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ThermoML is an Extensible Markup Language (XML)-
based new IUPAC standard for storage and exchange
of experimental, predicted, and critically evaluated
thermophysical and thermochemical property data.
The basic principles, scope, and description of all
structural elements of ThermoML are discussed.
ThermoML covers essentially all thermodynamic and
transport property data (more than 120 properties) for
pure compounds, multicomponent mixtures, and
chemical reactions (including change-of-state and
equilibrium reactions). Representations of all quanti-
ties related to the expression of uncertainty in
ThermoML conform to the Guide to the Expression of
Uncertainty in Measurement. The ThermoMLEquation
schema for representation of fitted equations with
ThermoML is also described and provided as support-
ing information together with specific formulations for
several equations commonly used in the representa-
tion of thermodynamic and thermophysical proper-
ties. The role of ThermoML in global data
communication processes is discussed. The text of a
variety of data files (use cases) illustrating the
ThermoML format for pure compounds, mixtures, and
chemical reactions, as well as the complete ThermoML
schema text, are provided as supporting information.
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Letters in Support of the
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n a linking agreement between Elsevier and the

Thermodynamic Research Center at NIST (USA),
the ThermoML standard is used to make freely avail-
able thermochemical and physical property data con-
nected to published articles. It concerns articles from
The Journal of Chemical Thermodynamics (since
2004), Fluid Phase Equilibria, and Thermochimica
Acta (since 2005). Thanks to the ThermoML stan-
dard, this data is now available in an as universal-as-
possible format, to scientists and engineers in
industry and university laboratories. A link to the
ThermoML record is available with the journal article
on <ScienceDirect.com>, while the respective journal
article in which the data was reported can be found
following a link on the data record. The editors of the
journals and Elsevier consider this a major addition to
the published content, and so are our authors who are
pleased and eager to submit.
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Publishing Editor,
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hermoML will continue to have a positive impact

on data activities, including scientific publishing (it
is already used by five major journals), development of
properties databases, and development of tools to
correlate or to accurately predict thermodynamic
quantities. | would anticipate that the proposed IUPAC
standard will have an important role in the sharing of
data between research groups as well as the storage
and retrieval of such data. In addition, the standard
addresses uncertainties of the data in a way that is
consistent with the comprehensive reference docu-
ment Guide to the Expression of Uncertainty in
Measurement published by the International
Organization for Standardization. The power of this
concept lies in the fact that a complete knowledge of
a physical quantity consists of a numerical value, its
units, its uncertainty, and its provenance. This concept
can help to create information and knowledge man-
agement systems that could carry the field of thermo-
dynamics to the next level of intelligent predictive
tools.
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