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Water

Formula: H,0O

Molecular weight: 18.0153

IUPAC Standard InChI:
° InChI=1S/H20/h1H2 InChITRUST
° Download the identifier in a file. 1

IUPAC Standard InChIK {LYOFNOQVPJJNP-UHFFFAOY!
CAS Registry Number: 7732-18-5
Chemical structure:

(e}
HZ OH

This structure is also available as a 2d Mol file or as a computed 3
The 3d structure may be viewed using Java or Javascript.
Isotopologues:

= Deuterium oxide

= Water-t

+ Water-"*0

Water-d
= Water-t,
> Deuterium oxide
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Thermophysical Properties of Fluid Systems

Accurate thermophysical properties are available for several fluids. These data include the following:

+ Density » Specific volume

+ G, . C.

+ Enthalpy + Entropy

+ Internal energy + Speed of Sound

+ Viscosity + Thermal conductivity

+ Joule-Thomson coefficient + Surface tension (saturation curve only)

Please follow the steps below to select the data required.

1

2.

. Please select the species of interest:
[Methanol v
Please choose the units you wish to use:
Quantity Units
Temperature || ® Kelvin O Celsius O Fahrenheit O Rankine
Pressure ® MPa O bar O atm. O torr O psia
[Density ® mol/l O mol/m3 O g/ml O ke/m3 O Ib-mole/fi3 O Ibm/fi3
|[Energy ® kJ/mol O ki/kg O keal/mol O Btuw/lb-mole © keallg © Btw/lbm
|[Velocity ® m/s O fi's O mph

+ Other names: Water vapor; Distilled water; Ice; H20: Dihydrogen oxide; steam: Tritiotope
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A robust, accurate, and easy-to-use set of modeling tools will be wic
physical properties of fluids and obtaining insight into the connectis
properties. As a part of this tool set, molecular simulation will becoi
widely accepted in the chemical industry and applied in conjunctior
meet the industry’s evolving fluid property data needs. Through an
between industry, academia, and national labs (coordinated by the
Technology), we will develop Standard Reference Simulations, valic
uncertainty, force field and simulation databases, communication s
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programs, and recommendations regarding the use of other predictive methods, thus enabling users to

select the appropriate tools to achieve results with requisite accuracy and insight.
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