Benzene, 1,2,4-trimethyl-

Other names:

Inchi:

InchiKey:

Formula:

SMILES:

Mol. weight [g/mol]:
CAS:

1,2,4-Trimethylbenzene
1,2,4-trimethylbenzene (pseudocumene)
1,2,5-Trimethylbenzene
1,3,4-Trimethylbenzene
AS-TRIMETHYBENZENE

Asymmetrical trimethylbenzene
Benzene, 1,2,5-trimethyl-

NSC 65600

PSEUDOCUMENE

Pseudocumol

Psi-cumene

as-Trimethylbenzene

«psi»-Cumene

A«psiA»-Cumene
INChl=1S/C9H12/c1-7-4-5-8(2)9(3)6-7/h4-6H,1-3H3
GWHJIZXXIDMPWGX-UHFFFAOYSA-N
C9H12

Cclcce(C)e(C)el

120.19

95-63-6

Physical Properties

Property code Value Unit Source
af 0.3760 KDB
chl -5190.60 kJ/mol NIST Webbook
chl -5194.80 + 1.00 kJ/mol NIST Webbook
cpl 213.02 J/molxK Thermodynamics of
mixtures involving some
(benzene derivatives +
benzonitrile)
of 117.00 kJ/mol KDB
hcg 5194.77 kJ/mol KDB
hcn 4930.677 kJ/mol KDB
hf -13.94 kJ/mol KDB
hf -13.90 £ 1.10 kJ/mol NIST Webbook
hfl -61.90 + 1.10 kJ/mol NIST Webbook
hfus 12.33 kJ/mol Joback Method
hvap 48.00 kJ/mol NIST Webbook



hvap 47.90 kJ/mol NIST Webbook
hvap 39.30 kJ/mol NIST Webbook
hvap 47.90 kJ/mol NIST Webbook
hvap 47.94 kJ/mol NIST Webbook
hvap 48.00 kJ/mol NIST Webbook
hvap 47.20 kJ/mol NIST Webbook
hvap 47.93 kJ/mol NIST Webbook
ie 8.27 £ 0.01 eVv NIST Webbook
ie 8.27 eV NIST Webbook
ie 8.27 eVv NIST Webbook
ie 8.27 £ 0.01 eV NIST Webbook
ie 8.50 £ 0.03 eVv NIST Webbook
log10ws -3.31 Aqueous Solubility
Prediction Method
log10ws -3.31 Estimated Solubility
Method
logp 2.612 Crippen Method
mcvol 113.910 ml/mol McGowan Method
pc 3269.50 £ 0.32 kPa NIST Webbook
pc 3382.60 £ 0.33 kPa NIST Webbook
pc 3269.40 £ 0.32 kPa NIST Webbook
pc 3277.10 £ 0.32 kPa NIST Webbook
pc 3232.00 kPa KDB
pc 3232.00 £ 6.00 kPa NIST Webbook
pc 1925.18 + 151.99 kPa NIST Webbook
pc 3260.00 £+ 5.88 kPa NIST Webbook
rinpol 1001.00 NIST Webbook
rinpol 989.00 NIST Webbook
rinpol 983.00 NIST Webbook
rinpol 986.00 NIST Webbook
rinpol 984.00 NIST Webbook
rinpol 975.60 NIST Webbook
rinpol 976.00 NIST Webbook
rinpol 977.50 NIST Webbook
rinpol 1000.00 NIST Webbook
rinpol 984.00 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 994.00 NIST Webbook
rinpol 1001.00 NIST Webbook
rinpol 982.00 NIST Webbook
rinpol 985.30 NIST Webbook
rinpol 988.40 NIST Webbook
rinpol 994.10 NIST Webbook
rinpol 1001.30 NIST Webbook
rinpol 980.00 NIST Webbook




rinpol 990.00 NIST Webbook
rinpol 982.40 NIST Webbook
rinpol 982.50 NIST Webbook
rinpol 982.80 NIST Webbook
rinpol 982.20 NIST Webbook
rinpol 982.80 NIST Webbook
rinpol 982.80 NIST Webbook
rinpol 985.30 NIST Webbook
rinpol 987.00 NIST Webbook
rinpol 979.70 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 974.90 NIST Webbook
rinpol 988.20 NIST Webbook
rinpol 991.00 NIST Webbook
rinpol 981.00 NIST Webbook
rinpol 990.40 NIST Webbook
rinpol 982.20 NIST Webbook
rinpol 990.00 NIST Webbook
rinpol 994.00 NIST Webbook
rinpol 976.00 NIST Webbook
rinpol 993.90 NIST Webbook
rinpol 984.00 NIST Webbook
rinpol 977.00 NIST Webbook
rinpol 1016.00 NIST Webbook
rinpol 983.20 NIST Webbook
rinpol 983.00 NIST Webbook
rinpol 978.40 NIST Webbook
rinpol 978.40 NIST Webbook
rinpol 999.00 NIST Webbook
rinpol 981.00 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 1023.00 NIST Webbook
rinpol 984.70 NIST Webbook
rinpol 987.50 NIST Webbook
rinpol 991.10 NIST Webbook
rinpol 992.80 NIST Webbook
rinpol 1000.00 NIST Webbook
rinpol 1004.00 NIST Webbook
rinpol 991.00 NIST Webbook
rinpol 979.30 NIST Webbook
rinpol 976.00 NIST Webbook
rinpol 987.50 NIST Webbook
rinpol 991.10 NIST Webbook
rinpol 992.80 NIST Webbook




rinpol 978.00 NIST Webbook
rinpol 978.78 NIST Webbook
rinpol 980.80 NIST Webbook
rinpol 979.00 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 978.53 NIST Webbook
rinpol 979.40 NIST Webbook
rinpol 973.20 NIST Webbook
rinpol 973.60 NIST Webbook
rinpol 980.60 NIST Webbook
rinpol 972.82 NIST Webbook
rinpol 976.75 NIST Webbook
rinpol 978.96 NIST Webbook
rinpol 989.41 NIST Webbook
rinpol 993.40 NIST Webbook
rinpol 996.08 NIST Webbook
rinpol 977.00 NIST Webbook
rinpol 985.00 NIST Webbook
rinpol 1001.97 NIST Webbook
rinpol 982.00 NIST Webbook
rinpol 1012.00 NIST Webbook
rinpol 986.00 NIST Webbook
rinpol 980.00 NIST Webbook
rinpol 983.00 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 989.00 NIST Webbook
rinpol 994.00 NIST Webbook
rinpol 994.00 NIST Webbook
rinpol 978.00 NIST Webbook
rinpol 992.00 NIST Webbook
rinpol 990.00 NIST Webbook
rinpol 979.00 NIST Webbook
rinpol 993.00 NIST Webbook
rinpol 994.00 NIST Webbook
rinpol 986.00 NIST Webbook
rinpol 989.00 NIST Webbook
rinpol 983.00 NIST Webbook
rinpol 994.00 NIST Webbook
rinpol 995.00 NIST Webbook
rinpol 1025.00 NIST Webbook
rinpol 1012.00 NIST Webbook
rinpol 986.00 NIST Webbook
rinpol 1026.00 NIST Webbook
rinpol 997.00 NIST Webbook




rinpol 1021.00 NIST Webbook
rinpol 1021.00 NIST Webbook
rinpol 966.00 NIST Webbook
rinpol 1000.00 NIST Webbook
rinpol 974.00 NIST Webbook
rinpol 985.00 NIST Webbook
rinpol 984.00 NIST Webbook
rinpol 984.00 NIST Webbook
rinpol 990.00 NIST Webbook
rinpol 980.24 NIST Webbook
rinpol 981.00 NIST Webbook
rinpol 976.00 NIST Webbook
rinpol 997.50 NIST Webbook
rinpol 956.00 NIST Webbook
rinpol 957.00 NIST Webbook
rinpol 987.00 NIST Webbook
rinpol 971.00 NIST Webbook
rinpol 975.00 NIST Webbook
rinpol 976.00 NIST Webbook
rinpol 990.00 NIST Webbook
rinpol 956.00 NIST Webbook
rinpol 984.00 NIST Webbook
rinpol 979.00 NIST Webbook
rinpol 979.00 NIST Webbook
rinpol 969.00 NIST Webbook
rinpol 994.00 NIST Webbook
rinpol 1026.00 NIST Webbook
rinpol 1020.00 NIST Webbook
rinpol 1021.00 NIST Webbook
rinpol 968.00 NIST Webbook
rinpol 985.00 NIST Webbook
rinpol 1023.00 NIST Webbook
rinpol 991.00 NIST Webbook
rinpol 961.00 NIST Webbook
rinpol 989.00 NIST Webbook
rinpol 978.00 NIST Webbook
rinpol 990.00 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 976.00 NIST Webbook
rinpol 984.00 NIST Webbook
rinpol 984.00 NIST Webbook
rinpol 973.00 NIST Webbook
rinpol 976.00 NIST Webbook
rinpol 984.00 NIST Webbook




rinpol 1012.00 NIST Webbook
rinpol 978.00 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 978.00 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 978.00 NIST Webbook
rinpol 956.00 NIST Webbook
rinpol 978.00 NIST Webbook
rinpol 986.30 NIST Webbook
rinpol 971.00 NIST Webbook
rinpol 978.00 NIST Webbook
rinpol 1001.00 NIST Webbook
rinpol 975.00 NIST Webbook
rinpol 977.00 NIST Webbook
rinpol 1000.00 NIST Webbook
rinpol 992.00 NIST Webbook
rinpol 173.80 NIST Webbook
rinpol 983.20 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 986.00 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 987.00 NIST Webbook
rinpol 987.00 NIST Webbook
rinpol 987.00 NIST Webbook
rinpol 987.00 NIST Webbook
rinpol 1017.00 NIST Webbook
rinpol 993.00 NIST Webbook
rinpol 987.00 NIST Webbook
rinpol 996.60 NIST Webbook
rinpol 991.90 NIST Webbook
rinpol 980.50 NIST Webbook
rinpol 976.20 NIST Webbook
rinpol 988.00 NIST Webbook
rinpol 987.90 NIST Webbook
rinpol 986.90 NIST Webbook
rinpol 987.30 NIST Webbook
rinpol 986.00 NIST Webbook
rinpol 986.00 NIST Webbook
rinpol 975.00 NIST Webbook
rinpol 975.00 NIST Webbook
rinpol 986.00 NIST Webbook
rinpol 1013.40 NIST Webbook
rinpol 1004.20 NIST Webbook
rinpol 995.00 NIST Webbook




rinpol 1006.00 NIST Webbook
rinpol 1006.00 NIST Webbook
rinpol 1006.00 NIST Webbook
rinpol 990.10 NIST Webbook
rinpol 976.05 NIST Webbook
rinpol 975.30 NIST Webbook
rinpol 969.90 NIST Webbook
rinpol 1012.30 NIST Webbook
rinpol 987.00 NIST Webbook
rinpol 1005.50 NIST Webbook
ripol 1311.00 NIST Webbook
ripol 1280.00 NIST Webbook
ripol 1283.00 NIST Webbook
ripol 1260.00 NIST Webbook
ripol 1277.00 NIST Webbook
ripol 1312.40 NIST Webbook
ripol 1326.70 NIST Webbook
ripol 1247.00 NIST Webbook
ripol 1249.00 NIST Webbook
ripol 1277.60 NIST Webbook
ripol 1272.20 NIST Webbook
ripol 1253.10 NIST Webbook
ripol 1300.00 NIST Webbook
ripol 1310.00 NIST Webbook
ripol 1319.00 NIST Webbook
ripol 1291.00 NIST Webbook
ripol 1285.00 NIST Webbook
ripol 1275.00 NIST Webbook
ripol 1257.00 NIST Webbook
ripol 1292.00 NIST Webbook
ripol 1252.00 NIST Webbook
ripol 1308.10 NIST Webbook
ripol 1285.00 NIST Webbook
ripol 1285.00 NIST Webbook
ripol 1293.00 NIST Webbook
ripol 1267.00 NIST Webbook
ripol 1275.00 NIST Webbook
ripol 1291.00 NIST Webbook
ripol 1293.00 NIST Webbook
ripol 1285.00 NIST Webbook
ripol 1311.00 NIST Webbook
ripol 1278.00 NIST Webbook
ripol 1278.00 NIST Webbook
ripol 1278.00 NIST Webbook




ripol 1281.00 NIST Webbook
ripol 1285.00 NIST Webbook
ripol 1287.00 NIST Webbook
ripol 1289.00 NIST Webbook
ripol 1285.00 NIST Webbook
ripol 1286.00 NIST Webbook
ripol 1283.00 NIST Webbook
ripol 1280.00 NIST Webbook
ripol 1280.00 NIST Webbook
ripol 1253.00 NIST Webbook
ripol 1275.00 NIST Webbook
ripol 1274.00 NIST Webbook
ripol 1289.00 NIST Webbook
ripol 1276.00 NIST Webbook
ripol 1276.00 NIST Webbook
ripol 1279.00 NIST Webbook
ripol 1290.00 NIST Webbook
ripol 1333.00 NIST Webbook
ripol 1287.00 NIST Webbook
ripol 1275.00 NIST Webbook
ripol 1267.00 NIST Webbook
ripol 1294.00 NIST Webbook
ripol 1277.00 NIST Webbook
ripol 1278.00 NIST Webbook
ripol 1294.00 NIST Webbook
ripol 1294.00 NIST Webbook
ripol 1253.00 NIST Webbook
ripol 1288.00 NIST Webbook
ripol 1285.00 NIST Webbook
sg 395.76 £ 0.63 J/molxK NIST Webbook
sl 283.30 J/molxK NIST Webbook
sl 283.38 J/molxK NIST Webbook
tb 441.20 K NIST Webbook
tb 442.90 = 0.70 K NIST Webbook
tb 442.30 £ 0.50 K NIST Webbook
tb 442.30 + 0.60 K NIST Webbook
tb 442.33 £ 0.30 K NIST Webbook
tb 442.90 + 5.00 K NIST Webbook
tb 442.00 =+ 2.00 K NIST Webbook
tb 441.35 + 0.25 K NIST Webbook
tb 442.55 + 0.30 K NIST Webbook
tb 442.55 + 0.30 K NIST Webbook
tb 442.50 =+ 0.20 K NIST Webbook
tb 441.40 + 0.50 K NIST Webbook




tb 442.70 + 0.60 K NIST Webbook
tb 442.10 + 1.00 K NIST Webbook
tb 442.00 + 2.00 K NIST Webbook
tb 442.65 £ 0.25 K NIST Webbook
tb 442.60 + 0.40 K NIST Webbook
tb 442.49 £ 0.20 K NIST Webbook
tb 442.50 + 0.20 K NIST Webbook
tb 442.50 + 0.20 K NIST Webbook
tb 442.50 + 0.20 K NIST Webbook
tb 442.49 + 0.15 K NIST Webbook
tb 442.35 + 0.30 K NIST Webbook
tb 442.50 + 0.15 K NIST Webbook
tb 442.50 = 0.03 K NIST Webbook
tb 443.35 + 0.40 K NIST Webbook
tb 442.42 + 0.30 K NIST Webbook
tb 442.50 K NIST Webbook
tb 442 .53 K KDB
tb 439.00 + 2.00 K NIST Webbook
tb 442.00 = 3.00 K NIST Webbook
tb 442.49 + 0.20 K NIST Webbook
tb 442.49 + 0.15 K NIST Webbook
tb 442.50 + 0.20 K NIST Webbook
tb 442.45 K Isobaric (vapour + liquid)
equilibria for
N-formylmorpholine with
ethylbenzene,
n-butylbenzene,
iso-propylbenzene and
1,2,4-trimethylbenzene at
101.33 kPa
tb 442.50 £ 0.25 K NIST Webbook
tc 649.10 K KDB
tf 229.25 K Aqueous Solubility
Prediction Method
tf 228.70 £ 0.60 K NIST Webbook
tf 228.15+ 0.20 K NIST Webbook
tf 228.15 + 2.00 K NIST Webbook
tf 229.30 K KDB
tf 212.15+ 0.50 K NIST Webbook
tf 221.00 = 4.00 K NIST Webbook
tf 229.00 £ 0.20 K NIST Webbook
tf 228.85 + 0.20 K NIST Webbook
tf 229.37 £ 0.20 K NIST Webbook
tf 229.05 = 0.40 K NIST Webbook
tf 223.85 + 0.40 K NIST Webbook
tf 224.18 £ 0.20 K NIST Webbook
tf 229.23+£0.10 K NIST Webbook




tf 229.24 + 0.08 K NIST Webbook
tf 229.35+ 0.07 K NIST Webbook
tf 224.15 £ 0.07 K NIST Webbook
tt 228.60 £ 0.30 K NIST Webbook
tt 229.33 £ 0.03 K NIST Webbook
vC 0.435 m3/kmol KDB

ZC 0.2605030 KDB

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 216.81 J/molxK 441.96 Joback Method
cpg 254.06 J/molxK 546.96 Joback Method
cpg 242.27 J/molxK 511.96 Joback Method
cpg 265.25 J/molxK 581.96 Joback Method
cpg 275.86 J/molxK 616.95 Joback Method
cpg 285.90 J/molxK 651.95 Joback Method
cpg 229.86 J/molxK 476.96 Joback Method
cpl 213.11 J/molxK 298.15 NIST Webbook
cpl 212.10 J/molxK 297.30 NIST Webbook
cpl 213.00 J/molxK 298.00 NIST Webbook
cpl 210.41 J/molxK 299.80 NIST Webbook
cpl 212.10 J/molxK 295.99 NIST Webbook
cpl 214.97 J/molxK 298.15 NIST Webbook

dvisc 0.0006008 Paxs 309.09 Joback Method
dvisc 0.0003221 Paxs 375.52 Joback Method
dvisc 0.0015760 Paxs 242.65 Joback Method
dvisc 0.0009182 Paxs 275.87 Joback Method
dvisc 0.0002083 Paxs 441.96 Joback Method
dvisc 0.0004268 Paxs 342.31 Joback Method
dvisc 0.0002545 Paxs 408.74 Joback Method
hfust 13.19 kJ/mol 229.30 NIST Webbook
hfust 12.65 kJ/mol 228.60 NIST Webbook
hvapt 46.50 kJ/mol 262.00 NIST Webbook
hvapt 44.10 kJ/mol 403.50 NIST Webbook
hvapt 39.25 kJ/mol 442.30 KDB

pvap 70.30 kPa 428.53 Phase equilibria

on five binary
systems
containing
1-butanethiol and

3-methylthiophene

in hydrocarbons




pvap

60.00

kPa

422.84

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

pvap

50.30

kPa

416.75

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

pvap

39.80

kPa

408.87

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

pvap

30.30

kPa

400.11

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

pvap

20.10

kPa

387.74

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

pvap

90.40

kPa

437.83

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

pvap

101.40

kPa

442.22

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

pvap

0.73

kPa

313.15

Vapor-liquid
equilibria and
excess
enthalpies of the
binary systems 1-
pentanol or
2-pentanol and
1-hexene or
1,2,4-trimethylbenzene
for the
development of
biofuels




pvap 80.30

kPa

433.42

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

pvap 16.90

kPa

383.15

Phase equilibria
on five binary
systems
containing
1-butanethiol and
3-methylthiophene
in hydrocarbons

rfi 1.50470

293.15

Isobaric Vapor
Liquid
Equilibrium Data
for the System of

1-Methyl-2-Ethylbenzene
+

1,2,4-Trimethylbenzene
at 10 kPa

rfi 1.50237

298.15

KDB

rhol 871.64

kg/m3

298.15

Excess Molar
Volumes and
Surface Tensions
of
1,2,4-Trimethylbenzene
and
1,3,5-Trimethylbenzene
with 1-Butanol,
2-Methyl-1-propanol,
2-Butanol, and
2-Methyl-2-propanol
at 298.15 K

rhol 880.00

kg/m3

289.00

KDB

rhol 871.64

kg/m3

298.15

Excess Molar
volumes and
Surface Tensions
of
Trimethylbenzene
with
Tetrahydrofuran
Tetrachloromethane
and
Dimethylsulfoxide
at 298.15 K

rhol 875.78

kg/m3

293.15

Isobaric VLE
data for

1-methyl-3-ethylbenzene

or

1-methyl-4-ethylbenzene
+

1,2,4-trimethylbenzene
at 20 kPa

sfust 55.30

J/molxK

228.60

NIST Webbook




srf

0.03

N/m

313.15

Excess Molar
Volumes and
Surface Tensions
of 1,2,4-
Trimethylbenzene
and 1,3,5-
Trimethylbenzene
with
1,1-Diethoxyethane
and

2,2-Dimethoxypropane

at (298.15,
308.15, and
313.15) K

srf

0.03

N/m

298.15

Excess Molar
Volumes and
Surface Tensions
of 1,2,4-
Trimethylbenzene
and 1,3,5-
Trimethylbenzene
with
1,1-Diethoxyethane
and

2,2-Dimethoxypropane

at (298.15,
308.15, and
313.15) K

srf

0.03

N/m

313.15

Densities and
Surface Tensions
of
Trimethylbenzene
+ Dimethyl
Carbonate or +
Diethyl
Carbonate at
298.15 K and
313.15 K

srf

0.03

N/m

298.15

Densities and
Surface Tensions
of
Trimethylbenzene
+ Dimethyl
Carbonate or +
Diethyl
Carbonate at
298.15 K and
313.15 K

srf

0.03

N/m

313.15

Excess Molar
Volumes and
Surface Tensions
of 1,2,4-
Trimethylbenzene
and 1,3,5-
Trimethylbenzene
with
1,1-Diethoxyethane
and

2,2-Dimethoxypropane

at (298.15,
308.15, and
313.15) K




srf

0.03

N/m

298.15

Excess Molar
Volumes and
Surface Tensions
of
Trimethylbenzene
+ Ethylene Glycol
Ester at 298.15 K
and 313.15 K

srf

0.03

N/m

313.15

Densities,
surface tensions,
and derived
surface
thermodynamics
properties of
(trimethylbenzene
+ propyl acetate,
or butyl acetate)
from T = 298.15
Kto 313.15 K

srf

0.03

N/m

308.15

Densities,
surface tensions,
and derived
surface
thermodynamics
properties of
(trimethylbenzene
+ propyl acetate,
or butyl acetate)
from T = 298.15
Kto 313.15 K

srf

0.03

N/m

298.15

Excess Molar
Volumes ar]d
Surface Tensions
of

1,2,4-Trimethylbenzene

and

1,3,5-Trimethylbenzene

with Isopropyl
Acetate and
Isobutyl Acetate
at (298.15,
308.15, and
313.15) K

srf

0.03

N/m

303.15

Densities,
surface tensions,
and derived
surface
thermodynamics
properties of
(trimethylbenzene
+ propyl acetate,
or butyl acetate)
from T = 298.15
Kto 313.15 K




srf

0.03

N/m

298.15

Densities,
surface tensions,
and derived
surface
thermodynamics
properties of
(trimethylbenzene
+ propyl acetate,
or butyl acetate)
from T = 298.15
Kto 313.15K

srf

0.03

N/m

308.15

Excess Molar
Volumes and
Surface Tensions
of 1,2,4-
Trimethylbenzene
and 1,3,5-
Trimethylbenzene
with
1,1-Diethoxyethane
and

2,2-Dimethoxypropane

at (298.15,
308.15, and
313.15) K

srf

0.03

N/m

308.15

Excess Molar
Volumes ar]d
Surface Tensions
of

1,2,4-Trimethylbenzene

and

1,3,5-Trimethylbenzene

with Isopropyl
Acetate and
Isobutyl Acetate
at (298.15,
308.15, and
313.15) K

srf

0.03

N/m

293.20

KDB

srf

0.03

N/m

313.15

Excess Molar
Volumes ar]d
Surface Tensions
of

1,2,4-Trimethylbenzene

and

1,3,5-Trimethylbenzene

with Isopropyl
Acetate and
Isobutyl Acetate
at (298.15,
308.15, and
313.15) K

srf

0.03

N/m

313.15

Excess Molar
Volumes and
Surface Tensions
of
Trimethylbenzene
+ Ethylene Glycol
Ester at 298.15 K
and 313.15 K




tcond|

0.13

W/mxK

257.58

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
Cyclic (Alkanes,
Alkenes,
Alkadienes,
Aromatics), and
Deuterated
Hydrocarbons

tcondl|

0.13

W/mxK

257.79

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
Cyclic (Alkanes,
Alkenes,
Alkadienes,
Aromatics), and
Deuterated
Hydrocarbons

tcondl|

0.13

W/mxK

276.54

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
Cyclic (Alkanes,
Alkenes,
Alkadienes,
Aromatics), and
Deuterated
Hydrocarbons

tcond|

0.13

W/mxK

257.93

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
Cyclic (Alkanes,
Alkenes,
Alkadienes,
Aromatics), and
Deuterated
Hydrocarbons

tcondl|

0.13

W/mxK

276.33

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
Cyclic (Alkanes,
Alkenes,
Alkadienes,
Aromatics), and
Deuterated
Hydrocarbons




tcondl

0.13

W/mxK

276.69

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
Cyclic (Alkanes,
Alkenes,
Alkadienes,
Aromatics), and
Deuterated
Hydrocarbons

tcondl|

0.13

W/mxK

283.32

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
Cyclic (Alkanes,
Alkenes,
Alkadienes,
Aromatics), and
Deuterated
Hydrocarbons

tcondl|

0.13

W/mxK

283.54

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
Cyclic (Alkanes,
Alkenes,
Alkadienes,
Aromatics), and
Deuterated
Hydrocarbons

tcond|

0.12

W/mxK

330.69

Thermal
Conductivity and
Thermal
Diffusivity of
Twenty-Nine
Liquids: Alkenes,
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Correlations

Information

Property code

Value

pvap

Equation In(Pvp) =A+B/(T + C)
Coeff. A 1.47784e+01
Coeff. B -4.06027e+03
Coeff. C -4.29020e+01
Temperature range (K), min. 323.10
Temperature range (K), max. 471.79
Information Value
Property code pvap

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




Coeff. A 6.15931e+01

Coeff. B -7.42775e+03

Coeff. C -6.69353e+00

Coeff. D 2.96938e-06
Temperature range (K), min. 229.38
Temperature range (K), max. 649.13

Datasets

Mass density, kg/m3

Temperature, K - Liquid Pressure, kPa - Liquid Mass density, kg/m3 - Liquid
273.15 100.00 891.7
273.15 1000.00 892.3
273.15 2000.00 892.9
273.15 5000.00 894.6
273.15 10000.00 897.4
273.15 15000.00 900.2
273.15 20000.00 902.8
273.15 30000.00 908.0
273.15 40000.00 912.9
273.15 50000.00 917.5
273.15 60000.00 921.9
273.15 70000.00 926.2
273.15 80000.00 930.3
273.15 90000.00 934.2
273.15 100000.00 938.0
273.15 110000.00 941.7
273.15 120000.00 945.2
273.15 130000.00 948.6
273.15 140000.00 952.0
283.15 100.00 883.3
283.15 1000.00 883.9
283.15 2000.00 884.5
283.15 5000.00 886.3
283.15 10000.00 889.3
283.15 15000.00 892.2
283.15 20000.00 895.0

283.15 30000.00 900.3




283.15 40000.00 905.4
283.15 50000.00 910.2
283.15 60000.00 914.8
283.15 70000.00 919.3
283.15 80000.00 923.5
283.15 90000.00 927.5
283.15 100000.00 931.4
283.15 110000.00 935.2
283.15 120000.00 938.9
283.15 130000.00 942.4
283.15 140000.00 945.8
293.15 100.00 875.1
293.15 1000.00 875.7
293.15 2000.00 876.3
293.15 5000.00 878.2
293.15 10000.00 881.4
293.15 15000.00 884.4
293.15 20000.00 887.3
293.15 30000.00 892.9
293.15 40000.00 898.2
293.15 50000.00 903.2
293.15 60000.00 908.0
293.15 70000.00 912.6
293.15 80000.00 916.9
293.15 90000.00 921.1
293.15 100000.00 925.1
293.15 110000.00 929.0
293.15 120000.00 932.8
293.15 130000.00 936.4
293.15 140000.00 939.9
303.15 100.00 867.0
303.15 1000.00 867.6
303.15 2000.00 868.3
303.15 5000.00 870.3
303.15 10000.00 873.6
303.15 15000.00 876.8
303.15 20000.00 879.8
303.15 30000.00 885.7
303.15 40000.00 891.2
303.15 50000.00 896.4
303.15 60000.00 901.4
303.15 70000.00 906.1
303.15 80000.00 910.6
303.15 90000.00 914.9




303.15 100000.00 919.1
303.15 110000.00 923.1
303.15 120000.00 927.0
303.15 130000.00 930.7
303.15 140000.00 934.3
313.15 100.00 859.0
313.15 1000.00 859.7
313.15 2000.00 860.4
313.15 5000.00 862.6
313.15 10000.00 866.0
313.15 15000.00 869.3
313.15 20000.00 872.6
313.15 30000.00 878.7
313.15 40000.00 884.5
313.15 50000.00 889.9
313.15 60000.00 895.0
313.15 70000.00 899.9
313.15 80000.00 904.6
313.15 90000.00 909.0
313.15 100000.00 913.3
313.15 110000.00 917.4
313.15 120000.00 921.4
313.15 130000.00 925.2
313.15 140000.00 928.9
323.15 100.00 851.3
323.15 1000.00 852.0
323.15 2000.00 852.7
323.15 5000.00 855.0
323.15 10000.00 858.6
323.15 15000.00 862.1
323.15 20000.00 865.5
323.15 30000.00 871.9
323.15 40000.00 877.9
323.15 50000.00 883.5
323.15 60000.00 888.9
323.15 70000.00 894.0
323.15 80000.00 898.8
323.15 90000.00 903.4
323.15 100000.00 907.8
323.15 110000.00 912.0
323.15 120000.00 916.1
323.15 130000.00 920.0
323.15 140000.00 923.8
333.15 100.00 843.6




333.15 1000.00 844.4
333.15 2000.00 845.2
333.15 5000.00 847.6
333.15 10000.00 851.4
333.15 15000.00 855.1
333.15 20000.00 858.6
333.15 30000.00 865.3
333.15 40000.00 871.6
333.15 50000.00 877.4
333.15 60000.00 883.0
333.15 70000.00 888.2
333.15 80000.00 893.2
333.15 90000.00 898.0
333.15 100000.00 902.5
333.15 110000.00 906.9
333.15 120000.00 911.1
333.15 130000.00 915.1
333.15 140000.00 919.0
Reference https://www.doi.org/10.1016/j.jct.2017.03.006

Viscosity, Pa*s

Temperature, K - Liquid Pressure, kPa - Liquid Viscosity, Pa*s - Liquid

293.15 100.00 0.0008929
293.15 1000.00 0.0009065
293.15 5000.00 0.0009417
293.15 10000.00 0.0009769
293.15 20000.00 0.0010610
293.15 30000.00 0.0011479
293.15 40000.00 0.0012332
293.15 50000.00 0.0013362
293.15 60000.00 0.0014349
293.15 70000.00 0.0015664
293.15 80000.00 0.0016926
293.15 100000.00 0.0019518
293.15 120000.00 0.0022875
293.15 140000.00 0.0026681
313.15 100.00 0.0006989
313.15 1000.00 0.0007096
313.15 5000.00 0.0007359




313.15 10000.00 0.0007606
313.15 20000.00 0.0008203
313.15 30000.00 0.0008894
313.15 40000.00 0.0009528
313.15 50000.00 0.0010264
313.15 60000.00 0.0010996
313.15 70000.00 0.0011708
313.15 80000.00 0.0012493
313.15 100000.00 0.0014146
313.15 120000.00 0.0015986
313.15 140000.00 0.0018238
333.15 100.00 0.0005596
333.15 1000.00 0.0005646
333.15 5000.00 0.0005885
333.15 10000.00 0.0006066
333.15 20000.00 0.0006476
333.15 30000.00 0.0006942
333.15 40000.00 0.0007426
333.15 50000.00 0.0007922
333.15 60000.00 0.0008456
333.15 70000.00 0.0009004
333.15 80000.00 0.0009675
333.15 100000.00 0.0010938
333.15 120000.00 0.0012212
333.15 140000.00 0.0013427
353.15 100.00 0.0004527
353.15 1000.00 0.0004566
353.15 5000.00 0.0004711
353.15 10000.00 0.0004886
353.15 20000.00 0.0005283
353.15 30000.00 0.0005626
353.15 40000.00 0.0005993
353.15 50000.00 0.0006375
353.15 60000.00 0.0006768
353.15 70000.00 0.0007177
353.15 80000.00 0.0007606
353.15 100000.00 0.0008518
353.15 120000.00 0.0009515
353.15 140000.00 0.0010646

Reference

https://www.doi.org/10.1016/j.jct.2015.12.021



Sources

Excess Molar Volumes and Surface https://www.doi.org/10.1021/je060490w

TenS|ons of 1 2,4- Trimethylbenzene ) )
g Y@/\@ Hantth ﬁ?l'b@ﬁﬁ@ﬂ@ﬁwth https://lwww.sciencedirect.com/book/9780128029992/the-yaws-handbook-of-vapor-pressure
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1W€Slfllﬂﬁjr@thylbenzene with http://webbook.nist.gov/cgi/cbook.cgi?ID=C95636&Units=SI

BN SRR s a0l at  hitpi/ipubs.acs.org/doifsuppl/10.1021/ci034243x/suppl_file/ci034243xs120040112_053635.1xt

%%ojaﬁt:(Vapor Liquid Equilibrium Data https://www.doi.org/10.1021/je301122r
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legﬂryngugtﬁgmbm@qf@nternary https://www.doi.org/10.1016/j.fluid.2016.01.005
i
m@(ﬁ@@ %ﬁ QO*‘kPa https://www.doi.org/10.1016/j.fluid.2017.12.031
i
@'@i@ afrr]%%n 1- hexée?]%%tr http://link.springer.com/article/10.1007/BF02311772
q “ UE’F e foof W&rmal  hittps://mwww.doi.org/10.1021//€034162x
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nggs Afidce dEeNaiRBBES https://www.doi.org/10.1021/je060137q
QI %ﬂ%ﬁg mmﬂ?é%ﬁw@?&%%%tﬁed https://www.doi.org/10.1016/}.jct.2015.12.021
%leg/gnqaﬂgqrqwts Vibrating wire
M)gn@rmcgn n@lmw)es” gr https://lwww.doi.org/10.1016/}.jct.2006.09.007
ene derivatives + ) }
E 3y volumes and Surface https://www.doi.org/10.1021/je0497294
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Eéﬁm ofar Mo lrenes R rnetacge  hitps://www.doi.org/10.1021/je800046k
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BthalydnPEnESSith https://www.doi.org/10.1016/].jct.2018.05.027

%ﬁ@%@lﬁ;ﬁd@%ﬁ[{gﬁm&e https://www.doi.org/10.1016/].jct.2016.07.008
mgg%ywﬁwﬁggﬁgl{g{:m of https://lwww.cheric.org/files/research/kdb/mol/mol663.mol

gggﬁ&?ﬂh%ﬂ%phgsmal http://pubs.acs.org/doi/abs/10.1021/ci9903071

dyante %ﬁﬂﬁﬂ Qfmja H?@thbna for https://www.doi.org/10.1016/j.jct.2012.04.016
N-formylmorpholine with ethylbenzene, i )
KBBtYaez F@S$$ldiep|ﬁ§!pqlbenzene and https://www.cheric.org/research/kdb/hcprop/showprop.php?cmpid=663

b&é‘r%‘ﬂ%@ﬁ' ?%grr]]rey%t 01 33 kpa: https://www.doi.org/10.1021/je3010535

Constants Using Internal Standards ) )

wolh iBEHEeR A HIg/mRiddtion of Toluene, https://www.doi.org/10.1021/je050529hn

Ethylbenzene 1,2,4-Trimethylbenzene, ) o
b ares Al Sl @rdath ylhexyl, https://www.doi.org/10.1016/}.jct.2013.01.016

%}mﬁ%%ﬁ b%@%@%ﬁ'ﬁ%@%ﬁ%&% https:/Avww.doi.org/10.1016/}.fluid.2010.02.030
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TenS|ons of methylbenzene+ . ) .
ek dletredr Ester at 298.15 K and  https://en.wikipedia.org/wiki/Joback_method

Ben5| |§s, surface tensions, and https://www.doi.org/10.1016/}.jct.2006.07.025
derived surface thermodynamics

properties of (trimethylbenzene +

propyl acetate, or butyl acetate) from T

=298.15 K to 313.15 K:

Legend

af: Acentric Factor
chl: Standard liquid enthalpy of combustion
cpg: Ideal gas heat capacity

cpl: Liquid phase heat capacity



dvisc: Dynamic viscosity

gf: Standard Gibbs free energy of formation

hcg: Heat of Combustion, Gross form

hcn: Heat of Combustion, Net Form

hf: Enthalpy of formation at standard conditions
hfl: Liquid phase enthalpy of formation at standard conditions
hfus: Enthalpy of fusion at standard conditions
hfust: Enthalpy of fusion 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

pc: Critical Pressure

pvap: Vapor pressure

rfi: Refractive Index

rhol: Liquid Density

rinpol: Non-polar retention indices

ripol: Polar retention indices

sfust: Entropy of fusion at a given temperature

SQ: Molar entropy at standard conditions

sl: Liquid phase molar entropy at standard conditions
srf: Surface Tension

th: Normal Boiling Point Temperature

tc: Critical Temperature

tcondl: Liquid thermal conductivity

tf: Normal melting (fusion) point

tt: Triple Point Temperature

VC: Critical Volume

zc: Critical Compressibility
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