SITE CHARACTERIZATION PROGRAM BASELINE ACTIVITY NUMBERS AND NAMES

ACTIVITY NO.

APPENDIX A

ACTIVITY NAME

8.3.1.2.1.1.1
8.3.1.2.1.2.1
8.3.1.2.1.2.2

8.3.1.2.1.3.1
8.3.1.2.1.3.2

8.3.1.2.1.3.3
8.3.1.2.1.3.4

8.3.1.2.1.4.1
8.3.1.2.1.4.2
8§.3.1.2.2.1.1

8.3.1.2.2.1.2

8.3.1.2.2.2.1

8.3.1.2.2.3.1
8.3.1.2.2.3.2

8.3.1.2.2.4.2
8.3.1.2.2.4.8

8.3.1.2.2.4.9

8.3.1.2.2.6.1

Precipitation and meteorological monitoring
Surface-water runoff monitoring
Transport of debris by severe runoff

Assessment of the regional hydrogeologic data
needs in the saturated zones

Regional potentiometric-level distribution and

. hydrogeologic framework gstudies

Fortymile Wash recharge study
Evapotranspiration studies

Conceptualization of regional hydrologic flow
models

Subregional two-dimensional area hydrologic
modeling

Characterization of hydrological properties of
surficial materials

Evaluation of natural infiltration

Chloride and chlorine-36 measurements of
percolation at Yucca Mountain

Matrix hydrologic properties testing
Site vertical borehole studies

Percolation tests in the Exploratory Studies
Facility

Hydrochemistry tests in the Exploratory Studies
Facility

Multipurpose-borehole testing

Gaseous-phase circulation study



ACTIVITY NO.

ACTIVITY NAME

8.3.1.2.2.7.1
8.3.1.2.2.7.2

8.3.1.2.2.8.1
8.3.1.2.2.9.1

8.3.1.2.2.9.3
8.3.1.2.3.1.2

8.3.1.2.3.1.3

8.3.1.2.3.1.4

8.3.1.2.3.1.6
8.3.1.2.3.1.7
8.3.1.2.3.2.1
8.3.1.2.3.2.2
8.3.1.2.3.2.3

8.3.1.2.3.3.1

8.3.1.2.3.3.2
8.3.1.3.1.1

8.3.1.3.2.1

8.3.1.3.2.1.1

Gaseous - phase chemical investigations
Aqueous-phase chemical investigations

Development of conceptual and numerical models of
fluid flow in unsaturated, fractured rock

Conceptualization of the unsaturated-zone
hydrogeologic system

Simulation of the natural hydrogeologic system

Site potentiometric-level evaluation

. Analysis of single- and multiple-well

hydraulic-stress tests
Multiple-well interference testing

Well testing with conservative tracers throughout
the site

Testing of the C-hole sites with conservative
tracers

Assessment of saturated-zone hydrochemical data
availability and needs

Hydrochemical characterization of water in the
upper part of the saturated zone

Regional hydrochemical tests and analyses
Conceptualization of saturated-zone flow models
within the boundaries of the accessible
environment

Development of fracture network model

Ground-water chemistry model

Mineralogy, petrology, and chemistry of transport
pathways

Petrologic stratigraphy of the Topopah Spring
Member



~ ACTIVITY NO.

ACTIVITY NAME

8§.3.1.3.2.1.2

8§.3.1.3.2.1.3

8.3.1.3:2.2.1
8.3.1.3.2.2.2

8.3.1.3.4.1

8.3.1.3.4.1.1
8.3.1.3.4.1.2

8.3.1.3.4.1.3
8.3.1.3.4.2

8.3.1.3.5.1.1
8.3.1.3.6.1.1

8.3.1.3.6.2.1

8.3.1.3.6.2.2
8.3.1.4.1.2

8.3.1.4.2.1.1

8.3.1.4.2.1.2
8.3.1.4.2.1.3
8.3.1.4.2.1.4
8.3.1.4.2.1.5

8.3.1.4.2.1.6

Mineral distributions between the host rock and
the accessible environment

Fracture mineralogy

History of mineralogic and geochemical alteration
of Yucca Mountain

Smectite, zeolite, manganese minerals, glass
dehydration, and transformation

Batch sorption studies

Batch sorption measurements as a function of solid

. phase composition

Sorption as a function of sorbing element
concentrations (isotherms)

Sorption as a function of ground-water composition
Biological sorption and transport

Solubility measurements

Crushed tuff column experiments

Uptake of radionuclides on rock beakers in a
saturated system

Diffusion through a saturated tuff slab
Integration of geophysical activities

Surface and subsurface stratigraphic studies of
the host rock and surrounding units

Surface-based geophysical surveys

Borehole geophysical surveys

Petrophysical properties testing

Magnetic properties and stratigraphic correlations

Integration of geophysical activities



ACTIVITY NO.

ACTIVITY NAME

8.3.1.4.2.2
8.3.1.4.2.2.1

8.3.1.4.2.2.2
8.3.1.4.2.2.3

8.3.1.4.2.2.4

8.3.1.4.2.2.5

8.3.1.4.2.3.1
8.3.1.4.3.1

8.3.1.4.3.1.1
8.3.1.5.1.1.1
8.3.1.5.1.2.1

8.3.1.5.1.2.2

8.3.1.5.1.3.1
8.3.1.5.1.3.3

8.3.1.5.1.4.1
8.3.1.5.1.4.2

8.3.1.5.1.4.3
8.3.1.5.1.5.1
8.3.1.5.2.1.1

8.3.1.5.2.1.2

Characterization of the structural features within
the site area

Geologic mapping of zonal features in the
Paintbrush Tuff

Surface-fracture network studies
Borehole evaluation of faults and fractures

Geologic mapping of the Exploratory Studies
Facility '

Seismic tomography/vertical seismic profiling

Development of a three-dimensional geologic model
of the site area

Systematic acquisition of site-specific subsurface
information

Systematic drilling program
Synoptic characterization of regional climate
Paleontologic analyses

Analysis of the stratigraphy-sedimentology of
marsh lacustrine, and playa deposits

.Analysis of pack rat middens

Determination of vegetation-climate relationships

Modeling of soil properties in the Yucca Mountain
region

Surficial deposits mapping of the Yucca Mountain
area .

Eolian history of the Yucca Mountain region
Paleoclimate-paleoenvironmental synthesis
Regional paleoflood evaluation

Quaternary unsaturated zone hydrochemical analysis



“~ACTIVITY NO.

S’

ACTIVITY NAME

8.3.1.5.2.1.3
8.3.1.5.2.1.4

8.3.1.5.2.1.5

8.3.1.6.1.1.1

8.3.1.6.1.1.2

8.3.1.6.1.1.3

8.3.1.6.2.1.1

8.3.1.6.3.1.1

8.3.1.8.1.1.3

8.3.1.8.1.2.1

8.3.1.8.3.2.2

8.3.1.8.3.2.5
8.3.1.8.5.1.2
8.3.1.8.5.1.3
8.3.1.8.5.1.4
8.3.1.8.5.1.5
8.3.1.8.5.2.1

8.3.1.8.5.2.3

8.3.1.9.2.1.1

Evaluation of past discharge areas
Analog recharge studies

Studies of calcite and opaline silica vein
deposits

Development of a geomorphic map of Yucca Mountain

Analysis of the downcutting history of Fortymile
Wash and its tributaries

An analysis of hillslope erosion at Yucca Mountain
Synthesis and data evaluation of impact of future
climatic conditions on locations and rates of
erosion

Synthesis and data evaluation of the impact of
future uplift or subsidence and faulting on
erosion at Yucca Mountain and vicinity

Presence of magma bodies in the vicinity of the
site

Eruptive effects

Assessment of the effects of igneous intrusions on
water-table elevations

Effects of faulting on water-table elevation
Geochronology studies

Field geologic studies

Geochemistry of scoria sequences

Geochemical cycles of basaltic volcanic fields
Evaluation of depth of curie temperature isotherm
Heat flow at Yucca Mountain and evaluation of
regional ambient heat flow and local heat flow
anomalies

Geochemical assessment of Yucca Mountain in

relation to the potential for mineralization
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ACTIVITY NO.

ACTIVITY NAME

8.3.1.9.2.1.4

8.3.1.9.2.2.1

8.3.1.12.2.1.1
§.3.1.14.2.1.1
8.3.1.14.2.1.2
§.3.1.14.2.1.3
8.3.1.14.2.2.1
8.3.1.14.2.2.2
8.3.1.14.2.3

8.3.1.14.2.3.1

8.3.1.14.2.3.2
8.3.1.14.2.3.3
8.3.1.15.1.1.1
8.3.1.15.1.1.3
8.3.1.15.1.2.1

8§.3.1.15.1.3
8.3.1.15.1.3.1
8.3.1.15.1.3.2
8.3.1.15.1.4

8.3.1.15.1.7.1

Assessment of hydrocarbon resources at and near
the site

Projected trends in local and regional ground-
water development, and estimated withdrawal rates
in southern Nevada, proximal to Yucca Mountain
Site meteorological monitoring program

Site reconnaissance

Preliminary and detailed exploration

Detailed exploration

Physical property and index laboratory tests
Mechanical and dynamic laboratory property tests

Field tests and characterization measurements

Physical property field tests and characterization
measurements

Mechanical property field tests
Geophysical field measurements
Density and porosity characterization
Thermal conductivity characterization
Thermal expansion characterization

Laboratory determination of mechanical properties
of intact rock

Compressive mechanical properties of intact rock
at baseline experiment conditions

Effects of variable environmental conditions on
mechanical properties

Laboratory determination of the mechanical
properties of fractures

Plate loading tests



ACTIVITY NO.

ACTIVITY NAME

8§.3.1.15.1.8.1

8.3.1.15.2.1.2

8.3.1.15.2.2.1

8.3.1.16.1.1.1

8.3.1.16.2.1.4

8.3.1.17.2.1.2

8.3.1.17.3.3.2

8.3.1.17.3.5.1

8.3.1.17.3.5.2

8.3.1.17.3.6.2
8.3.1.17.4.1.1
8.3.1.17.4.1.2

8.3.1.17.4.1.3

8.3.1.17.4.2

8.3.1.17.4.2.1

8.3.1.17.4.3.1

8.3.1.17.4.3.2

8.3.1.17.4.3.4

Evaluation of mining methods

Overcore stress experiments in the exploratory
studies facility

Surface-based evaluation of ambient thermal
conditions

Site flood and debris hazards studies
Identification and evaluation of potential effects
of repository related withdrawals on the local
flow system at Yucca Mountain, Nevada

Assess the potential for displacement on faults
that intersect underground facilities

Select or develop empirical models for ground
motion from underground nuclear explosions

Identify controlling seismic events

Characterize ground motion from the controlling
seismic events

Evaluate ground motion probabilities
Compile historical earthquake record
Monitor current seismicity

Evaluate potential for induced seismicity at the
site

Location and recency of faulting near prospective
surface facilities

Identify appropriate trench locations in Midway
Valley ' .

Conduct and evaluate deep geophysical surveys in
an east-west transect crossing the Furnace Creek
fault zone, Yucca Mountain, and the Walker Lane

Evaluate Quaternary faults within 100 km of Yucca
Mountain

Evaluate the Bare Mountain fault zone
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ACTIVITY NO.

ACTIVITY NAME

8.3.1.17.4.3.5

8.3.1.17.4.4.1
8.3.1.17.4.5.1
8.3.1.17.4.5.2
8.3.1.17.4.6.1
8.3.1.17.4.6.2
8.3.1.17.4.7.1
8.3.1.17.4.7.2

8.3.1.17.4.7.3

8.3.1.17.4.7.4

8.3.1.17.4.7.5

8.3.1.17.4.7.8

8.3.1.17.4.8.1

8.3.1.17.4.8.2

Evaluate structural domains and characterize the
Yucca Mountain region with respect to regional
patterns of faults and fractures

Evaluate the Rock Valley fault system

Evaluate the significance of the Miocene-Paleozoic
contact in the Calico Hills area to detachment
faulting within the site area

Evaluate postulated detachment faults in the
Beatty-Bare Mountain area

Evaluate Quaternary geology and potential
Quaternary faults at Yucca Mountain

Evaluate age and recurrence of movement on
suspected and known Quaternary faults

Evaluate intermediate depth (2 to 3 km) reflection
and refraction methods and plan potential
application of these methods within the site area

Detailed gravity survey of the site area

Detailed aeromagnetic survey of the site area

Detailed
features

ground magnetic survey of specific
within the site area

Evaluate surface geoelectric methods and plan
potential application of these methods within the
site area

Evaluate shallow seismic reflection (mini-sosie)
methods and, if appropriate, conduct surveys of
selected structures at and proximal to the site
area

Evaluate present stress field within site area

Evaluate and test shallow borehole hydrofrac and
triaxial strain recovery methods for the
determination of in situ stress and, if
appropriate, plan potential application of these
methods within and proximal to the site



ACTIVITY NO. ACTIVITY NAME

8.3.1.17.4.9.1 Evaluate age and extent of tectonically stable
areas at and near Yucca Mountain

8.3.1.17.4.10.1 Relevel base-station network, Yucca Mountain and
vicinity

8.3.1.17.4.10.2 Survey selected base stations, Yucca Mountain and
vicinity, using global positioning satellite

8.3.1.17.4.10.3 Analyze existing releveling data, Yucca Mountain
and vicinity -

8.3.1.17.4.12.1 Evaluate tectonic processes and tectonic
stability at the site

8.3.2.4.1.1 Design activity to verify access and drift

usability
8.3.5.4.1.1 Refinement of site data parameters required for
Issue 2.2

8.3.5.10.2.1 Characterization of the spent fuel waste form
8.3.5.10.2.2 Characterization of the glass waste form
8.3.5.10.3.2 Develop geochemical speciation and reaction model
8.3.5.10.5.1 Determine radionuclide transport parameters

8.3.5.10.5.2 Radionuclide transport modeling in the near-field
waste package environment

8.3.5.12.1.1 Application of results _
8.3.5.12.2.1 Model development

8.3.5.12.2.1.1 Development of a theoretical framework for
calculational models -

8.3.5.12.2.2 Verification and validation



APPENDIX B

GEOLOGIC AND ENGINEERING MATERIALS: BIBLIOGRAPHY OF CHEMICAL
SPECIES (GEMBOCHS) DATA CATALOG

Introduction

The GEMBOCHS database and software library together

provide a suite of thermodynamic datafiles for use with
geochemical modeling codes such as EQ3/6, which in turn
are used to carry out aqueous speciation and fluid-rock

mass transfer calculations that provide quantitative
insight into the geochemical evolution of diverse geologic
systems. In the context of Yucca Mountain Site
Characterization Project (YMP) investigatioms, participant
geochemists depend heavily on GEMBOCHS and EQ3/6 in their
efforts to assess and predict the likely and potential
geochemical consequences of the proposed subterranean

repository.

This appendix lists the general types of data contained in
the database and provides tabular summaries of the
specific species, reference-state thermodynamic data, and
literature references currently included in GEMBOCHS.

GEMBOCHS Data es

The following lists provide skeletal summaries of the
compositional, reaction, and thermodynamie data included
in GEMBOCHS for minerals, gases, and aqueous species. For
a given species, some (or most) of these data may be
lacking; conversely, for certain parameters, more than one

referenced value is often available.

Compositional Data for Minerals, Gases, and Aqueous
Species

Elemental Composition

Common Name

Reaction Data for Aqueous Dissociation of Minerals, Gases,
and Aqueous Species .

Reaction Stoichiometry

Equilibrium Constants

Pressure, Temperature Conditions

Standard Molal Gibbs Free Energies of Reaction

Standard Molal Enthalpies of Reaction

Standard Molal Entropies of Reaction



Standard Molal Volumes of Reaction
Standard Molal Heat Capacities of Reaction
Parameter Units -

Literature References

Thermodynamic Data for Minerals
Standard Molal Gibbs Free Energy of Formation
Standard Molal Enthalpy of Formation
Standard Molal Entropy at Reference Pressure (Pr) and
Temperature (Tr)
Standard Molal Volume at Pr, Tr
Standard Molal Heat Capacity at Pr, Tr
Molecular Weight
Heat Capacity Coefficients -
Temperature Limits on Heat Capacity Coefficients
Standard Molal Enthalpy of Transition
Standard Molal Entropy of Transition
Standard Molal Volume of Transition
Clapeyron Slope
Parameter Units
Literature References

Thermodynamic Data for Gases
Standard Molal Gibbs Free Energy of Formation
Standard Molal Enthalpy of Formation
Standard Molal Entropy at Pr, Tr
Standard Molal Volume at Pr, Tr
Standard Molal Heat Capacity at Pr, Tr
Molecular Weight -
Heat Capacity Coefficients
Temperature Limits on Heat Capacity Coefficients
Parameter Units
Literature References

Thermodynamic Data for Aqueous Species
Standard Molal Gibbs Free Energy of Formation
Standard Molal Enthalpy of Formation
Standard Molal Entropy at Pr, Tr
Standard Molal Volume at Pr, Tr
Standard Molal Heat Capacity at Pr, Tr
Molecular Weight -
Equation-of-State Coefficients
Debye-Huckel Parameters
Ionic Charge
Electronic Entropy
Parameter Units
Literature References



“~—GEMBOCHS Species, Data, and References

Table Bl provides a comprehensive inventory of the chemical
species for which at least some data are available in GEMBOCHS, a
symbolic description of the data used to represent reference-
state stability of individual species, and a matrix indicating
the presence or absence of these species in each of the six
standard thermodynamic datafiles currently provided for use with

EQ3/6.

In the "species" section of the table, the common name for each
distinct species is given in the "name" column, its chemical
composition is provided in the "composition" column, and its
"aqueous" OTY "mineral" nature in the "type' column. This last
column requires some explanation. Although all agqueous species
are grouped together in this table, within GEMBOCHS they are
subdivided into "basis", naguxiliary basis", and " [other] agueous"
species, where the basis and auxiliary basis species are used in
reactions that represent aqueous dissociation of minerals, gases,
liquids, and other aqueous species. There is no physical
differentiation agssociated with this subdivision, and from a
thermodynamic standpoint such classification is completely
arbitrary (albeit necessary from practical considerations) .

Similarly, all minerals are grouped together here, although in
__ the database itself they are subdivided into " [stoichiometric]
solids", "solid solutions", rgases", and "liquids". However, in
contrast to the case for aqueous species, these four subtypes are
clearly distinct physically. In the following table, solid
solutions are distinguished by the explicit parenthetical
representation of cation mixing sites in their composition:

e.g., Orthopyroxene: (Fe,Mg) Si0;. Gases are denoted by their
v(g)" suffix: e.g., Co,(g), and liquids by their "(1)" suffix:
e.g., Br,(1). All other species of type "mineral" are
stoichiometric (pure) solids. Although these four species types
are physically distinct, their thermodynamic behavior is
represented with similar equations, hence, their grouping in this
compilation.

Note that the composition column is blank whenever its
specification would be redundant, and that the primary sort on
the table is by species type; hence, all agueous species are
listed (alphabetically) in the first block, followed by the
minerals (also alphabetized) in the second. Also note that the
composition column, which is of 55-character length in the
database, has been truncated to 28-character length below. This
length restriction is rarely significant, although it can be in
some instances (e.g., several Clinoptilolites).



In the "data" section, the "type" column refers to the type of
data used to represent thermodynamic stability of the species at
the reference T-P state of 25C, 1 bar. Type "1" denotes use of
the standard molal Gibbs free energy of formation of the species
from its elements in their standard state; type "2" refers to use
of the standard molal enthalpy of formation and standard molal
entropy to calculate the corresponding Gibbs free energy; type
"3" gignifies use of a reported equilibrium constant for aqueous
dissociation of the species; type "4" indicates use of chemical
potential data reported by Harvie et al. (1984); and finally, for
species of the type "0", there is insufficient data to calculate
the standard molal Gibbs free energy. Provided in the adjacent
"1it. source" column is the literature source for the indicated
data. These sources are given in standard squibb notation, which
is simply a concatenation of the last two digits of the year of
publication (20th century) and the first three letters of the
author’s last name; if there are two or more authors, the first
three letters of the second author’s last name are appended
following a slash character. The literature references are
provided in complete form in Table B2, which begins on page B-98.

Note that the summary of data used to calculate species stability
in the reference state represents only a small fraction of the
thermodynamic data contained in the GEMBOCHS database. Not
tabulated or referenced here are the equation-of-state, heat-
capacity, and phase-transition data used to calculate standard
molal thermodynamic properties at elevated temperatures and
pressures; Debye-Huckel parameters used to evaluate activity
coefficients of aqueous species; site mixing parameters used to
represent the thermodynamic behavior of solid solutions, etc.

The final "EQ3/6 Datafiles" section provides a matrix summary of
the presence (indicated by an "X") or absence ("0") of a given
species in each of the six thermodynamic datafiles provided for
use with EQ3/6. The "com" file is a composite database that
encompasses the broadest range of bulk chemical composition, at
the expense of a somewhat reduced level of internal consistency;
the "alt" file mirrors the "com" file with one exception: data
for aqueocus Np, Pu, and Am complexes are taken exclusively from
Palmer et al. (1992), as described above. The "sup" file is
based on equations and data taken from the SUPCRT92 software
package (Johnson et al., 1992), which currently includes
approximately 550 species and features a high level of internal
consistency and a comprehensive equation-of-state for aqueous
species. The "nea" file is based on the internally consistent,
albeit bulk-composition restricted, CODATA (Cox et al., 1989) and
NEA-Uranium (Grenthe et al., 1992) compilations. The "pit"
(Pitzer, e.g., 1973, 1987) and "hmw" (Harvie et al., 1984) files



~— are primarily distinguished by their treatment of activity

coefficients for aqueous species, which are based on Pitzer’s
equations. (In contrast, the r"com", "alt", and "nea" files
contain data which facilitate calculation of aqueous activity
coefficients using an extended Debye-Huckel model, which is more
appropriate for relatively dilute aqueous solutions.)

Each of these datafiles is particularly suited for use with
certain geochemical modeling problems. For example, if the bulk
chemistry of the system to be modeled is somewhat exotic
(containing actinides, rare earths, etc.), then the "com" Or
nalt" files are likely the only choice; if the problem to be
addressed involves common rock-forming minerals and relatively
dilute aqueous solutions, then the "sup" file is recommended
owing to its high level of internal consistency and agueous-
species equation of state. If the model environment is
characterized by brines or other fluids of relatively high ionic
strength, then the "pit" or "hmw" files are most appropriate. At
present, the "nea’ file is of limited practical use as its
primarily restricted to Uranium species. However, this
compilation will enjoy greatly enhanced applicability upon
incorporation of the critical reviews of thermodynamic data
currently in progress for Tc, Np, Pu, and Am species, which will
be analogs to the Uranium volume of Grenthe et al. (1992) .



Table Bl: Summary of GEMBOCHS species, reference-state data, and EQ3/6 datafiles

SPECIES DATA EQ3/6 DATAFILES
************************************************************* LA AR E SR ESESE RN B R RS EEEEEEE R R R R R X T
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
(AmO2) 2 (0OH) 2++ agueous 3 92pal/sil 0 X 0 0 0 0
(AmO2) 20H+++ aqueous 3 92pal/sil 0 X 0 0 0 0
(Am02)3(C03)6(6-) agqueous 3 92pal/sil 0 X 0 0 0 0
(AmO2)3(0OH)4++ agueous 3 92pal/sil 0 X 0 0 0 0
(AmO2)3 (OH) 5+ agueous 3 92pal/sil 0 X 0 0 0 0
(AmO2)3 (OH)7- agqueous 3 92pal/sil 0 X 0 0 0 0
(AmO2)4 (OH) 7+ agueous k} 92pal/sil 0 X 0] 0 0 0
(NH4)2Sb2S84 (aq) agueous 1 82wag/eva X X 0 0 0 0
(NpO2)2(0OH) 2++ aqueous 1 84lem 0 0 0 0 0 0
(NpO2)2(0OH) 2++ agueous 3 84lem X 0 0 0 0 0
(NpO2)2(0OH) 2++ agueous 3 92pal/sil 0 X 0 0 0 0
(NpO2) 20H+++ agqueous 3 92pal/sil 0 X 0 0 0 0
(NpO2)3(C03)6(6-) agqueous 3 92pal/sil 0 X 0 0 0 0
(NpQ2)3 (OH)4++ agqueous 3 92pal/sil 0 X 0] 0 0 0
(Np0O2)3(OH) 5+ aqueous 1 841em 0 0 0 0 0] 0
(NpO2)3(OH) 5+ agueous 3 84lem X 0 0 0 0 0
{NpO2)3(OH)5+ agueous 3 92pal/sil 0 X 0 0 0 0]
(NpO2)3(OH)7- agueous 3 92pal/sil 0 X 0 0 0 0
(NpO2)4 (OH) 7+ agueous 3 92pal/sil 0 X 0 0 0 0
(PuQ2)2(0OH)2++ agqueous 1 80lem/tre X 0 0 0 0 0
(PuO2)2(0OH) 2++ agueous 3 80lem/tre 0 0 0 0 0 0]
(PuO2)2(OH) 2++ agqueous 3 92pal/sgil 0 X 0 0 0 0
(PuO2)20H+++ aqueous 3 92pal/sil 0 X 0 0 0 0
(Pu02)3(C0O3)6(6-) ‘ aqueous 3 92pal/sil 0 X 0 0 0 0
(Pu02)3(OH)4++ . agueous 3 92pal/sil X X 0 0 0 0
(PuO02)3(0OH) 5+ : agueous 1 80lem/tre X 0 0 0 0 0
(Pu02)3(0OH) 5+ agueous 3 80lem/tre 0 0 0 0 0 0
(Pu02)3(OH)5+ agueous 3 92pal/sil 0 X 0 0 0 0
(PuO2)3(OH)7- : aqueous 3 92pal/sil 0 X o] 0. 0 0
(Pu02)4 (OH) 7+ aqueous 3 92pal/sil 0 X 0 0 0 0
(TcO(OH)2)2(aq) aqueous 1 83rar X X 0 0 0 0
(U02)11(CO3)6(0H)12-- aqueous 1 92gre/fug X X 0 0] X 0
(U02)2(C0O3) (OH)3~- aqueous 3 84tri 0 0 0 0 0 0
(UO2)2(0H) 2++ agueous 0 chemval* 0 0 0 0 0 0
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SPECIES DATA EQ3/6 DATAFILES
************************************************************* **************** ***********;ﬁ***********
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
(U02)2(OH)2++ agqueous 1 92gre/fug X X 0 0 X 0]
(U02)2(0H)2++ agueous 3 chemval* 0 0 0 0 0 0
(U02)2C0O3(0H)3- agqueous 1 92gre/fug X X 0 0 X 0
(U02) 20H+++ ‘ aqueous 1 92gre/fug X X 0 0 X 0
(UO2)3(C03)6(6-) agueous 0 chemval* 0 0 0 0 0 0
(UO2)3(CO3)6(6-) agqueous 1 92gre/fug X X 0 0 X 0
(UO2)3(CO3)6(6-) agueous 3 chemval* 0 0 0 0 0 0
(UO2)3(0H)4++ aqueous 1 92gre/fug X X 0 0 X 0
(UO2) 3 (OH) 5+ agueous 0 chemval* 0 0 0 0 0 0
(UO2)3(0OH) 5+ agueous 1 92gre/fug X X 0 0 X 0
(U02)3(OH) 5+ agueous 3 chemval* 0 0 0 0 0 0
(002)3(0H)5C02+ , agueous 1 92gre/fug X X 0 0 X 0
(U02)3(0H)7- agqueous 1 92gre/fug X X 0 0 X 0
(UO2)30(0H)2(HCO3)+ . agqueous 1 92gre/fug X X 0 0 X 0
(UO2)4(OH)7+ agueous 1 92gre/fug X X 0 0 X 0
(VO)2(OH)2++ agueous 3 76bae/mes X X 0 0 0 0
1-Butanamine(aq)' C4HONH2 aqueous 1 supcrt92** X X X 0 0 0
1-Butanol(aq) C4H90H aqueous 1 supcrt92** X X X 0 0 0
1-Butene(adq) C4H8 agueous 1 supcrt92** X X X 0 0 0
1-Butyne(aq) C4H6 agueous 1 supcrt92** X X X 0 0 0
1-Heptanamine(aq) C7H15NH2 agqueous 1 supcrt92** X X X 0 0 0
1-Heptanol(aq) C7H150H agueous 1 supcrt92** X X X 0 0 0
1-Heptene(aq) C7H14 aqueous 1 supcrt92** X X X 0 0 0
1-Heptyne(ad) C7H12 aqueous 1 supcrt92xx X X X 0 O 0
1-Hexanamine{aq) : C6HL3NH2 aqueous 1 supcrt92x** X X X 0 0 0
1-Hexanol (aq) C6H130H aqueous 1 supcrt92** X X X 0 0 0
1-Hexene(adq) C6H12 agueous 1 supcrt92** X X X 0 0 0
1-Hexyne(ad) C6H10 ) agueous 1 supcrt92** X X X 0 0 0
1-Octanamine(aq) CB8H17NH2 agqueous 1 supcrt92** X X X 0 0 0
1-Octanol(aq) C8H120H agqueous 1 supcrt92** X X X 0 0 0
1-Octene(aq) CB8H16 agqueous 1 supcrt92** X X X 0 0 0
1-Octyne(ad) C8H14 aqueous 1 supcrt92** X X X 0 0 0
1-pPentanamine(aq) C5H11NH2 agueous 1 supcrt92** X X X 0 0 0
1-Pentanol(aq) C5H110H agueous 1 supcrt92** X X X 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP' PIT NEA HMW
1-Pentene(aq) C5H10 agueous 1 supcrt92+x* X X X 0 0 0
1-Pentyne(aq) CS5HS8 aqueous 1 supcrt92** X X X 0 0 0
1-Propanamine(aq) C3H7NH2 aqueous 1 supcrt92*x* X X X 0 0 0
1-Propanol(aq) C3H70H . agueous 1 supcrt92++* X X X 0 0 0
1-Propene(aq) C3Hé6 aqueous 1 supcrt92xx* X X X 0 0 0
1-Propyne(aq) C3H4 aqueous 1 supcrt92+x* X X X 0 0 0
2-Butanone(aq) C4H80 agueous 1 supcrt92*+* X X X 0 0 0
2-Heptanone(aq) C7H140 agqueous 1 supcrt92++* X X X 0 0 0
2-Hexanone (aq) C6H120 agqueous 1 supcrt92** X X X 0 0 0
2-Octanone(aq) CBH160 ) agqueous 1 supcrt92*x* X X X 0 0 0
2-Pentanone(aq) C5H100 agueous 1 supcrt92++* X X X 0 0 0
Acetaldehyde (aq) CH3CHO agueous 1 93sch/sho X X X 0 0 0
Acetamide(aq) CH3CONH2 ' aqueous 1 93sho X X X 0 0 0
Acetate CH3CO00- agueous 1 supcrt92*+* X X X 0 0 0
Acetic acid(aq) CH3COOH agueous 1 supcrt92+*x* X X X 0 0 0
Acetone(aq) CH3COCH3 agueous 1 supcrt92*+ X X X 0 0 0
Ag(CH3CO00) 2- agueous 1 93sho/kor X X X 0 0 0
Ag(C0O3)2--- agqueous 1 supcrt92+* X X X 0 0 0
Ag+ aqueous 1 supcrt92+*x X X X X 0 0
Ag+ agueous 2 89cox/wag 0 0 0 0 0 0
Ag++ agqueous 1 supcrt92+** X X X 0 0 0
AgCH3C00 (aq) aqueous 1 93sho/kor X X X 0 0 0
AgCQ3- aqueous 1 supcrt92=*x X X X 0 0 0]
AgCl(aq) ' agueous 1 supcrt92*+* X X X 0 0 0
AgCl2- aqueous 1 supcrt92#+* X X X 0 0 0
AgC13-- ) . aqueous 1 supcrt92x*x* X X X 0 0 0
AgCl4--- -aqueous 1 supcrt92+*+ X X X 0 0 0
AgF(aq) agqueous 1 82wag/eva X X 0 0 0 0
AgNO3(aq) . aqueous 1 supcrt92*+* X X X 0 0 0
Al (CH3COO0) 2+ agueous 1 93sho/kor X X X 0 0 0
Al(O-phth)+ aqueous 3 77mar/smi. 0 0 0 0 0 0
Al (O-phth)2- aqueous 3 89mar/smi 0 0 0 0 0 0
Al (OH) 2+ agueous 0 chemval* 0 0 0 0 0 0
A1 (OH)2+ agueous 3 93bou/kna X X 0 0 0 0
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SPECIES DATA EQ3/6 DATAFILES
************************************************************* P Y TR 22 2 22 22 2 2 2 A AR AR R

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
AlSO4+ aqueous 3 chemval* 0 0 0 0 0 0
Alanine(aq) C3H7NO2 agqueous 1 supcrt92** X X X 0] 0 0
Alanylglycine(aq) CS5H10N203 ' agqueous 1 92sho X X X 0 0] 0
Am{CO03)2(aq) agueous 3 92pal/sil 0 X 0 0 0 0
Am(CO03)2- agueous 1 84ker 0 0 0 0 0 0
am(C03)2- agqueous 3 86ker/sil X 0 0 0 0 0
Am(CO3)2- ‘agqueous 3 92pal/sil 0 X 0 0 0 0
Am(CO3)3-- aqueous 3 92pal/sil 0 X 0 0 0 0
Am(C03)3--- agueous 3 86ker/sil X 0 0 0 0 0
Am(C03)3--- agueous 3 92pal/sil 0 X 0 0 0 0
AM(CO3)4---- agueous 3 92pal/sil 0 X 0 0 0 0
Am(CO3)5(6-) agqueous 3 92pal/sil 0 X 0 0 0 0
Am(H2P04 )2+ agqueous 1 84ker X 0 0 0 0 0
Am(H2P04)2+ agqueous 3 92pal/sil 0 X 0 0 0 0
Am(H2P04)2++ agqueous 3 92pal/sil 0 X 0 0 0 0
Am(H2P04)3(aq) agueous 1 84ker X 0 0 0 0 0
Am(H2P04)3(aq) aqueous 3 92pal/sil 0 X 0 0 0 0
Am(H2P04)4 (ad) aqueous 3 92pal/sil 0 X 0 0 0 0
Am(H2P04)4- agueous 1 84ker- X 0 0 0 0 0
Am(H2P04)4- agqueous 3 92pal/sil 0 X 0 0 o] 0
Am(HPO4)2(adq) aqueous 3 9¢pal/sil 0 X 0 (o] 0 0
Am(HPO4)3-- agqueous 3 92pal/sil 0 X 0 0 0 0
Am(HPO4)4---- ) aqueous 3 92pal/sil 0 X 0 0 0 0
Am(HPO4)5(6-) agueous 3 92pal/sil 0 X 0 0 0 0
Am(NO3) 2+ agqueous 1 84ker X 0 0 0] 0 0
Am(NO3)2+ . agqueous 3 92pal/sil 0 X 0 0 0 0
Am(NO3)2++ . agueous 3 92pal/sil 0 X 0 0 0 0
Am(NO3)3(aq) agueous 3 92pal/sil 0] X 0 0 0 0
Am(NO3) 3+ aqueous 3 92pal/sil 0 X 0 0 0 0
AmM(NO3)4(aq) agueous 3 92pal/sil 0 X 0 0 0 0
Am(OH) 2+ agqueous 1 84ker 0 0 0 0 0 0
Am(OH) 2+ agqueous 3 86ker/sil X o] 0 0 0 0
Am(OH) 2+ agqueous 3 92pal/sil 0 X 0 0 0 0
Am(OH) 2++ agueous 3 92pal/sil 0 X 0 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Am(OH) 3 (aqg) agqueous 1 84ker 0 0 0 0 0 0
Am(OH) 3 (aq) agueous 3 86ker/sil X 0 0 0 0 0
Am(OH) 3 (aq) aqueous 3 92pal/sil 0 X 0 0 0 0
Am(OH) 3+ agueous 3 92pal/sil 0 X 0 0 0 0
Am(OH) 4 (aq) agueous 3 92pal/sil 0 X 0 0 0 o
Am(OH)5- aqueous 3 92pal/sil 0 X 0 0 0 0
Am(S04)2(aq) aqueous 3 92pal/sil 0 X 0 0 0 0
Am(S04)2- agueous 1 84ker X 0 0 0 0 0
Am({S04)2- agqueous 3 92pal/sil 0 X 0 0 0 0
Am(S04)3-- . agueous 3 92pal/sil 0 X 0 0 0 0
Amt++ agqueous 1 76fug/cet X X 0 0 ] 0
Am++++ agueous 1 76fug/oet X X 0 X 0 0
AmCO3+ agueous 1 84ker 0 0 0 0 0] 0
AmCO3+ aqueous 3 86ker/sil X 0 0 0 0 0
AmCO3+ aqueous 3 92pal/sil 0 X 0 0 0 0
AmCO3++ agqueous 3 92pal/sil 0 X 0 0 0 0
AmCl++ agueous 1 84kex X 0 0 0 0 0
AmCl++ agqueous 3 92pal/sil 0 X 0 0 0 0
AmCl+++ agueous 3 92pal/sil 0 X 0 0 0] 0
AmC1l2+ aqueous 1 84ker X 0 0 0 0 0
AmC1l2+ agqueous 3 92pal/sil 0 X 0 0 0 0
AmCl2++ : agueous 3 92pal/sil 0 X 0 0 0 0
AmC13+ B agueous 3 92pal/sil 0 X 0 0 0 0
AmF++ aqueous 1 84ker X 0 0 X 0] 0
AmP++ ' . agqueous 3 92pal/sil 0 X 0 0 0 0
AmF+++ aqueous "3 92pal/sil 0 X 0 0 0 0
AmF2+ agqueous 1 84ker X 0 0 0 0 0
AmF2+ aqueous 3 92pal/sil 0 X 0 0 0 0
AmMF2++ aqueous 3 92pal/sil 0 X 0 0 0 0
AmF3 (aq) agueous 1 84ker X 0 0 0 0 0
AmF3(aq) agqueous 3 92pal/sil 0 X 0 0 0 0
AmF3+ agqueous -3 92pal/sil 0 X 0 0 0 0
DmF4 (aq) agueous 3 92pal/sil 0] X 0 0 0 0
AmFS - agqueous 3 92pal/sil 0 X 0 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
AMF6 - - agueous 3 92pal/sil 0 X 0 0 0 0
AmMH2P0O4 ++ agueous 1 B4kerx X 0 0 0 0 0
AmH2PO4 ++ aqueous 3 92pal/sil 0 X 0 0 0 0
AMH2PO4 +++ agueous 3 92pal/sil 0 X 0 0 0 0
AmHPO4 ++ aqueous 3 92pal/sil 0 X 0] 0 0 0
AmMNO3++ agueous 1 84ker X 0 0 0] 0 0
AmNO3++ aqueous 3 92pal/sil o] X 0 0 0 0
AMNO3+++ aqueous 3 92pal/sil 0 X 0 0 0 0
AmO2(C03)2-- aqueous 3 92pal/sil 0 X 0 1] 0 0
AmO2(C03)2--- aqueous 3 92pal/sil 0 X 0 0 0 0
AmO2(C03)3(5-) aqueous 3 92pal/sil 0 X 0 0 0 0
AmO2(C03)3---- agueous 3 92pal/sil 0 X 0 0 0 0
AmO2 (H2P0O4) 2 (aq) agueous 3 92pal/sil 0 X 0 0 0 0
AmO2(NO3)2(aq) agueous 3 92pal/sil 0 X 0 0 0 0
AmO2(NO3)2- agqueous 3 92pal/sil 0 X 0 0 0] 0
AmO2(OH)2(aq) agueous 3 92pal/sil 0 X 0 0 0 0
AmO2(0OH)3- . agueous 3 92pal/sil 0] X o] 0 0 0
AmO2(0H)4-- aqueous 3 92pal/sil 0 X 0 0 0 0
AmO2(S04)2-- agueous 3 92pal/sil 0 X 0 0 0 0
AmO2+ aqueous 1 76fug/ocet 0 0 0 0 0 0
amO2++ aqueous 1 76fug/ocet 0 0 0 0 o] 0
AmO2C0O3 (aq) aqueous 3 92pal/sil 0 X 0 0 0 0]
AmO2C03- ) aqueous 3 92pal/sil 0 X 0 0 0 0
AmO2Cl(aq) agueous 3 92pal/sil 0 X 0 0 0 0
AmO2Cl+ agueous 3 92pal/sil 0 X 0 0 0 0
Am02Cl2 (aq) agqueous 3 92pal/sil 0 X 0 0 0 0
AmO2C12- ' agueous 3 92pal/sil 0 X 0 0 0 0
AmO2F (aq) ' aqueous -3 92pal/sil 0 X 0 0 o] 0
AmMO2F+ agueous 3 92pal/sil 0 X 0 0] 0 (0]
AmO2F2 (aq) agueous 3 92pal/sil 0 X 0 0 0 0
AmO2F3- aqueous 3 92pal/sil 0 X 0 0 0 0]
AmMO2F4 - - agqueous 3 92pal/sil 0 X 0 0 o] 0
AmQO2H2P0O4 (aq) aqueous 3 92pal/sil 0 X 0 0 0 0
AmO2H2P0O4+ aqueous 3 92pal/sil 0 X 0 0 0 0
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NAME COMPOSITION , TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
AmO2HCO3 (aq) agueous 1 B4ker 0 0 0 0 0 0
AmQO2HPO4 (aq) agqueous 3 92pal/sil 0 X 0] 0 0 40
AmO2HPO4 - aqueous 3 92pal/sil 0 X 0 0 0 0
AmO2NO3 (aq) aqueous 3 92pal/sil 0 X 0 0 0 0
AmO2NO3+ agqueous 3 92pal/sil 0 X 0 0 0 0
AmO20H (aq) agqueous 3 92pal/sil 0 X 0 0 0 0
AmO20H+ agueous 3 92pal/sil 0 X 0] 0 0 0
AmO2P04 - - agueous 3 92pal/sil 0 X 0 0 0 0
Am02S04 (aqg) aqueous 3 92pal/sil 0 X 0 0 0 0
Am02504 - agueous 3 92pal/sil 0 X 0] 0 0 0
AmOH++ aqueous 1 84ker 0 0 0 0 0 0
AmOH++ agueous 3 86ker/sil X 0 0 0 0 0
AmOH++ . agqueous 3 92pal/sil 0 X 0 0 0 0
AmOH+++ aqueous 3 92pal/sil 0 X 0 0 0 0
AmSO4+ agqueous 1 84ker X 0 0 0 0 0
AmSO4+ ' agueous 3 92pal/sil 0 X 0 0 O ©
AmSO4++ agueous 3 92pal/sil 0 p. ¢ 0 0 0 0
Ar(aq) aqueous 1 supcrt92++* X X X 0 0 0
As(OH)3 (aq) agueous 1 82wag/eva X X 0 0 0 0
As(OH)4- agueocus 3 76bae/mes 0 0 0 0 0 0
AsH3 (aq) agqueous 1 69ser/kho X X 0 0 0 o]
AsQ2- ' agueous 2 92gre/fug X X 0 0 X 0
AsO20H- - agueous 1 69ser/kho X X 0 0 0 0
AsO3F-- ' \ agueous 1 82wag/eva X X 0 0 0 0
AsQ4--- ! agqueous 1 92gre/fug 0 0 0 0 X 0
AsO4--- : agqueous 2 82wag/eva X X 0 X 0 0
Asparagine(aq) C4H8N203 | aqueous 1 supcrt92+«#* X X X 0 0 0
Aspartic-acid(aq) C4H7NO4 agqueous 1 supcrt92** X X X 0 0 0
Au(CH3CO00)2- . agqueous 1 93sho/kor X X X 0 0 0
Au+ agueous 1 supcrt92*+* X X X 0 0 0
Au+++ aqueous 1 supcrt92** X X X 0 0 0
AUWCH3COO (aq) agueous 1 93sho/kox X X X 0 0 0
B(OH)3(aq) agqueous 1 supcrt92+«+* X X X 0 0 0
B(OH)3 (aq) agqueous 2 89cox/wag 0 0 0 0 0 0

' B-13



'
SPECIES DATA EQ3/6 DATAFILES

**************'k********************************************** *hkhkhkhkhhrkkkkxkkkk kkhhkhkIkhkhkhkkkhkkkhhhhrhdk

NAME COMPOSITION ' TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
B(OH)4- agqueous 3 72mes/bae 0 0 0 0 0 0
B(OH)4- agqueous 3 80bas 0 0 0 0 0 'o
B20(OH)5- agueous 3 77bas’ X X 0 0 0 0
B303(OH)4- agqueous 3 80bas 0 0 0 0 0 0
B40S5(OH)4- - agqueous 3 80bas 0 0 0 0 0 0
BF2(OH)2- agqueous 1 80bas X X 0 0 0 0
BF30H- aqueous 1 80bas X X 0 0 0 0
BF4 - agqueous 1 supcrt92*+* X X X 0 0 0
BH4 - agueous 1 82wag/eva X X 0 0 0 0
BO2- aqueous L supcrt92*«* X X X 0 0 0
Ba (CH3CO00)2(aq) agueous 1 93sho/kor X X X 0 0 0
Ba(o-Phthalate) (aq) _ agueous 3 89mar/smi =~ X X 0 0 0 0
Ba++ agueous 1 supcrt92*x* X X X X 0 0
Ba++ agqueous 2 92gre/fug 0 0 0 0 X 0
BaB(OH)4+ ' agueous 1 80bas X X 0 0 0 0
BaCH3COO+ agueous 1 93sho/kor X x X 0 0 0
BaCH3COO+ aqueous 3 89mar/smi 0 0 0 0 0 0
BaCO3 (aq) aqueous 1 supcrto2+** X X X 0 0 0
BaCl+ agueous 1 supcrt92*#* X X X 0 0 0
BaF+ agueous 1 supcrt92** X X X o 0 0
BaHCO3+ . aqueous 1 supcrt92** 0 0 0 0 0 0
BaNO3+ agqueous 3 76smi/max X X 0 0 0 0
BaOH+ ) agueous 3 76bae/mes X X 0 0 0 0
BaS04 (aq) , ! agueous 3 76smi/mar 0 0 0 0 0 0
Be (CH3CO00)2(aq) aqueous 1 93sho/kor X X X 0 0 0
Be++ ' ) agueous 1 supcrt92** X X X X 0 0
BeCH3COO+ ' aqueous 1 93sho/kor X X X 0 0 0
Be02- - agueous 1 supcrt92** X X X 0 0 0
Benzene(aq) C6H6 ' aqueous - 1 supcrt92+** X X X 0 0 0
Bi (CH3CO00)2+ aqueous 1 93sho/kor 0 0 0 0 0 0
Bi (CH3C00)3(aq) aqueous 1 93sho/kor 0 0 0 0 0 0
BiCH3COO++ agueous 1 93sho/kor 0 0 0 0 0 0
Br- agqueous 1 supcrt92+** X X X X 0 0
Br- aqueous 2 89cox/wag 0] 0 0 0 0 0
' B-14 !

-
.
~~.



SPECIES DATA EQ3/6 DATAFILES
************************************************************* Ak RREAAXAA T KA XXX IEE XSS SRS S S SRR EEEEE S EE]
NAME COMPQOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Br3- agueous 1 supcrt92** X X X 0 0 0
BroO- agueous 1 92gre/fug 0 ] 0 0 X 0
BroO- aqueous 1 supcrt92++ X X X 0 0 0
BrO3- agqueous 1 supcrt92+** X X X X 0 0
Bro3- . agueous 2 92gre/fug 0 0 0 0 X 0
BrO4- agueous 1 supcrt92** X X X 0 0] 0
Butanal (aq) CH3 (CH2) 2CHO agueous 1 93sch/sho X X X 0 0 0
Butanoate C3H7CO0O- agueous 1 supcrt92** X X X 0 0 0]
Butanoic acid(aq) C3H7COOH i agueous 1 supcrt92** X X X 0 0 0
CN- aqueous 1 supcrt92** X X X 0 0 0
CO(aq) aqueous 1 93sho/mck X X X 0 0 0
C02(aq) . aqueous 1 supcrt92+** X X X 0 0 0
C02(aq) agqueous 2 89cox/wag 0 0 0 0 0 0
CO2(aq) agueous 4 84har/mol 0 0 o] 0 0 X
C03-- aqueous 1 supcrt92+** X X X 0 0] 0
co3--~ . agueous 2 89cox/wag 0 0 0 0 0 0
C03-- agueous 4 84har/mol 0 0 0 0 0 X
Ca (CH3C00)2(aq) agueous 1 93sho/kor X X X 0 0 0
Ca(o-Phthalate) (aq) agqueous 3 89mar/smi X X 0 0 0 0
Ca++ agueous 1 supcrt92** X X X X 0 0
Ca++ aqueous 2 89cox/wag 0 0 0 0 0 0
Ca++ agueous 4 84har/mol 0 0 0 0 0 X
CaB(OH)4+ ) agqueous 1 80bas X X 0 0 0 0
CaCH3COO+ agueous 1 93sho/kor X X X. 0 0 0
CaCH3COO0+ aqueous 3 89mar/smi I o 0 0 0 0 0
CaCo03 (aq) aqueous 0 chemval* 0 0 0 0 0 0
CaC03(aq) : ' agueous 1 supcrt92** X X X 0 0 0
CaC03 (aq) : agueous 3 82plu/bus 0 0 0 0 0 0
CaCO3(aq) aqueous 3 chemval* 0 0 0 0 0 0
CaC03 (aq) agueous 3 dataOR53 0 0 0 0 0 0
CaCo03(aq) agueous 4 84har/mol 0 0 0 0 0 X
CaCl+ agueous 1 supcrt92** X X X 0 0 0
CaCl2(aq) agueous 1 supcrt92+* X X X 0 0 0
CaF+ aqueous 1 supcrt92*+* X X X 0 0 0

B-15

N



SPECIES DATA EQ3/6 DATAFILES
T Y 2 2 2 2R 2222222 22222222 22 2 2 AR TR SRR R 222 2 220 SO L A LS A AL LA

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
CaH2PO4+ aqueous 3 76smi/mar X X 0 0 0 0
CaHCO3+ ’ agueous 0 chemval* 0 0 0 0 0 0
CaHCO3+ agueous 1 87gar/par 0 0 0 0 0 0
CaHCO3+ agueous 1 supcrt92*x* X X X 0 0 0
CaHCO3+ aqueous 3 chemval* 0 0 0 0] 0 0
CaHCO3+ aqueous 3 dataOR53 0 0 0 0 0 0
CaHP207- agueous 3 76smi/mar 0 0] 0 0 0 0
CaHPO4 (aq) aqueous 3 76smi/mar X X 0 0 0 0
CaNO3+ ~ agueous 3 76smi/mar X X 0 0 0 0
CaOQOH+ agueous 3 76bae/mes X X 0 0 0 0
CaP207-- ' agueous 3 76smi/mar X X 0 0 0 0
CaP0O4- agqueous 3 76smi/mar X X 0 0 0 0
CaS04 (aq) agueous 0 chemval* 0 0 0 0 0 0
CaS0O4 (aq) agueous 1 supcrt92** X X X 0] 0 0
CaS04 (aqg) aqueous 3 chemval¥* 0 0 0 0 0 0
CA(CH3CQ0)2(aqg) agueous 1 93sho/kor X X X 0 0 0
Cd(CH3C00)3- aqueous 1 93sho/kor X X X 0 0 0
Ca++ agueous 1 supcrt92** X X X X 0 0
Cd++ agueous 2 89cox/wag 0 0 0 0 0 0
CACH3C00+ aqueous 1 93sho/kor X X X o 0 0
Cdse04 (aq) aqueous 3 76smi/mar X X 0 0 0 0
Ce (CH3CO00) 2+ agueous 1 93sho/kor i X X X 0 0 0
Ce (CH3CO0) 3 (aqg) agqueous 1 93sho/kor X X X 0 0 0
Ce+++ ’ aqueous 1 supcrt92+* X X X X 0 0
CeCH3COO++ . ! agqueous 1 93sho/kor X X X 0 0 0
Cl- : agueous 1 supcrt92%* X X X X 0 0
Cl- aqueous 2 89cox/wag 0 0 0 0 0 0
Cl- agqueous 4 84har/mol 0 0 0 0 0 X
clo- agueous 1 92gre/fug 0 0 0 0 X 0
cl0- agueous 1 supcrt92+** X X X 0 0 0
Cl02- aqueous 1 92gre/fug 0 0 0 0 X 0
clo2- agqueous 1 supcrt92** X X X 0 0 0]
Cl03- agqueous 1 supcrt92+** X X X X 0 0
Cl03- agueous 2 92gre/fug 0 0 0 0 X 0
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(AR RS SRR R R LSRR RS RRSRRRERRRRRER R R R RS Rttt R RS RRSETERRER] LA S SRS EEREER RSN LR AR EEEEEERE SRR RS EE RN
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Cl04 - agueous 1 supcrt92*#* X X X X 0 0
Cl04- aqueous 2 89cox/wag 0 0 0 0 0 0
Co(CH3C0O0)2(aq) agueous 1 93sho/kor X X X 0 0 0
Co(CH3C00)3- agueous 1 93sho/kor X X X 0 0 0
Co(HS)2(aq) aqueous 1 74nau/ryz X X 0 0 0 0
Co(OH) 2 (aq) agueous 3 76bae/mes X X 0 0 0 0
Co(OH)3- agqueous 3 76smi/mar 0 0 0 0 0 0
Co(OH)Y4-- agueous 3 76smi/mar X X 0 0 0 0
Co++ aqueous 1 supcrt92++* X X X X 0 0
Co+++ aqueous 1 supcrt92** X X X 0 0 0
Co2(0H) 3+ agueous 3 76bae/mes X X 0 0 0 0
Co4 (OH)4++++ agueous 3 76smi/maxr X X 0 0 0 0
CoBr2(aq) agqueous 1 82wag/eva X X 0 0 0 0
CoCH3COO0+ agqueous 1 93sho/kor X X X 0 0 0
CoCl+ . agqueous 1 74nau/ryz X X 0 0 0 0
CoCl+ agqueous 3 74nauv/ryz 0 0 0 0 0 0
CoHS+ . aqueous 1 74nau/xryz X X 0 0 0 0
CoI2(aq) agqueous 1 82wag/eva X X 0 0 0 0
CoNQ3+ agueous 3 76smi/mar X X 0 0 0 0
CoOH+ agueous 1 supcrt92** 0 0 o] 0 o] 4]
CoS203(aq) , agueous 1 74nau/xryz X X 0 0 0 0
CoS04 (aq) agqueous 1 82wag/eva X X 0 0 0 0
CoSe04 (aq) agqueous 3 76smi/mar X X 0 0 0 0
Cr(OH) 2+ ' : agueous 3 76bae/mes X X 0 0 0 0
Cxr (OH)3 (aq) agqueous 3 76bae/mes X X 0 0 0 0
Cr(OH)4- . agueous 3 76bae/mes X X 0 0 0 0
Cr++ : agueous 1 76del/hal X X 0 0 0 0
Cr+++ agueous 2 76del/hal X X 0 X 0 0
Cr2(OH) 2++++ aqueous 3 76bae/mes X X 0 0 0 0
Cr207-- agqueous 1 supcrt92+** X X X 0 0 0
Cr3(OH)4(5+) agueous 3 76bae/mes X X ] 0 0 0]
CrBr++ agueous 1 76del/hal X X 0 0 0 0
CrCl++ agueous 1 76del/hal X X 0 0 0 0
CrCl2+ agueous 1 76del/hal X X 0 0 0 0
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*************************************************************

Cr03Cl-
CrO4--
Cr04--~
CrQOH++
Cs(CH3CO00) 2-
Cs+

Cs+

CsBr(aq)
CsCH3C00O(aq)
CsCl(aq)
CsI{aq)
Cu(CH3CO00)2(aq)
Cu(CH3CO00) 2-
Cu(CH3C00)3-
Cu(C03)2--
Cu(NH3) 2++
Cu(NH3)3++
Cu({NO2)2(aq)
Cu+

Cu++

Cu++
CuCH3COO (aq)
CuCH3COO+
CuCO3(0OH)2--
CuC03(aq)
CuCl+
CuCl2(aq)
CuCl2-
CuCl3--
CuCl4--

CuF+
CuH2P0O4+
CuHPOQ4 (aq)
CuNH3++

COMPOSITION

TYPE

agqueous
aqueous
aqueous
aqueous
agueous
aqueous
aqueous
agueous
agueous
aqueous
aqueous
aqueous
aqueous
aqueous
aqueous
agueous
agqueous
agqueous
aqueous
agqueous
agueous
agueous
aqueous
aqueous
agqueous
agueous
aqueous
aqueous
agueous
agqueous
aqueous
aqueous
aqueous
aqueous
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SPECIES DATA EQ3/6 DATAFILES
IS SRR RS RS EES RS SRRl R R R R R R R R R R R R R R R R R R A R R R R RS khkhkhkhkhkhkhkhhkhkhkkhkit (2 SRS S SRR RER TS SR E RS R R
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
CuNO2+ : agueous 3 82hog X X 0 0 0 0
Cu02-- agqueous 1 82wag/eva X X 0 0 0 0
CuOH+ aqueous 1  87woo/gar X X 0 0 0 O0-
CuP04 - agqueous 3 79%mat/spo X X 0 0 0 0
Decanal {aq) CH3 (CH2)8CHO aqueous 1 93sch/sho X X X 0 0 0
Diglycine(aq) C4HBN203 aqueous 1 92sho X X X 0 0 0
Diketopiperazine(aq) C4H6N202 aqueous 1 92sho X X X 0 0 0
Dy (CH3CO00) 2+ agueous 1 93sho/kor X X X 0 0 0
Dy (CH3CO00)3 (aq) aqueous 1 93sho/kor X X X 0 0 0
Dy+++ aqueous 1 supcrt92#** X X X X 0 0
DyCH3COO0++ aqueous 1 93sho/kor X X X 0 0 0
Exr (CH3CO00) 2+ agueous 1 93sho/kor X X X 0 0 0
Exr (CH3COO0O)3(aq) agqueous 1 93sho/kor X X X 0 0 0
Er+++ agueous 1 supcrt92** X X X X 0 0
ErCH3COO++ aqueous 1 93sho/kor X X X 0 0 0
Ethanamine (aq) C2H5NH2 agqueous 1 supcrt92+*x* X X X 0 0 0
Ethane(aq) C2H6 agueous 1 supcrt92** X X X 0 0 0
Ethanol (aq) C2H50H agueous 1 supcxrt92** X X X 0 0 0
Ethylacetate(aq) CH3COOCH2CH3 agueous 1 93sho X X X 0 0 0
Ethylbenzene(aq) C6HS5C2H5 agqueous 1 supcrt92** X X X 0 0 0
Ethylene(aq) C2H4 agueous 1 supcrt92+x X X X 0 0 0
Ethyne(aq) C2H2 aqueous 1 supcrt92+* X X X 0 0 0
Eu(CH3COO) 2+ agueous 1 93sho/kor X X X 0 0 0
Bu(CH3C00)3(aq) ' aqueous 1 93sho/kor X X X 0 0 0
Eu(C03)2- agueous 1 87rar 2 X X 0 0 0 0
BEu(C03)3--- ' ) agqueous 1 87rar 2 X X 0 0 0 0
Eu(HCO3)++ ' aqueous 1 87rar 2 X X 0 0 0 0
BEu(OH) 2+ agueous 1 87rar 2 X X 0 0 0 0
Eu(OH) 2C0O3- agueous 1 87rar 2 X X 0 0 0 0
Eu(OH)3(aq) agueous 1 87rar 2 X X 0 0 0 0]
BEu(OH)4- agueous 1 87rar 2 X X 0 0 0 0
Eu(S04)2- agqueous 1 85rar 2 X X 0 0 0 0
Eu++ : agqueous 1 supcrt92+*=* X X X 0 0 0
BEu+++ agueous 1 supcrt92** X X X X 0 0

B-19



SPECIES DATA EQ3/6 DATAFILES

‘k************************************************************ kkkkhkhkhkhhkhkkkkhk YRR AR 2R R R R RS AR A

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Bu2 (OH) 2++++ agueous 1 g87rar 2 X X 0 0 0 0
BuBr++ aqueous 1 85rar 2 X X 0 0 0] 0
EuBr2+ aqueous 1 85rar 2 X X 0 0 0 0
BuBrO3++ agqueous 1 85rar 2 X X 0 0 0 0
EuCH3COO++ agueous 1 93sho/kor X X X 0 0 0
EuCO3+ agueous 1 87rar 2 X X 0 0 0 0
EuCl++ agqueous 1 85rar 2 X X 0 0 0 0
BuCl2+ agqueous 1 85rar 2 X X 0 0 0 0
EuF++ aqueous 1 85rar 2 X X 0 0 0 0
EuF2+ aqueous 1 g8Srar 2 X X 0 0 0 0
BulQ3++ aqueous 1 85rar 2 X X 0 0 0 0]
EuNQO3++ agqueous 1 85rar 2 X X 0 0 0 0
EuOH(CO03)2-- aqueous 1 87rar 2 X X 0 0 0] 0
EuOH++ aqueous 1 87rar 2 X X o0 o0 0 O
EuQHCO3 (aq) aqueous 1 87rar 2 X X 0 0 0 0
BuS0O4+ aqueous 1 8S5rar 2 X X 0 0 0 0
F- agueous 1 supcrt92x* X X X X 0 0
F- agqueous 2 89cox/wag 0 0 0 0 0 0
Fe(CH3C00) 2(aq) agueous 1 93sho/kor X X X 0 0 0
Fe (CH3C00)2(aq) agueous 1 supcrt92*+* 0 0 0 0 0 0
Fe (CH3C00) 2+ agueous 3 77mar/smi 0 0 0 0 0 0
Fe (CH3CO0)3(aq) aqueous 3 77mar/smi 0 0 0 0 0 0
Fe(OH) 2(aq) agueous 0 chemval* 0 0 0 0 0 0
Fe (OH)2(aq) ‘ aqueous 3 76bae/mes X X 0 o0 0 O
Fe(CH)2(aq) aqueous 3 chemval¥* 0 0 0 0 0 0
Fe (OH) 2+ ' . aqueous 0 chemval* o o o0 o o0 O
Fe(OH) 2+ agueous 3 76bae/mes X X 0 0 0 0
Fe(OH) 2+ aqueous 3 chemval* 0 0 0 0 0 0
Fe(OH)3(aq) aqueous 1 82wag/eva X X 0 0 0 0
Fe(OH)3- agqueous 0 chemval®* 0 0 0 0 0 0
Fe(OH)3- . aqueous 1 82wag/eva X X 0 0 0 0
Fe(OH)3- agueous 3 chemval* 0 0 0 0 0 0
FPe(OH)4- agueous 3 76bae/mes X X 0 0 0 0
Fe(S04)2- . agueous 1 82wag/eva X X 0 0 0 0
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************************************************************* khkkhkhkkhkxkkkkkk X2 R LR EE SR RE R R R RS ERES]

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Fe++ agueous 1 supcrt92+** X X X X 0 0
Fe+++ aqueous 0 chemval#* 0 0 0 0 0 0
Fe+++ agqueous 1 supcrt92+** X X X 0 0 0
Fe+++ agueous 3 chemval* 0 0 ] 0 0 0
Fe2(OH) 2++++ agueous 0 chemval* 0 0 0 0 0 0
Fe2(0OH)2++++ agueous 1 82wag/eva X X 0 0 0 0
Fe2 (OH)2++++ agqueous 3 chemval®* 0 0 0 0 0 0
Fe3(OH)4 (5+) agueous 3 76bae/mes X X 0 0 0 0
FeCH3COO+ agueous 1 93sho/kor X X X 0 0 0
FeCH3COO+ agueous 1 supcrt92** 0 0 0 0 0 0
FeCH3COO++ aqueous 3 77mar/smi 0 0 0 0 0 0
FeCO03(aq) agueous 3 81ltur/whi X X 0 0 0 0
FeCO3+ agqueous 3 8ltur/whi X X 0 0 0 0
FeCl+ agueous 1 supcrt92*+* X X X 0 0 0
FeCl++ agueous 0 chemval* 0 0 0 0 0 0
FeCl++ aqueous 1 82wag/eva X X 0 0 0 0
FeCl++ aqueous 3 chemvalx* 0 0 0 0 0 0
FeCl2(aq) agueous 1 supcrt92+** X X X 0 0 0.
FeCl2(aq) agqueous 3 90db 1 0 0 0 0 0 0
FeCl2+ agqueous 3 69%9hel X X 0 0 0 0
FeCl3(adq) agqueous 0 chemval¥* 0 0 0 0 0 0
FeCl3(aq) agueous 1 82wag/eva 0 0 0 0 0 0
FeCl3(aq) . agueous 3 chemval¥* 0 0 0 0 0 0
FeCl4- agueous 3 69%hel X X 0 0 0 0
FeCl4-- ] agueous 3 90db 1 X X 0 0 0 0
FeF+ . agueous 3 82hog X X 0 0 0 0
FeF++ . agueous 1 B82wag/eva X X 0 0 0 0
FeF2+ agueous 1 82wag/eva X X 0 0 0 0
FeF3(aq) agqueous 3 82maxr/smi 0 0 0 0 0 0
FeH2PO4+ agueous 3 72nri 1 X X 0 0 0 0
FeH2P0O4++ agqueous 3 791lan X X 0 0 0 0
FeH3S51i04++ agueous 1 730l1s/ome 0 0 0 0 0 0
FeHCO3+ agueous 3 79mat/spo X X 0 0 0 0
FeHPO4 (aq) agqueous 3 82hog X X 0 0 0 0
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R XXX 2R E 2RSSR REERE SRS RRRERE RS RRS RS ERE R LR LR R AR SRR ERERES

EQ3/6 DATAFILES
IS SRR SRR RS E RS R EE R ERE S

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
FeHPO4+ agqueous 3 76smi/mar X X 0 0 0 0
FeHSO4++ agueous 3 89mar/smi 0 0 0 0 0 0
FeHSeO3++ agueous 3 76smi/mar 0 0 0 0 0 0
FeNO2++ agueous 3 82mar/smi X X 0 0 0 0
FeNO3++ agueous 3 76smi/mar X X 0 0] 0 0
FeO(aq) agqueous 1 supcrt92*+* 0 0 0 0 0 0
FeQH+ agueous 0 chemval* 0 (0] 0 0 0 0
FeOH+ aqueous 1 supcrt92+*+* 0 0 0 0] 0 0
FeOH+ agueous 3 chemval* 0 0 0 0 0 0
FeOH++ agueous 0 chemval* 0 0 0 0 0 0
FeQH++ aqueous 1 82wag/eva X X 0 0 0 0
FeQOH++ agqueous 3 chemvalx* 0 0 0 0] 0 0
FePO4 - agueous 3 79%mat/spo X X 0 0 0 0
FeS04 (aq) aqueous 0 chemval* 0 0 0 0 0 0
FeS04 (aq) agueous 3 69iza/eat X X 0 0 0 0
FeSO4 (aq) agueous 3 chemval* 0 0 0 0 0 0
FeS04+ aqueous 0 chemvalx 0 0 0 0 0 0
FeS04+ aqueous 1 82wag/eva X X 0 0 0 0
FeS04+ aqueous 3 chemval®* 0 0 0 0 0 0
Formaldehyde (aq) HCHO agueous 1 93sch/sho X X X 0 0 0
Formate HCOO- agueous 1 supcrt92** X X X 0 0 0]
Formic acid(aq) HCOOH aqueous 1 supcert92+*« X X X 0 0 0
Ga+++ agqueous 1 supcrt92** X X X X 0 0
GA(CH3CO00) 2+ agueous 1 93sho/kor X X X 0 0 0
Gd(CH3CO00) 3 (aq) agueous 1 93sho/kor X X X 0 0 0
Gd+++ agqueous 1 supcrt92** X X X X 0] 0
GACH3CO0++ agqueous 1 93sho/kor X X X 0 0 0
Glutamic acid(aq) C5H9NO4 agueous 1 supcrt92xx* X X X 0 0 0
Glutamine(aq) C5H10NZ203 agqueous 1 supcrt92** X X X 0 0 0]
Glycine(aq) C2H5NO?2 agqueous 1 supcrt92*+# X X X 0 0 0
H(o-Phthalate)- agueous 3 82mar/smi X X 0 0 0 0
H+ agqueous 1 supcrt92** X X X X 0 0
H+ agqueous 2 89cox/wag 0 0 0 0 0 0
H+ agqueous 4 84har/mol 0 0 0 0 0 X
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************************************************************* IYEXESESEEE RS & & & ARKkIAAKXR XXX K I AR RN KX %
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
H2(aq) agqueous 1 supcrt92** X X X 0 0 0
H2As03- agueous 1 supcrt92** X X X 0 0 0
H2As03- agueous 2 92gre/fug 0 o] 0 0 X 0
H2As04 - aqueous 1 supcrt92+** X X X X 0 0
H2As504 - aqueous 2 92gre/fug 0 0 0 0 X 0
H2B407 (aq) agqueous 0 82wag/eva 0 0 0 0 0 0
H2CO03 (aq) agqueous 0 chemval* 0 0 0 0 0 0
H2CO3 (aq) agueous 3 chemval* 0 0 0 0 0 0
H2Cr04 (aq) agueous 1 76del/hal X X 0 0 0 0
H2F2(aq) aqueous 3 80bal/nor X X 0 0 0 0
H20 agueous 1 supcrt92** X X X X ] 0
H20 aqueous 2 89cox/wag 0 0 0 0 0 0
H20 aqueous 3 supcrt92*»* 0 0 X X 0 0
H20 agueous 4 84har/mol 0 0 0 0 0 X
H202(aq) aqueous 0 92gre/fug 0 0 0 0 0 0
H2P207 - - agqueous 1 92gre/fug 0] 0 0 0 X 0
H2P207 - - agueous 1 supcrt92** X X X 0 0 0
H2PO3F(aq) agueous 1 82wag/eva X X 0 0 0 0
H2PO4 - agueous 1 supcrt92*#* X X X X 0 0]
H2P0O4 - agqueous 2 89cox/wag 0 0 0 0 0 0
H2RuO5 (aq) agqueous 1 85rar 1 0 0 0 0 0 0
H2S(aqg) agueous 0 chemval®* 0 0 0 0 0 0
H2S(aq) ] agqueous 1 supcrt92** X X X (0] 0 0
H2S5(aq) agqueous 2 8%cox/wag 0 0 0 0 0 0
H2S (adg) agueous 3 chemval* 0 0 0 0 0 0
H2803 (aq) ) ) agueous 1 92gre/fug X X 0 0 X 0
H2S04 (aq) " aqueous 3 82arn/sig X X 0 0 0 ©
H2S8e(aq) agueous 1 82wag/eva X X 0 0 0] 0
H2Se03 (aq) agueous 1 82wag/eva X X 0 0 0] 0

- H2Se03 (aq) aqueous 1 92gre/fug 0 0 0 0 X 0
H28i04-- agqueous 0 chemval#* 0 0 0 0 0 0
H2S8i04-- agueous 1 74nauv/ryz X X 0 0 0 0
H28104- - agqueous 3 chemval* 0 0 0 0 0 0
H2TcO4 (aq) agueous 1 84rar X X 0 0 0 0
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LAA SRR SRS R ERERREERERREREER SRR R RSN RSRRERlRERRRRER SR RRE RS Kk hr kA hhrhhxxid (2SS SR SR SR RS R R R R SR RRE R

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
H2VO04 - aqueous 1 supcrt92x* X X X 0 0 0
H3As03 (aq) aqueous 2 92gre/fug X X 0 0 X 0
H3As04 (aqg) agueous 1 82wag/eva X X 0 0 0 0
H3As04 (aq) agueous 2 92gre/fug 0 0 0 0 X 0
H3P207- agueous 1 92gre/fug 0 0 0 0 X 0
H3P207- agqueous 1 supcrt92+*+* X X X 0 0 0
H3PO4 (aq) aqueous 1 92gre/fug 0 0 0] 0] X 0
H3PO4 (aq) agueous 1 supcrt92** X X X 0 0 0
H38i04- aqueous 1 76bae/mes 0 0 0 0 0 0
H38i04- aqueous 3 76smi/mar 0 0 0 0 0 0
H38i04- aqueous 3 chemval* 0 0 0 0 0 0
H4 (H28104)4---- agueous 3 76smi/mar X X 0 0 0 0
H4P207 (aq) agqueous 1 82wag/eva X X 0 0 0] 0
H4P207 (aq) agueous 1 92gre/fug 0 0 0 0 X 0]
H4P207 (aq) agqueous 3 76smi/mar 0 0 0 ] 0 0
H6 (H25i04)4-- agqueous 3 76smi/mar X X 0 o] 0 0
HAsO2(aq) agqueous 2 92gre/fug X X 0 0 X 0
HASO3F- agqueous 1 82wag/eva X X 0 0 0 0
HAsSQ4 - - agueous 1 supcrt92#** X X X X 0 0
HAsQ4 - - agueous 2 92gre/fug 0 0 0 0 X 0
HAsS2(aq) aqueous 3 64sil/mar X X 0 0 0 0
HB407- aqueous 0 82wag/eva 0 0 0 0 0 0
HBrO(aq) ) agueous 1 92gre/fug X X 0 0 X 0
HCN(aq) agqueous 1 93sho/mck X X X 0 0 0
HCO3- agueous 0 chemval¥* 0 0 0 0 0 0
HCO3- ) aqueous 1 supcrt92++ X X X 0 0 0
HCO3- agqueous 2 89cox/wag 0 0 0 0 o] 0
HCO3- agueous 3 chemval* 0 0 0 0 0 0
HCO3- agqueous 4 84har/mol 0 0 0 0 0 X
HCl(aq) aqueous 3 87rua/sew X X 0 0 0 0
HC10(aq) agueous 1 92gre/fug X X 0 0 X 0
HCl02(aq) agueous 1 92gre/fug X X 0 0 X 0
HCoO2- agueous 1 82wag/eva X X 0 0 0 0
HCro04- agueous 1 supcrt92+*+* X X X 0 0 0
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************************************************************* [ZE XS EEEEE R R S84 I YRS XEE R RS E R & RES
NAME COMPOSITION TYPE TYPE ©LIT.SOURCE COM ALT SUP PIT NEA HMW
HF (aq) agqueous 1 92gre/fug 0 0 0 0 X 0
HF (aq) agueous 1 supcrt92* ¥ X X X 0 0 0
HF2- agueous 1 92gre/fug 0 0 0 0 X 0
HF2- aqueous 1 supcrt92+** X X X 0 0 0
HFeO2- agueous 1 supcrt92+* 0 0 0 0 0 0
HIO3(aqg) agueous 1 92gre/fug X X 0 0 X 0
HN3(aq) agueous 1 92gre/fug X X 0 0 X 0
HNIO2- aqueous 1 supcrt92*x* 0 0 X 0 0 0
HNO2 (aq) aqueous 1 g82wag/eva X X 0 0 0 0
HNO3 (aq) agueous 1 supcrt92** X X X 0 0 0
HO2- ' agqueous 1 supcrt92** X X X 0 0 0
HP207--- aqueous 1 82wag/eva X X 0 0 0 0
HP207--- agueous 1 92gre/fug 0 0 0 0 X 0
HPO3F- agueous 1 82wag/eva X X 0 0 0 0
HPO4-- agqueous 1 gsupcrt92*x* X X X X 0 0
HPO4 - - agueous 2 89cox/wag 0 0 0 0 0 0
HPbO2- agueous 1 supcrto2*#* 0 0 0 0 0 0
HRuO5- agqueous 1 85rar 1 X X 0 0 0 0
HS- agueous 1 supcrt92*x* X X X 0 0] 0
HS- agqueous 2 89cox/wag 0 0 0 0 0 0
HS203- agqueous 1 92gre/fug X X 0 0 X 0
HSO03- agueous 1 92gre/fug 0 0 0 0 X 0
HSO3- agqueous 1 supcrt92+** X X X 0 0 0
HSO04 - ' aqueous 0 chemval* 0 0 0 0 0 0
HSO4 - : aqueous 1 supcyt92** X X X 0 0 0
HSO4 - ) agueous 2 89cox/wag 0 0 0 0 0 0
HSO04 - agqueous 3 chemval* 0 0 0 0 0 0
HS04 - agueous 4 84har/mol 0 0 0 0 0 X
HS05- aqueous 1 supcrt92** X X X 0 0 0
HSb2S84 - aqueous 3 89spy/ree X X 0 0 0 0
HSe- agueous 1 supcrt92** X X X 0 0 0
HSeO03- agueous 1 92gre/fug 0 0 0 0 X 0
HSe03- agueous 1 supcrt92+* X X X 0 0 0
HSeO4 - agueous 1 supcrt92*#* X X X 0 0 0
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NAME COMPOSITION , TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
HSi103- agueous 1 supcrt92+** X X X 0 0 0
HTcO4 - aqueous 1 84rar X X 0 0 0o 0
HVO4 - - aqueous 1 supcrt92x** X X X 0 0 0
HZnO2- agueous 1 supcrt92+** 0 0 0 0 0 0
He(aq) : agqueous 1 supcrt92+** X X X 0 0 0
Heptanal (aq) CH3 (CH2)5CHO agqueous 1 93sch/sho X X X 0 0 0
Heptanoate C6H13CO00- agueous 1 supcrt92** X X X 0 0 0
Heptanoic acid(aq) C6H13COOH aqueous 1 supcxrt92+%* X X X 0 0 0
Hexanal (aq) CH3(CH2)4CHO agqueous 1 93sch/sho X X X 0 0 0
Hexanoate C5H11CO0- agueous 1 supcrt92** X X X 0 0 0
Hexanoic acid(aq) C5H11COOH agqueous 1 supcxrt92+* X X X 0 0 0
Hg (CH3CO00)2(aq) agqueous 1 93sho/kor X X X 0 0 0
Hg (CH3CO00) 3- . agqueous 1 93sho/kor X X X 0 0 0
Hg++ agueous 1 supcrt92+** X X X 0 0 0]
Hg++ aqueous 2 89cox/wag 0 0 0 0 0 0
Hg2++ ' aqueous 1 supcrt92** X X X 0 0 0
Hg2++ agqueous 2 89cox/wag 0 0 (o] 0 0 0
HgCH3CO00+ aqueous 1 93sho/kor X X X 0 0 4}
Ho (CH3C00) 2+ agueous 1 93sho/kor X X X 0 0 0
Ho (CH3CO00) 3 (aq) agqueous 1 93sho/kor X X X 0 0 0
Ho+++ agueous 1 supcrt92#** } X X X 0 0
HoCH3C00++ ' agueous 1 93sho/kor X X X 0 0 0
I- aqueous 1 supcrt92+** X X X X 0 0
I- ’ ' agueous 2 89cox/wag 0 0 0 0 0] 0
I3- : ' aqueous 1 supcrt92*x* X X X ] 0 0
I0- : agueous 1 supcrt92** X X X 0 0 0
103- ’ . agueous 1 supcrt92** X X X 0 0 0
I103- agueous 2 92gre/fug 0 0 0 0 X 0
104 - . agueous 1 supcrt92** X X X 0 0 (¢]
In+++ aqueous 1 supcrt92*x* X X X X 0 0
Isoleucine(aq) C6H13NO2 aqueous 1 supcrt92+*+ X X X 0 0 0
K(CH3C00)2- aqueous 1 93sho/kor X X X 0 0 0
K+ agueous 1 supcrt92** X X X X o 0
K+ aqueous 2 89cox/wag 0 0 0 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
K+ aqueous 4 84har/mol 0 0 0 0 0 X
KBr(aq) aqueous 1 supcrt92** X X X 0 0 0
KCH3CO00O(aq) agueous 1 93sho/koxr X X X 0 0 0
KCl(aq) agueous 0 chemval* 0 0 0 0 0 0
KCl(aq) agueous 1 supcrt92** X X X 0 0 0
KCl (aq) aqueous 3 82arn/sig 0 0 0 0 0 0
KCl(aq) agqueous 3 chemval* 0 0 0 0 0 0]
KHPO4 - agqueous 3 89mar/smi X X 0 0 0 0
KHS04 (aq) agueous 1 supcrt92** X X X 0 0 0
KI(aq) aqueous i supcrt92** X X X 0 0 0
KOH (aq) agqueous 0 chemval* 0 0 0 0 0 0
KOH (aq) ’ aqueous 1 supcrt92++* 0 0 0 0 o 1'0
KOH (aq) agueous 3 76bae/mes X X 0] 0 0 0
KOH (aq) : agqueous 3 chemval* 0 0 0 0 0 0
KP207--- aqueous 1 82wag/eva X X 0 0 0 0
KP207--- agueous 3 76smi/mar 0 0 0 0 0 0
KS04 - agueous 0 chemval* 0 0 0 0 0 0
KS04 - agqueous 1 supcrt92*x* X X X 0 0 0
KSO4 - agueous 3 chemval#* 0 0 0 0 0 0
Kr(aq) agueous 1 supcrt92+* X X X 0 0 0
La (CH3COO0) 2+ agueous 1 93sho/kor X X X 0 0 0
La (CH3C00)3(aq) agueous 1 93sho/kor | X X X 0 0 0
La+++ ) ‘aqueous 1 supcrt92** X X X X 0 0
LaCH3COO++ agqueous 1 93sho/kor X X X 0 0 0
Leucine(aq) ' C6H13NO2 ' aqueous 1 supcrt92** X X X 0 0 O
Leucylglycine(aq) CB8H16N203 agueous 1 92sho X X X 0] 0 0
Li(CH3CO00)2- agqueous 1 93sho/kor X X X 0 0 0
Li+ aqueous 1 supcrt92** X X X X 0 0
Li+ agqueous 2 89cox/wag 0 0 0 o] 0 0
LiCH3CO0O(aq) agueous 1 93sho/kor X X X 0 0 0]
LiCl(aq) agqueous 1 supcrt92+** X X X 0 0] 0
LiOH(adq) agueous 3 76bae/mes X X 0 0 0 0
1is04 - aqueous 3 82mar/smi X X 0 0 0 0
Lu(CH3CO00) 2+ agueous 1 93sho/kor X X X 0 0 0

B-27




SPECIES DATA EQ3/6 DATAFILES
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Lu(CH3C00)3(aq) agueous 1 93sho/kor X X X 0 0 0
Lut+++ agueous 1 supcrt92** X X X X 0 0
LuCH3COO++ aqueous 1 93sho/kor X X X 0, 0 0
Methanamine(aq) CH3NH2 agqueous 1 supcrt92*x X X X 0] 0 0
Methane (aq) CH4 agueous 0 chemval#* 0 0 0 0 0 0
Methane(aq) CH4 agueous 1 supcrt92** X X X 0 0 0
Methane (aq) CH4 aqueocus 3 chemval* 0 0 0 0] 0] 0
Methanol (aq) CH30H agqueous 1 supcrt92#** X X X 0 0 0
Methionine(aq) C5H11NO2S aqueous 1 supcrt92+** X X X 0 0 0
Mg (CH3CO00) 2(aq) agueous 1 93sho/kor X X X 0 0 0
Mg++ agueous 1 supcrt92** X X X X 0] 0]
Mg++ aqueous 2 B89cox/wag 0 0 0 0 0 0
Mg++ agqueous 4 84har/mol 0 0 0 0 0 X
Mg2CO3++ agueous 0 82mar/smi 0 0 0 0 0 0
Mg20H+++ agqueous 0 82mar/smi 0 0] 0 0 0 0
Mg4 (OH)4++++ agueous 3 76bae/mes X X 0 0 0 0
MgB(OH) 4+ agueous 1 80bas X X 0 0 0 0
MgCH3C00+ agqueous 1 93sho/korx X X X 0 0 0
MgCH3COO0+ aqueous 3 89mar/smi 0 0 0 0 0 0
MgCO3 (aq) agqueous 0 chemval¥* 0 0 0 0 0 0
MgCO3 (aq) agqueous 1 supcrt92** X X X 0 0 0
MgCO3 (aq) agqueous 3 chemval* 0 0 0 0 0 0
MgCO3 (aq) agueous 4 84har/mol 0 0 0 0 0 X
MgCl+ aqueous 1 supcrt92** X X X 0 0 0
MgF+ agueous 1 supcrt92*+* X X X 0 0 0
MgH2PQ4 + : agueous 3 89mar/smi X X 0 0 0 0
MgHCO3+ agqueous 0 chemval* 0 0 0 0 0 0
MgHCO3+ agqueous 1 supcrt92** X X X 0 0 0
MgHCO3+ agqueous 3 chemval* 0 0 0 0 0] 0
MgHP207 - aqueous 3 76smi/mar 0 0 0 0 0 0
MgHPO4 (aq) aqueous 3 76smi/mar X X 0 0 0 0
MgOH+ agqueous 0 chemval* 0 0 0 0 0 0
MgOH+ agueous 1 supcrt92*x 0 0 0 0 0 0
MgOH+ aqueous 3 chemval®* 0 0 0 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
MgOH+ agueous 4 84har/mol 0 0 0 0 0 X
MgP207- - agueous 1 82wag/eva X X 0 0 0 o]
MgP207- - agqueous 3 76smi/mar 0 0 0 0 0 0
MgPOQ4 - aqueous 3 74tru/jon X X 0 0 0 0
MgS04 (aq) agueous 0 chemval* 0 0 0 0 0 0
MgS04 (aq) agueous 1 82mar/smi X X 0 0 0 0
MgS04 (aqg) : agueous 3 chemval* 0 0 0 0 0 0
Mn (CH3COO0) 2(aq) agueous 1 93sho/kor X X X 0 0 0
Mn{CH3CO00)3- agueous 1 93sho/kor X X X 0 0 0
Mn{NO3)2(aq) agqueous 3 76smi/mar X X 0 0 0 0
Mn(OH)2(aq) agueous 3 76bae/mes X X 0 0 0 0
Mn(OH)3- agqueous 1 82wag/eva X X 0 0 0 0
Mn(OH)4- - agqueous 3 76bae/mes X X 0 0 0 0]
Mn++ agueous 1 supcrt92+* X X X X 0 0
Mn+++ agueous 1 76mac X X 0 0 0] 0
Mn2 (OH) 3+ agqueous 3 76bae/mes X X 0 0 0 0
Mn20H+++ agqueous 3 76bae/mes X X 0 0 0 0
MnCH3COO+ agueous 1 93sho/kor X X X 0 0 0
MnCO3 (aq) agueous 3 79mat/spo X X 0 0 0 0
MnCl+ agueous 1 supcrt92*x* X X X 0 0 0
MnCl2(aq) agqueous 1 82wag/eva 0 0 0 0 0 0
MnCl3- agueous 1 82wag/eva X X 0 0 0 0
MnF+ _ agueous 3 89mar/smi X X 0 0 0 0
MnH2P0O4+ agueous 3 79mat/spo X X 0 0 0 0
MnHCO3+ : agueous 1 82wag/eva X X 0 0 0 0
MnHCO3+ ) agueous 3 79mat/spo 0 0 0 0 0 0
MnHPO4 (aq) agueous 3 79mat/spo X X 0 0 0 0
MnNO3+ ’ aqueous 3 76smi/mar X X 0 0 0 0
MnO4 - agueous 1 supcrt92** X X X 0 0 0
MnO4 - - agqueous 1 supcrt92*#* X X X 0 0 0
MnOH+ agueous 3 76bae/mes X X 0 0 0 0
MnPO4 - agqueous 3 79mat/spo X X 0 0 0 0
MnS04 (aq) agueous 1 supcrt92*+ X X X 0 0 0

3 76smi/mar X X 0 0 0 0

MnSe04 (aq) agqueous
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
MoQ4 - - agqueous 1 supcrt92+** X X X 0 0 0
N2(aq) aqueous 1 supcrt92** X X X 0 0 0
N3- agqueous 1 92gre/fug X X 0 0 X 0
NH3 (aq) aqueous 1 92gre/fug 0o 0 o0 o0 X 0
NH3 (aq) aqueous 1 supcrt92+x* X X X X 0 0
NH4 (CH3C00) 2- aqueous 1 93sho/kor X X X 0 0 0
NH4+ agueous 1 supcrt92#*%* X X X X 0 0
NH4+ agueous 2 89cox/wag 0] 0 0 0 0 0
NH4CH3COO (aq) agueous 1 93sho/kor X X X 0 0 0
NH4 S04 - aqueous 3 82mar/smi X X 0 0 0 0
NH4SbO2 (aq) agqueous 1 82wag/eva X X 0 0 0 0
NO2- agqueous 1 supcrt92** X X X X 0 0
NO3 - agueous 1 supcrt92#** X X X X 0 0
NO3- aqueous 2 89cox/wag 0 0 0 0 0 0
Na (CH3CO0) 2- agueous 1 93sho/kor X X X 0 0 0
Na (o-Phthalate) - agqueous 3 89mar/smi X X 0 0 0 0
Na+ _ agqueous 1 supcrt92+** X X X X 0 0
Na+ aqueous 2 89cox/wag 0 0 b} 0 0 o
Na+ agqueous 4 84har/mol 0 0 0] 0 0 X
Na2C03(aq) agqueous 0 chemval¥* 0 0 0 0 0 0
Na2C03(aq) aqueous 3 chemval* 0 0 0 0 0 0
Na2pP207-- agqueous 3 76smi/mar X X 0 0 0 0
Na2504 (aq) agueous 0 chemval~* 0 0 0 0] 0 0
Na2804 (aq) ‘ agueous 3 chemval* 0 0 0 0 0 0
NaB(OH)4 (aq) aqueous 1 80bas X X 0 0 0 0
NaBr (aq) ’ ) aqueous 1 supcrt92*#* X X X 0 0 0
NaCH3COO (aq) ' agueous 1 93sho/kor X X X o0 0 0
NaCH3CO00 (aq) agqueous 3 89mar/smi 0 0 0 0 0 0
NaC03- agqueous 0 chemval# 0 0 0 0 0 0
NaCO3- agueous 1 82wag/eva X X 0 0 0 0
NaCO03- agueous 3 chemval* 0 0 0 0 0] 0
NaCl(aq) agqueous 0 chemval* 0 0 0 0 0 0
NaCl(aq) agueous 1 supcrt92** X X X 0 0 0
NaCl(aq) agueous 3 chemval¥* 0 0 0 0 o] 0
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NAME COMPOSITION TYPE TYPE LIT,SOURCE COM ALT SUP PIT NEA HMW
NaF(aq) agueous 1 supcrt92** X X X 0 0 0
NaH38i04 (aq) agqueous 3 82arn/sig 0 0 0 0 0 0
NaHCO3(aq) agueous 0 chemval¥* 0 0 0 0 0 0
NaHCO3(aq) agueous 1 82wag/eva X X 0] 0 0 0
NaHCO3 (aq) aqueous 3 chemval* 0 0 0 0 0 0
NaHP207-- aqueous 3 76smi/mar X X 0 0 0 0
NaHPO4 - agqueous 3 89mar/smi X X 0 0 0 0
NaHS8iO3 (aq) aqueous 1 supcrt92** X X X 0 0 0
NaI(aq) agueous i supcrt92+*+* X X X 0 (0] 0
NaQH (aq) agueous 0 chemval* 0 0 0 0 0 0
NaOH(aq) agueous 3 76bae/mes X X 0 0 0 0
NaOH(aq) agueous 3 chemval* 0 0 0 0 0 0
NaP207--- aqueous 1 82wag/eva 0 0 0 0 0 0
NaP207--- aqueous 3 76smi/max X X 0 0 0 0
NasSO4 - agueous 0 chemval* 0 0 0 0 0 0
NaSsO4 - aqueous 3 82mar/smi X X 0 0 0 0
NaSO4 - aqueous 3 chemval* 0 0 0 0 0 0
NA(CH3CO00) 2+ aqueous 1 93sho/kor X X X 0 0 0
Nd (CH3CO00) 3 (aq) agqueous 1 93sho/kor X X X 0 0 0
Na+++ aqueous 1 supcrt92+%* X X X X 0 0
NACH3COO++ agueous 1 93sho/kor X X X 0 0 0
Ne (aq) aqueous 1 supcert92+* X X X 0 0 0
Ni (CH3C00)2(aq) ) agqueous 1 93sho/kor X X X 0 0 0]
Ni(CH3CO00)3- agueous 1 93sho/kor X X X 0 0 0
Ni(NH3)2++ aqueous 1 82wag/eva X X 0 0 0 0
Ni(NH3)6++ : agueous 1 82wag/eva X X 0 0 0 0
Ni(NO3)2(aq) ) aqueous 1 82wag/eva X X 0 0 0 0
Ni (OH) 2(aq) aqueous 1 82wag/eva 0 0 0 0 0 0
Ni(OH)2(aq) aqueous 3 76smi/mar X X 0 0 0 0
Ni(OH)3- agqueous 3 76smi/mar X X 0 0 0 0
Ni++ agueous 1 supcrt92+*+* X X X X 0 0
Ni20H+++ agqueous 3 76bae/mes X X 0 0 0 0
Ni4 (OH)4++++ agueous 3 89mar/smi X X 0 0 0 0
NiBr+ aqueous 3 76smi/mar X X 0 0 0 0
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NiCH3COO+
NiCl+-
NiHP207-
NiNO3+

NiO(aq)

NiOH+

Nip207--

NisO4 (aq)
NiSe0O4 (aq)
Nonanal (aq)
Np(CO03)2(aq)
Np(CO03)2-
Np(C03)3--
Np(CO3)3---
Np{(C03)4----
Np(CO3)5(6-)
Np({C03)5(6-)
Np(CO3)5(6-)
Np(H2P04 )2+
Np{H2PO4 )2+
Np(H2P0O4 ) 2+
Np(H2P04)2++
Np(H2P04)3(ad)
Np(H2P0O4)3(aq)
Np(H2P04)3 (aq)
Np(H2P0O4)4 (aq)
Np(H2P0O4)4-

Np (HPO4)2(aq)
Np (HPO4)2(aq)
Np(HPO4)2(aq)
Np(HPO4)3--
Np(HPO4)3--
Np(HPO4)3--
Np(HPO4)4----

COMPOSITION

CH3(CH2)7CHO

TYPE

aqueous
agqueous
agueous
aqueous
aqueous
aqueous
agueous
aqueous
aqueous
agqueous
aqueous
aqueous
agqueous
agqueous
agqueous
aqueous
agueous
agqueous
aqueous
aqueous
agueous
agueous
agqueous
agueous
aqueous
agueous
agqueous
agqueous
agueous
agueous
aqueous
agueous
agueous
agqueous

B-32

DATA

(2SS E R E R R SRS RN

TYPE

R LOWRWWHEFWWRLOWR WWWRE WOWH WWwWwWwWRrR WRRFERPRRPRWRERP

LIT.SOURCE
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84lem
84lem
92pal/sil
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SPECIES DATA EQ3/6 DATAFILES
(2SR R R SRR R R REEER SRS R RS RR SRR R X R R R R AR R SRR R AR RS R 8 8 1 IR SRR EEEE SRR SRR IR EEEE SRS EEEEEEEERRE SR X3
NAME COMPOSITION . TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Np (HPO4)4---- agueous 3 84 lefm X 0 0 0 0 0
Np (HPO4)4---- agueous 3 92pal/sil 0 X 0 0 0 0
Np (HPO4)5(6-) agqueous 1 84lem, 0 0 (0] 0 0 0
Np(HP0O4)5(6-) agueous 3 84lem X 0 0 0 0 0
Np{HPO4)5(6-) agqueous 3 92pal/sil 0 X 0 0 0 0
Np (NO3) 2+ agueous 3 92pal/sil 0 X 0 0 0 0
Np (NO3) 2++ aqueous 3 92pal/sil 0 X 0 0 0 0
Np(NO3)3(aq) aqueous 3 92pal/sil 0 X 0 0 0 0
Np(NO3)3+ agqueous 3 92pal/sil 0 X 0 0 0 0
Np(NO3)4 (aq) agueous 3 92pal/sil 0 X 0 0 0 0
Np(OH) 2+ aqueous '3 92pal/sil 0 X 0 0 0 0
Np (OH) 2++ agueous 1 84lem 0 0 0 0 0 0]
Np(OH) 2++ ‘ aqueous 3 84lem X 0 0 0 0 0
Np(OH) 2++ agueous 3 92pal/sil 0 X 0 0 0 0
Np(OH)3(aqg) . aqueous 3 92pal/sil 0 X 0 0 0 0
Np(OH) 3+ agueous 1 84lem 0 0 0 0 0 0
Np(OH) 3+ aqueous 3 84lem X o 0 0 0 0
Np(OH) 3+ aqueous 3 92pal/sil 0 X 0 0 0 o]
Np(OH)4 (aq) agqueous 1 84lem 0 0 0 0 0 0
Np(OH) 4 (aq) agueous 3 84lem X 0 0 0 0] 0
Np(OH)4 (aq) agueous 3 92pal/sil 0 X 0 0 0 0
Np (OH)5- ' aqueous 1 84lem 0 0 0 0 0 0
Np(OH)5- aqueous 3 84lem X 0 0 0 0 0
Np(OH)5- ’ i aqueous 3 92pal/sil 0 X 0 0 o} 0
Np(S04)2(aq) ! agqueous 1 841lem 0 0 0 0 0 0
Np(S04)2(aq) ) . agueous 3 841em X 0 0 0 0 0
Np(S04)2(aq) ‘ . aqueous 3 92pal/sil 0 X 0] 0 0 0
Np(504)2- agueous 3 92pal/sil 0 X 0 0 0 0
Np(S04)3-- . aqueous 3 92pal/sil 0 X 0 0 0 0
Np+++ : agueous 1 76fug/ocet 0 0 0 0 0 0
Np+++ aqueous 1 841lem X X 0 0] 0 0
Np++++ agueous 1 76fug/ocet 0 0 0 0 0 0
Np++++ agueous i 841lem X X 0 0 0 0
NpCO3+ aqueous 3 92pal/sil 0 X 0 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
NpCO3++ agueous 3 92pal/sil 0 X 0 0 0 0
NpCl++ agueous 3 92pal/sil 0 X 0 0] 0 0
NpCl+++ : agueous 1 84lem 0 0 0 0 0 0
NpCl+++ . aqueous 3 84lem X 0 0 0 0 0
NpCl+++ agueous 3 92pal/sil 0 X 0 0 0 0
NpCl2+ aqueous 3 92pal/sil 0 X 0 0 0 0
NpCl2++ agueous 1 84lem o] 0 0 0 0 0
NpCl2++ aqueous 3 84 lem X 0 0 0 0 0
NpCl2++ agueous 3 92pal/sil 0 X 0 0 0 0
NpCl13+ agueous 3 92pal/sil 0 X 0 o] 0 0
NpF++ agueous 3 92pal/sil 0 X 0 0 0 0
NpF+++ agueous 1 84l1lem 0 0 0 0 0 0
NpF+++ : ' aqueous 3 84lem X 0 0 0 0 0
NpF+++ ' agqueous 3 92pal/sil 0 X 0 0 0 0
NpF2+ aqueous 3 92pal/sil 0 X 0 0 0 0
NpF2++ aqueous 1 841lem 0 0 0 0 0 0
NpF2++ agqueous 3 84lem X 0 0 0 0 0
NpF2++ agqueous 3 92pal/sil 0 X 0 0 0 0
NpF3(ad) agueous 3 92pal/sil 0 X 0 0 0 0
NpF3+ aqueous 3 92pal/sil 0 X 0 0 0 0
NpF4 (aq) agueous 3 92pal/sil 0 X 0 0 0 0
NpF5- aqueous 3 92pal/sil 0 X 0 0 0 0
NpF6-- i aqueous 3 92pal/sil 0 X 0 0 0 0
NpH2PO4 ++ agqueous 1 841lem 0 0] 0 0 1] 0
NpH2PO4++ ) aqueous 3 84lem X 0 0 0 0 0
NpH2PO4 ++ ; agueous 3 92pal/sil 0 X 0 0 0 0
NpH2PO4+++ aqueous 3 92pal/sil ¢] X 0 0 0 0
NpHPO4 ++ agueous 1 84lem 0 0 0 0 0 0
NpHPO4 ++ ' agqueous 3 84l1lem X 0 0 0 0 0
NpHPO4++ agqueous 3 92pal/sil 0 X 0 0 0 0
NpNO3++ agqueous 3 92pal/sil 0 X 0 0 0 0
NpNO3+++ aqueous 3 92pal/sil 0 X 0 0 0 0
Np02(CO3)2-- aqueous 1 84lem 0 0 0 0 0 0
Np0O2(C03)2-- aqueous 3 84lem X 0 0 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
NpO2(C03)2-- agueous 3 92pal/sil 0 X 0 0 0 0
NpO2(C03)2--- agueous 1 84lem 0 0 0 0 0 0
Np02(C03)2--- agqueocus 3 84lem X ] 0 0 0 0
NpQ2(C03)2--- aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2(C03)3(5-) aqueous 1 84lem 0 0 0 0 0 0
NpO2(C03)3(5-) agueous 3 84lem X 0 0 0 0 0
Np0O2(C03)3(5-) agueous 3 92pal/sil 0 X 0 0 0 0
Np02(C03)3---- aqueous 1 84lem 0 0 0 0 0 0
Np02(C03)3---- aqueous 3 84lem X 0 0 0 0 0
Np0O2(C0O3)3---- agueous 3 92pal/sil 0] X 0 0 o] 0
NpO2(H2P04)2(aq) agqueous 3 92pal/sil o X O 0 0 0
NpO2 (NO3)2(aq) agueous 3 92pal/sil 0 X 0 0 0 0
Np0O2(NO3)2- agueous 3 92pal/sil 0 X 0 0 0 0
NpO2(OH)2(ad) agueous 3 92pal/sil 0 X 0 0 0 0
NpO2 (OH)3- agqueous 3 92pal/sil 0 X 0 0 0 0
NpO2(OH)4 -~ agueous 3 92pal/sil 0 p.4 0 0 0 0
NpO2(S04)2-- agueous 3 92pal/sil 0 X 0 0 0 0
NpO2+ agqueous i 76fug/oet 0 0 0 0 0 0
NpQO2+ aqueous 1 84lem X X 0 X 0 0
NpO2++ agueous 1 76fug/oet X X o] X 0 0
NpO2++ agueous 1 84lem X X 0 0 0 0
Np02CO3 (aq) aqueous 3 92pal/sil 0 X 0 0 0 0
NpQ2CO3- . aqueous 1 84lem 0 0 0 0 0 0
NpO2CO3- agqueous 3 841lem X 0 0 0 0 0
NpO2CO3- agqueous 3 92pal/sil 0 X 0 0 0 0
NpO2Cl(aq) ' ) aqueous 1  84lem o o o o 0 O
NpO2Cl (aq) aqueous 3 84lem X 0 0 0 0 0
Np0O2Cl(adq) aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2Cl+ aqueous 1 84lem 0 0 0 0 0 0
NpO2C1l+ agqueous 3 84lem X 0 0 0 0 0
NpO2Cl+ agqueous 3 92pal/sil 0 X 0 0 0 0
Np02C12(aq) aqueous 3 92pal/sil 0 X 0 0 0 0
Np02C12- agueous 3 92pal/sil 0 X 0 0 0 0
NpO2F (aq) agqueous 1 84lem o 0 0 0 0 0

B-35




SPECIES DATA EQ3/6 DATAFILES

*****************************‘k******************************* ISR E RS SR LRSS RS LE AR AR AR RESERERE SR EEEE R R

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
NpO2F (aq) agueous 3 841lem X 0 0 0 0 0
NpO2F(aq) aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2F+ agueous 1 841lem 0 0 0 0 0 0]
NpO2F+ agueous 3 84lem X 0 0 0 0 0
NpO2F+ aqueous 3 92pal/sil 0 X 0] 0 0 0]
NpO2F2(aq) aqueous 1 84lem 0 0 0] 0 0 0
NpO2F2(aq) aqueous 3 841lem X 0 0 0 0 0
NpO2F2(aq) : aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2F3- aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2F4 - - agqueous 3 92pal/sil 0 X 0 o 0 0
NpO2H2P04 (aq) agqueous 1 84lem 0 0] 0 0 0 0
NpO2H2PO4 (aq) agueous 3 84lem X 0 0 0 0 0
NpO2H2P0O4 (aq) aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2H2P0O4 + agueous 1 84lem 0 0 0 0 0 0
NpO2H2P0O4+ aqueous 3 84lem X 0 0] 0 0 0
NpO2H2PO4+ aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2HPO4 (aq) aqueous 1 84lem 0 0 0 0 0 0
NpO2HPO4 (aqg) aqueous 3 84lem X 0 0 0 0 0
NpO2HPO4 (aq) aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2HPO4 - aqueous 1 84lem 0 0 0 0 0 0
NpO2HPO4 - agueous 3 841em X 0 0 0 0 0
NpO2HPO4 - agqueous 3 92pal/sil 0 X 0 0 0 0
NpO2NO3 (aq) ) aqueous 3 92pal/sil 0 X 0 0 0 0
NpO2NO3+ aqueous 3 92pal/sil 0 X 0 0 0 0
NpO20H (aq) agueous 1 84lem 0 0 0 0 0 0
NpO20H (aqg) : agueous 3 84lem X 0 0 0 0 0
NpO20H (aq) : aqueous 3 92pal/sil 0 X 0 0 0 0
NpO20H+ agueous 1 84lem 0 0 0 0 0 0
NpO20H+ agqueous 3 84lem X 0 0 0 0 0
NpO20H+ agueous 3 92pal/sil 0 X 0 0 0 0
NpO2PO4 - - agueous 3 92pal/sil 0 X 0 0 0 0
Np02S04 (aq) agqueous 1 841lem 0 0 0 0 0 0
Np02804 (aq) ‘ aqueous 3  84lem X 0 0 o0 0 o0
Np02504 (aq) agueous 3 92pal/sil 0 X 0 0 0 0
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SPECIES

*************************************************************

NAME COMPOSITION

Np0O2S04 -
Np02804 -
Np02804 -
NpOH++
NpOH++
NpOH++
NpOH+++
NpOH+++
NpOH+++
NpSO4+
NpSO4++
NpSO4++
NpSO4++

02 (aq)
02(aq)
02(9)

02(9)

OH-

OH-

OH-

OH-

OH-
Octanal{(aq)
Octanoate
Octanocic acid(aq)
P207----
P207----
PH4+

PO3F- -
PO4---
PO4 - - -
PO4---
Pb(CH3CO0O)2(aq)
Pb(CH3COO0)2(aq)

CH3(CH2)6CHO
C7H15C00-
C7H15COCH

TYPE

aqueous
aqueous
agueous
agueous
agueous
agueous
agqueous
agueous
agqueous
aqueous
agueous
agqueous
agueous
agqueous
aqueous
agueous
aqueous
agueous
aqueous
agqueous
aguecus
agueous
agqueous
agueous
agueous
aqueous
aqueous
agueous
agueous
aqueous
agqueous
agueous
agueous
agueous
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DATA
Kkhhkhkhr kR Rk k&K

TYPE LIT.SOURCE

84lem
92pal/sil
84lem
84lem
92pal/sil
84lem
84lem
92pal/sil
92pal/sil
84lem
84lem
92pal/sil
supcrt92+**
89cox/wag
89cox/wag
84har/mol
chemval*
supcrt92**
89cox/wag
chemval*
84har/mol
93sch/sho
supcrt92+**
supcrt92*x*
92gre/fug
82wag/eva
82wag/eva
82wag/eva
92gre/fug
supcrt92+*
92gre/fug
93sho/kor
supcrt92**

PR MNRRRPRORRPRPRAWNRPORUNFRWWRWWORPEWLWEWW P

EQ3/6 DATAFILES

IZZEEEEREES RS SRS A EEEREES]

COM ALT SUP PIT NEA HMW
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SPECIES DATA EQ3/6 DATAFILES

************************************************************* khkkkkkkkhkkhkhkhx*x ISR TR REEESEE RS EEEE &84

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Pb(CH3C00)3- agqueous 1 93sho/kor X X X 0 0 0
Pb++ agqueous 1 supcrt92+* X X X X ] 0
Pb++ aqueous 2 89cox/wag 0 0 0 0 0 0
Pb++++ agueous 1 74pou X X 0 0 0 0
PbCH3CO0O+ agqueous 1 93sho/kor X X X 0 0 0
PbCH3CO0O+ agueous 1 supcrt92** 0 0 0 0 0 0
PbCl+ agueous 1 supcrt92** X X X 0 0 0
PbCl2(aq) agueous 1 supcrt92+** X X X 0 0 0
PbC13- aqueous 1 supcrt92** X X X 0 0 o]
PbCl4- - agueous 1 supcrtg2+** X X X 0 0 0
PbF+ agueous 1 82wag/eva X X 0 0 0 0
PbF2(aq) aqueous 1 82wag/eva X X 0 0 0 0
PbF3- ) aqueous 3 80bal/nor 0 0 0 0 0 0
PbF4 - - agqueous 3 80bal/noxr 0 0 0 0 0 0
PbH2PO4+ agueous 3 76smi/mar X X 0 0 0 0
PbHPO4 (aq) aqueous 3 72nri 2 X X 0 0 o] 0
PbO(aq) aqueous 1 supcrt92** 0 0 0 0 0 0
PbOH+ aqueous 1 supcrt92+*x* 0 0 0 0 0 0]
pd++ agueous 1 supcrt92+** X X X 0 0 0
Pentanal(aq) CH3(CH2)3CHO agqueous 1 93sch/sho X X X 0 0 o]
Pentanoate C4H9COO- agueous 1 supcrt92x** X X X 0 0 0
Pentanoic acid(aq) C4H9COOH agqueous 1 supcrt92*x* X X X 0 0 0
Phenol(aq) C6H50H agueous 1 supexrt92+** X X X 0 0 0
Phenylalanine(aq) C9H11NO2 agueous 1 supcrt9o2*+ X X X 0 0 0
Pr (CH3COO0) 2+ ' . aqueous 1 93sho/kor X X X 0 0 0
Pr (CH3CO00)3 (aq) aqueous 1 93sho/kor X X X 0 0 0
Pr+++ aqueous 1 supcrt92** X X X X 0 0
PXrCH3COO++ aqueous 1 93sho/kor X X X 0 0 0
Propanal(aq) CH3CH2CHO agueous 1 93sch/sho X X X 0 0 0
Propane(aq) C3H8 aqueous 1 supcrto2+*+ X X X 0] 0 0
Propanoate C2H5C00- agueous 1 supcrt92** X X X 0 0 0
Propanoic acid(aq) C2HSCOOH agueous 1 supcrt92%* X X X 0] 0 0
Pu(CO3)2(aq) agueous 3 92pal/sil 0 X 0 0 0 0
Pu(Co03)2- agueous 3 92pal/sil 0 X 0 0 0 0
B-38




SPECIES

***************************************.**********************

PU(CO3)3--
Pu(C03)3---
Pu(C03)4----
Pu(C03)5(6-)
Pu(H2P04 )2+
Pu(H2P04) 2++
Pu(H2P04)3(aq)
Pu(H2P0O4)4 (aq)
Pu(H2P04)4-
Pu(HPO4)2(aq)
Pu(HPO4)2(aq)
Pu(HPO4)2(aqg)
Pu(HPO4)3--
Pu(HPO4)3--
PU(HPO4)3--
Pu(HPO4)4----
Pu(HPO4)4----
Pu(HPO4)4----
Pu({HP04)5(6-)
Pu(NQO3) 2+
Pu(NO3)2++
PU(NO3)3(aq)
Pu(NO3)3+
Pu(NO3)4(aq)
Pu(OH) 2+
Pu(OH)2++
Pu(OH) 2++
Pu(OH) 2++
Pu(OH) 3 (ad)
Pu(OH) 3+
Pu(OH) 3+
Pu(OH) 3+
Pu(OH)4 (aq)
Pu(OH) 4 (aq)

COMPOSITION

TYPE

agueous
aqueocus
agueous
agueous
agqueous
agueous
agqueous
agueous
agueous
agqueous
agqueous
agueous
agqueous
aqueous
agueous
agueous
agqueous
agqueous
aqueous
agueous
agueous
agqueous
aqueous
agueous
agueous
agueous
agqueous
agqueous
agueous
agqueous
aqueocus
agueous
agueous
agueous
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DATA

khkkkhkkhhkkrkkhkxkhk

TYPE
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EBEQ3/6 DATAFILES

ARKAIAARRKI I A KA R TR R A X kK

LIT.SOURCE COM ALT SUP PIT NEA HMW

92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
80lem/tre
80lem/tre
92pal/sil
80lem/tre
g80lem/tre
92pal/sil
80lem/tre
80lem/tre
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
g80lem/tre
80lem/tre
92pal/sil
92pal/sil
80lem/tre
80lem/tre
92pal/sil
80lem/tre
80lem/tre

0

0
0
0
0
0
0
0
0
X
0
0
X
0
0
X
0
0
0
0

]
0
0
0
0
X
0
0
0
X
0
0
X
0

0 0

COROORNOONMMRMMMXNMOANXOO O O b MMM M
COC 0000000000000 0O0O00VO0 cocoo0oQOoCQCO

0 6
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0]
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0] 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
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SPECIES

ARk AR AR AR A AR R R R R E AR AR R AN AR A A A KR A AR AR AR AARKRARKRKRNAAAARNKR R AR AKX

Pu(OH)4 (ag)
PU(QOH)5-
Pu(OH)5-
Pu(QH)5-
Pu(S04)2(aq)
Pu(804)2(aq)
Pu(S04)2(aq)
Pu(so4)2-
Pu(S04)2-
Pu(804)3--
Pu+++

Pu+++

Pu+++
Pu++++
Pu++++

" PuCo3+
PUCO3++
PUCO3++
PuCO3++
PuCl++
PuCl+++
PuCl+++
PuCla+
PuCla++
PuCl3+
PuCli3+
PurF++
PuF+++
PufF+++
PufF+++
PuF+++
Pur2+
PuF2++
Pur2++

COMPOSITION

TYPE

agueous
aqueous
agueous
agueous
agueous
agueous
agqueous
agqueous
agueous
agueous
aqueous
agueous
agqueous
agqueous
agqueous
aqueous
agueous
agqueous
aqueous
agueous
agueous
aqueous
aqueous
agueous
aquedus
aqueous
agueous
aqueous
agueous
agqueous
aqueous
aqueous
agueous
agueous
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KRR AXRAARI AR AR A

TYPE

WWWwwWwwWwkWwwwwwwkFEwWwwRPRPWHERERWERERWWWWWEWWREW

92pal/sil
80lem/tre
80lem/tre
92pal/sil
80lem/tre
80lem/tre
92pal/sil
92pal/sil
chemval*

92pal/sil
76fug/oet
80lem/tre
80lem/tre
76fug/ocet
80lem/tre
92pal/sil
80lem/tre
85sil/nit
92pal/sil
92pal/sil
80lem/tre
92pal/sil
92pal/sil
92pal/sil
80lem/tre
92pal/sil
92pal/sil
80lem/tre
80lem/tre
84nas/cle
92pal/sil
92pal/sil
B84nas/cle
92pal/sil

EQ3/6 DATAFILES

Ahk kA Ak A AR T TR R RRRRR AR KK
LIT.SOURCE COM ALT SUP PIT NEA HMW
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SPECIES

Ak R AR AR AR AR RRAKRRAARR A A A I A A AR K IRRAKRKIRIAAKR AR AR A kA kA TRk Rk h ok

NAME COMPOSITION
PuF3(aq)

PuF3+

PuF3+

PuF4 (aq)

PuF4 (aq)

PuF5-

PurF6- -
PuH2PO4++
PuH2P0O4++
PuH2P04++
PuH2P0O4+++
PuHPO4++
PuHPO4 ++
PUHPO4 ++
PuNO3++
PuNO3+++
PuQ2(C03)2--
PuQ2(C03)2--
Pu0Q2(C03)2--
Pu02(C03)2---
PuQ2(C03)3(5-)
Pu02(C03)3----
PuQ2(H2P04)2(aq)
PuO2(NO3)2(aqg)
PUO2(NQO3)2-
PuO2(0H)2(aq)
PuO2(0OH)3-
PuO2 (OH)4--
Pu02(S04)2--
PuQ2+

PuQ2+

PuO2+

PuO2++

PuO2++

TYPE

agueous
aqueous
agqueous
agueous

agueous -

aqueous
agueous
aqueous
aqueous
agueous
aqueous
agqueous
agueous
agueous
agqueous
aqueous
agqueous
aqueous
agueous
agueous
agqueous
agqueous
agqueous
agueous
agqueous
agqueous
agueous
aqueous
agqueous
aqueous
agueous
aqueous
aqueous
agueous
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LIRS SRR RS R SR LA RS SRR RS RN EERER SR SRS S

TYPE

PR W R WWWwWWwWwwwwwwwPE wwwwiww W= W W WwwwWw

LIT.SOURCE COM ALT SUP PIT NEA HMW
92pal/sil
84nas/cle
92pal/sil
84nas/cle
92pal/sil
92pal/sil
92pal/sil
80lem/tre
80lem/tre
92pal/sil
92pal/sil
80lem/tre
80lem/tre
92pal/sil
92pal/sil
92pal/sil
g80lem/tre
80lem/tre
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
92pal/sil
76fug/ocet
80lem/tre
80lem/tre
76fug/oet
80lem/tre
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SPECIES DATA EQ3/6 DATAFILES

**************************************'k********************** EERE RS2SR R ESS S I E2ZEXEEEEEESSEEEE R ESS S

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
PuO2++ agqueous 3 80lem/tre 0 0 0 0 0 0
Pu02C0O3 (aq) agueous 3 92pal/sil 0 X 0 o 0 0
PuQ2C03- agueous 3 92pal/sil 0 X 0 0 0 0
PuO2Cl(aq) agqueous 3 92pal/sil 0 X 0 0 0 0
PuQ2Cl+ agueous 1 80lem/tre X 0 0 0 0 0
PuQ2Cl+ agqueous 3 80lem/tre 0 0 0 0 0 0
Pu02C1+ agueous 3 92pal/sil 0 X 0 0 0 0
PuO2Cl2(aq) aqueous 3 92pal/sil 0 X 0 0 0 0
PuO2Cl2- agqueous 3 92pal/sil 0 X 0 0 0 0
PuO2F(aq) aqueous 3 92pal/sil 0 X 0 0 0 0
PuOQ2F+ aqueocus 1 80lem/tre X 0 0 0 0 0
PUuQ2F+ aqueous 3 80lem/tre 0 0 0 0 0 0
PuOQ2F+ ) agueous 3 92pal/sil 0 X 0 0 0 10
PuQ2F2(aq) agueous 1 80lem/tre X 0 o] 0 0 0
PuO2F2(aq) aqueous 3 80lem/tre 0 0 0 0] 0 0
PuOQ2F2(aq) agqueous 3 92pal/sil 0 X 0 0 0 0
PuQ2F3- agueous 1 80lem/tre X 0 0 0 0 0

" PuQ2F3- aqueous 3 80lem/tre 0 0 0 0 0 0
PuOQ2r3- agqueous 3 92pal/sil 0 X 0 0 0 0
PuQ2F4- - aqueous 1 80lem/tre X 0 0 0 0 0]
PuO2F4 - - aqueous 3 80lem/tre 0 0 0 0] 0 0
PuQ2Fr4- - aqueous 3 92pal/sil 0 X 0 0 0 0
PuO2H2P0O4 (aq) agueous 3 92pal/sil ' 0 X 0 0 0 0
PuQ2H2P04+ ' agueous 1 80lem/tre X 0 0 0 0 0
PuOQ2H2P04+ aqueous 3 80lem/tre 0 0 0 0 0 0
PuQ2H2P04 + : ' aqueous 3 92pal/sil 0 X 0 0 0 0
PuQ2HPO4 (aq) ) aqueous 3 92pal/sil 0 X 0 0 0 0
PuO2HPO4 - aqueous 3 92pal/sil 0 X 0 0 0 0
PuO2NO3 (aq) agqueous 3 92pal/sil 0 X 0 0 0 0
PuO2NO3+ aqueous 3 92pal/sil 0 X 0 0 0 0
PuO20H (aq) agueous 1 80lem/tre X 0 0 0 0 0
PuO20H (aq) agqueous 3 B80lem/tre 0 0 0 0 0 0
PuO20H (ad) aqueous 3 92pal/sil 0 X 0 0 0 0
PuOQ20H+ aqueous 1 80lem/tre X 0 0 0 0 0
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SPECIES DATA EQ3/6 DATAFILES
*************‘k*********************************************** IEXEEEXEEXEEEZESE S L &4 [ ZZ 23RS R RS RS SR SRS EES S S
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
PuQ20H+ agueous 3 80lem/tre 0 0 0 0 0 0
PuO20H+ aqueous 3 92pal/sil 0 X 0 0 0 0
PuQ2p04 - - agqueous 3 92pal/sil 0 X o] o] 0 0
Pu02S04 (aq) agueous 1 80lem/tre X 0 0 0 0 0
Pu02804 (aq) agueous 3 80lem/tre 0 0 0 0 0 0
Pu02804 (aq) agqueous 3 92pal/sil 0 X 0 0] 0 0
Pu02S04 - . aqueous 3 92pal/sil 0 X 0 0 0 0
PuQH++ agueous 1 80lem/tre X 0 0 0 0 0
PuOH++ aqueous 3 80lem/tre 0 0 0 0 0 0
PuQH++ aqueous 3 92pal/sil 0 X 0 0 0 0
PuOH+++ agueous 1 80lem/tre X 0 0 0 0 0
PuOH+++ agueous 3 80lem/tre 0 0 0 0 0 0
PuOH+++ agqueous 3 92pal/sil 0 X 0 0 0 0
PusSO4+ agueous 1 80lem/tre X 0 0 0 0 0
PusSO4+ agqueous 3 80lem/tre 0 0 0 0 0 0
PuSO4+ aqueous 3 92pal/sil 0 X 0 0 0 0
PuSO4++ agqueous 1 80lem/tre X 0 0 0 0 0
PuSO4++ aqueous 3 80lem/tre 0 0 0 0 0 0
PuSO4++ agqueous 3 92pal/sil 0 X 0 0 0 0
Ra (CH3CO00)2(aq) agueous 1 93sho/kor X X X 0 0 0
Ra++ agueous 1 supcrt92** X X X 0 0 0
RaCH3COO+ aqueous 1 93sho/kor X X X 0 0 0
Rb(CH3CO0)2- ) agueous 1 93sho/kor X X X 0 0 0
Rb+ agqueous 1 supcrt92** X X X X 0 0
Rb+ . agueous 2 89cox/wag 0 0 0 0 0 0
RbBr (aq) : agqueous 1 supcrt92+** X X X 0 0 0
RbCH3COO (aq) agueous 1 93sho/kor X X X 0 0 0
RbC1l (aq) agueous 1 supcrt92** X X X 0 0 0
RbF (aq) agqueous 1 supcrt92#** X X X 0 0 0
RbI(aq) agueous 1 supcrt92** X X X 0 0 0
ReO4 - agueous 1 supcrt92+** X X X 0 0 0
Rn{aq) agqueous 1 supcrt9z2+* X X X 0 0 0
Ru(Cl) 2+ agueous 1 85rar 1 X X 0 0 0 0
Ru(Cly3(aq) aqueous 1 85rar 1 X X 0 0 0 0
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SPECIES DATA EQ3/6 DATAFILES
TR 2 1.2 2 2 22 22222 SRS S 22 SR A2 22 22 A AL A A MR A A A AR LA L AL AL

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Ru(OH) 2+ aqueous 1 85rar 1 X X 0 0 0 0
Ru(OH) 2++ . agueous 1 85rar 1 X X 0 0 0 0
Ru(OH) 2C1+ agqueous 1 85rar 1 X X 0 0 0 0
Ru(OH)2C1l2(aqg) agueous 1 85rar 1 X X 0 0 0 0
Ru(OH)2C13- agueous 1 85rar 1 X X 0 0 0 0
Ru(QOH)2Cl4-- agueous 1 85rar 1 X X 0 0 0 0
Ru(OH) 2804 (aqg) aqueous 1 85rar 1 X X 0 0 0 0
Ru(OH) 4 (aq) : aqueous 1 87rar 1 X X 0 0 0 0
Ru(804)2- agueous 1 85rar 1 X X 0 0 0 0
Ru++ . agueous 1 85rar 1 X X 0 0] 0 0
Ru+++ agqueous 1 85rar 1 X X 0 0 0 0
Ru4 (OH)12++++ agqueous 1 85rar 1 X X 0 0 0 0
RuCl+ aqueous 1 85rar 1 X X 0 0 0 0
RuCl++ agqueous 1 85rar 1 X X 0 0 0 0
RuCl4- agqueous 1 85rar 1 X X 0 0 0 0
RuCl5- - aqueous 1 85rar 1 X X 0 0 0 0
RuClé--- aqueous 1 85rar 1 X X 0 0 0 0
RuO4 (aq) agqueous 1 85rar 1 X X 0 0 0 0
RuO4 - agueous 1 85rar 1 X X 0 0 0 0
Ru04 - - agueous 1 85rar 1 X X 0 0 0 0
RuOH++ agqueous 1 85rar 1 X X 0 0 0 0
RuS04 (aq) . agueous 1 85rar 1 X X 0 0 0 0
RuSO4+ _ aqueous 1 85rar 1 X X 0 0 0 0
§-- agueous 0 chemval* 0 0 0 0 0 0
S-- agueous 1 82wag/eva X X 0 0 0 0
g-- ) ) agueous 1 92gre/fug 0 0 0 0 X 0
g-- ' aqueous '3 chemvalt* o o o0 o0 o0 O
S2-- agqueous 0 chemval* 0 0 0 0 0 0
§2-- agqueous 1 supcrt92+** X X X 0 0 0
5203-- agqueous 1 92gre/fug 0 0] 0 0 X 0
5203-- aqueous 1 supcrt92** X X X X 0 0
S204- - agueous 1 supcrt92** X X X 0 0 0
8205-- agueous 1 supcrt92** X X X 0 0 0
8206- - agueous 1 supcrt92+* X X X 0 0 0
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SPECIES DATA EQ3/6 DATAFILES
************************************************************* AhkRXAREAXEA KR T Ak kh & I ZEEEEERE RS E S LSRR RESR
NAME . COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
5208- - agueous 1 supcrt92+** X X X 0 0 0
§3-- agqueous 1 supcrto2+*#* X X X 0 0 0
8306-- agueous 1 supcrt92*+* X X X o] 0 0
S4-- agqueous 1 supcrt92+** X X X 0 0 0
S406-- . agueous 1 supcrt92** X X X 0 0 0
85-- agueous 1 supcrt92+** X X X 0 0 0
8506 - - aqueous 1 supcrt92+*+* X X X 0 0 0
SCN- agueous 1 92gre/fug X X 0 0 X 0
S02(aq) agueous 1 supcrt92+* X X X 0 0 0
S03-- agqueous 1 92gre/fug 0 0 ] 0 X 0
503-- , aqueous 1 supcrt92** X X X 0 0 O
S04 -- agueous 0 chemval#* 0 0 1] 0 0 0
S04 -~ agueous 1 supcrt92+** X X X X 0 0
S04 - - aqueous 2 89cox/wayg 0 0 0 0 0 0
S04 - - agueous 3 chemval* 0 0 0 0 0 0
S04 - - agueous 4 84har/mol 0 0 0 0 0 X
Sb(OH) 2+ agueous 3 89spy/ree X X 0 0 0 0
Sb(OH) 2F (aq) agueous 1 82wag/eva 0 0 0 o] 0 0
Sb(OH)2F(aq) agueous 3 89spy/ree X X 0 0 0 0
Sb(OH) 3 (aqg) agueous 1 82wag/eva X X 0 0 0 0
Sb(OH)4- agqueous 3 89spy/ree X X 0 0 0 0
Sb254-- agueous 3 89spy/ree X X 0 0 0 0
SbCl4- . agueous 1 74nau/ryz X X 0 0 0 o]
Sbo+ agqueous 1 82wag/eva 0 0 0 0 0 0
Sb02- agqueous 1 82wag/eva 0 0 0 0 0 0
SbOF (aq) : agueous 1 82wag/eva 0 0 0 X 0 0
Sc(CH3CQ0) 2+ : aqueous 21 93sho/kor X X X 0 0 0
Sc(CH3C00) 3 (aq) agqueous 1 93sho/kor X X X 0 0 0
Sc+++ ‘aqueous 1 supcrt92+** X X X X 0 0
ScCH3COO0++ aqueous 1 93sho/kor X X X 0 0 0
Se-- agqueous 1 T4nau/ryz X X 0 0 0 0
SeQ3-- agueous 1 92gre/fug 0 0 0 0 X 0
Se03-- agqueous 1 supcrt92+** X X X 0 0 0
SeQ4-- agueous 1 supcrt92** X X X 0 0 0
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SPECIES DATA EQ3/6 DATAFILES
T e Y 2 2 22 S 22 2 T2 S R R S S R AL AR S AR AR LA T Y T2 222 R R 2 S S 2 AR A LA B A

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Serine(aq) C3H7NO3 agueous 1 supcyt92+%* X X X 0 0 0
Si(OH)4 (aq) agueous 1 92gre/fug 0 0 0 0 X 0
81202(0OH)5- agueous 1 92gre/fug 0] 0 0 0 X 0
81203 (0OH)4 - - agueous 1 92gre/fug 0 o] 0 0 X 0
8i305(OH)5- -~ agqueous 1 92gre/fug 0 0 0 0 X 0
Si306 (OH)3--- aqueous 1 92gre/fug 0 0 0 0 X 0
81407 (OH)5- -~ aqueous 1 92gre/fug 0 0 0 0 X 0
$1408(0OH)4---- agqueous 1 92gre/fug X X 0 0 X 0
SiF6-- agueous 1 supcrt92** X X X 0 0 0
SiO(OH)3- agqueous 1 92gre/fug 0 0 0 0 X 0
8iQ2(0OH)2- - agueous 1 92gre/fug 0 0 0 0 X 0
Si02(aq) agueous 1 supcrt92+* X X X 0 0 0
Sm({CH3C00) 2+ aqueous 1 93sho/kor X X X 0 0 0
Sm(CH3C00) 3 (aq) aqueous 1 93sho/kor X X X 0 0 0
Sm++ agueous 1 supcrt92** X X X 0 0 0
Sm++-+ agueous 1 supcrt92** X X X X 0] 0
SmCH3C00++ aqueous 1 93sho/kor X X X 0 0 0
Sn{OH)2(aq) - agueous 1 84jac/hel 0 0 0 0 0 0
Sn(OH)2(aq) agqueous 3 84jac/hel X X 0 0 0 0
Sn(OH) 2++ aqueous 1 84jac/hel 0 0 0 0 0 0
Sn(OH) 2++ aqueous 3 84jac/hel X X 0 0 0 0
Sn(OH) 3+ agueous i 84jac/hel 0 0 0 0 0 0
Sn(OH) 3+ aqueous 3 84jac/hel X X 0 0 0 0
Sn(OH)3- ' aqueous 1 84jac/hel 0 0 0 0 0 0
Sn(OH)3- aqueous 3 84jac/hel X X 0 0 0 0
Sn(CH)4 (aq) ' . agueous 1 84jac/hel 0 0 0 0 0 0
Sn(OH)4 (aq) aqueous 3 84jac/hel X X 0 0 0 0
Sn(S04)2(aq) agueous 1 82wag/eva X X 0 0 0 0
Sn++ aqueous 1 supcrt92** X X X 0 0 0
Sn++ agueous 2 89cox/wag 0 0 0 0 0 0
Sn++++ aqueous 1 84jac/hel X X 0 0 0 0
SnCl+ aqueous 3 84jac/hel X X 0 0 0 0
SnCl2(aq) agueous 3 84jac/hel X X 0 0 0 0
SnCl3- aqueous 3 84jac/hel X X 0 0 0 0]
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NAME COMPOSITION . TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
SnF+ agueous 3 84jac/hel X X 0 0 o] 0
SnF+++ agueous 0 84jac/hel 0 0 0 0 0 0
SnF2(aq) agqueous 3 84jac/hel X X 0 0 0 0
SnF2++ ' aqueous 0 84jac/hel o 0o 0 0 0 O
SnF3+ agueous 0 84jac/hel 0 0 0 0 0 0
SnF3- agqueous 3 84jac/hel X X 0 0 0 0
SnF4 (aq) aqueous 0 84jac/hel 0 0 0 0 0 0
SnOH+ agueous 1 84jac/hel 0 0 0 0 0 0
SnOH+ agqueous 3 84jac/hel X X 0 0 0 0
SnOH+++ aqueous 1 84jac/hel 0 0o o0 0 0 0
SnOH+++ agqueous 3 84jac/hel X X 0 0 0 0
SnS04++ ' aqueous 1 82wag/eva X X 0 0 0 0
Sr(CH3CO00) 2(aq) agqueous 1 93sho/kor X X X 0 0 0
Sy++ agueous 1 supcrt92*+* X X X X 0 0
Sr++ aqueous 2 92gre/fug 0 0 0 0 X 0
SxrCH3CO0+ agqueous 1 93sho/kor X X X 0 0 0
SrCH3COO+ agueous 3 89mar/smi 0 0 0 0 0 0
SrCO3 (aq) agueous 1 supcrt92** X X X 0 0 0
SrCl+ agueous 1 supcrt92*x* X X X 0 0 0
SrCl2(aq) aqueous 0 chemval* 0 0 0 0 0 0
SrCl2(aq) agueous 3 chemval* 0 0 0 0 0 0
SrF+ aqueous 1 supcrt92+** X X X 0 0 0
SrH2PO4+ ' agueous 3 76smi/mar X X 0 0 0 0
SrHCO3+ agueous 1 supcrt92** 0 0 0 0 0 0
SrHPO4 (aq) : aqueous 3 76smi/mar X X 0 0 0 0
SrNO3+ ) aqueous 3 76smi/mar X X (0] 0 0 0
SrOH+ agqueous 0 chemval* 0 0 0 0 0 0
SrOH+ . agueous 3 76bae/mes X X 0 0 0 0
SrOH+ agqueous 3 chemval* 0 0 0 0 0 0
Srp207- - agueous 3 76smi/mar X X 0 0 0 0
SrS04 (aq) agueous 0] chemval* 0 0 0 0 0 0
S5r804 (aq) aqueous 3 83rea X X 0 0 0 0
Srs804 (aq) agqueous 3 chemvalx 0 0 0 0 0 0
Tb(CH3COO0) 2+ agueous 1 93sho/kor X X X 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Tb (CH3CO00) 3 (aq) agqueous 1 93sho/kor X X X 0 0 0
Tbh+++ aqueous 1 supcrt92** X X X X 0 0
TbCH3COO++ agueous 1 93sho/kor X X X 0 0 0
Tc++ agueous 1 83rar X X 0 0 0 0
To+++ agqueous 1 83rar X X 0 0] 0 0
TcO(OH) 2(aq) agqueous 1 83rar X X 0 0 0 0
TcO++ agueous 1 83rar X X 0 0 0 0
TcO4 - agqueous 1 84rarx X X 0 0 0 0
TcO4- - agqueous 1 84rar X X 0 0 0 0
TcQ4--- agueous 1 84rar X X 0 0 0 0
TcOOH+ agqueous 1 83rar X X 0 0 0 0
Th(H2P04)2++ agqueous 1 80lan/her X X 0 0 0 0
Th(HPO4)2(aq) aqueous 1 80lan/her X X 0 o0 0 O
Th(HPO4)3-- aqueous 1 80lan/her X X 0 0 0 0
Th(OH) 2++ agqueous 1 80lan/her X X 0 0 0 0
Th(QH)3+ agueous 1 80lan/her X X 0 0] 0 0
Th(OH)4 (aq) agqueous 1 80lan/her X X 0 0 0 o]
Th(OH)4 (aq) agqueous 3 76bae/mes 0 0 0 0 0 0
Th(S04)2(aq) agqueous 1 80lan/her X X 0 0 0 0
Th(S04)3-- agueous 1 80lan/her X X 0 0 0] 0
Th(S04)4---- aqueous 1 80lan/her X X 0 0 0 0
Th++++ agqueous 2 76fug/oet X X 0 X 0 0
Th2(OH)2(6+) agueous 1 80lan/her X X 0 0 0 0
Th4 (OH)8(8+) ' agueous 1 80lan/her ;| X X 0 0 0 0
Th6 (OH)15(9+) agqueous 1 g80lan/her X X 0 0 0 0
ThCl+++ agueous 1 g80lan/her X X 0 0 0 0
ThC12++ ' ' aqueous 1 80lan/her X X 0 o 0 O
ThC13+ ' agueous 1  80lan/her X X o0 o 0 0
ThC1l4 (aq) agueous 1 80lan/her X X 0 0 0 0
ThF+++ agueous 1 80lan/her X X 0 0 0 0
ThF2++ agqueous 1 g0lan/her X X 0 0 0 0
ThF3+ agqueous 1 80lan/her X X 0 0 0 0
ThF4 (aq) agqueous 1 80lan/her X X 0 0 0 0
ThH2P0O4 +++ aqueous 1 80lan/her X X 0 0 0 0
B-48




SPECIES
*************************************************************
NAME COMPOSITION TYPE
ThH3PO4++++ agueocus
ThHPO4++ aqueous
ThOH+++ agqueous
ThSQ4++ agueous
Threonine(aq) C4HINO3 agueous
Ti(OH)4 (aq) aqueous
T1(CH3CO00) 2~ agqueous
T1+ agqueous
T1+4++ aqueous
T1CH3COO (aq) agqueous
Tm(CH3COO) 2+ agueous
Tm(CH3CO0O0) 3 (aq) agqueous
Tro+++ agueous
TmCH3COO++ agueous
Toluene (aq) C6H5CH3 agueous
Tryptophan(aq) C11H12N202 agueous
Tyrosine(aq) CY9H11NO3 aqueous
U(CH3CO00) 2+ agueous
U(CH3CO00) 3 (aq) agueous
U(Co03)4---- agqueous
U(C03)5(6-) agueous
U(C03)5(6-) agueous
U(C03)5(6-) agueous
U(HPO4)2(aq) agqueous
U(HPO4)3~-- aqueous
U(HPO4)4---- agqueous
U(NO3)2++ agueous
U(OH) 2+ agqueous
U(OH)2++ agueous
U(OH)3(aq) agueous
U(OH) 3+ aqueous
U(OH)4 (aq) agqueocus
U(OH)4 (aq) agqueous
U(OH)4 (aq) agueous
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TYPE LIT.SOURCE

1 g80lan/her
80lan/her
82wag/eva
80lan/her
supcrt92+#
81lbar/lan
93sho/kox
supcrt92+*
supcrt92+*
93sho/kor
93sho/kor
93sho/kor
supcrt92**
93sho/kor
supcrt92*x*
supcrt92**
supcrt92x**
93sho/kor
93sho/kor
92gre/fug
chemval®*
92gre/fug
chemval*
78lan
78lan
78lan
92gre/fug
80all/kip
78lan
80all/kip
78lan
chemval~*
92gre/fug
chemval¥*
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SPECIES DATA EQ3/6 DATAFILES
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
U(OH)4- aqueous 3 80all/kip 0 0 0 0 0 0
U(OH)5- agueous 1 92gre/fug 0 0 0 0. 0 0
U(SCN)2++ aqueous 1 92gre/fug X X 0 0 X 0
U(S04)2(aq) agueous 0 chemval* 0 0 0 0 0 0
U(S04)2(aq) agueous 1 92gre/fug X X 0 0 X 0
U(S04)2(aq) aqueous 3 chemval®* 0 ] 0 0 0 0
U+++ agqueous 2 92gre/fug X X 0 0 X 0
U++++ aqueous 1 92gre/fug X X 0 0 X 0
U2(0H)2(6+) agueous 3 80all/kip 0 0 0 0 0 0
U2(OH) 2++++ aqueous 3 80all/kip 0 0 0 0 0 0
U2(OH)3 (5+) agqueous 3 80all/kip 0 0 0 0 0 0
U2 (OH)4++++ aqueous 3 80all/kip 0 0 0 0 0 0
U2(OH)5+++ agueous 3 80all/kip 0 0 0 0 0 0
U6 (OH)15(9+) agqueous 1 78lan 0 0 0 0 0 0
UBr+++ aqueous 1 92gre/fug X X 0 0 X 0
UCH3COO++ agueous 1 93sho/kor 0 0 0 0 0 0
UCL+++ ) agqueous 0 chemval* 0 0 0 0 0 0
UC1l+++ agueous 1 92gre/fug X X 0 0 X 0
UCl+++ aqueous 3 chemval¥* 0 0 0 0 0 0
UCl4 (aq) aqueous 1 82wag/eva 0 0 0 0 0 0
UF+++ agueous 1 92gre/fug X X 0 0 X 0
UF2++ aqueous 1 92gre/fug X X 0 0 X 0
UF3+ : agqueous 1 92gre/fug X X 0 0 X 0
UF4 (aq) agueous 1 92gre/fug X X 0 0 X 0
UF5- ‘ . aqueous 1 92gre/fug X X 0 0 X o0
UF6- - agqueous 1 92gre/fug X X 0 0 X . 0
URPO4 ++ agueous 1 78lan 0 0 0 0 0 0
UI+++ aqueous 1 92gre/fug X X 0 0 X 0
UNO3+++ aqueous 1 92gre/fug X X 0 0 X 0
UNO3+++ ' agueous 3 76smi/mar 0 o] 0 0 0 0
UO2(CH3C00)2(aq) aqueous 1 93sho/kor 0 0 0 0 0 0
UOQ2(CH3C00)2(aq) aqueous 3 89mar/smi 0 0 0 0 0 0
U02(CH3CO00) 3- agqueous 1 93sho/kor 0 0 0 0 0 0
U022 (CH3C00)3- aqueous 3 89mar/smi 0 0 0 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOQURCE COM ALT SUP PIT NEA HMW
U02(C03)2-- aqueous 0] chemval* 0 0 0 0 0 0
U02(C03)2-- agueous 1 92gre/fug X X 0 0 X 0
U02(C03)2-- agueous 3 chemval* 0 0 0 0 0 0
U02(C03)3(5-) aqueous 1 92gre/fug X X 0 0 X 0
U02(C0O3)3---- agueous 0 chemval* 0 0 0 0 0 0
U02(CO3)3---- aqueous 1  92gre/fug X X 0 0 X 0
U02(C03)3---- agueous 3 chemval¥* 0 0 0 0 0 0
UO2(H2P04) (H3PO4 )+ agqueous 1 92gre/fug X X 0 0 X 0
UO2(H2P04) (H3PO4 )+ agueous 3 84tri 0 0 0] 0 0 0
U02(H2P04)2(aq) aqueous 1 92gre/fug X X 0 0 X 0
UO2(H2P04)2(aq) aqueous 3 84tri 0 0 0 0 0 0
UO2(H2P04)3- aqueous 1 78lan 0 0 0 0 0 0
UO2(HPO4)2-- agqueous 1 78lan 0 0 0 0 0 0
UO2(HPO4)2-- agueous 3 82lan/don 0 0 0 0 0 0
U02(103)2(aq) aqueous 1 92gre/fug X X 0 0 X 0
UO2(N3)2(aq) aqueous 1 92gre/fug X X 0 0 X 0
U02(N3)3- aqueous 1 92gre/fug X X 0 0 X 0
UO2(N3)4-- aqueous 1 92gre/fug X X 0 0 X 0
UO2(NO3)2(aq) agueous 1 78cor/oha 0 0 0 0 0 0
UO2(0H)2(aq) agueous 1 92gre/fug X X o] 0 0 0
UO2(OH) 2~ agueous 3 80all/kip 0 0 0 0 0 0
UO2(0OH)3- agqueous 1 92gre/fug X X 0 0 X 0
UO2(OH)4- - ) agueous 1 92gre/fuyg X X 0 0 X 0
UO2(SCN)2(aq) agqueous 1 92gre/fug X X 0 0 X 0
UO2(SCN)3- ' ) agueous 1 92gre/fug X X 0 0 X 0
U02(S03)2-- ' aqueous 1 92gre/fug X X 0 0 X 0
U02(804)2-- agueous 0 chemval®* 0 0 0 0 0 0
U02(S804)2-- agueous 1 92gre/fug X X 0 0 X 0
U02(804)2-- aqueous 3 chemval* 0 0 0 0 0 0
U022+ agueous 0 chemval* 0 0 0 0 0 0
U022+ agueous 1 92gre/fug X X 0 0 X 0
Uo2+ agqueous 3 chemval#* 0 0] 0 0 0 0
Uo2++ agqueous 0 chemval* 0 0 0 0 0 0
U02++ agueous 2 89cox/wag X X 0 X 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
U02++ agueous 3 chemval* 0 0 0 0 0] 0
U02Br+ : aqueous 1 92gre/fug X X 0 0 X 0
UO2Bro3+ aqueous 1 92gre/fug X X 0 0 X 0
UO2CH3COO+ agueous 1 93sho/kor 0 0 0 0 0 0
UO2CH3CO0+ agqueous 3 89mar/smi 0 0 0 0 0 0
U02C03 (aq) agueous 0 chemval* 0 0 0 0 0 0
U02C03(aq) aqueous 1 92gre/fug X X 0 0 X 0
U02C03(aq) aqueous 3 chemval®* 0 0 0 0 0 0
U02C1+ agueous 0 chemval* 0 0 0 0 0 0
U02C1+ aqueous 1 92gre/fuyg X X 0 0 X 0
U02C1l+ agueous 3 chemval* 0 0 0 0 0 0
U02Cl2(aq) aqueous 0 chemval* 0 0 0 0 0 0
U02C12(aq) agueous 1 92gre/fug X X 0 0 X 0]
U02Cl2(aq) agqueous 3 chemval?* 0 0 0 0 0 0
U02C103+ agueous 1 92gre/fug X X 0 0 X 0
UQ2F+ aqueous 1 92gre/fug X X 0 0 X 0
UO2F2(aq) agueous 1 92gre/fug X X 0 0 X 0
UO2F3- agueous 1 92gre/fug X X 0 0 X 0
UO2F4-- aqueous 1 92gre/fug X X 0 0 X 0
UO2H2PO4+ agueous 1 92gre/fug X X 0 0 X 0
UO2H2PO4+ agqueous 3 84tri 0 0 0 0 0 0
UO2H3PO4++ agueous 1 92gre/fug X X 0 0 X 0
UO2H3PO4++ ' agueous 3 84tri 0 0 0 0 0 0
UO2HPO4 (aq) aqueous 1 92gre/fug X X 0 0 X 0
UQ2103+ _ agqueous 1 92gre/fug X X 0 0 X 0
UO2N3+ . agueous 1 92gre/fug X X 0 0 X 0
UO2NO3+ agueous 1 92gre/fug X X 0 0 X 0
UO20H (aq) aqueocus 3 80all/kip 0 0 0 0 0 0
UO20H+ agqueous 0 chemval¥* 0 0 0 0 0 0
UO20H+ agqueous 1 92gre/fug X X 0 0 X 0
UO20H+ agueous 3 chemval* 0 0] 0 0 0 0
U02P0Q4 - aqueous 1 92gre/fug X X 0 0 X 0
U028203 (adq) aqueous 1 92gre/fug X X 0 0 X 0
UO28CN+ agueous 1 92gre/fug X X 0 0 X 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
002803 (aq) agueous 1 92gre/fug X X 0 0 X 0
U02804(aq) agueous 0 chemval* 0 0 0 0 0 0
U02804 (aq) aqueous 1 92gre/fug X X 0 0 X 0
V02804 (aq) agueous 3 chemval¥* 0 0 0 0 0 0
U0O2810(0H) 3+ aqueous 1 78lan 0 0 0 0 0 0
UOH++ agueous 3 80all/kip 0 0 0 0 0 0]
UOH+++ aqueous 0 chemval* 0 0 0 0 0 0
UOH+++ agueous 1 92gre/fug X X 0 0 X 0
UQH+++ agueous 3 chemval# 0 0 0 0 0 0
USCN+++ agueous 1 92gre/fug X X 0 0 X 0
US04 ++ : agqueous 0 chemval* 0 0 0 o] 0 0
US04 ++ agqueous 1 92gre/fug X X 0 0 X 0
US04 ++ agqueous 3 chemvalt¥ 0 0 0 0 0 0
Urea(aq) agueous 1 93sho/mck X X X 0 0 0
V(OH) 2+ aqueous 1 78lan X X 0 0 0 0
V4+++ aqueous 1 76isr/mei X X 0 0 0 0
V2 (OH) 2++++ , agueous 3 76bae/mes X X 0 0] 0 0
VO(OH) 3 (aq) agqueous 3 76bae/mes X X 0 o] 0 0
VO++ agueous 1 supcrt92** X X X 0 0 0
VO2 (HPO4)2--- agqueous 3 82hog X X 0 0 0 0
VO2 (OH)2- aqueous 3 76bae/mes X X 0 0 0 0
vO2+ agueous 1 supcrt92*x* X X X 0 0 0
VO2F(aq) aqueous 3 76smi/mar X X 0 0 0 0
VO2F2- ' agqueous 3 76smi/mar X X 0] 0 0 0
VO2F3-- agqueous 0 76smi/mar 0 0 0 0 0 0
VO2H2P04 (2q) : agueous 3 82hog X X 0 0 0 0
VO2HPO4 - ) agqueous 3 82hog X X 0 0 0 0
V02804 - agqueous 3 82hog X X 0 0 0 0
VO30H- - agqueous 3 76bae/mes X X 0 0 0] 0
vO4--- aqueous 1 82wag/eva X X 0 0 0 0
VOF+ agueous 3 76smi/max X X 0 0 0 0
VOF2(ad) agqueous 3 76smi/mar X X 0 0 0 0
VOF3- agqueous 1 7lahr 0 0 0 0 0 0
VOF4 - - aqueous 1 71ahxr 0 0 0 0 0 0
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NAME COMPOSITION TYPE

VOH++ agueous
VOOH+ agueous
VOS04 (aq) agueous
VSO4+ agueous
valine(aq) C5H11NO?2 agueous
WO4- - agueous
Xe(aq) agqueous
Y (CH3CO00) 2+ aqueous
Y(CH3CO0)3(aq) agueous
Y+++ agqueous
YCH3COO++ aqueous
Yb (CH3C0O0) 2+ aqueous
Yb (CH3C00)3(aq) agqueous
Yb++ agqueous
Yh+++ aqueous
YbCH3COO++ agueous
Zn(CH3C00)2(aq) aqueous
Zn (CH3C00) 2 (aq) aqueous
Zn(CH3C00)3- agqueous
Zn (CH3CO00) 3- aqueous
Zn++ aqueous
Zn++ agueous
ZnCH3COO0+ ' agueous
ZnCH3COO+ T aquecus
ZnCl+ i agueous
ZnCl+ aqueous
ZnCl2(aq) agueous
ZnCl2(aq) agqueous
ZnC13- agueous
ZnCl13- agueous
ZnCl4- - agqueous
ZnCl4 - - agueous
ZnF+ aqueous
ZnH2P04 + agueous
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TYPE LIT.SOURCE

3 76bae/mes
7T6bae/mes
71bai

82hog

supcrt92**
supcrt92+**
supcrt92**
93sho/kor
93sho/kor
supcrt92**
93sho/kor
93sho/kor
93sho/kor
supcrt92+#*
supcrt92x*
93sho/kor
93sho/kor
supcrt92+«*
93sho/kor
supcrt92**
supcrt92**
89cox/wag
93sho/kor
supcrt92x*x*
supcrt92xx*
87bou/bar
supcrt92**
87bou/bar
supcrt92**
87bou/bar
supcrt92*+*
87bou/bar
76smi/mar
76smi/mar
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SPECIES

***************************.**********************************

ZnHCO3+

ZnHPO4 (aq)

ZnO(aq)

Zn02- -

ZnOH+

ZnOH+

Znp0o4 -

ZnSe04 (aq)

Zr (OH)2++

Zr (OH) 3+

Zx(OH)4 (aq)
Z2r{S04)2(aq)
Zr(804)3--

Zr++++

ZYF+++

ZYF2++

ZrF3+

Zx¥F4 (aq)

ZrF5-

ZxF6- -

ZrOH+++

ZrSO4++
a-Aminobutyric acid(aq)
m-Xylene(aq)
n-Butane(aq)
n-Butylbenzene(aq)
n-Heptane(aq)
n-Heptylbenzene(aq)
n-Hexane(aq)
n-Hexylbenzene (aq)
n-Octane(aq)
n-Octylbenzene(aq)
n-Pentane(aq)
n-Pentylbenzene(aq)

COMPOSITION

C4HINO2

C6H4 (CH3)2
C4H10
C6H5C4HY
C7H16
C6HS5CT7HLS
C6H14
C6H5C6H13
C8H18
C6HSC8H17
C5H12
C6H5C5H11

TYPE

agqueous
agueous
aqueous
aqueous
aqueous
agqueous
aqueous
agqueous
agueous
aqueous
aqueous
aqueous
aqueous
agqueous
aqueous
agqueous
aqueous
aqueous
aqueous
aqueous
aqueous
aqueous
agqueous
agqueous
agueous
aqueous
agqueous
agueous
agueous
aqueous
agueous
aqueous
aqueous
agueous
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TYPE LIT.SOURCE

87bou/barxr
76smi/mar
supcrt92+**
supcrt92#*#*
supcrt92**
87bou/bar
79mat/spo
76smi/mar
74nau/ryz
74nau/ryz
74nau/xyz
74nau/ryz
74nav/ryz
74nau/ryz
74nau/ryz
74nau/ryz
74nauv/ryz
74nau/xyz
74nauv/xrvyz
74nau/ryz
74nau/ryz
74nauv/ryz
supcrt92*x*
supcrt92**
supcrt92**
supcrt92*+*
supcrt92*+*
supcrt92x*
supcrt92+**
supcrt92**
supcrt92**
supcrt92+**
supcrt92**
supcrt9o2*+*
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SPECIES

*************************************************************

n-Propylbenzene(aq)
o-Phthalate '
o-Phthalic acid(aq)
o-Xylene(aq)
p-Xylene(aq)
(As205)3:5H20
(Pb(OH)2)3.PbC12
(U02)2A8207
(U02)2C13
(U02)2P207
(U02)3(As04)2
(U02)3(P04)2
(U02)3(P0O4)2
(U02)3(P04)2:4H20
(VO)3(P0O4)2
Acanthite

Acmite

Afwillite

Ag

Ag

Ag(9)

Ag3P0O4

Ag3P0O4
Ahlfeldite
Akermanite

Al

Al (OH)3 (am)
Al(g)

Al2(S04)3
Al2(S04)3:6H20
AlF3

Alabandite
Alamosite

Albite

COMPOSITION

C6H5C3H7
C804H4

C6H4 (CH3)2
C6H4 (CH3)2

Ag2S
NaFeSi206
Ca3S81204 (0H)6

NiSe03:2H20

Ca2MgS81i207

MnS
PbSiO3
NaAlSi308

TYPE

agqueous
agueous
agqueous
agueous
aqueous
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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IZEEE SRS SR SR X &

TYPE

MR BRNFRFROVMWNRFRWONNRPRRERERRPPRWNNUNNRORR WRER

LIT.SOURCE
supcrt92+*
85wol
89marx/smi
supcrt92**
supcrt92**
92gre/fug
82wayg/eva
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
84tri
92gre/fug
82wag/eva
supcrt92*x*
supcrt92**
82sar/bar
supcrt92+*
89cox/wag
89cox/wag
73don
76smi/mar
74nau/ryz
supcrt92**
89cox/wag
74tru/jon
89cox/wag
79rob/hem
82wag/eva
89cox/wag
supcrt92*x
82wag/eva
supcrt92*+

EQ3/6 DATAFILES

I EEZ SRS SRS R SRR SR ESE

COM ALT SUP PIT NEA HMW
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SPECIES DATA EQ3/6 DATAFILES
************************************************************* *********'******* IR EEE X2 2RSSR S AR
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Albite high NaAlSi308 mineral 1 supcrt92#** X X X 0 0 0
Albite low NaAlSi308 mineral 1 supcrt92** X X X 0 0 0
Almandine Al2Fe3(Si04)3 mineral 1 supcrt92** 0 0 0 0 0 0
Alstonite BaCa(C03)2 mineral 1 82wag/eva X X 0 0 0 0
Alum-K KA1l (S04)2:12H20 mineral 2 73bar/kna X X 0 X 0 0
Alunite KA13(OH)6(S04)2 mineral 1 supcrt92** X X X X 0 0
Am mineral 1 76cet/ran X X 0 0 0 0
Am(OH)3 mineral 3 86ker/sil X X 0 X 0 0
Am(OH) 3 (am) mineral 3 86ker/sil X X 0 X 0 0
AmOHCO3 mineral 3 86ker/sil X X 0 X 0 0
Amesite-14A Mg4Al4Si2010(0OH)8 mineral 1 78wol X X 0 0 0 0
Amesite-142 Mg4A14Si2010(OH)8 mineral 1 supcrt92** 0 0 0 0] 0 0
Amesite-7a Mg2A128i05(0H)4 mineral 1 78wol 0 0 0 0 0 0
Amesite-7a Mg2A12S8i05(OH)4 mineral 1 supcrt92+** 0 0 0 0 0 0
Analcime Na.96A1.96812.0406:H20 mineral 1 82joh/flo X X 0 0 0 0
Analcime Na.96A1.96812.0406:H20 mineral 1 supcrt92** 0 0 X 0 0 0
Analcime-dehy Na.96A1.965i2.0406 mineral 1 82joh/flo X X 0 0 0 0
Analcime-dehy Na.96Al,965i12.0406 mineral 1 supcrt92*x* 0 0 X 0 0 0
Andalusite 2128105 mineral 1 supcrt92** X X X 0 0 0
Andradite Ca3Fe2(S8i04)3 mineral 1 supcrt92x* X X X 0 0 0
Anglesite PbS0O4 mineral 1 supcrt92** X X X X 0 0
Anglesite PbSO4 mineral 2 89cox/wag 0 0 0 0 0 0
Anhydrite CaS04 mineral 1 supcrt92** X X X X 0 0
Anhydrite ‘CasS04 mineral 4 84har/mol 0 0 0 0 0 X
Annite KFe3A1S5i3010(0H)2 mineral 1 supcrt92** X X X 0 0 0
Anorthite CahAl2(Si04)2 mineral 1 supcrt92+** X X X 0 0 0
Antarcticite CaCl2:6H20 mineral 1 84har/mol X X 0 X 0 X
Antarcticite CaCl2:6H20 mineral 4 84har/mol 0 0 0 X 0 X
Anthophyllite Mg7818022(0H) 2 mineral 1 supcrt92x* X X X 0 0 0
Antigorite Mg485124085(0H)62 mineral 1 supcrt92x+* X X X 0 0 0
Antlerite Cu3(S04)(OH)4 mineral 1 82wag/eva X X 0 X 0 0
Aphthitalite NaK3(804)2 mineral 1 84har/mol X X 0 X 0 X
Aphthitalite NaK3(804)2 mineral 4 84har/mol 0 0 0 X 0 X
Ar(g) mineral 1 supecrt92** X X X 0 0 0
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SPECIES DATA EQ3/6 DATAFILES

****************‘k******************************************** I ZEE XSS RS EE &R ARIXARRA A AKX KAXR A KA XA AA

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Ar(qg) mineral 2 89cox/wag 0 0 0 0 0 0
Aragonite CaCo03 mineral 1 supcrt92** X X X 0 0 0
Aragonite CaCO3 mineral 4 84har/mol 0 0 0 0 0 X
Arcanite K2504 mineral 1 79rob/hem X X 0 X 0] 0
Arcanite K2804 mineral 4 84har/mol 0 0 0 0 0 X
Arsenolite As203 mineral 1 79rob/hem X X 0 0 0 0
Arsenopyrite FeAsS. mineral 1 B82wag/eva X X 0 0 (0] 0
Artinite Mg2CO3(0OH)2:3H20 mineral 1 supcrt92** X X X 0 0 0
As mineral 1 79rob/hem X X 0 0 0 0
As mineral 1 92gre/fug 0 0 0 0 X 0
As205 mineral 2 82wag/eva X X 0 X 0 0
As205 mineral 2 92gre/fug 0 0 0 0 X 0
As406 (mono) mineral 2 92gre/fug X X 0 X X 0
As406 (octa) mineral 2 92gre/fug X X 0 X X 0
Atacamite Cu4Cl2(0H)6 mineral 1 87woo/gar X X 0 X 0 0
Au : : mineral 1 supcrt92** X X X 0 0 0
Autunite-H H2(U02)2(P04)2 mineral 1 78lan 0 0 0 0 0 0
Autunite-K K2(U02)2(P04)2 mineral 1 78lan 0 0 0 0 0 0
Autunite-Na Na2(U02)2(P04)2 mineral 1 78lan 0 0 0 0 0 0
Autunite-Sr Sr(U02)2(P04)2 mineral 1 78lan 0 0 0 0 0 0
Azurite Cu3(C03)2(0OH)2 mineral 1 supcrt92x* X X X 0 0 0
B mineral 2 89cox/wag X X 0 0 0 0
B(9) mineral 2 89cox/wag X X 0 0 0 0
B203 ' mineral 2 89cox/wag X X 0 0 0 0
BF3(9g) mineral 2 89cox/wag X X 0 0 0 0
Ba mineral 1 79rob/hem X X 0 X 0 0
Ba : mineral 1 92gre/fug 0] 0 0 0 X 0
Ba (OH) 2:8H20 ’ mineral 1 82wag/eva X X 0 X 0 0
Ba2CaUO6 mineral 0 92gre/fug 0 0 0 0 0 0
Ba2MgUO6 mineral 0 92gre/fug 0 0 0 0 0 0
Ba25i308 mineral 1 82wag/eva X X 0 0 0 0
Ba28i04 mineral 1 82wag/eva X X 0 0 0 0
Ba2SrU06 mineral 0 92gre/fug 0 0 0 0 0 0
Ba2U207 mineral 2 92gre/fug X X 0 X X 0
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. SPECIES DATA EQ3/6 DATAFILES
************************************************************* IEE R TSRS E SRS LR R & I ZEEEEEEEEEESEE SRR LS SN &
NAME COMPOSITION TYPE" TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Ba3(As04)2 mineral 0 82wag/eva 0 0 0 0 0 0
Ba3U06 mineral 2 92gre/fug X X 0 X X 0
BaBr2 mineral 1 82wag/eva X X 0 X 0 0
BaBr2:2H20 mineral 1 82wag/eva X X 0 X 0 0
BaCl2 mineral 1 82wag/eva X X 0 X 0 0
BaCl2 mineral 2 92gre/fug 0 0 0 0 X 0
BaCl2:2H20 mineral 1 82wag/eva X X 0 X 0 0
BaCl2:H20 mineral 1 82wag/eva X X 0 X 0 0
BaCrQ4 mineral 1 76del/hal X X 0 X 0 0
BaHPO4 mineral 0 90crc 0 0 0 0 0 0
BaHPO4 mineral 3 76smi/max X X 0 X 0 0
Bal2 mineral 1 85cha/dav X X 0 X 0 0
BaMnO4 mineral 1 82wag/eva X X 0 o] 0 0
BaO mineral i 82wag/eva X X 0 X 0 0
BaO mineral 2 92gre/fug 0 0 0 0 X 0
Bas mineral 1 82wag/eva X X 0 0 0 0
BaSe03 mineral 1 82wag/eva X X 0 0 0 0
BaSe04 mineral 1 82wag/eva X X 0 o 0 0
BaSiF6 mineral 1 82wag/eva X X 0 0 0 0
BaSiO3 mineral 2 82wag/eva 0 0 0 0 0 0
BaU207 mineral 2 92gre/fug X X 0 X X 0
BaUO3 ' mineral 0 92gre/fug o] 0 0 0 0 0
BaUO4 mineral 2 92gre/fug X X 0 X X 0
BaZr03 ' mineral 1 74nau/ryz X X 0 0 0 0
Baddeleyite : Zxr02 mineral 1 79rob/hem X X 0 o 0 0
Barite Ba S04 mineral 1 supcrt92+** X X X X 0 0
Barytocalcite BaCa(C03)2 mineral 1 82wag/eva X X 0 4] 0 0
Bassanite CaS04:1/2H20 mineral 1 82wag/eva X X 0 X 0 0
Bassetite Fe(UO2)2(P04)2 mineral 1 78lan X X 0 X 0 0
Be mineral 1 89cox/wag X X 0 X 0 0
Be(qg) mineral 2  89cox/wag 0 0o o X o0 0
Bel3U mineral 2 92gre/fug X X 0 0 0 0
Beidellite-Ca Ca.165A12.338i3.67010(0H)2 mineral 1 78wol X X 0 0 0 0
Beidellite-Cs Cs.3351i3.67A12.33010(0OH)2 mineral 1 88db 4 X X 0 0 0 0
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*************************************************************

Beidellite-H
Beidellite-K
Beidellite-Mg
Beidellite-Na

Berlinite
Berndtite
Bi
Bieberite
Biotite
Birnessite
Bischofite
Bischofite
Bixbyite
Bloedite
Bloedite
Boehmite
Boltwoodite

Boltwoodite-Na

Borax
Boric acid
Bornite
Br(g)
Br2(g)
Br2(l)
Brezinaite
Brochantite
Bromellite
Bromellite
Brucite
Brucite
Brushite
Brushite
Bunsenite
Burkeite
Burkeite

COMPOSITION

H.33A12.33513.67010(0H)2
K.33A12.338i3.67010(0H)2
Mg.165A12.338i3.67010(0H)?2
Na.33A12.33Si3.67010(0H)2

AlPO4
SnS2

CoS04:7H20
K(Mg,Fe)3A15i3010(0H)2
Mn8014 :5H20

MgCl2:6H20

MgCl2:6H20

Mn203

Na2Mg (S04)2:4H20

Na2Mg (S04)2:4H20

Al102ZH

KH30U028i04 .
Na.7K.3H301U025i04:H20
Na2[B405(0H)4] :8H20
B(OH)3

Cu5FeS4

Cr3s4

Cu4 (S04)(OH)6 !
Bed

BeO

Mg (OH) 2

Mg (OH)2

CaHPO4: 2H20
CaHPQ4:2H20
NiO
Na6CO3(S04)2
Na6C03(804)2

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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(22 X222 R B R R

TYPE

B HRWOPRPRNPRPRNNNNRURBERBERER&REBRRPRREREERERRR

LIT.SOURCE

82wag/eva
supcrt92+**
79rob/hem
82wag/eva
ggk**
83ker
84har/mol
84har/mol
79rob/hem
84har/mol
84har/mol
supcrt92+**
82hem
82hem
82wag/eva
89cox/wag
supcrt92+*x*
89%cox/wag
89cox/wag
89cox/wag
78vau/cra
87woo/gar
supcrt92**
89cox/wag
supcrt92**
84har/mol
90crxc
76ben/ada
supcrt92**
84har/mol
84har/mol

EQ3/6 DATAFILES
XX XXX R EEEREE SRR RS R LR

COM ALT SUP PIT NEA HMW

0

OMNMOOXMONMMMMOMMMMMNMNONMMONMMMMKOMNMMNNN
OMXMMBOONMMOMMMMODMMMMMMONMOMMMMOMMMMXX
 COXOOOKODOODOOKROOOOKOOODDOOOOOXOOOOO
OCOMHOOKKOMOKMOOODOOOKRMMMUNNHNMONXOONKOOOO
MHOOOXOOOOOOOOCOOOOONRNKOKRMOOOOOOOO0OO

0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0




SPECIES DATA EQ3/6 DATAFILES
***************************************.********************** [ZEEXSEEEEREEE & & 4 IEEEEEZ RS S EEESERE SRR RS SR
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
C _ mineral 1 supcrt92** X X X 0 0 0
c : mineral 2 89cox/wag 0 0 0 0 0 0
Cc(9g9) mineral 2 89cox/wag X X 0 0 0 0
C2H4 (9) mineral 1 93sho X X X 0 0 0
CH4 (g) mineral 1 supcrt92** X X X 0 0 0
CO(g) mineral 1 93sho X X X 0 0 0
CO(9) mineral 2 89cox/wag X X 0 0 0 0
C02(9g) mineral 1 supcrt92x* X X X 0 0 0
C02(9g) mineral 2 89cox/wag 0 0 0 0 0 0
C02(qg) mineral 4 84har/mol 0 0 0 0 0 X
Ca mineral 2 89cox/wag X X 0 X 0 0
Ca(g) . mineral 2 89cox/wag X X 0 X 0 0
Ca-Al Pyroxene Canl251i06 mineral 1 supcrt92+x* X X X 0] 0 0
Ca2A1205:8H20 mineral 1 82sar/bar X X 0 X 0 0
Ca2C12(0OH)2:H20 ' mineral 1 84har/mol X X 0 X 0 X
Ca2Cl2(0OH)2:H20 mineral 4 84har/mol 0 \] 0 X 0 X
Ca2v207 mineral 1 82wag/eva X X 0 0 0 0
Ca3(As04)2 mineral 1 82wag/eva X X 0 X 0 0
Ca3al206 mineral 1 82sar/bar X X 0 X 0 0
Ca3uo06 , mineral 0 92gre/fug 0 0 0 0 0 0
Ca3v208 ' mineral 1 82wag/eva b4 X 0 0 0 0
Ca4Al2Fe2010 mineral 1 82sar/bar X X 0 0 0 0
Ca4Al207:13H20 . \ mineral 1 82sar/bar X X 0 X 0 0
Ca4Al1l207:19H20 , mineral 1 82sar/bar X X 0 X 0 0
Ca4Cl2(0OH)6:13H20 : mineral 1 84haxr/mol X X 0 X 0 X
Cad4Cl2(OH)6:13H20 : _ mineral 4 84har/mol o o 0 X 0 X
Ca6Al4Fe2015 mineral 0 82sar/bar 0 0 0 0 0 0
CaAl204 ' mineral 1 82sar/bar X X 0 X 0 0
CaAl204:10H20 mineral 1 82sar/bar X X 0 X 0 0
CahAl407 mineral 1 82sar/bar X X 0 X 0 0
CaCl2:4H20 mineral 4 84har/mol 0 0 0 0 0 X
CaCl2:H20 mineral 2 82wag/eva 0 0 0 0 0 0
CaS04:0.5H20(beta) mineral 1 82wag/eva X X 0 X 0 0
CaS8e03:2H20 mineral 1 74nau/ryz X X 0 0 0 0
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SPECIES DATA EQ3/6 DATAFILES

************************************************************* Ak REKA R AKX XK XK I E XS R LRSS REREERE RS

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
___________________________________________________________ e e ece e mme eef mmm e e
CaSe04 mineral 0 90crc 0 0 0 0 0 0
CaSe04 mineral 3 76smi/mar X X 0 0 0 0
CaU04 mineral 0 chemval* o 0 o o0 o0 O
CaU0O4 mineral 2 92gre/fug X X 0 X X 0
CaU04 . mineral 3 chemval* 0 0 0 0 0 0
Cav206 mineral 1 82wag/eva X X 0 0 0 0
CaZx03 mineral 1 74nau/ryz X X 0 0 0 0
Cadmoselite Cdse mineral 2 74mil X X 0 0 0 0
Calcite CaCo03 mineral 0 chemval* 0 0 0 0 0 0
Calcite CaCo3 mineral 1 supcrt92%* X X X 0] 0 0
Calcite CaCo03 mineral 3 chemval* 0 0 0 0 0 0
Calcite CaCo03 mineral 4 84har/mol 0 0 0 0 0 X
Calomel Hg2Cl2 mineral 2 89cox/wag X X 0 0 0 0
Carbonate-Calcite (Ca,Mn,Zn;Mg,Fe, Sr)C03 mineral 1 Sgkk*x X X 0 0 0 0
Carnallite KMgC13:6H20 mineral 1 84har/mol X X 0 X 0 X
Carnallite KMgC13:6H20 mineral 4 84har/mol 0o .0 0 X 0 X
Carnotite K2(U02)2(V04)2 mineral 1 78lan X X 0 0 0 0
Cassiterite Sn02 mineral 1 supcrt92** X X X 0 0 0
Cassiterite Sno2 mineral 2 89cox/wag 0 0 0 0 0 0
Cattierite CoS2 mineral 1 78vau/cra X X 0 X 0 0
cd mineral 2 89cox/wag X X 0 X 0 0
cda(g) mineral 2 89cox/wag X X 0 X 0 0
CdCr204 mineral 1 76del/hal X X 0 X 0 0]
CdsS04:2.667H20 mineral 2 92gre/fug X X 0 X X 0
Cdse0O3 ' mineral 1 82wag/eva X X 0 0 0 0
Cdse04 mineral 1 82wag/eva X X 0 0 0 0
Ce : mineral 1 79rob/hem X X 0 X 0 0
Celadonite KMgA18i4010(0OH) 2 mineral 1 78wol X X 0 o0 o0 0
Celadonite KMgA1Si4010(OH) 2 mineral 1 supcrt92*+ 0 0 0 0 0 0
Celestite Srs04 . mineral 0 chemval* 0 0 0 0 0 0
Celestite SrS504 mineral 1 supcrt92+*# X X X X 0 0
Celestite 8rs04 mineral 3 chemval* 0 0 0 0 0 0
Cerussite PbCO3 mineral 1 supcrt92+** X X X 0 0 0
Chalcanthite CuS04 : 5H20 mineral 1 82wag/eva X X 0 X 0 0
Chalcedony 8io2 mineral 1 supcrt92*+ X X X o] 0 0
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~
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Chalcocite
Chalcocyanite
Chalcopyrite
Chamosite-73
Chamosite-7A
Chlorargyrite
Chlorargyrite
Chlorite-ss
Chloritoid
Chlorocalcite
Chloromagnesite
Chromite
Chrysocolla
Chrysotile
Cinnabar

Cl(g)

Cl2(q)

Claudetite
Clausthalite
Clinochalcomenite
Clinochlore-142A
Clinochlore-7a
Clinoptilolite
Clinoptilolite-Ba
Clinoptilolite-Ca
Clinoptilolite-Cs
Clinoptilolite-K
Clinoptilolite-Mg
Clinoptilolite-Mn
Clinoptilolite-NH4
Clinoptilolite-Na
Clinoptilolite-Sr
Clinoptilolite-dehy
Clinoptilolite-dehy-Ca
Clinoptilolite-dehy-Cs

COMPOSITION

CuS04

CuPeS2
Fe2212Si0O5(0H) 4
Fe2A1281i05(0H)4
AgCl

AgCl
(Fe,Mg)5A128i3010(0OH)8
FeAl2Si05(0H)2
KCaCl3

MgCl2

FeCr204
CuSiH405
Mg38i205(0H)4
HgS

As203

PbSe

CuSe03:2H20
Mg5A1281i3010(0OH)8
Mg5A12S13010(0H)8

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral

Na.954K.543Ca.761Mg.124Sr .03 mineral
Bal.7335A13.45Fe.0178114.533 mineral

Cal.7335A13.45Fe.0178114.533 mineral

Cs3.467A13.45Fe.0178114.5330 mineral
K3.467A13.45Fe. 0178114 .53303 mineral
Mgl.7335A13.45Fe. 0175114 .533 mineral
Mnl.7335A13.45Fe.0178114.533 mineral
(NH4)3.467A13.45Fe.0178114.5 mineral
Na3.467A13.45Fe.01758i14.5330 mineral
Srl.7335A13.45Fe.0175114.533 mineral
Sr.036Mg.124Ca.761Mn.002Ba.0 mineral
Cal.7335A13.45Fe. 0178114 .533 mineral
Cs3.467213.45Fe.0178114.5330 mineral
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ARk kAR kXA XK

TYPE
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LIT.SOURCE
supcrt92+**
89cox/wag
supcrt92+**
78wol
supcrt92**

supcrt92**’

89cox/wag
ggk**

supcrt92**

79rob/hem
82wag/eva
87woo/gar
supcrt92+**
supcrt92**
89cox/wag
89cox/wag
79rob/hem
82wag/eva
74nau/ryz
supcrto2**
supcrt92+*
89db 6

89db2

89db 7

89db 7

89db 7

89db2
89db2
89db
89db
89db
89db
89db
89db

NN YN

EQ3/6 DATAFILES

ARkhhhX Rk XAk kAR Xk h Rk k%
COM ALT SUP PIT NEA HMW
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Clinoptilolite-dehy-K
Clinoptilolite-dehy-NH4
Clinoptilolite-dehy-Na
Clinoptilolite-dehy-Sr
Clinoptilolite-hy-Ca
Clinoptilolite-hy-Cs
Clinoptilolite-hy-K
Clinoptilolite-hy-Na
Clinoptilolite-hy-Sr
Clinoptilolite-hy-ss
Clinoptilolite-ss
Clinozoisite

Co

Co(NO3)2

Co(0OH)2

Co(OH) 2

Co285i04

Co3(As04)2

Co3(P04)2

CoBr2

CoC1l2

CoCl2:2H20

CoCl2:6H20

CoF2

CoF3

CoFe204

CoHPO4

CoO

CoS

CoS04

CoS04.3Co(0OH)2
CoS04:6H20

CoS04 :H20

CoSe03

CoWO4

Coesite

COMPOSITION

K3.467A13.45Fe.0178114.53303
(NH4)3.467213.45Fe.0178i14.5

Na3.467A13.45Fe.0175114.5330

Sr1.7335A13.45Fe . 0178114.533
Cal.7335A13.45Fe.0178114.533
Cs3.467A13.45Fe. 0178114 .5330
K3.467A13.45Fe.0178114.53303
Na3.467A13.45Fe.0178114.5330
8r1.,7335A13.45Fe.0175114.533
(Na,K,Cs,NH4,Ca.5,8r.5)3.467
{Na,K,Cs,NH4,Ca.5,Sr.5)3.467
Ca2Aa13Si3012(0OH)

5i02

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral

B-64

DATA

KKK RXXRRRRK KKK
TYPE LIT.SOURCE

1 89db 7

ggkkXx

supcrt92**
79rob/hem
65gar/chr
73don
76bae/mes
82wag/eva
82wag/eva
82wag/eva
82wag/eva
B82wag/eva
82wag/eva
82wag/eva
82wag/eva
79kub/alc
74nau/ryz
82wag/eva
82wag/eva
74nau/ryz
82wag/eva
82wag/eva
82wag/eva
74nauv/ryz
76smi/mar
74nav/ryz
supcrt92+*
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SPECIES DATA EQ3/6 DATAFILES
*************************************‘k*********************** IZEESZEEEEE S L RS R] [ ESEEEERESRSIERSSES RS & K1
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Coffinite USi0o4 mineral 0 chemval#* 0 0 0 0 0 0
Coffinite USi04 mineral 1 82hem 0 0 0 0 0 0
Coffinite UsSio4 mineral 1 92gre/fug X X 0 0 X 0
Coffinite UsSio4 mineral 3 chemvalx* 0 0 0 0 0 0
Colemanite Ca2B6011:5H20 mineral 1 77bas X X 0 0 0 0
Cordierite anhyd Mg2A14815018 mineral 1 supcrt92+*#* X X X 0 0 0
Cordierite hydr Mg2A148i5018:H20 mineral 1 supcrt92** X X X 0 0 0
Corkite PbFe3 (P04) (S504) (OH)6 mineral 1 78ric/nri X X 0 0 0 0
Corundum Al1203 mineral 1 supcrt92+*# X X X X 0 0
Corundum A1203 mineral 2  B89cox/wag o 0 o o0 0 O
Cotunnite PbC12 mineral 1 82wag/eva X X 0 X 0 0
Covellite Cus mineral 1 supcrt92** X X X 0 0 0
Cr mineral 1 79rob/hem X X 0 X 0 0
CrCl3 mineral 2 82wag/eva X X 0 X 0 0
CrF3 mineral 2 76del/hal X X 0 X 0 0
CrF4 mineral 2 76del/hal X X 0 X 0 0
Cri3 mineral 2 76del/hal X X 0 X 0 0
Cro2 mineral 2 76del/hal X X 0 X 0 0
Cro3 mineral 2 76del/hal X X 0 X o] 0
CrSs mineral 1 76del/hal X X 0 0 0 0
Cristobalite 8102 mineral 1 supcrt92*x X X X 0 0 0
Cristobalite-a 8102 mineral 1 supcrt92** X X X 0 0 0
Cristobalite-b 8102 mineral 1 supcrt92** X X X 0 0 0
Crocoite PbCxr04 mineral 1 768el/hal X X 0 X 0 0
Cronstedtite-7A Fe2Fe2S51i05(0H) 4 mineral 1 78wol X X 0 0 0 0
Cronstedtite-7A Fe2Fe28i05(0H) 4 mineral 1 supcrt92** 0 0 0 0 0 0
Cs . mineral 2 89cox/wag X X 0 X 0 0
Cs(d9) mineral 2 89cox/wag X X 0 X 0 0
Cs2U207 mineral 2 92gre/fug X X 0 X X 0
Cs2U04012 mineral 2 92gre/fug X X 0 X X 0
Cs2004 mineral 1 82hem 0 0 0 0 0 0
Cs2U04 mineral 2 92gre/fug X X 0 X X 0
Cu mineral 1 supcrt92+*x X X X X 0 0
Cu mineral 2 89cox/wag 0] 0 0 0] 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Cu(g) mineral 2 89cox/wag X X 0 X 0 0
Cu3(P04)2 mineral 1 82wag/eva X X 0 X 0 0]
Cu3(P0O4)2:3H20 mineral 3 80bal/nor X X 0 X 0 0
CuCl2 mineral 1 82wag/eva X X 0 X 0 0
CuCr204 mineral 1 76del/hal X X 0 X 0 0
Cufr mineral 0 73don 0 0 0 0 0 0
CuF mineral 3 80bal/nor X X 0 X 0 0
CuF2 mineral 0 90crc 0 0 0 0 0 0
CufF2 mineral 3 80bal/nor X X 0 X 0 0]
CuF2:2H20 : mineral 0 90crc 0 0 0 0 0 0
CuF2:2H20 mineral 3 80bal/nor X X 0 X 0 0
CuSe03 mineral 1 82wag/eva X X 0 0 0 0
Cummingtonite Mg78i8022(0OH)2 mineral 1 supcrt92«x* 0 0 0 0 0 0
Cuprite Cu20 mineral 1 supcrt92+# X X X X 0 0
Daphnite-14A Fe5A1A18i3010(0OH)8 mineral 1 78wol X X 0 0 0 0
Daphnite-14A Fe5A1218i3010(0OH)8 mineral 1 supcrt92+** 0 0 0 0 0 0
Daphnite-7a Fe5A1A18i3010(0H)8 mmineral 1 78wol X X 0 0 0 0
Daphnite-72 Fe521A1Si13010(0H)8 mineral 1 supcrt92xx* 0 0 0 0 0 0
Dawsonite NaAlCO3(0H)2 mineral 1 79rob/hem X X 0 0 0 0
Delafossite CuFe02 mineral 1 74nav/ryz X X 0 X 0 0
Diaspore A1lHO2 mineral 1 supcrt92#** X X X X 0 0
Dicalcium silicate Ca25i04 mineral 2 82wag/eva X X 0 0 0 0
Dickite Al28i205(0OH)4 mineral 1 supcrt92** 0 0 0 0 0 0
Diopside CaMgS$Siz206 mineral 1 supcrt92** X X X 0 0 0
Dioptase : CuSi0O2(0OH)2 : nmineral 1 87woo/gar X X 0 0 0 0
Dolomite CaMg(C03)2 mineral ‘0 chemval* 0o 0 o o0 o0 O
Dolomite CaMg(C03)2 mineral 1 supcrt92++ X X X 0 0 0
Dolomite CaMg (C03)2 mineral 3 chemval* 0 0 0 0 0 0
Dolomite CaMg(C03)2 mineral 4 84har/mol 0 0 0 0 0 X
Dolomite-dis CaMg(C03)2 mineral 1 supcrt92*x X X X 0 0 0
Dolomite-ord CaMg(C03)2 mineral 1 supcrt92*#* X X X 0 0 o]
Downeyite Se02 mineral 0 92gre/fug ¢ 0 0 0 0 0
Downeyite Se02 mineral 2 74mil X X 0 0 0 0
Dy mineral 1 79rob/hem X X 0 X 0 0
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Edenite
Enstatite
Epidote
Epidote-ord
Epidote-ss
Epsomite
Epsomite

Er

Erythrite
Eskolaite
Ettringite

Eu
Bu(I03)3:2H20
BEu(NO3)3:6H20
Eu(OH)2.5C1.5
Bu(OH)2C1
Eu(OH)3
Eu2(C03)3:3H20
Eu2(S04)3:8H20
Eu203 (cubic)
Bu203(monoclinic)
Eu304

EuBrl

BuCl2

EuC13
EuCl13:6H20
EuF3:0.5H20
EuO

EuOC1

Eus

EuS04
Bucryptite
F(g)

F2(g)
Fayalite

COMPOSTTION
NaCa2Mg5817A1Q022(0H) 2
MgS$iO3
Ca2FeAl28i30120H
FeCa2Al2(0OH) (Si04)3
Ca2(Fe,Al)A12S813012(0OH)
MgS04:7H20

MgS04:7H20

Co3(As04)2:8H20
Cr203
Ca6Al2(804)3(0H)12:26H20

LiAl1SiO4

Fe28i04

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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DATA

AhkkRRKARRR KK A KK
TYPE LIT.SOURCE

supcrt92**
supcrt92+**
supckt92+**
supcrt92+%*
Sgk% X,

84har/mol
84har/mol
79rob/hem
74nau/ryz
82wag/eva
82sar/bar
85rar
85rar
85rar
85rar
8S5rar
87rar
87rar
85rax
85rar
85rar
85rar
85rar
87rar
85rar
85rar
85rar
85rar
87rar
85rar
85rar
82wag/eva
89cox/wag
89cox/wag
supcrt92+**
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SPECIES
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Fe

Fe (OH) 2
Fe(OH)3
Fe{(OH) 3
Fe(OH)3
Fe2(S04)3
FeAsO4
FeF2

FeF3

FeO

FeS04

FeSe
Fev204
Ferrite-Ca
Ferrite-Cu

Ferrite-Dicalcium

Ferrite-Mg
Ferrite-2n
Ferroedenite
Ferrogedrite
Ferropargasite
Ferroselite
Ferrosilite
Ferrotremolite
Fluorapatite
Fluoredenite
Fluorite
- Fluorphlogopite
Fluortremolite
Forsterite
Foshagite
Fr
Frankdicksonite
Frankdicksonite

COMPOSITION

CaFe204
CuFe204
Ca2Fe205
MgFe204
ZnFe204

NaCa2Fe5S517A1022(0H) 2

Fe5A148i16022(0H) 2

NaCa2Fe4A138i6022(0OH)2

FeSe2
FeSi03

‘Ca2Fe58i8022(0H) 2

Ca5(P04)3F
NaCa2Mg581i7A1022F2
CaF2

KAIMg3Si3010F2
Ca2Mg5S5i8022F2
Mg28i04
Ca48i309(0H)2:0.5H20

BaF2
BaF2

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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DATA
EXRXXRREKKR KKK Kh KX

EQ3/6 DATAFILES

IS EEEERES R RS EERE RSN R

TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW

supcrt92*+
82wag/eva
chemval*
82wag/eva
chemval#*
79rob/hem
64sil/mar
82wag/eva
79kub/alc
supcrt92+**
82wag/eva
78vau/cra
79kub/alc
82sar/bar
82wag/eva
79rob/hem
79rob/hem
82wag/eva
supcrt92+**
supcrt92**
supcrt92**
74mil
supcrt92**
supcrt92*+*
79rob/hem
supcrt92**
supcrt92+*+*
supcrt92**
supcrt92**
supcrt92**
82sar/bar
82wag/eva
82wag/eva
76smi/mar
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Freboldite
Ga

Galena
Garnet-ss
Gaylussite
Gaylussite
Gd

Ge

Ge(g)
GeF4(qg)
Ge02
Gehlenite
Gibbsite
Gismondine
Glauberite
Glauberite
Glaucophane
Goethite
Greenalite
Greenalite
Grossular
Grunerite
Gypsum
Gypsum
Gypsum
Gypsum
Gyrolite
H(g)
H-Autunite
H2(9)
H2(9)
H2(9)
H20(9)
H20(9)
H2S(9)

COMPOSITION

PbS
Ca3(Al,Fe)281i3012
CaNa2(C03)2:5H20
CaNa2(C03)2:5H20

Ca2Al128i07

Al (OH)3
Ca2A145i4016:9H20 !
Na2Ca(S04)2
Na2Ca(S04)2
Na2A12Mg3Si8022(0OH)2
FeOOH

Fe3S8i205(0OH)4
Fe3Si205(0H)4
Ca3Al2(S8i04)3
Fe7518022(0H)2
CaS04:2H20
CaB804:2H20
CaS04:2H20
CaS04:2H20
¢a28i307(0H)2:1.5H2O

H2(U02)2(P04)2

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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RS E RS RS E R R ESRS

TYPE
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LIT.SOURCE
78vau/cra
79rob/hem
supcrt92++*
gg*k %
84har/mol
84har/mol
79rob/hem
89cox/wag
89cox/wag
89cox/wag
89cox/wag
supcrt92**
supcrt92**
89db 3
84har/mol
84har/mol
supcrt92++
79rob/hem
78wol
supcrt92*»*
supcrt92+#*
supcrt9o2+*#*
chemval*
79rob/hem
chemval®*
84har/mol
82sar/bar
89cox/wag
92gre/fug
supcrt92+*
89cox/wag
84har/mol
supcrt92+**
89cox/wag
supcrt92+**

EQ3/6 DATAFILES

'SEXEREESE RS RS R AR EEES]

COM ALT SUP PIT NEA HMW
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SPECIES DATA EQ3/6 DATAFILES
************************************************************* kkkhhkhkrrhhkr Xk k kK IZEEEREEE SRS EEEEE R RS RS S
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
H25(9) mineral 2 89cox/wag 0 0 0 0 0 0
H30UF6 mineral 0 92gre/fug 0 0 0 0 0 0
HBr(g) mineral 2 89cox/wag X X 0 X 0 0
HCl(9g) mineral 2 89cox/wag X X 0 X 0 0
HF mineral 1 79rob/hem 0 0 0 0 0 0
HF(g) mineral 2 89cox/wag X X 0 X 0 0
HI(g) mineral 2 89cox/wag X X 0 X 0 0
HTcO4 mineral 1 83rar X X 0 0 0 0
Haiweeite Ca(U02)2(8i205)3:5H20 mineral 1 82hem X X 0 0 0 0
Halite NaCl mineral 1 supcrt92++ X X X X 0 0
Halite NaCl mineral 4 84har/mol 0 0 0 0 0 X
Halloysite A128i1205(0H)4 mineral 1 supcrt92xx 0 0 0 0 0 0
Hastingsite NaAl2Ca2Fe55i6022(0OH)2 mineral 1 supcrt92x* 0 0 0 o] 0 0
Hatrurite Ca38i05 mineral 1 82sar/bar X X 0 0 0 0
Hausmannite Mn304 mineral 1 79rob/hem X X 0 X 0 0
He(g) mineral 1 supcrt92++ X X X 0 0 0
He(9) mineral 2 89%cox/wag 0 0 0 0 0 0
Heazlewoodite Ni3s2 mineral 1 82wag/eva X X 0 0 0 0
Hedenbergite CaFe(S5i03)2 mineral 1 supcrt92** X X X 0 0 0
Hematite Fe203 mineral 1 supcrt92+* X X X 0 0 0
Hercynite FeAl204 mineral 1 79rob/hem X X 0 X 0 0
Herzenbergite SnS mineral 1 supcrt92** X X X 0 0 0
Heulandite Ba.065Sr.175Ca.585K.132Na.38 mineral 1 85joh/flo | X X 0 0 0 0
Heulandite Ba.0658r.175Ca.585K.132Na. 38 mineral 1 supcrt92*+ 0 0 0 0 0 0
Hexahydrite MgS04:6H20 mineral 1 84har/mol X X 0 X 0 X
Hexahydrite MgS04:6H20 mineral 4 84har/mol 0 0 0 X 0 X
Hg (g) mineral 2 89cox/wag X X 0 0 0 0
Hg(l) mineral 1 supcrt92*+ X X X 0 0 0
Hg(1l) mineral 2 89cox/wayg 0 0 0 0 0 0
Hg2504 mineral 2 89cox/wag X X 0 0 0 0
Hg2Se03 mineral 1 82wag/eva X X 0 0 o] 0
HgSeO3 mineral 1 82wag/eva X X 0 0 0 0
Hillebrandite Ca28i03(0OH)2:0.17H20 mineral 1 82sar/bar X X 0 0 0 0
Hinsdalite Al13PPbSO8 (OH)6 mineral 0 86jen 0 0 0 0 0 0
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SPECIES DATA EQ3/6 DATAFILES
I R R R R R R R R R 22222222222 22222 22X R SRS RS SSSXSEEE2 828R R R K21 I E RS EEEEEE SRR EEE] A SR REE SRR SRS R R RSN
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Hinsdalite Al3PPbSO8(OH)6 mineral 3 80bal/nor X X 0 X 0 0
Ho mineral 1 82wag/eva X X 0 X 0 0
Hopeite Zn3(P04)2:4H20 mineral 0 90crc ’ 0 0 0 0 0 0
Hopeite Zn3(P04)2:4H20 mineral 3 76smi/maxr X X 0 X 0 0
Huntite CaMg3(C03)4 mineral 1 supcrt92+=* X X X 0 0 0
Hydroboracite MgCaB6011:6H20 mineral 1 77bas X X 0 0 0 0
Hydrocerussite Pb3(C03)2(0H)2 mineral 1 78ric/nri X X 0 0 0 0
Hydromagnesite Mg5(C0O3)4 (OH)2:4H20 mineral 1 supcrt92** X X X 0 0 0
Hydrophilite CaCl2 mineral 1 79rob/hem X X 0 X 0 0
Hydroxylapatite Ca5(0H) (P0O4)3 mineral 1 79rob/hem X X 0 X 0 0
I(9) mineral 2 89cox/wag 0 0 0 0 0 0
12 mineral 2 89cox/wag X X 0 X 0 0
I12(g)} mineral 2 89cox/wag X X 0 X 0 0
Ice H20 mineral 2 87kee/rup X X 0 X 0 0
Illite KO.6Mg0,25A11,8210,5513.5010 mineral 1 78wol X X 0 0 0 0
Ilmenite FeTiO3 mineral 1 79rob/hem X X 0 0 0 0
In mineral 1 79rob/hem X X 0 X 0 0
Ir mineral 1 79rob/hem 0 0 0 0 0 0
Jadeite NaAl(Si03)2 mineral 1 supcrt92xx* X X X 0 0 0
Jarosite KFe3(S04)2(0H)6 mineral 1 75kas/bor X X 0 0 0 0
Jarosite-Na Fe3(S04)2(0H)6 mineral 1 75kas/bor X X 0 0 0 0
K mineral 2 89cox/wag X X 0 X 0 0
K(g) ‘ mineral 2 89cox/wag X X 0 X 0 0
K-Feldspar KA18i308 mineral 1 supcrt92*#* X X X 0 0 0
K2C03:3/2H20 . mineral 1 84har/mol X X 0 0 0 X
K2C03:3/2H20 ; mineral 4 84har/mol 0 0 0 0 0 X
K2CaCl4 mineral 0 0 0 0 0 0 0
K20 mineral 1 supcrt92++ X X X X 0 0
K2Se mineral 2 74mil X X 0 0 0 0
K281i03 mineral 2 77pau 0 0 0 0 0 0
K2TcCl6 mineral 0 83rar 0 0 0 0 0 0
K2U207 mineral 0 92gre/fug 0 0 0 0 0 0
K2U04 mineral 2 92gre/fug X X 0 X X 0
K3H(S04)2 mineral 1 84har/mol X X 0 X 0 X
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
K3H(S804)2 mineral 4 84haxr/mol 0 0 0 X 0 X
KB8H4 (C03)6:3H20 mineral 1 84har/mol X X 0 0 0 X
K8H4 (C03)6:3H20 mineral 4 84har/mol 0 0 0 0 0 X
KAl(S04)2 mineral 1 79rob/hem X X 0 X 0 0
KBr mineral 2 82wag/eva X X 0 X 0 0
KMgCl3 mineral 2 82wag/eva X X 0 X 0 0
KMgC13:2H20 mineral 2 82wag/eva X X 0 X 0 0
KNaCO3:6H20 mineral 1 84har/mol X X 0 0 0 X
KNaCO3:6H20 mineral 4 84har/mol 0 0 0 0 0 X
KTcO4 minexal 1 83rar X X 0 0 0 0]
KUO2As04 mineral 1 82wag/eva X P4 0 X 0 0
KUO3 mineral 0 92gre/fug 0 0 0 0 0 0
Kainite KMgC1S04:3H20 mineral 1 84har/mol X X 0 X 0 X
Kainite KMgC1S804:3H20 mineral 4 84har/mol 0 0 0 X 0 X
Kalicinite KHCO3 mineral 1 84har/mol X X 0 0 0 X
Kalicinite KHCO3 mineral 4 84har/mol 0 0 0 0 0 X
Kalsilite KAl1SiO4 mineral i supcrt92+*x X X X 0 0 0
Kaolinite Al128i205(0OH)4 mineral 1 supcrt92x* X X X 0 0 0
Karelianite V203 mineral 1 82wag/eva X X 0 0 0 0
Kasolite Pb(U02)S5i04:H20 mineral 1 82hem X X 0 0 0 0
Katoite Ca3Al2H12012 mineral 1 82sar/bar X X 0 X 0 0
Kieserite MgS0O4 :H20 mineral 1 84har/mol X X 0 X 0 X
Kieserite MgS04 :H20 mineral 4 84har/mol 0 0 0 X 0 X
Klockmannite ‘CuSe mineral 2 74mil X X o] 0 0 0
Kr(g) mineral 1 supcrt92+* X X X 0 0 0
Kr(g) mineral 2 89cox/wag 0 0 0 0 o] 0
Krutaite CuSe2 mineral 2 78vau/cra X X 0 0 0 0
Kyanite Al128i05 mineral 1 supcrt92** X X X 0 0 0
La mineral 1 79rob/hem X X 0 X 0 0
Lammerite Cu3 (As04)2 mineral 1 82wag/eva X X 0 X 0 0
Lanarkite Pb2(504)0 mineral 1 82wag/eva X X 0 X 0 0
Lansfordite MgCO03:5H20 mineral 1 82wag/eva X X 0 0 0 0
Larnite Ca28i04 mineral 1 supcrt92++ 0 0 0 0 0 0
Larnite Ca28i04 mineral 2 82sar/bar X X 0 0 0 0
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Laumontite
Laurite
Lawrencite
Lawsonite
Leonhardite
Leonite
-Leonite
Li
Li(9)
Li2Se
1,i28i03
Li20207
1Li203010
Li2U04
L1i4U05
LiUQ2As04
Livuo3
Lime
Lime
Linnaeite
Litharge
Lopezite
Lu
Magadiite
Magnesiochromite
Magnesiohastingsite
Magnesioriebeckite
Magnesite
Magnesite
Magnetite
Malachite
Manganite
Manganosite
Margarite

COMPOSITION

CaAl2S5i4012:4H20
RuS2

FeCl2
CaAl258i207(0H)2:H20
Ca2214518024:7H20
K2Mg(S04)2:4H20
K2Mg (S04)2:4H20

CaO
CaO
Co354
PO
K2Cr207

NaSi7013 (OH)3:3H20

MgCr204
NaAl2Ca2FeMg4Si6022(OH)2
Na2Fe2Mg38i8022(0H)2
MgCO03

MgCO03

Fe304

Cu2C0O3(0OH)2

MnHO2

MnO

CaAl4S8i2010(0OH)2

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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TYPE LIT.SOURCE

PR REMRARRRERUWRRPRPRODFEFORPONDOWNNN®RERERERE

supcrt92+**
85rar 1
79rob/hem
supcrt92**
supcrt92**
g84har/mol
84har/mol
89cox/wag
89cox/wag
74mil
8lwag
92gre/fug
92gre/fug
92gre/fug
92gre/fug
82wag/eva
92gre/fug
supcrt92*+*
89cox/wag
78vau/cra
82wag/eva
76del/hal
79rob/hem
74tru/jon
82wag/eva
supcrt92++*
supcrt92+**
supcrt92x*
84har/mol
supcrt92+*
supcrt92+**
65bri
supcrt92**
supcrt92+**

EQ3/6 DATAFILES

IZXEEZE SR ERARERS RS S

COM ALT SUP PIT NEA HMW

>
o

M XM X OMOOMNOMMMMONONKO MO OO XMMOMODMNMMNMN
MMM N HONKOOMKONKMMMKONO HOKOOONMMODMNOMNXNKNXNX
ORNMNOOOOOOKRONMMMONXO HOKOOOOMMMMNOONXOO
COOCO0OOXROOOO000O00O0O0DODOOO0O0O0C M OOOOO

0 0
0 0
X 0
(0] 0
0] 0
0 0
0 0
0 0
0 0
0 0
0 0
0 0
0 X
0 0
0 0
0 0
X 0
0 Y
0 0
0 0
0 ]
0 0
0 0
0 0
0 0
0 0
X 0
0 0
X 0
X 0
0 0
X 0
X 0



SPECIES

AR RN A A RRA R R I IR AR KRR A RA R AR KRN KRR KRR A AN ARA RN AR A R A A A RK R AN

Massicot
Matlockite
Matlockite
Maximum Microcline
Mayenite
Melanterite
Mercallite
Mercallite
Merwinite
Mesolite
Mesolite
Metacinnabar
Metasilicate-Na
Mg

Mg (g)
Mgl.25804 (OH)0.5:0.5H20
Mgl.5804 (OH)
Mg2v207
Mg3(As04)2
MgBr2
MgBr2:6H20
MgCl2:2H20
MgCl2:4H20
MgC12:H20
MgOHC1

Mg S04

MgSe03
MgSe03:6H20
MgU3010
MgUO4

MgUO4

MgU04

Mgv206
Millerite

COMPOSITION

PbO

PbFC1

PbFC1

KA1S8i308

Cal2A114033

FeS04:7H20

KHSO4

KHSO4

MgCa3(Si04)2
Na.676Ca.657A11.995i3.01010:
Na.676Ca.657A11.998i3.01010:
HgS

Na28i03:9H20

Nis

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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DATA

kKhkkrk kR kkhkhkhkk*

TYPE

HFHRPWNOORNRPRNRPPERERNWRRRENUNNORINHBRERARRRERWOR

LIT.SOURCE
82wag/eva
67rob/bet
80bal/nor
supcrt92*»*
82sar/bar
79rob/hem
84har/mol
84har/mol
supcrt92+*x*
89db 6
83joh/flo
supcrt92*+*
82wag/eva
89cox/wag
B89cox/wag
82jan
82jan
82wag/eva
64sil/mar
73bar/kna
82wag/eva
82waqg/eva
82wag/eva
82wag/eva
73bar/kna
82wag/eva
77bar/kna
74nauv/ryz
92gre/fug
chemval#*
92gre/fug
chemval¥*
82wag/eva
82wag/eva

EQ3/6 DATAFILES

KEK A AR K KA IARRRR KR AR A KK,
COM ALT SUP PIT NEA HMW

M OXOONMMMMMMMMMMMHEMYNRMOMONMXON KN KMXON
b O X OO MM MMM MM XK MMMOMONKMOMMMNXNMONX
C 0000000000000V COCOROOKOOOONM OO
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COoOOMOOOO0OO0O0000O0O0O0ODOCOOCOODOO0OODOOCO
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SPECIES DATA EQ3/6 DATAFILES
*****************‘k******************************************* I FE2EEEZEERE SR & 8 IZXERZEEEEEESEEE SRS EE S S
NAME COMPOSITION - TYPE TYPE LIT.SOURCE COM ALT SUP, PIT NEA HMW
Minium Pb304 mineral 1 82wag/eva X X 0 0 0 0
Minnesotaite Fe3S8i4010(0OH)2 mineral 1 78wol X X 0 0 0 0
Minnesotaite Fe38i4010(0OH)2 mineral 1 supcrt92** 0 0 0 0 0 0
Mirabilite Na2804:10H20 mineral 1 79rob/hem X X 0 X 0 0
Mirabilite Na2S04:10H20 mineral 4 84har/mol 0 0 0 0 0 X
Misenite K8H6 (S04)7 mineral 1 84har/mol X X 0 X 0 X
Misenite K8H6 (S04)7 mineral 4 84har/mol 0 0 0 X 0 X
Mn mineral 1 79rocb/hem X X 0 X 4] 0
Mn{OH) 2 (am) mineral 1 82wag/eva X X 0 X 0 0
Mn(OH) 3 mineral 3 76plu/jon X X 0 0 0 0
Mn3(As04)2 mineral 0 73don 0 0 0 0 0 0
Mn3 (As04)2 mineral 3 64sil/mar X X 0 X 0 0
Mn3(PO4)2 mineral 0 86jen 0 o] 0 0 0 0
Mn3(P0O4)2 mineral 3 76plu/jon X X 0 X 0 0
MnCl2:2H20 mineral 1 82wag/eva X X 0 X 0 0
MnCl12:4H20 mineral 1 82wag/eva X X 0 X 0 0]
MnCl2:H20 mineral 1 82wag/eva X X 0 X 0 0
MnHPO4 mineral 3 76plu/jon X X 0 X 0 0
MnO2 (gamma ) mineral 1 65bri X X 0 X 0 0
MnS0O4 mineral 1 79rob/hem X X 0 X 0 0
MnSe mineral 2 74mil p. 4 X 0 0 0 0
MnSeQ3 mineral 3 76smi/mar X X 0 0 0 0
MnSe03:2H20 mineral 1 74nau/ryz X X 0 0 ) 0
Mnv206 mineral 1 76isr/mei X X 0 0 0 0
Mo mineral 1 79rob/hem X X (o] 0 0 0
MoSe?2 mineral 2 74mil X X 0 0 0 0
Modderite CoAs mineral 1 74nau/ryz X X 0 0 0 0
Molybdomenite PbSe03 mineral 0 82wag/eva 0 0 0 0 0 0
Molysite FeCl3 mineral 1 79rob/hem X X 0 0 0 0
Monohydrocalcite CaC03:H20 mineral 1 79rob/hem X X 0 0 0 0
Monteponite Ccdo mineral 2 89cox/wag X X 0 X 0 0
Monticellite CaMgSiO4 mineral 1 supcrt92** X X X 0 0 0
Montmor-Ca Ca.165Mg.33A11.67S514010(0H)2 mineral 1 88db 3 X X 0 0 0 0
Montmor-Cs Cs.33Mg.33A11.67314010(0OH)?2 mineral 1 88db 4 X X 0 0 0 0
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SPECIES DATA EQ3/6 DATAFILES

************************************************************* [EEEERE SRS E S8 E] IZ2 2SS S SRS REE SRS SRR

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Montmor -K K.33Mg.33A11.67514010(0H)2 mineral 1 88db 3 X X 0 0 0 0
Montmor -Mg Mg.495A11.67S14010(0H)?2 mineral 1 88db- 3 X X 0 0 0 0
Montmorx -Na Na.33Mg.33A11.678i4010(0H)2 mineral 1 88db 3 X X 0 0 0 0]
Montroydite HgO mineral 2 89cox/wag X X 0 0 0 0
Mordenite Ca,2895Na.361A1.945i5.06012: mineral 1 91joh/tas X X 0 0 0 0
Mordenite-dehy Ca.2895Na.361A1.948i5.06012 mineral 1 91joh/tas X X 0 0 0] 0
Morenosite NiS0O4:7H20 mineral 1 82wag/eva X X 0 X 0 0
Muscovite KA138i3010(0H)2 mineral 1 supcrt92+* X X X 0] 0 0
N(g) mineral 2 89cox/wag 0 0 0 0 0 0
N2(g) mineral 1 supcrt92** X X X X 0 0
N2(g) mineral 2 89cox/wag 0 0 0 0 0 0
NH3 (g) mineral 1 supcrt92x* X X X X 0 10
NH3(g) mineral 2 89cox/wag 0 0 0 0 0 0
NH4HSe mineral 1 82wag/eva X X 0 0 0 0
Na mineral 2 89cox/wag X X 0 X 0 0
Na(qg) mineral 2 89cox/wag X X 0 X 0 0
Na2C03 mineral 2 82wag/eva X X 0 0 0 0
Na2C03:7H20 mineral 1 82wag/eva X X 0 0 0 0
Na2C03:7H20 mineral 4 84har/mol 0 0 0 0 0] X
Na2Cr207 mineral 2 76del/hal X X 0 X 0 0]
Na2Cr04 mineral 2 76del/hal X X 0 X 0 0
Na2Mg (S04)2 mineral 0 ) 0 0 0 0 0 0
Naz20 ] mineral 1 supcrt92*x* X X X X 0 0
Na2Se _ mineral 2 74mil X X 0 0 o] 0
Na2Se2 . ' mineral 2 74mil X X 0 0 0 0
Na25i03 mineral 2 73bar/kna X X 0 0 0 0
Na 20207 mineral 2 92gre/fug X X 0 X X 0
Na2UO4 (alpha) mineral 0 chemval®* 0 0 0 0 0 0
Na2U04 (alpha) mineral 2 92gre/fug X X 0 X X 0
Na2U0O4 (alpha) mineral 3 chemval* 0 0 0 0 0 0
Na2U04 (beta) mineral 0 92gre/fug 0 0 0 0 0 0
Na3H(S04)2 mineral 1 84har/mol X X 0 X 0 X
Na3H(S04)2 mineral 4 84har/mol 0 0 0 X 0 X
Na 3004 mineral 0 chemval* 0 0 0 0 0 0
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SPECIES DATA EQ3/6 DATAFILES
**********'*************************************************** AAKRKXAARRRRARKRARAK IR E SRS EEE R RS S RS R SN
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Na 3004 mineral 2 92gre/fug X X 0 0 X 0
Na3y04 mineral 3 chemval* 0 0 0 0 0 0
Na4Ca (S04)3:2H20 mineral 1 84har/mol X X 0 X 0 X
Na4Ca (S04)3:2H20 mineral 4 84har/mol 0 0 0 X 0 X
Na48104 mineral 2 73bar/kna X X 0 0 0 0
Na4U02(C03)3 mineral 1 92gre/fug X X 0 0 X 0
Na4UQ5 mineral 0 92gre/fug 0 0 0 0 0 0
Na681i207 mineral 2 73bar/kna X X o] 0 0 0
Na6U7024 mineral 0 92gre/fug 0 0 0 0 0 0
NaBr mineral 2 82wag/eva X X 0 X 0 0
NaBr:2H20 mineral 1 82wag/eva X X 0 X 0 0
NaFe02 mineral 1 82wag/eva X X 0 0 0 0
NaNpQ2CO3:3.5H20 mineral 1 841lem X X 0 0 0 0
NaTc04 mineral 1 83rar X X 0 0 0 '
NaUO3 mineral 0 chemval* 0 0 0 0 0 0
NaUO3 mineral 2 92gre/fug X X 0 X X 0
NaUO3 mineral 3 chemval* 0 0 0 0 0 0
Nahcolite NaHCO3 mineral 2 73bar/kna X X 0 0 0 0
Nahcolite NaHCO3 mineral 4 84har/mol 0] 0 0 0 0 X
Nantokite CuCl mineral 1 82wag/eva X X 0 X 0 0
Natrolite Na2a12S813010:2H20 mineral 1 83joh/flo X X 0 0 0 0
Natrolite Na2A12813010:2H20 mineral 1 supcrt92** 0 0 0 0 0 0
Natron Na2C03:10H20 mineral 1 82wag/eva X X 0 0 0 0]
Natron Na2C03:10H20 mineral 4 84har/mol | O 0 0 0 0 X
Natrosilite Na281i205 mineral 2 77bar/kna X X 0 0 0 0
Naumannite Ag28e mineral 1 82wag/eva X X 0 0 0 0
Nb mineral 1 79rob/hem 0 0 0 0 0 0
Nd mineral 1 79rob/hem X X 0 X 0 0
Ne(g) mineral 1 supcrt92** X X X 0 0 0
Ne(g) mineral 2 89cox/wag 0 0 0 0 0 0
Nepheline NaAlSio4 mineral 1 supcrt92+* X X X 0 0 0
Nesquehonite MgCO03:3H20 mineral 1 supcrt92** X X X 0 0 0
Nesquehonite MgCO03:3H20 mineral 4 84har/mol 0 0 0 0 ] X
Ni mineral 1 supcrt92+** X X X X 0 0
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SPECIES DATA EQ3/6 DATAFILES
IR R R R R E R PR R R R R R R R RS R R R R R R R R EEEZEARR R SRR RS2 i RARRRERR R RS &R (RS RS EE SRS R EE SRR IR 2SS S SRR SRR SR EREE
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Ni(OH)2 mineral 1 82wag/eva X X 0 X 0 0
Ni2P207 mineral 1 82wag/eva X X 0 X 0 0
Ni28i04 mineral 1 74nau/ryz X X 0 0 0 0
Ni3(P0O4)2 mineral 1 82wag/eva X X 0 X o0 o0
NiCO3 mineral 1 82wag/eva X X 0 0 0 0
NiCl2 mineral 1 82wag/eva X X 0 X 0 0
NiCl12:2H20 mineral 1 82wag/eva X X 0 X 0 0
NiCl2:4H20 mineral 1 82wag/eva X X 0 X 0 0]
NiCr204 mineral 0 76del/hal 0 0 0 0 0 0
NiF2 mineral 1 82wag/eva X X 0 X 0 0
NiF2:4H20 mineral 1 82wag/eva X X 0 X 0 0
NisO4 mineral 1 82wag/eva X X 0 X 0 0
NiSO4 :6H20(alpha) mineral 1 82wag/eva X X 0 X 0 0
Nickelbischofite NiCl12:6H20 mineral 1 82wag/eva X X 0 X 0 0
Ningyoite CaUP208:2H20 mineral 1 78lan X X 0 0 0 0
Niter KNO3 mineral 2 79rob/hem X X 0 X 0 0
Nitrobarite Ba(NO3)2 mineral 1 82wag/eva X X 0 X 0 0]
Nontronite-Ca Ca.l65Fe2A1.33813.67H2012 mineral 1 78wol X X 0 0 0 0
Nontronite-Cs Cs.338i4Fel.67Mg.33H2012 mineral 1 88db 4 X X 0 0 0 0
Nontronite-H H.33Fe2A1.338i3.67H2012 mineral 1 78wol X X 0 0 0 0
Nontronite-K K.33Fe2Al.338i3.67H2012 mineral 1 78wol X X 0 0 0 0
Nontronite-Mg Mg.l65Fe2A1.33813.67H2012 mineral 1 78wol X X 0 0 0 0
Nontronite-Na Na.33Fe2Al.33813.67H2012 mineral 1 78wol X X 0 0 0 0
Np ' mineral 1 84lem X X 0 0 0 o
Np (HPQ4)2 mineral 1 84lem X X 0 0 0 0
Np(HPO4)2 mineral 3 84lem 0 0 0 0 0 0
Np(OH) 4 mineral 1 84lem X X 0 0 0 0
Np(OH)4 mineral 3 84lem 0 0 0 0 0 0
Np205 mineral 1 841lem 0 0 0 0 0 0
Np205 mineral 3 841lem X X 0 0 0 0
NpO2 mineral 1 84l1lem X X 0 0 0 0
NpO2 mineral 3 841lem 0 0 0 0 0 0
NpO2(OH)2 mineral 1 84lem X X 0 0 0 0
NpO2(0OH) 2 mineral 3 84lem 0 0 0 0 0 0
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NpO20H (am)
NpO20H (am)
0(9)

02

02

02

Okenite
Olivine
Orpiment
Orthopyroxene
Os

Otavite
Ottemannite
Oxychloride-Mg
Oxychloride-Mg
P

P(am)

P(9)

P2(g)

P4(g)
Paragonite
Paralaurionite
Pargasite
Parsonsite

Pb -
Pb(H2PO4)2
Pb(g)

Pb25i04
Pb3(P0O4)2
Pb3S06
Pb40Q(PO4)2
Pb4S07
PbCO3.PbO
PbF2

PbF2

PbHPO4

COMPOSITION

CaSi204 (OH)2:H20
(Fe,Mg)28i04
As283
(Fe,Mg)Si03

cdco3
Sn283
Mg2C1 (OH)3:4H20
Mg2CL1 (OH)3:4H20

NaAl3Si3010(OH)2
PbC1OH
NaCa2A13Mg4Si6022(OH)2
Pb2UO2 (PO4)2: 2H20

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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EE R AR EEEEERERS]

TYPE LIT.SOURCE

P WRHPRPRRREBVNWNRERRPONNONSRNRRERERERE RPN WE

84lem
89cox/wag
supcrt92**
89cox/wag
84har/mol
82sar/bar
sgk**x

82wag/eva
ggt**
79rob/hem
84sve
79kub/alc
84har/mol
84har/mol
89cox/wag
92gre/fug
89cox/wag
89cox/wag
89cox/wag
supcrt92**
78ric/nri
supcrt92**
78ric/nri
89cox/wag
73nri
89cox/wag
B82wag/eva
72nxi 2
78ric/nri
72nri 2
78ric/nri
82wag/eva
82wag/eva
76smi/mar
74nri

EQ3/6 DATAFILES
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SPECIES

P Y 2 2 2 2222222 RX 2SR RS A RS RSSO R R SR

PbS0O4 . 2NH3
PbSe04

pd
Pd-Oxyannite
Pd-Oxyannite
Penroseite
Pentahydrite
Periclase
Periclase
Petalite
Phlogopite
Phosgenite
Picromerite
Picromerite
Pirssonite
Pirssonite
Plagioclase
Plattnerite
Plumbogummite
Plumbogummite
Polydymite
Polyhalite
Polyhalite
Portlandite
Portlandite
Pr

Prehnite
Przhevalskite
Pseudowollastonite
Pt

Pu

Pu(HPO4)2
Pu(HPO4)2
Pu(OH)3
Pu(OH) 3

COMPOSITION

KFe3A1S1i3010(OH)O-
KFe3A1Si3010(0OH)O-
NiSe2

MgS04 :5H20

MgO

MgO

LiA18i4010
KA1Mg38i3010(0H) 2
Pb2(C03)Cl2

K2Mg (504)2:6H20
K2Mg(S04)2:6H20
Na2Ca(C03)2:2H20
Na2Ca(C03)2:2H20
CaAl25i208-NaAlSi308
Pb0O2
PbAl3(P0O4)2(0OH)5:H20
PbA13(PO4)2(0OH)5:H20
Ni354
K2MgCa2(S04)4:2H20
K2MgCa2(S04)4:2H20
Ca(OH)2

Ca(OH)2

Ca2A128i3010(0H)2
Pb(U02)2(P0O4)2
CaSio3

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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TYPE LIT.SOURCE

WP WRHEBRHNVOHRMRARBARRPOWORRBREORPBEBRENMPBNRRERRBR

82wag/eva
B82wag/eva
79rob/hem
78wol
supcrt92+**
74mil
80har/wea
supcrt92*+*
89cox/wag
82wag/eva
supcrt92++*
78ric/nri
84har/mol
84har/mol
84har/mol
84har/mol
sgrkk
82wag/eva
86jen
80bal/nor
78vau/cra
84har/mol
84har/mol
79rob/hem
84har/mol
79rob/hem
supcrt92x*
781an
77bar/kna
79rob/hem
86mor
80lem/tre
80lem/tre
80lem/tre
80lem/tre

EQ3/6 DATAFILES
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COM ALT SUP PIT NEA HMW
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**********************************

Pu(OH)4
Pu(OH)4
Pu203

Pu203
Pu203(alpha)
PufF3

PufF3

PuFr4

PuF4

Pu02

PuO2
PuQ2(OH) 2
PuO2(OH)2
PuO2HPO4
PuO2HPO4
PuQ20H (am)
PuO20H (am)
Pyrite
Pyrite
Pyrite
Pyrolusite
Pyromorphite
pyromorphite-OH
Pyrope
pyrophyllite
Pyrrhotite
Quartz
Quartz

Ra

Ra (NO3)2
RaCl2:2H20
Ra S04
Rankinite

Rb

SPECIES

COMPOSITION

FeS2

FeS82

FeS2

MnO2
Pb5(P04)3Cl
Pb5 (0OH) (PO4)3

Mg3Al2(5i04)3

A125i4010(0H)2
FeS

$102

8i02

Ca38i207

TN

AhkkhkkhkRKKKkhkhkhkhhkrkkrrhkdhk stk

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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DATA

XhkkkhkRkkkkkkk*k*x

1 80lem/tre
80lem/tre
80lem/tre
80lem/tre
66oet
80lem/tre
80lem/tre
80lem/tre
80lem/tre
80lem/tre
80lem/tre
80lem/tre
80lem/tre
80lem/tre
80lem/tre
g80lem/tre
80lem/tre
chemval*
supcrt92#*x*
chenmval*
79rob/hem
73nri
72nri 2
supcrt92+**
supcrt92**
supcrt92*x*
supcrt92**
8%cox/wag
82wag/eva
g82wag/eva
82wag/eva
82wag/eva
77bar/kna
89cox/wag

MNRRRPHORRPRRAERRPWURPOWHWRWRWRWRWREFRWREW

EQ3/6 DATAFILES

IEEEZEEES S SR LRSS L ERSE]

TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
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SPECIES DATA EQ3/6 DATAFILES

AA AR AR AR AR TR R AR AR AR R AR AR R AR AR A AR AR AR A AR AR AR AARAR AR A AR A Ak hd R IZ SRS L RS REEEEERS (AR A SRS R E RS EEEEE SRS SR

NAME COMPOSITION TYPE TYPE LIT,SOURCE COM ALT SUP PIT NEA HMW
Rb(g)’ mineral 2 89cox/wag X X 0 X 0 ‘o
Rb2U207 mineral 0 92gre/fug 0 0 0 0 0 0
Rb2U04 mineral 2 92gre/fug X X 0 X X 0
RbUO3 mineral 0 92gre/fug 0 0 0 0 0 0
Re mineral 1 79rob/hem X X 0 0 0 0
Realgar AsS mineral 1 79rob/hem X X 0 0 0 0
Rh nineral 1 79rob/hem 0 0 0 0 0 0
Rhodochrosite MnCO3 mineral 1 supcrt9z2x* X X X 0 0 0
Rhodonite MnSiO3 mineral 1 79rob/hem X X 0 0 0 0
Richterite Na2CaMg58i8022(OH)2 mineral 1 supcrt92+* 0 0 0 0 0 0
Riebeckite Na2Fe5S8i8022(0H) 2 mineral 1 supcrt92*x* 0 0 0 0 0 0
Ripidolite-142A Mg3Fe2A128i3010(0OH)8 mineral 1 78wol X X 0 0 0 0
Ripidolite-7a Mg3Fe2Al12813010(0H)8 mineral 1 78wol X X 0 0 0 0
Rn(g) ' mineral 1 supcrt92** X X X 0 0 0
Romarchite ' Sno mineral 1 supcrt92** X X X 0 0 0
Romarchite SnoO mineral 2 89cox /wag 0 0 0 0 0 0
Ru mineral 1 85rar 1 X X 0 0 o] 0
Ru(OH)3:H20(am) mineral 1 85rar 1 X X 0 0 0 0
Ru(g) mineral 1 85rar 1 0 0 0 0 0 0
RuBr3 . mineral 1 85rar 1 X X 0 0 0 0
RuC13 mineral 1 85rar 1 X X 0 0 0 0
RuCl3(g) mineral 0 85rar 1 0 0 0 0 0 0
RuI3 - o, ' mineral 1 85rar 1 X X 0 0 0 0
Ru0O2 mineral 1 85rar 1 X X 0 0 0 0
RuO2:2H20(am) ' . mineral 1 85rar 1 X X 0 0 0 0
RuO3(9) ' mineral 0 85rar 1 0 0 0 0 0 0
RuQ4 mineral 1 85rar 1 X X 0 0 0 0
RuO4 (g) ' mineral 0 85rar 1 0 0 0 0 0 0
RuO4 (1) mineral 0 85rar 1 0 0 0 0 0 0
RuSe2 mineral 0 85rar 1 0 0 o] 0 0 0
RuTe?2 mineral 0 85rar 1 0 0 0 0 0 0
Rutherfordine U02C03 mineral 1 92gre/fug X X 0 0 X 0
Rutile Ti02 mineral 1 supcrt92++ X X 0 0 0 0
Rutile TiO2 , mineral 2 89cox/wag 0 0 0 0 0 0
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**********************************‘k************************** AkkkhkkkhkrAhkkr Ak Kk IS ESE AR E SRS 0 R ERES]
NAME ’ COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
S mineral 2 89cox/wag X X 0 0 0 0
S(9) mineral 2 89cox/wag 0 0 0 0 0 0
82(g9) mineral 1 supcrt92* X X X 0 0 0
S2(9) mineral 2 89cox/wag 0 0 0 0 0 0
802(9) mineral 1 supcrt92+*+* X X X X 0 0
S02(g) mineral 2 89cox/wag 0 0 0 0 0 0
Safflorite CoAs2 mineral 1 74nau/ryz X X 0 o] 0 0
Saleeite Mg (U02)2(P04)2 mineral 1 78lan X X 0 X 0 0
Sanbornite BaSi205 mineral 1 82wag/eva X X 0 0 0 0
Sanidine high KA1S1i308 mineral 1 supcrt92+* X X X 0 0 0
Sanidine-ss (K,Na)alsi3os mineral 1 sk X X 0 0 0 0
Saponite-Ca Ca.165Mg3A1:33513.67010(CH)2 mineral 1 78wol X X 0 0 0 0
Saponite-Cs Cs.3381i3.67Aa1,33Mg3010(0H)2 mineral 1 88db 4 X X 0 o 0 0
Saponite-H H.33Mg3Al1.33813.67010(0H)2 mineral 1 78wol X X 0 0 0] 0
Saponite-K K.33Mg3A1.33813.67010(0H)2 mineral 1 78wol X X 0 0 0 10
Saponite-Mg Mg3.165Al.33Si3.67010(OH)2 mineral 1 78wol X X o] 0 0 0
Saponite-Na Na.33Mg3Al.33Si3.67010(0H)2 mineral 1 78wol X X 0 0 0 0
Saponite-tri (Ca.5,H,K,Mg.5,Na).33Mg3Al1.3 mineral i Ssk** X X 0 0 0 0
sb mineral 1 82wag/eva X X 0 0 0 0
Sb mineral 1 92gre/fug 0 0 0 0 0 0
Sb(OH) 3 mineral 1 82wag/eva X X 0 X 0 o0
Sb203 mineral 3 89spy/ree X X 0 0 0 0
Sb204 mineral 1 82wag/eva X X 0 0 0 0
Sb205 mineral 1 82wag/eva X X 0 0 0 0
Sb283 . mineral 1 82wag/eva | O 0 0 0 0 0
Sh406 (cubic) mineral 1 82wag/eva X X 0 X 0 0
Sb406 (orthorhombic) mineral 1 82wag/eva X X 0 X 0 0
SbBr3 : ' mineral 1 82wag/eva X X 0 X 0 0
SbCl3 ’ mineral 1 B2wag/eva X X 0 xX o0 0
Sc mineral 1 79rob/hem X X 0 X 0] 0
Scacchite MnC12 mineral 1 82wag/eva X X 0 X 0 0
Schoepite U03:2H20 mineral 1 88cha/lew 0 0 0 0 0 0
Schoepite U03:2H20 mineral 2 92gre/fug X X 0 X X 0
Schoepite-dehy(.393) UO3:.393H20 mineral 0 92gre/fug 0 0 0 0 0] o]
Schoepite-dehy(.393) U03:.393H20 mineral 2 88oha/lew X X 0 X 0 0
Schoepite-dehy(.648) UO03:.648H20 mineral 0 92gre/fug 0 0 0 0 0 0
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NAME

Schoepite-dehy(.648)
Schoepite-dehy(.85)
Schoepite-dehy(.9)
Schoepite-dehy(1.0)
Scolecite

Se

Se

Se205

SeCl4

Se03

Sellaite

Sepiolite
Shcherbinaite

si

Si(qg)

SiF4(g)

§i02(am)

5i02(am)

8102 (am)

Siderite
Sillimanite
Sinjarite
Sklodowskite

Sm
Smd-Celad(Fe,Al)-Ca
Smd-Celad(Fe,Al)-Cs
Smd-Celad(Fe,Al)-K
Smd-Celad(Fe,Al)-Li
Smd-Celad(Fe,Al)-Mg
Smd-Celad(Fe,Al)-Na
Smd-Celad(Fe,Al)-Srx
Smd-Celad(Mg,Al)-Ca
Smd-Celad(Mg,Al)-Cs
Smd-Celad(Mg,Al)-K

COMPOSITION

U03:.648H20

U03:.85H20
U03:.9H20
UO03:H20

CaAl28i3010:3H20

MgF2
Mg45i6015(0H)2:6H20
V205

FeCO3
A128i05
CaCl2:2H20

Mg (H30)2(U02)2(Si04)2:4H20

CaAlFeSi4010(0OH)2
CsAlFeSi4010(OH)2
KA1lFeSi4010(0OH)2
LiAlFeSi4010 (OH)2
MgAlFeSi4010(OH)2
NaAlFeSi4010(0OH)2
SrAlFeSi4010(0OH)2
CaAlMgSi4010(0H) 2
CsA1MgS8i4010(0OH)?2
KA1MgSi4010 (OH)2

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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TYPE
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88oha/lew
88cha/lew
92gre/fug
88oha/lew
83joh/flo
79rob/hem
92gre/fug
74mil

74mil

" 74mil

89cox/wag
supcrt92*«*
82waqg/eva
89cox/wag
89cox/wag
89%cox/wag
chemval*
supcrt92**
chemval®*
supcrt92**
supcrt92**
82wag/eva
82hem
79rob/hem
viani
viani
viani
viani
viani
viani
viani
viani
viani
viani

EQ3/6 DATAFILES
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LIT.SOURCE COM ALT SUP PIT NEA HMW
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SPECIES DATA EQ3/6 DATAFILES
************************************************************* khkkxhkkAkrrkkhkk ***********************
NAME COMPOSITION TYPE "’ TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
Smd-Celad(Mg,Al)-Li LiAlMgSi4010(OH)2 mineral 3 viani 0 0 0 0 0 0
Smd-Celad(Mg,Al)-Mg MgA1MgSi4010(OH)2 mineral 3 viani 0 0 0 0 0 0
Smd-Celad(Mg,Al)-Na NaAlMgSi4010(OH)2 mineral 3 viani 0 0 0 ] 0 0
Smd-Celad(Mg,Al)-Sr SrAlMgSi4010(OH) 2 mineral 3 viani 0 0 0 0 0 0
Smd-Ferripyrophyllite Fe2S5i4010(OH) 2 mineral 3 viani 0 0 0 0 0 0
Smd-Muscovite(Al)-Ca CaAl3S8i3010(0OH)2 mineral 3 viani 0 0 0 0 0 0
Smd-Muscovite(Al)-Cs CsAl138i3010(0OH)2 mineral 3 viani 0 0 0 0 0 0
sSmd-Muscovite (Al)-H HA13813010(0H)2 mineral 3 viani 0 0 0 0 0 0
Smd-Muscovite(Al)-K KA138i3010(OH)2 mineral 3 viani 0 0 0 0 0 (o]
Smd-Muscovite(Al)-Li 1.iA13813010(0OH) 2 mineral 3 viani 0 0 0 0 0 0
Smd-Muscovite (Al)-Mg MgAl138i3010(0OH)2 mineral 3 viani 0 0 0 0 0 0
Smd-Muscovite(Al)-Na NaAl3Si3010(OH)2 mineral 3 viani 0 0 0 0 0 0
Ssmd-Muscovite(Al)-Sr SrAl3Si3010(OH)2 mineral 3 viani 0 0 0 0 0 0
smd-Muscovite(Fe)-Ca CaFe2h15i3010(0OH)2 mineral 3 viani 0 0 0 0 0 0
Smd-Muscovite(Fe)-Cs CsFe2A15i3010(0OH)2 mineral 3 viani 0 o] 0 0 0 0
Smd-Muscovite(Fe)-H HFe221Si3010(0OH)2 mineral 3 viani 0 0 0 0 0 0
Smd-Muscovite(Fe)-K KFe2A1S813010(0H)2 mineral 3  viani 0 0 0 0 0 0
smd-Muscovite(Fe)-Li 1,iFe2A1Si3010(OH)2 mineral 3 viani 0 0 0 o 0 0
smd-Muscovite(Fe)-Mg MgFe2A15i3010(OH)2 mineral 3 viani o] 0 0 0 0 0
Smd-Muscovite(Fe)-Na NaFe221Si3010(0OH)2 mineral 3 viani 0 0 0 0 0 0
Smd-Muscovite(Fe)-Sr SrFe221813010(0OH)2 mineral 3 viani 0 0 0 0 0 0
Smd-Pyrophyllite A128i14010(OH)?2 mineral 3 viani 0 0 0 0 0 0
Smectite-Reykjanes Mn.01K.03Na.33Ca.66Fe++.33Fe mineral 0 78wol 0 0 0 0 0 0
Smectite-di (Na,K,Ca.S,Mg.S).33(Al,Mg,Fe mineral 1 ggkk* X X 0 0 0] 0
Smectite-high-Fe-Mg ‘Ca.025Na.1K.2Fe++, SFe+++.2Mg mineral 1 78wol X X 0 0 0 0
Smectite-low-Fe-Mg Ca.02Na.15K.2Fe++,29Fe+++.16 mineral 1 78wol X X 0 0 0 0
Smithsonite ZnCo3 mineral 1 supcrt92** X X X 0 0 0
Sn mineral 1 supcrt92+* X X X 0 0 0
Sn mineral 2 89cox/wag 0 0 0 0 0 0
Sn(OH)?2 mineral 1 82wag/eva X X 0 0 0 0
Sn(S04)2 mineral 2 79kub/alc X X 0 0 0 0]
sn(q) mineral 2 89cox/wag X X © 0 0 0
Sn3S4 mineral 2 79kub/alc X X 0 0 0 0
SnBr2 mineral 2 79kub/alc X X 0 0 0 0
SnBr4 mineral 1 82wag/eva X X 0 0 0 0
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NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
SnCl2 mineral 2 79kub/alc X X 0 0 0 0
Sns04 mineral 2 79kub/alc X X 0 0 0 0
SnSe mineral 2 79kub/alc X X 0 0 0 0
SnSe2 mineral 2 79kub/alc X X 0 0 0 0
Soddyite {(U02)2(Si04) : 2H20 mineral 1 82hem X X 0 0 0 0
Spessartine Al2Mn3(8104)3 mineral 1 supcrt92+* 0 0 0 0 0 0
Sphaerocobaltite CoCO03 mineral 1 84sve X X 0 0 0 0
Sphalerite Zns mineral 1 supcrt92+*#* X X X 0 0 0
Spinel Al12MgO4 mineral 1 supcrt92** X X X X 0 0
Spinel-Co Co304 mineral 2 82wag/eva X X 0 X 0 0
Spodumene LiA18i206 mineral 1 82wag/eva X X 0 0 0 0
Sr mineral 1 79rob/hem X X 0 X 0] 0
Sr mineral 1 92gre/fug 0 0 0 0 X 0
Sr(NO3)2 mineral 1 79rob/hem X X 0 X 0 0
Sr(NO3)2 mineral 2 92gre/fug 0 0 0 0 X 0
Sr{N03)2:4H20 mineral 1 82wag/eva X X 0 X 0 0
Sr(OH)2 mineral 1 85cha/dav X X 0 X 0 0
8r25i04 mineral 1 82wag/eva X X 0 0 0 0
Sr2U3011 mineral 0 92gre/fug 0 0 0 0 0 0
Sr2U05 mineral 0 92gre/fug 0 0 0 0 0 0
Sr3(As04)2 mineral 1 82wag/eva X X 0 X 0 0
Sr3U06 mineral 0 92gre/fug 0 0 0 4] 0 0
SrBr2 mineral 1 82wag/eva X X 0 X 0 0
SrBr2:6H20 ' _ mineral 1 82wag/eva X X 0 X 0 0
SrBr2:H20 : mineral 1 82wag/eva X X 0 X 0 0]
SrCl2 : mineral 1 82wag/eva X X 0 X 0 0]
SrCl2 mineral 2 92gre/fug 0 0 0 0 X 0
SrCl2:2H20 mineral 1 82wag/eva X X 0 X 0 0
SrCl12:6H20 mineral 1 82wag/eva X X 0 X 0 0
SrCl2:H20 mineral 1 82wag/eva X X 0 X 0 0
SrCr04 mineral 1 76del/hal X X 0 X 0 0
Srr2 mineral 1 82wag/eva 0 0 0 V] 0 0
Srr2 mineral 3 76smi/mar X X 0 X 0 0
SrHPO4 mineral 1 82wag/eva X X 0 X 0 0
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************************************************************* I'TEXEEREE SRR S A &1 ISR A SRS R SR RS S
NAME COMPOSITION TYPE TYPE ©LIT.SOURCE COM ALT SUP PIT NEA HMW
SrI2 mineral 1 85cha/dav X X 0 X 0 0
Sro mineral 1 82wag/eva X X 0 X 0 0
Sx0 mineral 2 92gre/fug 0 0 0 0 X 0
sSrs mineral 1 82wag/eva X X 0 0 0 0
SrSe mineral 0 74mil 0 0 0 0 0 0
SrSe03 mineral 3 76smi/mar 0 0 0 0 0 0
SrSeO4 mineral 0 90crc 0 0 0 0 0 0
SxSe04 mineral 3 76smi/mar X X 0 0 0 0
Srs8io3 mineral 1 82wag/eva X X 0 0 0 0
Sry4013 mineral 0 92gre/fug 0 0 0 0 0 0
SxrU04 (alpha) mineral 2 92gre/fug X X 0 X X 0
SrU04 (beta) mineral 0 92gre/fug 0 0 0 0 0 0
Srzr03 mineral 1 74nau/ryz X X 0 0 0 0
Starkeyite MgS04 : 4H20 mineral 1 80har/wea X X 0 X 0 0
Stauroclite Fe2A198i4024H mineral 1 supcrt92** 0 0 0] 0 0 0
Stibnite Sb283 mineral 3 89spy/ree X X 0 0 0 0
Stilbite Cal.019Na.136K.006A12.18Si6. mineral 1 90how/joh X X 0 0 0 0
Stilbite Cal.019Na.136K.006A12:1831i6. mineral 1 supcrt92** 0 0 0 0 0 0
Stilleite ZnSe mineral 1 78vau/cra X X 0 0 0 0
Strengite FeP0O4 :2H20 mineral 1 79rob/hem X X 0 0 0 0
Strontianite SrCo3 mineral 0 chemval#* 0 0 0 0 0 0
Strontianite SrCo3 mineral 1 supcrt92*x X X X 0 0 0
Strontianite SrCo3 mineral 3 chenval®* 0 0 0 0 0 0
Sylvite KC1 mineral 1 supcrt92** X X X X 0 0
Sylvite : KC1 mineral 4 84har/mol 0 0 0 0 0 X
Syngenite K2Ca(S04)2:H20 mineral 1 84har/mol X X 0 X 0 X
Syngenite K2Ca(804)2:H20 mineral 4 84har/mol 0 0 0 X 0 X
Ta mineral 1 79rob/hem 0 0 0 0 0 0
Tachyhydrite Mg2CaCl6:12H20 mineral 1 84har/mol X X 0 X 0 X
Tachyhydrite Mg2CaCl6:12H20 mineral 4 84har/mol 0 0 0 X 0 X
Talc Mg3Si4010(0H) 2 mineral 1 supcrt92%+* X X X 0 0 0
Tarapacaite K2Cr04 mineral 2 76del/hal X X 0 X 0 0
Tb mineral 1 79rob/hem X X 0 X 0 0
Tc mineral 1 83rar X X 0 X 0 0
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Tc(OH) 2
Tc(OH) 3
Tc207
Tc207(g)
Tc287
Tc304
Tc40Q7
TcF6
TcF6(g)
TcO2:2H20(am)
TcO3
TcO3Cl(g)
TcOH

TcS2

TcS3

Te

Te
Tenorite
Tephroite
Th
Th(NO3)4:5H20
Th(OH)4
Th(S04)2
Th(g)
Th283
Th2Se3
Th7S812
ThBxr4
ThCl4
ThF4
ThF4:2.5H20
ThI4

ThS

ThS2

COMPOSITION

Cu0
Mn25i04

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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TYPE LIT.SOURCE

83rar
79rob/hem
92gre/fug
supcrt92+**
82wag/eva
89cox/wag
82wag/eva
74nau/ryz
82wag/eva
89cox/wag
82wag/eva
74mil
82wag/eva
82wag/eva
80lan/her
80lan/her
82wag/eva
82wag/eva
82wag/eva
82wag/eva

PR RRRPHERPNRPNRPRERRIVRBRRPRERHENUNNRPONRPOORRENRERR

EQ3/6 DATAFILES

[ EEEEEEEER SRR SRS RR SRR

COM ALT SUP PIT NEA HMW

BB B B K M M MMM OO M MONKNMNOONXNKMMMXNMXNM
Bl Dd Bd BE b D4 DE DA DE D B M B N M K DM OO M X MO XM OONXMNKMMMN
C 0000000000000 OXOOODOOOOOOOCOOOOOOO
COMNRRRRMEOCOOKRMMMNKROMOODOOODOOOOOODODOOOCO
0000000000000 OOCOO
CO0000O00000O0O00O000DOO0OOO0OO0ODOOOOO 5 od o



SPECIES

*************************************************************

Thenardite
Thenardite
Thermonatrite
Thermonatrite
Thorianite

Ti

Ti(g)
TiCl4(9)
Tiemannite
Titanite

Tl

T12Cr0O4

Tm

Tobermorite-11A
Tobermorite-14A

Tobermorite-9A
Todorokite
Torbernite
Tremolite
Trevorite
Tridymite
Troilite
Trona

Trona
Trona-K -
Trona-K
Tsumebite
Tyuyamunite

U

U(C03)2
U(HPO4)2:4H20
U(OH) 2504
U(OH)3

U(OH)4

COMPOSITION

Na2504
Na2804
Na2C03:H20
Na2C03:H20
ThO2

HgSe
CaTiSi0O5

Ca5816H11022.5
Ca58i6H21027.5
Ca58i6H6020
Mn7012:3H20
Cu(UO2)2(P0O4)2
Ca2Mg5S8i8022(0H)2
NiFe204

Si02

FeS
Na3H(C03)2:2H20
Na3H(C03)2:2H2Q
K2NaH (CO3)2:2H20
K2NaH (CO3)2:2H20
Pb2Cu(P0O4) (OH)3:3H20
Ca(U02)2(V04)2

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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79rob/hem
84har/mol
82wag/eva
84har/mol
89cox/wag
89cox/wag
89cox/wag
89cox/wag
78vau/cra
supcrt92**
79rob/hem
76del/hal
79rob/henm
82sar/bar
82sar/bar
82sar/bar
83ker
78lan
supcrt92**
79rob/hem
82wag/eva
79rob/hem
84har/mol
84har/mol
84har/mol
84har/mol
80bal/nor
78lan
89cox/wag
92gre/fug
92qre/fug
92gre/fug
80all/kip
80all/kip

EQ3/6 DATAFILES
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TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
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SPECIES DATA EQ3/6 DATAFILES
R S 1 2 2 R AR SRR R 222 222 SRS S S 2 2 2 2 2 22 A A0 A A MR S S A A A AL AL AL LLELLE AR

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
e emme meemm——o. e mee ey mee e e
U(803)2 mineral 2 92gre/fug X X 0 0 X 0
U(S04)2 mineral 2 92gre/fug X X 0 0 X 0
U(S04)2:4H20 mineral 2 92gre/fug X X 0 0 0 0
U(S04)2:8H20 mineral 2 92gre/fug X X o] 0 X 0
U(g) i mineral 2 89cox/wag X X 0 0 0 0
U2C3 mineral 2 92gre/fug X X 0 0 X 0
U2Cl1l10¢(9) mineral 1 92gre/fug X X 0 0 X 0
U2Cl1l8(qg) mineral 2 92gre/fug X X 0 0 X 0
U2F10(9) mineral 2 92gre/fug X X 0 0 X 0
U2F9 mineral 1 92gre/fug X X 0 0 X 0
U202C15 mineral 2 92gre/fug X X 0 0 X o]
U203F6 mineral 2 92gre/fug X X 0 X X 0
U283 mineral 2 92gre/fug X X 0 0 X 0
U285 ' mineral 0 92gre/fug 0 0 0 0 0 0
U2Se3 mineral 2 92gre/fug X X 0 0 X 0
U3Aas4 mineral 2 92gre/fug X X 0 0 X 0
U305F8 mineral 2 92gre/fug X X 0 X X 0
U307 (alpha) mineral 0 92gre/fug 0 0 0 0 0 0
U308 mineral 2 89cox/wag 0 0 0 0 0 0
U308 (alpha) mineral 0 chemval* 0 0 0 0 0 0
U308 (alpha) mineral 3 chemval* 0 0 0 0 0 0
U3P4 mineral 2 92gre/fug X X 0 0 X 0
U3ss ) mineral 2 92gre/fug X X 0 0 X 0
U3Sb4 ‘ mineral 2 92gre/fug X X 0 0 0 0
U38Se4 mineral 2 92gre/fug X X 0 0 X 0
U3Se5 ‘ mineral 2 92gre/fug X X 0 0 X 0
U4F17 . mineral 1 92gre/fug X X 0 0 X 0
U409 mineral 0 chemval#* 0 0 0 0 0 0
U409 mineral 3 chemval* 0 o] 0 0 0 0
U4Sb3 . mineral 0 92gre/fug 0 0 0 0 0 0
U5012C1 mineral 2 92gre/fug X X 0 0 X 0
UAs mineral 2 92gre/fug X X 0 0 X 0
UAs2 mineral 2 92gre/fug X X 0 X X 0
UAsO5 mineral 0 92gre/fug 0 0 0 0 0 0
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UBr(9g)
UBr2(g)
UBr2C1l
UBr2Cl2
UBr212
UBr3
UBr3(9g)
UBri3cCl
UBr3I
UBr4
UBr4(g)
UBrS
UBr5(9)
UBxCl2
UBrCl3
UBri3
ucC
UC1.94 (alpha)
UCl(9)
UCl2(9)
UC12F2
UCl212
UC13
ucl3(g)
UCL13F
UCl1l31I
UCl4
UCl4(9g)
UCl5
UCl15(9g)
UCleé

COMPOSITION

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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LIT.SOURCE
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
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92gre/fug
92gre/fug
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92gre/fug
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92gre/fug
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92gre/fug
92gre/fug
92gre/fug
92gre/fug
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92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
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SPECIES DATA EQ3/6 DATAFILES

R AR A AR A A KA RN AR AR R R AN AR AARNRRAR KA AR R A AR AR AR AR AR AR AR A AKX L2 SRS RS SR RS S IS SRR SRS EEREREREEESEEE.

NAME COMPOSITION TYPE . TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
UCl6(qg) mineral 2 92gre/fug X X 0 X X 0
UC1F3 mineral 2 92gre/fug X X 0 0 X 0
UCl13 mineral 2 92gre/fug X X 0 0 X 0
UF(9g) mineral 2 92gre/fug’ X X 0 0] X 0
UF2(9) mineral 2 92gre/fug X X 0 X X 0
UF3 mineral 2 92gre/fug X X 0 0 X 0
UF3(g) mineral 2 92gre/fug X X 0 0 X 0
UF4 ' mineral 2 92gre/fug X X 0 0] X 0
UF4 mineral 3 80lem/tre 0 0 0 0 0 0
UF4(g) mineral 2 92gre/fug X X 0 0] X 0
UF4:2,5H20 mineral 2 92gre/fug X X 0 0 X 0
UF5(alpha) mineral 2 92gre/fug X X 0 0 X 0
UF5(beta) mineral 2 92gre/fug X X 0 0 X 0
UF5(9g) mineral 2 92gre/fug X X 0 0 X 0
UF6 mineral 2 92gre/fug X X 0 X X 0
UF6(g) mineral 2 92gre/fug X X 0 X X 0
UH3 (beta) mineral 2 92gre/fug X X 0 0 X 0
UI(g) mineral 2 92gre/fug X X 0 0 X 0
ui2(qg) mineral 2 92gre/fug X X 0 X X 0
U13 mineral 2 92gre/fug X X 0 0 X 0
UI3(qg) mineral 2 92gre/fug X X 0 0 X 0
UI4 mineral 2 92gre/fug X X 0 0 X 0
UI4(g) mineral 2 92gre/fug X X 0 0 X 0
UN ' mineral 2 92gre/fug X X 0 0 X 0
UN1.466 (beta) mineral 0 92gre/fug 0 0 0 0 o] 0
UN1.59(alpha) mineral 2 92gre/fug X X 0 0 X 0
UN1.606 (alpha) . mineral 0 92gre/fug (o] 0 0 0 0 0
UN1.674 (alpha) . mineral 0 92gre/fug 0 0 0 0 0 0
UN1.73(alpha) mineral 2 92gre/fug X X 0 0 X 0
Uo(g) mineral 2 92gre/fug X X 0 X X 0
U02(As03)2 mineral 2 92gre/fug X X 0 X X 0
U02(I03)2 mineral 1 92gre/fug X X 0 0 X 0
UO2(NO3)2 mineral 2 92gre/fug X X 0 X X 0
UO2(NO3)2:2H20 mineral 1 92gre/fug X X 0 X X 0
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SPECIES DATA EQ3/6 DATAFILES
R R R R R R R R R R R SRS XS R RS RS R ERSRS SRS R SRR R R R R R RS SRRt [ EE R E RS EEEEREEE S AKAXKKKKKAXAKAARA X XA XA XXX KKK
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
UO2(NO3)2:3H20 mineral 2 92gre/fug X X 0 X X 0
UO2(NO3)2:6H20 mineral 2 92gre/fug X X 0 X X 0
UO2(NO3)2:H20 mineral 2 92gre/fug X X 0 X X 0
UO2(0OH)?2 mineral 0 chemval* 0 0 0 0 0 0
U02(0H)2 mineral 3 chemval* 0 0 0 0 0] 0
UO2(0OH)2(beta) mineral 2 92gre/fug X X 0 X X 0]
UO02(0H)2(beta) mineral 3 80lem/tre 0 0 0 0 0 0
U022 (0OH) 2 (gamma) mineral 0 92gre/fug 0 0 0 0 0 0
UO2(OH) 2 (gamma) mineral 3 80lem/tre 0 0 0 0 0 0
U02(P03)2 mineral 2 92gre/fug X X 0 X X 0
U02 (am) mineral 1 78lan 0 0 0 0 0 0
U02(am) mineral 1 92gre/fug X X 0 0 X 0
U02(g) mineral 2 92gre/fug X X 0 X X 0
U02.25 mineral 2 92gre/fug X X 0 0 X 0
U02. 25 (beta) mineral 2 92gre/fug X X 0 0 0 0
U02.3333(alpha) mineral 0 92gre/fug 0 0 0 0 0 0
U02.3333(beta) mineral 2 92gre/fug X X 0 0 X 0
U02.6667 mineral 2 92gre/fug X X 0 0 X 0
U02.86:.5H20 mineral 0 92gre/fug 0 0 0 0 0 0
U02.86:1.5H20 mineral 0 92gre/fug 0 0 0 0 0 0
UQ2Br2 mineral 2 92gre/fug X X 0 X X 0
UO2Br2:3H20 mineral 2 92gre/fug X X 0 X X 0
U02Br2:H20 mineral 2 92gre/fug X X 0 X X 0
UO2BrOH: 2H20 ’ mineral 2 92gre/fug X X 0 X X 0
U02C03 mineral 0 chemval* 0 0 0 0 0 0
U02C03 . mineral 1 92gre/fug X X 0 0 X 0
002C03 : mineral 3 chemval#* 0 0 0 0 0 0
U02C1l mineral 2 92gre/fug X X 0 0 X 0
U02Cl2 mineral 2 92gre/fug X X 0 X X 0
U02C1l2(g) mineral 2 92gre/fug X X 0 X X 0
U02C12:3H20 mineral 2 92gre/fug X X 0 X X 0
U02C12:H20 mineral 2 92gre/fug X X 0 X X 0
UO2C1OH: 2H20 mineral 2 92gre/fug X X 0 X X 0
UO2F2 mineral 2 92gre/fug X X 0 X X 0
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SPECIES DATA EQ3/6 DATAFILES

**********'k************************************************** 222 R EESEER RS & & AEEKKKAKK R AKX AKX KN KKK AKX

NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
UO2F2(9g) mineral 2 92gre/fug X X 0 X X 0
UO2F2:3H20 mineral 2 92gre/fug X X 0 X X 0
UO2FOH mineral 1 92gre/fug X X 0] X X 0
UQ2FOH: 2H20 mineral 1 92gre/fug X X 0 X X 0
UO2FOH:H20 mineral 1 92gre/fug X X 0 X X 0
UO2HPO4 mineral 3 84tri 0 0 0 0 0 0
UO2HPO4 :4H20 mineral 1 92gre/fug X X 0 X X 0
UO20H mineral 3 80all/kip 0 0 0 0 0 0
U02803 mineral 2 92gre/fug X X 0 0 X 0
002804 mineral 0 chemval* 0 0 0 0 0 0
U02804 mineral 2 92gre/fug X X 0 X X 0
V02804 mineral 3 chemval* 0 0 0 0 0 0
U02S04:2.5H20 mineral 1 92gre/fug X X 0 X X 0
U02804:3.5H20 mineral 1 92gre/fug X X 0 X X 0
U02804 :3H20 mineral 1 92gre/fug X X 0 X X 0
U02504:H20 mineral 1 64owe/may X X 0 X 0 0
U02Se03 mineral 0 92gre/fug 0 0 0 0 0 0
U028e04 mineral 0 92gre/fug 0 0 0 0 0 0
U02TeO3 mineral 0 92gre/fug 0 o] 0 0] 0 0
UO3(alpha) mineral 0 chemval®* 0 0 0 0 0 0
U033 (alpha) mineral 2 92gre/fug X X 0 X X 0
UO3(alpha) mineral 3 chemval* o] 0 0 0] 0 0
U03(am) mineral 0 92gre/fug 0 0 o] 0 0 0
UO3(beta) ' mineral 2  92gre/fug X X 0 X X 0
U0O3(delta) mineral 0 92gre/fug (o] 0 0 0 0 0
UO3 (epsilon) ' . mineral 0 92gre/fug 0 0 0 0 0 0
U03(g) mineral 2 92gre/fug X X 0 X X 0
U03 (gamma ) mineral 0 chemval# 0 0 0 0 0 0
U003 (gamma) mineral 2 89cox/wag X X 0 X 0 0
UO3 (gamma) mineral 3 chemval* 0 0 0 0 0 0
U03:.393H20 mineral 0 92qre/fug 0 0 0 0 0 0
UO03:.648H20 mineral 0 92gre/fug 0 0 0 0 0 0
U03:.85H20(alpha) mineral 0 92gre/fug 0 0 0 0 0 0
U03:.9H20(alpha) mineral 2 92gre/fug X X 0 X X 0
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SPECIES

*************************************************************

NAME COMPOSITION
U03:2H20

U03:2H20

U03:2H20

UO4:2H20

U04:4H20

UOBr2

UOBr3

U0Cl1

U0oCl2

UOoC13

UOF2

UOF2:H20

UOF4

UOF4 (g)

UOFOH

UOFOH: .5H20

UOTe

up

up2

Up207

UP207:20H20

UPO5

Us

Us1.9

Us2 ' J
us3 '
USb

USb2

USe
USe?2(alpha)
USe2(beta)
USe3
Umangite
Uramphite

Cu3Se2

(NH4) (UO2) (PO4) : 3H20

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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DATA

2R SRR R RS SRR RS

TYPE

OO WO

FONNNDNDNNNNNNDNENDNDN ONNNNNDNNDNDNDNDN

LIT.SOURCE
chemval*
92gre/fug
chemval*
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
92gre/fug
74mil
78lan

EQ3/6 DATAFILES

S22 222 X228 8RS R

COM ALT SUP PIT NEA HMW

0
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O 5 > b bd pd b B b B D M M M X @ M M XX MMM MNOOONXO
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X
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X
X
X
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X
X
X
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X
X
X
X
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0
0
X
X
X
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SPECIES

AAKRKRAR AR KA RRNKAKRRANERRRRAARKRR AR AR KA AR A AR AR R Rk A A XA R kA kd %

Uraninite
Uraninite
Uraninite
Uranocircite
Uranophane
\%

V204

V305

V407
Vaesite
Vaterite
Vvilliaumite
Vivianite

1

Wairakite
Weeksite
Whitlockite
Wilkmanite
Witherite
Wollastonite
Wurtzite
Wustite
Xe(9)

Xe(9)
Xonotlite

Y

Yb

Zincite
Zincite
Zircon

n

Zn(g)

Zn3 (As04)2
7znCr204

COMPOSITION

Uo2
Ba(U02)2(P04)2
Ca(U02)2(5i03)2(0OH)2

Nig2
CaCo3

NaFp !

Fe3 (P0O4)2:8H20

Ca”Al2Si4010(0H)4
K2(U02)28i6015:4H20
Ca3(P04)2

Ni3Se4

BaCO3

CasSio3

ZnS

Fe.9%9470

gaGSiGOl7(OH)2

ZnO
ZnoO
72rSio4

TYPE

mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
nmineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
mineral
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DATA

(22222 R SRR SRR R

0

HRNNRORERRPBNRPRRPRPPHERPRERRHEHPOORHBERERERERERWN

chemval*
89cox/wag
chemval*
781lan
78lan
79rob/hem
82waqg/eva
82wag/eva
82wag/eva
78vau/cra
79rob/hem
79rob/hem
87woo/gar
79rob/hem
supcrt92*x
82hem
79rob/hem
78vau/cra
supcrt92**
supcxrt92+*
supcrt92**
82wag/eva
supcrt92**
89cox/wag
82sar/bar
79rob/hem
79rob/hem
supcrt92+x+
89cox/wag
79rob/hem
89cox/wag
89cox/wag
82wag/eva
76del/hal

EQ3/6 DATAFILES

XXX XKKERKKKERRKRKXXKKR KK
TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
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SPECIES DATA EQ3/6 DATAFILES
************************************************************* [EE RS S EEEE R L& &84 ***********’************
NAME COMPOSITION TYPE TYPE LIT.SOURCE COM ALT SUP PIT NEA HMW
ZnF2 mineral 1 82wag/eva X P4 0 X 0 0
ZnSe03 :H20 mineral 1 82wag/eva X X 0 0 0 0
Zoisite Ca2Al3(S1i04)30H mineral 1 supcrt92** X X X 0 0 0
72r ’ mineral 1 79rob/hem X X 0 0 0 0
o-Phthalic acid CBH604 mineral 2 70kaxr/kar X X 0] 0 0 0

FOOTNOTES:

* Species contained in the chemval database are a special case in that the properties stored (logk data
for electron-bearing dissociation reactions and standard molal enthalpies of these reactions) are
unique for GEMBOCHS (and EQ3/6). Hence, the misleading appearance of a zero data type for the
reaction enthalpy data. Chemval'species are only output to a separate dedicated file.

** The reference for supcrt92 is Johnson, Oelkers, and Helgeson (1992) [92jch/ocell.

*+++ The standard molal thermodynamic properties of these solid solutions are computed using various site
nmixing models together with data for their end-member components,

B-97




Table B2:

SQUIBB REF

76abr/ber

63ada/kel

67ahr

71lahr/kull

71lahr/kul2

80all/kip

77and/new

GEMBOCHS references

AUTHOR

Abbasov, A.S.

Abrahams, S.C.,
Bernstein, J.L., and
Nassau, K.

Adami, L., and
Kelley, K.

Ahrland, S.

Ahrland, S., and
Kullberg, L.

Ahrland, 8., and
Kullberqg, L.

Allard, B., Kipatsi,
H., and Liljenzin,
J.O.

Anderson, P.A.M.,
Newton, R.C., and
Kleppa, O.J.

Evaluation of the
thermodynamic properties of
some III-V compounds
Transition metal iodates. VII.
crystallographic and nonlinear
optic survey of the 4f-iodates
Heats of formations of two
crystalline hydrates of
ferrous sulfate

Enthalpy and entropy changes
by formation of different
types of complexes
Thermodynamics of metal
complex formation in aqueous
solution. I. A potentiometric
study of fluoride complexes of
hydrogen, uranium(VI), and
vanadium(IV)

Thermodynamics of metal
complex formation in aqueous
solution. II. A calorimetric
study of flouride complexes of
hydrogen, uranium(VI), and
vanadium{-IV)

Expected species of Uranium,
Neptunium and Plutonium in
neutral agqueous solutions

The enthalpy change of the
andalusite-sillimanite
reaction and the Al12S5i05
diagram

PUBLISHER

Teddington, Natl.
Phys. Lab., DSC Rep.
8

J. Solid State Chem.

U.S. Bur. Mines Rep.
Inv. 6260

Helv. Chim. Acta

Acta Chem. Scand.

Acta Chem. Scand.

J. Inorg. Nugl.
Chem.

Amer. J. Sci.

VOL.

50

25

25

42

277

PAGES

12p

173-184

7

306-318

3457-3470
'

3471-3483

1015-1027

585-593




SQUIBB REF

82arn/sig

75aru

68azi/lyl

69azi/1lyll

69azi/lyl2

59bab/mch

76bae/mes

AUTHOR

Arnorsson, S.,

Sigurdsson, S., and
Svavarsson, H.
Aruga, R.

Aziz, A., Lyle, S.,
and Naqgvi, S.

Aziz, A., and Lyle,
S.

Aziz, A., and Lyle,
s.J.

Babushkin, W.I., and

Mchedlov-Petrosyan,
O.P.

Baes, C.F.Jr.,
Mesmer, R.E.

and

N

Thermochemical studies of
hydrolytic reactions

The chemistry of geothermal
waters in Iceland. I.
Calculation of aqueous
speciation from 0 to 370degC
Thermodynamics of ion pairing
of nitrate and chlorate with
metal ions in aqueous solution
Chemical equilibria in
americium and curium sulphate
and oxalate systems and an
application of a liquid
scintillation counting method
BEquilibrium constants for
aqueous fluoro complexes of
scandium, yttrium,
americium(III) and curium(III)
by extraction into di-2-
ethylhexyl phosphoric acid
Applications of the fluoride-
sensitive electrode to the
study of metal-fluoride ion
association constants
Thermodynamics of the
reactions in the systems:
Ca(OH)2-8102-H20,B-C2S-H20 and
C38-H20 under normal and
hydrothermal conditions

The hydrolysis of cations

PUBLISHER

Acta Chem. Scand.
Geochim, Cosmochim,

Acta

J. Chem. Soc.
Trans.

Dalton
J. Inorg. Nucl.

Chem,

J. Inorg. Nucl.
Chem,

Analyt. Chim. Acta

Silikattechnik

Wiley-Interscience,
New York

VOL.

46

30

31

47

10

1102-1106

1513-1532

2534-2538

1013-1018

3471-3480

49-56

605-609

489p



SQUIBB REF

76bag/raml

76bag/ram2

71bai/lar

79bal/jen

80bal/nor

65bar

65bar/ada

AUTHOR

Bagawde,

and Patil,
Bagawde,

Larson,

Ball, J.W.
E.A.,
D.K.

Ball, J.W.
Nordstrom,
Jenne,

Barany, R.

Barany, R.
Adami,

S.V.
Ramakrishna,

S.V.
Ramakrishna,
and Patil, S.
Bailey, A.R.,
J.W.

’

/

E.A.

’

L.H.

S.

v

"<~

and

Jenne

D.K.,

and

. 1

’

and Nordstrom,

and

Aqueous TTA complexing of
Np(IV) and Pu(Iv)

Complexing of tetravalent
plutonium in aqueous solutions

Heats of dilution and the
thermodynamics of dissociation
of uranyl and vanadyl sulfates
WATEQ2 - A computerized
chemical model for trace and
major element speciation and
mineral equilibria of natural
waters, in Jenne, E.A., ed.,
Chemical modeling in agueous
systems: Speciation, sorption,
solubility, and kinetics
Additional and revised
thermochemical data and
computer code for WATEQ2 - A
computerized chemical model
for trace and major element
speciation and mineral
equilibria of natural waters
Heats of formation of goethite
ferrous vanadate, and
manganhese molybdate

Heats of formation of
anhydrous ferric sulfate and
indium sulfate

B-100

AT

PUBLISHER

J. Inorg. Nucl.
Chem,

J. Inorg. Nucl.
Chem,

J. Phys. Chem.

ACS Symp. Ser. 93,
Amer, Chem. Soc.,
Washington

U.85.G.5. Water Res.

Inv. 78-116

U.S. Bur. Mines Rep.
Inv. 6618

U.S8. Bur. Mines Rep.
Inv. 6687

VOL.

38

38

75

2085-2089

1339-1345

2368-2372

815-835

109p

10

8p



SQUIBB REF

77bar/kna

73bar/kna

8lbar/lan

60bar

70bas/smi

77bas

80bas

72bat/luk

81bau

AUTHOR

Barin, I., Knacke,
0., and Kubaschewski
0.

Barin, I., and
Knacke, O.

Barnes, H.L. and

Langmuir, D.

Barton, P., and
Bethke, P.
Baskin, Y., and

Smith, S.D.

Bassett, R.L.

Bassett, R.L.

Batsanova, L.R., and
Lukina, L.V,

Bauman, J.E.

Thermochemical properties of
inorganic substances.
Supplement

Thermochemical properties of
inorganic substances
Thermochemical data for
substances at 25degC and 1 atm
total pressure

Thermodynamic properties of
some synthetic zinc and copper
minerals

Enthalpy of formation data on
compounds of uranium with
groups Va and VIa elements

The geochemistry of boron in
thermal waters

A critical evaluation of the
thermodynamic data for boron
ions, ion pairs, complexes,
and polyanions in agueous
solution at 298.15 k and 1 bar
Structure of "hydrated" rare
earth element trifuorides
Thermodynamic measurements of
carbonate equilibria involving
metal ions, in Gokcen, N.A.,
Mrazek, R.V., and Pankratz,
L.B., eds., Techniques for
measurement of thermodynamic
properties

B-101

PUBLISHER
Springer-Verlag, New
York
Springer-vVerlag, New

York '
Unpub. Buxr. Mines
Rep.

Amer. J. Sci.

J. Nucl. Matl.

Unpub. Ph.D. Diss.,
Stanford Univ.,
Stanford, CA
Geochim. Cosmochim.
Acta

Russ., J. Inorg.
Chem,

U.S. Bur. Mines Rep.
Inv. 8853

258~

37

44

17(¢5

21-34

209-222

290p

1151-1160

629-631

268-274



SQUIBB REF

58bea/mct

79bel/dob

76ben/ada

60ber/new

88ber

86ber/eng

87bet/gou

AUTHOR
Bear, J., and
McTaggart, H.

Belyaev, Y.I.,
Dobretsov, V.N.,
Ustinov, V.A,
Bennett, A.C.,
Adams, F.

and

and

Berman, and
Newman,

Berman,

H.A.,
E.S.
R.G.

Berman, R.G., Engi,
M., Greenwood, H.J.,
and Brown, T.H.

Bettonville, S.,
Goudiakas, J., and
Fuger, J.

The sulphides, selenides,
tellurides of titanium,
zirconium, hafnium, and
thorium

Enthalpy and heat capacity of
Np205 over the temperature
range 350-759K

Solubility and solubility
product of dicalcium phosphate
dihydrite in aqueous solutions
and soil solutions

Heat of formation of calcium
trisulfocaluminate at 25degC
Internally-consistent
thermodynamic data for
minerals in the system NazO0-
K20-Ca0-MgO-FeO-Fe203-A1203-
8i02-Ti02~H20-C0O2

Deviation of internally-
consistent thermodynamic data
by the technique of
mathematical programming: a
review with application to the
system Mg0-8i02-H20
Thermodynamics of lanthanide
elements. III. Molar
enthalpies of formation of
Tb3+(aq), Ho3+(aq), Yb3+(aq),
Yb2+(aq), TbBr3(cr), HoB3(cr),
and YbBr3(cr) at 298.15K

B-102

PUBLISHER

Austral. J. Chem.

Sov. Radiochem.
(Engl. . transl.)

Soil. Sci. Soc.
Amer ., Jour.
Proc. 4th Intl,.

Symp. Chem. Cement
J. Petrol.

J. Petrol.

J. Chem. Thermo.

VOL.

11

21

40

29

27

19

458-470

386-387

39-472

247-257

445-522

1331-1364

595-604



SQUIBB REF

83bid/dep

82bil/sch

73bil/stu

68bil/cot

77bir/hel

51boc

72bon/hef

70bon/tay

AUTHOR

Bidoglio, G., De
and Chatt

Plano, A.,
A,

Bilinski,
Schindler,

Bilinski,
Stumm, W.

Bills, F.,
Cotton, F.
Bird, D.K.
Helgeson,

Bochirol,

Bond, A.M.
Hefter, G.

Bond, A.M.
Taylor, R.

H.

H

’

H,

=

o~

, and

., and

and

and
C.

and

and

Studies on speciation of
americium, technecium and
neptunium in simulated
vitrified-waste leachates, in
Brookins, G., ed., Scientific
basis for nuclear waste
management. VI. Proc. Mat.
Res. Soc. Symp.

Solubility and equilibrium
constants of lead in carbeonate
solutions (25degC, I=0.3
mol/ém3)

Pb(II)-species in natural
waters

The heat of formation of
germanium dioxide

Prediction of the chemical
characteristics of geothermal
reservoir fluids from
authigenic mineral assemblages
Chaleur specifique vraie des
ferrites de zinc, de nickel et
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APPENDIX C

GEMBOCHS MODIFICATIONS AND ADDITIONS: 2nd QUARTER, FY 1994

During the second quarter of FY 1994, efforts were focused on
completing development of two major software projects, augmenting
GEMBOGHS with additional thermodynamic data, expanding the suite
of datafiles generated for use with EQ3/6, and improving user
access to EQ3/6 datafiles, which are described in the following
paragraphs.

During the past year, considerable effort was devoted toward
development of two critical software interfaces with GEMBOCHS.
The first of these is the jewel program, a mouse-driven utility
that facilitates point-and-click generation of thermodynamic
datafiles for use with EQ3/6 (and other analogous modeling
packages). More specifically, jewel reads reference-state and
various coefficient data for a user-specific subset of GEMBOCHS
species, extrapolates these data over the P-T range of interest
using a variety of theoretical and empirical models, and outputs
the requisite elevated P-T properties in a format suitable as
input for various target modeling codes. Jewel can be used to
generate a number of standard datafiles; more important is the
program’s extreme flexibility, which permits generation of
customized datafiles based on major datasets, species subsets,
bulk system composition, or any combination thereof. The jewel
interface represents a dramatic improvement in both versatility
and ease-of-use over its relatively inflexible, batch-mode
predecessor. The code has been used and refined extensively over
the past few months, and a user’s manual is in the process of
being completed. :

The second interface under development is facet, another mouse-
driven utility that permits review, revision, deletion, and
addition of GEMBOCHS data. All updates to GEMBOCHS are
incorporated using facet, which provides an auditing capability
that explicitly documents all database modifications. Like
jewel, facet represents a tremendous improvement over its
predecessor, which required function-key navigation through a
labyrinth of on-screen menus. Also in analogy with jewel, the
facet development effort, including the documentation, is nearing
completion and will be available in the near future. Recently,
facet was used to upload reference-state standard molal
thermodynamic data and equation-of-state parameters for a large
number of aqueous species, including aqueous peptides, aldehydes,
and metal acetate complexes (Shock, 1992, 1993; Schultz and
Shock, 1993; Shock and Koretsky, 1993; Shock and McKinnon, 1993).
These data improve significantly the ability to model aqueous
organic/inorganic systems.



Also, a sixth member has been added to the standard suite of
thermodynamic datafiles provided for use with EQ3/6. The new
file, data0.alt, represents an alternate composite database in
which aqueous Np, Pu, and Am species are represented exclusively
by the compilation of reference-state dissociation constants
given by Palmer et al. (1992). Otherwise, the file is identical
to the composite datafile, data0.com, in which a smaller set of
aqueous Np, Pu, and Am species is represented by data from a
variety of published sources.

In an attempt to improve user accessibility to newly revised
suites of GEMBOCHS datafiles for use with EQ3/6, an "anonymous"
ftp account has recently been established on a local machine.
This account permits off-site EQ3/6 users to-keep abreast of
recent GEMBOCHS updates and to acquire the latest suites of EQ3/6
datafiles in timely fashion via electronic transfer. The R23
suite will be the first available via the "anonymous" account,
sometime during April 1994. At that time, interested parties
will be informed as to the particulars of remote access
procedures.



APPENDIX D
GENISES ADDITIONS: 2nd QUARTER, FY 1994

DATA TRACKING NO. : DATA ITEM DESCRIPTION

LA000000000051.001 LONG-TERM THERMAL STABILITY OF
: CLINOPTILOLITE: THE DEVELOPMENT OF A B PHASE

TMO00000000001.037 METEOROLOGICAL MONITORING PROGRAM SUMMARY
REPORT DECEMBER 1985 THROUGH DECEMBER 1991
(YMP/93-12-MMPSR)

GS920483117412.014 SEISMICITY AND FOCAL MECHANISMS FOR THE _
SOUTHERN GREAT BASIN OF NEVADA AND CALIFORNIA ,
IN 1990 (USGS OFR 92-367)

GS920783117412.022 SEISMICITY AND FOCAL MECHANISMS FOR THE
SOUTHERN GREAT BASIN OF NEVADA AND CALIFORNIA
IN 1991 (USGS OFR 92-340)

GS920983117412.032 SEISMICITY AND FOCAL MECHANISMS FOR THE
SOUTHERN GREAT BASIN OF NEVADA AND
CALIFORNIA: 1987 THROUGH 1989 (USGS OFR 91-
572)

GS910808312232.002 BOREHOLE AND GEOHYDROLOGIC DATA FOR TEST HOLE
USW UZ-6, YUCCA MOUNTAIN AREA, NYE COUNTY,
NEVADA (USGS OFR 92-28)

GS930731174101.003 1983-1988 LEVELING RESULTS, 1983-1988
QUADRILATERAL RESULTS AND VARIOUS EARLIER
DATA

GS920508314212.005 PRINCIPAL FACTS FOR 16,000 GRAVITY STATIONS
IN THE NEVADA TEST SITE AND VICINITY (USGS
OFR 89-682 A, B, &C)

GS920108314213.001 GEOPHYSICAL AND CORE MEASUREMENTS FROM FORTY
BOREHOLES AT YUCCA MOUNTAIN

GS930208318523.001 TEMPERATURE, THERMAL CONDUCTIVITY, AND HEAT
FLOW NEAR YUCCA MOUNTAIN, NEVADA: SOME
TECTONIC AND HYDROLOGIC IMPLICATIONS (USGS
OFR 87-649)



DATA TRACKING NO. DATA ITEM DESCRIPTION

©S930908314214.006 GEOLOGICAL AND MINERALOGICAL‘ CONTROLS ON
PHYSICAL PROPERTIES OF TUFFS AT YUCCA
MOUNTAIN

GS930908314214.007 BULK POROSITY IN LITHOPHYSAL ZONES ABOVE THE
STATIC WATER LEVEL AT YUCCA MOUNTAIN, NEVADA,
CALCULATED FROM BOREHOLE GRAVITY AND GAMMA-
GAMMA DENSITY LOGS



