result
would be the same as if the water came from a

spring).

The reference person is an adult; children are not
considered in TSPA-VA. The closest distance
people presently live to Yucca Mountain is just
over 20 km (12 miles). In this area, groundwater
depth is approximately 100 m (328 ft}. Closer to
Yucca Mountain, groundwater is at a depth of
greater than 200 m (656 ft), which imposes
economic constraints on agrcultural uses of land.
The reference person lives year-round on a farm or
in a similar domicile. The person has a garden and
livestock and access to locally grown food. The

person consumes locally grown food in types and
amounts typical of present-day inhabitants. The
person takes all water for agriculture and domestic
uses from wells.

Except for releases associated with volcanism
{Section 3.8.3.3), the assumption is that contami-
nated well water is the only way that radionuclides
from the repository can reach the reference person.
It is also assumed that the reference person takes
all water from a well at the point of the highest
concentration of radionuclides at the distance
under consideration. A further assumption is that
no dilution of the contaminated water occurs
during pumping of the well. (Section 5.8.1
contains an investigation of the effects of some of
these assumptions.)

3.8.1.2 Pathways

Radiation dose to the reference person occurs via
exposure pathways. A pathway is the route taken
by a contaminant through the biosphere from its
source until it interacts with a human. For
example, one pathway is from well water to soil
via imrigation, from soil to dust via resuspension,
from dust to human lungs via inhalation. Exposure
pathways fall in three principal categories:
ingestion pathways, inhalation pathways, and
external exposure pathways {(Figure 3-75).

Primary ingestion pathways iInclude the
consumption of drinking water, the consumption of
locally produced crops irrigated with contaminated
water, and the consumption of meat and dairy
products from livestock given contaminated water
and fodder. Major uncertain or variable factors
that affect the ingestion pathways include the leaf
interception fraction, uptake of radionuclides by
plants and animals, and the amounts of contami-
nated foodstuffs consumed. In the biosphere
model, lvestock and poultry are sustained only by
locally grown feed, for example, pasture and
seasonally harvested alfalfa. These animals are
exposed to the groundwater-derived radicnuclides
by watering and by consuming radicnuclides
present in the plant tissues. Alfalfa is the predom-
inant crop produced in the Amargosa Valley and
alfalfa and forage grasses comprise a major
proportion of Nye County agricultural land







