o-Aminohexanoic acid

Other names: 6-aminocaproic acid

Inchi: INChl=1S/C6H13NO2/c7-5-3-1-2-4-6(8)9/h1-5,7H2,(H,8,9)
InchiKey: SLXKOJJOQWFEFD-UHFFFAOYSA-N

Formula: C6H13NO2

SMILES: NCCCCCC(=0)O

Mol. weight [g/mol]: 131.17

Physical Properties

Property code Value Unit Source

of -199.65 kJ/mol Joback Method

hf -398.19 kJ/mol Joback Method

hfus 22.18 kJ/mol Joback Method

hvap 63.02 kJ/mol Joback Method

log10ws -0.87 Crippen Method

logp 0.590 Crippen Method
mcvol 112.820 ml/mol McGowan Method

pc 3995.65 kPa Joback Method

tb 555.26 K Joback Method

tc 736.90 K Joback Method

tf 351.39 K Joback Method

vC 0.425 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 274.92 J/molxK 555.26 Joback Method
cpg 284.12 J/molxK 585.53 Joback Method
cpg 292.90 J/molxK 615.81 Joback Method
cpg 301.26 J/molxK 646.08 Joback Method
cpg 309.22 J/molxK 676.36 Joback Method
cpg 316.80 J/molxK 706.63 Joback Method

cpg 324.00 J/molxK 736.90 Joback Method




Sources

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

Measurement and Correlation of the https://www.doi.org/10.1021/acs.jced.9b00543
Solubility of Aminocaproic Acid in

BomaeyHiféusi@nEGeaVi Seemé: https://www.doi.org/10.1021/je301370s
Aqueous Straight-Chain Amino Acids . ] .
aehaokitdethadConcentration and https://en.wikipedia.org/wiki/Joback_method

?{B grr1 éﬁwsofcﬁpm (298.210 333.2) K: https://lwww.chemeo.com/doc/models/crippen_log10ws

Osmotic and activity coefficients of https://lwww.doi.org/10.1016/].fluid.2014.02.004

alpha, omega-amino acids in agueous ) -
E&mm{stgmmmgwon the dilution https://www.doi.org/10.1016/}.jct.2011.04.019

enthalpies of alpha,omega-amino acids ) )
Wohumediis Beopesigs of Some https://www.doi.org/10.1021/je100476h

a,w-Aminacarboxylic Acids_ in Aqueous . )
BatiahMatat MelHAEM digiluMolar https://www.doi.org/10.1021/acs.jced.8b00236

jhitites, 15eg of
m%‘[?%%;%ﬂn QE&S}%%% in  http://webbook.nist.gov/cgi/cbook.cgi?ID=B6001903&Units=SI

@Vﬂg}%%%m%&fﬁég;%?%? Chloride http://pubs.acs.org/doi/abs/10.1021/ci990307I
293.2-333.2 K:

Legend

cpg: Ideal gas heat capacity

gf: Standard Gibbs free energy of formation

hf: Enthalpy of formation at standard conditions
hfus: Enthalpy of fusion at standard conditions
hvap: Enthalpy of vaporization at standard conditions
logl0ws: Log10 of Water solubility in mol/l

logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume

pc: Critical Pressure

th: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

VC: Critical Volume

Latest version available from:
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