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Summary

The placement of high-level radioactive wastes in mined repositories deep under.ground is
considered a disposal method that would effectively isolate these wastes from the envtronmeqt for

- long periods of time. In the United States, the U.S. Department of Energy (DOE) is responsible,
and, within certain limitations, has the authority to implement the provisions of the Nuclear Waste
Policy Act of 1982, as amended in 1987, that provides the regulatory framework for development
of a mined geologic repository. However, before a repository can be used for the disposal of
nuclear waste it must meet standards established by the U.S. Nuclear Regulatory Commission
(NRC 1985), the Environmental Protection Agency (EPA 1985), and must be licensed by the
NRC. The Performance Assessment Scientific Support (PASS) program at Pacific Northwest
Laboratory (PNL) provides modeling capabilities to the DOE to assist in assessing the performance
of any potential repositories.

This report describes modeling performed at PNL between May and November 1991
addressing the performance of the entire repository system related to regulatory criteria established
by the EPA in 40 CFR Part 191. The geologic stratigraphy and material properties used in this
study were chosen in cooperation with performance assessment modelers at Sandia National
Laboratories (SNL). Sandia modeled a similar problem using different computer codes and a
different modeling philosophy. Pacific Northwest Laboratory performed a few model runs with
very complex models, and SNL performed many runs with much simpler (abstracted) models.

The modeling presented here is substantially different from previous modeling attempts.
Models have been added for gas-phase movement of 14C, human intrusion, volcanic intrusion,
glass waste forms, and tectonic induced variations. When compared to earlier calculations, a much
broader set of conditions has been addressed. The new models consider thermally driven gas-
phase movement of radionuclides, and movement of radionuclides in the saturated zone. In
addition to model development, new information on radionuclide sorption has been obtained, and
new geochemical calculations have been performed to estimate the waste foma solubility.

The modeling approach described in this report incorporated the latest known data and
conceptual model assumptions. However, definitive data from the site are not yet available for
many parameters. Consequently, many values were chosen for this exercise based on expert
judgment or modeling convenience. Unfortunately, this work did not receive the widespread
review within DOE required to ensure that the latest available data were used. For these reasons,
the results presented here are not sufficiently advanced to be useful in formulating prudent
judgments about site suitability or the expected risk of the potential repository. As a result, the
work reported here does not provide a sufficient basis to establish a "baseline" performance
assessment.

In addition to the cumulative release modeling, doses were estimated for several of the release
scenarios. Working Draft 4 of 40 CFR Part 191 (February 3, 1992) includes the possibility that
both individual and population dose limits may be established as repository performance criteria.

_, The dose results presented here indicate that the potential repository may be able to meet both
individual and population dose criteria. Substantial work is still required to define the exposure
scenarios and environmental radionuclide concentrations needed to complete a definitive analysis of
the doses that will be caused by postclosure repository operation.
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The scenarios modeled are not exhaustive of ali possible scenarios that will have to be
considered for licensing. However, they were selected because they are believed to contribute the
largest releases of any scenarios to be considered. In summary, the analyses accomplished for this
report support the continued site characterization of Yucca Mountain as a potential site for a high-
level nuclear waste repository and indicate that the limits established by the EPA relative to ,,
cumulative release of radionuclides are not exceeded.
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1.0 Introduction

Certain background information, a brief history of performance assessment efforts for the
- potential Yucca Mountain high-level nuclear waste repository, and the objectives of this total-

system performance assessment and its linkages to other similar tasks are discussed in this section.
Differences between this total-system performance assessment and previous calculations are also
discussed, and several important caveats regarding this study are presented.

1.1 Background

Operation of commercial nuclear reactors to provide electric energy yields the byproduct of
spent nuclear fuel. Additional high-level nuclear waste has also been produced by reprocessing
spent fuel and through defense-related activities. The placement of radioactive wastes in mined
repositories deep undergroundis considered a disposal method that would effectively isolate these
wastes from the accessible environment for long periods of time.

The U.S. Department of Energy (D.OE) is responsible, and, within certain limitations, has the
authority to implement the provisions of the Nuclear Waste Policy Act (NWPA) of 1982, as
amended in 1987, that provides the regulatory framework for development of a mined geologic
repository. However, before a repository can be used for the disposal of nuclear waste it must
meet standards established by the U.S. Nuclear Regulatory Commission (NRC 1985) and the
U.S. Environmental Protection Agency (EPA 1985)(a), and must be licensed by the NRC.

The DOE, through the Office of Civilian Radioactive Waste Management (OCRWM), is
responsible for implementing requirements of the NWPA. This i_nciudesDOE review, concur-
rence, and sign-off on activities identified as Secret_al actions (e.g., the Site Characterization Plan
[SCP], Environmental Impact Stateme_ _ c'd Safety Analysis Report). Because the NRC and
EPA regulations base the final determinat.:'.,, _,fa site's suitability on a calculational projection of its
performance well into the future, the DOE must ensure that rec._mmendations and decisions are
based on technically defensible, independently verified predictions of the performance of a
potential repository. The Performance Assessment Scientific Support (PASS) program at Pacific
Northwest Laboratory(b) (PNL) provides modeling capabilities to assist the DOE in assessing the
performance of potential repositories.

1.2 History

This is not the f'u'stattempt to model the performance of a potential repository at Yucca
Mountain, a volcanic-tuff site in Nye County of southern Nevada that is a potential host for a high-
level nuclear waste geologic repository. The earliest extensive modeling was reported in the

. Environmental Assessment (DOE 1986). The Office of Civilian Radioactive Waste Management
also sponsored a study, performed by PNL and ending in 1987, to perform a preliminary

(a) Some sections of the EPA standard (40 CFR 191) were vacated by a Federal Appeals Court decision. A revised
standard has not yet been formally implemented, although Working Draft 4 of 40 CFR 191, dated February 3,
1992, has been issued for review and comment.

(b) Pacific Northwest Laboratory is operated by Battelle Memorial Institute for the U.S. Department of Energy.
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assessment of Yucca Mountain as a repository site (Doctor et al. 1992). The performance measure
for that study was risk expressed as population dose. Subsequently, an SCP (DOE 1988) was
written to guide data collection and modeling activities in determining the suitability of the geologic
setting for siting a repository at Yucca Mountain.

In fiscal year (FY) 1990, DOE sponsored a total-system modeling effort, identified as
PACE-90 and, in FY 1991, sponsored activities aimed at developing the models and knowledge
required to establish a baseline performance-assessment estimate. To date, a baseline performance
assessment has not been established because the DOE has just initiated site characterization ,.
activities that are scheduled to last several years. In addition to DOE-sponsored raodeling, the
Electric Power Research Institute (EPRI) has completed a total-system performance estimate
(McGuire et al. 1990).

Models for evaluating the performance of Yucca Mountain are under development for the
DOE at PNL and Sandia National Laboratories (SNL). In addition, the NRC has contracted
Southwest Research Institute (San Antonio, Texas) to develop modeling capabilities that will allow
them to evaluate the performance estimates developed by the DOE and its contractors.

Most of the total-system performance models for Yucca Mountain address the cumulative
release of radionuclides to the "accessible environment." A limit on the cumulative release of
radionuclides to the accessible environment for the first 10,000 years of repository performance is
one of the quantitative requirements set by the EPA (EPA 1985). In addition, the EPA regulation
addresses, for some sources of groundwater, the risk of a repository expressed as a maximum
dose from drinking water. Only a limited amount of modeling for the purpose of estimating doses
from the potential repository at Yucca Mountain has been sponsored by OCRWM.

On February 3, 1992, the EPA issued Working Draft 4 of the revisions to 40 CFR Part 191
(EPA, 1985). In this draft the EPA is considering a population dose criteria as an alternative to the
cumulative release criteria. In addition, the individual protection criteria is extended to 10,000
years after repository closure. These criteria require dose modeling for both individuals and
populations.

1.3 Objectives

This report describes modeling performed at PNL between May and November 1991 that
addressed the performance of the entire potential repository system. Specific objectives of the
modeling task were to:

• identify further conceptual and calculational model development needs

• refine and more fully prioritize identified data needs and help guide site characterization

• define relative sensitivities of total-system performance to the conceptual model, data
assumptions, and computational methods

• make a preliminary evaluation of the potential repository total-system performance.
lP

Ali of these general objectives were met in the course of the total-system performance assessment
embodied in this report.
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1.4 Link With Other OCRWM Tasks

The geologic stratigraphy and material properties used in this study were chosen in
. cooperation with performance assessment modelers at SNL. They modeled a similar problem

using different computer codes and a different modeling philosophy. The main difference between
the modeling philosophies was that PNL performed a few model runs with very complex models,
and SNL performed many runs with much simpler (abstracted) models. The PNL and SNL results

,, were simultaneously presented to the DOE in November 1991, for a discussion of the results and
comparison of the modeling techniques. SNL total-system performance assessment results are
reported in Barnard et al. (1992).

1.5 Differences From Previous Calculations

The modeling presented here is substantially different from previous attempts. Models have
been added for gas-phase movement of 14C,human intrusion, volcanic intrusion, glass-waste
forms, and tectonic-induced variations. When compared to the PACE-90 calculations, a much
broader set of conditions has been addressed. The new models consider thermally driven, gas-
phase movement of radionuclides, and movement of radionuclides in the saturated zone. In
addition to model development, new information on radionuclide sorption has been obtained, and
new geochemical calculations have been performed to estimate the waste form solubility.

1.6 Caveats

Four objectives for this modeling task were given in Section 1.3. The fin'stthree objectives
were accomplished. The final objective, to make a preliminary evaluation of the potential
repository performance, was not fully achieved. The approach chosen, and described in this
report, incorporated the most recent data and conceptual model assumptions available to the
modelers. However, definitive data from the site are not yet available for many parameters, so
many values were chosen for this exercise based on expert judgment or modeling convenience. In
addition, this work did not receive the widespread review within DOE required to ensure that the
latest available data and information were used.

To achieve a baseline performance assessment, several additional things must be done. First,
a complete set of nut hdes of regulatory interest must be analyzed. This study analyzed 10 nuclides
out of a set of severai _oze_aof interest. Second, additional site-specific data are needed to calibrate
existing models and other data are required to check the validity of the modeling assumptions.
Finally, the computer codes used must be subjected to formal Quality Assurance (QA)
requirements. The current models were used while still in the development and documentation
stages. Formal testing has not been completed.

" For these reasons, the modeling results presented here are not sufficiently advanced to be
useful in formulating prudent judgments about site suitability or the expected risk of the repository.
Specifically, the work reported here does not provide a sufficient basis to establish a "baseline"
performance assessment.
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2.0 Overview of Modeling Approach

The location of Yucca Mountain, the site of a potential high-level nuclear waste repository in
southern Nevada, and the scenarios for radionuclide release modeled in this total-system

" performance assessment are discussed in this Section. The representative radionuclides chosen for
modeling in this study are presented along with the rationale for examining each. Finally, the
specific models used to predict each scenario _-msidered in this study are presented.

A

2.1 Site Location

The Yucca Mountain site is located in southern Nevada about 160 km northwest of Las Vegas
and is situated on land controlled by three federal agencies: the U.S. Air Force, the DOE, and the
Bureau of Land Management (Figure 2.1).

2.2 Radionuclide Release Scenarios

Four primary scenarios for release of radionuclides from the potential repository to the
accessible environment were modeled for this total-system performance assessment iteration: base
(expected conditions), human intrusion, volcanic disruption, and tectonic disruption. The
accessible environment for this assessment is taken to be the ground surface in the vertical direction
and a distance of 5 km from the repository in the horizontal direction, as defined in 40 CFR Part
191.12. Because the ground-surface is a physical boundary while the 5-km boundary is a
regulatory concern, these boundaries do not necessarily coincide.

The base scenario addresses waste container degradation and failure underexpected
conditions in the potential repository, followed by waste migration through the unsaturated
(vadose) zone in liquid phase to the regional ground-water table and in gas phase to the ground
surface. Releases to the water table migrate to the 5-km accessible-environment boundary and are
assumed to be extracted by a water well for human-population dose calculations, while releases to
the ground surface contribute to dose calculations through atmospheric pathways.

The human-intrusion scenario is divided into four cases, ali of which are based on
assumptions regarding future exploratory drilling by persons unaware of the repository's
existence. These cases are: 1) exhumed container waste, 2) an exhumed column of contaminated
rock, 3) deep injection of waste into the tuff aquifer, and4) deep injection of waste into the
Paleozoic (carbonate) aquifer. The first two cases envision a drillerintercepting rock with
migrating radionuclides from failed containers, or contaminated rock and a waste container by
means of a "direct hit," and exhuming these to the surface. The last two cases envision a driller
intercepting a waste container such that the container integrity is compromised, drilling on into an
aquifer below the potential repository, and ultimately causing the displacement of the container's

. waste to the aquifer.

The volcanic-disruption scenario addresses the consequences of a disruption of the potential
repository and the uncontrolled release of radionuclides to the accessible environment because of

• the subsurface and surface activity of a basaltic magmatic center. The subsurface activity would
comprise dikes, sills, and/or other intruded magma modes, and the surface activity is assumed to
be a Strombolian eruption of alkalic basalt and the construction of one or more cinder cones.
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The tectonic-disruption scenario addresses the possibility of coseismic water table change
because of a tectonic disruption. The chief impact of this disruption is assumed to be the
permanent elevation of the regional water table and subsequent change in the hydrology and mass
transport of radionuclides in the unsaturated zone in the vicinity of the potential repository.

" Figure 2.2 depicts the interaction of the four scenarios addressed in this total system
performance assessment iteration. Ali of the release paths by which radionuclides may be released
to the accessible environment that are addressed by this total-system performance assessment are
shown in Figure 2.2, beginning with inventory tracking of waste accounting for radioactive decay
of the inventory and container degradation, failure, and release. Container inventory as well as
release rates are necessary because four disruptive events accounted for in this assessment (three
human-intrusion cases and the volcanic disruption) involve displacement of the contents of an
entire container or containers. Ultimately, ali processes modeled in this total-system performance
assessment lead either to a surface release or the arrival of water-bome contaminants at the 5-km
boundary. Hence, ali processes contribute to the cumulative release calculation for radionuclides
or the human-dose calculation under a number of dose scenarios.

2.3 Choice of Radionuclides

One of the objectives for this analysis was to demonstrate the capability to conduct a total-
system performance assessment. Itwas felt that the analysis capability could be demonstrated
without analyzing all radionuclides of regulatory concern. Additional chemical and physical data
are needed to properly assess the impact of many of the nuclides excluded from this analysis. Ten
radionuclides were chosen for this analysis: 14C, 79Se, 99Tc, 126Sn, 129I,135Cs, 234U, 237Np,
239Pu,and 243Am. Because of retardation in transport, only four nuclides from the uranium and
neptunium decay chains were chosen. The other nuclides chosen are expected to be transported
faster. Specific reasons for selecting these radionuclides are as follows:

• 14C- the only nuclide considered to have the potential for significant releases via gas-phase
pathways

• 79Se - moderate-inventory nuclide, moderately delayed in transport by sorption processes

• 99Tc - high-inventory nuclide, moderately delayed in transport by sorption processes

• 126Sn- moderate-inventory nuclide with a long half-life

• 129I- not delayed in transport by sorption processes, has a high concentration to dose-
conversion factor

• 135Cs- moderate-inventory nuclide, moderately delayed in transport by sorption processes

- • 234U - uranium isotope with the highest 1000-year inventory

• 237Np _high-inventory nuclide with very long half-life and a high concentration to dose-
conversion factor

4
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• 239Pu - high-inventory nuclide that has received significant press exposure, chosen over
the higher inventory 240Pu because it is in the decay chain for 243Am

° 243Am - high-inventory nuclide that is also highly retarded, providing an example of
radionuclide decay-chain modeling.

2.4 Models

,_ The summary performance measure utilized in this study was the complementary cumulative
distribution function (CCDF) for cumulative release of radionuclides to the accessible environment
(Table 1 of 40 CFR Part 191; EPA 1985). The CCDF includes information from base-case results
and disruptive scenarios. The CCDF is based on releases to the accessible environment. A
number of parameters were varied stochastically to generate the required (example) distribution
function.

In addition, doses were estimated for many radionuclide-release scenarios. The doses were
estimated using models and scenarios that were designed to estimate cumulative release of radionu-
clides rather than dose. A careful study of the risk of the potential repository in terms of individual
or population doses would probably use different release and transport scenarios. The major
reason for this is that maximum dose results are determined by maximum radionuclide
concentrations rather than cumulative flux over a 10,000-year time period.

2.4.1 Radionuclide Source Term

Engineered-barrier source term release rates were computed for a total of 10 nuclides. The
nuclides were chosen to represent a cross section of physical properties and repository inventories
that emphasized large impacts in the dose models. Source terms were computed for spent fuel and
a representative glass-waste form. The spent-fuel inventories were taken from ORIGEN runs at
SNL that incorporated recent fuel-burnup assumptions. Source terms were computed for base-
scenario analyses (incorporating a range of infiltration rates and rock saturation conditions) and
human-intrusion scenario cases involving deep injection of waste into the saturated zone.

2.4.2 Unsaturated Zone Hydrology and Specie Mass Transport

Based on the problem consensus, the unsaturated zone model was modeled as a two-
dimensional (East-West) cross section of Yucca Mountain that included the Ghost Dance fault, a
fault that transects the potential underground repository (DOE 1988). The vertical extent of this
cross section was from the regional water table to just above the repository horizon, except for the
multiphase model, for which the vertical extent was from the regional water table to the ground
surface.

A liquid-phase analysis considered the combined effects of matrix and fracture flow in an
equivalent-continuum model (i.e., fractures were not modeled explicitly). SUMO, a steady-state,

, isothermal, liquid-phase ground-water flow model (Eslinger et al. 1990) was used to predict base-
scenario flow and dilute-species mass transport of the 10-radionuclide inventory examined for this
total-system performance assessment for a range of recharge rates.

The gas-phase (multiphase) analysis was performed using the Multiphase Subsurface
Transport Simulator (MSTS) code to model dilute-specie mass transport of the single radionuclide
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14Cin both the gas and the liquid phases, including the effects of thermal loading of the repository.
The air, water, and thermal-energy conservation equations for this model were solved in a fully
coupled manner. Exchange of carbon between water vapor and liquid water was also addressed in
the model.

2.4.3 Saturated Zone Hydrology and Specie Mass Transport
6

Saturated zone flow and transport was modeled for the human-intrusion scenario cases
involving injection of waste, and those base-scenario analyses that predicted contaminant
movement into the saturated zone. A two-dimensional domain and a steady-state hydrology ,,
solution were used. Simulations were performed for transport in both tuff and carbonate aquifers.

2.4.4 Human Intrusion

Human-intrusion analyses considered four release cases. These cases were: 1) exhumed
container waste, 2) an exhumed column of contaminated rock, 3) injection of waste into the tuff
aquifer, and 4) injection of waste into the Paleozoic (carbonate) aquifer. The range of outcomes
depended on the time of occurrence and drill hole location.

2.4.5 Tectonism

The tectonism analysis consisted of a literature review of postulated tectonic activity at Yucca
Mountain and identification of several initiating events that may influence transport of
radionuclides. Transport models were evaluated for an event associated with waterotable rise.
This effort was not as extensive as other aspects of the modeling because of the late start for this
sub-activity and budget constraints.

2.4.6 Basaltic Volcanism

The volcanic analysis modeled radionuclide releases due to mobilization of waste by a basaltic
dike. The models for basaltic dike formation are based on simplified analytic models. Transient
changes to the hydrological flow field were not modeled. The range of outcomes will depend on
such factors as temperature of the magma, size of the dike, and fraction of waste mobilized.

2.4.7 Dose

Doses were computed for ali PNL release scenarios except basaltic eruptions. The dose
model is based on the International Commission on Radiological Protection's concept of committed
effective dose equivalent (ICRP 1977; 1979; 1984; 1991). Doses were computed for a "reference"
individual. In addition, PNL computed doses for some scenarios using radionuclide release
profiles provided by SNL. The dose calculations for SNL used the same exposure pathways as
PNL's dose model.

2.6



3.0 Source-Term Analysis

The source-term for this total-system performance assessment analysis was calculated using
the Analytical Repository Source-Term (AREST) code (Liebetrau et al. 1987; Engel et al. 1989).

. The AREST code can be used for estimating release r_tes from the engineered barrier system
(EBS) of an underground geologic repository for either spent-fuel or glass-waste forms. The
release rates from the EBS are then transferred to a hydrologic flow and transport model such as
SUMO (Eslinger et al. 1990) or MSTS to predict ground-water mass transport (see Section 4),

" which is, in turn, used to calculate dose to humans (Section 10). The release rates were calculated
for a set of 10 nuclides (14C, 79Se, 99Tc, 126Sn, 1291,135Cs, 234U, 237Np, 239Pu, and 243Am).
The 10 nuclides were chosen to represent a range of physical and chemical properties, inventories,
and dose-cop.version factors as described in Section 2.3. This section briefly describes the AREST
code and the analyses performed for this total-system performance assessment analysis.

3.1 Description of Release Models

At the potential repository site at Yucca Mountain, high-level nuclear waste is to be stored in a
canister that would be overpacked with a container designed to assure compliance with regulatory
containment requirements. The container will then be emplaced in an excavated opening, leaving a
small air gap between the emplacement container and the host rock. After the containment bamers
are breached (containment failure), there are three general modes of radionuclide release from the
EBS: "dry," "wet-drip," and "wet/moist-continuous." The AREST code contains specific models
for these three modes.

3.1.1 Unsaturated Zone

Under anticipated conditions, no liquid should contact the waste form even after container
failure because of the air gap. These conditions are referred to as a "dry mode." Thus, gaseous
transport is the only available pathway for release, assuming a "dry" mode. For this analysis, the
AREST code models gaseous transport as a pulse release at the time of container failure.

As a result of local variations in rock permeability, water may drip onto the waste container
after temperatures have dropped below a rewetting temperature. Such conditions are referred to as
a "wet-drip" mode. After containment failure, ;,tis assumed that there is a hole near the top of the
waste container, allowing the interior of the c_ntainer to become wet and the waste to dissolve.
Release from the waste form can then be estimated based on assumptions about the remaining
containment capability. Two assumptions can be made with the AREST code. The first
assumption is that the container is still intact and that release from the waste container will not
occur until the container is filled with water. This assumption is known as a "bathtub" type mode.
The second mode, or assumption, is that the container no longer forms a barrier to transport and,
thus, release can occur at the time of rewetting. This type of release mode is known as a "flow-
through" type. The AREST code incorporates existing models for both solubility-limited and

o reaction-rate limited release for the "wet-drip" modes (Sadeghi et al. 1990).

For the analysis in this report, the flow-through release models were used for the unsaturated
conditions. These models were selected to obtain release-rate estimates beginning at the time of4t
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failure, instead of waiting for the container to be filled. The time-dependent, solubility-limited
release rate due to convection in a wet-drip environment is calculated as follows:

Ni(t)

l_.(t) = C_N---_ Q, t_<t3 (3.1)

i
where C=is the elemental solubility of nuclide i, Ni and Ne are the species and elemental
concentrations in the undissolved solid, respectively, Q is the volumetric flow rate of the water into
and out of the container, and t3 is the time when ali the element has dissolved. The release rate
after the element has ali been dissolved is calculated using the following equation:

s Ni(t3)Qexp[(-Z,-vC-_l )(t-ta)], ta-<tI_C0=C, N,,Cta) (3.2)

where k is the decay constant and V02) is the volume of water if the container were full.

The mass-transfer equations for calculating release rates under wet-drip, flow-through
conditions using a reaction-rate, limited-boundary condition at the waste-form surface are as
follows:

M(Rl,t)=faM_iexp[-(a.+_. ) t(e°tt-eat_)], t< 1 (3.3)
fa

where RI is the radius to the waste container/host rock boundary, fa is the fractional alteration rate
i

of the waste form, Mo is the initial inventory of the specific nuclide i, tl is the time of first water
contact after containment failure, and a is defined as:

a =Q (3.4)
vct9

and

M(RI,t ) =faM_iexp[-(_+X)t (exp(a(tl+ _))-exp(ixtl))], t> 1 (3.5)fa

3.1.2 Saturated Zone

The last mode for radionuclide release is for the "wet-continuous" condition. This may occur
when the waste container contacts the host rock either by physical displacement or by
sedimentation of the air gap, allowing a diffusive pathway to exist. The AREST code contains
models for the diffusive transport of radionuclides and assumes either a solubility-limited or ,
reaction-rate, limited-boundary condition at the waste-form surface. The models that have been
incorporated into the AREST code were developed by T. H. Pigford, P. L. Chambr6, and their
colleagues at the University of California at Berkeley.

I*

The diffusive mass transport release rates for either a spent-fuel or glass-waste form assuming
a solubility-limited boundary condition at the waste-form surface is (Chambr6 et al. 1985):
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l_l(r,t) = 4 x el c1 DfR0 r C__i(r,t), R0<r<Rl, t> 0 (3.6)

where el = backfill porosity

- _1 = backfill tortuosity factor

Df = diffusion coefficient for nuclide i in water

" Ro = waste-form radius

ICs surface concentration for nuclide i

R1 = radius to the waste container/host rock boundary

and _ti(r,t) is a complicated function of previously defined parameters el, _l, Df, R0, C's, R1, V,
and the additional parameters

b = the backfill thickness (R1-R2)

K I = retardation coefficients for nuclide i in the backfill

K2 = retardation coefficients for nuclide i in the host rock

The mass-transfer rate for highly soluble nuclides may be limited by the rate of reaction of the
waste form. For a planar geometry, the time-dependent, mass-transfer rate of nuclide i for a single
time step n, is (Kang 1990) as follows:

m i -,

Mi,n(R1,0 = 2 K 1 (I 1E 1E Sv_i (t) (._.7)

where mi is the mass of nuclide i that is dissolved at the beginning of this time step (n), Vv is the
interior volume of the waste container, S,, is the surface area of the cylindrical waste container, and
oi(t) is a complicated function of el, e2, al, _2, K1, K2, Z.,Dr, b, V,,, and S,,.

The total release into the host rock for radionuclide i over time is derived by summing over n

the series of terms for each series of IVli,n(Rl,t)successive time steps:

MI(RI,t) = 2_ Mi,n(Rl,t) (3.8)

This summation is continued until the waste form is completely dissolved, or the inventory of
- nuclide i is exhausted in the waste form as a result of radioactive decay, whichever comes first.
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3.1.3 Glass Dissolution Model

The AREST code also contains a mechanistic model describing a dynamic mass balance
between the production and consumption of silicic acid, coupled with a near-field mass transport
model to predict the dissolution kinetics of a high-level waste glass in a deep geologic repository
(McGrail et al. 1990). The kinetic model is used to transform radionuclide concentration-versus-

,IL

reaction-progress values, to concentration-versus-time values that are used to calculate the rate of
radionuclide release by mass transfer to the surrounding rock. The reaction-progress values are
predicted using a geochemical reaction-path computer code, such as EQ3/6 (Wolery 1983). The
model provides for both solubility-limited and kinetically-limited release, with the rate-controlling ,.
mechanism being dependent on the predicted glass/ground-water chemistry.

The following equation describes the mass balance used for calculating the time-dependent
reaction progress (_):

¢_V d_d..._= Agct) dXd....t.- 1vICe,R0, t) (3.9)

where ¢_is the volume fraction of the aqueous phase in the annular volume (V), Ag(t) is the time°
dependent glass surface area, M is the mass-transfer rate at the waste-glass surface, _ is the
reaction progress, and dX/dt is the rate at which the glass is dissolving, given by:

dt

where X is the amount of dissolved glass, K+ is the forward rate of glass dissolution, Q is the
activity of silicic acid, and K is the equilibrium constant corresponding to the reaction:

SiO2 Cs) + 2H20 ¢:_H4SiO4Caq) (3.11 )

and

d...X.X_>K, (3.12)dt

where Kr is the residual rate of glass dissolution under near-saturation conditons.

3.2 Source-Term Analysis Description

Four different scenarios were analyzed for the total-system performance assessment analysis,
as described in Section 2. These scenarios were: 1) base (undisturbed), 2) human-intrusion,
3) volcanic disruption, and 4) tectonic disruption. Source-term release rates were used for o
estimating transport to the accessible environment (Sections 4 and 5) and for human-dose
calculations (Sections 5 and 10) for both the base scenario and the human-intrusion scenario. The
inventories calculated for the base-scenario analysis were also used (indirectly) for the volcanic-
and tectonic-disruption analyses (Sections 6 and 7).
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The waste-container releases for the base scenario were estimated by simulating seveial waste
containers located in an undisturbed, unsaturated media. Each simulation was based on time- and
temperature-independent infiltration rates (five different infiltration rates were used in the analysis;
refer to Section 4 for additional information). The containment failure time for each waste
container was assumed to be a realization from a uniform distribution between 2000 and 5000
years. A temperature profile was also simulated for each waste container. In the base-scenario

" analysis, both spent-fuel and glass-waste forms were considered. The base-scenario source-term
releases rates were used by unsaturated zone models (Section 4) for the base-scenario (nuclide
migration in gas and liquid phases associated with ground-water movement in the unsaturated

., zone). This indirectly provided the source term for the volcanic- and tectonic-disruption scenarios
also, which at random disruption times used the remaining inventory in waste containers for the
base scenario, together with the unsaturated-zone model predictions of nuclide distlibution at that
time due to migration from failed containers.

The human-intrusion scenario included four cases that were defined in Section 2.2:

1. Exhumed container waste - a driller directly entrains a waste container in the drill rig and
exhumes the total inventory of a single container

2. Exh_Imed Column of contarnirlated rock - a driller misses the waste containers but
exhumes rock that contains dilute waste that has migrated from failed waste containers

3. Direct waste injection into tuff aauifer - a driller intercepts a waste container with the drill
rig, compromising the container integrity without entraining the waste, which falls to the
bottom of the drill hole into the tuff aquifer after rig extraction

4. Direct waste injection into Paleozoic (carbonate_ aauifer - same case as (3) above, but
waste falls into the carbonate aquifer rather than the tuff aquifer

The base-scenario source-term release rates were used for cases number 1 (exhumed container
waste) and 2 (exhumed contaminated rock). The source-term calculations for cases numbers 3 and
4 (direct waste injection into an aquifer) are the same except that the flow and mass transport
calculations (Section 5.0) vary following the differences in physical properties of the tuff and
carbonate aquifers. Ten simulations of saturated ground-water flow and radionuclide translm_
were performed each for the tuff and carbonate aquifers to model the two direct-waste-injection
human-intrusion-scenario cases (Section 5). These simulations are identified as tuff simulations 01
through 10 for the tuff aquifer and carbonate simulations 01 through 10 for the paleozoic
(carbonate) aquifer. The drilling time for the 10 tuff and 10 carbonate simulations was selected
from a loguniform distribution between 100 and 10,000 years. The hydraulic conductivity field
for the 10 tuff and 10 carbonate simulations was a stochastically generated, spatially correlated
field (Section 5). In addition to these stochastic simulations, two bounding simulations were
performed for both the tuff and carbonate aquifers using minimum or maximum hydraulic
gradients and a deterministic, constant-value conductivity of minimum or maximum value. The
minimum flow simulations are tuff simulation 11 and carbonate simulation 11, and the maximum
flow simulations are tuff simulation 12 and carbonate simulation 12. In ali simulations, the

" container is assumed to fail because of vertical displacement to the aquifer. Spent fuel was the only
type of waste form that was modeled for the direct-waste-injection cases of the human-intrusion
analysis.
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In short,two basic typesof source-termcalculationsarerequiredto meet the needs of this
total-systemperformance assessment:base andhuman-intrusion.The datarequiredfor bothtypes
of analyses arepresentedin Section 3.3. The base-scenarioreleases are usedto meet the
requirementsof thebase scenario, two of the four human-intrusionscenariocases, and the
volcanic- and tectonic-disruptionscenarios. The results of the base-scenariosource-termanalysis
arediscussed in Section 3.4. The human-intrusionreleaseratesareused to meet the requirements
of the two direct-injectioncases of the human-intrusionscenario. Human-intn_sionsource-term
analysisresults are discussedin Section 3.5.

3.3 Source-Term Data Description

The data for this effort were compiled from several different sources and are shown in
Tables 3.1 through3.7. Table 3.1 gives the waste-container parameters. These values are from a
prelindnary site-suitabilitystudy perfoarw.xlat theUniversity of California at Berkeley (Leeet al.
1991). The specific nuclide inventories, distribution in the spent fuel, andsorption are shown in
Table 3.2. The inventories were calculated using ORIGEN (Croft 1983), with decay referenced to
the year 2040, while the distributions in the spent fuel were taken from the Spent Fuel Report
(Apted et al. 1989).Table 3.3 contains the temperature-dependentelemental solubilities used for
the base-scenarioanalysis. The solubilities were estimatedusing the EQ3/6geochemical code
(Wolery 1983). Table 3.4 showsthe infiltration rates and resulting saturation values predictedby
unsaturated zone modeling (Section 4.0) for the base scenario.

The solubilities calculatedfrom EQ3/6 tendedto differ from values used in other analyses.
For instance, the solubility of _TNp (at 44°C) used in this analysis is 3160 times greater than the
solubility used for 237Npin the preliminary site-suitabilitystudymentioned earlier (Leeet al.
1991). On the other hand, the Pu solubilities were four orders of magnitudelower than those used
by Wilson (1991). The difference in solubilitieslead to similar differences in the calculated release
rates. The calculatedvalues were used insteadof literaturevalues in this analysis because the
purposeof this total-systemperformance assessmentis to demonstrate current capabilities.

Tables 3.5 and 3.6 providedata used for the human-intrusionscenario deep-aquifer-injection
cases. A mediandarcy flow rate in the waste container was usedfor the 10 random drilling times
(tuff simulations I through 10 and carbonate simulations 1through 10). The median flow rate was
estimated using Equation (3.13):

Velocity = Ks AHAL (3.13)

where Ks is a medianconductivityof the stochastically-generatedhydraulicconductivityfield
(Section 5.0) in m/yr(0.4418 m/yrfor the tuffaquifer and 98.7 m/yrfor the carbonateaquifer),
aI-Iis anaveragehydraulichead(78.75 m for tuffand265.24 m for carbonate) minusthe
hydraulicheadon the fight endof the potentialrepository(50 m), and ALis the lengthof the
potentialrepository(7000m).

Glass inventorieswereestimated from an SRL-202 glass (Table 3.7). These wereused with
the ground-watercompositionfrom well J-13for calculatingreaction progressand concentrations
used in the glass-dissolutionmodel containedin the ARESTcode.

t,
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Table 3.1. Waste Container Data

parameter Value
Waste Radius (cm) 26.0
Waste Length (cm) 441.0
Gap/Void Width (cre) 1.5

" Container Thickness (cna) 3.0
Air Gap/Back_l Thickness (cm) 3.0
Diffusion Coefficient (cm2/s) 1.16 x 10-5

- Reaction Rate (g/m2/day) 0.755
Alteration Period (3rr) 1000.0
Number of Waste Containers 35,000
Total Amount of Waste (MTU) 70,000
Waste-Container Loading (MTU/container) 2.0

Table 3.2. Nuclide-Specific Data

Half Life Inventory % in % in Kd (mL/g)

Nuclide (yr) (Ci/pack) Matrix Gap Tuff Carbonate

14C 5.73 x 103 3.29 x 10o 98.0(a) 1.0 0.0 0.0
79Se 6.50 x 104 9.52 x 10-1 98.0 2.0 2.5 3.0
99Tc 2.11 x 105 2.99 x 101 98.0 2.0 0.0 0.0
126Sn 1.00 x 105 1.77 x 10o 98.0 2.0 100.0 110.0
1291 1.57 x 107 7.28 x 10-2 98.0 2.0 0.0 0.0
135Cs 2.30 x 106 9.93 x 10-1 98.0 2.0 50.0 10.0
234U(b) 2.45 x 105 4.97 x 10o 100.0 0.0 2.5 3.0

237Np 2.14 x 106 8.59 x 10-1 100.0 0.0 2.0 0.5
239Pu 2.41 x 104 6.65 x 102 100.0 0.0 100.0 80.0
243Am 7.38 x 103 4.86 x 101 100.0 0.0 100.0 100.0

(a) 1% of 14/2 in gas phase
(b) 234U = 234U + 238pu

Table 3.3. Base-Scenario Solubility Data

Element Temverature (°C) Solubili_ty(g/m3)

U 100.0 4.52 x 10-3
U 44.0 8.57 x 101
Np 100.0 7.58 x 10-2

. Np 44.0 9.48 x 10-1
Pu 100.0 1.00 x 10-7
Pu 44.0 4.54 x 10-6
Am 100.0 1.51 x 10-3

' Am 44.0 4.62 × 10-3
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Table 3.4. Base-Scenario Repository Liquid Saturation for Various Recharge Rates (refer to
Section 4 for additional information on saturation predictions)

Infiltration (mm/vr) Liouid Saturation- _,

0.0 0.590
0.01 0.730
0.05 0.805 _,
0.5 0.945
3.0 0.945

20.0 0.945

Table 3.5. Human-Intrusion Scenario (Deep-Injection Cases) Aquifer Data

Variable Radionuclido Tuff Aouifer Carbonate Aouifer-

Porosity 0.24 0.05
Density (g/cm3) 2.23 2.76

Kd (mL/g) :4C 0.0 0.0
79Se 2.5 3.0
99Tc 0.0 0.0
126Sn 100.0 110.0
1291 0.0 0.0
:35Cs 50.0 10.0
234U 2.5 3.0
237Np 2.0 0.5
239Pu 100.0 80.0
243Am 100.0 110.0

Table 3.6. Human-Intrusion Scenario (Deep-Injection Cases) Drilling Times and Flow Rates

Simulation Drilling Time (vr) Flow Rate (m/vr)
N_mber Tuff C arbon_t_ Tuff Carbonate

1 357.9 2465.6 0.00181 3.035
2 2289.4 146.8 0.00181 3.035
3 647.7 589.2 0.00181 3.035
4 1108.9 259.1 0.00181 3.035
5 3076.3 1190.8 0.00181 3.035
6 2530.6 8336.1 0.00181 3.035 "
7 9088.8 3811.8 0.00181 3.035
8 443.0 128.5 0.00181 3.035
9 159.6 2615.6 0.00181 3.035 ,

10 109.5 1308.0 0.00181 3.035
11 300.0 300.0 8.90 x 10-6 5.17 x 10-3
12 300.0 300.0 0.274 69.7
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Table 3.7. Glass Inventory(a) Data

Inventory
Nu¢lid¢ Oxide MW FI(b) _ ft(c) _(d)

14C ..................4

79Se SeO2 111.0 0.7118 1.00x 10-4 7.117 x 10-5 119.78
99Tc TcO2 131.0 0.7557 4.10 x 10-5 3.098 x 10-5 52.15
126Sn ..................

" 1291 ..................

135Cs Cs20 281.81 0.9581 1.23 x 10-3 1.178 x 10-3 1,983.0
234U U02 270.03 0.8666 1.96 x 10-2 1.698 x 10-2 28,585.0
237Np NpO2 269.0 0.8810 1.29 x 10-4 1.137 x 10-4 119.28
239Pu PuO2 271.0 0.8819 5.70 x 10-5 5.027 x 10-5 84.60
243Am Am203 530.0 0.9170 5.64 x 10-6 5.172 x 10-6 8.704

(a) Glass Total Inventory = 1.683+06 (g/container)
(b) FI = (Atomic Mass) / MW
(c) fi=FlxWt%

Inventoryj x(d) Inventory = (Glass Total - x(d) fi

3.4 Base-Scenario Source-Term Results

Results from the base-scenario source-term analysis are shown in Figures 3.1 through 3.10.
Figures 3.1 and 3.2 show 14Crelease rates for gas release plus waterborne release. Release rates
where spent fuel was used as thewaste form are shown in Figures 3.3 through 3.6. Figures 3.7
through 3.10 show release from a glass-waste form for the base scenario. For ali spent-fuel
analyses, the nuclides were divided into two sets. The first set includes the nuclides that were
modeled using a solubility-limited boundary condition at the waste-form surface (234U,237Np,
239Pu,and 243Am). The second set includes the nuclides that are highly soluble and were modeled
using a reaction-rate limited boundary condition (14C,79Se, 99Tc, 126Sn, 129I,and 135Cs).

Gas release of 14Cwas estimated using a pulse-release rate, with all of the gas inventory
released in one year. The waterborne release of the 14Cwas estimated using a flow-through
release rate based on the alteration rate of the fuel. Two infiltration rates were used for calculating
release of 14Cusing both gas and waterborne release, 0.01 mrn/yr and 0.05 mm/yr. Figure 3.1
shows the release of 14Cusing an infiltration rate of 0.01 mm/yr, while Figure 3.2 shows the
release using a 0.05 mm/yr infiltration rate. Failure times, for this analysis, were uniformly
distributed between 300 and 2000 years. However, no waterborne release of 14Cbegins before
1300 years because the repository is hot and has not yet reached the time of "rewetting."

The remaining base scenario calculations, Figures 3.9 through 3.10, were calculated using
either the flow-through release models, with an infiltration rate less than 10.0 mrn/yr (Figure 3.9
through 3.11 and 3.13 through 3.15), or the "wet-continuous" release models, with an inf'dtration

• rate greater than 10.0 mrn/yr (Figures 3.12 and 3.16). The cutoff point of 10.0 mm/yr for using a
flow-through release model versus a "wet-continuous" diffusive model was arbitrary.
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3.5 Human-Intrusion Scenario Source-Term Results

The source-term estimates for the human-intrusion scenario deep-aquifer-injection cases are
shown in Figures 3.11 through 3.16. For the reaction-rate limited nuclides (14C, 79Se, 99Tc,

,, 126Sn ' 129I, and 135Cs), either the flow-through release model or the "wet-continuous" diffusive
release model was used. Only the flow-through release model was used for the solubility-limited
nuclides (234U, 237Np, 239Pu, and 243Am). The flow-through model was used for the alteration-
limited nuclides when flow velocities were less than or equal to 10 mm/yr (Figures 3.11, 3.12, and

" 3.15), while the "wet-continuous" diffusive release models were used when flow velocities where
greater than the arbitrarily-selected 10 mm/yr cutoff (Figures 3.13, 3.14, and 3.16).

Figures 3.1 1 through 3.13 show the results for the tuff aquifer. Figure 3.11 shows the
results for tuff simulation 1. For the analysis of tuff simulations 1 through 10, the flow-through
release models were used with a median ground-water velocity for the tuff aquifer (0.00181 m/yr;
Table 3.6). Because the water velocities are the same for tuff simulations 1 through 10, the release
profiles will be similar for ali 10 cases. Hence, only the results for tuff simulation 1 are shown
(Figure 3.1). A minimum-flow velocity for the tuff aquifer was used to calculate the release rates
shown in Figure 3.12 (tuff simulation 11), while a maximum-flow velocity was used for
calculating the release shown in Figure 3.13 (tuff simulation I2).

The results for displacing a failed container into the carbonate (Paleozoic) aquifer are shown
in Figures 3.14 through 3.16. Similar to the tuff results, only carbonate simulation 1 is shown for
the representative release profile for the 10 simu.lations where a median flow velocity (3.035 m/yr;
Table 3.6) was used. This case is shown in Figure 3.14. The flow-through release models were
used for the minimum-flow simulation (tuff simulation 11), and are shown in Figure 3.15. Figure
3.16 shows the results of using a maximum-flow velocity in the carbonate aquifer (tuff simulation
12).
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4.0 Unsaturated Zone Hydrology and Transport

Two approaches were used to model the unsaturated zone at Yucca Mountain for the total-
system performance assessment exercise. For the liquid-phase approach, the unsaturated zone was

, modeledasanisothermal,liquid-phasehydrogcologicsystemforthepurposeofsimulating
transportof10radionuclidesfromthepotentialrepositorytotheregionalwatertable.Forthe
vapor-phaseapproach,theunsaturatedzonewasmodeledasa nonisothermal,multiphasesystem
whilesimulatingtransportofasingleradionuclide(14(2)fromthepotentialrepositorytoboththe

- regional water table (liquid phase) and to the surface (vapor phase).

Although the modeling techniques and conceptual models differ for these methods, both
approaches required the same hydrogeologic parameters. A general description of the unsaturated
zone at Yucca Mountain and the hydrogeologic parameters used to describe its physical behavior
are presented in Section 4.1. The liquid-phase modeling approach, results, and analysis are
presented in Section 4.2, and the vapor-phase modeling approach, results, and analysis are
presented in Section 4.3.

4.1 Unsaturated Zone Description

The current conceptual design for the potential repository at Yucca Mountain locates the
potential repository horizon approximately 300 m above the regional water table and approximately
200 m below the land surface. Low recharge rates and low hydraulic conductivities in this deep
unsaturated environment are expected to function as natural barriers to radionuclide transport from
the engineered barriers of the potential repository to the accessible environment. Once in the
unsaturated zone, radionuclides may be transported to the accessible environment by several paths,
e.g., to the saturated zone through liquid-phase transport (Sections 4.2 and 4.3) and from there to
the accessible environment (Section 5.0), or directly to the surface through vapor transport
(Section 4.3). In addition, both unmobilized waste in the potential repository and waste
transported into the unsaturated zone may be subject to disruptive scenarios such as volcanic
activity or human intrusion events. Analysis of disruptive conditions is, therefore, dependent on
unsaturated-zone model predictions of the spatial and temporal distribution of water and waste.

Figure 4.1 depicts the generalized conceptual model of the unsaturated zone at Yucca
Mountain that was the basis for ali unsaturated-zone modeling described in this report. This
system consists of a two-dimensional domain comprised of five stratigraphic layers as shown.
The potential repository location is represented in Figure 4.1 as a bold line that extends from
borehole USW H-5 at an elevation of 1030 m above mean sea level east 1972 m to 895 m above
sea level. The regional water table was assumed horizontal at an elevation of 730 m, its present
static position at boreholes USW G-4 and UE-25a#1.

4.1.1 Hydrologic and Transport Properties

. The five lithological units included in both conceptual models are listed in Table 4.1. Key
hydrologic parameters are saturated hydraulic conductivity (Ks), total porosity (rtr), residual
saturation (Sr), and the van Genuchten curve-fitting parameters, a and 13(van Genuchten, 1980).
The mean values for these five parameters for each layer and for fractures are tabulated in Table

, 4.2. Matrix parameter values in Table 4.1 are derived from Peters ct al. (1984), which was
subsequently published in the PACE-90 report. Fracture parameter values in Table 4.1 are taken
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Table 4.1. Mean Hydrologic Parameters

• Layer Ks (m/s) nT Sr ot(I/m) 13

Welded 2.00 x 10-11 0.11 0.080 0.0057 1.798
Vitrophyre 3.01 x 10-12 0.09 0.052 0.0033 1.798
Nonwelded Vitric 7.99 x 10-11 0.21 0.164 0.0265 2.223
Nonwelded Zeolitic 3.01 x 10-12 0.41 0.010 0.0220 1.236
Partially Welded 1.40 x 10-8 0.24 0.066 0.0140 2.640

Fractures 8.25 x 10-5 0.43 0.045 14.5 2.680

from Carsel and Parish (1988). Ali hydrogeologic paaarneter values for use in the total-system
performance assessment exercise were set forth in Kaplan et al. (1991)(a).

Additional parameter values were required to model radionuclide transport in the
unsaturated zone. These parameters were the sorption coefficients (If,d) for each radionuclide with
respect to stratigraphic layers and isotope half-lives (tl/2). The half-lives and the mean Kd values
are shown in Table 4.2. Transport of ali ten radionuclides listed in Table 4.2 was simulated in
liquid-phase modeling, including decay of 243Am into 239Pu, while only 14C transport was
simulated in the vapor-phase modeling. Dockery (1991)(b) reports that the Kd values in Table 4.2
are derived from sorption data from the Culebra formation at the Waste Isolation Pilot Project

(a) Kaplan, P., G. Gainer, H. Dockery, and R. Barnard. 1991. Distributions of Hydrogeologic Parameters for the TSA

Problem. This July 25, 1991 letter report is reproduced in Appendix A.

(b) Dockery, H. 1991. Additional Kd information from A. Meijer (9/26/91). This October 2, 1991 memo is

reproduced in Appendix B.
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Table 4.2. Radionuclide Half-Lives and Sorption Coefficients

Sorption Coefficient
Nuclide h/2 ()rr) Welded Vitroph_e Vitric Ze01itic P. Welded

, 234U 2.45 x 105 2.5 2 2 10 2.5
237Np 2.14 x 106 2 0.5 0.5 4 2
243Am 7.38 x 103 100 100 100 100 100
239Pu 2.41 x 104 100 100 100 100 100

" lac 5.73 x 103 0 0 0 0 0
79Se 6.50 x 104 2.5 2 2 10 2.5
99Tc 2.11 x 105 0 0 0 0 0
126Sn 1.00 x105 100 100 100 100 100
129I 1.57 x 107 0 0 0 0 0
135Cs 2.30 x 106 50 50 50 2000 50

(WIPP) site. These values are for matrix rock only. Three radionuclides, 14C, 99Tc, and 1291,are
assumed to have zero retardation. However, carbon will probably be exhanged with stable carbon
or precipitated onto carbonate rocks. For additional geochemistry details concerning the selection
of sorption values used in this exercise, the reader is encouraged to refer to Dockery (1991), which
is reproduced as Appendix B.

4.1.2 Fracture/Matrix Equivalent-Continuum Model

Given the constraints of computer technology at present, it is impractical to explicitly address
fractures with apertures on the order of 10-5m while modeling a flow domain on the order of
103 m. Therefore, we must rely on an equivalent-continuum approach that incorporates aspects of
both matrix and fracture flow into a single porous-media model. For both the liquid-phase and
multiphase approaches, the equivalent-continuum model was based on the assumption that fracture
and matrix pressures are in equilibrium at ali points in the model's domain. Future work in this
field will probably expand to include non-equilibrium fracture/matrix interactions, but the capability
was not available for this exercise.

The pressure-equilibrium assumption allowed us to compute a bulk-equivalent saturation (Sb)
at a given tension head (W)based on the matrix saturation (Sm) and fracture saturation (Sf)
computed at that pressure:

Sb= SfnTIr+ Sm(1- hTtr) nT_n (4.1)
nTlf+ (I- nTlf)nTlm

where nTlf and nTlrnare the total porosities in the fractures and matrix, respectively. Similarly, the
bulk-equivalent saturated hydraulic conductivity (Kslb) at a given pressure head is computed using
this general relationship for bulk-equivalent hydraulic conductivity (Kb):

Kt,= Km(1 - nTlf) + KfnTifKb= Km(1-nTlf} + KfnTi (4.2)
B

where Km and Kf are the hydraulic conductivities in the matrix and fractures, respectively. The
equivalent-continuum conductivity curves can be generated for a range of pressure heads by
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computing the saturation and conductivity for both fractures andmatrix regimes using their
respective characteristic parameters and then substituting those values into Equations (4.1) and
(4.2) to obtain the bulk-equivalent values. The resulting equivalent-continuum curve is then used
to describe unsaturated hydraulic characteristics to the numerical model that solves the flow
equation.

Kaplan ct al. (I 99 I) and Barnard and Dockery (I 991)(a) specified that the Ghost Dance fault
was to be modeled both as a 14-m offset and as a zone of increased permeability (based on fracture
density and aperture differences). Fracture densities presented in Kaplan ct al. (199 I), based on
Spengler et al. (1984), are shown in Table 4.3 for the rock and fault zones.

The following example calculation illustrates how the equivalent-continuum characteristic
curves are generated and how fracture densities are used to differentiate between the properties of
the Ghost Dance fault and the surrounding rock. Fracture total porosity (hTtr),the ratio of the total
volume of fractures to the total volume of rock, is computed as the product of fracture density,
mean fracture aperture, and within-fracture saturated moisture content (0*s_). Using values for the
welded unit (layer 1) rock, and the 210 gm aperture specified by Kaplan et al. (1991), we
calculate

nTif=(fracture density) (fracture aperture) 0stf

=(28.3 m"l) (210 grn)(101_imm) (0.43) (4.3,

= 2.555 x 10"3.

This value is used in Equation (4.4) to calculate the fracture residual moisture content (0atf),
expressed as a fraction of the total rock volume. We assume that the fracture residual saturation
(SRtf),computed as the ratio of residual and saturated moisture contents reported in Carsel and
Parish (1988), is constant.

0

ORlf = CnTif) CSRI 0 = CnTif) RIf

(4.4)

-(z555x109(0045
l, 0.43 1

= 2.674 x 104.

Finally, substituting values for the appropriate terms in Equation (4.2), we obtain

(a) Bamard, R., and H. Dockery. 1991. TSA Problem Outline Consensus. This July 26, 1991 letter report is
reproduced in Appendix C.
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Table 4.3. Fracture Densities (l/m)

La),er Rock Fault

Welded 28.3 283
. Vitrophyre 35.6 356

Nonwelded Vitric 2.0 20
Nonwelded Zeolitic 1.6 16
Partially Welded 4.4 44

Kslb= Kslm( 1-nTl_ + KslfnTtf

= {2.00 x 10"11m/s) (1-2.555 x 10"3) + (8.25 x 10"5m/s) (2.555 x 10"3) (4.5)

=2.11 x 10-7m/s.

where Kslb is the value of saturated hydraulic conductivity used to represent the Welded unit (layer
1) in solving the goveming flow equation with a numerical model.

Equations (4.3) through (4.5) illustrate how we calculated equivalent-continuum model
parameters using the rock properties of the Welded unit. The calculated rock parameter values for
ali five units are summarized in Table 4.4. The parameter values for the Ghost Dance fault zone
are computed in the same manner using the higher fracture densities (Table. 4.3) in the calculation
shown in Equation (4.3). The calculated fault parameter values are given in Table 4.5.

The values in Tables 4.1 through 4.5 are sufficient to permit the use of Equations (4.1) and
(4.2) to generate equivalent-continuum composite unsaturated-characteristic curves. For a
prescribed pressure head, which is the same for the matrix and fracture regimes under the pressure-
equilibrium assumption, saturation and hydraulic conductivity are computed separately for matrix
and fracture regimes. The resulting values are then substituted into Equations (4.1) and (4.2) to
obtain the composite values for these variables. Repeating this process over a range of pressure
heads yields the unsaturated-characteristic curves. Figures 4.2 through 4.6 depict the water
retention and hydraulic conductivity curves for both rock and fault zones for layers 1 through 5,
respectively. For liquid-phase modeling, tabulated values based on approximately 200 points per
curve were used to represent the unsaturated curve to the numerical model. A better approach was
used for vapor-phase modeling, wherein the MSTS code was enhanced to solve the equivalent-
continuum relations directly. This eliminated the need for a separate computer program to generate
tabular values and greatly reduced preparation time, while offering a small increase in performance
because linear interpolation between tabulated values was not required.

4.2 Liquid Phase

The approach, results, and analysis for liquid-phase modeling conducted for the total-
system performance assessment exercise are presented in this section. The hydrogeologic and
contaminant-transport parameters used for this exercise were presented in Section 4.1.
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Table 4.4. Computed Rock Parameter Values for Equivalent-Continuum Model

Layer nTle 0_lf Kb (m/s) ,

Welded Nonlithophysal 2.555 x 10-3 2.674 x 10.4 2.108 x 10-7
Vitrophyre 3.215 x 10-3 3.364 x 10.4 2.652 x 10.7
Nonwelded Vitric 1.806 x 10.4 1.890 x 10-5 1.498 x 10-s
Nonwelded Zeolitic 1.445 x 10-n 1.512 x 10-5 1.192 x 10-8
Partially Welded 3.973 x 10.4 4.158 x 10-5 4.677 x 1.0-8

Table 4.5. Computed Fault Parameter Values for Equivalent-Continuum Model

. Layer nTle ORIf Kb (m/S)

Welded Nonlithophysal 2.555 x 10-2 2.674 x 10-3 2.108 x 10-6
Vitrophyre 3.215 x 10-2 3.364 x 10-3 2.652 x 10-6
Nonwelded Vitric 1.806 x 10-3 1.890 x 10-4 1.491 x 10-7
Nonwelded Zeolitic 1.445 x 10-3 1.512 x 10.4 1.192 x 10-7
Partially Welded 3.973 x 10-3 4.158 x 10.4 3.417 x 10-7
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4.2.1 Method and Assumptions

Several simplifying assumptions were made to constrain the liquid-phase problem for the
total-system performance assessment exercise. The assumptions are stated here to reflect the level
of detail of the analysis but do not comprise an exhaustive list of assumptions made. First, we

, assumed that flow in the unsaturated zone of Yucca Mountain is described by Darcy's Law. The
hydrogeologic properties of the porous media that comprise Yucca Mountain are assumed to be
homogeneous and isotropic within the stratigraphic layers identified in the conceptual model.
Recharge is assumed to be time-invariant and spatially uniform at the depth of the potential

" repository. Ali flow was treated as isothermal, single phase (nonisothermal, multiphase flow is the
topic of Section 4.3). Water pressure in the fractures and matrix was assumed to be in
equilibrium, permitting use of equivalent-continuum ("dual-porosity") characteristic curves
(discussed in Section 4.2.2). Treatment of the Ghost Dance fault relied on two principal
assumptions: first, that the fault is a 1-m-wide feature representing a 14-m offset in adjoining
stratigraphic units, and second, that the hydrologic properties of the fault differ from the
surroui_ding rock units only by an order-of-magnitude increase in fracture density in the fault zone.

4.2.2 Conceptual and Numerical Models

The generalized conceptual model was presented in Section 4.1. The significant change to
that model for liquid-phase analysis was that the vertical extent of the liquid-phase model was
reduced to extend from the water table at 730 m to an elevation of 1050 m, which is just above the
potential repository horizon. For liquid-phase modeling under the given assumptions it was
unnecessary to model the strata above 1050 m.

, .

The governing flow equation solved by the SUMO computer code is based on the equation
of continuity and Darcy's Law for flow dynamics. The equation for conservation of a slightly
compressible fluid mass in nondeforming media is expressed as

_0p) +Vo(pV) - M =0 (4.6)

where 3t = partial derivative with respect to time

0 = volumetric moisture content (m3/m3)

p = fluid density (kg/m3)

V = vector differential operator

V = Darcy velocity vector (m/s)

M = fluid source/sink term (kg/s).

• The Darcy equation for isothermal flow is

V =-(kg) (Vp + pgVz) (4°7)¢

where k = intrinsic permeability tensor (m2)

4.9



_t = dynamic fluid viscosity (1/m s)

p = fluid pressure (kg/m S2)

g = acceleration due to gravity (m/s2) ,.

z = vertical direction in cartesian coordinate system, taken as positive upwards (m).

Equation (4.7) is substituted into Equation (4.6) to obtain the governing equation for single-phase
fluid flow under isothermal conditions that is solved in the SUMO code, expressed for the two
dimensions addressed in this exercise:

Ss 0tri= 0x(R Kx 0xi-l) +0z(R Kz0zI-I) + MV (4.8)

where Ss = fluid storage term (I/m)

t = time (s)

H = hydraulic head with respect to reference fluid density (m)

x,y,z = directions in cartesian coordinate system (m)

R = ratio of fluid density

K = hydraulic conductivity in the direction denoted by x or z subscripts (m/s)

Mv = fluid source term (m3/s).

The fluid-storage term (Ss) is defined by the following equations:

Ss = (_s +nEaf}pg (4.9)

if0=nE. If0<nE,

_0
Ss = m (4.10)

where as = compressibility of solid media (m s2/kg)

nE = effective or flow porosity (m3/m3)

af = compressibility of fluid (m s2]kg) ,,

V = soil moisture potential or tension head, equal to -P when P < 0 (m).

The hydraulic conductivity tensor (K) is computed using
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K = pg__kk (4.11)

where ali terms are as previously def'med.

The above equations were written under the assumption that the principal directions of the
hydraulic-conductivity tensor coincide with the coordinate directions (x,y,z) such that only the

, diagor,.al terms of the tensor are nonzero (Runchal and Sagar 1989; Sagar and Runchal 1990).

Hydraulic head (H) and pressure head (P) are related by

H=P + (z-z*) (4.12)

where z* is an arbitrary elevation datum, and the pressure head is defined by

P=P (4.13)
Pg

The pressure head (P) is larger than the atmospheric pressure head (and hence positive) for
saturated flow, and is less than atmospheric pressure (and hence negative) for unsaturated flow.
The volumetric moisture content (0) is equal to the effective porosity (nE) for saturated flow. The
soil moisture potential (_) and intrinsic permeability (k) are functions of the volumetric moisture
content (0).

The governing equations are solved with an integrated finite-difference scheme by the SUMO
code for a rectangular grid mesh. The solution of the general equation for fluid flow and the
coupling equations leads to values of hydraulic head (H), relative saturation (0'), and fluid velocity
(U, V, and W in the x, y, and z directions, respectively). The resolution of the rectangular grid
mesh was, in general, 5 m in the vertical dimension and 10 m in the horizontal. The only
exception was near the Ghost Dance fault, where the mesh was refined to accommodate the
1-m-wide fault.

With respect to boundary conditions, we assigned no-flow (Neumann condition) constraints
to the eastern and western boundaries of the two-dimensional geometry. The 500 m eastern extent
of the model beyond borehole UE-25a#1 was included to prevent the no-flow condition imposed
on that boundary from introducing modeling artifacts into the flow domain near the repository or in
the regions where radionuclide migration might occur. The lower boundary is the regional water
table, a Dirichlet condition of zero pressure head. Finally, the upper boundary is a constant liquid
flux equal to the recharge rate to be modeled, lt was the intent of this exercise to simulate flow and
transport for recharge rates of 0.01, 0.05, 0.1, 3.0, and 20.0 mm/yr, but for reasons discussed in
the results and analysis sections (Section 4.2.3 and 4.2.4), only the 0.01 mrn/yr condition was
successfully simulated, and the 0.05 and 0.1 mm/yr conditions were only approximated.

Steady-state hydrology conditions were assumed as the initial conditions for contaminant
transport simulations. For example, at a recharge rate of 0.01 mm/yr, a hydraulic head gradient of

, zero was assigned to the entire model domain, which was then solved for the no-flow east and
west boundaries, for the water table lower boundary, and for 0.01 mm/yr flux at the upper
boundary until steady-state conditions were reached. The pressure field for steady-state conditions
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was then saved. The saturation in the repository horizon was noted for this recharge rate and
provided to source-term release models (Section 3.0). Finally, transport for 0.01 mm/yr recharge
was modeled using the saved pressure field as a constant condition and the release rates for
radionuclides generated by the source-term models (dependent on the saturation predicted from the
flow modeling).

4.2.3 Simulation Results

Simulation of the model was exceptionally difficult numerically. SUMO was able to solve the
governing flow equation for a recharge rate of 0.01 mm/yr until steady state was reached, as
measured by comparing total liquid flux across the upper and lower boundaries of the model.
Higher recharge rates proved more and more difficult to solve because of the contrast in bulk-
equivalent hydraulic conductivities between the upper three layers and the lower two. The contrast
was about one order of magnitude, as shown by the saturated bulk-equivalent hydraulic
conductivity values in Table 4.4. For any simulation, started at time zero, the wetting front that
began with the recharge flux applied at the upper boundary would be simulated with increasing
time steps until it reached the fourth layer, and then the simulation would either fail after a
maximum number of time-step divisions or it would proceed with very srnall, non-increasing time
steps for as long as the modeler would care to run the simulation. (We allowed one simulation to
run for 18 CPU hours on a Cray XMP.)

Because of the numerical difficulties experienced in solving the two-dimensional liquid-phase
problem with SUMO at recharge rates greater than 0.01 mm/yr, a series of simplified, one-
dimensional simulations based the stratigraphy of borehole USW G-4 were run using both the
SUMO and the MSTS codes (the MSTS code is discussed in detail in Section 4.3). The SUMO
code was unable to solve the governing flow equation in the one-dimensional domain at any
recharge rate using the direct steady-state solver or by transient simulation for a long time period.
The MSTS code (discussed in more detail in Section 4.3) did simulate the whole set of
simulations, ho_vever, and the results illustrate the nature of the flow regime defined by the
conceptual model and hydrologic parameter values. The recharge rates simulated by MSTS for the
one-dimensional model were 0.01, 0.05, 0.1, 3.0, and 20.0 mm/yr. The liquid-pressure profiles
predicted by MSTS are shown in Figure 4.7, and the liquid-saturation prof'des are shown in Figure
4.8. An important feature of these profiles is that the profiles coincide for ali recharge rates greater
than 1.0 mm/yr. Also notice in Figure 4.7 that for recharge rates higher than 0.01 mm/yr, the
liquid pressure in the 730 m to 850 m elevation range also coincides with atmospheric pressure,
i.e., the domain is saturated. This violates the presumption that this range is in the vadose zone
and makes the problem exceptionally difficult to solve numerically because of the forced
atmospheric pressure boundary at the lower end of the domain. The problem is even more difficult
to solve for the two-dimensional domain that is both more complex geometrically and larger in
terms of the number of equations to be solved.

The SUMO simulations for lower recharge rates were enlightening, though limited. Figure
4.9 shows hydraulic head contours predicted by SUMO for steady-state conditions in the two-
dimensional model. Important features of this result are the vertical contour lines in layer 3 (vitric)
and the absence of contour lines in layer 5 (partially welded). Remember, in examining this and
the following figures depicting the model domain, that the vertical exaggeration is large,
approximately 10 to 1. Figure 4.10 shows the liquid-saturation contours for this solution. Note
that the repository horizon is approximately 80% saturated throughout its extent. Figure 4.11
shows the relative velocity vectors for the 0.01 mm/yr solution, This plot indicates a largely one-
dimensional
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flow regime, except for the interface between layers 3 and 4 (vitric and zeolitic) where the strong
contrast in hydraulic conductivities occurs. This contrast leads to lateral flow above the interface,
and hence some lateral diversion is expected. It is important to remember that this lateral-flow
effect, though not pronounced for the 0.01 mm/yr condition, is likely to become larger with higher
recharge rates. Unfortunately, the numerical difficulties mentioned with regard to simulation rates

- higher than 0.01 mm/yr prevented us from demonstrating this.

Approximate solutions were obtained for recharge rates 0.05 rnm/yr and 0.1 mm/yr. These
were only approximations because the pressure field did not reach ultimate steady-state conditions6

as indicated by global liquid-mass balance comparisons. Figure 4.12 shows the hydraulic head
contours for the 0.05 mm/yr condition and Figure 4.13 shows the same for the 0.1 mm/yr
condition. These approximations are most in error in the lower two layers (zeolitic and partially
welded) where conditions were most difficult to model because of the conductivity contrast.
Observe as well that the fault zones representing the Ghost Dance fault begin to experience a higher
liquid pressure than the surrounding rock at 0.05 mm/yr, an effect not seen in the 0.01 mrn/yr
condition. This may have contributed to the numerical problems.

In conjunction with tectonic analysis, simulation of the model domain under a 100-m water
table rise caused by coseismic water table rise (Section 7.0) was also required. To perform this
task, the liquid-phase simulations were repeated with the water table at 830 m, 100 m higher than
in the base scenario. Figure 4.14 shows the hydraulic head contours for steady-state conditions
and a recharge rate of 0.01 mm/yr. Figure 4.15 depicts liquid-saturadon contours for these
conditions, and Figure 4.16 shows the velocity vectors for the same. Hydrologically, the
repository conditions do not change much as a result of the 100-m water-table rise. It appeared
that the most significant impact was simply the decrease in the travel path required for contaminants
to reach the saturated zone, now 100 m closer than in the base scenario.

Transport modeling depended on successful completion of flow modeling, so the numerical
difficulties encountered in the flow solution restricted our ability to model transport at higher
recharge rates as weil. Radionuclide movement was modeled with the steady-state flow field for
the 0.01 mm/yr recharge solution and with the approximate steady-state solutions for 0.05 and
0.1 mm/yr recharge rates. Simulations of transport were performed for 10,000 years after emplace-
ment of the waste. For the 0.01 mrn/yr solution and the approximate 0.05 and 0.1 rnm/yr recharge
rates, no radionuclide mass reached the saturated zone within 10,000 years. We would expect,
based on one-dimensional travel-time calculations and results for the lower recharge rates, that
breakthrough would occur in simulations at higher recharge rates had we been successful with
those simulations.

4.2.4 Analysis

Water travel time from the potential repository to the saturated zone is often taken as an
indicator of the characteristic time for radionuclide travel over the same space. We tracked water
particle mean travel time over nine paths beginning in the potential repository and terminating at the
saturated zone. This was done only for the 0.01 mm/yr recharge rate as it was the only condition
for which completely steady-state conditions were predicted. For the higher recharge conditions,
the velocity fields in the lowest two stratigraphic units (zeolitic and partially welded) were too low,
and the computer CPU time required to achieve complete steady-state conditions for these recharge
rates was prohibitive. As a consequence, travel time calculations based on the near-steady-state

" solutions for the 0.05 and 0.1 mm/yr recharge rates will be artifically long due to the low velocities
in the lower units.
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For the 0.01 mm/yr condition, the particle pathlines from the potential repository to the
saturated zone for ali nine paths examined are shown in Figure 4.17. This plot reveals the degree
of lateral diversion present in the two-dimensional flow system at this recharge rate. The diversion
is most significant in the vitric layer, and least important in the zeolitic and partially welded units
where the paths are nearly vertical. Figure 4.18 shows the travel time for each particle as a
function of its path distance, that is, distance along the path shown in Figure 4.17 rather than axial
distance. The traces in Figure 4.18 typically have "elbows" where the particle crosses an interface
between stratigraphic layers. Travel times for this recharge rate are on the order of 5.0 x 106 yr.
As the recharge rate increases, which again we were unable to demonstrate because of numerical

, difficulties, the travel times would decrease.

The travel-time analysis applied to the base scenario 0.01 mrn/yr condition was repeated for
the tectonic (water-table rise) scenario 0.01 mrn/yr condition. The particle paths are shown in

• Figure 4.19 and the travel times for each particle as a function of its path distance is shown in
Figure 4.20 for the tectonic scenario. The hydrology is different for this scenario because of the
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higher water table, and the travel paths are shorter as can be seen in Figure 4.19. The same
starting coordinates were used for ali nine particles as for the base scenario travel time particles.
Notice that the same vertical scale was used as for Figure 4.17, but the particles now terminate at
the elevation of 830 m (the elevated water table surface) instead of 730 m. In contrast to the base
scenario, particles 1 through 4 still experience lateral diversion in the vitric layer while particles 5
through 9 travel nearly vertical paths the entire distance.

4.3 Gas Phase

A principal concern of performance assessment involves the prediction of cumulative
radionuclide releases to the accessible environment andradiation doses received by individuals
within the accessible environment. Radioactive 14Chas been included among the radionuclides
that will be considered for predicting cumulative radionuclide releases. Predictions of cumulative
radionuclide releases require predictions of radionuclide transportfrom the waste container to the
accessible environment. This section describes the simulations of 14Ctransport from the potential
repository horizon to the ground surface and water table. Because 14Cexists in equilibrium as
gaseous carbon-dioxide and dissolved carbonates in the aqueous phase, 14Ctransport at Yucca
Mountain was numerically modeled as a two-phase system.

A primary difficulty in predicting 14Ctransport through the vadose zone at Yucca Mountain
stems from the requirement for a numerical description of the phase equilibrium for 14C. Ross
(1988) developed a conceptual model for :4C phase partitioning at Yucca Mountain that was
dhectly applied in _he subject study. All assumptions taken in developing Ross' geochemical
model apply to the subject study, including the assumption of zero partitioning of 14Cto the solid
phase. Ross' geochemical model expresses chemical equilibrium of the carbon species between
the liquid and gas phases through temperature-dependent retardationfactors. These same factors
have been cor,ve.rtedto a gas-phase-to-aqueous-phase partition coefficient for the present
application.

Three principal differences exist between Ross' conceptual modeling approach andour
approach. Ross' investigation restricted predictions of 14Ctransport within the vadose zone at
Yucca Mountain to steady-state conditions. Gas-phase velocity fields were computed for a series
of constant temperaturefields. Gas-phase physical properties and water concentrations were
computed by assuming thermodynamic equilibrium and saturatedmoist-air conditions. Gas-phase
flows were generated by gradients in gas pressure and gas density, which result from elevated
repository temperatm'es. The investigations described in this section modeled 14Ctransportwithin
the vadose zone at Yucca Mountain as a transient process by addressing the transient thermal and
hydrogeologic response of the unsaturated environment to repository heating. Moreover, this
investigation considered the transient nature of 14Crelease from the containers. The second
principal difference between the simulation approaches involves the number of phases. Ross' gas-
phase-only approach was founded on the assumption that the liquid-phase advection contributes
negligibly to :4C transport. This investigation addresses 14C transport by advection and diffusion
through both the gas and aqueous phases. The third principal difference between the approaches
pertains to the computational domain and tuff hydrogeologic properties. Ross' simulations
encompassed the entire length of the repository, whereas this investigation considers only that
portion east of Yucca Mountain's ridge. With respect to hydrogeologic properties, Ross used
intrinsic permeabilities for the tuff layers that were several orders of magnitude higher than those
used here. While the liquid relative permeabilities for this simulation were dependent on liquid
saturation, both investigations used unity gas-phase permeabilities.
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The following subsections give a brief overview of the conceptual model of the unsaturated
zone at Yucca Mountain, a review of Ross' geochemical conceptual model, and a synopsis of the
MSTS numerical model. The conceptual and numerical model subsections are followed by a
presentation of the simulation results, which include field values of temperature, liquid saturation,
gas saturation, and specie concentration along with phenomenological descriptions of the thermal

• and hydrogeological response of the vadose zone to the repository thermal transient. These
subsections conclude with preliminary predictions of lhc releases to the water table and ground
surface. Section 4 concludes with a discussion of physical and numerical assumptions and a

, perspective on future prediction techniques.

4.3.1 Conceptual and Numerical Models

The transport of 14C within the vadose zone at Yucca Mountain was computed with the
nonisothermal, two-phase, transport MSTS model. The conceptual model of the vadose zone at
Yucca Mountain was based on a two-dimensional, west-east transect from Yucca Ridge to 500 m
east of borehole UE-25a#1 through boreholes USW G-4 and USW H-5 (the transect depicted in
Figure 4.1). The vertical domain of the conceptual model extended from the water table to the
ground surface through the sloped repository horizon. Although the domain of the conceptual
model included the Ghost Dance fault, the fault was essentially ignored (except for an offset in tuff
layers). This section describes the complex numerical transport model, the conceptual model, and
the geochemical model with respect to the computational domain.

Computer codes that simulate transport processes in geologic media are typically classified
according to capabilities related to phases, components, saturations, transport, and dimensionality.
Under this classification strategy, MSTS would be classified as a two-phase, two-component,
three-dimensional numerical simulator, for variably saturated geologic media, with dilute species
transport capabilities. This classification arises because MSTS models two phases (liquid and
gas), two components (water and air), and solves equations for dilute species transport through
variably saturated geologic media. MSTS uses a finite-difference-based numerical scheme to solve
a nonlinear system of conservation and constitutive equations. The conservation equations in
partial differential form for the conservation of water mass, air mass, thermal energy, and species
concentration (Equations [4.14] through [4.17]) appear as follows:

Mass Conservation of Water:

zl]
Ywk kt1Pl- ([ndYwPlSl+ndXwPgSg] = V VPI+pig3t

I'tl (4.14)

Ywk krg pg

+ V VPg+pgg + XgndPgSgDawVX w + mw
Ixg

II
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Mass Conservation of Air:

zllYak krl Pl ([ndYaplSl+ndxapgSg] = V VPI+pigOt Pa (4.15) ,,

lYak krg Pg C z)+ V VPg+pgg - xgndpgsgDawVXw + ma
I.tg •

Thermal Energy Conservation:

0 [(1 -n o PsUs+rldPlU l+ndsgpgug
__ + VLPlhlVl+pghgVgJl" ] = (4.16)
Ot [ Ot

V [[_e+ndPlCl_] VT] +q+ hwrr+ hat_

Specie Concentration Conservation:

DC
-- +V[ClVl+c,vj =
Ot (4.17)

V[XlSlndI_clVCI +%gsgndDcgVCg] + se-P-,eC

where the following subscripts indicate the phase or constituent;

1 = liquid phase

g = gas phase

w = water phase

a = air

s = soil or rock

and variables are defined as

= partial derivative
at

t = time, s

nd = diffusive porosity ,

y = liquid phase mass fraction
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p = density, kg/m3

s = saturation

x = gas phase mass fraction
m

V = gradient operator

N

• k = intrinsic permeability tensor, m2

kl = relative permeability

_t = viscosity, Pa s

P = pressure, Pa

g = acceleration due to gravity, rn/s2

z = elevation

x = tortuosity

Daw = air-water binary diffusion coefficient, m2/s

m = mass source rate, kg/s

nt = total porosity

u = internal energy, J/kg

11 = total water content

h = enthalpy, J/kg

V = Darcy velocity vector, rn/s

_l mechanical dispersion coefficient tensor, m2/s

_e effective thermal conductivity tensor, W/m K

Cp = specific heat capacity, J/kg K
lt

T = temperature, K

q = thermal energy source, W
t,

C = specie concentration, Ci/m3
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1_c = specie diffusion coefficient, m2/s

sc - specie source rate, Ci/m3 s

1_c = specie decay rate, 1/s

The mass conservation equations for water and air were written to include Darcy flow for
both phases and binary diffusion of water vapor and gaseous air for the gas phase. Molecular
diffusion of dissolved air in the liquid phase is ignored. The thermal energy conservation equation
includes heat transfer through advection of fluids for both phases and heat transfer by conduction
through the solid and liquid phases. A mechanical dispersion coefficient may be invoked to model
the phenomenon of kinematic dispersion, which occurs because of the heterogeneity of the pre
velocities within the porous medium. Heat transfer by conduction and heat transfer by binary
diffusion within the gas phase have been ignored.

The species-concentration conservation equation includes species transport by advection and
molecular diffusion for both phases. A primary assumption associated with the species-
conservation equation is that species-partitioning between the solid, aqueous, and gas phases
always exists under chemical equilibrium conditions. As with the thermal-energy conservation
equation, a mechanical dispersion coefficient may be specified to model kinematic dispersion in the
aqueous phase. Radioactive decay of the species concentration is modeled, but no accounting of
decay products is made.

The MSTS model allows for multiple porosities: total porosity, diffuse porosity, and
effective porosity. The total porosity represents the entire fractional pore spacz, within the geologic
medium. The diffuse porosity accounts for the fractional pore space that is connected, and the
effective porosity represents the diffusive porosity less the fractional pore space occupied by the
residual moisture. Unconnected pore space is assumed to be filled with stationary water. The
thermal capacitance and conductance of unconnected pore water is considered; however, species
transport between connected and unconnected pores is ignored.

The primary dependent variables for the water-mass, air-mass, thermal energy, and species-
concentration conservation equations are, respectively, liquid pressure, gas pressure, temperature,
and species concentration. For desaturated conditions, the primary variable for the water-mass
equation is switched from the liquid pressure to the mass fraction of vapor in the gas phase. The
constitutive equations are complex expressions that relate the primary dependent variables to the
secondary variables. Secondary variables and constants make up the coefficients in the governing
conservation equations. In general, the relationships between the primary and secondary variables
are complex and nonlinear. These nonlinear dependencies of the secondary variables on the
primary dependent variables yield nonlinearities in the finite-difference-based algebraic expressions
of the governing conservation equations.

!1

The constitutive equations may be lumped into two categories: physical-property
relationships and hydrogeologic relationships. The physical-property relationships provide
dependencies for the primary dependent variables for physical properties such as density,
viscosity, internal energy, enthalpy, saturation pressures, and component mass fractions for both "
phases. Water physical properties are computed from American Society of Mechanical Engineers
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steam table functions (ASME 1967) while air physical properties are computed from empirical
functions and the ideal gas law. Gas-phase properties are computed by combining air and water-
vapor physical properties through either Dalton's partial pressure ideal gas laws or from the
relationships from the kinetic theory of gas mixtures. The hydrogeologic constitutive equations
relate the primary dependent variables to hydrogeologic characteristic and transport properties such
as liquid and gas saturations, phase-relative permeabilities, and effective thermal conductivity. The

- hydrogeologic constitutive equations are generally based on empirical and semi-empirical
relationships.

The governing conservation equations are solved by discretizing their partial differential forms
with a finite-difference scheme. Spatial discretization is currently limited to multi-dimensional,
regular and irregular, Cartesian or cylindrical grid systems, where the cylindrical grid systems are
limited to cylinders aligned with the gravitational field. Temporal discretization uses the fully
implicit method. Interface diffusion conductances, such as hydraulic and thermal conductivities,
may be specified with arithmetic, geometric, or harmonic means----or an upwind weighting
scheme. Phase densities for the water- and air-mass conservation equations are upwind weighted.
Geometric mean interface diffusion conductances were used for the reported simulations. The
advection terms of the thermal energy conservation equation are formulated with an upwind
weighting scheme for the advected properties, while the species-conservation equation combines
the advection and diffusion terms with a Peclet number-dependent power-law scheme (Patankar
1980) formulated for two-phase flow. The two-phase power-law scheme for combining the
advection and diffusion components of the species-conservation equation is shown in Equations
(4.18) through (4.20) for a single dimension, where aerepresents the transport coefficient for the
neighboring cell at the upper node index, awrepresents the transport coefficient for the neighboring
cell at the lower node index, and ap represents the transport coefficient for the local cell.

' DI, ' (4.18)

Dg, [[0 (10"llFg'[)]] + [[O,-Fg,]]' Dg,

aw = DI,, IO (1 0"l _l"[)l + [[O ,Fl,,]] +' DI,, (4.19)

' Dg,,

ap = ae + aw + Ft, + Fs,- Ft,- Fs,, (4.20)

, where

Di = liquid phase diffusion conductance, Ci/m3 s,

" Dg = gas phase diffusion conductance, Ci/m 3 s,
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FI = liquid phase advection conductance, Ci/rrd s,

Fg = gas phase advection conductance, Ci/m3 s.

The dilute-concentration assumption associated with the species-conservation equation implies ,
that the species respoI_d as a passive scalar with respect to the other governing equations. That is,
the physical and transport properties of the other governing equations are assuraed to be
independent of species concentrations. This assumption allows the species-conservation equation
to be decoupled and solved independently from the other gove.rning equations. The finite-
difference forms of the governing equations for water-mass, au-mass, and thermal energy are
solved simultaneously in an iterative scheme. The nonlinear finite-difference equations are
converted to a linear form and solved iteratively following the Newton-Raphson technique for
multiple variables. The computed gas- and liquid-phase flow fields, from a converged solution for
the coupled mass and heat transport equations, are then applied to the solution of the species-
transport equations. For single-phase, nonisothermal flow problems, only the water-mazs and
thermal-energy-transport equations are so'.ved in a coupled manner. Likewise, for single-phase,
isothermal flow problems only the wa_er-mass transport equation is solved.

The physical and hydrogeological system relevant to the Yucca Mountain total-system
performance assessment exercises consisted of a two-dimensional domain divided into five
hydrogeologic strata, as shown in Figure 4.1. The physical domain extended vertically from the
water table to the ground surface, and horizont,qlly as an east-west transect that extended from
borehole USW H-5 at the crest of Yucca Mountain to roughly 500 m east of borehole UE-25a#1.
The potential repository is illustrated by a downward-sloping line at elevations of 1030 m beneath
the crest of Yucca Mountain and 895 m at the eastenl facility boundary. This hydrogeological
system differs significantly from previous gas-phase research (Ross 1988) because the different
tuff layers above the repository horizon were lumped into a single welded unit. Ross has
demonstrated, for steady-state flow fields, that gas-phase transport within the vadose at Yucca
Mountain is strongly dep,_nde_t on the permeability contrasts between the Paintbrush Nonwelded
unit and the Tiva Canyoa and Topopah Springs Welded units.

The computational model used to simulate the physical domain was structured on a uniform
two-dimensional Cartesian grid with 50 rows and 94 columns. The vertical and horizontal grid
dimensions were uniform over the computational domain, at 15 and 30 m, respectively. Of the
4700 nodes within the computational domain, 776 nodes were treated as noncomputational nodes,
which yields 3924 active computational nodes. The noncomputational nodes were used to generate
the irregular boundary of the Yucca Mountain ground surface with a stair-stepped approach. The
five lithological units were modeled on the computational domain as zones of differing
hydrogeologic and thermal physical properties. The sloped characteristic of the tuff layers was
modeled with "stair-stepped" nodes on the computational domain. The Ghost Dance fault was
ignored on the computational domain except for the 14-m offset in tuff layers.

The water table was modeled as a saturated boundary for the liquid phase, a zero-flux
boundary for the gas phase, a constant-temperature boundary (30°C) for heat transport, and a
zero-lhC concentration boundary for species transport. The ground surface was modeled with
"stair stepped" horizontal boundaries with specified uniform liquid recharge rates for the liquid
phase, with standard atmospheric gas pressures for the gas phase, with 10% relative humidity for
vapor-binary diffusion, with a constant temperature boundary (20°C) for heat transport, and with a
zero-14C concentration boundary for species transport. Vertical boundaries were modeled as zero-
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flux boundaries. Initial conditions were those computed for steady-state saturation conditions with
the applied surface recharge andreported Yucca Mountain geothermal gradient (Schelling 1987).

The potential repository horizon was modeled using the thermal and hydrogeological transport
properties of welded tuff with a decaying internal heat-generation source. Heat generation was
computed assuming a design repository loading (Schelling 1987) of 49.9 M'II-IM/acre composed

" of 40% 27,500 MWd/MTHM BWR fuel and 60% 33,000 MWd/MTHM PWR fuel (5-year spent
fuel), thus producing an initial heat source of roughly 76 kW/acre. Radioactive decay heat
generation within the repository was modeled with a uniform source applied to the repository

., nodes. The power decay time In'of'defrom time zero at emplacement to 10,000 years is shown in
Figure 4.21 in terms of areal power density.

Carbon- 14 releases were also assumed to occur within the potential repository horizon.
Although 14Crelease rates were computed separately for gas and liquid phases_the chemical
equilibrium assumption of the geochemical model partitioned the 14Cspecies between the liquid
and gas phase according to phase-equilibrium relations. Carbon- 14 release rates and cumulative
releases for the simulated recharge rates of 0.0 mm/yr and 0.01 mrn/yr are shown in Figure 4.22.
For the 0.0 mm/yr recharge condition, 14Creleases were assumed to occur solely through the gas
phase. For the 0.01 mm/yr recharge condition, 14Creleases occurred initially through the gas
phase and subseq,aently with a lower release rate through the liquid phase. Values shown in
Figure 4.22 represent release rates and cumulative releases for the entire repository. The
cumulative release values account for radioactive decay of the 14Cspecies.

The majority of the hydrogeologic and thermal transport properties for the subject simulations
were specified by SNL staff, the other majorparticipantin the Yucca Mountain total-s.ystem
performance assessment exercise (Kaplan 1991). A description of the equivalent-conunuum model
for lumping matrix and fracture properties and hydrogeologic property data were reported in
Section 4.1. Not included among the specified transport properties were the thermal physical
properties, gas-phase relative permeabilities, carbon dioxide gas-phase diffusion coefficients,
carbonate liquid-phase diffusion coefficients, and tortuosities. Because of the preliminary nature
of the subject simulations, the thermal transport properties were assigned constant values across
the five tuff layers. The solid-phase specific heat and density equaled 840 J/kg K and 2300 kg/m3,
respectively. The combined solid and aqueous-phase thermal conductivity was linearly dependent
on liquid saturation and varied between the desaturated and saturated limits of 1.74 W/m K and
2.30 W/m K. Although the liquid-phase relative permeability was specified as a complex function
of both the fracture and matrix saturations, a constant gas-phase relative permeability of 1.0 was
chosen. A constant gas-phase relative permeability of 1.0 represents a conservative choice with
respect to predictions on 14Ctransport to the accessible environment. Diffusion coefficients for
carbon dioxide through the gas phase and carbonate through the aqueous phase were set to
constant values of 0.152 cm2/s and 1.77 x 10-5cm2/s, respectively.

Liquid- and gas-phase tortuosities modify the diffusion-path lengths for binary diffusion of
water vapor and air in the gas phase and 14Cdiffusion in both phases. The liquid-phase tortuosity
was computed based on a semi-empirical model proposed by Millington and Quirk (1959), as
shown in Equation (4.21). Because precursory simulations to the subject simulations showed

" significant sensitivity of 14C transport to the gas-phase tortuosity, two gas-phase tortuosity
functional relationships were considered. The subject simulations were duplicated, with one
simulation using a gas-phase version of the Millington and Quirk model, Equation (4.22), and the

, other simulation using a gas-phase tortuosity function proposed by Penman (194oa,b),
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Equation (4.23). Penman's model was based on experimental studies of carbon dioxide diffusion
through packed soil cores of varying moisture content.

Xl = ndl0/3 SI4P- (4.21)

° Sg4_= ndI0/3xg (4.22)

, xg = 0.66 (hds_ (4.23)

The Yucca Mountain tuff layers are characterized by small pore sizes and large matrix
potentials under low liquid-saturation conditions. Because of the local drying which would occur
around the repository after waste emplacement, the phenomenon of lowering vapor-pressure was
included in the reported simulations. Vapor-pressure lowering, as shown in Equation (4.24) is an
experimentally observed phenomenon (Nitao 1988) that effectively lowers the vapor pressure
above the pore water, i.e., raises the pore-water boiling point.

(pl "Pc ) (4.24)Pv "-Psatexp Ri T

where Pv = vapor pressure (Pa)

Psat = saturation pressure (Pa)

Pe = capillary pressure (Pa)

pl = liquid mass density (kg/m3)

Rl = gas constant

T = temperature (K)

The geochemical conceptual model for 14(2within the vadose zone at Yucca Mountain was based
on observed characteristics of the geology and aqueous chemistry as reported by Amter et al.
(1988). For the purposes of modeling 14C transport, the geochemical model describes the
equilibrium state of the 14Cspecies; i.e., the partitioning of 14Cbetween the solid, aqueous, and
gas phases. According to Amter, the geochemical system within the vadose zone at Yucca
Mountain is fundamentally dependent on the mineral phases that govern the aqueous-phase
chemistry. Moreover, the aqueous-phase chemistry for Amter's conceptual model is based on four
underlying assumptions:

• Calcium carbonate dominates the chemistry of the vadose zone.

• Calcium concentrations result from equilibrium with calcium carbonate.

• 14Cconcentrations are proportional to 12Cconcentrations.

• No isotopic exchange of 14Cwith the solid phase occurs.
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Amter's geochemical conceptual model describes isotopic equilibrium of 14Cbetween
dissolved carbon and gaseous CO2. Equilibrium conditions are expressed with a retardation
factor, which is proportional to the ratio of liquid to gas-phase concentrations (Equation [4.25]).

Cnt-nel) l_ (4.25)
B = 1 + nd kCgJ

Retardation factors as a function of temperature were computed for three tuff layers with a reaction-
path model that used available chemical data concerning the reactions of carbonate species. The "
model yields expected mineral-phase equilibria and changes in speciation with temperature. The
geochemical modeling was a two-step procedure. The initial step involved computing equilibrium
concentrations for carbonate species in the liquid and gas phase from limited chemical data at
ambient temperatures. The second step involved predicting speciation changes with temperature
based on the chemical model generated from the first step for ambient temperatures. The
retardation factor expressions reported by Amter et al. (1988) for three tuff layers are show in
Table 4.6. Because the hydrogeologic stratigraphy for the total-system performance assessment
exercises does not distinguish between layers within the Welded Unit, only the Topopah Springs
Welded retardation factors were used in the reported results.

4.3.2 Simulation Results

Carbon- 14 transport was predicted for a 10,000-year period following waste emplacement for
two surface recharge rates. Waste-package failures and 14Creleases for both surface recharge
rates were assumed to initiate 300 years after waste-package emplacement. During the initial 300
years of the simulation, only the coupled conservation equations for water mass, air mass, and
thermal energy were solved. Because the initial 300 years after waste emplacement are predicted to
be characterized with peak repository temperatures and heat flux rates, this period of the simulation
requires a majority of the computational effort. Drying of the repository horizon and counter-
current heat-pipe-type flow structures limit the computational time steps during the initial 300 years
of simulation time. Waste-package failures and 14Creleases to the unsaturated zone environment
are simulated as a species source uniformly spread along the repository horizon. During the 300 to
10,000-year simulation period, both the coupled conservation equations and the species transport
equations are solved. Because the thermal and liquid-saturation gradients at 300 years have
decayed from their peak values, computational time steps during the 300 to 10,000-year simulation
period were only restricted by the Courant limit. Because waste-package failure times were not
coordinated with the thermal and hydrogeologic histories computed by these simulations, these 14C
transport calculations should be considered an example with respect to predicting total-system
performance.

The geochemical equilibrium model for the carbon element within the vadose zone at Yucca
Mountain predicts significantly higher 14C mass fractions for the aqueous phase compared with the
gas phase. Nevertheless, 14C transport through the unsaturated zone is strongly dependent on
both advection and diffusion through the gas phase. Because 14(2diffusion through the aqueous
phase is drastically slower than through the gas phase, saturated or nearly saturated conditions
within the vadose zone behave as 14Ctransport inhibitors. Moreover, the strong dependence of
gas-phase tortuosity, e.g., the Millington and Quirk model, on water content emphasizes the
importance of liquid-saturation levels on 14Ctransport. These characteristics of 14C transport
through the unsaturated zone within Yucca Mountain suggest that accurate predictions of 14C
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Table 4.6. Temperature-Dependent Retardation Factors

Tuff Laver RetardationFactor Eauation
Tiva Canyon Welded B(T) = 92.7 - (0.9,_8) T
Paintbrush Non-Welded B(T) = 71.7 - (0.731) T

. Topopah Springs Welded B(T) = 84.9 - (0.867) T

transport are partially dependent on accurate predictions of the liquid-saturation field with the
" vadose zone and particularly in the region surrounding the potential repository horizon. Accurate

predictions of liquid saturations surrounding the potential repository after waste emplacement
require the coupled solution of the thermal and hydrogeologic response of the unsaturated zone to
the repository's release of decay heat.

The computational efforts required during the initial 300-year simulation period are justified
by the need for an accurate prediction of the liquid-saturation field surrounding the repository.
Simulation of 1ac transport, therefore, actually starts with the emplacement of waste containers
and subsequent alteration of the ambient hydrogeologic conditions.

Initial conditions for the simulations were established for the liquid pressure, gas pressure,
and temperature fields through three partially independent code executions. The liquid pressure
initial conditions were determined from a steady-state solution of the single-phase hydrologic
conditions with surface-flux boundary conditions imposed along the ground surface and saturated-
boundary conditions imposed at the water table. Thermal initial conditions were established by the
solution of a steady-state, heat-conduction model with constant temperature boundary conditions
imposed along the ground surface and at the water table. The thermal conductivities were
computed as a function of the liquid-saturation field established from the steady-state hydrologic
simulation. The gas-pressure initial conditions were computed from a steady-state solution of the
air-mass conservation equation with the gas density dependent on the temperature and water vapor
mass fraction in the gas phase. Initial water vapor conditions were established from
thermodynamic equilibrium states based on the initial thermal, hydrological, and gas-pressure
conditions. Initial conditions were computed with this partially independent approach to conserve
computer execution time over a fully coupled steady-state solution. Comparisons between initial
conditions computed using the fully coupled and partially independent approaches for
computational domains with fewer horizontal nodes demonstrated the accuracy of the partially
independent approach. The only notable differences between the two approaches occurred in the
liquid-saturation profiles--where the maximum difference was roughly 2%.

Uniform repository heating occurs throughout the entire 10,000-year simulation period. This
approach to modeling the repository heating ignores the disproportionate heating rates and heat
losses through drift ventilation, which would occur during the repository-loading period. The
approach also assumes that the emplacement boreholes and access drifts have been completely
backfilled with native material. Because of the complex interaction between 14Ctransport,
container failure times, and the thermal and hydrogeologic response of the unsaturated zone, it

, remains inconclusive whether these assumptions concerning repository heating are conservative or
unconservative with respect to 14Creleases to the accessible environment. For example, reduced
heating rates result in lower gas-phase velocities, but could also yield earlier container failures
because of earlier contact with liquid water and reduced alterations to the liquid-saturation fields.

,lm
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Simulation results for the 0.0 mm/yr (zero recharge) condition will be described, followed by
those for the 0.01 mrn/yr (low recharge) condition. Thermal and liquid-saturation contour plots
within the unsaturated zone at Yucca Mountain at 100 years are show,l in Figures 4.23 and 4.24.
Peak potential repository temperatures of 109°C for the zero-recharge simulation occurred at 77
years. The temperature contours show relatively steep thermal gradients surrounding the potential
repository horizon with peak temperatures of 107.2°C. The liquid-saturation contours surrounding
the repository horizon illustrate the steep gradients in moisture content adjacent to the repository.
Repository temperatures are sufficient to boil the ground water adjacent to the potential repository,
thus producing desaturated conditions. Water vapor formed near the repository condenses in the
lower temperature regions beyond the dried-out region adjacent to the repository, thus producing a "
region of saturation greater than ambient. This structure characterized by a zone of above-boiling
temperatures and low saturations adjacent to a zone of condensing temperatures and high
saturations is commonly referred to as heat-pipe type flow. These counter-current flow structures
surrounding the repository differ from conventional heat pipes because the boundaries are
dynamic. Under high heat-flux conditions the counter-current flow region migrates away from the
heat source, i.e., the repository. Conversely, under low heat-flux conditions the counter-current
flow region moves toward the repository and eventually collapses when the heat flux is insufficient
to sustain the counter-current flow structure.

The thermal and liquid-saturation contour plots at 300 years are shown in Figures 4.25 and
4.26, respectively. The peak temperature at 300 years equaled 99.7°C, which remained above the
boiling point under the local capillary pressure and gas-phase pressure conditions. The heat-pipe
flow structure continues to surround the repository, thus producing an oblong ring of nearly
saturated conditions slightly offset from the repository. Because of the repository's slope and the
higher permeability of the fractures to saturated liquid flow, the saturated zones surrounding the
repository drain along and off the lower end of the repository. The 300-year point in the
simulation marks the onset of container failures and the release of 14Cinto the unsaturated
environment.

The thermal, liquid-saturation, and 14C-concentration contour plots at 500 years are shown in
Figures 4.27 through 4.30, respectively. Peak temperatures at 500 years equaled 96.6°C, a value
below the boiling point. The liquid-saturation contours show a reduction in gradients surrounding
the repository horizon, which indicates the initial retreat and collapse of the heat-pipe flow
structure. The lower peak temperatures and collapse of the heat-pipe flow structure are a direct
result of the decay in internal heat generation produced by the repository through radioactive decay
of the waste isotopes.

The 500-year point marks 200 years of 14C release from the waste containers. Two plots of
14C-concentration contours are shown for 500 years. Figure 4.29 shows 14C-concentration
contours using the Millington and Quirk model for gas-phase tortuosity and Figure 4.30 shows
14C-concentration contours using the Penman model for gas-phase tortuosity. Except for the heat-
pipe flow region immediately surrounding the repository, where gas-phase velocities are elevated,
the 14Ctransport through the unsaturated zone is dominated by diffusion processes. Carbon-14
transport is diffusion-dominated primarily because of the relatively low gas-phase velocities, which
result primarily from the low permeabilities computed for the unsaturated zone tuff layers from the
dual-porosity conceptual model. Because the Millington and Quirk gas-phase tortuosity model has
a stronger dependence on moisture content than the Penman model, 14Cdiffusion with the
Millington and Quirk model is significantly retarded from that with the Penman model. Peak 14C
concentrations at 500 years for the Millington and Quirk model equal 1.17 x 10-6 Ci/m3 and for the
Penman model equal 9.82 x 10-7 Ci/m3.
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Figure 4.25. Temperature Contours (°C) at 300 yr for Zero Recharge
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The thermal, liquid-saturation, and 14C-concentration contours at the 1000- and 2000-year
marks are shown in Figures 4.31 through 4.38. Peak repository temperatureshave fallen to
88.7°C at 1000 years and to 65.6°C at 2000 years. The reflected thermal boundary condition
imposed on the vertical surface below the Yucca Mountain ridge significantly affects temperature
contour profiles. At 1000 years the heat-pipe structure that surrounded the repository at earlier

• periods practically disappeared, as shown in the liquid-saturation contours of Figure 4.32. The
influence of repository heating on the liquid-saturation contours is nearly indiscernible at 2000
years, as shown in Figure 4.36. Peak :4(2concentrations at 1000 years for the MiUington and
Quirk model equal 3.19 x 10-6 Ci/m3 and for the Penman model equal 2.20 x 10-6Ci/m3. Peak

" 14Cconcentrations at 2000 years for the Millington and Quirk model equal 7.30 x 10-6Ci/m3 and
for the Penman model equal 3.96 x 10-6Ci/m3. For the zero-flux condition, :4C releases from the
containers were assumed to conclude at the 2000-year point; therefore, the 2000-year
concentrations represent the peak :4C concentrations during the 10,00(0year period. Although
indiscernible in the lhC-concentration contour plots, :4C concentrations along the repository
horizon are lower than those in the regions immediately adjacent to the repository. This result
arises because of the _:9n-linear aspects of combined advection and diffusion transport.

The thermal, liquid-saturation, and 14C-concentration contours at the 4000-, 6000-, 8000- and
10,000-year marks are shown in Figures 4.39 through 4.54. The temperature and liquid-
saturation profiles over the period from 4000 to 10,000 years, trend towards the ambient
hydrologic and geothermal gradient conditions imposed by the boundary conditions. The contrast
in 14C-concentration profiles between the Millington and Quirk and Penman gas-phase tortuosities
dramatically increases during this simulation time period. For example at 4000 years,
14C concentrations at the ground surface have become notable for the Penman model, Figure 4.42,
but ground-surface concentrations of 14Cfor the Millington and Quirk model remain below
1.0 x 10-11Ci/m3, Figure 4.41. Because of radioactive decay of 14C and the low gas-phase
tortuosities predicted by the Millington and Quirk model, ground-surface concentrations of 14C
never reach the 1.0 x 10-11Ci/m3 level. The Penman gas-phase tortuosity model, however, results
in significant fluxes of 14Cacross the ground surface and water table. Cumulative releases to the
ground surface for the Penman model are shown in Figure 4.55. The total released in 10,000
years is 2.41 Ci. The maximum flux rate is 0.01 Ci/yr, and occurs at the end of the 10,000-year
period.

The simulation results for the 0.01-mm/yr-recharge condition qualitatively resemble those for
the zero-recharge condition. The primary difference between the two simulations results from the
generally higher liquid saturations from surface recharge. Higher initial liquid saturations,
computed from steady-state solutions, around the repository horizon resulted in lower peak
temperatures and increased migration of liquid water down the slope of the repository horizon.
Peak repository temperatures at 100 years were 100.3°C compared with temperatures of 107.2°C
computed for the zero-recharge condition. Peak temperatures are lower because of increased
sensible and latent thermal capacitance at higher liquid saturations and increased heat-transfer rates
from the repository.

Because higher liquid saturations decrease the gas-phase tortuosity for both the Millington and
, Quirk, and Penman models, gas-phase transport of 14Cwere diminished, therefore yielding higher

concentrations and narrower ranges of 14Calong the repository. Transport of :4C from the
repository to the ground surface and ground water were negligible for the 0.01 mrn/yr condition,
because of the diffusion barriers produced by the saturated zones surrounding the repository and

- the generally higher liquid-saturation values. At 20°C carbon partitions between the aqueous and
gas phase with a 32.3-to- 1 ratio by phase volume. Higher recharge rates could invert the dominant
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Figure 4.33. 14C-Concentration Contours (Ci/m3) at 1000 yr for Zero Recharge Using the
Millington and Quirk Tortuosity Model
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Penman Tortuosity Model
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Figure 4.55. 14C Ground-Surface Releases Using the Penman Tortuosity Model

transport mechanism for 14Cfrom gas diffusion to liquid advection, thus producing increased
transport rates to the ground water and decreased transport rates to the ground surface. Releases to
the ground water could become significant if fracture pathways contribute to the aqueous-phase
migration.

4.3.3 Assumptions

Predictions made with numerical models about physical phenomena generally require
assumptions concerning the physical processes being modeled. The complex numerical models
used to p.redict the transport of t4C within the vadose zone at Yucca Mountain require numerous
assumpuons to make the problem tractable. Three types of assumptions may be identified: those
related to the physical data, those related to the conceptual models, and those related to the
numerical models. Physical-data assumptions are those assumptions associated with
hydrogeologic, thermal, or other physical data that are supplied as inputs to the numerical model.
Conceptual-model assumptions are assumptions that pertain to the application of the numerical
model to a particular problem. Numerical-model assumptions deal specifically with numerical
models, including the governing and constitutive equations, and numerical approaches. Because
most of the required physical data were supplied with the total-system performance assessment
exercise, only the more important conceptual-model and numeric'al-model assumptions will be
discussed in this section.

Yucca Mountain's topography, hydrogeologic stratigraphy, and proposed repository
composes a complex three-dimensional system. The surface of Yucca Mountain has differing east
and west slopes, with numerous washes. The mountain is composed of highly fractured tuff
layers with contrasting and heterogeneous properties, which are transected with various faults that
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include local faults related to the formation of calderas and longer faults of the basin-and-tin,ge
type. The repository conceptual design involves a network of drifts, emplacement panels, and
boreholes large enough to accommodate the equivalent of 70,000 MTHM. The two-dimensional
system modeled here ignores all three-dimensional aspects of the physical system, and the coarse
mesh, designed for investigating far-field transport, is incapable of capturing repository-scale _s

, phenomena. For example, reported peak repository temperatures of 108°C are considerably lower
than those reported from container-scale thermal and hydrogeologic models. These lower
temperatures are primarily due to the application of repository decay heat powers over larger
volumes than those for individual waste containers. Another critical modeling assumption was to

, neglect the Ghost Dance fault.

The boundary conditions chosen actually represent a reflected mountain existing on both sides
of the zero-flux vertical boundaries. Because of the asymmetries in the ridge shape, the tilt of the
tuff layers, and the slope in the repository horizon, the vertical symmetry boundary condition at
borehole USW H-5 is not completely appropriate. From the simulation results it appears that the
eastern vertical boundary is enough removed from the domain of interest to be a satisfactory
boundary condition. The effects of the vertical boundary at the mountain crest on 14Ctransport
have not been addressed. The boundary conditions on the horizontal surfaces represent:constant
ambient conditions over a 10,000- year period, lt seems unlikely that the climatic and water-table
conditions will remain constant over the next 10,000 years. Sensitivity studies on climatic
parameters would be required to estimate their affects on 14Ctransport.

The preliminary design for the potential repository involves nonuniform power distributions
throughout the repository. Nonuniform power densities will produce irregular saturation fields
and heat-pipe type flow fields during the thermal transient portion of the repository lifespan. For
the reported simulations the repository was assumed to have uniform power densities, thus
generating relatively smooth saturation fields during the periods of high thermal gradients.
Whether 14C transport would be retarded or accelerated by irregular saturation fields occurring
during the thermal transient period is unknown.

The conceptual model used for the repository ignores any details with respect to the waste
container design or emplacement. For example, the resistance for heat transfer between the waste
container and the surrounding tuffaceous rock or backfill through air gaps or other mechanisms has
been ignored. Applying the repository thermal loads to the relatively large node volumes
effectively eliminates the thermal resistance between waste containers and the adjacent tuff. Zero
thermal resistance between the waste containers reduces peak temperatures and increases heat-
transfer rates from the repository. The same resistance arguments may be applied to species
transport, lt is uncertain whether lower peak temperatures with higher species flux rates are more
or less conservative with respect to predicting 14Cspecies transport within the vadose zone at
Yucca Mountain.

The reported simulations of rock properties and gas-phase transport of 14(2are probably not
conservative. The only transport pathways for the migration of 14Cfrom the repository to the
ground surface or water table were through tuff layersnwhere the properties of the matrix and
fractures were lumped into equivalent-continuum bulk properties. Inhomogeneities, such as the

" Ghost Dance fault and highly rubblized shear zones found in G-tunnel complex at the Nevada Test
Site, were not considered as transport pathways. Because of the relatively high gas permeabilities
of faults and shear zones under unsaturated conditions, these pathways could significantly

. contribute to, or even dominate, 14Crelease rates to both the surface and ground water.
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The primary assumption associated with the equivalent-continuum model for fracture and
matrix flow through partially saturated porous media is that pressure equilibrium occurs between
the fracture and matt'ix over times sufficiently shorter than the time constants for the flow
phenomena of interest. Recent research by Nitao (1989) and Nitao and Buscheck (1989) have
shown that this assumption may be inconsistent with the fracture-flow phenomena within Yucca
Mountain. One other assumption associated with the equivalent-continuum model that may prove
inconsistent with experimental data is that the fractures are sufficiently random in orientation to be
considered isotropic.

Because of the saturation-dependent tortuosities used for the reported simulations, gas-phase _,
diffusion of 14Cwas strongly dependent on the saturation fields. Simulations of repository
perform-ance at higher recharge rates predicted lower gas-phase transport of 14C,because of the
inhibition of gas-phase advection and diffusion by the liquid-saturation barrier surrounding the
repository. The accuracy of saturation-dependent tortuosities relative to gas-phase diffusion o_ "4C
in the vadose zone at Yucca Mountain is not completely known.

The spatial and temporal extent of the thermally driven liquid-saturation field surrounding the
repository is critical to predicting container failures and radionuclide transport. Capillary hysteresis
has been ignored, but may prove to be a critical phenomenon for predicting saturation fields
immediate to the repository because of the drying and rewetting events produced by the thermal
transient. Vapor pressure lowering, a model used for the reported results, effectively lowers peak
temperatures and limits pore desaturation. Because the vapor pressure-lowering model was based
on experiments conducted at room temperature, it may significantly overpredict the amount of
absorbed water. To model this phenomenon accurately would require data about temperature-
dependent water-retention characteristics.
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5.0 Saturated Zone Hydrology and Transport

To characterize the water movement in the saturated zone below the potential Yucca Mountain
Repository, two sets of 12 simulations were done for each of two aquifer lithologies. The 12

, simulations represent a statistical range that encompasses the conditions of the saturated zone as
they are presently understood.

" 5ol Base Scenario

The base scenario with regards to the saturated zone requires modeling flow in the saturated
zone and the transport of radionuclides (if any) predicted by unsaturated flow models (Section 4.0)
to reach the water table. This section reviews the regional hydrogeology with special attention to
the aquifers that underlie the potential repository site, the regulations that govern flow modeling
and, hence, this assessment, the numerical and conceptual models employed in this study to
examine the saturated zone, and the data used with those models. With this background
established, the simulations performed for this study are described and analyzed.

5.1.1 Regional Hydrogeology

Previous investigations have shown that the unconfined aquifer encompasses two basic
lithologic units: Tertiary tuff and the underlying Paleozoic carbonate. The sequence of Paleozoic
clastics and carbonates was deposited in a thick miogeosyncline that contains a thickness of up to
12,000 meters of Paleozoic and Precambrian sediments. Tertiary ash flow tuffs of rhyolitic and
quartz-latitic composition were deposited unconformably on the Paleozoic carbonates.
Approximately 1200 m of tuff unconformably overlies the Paleozoic Carbonates at the Yucca
Mountain crest (Craig and Reed 1991). Miocene tuffs are exposed at the surface of Yucca
Mountain. A thin layer of alluvium and colluvium exists on the tufts in the drainages an4 this layer
thickens in the valley floors. The tuff that was modeled for this problem was divided into two
horizontal units: the overlying unit defined by properties of the zeolotized tuff (see Section 4.0),
and the underlying unit by those of the partially welded tuff. Flow within these units was modeled
as a two-dimensional flow regime to address the spatial variability of physical properties. The two-
dimensional cross section was aligned such that the x-direction was parallel to the hydraulic
gradient.

The regional water table is from 500 to 750 m below the ground surface in the area of the
potential repository. Water movement in the saturated zone is generally from north to south below
Yucca Mountain. The desert climate of the Yucca Mountain area receives an average precipitation
of 150 to 220 mm per year (Quiring 1965). Of this, between 2 and 11 mm are thought to infiltrate
the unsaturated zone and recharge the aquifer (Montazer and Wilson 1984). The average gradient
directly below the mountain is 10-4, from north to south, as calculated from water-level
measurements reported by O'Brien (1991). However, the gradient increases sharply to the north
and west (upgradient of the potential repository location). Water discharges from the unconf'med

, aquifer to springs south of the Yucca Mountain area, in the Amargosa Desert and Oasis Valley, and
by evapotranspiration from playas in Death Valley. Water stored in tuffs also moves downward to
recharge the carbonate aquifer. In the simulations done for this analysis, water is assumed to move
from north to south. Because the volume of recharge from the surface is so small, vertical

" recharge is not modeled for these simulations; vertical recharge is assumed to be small compared
with the influence of the hydraulic gradient on fluid transport.
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5.1.2 Regulatory Controls

Simulations of saturated ground-water flow under the potential repository at Yucca Mountain
are motivated by federal regulations which specify limits for high-level radioactive waste release to
the "accessible environment," which is defined as a 5-km distance from the disturbed zone of the
potential repository. The potential for radionuclide release to the accessible environmer_t has been
defined (40 CFR Part 191.13) as the statistical probability of transport of a specific radionuclide
concentration (40 CFR Part 191.lh) to a distance 5 km from the potential repository i_ p,uticul,u
concentrations. To provide an adequate statistical description of the probability of radionuclide
transport, twelve simulations were perfl)rvled each tk)r the tuff and carbonate aquifers. Each of the _,
twelve simulations included two simulations that defined the limits of potential release: transport
under minimum and maximum hydraulic gradients and conducfivities.

5.1.3 Conceptual and Numerical Models

Saturated flow in both the carbonate and tuff aquifers was simulated in two dimensions (x-y,
where x is west-east and y is south-north; vertical dimension z neglected) using the Darcy
equation, which assumes pressure-driven fluid-flow through a continuous porous media.
Preferential flow through fractures or faults in the porous media composing the carbonate and the
tuff aquifers was not considered for these simulations. The equivalent-continuum _nodcl tllat '_,a_
used represented fracture and porous-media hydraulic conductivities as a single weighted value in
the minimum and maximum-flow field simulations, or a range of values for the stochastically
derived flow fields. Hydraulic conductivity fields were generated using the RFIELD code.

The two-dimens:,onal hydrologic regime this problem simulates was defined by the hydraulic
properties of the fluid, the porous media, and the hydraulic gradient that drives fluid movement.
The fluid modeled was subject to a variety of simplifying assumptions, so that the results of these
simulations are a consequence of the properties attributable to the physical aquifer through which
the fluid moves. The saturated-fluid movement modeled was limited to that of a single liquid
phase; the fluid was assumed incompressible and isothermal. The porous media composing the
modeled aquifers was assumed in both cases to be continuous and isotropic; and the porosity and
density of the porous media were assumed constant. Porous media properties ,rrc listed in Table'
5.1. The hydraulic gradients imposed were unique for each of the twelve simulations and for each
aquifer. Gradients for the tuff aquifer were defined statistically using a uniform distribution of
hydraulic head values taken from Doctor et al. (1992), with limits of 2.018 x 10-3 and
6.196 x 10--3. Carbonate hydraulic gradients were derived from a uniform distribution of values
with limits of 6.089 x 10-2 and 6.089 x 10--4. Gradients and the deterministic hydraulic
conductivity values used tbr the tuff and the carbonate simulations are listed in Tables 5.2a and
5.2b, respectively.

The problem defined here was modeled with the integrated finite-difference SUMO code,
which calculated a numerical solution. SUMO generated a steady-state flow-field and calculated
particle travel times for a hydrologic domain defined by a constant hydraulic gradient and unique
hydraulic conductivity. The ten radionuclides considered for u'ansport in the l luzlla_l-llltru.,,iu_
Scenario were introduced by direct injection with a drilling rig at a point in the simulated domain
shown in Figure 5.1. The AREST code generated a source term for radionuclide release into the
domain over time. Simulated radionuclide fluxes and concentrations within the aquifer were
calculated for the steady-state flow system simulated for each case. Fluxes at a plane 5 km
downgradient from the point source (from which dose calculations were made) are presented in the
following section.
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Table 5.1. Aquifer Physical Properties for Saturated Zone Modeling

Tuff

, Aquifer Propert7 Carbonate 7_¢olitic PartiallyWelded

Porosity 0.0.5 0.41 0.24
Density 2.76 2.35 2.23

• Longitudinal Dispersivity
(deterministic runs) 1 1 1
(stochastic runs) 500 500 500

Transverse Dispersivity
(deterministic runs) 1 1 1
(stochastic runs) 200 200 200

Diffusivity 0.0365 0.0365 0.0365
Storativity 0.0 0.0 O.0

NORTH TuffAquifer SOUTH
"//////.////,I//1_ 0.tI?Wboundary//-/////////////////

i
_" ¢:_ ZeoloticTuff _'
o= direct_nof _.
._ groundwaterE _w ®
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Figure 5.1. Configuration of Hydrologic Domain for the Modeled Tuff Aquifer andthe
Carbonate Aquifer (both dimensions are in the horizontal plane)
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Table 5.2. Hydraulic Gradients, Hydraulic Conductivities, and Time of Drilling Intrusion
Under the Human-Intrusion Scenario for Each Simulation for the (a) Tuff Aquifer
and (b) Carbonate Aquifer (simulation numbers correspond to Table 3.4b)

A. Tuff Aquifer

Hydraulic Conductivity (m/yr)
Simulation Number Gradient (m/m) Partially Welded Zeolitic

1 5.200 x 10-3 * *
2 4.710 x 10-3 * *
3 3.143 x 10-3 * *
4 5.174 x 10-3 * *
5 2.400 x 10-3 * *
6 4.871 x 10-3 * *
7 6.157 x 10-3 * *
8 3.014 x 10-3 * *
9 3.029 x 10-3 * *
10 6.086 x 10-3 * *
11 2.017 x 10-3 4.418 x 10-3 9.499 x 10-7
12 6.190 x 10-3 4.418 x 101 9.499 x 10-3

B. Carbonate Aquifer

Simulation Number Gradient (m/m) Hydraulic Conductivity (m/yr)

1 4.216 x 10-2 #
2 3.974 x 10-2 #
3 5.077 x 10-2 #
4 1.790 x 10-2 #
5 1.443 x 10-2 #
6 3.45! x 10-2 #
7 3.329 x 10-3 #
8 1.456 x 10-2 #
9 2.667 x 10-2 #
10 2.028 x 10-2 #
11 6.089 x 10-4 8.500 x 100

12 1.630 x 10-1 1.148 x 102 •

• Stochastic; refer to Section 5.1.4 for a the statistic.al parameters used to describe the hydraulic conductivity of
the Partially Welded unit and the Zeolitic unit. Also refer to Figure 5.3 for an illustration of an example
stochastic hydraulic conductivity field.

# Stochastic; refer to Section 5.1.4 for the statistical parameters used to def'me the hydraulic conductivity of
Carbonate aquifer. Also refer to Figure 5.4 for an illustration of an example stochastic field hydraulic
conductivity field.
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5.1.4 Hydrogeologic Data

The twelve simulations each of ground-water flow in the two aquifers were divided into
stochastic and deterministic flow representations. Ten simulations for each aquifer used a
statistically derived description of hydraulic gradient, aquifer intrusion time, and radionuclide
sorption coefficients in the specific aquifer. The stochastic representations of the hydraulic

" conductivity fields were generated using spatially correlated values derived from samples taken at
the Yucca Mountain Site. The hydraulic conductivity values for the tuff aquifer simulations are
from Kaplan et al. (1991), which is reproduced in Appendix A. The hydraulic conductivities for
the carbonate aquifer simulations are from McGraw et al. (1991). A lognormal distribution of the
reported values was used for both aquifers. Hydraulic conductivity values are reproduced in
Tables 5.2a and 5.2b. Examples of the hydraulic conductivity fields that were generated for a
carbonate aquifer and for a tuff aquifer for the stochastic simulations are shown in Figures 5.2 and
5.3, respectively.

The two remaining deterministic simulations represented the minimum and maximum-flow
fields for each aquifer, using the largest and smallest hydraulic gradient (values provided in Table
5.2). A constant value was used to describe the whole hydraulic-conductivity field from the
hydraulic conductivity values derived from a lognormal distribution of the values reported in
Kaplan et al. (1991) and McGraw et al. (1991).

5.1.5 Simulation Descriptions

For each of the carbonate aquifer simulations, a unique steady-state pressure field was
generated from the hydraulic gradients and hydraulic conductivity values shown in Table 5.2a. An
example of the pressure field generated for carbonate simulation 1 is shown in Figure 5.4. The
pressure field displays essentially one-dimensional flow because a hydraulic gradient was defined
only in the horizontal direction; no vertical recharge from the overlying tuff aquifer to the carbonate
aquifer was simulated. The variations in the pressure contours are a result of the variability in the
hydraulic conductivity field.

The paths of the seven particles tracked through the simulated carbonate aquifer are shown in
Figure 5.5 for carbonate simulation 1, depicting an essentially one-dimensional flow field. An
inverse relationship between travel time and the hydraulic gradient can be observed if the gradients
shown in Tables 5.2 are compared with the particle travel times shown in Table 5.3. Relative
particle travel times can be interpreted from Figure 5.6 for carbonate simulation 1, where the
distance of particle transport is plotted as a function of the time of transport.

Data for the twelve tuff-aquifer simulations were generated in a similar manner to those of the
carbonate aquifer; a unique steady-state pressure field was generated for each simulation from data
shown in Table 5.2b. One-dimensional flow is indicated by the pressure field simulated for tuff
simulation 03, illustrated in Figure 5.7.

Seven particle paths were tracked for each of the twelve tuff pressure fields simulated. The
minimum and maximum travel times for each simulation are shown in Table 5.3. Paths for the

• particles tracked in tuff simulation 3 are shown in Figure 5.8. The plot of time versus distance for
the particle travel paths for tuff simulation 3 (Figure 5.9) shows a distinct bimodal distribution to
the travel times, a result of the hydraulic conductivity values of the two different lithologic units

. that constitute the aquifer and the grid spacing of the simulated domain.
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Table 5.3. Particle Travel Time (yr)
'1

Simulation Carbonate Tuff Partially Welded Tuff Zeolitic Unit
No. Minimum M{_fimBrn Minimum Maximum Minimum Maximum

1 34 65 6.21 x 104 4.46 x 105 5.13 x 108 8.84 x 109 m

2 15 82 2.57 x 104 1.18 x 106 6.60 x 108 3.16 x 109
3 18 55 5.34 x 104 1.11 x 106 2.97 x 107 3.41 x 109
4 62 200 2.10 x 104 3.55 x 105 3.11 x 108 2.71 x 109
5 791 3020 5.47 x 104 1.87 x 106 6.73 x 107 1.25 x 1010
6 14 162 5.11 x 104 8.67 x 105 1.08 x 108 4.83 x 109
7 * * 1.49 x 104 6.73 x 105 8.11 x 107 5.05 x 109
8 72 281 6.37 x 104 1.52 x 106 4.51 x 107 4.16 x 109
9 15 145 2.34 x 105 2.86 x 106 1.59 x 109 4.56 x 101o
10 41 122 5.20 x 103 1.27 x 106 1.40 x 107 2.85 x 109
11 9790 9790 # # # #
12 3.6 3.6 4.45 x 103 4.45 x 103 3.53 × 107 3.53 x 107

• results not available

# travel time exceeds lO,O00-year simulation period
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5.1.6 Analysis

The pressure fields simulating steady-state conditions in both the carbonate and tuff aquifers
are strongly dependent on the hydraulic gradient imposed and on the simulated hydraulic
conductivity field for the aquifer. The larger hydraulic gradient results in a greater hydraulic
potential driving groundwater movement and shorter particle travel times within the aquifer.

Particle travel times are also influenced by the hydraulic conductivity values used. The
heterogeneous hydraulic conductivity fields generated by the RFIELD code followed strong linear
trends associated with grid cell size (see Figures 5.2 and 5.3) because of a coding error in
RFIELD. This coding error has since been corrected, but the runs reported here used stochastic
fields that were not aggregated properly with respect to cell size. Therefore, hydraulic
conductivities were not random with respect to spacing in either the x or y direction; rather, they
were random with respect to the grid nodes themselves. In areas where the grid spacing had been
refined, heterogeneities in the hydraulic-conductivity values varied on a smaller scale than in areas
with larger grid spacing over an equivalent dimension. If the grid nodes were significantly smaller
in one dimension than the other, a linear trend to the hydraulic conductivity values was established
in the longer dimension. Consequently, hydrologic transport was governed by the grid spacing
instead of an intended random hydraulic-conductivity field. Figure 5.8 shows three particle travel
paths through the simulated tuff aquifer as a straight line in the x direction (particles numbered 2,
4, and 6). The odd-numbered particles (1, 3, and 5) show a more heterogeneous travel path,
because the variations in the hydraulic conductivity values along those paths are more equally
spaced in the x and y direction. Particles numbered 2, 4, and 6 were routed along zones of
narrower grid spacing in the y dimension. The grid node dimension is thereby exaggerated in the x
direction, creating a linear trend to the hydraulic conductivity in.the x direction. The grid spacing is

5.10



illustrated in Figure 5.10; zones of refined node spacing are evident along the y=-1000, 0, and
1000 planes, and along the x=0 plane. The y coordinates for the number 2, 4, and 6 particles
tracked are -1000, 0, and 1000, respectively. The more representative travel times are those of the
odd-numbered particles for both aquifers.

,, Travel times for particles tracked in the first eleven tuff aquifer simulations were significantly
greater than the 10,000-year period required by the regalations. These results indicate that
transport of radionuclides in the tuff aquifer to the accessible environment is not likely. The
maximum-flow simulation (T12) simulated a travel time of 4450 years in the zeolotized unit, the

,' only travel time less than the regulated 10,000 years. Consequently, the first 11 simulations were
not used to calculate the effects of human intrusion into the tuff aquifer. Results from simulation
T12 only are included in the following section on the human-intrusion scenario.
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5.2 Human-Intrusion Scenario

5.2.1 Method and Assumptions

The human-intrusion scenario considered a drilling operation in which a borehole is drilled
through the potential repository to an elevation below the water table. The drilling rig would, in -
this scenario, intercept a waste container such that the container's integrity is compromised,
permitting the contents of the container to be transported directly to the saturated zone. At the point
of aquifer intrusion, radionuclides are released into the saturated zone for transport down-gradient.
The location of the drilling intrusion point in the tuff and carbonate saturated-zone models is shown "
in Figure 5.1. The time of drilling intrusion was defined for each simulation using a lognormal
distribution of times between 100 and 10,000 years after repository closure.

Radionuclide release into the aquifer was calculated by the AREST analytical code (Section
3). For each of the ten radionuclides modeled, radionuclide mass was introduced at the rate
predicted by AREST (Section 3) from the time of intrusion until 10,000 years, or until depletion of
the source. Radioactive decay of the waste was accounted for by AKEST prior to release, and by
SUMO after release into the aquifer. Transport was assumed to be in the aqueous phase only for
ali radionuclides modeled. Radionuclide flux through the simulated domain was calculated until
10,000 years after potential repository closure.

Transport of the radionuclides in the saturated aquifer is calculated using the 12 steady-state
flow fields generated in the Undisturbed Scenario portion of this exercise. In addition to the
influence of the flow field on radionuclide transport, properties of the aquifer and the radionuclides
also determine how transport distributes radionuclides in the saturated zone. The dispersivity and
diffusivity of the aquifer were assumed to be constant for ali radionuclides modeled in ali the
simulations done. Storativity was assumed zero for ali simulations. The porosity and density
were consistent for ali the carbonate simulations and for the tuff simulation. The aquifer properties
and the values used to define them are listed in Table 5.1.

Sorption of the individual radionuclides to the aquifer is another property governing saturated-
zone transport. Radionuclide sorption to the porous media that constitute the aquifer was modeled
as both a deterministic and a stochastic property for the carbonate aquifer and as a deterministic
property for the tuff aquifer simulated. These sorption values are listed in Table 5.4. Appendix B
reproduces Dockery (1991), which has additional comments on these values.

The potential for unsaturated-zone transport of 14Cin the gas phase to the saturated zone was
considered as part of this modeling exercise. :4C may be released from the potential repository
and travel downward to encounter the underlying water table. The release profile of 14C from the
potential repository into the unsaturated zone, its concentration in the gas phase, and its transport in
the unsaturated zone concentration of 14Cin the gas phase were calculated by the MSTS code in
the Unsaturated Zone Section. Those results are used as input into the maximum-flow simulation
for the tuff aquifer (T12) to model :4C aqueous transport.

5.2.2 Simulation Descriptions

Simulations were performed to describe tuff and carbonate aquifer responses to human
intrusion; each was defined differently. The carbonate aquifer travel times were short enough that
radionuclide transport resulting from human intrusion occurred for ali but the minimum-flow
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Table 5.4. Deterministic and Stochastic Sorption Values

Carbonate Tuff
llll

Element Deterministic Stochastic Zeolitic Laver Partially Welded

. U 3 1 - 6 2.5 2.5
Np 0.5 0- 11 2 2
Am 110 25 - 235 100 100
Pu 80 60- 160 100 100

" C 0 0 0 0
Se 3 0-6 2.5 2.5
Tc 0 0 0 0
Sn 110 60 - 160 100 100
I 0 0 0 0
Cs 10 0- 135 50 50

simulation (Carbonate Simulation 11). Simulations were repeated for the first 10 cases (Carbonate
Simulations 1 to 10) for five realizations to obtain a statistical description of the radionuclide
transport to 5 km from the point of intrusion. Cf the tuff simulations done, only the maximum-
flow simulation (Tuff Simulation 12) had a t,' ._:_Itime short enough to simulate radionuclide
transport. Because the tuff aquifer overlies me ca_'_)onateaquifer, 14(2infiltration from the
unsaturated zone was also simulated for the maximum-flow tuff aquifer ease.

Steady-state flow in the 12 aquifer hydraulic-conductivity fields generated for the carbonate
aquifer was simulated using SUMO for the Human-instrusion Scenario Direct-Injection Case for
the carbonate aquifer. A single value was used to represent the sorption coefficient for each of the
10 radionuclides injected into the aquifer, these values are shown in the deterministic column of the
carbonate sorption values listed in Table 5.4. Longitudinal and transverse dispersivity were both
assumed to be equal to 1 for these simulations. Radionuclide flux, in units of Ci/yr, across the
5-km boundary as a function of time was calculated for each simulation. These fluxes are shown
for Carbonate Simulations 1 through 12 in Figures 5.11 through 5.22, respectively, and for Tuff
Simulation 12 in Figure 5.23. The cumulative release of each radionuclide at 10,000 yr across the
5-km boundary from the carbonate aquifer is indicated in Table 5.5, along with the ratio of each
flux to the EPA limit for that radionuclide. EPA limits for a 70,000-MTU repository (the approxi-
mate size of the current design for the potential repository at Yucca Mountain) are shown in the
second column of Table 5.5.
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Table 5.5. Cumulative Radionuclide Releases at 10,000 Years Across the 5-km Boundary for
Carbonate-Aquifer Simulations of Human-Intnlsion Scenario Direct-Injection Case

EPA Release

Limit for
Radio- 70,000 MTU

nuclide Repository (Ci) Ci EPA Ratio Ci EPA Ratio Ci EPA Ratio Ci

Carbonate 1 Carbonate 2 Carbonate 3 Carbonate 4

14C 7000 3.48 4.97E-04 3.34 4.77E-04 1.26E+01 1.80E-03 3.66 5.23E-04
79Se 70000 6.15E-01 8.79E-06 7.45E-01 1.06E-05 1.98 2.83E-05 3.30E-01 4.71E-06
126Sn 70000 2.66E+01 3.80E-04 2.66E+01 3.80E-04 8.06E+01 1.15E-03 2.67E+O1 3.81E-04
99Tc 700000 0 0 2.00E-07 2.43E-13 2.00E-07 2A4E-13 0 0
129I 7000 6.54E-02 9.34E-06 6.53E-02 9.33E-06 1.98E-01 2.83E-05 6.55E-02 9.36E-06
135Cs 70000 1.70E-03 2.39E-08 1.59E-01 2.27E-06 1.46E-01 2.09E-06 1.44E-02 2.06E-07
234U 70000 1.42 2.03E-05 2.93 4.19E-05 5.88 8.40E-05 9.79E-02 1.40E-06

237Np 7000 1.07E+01 1.53E-03 1.46E+01 2.09E-03 4.06E+01 5.80E-03 1.27E+01 1.81E-03
239pu 7000 0 0 1.00E-08 1.79E-12 1.00E-08 1.97E-12 0 0
243Am 7000 0 0 2.00E-07 2.17E-11 2.00E-07 2.94E-11 0 0

Carbonate 5 Carbonate 6 Carbonate 7 Carbonate 8

14C 7000 5.54 7.91E-04 3.61 5.16E-04 2.27 3.24E-04 3.48 4.97E-04
79Se 70000 0 0 1.00E-04 2.10E-09 3.70E-03 5.23E-08 1.30E-O1 1.86E-06
126Sn 70000 2.71E+01 3.87E-04 1.99E+01 2.84E-04 2.54E+01 3.63E-04 2.67E+01 3.81E-04
99Tc 700000 0 0 0 0 0 0 0 0
129I 7000 6.69E-02 9.56E-06 4.98E-02 7.11E-06 6.31E-01 9.01E-05 6.45E-02 9.21E-06
135Cs 70000 0 0 0 0 2.00E-09 2.16E-14 3.00E-08 3.90E-13
234U 70000 0 0 2.00E-04 2.94E-09 5.40E-03 7.64E-08 2.35E-01 3.36E-06

237Np 7000 6.23E-03 8.90E-07 1.44 2.06E-04 1.50 2.14E-04 1.22E+01 1.74E-03
239Pu 7000 0 0 0 0 0 0 0 0
243Am 7000 0 0 0 0 0 0 0 0

Carbonate 9 Carbonate 10 Carbonate 11 Carbonate 12

14C 7000 3.40 4.86E-04 3.44 4.91E-04 0 0 2.81 4.01E-04
79Se 70000 4.26E-01 6.96E-06 8.10E-01 1.16E-05 0 0 8.27E-01 1.18E-05

126Sn 70000 2.64E+01 3.77E-04 2.60E+01 3.71E-04 0 0 2.70E+01 3.86E-04
99Tc 700000 0 0 0 0 0 0 2.00E-07 2.49E-13
129I 7000 6.30E.O2 8.93E-06 6.43E-02 1.86E-05 0 0 6.61E-02 9.44E-06
135Cs 70000 8.00E-05 1.08E-09 9.05E-01 1.29E-05 0 0 9.92E-01 1.42E-05 "
234U 70000 7.99E-01 1.14E-05 3.91 5.59E-05 0 0 1.12E+02 1.60E-03

237Np 7000 1.0lE+01 1.44E-03 1.1BE+01 1.69E-03 0 0 3.54E+02 5.06E-02
239pu 7000 0 0 0 0 0 0 1.00E-05 2.03E-09
243Am 7000 0 0 0 0 0 0 3.00E-06 4.66E-10 "
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The fin'stten carbonate simulations (Carbonate Simulations 1 through 10) were then repeated
for two realizations to allow definition of a statistical distribution of the transport in the saturated
zone. These calculations were made using a broader grid spacing than the previous 12
simulations, although the size of the simulated area remained the same (4000 m by 7000 m). A
distribution of sorption values, shown in the stochastic column of the Carbonate values in Table
5.4 were used to describe the retardation effects of sorption in these simulations. Chain decay

" from 243Amto 239Puwithin the simulated domain was modeled. Ali Americium was assumed to
decay to 239Pu, with an Americium half-life of 7380 years. The dispersivity was defined as 500 in
the longitudinal direction and 200 in the transverse direction for ali simulations. The cumulative

, releases for each radionuclide over the two realizations are shown in Table 5.6, along with the
respective drilling times.

Only the tuff maximum-flow case (Tuff Simulation 12) was used for transport simulations
because the remaining 11 simulations were calculated to have transport times significantly larger
than the 10,000-year period defined by the regulatory controls. Calculation of radionuclide flux
for the maximum tuff flow simulation used a single sorption value for each radionuclide in each
tuff lithology, a longitudinal dispersivity of 500, and a transverse dispersivity of 200.

Saturated-zone transport of 14Creleased from the repository in the gas phase was also
modeled using Tuff Simulation 12. 14C was introduced at the water table (the upper boundary to
the simulated hydrologic domain) along a plane 1 km in length, and transported through the aquifer
in dissolved form. lt was assumed that ali 14Cin contact with the upper boundary dissolved into
the saturated zone, and that thermal equilibrium between the gas and the porous media had been
attained before the gas was in proximity to the water table. A sorption value of zero was used for
the 14Creaction with the porous media, and a longitudinal and transverse dispersivity value of 1.
14Cflux at the 5 km boundary was calculated as a function of time over 10,000 years. The result
is shown in Figure 5.24.

5.2.3 Analysis

Radionuclide fluxes across the 5-km boundary show a strong dependence on the sorption
values chosen for the individual radionuclides, and the gradient driving the water flow in the flow
field. The plots of radionuclide flux for Carbonate Simulations 1 through 10 (Figures 5.11
through 5.20) show values for only seven radionuclides. The remaining three radioisotopes (Pu,
Am_ and Tc) have high enough sorption values that there is no significant flux of these nuclides
across the domain boundary. Within the maximum-flow regime shown in Figure 5.22, ali
radionuclides modeled eventually exceed fluxes of 10-10Ci/yr at the 5-km boundary. A range of
hydraulic gradients was imposed on the simulated carbonate aquifer between 0.1630 to
6.089 x 10-4. The smaller the hydraulic gradient, the longer it takes for the radionuclide flux
curves to reach a peak in concentration, lt appears that the influence of the hydraulic gradient on
the flux concentration is not as significant as that of the sorption coefficients. A better definition of
how the radionuclides sorb to the aquifer material will improve our capability to accurately predict
their transport.

The tuff simulation showed only three radionuclides transported through the saturated environ-
ment. The hydraulic gradient in the tuff aquifer is approximately an order of magnitude less than
those modeled for the carbonate simulations. In addition, the hydraulic conductivities of the two
tuff lithologies were smaller by at least two orders of magnitude than those of the carbonate. As a

" result, the flux curves are attenuated substantially in the time period simulated, and only the
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Table 5.6. Cumulative Release of Radionuclides (Ci) to the Saturated Zone at 10,000 Years
with Sorption Defined Stochastically

Drilling
Time

Sim (years) 14C 79Se 126Sn 99Tc 1291 135Cs 234U 237Np 239Pu 243Am
II

1 2465 3.48 0.615 26.6 0 0.0654 0.0017 1.42 10.7 0 0
2 147 3.34 0.745 26.6 1.70E-7 0.0653 0.159 2.93 14.6 1.25E-8 1.52E-7
2(a) 147 4.88 0.844 27.2 1.23E-4 0.0666 92.7 5.24 15.8 0 0
3 589 12.6 1.98 80.6 1.71E-7 0.198 0.146 5.88 40.6 1.38E-8 2.06E-7
4 259 3.66 0.33 26.7 0 0.0655 0.0144 0.0979 12.7 0 0
4(a) 259 2.05 0.123 4.84 0 0.012 0.193 4.03 12.1 0 0

5 1191 5.54 0 27.1 0 0.0669 0 0 6.23E-3 0 0
5(a) 1191 2.25 0.786 25.6 0 0.0632 0.897 4.25 12.8 0 0

6 8336 3.61 1.47E-4 19.9 0 0.0498 0 2.06E-4 1.44 0 0
6(a) 8336 3.62 0.654 19.8 0 0.0499 0.654 0.878 2.68 0 0
7 3811 2.27 3.66E-3 25.4 0 0.631 1.51E-9 5.35E-3 1.5 0 0
8 129 3.48 0.13 26.7 0 0.0645 2.73E-8 0.235 12.2 0 0
8(_) 129 3.13 0.82 26.5 0 0.065 0.919 5.23 15.7 0 0

9 2616 3.4 0.426 26.4 0 0.0625 7.59E-5 0.799 10.1 0 0
9(a) 2616 2.63 0.81 26 0 0.0643 0.905 3.91 11.81 0 0
10 1308 3.44 0.493 26.6 0 0.0655 4.85E-3 1.21 12 0 0
10(a) 1308 2.68 0.812 26.2 0 0.645 0.912 4.61 13.9 0 0
11 300 0 0 0 0 0 0 0 0 0 0
12 300 2.81 0.827 27 1.74E-7 0.0661 0.992 112 354 1.42E-5 3.26E-6

Sorption 0 3 110 0 0 10 3 0.5 80 110

(a) sorption represented by the
stochastic distribution with limits =

0-0 0-6 60-170 0-0 0-0 0-20 0-6 0-1 25-135 60-160

radionuclides with a zero-sorption value cross the 5-km boundary of the simulated domain with
fluxes in excess of 10-10Ci/yr.

Introduction of 14Cinto the saturated zone was assumed to be a result of complete dissolution
of the gaseous phase of carbon into an aqueous phase. The actual concentration that is capable of
being dissolved and the chemical reactions of precipitation and sorption are likely to influence the
simulation of 14Ctransport in the saturated zone. A better model of 14(2dissolution and reaction in
the aqueous phase and with respect to the tuff lithologies will facilitate a more realistic model of
that radionuclides transport in the saturated zone.

5.22



-1,o,....,....,....,....,.........,....,....,....,....,
L-2

, 10

-c- -3 Radionuclide
10 "'"'"" ................................. Tc---.-'. 14

== _, 10 - • - ,..........
co _ 99
"tD -5 • TCt" Be_r o..e= '_° ='e o=.oe

--, 1 0 - • "-. 126• p,_ s _'=_' t_ t,, _ m

,',_' "" .......... Sn
I_ -6 s'"'*'""*" ........................... '_ ...... _. 129
E I0 _ .r_ ..o'" ....... I'" - ...... I

LO -7 _ ./" 13Scs
1 0 - Jr t - ""--' 234

x ///';' ........... U

-8 237
17" 10 -- •.... Np

239
.o '- - Pu

1 0 -- 243
; ...... Am

-lo ,,=,, , I,;,,, i,, ,, I .... =.... I ,, ,,i ,,, ,I .... =,,,,10 '' '
0 2000 4000 6000 8000 10000

SimulationTime (yr)

Figure 5.23. Radionuclide Flux at 5-km Boundary for Tuff Simulation 12

-1

10 " '' ='''' I''''''' ''!'' ''=''''1''''=''''1''''=''''
-2

10 -

'-- -3>, 4n -
It,,/

o
10.4 -

¢- -5
= 10 -o

;_ _0-° ["a'i°nuc"'eI_,,cLO -7
_ 10
x
_ -8
_ 10

-9
10

" -10
10 | ' I , I |, i . i , , , | | , , Ii,,

0 2000 4000 6000 8000 10000

,, SimulationTime, yr

Figure 5.24. 14C Flux Across the 5-km Boundary Using Maximum-Flow Field Parameters

5.23



6.0 Volcanic Intrusion Model

The goal of this element of the total system performance assessment is to evaluate the
consequences of disruption of the potential repository and the uncontrolled release of radionuclides

, to the accessible environment because of the subsurface and surface activity of a basaltic magmatic
center. The subsurface activity would comprise dikes, sills, and/or other intruded magma bodies,
and the surface activity is assumed to be a Strombolian eruption of alkalic basalt and the
construction of one or more cinder cones. This scenario is based upon an interpretation of the

J Quaternary volcanic record in southwestern Nevada and surroundings (Luedke and Smith 1981;
Crowe et al. 1983a; Smith and Luedke 1984). In the context of the general total system
performance assessment, PNL was asked to model the consequences of this scenario under
physical and volcanological rigor and to examine the assumptions, expert opinions, and
simplifications used in "abstracted" consequence modeling. The input data and parameters were to
be consistent with the results of the investigation described in the Yucca Mountain Site SCP (DOE
1988) or analogous systems.

Because of the limited FY 1991 scope, PNL did not complete these goals. However, the
team made important preliminary steps. Modeling of eruptive probability was conceptual, and this
report will only present a discussion of future quantitative activities necessary to the total system
performance assessment programmatic objectives. Consequence modeling was advanced slightly
further and an exploratory physical model was constructed. The results are preliminary and should
only be used to scope out further investigations.

6.1 Approach

Physical modeling of magmatic and volcanological processes is not developed (Jaupartand
Tait 1990; Luhr and Williams 1991) such that general predictions of eruptive behavior at a given
site are justified. Because of this, the general modeling of contaminant fate along a volcanic-
transport pathway can not produce the level of statistical significance of, for example, a ground-
water pathway. In some cases (some examples; Kilauea volcano, Hawaii, Mt. St. Helens,
Washington, and Plosky Tolbachik, Russia) where numerous data have been collected, limited
predictive modeling or "forecasting" (Tilling 1989) is tenable. Even in these cases, data validation
and verification is commonly not statistically significant. This condition exists because of both the
infrequent historic occurrence of eruptions and limited extent of data collection and analysis.
Given this condition, however, the modeling of eruptive events can be instructive if certain aspects
are explicitly considered:

• The physical parameter appropriate to a problem may be both temporally and spatially scale-
dependent and can not be generalized.

• The parameters can be both coupled and nonlinear, requiring a solid theoretical and intuitive
understanding of the relevant processes and geologic record.

• Volcanic eruptions are not a random process.
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In brief, these considerations define the clear need for site-specific, complex physical model-
ing of the "most likely" scenario, and these problems are not unique to either the total system
performance assessment or to Yucca Mountain.

For this first iteration of total system performance assessment work, we decided that these
fundamental problems compounded the anticipated difficulty inherent in creating a model from
scratch. For this reason, the PNL team used a simple, but well-described, research model that had "
undergone peer review and publication in open literature. The model was coupled to a well-
verified, Monte Carlo-based, parametric model. The mass fraction of inventory released was to be
used as input to the general CCDF consequence model used for base and human-intrusion t
scenarios. Again, because of its exploratory nature, this work does not carry quantitative
significance. It does demonstrate the need for a better understanding of the parameters and
objectives of magmatic modeling.

The following sections 1) present the basic rationale and construction of the basaltic
volcanism consequence models, 2) describe the results achieved and the qualitative conclusions, 3)
discuss some general aspects of current eruptive prediction estimates, and 4) present our findings
and recommendations for the next iteration of total system performance assessment calculations.

6.2 Basaltic Volcanism-Consequence Model Selection

The primary objective of this part of the project was to locate and adapt a realistic but simple
dike-emplacement model and attempt to generate a stochastic set of magmatic emplacement
parameters. This activity would test our ability to couple complex physical models to the larger
CCDF computational regime.

In defining the details of the basaltic volcanism scenario, the studies of Crowe and Sargent
(1979), Crowe et al. (1983a, 1983b, 1986, 1989), Faulds et al. (1991), and Wells et al. (1990)
comprised the primary reference sources. These reports suggest that the intrusion of alkalic basalt
magma was episodically active throughout the Yucca Mountain area (the area shown in Figure 6.1)
over the last 8.5 million years. The conduits fed Strombolian and, rarely, Surtseyan eruptions that
constructed small-volume (from 106to 107 m3) cinder cones, limited lava flows, and equivalent
vent-proximal pyroclastic deposits. Dikes are the most common intrusive bodies. There is no
indication that conduits or dike alignment (weakly NNE elsewhere in the region) favored any
surface structural lineament (but see below regarding deep structures), lt is unclear whether the
cones are monogenetic, representing a single eruptive episode (Turrin et al. 1991), or polygenetic,
comprising repeated injections and eruptions within the same conduit (Wells et al. 1990). Because
of this, the rate or time trend of magma supply is not well constrained.

Eventually it may be necessary, for dose calculations, to model a complete eruptive cycle
including the effusion and dispersal of lava and pyroclasts. The general energetics and mechanics
of basaltic eruptions have been modeled (Wilson and Head 1981) and tested against actual
eruptions (Head and Wilson 1987). Volcanic plume dynamics have been used to model the impact
of basaltic components on the atmosphere (Stothers et al. 1986). The inclusion of eruptive o
dynamics in the problem generates theoretical complications and requires a computational effort
beyond the scope of the FY 1991 work. For these reasons, the modeled scenario treats the
emplacement of a dike within the accessible-to-human-intrusion, site-wide subsurface. The event
does not disperse lava or pyroclasts. By explicitly ignoring eruption, we sacrificed generality and,
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Figure 6.1. Volcanic Centers l_!earYucca Mountain

perhaps, an important degree of physical actualism. Despite this, the purely intrusive scenario is a
fundamental disruptive event in its own fight and represents a useful limiting case.

The mechanics and energetics of dike emplacement have also been examined from a variety of
angles; for example, Delaney and Pollard (1982), Rubin and Pollard (1987), Reches and Fink
1988, and Baer and Reches (1991). The model selected was developed by Lister and Kerr (1991 ).
An important contribution of this study is the demonstration that the elastic forces, remote from the

• crack tip, and the strength of the rock are of second-order importance relative to the balance
between the pressure gradient and the viscous forces. This suggests that preferential orientations
based upon fault zones or other vertical planes of weakness are not required in dike formation and
may be insignificant. This result has been verified by field work, in particular Faulds et al. (1991).
lt also implies that the coupled thermal and mechanical behavior of the magma is of highest
importance to the vitality of the eruptive episode. Another advantage to this model is its relatively
simple solution that can be used in an analytical subroutine and later compared to numerical results.
Thus, this first calculation has focused on a limited, yet useful, scenario that tests our basic
approach to consequence modeling and can be expanded during the development of a more generalmodel.

Several critical assumptions are implicit in using this model. The model assumes that the flow
within the dike is steady-state and isothermal. This says, in effect, that the developing portion of
the conduit flow, where thermal and mechanical boundary layers are less than the conduit half-

" width, is insignificant relative to its full length. This may not be true. Delaney and Pollard (1982)
demonstrated that this scaling can be resolved for a dike by computing the "thermal and mechanical
entry effect." Murphy and Marsh (1989) describes the entry lengths z(m) and z(T) as,

z(m) =0.01 ReDD (6.la)
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zet) = zCm) Pr (6.1 b)

where

Q
ReD - D v

V
Pr = _" "

D = cond tlit half width

Q = volumetric flow rate

v = kinematic viscosity

_: = themaal diffusivity

Note that the Reynolds number ReD is defined where the boundary layer, 8, is equal to the conduit
half-width, D. Calculating the thermal entry effect in this simplistic manner results in a value that
requires non-steady-state conditions throughout [(z(T) >> L, similar to Delaney and Pollard
(1982)]. The analysis, however, assumes constant viscosity, independent of temperature. This is
clearly wrong, but can not be resolved without further information. As a first cut, we have
assumed steady-state isothermal conditions; future efforts will require a fuller understanding of the
particular volcanological and physical conditions of the scenario.

Returning to the model, Lister and Kerr (1991) set up a force balance in which,

p =_g Ap z_ m H_O_._.w'_ (6.2)
kax)

where:

p = fluid pressure

Ap = density gradient

z = depth

m, an elastic parameter, is defined as the shear modulus divided by one minus Poisson's ratio (see
Equation [6.6]). The Hilbert transform, H{. }, is used to represent the elastic pressure field over
the medial plane of the dike. Expressions for continuity and global conservation of fluid are
substituted into (6.1b) with some manipulation to give,

8'

- )3 I.t3..._w 3w3-m w3--- H{w) (6.3a)
3t = -g Ap z 3z ax 2

and
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f_I_ w dx dz = Q ta (6.3b)

,, where Qt_ is a magmatic discharge rate. For the case in which the magma discharge rate is
constant (a -- 0), the flow regime and dike geometry will reach steady state and similarity variables
can be def'med,

#

x:,(,2 (g Ap)4 _ (6.4a)

w(x,z}= b_(8 m27Q3l_3(gAp)2z)_W(_ (6.4b)

Using the similarity expressions, rewriting Equations (6.3a) and (6.3b), and solving for dike
width results in,

w(x,z) = 0.904 (8 m27Q3g3(gAp)2 z )_ wC_} (6.5a)

Q _ 2 gAmp "bf') W3dx (6.5b)
3 11 d,_c,)

with

3

_=0.381x Q,rlm3z3

ali other notation as before, and from which dike widths and lengths can be found. Lister (1990)
and Lister and Kerr (1991) can be consulted for the details of this derivation. Lister and Kerr
(1991) also develop expressions for sill-like magma bodies and eruptive conduits. However,
Equations (6.5a) and (6.5b) are the only results used to date.

, A stochastic determination of dike widths and lengths was made by solving Equations (6.5a)
and (6.5b) as a subroutine within an in-house-developed, Monte, Carlo-style simulator. The range,
mean, and distribution of input parameters is discussed below. The dike widths and lengths are
distributed at random over the chosen domain. In simulation, a ground-water/contaminant

- distribution field was computed by the SUMO code (see Section 4.1). An entrainment factor was
used to quantify the amount cf contaminated solid medium mechanically mixed into the magma, or
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ci : tiara ci (6.6)
na,.

where,

Cim = concentration of radionuclide i released
F

ci, = concentration of radionuclide i in medium

rnrn = ratio of mass rates (mass fraction entrained)
Am

Finally, the mass of radionuclide released was incorporated into the CCDF code as described
elsewhere.

6.3 Input Parameters

The input parameters to the model are listed in Table 6.1. The mass fraction entrained was
also an input parameter but was not stochastically modeled. Each of the parameters is discussed
below.

6.3.1 Discharge

This parameter gives the steady-state magma supply rate, Q, volumetrically required to
emplace the dike. The appropriate value for Q is not obvious for a dike-emplacement and can not
be observed in nature. Nevertheless, this parameter is the single most important variable for
scaling the dynamics of a magmatic event (Delaney and Pollard 1982; Wilson and Head 1981).
The interpretation of geophysical data collected during Kilauean, Hawaii eruptions permits an
estimate on dike-emplacement supply rates during eruptive repose periods (dormancy). Based
upon gas emissions, Greenland et al. (1988) estimate the discharge rate across the feeder dikes at
Pu'u O'o, Hawaii to be 74 to 158 m3/s, and Hardee (1987) independently derives a value from
recharge-driven, surface-tilt data along the East Rift zone to vary between 10.6 and 69.4 m3/s.

Direct observation of eruptions suggests a volumetric flow rate of 140-400 m3/s for the
1969-71 Mauna Ulu, Hawaii eruption and 20-300 m3/s for Pu'u O'o (Wolfe et al. 1987). These
are clearly maximum values because of the acceleration of magma in the vent. Magma supply rates
associated with the Heida eruption are estimated at 8700 m3/s, maximum, and 1500-2000 m3/s,
average (Murphy et al. 1991) and estimates of eruption rates associated with the Roza Member of
the Columbia River Basalt Group (Swanson et al. 1979) exceed 105 m3/s. In fact, there are
thermal constraints on the discharge rate implied by the geometry of the conduit (Wilson and Head
1981). These dimensions may, however, differ greatly from field measurement because of post-
eruptive subsidence and relaxation (Walker 1987). Without a full treatment of the coupling *
between the conduit geometry and the thermal and mechanical dynamics of the system, the full
range was used in the Monte Carlo simulator with a mean of 100 rn3/s and a lognormal
distribution. Future work will not require this restriction and will allow a more physically
plausible distribution for discharge.
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Table 6.1. Parameters Used in Basaltic Dike Simulations

Parameter Units Mean _ Distribution
Q, discharge m3/s 100 10 <> 105 lognormal
h, viscosity Pa s 100 10 <> 103 lognormal

,t m, elastic factor MPa 10 9 <> 11 normal
Ap,density kg/m3 300 102 <> 103 lognormal
z, source depth km 10 n/a fixed

6.3.2 Viscosity

Viscosity measures the displacement rate of the magma in response to shear stress and
includes two components. The first component is compositional and is dependent to first order
upon the major element and volatile composition of the melt. Anhydrous basaltic viscosities
generally range from 103 to 107 Pa s when directly measured at their liquidus temperature
(Bottinga and Weill 1972). Water and fluorine greatly lower the viscosity of a silicate liquid, up to
4 orders of magnitude (Dingwell et al. 1985). Pure liquid viscosities appropriate to a Yucca
Mountain magma, if assumed similar to the "Rift Basalts" of Crowe et al. (1983b), may be about
100 Pa s, depending upon water contents.

Another variable that greatly affects viscosity is the percentage of solids (either crystals or
entrained fragments) present. Experiments have repeatedly demonstrated (Shaw et al. 1968) that
crystallization increases viscosity. Power-law or Bingham-body behavior in silicate melt has been
observed in actual eruptions (Sparks et al. 1976) and has been explained as a crystallinity-
dependent phenomena (Marsh 1981; McBirney and Murase 1984). Several theoretical approaches
(Marsh 1981; Murphy and Marsh 1989), which utilize suspension rheology, have proven
effective. In some cases, viscous heating of magma has been demonstrated to be important to the
emplacement of dikes (Hardee and Larson 1977).

Numerical modeling by Murphy and Marsh (1989) explicitly considered both of these issues
and demonstrated that the viscosity of conduit flow was, in effect, self-regulating through viscous
dissipation and crystallization. This interaction limited active-flow viscosity close to the liquidus
value (less than one order of magnitude). Magma more viscous than this value is stagnant and
"wallpapers" the conduit walls. Given these results and the unknown compositional variance in a
model Yucca Mountain magma, a mean of 100 Pa s was chosen with an upper and lower range of
one order of magnitude. In a more realistic simulation, the dynamics of this parameter would be
model-dependent.

6.3.3 Elastic Factor and Density Contrast

The scale of these factors is less controversial, although still not obvious. The elastic factor is
composed of the shear modulus (modulus of rigidity), p, and Poisson's ratio, v, for the host rock,

. I.t
m - _ (6.7)

(1-v)

o and m = E/2(1 +v). These factors are reasonably well established for basaltic or granitic crust,
ex situ, (Clark 1966). The presence of fabric, fractures, and/or fluid, however, can produce wide
variations in elastic p_uameters (Jaeger and Cook, 1976). A conservative estimate of 20 MPa was4
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used by Lister and Kerr (1991). Using values from the SCP (DOE 1988), a range for the elastic
factor, in situ Topapah Springs Formation, is determined between 9.57 to 10.90 MPa and a mean
of 10 MPa with a normal distribution was selected for the model.

Under the assumptions of this model, the density gradient, AO,represents the sole driving
force of the flow. By removing the eruptive vent from the problem, the significant complications _,
of a separate gas phase and transient density variation are avoided. Despite this simplification, the
density gradient may still be nonlinear or discontinuous if prior magmatic activity has selectively
injected high-density, deep-crustal material throughout. This does not appear to be the case at
Yucca Mountain. A value consistent with the difference in density between high-silica tuff 2400 to
2600 g/cm3, DOE (1988) and alkali basaltic magma 2700 to 3000 g/cm3, (Maalce 1985)) would be
close to the value used by Lister and Kerr (1991) of 300 g/cm3.

6.3.4 Source Depth

This parameter is of importance to the solution of Equations (6.2) and (6.3), and to several of
the assumptions used in this exercise. As indicated above, the steady-state, isothermal assumption
is dependent upon the vertical location of the repository/conduit intersection relative to the entire
length of the conduit, the entry length problem. While the depth of the potential repository or the
depth of a contaminant plume released from the potential repository can be specified or reasonably
estimated, the source for magma in the vicinity of Yucca Mountain is vastly more speculative.

Investigations in support of the SCP indicate that there is little evidence for shallow magma
chambers or long crustal residence times for magmas contributing to Quaternary basaltic volcanism
of the Yucca Mountain region (Crowe et al. 1983a, 1983b, 1986). Crowe et al. (1983b) used a
model depth of 35 km for the estimation of transport times, assuming petrogenesis at the
mantle/crust boundary. This may be the case, and further work on the crustal residence times and
depth of origin of the Quaternary basalts is planned (DOE 1988). Seismic reflection data from the
Death Valley region have suggested that Quaternary basaltic centers are fed from magma chambers
coincident to regional detachment, about 15 km deep (De Voogd et al. 1986). Similar,
geophysically revealed magma bodies are found in other extensional crust (Brown et al. 1979) and
a general theory has been advanced explaining the vertical coincidence of magma chambers,
detachment zones, and extended crust (De Voogd et al. 1988; Serpa et al. 1988). The location of
detachment zones associated with Basin and Range faulting in southwestern Nevada is an ongoing
SCP activity (DOE 1988). Current estimates suggest that this depth elsewhere in Nevada may be
slightly more than 10 km (Anderson et al. 1983).

For this first iteration of total system performance assessment modeling, a z of 10 km was
used. Future iterations should utilize new SCP data and several reasonable values for z.

6.3.5 Entrainment Factor

This parameter was not modeled stochastically, lt is difficult to estimate this parameter with
any degree of confidence because of several profound problems. The parameter measures the
amount of incidental wall rock material entrained in the flowing magma during passive or active .
construction of the conduit space. Studies (Taubeneck 1970; Walker 1987; Reches and Fink 1988)
show that dike walls are, in general, passively displaced by magma with only minor loss of total
mass. Nevertheless, accidental rock fragments are apparently eroded from the walls and
propagating tip of the dike. The dike tip may be a zone of vigorous hydrofracturing and stoping of
material (although still a minor proportion of the total mass of the dike) (Baer 1991). Under any
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modeling scheme, the degree of entrainment specifies the relative abundance of waste or
contaminated rock removed to the accessible environment. This parameter has a dominant effect
on any dose or consequence calculations. Unfortunately, this parameter is poorly known.

A cursory search of the literature about basaltic centers, Stombolian cones, and feeder dikes
worldwide reveals that accidental rock fragments are 1) ubiquitous, 2) rarely ever quantified during
routine petrographic examinations, and 3) highly dependent upon the dynamics of the eruption and
the stage of the eruption. Within small volcanic centers, similar in scale to the Crater Flats vents,
accidental inclusions (distinct from ultramafic, cognate, or cumulate inclusions) can be numerous

'_ within the initial stages of an eruption but may rapidly drop off in abundance as the vent develops
and the eruptive episode evolves. For example, at Crater 160 in the San Francisco volcanic field,
xenoliths are "common" in the spatter associated with the initial stage and in palagonitic tuff, but
are less common elsewhere within the sequence (Cummings 1972). Within the 1943 deposits of
Paracutin, inclusions primarily occur within volcanic bombs (Wilcox 1954). Other volcanic
centers show a similar diversity (Ishizaka et al. 1977 or Shantser 1983). The evolution of
inclusion abundance may reflect the kind of stoping and tip-propagation mechanisms effective in
establishing or rejuvenating a conduit.

Basaltic dikes and sills demonstrate even wider variance and more spatial heterogeneity in
inclusion density. Intrusions such as the Chief Joseph dike swarm, Oregon, contain between 0
and 40% (Taubeneck 1970) with the suggestion that wider and more vigorous dikes are more
"inclusion free." Sills of the Karroo dolerite, South Africa, grade in inclusion density with a high
abundance close to the margins and less within the core (Frankel 1969). These examples suggest
that the incorporation of accidental clasts is dependent upon shear stress at the walls of a conduit or
other magmatic pathway. This would tend to be highest during a thermal or mechanical
perturbation (eruptive initiation) and would decline as the mechanical boundary layers, in effect,
isolated the flow from the walls. This exact situation has been modeled by Murphy and Marsh
(1989), among others, who indicated that the critical factor in establishing this stagnant margin is
the crystallization kinetics of the individual melt.

In any case, the entrainment systematics of any given eruption can not, in general, be
specified. SCP field studies at the Quaternary centers adjacent to Yucca Mountain have suggested
0.058 volume percent inclusions as a representative figure (Crowe et al. 1983b; Turrin et al.
1991), which is not unusual. There is no indication that this estimate is representative of the entire
eruptive episode. Detailed study of several systems analogous to the postulated magmatic scenario
could help advance this effort. For the purposes of this initial exercise, the entrainment factor was
adopted from the SCP field studies.

6.3.6 Volcanic Scenario Summary

In summary, a simple but plausible, mechanically-model based on a review of the literature
was used to generate a stochastically-derived set of dike lengths and widths. The model simulates
the steady-state intrusion of an isothermal, noneruptive, basaltic dike below the volatile-saturation
plane. Input parameters for the model are of highly variable reliability but were taken from

, analogous systems or SCP data. The dike widths and lengths were combined with a wall rock
"entrainment factor" to simulate disruption of the potential repository or its release plume and
transport to the accessible near surface.
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6.4 Results of Basaltic Volcanism-Consequence Model

As a demonstration of our basic approach, a set of nominal consequence outputs was
incorporatedinto the CCDF code. This exercise produced a qualitative survey of the data and
theory required to perform a complex total system performance assessment that considers a basaltic
volcanism scenario, j,

The results of the Monte Carlo simulation of dike widths and lengths is presented as Figure
6.2. The approximate range in dike widths is between 0.25 and 1.5 m, with a mean of 0.5 m.
Dike lengths ranged between about 0.75 and 3.0 km, with a mean of 1.5 km. Table 6.2 compiles "
a list of dike lengths and widths for a variety of examples. The mean volume emplaced would be
about 0.75 km2 per vertical km of material intersected, in this case wall rock contaminated with
released waste. Radionuclide distributions in the wall rock was simulated with he SUMO code.
Given 233 m zone of contamination, this results in a volume of affected dike of 1.75 x 10-4km3.
However, with the entrainment factor only a fraction of the wall rock would enter the affected
volume, about 0.059 volume percent, and the total contaminated rock incorporated in the dike
would be about 100 m3.

With closer examination, however, it is clear that dike lengths and widths produced without a
full physical and volcanological analysis are suspect. A dike is only plausible if it remains above
its solidification temperature (solids less than about 55% for basalt) for a time sufficient to allow it
to flow into piace. As discussed at length by several papers (Lister and Kerr 1991; Murphy and
Marsh 1989; Hubbert and Sparks 1989), the cooling and solidification of magma, hence the mobil-
ity of a given dike or conduit, is a function of the heat given up to the walls through crystallization
relative to the heat advected with the flow, or

S = SCw,_} (6.7)

where S is the time available for flow, w is the width of the dike and Z,is a function of both the
crystallization heat of the magma and the form of the thermal boundary layer. In this fashion, S is
also a function of the thermal entry length (see above). Simply stated, the width and cooling time
of a dike or conduit are coupled and can not be specified without a clear statement of the thermal
and mechanical scales and dynamics of the problem.

lt appears that this approach to modeling basaltic volcanism can be successful. However, a
more complete treatment is required that includes the effects of volcanism. Future modeling efforts
should include models more specific to Yucca Mountain problems. The conduit/dike emplacement
part of the problem can be approached using the code TEMPEST (Trent and Eyler 1989) developed
at PNL and modified at the University of Washington's Geophysical Fluid Dynamics Laboratory
to model magmatic heat and mass transport. Eruptive column dynamics and dispersion should be
developed in a fashion similar to Wilson and Head (1981) and Stothers et al. (1986).

6.5 Basaltic Volcanism-Occurrence Model
b

The scope of FY 1991 work did not include a quantitative mode for the occurrence probability
of any volcanic scenarios. The generic Strombolian eruption probability derived by Crowe e al.
(1986) was used. Work was begun on a literature search in support of a conceptual model for
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Figure 6.2. Volcanic Dike Dimensions

Table 6.2. Dimensions of Various Basaltic Dikes

Location Dike Width (m) Dike Length (km) Reference
Quemado, NM 0.15 - 6.0 1.5 - 1.0 Baldridge et al. (1989)
Kilauea E. Rift 1 - 5 1.0 - 5.0 Dvorak et al. (1986)
Pu'u O'o model 3.5 1.14 Wilson and Head (1981)
Koolau, Hl 0.65 5 (est) Walker (1987)
Makhtesh, Ramon Israel 3 - 0.2 1.5 - 2.0 Reches and Fink (1988)

eruptive probabilities. Anticipation of continued work in FY 1991 justified this modest effort. This
work is highly dependent upon SCP activities and data. Future work should critically examine
assumptions and conditions necessary for probability models and attempt to provide more physical
and petrological constraint to the estimates.

Modeling the occurrence probability of an eruption depends upon an estimate of a recurrence
interval for a well-defined volcanic event. Within this context, very few studies have defined the
occurrence probability of a particular dormant volcano with any statistical or practical degree of

" rigor. The few success have been dependent upon empirical relationships based upon intense
observation or large data bases, for example, Swanson et al. (1983) or Swanson and Kienle
(1988). The occurrence probability of a new vent at a previously unperturbed location, like Yucca

, Mountain, is much more difficult.
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The situation must be placed in perspective with hydrologically-based occurrence modeling
(for example, the probability of a water table excursion, the 100-year flood, and so forth) in which
the physics, chemistry, and geology of the problem are much further advanced. Also, volcanic
events are apparently nonrandom events (Somette et al. 1991). This would support physical
intuition that eruptive vigor is controlled by the thermal and petrologic structure of the crust (Marsh
1981; Murphy 1991). Studies such as Crowe (1980) and Crowe et al. (1983b, 1986) have been
highly instructive in identifying the SCP data needs for increased rigor. Ho (1991) pointed out
several problems, primarily related to the inconsistent assumption of a constant magma flux term
and the noncorrelation of magma production rate with volcanic event rate. Although Ho (1991)
raises a number of interesting points, he still assumes a known probability of the volcanic event ,,
(Strombolian eruption, sill emplacement, etc.) over time and space. This depends upon an
understanding of the thermal and mechanical dynamics implicit in the scenario and can not be
assumed a priori or extracted from field data. Sheridan (1990) has also developed a stochastic,
volcanic-hazard model for Yucca Mountain that has some capacity for spatial bias and is dependent
upon the existing Quaternary record.

Although ali of these models are excellent tools for exploring the spatial aspects of the
Quatemary record, none is predictive. There is a fundamental problem in these approaches to
spatial bias in the rock record. It is necessary to make deterministic assumptions about the controls
for volcanism if the spatial bias is considered in the problem. In other words, there must be a
mechanical or thermal rationale for the grouping of events in space and in time and extending such
an assumption into the future. In a well-constrained system, such as the east rift zone of Kilauea,
Hawaii, such a rationale exists to a high degree of verification. Eruptions of the last 20 years nave
been extremely restricted in space and correlate nicely with a well-studied "master" conduit (Ryan
et al. 1981). At dormant-to-extinct centers, it is common to find a loose spatial correlation between
vents and deep structural lineaments, for example the South Sister volcano, Oregon (Scott 1987).
This hypothesis was confirmed through deep-drilling at the Inyo crater chain in eastern California
(Eichelberger et al. 1988). In other cases, such as the Zuni-Bandera field of western New Mexico
(Laughlin et al. 1982) or the Pinacate Volcanic field of Sonora, Mexico (Lynch and Gutmann
1987), the spatial bias is weak to missing, and a causal phenomenon has not been tectonically
characterized. Without this geophysical basis, any quantitative projection of spatial variance in a
given volcanic field is unwarranted. The cited studies at Yucca Mountain are clearly illustrative;
given more SCP data and a better volcanological and physical foundation, such models may be
useful to performance assessment.

The causal relationship between the magmatic input rate and the rate of volcanism has been
discussed at length in a series of articles by Marsh (1984, 1981). The probability of eruption for a
given magma body hinges on two conditions: 1) the magma must be available (PM) and 2) the
magma must be physically capable of erupting, given an appropriate volcanic scenario (PE). The
probability of eruption (PE) is a product of the probability (PR) that a magma is rheologically
capable of flowing from the conduit or reservoir to the surface (or catastrophically disrupting in an
explosive eruption) and the probability (Pr) that the magma body is at a temperature above this
rheological barrier with respect over the time of interest. In other words, PE (= PR PT) represents
the probability of an available melt erupting before it freezes.

ii,

The formal application of these ideas to occurrence probabilities has not been worked out;
however, certain physical implications are intuitive. The rheological probability depends upon the
shear stress and the strain rate of the given eruptive scenario through viscosity, the semi-solid
viscosity of the magma as it approaches stagnation. The viscosity is dependent on the -
crystallization process and fluid dynamics of the system as outlined in Section 2.0. lt is well
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established that the limit for fluid behavior is about 55% for basaltic lava on the surface (Shaw et
al. 1968; Marsh 1981; McBirney and Murase 1984), however, other studies demonstrate (Murphy
and Marsh 1987; Brandeis and Marsh 1989) that for conduit flow, convection and other particular
mechanisms, the rheological limit may be much lower (<20%). Furthermore, it is likely that the
converse of this theory can be applied in explosive volcanism; in this case, the rheological limit
defines a viscosity (and deformation rate) required for magma to be disrupted and expelled, or a

" strain rate in excess of the tensile strength of the magma (Dingwell and Webb 1989). In summary,
the probability that a given magma batch will erupt as a dike or freeze in piace is a direct function of
its petrological and physical systematics.

The rheological probability is also dependent upon the thermal history of the region.
Modeling of multiple intrusive events (Hardee 1982) indicates that individual magma bodies can
remain above the rheological limit longer if they traverse "wanned" crust. Thus, the initial magma
emplaced in a given region loses more heat to the crust and is less likely to erupt than subsequent
bodies, if the regional thermal perturbation is not dissipated. Furthermore, subsequent magmatic
episodes will require a lower total flux to stay viable. The upper crust becomes more insulating
over time due to the high thermal gradient and the naturally high thermal inertia of upper crustal
wall rock.

This has enormous bearing on Yucca Mountain volcanic risk assessments, for example, the
polycyclic volcanism question (Crowe et al. 1989; Wells et al. 1990). If individual cones are
composed of multiple, temporally discrete pulses of magma, then a nonrandom distribution is
strongly suggested and some precondition is limiting melts to existing surface features. In fact, if
this hypothesis is true, the 103 to 105 year probability of occurrence for the existing cones must
approach 1, and everything else, including Yucca Mountain, is essentially zero! The thermal
consequences of polycyclic volcanism are even more profound, requiring that each magma batch
must indepeudently overcome the large thermal contrast with the cold crust to avoid solidifying at
depth.

If polycyclic behavior is demonstrated in the Yucca Mountain region, some geologic,
mechanical and/or thermal hypothesis is necessary in order to relate magmatic transport to the field
evidence. Without this information or a simplistic view of the problem, estimates for recurrence
probabilities or repose times at Crater Flats (Crowe et al. 1986) in the current sway reduces these
results to a limiting case. In general, no quantitative occurrence probability is ta_._ablewithout
establishing the relationship between petrologic, geomorphic, and structural data and geophysical
theory. Only in this fashion can predictive volcanology be inferred from the regional geologic
data.

6.6 Results

The analysis of the volcanic disruption scenario attempted to estimate the amount of each
radionuclide that reached the accessible environment (ground surface) as a function of the volcanic
event. Modeling links to the source-term model described in Section 3.0 and to the mass transport
models described in Section 4.0 were required to accomplish this goal. A new analysis code
named HUMAN was developed to automate the volcanism and human-intrusion analyses.
Documentation of this code is in preparation.
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6.6.1 Modeling Link for Volcanic Extrusions

Each volcanic dike intrusion was assumed to penetrate from deep below the potential
repository to the ground surface. Dimensions of the dike are taken from the random set of dike
widths and lengths described in Section 6.4. Releases to the surface for each dike depend on the
time of the occurrence, the mass transport in the mountain that has occurred prior to the dike
intrusion, and also on waste container inventory. •

The dike is asst_med to entrain rock at or below the potential repository horizon and transport
that rock to the ground sm'face. The amount of nuclides removed with the rock entrainment ,,
depends on the amount of transport that has taken piace from the potential repository at the time of
the intrusion, and the inventory of a waste container if a direct or near hit occurs. The computer
runs for far-field transport in the unsaturated zone described in Section 4.0 were used to estimate
radionuclide concentrations in the mountain as a function of time. Random dike intrusion times
were selected, and then an exhumed radionuclide inventory was calculated assuming the dike
vertically penetrates the unsaturated zone.

This modeling link leads to loosely coupled processes. The concentration as a function of
time is coupled to the far-field mass transport. However, the far-field transport was not modified
to account for thermal or hydrological changes from the volcanic event. Thermal changes are
assumed to die away quickly and have little impact on mountain-scale water mass-balance
calculations. The impact of ignoring hydrological changes caused by the dike emplacement is
unknown. Quite likely the dike will become highly fractured as it cools. If that happens, it may
have hydrologic properties that are little different from some of the current rock layers in the
mountain.

6.6.2 Cumulative Complementary Distribution Function for the Volcanic
Scenario

The conditional CCDF for the basaltic dike intrusion scenario is given in Figure 6.3. Each
dike was assumed to entrain 0.058% of the host rock in the volume of the dike between the
potential repository level and the ground surface.

In addition to entraining contaminated rock, there were some combinations of model
parameters where the contents of one or more waste containers could be entrained in the magma
and expelled on the surface. The amount of waste entrained and released to the ground surface for
each individual dike, Ri, was calculated with the following formula:

Ri= II(t) DiN¢SdF(t ) (6.7)

where Ii(t) = the inventory of a single container as a function of time

Di = a random indicator (0 or 1) denoting whether a waste emplacement drift is
intercepted by a dike

Nc = number of waste containers in the drift

Sd = scaling factor for Ne, and
,lt

F(t) = failure factor for waste containers.
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Figure 6.3 Conditional Complementary Cumulative Distribution Function for Basaltic Dike
Intrusions

The container inventory was computed in the AREST code as a function of the time since the
waste was emplaced using the Bateman equations to model chain decay. The probability of a dike
intersecting a drift was set to 0.25. The number of waste containers in a drift was set to 40. The
spread factor, Sd, in the drift was modeled as a random uniform (0,1) value. The product of Nc
and Sd modeled the number of waste containers that would physically be contacted by the basalt in
the dike. Finally, the failure factor was selected as the function that has the value 0 before 2000
years, the value 1 after 10,000 years and the linear slope 1/8000 between 0 and 1 for times
between 2000 and 10,000. This failure fraction indicates that the waste container has enough
structural integrity that waste is not entrained in the En'st2000 years of repository performance.
Between 2000 and 10,000 years successively more containers are compromised to such a degree
that they offer no barrier to entrainment of waste by the volcanic dike.

, The container inventory was computed in the AREST code as a function of the time since the
waste was emplaced using the Bateman equations to model chain decay. The probability of a dike
intersecting a drift was set to 0.25. The number of waste containers in a drift was set to 40. The
spread factor, Sd, in the drift was modeled as a random uniform (0,1) value. The product of Nc

" and Sd modeled the number of waste containers that would physically be contacted by the basalt in
the dike. Finally, the failure factor was selected as the function that has the value 0 before 2000

6.15



years, the value 1 after 10,000 years and the linear slope 1/8000 between 0 and 1 for times
between 2000 and 10,000. This failure fraction indicates that the waste containe: has enough
structural integrity that waste is not entrained in the fhst 2000 years of repository performance.
Between 2000 and 10,000 years successively more containers are compromised to such a degree
that they offer no barrier to entrainment of waste by the volcanic dike.

6

Given the above assumptions, the amount of material moved to the ground surface by a
volcanic intrusion can exceed the limits established by the EPA. This study addressed releases
from 10 nuclides that represent about 10% of the inventory of the potential repository (expressed in
terms of the EPA limit). If 'aliof the nuclides in the potential repository were considered, the upper "
tail of this plot would move up about another order of magnitude. Different curves could be
obtained by varying the form of the expression for Ri.
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7.0 Tectonic Disruption Model

The objective of the tectonics task was to develop a preliminary method to incorporate tectonic
process information into total-system models. The approach involved two steps. First, a brief

* literature survey was conducted to identify tectonic processes potentially affecting the cumulative
release of radionuclides to the accessible environment at Yucca Mountain. Second, a representative
tectonic model was coupled with the total-system model to examine the impacts of the scenario.

,, Modeling on this disruptive scenario is not as advanced as the modeling for other disruptive
scenarios because PNL was not directed to include tectonic processes in this analysis until a
majority of the scheduled time for the analysis had already elapsed.

7.1 Identification of Several Initiating Events

The purpose of this task was not to develop a new description of potentially active tectonic
processes at Yucca Mountain; rather, it was to find ways to incorporate models of tectonic
processes into a total-systems analysis. To adequately assess the potential for tectonic activity to
adversely affect repository performance, an extensive knowledge is requiredof at least the
following topics:

• history of faulting in the area

• potential movement of primary and secondary faults

• shear stress and rock strengths

• extensional or compression stresses

• potential vibratory ground motion, and

• rock permeability and potential for induced groundwater movement.

Based on a quick review of published literature (McGuire et al. 1991; Kana et al. 1991;
Blume 1987; Dockery 1984), at least three tectonic processes were considered to have a potential
for perturbing the repository system enough to increase the cumulative release of radionuclides to
the accessible environment. These processes are:

• early failure of waste containers due to primary or secondary faulting through the repository
horizon

• changes in rock permeability due to faulting sufficient to enhance movement of groundwater,
and

" • rise in the water table caused by earthquake stresses.
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7.2 Choice of Representative Initiating Events

Because of the limited scope of this study, a single initiating event was chosen. As discussed
below, the authors considered several events and chose the event deemed most likely to have the
greatest adverse impact on repository performance.

6

The first process considered for modeling was that of early failure of waste containers due to
primary or secondary faulting through the repository horizon. This process was not chosen for
inclusion in this analysis. The waste containers in this analysis were already assumed to fail in the
range 300-1000 years. Some of the reasons for this exclusion are: "

• Failure of waste containers earlier than 300 years would not add significant transport time in
the context of modeling 10,000 years of transport.

• Liquid-phase release of nuclides from the waste package are assumed to begin after the waste
container's surface temperature has cooled below the boiling point. The time when this
occurs is already in the range of 300 to 1000 years. One of the assumptions made in the
waste package analysis was that release could not occur until the package had cooled, even if
it was assumed to have failed earlier.

Potential impacts on the cumulative releases for this event appear limited to the potential for an
earlier start on gas-phase releases. This assessment is highly dependent on the assumption that
waste packages start failing after 300 years.

The second process considered for modeling was that of changes in rock permeability due to
faulting sufficient to enhance movement of groundwater. This process was not chosen for
inclusion in this analysis. Some of the reasons for this decision are:

• Some of the rock layers in the transport model are already considered to be highly fractured.

• The Ghost Dance fault was explicitly incorporated as an offset and a fracture zone in the
unsaturated zone conceptual model, lt was not felt that including an additional fracture zone
in the model would yield qualitatively new information

Potential impacts on the cumulative releases for this event appear limited with respect to the liquid-
phase movement of radionuclides. However, movement of gas-phase 14Ccould be significantly
altered if a high permeability fracture zone were to be opened between the repository horizon and
the ground surface.

The third initiating event considered was a rise in the water table due to earthquake stresses.
An earthquake caused by normal faulting relieves tensional stresses, leading to compression of the
rock pore space. The mechanism by which the occurrence of an earthquake may induce changes in
the water table are described in detail in McGuire et al. (1991). The following model is taken from
chapter three of McGuire et al. The increase in the elevation of the water table as the result of the
static stress drop associated with an earthquake can be expressed by the relationship

AW(m) = Ax(m) sin (0) cos (0) H(m) CRM108 (7.1)

where
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WT(m) = change in the water table elevation for a magnitude m earthquake (m)

A_(m) = static stress drop (bars)

0 = fault dip

• H(m) = vertical extent of faulting (km)

CRM = compressibility of the gross rock mass including joints and faults (1/Pa)
1#

The probability that coseismic water table changes will exceed a specified level, z, during a time
period T can be evaluated using the standard formulation for probabilistic seismic hazard analysis,
namely

P{AWT > z) = 1.0- exp(-v(z} T) (7.2)

where v(z) is the rate at which the coseismic water table elevation exceeds z and is given by the
expression

v(z) = Z Ctn(m0)f f(m) P(AWT> zlm CRM) dm (7.3)
n am

where txn(rno)is the frequency of earthquakes on fault n with magnitudes greater than a minimum
magnitude of interest (mo) and f(m) is a density function describing the r_,l_.tivcfrequency of
various magnitude earthquakes. Equation ('7.3) is based c data from Doser aztd Smith (1989),
who further assumed that the stress drop for a given magmtudc earthq_akc is lognormally
distributed. This equation was used to compute the probability of various levels of coseismic
water table changes for several values of CRM. The results of these calculations are given in Figure
7.1.

7.3 Coupling of Tectonic and Transport M adels

Analysis of the impact of tectonic disruptions was accomplished by modifying the hydrology
and mass-transport models of the unsaturated zone discussed in Section 4.2. The modification
was based on the assumption that the water table could rise as much as 100 m, as indicated in
Figure 7.1. Assumptions behind the model modifications included the following:

• Water table rise was assumed to occur ir_nediately after repository closure.

• The water table rise was assumed to be pemmnent.
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7.4 Cumulative Release Consequences

Transport analyses for this scenario were carded out using the SUMO _ r_(_ Section 4.2).
The matex_ai Froperties for the analysis were the same as described in Section 4.0. The fhst
analysis pcff'ormed a_surr.,-.:xla water table rise of 100 m. This height of water table rise
corresponds to an exceedance probability on the order of 10-3. Based on the highest groundwater
infiltration rate run by PNL of 0.05 mm/yr (this low infiltration PNL staff was able to model in
two dimensions: z_fer to Section 4.2), no significant quantities of radionuclides reached the water
table in the first 10,000 years after repository closure. Therefore, this analysis, for recharge rates
less than 0.05 mm/yr, indicated no impact on performance from the coseismic water table rise.
This tectonic scenario is based on a compression of pore space, which is considered to lead to a
permanently elevated water table, though the model used actually addresses a transient rise in the
water table. The permanent rise was assumed because such a rise would have a greater adverse
impac,' on the performance of the potential repository.

This analysis does not prove that tectonic events would cause no impact on repository
performance in the first 10,000 years. However, it does demonstrate one method for coupling
information from a tectonic process model into a total-system analysis. Changes could be made to
the modeling assumptions that would lead to a significant impact from this scenario. For example,
a higher groundwater infiltration rate could shorten nuclide transit times in the unsaturated zone
enough that some release to the water table, and on to the accessible environment, would occur.
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Definitive analyses cannot be performed until site-specific data have been collected in the site-
characterization process.
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8.0 Human-Intrusion Model

The latest working draft of the EPA standardrequires thatanalysis of the impacts of human
activities be included in performance estimates for a repository. Nonbinding guidance from the

" EPA on the scope of analysis that should be considered for human-intrusion activities is given in
Appendix B of 40 CFR 191.

8.1 Assumptions

In this study, the analysis of human-intrusion examined possible consequences of drilling
through the repository horizon. Ali of the drilling cases analyzed considered exploratory drilling
for minerals or water. No excavation or mining operations were considered. All drill holes were
assumed to have a 30-cm diameter and holes could extend as far as 760 m below the ground
surface. The drill holes were assumed to have no impact on the hydrology of the mountain. The
intrusion pathways considered are outlined in Table 8.1.

The occurrence of drilling events was modeled as a homogeneous Poisson process (Hoel et
al. 1972, p. 96). The rate parameter for the Poisson process was set to 3 holes per km2 per
10,000 years. This is the suggested maximum rate in 40 C-TR191, Appendix B, for a repository
located in rock formations that are not sedimentary in origin. This choice of rate parameter, when
coupled with the repository area of 5.6 km2, leads to an expected 17 holes (statistical expectation)
penetrating the repository horizon dm-ing the first 10,000 yr of repository performance. Also, the
probability of a single drilling event hitting a waste container is about 0.00185. This is based on a
geometry argument where the drill hole diameter is 30 cm and the vertically emplaeed waste
container has a diameter of 66 cm. Waste container spacing was assumed to be uniform in the
5.6 km2 area of the potential repository.

A detailed analysis was not conducted to choose a drilling rate specific to Yucca Mountain.
The suggested drilling rate may be high if the purpose for drilling is to extract groundwater. The
ground surface at the repository location is much higher above the watertable than many locations
within a few kilometers. Also, there are no known deposits of natural resources of economic
significance at Yucca Mountain.

Table 8.1. Human-lntrusion Pathways

Intrusion Mechanism Release Pilthway
Drilling event misses ali waste Release of contaminated drill cuttings to the surface
containers, intersects contaminated rock

Drillingeventhits a single waste 1. Release of contaminated drill cuttings to the surface
. container

2. Release of contaminated drill cuttings to the surface
and injection of waste into the tuff aquifer

" 3. Release of contaminated drill cuttings to the surface
and injection of waste into the carbonate aquifer
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For an exploratory drilling rate of 3 holes per km2per 10,000 yr, simulations of the
repository performance for 10,000 yr should always consider multiple drilling events. Thus,
questions about modeling human-intrusion deal with drill hole size and location, and drilling
technology, instead of whether or not drilling is going to occur.

8.2 Link to Transport Modeling

The analysis of drilling events attempted to estimate the amount of each radionuclide that
reached the accessible environment as a function of the drilling event. Modeling links to the source
term model described in Section 3.0 and to the water and mass-transport models described in
Sections 4.0 and 5.0 were required to accomplish this goal.

A new analysis code named HUMAN was developed to automate the human-inmasion
analyses. Documentation on this code is in preparation. Many of the functions of this code are
described in this section.

8.2.1 Modeling Link for Exhumed Dril) Cuttings

Each drilling event was assumed to penetrate from the ground surface to at least the repository
horizon and to exhume a rock column of diameter equal to the drill string diameter (30 cna). Some
holes were assumed to penetrate to the saturatedtuff aquifer approximately 150 m below the
repository. Other holes were assumed to extend approximately another 500 m below the top of the
tuff aquifer and to intercept the carbonate aquifer.

The liquid-phase mass transport model described in Section 4.2 was used to output the
activity, expressed in Curies (Ci), of each radionuclide throughout the two-dimensional modeling
domain for many different times. The modeling domain for the liquid-phase mass transport
extended vertically from just above the repository horizon to the water table. Once a drilling time
and location were chosen, this field of radionuclide activities was used in HUMAN to estimate the
amount of contamination in the exhumed column of drill cuttings. A important assumption is made
in that the drilling event does not perturb the steady-state flow field used in the mass transport
simulations.

Drilling locations were chosen randomly along the horizontal dimension of the two-
dimensional domain of the liquid-phase model. Each location had an equal probability of being
chosen. Linear interpolation was used to calculate radionuclide inventories and activities for
drilling times between the archived times of source term inventories and radionuclide concentration
in vadose-zone water.

8.2.2 Modeling Link for Drilling Event Intercepting a Waste Container

Drilling events were assumed to occur where the drill string could intercept one or more waste
containers and transport the waste contained within the container. Three possible transport
pathways were assumed: 1) exhumation of the container waste to the surface, 2) injection of the
container waste into the tuff aquifer, and 3) injection of the container waste into the carbonate •
aquifer.

_ For each of the container-interception cases the inventory of the waste container is required as
a function of time. The method for obtaining the inventory was to use the AREST code to compute °
the inventory as a function of time for an intact waste container. The AREST code uses an
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implementation of the Bateman equations to track radionuclide decay chains as a function of time
resulting from the initial inventory of the waste container.

8.2.2.1 Exhumed Waste Container

The modeling link for exhumed container waste was to simply count the inventory of the
-_ waste container in the cumulative release limit. The inventory released was calculated as the

product of the time-varying inventory of an intact waste container and a uniform random variable
on the interval [0,1 ]. The uniform multiplier was used to mimic the cases where a drill string
intercepted the waste container but did not mobilize the entire contents of the waste container. This

" assumption on inventory would tend to overestimate the inventory of a waste container that had
already failed due to some corrosion or stress inducing process and subsequently had the inventory
reduced by the quantity of waste transported into the adjacent rock.

8.2.2.2 Injection Into an Aquifer

The modeling link for container waste injected into an aquifer was to include a radionuclide
source in the saturated ground water model at the point of injection. The strength of the source
term was set equal to the time-varying inventory of an intact waste container. Injection was
assumed to occur by a compromise of the container integrity during the drilling event without
extracting the contents to the surface, which would allow the contents of the container to fall to the
bottom of the evacuated hole after the drill string is withdrawn. Once at the bottom of the hole, the
waste form would be immediately exposed to flowing ground water in an aquifer. This case is an
unrealistically high bounding case for deep injection of waste by exploratory drilling.

8.3 Results

Results for the human-intrusion analysis are presented in Figures 8.1 through 8.3. The
figures contain conditional CCDFs, i.e., they contain the CCDF for releases based on the
assumption that the case has occurred. Combination of the conditional CCDFs into a system
performance estimate is addressed in Section 9.0.

Figure 8.1 contains the CCDF for releases to the surface due to exhuming a contaminated
rock column in a drilling event. The releases from this case are very low when compared to the
EPA limit. The quantities varied to obtain the curve include drilling time (random with an expected
17 drill holes in each value on the curve) and ground water infiltration rate (limited to less than
0.05 mm/yr as discussed in Section 4.2) which affected both the source term release rate and the
ground-water transport calculations.

Figure 8.2 contains the CCDF for releases to the surface due to exhuming a contaminated
rock column and obtaining a direct hit on a waste container. The quantities varied to obtain this
curve include the fraction of a waste container that is exhumed in addition to the values discussed
for Figure 8.1. The fraction of a waste container that was exhumed was arbitrarily assigned a
uniform probability between 0 and 1. Note that this curve extends out to 0.1 on the horizontal
axis. The contents of the nuclides considered in this study in one waste container yields about 0.1
of the EPA limit. If ali nuclides in the repository were considered, and a waste container holds
about 2 MTU, the inventory is about 1.0 of the EPA limit. Alternate container designs are under
consideration which would contain significantly more inventory than the container assumptions

" used in this study. If the altemate design is implemented, this conditional curve could extend well
above the EPA limit.
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Figure 8.3 contains the conditional CCDF for releases caused by injection of a single waste
container into the carbonate aquifer. The quantities varied to obtain this curve include the saturated
zone hydraulic gradient, spatially correlated hydraulic conductivity fields, and radionuclide
sorption in addition to the values discussed for Figure 8.1. The releases in this curve are lower
than the releases to the surface from a direct hit on a waste container. The lower releases are due to

. transport times and retardation in transport (see Section 5.0). For example, 126Sn, 243Am, and
237Np did not arrive at the accessible environment in any appreciable quantities in the 10,000 year
transport analysis.

" A conditional CCDF for injection of a waste container into the tuff aquifer is not given here.
The ground-water travel times in the tuff aquifer computed for this analysis were long enough
(refer to Section 5.0) that there were no releases to the accessible environment through this
pathway.
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9.0 Cumulative Releases for the Total System

9,,_ Definition of Accessible Environment

" The EPA has established upper limits for the release of radionuclides to the accessible
environment as a function of repository inventory (Table 1 of 40 CFR 191). For the purposes of
this analysis the accessible environment was the ground surface in the vertical direction and an

,, irregular-shaped boundary (corresponding to the irregular boundary of the potential repository) 5-
km from the edge of the repository in the horizontal direction. The accessible environment at the 5-
km boundary does not necessarily coincide with the ground surface under these definitions because
the ground surface is a physical bound,try whereas the 5-km distance is defined by regulations, not
geology or topography.

9.2 Combination of Scenarios

Release results from each scenario have been computed and displayed as conditional CCDFs.
The conditional CCDFs show repository system performance assuming that the individual scenario
has occurred. These individual scenarios must then be combined to form a total system
performance estimate. The pathway modeling combination for scenario combination is illustrated
in Figure 9.1. The effect of tectonism is ignored in Figure 9.1 because it did not cause any
releases different from the base-scenario in this analysis. Note that human-intrusion and volcanism
calculations are nested within the particular base-scenario run for which they were calculated.

Because five base-scenario simulations were attempted, at infiltrations of 0.0, 0.01,0.05,
0.1, and 0.5 mm/yr, we chose the probability of each base scenario (PBi) to be 0.2 for each release
scenario. The probability of human intrusion was 1, i.e., human-intrusion always occurred. The
movement of contaminants within a human-intrusion scenario was divided into: 1) the probability
PH0of extracting only a contaminated rock column, set to 0.99815, 2) the probability PH1of
extracting a rock column and bringing a waste container to the surface, set to 1.7575 x 10-3,3) the
probability PH2 of extracting a rock column and injecting a waste container into the tuff aquifer, set
to 0 for this demonstration because no nonzero releases were computed, and 4) the probability PH3
of extracting a r(x:k column and injecting a waste container into the carbonate aquifer, set to
9.25 x 10--5. The probability of a single drilling event intercepting a waste container was chosen to
be 0.00185 using the geometry argument described in Section 8.1. The probability PH1 was set to
95% of this value and PH3was set to 5% of this value. The probability of volcanism occurring
(Pr) was set to 1.0 x 10-4. The value for Pv was chosen somewhat arbitrarily, but is in the range
of values suggested in the literature (see Section 6.5).

9.3 Total System Performance

Total system performance expressed as a CCDF of normalized releases is given in Figure 9.2.
The different shapes on the CCDF can be attributed to the different scenarios being modeled. The

. first drop on the CCDF is from the human-intrusion scenario, which always occurs, but has low
consequence. The flat portion on the curve is from gas-phase release of 14Cfor one of the five
base-scenario infiltration rates. The next hump on the curve is from human-intrusion where
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Figure 9.1. Combination of Conditional Complementary Cumulative Distribution Functions

exploratory drilling intersects a waste container. The final tail on the curve is from a volcanism
scenario which releases more material, but at a low probability. The EPA limits are shown as the
heavy lines and shaded region in the upper right comer of the plot.

The 10 nuclides run in this analysis only account for about 10% of the repository inventory
expressed in terms of the allowable release by the EPA. Consideration of ali nuclides would
change this curve. First, the human-intrusion and volcanism portions of the curve would move
about one order of magnitude larger on the consequence axis. Second, the base-scenario portion
of the curve would not change. The base-scenario releases are ali due to gas-phase movement of
14C,and the entire inventory of 14Cwas released in this analysis.

The scenarios modeled here are not exhaustive of ali possible scenarios that will have to be
considered for licensing. However, they were selected because they are believed to contribute
among the largest releases of any scenarios to be considered. Definitive site data are still required
to reach conclusions on performance that will be valid in a licensing process. After considering the °
analysis done for this report, the authors conclude that there is no reason to not continue site
characterization of Yucca Mountain as a potential site for a high-level nuclear waste repository.
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10.0 Dose Modeling Description and Results

Pacific Northwest Laboratory has produced dose estimates for several exposure scenarios
using both PNL and SNL estimates of radionuclide releases to the accessible environment. In light
of proposed changes to 40 CFR Part 191 in EPA's Working Draft 4 (February 3, 1992), it is

" crucial for the DOE to be able to estimate doses for the potential repository at Yucca Mountain.

The careful, systematic choice of release and exposure scenarios is very important in a
,, definitive analysis of the risk of the potential repository. The dose scenarios modeled in this total-

systems exercise did not receive the careful consideration that a def'mitive assessment would
require. Instead, the dose scenarios chosen here analyze the output of transport models intended
primarily for assessing the cumulative release of radionuclides over a 10,000-year period. The
exposure scenarios run here are based on work done at the Hanford Site in Washington (Aaberg
and Kennedy 1990) and are not necessarily feasible in the dry environment of Yucca Mountain.

The release rates from the engineered barrier system for the PNL simulations were calculated
using the AREST code (Liebetrau et al. 1987). The runs performed by SNL were based on a
simple release rate model developed by Lawrence Livermore National Laboratory (LLNL). Pacific
Northwest Laboratory modeled transport through the geologic media using both the MSTS code
(White et al. 1991) and the transport module of the SUMO cod_ (Eslinger et al. 1990). Sandia
National Laboratories modeled transport through the geologic media with the TOSPAC code
(Dudley et al. 1988). The results from these transport codes were summarized as a set of releases
(Ci/yr) at various times to define the release plume.

The exposure scenarios chosen for the dose calculations necessitated using two codes, SUMO
and GENII (Napier et al. 1988). SUMO's dose module was used to evaluate doses from
waterborne scenarios. GENII was used to evaluate doses that can be categorized as surface
contamination. The dose calculations estimate whole body doses expressed as effective dose
equivalent to a representative exposed individual. Doses are also reported by ,=_ganand nuclide. A
detailed listing of the components of the total dose calculated is provided by the codes for the 70-
year period that has the highest incremental dose.

The simple transport models used did not attempt to identify a maximum concentration and,
thereby, a maximuna dose; rather, they addressed the cumulative amount of radionuclides released
to the accessible environment in 10,000 years. Therefore, the term "representative individual" is
used here instead of maximally exposed individual. For some of the cases, the exposure scenario
could end up being the scen_u'ioevaluated for a maximally exposed individual.

10.1 Regulatory Requirements for Dose Modeling

The dose modeling requirement for the 1985 version of 40 CFR Part 191 was limited to
consideration of individual doses during the first 1000 years of repository performance. In
addition, it applied to undisturbed repository performance only. Working Draft 4 of 40 CFR Part

• 191 considers implementing both individual and population dose limits. The individual dose limit
is again based on undisturbed performance of the repository system, but the time limit is extended
to 10,000 years after repository closure, with projection required to 100,000 years post-closure. A

,, limit of 25 mrem/yr is proposed, with a 4 mrern/yr limit on the drinking water pathway. The
population dose limit considers doses from disturbed repository performance in addition to releases
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from the undisturbed repository. The time period where doses must be computed extends for
10,000 years after repository closure, with projection required to 100,000 years post-closure. The
population dose limit is at or below 2.5 million person-rem at a 90% chance of occurrence, and at
or below 25 million person-rem at a 99.9% chance of occurrence.

The scenarios considered in this report fall into two classes: undist_n'bed performance (base
scenario) and disruptive scenarios. The proposed individual protection values apply only to 'dae ,,
SNL releases discussed in Section 10.4.1.2. Ali other dose estimates apply only to computation of
the population dose criteria and should not be compared to the individual protection limit.

al

r ' " 10.2 Description of the Dose Models

The dose models in SUMO and GENII are based on the approach given in ICRP 26 (1977)
and further modified through ICRP 30 and ICRP 40. Both SUMO and GENII calculate dose
increments for a 70-year period. The dose module of SUMO can handle sources of any duration.
Long-duration doses are calculated as the sum of consecutive 70-year doses. The GENII code
calculates dose for a single 70-year period. The 70-year period represents one human lifetime.
Both SUMO and GENII calculate internal dosimetry to a number of target organs. The whole
body dose is the sum of organ doses multiplied by organ weighting factors for the six whole body
organs defined in ICRP 26 (1977) and the five remaining organs (out of a set of 23 organs)
receiving the highest doses. The whole body organs and their weighting factors are given in Table
10.1. The five remaining organs are weighted equally with factor 0.06. The models also calculate
external doses resulting from submersion in contaminated air and dermal contact with contaminated
soil. The doses reported here are lifetime effective dose equivalents computed as the sum of the
whole body internal dose and the external doses.

The dose module of SUMO currently handles only waterborne releases. Time-reiease paks
are input from a hydrologic transport model in sets each spanning 10,010 years. The_releases are
translated to a total number of curies released for each 70-year period in that 10,01f_-yearsegment.
From these total activity values, environmental concentrations are calculated. The _ftrst
concentration calculated is the population-weighted water concentration. This is u,;ed to calculate
soil and sediment concentrations. Furthercalculations are made to determine leaf concentrations,
concentrations in the edible part of plants, and animal product concentrations. Th_ environmental
concentrations are combined with library parameterssuch as bioaccumulation factors and internal
dose factors, and doses are then estimated for the various exposure pathways.

10.3 Scenario Description

Scenarios for which doses were estimated include base-scenario (undisturbed repository
performance) and disruptive scenarios for both waterborne and surface contamination. The
waterborne scenarios include:

• failure of waste containers and subsequent dissolution and transport of the waste form under
undisturbed repository conditions

• injection of waste into a shallow aquifer from exploratory drilling

• injection of waste into a deep aquifer from exploratory drilling. ,
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Table 10.1. Whole Body Organ Weighting Factors

Organ Wei[_htin_ Factor
Testes/Ovaries 0.25
Muscle 0.15

,. Blood Marrow 0.12
Lung and Lymph 0.12
Thyroid 0.03
Bone Surface 0.03

g

The sturface contamination scenarios include:

• gaseous release of t4C tc) the ground surface

• exhumation of the contents of a waste container to the surface from exploratory drilling.

Doses are calculated for a representative exposed individual for each 70-year period. Several
exposure scenarios are assumed for the representative individual, depending on the transport
scenario considered.

10.3.1 Waterborne Exposure Scenarios

There are two exposure scenarios used for waterborne transport modeling. Both scenarios
place a receptor well 5 km down-gradient from the repository.

10.3.1.1 Farm Exposure Scenario

A fann scenario is used when there is enough ground water to support farming activities. The
individual is assumed to inhabit a 20,000 m2 farm on which contaminated irrigation water is used
to grow vegetables and water livestock. Assuming that irrigation is used for 6 months of the year
at a rate of 150 L/m2/mo, the farm scenario requires that at least 1.8 x 107 L/yr of water be
available to the weil. The individual is assumed to consume 2 L of contaminated water per day
from the weil. The farm also supports 100% of the individual's edible plant, beef, eggs, poultry
and milk int_e. With the exception of meat intake, all values for consumption rates are taken from
the average individual column of Table F.6 of the Hanford Defense Waste Environmental Impact
Statement (DOE 1987). The consumption value for meat has been increased by 10 kg/yr to
estimate consumption of meats other than beef and pork. The consumption rates used for the
waterborne scenario farm exposure simulations are given in Table 102. The time spent outdoor,_
is assumed to be 4380 hours per year.

10.3.1.2 Drinking Water-Only Exposure Scenario

If there is no significant source of ground water, the exposure scenario is limited to drinking
+ 2 liters of water per day. This scenario is denoted by "Drinking Water Only" in several tables in

this section.
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Table 10.2. Constlmption Rates for Farm Products

Rate

Le'fly Vegetables 15 kg/yr
Other Vegetables 276 kg/yr
Eggs 20 kg/yr "
Meat 80 kg/yr
Milk 230 L/yr
Poultry 8.5 kg/yr ,

10.3.2 Surface Contamination Exposure Scenarios

There are two types of exposure for surface contamination scenarios; release of gas-phase 14C
and exhumation of contaminated rock. For ali surface contamination scenarios, the individual is
assumed to be located directly above the repository.

10.3.2.1 Driller Exposure Scenario

In the human-intrusion scenarios, a driller workir_o at the site is exposed to inhalation of
drilling dust for 1 hour and to other external contamination for 40 hours. This individual has a 50-
year dose commitment (the continuing dose an individual receives for the remainder of their life
from residual radioactive materials in their body follow'.ng a l-yr exposure)

10.3.2.2 Garden Exposure Scenario

Another exposure scenario is for an individual who resides on contaminated soil for 70 years.
This individual is assumed to have a 2,500 m2 fruit and vegetable garden. The consumption rates
for this scenario are 25% of the maximum individual numbers from Table F.6 in the Hanford
Defense Waste Environmental Impact Statement (DOE 1987). The value for leafy vegetables is 7.4
kg/yr and the value for other vegetables is 160 kg/yr. No animal products are produced on the
contaminated homestead. The individual spends 2920 hours per year outdoors.

10.3.2.3 External-Only Exposure Scenario

The final surface-based exposure scenario is where the individual resides for 70 years on
contaminated soil, but the individual does not grow a garden. The individual is assumed to spend
2920 hours per year outdoors.

10.4 Results

The dose calculations were based on a source term consisting of release of ten nuclides. The
nuclides modeled were 14C, 79Se, 99Tc, 126Sn, 129I, 135Cs ' 234U, 237Np, 239Pu' and 243Am. ,'
The decay chains used by the dose model based on this set of parent nuclides is given in Table
10.3. The branching fraction for 126MSb to 126Sb is 0.14. Ali other branching fractions are 1.

Iii

The number of simulations run and the exposure scenarios used for each run are given by
transport scenario in Table 10.4. Results are presented for each of these runs. The waterborne
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Table 10.3. Radioactive Decay Chains and Half-Lives

Parent 1st Daughter 2nd Daughter
126Sn (1.0 x 105 yr) 126Sb (19.0 min) " 126Sb (12.4 d)

237Np (2.14 x 106 yr) 233Pa (27.0 d)
243Am (7.37 x 103 yr) 239Np (2.36 d) 239Pu (2.4I x 104 yr)

Table 10.4. Summary of Simulations for Which Doses Were Estimated

No. PNL Runs No. SNL Runs Exposure Scenario

Waterborne Base Scenario NR(a) 2 Drinking Water Only
HI(b) - Tuff NR(a) 1 Drinking Water Only
HI(b)- Carbonate 12 1 Farm

Surface Base Scenario 3 6 Garden
HI(b)- Driller 20 0 External Only
HICb)-Post-Drilling 20 0 Garden

(a) NR - indicates that there was no release to the accessible environment for the scenario.
(b) HI - human-intrusion.

runs are presented first and the surface contamination runs follow. The waterborne runs expose an
individual to either drinking water only or to the farm scenario, depending on the volume of water
available to the weil. The surface-based human-intrusion runs include exposure to a driller, a post-
drilling dweller with a garden, and a post-drilling dweller exposed only externally.

10.4.1 Waterborne Scenarios

For ali of the waterborne transport scenarios run for these analyses, the flow rate in the
aquifer is a major contributor to the water concentration at the weil. The water concentration is
inversely proportional to the volumetric flow in the aquifer. For both the tuff (denoted by TUF)
and carbonate (denoted by CAR) aquifers, a cross-sectional area 1000(0m wide by 500-m deep
was used to calculate a mixing volume. Increasing the flow rate or mixing width or depth would
serve to dilute the radionuclide concentration in water, potentially by several orders of magnitude.
An assumption of a further dilution by a factor of 10 was made for withdrawal from a weil. No
attempt was made to achieve consensus on appropriate values for the aquifer properties or
dimensions - this is an assumption that should be scrutinized carefully in future studies. The
values used for the flow parameters used by PNL and SNL for the two aquifers are given in Table
10.5.

10.4.1.1 Pacific Northwest Laboratory Results
Ig

The first waterborne scenario presented is a drilling-intrusion scenario modeled by PNL. The
scenario was assumed to inject a waste inventory equal to that of one waste container into the deep
carbonate aquifer. Pacific Northwest Laboratory ran ten stochastic simulations, a minimump.
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Table 10.5. Aquifer Flow Parameters

TUF CAR
PNL SNL PNL SNL

Pore Velocity (m/yr) 0.0077 4.07 60.7 230
Porosity 0.24 0.175 0.05 0.05 "
Water Flux (m/yr) 0.00185 0.71 3.04 11.5

,t,

Table 10.6. Dose Summary for Pacific Northwest Laboratory Waterborne
Human-Intrusion Runs

Time of

Run ID Drill Time ()rr) Maximum Dose (yr) Maximum Dose (mrem/_)

RUN #1 2465.6 2940 1.09 x 10-4 to 1.09 x 10-1
RUN #2 146.8 4900 3.66 x 10-3 to 3.66 x 10o
RUN #3 589.2 7140 1.09 x 10-2 to 1.09 x 101
RUN #4 259.1 9870 3.66 x 10-3 to 3.66 x 10o
RUN #5 1190.8 9940 1.14 x 10-5 to 1.14 x 10-2
RUN #6 8336.1 9870 3.20 x 10-3 to 3.20 x 100
RUN #7 3811.8 9870 1.31 x 10-3 to 1.31 x 100
RUN #8 128.5 9870 3.66 x 10-3 to 3.66 x 100
RUN #9 2615.6 9030 3.66 x 10-3 to 3.66 x 100
RUN #10 1308.0 8050 3.66 x 10-3 to 3.66 x 100
Min Flow 300.0 9940 0.00 x 100
Max Flow 300.0 4620 3.66 x 10-3 to 3.66 x 100

ground-water flow rate run, and a maximum ground-water flow rate run. Transport tlu'ough the
hydrologic media and doses were modeled using the SUMO code. The simulations were run for
I0,000 years. The time of the drilling event was varied randomly in the stochastic runs and was
set to 300 years for both the minimum and maximum flow rate runs. Table 10.6 summarizes the
results for the 12 human-intrusion runs. The dose is interpreted as the average dose rate (mrem/yr)
received by an individual during a 70-year period. The range in dose estimates is intended to
represent additional uncertainty in mixing volume and well-extraction dilution values.

For the ten stochastic runs and the maximum flow-rate run, the majority of the dose is
attributable to 237Np. The primary exposure pathway was dose to the bone surface through
ingestion of terrestrial products. For the minimum flow-rate run, the dose was primarily from
99Tc and 119Ito the stomach through ingestion of contaminated drinking water. The ground-water
flow assumptions for the minimum flow-rate scenario reduced the capacity of the aquifer to a level
such that the exposure pathway was limited to drinking water only. Because the dose was s,
inconsequential for the minimum flow-rate run, detailed results are not presented here.

Detailed results by organ for the maximum flow-rate run (at the upper end of the dose estimate
range) are presented in Table 10.7. The organs that received the highest doses are the bone "
surface, the red marrow, and the liver.
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Table 10.7. Dose by Organ for the Pacific Northwest Laboratory Maximum Flow-
Rate Drilling Intrusion

Organ Organ Dose (mrem/yr) Organ Weight Factor Dose After Weighting

Bone Surface 80.48 0.03 2.41
Red Marrow 6.896 0.12 0.827
Liver 3.621 0.06 0.217

Table 10.8. Dose by Pathway for the Pacific Northwest
Laboratory Maximum Flow-Rate Drilling Intrusion

Pathway Dose (mrern/yr)

Other Vegetables 3.3634
Leafy Vegetables 0.1931
Meat 0.0680
Drinking Water 0.0223
Inhalation 0.0011

When the weighting factors for computing whole body dose were applied, 66% of the
3.66 mrem/yr dose was through the terrestrial ingestion pathway. For this reason, further runs
were made to determine the subpathway contributions more specifically. These results are
summarized in Table 10.8.

Summing over ali organs, 92% of the 3.66 mrem/yr dose produced in this scenario is through
the vegetable ingestion pathway. This pathway has a consumption rate of 276 kg/yr, a yield of
4 kg/m2, and a growing period of 90 days.

This scenario assumes that water in the aquifer is withdrawn to support the single farm. If
less water were available, then there would not be enough water to support the farming
assumption, and doses would then have to be calculated on a drinking water-only scenario. In that
case, the doses would drop by about two orders of magnitude relative to the entries in Table 10.8.
lt is the lower dose rate that would be compared to the drinking water standard applied by the EPA
in 40 CFR Part 191.

10.4.1.2 Sandia National Laboratories Results

Doses were computed for four SNL waterborne runs. Two of the runs were undisturbed
performance runs using different conceptual models to produce the release profile at the accessible
environment. The first run is referred to as TOS and was produced using the TOSPAC code. The
second is referred to as WEE and was produced using a Weeps model. The Weeps model assumes

,, ground-water flow in the unsaturated zone is predominantly through fractures which intercept a
small fraction of the repository's waste containers (and a small fraction of the repository
inventory).

,t
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The remaining two SNL runs were human intrusion by drilling into the shallow aquifer in the
Calico Hills tuff and the deep carbonate aquifer. The shallow aquifer intrusion run is referred to as
TUF, and the deep aquifer intrusion run is referred to as CAR.

Ali SNL simulations were run for a 1-million-year time span. This time span is much longer
than required by EPA's regulations, but does examine the question whether there is a sudden large
risk from the repository just after the end of the 10,000-year regulatory period. Doses for the two "-
undisturbed performance runs and the tuff-intrusion run were calculated assuming SNL-provided
flow parameters for the tuff aquifer. The flow rates for this aquifer are low enough to restrict the
exposure scenario to drinking water only. Human intrusion into the deep carbonate aquifer was
calculated assuming SNL-provided flow parameters for the aquifer. The properties of this aquifer
allow ali terrestrial pathways to be included in the simulation. Doses produced for the four SNL
runs are summarized in Table 10.9. The time of the maximum dose for the TOS and TUF runs is
well beyond the 10,000-year limit in the regulations. The maximum dose in the first 10,000 years
is near zero.

Detailed results for the upper end of the dose range are presented for the SNL waterborne case
referred to as TOS. The maximum dose occurred in the 70-year period beginning in year 53,410.
The individual residing in this time period would receive a dose rate of 0.43 mrem/yr over the
70 years. The nuclide 99Tc provided 74% of the dose, 25% was provided by 129I, and 1% was
provided in trace amounts of all the other nuclides. The organs that received the highest dose are
the thyroid, the upper and lower large intestines, and the stomach. Table 10.10 gives a breakdown
of dose to these organs by nuclide. Weighting factors for calculating whole body doses have not
been applied in Table 10.10. These factors are 0.03 for the thyroid, 0.06 for the upper and lower
large intestines, and 0.06 for the stomach.

The second SNL waterborne case is the WEE undisturbed performance scenario. The
maximum dose rate of 4.86 x 10-4mrem/yr occurred in the 70-year period beginning at year
4,200. Nuclide and organ specific doses for this run are to the same organs from the same
nuclides as the TOS simulation. The difference in magnitude and time of maximum dose is due to
the difference in source between the two conceptual models. The radionuclide source term is much
smaller in this run than in the TOS run because only a small fraction of the waste containers were
assumed to encounter mobile ground water. Results for the WEE run are given in Table 10.11.

Over 90% of the dose in the two SNL drilling-intrusion simulations analyzed was contributed
by 937Np. The results for these two runs are presented in Table 10.12. As in the PNL drilling-
intrusion runs, the dominant organs are the bone surface, red marrow, and the liver. The organ
weighting factors have not been applied to the doses given in this table.

Recall that the TUF run provided only enough water for drinking water consumption, while
the water flow from the CAR run was sufficient to support a farm scenario. Typically, drinking
water contributes only a small fraction of the total dose for a farming scenario. Table 10.8 shows
that drinking water contributed less than 0.7% of the total dose for PNL's maximum flow-rate
human-intrusion case. The higher flow rate of the carbonate aquifer 'allowed rapid transport to the
accessible environment, with the maximum dose of 2.1 mrem/yr occurring in the 70-year period
beginning in year 700. The slower transport time in the tuff aquifer produced the maximum dose
of 8.0 x 10-3mrem/yr in the 70-year period beginning in the year 24,360.
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Table 10.9. Dose Summary for Sandia National Laboratories Waterborne Runs

Time of

Run ID Maximum Dose (rf) Maximum Dose (mrem/_) Exposure Scenario

TOS 53,410 4.3 x 10-4 to 4.3 x 10-1 Drinking Water Only
" WEE 4,200 4.9 x 10-7 to 4.9 x 10-4 Drinking Water Only

TUF 24,360 8.0 x 10-6 to 8.0 x 10-3 Drinking Water Only
CAR 700 2.1 x 10-3 to 2.1 x 100 l-,arm

Table 10.10. Dose (mrem/yr) by Organ for Sandia National Laboratories TOS
Undisturbed Performance Run

Upper Lower
Thyroid Large Intestine Large Intestine Stomach

99Tc 8.6 x 10-1 2.2 x 10-1 5.7 x 10-1 1.8 x 100
1291 3.7 x 100 2.2 x 10-4 2.1 x 10-4 3.4 x 10-4

Table 10.11. Dose (mremlyr) by Organ for Sandia National Laboratories WEE
Undisturbed Performance Run

Upper Lower
Th_,roid Large Intestine Large Intestine Stomach

99Tc 9.7 x 1()-4 2.6 x 10.4 6.9 x 10-4 2.1 x 10.3
1291 3.7 x 10-3 2.2 x 10-7 2.1 x 10-7 3.4 x 10-7

Table 10.12. 237NpDose (Inrem/yr) by Organ for Sandia National
Laboratories Human-Intrusion Runs

Bone Surface Red Marrow Liver

TUF 1.8 x 10-1 1.4 x 10-2 8.0 x 10-3
CAR 4.7 x 101 3.9 x 100 2.1 x 100

10.4.2 Surface Contamination Scenarios

The doses resulting from surface contamination were calculated by the GENII code The
,. GENII code calculates dose for a single 70-year lifetime. The 14Cgas-phase releases to the

surface were calculated for both SNL and PNL. A garden exposure was used for this transport
scenario. The exposure scenario requires computation of an air concentration (Ci/m3) for 14C.
The calculation used the average annual wind speed at Yucca Mountain of 3.3 m/s (DOE 1988)

" crossing the square root of the surface area of the repository (5.67 x 106 m2 [DOE 19881) and a
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mixing depth. A total air volume (m3/yr) was divided into the ,_urce (Ci/yr) to obtain the average
air concentration.

Pacific Northwest Laboratory also calculated doses for two human-intrusion-scenario cases.
Both cases are based on drilling resulting in a direct hit that brings the contents of one waste
container to the surface. Two fuel types, spent fuel and glass fuel, were considered. Exposure
scenarios are to a driller operating the equipment, which intrudes into the repository, and an
individual who establishes a homestead on the contaminated soil that remains after the drilling
intrusion.

10.4.2.1 Pacific Northwest Laboratory Results

Two dose runs were made for the 14C gas-phase scenario using PNL source-term
information. The MSTS code was used to generate a series of releases (Ci/yr) over time. Doses
were estimated for two 70-year periods: at 6500 years and at the maximum release rate observed in
the 10,000-year simulation. The average release was not estimated for these simulations.
Table 10.13 gives the source, dose, organ receiving maximum dose, and pathway of maximum
exposure for the PNL runs.

The ingestion pathways used for the garden scenario are vegetables and a small amount of
inadvertent soil ingestion. Because 14Cis not retained in the soil, the soil ingestion dose is zero.
The pathways responsible for the dose in these simulations are vegetable and leafy vegetable
ingestion. If the exposed individual does not grow a garden, the doses for the two cases in the
table drop to 7.1 x 10-6and 7.1 x 10-5mrem/yr, respectively. Given the current arid climate, poor
soil, and small water supply, it is hard to visualize a scenario where an individual would grow a
garden on Yucca Mountain.

Ten runs were made for each of the two fuel types for each of the two exposure scenarios for
the PNL drilling intrusion, assuming a direct hit on a waste container. The stochastic variables
were drilling time and waste interception fraction. Table 10.14 summarizes the dose for both
exposure scenarios for ten stochastic runs for the spent fuel source.

The organ that received the maximum dose is the bone surface for ali runs for both exposure
scenarios. The nuclide responsible for most of the dose is 243Amfor the driller and 237Npfor the
post-drilling dweller. The pathway of maximum exposure is soil ingestion for both the driller and
the post-drilling dweller. The driller has an exposure time of 40 hours, while the post-drilling
dweller has an exposure time of 70 years.

Table 10.15 gives the results for the drilling-intrusion case when the intercepted waste
container is assumed to contain a glass waste form. The difference in the doses to the driller and
the post-drilling dweller can be attributed to the difference in source for the two waste types.

The dose to an individual post-drilling dweller is very high, especially for the garden
scenario. The current proposed regulation does not impose a dose limit for an individual for this
scenario; rather the exposed individual contributes to the population dose limit, lt is important to
better define the appropriate exposure scenarios to use in dose modeling for an arid site such as
Yucca Mountain. The high doses will only occur if it is feasible for an individual to be residing
and supporting a garden directly above or adjacent to the potential repository.
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Table 10.13. Pacific Northwest Laboratory 14C Gas-Phase Release Summary

Maximum Maximum

Time (yr) Source (Ci/),r) Dose (mrem/yr) Organ Contribution Exposure Pathway

6500.0 1.0 x 10-3 8.5 x 10-5 Red Marrow Ingestion
. 10000.0 1.0 x 10-2 8.5 x 10-4 Red Marrow Ingestion

" Table 10.14. Pacific Northwest Laboratory Direct-Hit Spent Fuel Drilling Intrusion
Summary

Driller Post-Drilling Dose with Post-Drilling External
Run No. Dose (mrem) Garden (mrern/yr) Dose (mrern/yr)

1 1.4 x 104 2.71 x 105 3.29 x 104
2 1.1 x 104 2.71 x 105 2.86 x 104
3 1.4 x 104 2.57 x 105 3.14 x 104
4 3.7 x 103 8.29 x 104 9.14 x 103
5 1.2 x 104 2.57 x 105 3.00 x 104
6 5.6 x 103 1.29 x 105 1.40 x 104
7 4.6 x 103 7.71 x 104 1.04 x 104
8 3.8 x 103 6.86 x 104 8.86 x 104
9 7.6 x 103 1.20 x 105 1.71 x 104
10 3.7 x 103 9.71 x 104 8.80 x 103

Table 10.15. Pacific Northwest Laboratory Direct-Hit High-Level Waste Glass
Drilling Intrusion Summary

Driller Post-Drilling Dose with Post-Drilling External
Run No. Dose (mrem) Garden (mrem/yr) Dose (mrem/yr)

1 3.5 x 102 1.71 x 104 3.29 x 102
2 6.8 x 102 3.43 x 104 6.43 x 102
3 1.7 x 102 9.86 x 103 1.33 x 102
4 6.6 x 102 2.71 x 104 7.43 x 102
5 8.0 x 102 3.71 x 104 8.00 x 102
6 3.9 x 102 1.57 x 104 4.43 x 102
7 2.2 x 102 1.06 x 104 2.14 x 102
8 3.3 x 102 1.43 x 104 3.29 x 102
9 3.1 x 102 1.71 x 104 2.57 x 102

. 10 3.8 x 102 2.00 x 104 3.29 x 102
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10.4.2.2 Sandia National Laboratories Results ,

Gas-phase release of 14Cwas estimated by SNL for two conceptual models: the standard total
systems model and the Weeps model. Three times were chosen for estimating doses: the time of
first release, the time of maximum release, and the time that fell halfway between the two. Results
for the standard model are given in Table 10.16. The source term used, the organ receiving the
highest dose, and the dominant exposure pathway are included in the table.

Results for the Weeps model were also calculated for three times as described above. The
times of Vn'strelease and maximum release are the same for the Weeps model as for the standard _t

model. Results for the Weeps model are given in Table 10.17. The affected organ and dominant
pathway are the same; the difference between the two models is the amount of t4C released to the
ground surface.

The garden exposure scenario was used for the six SNL 14C gas-phase release scenario runs.
Since 14Cis not retained in the soil, soil ingestion is zero for the gas-phase runs. The pathways
that produced the doses for these runs are vegetable and leafy vegetable ingestion. If the exposed
individual does not grow a garden, the doses for the three times are reduced by about one order of
magnitude.

10.5 Comparision With The Waste Isolation Systems Panel Report

To t',enchmafi: the long-term dosimetry code used in the SUMO model, SUMO was used to
calculate doses comparable to the doses presented in the Waste Isolation Systems Panel (WISP)
report (NAS 1983). The scenario used in the WISP report included terrestrial and aquatic
ingestion. Not ali of the terrestrial ingestion pathways used in the WISP report are available in
SUMO, but adjustments were made to simulate consumption quantities as nearly as possible. The
source used is 1 Ci/yr of each radionuclide released into a volumetric flow of 1 m3/yr. The results
of both the WISP report and SUMO are presented in Table 10.18.

The WISP doses were based on a PABLM run done by B. A. Napier at PNL. PABLM
dosimetry is based on ICRP 2 (1959). The WISP report updated the dose factors for the nuclides
210Pb, 226Ra, and 237Npto bring them up to ICRP 30 (1979) values. The WISP doses presented
in Table 10.18 were then calculated. The dosimetry incorporated in SUMO is based on ICRP 40
(1984). ICRP 30 dose factors for the WISP report were calculated using a 50-year integral and a
single intake. SUMO uses a 70-year integral and continuous intake.

The 14Cmodel underwent major changes between the WISP and SUMO dose calculations.
Another modeling change is that SUMO incorporates a soil removal mechanism that is not included
in PABLM. This tends to lower _e SUMO doses, especially for long-lived nuclides. The 99Tc
dose factor varies by approximately an order of magnitude between the two models.

The dose model prescribed in Working Draft 4 of 40 CFR Part 191 is based on ICRP 60
(1991). ICRP 60 has several changes from ICRP 40 although the major concepts of c,leulatir_g
the effective dose equivalent have been retained. Therefore, the dose estimates prese, _ere
would be altered slightly if the ICRP 60 model were applied.
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Table 10.16. Sandia National Laboratories 14C Gas-Phase Release Summary

Maximum Maximum

Time (yr) Source (Ci/yr) Dose (mrem/yr) Organ Contribution Exposure Pathway

350.0 2.11 x 10-4 1.80 x 104 Red Marrow Ingestion
" 1950.0 6.15 x 10-1 5.20 x 10-2 Red Marrow Ingestion

3550.0 1.42 x 100 1.20 x 10-1 Red Marrow Ingestion

Table 10.17. Sandia National Laboratories 14C Gas-Phase Weeps Model Release Summary

Maximum Maxhnum

Time ()tr) Source (Ci/yr) Dose (mrem/yr) Organ Contribution Exposure Pathway

350.0 8.31 x 10-8 7.30 x 10-9 Red Marrow Ingestion
1950.0 2.42 x 10-4 2.10 x 10-5 Red Marrow Ingestion
3550.0 5.59 x 10-4 5.00 x 10-5 Red Marrow Ingestion

Table 10.18. Comparison of SUMO and Waste Isolation Systems Panel Dose Results (Sv/yr
per unit Bq/m3)

Radion0clid0 WISP Dose SUMO Dose SUMO/WISP

14C 9.21 x 10-7 1.04 x 10-7 0.11
79Se 1.60 x 10.7 4.25 x 10-7 2.66
99Tc 7.03 x 10-10 1.23 x 10-8 0.18
126Sn 2.77 x 10-8 5.79 x 10-7 2.09
1291 2.04 x 10-8 3.13 x 10-7 1.53
135Cs 5.26 x 10-8 2.89 x 10-7 0.55
234U 3.80 x 10-8 1.97 x 10-8 0.52
237Np 1.29 x 10-5 5.02 x 10-5 3.89
239Pu 9.80 x 10-9 5.40 x 10-8 0.55
243Am 1.23 x 10-7 2.20 x'i0-6 1.79

10.6 Discussion and Conclusions

One purpose of these calculations was to demonstration a dose modeling capability for DOE
YMPO. The current work demonstrates that capability. Further work is required to update the
current model to incorporate the changes in ICRP 60. These changes are minor and can be
accommodated within the structure of the current computer codes.

Doses can be calculated for the base-scenario releases and most disruptive scenarios using the
. current models. Extensive work will be required to address dose calculations if a volcanism-

intrusion scenario is modeled that yields airborne particulates.
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A significant amount of work needs to be done to determine the feasibility of the scenarios for
which doses should be estimated, particularly the waterborne scenarios, lt is questionable whether
enough ground water could be obtained at an add site, such as Yucca Mountain, to support
habitation or farming activities. Also, pumping a significant portion of the aquifer's water from a
well or small number of wells would cause variations in regional ground-water flow that are not
addressed here.

A major issue in the proposed revisions to 40 CFR Part 191 is consideration of a dose-based
limit (based on the model in ICRP 60). Much work must go inte _ agreement on the parameters
required for dose calculations. Estimates have been made in these simulations for both disturbed
and undisturbed performance, while current (vacated) EPA regulations address dose modeling for
undisturbed performance only. Also, the scenarios for exposure to surface contamination modeled
here ignore any type of controlled zone around the repository. The waterborne scenarios provide
for releases at the currently defined 5-km boundary. Other dose modeling issues that should be
standardized are specific population and lifestyle questions including acceptable dietary parameters.

This preliminary analysis does not provide any strong evidence that the site will not be
suitable for storage of high-level nuclear waste. As expected, some dose estimates given here are
high enough to be of regulatory concern. However, these dose estimates are highly dependent
upon aquifer properties that have not yet been measured accurately.

The least desirable situation for computing individual doses from drinking water is a well that
provides just enough water for a garden or small farm, but its draw-down cone of depression
extends laterally by hundreds or thousands of meters. In this case, much of the contaminated
water from the repository would be withdrawn from a single weil, thereby yielding high doses.
Some pump tests in progress (as yet unpublished) indicate that the transmissivity of the tuff aquifer
may be several orders of magnitude higher than that assumed in the transport section of this report.
If this early result is substantiated, dose estimates will be on the low end of the ranges given here
because the contaminated water will be highly diluted.
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II.0 Summary

11.1 Review of the Study Objectives

,_ Tile objectives determined at the initiation of this modeling task were to

• identify further conceptual and calculation model development needs

" • refine and more fully prioritize identified data needs and help guide site characterization

• define relative sensitivities of total-system performance to the conceptual model, data
assumptions, and computational methods

• make a preliminary evaluation of the repository system performance.

Ali of the objectives were met. The detailed analysis descriptions given earlier and the
recommendations given in the following subsections outline several conceptual and computational
model development needs. In addition, the descriptions of the specific analyses in earlier sections
identify data that are still needed. Guidance to site characterization activities can be achieved in
those cases where the sensitivity of the model to missing or poorly def'med data indicate a
potentially significant change in the performance of the repository. For example, gas permeability
m the rock layers above the potential repository horizon may have a large impact on the amount of
14Creleased to the ground surface. Tests for measuring this quantity are desired early in the site
characterization period.

The results presented here provide a crude early indication of repository performance. The
performance conclusion should properly be limited to the following kind of statement: "No reason
was found not to continue with site characterization activities." To achieve a baseline performance
assessment making a definitive statement about repository performance, several additional things
must be done. First, a complete set of nuclides of regulatory interest must be analyzed. This study
analyzed 10 nuclides out of a set of several dozen of interest. Second, additional site-specific data
are needed to calibrate existing models, and other data are required to check the validity of the
modeling assumptions. Finally, the computer codes used must be subjected to formal Quality
Assurance requirements.

11.2 Recommendations for Future Work

We have several general recommendations and several recommendations regarding modeling
of specific scenarios. The general recommendations will be addressed in this section.
Recommendations for modeling of specific scenarios are addressed in the following subsections.
General recommendations are as follows:

- • Future modeling should be conducted using a full set of nuclides of interest in estimating both
cumulative release of nuclides and individual and population doses.

• Future modeling should be conducted under appropriate Quality Assurance controls to allow
" definitive statements of performance based on existing models and data.
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• Considerationsfordosemodelingshouldformanintegralpartoftheselectionofscenarios,
anddosesshouldbecomputedforeachscenario.

• Futuremodelingshouldhaveatleastoneproject(DOE/YuccaMountainProjectOffice)
reviewmidwaythroughtheanalysisperiodthatincludesprincipalinvestigatorsfromevery
disciplinerepresentedinthemodels.

Q

• Allofthewasteforms(spentfuelandglass)thatwillbeplacedintherepositoryshouldbe
modeled.

11.2.1 Recommendations for the Choice of Scenarios °

This iteration of performance assessment addresseda few scenariosjudged in advance to
yield the most severe consequences. The next iteration of performance assessment should
probably consider only a few more scenarios than this analysis. The releases from the high
consequence disruptive scenarios do not appearat this time to violate the EPA standard.
Examinationof every scenariomay not be necessary ff this early indicationof performance
continues to hold after moredefnitive sitedata become available. Specific recommendations for
the choice of scenariosinclude:

• The analysisshould still be limited to the releasemode in each scenarioclass expected to have
the highest release consequences. An upper bound on the releases can be obtainedif the
modeling effort is concentrated on the few highest consequence scenarios.

• The choice of which scenarios to examine should stillrest on the approachimplemented in the
current SNL scenario tree analysis. SNL staff have made a concerted effort to identify and
document all the combinations of events and processes of possible modeling concern.

• Explicitly model a climate changescenario.

• Add scenario trees that specificallyaddress individual andpopulation doses.

11.2.2 Recommendations for Modeling the Engineered Barriers

The models used in the source term analysis were rather simplistic models basedon analytic
solutions. At the sametime, they were as sophisticatedas any source term models currently in
use. Several changes could be made in the source term models that would provide a better
representation of the releases for scenarios considered in this analysis. Specific recommendations
for improvements in source-term modeling include the following:

• Implement chain decay in the transport processes of the engineered barriers system model.

• Implementa release model thatcan examine the effects of having three or more material
property zones around the waste container.

• Use a model that allows time transients in hydrologic processes to model climatechange,
human-intrusion processes, or thermal redistribution of ground water.

• Implement a model that allows spatial variability of hydrologic, thermal, and geochemical
parameters.
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• Incorporate a tight link between thermal transient and geochemical information leading to a
temperature-dependent solubility coupling.

• Implement a dissolution model for glass waste forms consistent with the glass dissolution
data already available.

11.2.3 Recommendations for Modeling Gas.Phase Transport

, Transport modeling of 14C within the vadose zone of Yucca Mountain requires accurate
predictions of two-phase matrix and fracture flow for highly non-isothermal systems; accurate
geochemical equilibrium descriptions of 1,*Cpartitioning between the solid, liquid, and gas phases;
and predictions of 14Crelease rates subject to transient ambient conditions surrounding the waste
containers. This analysis demonstrated the strong coupling and transient nature of the thermal and
hydrogeologic fields surrounding the repository. The dominant transport mode strongly depends
on the geochemical equilibrium, thermodynamic, and hydrogeologic states. Two specific
recommendations for future work are:

• This analysis used a geochemical equilibrium model that was solely dependent on temperature
and totally ignored solid phase sorption. Additional parameters need to be included in the
analysis to determine the geochemical equilibrium state, e.g., aqueous phase pH, mineral
phases, ion concentrations, mineral compositions, ion strengths, gas pressures, vapor partial
pressures, and temperature.

• A more detailed hydrogeologic conceptual model for the stratigraphy above the repository
horizon will be required to more accurately model 14Cwithin the gas phase. Moreover,
features, such as the Ghost Dance Fault, should be included in the transport analysis because
of their potential as significant pathways for gas phase advection.

11.2.4 Recommendations for Modeling Liquid-Phase Transport

After analyzing the scenarios reported in this document, several enhancements to the liquid-
phase hydrology and mass transport model have been identified. Specific recommendations
include:

• Allow transient as well as steady-state hydrologic solutions to be used as the basis for mass
transport. This enhancement allows time-dependent modeling to be performed for a climate
change scenario, a drilling intrusion scen,_N.ousing wet drilling technology, and transients in
the water table induced by tectonic events.

• Model several more properties as spatially random, e.g., porosity.

• Implement a more efficient solver in the SUMO code to reduce the amount of computer time
required to obtain a hydrologic steady-state solution.

• Model a more complex stratigraphy, and perform transport runs for undisturbed performance
that have been calibrated to measured saturation profiles in Yucca Mountain.

, Several of these recommendations require additional data specific to the Yucca Mountain site.
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11.2,5 Recommendations for Modeling Tectonism

The water-table rise scenario modeled for tectonic disruption of the repository did not yield
any increase in releases to the accessible environment. Specific recommendations for future work
include:

• Estimate of the probability of occurrence of a water table rise coupled with a climate change °
yielding a higher ground-water infiltration rate, and model the effects of such an occurrence.

• Estimate the probability of occurrence of a tectonic event that causes container failures early °
after repository closure, and model the effects of such an occurrence.

The water table rise coupled with the climate change scenario would possibly lead to relatively fast
flow paths through the mountain. Early container failures could lead to greatly enhanced releases
of highly soluble radionuclides because of more rapid fuel oxidation rates and glass dissolution
rates under elevated container temperatures in the presence of atmospheric air.

11.2.6 Recommendations for Modeling Volcanism

Due to the limited scope of FY 1991 work, this first round of work on the basaltic volcanism
scenario has primarily resulted in recommendations. The few results presented above should only
be used for illustration and example. Nevertheless, important insight has been gained to direct
future work. These recommendations are:

• "Complex" physical modeling of volcanic consequence scenarios is entirely possible using a
combination of existing volcanological fluid mechanics, numerical heat transfer models, and
combined analytical investigations.

• Coordination of this effort to ongoing SCP (DOE 1988) field, analytical, and laboratory work
is crucial. Additional limited field work is necessary to investigate the entrainment factor in
analogous systems. Ongoins werk on analogous volcanic fields and Stromb01ian cones
should continue with emphasis on the detailed eruptive chronology of individual cones.

• Occurrence probabilistic modeling of the Yucca Mountain region also requires a fuller
understanding of the volcanology and magma physics of Quaternary systems. The
development of eruptive probabilities dependent on the petrological and physical systematics
of disruptive scenarios should begin, relying on ongoing SCP activities and limited additional
study.

• "Abstracted" consequence modeling and idealized probability modeling of volcanic scenarios
should continue but requires a better understanding of the volcanology and physics of the
proposed scenarios.

11.2.7 Recommendations for Combining Consequences into a Complementary
Cumulative Distribution Function

,=

The current methods and models are considered to be adequate for computation of a CCDF
from the release data. In the event that even more complex coupled-parameter models are
implemented for scenario analysis, the CCDF generation approach used in Helton et al. (1991) for -
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WIPP may have to be adopted. In any case, the required techniques have already been developed
and demonstrated.

11.2.8 Recommendations for Dose Modeling

, Several enhancements to the dose modeling were identified in the process of perlbrming the
dose modeling reported here. These enhancements can be summarized as:

• Run transport analyses designed to estimate radionuclide concentrations rather than
- cumulative release. The dose model could then use the concentrations in the environment

directly.

• Perform scenario screening analyses based on the concept of estimating doses ra,'her than
cumulative release of radionuclides to the "accessible environment."

• Update the dose model to implement the model given in ICRP 60.

• Develop a set of standard consumption and lifestyle parameters for exposed individuals that is
specific to the Yucca Mountain environment.

• Perform a detailed analysis of the aquifer to more accurately determine the ground-water
dilution factors for radionuclide concentration estimates.
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' Appendix A

Distributions of Hydrogeologic
Parameters for the TSA Problem



Sandia NationalLaboratories
Albuquerque, New Mexico 87185

, Date: July 25, 1991

To: Distribution

From: PaulKaplan,GabrielaGainer,_ollyDockery,an

Subject: Distributionsof HyclrogeologicParametersfor the TSA problem

INTRODUCTION

Includedin this memo are the values we have compiled for use in the geohydrologyproblemfor :1_c

preliminarytotal-systemanalyses. We have outlinedrangesforthe geohydrologicparametervaluesand

distributionsforthose ranges. We have alsoprovideda briefsummaryof the sourcesof the data arid ;I-I_

methods used to generate the clistdbutions.

PROBLEM DOMAIN

The horizontalproblem domain isdefinedas an E-W transectextendingfromapproximately500 m

east ofUE-25a#1 (inDdllholeWash) throughUSW G-4, to USW H-5 (atthe crest),as showninFigure1.

The verticalproblemdomainwillextend from the repositoryhorizonto the watertable. The projected

positionof the repositoryis shownon Figure2. Notethat distancesin Figure2 are givenalongthe pat_,-

lineof the transect.Therefore, from G-4 to UE-25a#l the distanceswilldifferfromGTM coordinatesfor

thosedrinholes.The analyseswillthen be cardedthroughthe unsaturatedandsaturatedzonesto the

accessibleenvironment(located5 kmfrom the repository). The problemdomainwillcontainthe Ghost

Dance Fault. The 2-D treatmentof the faultwillbemodeled by a 14-meter offsetandincreasedfracture

permeability(based on densityand aperture).

BOUNDARYCONDITIONS

For the 2-D analyses, the westernverticalboundawof the problem(at USW H-S)willbe no-flow. "T,_;_

easternvertical boundary,whichis also no-flow,is 500 m eastof UE-25a. Thisspacingdistanceis

" intendedto preventthe no-flowconditionfrom introducingmodelingartifactsto t_e interpretationof flow

processesatUE-25a.

, Problemswillbe runfrom initialsaturationandfluxconditionsto the steady-stateconsistentwiththe

appliedinfiltratio,;. The values for infiltrationwillrange fror. 0.01-20.0 mm/yr. Table 1 providesthe v,"!ue_

providedfor the infiltrationdistribution.Discussionof the Betadistributionvaluesis containedina

followingsectionentitled "Methodology'.
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TABLE 1

DISTRIBUTIONOF INFILTRATIONRATES

Mean 1,0 *
Coefficientof variation 1,0
Minimum 0.0
Maximum 39.00 •

(z_ -0.051282

_1_ 35.051282

GEOHYDROLOGICSTRATIGRAPHYAND PARAMETERVALUES

The stratigraphyis a simplifiedversionof thePACE-90 hydrostratigraphy,usingupto five layers.

representing5 differenttufftypes (dependingon the locationalong the transect):Layer 1 = Tpt-TM

(welded),Layer2 = Tpt-TV(vitrophyre),Layer3 = Tpt-TN (vitric),Layer4 = Tcb-TN (zeolitic),and Layer : =

Tcpp-TP (partiallywelded). The detailsof the stratigraphywere determinedbyreviewingthe USGS

lithologiclogsfordillholesUSW H-5, USW G-4, andUE25a #1 and the PACE-90 nominal-case

hydrostratigraphy.

Parametervaluesare derivedfrom Peters et al. (1984). The PACE-90 hydrostratigraphywas used

for reference. Distributionsof parametervalues for Layers 1, 2 and 4 were obtainedfrom the memodated

4/15/91 fromKaplan,et al. establishingvaluesusedfor the site-suitabilitycalculations. Additionalanalysis

of the same data setswasusedto obtainsimilarvaluesfor Layers 3 and 5.

MATRIX AND FRACTUREPROPERTYVALUES

Methodoloov

Aliof the data used to definethe expectedvaluesfor the matrix propertieseach layerwere derived

fromPeters et al. (1984). Some ofthese matrixvalues have been subsequentlyreportedin the PACE-90

report;however,anattemptwas madeto performanother review of the data to ensure theusageof the

most reasonableproperties.Also,the Peters, et al. data have undergonemany reinterpretal_onsfor

variousreportsand calculations.We did not wantto inadvertentlyincorporateother modeling

assumptionsintoourdata set. sowe decidedto only usethe originalsourceof the data. In orderto.

constructthe ranges,otherinformationwas includedineach data set. Ali of the data forthe valuesforthe

fracturesare fromCarselandParish (1988) exceptforthe informationon fracturedensity(Spengler,et al.,

1984) and effectivefractureaperture(ZimmermanandVollendorf,1982). The specificassumptionsmade

for eact_parameterare discussedin the appropriatesectionsbelow.
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A general methodologywasusedto constructthe distributionsand ranges for both the matrixand

fractureproperties.First,as previouslystated,the expectedvaluewas taken from the appropriate

lithologyreportedinPeters,et al. Next,a maximum rangefor the valueswas defined eitherby usinga

" literaturesearchofvaluesfor the particularrocktype, orby usingthe physicallimitsof the given proper_.

Forinstance,porositycan onlyrangefrom 0 to 1, thereforethosenumbersdefine a maximumrange. The

nextstepwas to tryto decreasethe rangeof valuesusingadditionalYucca Mountaindata and, where

available,analogdata. Insome cases,there were noadditionaldata that couldbe used to decreasethe

ranges,so only the maximumrangewasused. A Betadistributionwas generatedusingthe expected

value,the coefficientof variation,and themaximumandminimumvalues. An exponentialdistributionwas

used forpropertieswhereonlyanexpectedvalue couldbe identified(Hart, 1987). Because the

exponentialdistributioncan be verycloselyapproximatedbythe Betadistribution,a variation of the Beta

distnbutionwas usedto generatethe randomsamplesgiveninAppendix I.

In Tables2-6, we providethe mean,maximum, minimum,coefficientof variation, and the a and13

parametersofthe Betadistributionfor the followingmatrix parameters:hydrauliccorlductivity,porosity,

andvan Genuc_en coefficientsa, 13and Sr. In thismemo,we willcallthe Betadistributionparametersc_

and I_ to differentiatethem fromthe vanGenuchten<_and _ parameters,whichwillbe designated¢¢vand

Tables7-10 giveinformationon fractureproperties,includingfracturedensity, effectivefracture

aperture, andthe followingparameters:hydraulicconductivity,saturatedmoisturecontent,residual

moisturecontent,and van Genuchtencoefficients,CCvand l_v.

Matrix HydrogeoloaicProoerties

HydraulicConductivity

Values of hydraulicconductivityfor the matrixare showninTable 2. For hydraulicconductivity,the

exponentialdistributionwas usedin ali cases becausethe only "known"was the expectedvalue. The

coefficientof variationis 1, fromthe relationshipbetweenthe mean and standarddeviationin an

exponentialdistribution.The possiblerange invalues (1-10"14m/s, Freeze and Cherry, 1979, Table 2.3)

is so large, that a distributionconstructedusingthe rangeswouldbe meaningless. The expectedvalues

for_.hematnxare fromPeters et al., 1984,TableA2.. An exponentialdistributionwas generated, thenthe

- EXPONENT program(afterHarr,1987) was thenusedto get the Betadistributionparameters:czl_,1313'

maximumandminimum.

t
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TABLE 2

HYDRAULICCONDUCTIVITY

(m/s)

e,

Layer# Mean Coef. Min. Max. Alphal3 Betal3
Var.

Layer 1 2,00x10.11 1,00 0.0000 7.93x10"10 .0.0526 34.078

Layer2 3.01x10"12 1.00 0.0000 1.27x10"10 -0.0473 38.298

Layer3 7.99x10.11 1.00 0.0000 3.1lx10 "9 .0.0515 34_894

Layer4 3.01x10"12 1.00 0.0000 1.27x10"10 -0.0473 38.298

Layer5 1.4x10"8 1.00 0.0000 5.43x10"7 -0.0515 34.869

Van GenuchtenAloha(¢zv).

Values ofCCvfor thematrixfor thefivelayersare showninTable3. Expectedvaluesfor av arefrom

Peters et al. (1984, TableA-2). The range,.0004-137 mm, is basedon physicalconstraints.A pore .0004

mm in diameteris thesmallestporethroughwhicha watermoleculecantravel. Thisvalue is equal to 3x

the diameterofa watermolecule. The highvalueis relatedto maximumporesize that can maintain

capillaryforce. The coefficientof variationcomesfromdata onApacheLeaptuff (Rasmussenet al., 1990,

Table 8),

TABLE 3

VAN GENUCHTEN PARAMETER ALPHA

Layer# Mean Coef. Min. Max. Alpha_ Betal3
Var.

Layer1 0.0057 0.37 0.0004 137.00 5.310 164029.4
Layer2 0.0033 0.37 0.0004 137,00 4.631 267879.3 ,,
Layer3 0.0265 0.37 0.0004 137.00 6.084 37177.1 2
Layer4 0.0220 0.37 0.0004 137.00 6.040 44644.5
Layer5 0.0140 0.37 0.0004 137.00 5.892 69422.45

|
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Van _enucl_ten Beta (1_,).

Values of j3vfor the matrix for the five layersare shownin Table 4. Expectedfor values for _ are from

Peters et aL (1984, Table A-2). The range, 1.05-10, is basedon physical constraints(Kaplan, 1991). The

,b coefficientof variation of0.20 comesfrom Carseland Parish.

, TABLE 4

VAN GENUCHTEN PARAMETER BETA

Layer # Mean Coef. Min. Max. Alphal] Betal3
Var.

Layer 1 1.798 0.20 1.050 10.00 2.881 41.56
Layer 2 1.798 0.20 1.050 10.00 2.364 41.39
Layer3 2.223 0.20 1.050 10.00 4.917 38.23
Layer4 1.236 0.20 1.050 10.00 -0.4664 24.14
Layer5 2.640 0.20 1.050 10.00 6.279 32.70

ResidualSaturation $r

Valuesof Sr for the matrix for the five layersareshown in Table 5. Expected for values for Sr are from

Peters et aL (1984, Table A-2). The parameter Sr is defined as the ratio of the liquid-filled porosity to the

total fluid porosity and ranges from 0.0 - 1.0. The coefficient of variation, 0.20, is from Apache Leap tuff

data (Rasmussen et aL, 1990, Table 8).

TABLE 5

VAN GENUCHTEN PARAMETER Sr

Layer # Mean Coef. Min. Max. Aiphal3 8etal_
Var.

Layer 1 0.080 0.20 0.000 1.000 21.92 262.2
Layer 2 0.052 0.20 0.000 1.000 22.66 432.9

" Layer 3 0.164 0.20 0.000 1.000 19.74 104.9
Layer4 0.010 0.20 0.000 1.000 23.74 328.5
Layer5 0.066 0.20 0.000 1.000 22.28 179.2

D
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Porositv

Values of porosityfor the matrixofthe five layersare showninTable 6. Expectedforvaluesare from

Peters,et al. (1984, TableA-2). The maximum rangefor the valueforporosityin alirocksisfrom0.0-1.0.

The value of 0,20 for the coefficientof variationcame fromthe ApacheLeap data. _,

TABLE 6
q

POROSITY

Layer# Mean Coef, Min. Max, Alpha_ 3eta_
Var.

Layer1 0.11 0.20 0.000 1.000 21.14 178.13
Layer2 0.09 0.20 0.000 1.000 21.66 228.12
Layer3 0.21 0.20 0.000 1.000 18.54 72.51
Layer4 0.41 0.20 0.000 1.000 13.34 19.64
Layer5 0.24 0.20 0.000 1.000 17.76 58.41

• .

'interconnectedFractureprooertvValues

HvdrooeolooicParameters

The porous-mediaequivalentof the fractureswillbe representedinthe ._ andcomoosite

modelsbysand. These values forthe hydrogeologicparametersforthe fractures inthe twomodelsfrom

aboveare showninTable 7 andare derivedfrom Camel andParish(1988). An effectiveaoerturevalue is

providedfor those who will be modelingdiscretefractures. The data for thisvalue of effectiveaperture

come froman average value derivedfrom data from testsconductedin G-Tunnel in a weldedsectionof

the GrouseCanyonMember of the Belted Range Tuff (Zimmermanand Vollendorf,eta/., 1982).

Althoughthe Grouse Canyon is describedas weldedat thetest location,it isnot clear howrepresentative

the derivedvalues are for Yucca Mountaintufts.

TABLE 7
FRACTURE HYDROGEOLOGIC PROPERTIES

(Zv 14.S/m

pv 2.68
,11

Or 0.045

porosity 0.43

ksat 8.25xl 0.5 m/s "

aperture 2101_m

effective aperture 99_m
| ,, ,,
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The parameterer is definedas the ratioof liquid-filledporositytothe totalvolume of the rock. For

the compositemodels,the fractureapertureis relatedto the alpha parameterinthe water retentionmodel,

'_ sometimesreferredto asthe "airentryscalingfactor'. Thus, it is relatedto a measure of the largest

connectedporesize (ras) thatwillstarttodrainwhensuctionis applied(Wang and Narasimhan,in review).

The relationshipbetweenthe alpha parameterand rae, ifthe flow channelsare representedbyan ideal

capillarytubeis givenby the capillaryequation:

rae = 2(s/rg)av

wheres is surfacetension,r isfluiddensity,andg is gravitationalacceleration. If the conceptof largest

drainableporesizeis applied,andthe fractureis assumedto be aswide as the diameterof the poresizeof

the media representingthe fracture,then an estimateof the fractureapertureis given bythe following:

rae = 2[(0.07183 kg/s2)/(1000 kg/m3)(9.80665 m/s2)] (14.5/m)

Usinganav value of 14.5 (CamelandParish,1988) givesrae= 210 mm.

Zimmerman andVollendorf,et aL (1982) usedthe followingequationto calculatesaturatedhydraulic

conductivity '

Ksat= gwe2/12m

where gw is the weight per unit volume, m is viscosity, and e is the effective fracture aperture.

Fracture densitydata for each of the layersare shown in Table 8. The values were dedved from

Spengler, et aL,1984.

TABLE 8

FRACTURE DENSITIES FOR LAYERS 1-5

Layer FractureDensity

Nurnl_' (fra_;tures./meter3)

1 28_3j=

2 35.£,
3 2.0
4 1.(_,
5 4.4

, ,=,, , _,_
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+.

Forthe distributioninformation,an exponentialdistributionwas run on discretevaluesfor fracture

densityto get the Betadistributionparameters. Hydrogeologicpropertiesfor fracturesare shown in Table

9. Means andcoefficientsofvariationcamefromCameland Parrish,1988.

4=

TABLE 9

FRACTUREHYDROLOGICPROPERTIES
,If

Parameter Mean Coef. Min. Max. Alphal_ Beta_

Var.

Ks (m/s) 8.25x10"5 0.524 0.000 0.001 2.259 32.24

av (m-l) 14.5 0.203 0.001 137.0 20.589 lsl.41

2.68 0.203 1.050 10.0 6.160 31.15

Or 0.045 0.223 0.000 1.00 18.159 405.60

h,dditionalFractureInformation(notus_l inthisexercise)

Informationonfracturefillis alsoavailableinSpengler,et al. (1984) for(3-4. Withinthe Topopah

SpringMember,approximately20% of the observedfractureswerefilled,primarilywithsilica. These data

were derivedfrom251 fracturesin the measuredinterval.Aliof thefracturesin the CalicoHillsunitin G-4

were filledwith manganeseand ironoxides. Thesedatawere derivedfromonlythree fractures. As few as

20% have been observedto be filledinotherddllholes.

Althoughnotincludedin this letter,informationonvariationin aperturealongthe lengthof individual

fracturesis alsoavailable,as wellas informationonthenatureof fracturecoatings. No oneI_asexpressed

a needforthistype ofdata forthese calculations.However,if there is an interestiri obtainingthis

informationfor futurecalculations,it couldbe provided.

FaultProoertvValues

Tho regioncontainingthe faultwillbe set at onemeter inwidth (W. Can',pets.comm.; A. Geldon,

pets. comm). The faultpropertieswill bedeterminedbythe layercontainingeach segmentof the plane.

in general,the fau'.,tregionshouldcontainfracturedensitiesone orderof magnitudegreaterthan the

matrixfracturedensity (W. Can', pets. comm,1991). Therefore,the data from Spengler,et aL (1984) for

fracturedensityat G-4 willbe multipliedby 10foreachLayer. The resultingvaluesare showninTable 10.

Aliotherpropertiesforthe fault regionarethesame as are given in Table9.
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TABLE 10

FRACTURE DENSITIESWITHIN THE 1-METERFAULTZONE

'* Layer FraclureDensity

Number ,., (_actures/meter3)

1 283
2 356
3 20
4 16
5 44

The fault in Figure 2 is depictedwith an offsetof 14 m, basedondata from the GhostDance fault in

this area.
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10/02/9]. 10:35 '_505 346 0083 SNL S310 (_O0.1.

Sandia National Laboratories
4, I"_'-._.G'_ ""*, t./ -OO " Albuquerque, New Mexico 87185

LIMITED VALUE iNFORMATION

Date: 10/2/91

To: R. Bernard, J. Gauthier, M, Wilson (SNL)
P. Eslinger, .W. Nichols (PNL_

From: Holly Dockery

Subject: AdditionaJ'Kd Irrformation from A. Meijer (9t26191)

This information was obtained from A. Meijer concerning details -_nrj
assumptions regarding sorption data he provided for the carbonate aquifer ;:_:t
Yucca Mountain. lt should be appended to the data table he FAXed to SNL _;_r_,
PNL on 9/26/91.

I. The data set was obtained from a report (Lappin, st al., 1991) that
included sorption data on the Cuiebra Formation at the WIPP site.

2. The data table includes values for the matrix rock only, although
information for fractures is also available. The fractures at the WIPP site have a
relatively high percentage of clays present. We have no information to indicate
the presence or absence of excessive clay in fractures at Yucca k,_ountain.

3. The water chemistry of the indigenous water in the Culebra Formation
is assumed, i.e., oxidizing conditions are present. This is a conservative
assumption. If the water under Yucca Mountain is in a reducing state,
retardation would be greater.

4. The data in the table is for Pu, Am, U, and Np. Ali other nuclides are
assumed to have a value of zero for retardation. However, a caveat should be
added. In carbonate rocks, muon of the carbon will probably be precipitated ,:._ut
due to chemical interactions. There is no data available that we know about
that tests this assumption.,, However, if the retardation of carbon in the
carbonate aquifer is a sensitive parameter, lalo studies may be necessary to

_, resolve the issae.

5. Chlorides are present in the Culei3raFormation that almost ce_ainly

o are not present in the carbonate aquifer at Yucca Mountain. information that is
available in the literature indicates that chlorides are probably not important in
complexing actinides. Thus, this aspect of water cP,emistry dissimilarity
between '.he WIPP site and Yucca Iviountain are not currently expected to be of
impotence.
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SandiaNatlonalLaboratories

Albuquerque, New Mexico 871 85

Date:July 26, 1991

. To: Distri_onj/_
From:Ra_rrtar_Pafl_ HollyDockery

Subject:TSA Problem OutlineConsensus

Basedon meetingsheld at SNL on July11, andat LBLon July16, thefollowingconsensusplan has

been developed for the proposedtotal-systemanalyses.

Geohydrology Problem

ProblemDomainand Boundary_Conditions

The horizontalproblemdomainis definedas an E-W transectextendingfromapproximately500 in

eastof UE-25a#1 (inDrillholeWash)throughUSW G-4, to USW H-5 (at the crest),as shown inFigure1

PNLwillperforma seriesof 2D calculationsalongthislineusingSUMO SNLwilldo a seriesof 1-D

problemsusingTOSPAC choosingseveralindividualstratigraphiccolumnsalongthe transect to descri;:)e

the domain

The verticalproblemdomainwillextendfromthe repositoryhorizonto the water table The projected

positionof the repositoryis shownonFigure2 Notethat distancesinFigure2 are givenalongthe path-

lineofthe transect Therefore fromG.4 to UE-25athe distanceswilldifferfromGTM coordinatesfor those

drillholes The analyseswillthen becarriedthroughthe unsaturatedandsaturatedzones to the accessible

environment(located5 km fromthe repository)

The problemdomainwillcontainthe GhostDanceFault. The 2-D treatmentof the faultwill be

modeledby a 14-meter offsetand increasedfracturepermeability(basedon densityand aperture)

Because ofthe inabilityof a 1D analysisto properlyhandlelateraldiversion,etc, the faultwill notbe

consideredin those analyses

. For the 2-D analyses,the westernverticalboundaryofthe problem(at USW H-5) willbe no-flow. The

easternvertical boundary,whichis alsono-flow,is 500 m eastof UE.25a. This spacingdistancewillprevent

the no-flowconditionfrom introducingmodelingartifactsto the interpretationof flow processesat UE-25a.
.J

" Problems will be runfrominitialsaturationandfluxconditionsto the steady-stateconsistentwiththe

appliedinfiltration.
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Geohydr01oaicStratiaraDhyand ParameterValues

The stratigraphywill be a simplifiedversionof the PACE-90 hydrostratigraphy,usingupto fivelayers

(dependingonthe locationalongthe transect):Tpt-TM (welded),Tpt-TV (vitrophyre),Tpt-TN (vitric),Tc_ _

TN (zeolitic),Tcpp-TP (partiallywelded). The detailsof the stratigraphywillbedeterminedby reviewingthe

USGS Uthologiclogsand the PACE-90 nominal.casehydrostratigraphy.

The 2-D problemwilltreatthe stratigraphiclayerseitheras uniformandhomogeneous,oras . t

heterogeneouswithrandomlydistributed,correlatedproperties. The same homogeneouslayersused in

the 2-D problemwillbe usedin the appropriaterockcolumnsofthe 1-D problem.

Parametervalueswillbe derivedfromKlavetterandPeters, 1984, and the PACE-90hydrostratigraphy

willbe usedfor reference. Distributionsof parametervalueswillbe obtainedfrom thememodated 4/'i !;/91

from Kaplan,et al. establishingvalues usedfor sRe-suitabilitywork. Uncertaintiesandvariabilitiesin

materialsparameterswill be treated bysamplingfromdistributionsof probabilitiesofoccurrenceusingan

U-IS scheme.

ModelinaTechniaues
v

The 2-DanalysiswilluseonlythecompositemodelcontainedinSUMO. The I-Danalysiswillusr:!_:;h

thecompositemodelinTOSPAC andthe"weeps"modelforfracture-dominatedflow.Infiltrationrate,._t,_iI

bevariedfromabout0.01mm/yruptovaluesthatproducesaturation.Fora certainrangeofmaterial

properties,steady.stateproblemsusinginfiltrationsof<3 mm/yrwillworkinthecomposite-modelcodes.

The probabilitiesofhigherinfiltrationswillreflectthelikelihoodthattheyareloc_,zedintimeand space.

Groundwaterinfiltrationrateswillbe distributedwithexponentialuncertainty,usingan expectedvaluerjf

1.0mm/yr(seeFigure3).

Currently,theweeps modelintheTSA randomlyassignsvaluestotwofactorsthatinfluencethe

effectoftheinfiltrationratespecified:theamountofwaterdivertedbylayersabovetherepositon/andtI_,_

percentageofradionuclidessorbedbythematrixduringtransportbyfractureflow.To improvethe

credibilityoftheweeps model,thesetworandomlyassignedfactorswillbe replacedwithfactorswho_.

valuesarebasedon priorwork(suchas PACE and HYDROCOIN forthediversionofwater,and SNL's

discrete-fractureanalysesforthesorption(Martinez,1991).

&
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Source Term end Sorption for all Problems

Introduction
.?

As a resultof a meetingheld at LBL on July16, 1991, the followingaspectsof the sourcetermfor the

total-systemanalyseshave been agreedupon.

The radionuclidesourcetermwilluse -.10 selected radionuclides,which willrepresentvarious

"classes"of the inventory- highmobility,high inventory,etc. Bothradionuclidesthat producelarge

releasesandthose thathave largedose effectswillbe included.

Constituents

Forgeohydrologicanalyses,we will usea sourceterm of selectedradionuclides.Thesesourceterm

willinvolvea limitednumberof radionuclidescharacteristicof the nuclearwaste. The mobilization

processesfromthewastepackageswillbe consistentwith far-fieldflow and transportassumptions.For

gas-transportproblems,only 14C will be included. For human-intrusionand possiblyvolcanic-intrusion

surface-releaseproblems,the a large fraction(-99%, by activity)of inventorywill be included.The choice

of which radionuclidesto includeamongthe selectedfew willbe based on bothamountsreleasedand

biologicalimpacts.

The selectedradionuclidesare: 14C, 79Se' 99Tc' 126Sn' 1291, 135Cs' 234U, 237Np' 239pu' and

243Am. Sourcetermsfortransmutationand actinideburningwillnot be includedinthe TSA. SNLwillonly

use spentfuel as radionuclideinventory,whilePNL willperforma spent-fuelproblem,and, iftime allows,

they willalso includeglassffieddefensewaste.

GeohvdroloovSource-TermParameters

Forali sourcetermsnot involvingmechanicalreleases,the parametersof the releaseprofilesconsist

of a delaytime, a "ramp-up"time, the durationof release,the slopeof the main release,and the peak

releaserate. Forthe TSA, releaseswillbe simplifiedto be inthe shape of a "squarewave',with

instantaneousramp-up,a constantrelease rate, andinstantaneoustermination. Thus,TSA release

profileswill becharacterizedby delaytime, duration,and peak rate. Sourcetermswillbe providedwith

expectedvaluesand rangesforaliparametersand willbe expressedanalytically(ratherthan astablesof

values).

Since the geohydrologicanalysesare isothermal,analyseswillnot model processesoccurringbefora

, the repositoryreturnsto the pointwhere the regioncan bemodeled isothermally. Accordingto workby

Pruessand Tsang, after1,000 yearsthe repository-averagetemperatureis about75°C (stillwellabove

ambient, but belowthe boilingpoint). Consequently,the source-termreleases willnot be defined befol_

1000 years.
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The flowprocesseswillbedMded intomatrix-dominatedandfracture-dominatedflow. For matrix-

dominatedflow,the diffusiveandwet-dripwater-contactmodeswillbe combinedto producethe release

mechanism.The sourcetermwillbe parameterizedby infiltrationrateonly. The sourcetermwillreflectlocal

variationsininfiltrationrates,butwillmaintainanaveragevalue equalto the infiltrationrate. For fracture-

dominatedflow,onlythe wet-dripwater-contactmodewillbe used. The source termwill be parame_erized _r

by fractureapertureand densityandby infiltrationthroughthefracturesonly (i.e., excludingthat portionof

the totalinfiltrationthatis imbibedintothematrix). Flowwillbe treated as episodicfor 1/10th of the year.
q,

LLNLwillprovidean analyticalexpressionfor thesourcetermto SNL, while PNL will use the AREST code

to calculatetheirsoumeterm(however,they willcoordinatewithLLNLto use the same proportionsfor the

diffusiveandwet-dripcomponents,andto use the same inputparameters).

Gas-FlowSourceTerm

The gas-flowsourcetermwillalsostartafter1,000 years. To simplifythe sourcefor the TSA, releases

willbeconsideredto occurinstantaneouslyto the far field oncethe containeris breached. Botha fast-

releasefraction,whichis releasedat failure,and a matrix-releasefraction,whichcontinuesat the alteration

rate,willbe included.The durationforfailureofali of the wastepackagesin therepositorywillbe a random

variablerangingfrom9,000 to 99,000 years. A constantnumberof wastepackage failures per year willbe

used. In contrastto the geohydrologyproblemwherethe water-contactprocessesaffecta limited

numbersof containers,thisfailuredistributionassumesthatevery wastepackage in the repositoryfails in

the sameway.

Human-lntrusioflSourceTerm

The source term for the human-intrusiondirectsurfacereleaseswillbe partitionedaccordingto

amountof burnupand decaytimesincedischargefromthe reactors. Source terms for "near misses"of

wastepackages(i.e.,exhumationof contaminatedrock)willassumethatthe radionuclidedistributionis

givenbythe diffusiveportionof the transportcalculatedin PACE-90, nominalcase. For releases directly

intothe saturatedzone, the selectedradionuclidesfor groundwatertransportwill be used; however,they

willbeassumedto becompletelydissolved.The sourcetermwillbe parameterizedby the saturated-zone

waterflow rate.

Sorption

Sorption data willbe obtained from LANLwon and from the PACE-90 compUmion. These data will be

used in both the unsaturatedandsaturatedzones.
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Schedule

' ThegeohydrologysourcetermswillbepreparedbyLLNL,usingfar-fieldhydrologicandinfiltration

parametersprovidedbySNL. Thegas-flowsourcetermwillbeprovidedbyLBLON.Lee). Thedirect-

,, releasesourcetermsforhumanintrusionwillbepreparedbySNL(R.Bamard).Thevolcanicsourceterm

willbeprovidedbyLBL(W.Lee). SourcetermsaretobeavailablebyAugust15,1991,ifpossible.An

absolutedeadlineofAugust31, 1991wassetforfinalsubmissionofthesourceterm.

Distribution:

LANL J.A. Canepa
LANL G.A. Valentine
LBL W.W.-L. Lee
LBL T.H. Pigford
LLNL W.G. Halsey
LLNL W.J. O'Connell
LLNL J. Ueng
PNL C.K. Hastings
PNL D. Engle
PNL P. Eslinger
PNL W. Nichols
PNL P. Whitney
YMPO J.M. Boak
YMPO J.R. Dyer
1511 J.S. Rottler
1511 R.R. Eaton
1511 M.J. Martinez
6310 T.E. Blejwas
6310A L. E. Shephard
6312 F.W. Bingham
6312 R.W. Barnard
6312 W.F. Chambers
631 2 H.A. Dockery
6312 J.H. Gauthier
6312 P.G. Kaplan
6312 F.C. Lauffer
6312 T.H. Robey

_312 M.L. Wilson• 13 L.S. Costin
631 7 S. Sinnock

J
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