
Oxygen

Other names: Dioxygen

Liquid oxygen

Molecular oxygen

O2

Oxygen molecule

Pure oxygen

UN 1072

UN 1073

Inchi: InChI=1S/O2/c1-2

InchiKey: MYMOFIZGZYHOMD-UHFFFAOYSA-N

Formula: O2

SMILES: O=O

Mol. weight [g/mol]: 32.00

CAS: 7782-44-7

Physical Properties

Property code Value Unit Source

af 0.0250 KDB

affp 421.00 ± 3.00 kJ/mol NIST Webbook

affp 421.00 kJ/mol NIST Webbook

basg 396.30 kJ/mol NIST Webbook

dm 0.00 debye KDB

ea 0.48 eV NIST Webbook

ea 0.45 ± 0.01 eV NIST Webbook

ea 1.12 ± 0.07 eV NIST Webbook

ea 1.27 ± 0.20 eV NIST Webbook

ea 1.10 ± 0.10 eV NIST Webbook

ea 0.73 eV NIST Webbook

ea 0.56 ± 0.10 eV NIST Webbook

ea 0.40 ± 0.10 eV NIST Webbook

ea 0.43 ± 0.02 eV NIST Webbook

ea 0.50 ± 0.20 eV NIST Webbook

ea 0.15 ± 0.05 eV NIST Webbook

ea 0.44 ± 0.10 eV NIST Webbook

ea 0.45 ± 0.05 eV NIST Webbook

ea 0.45 ± 0.10 eV NIST Webbook

ea 0.46 ± 0.05 eV NIST Webbook



ea 0.45 ± 0.01 eV NIST Webbook

ea 0.43 ± 0.03 eV NIST Webbook

ea 0.50 ± 0.10 eV NIST Webbook

ea 0.45 ± 0.02 eV NIST Webbook

ea 0.44 ± 0.01 eV NIST Webbook

gf -447.78 kJ/mol Joback Method

gyrad 0.6040 KDB

hf -426.93 kJ/mol Joback Method

hfus 6.37 kJ/mol Joback Method

hvap 27.12 kJ/mol Joback Method

ie 12.07 ± 0.00 eV NIST Webbook

ie 12.07 ± 0.00 eV NIST Webbook

ie 12.00 ± 0.50 eV NIST Webbook

ie 12.20 ± 0.20 eV NIST Webbook

ie 12.07 ± 0.01 eV NIST Webbook

ie 12.08 eV NIST Webbook

ie 12.08 eV NIST Webbook

ie 12.30 eV NIST Webbook

ie 12.07 ± 0.01 eV NIST Webbook

ie 12.06 ± 0.00 eV NIST Webbook

ie 12.08 ± 0.01 eV NIST Webbook

ie 12.06 ± 0.00 eV NIST Webbook

ie 12.08 ± 0.01 eV NIST Webbook

ie 12.07 eV NIST Webbook

ie 12.33 ± 0.01 eV NIST Webbook

ie 12.08 ± 0.00 eV NIST Webbook

ie 12.00 ± 1.00 eV NIST Webbook

ie 12.80 ± 0.50 eV NIST Webbook

ie 12.10 ± 0.10 eV NIST Webbook

ie 12.07 ± 0.00 eV NIST Webbook

ie 12.13 eV NIST Webbook

log10ws -0.95 Crippen Method

logp 0.067 Crippen Method

mcvol 18.300 ml/mol McGowan Method

pc 4992.28 ± 30.39 kPa NIST Webbook

pc 4985.19 ± 30.39 kPa NIST Webbook

pc 5043.00 ± 0.50 kPa NIST Webbook

pc 5043.00 kPa KDB

pc 5003.43 ± 30.39 kPa NIST Webbook

pt 0.15 kPa KDB

rhoc 435.18 ± 0.45 kg/m3 NIST Webbook

sgb 205.15 ± 0.01 J/mol×K NIST Webbook

tb 90.20 K KDB

tb 90.20 ± 0.20 K NIST Webbook



tc 154.59 K KDB

tc 155.15 ± 0.30 K NIST Webbook

tc 154.58 ± 0.00 K NIST Webbook

tc 154.58 ± 0.00 K NIST Webbook

tf 54.80 ± 0.20 K NIST Webbook

tf 54.36 K KDB

tt 54.36 K KDB

tt 54.33 ± 0.06 K NIST Webbook

vc 0.073 m3/kmol KDB

zc 0.2864140 KDB

zra 0.29 KDB

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source

cpg 16.12 J/mol×K 233.40 Joback Method

cpg 11.77 J/mol×K 195.80 Joback Method

cpg 9.31 J/mol×K 177.00 Joback Method

cpg 18.04 J/mol×K 252.20 Joback Method

cpg 19.78 J/mol×K 270.99 Joback Method

cpg 21.37 J/mol×K 289.79 Joback Method

cpg 14.04 J/mol×K 214.60 Joback Method

dvisc 0.0078823 Pa×s 135.05 Joback Method

dvisc 0.0056896 Pa×s 143.44 Joback Method

dvisc 0.0042575 Pa×s 151.83 Joback Method

dvisc 0.0032841 Pa×s 160.22 Joback Method

dvisc 0.0025996 Pa×s 168.61 Joback Method

dvisc 0.0114021 Pa×s 126.66 Joback Method

dvisc 0.0021038 Pa×s 177.00 Joback Method

hvapt 9.26 kJ/mol 30.50 Measurements of 
enthalpy of 

sublimation of 
Ne, N2, O2, Ar, 

CO2, Kr, Xe, and 
H2O using a 

double paddle 
oscillator 

rhol 1149.00 kg/m3 90.00 KDB

srf 0.00 N/m 132.00 The liquid gas 
interface of 

oxygen nitrogen 
solutions 1. 

Surface tension 



srf 0.00 N/m 128.00 The liquid gas 
interface of 

oxygen nitrogen 
solutions 1. 

Surface tension 

srf 0.01 N/m 115.00 The liquid gas 
interface of 

oxygen nitrogen 
solutions 1. 

Surface tension 

srf 0.01 N/m 100.00 The liquid gas 
interface of 

oxygen nitrogen 
solutions 1. 

Surface tension 

srf 0.01 N/m 90.00 The liquid gas 
interface of 

oxygen nitrogen 
solutions 1. 

Surface tension 

srf 0.02 N/m 80.00 The liquid gas 
interface of 

oxygen nitrogen 
solutions 1. 

Surface tension 

srf 0.01 N/m 124.00 The liquid gas 
interface of 

oxygen nitrogen 
solutions 1. 

Surface tension 

srf 0.01 N/m 120.00 The liquid gas 
interface of 

oxygen nitrogen 
solutions 1. 

Surface tension 

Correlations

Information Value

Property code pvap

Equation ln(Pvp) = A + B/(T + C)

Coeff. A 1.37279e+01

Coeff. B -7.81059e+02

Coeff. C -4.45000e+00

Temperature range (K), min. 54.35

Temperature range (K), max. 154.58



Datasets

Speed of sound, m/s

Temperature, K - Fluid 
(supercritical or subcritical 

phases) 

Pressure, kPa - Fluid 
(supercritical or subcritical 

phases) 

Speed of sound, m/s - Fluid 
(supercritical or subcritical 

phases) 

499.03 4920.00 434.71

399.09 4960.00 388.03

499.03 5910.00 436.52

449.94 6010.00 414.33

399.09 6020.00 389.77

499.03 7820.00 440.23

399.09 7950.00 393.26

449.95 8010.00 418.16

349.98 8030.00 367.01

299.97 9920.00 340.22

449.94 9970.00 422.01

399.11 9980.00 397.34

498.94 10000.00 444.64

349.99 10070.00 370.9

299.96 14860.00 352.65

499.02 14940.00 455.31

349.99 14980.00 382.53

449.94 15000.00 433.26

399.10 15010.00 408.72

349.99 19640.00 396.03

399.06 19900.00 421.58

449.94 20010.00 445.6

299.97 20050.00 370.99

499.04 20070.00 467.39

499.01 24900.00 479.52

449.94 24940.00 458.85

349.99 24980.00 414.2

399.09 25010.00 436.72

299.97 25030.00 392.82

399.09 29900.00 452.47

499.00 29910.00 492.81

299.97 29960.00 417.33

349.98 29990.00 433.29



449.94 30000.00 473.4

499.00 34730.00 506.11

399.08 34890.00 469.6

299.97 34960.00 443.87

449.93 35030.00 488.6

349.99 35080.00 454.09

299.97 39960.00 471.2

399.08 39970.00 487.82

498.99 40010.00 521.13

449.93 40050.00 504.35

350.03 40050.00 475.39

499.00 44900.00 535.41

399.08 44980.00 506.29

349.99 45020.00 497.15

299.97 45030.00 498.92

449.94 45090.00 520.58

349.98 49900.00 518.73

449.94 49910.00 536.52

499.03 49930.00 550.29

299.97 50010.00 525.82

399.09 50090.00 525.43

499.03 54810.00 564.89

399.08 54970.00 543.88

449.90 55090.00 553.54

349.99 55110.00 541.66

299.97 55140.00 552.86

349.99 59910.00 562.59

498.89 60010.00 580.54

449.90 60070.00 570.12

399.08 60070.00 563.14

299.97 60160.00 578.47

399.08 64900.00 581.28

350.03 64930.00 584.11

299.97 64960.00 602.28

498.89 65000.00 595.63

449.89 65180.00 587.16

349.99 68690.00 600.07

299.97 69690.00 624.95

498.83 69940.00 610.55

399.08 70100.00 600.65

449.89 70120.00 603.58

300.00 74030.00 645.07

399.07 74590.00 617.2

498.91 74960.00 625.69



449.88 75270.00 620.61

349.98 78850.00 641.85

399.07 79990.00 636.78

498.92 79990.00 640.74

449.87 80010.00 636.12

399.05 83180.00 648.15

498.93 84890.00 655.27

449.88 85020.00 652.33

449.79 87520.00 660.32

449.95 88050.00 662.01

498.91 90000.00 670.28

498.90 95000.00 684.96

498.91 100060.00 699.53
Reference https://www.doi.org/10.1021/acs.jced.5b01007

Sources

Binary Vapor-Liquid Equilibrium Data 
for Perfluorooctane with Light Gases 
(Oxygen, Nitrogen, and Methane):  

https://www.doi.org/10.1021/acs.jced.7b00657

Densities of CO2/N2/O2 ternary 
mixtures at temperatures from (300.15 
to 353.15) K and pressures from (5 to 
18) MPa:  

https://www.doi.org/10.1016/j.tca.2019.03.032

Comprehensive thermophysical and 
thermochemical studies of vanillyl 
alcohol:  

https://www.doi.org/10.1016/j.jct.2016.07.015

Low-Temperature Heat Capacities and 
Standard Molar Enthalpy of Formation 
of L-3-(3,4-Dihydroxyphenyl) Alanine 
(C9H11NO4):  

https://www.doi.org/10.1021/je700644s

Determination of the standard molar 
enthalpies of formation and heat 
capacities of Bi25FeO39 (s) and 
Bi2Fe4O9 (s) by calorimetry:  

https://www.doi.org/10.1016/j.jct.2017.11.015

Standard enthalpies of formation of 
dicyclopropyldinitromethane and 
tricyclopropylmethane:  

https://www.doi.org/10.1016/j.jct.2018.12.040

Thermodynamic study of MgO-Sb2O3 
system and the stability functions of 
magnesium antimonite:  

https://www.doi.org/10.1016/j.jct.2013.12.032

Calorimetric method for determining 
the thermochemical energy storage 
capacities of redox metal oxides:  

https://www.doi.org/10.1016/j.tca.2019.01.008

Thermodynamic Properties of 
1-Ethyl-4-nitro-1,2,3-triazole:  

https://www.doi.org/10.1016/j.tca.2013.05.011

Crystal structure and thermochemical 
properties of a novel coordination 
compound manganese D-gluconate 
tetrahydrate:  

https://www.doi.org/10.1016/j.jct.2014.03.009

Thermochemial Properties of 
1-Butyl-3-Methylimidazolium Nitrate:  

https://www.doi.org/10.1016/j.tca.2008.05.002

Experimental and computational 
thermochemical study of 
3-hydroxypropanenitrile:  

https://www.doi.org/10.1016/j.jct.2007.03.011

A 2D nickel-based energetic MOFs 
incorporating 3,5-diamino-1,2,4-triazole 
and malonic acid: Synthesis, crystal 
structure and thermochemical study:  

https://www.doi.org/10.1016/j.jct.2015.09.009

Renewable platform chemicals: 
Evaluation of thermochemical data of 
alkyl lactates with complementary 
experimental and computational 
methods:  

https://www.doi.org/10.1016/j.jct.2018.07.029

Experimental and high level ab initio 
enthalpies of formation of di- tri- tetra- 
and pentamethyl- substituted pyrroles:  

https://www.doi.org/10.1016/j.jct.2014.04.003

Energetics of the isomers: 3- and 
4-hydroxycoumarin:  

https://www.doi.org/10.1016/j.jct.2010.06.003

Thermochemistry of Potassium 
Strontium Tetraborate Decahydrated:  

https://www.doi.org/10.1016/j.tca.2007.08.004

Thermochemistry of nitronaphthalenes 
and nitroanthracenes:  

https://www.doi.org/10.1016/j.jct.2005.08.007

Thermochemistry of 
La1-xLnxPO4-monazites (Ln = Gd, Eu):  

https://www.doi.org/10.1016/j.jct.2016.11.003

Calorimetric study of 
bromoacetophenone isomers:  

https://www.doi.org/10.1016/j.jct.2014.06.028

Thermochemistry of uracil and thymine 
revisited:  

https://www.doi.org/10.1016/j.jct.2015.03.015

A calorimetric and thermodynamic 
investigation of zinc and cadmium 
hydrous selenites:  

https://www.doi.org/10.1016/j.jct.2017.07.020

Experimental and computational 
thermochemistry of 1,4-benzodioxan 
and its 2-R derivatives:  

https://www.doi.org/10.1016/j.jct.2008.06.003



Thermal Analysis and Calorimetric 
Study of 4-Dimethylaminopyridine:  

https://www.doi.org/10.1021/je6005423

Experimental study on the 
thermochemistry of 5-nitroindole and 
5-nitroindoline:  

https://www.doi.org/10.1016/j.jct.2008.09.014

Thermodynamic properties of 
methylprednisolone aceponate:  

https://www.doi.org/10.1016/j.jct.2016.08.022

Cyclic alkylene carbonates. Experiment 
and first principle calculations for 
prediction of thermochemical 
properties:  

https://www.doi.org/10.1016/j.jct.2008.05.001

Thermochemical studies of 
3-methylpyrazole and 
1,3,5-trimethylpyrazole:  

https://www.doi.org/10.1016/j.jct.2007.09.001

Thermodynamic properties of pyruvic 
acid and its methyl ester:  

https://www.doi.org/10.1016/j.tca.2018.05.009

Thermodynamics of Ethyl Decanoate: https://www.doi.org/10.1021/je900093h

Experimental and computational 
thermochemistry of 3- and 
4-nitrophthalic acids:  

https://www.doi.org/10.1016/j.jct.2018.07.026

Thermochemical properties of three 
2-thiophenecarboxylic acid derivatives: 
 

https://www.doi.org/10.1016/j.jct.2008.04.013

Thermodynamic properties of starch 
and glucose:  

https://www.doi.org/10.1016/j.jct.2012.11.031

Thermodynamic Study of binary an 
ternary systems containing CO2 + 
impurities in the context of CO2 
transportation:  

https://www.doi.org/10.1016/j.fluid.2014.08.031

Gas Solubilities (CO2, O2, Ar, N2, H2, 
and He) in Liquid Chlorinated 
Methanes:  

https://www.doi.org/10.1021/je800200j

Thermodynamic investigation of 
several natural polyols ( IV): Heat 
capacities and thermodynamic 
properties of adonitol:  

https://www.doi.org/10.1016/j.tca.2009.11.011

Experimental and Computational Study 
of the Thermodynamic Properties of 
9-Fluorenone and 9-Fluorenol  :  

https://www.doi.org/10.1021/je300584m

Enthalpy of formation of 
5-fluoro-1,3-dimethyluracil: 
5-Fluorouracil revisited:  

https://www.doi.org/10.1016/j.jct.2014.02.018

Thermochemistry of sarcosine and 
sarcosine anhydride: Theoretical and  
experimental studies:  

https://www.doi.org/10.1016/j.jct.2012.11.019

Equilibrium Data for the Oxygen + 
Propane Binary System at 
Temperatures of (110.22, 120.13, 
130.58, and 139.95) K:  

https://www.doi.org/10.1021/je100574y

Thermodynamic properties of vitamin 
B2:  

https://www.doi.org/10.1016/j.tca.2013.09.032

Thermodynamic properties of 
4-tert-butyl-diphenyl oxide:  

https://www.doi.org/10.1016/j.jct.2015.03.019

Experimental and computational 
thermochemical studies of 6-azauracil 
derivatives:  

https://www.doi.org/10.1016/j.jct.2015.12.020

Thermodynamic Properties for 
2-(1'-Hydroxycyclohexyl)cyclohexanone 
and Equilibrium of Dimerization of 
Cyclohexanone:  

https://www.doi.org/10.1021/je0501078

Solubility of Oxygen in Aqueous 
Solutions of KCl, K2SO4, and CaCl2 as 
a Function of Concentration and 
Temperature:  

https://www.doi.org/10.1021/je034031w

Experimental and computational study 
of the thermochemistry of the three 
iodonitrobenzene  isomers:  

https://www.doi.org/10.1016/j.jct.2012.09.031

Experimental study on the 
thermochemistry of 2-thiouracil,  
5-methyl-2-thiouracil and 
6-methyl-2-thiouracil:  

https://www.doi.org/10.1016/j.jct.2012.08.004

Synthesis and energetics of Na, K, Rb 
and Cs salts by reaction with 
1,2-ethanediol and 1,4-butanediol:  

https://www.doi.org/10.1016/j.jct.2017.07.025

Experimental and Computational 
Thermochemistry of 1,3-Benzodioxole 
Derivatives:  

https://www.doi.org/10.1021/je700035m

Thermochemistry of 
1,3-diethylbarbituric and 
1,3-diethyl-2-thiobarbituric acids: 
Experimental and computational study: 
 

https://www.doi.org/10.1016/j.jct.2014.06.001

Thermochemical Study of Methyl 
n-Methoxybenzoates: An Experimental 
and Computational Approach:  

https://www.doi.org/10.1021/acs.jced.8b00978

Thermodynamic properties of 
1-naphthol: Mutual validation of 
experimental and computational 
results:  

https://www.doi.org/10.1016/j.jct.2015.02.008

Renewable platform-chemicals and 
materials: Thermochemical study of 
levulinic acid:  

https://www.doi.org/10.1016/j.jct.2011.07.014

Energetic characterization of a 
bioactive compound: Uridine:  

https://www.doi.org/10.1016/j.jct.2018.04.013

Thermochemistry of a-D-xylose(cr): https://www.doi.org/10.1016/j.jct.2012.09.028

Thermodynamic properties of 
methylquinolines: Experimental results 
for 2,6-dimethylquinoline and mutual 
validation between experiments and 
computational methods for 
methylquinolines:  

https://www.doi.org/10.1016/j.jct.2006.10.012

Oxygen Solubility Measurements in a 
MEA/H2O/CO2 Mixture:  

https://www.doi.org/10.1021/je301077y

Standard molar enthalpies of formation 
and of sublimation of the terphenyl 
isomers:  

https://www.doi.org/10.1016/j.jct.2007.08.008

Experimental and computational 
energetic study of 1-R-2-phenylindole 
(R = H, CH3, C2H5):  

https://www.doi.org/10.1016/j.jct.2015.01.012

The standard enthalpy of formation of 
superionic solid electrolyte 
Li7La3Zr2O12:  

https://www.doi.org/10.1016/j.tca.2017.09.019

Comprehensive thermodynamic study 
of methylprednisolone:  

https://www.doi.org/10.1016/j.jct.2016.12.015

Thermodynamic study of 
9-anthracenecarboxylic acid:  

https://www.doi.org/10.1016/j.jct.2010.08.018

THE STANDARD ENTHALPIES OF 
FORMATION OF L-ASPARAGINE AND 
L-a- GLUTAMINE:  

https://www.doi.org/10.1016/j.tca.2009.08.017

Structure and energetics correlations 
in some chlorohydroxypyridines:  

https://www.doi.org/10.1016/j.jct.2013.03.001

Solubility of oxygen in the ionic liquid 
[bmim][PF6]: Experimental and 
molecular simulation results:  

https://www.doi.org/10.1016/j.jct.2005.03.005

A calorimetric and thermodynamic 
investigation of cesium uranyl 
tungstate Cs8[(UO2)4(WO4)4(WO5)2]:  

https://www.doi.org/10.1016/j.jct.2019.05.012



NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=C7782447&Units=SI

Thermochemical Properties of Xanthine 
and Hypoxanthine Revisited:  

https://www.doi.org/10.1021/acs.jced.7b00085

Experimental and theoretical study of 
methyl n-hydroxybenzoates:  

https://www.doi.org/10.1016/j.jct.2018.04.011

The thermochemistry of threonine 
stereoisomers:  

https://www.doi.org/10.1016/j.tca.2013.04.001

Thermochemistry of phenylacetic and 
monochlorophenylacetic acids:  

https://www.doi.org/10.1016/j.jct.2007.07.010

Measurement and Prediction of Oxygen 
Solubility in Toluene at Temperatures 
from 298.45 K to 393.15 K and 
Pressures up to 1.0 MPa:  

https://www.doi.org/10.1021/je700330c

The effect of ketone groups on the 
energetic properties of phthalan 
derivatives:  

https://www.doi.org/10.1016/j.jct.2015.12.018

Investigation of thermodynamic 
properties of 1,1'-biadamantane:  

https://www.doi.org/10.1016/j.tca.2007.03.018

Benchmark thermochemistry of 
methylbenzonitriles: Experimental and 
theoretical study:  

https://www.doi.org/10.1016/j.jct.2015.07.025

Low-temperature heat capacities and 
standard molar enthalpy of formation 
of  the solid-state coordination 
compound trans-Cu(Ala)2(s) (Ala = l- 
-alanine):  

https://www.doi.org/10.1016/j.tca.2008.02.024

Thermodynamics of a model biological 
reaction: A comprehensive combined 
experimental and theoretical study:  

https://www.doi.org/10.1016/j.fluid.2016.01.035

KDB: https://www.cheric.org/files/research/kdb/mol/mol1935.mol

Energetics of 2- and 3-coumaranone 
isomers: A combined calorimetric and 
computational study:  

https://www.doi.org/10.1016/j.jct.2013.08.012

Thermodynamic properties and 
behaviour of A2[(UO2)(MoO4)2] 
compounds with A = Li, Na, K, Rb, and 
Cs:  

https://www.doi.org/10.1016/j.jct.2014.07.009

Knowledge of a Molecule: An 
Experimental and Theoretical Study of 
the Structure and Enthalpy of 
Formation of 
Tetrahydro-2H-1,3-oxazine-2-thione:  

https://www.doi.org/10.1021/je200549z

Calorimetric study of methyl and ethyl 
2-thiophenecarboxylates and ethyl 2- 
and 3-thiopheneacetates:  

https://www.doi.org/10.1016/j.jct.2009.03.007

Standard molar enthalpies of formation 
of crystalline stereoisomers of 
aldono-1,4-lactones:  

https://www.doi.org/10.1016/j.jct.2004.07.007

 Thermodynamic properties of 
pentaphenylantimony Ph5Sb over the 
range  from T - 0 K to 400 K:  

https://www.doi.org/10.1016/j.jct.2008.08.002

Standard Molar Enthalpies of 
Formation for the Two Mixed 
Alkali-Alkaline Earth Metal Borates of  
LiBaB9O15 and NaBaB9O15:  

https://www.doi.org/10.1016/j.tca.2013.04.009

Structural studies of cyclic ureas: 2. 
Enthalpy of formation of parabanic 
acid:  

https://www.doi.org/10.1016/j.jct.2008.05.006

Thermodynamic and aromaticity 
studies for the assessment  of the 
halogen...cyano interactions on 
Iodobenzonitrile:  

https://www.doi.org/10.1016/j.jct.2013.06.003

Energetics of Hydroxytetralones: A 
Calorimetric and Computational 
Thermochemical Study:  

https://www.doi.org/10.1021/je8004408

Enthalpies of combustion and 
formation of 2-acetylpyrrole, 
2-acetylfuran and 2-acetylthiophene:  

https://www.doi.org/10.1016/j.tca.2009.04.012

Thermochemistry of Benzyl Alcohol: 
Reaction Equilibria Involving Benzyl 
Alcohol and tert-Alkyl Ethers:  

https://www.doi.org/10.1021/je049823k

Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci990307l

Thermodynamic investigations on 
barium indate:  

https://www.doi.org/10.1016/j.jct.2015.04.035

Establishing benchmarks for the 
Second Industrial Fluids Simulation 
Challenge:  

https://www.doi.org/10.1016/j.fluid.2005.04.020

Experimental and computational study 
on the energetics of 
10,11-dihydro-5H-dibenzo[a,d]cycloheptene 
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Legend

af: Acentric Factor

affp: Proton affinity

basg: Gas basicity

cpg: Ideal gas heat capacity

dm: Dipole Moment

dvisc: Dynamic viscosity

ea: Electron affinity

gf: Standard Gibbs free energy of formation

gyrad: Radius of Gyration

hf: Enthalpy of formation at standard conditions

hfus: Enthalpy of fusion at standard conditions

hvap: Enthalpy of vaporization at standard conditions

hvapt: Enthalpy of vaporization at a given temperature

ie: Ionization energy

log10ws: Log10 of Water solubility in mol/l

logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume

pc: Critical Pressure

pt: Triple Point Pressure

pvap: Vapor pressure

rhoc: Critical density



rhol: Liquid Density

sgb: Molar entropy at standard conditions (1 bar)

speedsl: Speed of sound in fluid

srf: Surface Tension

tb: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

tt: Triple Point Temperature

vc: Critical Volume

zc: Critical Compressibility

zra: Rackett Parameter
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