Resorcinol

Other names:

Inchi:

InchiKey:

Formula:

SMILES:
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Physical Properties

Property code Value Unit Source
affp 856.40 kJ/mol NIST Webbook
chs -2861.00 kJ/mol NIST Webbook
chs -2847.90 £ 1.10 kJ/mol NIST Webbook
chs -2850.60 + 0.42 kJ/mol NIST Webbook
chs -2867.00 kJ/mol NIST Webbook
ep -15.00 J/molxK NIST Webbook
of -187.56 kJ/mol Joback Method
hf -265.20 kJ/mol NIST Webbook
hf -275.00 kJ/mol NIST Webbook
hf -284.70 + 1.20 kJ/mol NIST Webbook
hfs -370.70 + 1.10 kJ/mol NIST Webbook
hfs -368.00 + 0.50 kJ/mol NIST Webbook
hfs -351.20 kJ/mol NIST Webbook
hfus 17.29 kJ/mol Joback Method
hsub 87.50 £ 0.50 kJ/mol NIST Webbook
hsub 86.00 £ 0.52 kJ/mol NIST Webbook
hsub 93.00 kJ/mol NIST Webbook
hsub 86.00 kJ/mol NIST Webbook
hvap 78.40 + 1.30 kJ/mol NIST Webbook
ie 8.20 eVv NIST Webbook
ie 8.63 eVv NIST Webbook
log10ws 0.81 Aqueous Solubility
Prediction Method
log10ws 0.81 Estimated Solubility
Method
logp 1.098 Crippen Method
mcvol 83.380 ml/mol McGowan Method
nfpaf %!d(float64=1) KDB
pc 6240.00 kPa Critical Point and Vapor

Pressure Measurements
for Four Compounds by a
Low Residence Time Flow

Method
rinpol 213.50 NIST Webbook
rinpol 1379.00 NIST Webbook
rinpol 1376.00 NIST Webbook
rinpol 1368.00 NIST Webbook
rinpol 1368.00 NIST Webbook

rinpol 213.50 NIST Webbook




rinpol 216.79 NIST Webbook

rinpol 219.64 NIST Webbook
rinpol 1376.00 NIST Webbook
rinpol 1368.00 NIST Webbook

tb 549.05 K KDB

tb 550.00 K NIST Webbook

tb 549.10 = 0.40 K NIST Webbook

tb 554.55 + 0.50 K NIST Webbook

tc 766.85 K Joback Method

tf 383.15 K Liquid pharmaceuticals

formulation by eutectic
formation
tf 382.00 K Enthalpies of formation of

dihydroxybenzenes
revisited: Combining
experimental and
high-level ab initio data

tf 383.65 K Thermal, physicochemical
and microstructural studies
of organic analog of
nonmetal-nonmetal
monotectic alloy

tf 383.90 K Aqueous Solubility
Prediction Method

tf 382.85 K KDB

tt 382.70 £ 0.20 K NIST Webbook

tt 382.80 £ 0.25 K NIST Webbook

tt 383.54 £ 0.02 K NIST Webbook

vC 0.196 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 220.99 J/molxK 725.65 Joback Method
cpg 209.18 J/molxK 643.24 Joback Method
cpg 202.41 J/molxK 602.03 Joback Method
cpg 194.85 J/molxK 560.83 Joback Method
cpg 186.33 J/molxK 519.62 Joback Method
cpg 226.33 J/molxK 766.85 Joback Method
cpg 215.32 J/molxK 684.44 Joback Method
cps 135.53 J/molxK 298.15 NIST Webbook
cps 131.00 J/molxK 298.00 NIST Webbook
cps 131.40 J/molxK 297.90 NIST Webbook
cps 139.30 J/molxK 298.15 NIST Webbook

cps 151.00 J/molxK 323.00 NIST Webbook




dvisc 0.0009603 Paxs 394.72 Joback Method

dvisc 0.0004493 Paxs 41554 Joback Method
dvisc 0.0001210 Paxs 457.17 Joback Method
dvisc 0.0000684 Paxs 477.99 Joback Method
dvisc 0.0000251 Paxs 519.62 Joback Method
dvisc 0.0000406 Paxs 498.80 Joback Method
dvisc 0.0002260 Paxs 436.35 Joback Method
hfust 20.50 kJ/mol 381.00 NIST Webbook
hfust 18.90 kJ/mol 382.60 NIST Webbook
hfust 21.30 kJ/mol 382.80 NIST Webbook
hfust 21.30 kJ/mol 382.90 NIST Webbook
hfust 1.20 kJ/mol 366.80 NIST Webbook
hfust 18.90 kJ/mol 382.60 NIST Webbook
hsubt 85.30 £ 0.50 kJ/mol 334.00 NIST Webbook
hsubt 95.00 £ 1.00 kJ/mol 329.00 NIST Webbook
hsubt 93.40 kJ/mol 303.00 NIST Webbook
hsubt 93.00 £ 21.00 kJ/mol 329.50 NIST Webbook
hsubt 92.30 kJ/mol 353.50 NIST Webbook
hvapt 74.30 kJ/mol 484.50 NIST Webbook
hvapt 74.30 kJ/mol 427.50 NIST Webbook
psub 9.66e-04 kPa 331.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub 5.48e-04 kPa 326.10
Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub 6.17e-04 kPa 326.70
Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited




psub

7.74e-04

kPa

329.10

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

8.81e-04

kPa

330.10

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

4.00e-04

kPa

323.10

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

1.06e-03

kPa

332.10

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

1.24e-03

kPa

333.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroguinone.
Enthalpies of
Phase
Transitions
Revisited

psub

1.34e-03

kPa

334.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

1.47e-03

kPa

335.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Reuvisited




psub

1.86e-03

kPa

337.10

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

2.23e-03

kPa

339.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

2.54e-03

kPa

340.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

2.72e-03

kPa

341.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

2.71e-03

kPa

341.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

3.40e-03

kPa

343.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

3.41e-03

kPa

343.50

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Reuvisited




psub

3.54e-03

kPa

344.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

3.67e-03

kPa

344.40

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

4.58e-03

kPa

346.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

4.68e-03

kPa

346.40

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

5.53e-03

kPa

348.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroguinone.
Enthalpies of
Phase
Transitions
Revisited

psub

5.56e-03

kPa

348.40

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

5.69e-03

kPa

349.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Reuvisited




psub

0.02

kPa

364.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

6.43e-03

kPa

350.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

7.32e-03

kPa

351.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

7.73e-03

kPa

352.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

8.71e-03

kPa

353.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

9.84e-03

kPa

354.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

0.01

kPa

355.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Reuvisited




psub

0.01

kPa

356.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

0.01

kPa

357.40

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

0.01

kPa

358.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

0.01

kPa

358.60

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

0.02

kPa

360.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroguinone.
Enthalpies of
Phase
Transitions
Revisited

psub

0.02

kPa

360.40

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

psub

0.02

kPa

361.30

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Reuvisited




psub

6.49e-03

kPa

350.20

Di-Hydroxybenzenes:
Catechol,
Resorcinol, and
Hydroquinone.
Enthalpies of
Phase
Transitions
Revisited

sfust

53.80

J/molxK

381.00

NIST Webbook

sfust

55.60

J/molxK

382.80

NIST Webbook

sfust

3.27

J/molxK

366.80

NIST Webbook

sfust

49.41

J/molxK

382.60

NIST Webbook

Pressure Dependent Properties

Property code

tbp

Value

444.70

Unit

Pressure [kPa] Source

2.95

Vapour pressure
data for
2-n-propylresorcinol,
4-ethylresorcinol
and
4-hexylresorcinol
near their normal
boiling points
measured by
differential
scanning
calorimetry

tbp

451.30

3.93

Vapour pressure
data for
2-n-propylresorcinol,
4-ethylresorcinol
and
4-hexylresorcinol
near their normal
boiling points
measured by
differential
scanning
calorimetry

tbp

456.80

4.93

Vapour pressure
data for
2-n-propylresorcinol,
4-ethylresorcinol
and
4-hexylresorcinol
near their normal
boiling points
measured by
differential
scanning
calorimetry

tbrp

451.20

2.10

NIST Webbook




Correlations

Information Value
Property code pvap
Equation In(Pvp) = A + B/T + C*In(T) + D*T"2
Coeff. A 1.64521e+02
Coeff. B -1.68432e+04
Coeff. C -2.08308e+01
Coeff. D 7.18739e-06
Temperature range (K), min. 382.00
Temperature range (K), max. 810.00
sources
Enthalpies of formation of https://www.doi.org/10.1016/].jct.2013.10.032

dihydroxybenzenes revisited: . .
YopmihHgspe tatmiarand high-level https://www.doi.org/10.1016/).jct.2019.03.008
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sratures: Experimental  https://en.wikipedia.org/wiki/Joback_method
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Measurements for Four Compounds by ) )
80l Réesaan@s Tigie HlaWdMethod: https://www.doi.org/10.1016/j.tca.2011.04.002
yrocathecol and  their mixture in ) ] o )
E@pm@tq%&p&tabﬂau Methad: http://pubs.acs.org/doi/suppl/10.1021/ci034243x/suppl_file/ci034243xsi20040112_053635.txt

KDB: https://lwww.cheric.org/files/research/kdb/mol/mol863.mol

Densities and Viscosities of Binary https://www.doi.org/10.1021/je101173w
Solutions of Benzene-1,3-diol + Water, ) )
KPBNAPPFdpgssLeR, BA@Butan-1-ol at  https://www.cheric.org/research/kdb/hcprop/showprop.php?cmpid=863

:Fh:e@nga ',lghtfl)s?ggé%s nﬁzcal and https://www.doi.org/10.1016/j.tca.2009.10.010
microstructural studies of organic ) ) )
anideihetkl-nonmetal http://link.springer.com/article/10.1007/BF02311772
wonoteﬁtic allt?iy: . _— ) . o
ernary liquid-liquid equilibria for https://www.doi.org/10.1016/j.fluid.2016.08.040

methyl isopropyl ketone + (resorcinol ) o
o droauich AY) llbwererfey sespmat  https://www.doi.org/10.1016/j.fluid.2016.11.005

b
3 tyl kétone

Eggﬁﬁ.&ﬂ@%ﬁ‘?ﬁ%ﬁaﬁgr Ternary https://www.doi.org/10.1021/acs.jced.7b01127
byjuRheny! -‘,"ﬂ. hi BRRagunone

Aglgthary https://www.doi.org/10.1021/je5003048

)] .fémnef . o
ggdp: Tormulation by https://www.doi.org/10.1016/j.fluid.2017.05.009

eutectic formation:; ) ) )
Measurements and Thermodynamic https://lwww.doi.org/10.1021/acs.jced.9b00633

Modeling of Liquid-Liquid Equilibria . .
Bypefanenéat eesst ropyl https://www.doi.org/10.1016/j.jct.2018.08.041
zesegiation of liquid-liquid equiligrium . .

1S ), . 8Re +  https://www.doi.org/10.1016/j.jct.2010.04.018
g%rﬁm:anﬁggﬁ?r&gic http://pubs.acs.org/doi/abs/10.1021/ci990307I

%,%3? é,%%s 2 H%ﬁg},?ﬁ%%iﬁé’ %?ﬁlqj& http://onschallenge.wikispaces.com/file/view/AgueousDataset002.xIsx/351826032/AqueousDe

at T =(283.15, 293.15, 298.15, 303.15,
and 313.15) K:




Partial Molar Volumes and Viscosity https://www.doi.org/10.1007/s10765-009-0567-5

B-Coefficients of Nicotinamide in ) ) . .
WWebkeskicinol Solutions at http://webbook.nist.gov/cgi/cbook.cgi?ID=C108463&Units=SI

T=(298.15, 308.15, and 318.15)K:

Legend

affp: Proton affinity

chs: Standard solid enthalpy of combustion

cpgy: Ideal gas heat capacity

cps: Solid phase heat capacity

dvisc: Dynamic viscosity

ep: Protonation entropy at 298K

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
hvapt: Enthalpy of vaporization at a given temperature
ie: lonization energy

logl0ws: Log10 of Water solubility in mol/l

logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume

nfpaf: NFPA Fire Rating

pc: Critical Pressure

psub: Sublimation pressure

pvap: Vapor pressure

rinpol: Non-polar retention indices

sfust: Entropy of fusion at a given temperature

th: Normal Boiling Point Temperature

tbp: Boiling point at given pressure

tbrp: Boiling point at reduced pressure

tc: Critical Temperature

tf: Normal melting (fusion) point

tt: Triple Point Temperature

VC: Critical Volume

Latest version available from:
https://www.chemeo.com/cid/18-362-0/Resorcinol.pdf
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