Propanedioic acid

Other names:

Inchi:
InchiKey:
Formula:
SMILES:

Mol. weight [g/mol]:

CAS:

CARBOXYACETIC ACID
CH2(COOH)2
DICARBOXYMETHANE
Kyselina malonova
MALONIC ACID
Methanedicarbonic acid
Methanedicarboxylic acid
NSC 8124

USAF EK-695

INChI=1S/C3H404/c4-2(5)1-3(6)7/h1H2,(H,4,5)(H,6,7)
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C3H404
0=C(0)CC(=0)O
104.06

141-82-2

Physical Properties

Property code Value Unit Source
chs -861.57 + 0.63 kJ/mol NIST Webbook
chs -861.15 + 0.63 kJ/mol NIST Webbook

of -557.10 kJ/mol Joback Method
hf -634.87 kJ/mol Joback Method
hfs -891.10 £ 0.40 kJ/mol NIST Webbook
hfus 14.90 kJ/mol Joback Method
hsub 111.40 £ 0.70 kJ/mol NIST Webbook
hsub 105.10 £ 0.80 kJ/mol NIST Webbook
hvap 69.12 kJ/mol Joback Method
ie 11.05 eV NIST Webbook
log10ws 0.72 Crippen Method
logp -0.454 Crippen Method
mcvol 68.010 ml/mol McGowan Method
pc 6990.97 kPa Joback Method
SS 149.00 J/molxK NIST Webbook
tb 560.14 K Joback Method
tc 737.52 K Joback Method
tf 407.90 + 0.30 K NIST Webbook
tf 408.05 = 0.30 K NIST Webbook




vC 0.254

m3/kmol

Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 169.19 J/molxK 737.52 Joback Method
cpg 166.05 J/molxK 707.95 Joback Method
cpg 147.44 J/molxK 560.14 Joback Method
cpg 151.57 J/molxK 589.70 Joback Method
cpg 155.48 J/molxK 619.27 Joback Method
cpg 159.20 J/molxK 648.83 Joback Method
cpg 162.72 J/molxK 678.39 Joback Method
cps 127.63 J/molxK 298.15 NIST Webbook

dvisc 0.0001310 Paxs 524.30 Joback Method
dvisc 0.0000754 Paxs 560.14 Joback Method
dvisc 0.0115826 Paxs 345.07 Joback Method
dvisc 0.0033725 Paxs 380.92 Joback Method
dvisc 0.0012142 Paxs 416.76 Joback Method
dvisc 0.0005139 Paxs 452.61 Joback Method
dvisc 0.0002468 Paxs 488.45 Joback Method
hfust 23.10 kJ/mol 407.50 NIST Webbook
hsubt 72.70 kJ/mol 305.50 NIST Webbook
hsubt 108.90 £ 0.70 kJ/mol 348.00 NIST Webbook

Correlations

Information

Property code

Value

pvap

Equation In(Pvp) =A+B/(T +C)
Coeff. A 1.07123e+01
Coeff. B -3.47121e+03
Coeff. C -9.03390e+01
Temperature range (K), min. 423.32
Temperature range (K), max. 733.06
Information Value
Property code pvap




Equation In(Pvp) = A + B/T + C*In(T) + D*T"2

Coeff. A 2.11442e+01
Coeff. B -8.74805e+03
Coeff. C -2.54993e-03
Coeff. D 4.32749e-09
Temperature range (K), min. 291.15
Temperature range (K), max. 320.15
Sources
Joback Method: https://en.wikipedia.org/wiki/Joback_method
KDB Vapor Pressure Data: https://lwww.cheric.org/research/kdb/hcprop/showprop.php?cmpid=960
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at 30to 70 deg C:

Legend

chs: Standard solid enthalpy of combustion
cpgy: Ideal gas heat capacity



cps: Solid phase heat capacity

dvisc: Dynamic viscosity

gf: Standard Gibbs free energy of formation

hf: Enthalpy of formation at standard conditions

hfs: Solid phase enthalpy of formation at standard conditions
hfus: Enthalpy of fusion at standard conditions

hfust: Enthalpy of fusion at a given temperature

hsub: Enthalpy of sublimation at standard conditions
hsubt: Enthalpy of sublimation at a given temperature
hvap: Enthalpy of vaporization at standard conditions
ie: lonization energy

logl0ws: Log10 of Water solubility in mol/l

logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume

pc: Critical Pressure

pvap: Vapor pressure

SS: Solid phase molar entropy at standard conditions
th: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

VC: Critical Volume
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