Phenol, 2,6-dimethoxy-

Other names: 1,3-Dimethyl pyrogallate
1,3-dimethoxy-2-hydroxybenzene
1,3-dimethyl ether pyrogallol
2,6-Dimethoxyphenyl
2,6-Dwumetoksyfenol
2,6-dimethoxyphenol
2,6-dimethoxyphenol (syringol)
2-hydroxy-1,3-dimethoxybenzene
Dimethoxyphenol
Pyrogallol 1,3-dimethyl ether
Pyrogallol dimethylether

syringol
Inchi: INChl=1S/C8H1003/c1-10-6-4-3-5-7(11-2)8(6)9/h3-5,9H,1-2H3
InchiKey: KLIDCXVFHGNTTM-UHFFFAOYSA-N
Formula: C8H1003
SMILES: COclccec(0C)c10
Mol. weight [g/mol]: 154.16
CAS: 91-10-1

Physical Properties

Property code Value Unit Source
chs -4057.00 kJ/mol NIST Webbook
of -245.36 kJ/mol Joback Method
hf -425.14 kJ/mol Joback Method
hfs -518.40 kJ/mol NIST Webbook
hfus 18.29 kJ/mol Joback Method
hsub 98.40+1.10 kJ/mol NIST Webbook
hvap 54.17 kJ/mol Joback Method
log10ws -1.26 Crippen Method
logp 1.409 Crippen Method
mcvol 117.430 ml/mol McGowan Method
pc 4135.61 kPa Joback Method
rinpol 1362.00 NIST Webbook
rinpol 1365.00 NIST Webbook
rinpol 1355.20 NIST Webbook
rinpol 1356.50 NIST Webbook

rinpol 1357.00 NIST Webbook




rinpol 1358.00 NIST Webbook
rinpol 1309.00 NIST Webbook
rinpol 1304.00 NIST Webbook
rinpol 1319.00 NIST Webbook
rinpol 1347.00 NIST Webbook
rinpol 1353.00 NIST Webbook
rinpol 1361.00 NIST Webbook
rinpol 1365.00 NIST Webbook
rinpol 1356.00 NIST Webbook
rinpol 1353.00 NIST Webbook
rinpol 1352.00 NIST Webbook
rinpol 1355.00 NIST Webbook
rinpol 1345.00 NIST Webbook
rinpol 1345.00 NIST Webbook
rinpol 1359.00 NIST Webbook
rinpol 1345.00 NIST Webbook
rinpol 1345.00 NIST Webbook
rinpol 1355.00 NIST Webbook
rinpol 1347.00 NIST Webbook
rinpol 230.09 NIST Webbook
rinpol 230.09 NIST Webbook
rinpol 1319.00 NIST Webbook
rinpol 1356.00 NIST Webbook
rinpol 1345.00 NIST Webbook
rinpol 1347.00 NIST Webbook
rinpol 1357.00 NIST Webbook
rinpol 1349.00 NIST Webbook
rinpol 1357.00 NIST Webbook
rinpol 1367.00 NIST Webbook
rinpol 1347.00 NIST Webbook
rinpol 1361.60 NIST Webbook
ripol 2296.00 NIST Webbook
ripol 2307.00 NIST Webbook
ripol 2269.00 NIST Webbook
ripol 2296.00 NIST Webbook
ripol 2273.00 NIST Webbook
ripol 2276.00 NIST Webbook
ripol 2273.00 NIST Webbook
ripol 2264.00 NIST Webbook
ripol 2266.00 NIST Webbook
ripol 2264.00 NIST Webbook
ripol 2269.00 NIST Webbook
ripol 2269.00 NIST Webbook
ripol 2273.00 NIST Webbook




ripol 2271.00 NIST Webbook
ripol 2295.00 NIST Webbook
ripol 2317.00 NIST Webbook
ripol 2272.00 NIST Webbook
ripol 2307.00 NIST Webbook
ripol 2303.00 NIST Webbook
ripol 2273.00 NIST Webbook
ripol 2307.00 NIST Webbook
ripol 2293.00 NIST Webbook
ripol 2274.00 NIST Webbook
ripol 2262.00 NIST Webbook
ripol 2269.00 NIST Webbook
ripol 2269.00 NIST Webbook
ripol 2284.00 NIST Webbook
ripol 2258.00 NIST Webbook

tb 537.70 K NIST Webbook

tb 534.20 K NIST Webbook

tc 761.62 K Joback Method

tf 375.04 K Joback Method

vC 0.378 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 268.41 J/molxK 539.56 Joback Method
cpg 279.41 J/molxK 576.57 Joback Method
cpg 289.80 J/molxK 613.58 Joback Method
cpg 299.60 J/molxK 650.59 Joback Method
cpg 308.87 J/molxK 687.60 Joback Method
cpg 317.62 J/molxK 724.61 Joback Method
cpg 325.89 J/molxK 761.62 Joback Method

dvisc 0.0009897 Paxs 375.04 Joback Method
dvisc 0.0004960 Paxs 402.46 Joback Method
dvisc 0.0002715 Paxs 429.88 Joback Method
dvisc 0.0001597 Paxs 457.30 Joback Method
dvisc 0.0000998 Paxs 484.72 Joback Method
dvisc 0.0000656 Paxs 512.14 Joback Method
dvisc 0.0000450 Paxs 539.56 Joback Method




Sources

NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=C91101&Units=SI
Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci990307I

Crippen Method: https://www.chemeo.com/doc/models/crippen_log10ws
Extraction of phenolic compounds https://www.doi.org/10.1016/j.fluid.2017.04.022

from aqueous solution using choline ) o

Bhaseremsbgmofit ifmide: https://www.doi.org/10.1016/].fluid.2017.09.008
compounds in water or ethanol: . ) o

Joback Method: https://en.wikipedia.org/wiki/Joback_method

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

Legend

chs: Standard solid enthalpy of combustion

cpgy: Ideal gas 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
hsub: Enthalpy of sublimation 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

rinpol: Non-polar retention indices

ripol: Polar retention indices

th: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

VC: Critical Volume
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