
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 0.73 eV NIST Webbook

ea 0.46 ± 0.05 eV NIST Webbook

ea 0.15 ± 0.05 eV NIST Webbook

ea 1.10 ± 0.10 eV NIST Webbook

ea 0.45 ± 0.01 eV NIST Webbook

ea 0.45 ± 0.01 eV NIST Webbook

ea 0.44 ± 0.01 eV NIST Webbook

ea 1.12 ± 0.07 eV NIST Webbook

ea 0.44 ± 0.10 eV NIST Webbook

ea 0.40 ± 0.10 eV NIST Webbook

ea 0.45 ± 0.02 eV NIST Webbook

ea 0.50 ± 0.10 eV NIST Webbook

ea 0.43 ± 0.03 eV NIST Webbook

ea 1.27 ± 0.20 eV NIST Webbook

ea 0.45 ± 0.10 eV NIST Webbook



ea 0.50 ± 0.20 eV NIST Webbook

ea 0.43 ± 0.02 eV NIST Webbook

ea 0.48 eV NIST Webbook

ea 0.56 ± 0.10 eV NIST Webbook

ea 0.45 ± 0.05 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 12.30 eV NIST Webbook

ie 12.06 ± 0.00 eV NIST Webbook

ie 12.08 ± 0.01 eV NIST Webbook

ie 12.08 ± 0.01 eV NIST Webbook

ie 12.33 ± 0.01 eV NIST Webbook

ie 12.07 ± 0.00 eV NIST Webbook

ie 12.07 ± 0.00 eV NIST Webbook

ie 12.07 ± 0.01 eV NIST Webbook

ie 12.80 ± 0.50 eV NIST Webbook

ie 12.00 ± 1.00 eV NIST Webbook

ie 12.08 ± 0.00 eV NIST Webbook

ie 12.07 eV NIST Webbook

ie 12.07 ± 0.00 eV NIST Webbook

ie 12.06 ± 0.00 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 12.13 eV NIST Webbook

ie 12.00 ± 0.50 eV NIST Webbook

ie 12.10 ± 0.10 eV NIST Webbook

log10ws -0.95 Crippen Method

logp 0.067 Crippen Method

mcvol 18.300 ml/mol McGowan Method

pc 4985.19 ± 30.39 kPa NIST Webbook

pc 4992.28 ± 30.39 kPa NIST Webbook

pc 5003.43 ± 30.39 kPa NIST Webbook

pc 5043.00 kPa KDB

pc 5043.00 ± 0.50 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 154.58 ± 0.00 K NIST Webbook

tc 154.58 ± 0.00 K NIST Webbook

tc 154.59 K KDB

tc 155.15 ± 0.30 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 19.78 J/mol×K 270.99 Joback Method

cpg 16.12 J/mol×K 233.40 Joback Method

cpg 14.04 J/mol×K 214.60 Joback Method

cpg 11.77 J/mol×K 195.80 Joback Method

cpg 9.31 J/mol×K 177.00 Joback Method

cpg 21.37 J/mol×K 289.79 Joback Method

cpg 18.04 J/mol×K 252.20 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 0.0021038 Pa×s 177.00 Joback Method

dvisc 0.0114021 Pa×s 126.66 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 120.00 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 

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

Selective absorption of CO2 from H2, 
O2 and N2 by 
1-hexyl-3-methylimidazolium 
tris(pentafluoroethyl)trifluorophosphate: 
 

https://www.doi.org/10.1016/j.jct.2016.01.013

The standard molar enthalpy of 
formation, molar heat capacities, and 
thermal stability of anhydrous caffeine: 
 

https://www.doi.org/10.1016/j.jct.2006.05.009

Energetic vs structural effects of 
aminoalkyl substituents in the 
morpholine:  

https://www.doi.org/10.1016/j.jct.2018.03.001

Energetics of Hydroxytetralones: A 
Calorimetric and Computational 
Thermochemical Study:  

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

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

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

Comprehensive study of the 
thermodynamic properties for 
2-methyl-3-buten-2-ol:  

https://www.doi.org/10.1016/j.jct.2015.07.028

Experimental and computational study 
on the molecular energetics of 
benzyloxyphenol isomers:  

https://www.doi.org/10.1016/j.jct.2011.06.014

Thermo physico-chemical 
investigations on A-Te-O (A = Cr, Fe, 
Ni) system:  

https://www.doi.org/10.1016/j.tca.2014.03.016

Standard molar enthalpy of formation 
of methoxyacetophenone isomers:  

https://www.doi.org/10.1016/j.jct.2014.03.027

Thermodynamic studies on LnCoO3(s) 
(Ln =Dy, Ho) by solid-state  
electrochemical cells:  

https://www.doi.org/10.1016/j.tca.2008.09.023

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

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

A Low Sensitivity Energetic Salt Based 
on Furazan Derivative and Melamine: 
Synthesis, Structure, Density 
Functional Theory Calculation, and 
Physicochemical Property:  

https://www.doi.org/10.1021/acs.jced.5b00458

McGowan Method: http://link.springer.com/article/10.1007/BF02311772

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

https://www.doi.org/10.1016/j.jct.2010.10.009

Enthalpies of combustion and 
formation of fullerenes by 
micro-combustion calorimetry in a 
Calvet calorimeter:  

https://www.doi.org/10.1016/j.tca.2005.06.029

Gas solubilities of nitrogen or oxygen 
in benzene, divinylbenzene, styrene 
and of an equimolar (N2:O2) mixture in 
styrene at (293-313) K:  

https://www.doi.org/10.1016/j.fluid.2019.03.016

Synthesis, characterization and 
standard molar enthalpies of formation 
of two zinc borates: 2ZnO*2B2O3*3H2O 
and ZnB4O7:  

https://www.doi.org/10.1016/j.jct.2019.07.010

Thermodynamic study of solvent-free 
reaction between 
17-methyltestosterone and 
o-aminophenol:  

https://www.doi.org/10.1016/j.jct.2011.02.003

Structural, energetic and reactivity 
properties of phenoxazine and 
phenothiazine:  

https://www.doi.org/10.1016/j.jct.2013.11.013

Energetic insights on two dye key 
molecules: N-methylphenothiazine and 
N-methylphenoxazine:  

https://www.doi.org/10.1016/j.jct.2015.10.013

Thermodynamic properties of alkyl 
1H-indole carboxylate derivatives: A 
combined experimental and 
computational study:  

https://www.doi.org/10.1016/j.jct.2016.01.006

Thermodynamic study of binary 
systems containing sulfur dioxide: 
measurements and molecular 
modelling:  

https://www.doi.org/10.1016/j.fluid.2011.02.008

Solubilities of several non-polar gases 
in mixtures water + 
2,2,2-trifluoroethanol at 298.15 K and 
101.33 kPa:  

https://www.doi.org/10.1016/j.fluid.2011.11.006



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

Enthalpies of combustion, vapour 
pressures, and enthalpies of 
sublimation of the 1,5- and 
1,8-diaminonaphthalenes:  

https://www.doi.org/10.1016/j.jct.2009.09.009

Mass spectrometric study of the 
vaporization behaviour of 
alpha-Na2NpO4: Thermodynamic 
investigation of the enthalpy of 
formation:  

https://www.doi.org/10.1016/j.jct.2012.11.034

Calorimetric and computational study 
of (1H-Indol-n-yl)methanol and 
2-(1H-Indol-n-yl)ethanol (n=2, 3):  

https://www.doi.org/10.1016/j.tca.2019.01.021

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

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

Effects of association with impurities in 
ammonia purification:  

https://www.doi.org/10.1016/j.fluid.2015.07.034

Speed of sound of oxygen in 
supercritical states up to 500 K and 100 
MPa:  

https://www.doi.org/10.1021/acs.jced.5b01007

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

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

Thermodynamic properties of starch 
and glucose:  

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

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

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

Energetics and structural properties of 
neutral and deprotonated phenyl 
carbinols:  

https://www.doi.org/10.1016/j.jct.2016.02.010

Experimental and theoretical study of 
methyl n-hydroxybenzoates:  

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

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

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

Calorimetric study of 
bromoacetophenone isomers:  

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

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

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

The thermochemistry of threonine 
stereoisomers:  

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

Low-temperature heat capacity and 
standard molar enthalpy of formation 
of crystalline 2-pyridinealdoxime 
(C6H6N2O):  

https://www.doi.org/10.1016/j.jct.2006.09.016

Thermodynamic properties of 
L-tryptophan:  

https://www.doi.org/10.1016/j.jct.2016.09.041

Thermodynamic properties of 
S-(-)-nicotine:  

https://www.doi.org/10.1016/j.jct.2018.01.014

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

Construction, calibration and testing of 
a micro-combustion calorimeter:  

https://www.doi.org/10.1016/j.jct.2006.03.001

Thermochemical Properties of 
Formamide Revisited: New Experiment 
and Quantum Mechanical Calculations: 
 

https://www.doi.org/10.1021/je200683f

Thermochemistry of 
6-propyl-2-thiouracil: an experimental 
and computational study.:  

https://www.doi.org/10.1016/j.tca.2014.04.018

Thermochemical study of the 
2,5-dibromonitrobenzene isomer: An 
approach of the energetic study for the 
other dibromonitrobenzene isomers:  

https://www.doi.org/10.1016/j.jct.2009.05.010

Standard Gibbs energy of formation of 
tellurium dioxidemeasurement by a 
solid-oxide electrolyte EMF technique:  

https://www.doi.org/10.1016/j.tca.2013.08.006

Calorimetric study of 
20-methylacetophenone and 
40-methylacetophenone:  

https://www.doi.org/10.1016/j.jct.2012.08.034

Thermochemical study of 
cyanopyrazines: Experimental and 
theoretical approaches:  

https://www.doi.org/10.1016/j.jct.2005.07.006

Heat capacity and standard molar 
enthalpy of formation of crystalline 
2,6-dicarboxypyridine (C7H5NO4):  

https://www.doi.org/10.1016/j.jct.2006.03.007

The standard molar enthalpies of 
formation and heat capacities of 
PbMoO4 (s) and Pb2MoO5 (s):  

https://www.doi.org/10.1016/j.jct.2017.08.011

A calorimetric and computational study 
of the thermochemistry of halogenated 
1-phenylpyrrole derivatives :  

https://www.doi.org/10.1016/j.jct.2010.06.012

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

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

Phase equilibria of the systems of CsCl 
+ ErCl3 + H2O and CsCl + ErCl3 + HCl 
(~10.7%, ~14.4%) + H2O at T = 298.15 K 
and the standard molar enthalpies of 
formation of solid phase compounds:  

https://www.doi.org/10.1016/j.jct.2013.09.016

Possible precursors and products of 
deep hydrodesulfurization of gasoline 
and distillate fuels III. The 
thermodynamic properties of 
1,2,3,4-tetrahydrodibenzothiophene:  

https://www.doi.org/10.1016/j.jct.2003.12.012

Solubility of the Single Gases Carbon 
Monoxide and Oxygen in the Ionic 
Liquid [hmim][Tf2N]:  

https://www.doi.org/10.1021/je8007556

Thermochemistry of substituted 
thiophenecarbonitrile derivatives:  

https://www.doi.org/10.1016/j.jct.2007.06.020

Thermal Analysis and Calorimetric 
Study of 4-Dimethylaminopyridine:  

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

Experimental and computational study 
on the energetics of the cyclic 
anhydrides of glycine and alanine:  

https://www.doi.org/10.1016/j.jct.2012.10.012

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

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

Thermodynamic investigations on 
barium indate:  

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

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

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

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

Solubility and selectivity of CO2 in 
ether-functionalized imidazolium ionic 
liquids:  

https://www.doi.org/10.1016/j.jct.2016.08.028

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



3,4,5-Trimethoxyphenol: A combined 
experimental and theoretical 
thermochemical investigation of its 
antioxidant capacity:  

https://www.doi.org/10.1016/j.jct.2007.11.006

Isomorphism and phase diagram of 
Pb5(PO4)3F-Pb5(PO4)3Cl system:  

https://www.doi.org/10.1016/j.tca.2010.11.020

Experimental and computational 
thermochemistry of the isomers: 
Chromanone, 3-isochromanone, and 
dihydrocoumarin:  

https://www.doi.org/10.1016/j.jct.2008.08.012

Experimental and computational 
thermochemical study of 
1,3,5-trimethyl-, 1,5,5-trimethyl-, and 
1,3,5,5-tetramethyl-barbituric acids:  

https://www.doi.org/10.1016/j.jct.2014.01.023

Standard molar enthalpies of formation 
of three methyl-pyrazole derivatives:  

https://www.doi.org/10.1016/j.jct.2011.10.007

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

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

Standard molar enthalpies of formation 
of copper(II) beta-diketonates and 
monothio-beta-diketonates:  

https://www.doi.org/10.1016/j.jct.2005.08.017

Determination of the energies of 
combustion and enthalpies of 
formation of nitrobenzenesulfonamides 
by rotating-bomb combustion 
calorimetry:  

https://www.doi.org/10.1016/j.jct.2009.10.003

Energetics of flavone and flavanone: https://www.doi.org/10.1016/j.jct.2009.06.022

When theory and experiment hold 
hands: The thermochemistry of 
gamma-pyrone derivatives:  

https://www.doi.org/10.1016/j.jct.2011.02.021

The liquid gas interface of oxygen 
nitrogen solutions 1. Surface tension:  

https://www.doi.org/10.1016/j.fluid.2008.06.016

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

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

Low-temperature Heat Capacity and the 
Standard Molar Enthalpy of Formation 
of Compound  Chromium(III) 
Tri(2-Pyrazinecarboxylate):  

https://www.doi.org/10.1016/j.tca.2012.05.023

Experimental and computational 
thermodynamics of pyrene and 
1-pyrenecarboxaldehyde and their 
photophysical properties:  

https://www.doi.org/10.1016/j.jct.2015.07.008

Standard molar enthalpies of formation 
and of sublimation of 
2-thiophenecarboxamide and 
2-thiopheneacetamide:  

https://www.doi.org/10.1016/j.jct.2007.07.004

Experimental and computational study 
on the energetics of 
N-acetyl-L-cysteine:  

https://www.doi.org/10.1016/j.jct.2013.08.026

Vapor Pressures and Enthalpies of 
Combustion of the Dihydroxybenzoic 
Acid Isomers:  

https://www.doi.org/10.1021/je900777q

Combined experimental and 
computational study of the energetics 
of methylindoles:  

https://www.doi.org/10.1016/j.jct.2009.05.018

Thermodynamic study of 
Cs3Na(MoO4)2: Determination of the 
standard enthalpy of formation and 
standard entropy at 298.15 K:  

https://www.doi.org/10.1016/j.jct.2018.01.016

A calorimetric and thermodynamic 
investigation of A2[(UO2)2(MoO4)O2] 
compounds with A = K and Rb and 
calculated phase relations in the 
system (K2MoO4 + UO3 + H2O):  

https://www.doi.org/10.1016/j.jct.2015.06.028

Thermodynamic Properties of 
Trimethylene Urethane 
(1,3-Oxazinan-2-one):  

https://www.doi.org/10.1021/acs.jced.8b00643

Experimental and computational study 
of the energetics of 5- and 
6-aminoindazole:  

https://www.doi.org/10.1016/j.jct.2010.04.026

Thermodynamic study of 
9-anthracenecarboxylic acid:  

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