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Foreword

The Journal of Physical and Chemical Reference Data is published jointly by the
American Institute of Physics and the American Chemical Society for the
National Bureau of Standards. Its objective is to provide critically evaluated
physical and chemical property data, fully documented as to the original sources
and the criteria used for evaluation. One of the principal sources of material for
the journal is the National Standard Reference Data System (NSRDS), a program
coordinated by NBS for the purpose of promoting the compilation and critical
evaluation of property data.

The regular issues of the Journal of Physical and Chemical Reference Data are
published quarterly and contain compilations and critical data reviews of
moderate length. Longer monographs, volumes of collected tables, and other
material unsuited to a periodical format are published separately as Supplements to
the Journal. This monograph, “Heat Capacities and Entropies of Organic Compounds in
the Condensed Phase” by Eugene S. Domalski, William H. Evans, and Elizabeth D.
Hearing is presented as a Supplement No. 1 to Volume 13 of the Journal of Physical and
Chemical Reference Data.

David R. Lide, Jr., Editor
Journal of Physical and Chemical Reference Data

1] J. Phys. Chem. Ref. Data, Vol. 13, Suppl. 1, 1984






Heat Capacities and Entropies
of Organic Compounds
in the Condensed Phase

Eugene S. Domalski, William H. Evans,® and Elizabeth D. Hearing®

Chemical Thermodynamics Data Center, Chemical Thermodynamics Division, Center for
Chemical Physics, National Bureau of Standards, Washington, DC 20234

Heat capacities and entropies have been compiled for approximately 1400 organic
compounds in the liquid and solid phases. Values for the enthalpies and entropies of
phase transitions—solid state, fusion, and vaporization—which were encountered as
part of this evaluation and tabulation are included. An attempt was made to include
articles which were published from about 1925 through most of 1982. Some earlier
papers have been included which report data for compounds not otherwise studied.
Over 800 references have been examined and evaluated. The data given for each
compound in the tabulation are: empirical formula, physical state, reference code,
compound name(s), heat capacity, entropy, and, where available, phase-transition
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4 DOMALSKI, EVANS, AND HEARING

1. Introduction

This paper provides heat capacity and entropy data on
approximately 1400 organic compounds in the liquid and
solid phases. Data on the enthalpies and entropies of
phase transitions which have been determined from
calorimetric measurements are also included. Over 800
references have been examined and evaluated.

The need for such a compilation has been voiced for
many years by scientists and engineers in a variety of
disciplines. Some of these disciplines are: chemical
process engineering, thermodynamic data evaluation,
cryogenics, chemical hazard assessment, thermochemis-
try, resource conservation and recovery, solid state
physics, combustion engineering, and hazardous waste
disposal.

The information provided in this paper supplements
two other NBS publications. The first is NBS Report
10487, Thermodynamic Data for Industrial Incinerators'.
The contents of this report were incorporated into an
American Society of Mechanical Engineers (ASME)
publication entitled: “Combustion Fundamentals for
Waste Incineration” and have been available from
ASME since 1974 The compilative effort contained in
NBS Report 10487 was sponsored by the ASME
Research Committee on Industrial and Municipal Wastes,
and the report lists data on the enthalpies of formation at
298 K for over 1000 organic compounds in the gaseous,
liquid, and solid phases.

The second publication is NBSIR 78-1479, Thermody-
namic Data for Waste Incineration’. The general
orientation of this report was to make thermodynamic
data available on chemical mixtures, polymers, composite
materials, solid wastes, and materials not easily
identifiable by a single stoichiometric formula. The
orientation of this report was directed at incinerator
engineers involved in the disposal of waste materials. A
total of 331 materials has been compiled with specific
heat capacity and gross heat of combustion being the
major property entries. This publication has also been
available from ASME under the same title since 1979*
and was sponsored by the ASME Research Committee
on Industrial and Municipal Wastes.

2. Applicability of the Compiled Data

The data reported here have a wide range of
applicability. Heat capacity data are needed in the
adjustment of reaction enthalpies and entropies to various
temperatures of interest in the condensed phase region
and in the calculation of heat balances for physical
processes. One of the more useful applications of entropy
data is through combination with enthalpy data to obtain
the corresponding Gibbs energies, AG®, and equilibrium
constants, K. Information on Gibbs energies allows one
to calculate whether a particular reaction will occur
spontaneously under specified conditions of temperature,
pressure, activities and/or concentrations of reactants

J. Phys. Chem. Ref. Data, Vol. 13, Suppl. 1, 1984

and products. At constant temperature and pressure, the
standard Gibbs energy change is defined by:

AG® = AH® - TAS® ,

where AH® and AS® are the standard enthalpy and
standard entropy changes for the reaction under
consideration at constant temperature, 7. The superscript
degree (°) indicates that the substance is in its standard
state. For a pure liquid or solid, the standard state is the
substance in the condensed phase under a pressure of one
atmosphere.

For a process in equilibrium at a given temperature
and pressure, the Gibbs energy change is zero. For a
process which occurs spontaneously at a given tempera-
ture and pressure, the standard Gibbs energy change is
negative, ie., AG° is less than zero. The following
equation relates the standard Gibbs energy change to the
equilibrium constant, i.e.,

AG° = -RThK ,
where R is the gas constant, T is the absolute tempera-
ture, and InK is the natural logarithm of the equilibrium
constant. This equation provides a means of determining
whether a particular process or reaction is thermodynami-
cally possible (spontaneous) under a specified set of
conditions.

In general, both the heat capacity and entropy data
serve as a reference data-base for estimating and
correlating thermodynamic properties for organic
compounds for which no experimental data are available.

3. Scope of the Search

References containing heat capacity data for organic
compounds were located by a search of the files of the
Chemical Thermodynamics Data Center at the National
Bureau of Standards; additional references were located
through the Bulletin of Chemical Thermodynamics®, the
International Critical Tables®, the Landolt-Bornstein
Physikalisch-Chemische Tabellen’, and volume 6, and its
supplement, of Thermophysical Properties of Matter®’.

The original papers were examined to obtain the data
given here, to determine what corrections should be
applied, and to evaluate qualitatively the reported
measurements.

An attempt has been made to include all significant
papers published from about 1925 through most of 1982;
in addition, a few earlier papers which report data for
compounds not otherwise studied have been included.
References 6 and 7 above contain most of the literature
prior to 1925 and can be consulted by the reader
interested in the historical development of measurements
and data on the heat capacities of organic compounds.

The aim of the search was to obtain heat capacity and
entropy data for organic compounds in the condensed
phase at “room temperature”; however the temperature
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range included is about 200-450 K. This extended range
was chosen so that the user would have, where possible,
values for temperatures of interest, even if “room temper-
ature” was not included. This would also allow the
reader to extrapolate to temperatures outside of the
reported range.

In addition to the heat capacity and entropy data, val-
ues of the enthalpy and entropy of phase transitions -
solid state, fusion, vaporization, and sublimation -
obtained from calorimetric measurements are included.
No specific search for these phase transition properties
was made; the data reported were obtained as a by-
product of the heat capacity search .

Corrections for relative atomic mass (atomic weight),
temperature scale, and energy units have been made,
where appropriate. Values reported at “298 K” with the
ice point taken as 273.1, 273.15, or 273.16 K are assumed
to be at 298.15 K; the correction for this small change is
much less than the precision and accuracy of the data.
Correction for the energy units in most measurements
made since about 1930 is likewise within the uncertainty
of the data and has usually been omitted. Older data are
of a lower precision, so that the correction is not needed.
Transition temperatures are, in general, those reported by
the investigator. It was felt that the effort necessary to
convert each investigator’s temperature scale to the
present scale was not warranted. Thus, the reported
values may have a systematic error of up to 0.1 K.
Fortunately, the modern high-precision measurements are
usually based on the current 1968 International Practical
Temperature Scale.

4. Arrangement of the Data

The table of heat capacities, entropies, and phase
transition properties given here contains the data entries
for the various compounds. The entries in the table are
arranged in the order of the empirical formulae of the
compounds; isomers are further separated by their
Wiswesser Line Notation.

Under a given chemical species the data from the
pertinent papers are included. The data from each paper
form a separate entry, complete with identification of the
source. When there are several entries for a compound,
they are arranged chronologically by year.

For each entry the data given are: compound empirical
formula, physical state, reference code, compound
name(s), followed by values for the heat capacity,
entropy, and, where available, phase-transition data. The
entry is completed by the formula weight, the Wiswesser
Line Notation for the compound, and a graduated
indication of the quality of the data.

The formula given is the empirical formula for the
compound; water of hydration is shown as -(n)H,O. The
elements are arranged in the order C, H(D, T), followed
by the other elements in alphabetical order of their
chemical symbols.

One or more names are given for each compound. No

attempt has been made to adhere to a rigorously
systematic nomenclature. Common names and systematic
names are used; alternate names have been given freely.
All names used appear in the Compound Name-Formula
Index in section 9, which should assist the reader who is
aware of the compound name but not its empirical
formula.

The bibliography is given in Section 10. The reference
code is of the form XXAAA/BBB N where XX are the
last two digits of the year of publication of the paper,
AAA the first three letters of the last name of the first
author, and BBB those of the last name of the second
author (if present). Authors after the first two are
disregarded. N is a digit from 2 to 9 used to indicate a
second, third,...... paper with the same year and author
codes. Thus, 60BRO/SMI 2 refers to a paper by Brown
and Smith appearing in 1960, the second one with
authors BRO... and SML.. 45PIT is a 1945 paper by
Pitzer. The full citation appears in the bibliography,
arranged according to the reference codes. For years
before 1900 the reference codes are in bold face type.

Where the authors have given a table of smoothed
values for the heat capacity, the value at 298 K
(interpolated if necessary) or the value nearest to that
temperature is given. If the experimental measurements
are represented only by a smoothing equation, this is
used to calculate the value given. If only the unsmoothed
experimental results are given by the authors, one of
these is given, with the appropriate temperature. Such a
selection is accompanied by a remark.

The third-law entropy is given at 298 K or at the tem-
perature closest to this temperature. The value is that
obtained by the authors; we have not reintegrated the
heat capacity data to reevaluate the entropy.

Phases are indicated by g, lig, ¢,I, ¢,II, etc. In general,
no attempt has been made to specify the crystalline form
of the solid phases; ¢,I, is used for the form stable at the
normal melting point. For each phase transition, the
appropriate process, i.e., c/liq, the temperature in
kelvins, the enthalpy and entropy change for the
isothermal process, and, where appropriate, the pressure,
are given. The entropy change AS is taken as AH/T
unless indicated otherwise.

Energy values are given in both calories and joules;
the calorie is defined as 4.184 J. As most of the data are
reported in calories, the value in joules is obtained by
multiplying by 4.184; usually the same number of decimal
places is retained. Occasionally, rounding errors occur
and the conversion from calories to joules (or vice versa)
is not exact. Pressures are given in kilopascals; one
standard atmosphere is taken as 101.325 kPa.

The Wiswesser Line Notation is used to represent the
structure of the compound .

The formula weight is based upon the 1979 TUPAC
Table of Atomic Weights''. When the formula weight
differs from that originally used by the authors,
appropriate corrections to the values have been made.

An indication of our general evaluation of the data
reported is given as A (high quality), B (good), C
(average), D (low quality). This rating is based upon the
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method used, the details of the measurements as reported,
the number of measurements, purity of the sample,
calibrations, and corrections applied to the data; it is
intended as a guide to those data we feel are more
reliable. In addition, the number of significant figures
given for the numerical values indicates roughly the
quality of the data. In general, papers which are rated as
being of high quality provide a detailed description of the
cryostat used, the experimental procedure, the purity and
characterization of the sample, calibration results, both
raw and smoothed data for the temperature range over
which measurements were made, and comment on the
precision or accuracy of their data. An absence of
numerical or descriptive information or poor agreement
with a detailed and accurate study can lead to a low
rating.

All of the names used to identify the compounds are
included in the Compound Name-Formula Index with
the appropriate empirical formulae. Prefixes, such as
tert-, ortho-, a-, 1,2- (but not Iso) are disregarded in the
alphabetization of the names.

The sequencing of the compounds is based on the
empirical formula. The formulae are sorted alphabetically
by the first atomic symbol, then by the number of atoms
of this element present (the Hill Indexing System'?). In
this compilation C, carbon, is always the first element.
This arranged list of formulae is then sorted by the
second atomic symbol (H, hydrogen, if present) and then
by the number of atoms of this element. The sorting
proceeds alphabetically thereafter for each element
present. The following list illustrates this scheme:

c

ccl,
CHCl,
CH,
co,
C,HCL0,
C,H,Cl,
C,H,Cl
CH,
C,H,0,
C,H,
C,H0

Isomeric compounds are further sorted by their
Wiswesser Line Notation:

CHoO 202 C,H,OC,H,
301 C,H,0CH,
Q1Y1&1 (CH,),CHCH,OH
QX1&1&1 (CH,),COH
QY2&1  C,H,CH(CH,OH

5. Definitions

Heat Capacity. The heat capacity may be defined as the
ratio of the energy supplied to a system to the tempera-
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ture change in the system. The heat capacity may be an
average value over a temperature range or the limiting
ratio over an infinitesmal temperature change. If the
system is maintained at constant volume, the heat
capacity, C,, is the ratio of the change in internal energy
with temperature,

C, = (U/3T), .

If the system is maintained at constant pressure, the heat
capacity, C,, is the ratio of the change in enthalpy with
temperature,

C, = (3H/3T), .

The heat capacity reported in this compilation is the
value at constant pressure and is that corresponding to a
gram formula weight (or mole) of a specified substance.
In simple terms, it is sometimes described as the amount
of energy needed to change a gram-formula weight of
substance by one kelvin.

Experimentally, the heat capacity is obtained by
measuring the enthalpy change over a small temperature
change and is referred to the midpoint of the temperature
range: C, = AH/(T,-T)), (T,-T,)/2. The measurements
are usually made with the sample under its own vapor
pressure; the correction to the standard pressure, 101.325
kPa (1 atm) is usually negligible for solids and liquids
below their boiling point. In some papers, data are
reported for mean temperatures over a large temperature
range; these are noted as “mean temperature” and the
temperature given refers to the midpoint of the
experiments nearest to 25 °C.

Entropy. The entropy, S, of a system is a measure of its
randomness and is related to the number of possible
available states of energy for a collection of atoms or
molecules. The number of available energy states and
thus the amount of randomness increases with tempera-
ture and the entropy of a substance at constant volume or
constant pressure will be greater at a high temperature
than at a low temperature. If the number of available
states for a group of atoms or molecules is greater in one
configuration than in another, the entropy will be
greater.

Entropy and heat capacity are related mathematically
by the following expressions:

at constant volume,
ds, = (C,/T)dT, and
at constant pressure,
ds, = (C,/T)dT.

The (calorimetric) entropy is obtained by integration
of the measured values of C,/T from the lowest tempera-
ture of measurement to the reported temperature.
Various extrapolation methods have been used to extrapo-
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late from the lowest experimental temperature to zero
kelvin. Appropriate values of the entropies of phase
changes are added. The entropy at zero kelvin is taken as
zero for the stable crystalline state, with the addition of
residual (zero point) entropy, not removed by the extrap-
olation, due to random ordering, optical isomerization,
multiple electronic ground states for the molecule, etc.
Thus, 87 = S; (zero point) + [," (C,/T)dT (extrapola-
tion) + [” (C,/T)T + AH./T, (phase change) +
[n" (C,/T)AT + AHp/T, (phase change) + [,
(C,/T)dT.

Phase Transitions. A process by which a substance
undergoes a change of physical state, i.e., solid-solid,
solid-liquid, solid-gas, or liquid-gas, is known as a phase
transition or phase change. The phase change is
accompanied by a transfer of energy (commonly referred
to as latent heat) and a change in volume while both tem-
perature and pressure remain constant. For a phase
change which is carried out reversibly (i.e., under
equilibrium conditions) at a constant temperature and
pressure, the total Gibbs energy for a given mass of
substance remains unchanged. If there is an enthalpy (or
heat) change, then it follows that there will also be an
entropy change for the process, because: AH - TAS = 0,
or AS = AH/T. 1t should be noted that these equations
are applicable only for the temperature and pressure at
which the two given phases are in equilibrium.

For phase changes - solid-solid transition, fusion,
sublimation, vaporization - encountered in the table in
section 8, AH refers to the isothermal enthalpy change at
the transition temperature. Corrections can be applied for
premelting effects to reduce the observed measurements
to the isothermal state. The pressure, unless specified, is
that of the substance at the transition temperature; the
correction to standard pressure is usually negligible at
ordinary pressures for solid transitions and fusions. The
entropy is taken as AH/T and refers to the phases at the
equilibrium pressure; this restriction is significant only for
gases. Exceptions are indicated in the table in section 8.

Some investigators have reported the measurement of
anomalous phase changes in which the volume and
entropy are continuous, but the heat capacity is
discontinuous. During such phase changes no latent heat
is present and the shape of the curve of the heat capacity
plotted as a function of temperature often resembles the
Greek letter lambda at the transition point and is called a
“lambda transition”. In order to differentiate these
anomalous transitions from ordinary phase changes, it has
become customary to identify ordinary phase changes as
phase changes of the first order and atypical phase
changes as those of the second order. The discontinuity
which occurs in a first order transition is a commonly
observed phenomenon, however, the discontinuity
associated with a second order transition has been more
difficult to identify and/or interpret. Sometimes the
discontinuous nature of the heat capacity is questioned in
a second order transition because experimental measure-
ments show a peak or hump at the transition temperature
rather than an unambiguous discontinuity.

A phase change which is accompanied by changes in
entropy and volume and whose first-order derivatives of
the Gibbs energy with respect to temperature and
pressure change discontinuously is known as a phase
change of the first order,

S = -(0G/aT);,
V= (aG/aP),.

A phase change which is accompanied by changes in the
heat capacity, volume expansivity, and isothermal com-
pressibility and whose second-order derivatives of the
Gibbs energy with respect to temperature and pressure
change discontinuously is known as a phase change of
the second order,

C,/T = (38/3T)p = - (3°G/3T?),,
KV = - (aV/3aP); = - (3°G/aPY),,
BV = (aV/3T), = (8°G/aToP);,,

where k is the molar isothermal compressibility and 8 is
the molar volume expansivity. The relationship between
these parameters is given below by Ehrenfest’s
equations”. For one mole of substance:

dP/dT = [CD) - CHOVITVBE) - BD)],
dP/dT = [B() - BOV/ k() - k()]

where i and f represent the initial and final states of the
phase change.
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8. Table of Heat Capacities, Entropies, and Phase Transition Properties

© 34JAC/PAR
Graphite; Carbon, graphite

Heat Capacity 293.5K, C

» = 2.031 cal-mol1.K™!

8.498 J.mol K
Temperature range 93-294 K. Value is unsmoothed
experimental datum.
Entropy 298.1K, S = 1.36 cal-mol".K!
5.69 J.mol*.K™*
Extrapolation below 90 K, 0.182 cal-mol K.
Molecular Weight 12.0110
Wiswesser Line Notation C
Evaluation A(C,),B(S)
Acheson No. 38 graphite

(©) 38PIT
Diamond; Carbon, diamond
Heat Capacity 287.96K, C, = 1.355 calmol-K™
5.669 J.mol K™

Temperature range 70-288 K. Value is unsmoothed
experimental datum.

Entropy 298.15K, S = 0.585 cal-mol’.K™

2.448 Jmol' K™

Extrapolation below 70.8 K, 0.0077 cal-mol™.K".

Molecular Weight 12.0110

Wiswesser Line Notation C

Evaluation A(C),B(S)

(c) 53DES/TYL
Graphite, Acheson; Carbon, graphite
Heat Capacity 298.15K, C, = 2.038 calmol.K™'

8.527 J.mot™ . K
Temperature range 13-300 K

Entropy 298.15K, S = 1.372 calmolK"!
5.740 J.mol-.K™!

Molecular Weight 12.0110

Wiswesser Line Notation C

Evaluation A

© 55DES

Graphite; Carbon, graphite

Heat Capacity 298.15K, C, = 1.874 calmol™ K™
7.841 J:mol K"

Temperature range 17-300 K

Entropy 208.15K, § = 1.2895 cal-mol.K'
5.3953 J.mol K™

Molecular Weight 12.0110

Wiswesser Line Notation C

Evaluation A

(©) 57TDES/TYL
Graphite, Acheson, irradiated; Carbon, irradiated graphite
Heat Capacity 298.15K, C, = 2.136 calmol K™

8.937 J-mol ' K™
Temperature range 13-300 K
Entropy 298.15K, S = 1.492 calmol.K’
6.243 J-mol . K™!
Molecular Weight 12.0110
Wiswesser Line Notation C
Evaluation A
Stored energy of about 475 cal g™

C

(c) 58DES/MOR
Diamond; Carbon, diamond
Heat Capacity 277.68K, C, = 1.2686 cal-mol.K"
5.3078 J.mol "K'
Temperature range 13-277 K. Value is unsmoothed
experimental datum.
Entropy 100.00K, S = 0.0172 cal-mol.K™"
0.0720 J-mol .K!
Agreement with DeSorbo (1953) data above 100 K.
Molecular Weight 12.0110
Wiswesser Line Notation C

Evaluation A

© 62VIC
Diamond; Carbon, diamond
Heat Capacity 298.15K, C, = 1462 calmol.K'

6.117 J-mol . K™
Temperature range 273-1073 K
Molecular Weight 12.0110
Wiswesser Line Notation C

Evaluation A

© 65MCD
Graphite; Carbon, graphite
Heat Capacity 300K, C, = 2.05 cal-mol K™

P
8.58 J-mol ' K!

Temperature range 298-1723 K
Molecular Weight 12.0110
Wiswesser Line Notation C
Evaluation A
Special Spectroscopic Electrode Grade SPK.

© 70LUT/VOL
Graphite; Carbon, graphite
Heat Capacity 298.15K, C, = 2.146 cal-mol-K™
8.979 J-mol.K™!
Temperature range 57-320 K
Entropy 298.15K, § = 1.419 cal-mol™.K™'

5.937 J-mol.K™'
T? extrapolation below 50 K
Molecular Weight 12.0110
Wiswesser Line Notation C
Evaluation B
Prepared by electrode technique from petroleum coke and
coal tar pitch. Heat treated at 3000 °C.

(c) 70LUT/VOL
Graphite; Carbon, graphite
Heat Capacity 298.15K, C, = 2.025 cal-mol™.K™!
8.473 J.mol . K!
Temperature range 52-315 K
Entropy 208.15K, S = 1.349 cal-mol’.K™!
5.644 J.mol.K™!
T? extrapolation below 50 K
Molecular Weight 12.0110
Wiswesser Line Notation C
Evaluation B
Sample with density 2.0 g.cm™ prepared from petroleum
coke and coal tar pitch by heat treatment under pressure at
2400 °C. Density of 2.1 g-cm™ obtained by same process
with addition of metal catalysts. Both heat treated at
3000 °C.
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Table of Heat Capacities, Entropies, and Phase Transition Properties — Continued

© TOLUT/VOL
Graphite, pyrolytic; Carbon, pyrolytic graphite
Heat Capacity 298.15K, C, = 1.925 cal-mol.K™!

8.054 J-mol K™
Temperature range 51-311 K
Entropy 298.15K, § = 1.298 calmol.K"
5.431 J:mol "K'

T? extrapolation below 90 K

Molecular Weight 12.0110

Wiswesser Line Notation C

Evaluation B
Prepared by deposition from methane on hot graphite
surface (2100 °C). Heat treated at 3000 °C.

© 70LUT/VOL
Graphite, natural Taiguinski; Carbon, natural graphite
Heat Capacity 298.15K, C, = 1.925 calmol™.K™

8.054 J.-mol . K!
Temperature range 51-311 K
Entropy 298.15K, S = 1.298 cal-mol.K™!
5.431 J.-mol LK™

T? extrapolation below 50 K
Molecular Weight 12.0110
Wiswesser Line Notation C
Evaluation B
Values are taken as those of pyrolytic graphite.

© 70LUT/VOL
Carbon, baked; Baked carbon
Heat Capacity 298.15K, C, = 2211 cal-mol™-K™!

9.251 J.mol™. K™
Temperature range 52-302 K
Entropy 298.15K, S = 1.482 cal-mol.K'
6.201 J-mol.K™*
T? extrapolation below 50 K
Molecular Weight 12.0110
Wiswesser Line Notation C
Evaluation B
(amorp) T70TAK/WES

Carbon, glassy; Glassy carbon
Heat Capacity 298.15K, C, = 2.055 cal-mol.K™*

8.598 J:mol.K™!
Temperature range 5-350 K
Entropy 208.15K, S = 1.406 cal-mol.K™
5.883 Jomol.K™!

Values actually S-S,; there may be a residual entropy.
Molecular Weight 12.0110
Wiswesser Line Notation C

Evaluation A
© 72SHE/BEL
Graphite; Carbon, graphite
Heat Capacity 298 K, C, = 1% cal-mol K™
8.12 J-mol.K™!

Temperature range 273-3650 K, C, calculated from

equation applicable to the temperature range 273-1000 K.

Molecular Weight 12.0110
Wiswesser Line Notation C
Evaluation B
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C (c)
Graphite; Carbon, GPCO graphite
Heat Capacity 300K, C, = 2.015calmol" K"
8.43 J.mol.K!
Temperature range 300-2400 K
Molecular Weight 12.0110
Wiswesser Line Notation
Evaluation A

80TAY/GRO

CBrCl, (liq) S59BEN/THO
Bromotrichloromethane
Heat Capacity 298K, C, = 35.7calmol K"
149.4 J.mol K™
Mean value 25 to 50 °C
Molecular Weight 198.2740
Wiswesser Line Notation GXGGE
Evaluation C
CBr, (o) 39FRE/HIL
Tetrabromomethane; Carbon tetrabromide
Heat Capacity 298 K, C, = 35.0calmol K"
148.4 J.mol K"
Temperature range 298-423 K
Phase Changes
cIl/c,1 3200K, AH = 1420 cal-mol™

5941 J.mol™*
AS = 4.44 cal-mol'K!
18.57 J-mol.K"!
c,1/liq 363.2K, AH = 945 cal-mol™
3954 J-mol™!
AS = 2.60 calmol.K™!
10.89 J-mol.K!
Molecular Weight 331.6270
Wiswesser Line Notation EXEEE
Evaluation B

CBr, (c) 56MAR/STA
Tetrabromomethane; Carbon tetrabromide
Heat Capacity 300.6K, C, = 30.75 cal-mol.K"
128.66 J-mol K™
Temperature range 22 to 84 °C

Phase Changes
cIl/cI 3200K, AH = 1594 cal-mol™
6669 J.mol™!
AS = 4.98 cal-mol.K™!
20.84 J.mol K™
Molecular Weight 331.6270
Wiswesser Line Notation EXEEE
Evaluation B
CBr, (lig) 48KUR
Tetrabromomethane; Carbon tetrabromide
Heat Capacity 373K, C, = 388 cal-mol™.K™!
162.3 J-mol.K™!
Temperature range 96 to 182 °C, mean C,, three
temperatures.
Molecular Weight 331.6270
Wiswesser Line Notation EXEEE
Evaluation D
CCLF, (lig) 31BUF/FLE
Dichlorodifluoromethane; Freon 12
Heat Capacity 290K, C, = 30.3calmol' K"
126.8 J-mol.K™!

Heat capacity measured at 230 K and 290 K using two

different methods. C, at 230 K is 25.4 cal-mol™- K™,
Molecular Weight 120.9138
Wiswesser Line Notation GXGFF
Evaluation C
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Table of Heat Capacities, Entropies, and Phase Transition Properties — Continued

CCLO (lig) 48GIA/JON CCl,F (lig) 410SB/GAR
Carbonyl chloride; Phosgene Fluorotrichloromethane; Freon 11
Heat Capacity 280K, C, = 24.09 calmol. K" Heat Capacity 298.15K, C, = 29.05 calmol.K"
100.79 J-mol".K"! 121.55 J:mol.K"!
Temperature range 15-280 K Temperature range 15-290 K. Value for saturated liquid.
Entropy 280.71K, S = 47.35 cal-mol.K™! Entropy 298.15K, S = 53.92 calmol.K™
198.11 J-mol'.K™! 225.60 J-mol™.K™!
A value of S, of 1.63 cal-mol™.K! has been added to the Value for saturated liquid.
calorimetric value of S,4~S, Phase Changes
Phase Changes 280750 c/liq 162.68 K, AH = 1647.6 cal-mol™!
-1
c/liq 14537K, AH = 1371 cal-mol” 6893.6 Jmol”
5736 J.mol"! AS = 10.13 cal-moll I?
AS = 9.43 cal-mol K" 42.38 Jmol K-
: L lig/g 29040K, AH = 6025 cal-mol™
39.46 J-mol"-K 25209 J-mol!
liq/g 280.71K, AH = 5832 calmol’ et
24401 J-mol"* AS = 20.75 cal-moll If
AS = 20.78 calmol™ K- 86.81 J-mol K"
86.93 J-mol K" P = %033kPa
P =1 0'1 325 kPa Molecular Weight 137.3684
Molecular Weight 98.9164 - ’ Wiswesser Line Notation GXGGF
Wiswesser Line Notation GVG Evaluation A
Evaluation A ca, (o) 71ATA/CHI
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 46K, C, = 10.57 calmol.K'
-1 g1
cCLo (g 60GIA/OTT Temperat 46K 44.22 Jomol ™K
Carbonyl chloride; Phosgene Moleeufa!:r;:’ez;g‘llxrtel;ngz 0
. _ mal-Lr-1 .
Heat Capacity  16055K, C, = %8'262;;:2:}1451 Wiswesser Line Notation GXGGG
Temperature range 13-160 K. Value is unsmoothed Evaluation A
experimental datum. .
Entropy 280.76 K, S = 46.08 cal-mol.K" cc, g . 22LAT
192.80 J-mol-"K-! Tetrachloro.methane; Carbon tetrachloride
Data for liquid from 48GIA/JON Heat Capacity 290K, G, = 320 calmol 'K
Phase Changes 133.9 Jmol™-K!
¢,I11/lig 139.19K, AH = 1131 cal-mol” Temperature range 39.1-290 K
’ ’ ’ 4732 J-mol-! Entropy 298 K, S = 49.1 calmol 'K
AS = 826 cal-mol-K-' 205.4 J.mol .K™!
) e Phase Changes
34.00 J-mol ™ K1 .
¢Il/liq 14209K, AH = 1335 cal-mol” cll/cl 2246K, AH = 1100 cal-mol
5586 J-mol"! 4600 J-mol "
AS — 9.40 cal-molK-! AS = 4.9 cal-mol K™
39.31 Jomol K- 205 Jmol 'K
c,/lig 14537K, AH = 1373 calmol” cl/liq 249K, AH = 64 calmol
5745 J-mol™ 2694 J.mol
AS = 9.44 calmol"K-" AS = 2.6 cal-mol. K™
39.52 J-mol K" 108 J-mol K"
Molecular Weight 98.9164 ' Molecular Weight 153.8230
Wiswesser Line Not;lﬁon GVG Wiswesser Line Notation GXGGG
Evaluation A Evaluation B
ca, (g 24WIL/DAN
Tetrachloromethane; Carbon tetrachloride
. Heat Capacity 303K, C, = 30.8 cal.mol’*K"!
CCLF 1 40BEN, L4
> i) EN/MCH 128.9 J-mol K

Fluorotrichloromethane; Freon 11

Heat Capacity 298.15K, C, = 30.28 cal-mol K- Temperature range 303-330 K, equation only.

Molecular Weight 153.8230

126.7 J-mol.K"! . . .
Temperature range 261-347 K, Data calculated from Wlswes§er Line Notation GXGGG
. Evaluation C

equation.
Molecular Weight 137.3684 .
Wiswesser Line Notation GYGGF ca,  dig | 25WIL/DAN
Evaluation B Tetrachloromethane; Carbon tetrachloride

Heat Capacity 2932K, C, = 30.6 calmol™.K"
128.0 J:mol™.K!

Temperature range 20 to 50 °C
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation B
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Table of Heat Capacities, Entropies, and Phase Transition Properties — Continued

(liq) 32RIC/WAL
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.1K, C, = 31.2calmol K"
130.5 J-mol K"
Temperature range 293-323 K
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation C

(liq) 33 KOL/UDO
Tetrachloromethane; Carbon tetrachloride

Heat Capacity 2883K, C, = 302 cal-mol.K™!

126.4 J-mol L.K™*
One temperature
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation C
(lig) 34KOL/UDO 2

Tetrachloromethane; Carbon tetrachloride

Heat Capacity 2838.3K, C, = 302 cal-mol .K™!

126.4 J-mol. K™
One temperature

Molecular Weight 153.8230

Wiswesser Line Notation GXGGG

Evaluation C

(liq) 37STU
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.1K, C, = 31.70 cal-mol"K

132.63 J-mol .K!
Temperature range 90-320 K

Entropy 298.1K, § = 52.4calmol.K"!

219.2 J-mol .K™!
Extrapolation below 91 K; 17.76 cal-mol™.K™.

Phase Changes

cIl/c,I 225.63K, AH = 1100 cal-mol™
4602 J-mol™!

AS = 4.88 cal-mol”.K™!

26.40 J-mol.K!

c,I/liq 250.37K, AH = 581 cal-mol™
2431 J-mol™

AS = 2.32 calmol K™

9.71 J-mol 1K™

Molecular Weight 153.8230

Wiswesser Line Notation GXGGG

Evaluation B(C,),C(S)

(lig) 37VOL

Tetrachloromethane; Carbon tetrachloride

Heat Capacity 298 K, C, = 31.8 calmol" K"
133.1 J-mol K™

One temperature

Molecular Weight 153.8230

Wiswesser Line Notation GXGGG

Evaluation B

(liq) 39PHI

Tetrachloromethane; Carbon tetrachloride

Heat Capacity 3012K, C, = 318 cal-mol LK™
133.1 J-mol .K™!

One temperature
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation C

J. Phys. Chem. Ref. Data, Vol. 13, Suppl. 1, 1984

ca,

cal,

ca,

ca,

cal,

cq,

(liq) 41ZHD
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.1K, C, = 316 cal-mol.K™!
132.2 J-mol K™

Temperature range 5 to 46 °C
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation C

(lig) 44HIC/HOO
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.15K, C, = 3147 cal-mol".K™!
131.67 J-mol .K!
Temperature range 15-300 K

Entropy 298.15K, S = 51.25 cal.mol K™
214.39 J.mol.K™!
Phase Changes
c,I/c,I 225.35K, AH = 1095 cal-mol™
4582 J.-mol™
AS = 4.6 calmol-K™!
20.33 J-mol .K"!
c,INiq 2503K, AH = 601 cal-mol™
2515 J-mol™’
AS = 2.40 cal-mol.K™!
10.05 J-mol™".K™!
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation A
(liq) 48KUR
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298K, C, = 30.8 cal-mol K™
128.8 J-mol K™
Temperature range -20 to 72 °C, mean C,, four
temperatures.
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation D
(lig) 55STA/TUP
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298 K, C, = 3169 cal-mol K™

132.59 J-mol K}
Temperature range 295-339 K
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG

Evaluation B

(lig) 5STHAR/MOE
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 300K, C, =312 cal-mol™.K™!

130.9 J.mol".K™!
Temperature range 243-303 K
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG

Evaluation B
(liq) 67RAS/GAN
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 293 K, C, = 31.4calmol'K"'
131.5 Jomol K™’

Temperature range 293-333 K
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation C
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Table of Heat Capacities, Entropies, and Phase Transition Properties — Continued

(lig) 71DES/BHA

Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298 K, C, = 313 cal-mol LK™
131.0 J-mol . K

Temperature range 298-318 K
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation B

(lig) 72ARE/MIL

Tetrachloromethane; Carbon tetrachloride
Heat Capacity 256.10K, C, = 31.5calmol K"
131.8 Jomol K™

Temperature range 243-256 K. Value is unsmoothed

experimental datum.

Phase Changes
c,II/lig 24570K, AH = 442 cal-mol™
1848 J-mol™
AS = 1.80 cal-mol.K™!
7.52 Jemol . K™!
c,I/liq 25028 K, AH = 611 cal-mol
2558 J-mol™
AS = 2.44 cal-mol. K™’
10.22 J-mol 'K
stable phase
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation A
(lig) 73SUB/RAS

Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.15K, C, = 313 calmol K"
130.8 J-mol K
Temperature range 298-323 K
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation B

(liq) 75GRO/BEN
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.15K, C, = 31.52cal-mol K™

131.9 J.mol.K™!
One temperature
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation B
(liq) 76FOR/BEN

Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.15K, C, = 31.40 cal-mol.K™
131.36 J-mol .K !
One temperature
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation B

(lig) T9WIL/FAR

Tetrachloromethane; Carbon tetrachloride

Heat Capacity 298.15K, C, = 31.40 cal-mol K™
131.36 J-mol.K™!

One temperature.

Molecular Weight 153.8230

Wiswesser Line Notation GXGGG

Evaluation B

(liq) 79GRO/HAM
Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.15K, C, = 31.5 calmol K"

131.6 J.-mol'.K™!
One temperature
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG
Evaluation B
(lig) 82TAN

Tetrachloromethane; Carbon tetrachloride
Heat Capacity 298.15K, C, = 31.39 cal-mol™.K™!
131.34 J-mol K™

13

Temperature range 293.15, 298.15, 303.15 K, Data at three

temperatures.
Molecular Weight 153.8230
Wiswesser Line Notation GXGGG

Evaluation A
(lig) 69SMI/PAC 2
Tetrafluoromethane; Carbon tetrafluoride; Freon 14
Heat Capacity 145K, C, = 19.14 calmol K"
80.08 J-mol".K!
Temperature range 12-145 K. See also 69SMI/PAC.
Entropy 145.12K, S = 34.41 cal-mol K"
143.97 J-mol K™
Phase Changes
cIl/c,1 7627K, AH = 408.5 cal-mol™!
1709.2 J-mol™
AS = 5.36 cal:mol™.K"!
22.41 J-mol . K™!
¢,I/liq 89.56 K, AH = 170.2 cal-mol™
712.1 J-mol™!
AS = 1.90 cal-mol-K™!
7.95 J-mol .K™!
lig/g 14512 K, AH = 2823.6 cal-mol™
11814 J.mol™
AS = 19.46 cal-mol.K"!
81.41 J.mol.K™*
P = 101.325 kPa
Molecular Weight 88.0046
Wiswesser Line Notation FXFFF
Evaluation A
CHBr, (lig) 32TRE

Tribromomethane; Bromoform
Heat Capacity 298K, C, = 323 calmol K"
135.1 J:mol™.K™*
One temperature
Molecular Weight 252.7309
Wiswesser Line Notation EYEE
Evaluation B

CHBr, (liq) 48KUR

Tribromomethane; Bromoform
Heat Capacity 298 K, C, = 31.2calmol K™
130.5 J-mol™.K™!

Temperature range 9 to 147 °C, mean C,, four
temperatures.

Molecular Weight 252.7309

Wiswesser Line Notation EYEE

Evaluation D
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40BEN/MCH

Chlorodifluoromethane; Freon 22

Heat Capacity 298.15K, C, = 27.27 calmol K™

114.10 J-mol.K™!

Temperature range 256-328 K, Data calculated from
equation.

Molecular Weight 86.4687

Wiswesser Line Notation GYFF

Evaluation B

STNEI/WHI
Chlorodifluoromethane; Freon 22
Heat Capacity 232.50K, C, = 22.23 calmol.K"'
93.01 J.mol™".K""!
Temperature range 16-230 K
Entropy 232.50K, S = 43.00 calmol-K™!
179.91 J.mol K™

Phase Changes
c,Il/c,I 59K, AH = 16 cal-mol™
67 J-mol™!
AS = 0.27 cal-mol.K™
1.14 J:mol . K™!
A-type transition
c,I/lig 115.73K, AH = 985.5 cal-mol™!
4123.3 J-mol™!
AS = 8.52 cal-mol.K™!
35.63 J-mol.K™!
lig/g 232.50K, AH = 4832 cal-mol”
20217 J-mol™
AS = 20.78 cal-mol.K!
86.95 J-mol.K!
P = 101.325 kPa
Molecular Weight 86.4687
Wiswesser Line Notation GYFF
Evaluation A
CHCLF (lig) 40BEN/MCH

Dichlorofluoromethane; Freon 21
Heat Capacity 298.15K, C, = 2692 cal-mol™ . K™

112.6 J-mol".K™!
112.6 J-mol.K!
Temperature range 261-338 K, Data calculated from
equation.
Molecular Weight 102.9233
Wiswesser Line Notation GYGF
Evaluation B
CHCl, (lig) 24WIL/DAN

Trichloromethane; Chloroform
Heat Capacity 303 K, C, = 219 cal-mol.K™
116.7 J-mol".K™!
Temperature range 295-315 K, equation only.
Molecular Weight 119.3779
Wiswesser Line Notation GYGG
Evaluation (o

CHCl, (lig) 25WIL/DAN

Trichloromethane; Chloroform
Heat Capacity 293.2K, C, = 276 cal-mol™ "K'
115.5 J-mol™.K™!
Temperature range 20 to 50 °C
Molecular Weight 119.3779
Wiswesser Line Notation GYGG
Evaluation B

J. Phys. Chem. Ref. Data, Vol. 13, Suppl. 1, 1984

CHCl, (lig)
Trichloromethane; Chloroform

Heat Capacity 298.1K, C,

32RIC/WAL

= 27.0 cal-mol*.K™!

113.0 J-mol -.K™!
Temperature range 293-323 K
Molecular Weight 119.3779
Wiswesser Line Notation GYGG
Evaluation C
CHCl, (liq) 39PHI

Trichloromethane; Chloroform
Heat Capacity 303.6K, C, = 33.4 calmol"K"
139.7 J-mol K™
One temperature
Molecular Weight 119.3779
Wiswesser Line Notation GYGG

Evaluation C
CHCI, (lig) 48KUR
Trichloromethane; Chloroform
Heat Capacity 298 K, C, = 280 calmol.K"
117.1 J:-mol.K™!
Temperature range -52 to 51 °C, mean C,, four
temperatures.
Molecular Weight 119.3779
Wiswesser Line Notation GYGG
Evaluation D
CHCl, (lig) 55STA/TUP

Trichloromethane; Chloroform
Heat Capacity 298K, C, = 27.29 calmol K"
114.18 Jsmol . K"
Temperature range 284-329 K
Molecular Weight 119.3779
Wiswesser Line Notation GYGG

Evaluation B
CHCl, (liq) 5THAR/MOE
Trichloromethane; Chloroform
Heat Capacity 300K, c, =211 cal-mol"t.X!
113.4 J.mol.K™!
Temperature range 243-303 K
Molecular Weight 119.3779
Wiswesser Line Notation GYGG
Evaluation B
CHCl, (lig) 67RAS/GAN
Trichloromethane; Chloroform
Heat Capacity 293K, C, = 27.8 calmol'K"
116.2 J-mol K™
Temperature range 293-333 K
Molecular Weight 119.3779
Wiswesser Line Notation GYGG
Evaluation C
CHF, (lig) 62VAL/BRO

Trifluoromethane; Fluoroform; Freon 23
Heat Capacity 190.97K, C, = 20.66 cal-mol™.K™!

86.44 J.mol . K
Temperature range 15-190.97 K
Entropy 190.97K, S = 36.10 cal-mol K™
151.04 J-mol " K™
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Phase Changes

c/liq 11797K, AH =
AS =

lig/g 19097 K, AH =
AS =

~
Il

Molecular Weight 70.0141
Wiswesser Line Notation FYFF

Evaluation A
CHLiO, (¢

Lithium formate

Phase Changes

c,Il/c,I 496 K, AH =
AS =

c,I/liq 546 K, AH =
AS =

Molecular Weight 51.9587
Wiswesser Line Notation VHO .LI
Evaluation C

CHN (lig)
Hydrogen cyanide

Heat Capacity 300K, C, =

Temperature range 15-300 K

Entropy 29886 K, S =
Phase Changes
near 170 K, AH =
AS =
Second order transition

c/liq 259.90K, AH =
AS =

lig/g 298.85K, AH =
AS =
P =

Molecular Weight 27.0256

Wiswesser Line Notation NCH

Evaluation A

CHNaO, (c)

Sodium formate
Heat Capacity 298.15K, C, =

Temperature range 5-350 K

Entropy 298.15K, § =
Molecular Weight 68.0075
Wiswesser Line Notation VHO .NA
Evaluation A

970 cal-mol™!

4058 J.mol™

8.22 cal-mol -K™!
34.40 J-mol*.K™!
3994 cal-mol™!
16711 J-mol™!
20.91 cal-mol™.K™!
87.50 J-mol K™
101.325 kPa

7SFER/SAN

430 cal-mol™!
1800 J-mol™

0.87 cal-mol™.K™!
3.6 Jmol .K"!
3870 cal-mol™!
16190 J-mol™!

7.1 cal-mol K™
29.7 J.-mol''.K™!

39GIA/RUE

16.97 cal-mol.K™!
71.00 J-mol™.K™!

27.01 cal-mol-K™!
113.01 J-mol . K

3.8 cal-mol™

15.9 J.mol™!

0.022 cal-mol™.K"!
0.092 J.mol™.K™!

2009 cal-mol™
8406 J-mol™!

7.73 cal-mol . K™
32.34 J-mol™.K™!
6027 cal-mol™
25217 J-mol™!
20.17 cal-mol.K™!
84.38 J-mol".K™!
101.325 kPa

60WES/CHA

19.76 cal-mol™".K™"!
87.68 J-mol".K™!

24.80 cal-mol ™. K™
103.76 J-mol .K!

CHNaO, (o) 75FER/SAN
Sodium formate
Heat Capacity 340K, C, = 211 calmol.K"'
88.3 J-mol ' K!

Temperature range 340-560 K
Molecular Weight 68.0075
Wiswesser Line Notation VHO .NA

Evaluation B
CHO,Rb (c) 75FER/SAN
Rubidium formate
Phase Changes
c,Ii/c,1 368 K, AH = 60 cal-mol™
250 J.mol™!
AS = 0.16 cal-mol "K'
0.7 J-mol.K™!
Molecular Weight 130.4855
Wiswesser Line Notation VHO .RB
Evaluation C
(CHy, (© 62DAI/EVA 3

Polyethylene; Marlex 50 polymer
Heat Capacity 298.15K, C, = 6.283 cal:mol”K™
26.29 J-mol.K™!
Temperature range 20-310 K, Data for “Marlex 50” (low
pressure) polythene.
Entropy 208.15K, S = 5.907 cal-mol.K"
24.72 J-mol K™
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A

(CHy, (o)
Polyethylene; Rigidex 50 polymer
Heat Capacity 298.15K, C, = 6219 cal-mol.K™!
26.02 J-mol . K™!
Temperature range 20-310 K, Data for “Rigidex 50” (low
pressure) polythene.
Entropy 298.15K, S

62DAI/EVA 3

= 5.863 cal-mol.K™!
24.53 J.mol.K™!

Molecular Weight 14.0268

Wiswesser Line Notation /*1*/

Evaluation A

(CHY, (9
Polyethylene; W.N.C. 18 polymer
Heat Capacity 298.15K, C, = 7.761 calmol K"
32.47 J:-mol K™
Temperature range 90-300 K, Data for “W.N.C. 18” (high
pressure) polythene.

62DAI/EVA 3

Entropy 298.15K, S§ = 6.22 cal-mol” . K'
26.02 J-mol . K™!
Data extrapolated from 90 K.
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A
(CH)), (c) 65WUN

Polyethylene; Marlex 50 polymer
Heat Capacity 298.15K, C, = 5.23 calmol.K™
21.88 J-mol.K"!

Temperature range 180-410 K. Values per gram formula
weight.

Molecular Weight 14.0268

Wiswesser Line Notation /*1*/

Evaluation A
999% Crystallinity, extrapolated to 100%. Number-average
molecular weight, 9800, weight-average = 130000.

J. Phys. Chem. Ref. Data, Vol. 13, Suppl. 1, 1984
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(CH)), ©) 73CHA/BES
Polyethylene, branched
Heat Capacity 298.15K, C, = 7.22 cal-mol.K™!
30.20 J:mol K™
Temperature range 2-360 K. Values per unit formula
weight.
Entropy 298.15K, S = 6.19 cal-mol.K!
25.91 J-mol.K™!
Values are S-S,
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/

Evaluation A
Branched polyethylene, SRM 1476. Density 0.9247 g.cm™ at
23 °C.
(CH)), (c) 73CHA/BES

Polyethylene, branched, annealed
Heat Capacity 298.15K, C, = 7.23 calmol K™

30.26 J-mol™.K™!

Temperature range 2-360 K
Entropy 208.15K, S§ = 6.15 cal-mol’.K™
25.74 J.mol .K™!

Values are S-S,
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A

Branched polyethylene, SRM1476, annealed. Density 0.9272

gcm™ at 23 °C.

CHY, (9 73CHA/BES
Polyethylene, linear
Heat Capacity 298.15K, C, = 6.14 calmol K™

25.68 J-mol K™
Temperature range 2-360 K. Values per unit formula
weight.
Entropy 298.15K, S = 5.86 cal-mol™K™!
24.52 J-mol"" K
Values are S-S,
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A
Linear polyethlene, SRM 1475. Density, 0.95 g-cm™ at
23 °C.
(CHy), (c) T4CHA

Polyethylene, linear high density
Heat Capacity 298.15K, C, = 540 cal-mol™K™!

22.60 J.mol ".K™!
Temperature range 5-360 K. Value per monomer unit.
Entropy 298.15K, § = 5.50 cal-mol.K
23.02 J:mol K™
Value per monomer unit. S-Sp.
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A
Extrapolated to 100% crystallinity, from data on other
samples.
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CHY, (©

CHy, (©

(CHy), © 74CHA

Polyethyiene, linear high density
Heat Capacity 298.15K, C, = 5.49 calmol. K
22.98 J:mol K"
Temperature range 5-360 K. Value per monomer unit.
Entropy 298.15K, S = 5.55 calmol.K™
23.22 J-mol™ K
Value per monomer unit. S-S;.
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A
Density 0.993 g-cm™ at 23 °C. Pressure crystallized.

(CHy, © 74CHA

Polyethylene, linear high density
Heat Capacity 298.15K, C, = 5.73 calmol K™

23.96 J.mol.K"!

Temperature range 5-360 K. Value per monomer unit.
Entropy 298.15K, S = 5.65 cal.mol’"\K™!
23.64 J.mol.K™*

Value per monomer unit. S-S;.
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A
Density 0.981 g-cm™ at 23 °C. Slow-melt crystallized.

75CHA/WES
Polyethylene, branched, DYNH CT-1660
Heat Capacity 298.15K, C, = 7.70 cal-mol K™
32.20 J-mol*.K!
Temperature range 5-350 K. Values per CH, unit.
Entropy 298.15K, S = 6.30 cal-mol.K!
26.37 J-mol K™
Does not include zero-point entropy.
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A
Branched polyethylene, density 0.91g-cm™

75CHA/WES
Polyethylene, linear, Marlex 50 polymer
Heat Capacity 298.15K, C, = 5.92 cal-mol.K™'

24.79 J.mol K™
Temperature range 5-350 K. Values per CH, unit.
Entropy 298.15K, S = 5.75cal-mol.K'
24.04 J-mol LK™

Does not include zero-point entropy.
Molecular Weight 14.0268
Wiswesser Line Notation /*1*/
Evaluation A

Linear polyethylene, density 0.973 g.cm™

(CH), © T6CHA

Polyethylene, linear high molecular weight
Heat Capacity 298.15K, C, = 5.97 calmol.K™

24.97 J-mol . K™

Temperature range 5-380 K. Value per monomer unit.
Entropy 298.15K, S = 5.27 calmol".K"!
22.04 Jmol.K™!

Value per monomer unit. S-S,

Molecular Weight 14.0268

Wiswesser Line Notation /*1*/

Evaluation A
Produced by Ziegler-type vapor polymerization. Molecular
weight 2.7-3.0 X 10°% Approximately 45% crystalline. Data
for quenched sample.
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CH,Br, (lig) 48KUR
Dibromomethane; Methylene bromide
Heat Capacity 298 K, C, = 30.4 calmol "K'
127.2 J-mol K™
Temperature range -22 to 98 °C, mean C, four
temperatures.
Molecular Weight 173.8348
Wiswesser Line Notation E1E
Evaluation D
CH,Br, (lig) STHAR/MOE
Dibromomethane; Methylene bromide
Heat Capacity 300K, C, = 25.17 cal'mol K™
105.3 J:mol.K™!
Temperature range 243-303 K
Molecular Weight 173.8348
Wiswesser Line Notation E1IE
Evaluation B
CH,(Cl, (lig) 37PER

Dichloromethane; Methylene chloride
Heat Capacity 292.5K, C, = 241 cal-mol.K"!
100.8 J-mol *.K™
Temperature range -58 to 19 °C. Value is unsmoothed
experimental datum.
Molecular Weight 84.9328
Wiswesser Line Notation G1G
Evaluation B
CH,(Cl, (lig) 37PER 2
Dichloromethane; Methylene chloride
Heat Capacity 292.5K, C, = 24.0 calmolK"
100.5 J-mol . K
Temperature range -58 to 19 °C. Value is unsmoothed
experimental datum.
Molecular Weight 84.9328
Wiswesser Line Notation G1G
Evaluation B

CH,(Cl, (lig) 40RIE
Dichloromethane; Methylene chloride
Heat Capacity 298.1K, C, = 23.9 calmol’K™
100.0 J-mol.K™}
Temperature range —47 to 41 °C
Molecular Weight 84.9328
Wiswesser Line Notation G1G

Evaluation A

CH,(Cl, (lig) 41RIE
Dichloromethane; Methylene chloride
Heat Capacity 298 K, C, = 23.9calmol' K"

100.0 J-mol™".K™!
Temperature range —47 to 41 °C
Molecular Weight 84.9328
Wiswesser Line Notation G1G

Evaluation A
CH,Cl, (lig) 48KUR
Dichloromethane; Methylene chloride
Heat Capacity 298 K, C, = 30.9 cal-mol K"
129.3 J-mol K™
Temperature range -76 to 41 °C, mean C, four
temperatures.

Molecular Weight 84.9328
Wiswesser Line Notation G1G
Evaluation D

CH,I, (lig) 48KUR
Diiodomethane; Methylene iodide
Heat Capacity 298K, C, = 32.0calmolK"'
133.9 J-mol™.K™!
Temperature range 12 to 164 °C, mean C,, three
temperatures.
Molecular Weight 267.8358
Wiswesser Line Notation I11
Evaluation D
(CH;,0), (© 59DAI/IVI
Polyoxymethylene
Heat Capacity 300K, C, = 8.1calmol K"
33.9 Jmol .K!

Temperature range 300-333 K, mean value. Value per
monomer unit.

Molecular Weight 30.0262

Wiswesser Line Notation /*O1*/

Evaluation B
(CH,0), (c) 62DAI/EVA
Polyoxymethylene
Heat Capacity 300K, C, = 10.23 calmol™ K™
42.79 J-mot™.K™!

Temperature range 20-300 K, Data given for Delrin. Data
also given for trioxan copolymer where C(300 K) = 9.83
cal-mol™, 41.11 J-mol. K.

Entropy 300K, S = 10.67 calmol.K™!

44.65 Jmol K™

Temperature range 20-300 K, Data given for Delrin. Data
also given for trioxan copolymer where S(300 K) = 10.33
cal-mol™.K™!, 43.21 J.mol"*. K"

Molecular Weight 30.0262

Wiswesser Line Notation /*O1*/

Evaluation A
CH,0, (liq) 81REI
Methanoic acid; Formic acid
Heat Capacity 298 K, C, = 22.8 cal-mol K™
95.4 J.mol".K™!
Temperature range 291-385 K
Molecular Weight 46.0256
Wiswesser Line Notation VHQ
Evaluation D
CH,0, (liq) 20GIB/LAT

Methanoic acid; Formic acid

Heat Capacity 291.5K, C, 23.5 cal-mol K"

98.3 J-mol . K™!
Temperature range 71-292 K. Value is unsmoothed
experimental datum.

Entropy 298 K, S = 34.2 calmol K"

143.1 J.mol "K™!

Used Berthelot's value, 2420 cal-mol™' for AH fusion.
Extrapolation below 70 K, no details.

Molecular Weight 46.0256
Wiswesser Line Notation VHQ
Evaluation B(C,),C(S)
CH,0, (lig) 29PAR/KEL
Methanoic acid; Formic acid
Entropy 298.1K, S = 30.7 cal-mol’.K"
128.4 J-mol ™. K™

Extrapolation below 90 K, 7.1 cal-mol™.K™", Revision of
previous data.

Molecular Weight 46.0256

Wiswesser Line Notation VHQ

Evaluation C

J. Phys. Chem. Ref. Data, Vol. 13, Suppl. 1, 1984
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CH,0, (lig) 34RAD/JUL
Methanoic acid; Formic acid
Heat Capacity 290K, C, =239 cal-mol.K™!
100.0 J-rool . K
One temperature
Molecular Weight 46.0256
Wiswesser Line Notation VHQ
Evaluation C
CH,0, (liq) 41STO/FIS

Methanoic acid; Formic acid
Heat Capacity 298.15K, C, = 23.67 calmolK"'
99.04 Jmol.K™!
Temperature range 15-300 K
Entropy 298.15K, S = 31.51 calmol.K™
131.84 J.mol "K'

Includes 0.69 cal-mol™'-K™ for zero-point entropy.

Phase Changes
c/liq 281.40K, AH = 3031 cal-mol™
12678 J-mol™
AS = 10.77 cal-mol™.K™
45.05 J'mol" K™
Molecular Weight 46.0256
Wiswesser Line Notation VHQ
Evaluation A
CH,S, (lig) 63GAT/KRE
Dihydrosulfide carbon sulfide; Trithiocarbonic acid
Heat Capacity 273K, C, = 35.5cal-mol'K"
146.5 J-mol " K™
Temperature range -95 to 20 °C
Entropy 298 K, S = 52calmol?K!
218 J-mol ™K™'
Extrapolation below -95 °C. Estimated uncertainty +6
cal-mol . K™!
Phase Changes
c/liq 246.3 K, AH = 2010 cal-mol™
8410 J-mol™
AS = 8.2 calmol.K™
34.1 Jmol" K™

Molecular Weight 110.2068
Wiswesser Line Notation SUYSHSH

Evaluation B(C,),.D(S)
CH,DO (lig 49STA/GUP
Methanol-d;; Methyl alcohol-d,
Heat Capacity 270K, C, = 1904 cal-mol ' K™!
79.66 J-mol™".K"!
Temperature range 90-270 K
Phase Changes
c,Il/c,I 161.1 K, AH = 155.8 cal-mol™
651.9 J:mol™
AS = 0.97 cal-mol™".K™
4,05 J-mol.K™!
c,l/lig 1735K, AH = 726 cal-mol
3038 J-mol™!
AS = 4.18 cal-mol . K™
17.51 J-mol".K™!
Molecular Weight 33.0482
Wiswesser Line Notation Q! &1H-2
Evaluation B
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CH,Br (lig 38EGA/KEM
Bromomethane; Methyl bromide
Heat Capacity 280K, C, = 18.84 calmol K"
78.83 J.mol".K™!

Temperature range 15-280 K
Entropy 27671K, § = 37.08 calmol K"
155.14 J.mol K"

Phase Changes
c,I1/c,1 173.78 K, AH = 113 calmol’
473 J-mol™!
AS = 0.65 cal-mol.K™!
2.72 J-mol K™
c,I/lig 179.47K, AH = 1429 cal-mol’!
5979 J.mol™!
AS = 7.96 cal-mol.K™!
33.3 Jemol 'K
lig/g 276,71 K, AH = 5715 cal-mol™!
23912 J-mol™
AS = 20.65 cal-mol.K™!
86.42 J-mol".K™!
P = 101.325 kPa
Molecular Weight 94.9387
Wiswesser Line Notation E1
Evaluation A
CH,Br (liq) 48KUR
Bromomethane; Methyl bromide
Heat Capacity 283 K, C, = 27.4 cal-mol.K™

P
114.6 J.mol".K!

C, mean C, three

Temperature range -67 to 9
temperatures.
Molecular Weight 94.9387
Wiswesser Line Notation El

Evaluation D

CH,C1 (lig) 24SHO
Chloromethane; Methyl chloride
Heat Capacity 298K, C, = 19.4 calmol.K!

P
81.2 J-mol ™ K™!

Temperature range -30 to 40 °C
Molecular Weight 50.4877
Wiswesser Line Notation G1
Evaluation C

CH,C1 (liq)
Chloromethane; Methyl chloride
Heat Capacity 293.15K, C, = 193 cal-mol™.K™!
80.8 J-mol'.K™!

40AWB/GRI

Temperature range 243-303 K, C, reported at 20 °C =

0.382 cal-g.K™' and at 30 °C = 0.390 cal-g K.
Molecular Weight 50.4877
Wiswesser Line Notation G1
Evaluation B

CH,C1 (liq)
Chloromethane; Methy! chloride
Heat Capacity 249.67K, C, = 18.07 calmol:K"'
75.60 J-mol K

40MES/AST

Temperature range 12-249.67 K. Value is unsmoothed

experimental datum.
Entropy 24894K, S = 33.48 calmol.K"
140.08 J-mol . K
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Phase Changes

c/liq 17544K, AH =
AS =

lig/g 24894K, AH =
AS =
P =

Molecular Weight 50.4877
Wiswesser Line Notation G1
Evaluation A

Correction in 4OMES/AST 2

CH,CIFOP  (liq)

Methylphosphonyl chlorofiuoride
Heat Capacity 298.15K, C, =

Temperature range 15-335 K

Entropy 298.15K, § =

Phase Changes

c/liq 250.70K, AH =
AS =

Molecular Weight 116.4593
Wiswesser Line Notation OPGF1
Evaluation A

CH,CLOP (¢

Methylphosphonyl dichloride
Heat Capacity 298.15K, C, =

Temperature range 15-335 K

Entropy 298.15K, S§ =

Phase Changes

c/liq 306.14 K, AH =
AS =

Molecular Weight 132.9139
Wiswesser Line Notation OPGG1
Evaluation A

CHJF,0P (lig)

Methylphosphonyl difluoride
Heat Capacity 298.15K, C, =

Temperature range 15-335 K

Entropy 298.15K, S =

Phase Changes

c/liq 23634 K, AH =
AS =

Molecular Weight 100.0047
Wiswesser Line Notation OPFF1
Evaluation A

1537 cal-mol™
6431 J-mol™

8.76 cal-mol .K™!
36.66 J-mol .K™!
5147 cal-mol™
21535 J.mol™!
20.68 cal-mol .K™!
86.51 J.mol K™
101.325 kPa

64FUR/REI

36.61 cal-mol™.K™!
153.17 J-mol .K!

51.72 cal-mol™.K™!
216.40 J.-mol*.K!

2833 cal-mol™
11853 Jmol ™!
11.30 cal-mol*-K™!
47.28 J.mol .K!

64FUR/REI

31.34 cal-mol.K™!
131.12 J:mol™.K"!

39.40 cal-mol™.K"!
164.84 J.mol.K""!

4320 cal-mol™!
18076 J-mol™!
14.11 cal-mol*.K™!
59.04 J-mol .K"!

64FUR/REI

34.69 cal:mol.K™!
145.14 J-mol ™ K™

49.79 cal-mol.K™!
208.34 J-mol.K™!

2839 cal-mol™
11878 J-mol™!
12.01 cal-mol™"-K™!
50.26 J-mol™.K™!

CH;l (lig) 48KUR
Iodomethane; Methyl iodide
Heat Capacity 298 K, C, = 35.4calmol K"
148.1 J-mol . K
Temperature range -56 to 35 °C, mean C, five
temperatures.
Molecular Weight 141.9392
Wiswesser Line Notation I1
Evaluation D
CH,I (liq) 5STHAR/MOE

Iodomethane; Methyl iodide

Heat Capacity 300K, C, = 19.76 cal-mol.K!

4

82.68 J.mol K
Temperature range 243-303 K
Molecular Weight 141.9392
Wiswesser Line Notation 11
Evaluation B
CH,I (lig) 62LOW/MOE

Iodomethane; Methyl iodide

Heat Capacity 2982K, C, = 19.78 cal-mol K™

82.76 J:mol .K™!
Temperature range 293-308 K
Molecular Weight 141.9392
Wiswesser Line Notation 11
Evaluation A
CH,NO (lig) 07WAL

Methanamide; Formamide

Heat Capacity 292K, C, = 25cal-mol’K"!

P

105 J.mol™".K!
One temperature
Molecular Weight 45.0408
Wiswesser Line Notation ZVH
Evaluation D
CH,NO (lig) 65SOM/COO
Methanamide; Formamide
Heat Capacity 298K, C, = 25.7 cal-mol" K™
107.6 J-mol . K
One temperature
Phase Changes
c/liq 275.72K, AH = 1907 cal-mol™
7980 J-mol™!
AS = 6.92 cal-mol-K™!
28.94 J.mol.K™!
Molecular Weight 45.0408
Wiswesser Line Notation ZVH
Evaluation B
CH,NO (lig) 67RAS/GAN
Methanamide; Formamide
Heat Capacity 293K, C, = 25.1 calmol. K
105.2 J.mol K™
Temperature range 293-373 K
Molecular Weight 45.0408
Wiswesser Line Notation ZVH
Evaluation C
CH,NO (lig) 74VIS/SOM

Methanamide; Formamide
Heat Capacity 298.15K, C, = 25.84 cal-mol™.K™
108.11 J-mol™ K™
One temperature
Molecular Weight 45.0408
Wiswesser Line Notation ZVH
Evaluation A
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Table of Heat Capacities, Entropies, and Phase Transition Properties — Continued

CH,NO (lig) 77VOR/PRI CH,NO, (lig9 53GRA/SMI
Methanamide; Formamide Methyl nitrate
Heat Capacity 298.15K, C, = 25.84 cal-mol .K™! Heat Capacity 2982K, C, = 37.57 calmol' K™
108.11 J.mol K 157.19 J-mol".K™!
One temperature Temperature range 13-295 K
Molecular Weight 45.0408 Entropy 2982K, S = 51.86 cal-mol™.K™
Wiswesser Line Notation ZVH 216.98 J-mol.K™!
Evaluation A Phase Changes
c/liq 190.2 K, AH = 1970 cal'mol™’
CH,NO, (liq) 07WAL 8242 J.mol™*
Nitromethane AS = 10.36 cal-mol™.K"
Heat Capacity 289 K, C, =125 cal-mol-K™! 43.33 J.mol K
105 J-mol.K"! Molecular Weight 77.0396
One temperature Wiswesser Line Notation WNO1
Molecular Weight 61.0402 Evaluation A
Wiswesser Line Notation WN1
Evaluation D CH,NaO (c) 57TGRE/WES
Sodium methoxide
CH,NO, (lig) 25WIL Heat Capacity 298.15K, C, = 16.60 cal-mol K™
Nitromethane 69.45 J.mol " K™
Heat Capacity 298 K, C, = 24 cal-molK! Temperature range 5-340 K
100 J-mol .K™! Entropy 298.15K, S = 26.43 cal-mol’.K™
Temperature range 288-343 K. Equation only. 110.58 J.mol.K™!
Molecular Weight 61.0402 Phase Changes
Wiswesser Line Notation WN1 Anomolous region near 34 K with excess enthalpy of 11.5
Evaluation C cal-mol™, excess entropy of 0.43 cal-mol™. K.
Molecular Weight 54.0239
CH,NO, (iq) 47JON/GIA Wiswesser Line Notation Ol .NA
Nitromethane Evaluation A
Heat Capacity 298.15K, C, = 25.33 calmol K™
105.98 J-mol 'K CHN,O0 (o) 20GIB/LAT
Temperature range 15-300 K Urea
Entropy 298.15K, S = 41.05 calmol.K' Heat Capacity 298.0K, C, = 27.6 cal-mol' K
171.75 J-mol K™ 115.5 Jmol 'K
Phase Changes Temperature range 86-300 K. Value is unsmoothed
c/liq 24477K, AH = 2319 cal-mol™ experimental datum.
9703 J.mol™ Entropy 298 K, S = 41 cal-mol.K!
AS = 9.47 cal-mol "K' 172 Jmol " K™
39.64 J.mol'.K™! Extrapolation below 86 K, no details.
lig/g 298.15K, AH = 9147 cal-mol™ Molecular Weight 60.0554
38271 J-mol™ Wiswesser Line Notation ZVZ
AS = 30.68 cal-mol.K™! Evaluation B(C,),.C(S)
128.36 J-mol.K™!
P = 489kPa CHN,0 (o) 33PAR/HUF
Molecular Weight 61.0402 Urea
Wiswesser Line Notation WN1 Heat Capacity 2980K, C, = 22.38 cal-mol™.K™!
Evaluation A 93.64 J-mol K™
Temperature range 93-298 K. Value is unsmoothed
CH,NO, (lig) 50HOU/MAS experimental datum.
Nitromethane Entropy 298.1K, S = 252 calmol K™
Heat Capacity 313K, C, = 26.0calmol" K" 105.4 J-mol . K
108.8 J.mol ™K™' Extrapolation below 90 K, 7.93 cal-mol™ K™,
Temperature range 313-363 K Molecular Weight 60.0554
Molecular Weight 61.0402 Wiswesser Line Notation ZVZ
Wiswesser Line Notation WN1 Evaluation B(C,),C(S)
Evaluation B
CHN,O (o) 40CAM/CAM
CH,NO, (lig) 69BER/WES Urea
Nitromethane Heat Capacity 293K, C, = 164 cal-mol.K!
Heat Capacity 308 K, C, = 2539 cal-mol.K™! 68.6 J-mol.K™!
106.22 J-mol.K One temperature
Temperature range 308-473 K Molecular Weight 60.0554
Molecular Weight 61.0402 Wiswesser Line Notation ZVZ
Wiswesser Line Notation WN1 Evaluation C
Evaluation B
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CHN,0 (o) 46RUE/HUF
Urea
Heat Capacity 298.15K, C, = 2226 cal-mol .K™!
93.14 J-mol.K"!
Temperature range 19-318 K
Entropy 298.15K, S = 25.00 cal-mol.K™!
104.60 J-mol .K*
Molecular Weight 60.0554
Wiswesser Line Notation ZVZ
Evaluation A
CHNN,O (o) 66SAS/YOK
Urea
Heat Capacity 298.15K, C, = 21.5 calmol.K™'
90.0 J-mol .K™!
Temperature range 90-298 K
Molecular Weight 60.0554
Wiswesser Line Notation ZVZ
Evaluation A
CH,N,S (©) T0VAN/WES

Ammonium thiocyanate

Heat Capacity 298.15K, C, = 29.98 calmol.K™'!
125.4 Jmol . K™

Temperature range 5-340 K

Entropy 298.15K, S = 33.52 calmol.K!
140.2 Jmol "K'

Molecular Weight 76.1160

Wiswesser Line Notation NCSH &ZH

Evaluation A
CHN,O, (c) 73KRI/LIC
Nitroguanidine
Heat Capacity 298 K, C, = 309 cal-mol”.K™!
129.3 J:mol.K™!

Temperature range 200460 K. Equation only.
Molecular Weight 104.0682
Wiswesser Line Notation WNMYZUM

Evaluation C
CHO (o) 2SMAA/WAL
Methanol; Methyl alcohol
Heat Capacity 173K, C, = 25calmol*K"
105 J-mol™.K™
Temperature range 93-173 K
Phase Changes
c/liq 176 K, AH = 525 cal-mol™!
2196 Jmol™
AS = 3.0 cal-mol™ K™
12.5 J-mol™.K™!
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation C
CHO (o 37AHL/BLA

Methanol; Methyl alcohol

Heat Capacity 20.5 K, C, = 1.29 calmol"K"!

4

5.40 J.mol.K™!
Temperature range 5-28 K
Entropy 1625K, S = 0267 calmol™K!
1.117 J-mol.K™*

Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation A

CHO (g S1REI
Methanol; Methyl alcohol

Heat Capacity 298 K, C

", = 19.9 calmol K

83.3 Jomol .K!
Temperature range 288-335 K
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation D

CHO (lig) 07TWAL
Methanol; Methyl alcohol
Heat Capacity 291K, C, = 19 calmol.K"
79 J-mol.K™!
One temperature
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation D

CHO (g 25PAR
Methanol; Methyl alcohol
Heat Capacity 290.1K, C, = 19.1 calmol' K"
79.9 J-mol "K'
Temperature range 89-290 K. Value is unsmoothed
experimental datum.

Entropy 298.1K, S = 32.6calmol"K"
136.4 J-mol . K™!
Extrapolation below 90 K, 9.74 cal-mol™.K".
Phase Changes
c,Il/c,I 161.1K, AH = 141 cal-mol™
590 J-mol™!
AS = 0.88 cal-mol.K™!
3.66 J-mol.K™!
¢, /iq 1753K, AH = 759 cal-mol”
3176 J-mol™!
AS = 4.33 cal-mol" K’
18.12 J.mol 'K
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation B(C‘,),C(S)
CHO (lig) 29KEL 5
Methanol; Methy! alcohol
Heat Capacity 292.0K, Cp = 19.1 cal-mol".K"!
79.9 J-mol K™

Temperature range 16-293 K. Value is unsmoothed
experimental datum.
Entropy 298.15K, S = 30.3 calmol™ K™
126.8 J-mol™.K!
Phase Changes
c,I1/c,1 1574K, AH = 154.3 cal-mol™!
645.6 J:mol™
AS = 0.98 cal-mol.K™!
4.10 J:mol.K™!
AH = 757.0 cal-mol™
3167 J-mol™
AS = 4.32 cal-mol.K™!
18.08 J-mol'.K"!

cl/liq 1752 K,

Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation B
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CHO (g
Methanol; Methyl alcohol
Entropy 298.1K, S =

Extrapolation below 90 K, 8.2 cal-mol-K"". Revision of

previous data.
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation C

CHO (ligQ
Methanol; Methyl alcohol

Heat Capacity 270K, G,

Temperature range 190-270 K
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation B

CH,O (lig
Methanol; Methyl alcohol
Heat Capacity 313.15K, C,

DOMALSKI, EVANS, AND HEARING

29PAR/KEL

31.0 cal-mol *.K™!
129.7 J-mol .K!

29MIT/HAR

18.7 cal-mol”’.K™!
78.2 J-mol.K™!

31FIO/GIN

19.97 cal-mol-K™!
83.56 J-mol.K™!

Temperature range 40 to 110 °C

Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation A

CH,O (lig)
Methanol; Methyl alcohol

Heat Capacity 300.8 K, C, =

P

One temperature
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation C

CHO (g
Methanol; Methyl alcohol
Heat Capacity 270K, C, =
Temperature range 90-270 K
Phase Changes
c,II/c,I

157.8 K, AH =

AS
¢, I/liq 175.4 K, AH =
AS

Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation B

CHO (lig)

Methanol; Methyl alcohol

Heat Capacity 323 K, C, =

Temperature range 323-353 K
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation B

39PHI

20.7 cal-mol™.K™!
86.6 J-mol".K!

49STA/GUP

18.11 cal-mol.K™!
75.77 J-mol . K!

170 cal-mol™!

711 J-mol™!

1.08 cal-mol K™
4,51 J-mol .K™!
755 cal-mol™
3159 J.mol™!

4.30 cal-mol™.K!
18.01 J-mol'.K!

S0HOU/MAS

20.6 cal-mol.K™!
86.2 J-mol.K"!
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CH,O (lig)
Methanol; Methy! alcohol
Heat Capacity 311K, C, =

Mean value 21 to 56 °C
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation C

CHO (li9
Methanol; Methyl alcohol

Heat Capacity 298.2K, C, =

P

Temperature range 10 to 60 °C
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation B

CH,O (lig)
Methanol; Methyl alcohol
Heat Capacity 313.2K, C, =
One temperature
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation B

CHO (lig
Methanol; Methyl alcohol
Heat Capacity 298.15K, C,

Temperature range 5-332 K
Entropy 298.15 K,

17
I

Phase Changes

cIl/c,I 157.34 K,

c,I/liq 175.59 K,

E & B &

Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation A

CHO (liq)
Methanol; Methyl alcohol
Heat Capacity 298 K, C, =
Temperature range 298-318 K
Molecular Weight 32.0420
Wiswesser Line Notation Q1
Evaluation B

CH,0, (liq)
Orthoformic acid

Heat Capacity 298 K, C, =

?

Temperature range 293-406 K
Molecular Weight 64.0408
Wiswesser Line Notation QYQQ
Evaluation D

60SWI/ZIE

19.3 cal‘mol*.K™!
80.8 J-mol .K™!

62KAT

20.5 cal-mol K™
85.8 J-mol.K"!

TOPAZ/PAZ

20.5 cal-mol K™
85.8 J-mol.K™!

71CAR/WES

19.39 cal-mol™.K!
81.13 J-mol .K!

30.40 cal-mol™-K!
127.19 J:mol K™

152.0 cal-mol™!
636.0 J-mol™
0.97 cal-mol.K!
4.04 J-mol "K'
768.5 cal-mol™
3215.4 J-mol™
4.38 cal-mol . K!
18.31 J-mol ™K™'

T1IDES/BHA

20.0 cal-mol™.K™!
83.7 J.mol.K™!

81REI

37.2 cal-mol"'.K"!
155.6 J-mol™'.K™"!
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CH,S (liq) 42RUS/OSB
Methanethiol; Methyl mercaptan
Heat Capacity 280K, C, = 21.28 calmol K
£89.04 J.mol.K™!
Temperature range 15-280 K
Entropy 279.12K, S = 39.01 cal-mol.K!
163.22 J-mol LK™
Phase Changes
cIl/c,I 1376 K, AH = 52.5 cal-mol™!
219.7 J-mol™
AS = 0.38 cal-mol.K™!
1.60 J-mol . K!
¢, 1/liq 150.16 K, AH = 1411 cal-mol™
5904 J-mol™!
AS = 9.40 cal-mol.K™!
39.32 J.-mol'.K™!
lig/g 279.12K, AH = 5872 cal'mol
24568 J.mol™!
AS = 21.04 cal-mol "K'
£8.02 J-mol".K™!
P = 101.325kPa
Molecular Weight 48.1026
Wiswesser Line Notation SH1
Evaluation A
CH N (liq) 37AST/SIL

Aminomethane; Methylamine
Heat Capacity 259.28K, C, = 24.33 calmot "K'
101.80 J-mol .K™!
Temperature range 14-259 K. Value is unsmoothed
experimental datum.

Entropy 298.15K, S = 35.9 calmol.K™'
150.2 J-mot "K'
For superheated liquid, using extrapolated heat capacities.
Phase Changes
c/liq 179.70K, AH = 1466 cal-mol™
6134 J.mol™!
AS = 8.16 cal-mol*.K™!
34.13 J.-mol.K™!
lig/g 266.84 K, AH = 6169 cal-mol!
25811 J-mol™
AS = 23.129 cal-mol.K"!
96.73 J.mol.K™!
Molecular Weight 31.0572
Wiswesser Line Notation Z1
Evaluation A
CH,AINO,S,*12H,0 (¢) 68ASH/STE
Methyl ammonium alum
Heat Capacity 300K, C, = 188.2 calmol.K™
787.4 Jomol . K™
Temperature range 5-300 K
Entropy 300K, § = 182.6 cal-mol’.K™!
764.2 J:mol™.K"!
Phase Changes
c,I1/¢,I 176.18 K, AS = 2.32 cal-mol’"K™
9.70 J-mol™.K!

90 K Anomaly: Schottky type anomaly between 65 and
120 K, maximum at 90 K, entropy estimated to be between 6

and 9 J-mol- K.

176 K Anomaly: Due to free rotation of methylammonium
group (CH,;NH,); observed entropy change at 176.18 K is

9.70 J-mol.K™,
Molecular Weight 467.3442
Wiswesser Line Notation AL Z1& S-04*2 QH-12-
Evaluation A

CH/CIN (o
Methylammonium chloride
Heat Capacity 298.15K, C, = 21.73 calmol.K™
90.92 J.mol.K"!
Temperature range 12-298 K
Entropy 298 K, S = 33.11 cal-mol.K!
138.53 J:mol .K*
Using metastable c,II below 220 K gives S =33.15

46AST/ZIE

cal-mol K™,
Phase Changes
c,Ill/c,11 2204K, AH = 425 cal-mol™
1778 J-mol™
AS = 1.93 cal-mol'.K™!
8.07 J-mol.K™!
c,I1/c,I 2645K, AH = 674 cal-mol™’
2820 J-mol™
AS = 2.55 cal-mol K™
10.66 J-mol™'.K!
Molecular Weight 67.5181
Wiswesser Line Notation Z1 &GH
Evaluation A
CH,CIN,O  (¢) 41SAT/SOG 4
Semicarbazide hydrochloride
Heat Capacity 323K, C, = 343 calmol' K"
143.5 J:mol™.K™!

Temperature range 0 to 100 °C. Mean value.
Molecular Weight 111.5309
Wiswesser Line Notation ZVMZ &GH
Evaluation C

Same data in 40SAT/SOG 5.

CH\N, (lig)
Methylhydrazine
Heat Capacity 298.15K, C, = 32.25 cal-mol"K"
134.93 J.mol . K"
Temperature range 15-298 K
Entropy 298.15K, S = 39.66 cal-mol-K™!
165.94 J.mol . K™

S1AST/FIN

Phase Changes
c/lig 220.79K, AH = 2490 cal-mol™
10418 J-mol™
AS = 11.28 cal-mol'.K"!
47.19 J-mol.K™!
lig/g 298.15K, AH = 9648 cal-mol™
40367 J:mol™
AS = 32.36 cal-mol™.K"!
135.39 J-mol™.K"!
P = 6.62kPa
Molecular Weight 46.0718
Wiswesser Line Notation ZM1
Evaluation A
CH(N,0, (© 28CLU/HAR

Ammonium carbamate
Heat Capacity 295.5K, C, = 3131 cal-mol™.K™!
131.00 J:mol.K"!
Temperature range 13-296 K
Molecular Weight 78.0706
Wiswesser Line Notation ZVQ &ZH
Evaluation B
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CKNS (o) TJ0VAN/WES
Potassium thiocyanate
Heat Capacity 298.15K, C, = 21.16 cal-mol.K™!
88.53 J-mol .K!
Temperature range 5-340 K
Entropy 298.15K, S = 29.70 cal-mol.K
124.3 J-mol " K™
Molecular Weight 97.1760
Wiswesser Line Notation K SCN
Evaluation A
COS (lig) 37KEM/GIA
Carbony! sulfide
Heat Capacity 220K, Cc, = 17.03 cal-mol™.K™!
71.25 J-mol .K™!
Temperature range 20-220 K
Entropy 22291K, S = 32.58 calmol.K"'
136.31 J-mol K™
Phase Changes
c/liq 13433K, AH = 1130 cal-mol™
4728 J-mol™
AS = 84l cal-mol K™
35.20 Jmol™*.K!
lig/g 22291 K, AH = 4423 cal-mol™
18506 J-motl™
AS = 19.84 cal-mol . K™!
83.02 J:mol.K™!
P = 101.325kPa
Molecular Weight 60.0704
Wiswesser Line Notation SCO
Evaluation A
CS, (liq) 37BRO/MAN
Carbon disulfide
Heat Capacity 29743K, C, = 18.17 calmol™ K
76.02 J-mol.K"!
Temperature range 15-297 K. Value is unsmoothed
experimental datum.
Entropy 298.15K, S = 36.10 cal-mol K™
151.0 J-mol K™
Phase Changes
c/liq 161.11 K, AH = 1049 cal-mol”
4389 J.mol™!
AS = 6.51 cal-mol.K™!
27.24 J.mol K
Molecular Weight 76.1310
Wiswesser Line Notation SCS
Evaluation A
CS, (lig) 3IOMAZ 3
Carbon disulfide
Heat Capacity 293 K, C, = 18.6 calmol 'K
77.8 J:mol.K"!
Temperature range -100 to 20 °C
Molecular Weight 76.1310
Wiswesser Line Notation SCS
Evaluation C
CS, (lig) 39PHI
Carbon disulfide
Heat Capacity 3012K, C, = 18.2 cal-mol'.K™!

4

One temperature
Molecular Weight 76.1310
Wiswesser Line Notation SCS
Evaluation C

76.1 J.mol.K"!
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CS, (lig) 45ZHD
Carbon disulfide
Heat Capacity 29481K, C, = 17.90 cal-mol™.K"
74.89 J-mol".K™!
Temperature range 7 to 31 °C. Value is unsmoothed
experimental datum.
Molecular Weight 76.1310
Wiswesser Line Notation SCS
Evaluation B
CS, (liq) 55STA/TUP
Carbon disulfide
Heat Capacity 298K, C, = 18.88 cal-mol K™
78.99 J-mol.K™!
Temperature range 286-317 K
Molecular Weight 76.1310
Wiswesser Line Notation SCS
Evaluation B
CSe, Qig) 66GAT/DRA
Carbon diselenide
Heat Capacity 298 K, C, = 212 calmol.K™
88.7 J-mol "K'
Temperature range -190 to 50 °C
Entropy 298 K, S = 39.5 cal-mol .K™!
165.3 J.mol™.K"!
Phase Changes
c/liq 229.5K, AH = 1520 cal-mol’!
6360 J-mol™!
AS = 6.6 cal-mol.K™!
27.7 Jmol .K™!
Molecular Weight 169.9310
Wiswesser Line Notation -SE-C-SE-
Evaluation B
C,Br,F, (lig) 82KOS/ZHO
1,2-Dibromotetrafluoroethane
Heat Capacity 298.15K, C, = 40.82 calmol™ K"
170.8 J-mol™.K"!
Temperature range 8-300 K
Entropy 298.15K, S§ = 71.56 cal-mol’ K™
299.4 J.mol .K™!
Phase Changes
c,I/tig 162.83K, AH = 1681.8 cal-mol™
7036.7 J-mol™!
AS = 10.33 cal-mol.K™*
43.22 J.mol . K™!
Molecular Weight 259.8236
Wiswesser Line Notation FXFFEXFFE
Evaluation A
C,CIF, (lig) 510LI/GRI

Chlorotrifluoroethene; Chlorotrifluoroethylene;
Trifluorochloroethene; Trifluorochloroethylene
Heat Capacity 244.80K, C,, = 29.26 cal-mol.K"'
122.42 J-mol K™
Temperature range 16-245 K

Entropy 24480K, S = 52.74 calmol’.K™'
220.66 Jmol . K
Phase Changes
c/liq 1150K, AH = 1327.1 cal-mol™
5552.6 J-mol™!
AS = 11.54 cal-mol.K™*
48.28 J.mol " K™

Molecular Weight 116.4702
Wiswesser Line Notation GYFUYFF
Evaluation A
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(C,CIFy, (© 52HOF C,CL,F, (lig) 37PER 2
Polytrifluorochloroethylene; Polytrifluorovinyl chloride 1,2-Dichloro-1,1,2,2-tetrafluoroethane; Freon ll‘fl B
Heat Capacity 298K, C, = 24.3 calmolK" Heat Capacity 293.3K, C, = 40.6 cal~xno}l ~K_l

101.7 J-mol K™ 169.9 J-mol™-K

Temperature range 0 to 241 °C. Values given for Temperature range -188 to 20 °C. Value is unsmoothed

air-quenched and slow-cooled samples. Values per experimental datum.

monomer unit slow-cooled samples. Unsmoothed Molecular Weight 170.9216

experimental datum. Wiswesser Line Notation GXFFXGFF
Molecular Weight 116.4702 Evaluation C )
Wiswesser Line Notation /*XGFXFF*/ Probably a mixture of isomers. Shows peaks in heat capacity
Evaluation B at -180 °C, -140 °C, and -100 °C, which may be glassy

transitions.

(C,CIFy, (lig) 5TYAR/KAY C,CL,F, (lig) 81KOL/KOS
Polytrifluorochloroethylene; Polytrifluorovinyl chloride 1,2-Dichloro-1,1,2,2-tetrafluoroethane; Freon 114
Heat Capacity 298K, C, = 27.8 calmol.K! Heat Capacity 298.15K, C, = 39.2 cal-mol.K"

116.3 J-mol™.K" 164.0 J-mol ' K!
Temperature range 298-373 K. Equation only. Values per Temperature range 8-300 K
monomer unit. Entropy 298.15K, S = 67.4 cal-mol’".K!
Molecular Weight 116.4702 282.0 J-mol K
Wiswesser Line Notation /*XGFXFF*/ Phase Changes
Evaluation B c,III/c,II 109.3 K, AH = 289.7 cal-mol™
1212 J-mol™*
AS = 2.65 cal-mol.K!

C,CIF; (liq) 55AST/WIL 11.09 J.mol K™
Pentafluorochloroethane c,Il/cI 134.6 K, AH = 628.1 cal-mol™
Heat Capacity 234.04K, C, = 34.72 calmol' K" 2628 J-mol™!

145.27 J.mol".K""! AS = 4.67 cal-mol'.K"
Temperature range 15-234 K. Value is unsmoothed 19.5 J-mol .K™!
experimental datum. c,I/liq 180.62K, AH = 361 cal-mol™
Entropy 23404K, S = 59.28 cal-mol".K" 1510 J.mol™
248.03 J.mol " K" AS = 2.00 cal-mol.K™!
Phase Changes 8.36 J-mol .K!
cIl/c,I 80.24 K, AH = 628 cal-mol™ Molecular Weight 170.9216
2628 J-mol™ Wiswesser Line Notation GXFFXGFF
AS = 7.83 cal-mol .K™! Evaluation A
32.75 Jmol .K!
c,l/liq 173.71K, AH = 449 cal-mol™ C,CL,F, (lig) 38RIE
1879 J.mol™ 1,1,2-Trichloro-1,2,2-trifluoroethane; Freon 113
*AS = 2.58 cal-mol".K! Heat Capacity 2982K, C, = 42.3 calmol.K"
10.82 J.mol .K™! 177.0 Jmol L.K!
lig/g 234.04 K, AH = 4639 cal-mol™! Temperature range -30 to 61 °C
19410 J.mol™! Molecular Weight 187.3762
AS = 19.82 cal-mol™.K"! Wiswesser Line Notation GXGFXGFF
82.93 J:mol .K™! Evaluation B
P = 101.325 kPa
Molecular Weight 154.4670 C,CL,F, (liq) 39RIE
Wiswesser Line Notation GXFFXFFF 1,1,2-Trichloro-1,2,2-trifluoroethane; Freon 113
Evaluation A Heat Capacity 298.2 K, C, = 423 cal-mol.K!
177.0 J:mol K™
Temperature range -30 to 61 °C

C,CL,F, (liq) 37PER Molecular Weight 187.3762
1,2—Dich]oro—1,1,2,2—tetraﬂuoroethane; Freon 114 Wiswesser Line Notation GXGFXGFF
Heat Capacity 2933K, C, = 40.6 calmol\K"' Evaluation B

169.9 J-mol.K™!
Temperature range -188 to 20 °C. Value is unsmoothed C,Cl,F, (lig) 40BEN/MCH
experimental datum. 1,1,2—Trichloro—1,2,2—triﬂuor0ethane; Freon 113
Molecular Weight 170.9216 Heat capacity 298.15K, C, = 42.97 cal-mol" K™
Wiswesser Line Notation GXFFXGFF 179.8 J-mol.K!
Evaluation C Temperature range 243-336 K, Data calculated from
Probably a mixture of isomers. equation.

Molecular Weight 187.3762
Wiswesser Line Notation GXGFXGFF
Evaluation B
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Phase Changes

cIl/c,I 103.98 K, AH = 893 cal-mol’
3736 J-mol™

= 8.59 cal.mol K"

35.93 J.mol K"

= 642 cal-mol’!

2686 J.mol™

3.71 cal-mol LK™}

15.52 J-mol.K™!

= 3860 cal-mol™

16150 J-mol™!

= 19.81 cal-mol.K!

82.88 J-mol .K!

101.325 kPa

c,I/liq 173.10K,

lig/g 194.87 K,

E R B E B

~
Il

Molecular Weight 138.0124

Wiswesser Line Notation FXFFXFFF
Evaluation A

C,HD,Br, (lig)
1,2-Dibromoethane-d,
Heat Capacity 310K, C, = 34.69 cal-mol . K™}
145.14 J-mol.K"!

49WUY/JUN

One temperature
Molecular Weight 190.8802
Wiswesser Line Notation E2E &2-1/2-1/2-1/H-2 3
Evaluation (o}

C,H(l, (iq)
Trichloroethene; Trichloroethylene
Heat Capacity 298 K, C, = 29.8 calmol K"
124.7 J-mol .K™!

33TRE/WAT

One temperature
Molecular Weight 131.3889
Wiswesser Line Notation GYGU1G

Evaluation B
C,HCl, (liq) 48KUR
Trichloroethene; Trichloroethylene
Heat Capacity 298 K, C, =287 cal-mol .K™!
120.1 J-mol.K™!
Temperature range 12 to 80 °C, mean C,, three
temperatures.
Molecular Weight 131.3889
Wiswesser Line Notation GYGU1G
Evaluation D
C,HC1,0 (liq) 81REI
2,2,2-Trichloroethanal; Chloral;
a,a,a~-Trichloroacetaldehyde
Heat Capacity 298 K, C, = 36.2 calmol"K"
151.5 J-mol"".K™!

Temperature range 294-383 K
Molecular Weight 147.3883
Wiswesser Line Notation VHXGGG
Evaluation D

C,HCI (lig) 48KUR
Pentachloroethane
Heat Capacity 298K, C, = 469 cal-mol.K™!
196.2 J-mol.K™!

Temperature range 16 to 154 °C, mean C,, three
temperatures.

Molecular Weight 202.2949

Wiswesser Line Notation GYGXGGG

Evaluation D
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C,H,D,Br, (lig)
1,2-Dibromoethane-1,2-d,
Heat Capacity 310K, C, = 3397 calmol K"
142.13 J-mol ™K

49WUY/JUN

One temperature
Molecular Weight 189.8740
Wiswesser Line Notation E2E &2-1/2-2/H-2 2
Evaluation C

C,H,D,Br, (liq)
1,2-Dibromoethane-1,1-d,
Heat Capacity 310K, C, = 34.33 calmol K"
143.64 J-mol.K™!

49WUY/JUN

One temperature
Molecular Weight 189.8740
Wiswesser Line Notation E2E &2-1/H-2 2
Evaluation C

CH,Br,0, (¢ 61GLA/TIM
Dibromoethanoic acid; Dibromoacetic acid

Heat Capacity 301.37K, C, = 29.80 cal-mol™.K!
124.68 J-mol™. K™

Temperature range —180 to 37 °C. Value is unsmoothed

experimental datum.

Molecular Weight 217.8446
Wiswesser Line Notation QVYEE
Evaluation B
C,H,Br, (liq) 48KUR
1,1,2,2-Tetrabromoethane
Heat Capacity 298K, C, = 396 cal-mol™ . K!
165.7 J-mol K™
Temperature range 15 to 132 °C, mean C,, three
temperatures.
Molecular Weight 345.6538
Wiswesser Line Notation EYEYEE
Evaluation D
C,H,Cl, (lig) 48KUR
1,2-Dichloroethene; 1,2-Dichloroethylene
Heat Capacity 298 K, C, = 26.8 calmol’. K™
112.1 J-mol ™ K™
Temperature range -31 to 54 °C, mean C, three
temperatures.
Molecular Weight 96.9438
Wiswesser Line Notation G1UIG
Evaluation D
C,H,Cl, (lig) 34MEH 2
cis-1,2-Dichloroethene; cis-1,2-Dichloroethylene
Heat Capacity 288 K, C, =212 cal-mol.K™!
113.8 J-mol "K'
One temperature
Molecular Weight 96.9438
Wiswesser Line Notation G1U1G -C
Evaluation C
C,H,Cl, (liq) 34MEH 2
trans-1,2-Dichloroethene; trans-1,2-Dichloroethylene
Heat Capacity 288 K, C, =210 cal-mol.K!
113.0 J.mol "K'
One temperature
Molecular Weight 96.9438
Wiswesser Line Notation G1U1G -T
Evaluation C
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CH,C, (liq)
1,1-Dichloroethene; Vinylidene chloride
Heat Capacity 298.15K, C, = 26.60 cal-mol™-K"!
111.29 J-mol.K™*
Temperature range 13-290 K

S9HIL/MCD

Entropy 298.15K, S = 48.17 calmol K"
201.54 J-mol.K"!
Phase Changes
c/liq 150.59 K, AH = 1557 cal-mol™!
6514 J-mol™
AS = 10.34 cal-mol *.K!
43.26 J-mol.K™!
lig/g 298.15K, AH = 6328 cal-mol™!
26476 J-mol™*
AS = 21.22 calmol'K!
88.80 J-mol.K!
P = 80.03kPa
Molecular Weight 96.9438
Wiswesser Line Notation GYGU1
Evaluation A

CH,CL,0, (o) 61GLA/TIM
Dichloroethanoic acid; Dichloroacetic acid
Heat Capacity 28031K, C, = 43.57 cal-mol™.K™!
182.30 J-mol . K
Temperature range -180 to 7 °C. Value is unsmoothed
experimental datum.

Phase Changes

c/liq 286.5K, AH = 2950 cal-mol’!
12340 J.mol™

AS = 10.3 cal-mol.K™!

43.1 Jomol K™

Molecular Weight 128.9426

Wiswesser Line Notation QVYGG

Evaluation B

C,H,Cl,0, (liq) 02LOU

Dichloroethanoic acid; Dichloroacetic acid
Heat Capacity 380K, C, = 45 calmolK'
188 J-mol.K™!
Temperature range 22 to 196 °C; mean value given.
Molecular Weight 128.9426
Wiswesser Line Notation QVYGG
Evaluation D

C,H,Cl, (lig)
1,1,2,2-Tetrachloroethane

48KUR

Heat Capacity 298 K, C, = 39.5 calmolK'
165.3 J-mol K"
Temperature range 15 to 145 °C, mean C,, four
temperatures.

Molecular Weight 167.8498
Wiswesser Line Notation GYGYGG

Evaluation D
CH,0, (o 29PAR/KEL
Ethanedioic acid; Oxalic acid
Entropy 2981K, S = 28.7cal-mol K
120.1 J-mol K

Extrapolation below 90 K, 9.2 cal:-mol™".K™'. Revision of

previous data.
Molecular Weight 90.0354
Wiswesser Line Notation QVVQ
Evaluation C

CH, 0, (o) 39SAT/SOG
Ethanedioic acid; Oxalic acid
Heat Capacity 323K, C, = 282 calmol'K™*

P
118.0 J-mol . K!

Temperature range 0 to 100 °C. Mean value given.

Molecular Weight 90.0354
Wiswesser Line Notation QVVQ
Evaluation C
CH,0, (o) 64DAV
Ethanedioic acid; Oxalic acid
Heat Capacity 340K, C, = 35calmol"K"
146 J-mol ' K

Temperature range 298-373 K. Mean value. Temperature

range uncertain.
Molecular Weight 90.0354
Wiswesser Line Notation QVVQ
Evaluation D

CH,0, (o)
Ethanedioic acid; Oxalic acid
Heat Capacity 298.15K, C, = 2531 cal-mol™-K"!
105.9 Jmol K™

82LUF/REE

Temperature range 5-320 K

Entropy 298.15K, S = 27.62 cal-mol.K™!
115.6 J-mol K™
Molecular Weight 90.0354
Wiswesser Line Notation QVVQ
Evaluation A
C,H,DBr, (lig) 49WUY/JUN

1,2-Dibromoethane-d,

Heat Capacity 310K, C

» = 33.05 cal-mol™.K"!

138.28 J-mol .K™!
One temperature
Molecular Weight 188.8678
Wiswesser Line Notation E2E &2/H-2

Evaluation C
C,H;Br (liq) 34MEH 2
Bromoethene; Vinyl bromide
Heat Capacity 288K, C, = 25.7 cal-mol' K™
107.5 J-mol .K!
One temperature
Molecular Weight 106.9497
Wiswesser Line Notation E1U1
Evaluation C
C,H,Br (liq) 34MEH

Bromoethene; Vinyl bromide

Heat Capacity 288 K, C, = 258 cal-mol":K"
107.9 J-mol™.K™*
One measurement
Molecular Weight 106.9497
Wiswesser Line Notation E1U1
Evaluation C
(C,H,CD, (gls) 71CHA

Polyvinyl chloride
Heat Capacity 298.15K, C, = 14.11 cal-molt.K™!
59.03 J-mol.K!
Temperature range 6-380 K. Value per monomer unit.
Entropy 298.15K, § = 17.11 calmol" K"
71.60 J-mol . K™
Per monomer unit. Value is $-S,.
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Molecular Weight 62.4987
Wiswesser Line Notation /*YG1*/
Evaluation A

One sample of suspension-polymerized PVC, two samples
of bulk-polymerized PVC. Data represent annealed bulk

material.

C,H,CIF, (lig) 37PER
1,1-Difluoro-1-chloroethane
Heat Capacity 291.6K, C, = 31.2calmolK"'
130.5 J-mol "K'
Temperature range -180 to 18 °C. Value is unsmoothed
experimental datum.

Phase Changes
c/liq 1424K, AH = 642 calmol’
2686 J-mol™!
AS = 4.51 cal:-mol.K!
18.86 J-mol.K™
Molecular Weight 100.4955
Wiswesser Line Notation GXFF1
Evaluation B
C,H,CIF, (lig) 37PER 2

1,1-Difluoro-1-chloroethane

Heat Capacity 291.6 K, C,

', = 31.2 cal'mol K

130.5 J-mol K
Temperature range -180 to 18 °C. Value is unsmoothed
experimental datum for saturated liquid.

Phase Changes
c/liq 1424K, AH = 642 cal-mol’
2686 J.mol™!
AS = 4.51 cal-mol™.K™!
18.86 J-mol™.K"!

Molecular Weight 100.4955
Wiswesser Line Notation GXFF1
Evaluation B

Sample probably contains other isomers in small amounts.

C,H,CIF, (lig) 42RIE
1,1-Difluoro-1-chloroethane
Heat Capacity 2949K, C, = 31.2calmol.K
130.5 J-mol-K™!

Temperature range -61 to 21 °C. Value is unsmoothed
experimental datum for saturated liquid.

Molecular Weight 100.4955

Wiswesser Line Notation GXFF1

Evaluation A

C,H,CIF, (liq) 41RIE 2
1,1-Difluoro-1-chloroethane
Heat Capacity 294.8 K, C, =312 cal-mol.K™!
130.5 J-mol K™

Temperature range -61 to 22 °C. Value is unsmoothed
experimental datum.

Molecular Weight 100.4955

Wiswesser Line Notation GXFF1

Evaluation A

C,H,ClO (lig) 81REI

Acetyl chloride

Heat Capacity 298 K, C, = 28.0cal-mol K™
117.2 Jmol™' K™

Temperature range 289-343 K

Molecular Weight 78.4981

Wiswesser Line Notation GV1

Evaluation D
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CH,Q0, (lig

S50URA/SID

Chloroacetic acid

Heat Capacity 321.05K, C, = 430 cal-mol.K™!

179.9 J-mol K™

Temperature range 47 to 65 °C. Value is unsmoothed
experimental datum. Maxima at 50.7, 56.9, and 61.2 °C.

Molecular Weight 94.4975

Wiswesser Line Notation QV1G

Evaluation B

CHC,  (lig 44RUB/LEV

1,1,1-Trichloroethane; Methyl chloroform
Heat Capacity 299.59K, C, = 34.49 calmol 'K
144.31 J-mol K™
Temperature range 12-300 K. Value is unsmoothed
experimental datum.
Entropy 298.15K, S = 54.37 cal-mol.K™!
227.48 J.mol.K™!

Phase Changes
cIl/c1 22420K, AH = 1786 cal-mol™
7473 J-mol™!
AS = 7.97 calmol.K!
33.33 J-mol K"
c,1/lig 2402K, AH = 450 calmol’
1880 J-mol™!
AS = 1.9 calmol™.K™
7.8 J-mol.K"!

AH estimated because of errors in C, above 225 K. Not used
in calculation of entropy.
lig/g 286.53K, AH

7962 cal-mol™!
33313 J-mol™
AS = 27.79 cal-mol LK™
116.26 J-mol.K™!

P = 1026kPa
Molecular Weight 133.4047
Wiswesser Line Notation GXGG1
Evaluation A
C,H,Cl, (lig) 50CRO/SMY

1,1,1-Trichloroethane; Methyl chloroform
Heat Capacity 257.2K, C, = 33.2 calmol.K"
138.9 J.molM.K!
Temperature range 117-260 K. Value is unsmoothed
experimental datum.
Phase Changes
c,111/c,I1 205K, = 50 cal-mol™
210 J-mol™!
= 0.2 cal-mol . K™!
1.0 J-mol.K"!
1780 cal-mol™
7450 J-mol™*
= 8.0 cal-mol.K™!
33.3 J:-mol.K™!
= 450 cal'mol™
1880 J-mol™
= 1.9 cal-mol K
7.8 J.mol .K!

cIl/c,I 223.6K,

¢I/lq 240.1 K,

E BB &R EE

Molecular Weight 133.4047
Wiswesser Line Notation GXGG1
Evaluation C
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1,1,1-Trifluoroethane; Freon 143
Heat Capacity 220K, C, =

Temperature range 15-226 K

Entropy 22585K, S =
Phase Changes
c,Il/c,I 156.35K, AH =
AS =
c,I/liq 161.82 K, AH =
AS =
lig/g 22440K, AH =
AS =
P =
Molecular Weight 84.0409
Wiswesser Line Notation FXFF1
Evaluation A

26.21 cal-mol.K™!
109.66 J-mol .K™!

43.56 cal-mol.K!
224.10 J-mol . K™

71 cal-mol™

297 J.mol™

0.45 cal-mol K™
1.90 Jmol ".K"!
1480 cal-mol™!
6192 J.mol™!

9.15 cal-mol.K™!
38.26 J.mol K"
4583 cal-mol™
19175 J-mol™!
20.42 cal-mol "K'
85.45 J.mol".K™!
94.54 kPa

Temperature range 20-300 K

Entropy 298.15K, S =

Phase Changes

cIl/c,I 2169K, AH =
AS =

c,Il/liq 229.32K, AH =
AS =

lig/g 298.15K, AH =
AS =
P =

Molecular Weight 41.0524
Wiswesser Line Notation NC1
Evaluation A

CHN  (lig

Acetonitrile; Methyl cyanide

Heat Capacity 297K, C, =

[4

One temperature
Molecular Weight 41.0524
Wiswesser Line Notation NC1
Evaluation C

C,H,Q, (liq) 73AND/COU C,HKO, (o) 75FER/SAN
1,1,1-Trichloroethane; Methyl chloroform Potassium acetate
Heat Capacity 298.15K, C, = 34.51 calmol. K Phase Changes
144.4 J.mol'.K™! c,Il/c,1 423K, AH = 100 cal-mol™’
Temperature range 10-310 K 420 J-mol™!
Entropy 298.15K, S = 54.18 cal-mol.K™! AS = 0.24 cal-mol.K!
226.7 J-mol . K"! 1.0 J-mol "K'
Phase Changes ¢,I/liq 5787K, AH = 3640 cal-mol’!
cIl/c,I 22480K, AH = 1790 cal-mol™ 15230 J.mol™!
7490 J-mol™! AS = 6.3 cal-mol™-K™
AS = 7.96 calmol.K™' 26.3 J-mol .K"!
33.32 Jmol LK Molecular Weight 98.1428
c,I/lig 243.13K, AH = 562 cal-mol™ Wiswesser Line Notation OV1 KA
2350 J-mol™ Evaluation C
AS = 2.31 calmol.K™!
9.67 J-mol.K™! CH,LIO, (o) 75FER/SAN
Molecular Weight 133.4047 Lithium acetate
Wiswesser Line Notation GXGG1 Phase Changes
Evaluation A c/liq 557K, AH = 2840 cal-mol™
11880 J-mol™!
AS = 5.1 cal-mol K™
C,H,Cl, (©) 50CRO/SMY 21.3 J-mol K™
1,1,2-Trichloroethane Molecular Weight 65.9855
Heat Capacity 251.7K, C, = 34.2calmol K" Wiswesser Line Notation OV1 .LI
143.1 J-mol K™ Evaluation C
Temperature range 117-252 K. Value is unsmoothed
experimental datum. C,H,N (lig) 07TWAL
Phase Changes Acetonitrile; Methyl cyanide
c/liq 237.1K, AH = 2720 cal-mol” Heat Capacity 291K, C, = 21 calmol K"
11380 J.mol™! 88 J.mol™-K™!
AS = 11.5 calmol K™ One temperature
48.0 J.mol.K™! Molecular Weight 41.0524
Molecular Weight 133.4047 Wiswesser Line Notation NC1
Wiswesser Line Notation GYGI1G Evaluation D
Evaluation C
C,H;N (liq) 65PUT/MCE
Acetonitrile; Methyl cyanide
C,H,F, (lig) 44RUS/GOL Heat Capacity 298.15K, C, = 21.86 cal-mol™.K™!

91.46 J:mol K

35.76 cal-mol™.K!
149.62 J-mol".K™!

214.6 cal-mol™!
897.9 J.mol™!

0.99 cal-mol™".K"!
4.14 J-mol'.K™!
1952 cal-mol™!
8167 J.mol™!

8.51 cal-mol™.K™!
35,61 J.mol K™
7941 cal-mol™!
33225 J-mol™!
26.63 cal-mol.K™!
111.44 J.mol.K™!
11.83 kPa

TIHAL/BAL

19.7 cal-mol™ K™
82.5 J-mol . K™!
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C,H,N (liq) 79VIS/SOM C,Hy;Na0,*3H,0 (¢) 32STU
Acetonitrile; Methyl cyanide Sodium acetate trihydrate
Heat Capacity 298.15K, C, = 21.9 cal-mol" K" Heat Capacity 325K, C, = 77 calmol' K
91.7 J-mol".K™! 322 Jmol K"
One temperature Temperatures above and below melting point.
Molecular Weight 41.0524 Phase Changes
Wiswesser Line Notation NC1 c/lig 331.7K, AH = 4840 cal-mol™
Evaluation B 20250 J-mol™
AS = 15 cal-mol.K™!
(C,H,NO), ©) 81FIN/KUM 61 J.mol"'.K™!
Polyglycine 1 Molecular Weight 136.0799
Heat Capacity 298.15K, C, = 2451 cal-mol . K™! Wiswesser Line Notation OV1 .NA &QH 3
102.5 J-mol 'K Evaluation D

Temperature range 150-375 K, Polyglycine I (8-sheet).
Data given graphically. C, calculated from equation.

Molecular Weight 75.0670 C,H,D,0, (lig) 62RAB/NIK
Wiswesser Line Notation /*MV1*/ 1,2-Dihydroxyethane-d,; 1,2-Ethanediol-d,;
Evaluation B Ethylene glycol-d,

Heat Capacity 298 K, C, = 3727 calmol'K'

(C;H,NO), © 81FIN/KUM 155.94 J-mol™-K™!
Polyglycine II Temperature range 10 to 55 °C
Heat Capacity 298.15K, C, = 22.34 cal-mol’.K™ Molecular Weight 64.0806

93.46 J-mol'.K™! Wiswesser Line Notation Q2Q &1/3/H-2 2
Temperature range 150-375 K, Polyglycine II (3,helix). Evaluation B
Data given graphically. C, calculated from equation.
Molecular Weight 75.0670
Wiswesser Line Notation /*MV1*/ C,H,D,0, (lig) 67NIK/RAB 2
Evaluation B 1,2-Dihydroxyethane-d,; 1,2-Ethanediol-d,;
Ethylene glycol-d,

C,H;NaO, (c) 55STR Heat Capacity 298.15K, C, = 37.80 cal-mol™K™
Sodium acetate 158.16 J-mol K™
Heat Capacity 291.18K, C, = 21.05 cal-mol K™ Temperature range 80-300 K

88.07 J:mol.K™! Phase Changes
Temperature range 13-292 K. Value is unsmoothed c/liq 258.8.K, AH = 2330 cal-mol™
experimental datum. 9749 J.mol™!
Entropy 298.15K, S = 29.42 calmol.K™! AS = 9.00 cal-mol™.K™!
123.09 J:mol'.K"*! 37.67 Jmol . K™!
Molecular Weight 82.0343 Molecular Weight 64.0806
Wiswesser Line Notation OV1 .NA Wiswesser Line Notation Q2Q &1/3/H-2 2
Evaluation A Evaluation B

C,H,NaO, (clV) 75FER/SAN
Sodium acetate C,H,BrCl (liq) 39RAI
Heat Capacity 340K, C, = 26.7 calmol K" 1-Bromo-2-chloroethane

111.7 Jmol . K! Heat Capacity 300K, C, =311 cal-mol™-K™!
Temperature range 340-610 K 130.1 Jmol ' K™
Phase Changes Temperature range 90-320 K. Data graphically only. Value
c,IV/e,III 414K, AH = 170 cal-mol™ read from graph.
290 J.mol™! Phase Changes
AS = 0.17 cal-mol".K™! cIl/el 182K, AH = 740 cal-mol™
0.7 J-mol.K™! 3100 J.mol™!
c,H11/c,I1 465K, AH = 100 cal-mol™’ AS = 4.1 calmol- K™
420 J:mol™! 17.0 Jmol .K™!
AS = 0.2 calmol.K Lambda-type transition. Temperature is maximum in
0.8 Jomol™.K"! specific heat curve.
c,ll/c,I 527K, AH = 40 cal-mol™ c,I/liq 2564K, AH = 2300 cal-mol™
170 J.mol! 9625 J-mol™!
AS = 0.08 cal-mol™.K"! AS = 9.0 cal-mol.K™!
0.3 J-mol"-K" 37.5 J._mol—l_K-l
c,I/liq 601.3 K, AH = 4290 cal-mol™! Molecular Weight 143.4106
17950 J.mol™ Wiswesser Line Notation G2E
AS = 7.1 calmol™.K™ Evaluvation Cc
29.9 J.mol™.K™!
Molecular Weight 82.0343
Wiswesser Line Notation OV1 .NA
Evaluation B
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C,H Br, (lig) 39RAI
1,2-Dibromoethane; Ethylene dibromide
Heat Capacity 300K, C, = 318 calmol.K"'
129.5 J-mol™-K™!
Temperature range 90-320 K. Data graphically only. Value
read from graph.
Phase Changes
c,Il/c,1 2506 K, AH = 450 cal-mol™!
1880 J-mol™
AS = 1.8 calmol.K!
7.5 Jmol K™}
¢, I/liq 283.1K, AH = 2590 cal-mol™
10835 J-mol™!
AS = 9.1 calmol K}
38.3 J-mol LK"!
Molecular Weight 187.8616
Wiswesser Line Notation E2E
Evaluation C
C,H,Br, (lig) 40PIT 2

1,2-Dibromoethane; Ethylene dibromide
Heat Capacity 298.15K, C, = 32.5 calmol.K"'
136.0 J-mol.K™!
Temperature range 15-300 K

Entropy 298.15K, S = 53.37 cal-mol K"
223.30 J:mol K™
Phase Changes
c,Il/¢c,1 249.54K, AH = 463.8 cal-mol™!
1940.5 J.-mol™!
AS = 1.86 cal-mol.K™!
7.78 J-mol K™
c/1/iq 283.0K, AH = 2615.8 cal-mol’
10944.5 J.mol™!
AS = 9.24 cal-mol K™
38.67 J.mol™ K™
Molecular Weight 187.8616
Wiswesser Line Notation E2E
Evaluation A
CHBr, (g 48KUR

1,2-Dibromoethane; Ethylene dibromide

Heat Capacity 298K, C, = 322 cal-mol™.K™!
134.7 Jmol K

Temperature range 16 to 127 °C, mean C,, four
temperatures.

Molecular Weight 187.8616

Wiswesser Line Notation E2E

Evaluation D

C,H,Br, (liq) 49WUY/JUN
1,2-Dibromoethane; Ethylene dibromide
Heat Capacity 310K, C, = 32.30 calmol K"

135.14 J-mol K
One temperature
Molecular Weight 187.8616
Wiswesser Line Notation E2E
Evaluation C
C,H, Br, (lig) 69WIL/SCH
1,2-Dibromoethane; Ethylene dibromide
Heat Capacity 298.15K, C, = 323 cal-mol.K™!
135.0 J-mol . K"
Temperature range 20, 30, 40C
Molecular Weight 187.8616
Wiswesser Line Notation E2E
Evaluation B

C,H/(Cl, (liq) 81REI
1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 298 K, C, = 29.2 calmol K™
122.2 J-mol K™
Temperature range 290-364 K
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation D
C,H/(Cl, (lig) 39RAI
1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 300K, C, = 31.3 calmol.K!
131.0 J-mol'.K"!
Temperature range 90-320 K. Data graphically only. Value
read from graph.
Phase Changes
c,I1/c,1 175K, AH = 680 cal-mol™!
2845 J-mol™
AS = 3.9 cal-mol".K"!
16.2 J-mol K™
Lambda-type transition. Temperature is maximum in
specific heat curve.
c,I/liq 2376 K, AH = 2090 cal-mol™
8745 J.mol™!
AS = 8.80 cal-mol.K™!
36.8 J-mol.K"!
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation C
C,H/Cl, (liq) 40PIT 2

1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 298.15K, C, = 308 calmol K™
128.9 J-mol . K™!
Temperature range 15-308 K
Entropy 298.15K, S = 49.84 calmol K"
208.53 J-mol". K™
Phase Changes
Anomalous region at 175-180 K, probably a lambda-type
transition. No transition heat or temperature given.

c/liq 237.2K, AH = 2112.0 cal-mol™!
8836.6 J-mol™!
AS = 8.90 cal-mol K™
37.25 Jmol .K™!
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation A
C,H/(Cl, (liq) 48KUR
1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 298K, C, = 294 cal-mol.K™!
123.0 J-mol ' K!
Temperature range -25 to 86 °C, mean C, four
temperatures.
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation D
C,H/Cl, (liq) 51SIE/CRU
1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 293K, C, =297 cal-mol™.K™*
124.3 J.mol™ ' K™
One temperature
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation B
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C,H/,(Cl, (lig) 55STA/TUP
1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 298K, C, = 3100 cat-mol . K™!

129.70 J-mol.K!
Temperature range 284-348 K
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation B

CH/(L, (lig) 55RUI

1,2-Dichloroethane; Ethylene dichloride

Heat Capacity 298.15K, C, = 30.96 cal-mol™-K™!
129.54 J-mol K}

Temperature range 7-50 °C

Molecular Weight 98.9596

Wiswesser Line Notation G2G

Evaluation B

CH/, (lig)
1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 293 K, C, = 30.9 calmol K™
129.2 J-mol.K™!

67RAS/GAN

Temperature range 293-353 K
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation C

CH/Cl, (liq) 69WIL/SCH
1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 298.15K, C, = 30.7 cal-mol" LK™

128.6 J-mol .K™!
Temperature range 20, 30, 40 °C
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation B
C,H/(Cl, (lig) 79WIL/FAR

1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 298.15K, C, = 30.83 cal-mol™ K™
128.99 J:mol ™K™'
One temperature.
Molecular Weight 98.9596
Wiswesser Line Notation G2G
Evaluation B

C,H/Cl, (lig)
1,2-Dichloroethane; Ethylene dichloride
Heat Capacity 298.15K, C, = 308 cal-mol.K"!
129.0 J-mol K

T9WIL/GRO

One temperature

Molecular Weight 98.9596

Wiswesser Line Notation G2G

Evaluation B

C,H/Cl, (lig) 81REI

1,1-Dichloroethane; Ethylidene chloride

Heat Capacity 298 K, C, =289 cal-mol.K™!
120.9 J-mol™ 'K

Temperature range 287-344 K

Molecular Weight 98.9596

Wiswesser Line Notation GYG1

Evaluation D
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CH/(l, (lig) 48KUR
1,1-Dichloroethane; Ethylidene chloride
Heat Capacity 298K, C, = 30.4calmolK™
127.2 J-mol . K™
Temperature range -51 to 55 °C, mean C,, four
temperatures.
Molecular Weight 98.9596
Wiswesser Line Notation GYG1
Evaluation D
C,H/(l, (lig) 56L1/PIT

1,1-Dichloroethane; Ethylidene chloride
Heat Capacity 298.15K, C, = 30.18 cal-mol™.K™!
126.27 J-mol . K™
Temperature range 14-294 K
Entropy 298.15K, S = 50.61 calmol K"
211.75 J-mol *.K!

Phase Changes
c/liq 176.18 K, AH = 1881 cal-mol’
7870 J-mol™!
AS = 1068 cal-mol .K™!
44.67 J-mol".K!
lig/g 293K, AH = 7409 cal-mol™
31000 J-mol™!
AS = 25.29 cal-mol K
105.81 J-mol K
P = 3032kPa
Molecular Weight 98.9596
Wiswesser Line Notation GYG1
Evaluation A
CHN,0, (o) 65SEGA/WAK

Oxamide
Heat Capacity 298.15K, C, = 27.22 cal-mol.K™!
113.89 Jmol 'K
Temperature range 10-310 K
Entropy 208.15K, S = 28.23 calmol.K"
118.11 J-mol K™
Molecular Weight 88.0658
Wiswesser Line Notation ZVVZ
Evaluation A
Triclinic form

CHN, (o)
Dicyandiamide
Heat Capacity 294.63K, C, = 28.14 cal-mol K"
117.74 J.mol". K™
Temperature range 15-300 K. Value is unsmoothed
experimental datum.
Entropy 298.15K, S = 30.90 cal-mol.K™!
129.29 J.mol". K™

52STE/BER

Molecular Weight 84.0804
Wiswesser Line Notation NCMYZUM
Evaluation A

CHN, (9 64DAV
Dicyandiamide
Heat Capacity 340K, C, = 34calmol' K"
142 J.mol K™

Temperature range 298-373 K. Mean value. Temperature

range uncertain.
Molecular Weight 84.0804
Wiswesser Line Notation NCMYZUM
Evaluation D
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C,HO (liq)
Oxirane; Ethylene oxide
Heat Capacity 285K, C,
Temperature range 15-283 K
Entropy 283.60K, S
Phase Changes
c/liq 160.65K, AH
AS
lig/g 283.66 K, AH
AS
P
Molecular Weight 44.0530
Wiswesser Line Notation T30TJ
Evaluation A
C,HO (liq)
Ethanal; Acetaldehyde
Heat Capacity 273K, Cp
One temperature
Molecular Weight 44.0530
Wiswesser Line Notation VH1
Evaluation B
CH0, (ig
Ethanoic acid; Acetic acid
Heat Capacity 298K, C

4

Temperature range 292-358 K

Molecular Weight 60.0524
Wiswesser Line Notation QV1
Evaluation D

CHO, (g
Ethanoic acid; Acetic acid

Heat Capacity 294.7 K, C,

Temperature range 87-295 K. Value is unsmoothed

experimental datum.
Entropy 298.1 K, S

49GIA/GOR

20.77 cal-mol™.K™!
86.90 J-mol.K™!

35.72 cal-mol.K!
149.45 J.mol™.K™!

1236.4 cal-mol™!
5173.1 J-mol™*
7.70 cal-mol K™
32.20 J-mol K™
6101 cal-mol™
25527 J-mol™!
21.51 cal-mol.K™!
89.99 J.mol"'.K™!
101.325 kPa

47CON/ELV

23.00 cal-mol-K™!
96.21 J-mol.K™!

81REI

29.5 cal-mol K™
123.5 J-mol™.K*

25PAR/KEL
29.5 cal-mol K™
123.4 J-mol.K™!

46.3 cal-mol™.K™!
193.7 J-mol " K™!

Extrapolation below 90 K. 18.36 cal-mol". K.

Phase Changes
c/liq 289.8 K, AH
AS

Molecular Weight 60.0524
Wiswesser Line Notation QV1

Evaluation B(C,),C(S)
CHO, (g

Ethanoic acid; Acetic acid

Entropy 298.1 K, S

Extrapolation below 90 K, 10.2 cal-mol™ K. Revision of

previous data.
Molecular Weight 60.0524
Wiswesser Line Notation QV1
Evaluation C

2803 cal-mol™
11728 J-mol™!
9.67 cal-mol-K™!
40.47 J-mol K™

29PAR/KEL

38.2 cal-mol" K™
159.8 J.mol"-K!

CHO, (g
Ethanoic acid; Acetic acid

Heat Capacity 297.1K, C,

32NEU

= 29.0 cal-mol 'K
121.3 J-mol.K"!

Temperature range 23.9-80.5 °C. Value is unsmoothed

experimental datum.
Molecular Weight 60.0524
Wiswesser Line Notation QV1
Evaluation c

CHO, (g
Ethanoic acid; Acetic acid
Heat Capacity 298K, C,
One temperature
Molecular Weight 60.0524
Wiswesser Line Notation QV1
Evaluation C

C,H, 0, (lig)
Ethanoic acid; Acetic acid
Heat Capacity 332K, C,
Mean value 22 to 96 °C
Molecular Weight 60.0524
Wiswesser Line Notation QV1
Evaluation C

CH,0, (lig)
Ethanoic acid ; Acetic acid
Heat Capacity 298.15K, C,

34RAD/JUL

= 28.8 cal-mol.K™!
120.5 J-mol™.K™*

58SWI/ZIE

= 33.4 cal-mol.K™!
139.7 J-mol . K™

82MAR/AND

= 29.42 cal-mol’.K™!
123.1 J-mot™.K™!

35

Temperature range 13-450 K, Data also given by equation.

Entropy 298.15K, S = 37.76 cal-mol.K™'
158.0 J-mol .K"!
Phase Changes
c,I/liq 298.69K, AH = 2801.1 calmol™
11720 J-mol™
AS = 9.67 cal-mol™.K™!
40.5 J-mol.K™!
Molecular Weight 60.0524
Wiswesser Line Notation QV1
Evaluation A
C,H,0, (lig) 34MEH 2
Methyl methanoate; Methyl formate
Heat Capacity 288K, c = 29.0 cal-mol™.K!
121.3 J:mol'.K™!
One temperature
Molecular Weight 60.0524
Wiswesser Line Notation VHO!1
Evaluation C
C,H,0, (lig) 71IHAL/BAL
Methyl methanoate; Methyl formate
Heat Capacity 297K, C, =228 cal-mol".K™!
95.5 J-mol .K™!
One temperature
Molecular Weight 60.0524
Wiswesser Line Notation VHO1
Evaluation C
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CHO, (lig) T9FUC

Methyl methanoate; Methyl formate

Heat Capacity 298.15K, C, = 28.6 cal-mol K™
119.7 Jmol . K™

One temperature

Molecular Weight 60.0524

Wiswesser Line Notation VHOI1

Evaluation B

CH,DO (lig
Ethanol-d,; Ethyl alcohol-d,

Heat Capacity 298 K, C,

62RAB/NIK

= 21.78 calmol".K™!
116.23 J-mol K !
Temperature range 15 to 55 °C

Molecular Weight 47.0750
Wiswesser Line Notation Q2 &1/H-2
Evaluation B
CHDO (lig 67NIK/RAB
Ethanol-d,; Ethyl alcohol-d,
Heat Capacity 250K, C, = 24.40 calmol K™
102.09 J-mol".K™!
Temperature range 80-250 K
Phase Changes
c,Il/c,I 1133 K, AH = 800 cal-mol
3347 J:mol™*
AS = 7.06 cal-mol.K™!
29.54 J.mol . K™!
c,I/liq 156.9K, AH = 1030 cal-mol’
4310 J-mol™
AS = 6.56 calmol.K™!
27.47 J-mol.K™!
Molecular Weight 47.0750
Wiswesser Line Notation Q2 &1/H-2
Evaluation A
C,H;Br (liq) 48KUR
Bromoethane; Ethyl bromide
Heat Capacity 298 K, C, = 24.1calmol™ K"
100.8 J-mol™.K!
Temperature range -50 to 37 °C, mean C,, five
temperatures,
Molecular Weight 108.9655
Wiswesser Line Notation E2
Evaluation D
C,H,Cl (lig) 40RIE
Chloroethane; Ethyl chloride
Heat Capacity 298.1 K, C, = 260 cal-mol™.K™!
108.8 J-mol K™
Temperature range —48 to 46 °C
Molecular Weight 64.5145
Wiswesser Line Notation G2
Evaluation A
C,H,Cl (liq) 41RIE
Chloroethane; Ethyl chloride
Heat Capacity 298 K, C, = 26.0 calmol.K"'
108.8 J-mol™.K™!
Temperature range —48 to 45 °C
Molecular Weight 64.5145
Wiswesser Line Notation G2
Evaluation A
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CH(Cl (liq) 48GOR/GIA
Chloroethane; Ethyl chloride
Heat Capacity 290K, C, = 24.69 cal-mol.K™!
103.3 J-mol . K™!
Temperature range 13-287 K
Entropy 28542K, S = 44.52 calmol.K!

186.27 J-mol .K!

Phase Changes
c/lig 13482K, AH = 1064 cal-mol™
4452 J.mol™
AS = 7.893 cal-mol" K
33.02 J-mol "K'
lig/g 28542 K, AH = 5892 cal-mol™
24652 J-mol™
AS = 20.64 cal-mol K™
86.37 J-mol K™
P = 101.325 kPa
Molecular Weight 64.5145
Wiswesser Line Notation G2
Evaluation A
C,H,Cl (lig) 48KUR
Chloroethane; Ethyl chloride
Heat Capacity 288K, C, = 26.1 calmol K"
109.6 J-mol™.K™!
Temperature range -67 to 15 °C, mean C,, three
temperatures.
Molecular Weight 64.5145
Wiswesser Line Notation G2
Evaluation D
C,H,I (liq) 48KUR
Iodoethane; Ethyl iodide
Heat Capacity 298K, C, = 27.5cal-mol™.K™

»
115.1 Jamol ' K!

Temperature range ~37 to 70 °C, mean C, three
temperatures.

Molecular Weight 155.9660

Wiswesser Line Notation 12

Evaluation D

C,HNO (lig) 74VIS/SOM
N-Methylmethanamide; N-Methylformamide
Heat Capacity 298.15K, C, = 3014 cal-mol.K!

126.1 J:mol'.K™!
One temperature
Molecular Weight 59.0676
Wiswesser Line Notation VHM1
Evaluation A
C,H,NO (lig) 79VIS/SOM

N-Methylmethanamide; N-Methylformamide
Heat Capacity 298.15K, C, = 29.9 calmol™ K"

125.2 J:mol.K™!
One temperature
Molecular Weight 59.0676
Wiswesser Line Notation VHM1
Evaluation B
CHNO (c) 40CAM/CAM

Ethanamide; Acetamide
Heat Capacity 293K, C, =159 cal-mol . K™!
66.5 J-mol.K™!
One temperature
Molecular Weight 59.0676
Wiswesser Line Notation ZV1
Evaluation C



HEAT CAPACITIES AND ENTROPIES OF ORGANIC COMPOUNDS 37

Table of Heat Capacities, Entropies, and Phase Transition Properties — Continued

CHNO, (lig
Nitroethane

Heat Capacity 298.15K, C, = 32.08 cal-mol K"
134.22 J-mol.K!

66LIU/ZIE

Temperature range 80-300 K

Phase Changes

c/lig 183.69 K, AH = 2355 cal-mol™
9853 J-mol™

AS = 12.82 cal-mol.K™!

53.64 J.mol -K™!

Molecular Weight 75.0670

Wiswesser Line Notation WN2

Evaluation A

CHNO, (o) 33PAR/HUF

Aminoethanoic acid; Glycine

Heat Capacity 299.5K, C,

A 24.02 cal-mol™.K™!

100.50 J-mol " K™!
Temperature range 93-300 K. Value is unsmoothed
experimental datum.

Entropy 298.1K, S = 26.1cal-mol’K"
109.2 J-mol K™
Extrapolation below 90 K, 7.55 cal-mol™.K™".
Molecular Weight 75.0670
Wiswesser Line Notation Z1VQ
Evaluation B(C,),C(S)
CHNO, (© 60HUT/COL

Aminoethanoic acid; Glycine
Heat Capacity 298.15K, C, = 23.71 cal-mol .K™!
99.20 J-mol™.K™*
Temperature range 11-305 K

Entropy 298.15K, S = 24.74 calmol K"
103.51 Jomol.K™!

Molecular Weight 75.0670

Wiswesser Line Notation Z1VQ

Evaluation A

CHNO, (o)
Aminoethanoic acid; Glycine
Heat Capacity 298.15K, C, = 23.7 cal-mol™ K™

75SPI/WAD

99.3 J:mol™.K!
One temperature

Molecular Weight 75.0670

Wiswesser Line Notation Z1VQ

Evaluation B

C,H;NO, (lig) 54GRA/SMI

Ethyl nitrate

Heat Capacity 298 K, C, = 407 cal-mol*.K™!
170.3 Jmol "\ K™

Temperature range 21-293 K

Entropy 298 K, S = 59.08 cal.mol™.K™
247.2 J-mol.K™!
Phase Changes
c/lig 178.6 K, AH = 2038 cal-mol’
8527 J.mol™!
AS = 11.41 calmol'.K™'
47.74 J-mol . K™

Molecular Weight 91.0664
Wiswesser Line Notation WNO2
Evaluation B

CHNO, (o)

C,H;N;0, ©

C.H,

C.H,

C,H,

39SAT/SOG

Ammonium acid oxalate

Heat Capacity 323K, C, = 365 calmol™.K'
152.7 J-mol '\ K

Temperature range 0 to 100 °C. Mean value.

Molecular Weight 107.0658

Wiswesser Line Notation QVVQ &ZH

Evaluation C

82LUF/REE
Biuret
Heat Capacity 298.15K, C, = 31.39 cal-mol.K"
131.3 J-mol ™K™'
Temperature range 5-320 K

Entropy 298.15K, S = 34.91 cal-mol’.K"'
146.1 J-mol™". K™

Molecular Weight 103.0894

Wiswesser Line Notation ZVMVZ

Evaluation A

(lig) 30WIE/HUB

Ethane

Heat Capacity 200K, C, = 1780 cal-mol™.K™!
74.48 J.mol.K"!

Temperature range 67-305.2 K, Heat capacity of saturated
liquid given to 295 K is 32.54 cal-mol™.K™, 136.1

J:mol K™,
Phase Changes
c,I/liq 89.50 K, AH = 667.5 cal-mol™
2793 J-mol™
AS = 7.46 calmol.K™!
31.2 Jmol LK™
lig/g 184.46 K
Molecular Weight 30.0694
Wiswesser Line Notation 2H
Evaluation A
(lig) 3ITWIT/KEM
Ethane
Heat Capacity 180K, C, = 17.26 calmolK"
72.22 J-mol K™
Temperature range 15-185 K
Entropy 184.1K, § = 30.29 cal-mol’.K
126.7 Jmol K™

Entropy from 0-15 K calculated using a Debye function.
Phase Changes

c,I/liq 89.87K, AH = 682.9 cal-mol™
2857 J:mol™!
AS = 7.60 cal-mol™.K"
31.8 J-mol.K™*
lig/g 184.1K, AH = 3514 cal-mol™
14703 J.mol™!
AS = 19.09 calmol K™’
79.87 J-mol.K™*
Molecular Weight 30.0694
Wiswesser Line Notation 2H
Evaluation A
(lig) 76ROD
Ethane
Heat Capacity 100.32K, C, = 16.36 calmol.K"

68.44 J-mol K™
Temperature range 93-301 K (saturation line), 91-330 K,
pressures from 0 to 33MPa.
Molecular Weight 30.0694
Wiswesser Line Notation 2H
Evaluation A
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C,H, (liq) 76ROD 2 CH,O (lig) 81REI
Ethane Ethanol; Ethyl alcohol
Heat Capacity 94K, C, = 164 cal-mol".K™! Heat Capacity 298K, C, =268 cal-mol.K™!
68.5 J-mol.K™! 112.1 J-mol K™
From data 90.3-94 K. Average value over range. Temperature range 288-346 K
Phase Changes Molecular Weight 46.0688
[RIVA 89.77 K, AH = 582.6 cal-mol™ Wiswesser Line Notation Q2
2437.5 J.mol™! Evaluation D
AS = 6.49 cal-mol.K™!
27.15 J-mol''.K™! CHO (g 07TWAL
Molecular Weight 30.0694 Ethanol; Ethy! alcohol *
Wiswesser Line Notation 2H Heat Capacity 293 K, C, =126 cal-mol .K™!
Evaluation B 109 Jemol.K!
One temperature
C,H,.Cd (lig) 56LI Molecular Weight 46.0688
Dimethyl cadmium; Cadmium dimethyl Wiswesser Line Notation Q2
Heat Capacity 298.15K, C, = 3155 cal-mol . K™ Evaluation D
132.01 J-mol K™
Temperature range 15-300 K C,HO (liq) 24WIL/DAN
Entropy 298.15K, § = 48.25 cal-mol”. K™ Ethanol; Ethyl alcohol
201.88 J:mol.K™! Heat Capacity 303K, C, = 27.5cal-molK"
Phase Changes 115.1 J-mol™.K™!
c,Il/c,I 25435K, AH = 363.5 calmol” Temperature range 303-333 K, Equation only.
1520.9 J.mol™ Molecular Weight 46.0688
AS = 1.43 calmol.K™' Wiswesser Line Notation Q2
5.98 J.mol.K"! Evaluation C
c,I/liq 27048 K, AH = 1873 calmol™
7837 J-mol™ C,H,O (liq) 25PAR
AS = 6.92 calmol.K"! Ethano}; Ethyl alcohol
28.97 J:mol K™ Heat Capacity 298.0K, Cc, =271 cal-mol K™
liq/g 291.5K, AH = 9153 cal-mol” 113.4 J-mol . K™!
38296 J-mol™ Temperature range 87-298 K. Value is unsmoothed
AS = 31.4 cal-mol K™ experimental datum.
131.4 J-mol "K' Entropy 298.1K, S = 42.3calmol.K!
P = 3.033kPa 177.0 J-mol".K!
Molecular Weight 142.4794 Extrapolation below 90 K, 13.19cal-mol™"-K ™.
Wiswesser Line Notation 1-CD-1 Phase Changes
Evaluation A c/lig 1587K, AH = 1186 cal:mol™
4962 J-mol™!
CHNO, (© 73KRI/LIC AS = 7.47 calmol.K"
Ethylenedinitramine 21.22 J:mol.K!
Heat Capacity 298K, C, = 419 cal-mol.K™! Molecular Weight 46.0688
175.3 J-mol.K! Wiswesser Line Notation Q2
Temperature range 200-448 K. Equation only. Evaluation B(C),C(S
Molecular Weight 150.0938
Wiswesser Line Notation WNM2MNW C,H,O (liq) 29KEL 2
Evaluation C Ethanol; Ethyl alcohol
Heat Capacity 294.31K, C, = 26.26 cal-mol™.K™!
C,HO (liq) 41KEN/SAG 109.87 J-mol ™K
2-Oxapropane; Dimethyl ether; Methoxymethane Temperature range 16-298 K. Value is unsmoothed
Heat Capacity 240K, C, = 2445 cal-mol ™K™' experimental datum.
102.30 J-mol K" Entropy 298.15K, § = 38.4 calmol K
Temperature range 14-240 K 160.7 J-mol "K'
Entropy 200K, S = 35.03 cal-mol™.K Phase Changes
146.57 J-mol K™ c/liq 158.5K, AH = 1200 cal-mol™
Phase Changes 5021 J-mol™
c/liq 131.66 K, AH = 1179.8 cal-mol™ AS = 7.57 cal-mol.K"*
4936.3 J-mol™! 31.68 J-mol™.K™!
AS = 8.96 cal-mol.K™! Molecular Weight 46.0688
37.49 Jmol K™ Wiswesser Line Notation Q2
lig/g 24834 K, AH = 5141 cal-mol™ Evaluation B
21510 J.mol™
AS = 20.70 cal-mol™.K™'
86.61 J-mol .K!
P = 101.325 kPa
Molecular Weight 46.0688
Wiswesser Line Notation 101
Evaluation A
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C,HO (liq) 29MIT/HAR
Ethanol; Ethyl alcohol
Heat Capacity 270K, C, = 25.4cal'mol K"
106.3 J-mol™.K!
Temperature range 190-270 K
Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation B
C,HO (liq) 29PAR/KEL
Ethanol; Ethyl alcohol
Entropy 298.1K, § = 38.4calmol’\K"!
160.7 J-mol.K!

Extrapolation below 90 K, 9.3 cal-mol™.K™". Revision of

previous data.
Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation C

C,H,O (lig)

Ethanol; Ethyl alcohol

Heat Capacity 313.15K, C, = 2837 cal-mol™.K™!
118.72 J-mol K™

Temperature range 40 to 110 °C

Molecular Weight 46.0688

Wiswesser Line Notation Q2

Evaluation A

31FIO/GIN

C,H,O (lig) 36ERN/WAT
Ethanol; Ethyl alcohol
Heat Capacity 298 K, C, =247 cal-mol.K™*
103.3 J:mol".K™!
One temperature
Molecular Weight 46.0688
Wiswesser Line Notation Q2

Evaluation C

C,HO (liq) 39BYK
Ethanol; Ethyl alcohol
Heat Capacity 298K, C, = 26.7 calmol\ K
111.7 J:mol™".K™!

One temperature

Molecular Weight 46.0688

Wiswesser Line Notation Q2

Evaluation A

C,H,O (lig)
Ethanol; Ethyl alcohol
Heat Capacity 316K,

60SWI/ZIE

C, = 28.4 cal-mol K"

118.8 J-mot.K™!
Mean value 21 to 66 °C
Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation C
C,H,0 (lig) 61GRE

Ethanol; Ethyl alcohol
Heat Capacity 298.15K, C, = 26.76 cal-mol™K!
111.96 J-mol".K™!
Temperature range 16-350 K
Entropy 298.15K, S = 38.53 calmol.K™!
161.21 J-mol™".K™!
Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation A
Reevaluation of 29KEL2 and 31FIO/GIN

C,H,0

(lig) 62RAB/NIK

Ethanol; Ethyl alcohol

Heat Capacity 298K, C,

= 26.83 cal-mol-K™*
112.26 J-mol *.K™!

14

Temperature range 15 to 55 °C

Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation B
C,H,O (lig) 67NIK/RAB
Ethanol; Ethyl alcohol
Heat Capacity 250K, C, = 23.31 cal'mol K™
97.53 J-mol.K"!
Temperature range 80-250 K
Phase Changes
c,Il/c,1 1114 K, AH = 750 cal-mol™
3138 J.mol™
AS = 6.73 cal-mol K™’
28.17 J-mol".K™!
c,I/liq 158.8 K, AH = 1110 cal-mol™!
4644 J-mol™
AS = 6.99 cal-mol™.K!
29.24 J-mol \.K!
Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation A
C,HO (liq) TO0PAZ/PAZ

Ethanol; Ethyl alcohol
Heat Capacity 3132K, C, = 28.3 calmol’.K"

118.4 J:-mol . K™!
One temperature
Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation B
C,H,O (lig) 76FOR/BEN

Ethanol; Ethyl alcohol
Heat Capacity 298.15K, C, = 26.85 calmol.K™

112.33 J-mol . K™*
One temperature

Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation B

C,H,0

(liq) TTHAL/SUG

Ethanol; Ethyl alcohol
Heat Capacity 298.15K, C, = 269 cal-mol .K!

112.5 Jmol K™
Temperature range 14-300 K. Also glass, supercooled
liquid, metastable crystal.

Entropy 298.15K, S = 38.21 calmol K™
159.86 J-mol K}
Phase Changes
¢,11/liq 127.5K, AH = 158 calmol’!
659 J-mol™!
AS = 1.24 calmol.K™*
5.19 J-mol.K™!
c,I/lig 159.00K, AH = 1179 cal-mol™
4931 J-mol™
AS = 7.42 cal-mol'.K™!
31.01 J-mol.K!
Molecular Weight 46.0688
Wiswesser Line Notation Q2
Evaluation A
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C,HO (igQ) 79BRO/ZIE

Ethanol; Ethyl alcohol

Heat Capacity 298.15K, C, = 26.80 cal-molK™!
112.15 J-mol ' K™

Temperature range 159-306 K. Results as equation only.

Molecular Weight 46.0688

Wiswesser Line Notation Q2

Evaluation B

C,H,0S (lig) 60KEN/LIN

Dimethyl sulfoxide

Heat Capacity 298.15K, C, = 356 cal-mol K™
149.0 Jmol K™

Temperature range 298, 343 K

Molecular Weight 78.1288

Wiswesser Line Notation OS1&1

Evaluation B

CHOS (g
Dimethy] sulfoxide
Heat Capacity 298.15K, C, = 36.61 cal-mol*.K™!
153.18 J-mol .K™!

70CLE/WES

Temperature range 5-350 K

Entropy 298.15K, S = 45.12 calmol K"
188.78 J-mol K™
Phase Changes
c/liq 291.67K, AH = 3434 cal-mol™
14368 J-mol™
AS = 11.77 cal-mol K™
49.26 J-mol . K™!
Molecular Weight 78.1288
Wiswesser Line Notation OS1&1
Evaluation A
C,H,0S (lig) 79VIS/SOM
Dimethyl sulfoxide
Heat Capacity 298.15K, C, = 37.3 cal-mol K
155.9 J.mol".K™!
One temperature
Molecular Weight 78.1288
Wiswesser Line Notation OS1&1
Evaluation B
C;H,O, (lig) 25PAR/KEL

1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol
Heat Capacity 293.0K, C, = 35.7 calmol.K'
149.4 J-mol". K™
Temperature range 88-293 K. Value is unsmoothed
experimental datum.
Entropy 298.1K, S = 42.9calmol.K!
179.5 Jmol . K™
Extrapolation below 90 K, 11.46 cal-mol”.K™".

Phase Changes
c/liq 2608K, AH = 2778 cal-mol™!
11623 J-mol™!
AS = 10.65 cal-mol.K™!
44,57 J-mol ™K™'
Molecular Weight 62.0682
Wiswesser Line Notation Q2Q
Evaluation B(C,),C(S)
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C,HO, (liq) 29PAR/KEL
1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol
Entropy 2981K, S = 39.9 cal-mol’".K™

166.9 J-mol.K™!

Extrapolation below 90 K, 8.5 cal-mol™.K™'. Revision of
previous data.

Molecular Weight 62.0682

Wiswesser Line Notation Q2Q

Evaluation C

C,H,0, (liq) 32NEI/KUR
1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol
Heat Capacity 293.4K, C, = 34.8 calmol K"
145.6 J-mol 'K
Temperature range 20.2 to 78.4 °C. Value is unsmoothed
experimental datum.
Molecular Weight 62.0682
Wiswesser Line Notation Q2Q

Evaluation C
C,H 0, (liq) 62RAB/NIK
1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol

= 35.58 cal-mol K"
148.87 J-mol K™
Temperature range 10 to 55 °C

Heat Capacity 298K, C,

Molecular Weight 62.0682
Wiswesser Line Notation Q2Q
Evaluation B
C,H,0, (liq) 65TUN/MIS
1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol
Heat Capacity 298K, C, =352 cal-mol™.K™!
147.3 J-mol . K"!
One temperature
Molecular Weight 62.0682
Wiswesser Line Notation Q2Q
Evaluation B
C,H0, (lig) 67NIK/RAB 2

1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol
Heat Capacity 298.15K, C, = 3593 cal'mol "K'
150.33 J-mol . K™
Temperature range 80-300 K

Phase Changes
c/liq 260.6 K, AH = 2380 cal-mol™
9958 J.mol™!
AS = 9.13 cal-mol.K"!

38.21 J-mol K"
Molecular Weight 62.0682
Wiswesser Line Notation Q2Q
Evaluation B

C,H0, (lig) TOPAZ/PAZ
1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol

Heat Capacity 3012K, C, = 36.0 calmol.K™
150.6 J-mol™".K™*
Temperature range 28, 40 °C
Molecular Weight 62.0682
Wiswesser Line Notation Q2Q
Evaluation B
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C,HO, (liQ) T2KAW/OTA
1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol

Heat Capacity 303 K, C, = 34.7 calmol 'K
145.2 J-mol . K!
One temperature
Molecular Weight 62.0682
Wiswesser Line Notation Q2Q
Evaluation B
C,H,0, (liq) T9STE/TAM
1,2-Dihydroxyethane; 1,2-Ethanediol; Ethylene glycol
Heat Capacity 298 K, C, = 35.7 calmol K"
149.3 Jmol . K!
Temperature range 273-493 K
Molecular Weight 62.0682
Wiswesser Line Notation Q2Q
Evalunation B
C,H,0,S (©) 70CLE/WES

Dimethyl sulfone
Heat Capacity 298.15K, C, = 29.96 cal-mol™.K™!
125.35 J-mol *.K "
Temperature range 5-410 K

Entropy 298.15K, S§ = 34.77 calmol.K!
145.48 J-mol K™
Phase Changes
c/liq 382.01 K, AH = 4374 cal-mol’!
18301 J-mol™!
AS = 11.45 calmol "K'
47.91 J-mol.K!
Molecular Weight 94.1282
Wiswesser Line Notation WS1&1
Evaluation A
C,HS (lig) 420SB/DOE

Dimethylsulfide; 2-Thiapropane
Heat Capacity 298.15K, C, = 28.23 calmol" K™
118.11 J:mol K™
Temperature range 11-287 K

Entropy 298.15K, S = 46.94 calmol K™
196.40 J-mol . K™!
Phase Changes
c/lig 174.85K, AH = 1908.4 cal-mol™!
7984.7 J-mol™!
AS = 10.91 cal-mol™-K™!
45.67 J:mol".K!
lig/g 291.06 K, AH = 6688 cal-mol’
27983 J.mol™!
AS = 22.98 cal-mol.K"!
96.14 J.mol™.K™!

P = 3540kPa
Molecular Weight 62.1294
Wiswesser Line Notation 1S1
Evaluation A

CHS (lig)
Ethanethiol; Ethyl mercaptan
Heat Capacity 299.05K, C,

52MCC/SCO

28.20 cal-mol™.K™!
117.99 J-mol™". K™

Temperature range 14-315 K. Unsmoothed experimental

datum.
Entropy = 49.48 cal-mol K

207.02 J-mol K™

298.15K, S

Phase Changes

c/liq 19526 K, AH = 1189 cal-mol’
4975 J.mol™

AS = 6.09 cal-mol". K™

25.48 J.mol.K!

Molecunlar Weight 62.1294

Wiswesser Line Notation SH2

Evaluation A

CHS, (liq) 50SCO/FIN

2,3-Dithiabutane; Dimethyl disulfide

Heat

Capacity 298.15K, C, = 34.92 calmol.K'
146.11 J-mol '.K
Temperature range 13-352 K

Entropy 298.15K, S = 56.26 cal-mol’* K™
235.39 J.-mol .K"!
Phase Changes
¢/lig 188.44K, AH = 2197.1 cal-mol™
9192.7 J-mol™!
AS = 11.66 cal-mol 'K
48.78 J-mol™.K!
Molecular Weight 94.1894
Wiswesser Line Notation 1SS1
Evaluation A
CHN (lig) 39AST/EID
Dimethylamine
Heat Capacity 280.44K, C, = 32.69 calmol K™

Entropy

136.77 J-mol".K!
Temperature range 14-280 K. Value for saturated liquid.
280.03K, § = 41.55calmol.K!
173.85 J-mol K™
Saturated liquid at boiling point.

Phase Changes
c/liq 180.97K, AH = 1420 cal-mol™!
5941 J.mol™!
AS = 7.85 cal-mol™K™!
32.83 J-mol K™
lig/g 280.03K, AH = 6330 cal-mol™
26485 J-mol™
AS = 22.60 cal-mol*.K!
94,58 J.mol.K™!
P = 101.325 kPa
Molecular Weight 45.0840
Wiswesser Line Notation 1M1
Evaluation A
C,H,NO,S (©) 40HUF/FOX

2-Aminoethanesulfonic acid; Taurine

Heat Capacity

Entropy

= 33.59 cal-mol™.K™!
140.54 J-mol " K™
Temperature range 90-298 K. Value is unsmoothed
experimental datum.
298.15K, S

303K, C,

= 36.8 cal-mol K™
154.0 J-mol\.K"!
Extrapolation below 90 K, 10.56 cal-mol™".K"".

Molecular Weight 125.1422
Wiswesser Line Notation Z2SWQ

Evaluation

B(C),C(S)
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40HUF/ELL
Guanidine carbonate
Heat Capacity 298.1 K, C, = 61.87 cal-mol K™
258.86 J-mol . K™
Temperature range 86-298 K. Value is unsmoothed
experimental datum.
Entropy 298.1K, S = 70.59 cal-mol.K!
295.35 J-mol K™
Extrapolation below 90 K, 22.31 cal-mol. K.
Molecular Weight 121.0956
Wiswesser Line Notation ZYZUM 2 &QVQ
Evaluation A(C),C(S)

50HOU/MAS

1,2-Diaminoethane; Ethylenediamine

Heat Capacity 313K, Cc, =4a7 cal-mol K™

178.7 J-mol.K™!

Temperature range 313-333 K

Molecular Weight 60.0986

Wiswesser Line Notation Z2Z

Evaluation B

75MES/FIN
1,2-Diaminoethane; Ethylenediamine
Heat Capacity 298.15K, C, = 41.25 calmol K™
172.59 J:mol K™
Temperature range 11-335 K
Entropy 298.15K, S = 48.38 calmol™.K!
202.42 J-mol . K

Phase Changes
cIl/c,I 189.0K, AH = 116.5 cal-mol™
487.4 J-mol™!
AS = 0.62 cal-mol.K™!
2.58 J-mol -K™!
c,I/liq 284.29K, AH = 5397.5 calmol’!
22583.1 J-mol™
AS = 18.99 cal-mol™.K
79.44 J.mol.K"!
Molecular Weight 60.0986
Wiswesser Line Notation Z2Z
Evaluation A
C,H,N, (liq) 53AST/WOO

N,N-Dimethylhydrazine
Heat Capacity 298.15K, C, = 39.21 cal-mol".K™!

164.05 J-mol™.K!
Temperature range 13-300 K
Entropy 298.15K, S = 47.86 cal-mol.K!
200.25 J-mol K™
Phase Changes
c/liq 21595K, AH = 2407.4 cal-mol™’
10072.6 J-mol™
AS = 11.15 cal-mol™.K"!
46.64 J-mol K™
lig/g 298.15K, AH = 8366 cal-mol
35003 J.mol™
AS = 28.1 cal-mol.K™!
117.4 J-mol.K™!
P = 2090kPa
Molecular Weight 60.0986
Wiswesser Line Notation ZN1&1
Evaluation A
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C,H,,CdCL\N, ©

CH,CLMnN, (0

CHN,0, (o) 39SAT/SOG

Ammonium oxalate
Heat Capacity 323 K, C,

", = 50.6 calmol K™

211.7 J-mol " K™
Temperature range 0 to 100 °C. Mean value.
Molecular Weight 124.0962
Wiswesser Line Notation QVVQ &ZH 2
Evaluation C

81RAH/CLA
Tetrachlorobis-(methylammonium) cadmium II
Heat Capacity 298.15K, C, = 626 cal-mol.K™!

261.9 J:mol K™
Temperature range 2.3-301 K
Entropy 298.15K, S = 98.2 cal-mol'.K™
410.9 J-mol K™
Phase Changes
c,IV/c I 1642 K, AH = 418 cal-mol™!
1749 J-mol™
AS = 2.58 cal-mol.K™!
10.8 J-mol".K™!
o, Il/c ]I 282K, AH = 15.9 cal-mol
66.5 J-mol™!
AS = 0.06 cal-mol.K™!
0.25 J-mol K™
cIl/c,I 484 K, AH = no data given.

Molecular Weight 304.3455
Wiswesser Line Notation CD Z1&2 G4
Evaluation B

82WHI/GRA
Tetrachlorobis-(methylammonium) manganese II
Heat Capacity 298.15K, C, = 63.0 cal-mol K™

263.6 J-mol™.K™!
Temperature range 10-300 K
Entropy 298.15K, S = 96.3 cal-mol.K"'
402.9 J-mol™.K™!
Phase Changes
c,Il/c,II 9437K, AH = 174 cal-mol™
728 J.mol™!
AS = 1.85 cal-mol.K™!
7.74 J:mol K™
cIl/c,I 257.02K, AH = 28 cal-mol’!
117 J:mol™!
AS = 0.108 cal-mol.K"!
0.452 J-mol".K™!
Molecular Weight 260.8802
Wiswesser Line Notation MN Z1&2 G4
Evaluation A
C,D,Br, (lig) 49WUY/JUN

1,2-Dibromoethane-d,

Heat Capacity 310K, C

", = 35.64 calmol K™

149.12 J:mol.K*
One temperature
Molecular Weight 191.8864
Wiswesser Line Notation E2E &2/H-2 4
Evaluation C
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C,N, (liq) 39RUE/GIA C,,H N, O ©) 72GAN/PAR
Cyanogen Urea-1-dodecene adduct; 1-Dodecene-urea adduct
Heat Capacity 255K, C, = 2527 calmol".K"' Heat Capacity 298.15K, C, = 30.3 calmol’.K'
105.73 J-mol K ! 126.6 J-mol . K™
Temperature range 15-252 K Temperature range 12-300 K. Values for one mole of urea
Entropy 2520K, § = 33.18 calmol'K™* in adduct.
138.83 J.mol K Entropy 298.15K, S = 33.8 calmol.K!
Phase Changes 141.3 J:mol .K™!
c/liq 24532K, AH = 1938 cal-mol™ Does not include possible zero-point entropy.
8109 J.mol™ Phase Changes
AS = 7.90 cal-mol.K™! Anomalous region 225-235 K, AH = 2 J.mol™!(urea), AS =
33.05 J-mol.K™! 0.010 J-mol".K.
lig/g 2520K, AH = 5576 cal-mol™ c,Il/c,1 82.0K, AH = 102 cai-mol™
23330 J-mol ™ 426 J-mol™
AS = 22.13 cal'mol.K™! AS = 1.2 calmol'.K"!
92.58 J.mol™.K! 5.2 J.mol'.K"!
P = 101.325 kPa Molecular Weight 77.8975
Molecular Weight 52.0354 Wiswesser Line Notation 11Ul &ZVZ
Wiswesser Line Notation NCCN Evaluation B
Evaluation A
C,,He N0 ©) 69COP/PAR
C,N:O,; D 70KRI/LIC Urea-n-undecane adduct; n-Undecane-urea adduct
Hexanitroethane Heat Capacity 298.15K, C, = 30.9 calmol.K"'
Heat Capacity 291K, C, =18 calmol .K™! 129.2 J.mol .K"!
327 Jmol.K"! Temperature range 12-300 K. Values for one mole urea in
Temperature range 190-350 K adduct.
Phase Changes Entropy 298.15K, S = 33.0 calmol™.K!
cIl/c] 291K, AH = 2964 cal-mol™ 138.0 J-mol ™K™'
12400 J.mol™ Does not include possible zero-point entropy.
AS = 10.2 cal-mol K™ Phase Changes
42.6 J-mol K™ Anomolous region 225-235 K, with AH = 14 J.mol™'(urea)
Temperature range 289-292 K; 291 K assumed. and AS = 0.061 J.mol. K",
Molecular Weight 300.0550 cIl/c1 1224K, AH = 34.6 calmol™
Wiswesser Line Notation WNXNWNWXNWNWNW 144.6 J.mol™!
Evaluation C AS = 0.28 cal.mol.K™!
1.18 J-mol K™
Molecular Weight 77.2496
C,Na, 0, (c) 37CHE/CHE Wiswesser Line Notation ZVZ &11H
Sodium oxalate Evaluation B
Heat Capacity 281K, C, = 31 calmolK"
130 J-mol ™K
Temperature range 273-373 K. Mean values, three C,;Hg,N,0 (©) 69COP/PAR
temperatures. Urea-1-hexadecene adduct; 1-Hexadecene-urea adduct
Molecular Weight 133.9992 Heat Capacity 298.15K, C, = 31.0 calmol K™
Wiswesser Line Notation OVVO .NA 2 129.6 J-mol.K™!
Evaluation C Temperature range 12-300 K. Values for one mole urea in
adduct.
Entropy 298.15K, S = 33.7 calmol™.K™
C,0.Pb (c) 60KAP/STR 141.2 J-mol".K™!
Lead(II) oxalate Does not include possible zero-point entropy.
Heat Capacity 299.37K, C, = 24.54 cal-mol . K™! Phase Changes
102.7 J-mol 'K Anomolous region 225-235 K, with AH = 23 J.mol '(urea)
Temperature range 66-300 K, Value is unsmoothed and AS = 0.101 J-mol.K".
experimental datum. cIl/c,I 141.7K, AH = 33.5calmol”
Entropy 298.16 K, S = 34.9 calmol K™ 140.2 J-mol™!
146.0 J-mol " .K™! AS = 0.24 cal-mol’.K
Extrapolation below 66 K, 6.7 cal-mol™- K. 0.99 J.mol-.K"!
Molecular Weight 295.2196 Molecular Weight 79.3563
Wiswesser Line Notation OVVO .PB Wiswesser Line Notation 15U1 &ZVZ
Evaluation B Evaluation B
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C,;,H(,N,0O ©) 69COP/PAR
Urea-1-decene adduct; 1-Decene-urea adduct
Heat Capacity 298.15K, C, = 320 cal-mol.K™!
133.7 J-mol .K™!
Temperature range 12-300 K. Values for one mole urea in

adduct.
Entropy 298.15K, S = 34.8 calmol K"
145.4 J.mol.K™!
Does not include possible zero point entropy.
Phase Changes

Anomolous region 225-235 K, with AH = 10 J.mol'(urea)
and AS = 0.045 J-mol K.

Molecular Weight 79.2721

Wiswesser Line Notation ZVZ &9U1

Evaluation B

C,HgeN,O © 72GAN/PAR
1-Octadecene-urea adduct; Urea-1-octadecene adduct

Heat Capacity 298.15K, C, = 306 cal-mol W K™!

128.1 Jmol . K

Temperature range 12-300 K. Value for one mole of urea in

adduct.
Entropy = 33.9 cal-mol"K™!
142.0 J-mol " K"!
Does not include possible zero-point entropy.
Phase Changes
Anomalous region 225-235 K, AH = 12 J.mol (urea) and
AS = 0.049 J-mol K.

298.15K, S

c,Il/c,1 1559K, AH = 460 cal-mol’
1926 J-mol™

AS = 3.0 cal-mol.K™!

12.4 J.mol . K!

Molecular Weight 79.8893
Wiswesser Line Notation 17U1 &ZVZ
Evaluation B

C,HsN,O ©) 69COP/PAR
Urea-1-eicosene adduct; 1-Eicosene-urea adduct
Heat Capacity 298.15K, C, = 30.9 calmol 'K
129.2 J:mol K™
Temperature range 12-300 K. Values for one mole urea in
adduct.
Entropy = 33.4 cal-mol K™
139.6 J-mol" K"
Does not include possible zero-point entropy.
Phase Changes
Anomolous region 225-235 K, with AH = 1 J-mol™'(urea)
and AS = 0.002 J-mol K.

298.15K, S

cIl/c,I 1539K, AH = 23.9 cal-mol™!
100.0 J-mol™!
AS = 0.16 calmolK"!
0.65 J-mol".K™!
Molecular Weight 79.6929
Wiswesser Line Notation 19Ul &ZVZ
Evaluation B
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C,F O (liq) 67PLA/PAC
Hexafluoropropanone; Hexafluoroacetone
Heat Capacity 245K, C, = 4333 cal-mol.K™!
181.29 J-mol K™
Temperature range 12-244 K
Entropy 24587K, S = 68.50 calmol.K'
286.60 J-mol 'K
Phase Changes
c/liq 14770 K, AH = 2003.5 cal-mol™
8382.6 J-mol™
AS = 13.58 cal-mol "K'
56.75 J-mol .K™
lig/g 245.87K, AH = 5166 cal-mol™

21615 J-mol™*
AS = 21.01 cal-mol™.K™!
87.91 J-mol K™
P = 101.325kPa
Molecular Weight 166.0228
Wiswesser Line Notation FXFFVXFFF

Evaluation A
C,F, (liq) 67PAC/PLA
Perfluoropropane; Octafluoropropane
Heat Capacity 235K, C, = 43.35 cal-mol”" K™!
181.38 J.-mol "K'
Temperature range 14-236 K
Entropy 23642K, S = 68.65 calmol.K"
287.23 J-mol .K!
Phase Changes
c,Il/c,I 99.39K, AH = 849.8 cal-mol™
3555.6 J-mol™
AS = 8.55 cal:mol™K™!
35.77 J-mol . K™
c,I/lig 12545K, AH = 114.1 cal-mol’
477.4 J.mol™!
AS = 0.91 cal-mol.K™!
3.81 J-mol\.K!
lig/g 236.42K, AH = 4723.0 cal.mol”
19761 J.mol™
AS = 19.98 cal-mol.K™!
83.58 J.mol K™
P = 101.325kPa

Molecular Weight 188.0202
Wiswesser Line Notation FXFFXFFXFFF
Evaluation A

C,H,CIF; (lig)
3-Chloro-1,1,1,3,3-pentafluoropropane
Heat Capacity 298.15K, C, = 46.96 cal-mol K™
196.48 J-mol . K
Temperature range 12-300 K. Data in paper deposited at
VINITI, No. 6783-73, 25 Sept. 1973.

74VOR/KOL

Entropy 208.15K, S = 74.48 cal-mol™K™!
403.67 J-mol.K™!
Phase Changes
c/liq 16542 K, AH = 2503 cal-mol™
10473 J.mol™!
AS = 15.13 cal-mol. K™
63.31 J-mol".K™!

Molecular Weight 168.4938
Wiswesser Line Notation GXFF1XFFF
Evaluation A
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C,H,Cl/F, (liq) 71KOL/VOR C,H;N (lig) 45DAV/WIE
1,1,1-Trichloro-3,3,3~trifluoropropane Acrylonitrile; Cyanoethene; Vinyl cyanide
Heat Capacity 298.15K, C, = 47.78 calmol K Heat Capacity 298 K, C, = 27calmol’ K"
199.91 J.mol .K"! 113 J:mol.K™!
Temperature range 12-300 K. Data given in paper deposited One temperature
at VINITI, No. 1760-70, 21 May 1970. Molecular Weight 53.0634
Entropy 298.15K, S = 74.43 calmol.K™! Wiswesser Line Notation NC1U1
311.42 J-mol.K™! Evaluation D
Phase Changes .
c/liq 232.69K, AH = 3362 cal-mol™ GHN  (lig) _ _ TIHAL/BAL
14067 J-mol™! Acrylonitrile; Cyanoethene; Vinyl cyanide o
AS = 14.45 cal-mol™-K-! Heat Capacity 297K, C, =255 cal-mo!1 -K_l
60.45 J-mol". K" One ) 106.7 J-mol.K
. ne temperature
x?lec“la' Weight 201.4030 Molecular Weight 53.0634
iswesser Line Notation GXGG1XFFF y . N
Evaluation A Wlswwfer Line Notation NC1U1
Evaluation C
GH)N; (@D 68WES/WUL CGH,N  (lig) 72FIN/MES
Malononitrile; Dicyanomethane Acrylonitrile; Cyanoethene; Vinyl cyanide
Heat Capacity 298.15K, C, = 26.36 cal-mol 'K Heat Capacity 298.15K, C, = 26.00 cal-mol™.K"
110.29 J.mol .K™! 108.78 J-mol.K"!
Temperature range 5-320 K Temperature range 12-350 K
Entropy 298.15K, § = 31.30 calmol" K™ Entropy 298.15K, S = 42.76 cal-mol.K
130.96 J-mol .K™! 178.91 J-mol".K!
Entropy as calculated from data on undercooled, c,I from Phase Changes
5 K and from data on ¢,I1, ¢,II/c,I transition, and ¢,I is the c,Il/c,I 162.5K, AH = 284.0 cal-mol™!
same. 1188.3 J.mol™!
Phase Changes AS = 1.75 cal-mol .K!
Transition between stable c,II and metastable c,I between 7.31 J-mol™.K"!
255-270 K; maximum in C, at 260.3 with AH = 302 ¢, I/liq 189.63 K, AH = 1489.0 cal-mol™
cal-mol™ and AS = 1.15 cal-mol™.K"'. Metastable c,I can be 6230.0 J-mol"!
undercooled to 5 K. AS = 7.85 calmol'K™!
c,I/liq 30499K, AH = 2580 cal'mol™ 32.85 J-mol LK™
10795 J-mol™ Molecular Weight 53.0634
AS = 8.46 calmol K" Wiswesser Line Notation NC1U1
35.39 J-mol .K™! Evaluation A
Molecular Weight 66.0622
Wiswesser Line Notation NCICN CH,NS  (lig) 68GOU/WES 2
Evaluation A Thiazole
Heat Capacity 298.15K, C, = 28.92 cal-mol' K
C,H,Cl,F, (lig) 72KOL/VOR 121.00 J-mol .K!
1,1,1-Trifluoro-3,3-dichloropropane Temperature range 5-340 K, Glass transition 145-175 K.
Heat Capacity 298.15K, C, = 45.72 calmol' K" Entropy 298.15K, S = 40.62 calmol".K"!
191.29 J:mol.K™! 169.95 J-mol.K™!
Temperature range 12-300 K Phase Changes
Entropy 298.15K, S = 70.52 cal-mol™.K™! c/lig 239.48 K, AH = 2292 calmol’!
295.06 J-mol™".K™! 9590 J-mol™!
Phase Changes AS = 9.57 calmol.K™!
¢, 111/c,I1 156.4K, AH = -215.2 cal-mol’! 40.04 J.mol™. K™
-900.4 J-mol™! Molecular Weight 85.1234
Metastable crystal transition. Non-equilibrium. Wiswesser Line Notation TSN CSJ
c,Il/c,1 167.7K, AH = 48.0 cal-mol™! Evaluation A
200.8 J-mol™!
AS = 029 calmol™ K" CHNS (lig) 69SOU/GOU 2
1.20 J-mol K™ Thiazole
c,I/liq 18216 K, AH = 2422 calmol’ Heat Capacity 298.15K, C, = 28.92 calmol'K™
10134 J-mol™ 121.00 J:mol™.K™!
AS = 13.30 calmol™" K" Temperature range 4-350 K
55.63 J-mol.K™' Entropy 298.15K, S = 40.62 cal-mol™.K™!
Molecular Weight 166.9579 169.95 J-mol.K™!
Wiswesser Line Notation GYG1XFFF Phase Changes
Evaluation A Anomalous region 145-175 K
c/liq 239.53K, AH = 2292.0 cal:-mol™
9539.7 J-mol™
AS = 9.57 cal-mol™.K!
40.04 Jmol" K"

Molecular Weight 85.1234
Wiswesser Line Notation TSN CSJ
Evaluation A
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CHN; (0 79BRI/MIL

s-Triazine
Heat Capacity 298.15K, C, = 22.8 calmol™.K"
95.6 J-mol.K !

Temperature range 160-382 K
Phase Changes
Transition between 130 & 177 K with AH = 75 J-mol™.

c,I/liq 3539K, AH = 3486 cal-mol™
14584 J.mol™

AS = 9.85 calmol . K'

41.21 J-mol K™

Molecular Weight 81.0768
Wiswesser Line Notation TN CN ENJ
Evaluation B

72KOL/VOR
1,1,1-Trifluoro-3-chloropropane
Heat Capacity 298.15K, C, = 40.89 calmol-K™
171.08 J-mol K
Temperature range 12-300 K

Entropy 298.15K, S = 6493 cal-mol . K™!
271.67 J-mol- K™

Phase Changes

c,Ill/c,II 1160K, AH = -605.4 cal-mol’

-2533.0 J-mol™!
Metastable crystal transition. Non-equilibrium.

c,Il/c,I 169.8 K, AH = 1073 cal-mol™!
4489 J-mol™
AS = 6.32 calmol.K!
26.44 J-mol.K™!
c,I/lig 179.40K, AH = 1270 cal-mol™!
5314 J-mol™!
AS = 7.08 cal-mol.K™!
29.62 J-mol K"
Molecular Weight 132.5128
Wiswesser Line Notation G2XFFF
Evaluation A
C,H,CIF, (lig) 74KOL/VOR

1,1,1-Trifluoro-3-chloropropane
Heat Capacity 298.15K, C, = 40.89 calmol™ K"
171.08 J-mol ™" K™
Temperature range 12-300 K

Entropy 298.15K, S = 64.93 cal-mol'.K"!
271.67 J.mol "K'

Phase Changes

¢, IIl/c,I1 116 K, AH = -605 cal-mol™!
-2531 J.mol™

Maximum temperature of metastable phase. AH obtained
from total heat 115-137 K, calculated to 116 K. Not
reversible.
c,I1/c,1 169.8K, AH = 1073 cal-mol™
4489 J-mol™
= 6.32 cal-mol™.K™!
26.44 J.mol K™
1207 cal-mot™
5050 J-mol™!
= 6.73 cal-mol"-K"!
28.16 J:mol '.K™!

¢ l/lig 179.32 K,

E kBB

Molecular Weight 132.5128
Wiswesser Line Notation G2XFFF
Evaluation A
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CHCL (g
1,1,1,3-Tetrachloropropane
Heat Capacity 298.15K, C, = 46.94 cal-mol™.K™!
196.40 J-mol.K™!

74KOL/VOR

Temperature range 12-300 K

Entropy 298.15K, § = 67.95 cal-mol K"
284.30 J.mol . K™!
Phase Changes
c,Il/c,I 2199K, AH = 527 cal-mol™
2205 J-mol™!
AS = 2.40 cal-mol.K™!
10.03 J-mol . K™
c,I/liq 237.74 K, AH = 2507 cal-mol™
10489 J.mol!
AS = 10.55 cal-mol.K™"!
44.12 J-mol ' K!
Molecular Weight 181.8766
Wiswesser Line Notation GXGG2G
Evaluation A
CHO, (o 73VAS/KOR

Ethylene carbonate
Heat Capacity 298.15K, Cp = 28.07 calmol.K™!
117.44 J-mol.K™!
Temperature range 52-310 K. Full data deposited in
VINITI, No. 326-73, 21 June 1973.
Entropy 298.15K, S = 31.68 calmol.K'
132.54 J-mol™". K
Extrapolation below 52 K

Phase Changes

c/liq 309.49K, AH = 3178 cal-mol™
13295 J-mol™

AS = 10.27 cal-mol™.K™!

42.96 J.mol.K™!

Molecular Weight 88.0628

Wiswesser Line Notation TSOVOTJ

Evaluation B

C;H,0, (liq) S8PEP

Ethylene carbonate
Heat Capacity 323.15K, C, = 32.0 calmol.K"
133.9 Jmol.K™!
One temperature
Molecular Weight 88.0628
Wiswesser Line Notation TSOVOTJ)
Evaluation C
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CH,D,0, (lig 62RAB/NIK
1,2,3-Trihydroxypropane-d;;
1,2,3-Propanetriol-d;; Glycerol-d,
Heat Capacity 298 K, C, = 5521 calmol.K"!
231.00 J:mol.K!

Temperature range 10 to 55 °C
Molecular Weight 95.1130
Wiswesser Line Notation Q1YQ1Q &1/4/6/H-2 3

Evaluation B

C;H,Br, (lig) 48KUR
1,2,3-Tribromopropane
Heat Capacity 298 K, C, = 39.8 cal-mol*.K!

P
166.5 J-mol ™K™'

Temperature range 17 to 218 °C, mean C,, six temperatures.

Molecular Weight 280.7845
Wiswesser Line Notation EIYEIE

Evaluation b
C,H,Cl (liq) 81REX
3-Chloropropene-1
Heat Capacity 298 K, C, =299 cal-mol™.K™!
125.1 J:mol.K™!
Temperature range 289-334 K
Molecular Weight 76.5255
Wiswesser Line Notation G2U1
Evaluation D
C;H,;Cl0 (lig) 81REI
Propanoyl chloride; Propionyl chloride
Heat Capacity 298 K, C, = 35.2calmol" K"
147.3 J-mol™ 'K
Temperature range 291-365 K
Molecular Weight 92.5249
Wiswesser Line Notation GV2
Evaluation D
C,H,Cl, (lig) 4INEL/NEW
1,2,3~Trichloropropane
Heat Capacity 298 K, C, =439 cal-mol K™
183.6 J-mol™. K™

Temperature range 0 to 60 °C. Equation only.
Molecular Weight 147.4315
Wiswesser Line Notation G1YG1G
Evaluation B

C,H;Cl, (liq) 48KUR
1,2,3-Trichloropropane
Heat Capacity 298K, C, =413 cal-mol.K™!
172.8 J:mol ' K™
Temperature range 17 to 155 °C, mean C, three
temperatures.
Molecular Weight 147.4315
Wiswesser Line Notation G1YG1G
Evaluation D
C,H,CsO, (c) 75FER/SAN
Cesium propionate
Phase Changes
c,Ill/c,II 314K, AH = 320 cal-mol’
1340 J-mol™
AS = 1.02 calmol™ K™
4.3 Jomol . K™

c,Il/c,I 419K, AH = 460 cal-mol!
1925 J.mol™
AS = 1.1 calmol’.K"!
4.6 J-mol *K™!
c,I/lig 580K, AH = 2800 cal-mol™
11715 J.mol™!
AS = 4.8 calmol’.K"!
20.2 J-mol-K™!
Molecular Weight 205.9767
Wiswesser Line Notation OV2 .CS
Evaluation C
C,H;KO, (¢) 75FER/SAN
Potassium propionate
Phase Changes
c,II1/c,IT 258K, AH = 80 cal-mol™
330 J-mol™
AS = 0.3 cal-mol’.K"!
1.3 J-mol-*K!
cIl/c,I 3525K, AH = 410 cal-mol!
1715 J-mol™
AS = 1.2 calmol.K
4.9 Jmol.K"!
c,I/liq 638.3K, AH = 4810 cal-mol™!
20125 J-mol™
AS = 7.5 cal-mol K™
31.5 J-mol K™
Molecular Weight 112.1696
Wiswesser Line Notation OV2 KA
Evaluation C
CHLIO, (c) 75FER/SAN
Lithium propionate
Phase Changes
c,Il/c,1 533K, AH = 800 cal-mol™
3350 J.mol™!
AS = 1.5 cal-mol.K™!
6.3 J-mol'' K™
c,I/liq 606.5K, AH = 3790 cal-mol™
15860 J-mol™!

AS = 6.2 cal-mol.K"
26.1 J.mol K™
Also metastable fusion at 584.6 K, AH = 4260 cal-mol™.

Molecular Weight 80.0123
Wiswesser Line Notation OV2 .L1

Evaluation C
CH,N (liq) 0TWAL
Propionitrile; Ethyl cyanide; Cyanoethane
Heat Capacity 290K, C, = 28 calmol K"
117 J-mol K™}

One temperature

Molecular Weight 55.0792
Wiswesser Line Notation NC2
Evaluation D

C,HN

(liq) 62WEB/KIL

Propionitrile; Ethyl cyanide; Cyanoethane
Heat Capacity 298.15K, C, = 28.56 cal-mol.K™!

Entropy

119.50 J-mol™".K™!

Temperature range 15-300 K
298.15K, S = 45.25 calmol K™
189.33 J:mol.K™!
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Phase Changes
c,Il/c,1 17696 K, AH = 407.9 cal-mol™
1706.7 J-mol™
AS = 2.31 cal-mol.K™*
9.64 J-mol .K™!
c,I/lig 180.37K, AH = 1202.2 cal-mol™
5030.0 J-mol™!
AS = 6.67 cal-mol.K™'
27.89 J-mol . K!
lig/g 298.15K, AH = 8632 cal-mol”
36116 J-mot™
AS = 28.9 cal-mol-K™!
121.1 J:mol.K™!
P = 629kPa
Molecular Weight 55.0792
Wiswesser Line Notation NC2
Evaluation A
CH,N (lig) 71HAL/BAL
Propionitrile; Ethyl cyanide; Cyanoethane
Heat Capacity 297 K, C, = 27.8 calmol K™

P
112.9 J-mol". X!

One temperature
Molecular Weight 55.0792
Wiswesser Line Notation NC2
Evaluation C

(C,H;NO), (c)
Poly-L-alanine, a-helix
Heat Capacity
Temperature range 1-300 K. C, data given graphically.

7SDAU/DEL

Entropy 273K, S = 24.3 cal-mol.K"
101.7 J-mol K™
Molecular Weight 89.0938
Wiswesser Line Notation /*MV2*/
Evaluation B
(C;H,NO), (©) 7SDAU/DEL

Poly-L-alanine, 8-sheet
Heat Capacity
Temperature range 1-300 K. C, data given graphically.

Entropy 273K, S = 27.9 cal‘mol.K™!
116.7 J:mol.K™!
Molecular Weight 89.0938
Wiswesser Line Notation /*MV2*/
Evaluation B
C,H NS (lig) 36KUR/VOS
Ethyl isothiocyanate
Heat Capacity 290K, C, = 25.4calmol K"
106.3 J-mol K™
One temperature
Molecular Weight 87.1392
Wiswesser Line Notation SCN2
Evaluation D
C;H;NaO, (c,III) 75FER/SAN
Sodium propionate
Heat Capacity 340K, C, = 359 cal'mol K"
150.2 J-mot K™
Temperature range 340-570 K
Phase Changes
c,IIl/c,1 482 K, AH = 1760 cal-mol™!
7360 J-mol™
AS = 3.65 cal-mol.K™!
15.3 J-mol™*.K"!

Taken as sum of data for transitions at 470 and 494 K at
average temperature.
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CH,

c,1/liq 562.4 K, AH = 3200 cal:mol™
13390 J-mol™!
AS = 5.7 cal-mol.K™!
23.8 J-mol K™
Molecular Weight 96.0611
Wiswesser Line Notation OV2 .NA
Evaluation B
C;H,O,Rb ©) 75FER/SAN
Rubidium propionate
Phase Changes
c,Ill/c,II 317K, AH = 360 cal-mol™
1510 J-mol™
AS = 1.1calmol.K*!
4.8 J-mol ' K!
cIl/c,I 564.3K, AH = 710 cal-mol™
2970 J-mol™
AS = 1.3 calmol.K™!
5.3 J.mol K™
c,I/liq 623.1K, AH = 3480 cal-mol™!
14560 J-mol™!
AS = 5.6 cal-mol K
23.4 J:mol K™
Molecular Weight 158.5391
Wiswesser Line Notation OV2 .RB
Evaluation C
(lig) 31HUF/PAR
Propene; Propylene
Heat Capacity 210.3K, C, = 21.5 calmol.K"

CH;

P
90.0 J-mol K"

Temperature range 69-210 K. Value is unsmoothed
experimental datum.

Phase Changes
c/liq 88.2 K, AH = 701 cal-mol™
2933 J.mol™!
AS = 7.9 cal.-mol.K™!
33.3 Jomol ™K™'
Molecular Weight 42.0804
Wiswesser Line Notation 2U1
Evaluation B
(liq) 46RUE/POW
Cyclopropane
Heat Capacity 240K, C, = 19.44 cal-mol-K™
81.34 J-mol .K™!

Temperature range 14-240 K

Entropy 240.34K, S = 34.09 cal-mol’.K™!
142.63 J-mol K™
Phase Changes
c/liq 145.57K, AH = 1301 cal-mol™
5443 J.mol™
AS = 8.94 cal-mol.K™!
37.39 J-mol K™
lig/g 24034 K, AH = 4793 cal-mol™
20054 J-mol™
AS = 19.94 cal-mol K"’
83.44 J.mol.K!
P = 101.325 kPa
Molecular Weight 42.0804
Wiswesser Line Notation L3TJ
Evaluation A
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(GH), (gls)
Polypropylene, atactic
Heat Capacity 298.15K, C, = 21.41calmol. K"
89.59 J-mol.K™!

62DAI/EVA 4

Temperature range 20-310 K

Entropy 298.15K, S = 18.88 calmol’.K!
78.99 J-mol . K!
When extrapolated to 100% crystallinity, the entropy is 15.0
calmol™.K™,
Phase Changes
c,l/gls 249K
Molecular Weight 42.0804
Wiswesser Line Notation /*Y1&1*/
Evaluation A
(C,Hy), (gls) 62DAI/EVA 4

Polypropylene, isotactic

Heat Capacity 298.15K, C, = 18.45 cal-mol' K™

77.18 J:mol K™
Temperature range 20-310 K
Entropy 298.15K, S = 17.22 calmol’.K!
72.05 J:mol.K"!
When extrapolated to 100% crystallinity, the entropy is 14.8
cal-mol K.
Phase Changes
c,I/gls 260K
Molecular Weight 42.0804
Wiswesser Line Notation /*Y1&1*/
Evaluation A
(C;Hyp), (c) 68GEE/MEL
Polypropylene, syndiotactic
Heat Capacity 298.15K, C, = 16.6 cal-mol.K™!
69.6 J:mol.K™!

Temperature range 180-460 K. Values per C,;H; unit

Entropy 298.15K, S = 18.08 calmol™ K
75.66 J-mol.K™!
Extrapolation below 180 K, 47.0 J-mol.K"!. Values per
C,H; unit.
Molecular Weight 42.0804
Wiswesser Line Notation /*Y1&1*/
Evaluation B(C,),C(S)
Glass transition at 270 K. Results corrected to 100%
crystalline from 75%.
C,H,Br, (liq) 48KUR
1,3-Dibromopropane
Heat Capacity 298 K, C, = 38.0calmol K
159.0 J-mol™.K™!
Temperature range 16 to 160 °C, mean C,, three
temperatures.
Molecular Weight 201.3884
Wiswesser Line Notation E3E
Evaluation D
C,HBr, (©) S0CRO/SMY
1,3-Dibromopropane
Heat Capacity 245.7K, C, =373 cal-mol™.K™!
156.1 J-mol.K™!

Temperature range 117-246 K. Value is unsmoothed
experimental datum.

Phase Changes
c/liq 238.6K, AH = 3500 cal-mol™
14640 J-mol™!
AS = 14.7 calmol™.K™
61.4 J.-mol™".K™!

Molecular Weight 201.8884
Wiswesser Line Notation E3E
Evaluation C

C,HBr, (liq) 48KUR
1,2-Dibromopropane
Heat Capacity 298 K, C, = 41.3 calmol"K™!
172.8 J-mol ' K!
Temperature range 10 to 133 °C, mean C,, three
temperatures.
Molecular Weight 201.8884
Wiswesser Line Notation EY1&1E
Evaluation D
C,H,CINO, (lig) S0CRO/SMY
2-Chloro-2-nitropropane
Phase Changes
c,1l/c,I 213.8K, AH = 2280 calmol™!
9540 J-mol™*
AS = 10.7 cal-mol.K™'
44.6 J-mol K"
c,I/liq 251.6K, AH = 320 cal-mol!
1340 J-mol™!
AS = 1.3 cal-mol K™
5.3 J-mol . K™!
Molecular Weight 123.5389
Wiswesser Line Notation WNXG1&1
Evaluation C
C,H,.Cl, (liq) T2MIL

2,2-Dichloropropane
Heat Capacity 270K, C

>, = 36.1 cal-mol".K"!

151.4 J.mol LK
Temperature range 137-267 K
Phase Changes
cIl/c1 188 K, AH = 1429 cal-mol™
5979 J.mol™
AS = 7.6 calmol.K™!
31.8 J-mol K™

Temperature not certain; given explicitly as 184.8 K and in
Table as 188 K.

¢ I/liq 239.25K, AH = 560 cal-mol™
2341 J-mol™!
AS = 2.3 cal-mol. K™
9.8 Jmol'.K"!
Molecular Weight 112.9864
Wiswesser Line Notation GXG1&1
Evaluation B
C,H,.l, (liq) 48KUR
1,2-Dichloropropane
Heat Capacity 298 K, C, = 369 calmol’.K™!
154.4 J-mol K"
Temperature range 11 to 156 °C, mean C, three

temperatures.
Molecular Weight 112.9864
Wiswesser Line Notation GY1&1G
Evaluation D
Data may be poor. Highest reported temperature too far
above listed boiling point.
C,HF N, (liq) T0REE/SEE
1,2-Bis(difluoramino)propane
Heat Capacity 298.15K, C, = 51 cal-mol™.K™!
213 J:mol\.K!
One temperature
Molecular Weight 146.0874
Wiswesser Line Notation FNFY1&INFF
Evaluation B
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C,HN,O, D 58BIL/NOL
2,2-Dinitropropane
Heat Capacity 298K, C, =493 cal-mol.K™!
206.3 J.mol . K"
From PVT data -5 to 25 °C. Mean value.
Phase Changes
c,Il/c,I 268 K, AH = 2920 cal-mol™
12220 J-mol™
AS = 10.9 cal-mol".K™!
45.6 J-mol.K"!
Calculated from Clausius-Clapeyron equation, from dp/dT
and density measurements.
Molecular Weight 134.0914
Wiswesser Line Notation WNX1&1&NW
Evaluation C
C;HN,O, (c,D) 78GOD/RAC
2,2-Dinitropropane
Heat Capacity 298 K, C, = 51 calmol K"
213 Jomol.K!
Temperature range 100-347 K. Data graphically only, value
estimated.
Phase Changes
c,ill/c,I1 259.7K, AH = 447 cal-mol’’
1870 J-mol™
AS = 1.72 calmol’. K
7.20 J-mol.K!
c,J/c,1 267.7K, AH = 2695 cal-mol™
11275 J-mol™!
AS = 10.07 cal-mol.K"!
42.12 Jmol K
c,I/liq 3245K, AH = 630 cal-mol™
2635 J.mol™
AS = 1.94 cal-mol.K™!
8.12 J-mol™.K!

CHNS (0

CGHNs  (©

CHNO; (c)
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Molecular Weight 134.0914
Wiswesser Line Notation WNX1&1&NW
Evaluation D(C,),B(Phase changes)

82LEB/NOV
2-Imino-4-thiazolidone

Heat Capacity 277.8 K, C

', = 25.3 calmol K

106.0 J-mol .K™!
Temperature range 66-300 K
Molecular Weight 102.1538
Wiswesser Line Notation TSMYSTJ BUM
Evaluation B

52STE/BER
Melamine
Heat Capacity 299.95K, C, = 3731 cal-mol K™
156.11 J-mol™.K!
Temperature range 15-300 K. Value is unsmoothed
experimental datum.
Entropy 298.15K, S = 35.63 cal-mol™.K
149.08 J:mol".K!
Molecular Weight 126.1206
Wiswesser Line Notation TN CN ENJ BZ DZ FZ
Evaluation A

73KRI/LIC
1,3,5-Trinitro-1,3,5-triazacyclohexane; Hexogen
Heat Capacity 298K, C, = 59.5 calmol K"

248.9 J.mol . K™!

Temperature range 200-475 K. Equation only.

Molecular Weight 222.1170
Wiswesser Line Notation T6N CN ENTJ ANW CNW ENW
Evaluation C
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C,HO (©) 2SMAA/WAL
Propanone; Acetone; Dimethyl ketone
Heat Capacity 173K, C, =23 cal-mol".K™!
96 J.mol.K™!
Temperature range 93-173 K
Phase Changes
c/liq 178.5K, AH = 1140 cal-mol™
4770 J-mol™
AS = 6.4 cal-mol K
26.7 $:mol K
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation C
C,H,O (lig) 81REIL
Propanone; Acetone; Dimethyl ketone
Heat Capacity 298 K, C, = 32.0calmol’ K"
133.9 J-mol 'K
Temperature range 289-352 K
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation D
C;H,O (liq) 07TWAL
Propanone; Acetone; Dimethyl ketone
Heat Capacity 291K, C, =30 cal-mol.K™!
126 J-mol™.K!
One temperature
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation D
C,H,O (liq) 16BRA
Propanone; Acetone; Dimethyl ketone
Heat Capacity 283K, Cp = 29.0 cal-mol.K!
121.3 J-mol.K !
Mean value, 0 to 20 °C
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation C
C,HO (lig) 25PAR/KEL

Propanone; Acetone; Dimethyl ketone
Heat Capacity 2894K, C, = 29.8 cal-mol K™
124.7 J:mol K
Temperature range 70-290 K. Value is unsmoothed
experimental datum.

Entropy 298.1K, S = 52.0 calmol K™
217.6 J-mol.K™!
Extrapolation below 90 K, 17.12 cal-mol K™,
Phase Changes
c/liq 177.6 K, AH = 1360 cal-mol™
5690 J-mol™!
AS = 7.66 cal-mol™.K™!
32.03 J.mol.K™!
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B(C),C(S)
CGHO (g 25WIL/DAN

Propanone; Acetone; Dimethyl ketone
Heat Capacity 293.2K, C, = 30.1 cal-mol.K™!
125.9 J:mol 'K
Temperature range 20 to 40 °C
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B
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CHO (g
Propanone; Acetone; Dimethyl ketone
Heat Capacity 2984K, C, = 29.6 calmol’\.K"
123.8 J-mol ' K™
Temperature range 70-289 K. Value is unsmoothed
experimental datum.

28PAR/KEL

Entropy 298.1K, S = 52.7 cal-mol. K™
220.5 J-mol.K!
Extrapolation below 70 K, 14.35 cal-mol.K™,
Phase Changes
c/liq 1776 K, AH = 1360 cal-mol™
5690 J-mol™!
AS = 7.66 cal-mol.K™!
32.0 J-mot ' .K™!
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B(C,); C(S)
C,H,O (lig) 29KEL 3

Acetone; Propanone; Dimethyl ketone
Heat Capacity 296.99K, C, = 29.80 calmol.K™
124.68 J.-mol.K™!
Temperature range 16-298 K. Value is unsmoothed
experimental datum.
Entropy 298.15K, S = 47.9 calmol'K™!
200.4 J-mol™'.K™!
Phase Changes
Hump in C, curve at about 126 K, with excess entropy
of about 0.1 cal-mol.K™".

c/liq 176.62 K, AH = 1366 cal-mol™
5715 J-mol™!
AS = 7.73 calmol.K!
32.36 J-mol K}

Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation A

GHO  (lig)
Propanone; Acetone; Dimethyl ketone

29MIT/HAR

Heat Capacity 260K, C, = 29.7 calmol.K™!
124.3 J-mol.K™*
Temperature range 200-260 K
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B
CH,O (liq) 29PAR/KEL
Propanone; Acetone; Dimethyl ketone
Entropy 298.1K, S = 47.8 callmol'.K"!

200.0 J-mol .K!
Extrapolation below 90 K, 12.9 cal-mol"".K™". Revision of
previous data.
Molecular Weight 58.0798
Wiswesser Line Notation 1V1

Evaluation C

CGHO (lig) 32TRE
Propanone; Acetone; Dimethyl ketone
Heat Capacity 298 K, C, =298 cal-mol™.K™!

124.7 J:mol.K"!
One temperature
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B

CHO (lig) 33TRE/WAT
Propanone; Acetone; Dimethyl ketone
Heat Capacity 298K, C, = 29.8 calmol' K"
124.7 Jmol ' K™
One temperature
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B
CH,0 (lig) 39PHI
Propanone; Acetone; Dimethyl ketone
Heat Capacity 3024K, C, = 30.7 calmol.K™'
128.4 J.mol K™
One temperature
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation C
C,HO (liq) 55STA/TUP
Propanone; Acetone; Dimethyl ketone
Heat Capacity 298 K, C, = 30.65 cal-mol.K™

P
128.24 Jmol.K!

Temperature range 288-323 K
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B

CH,O (lig)
Propanone; Acetone; Dimethy! ketone
Heat Capacity 298.2 K, C, = 3001 cal-mol . K™!
125.56 J-mol.K™!

62LOW/MOE

Temperature range 253-308 K
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation A

C,H,O (lig)
Propanone; Acetone; Dimethyl ketone
Heat Capacity 293K, C, = 30.2 cal'mol.K"
126.3 J-mot K™

67RAS/GAN

Temperature range 293-333 K
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation C

C,H,O (liq) 71DES/BHA
Propanone; Acetone; Dimethyl ketone
Heat Capacity 298 K, C, = 31.0 cal-mol" K™
129.7 J-mol™.K™!
Temperature range 298-318 K
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B

C;H,O (liq)
Propanone; Acetone; Dimethyl ketone
Heat Capacity 298.15K, C, = 30.1 cal-mol":K™
125.9 J-mol K™

79SAL/PEA

One temperature
Molecular Weight 58.0798
Wiswesser Line Notation 1V1
Evaluation B

51
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52
CHO (g 640ET
Propylene oxide; 2-Methyloxirane
Heat Capacity 298.15K, C, = 28.77 calmol K™
120.37 J-mol.K™
Temperature range 11-300 K
Entropy 208.15K, S = 46.91 cal-mol K"
196.27 J-mol " K™!
Phase Changes
c/lig 161.22K, AH = 1561.4 cal-mol™
6532.9 J-mol™!
AS = 9.68 cal-mol™K™!
40.52 J-mol.K™!
Molecular Weight 58.0798
Wiswesser Line Notation T30TJ Bl
Evaluation A
C,H, O (lig) 66BEA/CLE
Propylene oxide; 2-Methyloxirane
Heat Capacity 298.15K, C, = 29.9 cal-mol . K™!
125.1 J-mol K
Temperature range 90-300 K
Entropy 298.15K, S = 46.5 calmol K
194.6 J-mol K™
Extrapolation below 90 K, 116 cal-mol™K™*
Phase Changes
c/liq 161.25K, AH = 1570 cal-mol’
6569 J.mol™
AS = 9.74 cal-mol.K!
40.74 J-mol "K'
Molecular Weight 58.0798
Wiswesser Line Notation T3OTJ Bl
Evaluation A(C),C(S)
C,H,O (liq) 81REI
3-Propen-1-ol; Allyl alcohol
Heat Capacity 298 K, C, =332 cal-mol™K™!
138.9 J-mol K™
Temperature range 291-369 K
Molecular Weight 58.0798
Wiswesser Line Notation Q1U2
Evaluation D
C,H,O (liq) 76CON/GIN
Oxetane; Trimethylene oxide
Heat Capacity 298 K, C, =238 cal-mol.K™!
99.6 J:mol.K™!
One temperature
Molecular Weight 58.0798
Wiswesser Line Notation T4AOTJ
Evaluation B
C,H,O (i) 81REI
Propanal; Propaldehyde
Heat Capacity 298K, C, = 322 calmol K"
134.7 J.mol . K™

Temperature range 288-328 K
Molecular Weight 58.0798
Wiswesser Line Notation VH2
Evaluation D
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CHO, (g

CHO, (g

C,HO, (lig)

(C,H0), (gls) 70YOS/SAK

Poly(oxacyclobutane)
Heat Capacity 302.13K, C, = 301 calmol K™}
125.9 J-mol " K™

Temperature range 90-320K, C,at 302.13K is unsmoothed

experimental datum. Data also given graphically. C,

reported as 2.170 J-g™. K™ at 302.13 K for annealed sample.

C, given for quenched sample from 95-205 K.
Phase Changes

c,1/gls 195 K,
c,INiq 305K, AH = 2256 cal-mol™!
9439 J.mol™!
AS = 7.40 cal-mol.K™
30.96 J.mol.K™!

Melting region extended from 200 to 300 K
Molecular Weight 58.0798
Wiswesser Line Notation /*T40TJ*/
Evaluation B

71HAL/BAL

Methyl ethanoate; Methyl acetate

Heat Capacity 297K, C, =296 cal-mol-K™!

123.7 J-mol . K

One temperature

Molecular Weight 74.0792

Wiswesser Line Notation 1VO1

Evaluation C

CHO, (g 02LOU

Propanoic acid; Propionic acid

Heat Capacity 350K, C,

, = 41 cal-mol.K™!

172 J-mol".K!
Mean value 20 to 136°C
Molecular Weight 74.0792
Wiswesser Line Notation QV2
Evaluation D

34RAD/JUL
Propanoic acid; Propionic acid

Heat Capacity 289K, C,

", = 38.1 cal-mol™.K!

159.4 J-mol 'K
One temperature
Molecular Weight 74.0792
Wiswesser Line Notation QV2
Evaluation C

71IKON/WAD
Propanoic acid; Propionic acid
Heat Capacity 298.15K, C, = 36.1 cal-mol K™

151 J-mol K"
One temperature
Molecular Weight 74.0792
Wiswesser Line Notation QV2
Evaluation B
C,H0, (liq) 82MAR/AND

Propanoic acid; Propionic acid
Heat Capacity 298.15K, C, = 36.52 cal-mol K™

152.8 J-mol'.K™!
Temperature range 13—450 K, Data also given by equation.
Entropy 298.15K, § = 45.65 cal-mol.K"
191.0 J-mol . K"!
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Phase Changes
c,I/liq 252.65K, AH = 2547.8 cal-mol™
10660 J.mo!™!
AS = 10.08 cal-mol K™
42.19 J-mol.K!
Molecular Weight 74.0792
Wiswesser Line Notation QV2
Evaluation A
CH0, (liq) 76CON/GIN
1,3-Dioxolane
Heat Capacity 298 K, C, = 28.2calmol K"
118.0 J-mol.K™!
One temperature
Molecular Weight 74.0792
Wiswesser Line Notation T50 COTJ
Evaluation B
C,H0, (lig) 33KOL/UDO

Ethyl methanoate; Ethyl formate

Heat Capacity 294.7K, C, = 354 calmol.K"'

148.1 J-mol.K!
One temperature
Molecular Weight 74.0792
Wiswesser Line Notation VHO2
Evaluation C ‘
C;H0, (lig) 34KOL/UDO 2

Ethyl methanoate; Ethyl formate
Heat Capacity 294.7K, C, = 35.4 calmol. K"
148.1 J:mol™"-K™!
One temperature
Molecular Weight 74.0792
Wiswesser Line Notation VHO2
Evaluation C

C,H,0, (liq) 36KUR/VOS
Ethyl methanoate; Ethyl formate
Heat Capacity 290K, C, = 37.8 calmol. K"
158.2 J-mol.K™!
One temperature
Molecular Weight 74.0792
Wiswesser Line Notation VHO2
Evaluation D

GHO, (lig 79FUC
Ethyl methanoate; Ethyl formate
Heat Capacity 298.15K, C, = 34.5 calmol.K'

144.3 J-mol'.K™!
One temperature
Molecular Weight 74.0792
Wiswesser Line Notation VHO2
Evaluation B
C,H,0,S (liq) 3SHUF/ELL

3-Thiolpropanoic acid; 8-Thiolactic acid
Heat Capacity 299.8K, C, = 48.4 calmol.K"'
202.5 J-mol™.K™!
Temperature range 85-310 K. Value is unsmoothed
experimental datum.
Entropy 298.1K, S = 54.7 calmol’.K™!
228.9 J.mol.K™!
Extrapolation below 90 K, 11.88 cal-mol 'K

Phase Changes
c/liq 2919K, AH = 4057 cal-mol™
16974 J.mol™!
AS = 13.9 calmol "K'
58.2 J'mol K
Molecular Weight 106.1392
Wiswesser Line Notation SH2VQ
Evaluation B(C,), C(S)
C,H,O, (iq) 36PAR/THO

2-Hydroxypropanoic acid (DL); Lactic acid (DL)

Heat Capacity 298.1K, C, = 50.3 calmol.K"

210.4 J.mol K
Temperature range 90-300 K. Unsmoothed experimental
datum.
Entropy 2981K, S = 45.9 calmol"K™
192.0 J-mol™.K™!
Extrapolation below 90 K, 11.51 cal-mol”'K™!
Phase Changes
c/liq 2899K, AH = 2710 calmol™
11340 J.mol™
AS = 9.35 cal.mol'.K™!
39.12 J:mol.K™!
Molecular Weight 90.0786
Wiswesser Line Notation QY1&VQ -DL
Evaluation B(C,),C(S)
C,H,0, () 40HUF/ELL

2-Hydroxypropanoic acid(D); Lactic acid(D)
Heat Capacity 298.2 K, C, = 3051 cal-mol.K™!
127.65 J-mol™.K!
Temperature range 84-312 K. Value is unsmoothed
experimental datum.
Entropy 2981K, S = 34.30 calmol’.K"!
143.51 J-mol.K!
Extrapolation below 90 K, 10.43 cal-mol 'K
Molecular Weight 90.0786
Wiswesser Line Notation QY1&VQ ~-D
Evaluation A(C),C(S)

C;H,0, (c) 40HUF/ELL
2-Hydroxypropanoic acid(L); Lactic acid(L)
Heat Capacity 297.9K, C, = 30.73 calmol". K
128.57 J-mol". K™
Temperature range 84-298 K. Value is unsmoothed
experimental datum.
Entropy 298.1K, S = 34.00 cal-mol".K!
142.26 J-mol".K™!
Extrapolation below 90 K, 10.26 cal-mol'K™*
Molecular Weight 90.0786
Wiswesser Line Notation QY1&VQ -L
Evaluation A(C),C(S)

C,HS (liq)
Thiacyclobutane
Heat Capacity 294.37K, C, = 26.91 calmol K™

112.59 J-mol.K™!
Temperature range 12-321 K. Value is unsmoothed
experimental datum.

53SCO/FIN

Entropy 298.15K, S = 44.72 cal-mol.K!
184.93 J.mol".K"!
Phase Changes
cIl/c,I 176.7K, AH = 159.8 cal-mol™’
668.6 J-mol™
AS = 0.90 cal-mot™.K™
3.78 J-mol K™

53
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c,I/liq 19991 K, AH = 1971.4 cal-mol’

8248.3 J-mol™!
AS = 9.86 cal-mol .K™!

41.26 J-mol . K™

Molecular Weight 74.1404

Wiswesser Line Notation T4STJ

Evaluation A

C,H,Br (liq) 81REI

1-Bromopropane; n-Propyl bromide

Heat Capacity 298 K, C, = 31.2 calmolK'
130.5 J-molL.K™!

Temperature range 289-364 K
Molecular Weight 122.9923
Wiswesser Line Notation E3

Evaluation D
C;H,Br (lig) 48KUR
1-Bromopropane; n-Propyl bromide
Heat Capacity 298K, C, = 33.5calmol K"
140.2 J:mol 'K
Temperature range -30 to 67 °C, mean C, three
temperatures.
Molecular Weight 122.9923
Wiswesser Line Notation E3
Evaluation D
C;H,Br (liq) 81REI
2-Bromopropane; Isopropyl bromide
Heat Capacity 298 K, C, =316 cal-mol K™
132.2 J-mol™.K™!
Temperature range 287-344 K
Molecular Weight 122.9923
Wiswesser Line Notation EY1&1
Evaluation D
C,;H,Br (liq) SOKUS/CRO

2-Bromopropane; Isopropyl bromide
Heat Capacity 209.6K, C, = 30.3 calmol K"
126.8 J.mol".K™!

Temperature range 117-209 K. Value is unsmoothed

experimental datum.

Phase Changes

c/liq 184.1K, AH = 1560 cal-mol’!
6530 J-mol™'

AS = 8.5 cal-mol’.K"

35.5 J-mol™ K™

Molecular Weight 122.9923

Wiswesser Line Notation EY1&1

Evaluation B

CH,Cl1 (liq) 81REI

1-Chloropropane; n-Propyl chloride

Heat Capacity 298 K, C, =314 cal-mol.K™!
131.4 Jomol K™’

Temperature range 288-333 K

Molecular Weight 78.5413

Wiswesser Line Notation G3

Evaluation D

CH,C1 (lig) 48EUC

1-Chloropropane; n-Propy! chloride

Heat Capacity 297K, C, = 312 calmol' K"
130.5 Jomol™.K™!

Temperature range 200-297 K (4 pts). From unpublished

measurements of A. Landsberg.
Molecular Weight 78.5413
Wiswesser Line Notation G3
Evaluation C

J. Phys. Chem. Ref. Data, Vol. 13, Suppl. 1, 1984

C,H,Cl1 (lig) 48KUR
1-Chloropropane; n-Propyl chloride
Heat Capacity 298K, C, = 316 cal-mol.K™!
132.2 J-mol K™

Temperature range -39 to 43 °C, mean C, two
temperatures.

Molecular Weight 78.5413

Wiswesser Line Notation G3

Evaluation D

C,H,I (lig) 81REI

1-Iodopropane; n-Propyl iodide

Heat Capacity 298K, C, = 30.3 cal-mol K"
126.8 J.mol K™

Temperature range 293-383 K

Molecular Weight 169.9928

Wiswesser Line Notation I3

Evaluation D

CH,N  (lig) 81FIN/MES
Cyclopropylamine
Heat Capacity 298.15K, C, = 35.16 calmol K™
147.11 J-mol " K

Temperature range 12-315 K. Equation also given in

temperature range 242-315 K.
Entropy 298.15K, S = 44.86 cal.mol’.K™!
187.69 J-mol.K"!

Phase Changes

c,I/liq 237.76 K, AH = 3150.9 cal-mol™
13183.4 J.mol™!

AS = 13.25 cal-mol .K™!

55.45 J-mol K™

Molecular Weight 57.0950

Wiswesser Line Notation L3TJ AZ

Evaluation A

C,H,NO (lig) 66GEL
N,N-Dimethylmethanamide; N,N-Dimethylformamide
Heat Capacity 298 K, C, = 37.45 calmol K™

P

156.69 J.mol K™
Temperature range 273-323 K
Molecular Weight 73.0944
Wiswesser Line Notation VHN1&1
Evaluation C

CH,NO (lig) 74VIS/SOM
N,N-Dimethylmethanamide; N,N-Dimethylformamide
Heat Capacity 298.15K, C, = 36.33 calmol. K"

152.0 Jmol K
One temperature
Molecular Weight 73.0944
Wiswesser Line Notation VHN1&1
Evaluation A
C,H,NO (lig) 77VIS/PER
N,N-Dimethylmethanamide; N,N-Dimethylformamide
Heat Capacity 298 K, C, = 354 cal-mol™.K!
148 J.mol.K"!
One temperature only
Molecular Weight 73.0944
Wiswesser Line Notation VHN1&1
Evaluation B
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GH,NO (lig) 78MAR/CIO
N,N-Dimethylmethanamide; N,N-Dimethylformamide
Heat Capacity 298K, C, = 28.8 calmol K"
120.5 J-mol . K!
Temperature range 298-427 K. Mean value over range.
Molecular Weight 73.0944
Wiswesser Line Notation VHN1&1
Evaluation D
CGH,NO (lig) T9VIS/SOM

N,N-Dimethylmethanamide; N,N-Dimethylformamide
Heat Capacity 298.15K, C, = 36.0 calmol’.K’

150.8 J-mol ™K
One temperature
Molecular Weight 73.0944
Wiswesser Line Notation VHN1&1
Evaluation B
C;H,;NO, © 77SAB/LAF

Sarcosine; N-Methylglycine
Heat Capacity 298.15K, C, = 30.8 calmol™K™'

128.9 J-mol.K*
One temperature
Molecular Weight 89.0938
Wiswesser Line Notation QVIM1
Evaluation B
C,;H,NO, (c) 32ZHUF/BOR

2-Aminopropanoic acid(D); Alanine(D)
Heat Capacity 2968K, C, = 28.9 calmol.K"'
120.8 J-mol".K!
Temperature range 84-297 K. Value is unsmoothed
experimental datum.

Entropy 298.1K, § = 31.6calmol" K"
132.2 J-mol.K!
Extrapolation below 90 K, 8.88 cal-mol'K!
Molecular Weight 89.0938

Wiswesser Line Notation ZY1&VQ -D
Evaluation B(C,),C(S)

C;H,NO, (©) 37THUF/ELL
2-Aminopropanoic acid(DL); Alanine(DL)
Heat Capacity 297.5K, C, = 29.09 cal-mol K™
121.71 J-mol™.K!
Temperature range 85-298 K. Value is unsmoothed
experimental datum.
Entropy 298.15K, S = 31.6 calmol"*K!
132.2 J-mol .K"!
Extrapolation below 90 K, 8.84 cal-mol'K"!
Molecular Weight 89.0938
Wiswesser Line Notation ZY1&VQ -DL
Evaluation B(C),C(S)
C,H,NO, (c) 60HUT/COL
2-Aminopropanoic acid(L); Alanine(L)
Heat Capacity 298.15 K, C, = 2922 cal-mol K™
122.26 J-mol.K™!
Temperature range 11-305 K
Entropy 298.15K, § = 30.88 calmol.K™!
129.21 J.mol™.K™!
Molecular Weight 89.0938
Wiswesser Line Notation ZY1&VQ -L
Evaluation A

CH;NO, ©
2~Aminopropanic acid (L); Alanine (L)
Heat Capacity

75DAU/DEL

Temperature range 1-300 K, C, data given graphically.

Entropy 273K, S = 28.4 calmol'.K!
118.8 J-mol" K™

Molecular Weight 87.1011

Wiswesser Line Notation ZYVQ -L

Evaluation B

C,H;NO, © 75SPI/WAD
2-Aminopropanoic acid(DL); Alanine(DL)
Heat Capacity 298.15K, C, = 29.1 calmol'.K"
121.6 J-moi K™
One temperature
Molecular Weight 89.0938
Wiswesser Line Notation ZY1&VQ -DL

Evaluation B
C,H;NO,S (© 35SHUF/ELL
Cysteine(L)
Heat Capacity 297.6K, C, = 38.8 calmol.K"
162.3 J-mol K™

Temperature range 85-298 K. Value is unsmoothed
experimental datum.

Entropy 2981K, S = 40.6 calmol.K"

169.9 J-mol .K!

Extrapolation below 90 K, 11.71 cal-mol"' K™

Molecular Weight 121.1538

Wiswesser Line Notation SHIYZVQ -L

Evaluation B(C,),C(S)

CH,NO;, (0) 64HUT/COL 2

2-Amino-3-hydroxypropanoic acid(L); Serine(L)

Heat Capacity 298.15K, C, = 32.40 calmol.K"
135.56 J-mol .K™!

Temperature range 10-310 K

Entropy 298.15K, S = 35.65 cal-mol ™K'
149.16 J:mol .K™*

Molecular Weight 105.0932

Wiswesser Line Notation QVYZ1Q -L

Evaluation A

C;H,;NO, ©) 75SP1I/WAD
2-Amino-3-hydroxypropanoic acid(DL); Serine(DL)
Heat Capacity 298.15K, C, = 31.6 calmol™ K"

132.4 J.mol™.K"!
One temperature

Molecular Weight 105.0932
Wiswesser Line Notation QVYZ1Q -DL
Evaluation B

C;H,;NO, (c) 78SAB/LAF
2-Amino-3-hydroxypropanoic acid(L); Serine(L)
Heat Capacity 298.15K, C, = 332 cal-mol . K™!

138.9 Jmol K™
One temperature
Molecular Weight 105.0932
Wiswesser Line Notation QVYZ1Q -L
Evaluation B
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C:H, (lig) 33KEM/EGA
Propane
Heat Capacity 230K, C, = 2349 cal-mol™.K™!
98.28 J-mol . K"

Temperature range 15-230 K
Entropy 231.04K, S = 40.87 calmol'K"
171.0 J:mol "K'
Debye extrapolation, 0-15 K

Phase Changes
c,I/liq 8545K, AH = 842.2 calmol”
3524 J.mol™!
AS = 9.856 cal-mol.K™!
41.24 J.mol . K™
lig/g 231.04 K, AH = 4487 cal'mol™
18774 J-mol™
AS = 19.421 cal-mol’.K™
81.26 J-mol.K!
Molecular Weight 44.0962
Wiswesser Line Notation 3H
Evaluation A
CH, (liq) 78GOO
Propane
Heat Capacity 300K, C, = 2859 cal-mol-K™!

119.6 J-mol . K™
Temperature range 81-289 K, C, data reported for an
extended data set; unsmoothed experimental datum.

Molecular Weight 44.0962

Wiswesser Line Notation 3H

Evaluation A

C,HN,0, ©) 81SHE/KAM

Dimethanolurea

Heat Capacity 300K, c, =317 calmol™.K™!
157.7 Jmol ' K™

Temperature range 4-300 K

Entropy 300K, S = 41.5 cal-mol-K

173.6 J-mol K™

Molecular Weight 120.1078
Wiswesser Line Notation QIMVM1Q

Evaluation A
C,H;0 (liq) 81REI
1-Propanol; n-Propyl alcohol
Heat Capacity 298K, C, = 346 cal-mol.K"!
144.8 J.mol . K™
Temperature range 289-363 K.
Molecular Weight 60.0956
Wiswesser Line Notation Q3
Evaluation D
C,H,O (liq) 26PAR/HUF
1-Propanol; n-Propyl alcohol
Heat Capacity 2750K, C, = 31.9 calmol.K™

P
133.5 J-mol.K™!

Temperature range 86-275 K. Value is unsmoothed
experimental datum.

Entropy 298.1K, S = 51.2calmolK"
214.2 J-mol . K™!
Extrapolation below 90 K, 15.50 cal-mol”' K™
Phase Changes
c/liq 147.0K, AH = 1241 cal-mol™
5192 J.mol™
AS = 8.41 cal-mol K™
35.3 J-mol K"
Molecular Weight 60.0956
Wiswesser Line Notation Q3
Evaluation B(C,),C(S)
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C,H,0 (ligQ) 27PAR/HUF
1-Propanol; n-Propyl alcohol

Heat Capacity 275.4K, C

", = 319 cal-mol K™

133.5 J-mol . K™!
Temperature range 86-275 K. Value is unsmoothed
experimental datum.
Molecular Weight 60.0956
Wiswesser Line Notation Q3

Evaluation B

C,H,O (liq) 29MIT/HAR
1-Propanol; n~Propyl alcohol
Heat Capacity 270K, C, = 32.5calmol K™

P
136.0 J-mol™. K

Temperature range 170-270 K
Molecular Weight 60.0956
Wiswesser Line Notation Q3
Evalunation B

C,H,O (liq) 29PAR/KEL
1-Propanol; n-Propy! alcohol
Entropy 2081K, S = 46.1 calmol.K™'
192.9 J-mol K™
Extrapolation below 90K, 10.4 cal-mol 'K
Revision of previous data.
Molecular Weight 60.0956
Wiswesser Line Notation Q3
Evaluation C

C,H,O (lig) 39PHI

1-Propanol; n-Propyl alcohol

Heat Capacity 3012K, C, = 394 cal-mol K™
164.8 J:mol K

One temperature

Mo<ns1:XMLFault xmlns:ns1="http://cxf.apache.org/bindings/xformat"><ns1:faultstring xmlns:ns1="http://cxf.apache.org/bindings/xformat">java.lang.OutOfMemoryError: Java heap space</ns1:faultstring></ns1:XMLFault>