sec-Butyl acetate

Other names:

Inchi:

InchiKey:

Formula:

SMILES:

Mol. weight [g/mol]:
CAS:

1-Methylpropyl acetate
1-Methylpropyl ethanoate
2-Butanol acetate

2-Butyl acetate

Acetate de butyle secondaire
Acetic acid, 1-methylpropyl ester
Acetic acid, 2-butoxy ester
Acetic acid, sec-butyl ester
CH3COOCH(CH3)C2H5
NSC 8034

dl-sec-Butyl acetate
sec-Butyl alcohol acetate
sec-Butyl ethanoate

INChI=1S/C6H1202/c1-4-5(2)8-6(3)7/h5H,4H2,1-3H3

DCKVNWZUADLDEH-UHFFFAOYSA-N

C6H1202
CCC(C)OC(C)=0
116.16

105-46-4

Physical Properties

Property code Value Unit Source

of -236.72 kJ/mol Joback Method

hf -417.25 kJ/mol Joback Method

hfus 10.56 kJ/mol Joback Method

hvap 37.72 kJ/mol Joback Method

ie 9.91 +0.03 eV NIST Webbook

ie 9.97 + 0.05 eV NIST Webbook

ie 9.90 eV NIST Webbook

ie 9.90 eVv NIST Webbook

log10ws -1.31 Crippen Method

logp 1.348 Crippen Method
mcvol 102.840 ml/mol McGowan Method

pc 3302.95 kPa Joback Method

rinpol 746.00 NIST Webbook

rinpol 758.00 NIST Webbook

rinpol 745.00 NIST Webbook



rinpol 749.00 NIST Webbook
rinpol 737.00 NIST Webbook
rinpol 746.00 NIST Webbook
rinpol 738.10 NIST Webbook
rinpol 740.00 NIST Webbook
rinpol 738.00 NIST Webbook
rinpol 746.00 NIST Webbook
rinpol 744.00 NIST Webbook
rinpol 749.00 NIST Webbook
rinpol 746.00 NIST Webbook
ripol 974.00 NIST Webbook
ripol 993.00 NIST Webbook
ripol 974.00 NIST Webbook
ripol 988.00 NIST Webbook
ripol 990.00 NIST Webbook
ripol 985.00 NIST Webbook
ripol 974.00 NIST Webbook
ripol 982.00 NIST Webbook
ripol 985.00 NIST Webbook
tb 385.33 K Experimental isobaric
vapour-liquid equilibrium
data for the binary system
(N, N-dimethyl acetamide
+ dimethyl sulfoxide) and
the quaternary system
(sec-butyl acetate +
sec-butyl alcohol + N,
N-dimethyl acetamide +
dimethyl sulfoxide) at
101.3 kPa
tb 389.65 = 1.00 K NIST Webbook
tb 385.35+ 1.00 K NIST Webbook
tb 385.00 = 2.00 K NIST Webbook
tb 383.20 = 2.00 K NIST Webbook
tb 384.00 + 3.00 K NIST Webbook
tb 385.40 K NIST Webbook
tb 385.20 K Investigation on Isobaric
Vapor Liquid Equilibrium
for Water + Acetic Acid +
sec-Butyl Acetate
tb 385.25 K Experimental

Measurements of Vapor
Liquid Equilibrium Data for
the Binary Systems of
Methanol + 2-Butyl
Acetate, 2-Butyl Alcohol +
2-Butyl Acetate, and
Methyl Acetate + 2-Butyl
Acetate at 101.33 kPa




tb

385.12

Isobaric Vapor Liquid
Equilibrium for the Binary
Systems of sec-Butyl
Acetate + n-Butyl Alcohol,
Isobutyl Alcohol, or
tert-Butyl Alcohol at 101.3
kPa

tb

385.15

Isobaric Vapor-Liquid
Equilibrium for the Binary
Systems of
1,2-Dichloroethane +
sec-Butyl Acetate,
n-Propyl Acetate, and
tert-Butyl Acetate at 101.3
kPa

tb

385.15

Isobaric Vapor-Liquid
Equilibrium for Two Binary
Systems of n-Heptane +
sec-Butyl Acetate and
Methylcyclohexane +
sec-Butyl Acetate under
Atmosphere

tb

385.00

K

NIST Webbook

tc

594.22

K

Joback Method

tf

214.54

K

Joback Method

vC

0.390

m3/kmol

Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 199.90 J/molxK 412.53 Joback Method
cpg 210.06 J/molxK 442.81 Joback Method
cpg 219.89 J/molxK 473.09 Joback Method
cpg 229.39 J/molxK 503.38 Joback Method
cpg 238.55 J/molxK 533.66 Joback Method
cpg 247.38 J/molxK 563.94 Joback Method
cpg 255.87 J/molxK 594.22 Joback Method

dvisc 0.0002624 Paxs 412.53 Joback Method
dvisc 0.0020807 Paxs 247.54 Joback Method
dvisc 0.0011317 Paxs 280.54 Joback Method
dvisc 0.0006998 Paxs 313.53 Joback Method
dvisc 0.0046134 Paxs 214.54 Joback Method
dvisc 0.0003438 Paxs 379.53 Joback Method
dvisc 0.0004742 Paxs 346.53 Joback Method




pvap

101.30

kPa

385.15

Isobaric
Vapor-Liquid
Equilibrium for
Two Binary
Systems of
n-Heptane +
sec-Butyl Acetate
and
Methylcyclohexane
+ sec-Butyl
Acetate under
Atmosphere

pvap

101.30

kPa

385.15

Isobaric
Vapor-Liquid
Equilibrium for
the Binary
Systems of
1,2-Dichloroethane
+ sec-Butyl
Acetate, n-Propyl
Acetate, and
tert-Butyl Acetate
at 101.3 kPa

pvap

101.33

kPa

385.25

Experimental
Measurements of
Vapor Liquid
Equilibrium Data
for the Binary
Systems of
Methanol +
2-Butyl Acetate,
2-Butyl Alcohol +
2-Butyl Acetate,
and Methyl
Acetate + 2-Butyl
Acetate at 101.33
kPa

rfi

1.38700

298.15

Liquid-Liquid
Equilibria for the
System 1-Methyl
Propyl Ethanoate
(1) + Acetic Acid
(2) + Water (3) at

(283.15 and

323.15) K

rhol

866.40

kg/m3

298.15

Isobaric
vapor-liquid
equilibrium of the
binary system
sec-butyl acetate
+ para-xylene
and the
quaternary
system methyl
acetate +
para-xylene +
sec-butyl acetate
+ acetic acid at
101.3 kPa




rhol 871.00 kg/m3 293.15 Liquid - liquid

equilibrium for

the quaternary

reaction system
water p sec-butyl

alcohol p

sec-butyl acetate

p acetic acid

rhol 863.80 kg/m3 298.15 Isobaric Vapor
Liquid
Equilibrium for
the Binary
Systems of
sec-Butyl Acetate
+ Methyl Ethyl
Ketone,
2-Methoxyethanol,
or
1,2-Dimethoxyethane
at 101.3 kPa

rhol 867.00 kg/m3 298.15 Isobaric
Vapor-Liquid
Equilibrium for
the Binary
Systems of
Sec-butyl Acetate
and Ethanol,
1-Propanol, or
2-Propanol at

101.3 kPa
Correlations
Information Value
Property code pvap
Equation In(Pvp) = A + B/T + C*In(T) + D*T"2
Coeff. A 1.94870e+01
Coeff. B -5.11855e+03
Coeff. C -1.39214e-01
Coeff. D -4.69511e-06
Temperature range (K), min. 313.15
Temperature range (K), max. 523.15

Datasets



Mass density, kg/m3

Temperature, K - Liquid Pressure, kPa - Liquid Mass density, kg/m3 - Liquid
298.15 100.00 865.5
Reference https://www.doi.org/10.1021/acs.jced.9b00430
Sources
Experimental isobaric vapor-liquid https://www.doi.org/10.1016/j.fluid.2015.07.029
eqU|I|br|um for the ternary system of . i
ta}amlao_&)@@@)&t @bétﬂwd- https://www.doi.org/10.1021/je500160t
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um@]@blﬁ@barg@m@wrdmgﬂe + https://lwww.doi.org/10.1016/j.jct.2019.05.005

%%&%%ﬁm E%?}n?{ﬁﬁm https://lwww.cheric.org/research/kdb/hcprop/showprop.php?cmpid=1081
rn |r&r5tﬁg| + https://www.doi.org/10.1021/acs.jced.5b00582
]  = '? '@ W the https://www.doi.org/10.1016/j.fluid.2015.05.032
: i RFisy$86m https://www.doi.org/10.1021/acs.jced.7b00999

X tate https://www.doi.org/10.1021/je900332x
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e
@33)&52 https://www.doi.org/10.1021/acs.jced.9b00103
gég@ stem sec-Butyl Acetate + . )
gr&lgy HOQWIEtEQWHBrGJPtm%t https://www.doi.org/10.1021/acs.jced.6b00471
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Eﬁm@w@uﬁmééﬂu for  https://www.doi.org/10.1021/acs.jced.8b00434
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E'Q&CE Ll AN mc?ﬁ?' M Wisbe, https:/www.doi.org/10.1016/j fluid. 2010.01.005
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MWAL%[HGQ il Bﬁﬁﬁc te http://pubs.acs.org/doi/abs/10.1021/ci9903071

; % fmtprs  https://www.doi.org/10.1021/acs.jced.7b00445

Isobaric Vapor-Liquid Equilibria of https://www.doi.org/10.1021/acs.jced.9b00430
Binary Mixtures of Diethyl Carbonate ) o
wé! R biyrapdll xedtageas By iBut https://www.doi.org/10.1016/j.fluid.2009.03.006

ffenept
E‘Q@m ggwgﬁa@y?%trlufr%lgogﬂt @I_'L 8 https://www.doi.org/10.1016/].fluid.2016.10.027
qua ernary reaction system water p ) o
gu@yambmw@@qbumlga@f@[re https://www.doi.org/10.1016/j.fluid.2015.03.013
éta(f)ag tem of sec-butyl’alcohol +

Uaggfy g & + N,N- dimethyl https://lwww.chemeo.com/doc/models/crippen_log10ws
rE R/F FH lc?.l 3kPa: https://en.wikipedia.org/wiki/Joback_method
Solubility of Lovastatin in Ethyl https://www.doi.org/10.1021/je800120p
Acetate, Prop | Acetate, Isopropyl ) ) )
M@é’igy@ag gihrsktate, sec-Butyi http://link.springer.com/article/10.1007/BF02311772

obyt IAcetate tert-Butyl . . . .
ngg}gég% O%-%utanone, betweeny(285 http://webbook.nist.gov/cgi/cbook.cgi?ID=C105464&Units=SI

%QBMe}ﬁtal Measurements of Vapor https://www.doi.org/10.1021/je400226q
Liquid Equilibrium Data for the Binary

Systems of Methanol + 2-Butyl Acetate,

2-Butyl Alcohol + 2-Butyl Acetate, and

Methyl Acetate + 2-Butyl Acetate at

101.33 kPa:



Legend

cpgy: Ideal gas heat capacity

dvisc: Dynamic viscosity

of: 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
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

th: Normal Boiling Point Temperature

tc: Critical Temperature

tf: Normal melting (fusion) point

VC: Critical Volume

Latest version available from:
https://www.chemeo.com/cid/22-589-4/sec-Butyl-acetate.pdf
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