1-Octyne

Other names:

Inchi:

InchiKey:

Formula:

SMILES:

Mol. weight [g/mol]:
CAS:

HEXYLACETYLENE
Octyne-1
oct-1-yne

INChl=1S/C8H14/c1-3-5-7-8-6-4-2/h1H,4-8H2,2H3

UMIPWJIGWASORKYV-UHFFFAOYSA-N

C8H14
C#CCCCcCcCC
110.20
629-05-0

Physical Properties

Property code Value Unit Source

of 239.55 kJ/mol Joback Method
hf 80.70 = 3.60 kJ/mol NIST Webbook
hfus 19.45 kJ/mol Joback Method
hvap 42.30 £ 0.10 kJ/mol NIST Webbook
hvap 42.34 kJ/mol NIST Webbook
ie 9.95 £ 0.02 eVv NIST Webbook

log10ws -3.66 Aqueous Solubility

Prediction Method

log10ws -3.66 Estimated Solubility

Method

logp 2.590 Crippen Method

mcvol 114.980 ml/mol McGowan Method
pc 2960.12 kPa Joback Method
rinpol 784.50 NIST Webbook
rinpol 784.00 NIST Webbook
rinpol 784.00 NIST Webbook
rinpol 785.80 NIST Webbook
rinpol 784.00 NIST Webbook
rinpol 783.52 NIST Webbook
rinpol 786.00 NIST Webbook
rinpol 812.00 NIST Webbook
rinpol 797.00 NIST Webbook
rinpol 811.00 NIST Webbook
rinpol 789.00 NIST Webbook
rinpol 783.52 NIST Webbook
rinpol 783.60 NIST Webbook



rinpol 787.50 NIST Webbook
rinpol 788.10 NIST Webbook
rinpol 784.00 NIST Webbook
rinpol 783.00 NIST Webbook
rinpol 812.00 NIST Webbook
rinpol 811.00 NIST Webbook
rinpol 784.00 NIST Webbook
ripol 1031.00 NIST Webbook
ripol 1047.10 NIST Webbook
ripol 1034.00 NIST Webbook
ripol 1036.00 NIST Webbook
th 372.56 K Joback Method
tc 547.48 K Joback Method
tf 194.15 + 1.50 K NIST Webbook
tf 193.65 £ 0.30 K NIST Webbook
tf 200.38 K Aqueous Solubility
Prediction Method
tf 193.67 £ 0.10 K NIST Webbook
vC 0.446 m3/kmol Joback Method

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 207.74 J/molxK 372.56 Joback Method
cpg 219.42 J/molxK 401.71 Joback Method
cpg 230.61 J/molxK 430.87 Joback Method
cpg 241.34 J/molxK 460.02 Joback Method
cpg 251.62 J/molxK 489.17 Joback Method
cpg 261.46 J/molxK 518.33 Joback Method
cpg 270.87 J/molxK 547.48 Joback Method

hvapt 35.83 kJ/mol 399.40 NIST Webbook
hvapt 38.50 kJ/mol 378.50 NIST Webbook
Correlations
Information Value
Property code pvap

Equation

In(Pvp) = A +B/(T +C)




Coeff. A 1.39482e+01

Coeff. B -3.12653e+03
Coeff. C -6.42400e+01
Temperature range (K), min. 293.11
Temperature range (K), max. 426.24
Information Value
Property code pvap
Equation In(Pvp) = A + B/T + C*In(T) + D*T"2
Coeff. A -2.39993e+00
Coeff. B -4.34412e+03
Coeff. C 3.22566e+00
Coeff. D -8.94889e-06
Temperature range (K), min. 357.15
Temperature range (K), max. 400.15

Sources

Activity coefficients at infinite dilution https://www.doi.org/10.1016/j.fluid.2009.08.017

measurements for organic solutes and ) -
ettty Qﬁ@fflClentS at infinite dilution  https://www.doi.org/10.1016/j.jct.2005.03.014

Irm qr{]]l#g? https://www.doi.org/10.1016/j.fluid.2017.12.029
MR H@%g https://www.doi.org/10.1016/j.fluid.2018.07.028

O&ﬂ https://www.doi.org/10.1016/].jct.2013.05.011

bt orgmc solutes o dieth: /lene glycol

ghgrm@a% vyl thanbigadidvily  https://www.doi.org/10.1016/).jct.2016.08.008
W urements or organic

E@M i @b ETOMiE |¢ql@1|a|on https://www.doi.org/10.1016/j.jct.2011.11.021

ALH
AR s l?’fg%vﬂh@] Sigfon  hitps:/iwww.doi.org/L0.1016/, fluid. 2008.10.008
.L- guremen S Organ C SO es In

ﬁﬁ@r’b‘“bﬂhmumms /lwww.doi.org/10.1016/}.jct.2015.08.017
em: https://lwww.doi.org/10.1016/}.jct.2013.09.007

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

AR IRE it

UHYQY e €

g%ﬁﬁgg#&#%@éﬁ%@%ws'”g https:/Avww.doi.org/10.1016/}.jct.2014.04.024
ts at infinite dilution for ] ) )

M@@ﬁvgagbm Odlater and diols in the http://link.springer.com/article/10.1007/BF02311772

I|qU|d

é’)l ? iqg tﬁygj https://Aww.doi.org/10.1016/j.jct.2010.01.004
suremen s o Sty ComifiSients _ e
Hlflﬁftﬁlﬁb'utlgﬂcﬁﬁBWﬁﬁ@@s I@pgatﬁc https://www.doi.org/10.1016/j.fluid.2006.07.015

5 lu and
@@dﬁtﬁ%@ér Y HABE Qgi? ggction  https://www.doi.org/10.1016/j.fluid.2018.09.024
; ent

mﬁ@ts https://www.doi.org/10.1021/acs.jced.8b00080

' e
ution of Organic Solutes in ) o
firients at infinite dilution  https://www.doi.org/10.1016/j.jct.2008.04.002

) @mﬁ Ho) I o iﬂm https://www.doi.org/10.1016/j.jct.2012.08.016
oA
BIRCR MSiE QSR VIS R
AR ) i Qf’@ga,%%“ Y IPE0Y/10.1016/)jct.2011.11.025
: 23 g@%ben Method: http://onschallenge.wikispaces.com/file/view/AqueousDataset002.xIsx/351826032/AqueousDe

9213
HARQIPRAR  hitps://mww.doi.org/10.1016/j.jct.2016.01.017
paration processes:




Activity coefficients at infinite dilution https://www.doi.org/10.1016/j.jct.2010.06.009

of organic solutes in N-alkylpyridinium
ﬁg‘stqmmgmtglwn@wolnﬂwﬁqﬂlut|on https://lwww.doi.org/10.1021/je1000582
@ >

,i agq‘mlte@fﬁson https://www.doi.org/10.1016/].jct.2013.02.006
; oNEld : Qefflments for https://lwww.doi.org/10.1021/je0602925
S n%?e (;Wunon https://www.doi.org/10.1016/}.jct.2015.05.022
Afd égﬁ%v?tg{éng(g‘j ng;l]tls https://www.doi.org/10.1016/}.jct.2013.07.004
Aed #,,n"‘te' 1' e ANtes . bt/ doi.org/10.1016/}jct.2005.01.015
: alors 1 ‘é :@tr? https://www.doi.org/10.1016/j.jct.2009.12.004
s n%'. P'ﬁ“' ?euLd ing hitps:/www.doi.org/10.1016/j fluid. 2010.08.016
https://lwww.doi.org/10.1021/acs.jced.5b00980
https://www.doi.org/10.1016/j.fluid.2018.06.013
https://www.doi.org/10.1016/}.jct.2010.05.017
ﬁ%ﬂc https://www.doi.org/10.1016/}.jct.2013.01.005
‘ éy'mm'eg;?;’f https://www.doi.org/10.1016/j.fluid.2018.06.003
tsg%hi%tﬁdmigtlon https://lwww.doi.org/10.1021/je9008443

SN 8
I
g as! CA& g@ﬁﬁ%h%” ”;"@s https:/Awww.doi.org/10.1016/j.jct.2017.03.004
g&&'_ 2 hOsr?thatehttps://wvvw.oloi.org/10.1021/je030187|<

IvVity coe#?lmen s N9 https://www.doi.org/10.1016/j.jct.2008.01.004

{jte- i and
o glirg aatépq_ @@@ https://www.doi.org/10.1016/}.jct.2010.02.006

Sat https://www.doi.org/10.1016/j.fluid.2005.04.021

I 5%325 gé?&ﬁm |%ey(§elﬁut|%n https://www.doi.org/10.1016/].jct.2009.07.010

rg“aét 3 rmte‘c’!qﬁtlon https://www.doi.org/10.1016/].jct.2012.01.019
) %@t https://www.doi.org/10.1016/}.jct.2013.10.017

nic solutes’in ) N
1 _‘%wémgnﬁ&éh@mmmhttps://www.dm.org/lO.1016/J.Jct.2009.08.012
G ion_ https:/Awww.doi.org/10.1016/},jct.2010.12.020

i Ir%: https://lwww.doi.org/10.1016/}.jct.2018.01.003

id | s /www.doi.org/10.1016/j.fluid. 2009.01.011

T
@% &l &ﬂ?{@g nPnle%IllunorIﬁ‘I https://www.doi.org/10.1016/}.jct.2013.05.008
iPee

Piana eSfOf . .
q{ https://www.doi.org/10.1016/}.jct.2013.08.030
ution %r

N 19 jugnwater in the ionic http://webbook.nist.gov/cgi/cbook.cgi?ID=C629050&Units=SI
méﬁmmugmmgww”me: http://pubs.acs.org/doi/abs/10.1021/ci9903071

Thermodynamics and activity https://www.doi.org/10.1016/].jct.2011.06.007

coeff|C|ents at infinite dilution _ _ L .
bidityo MetfieEolutes and http://pubs.acs.org/doi/suppl/10.1021/ci034243x/suppl_file/ci034243xsi20040112_053635.txt

n|c liquid

yl\\/a E”nta{eé] ﬁ@ Hifinits dilution  https://www.doi.org/10.1016/j.jct.2011.04.018
Eg&z& %g properties for
a 7

inieHds! Miﬂﬁdfl https://www.doi.org/10.1016/}.jct.2011.02.012
%%%%?ggﬁm?ﬂ https://www.doi.org/10.1016/].jct.2016.07.017
)

ompounds . -
A Yeh BBE KRR ag retashkdtn  https://www.doi.org/10.1016/j.jct.2013.01.007
00 -u""" § atA @6

*g‘? ql 9@ @ https://lwww.doi.org/10.1021/je0500375
3 ’ W& D|I t|&ﬂ l%ﬁ%%/www .doi.org/10.1021/acs.jced.8b00600
SRR "“,«"' https://ww.doi.org/10.1016/}.jct.2016.06.028

iiie Sl https:/Avww.doi.org/10.1016/}.jct.2012.03.015
T properties for
the ionic  https://www.sciencedirect.com/book/9780128029992/the-yaws-handbook-of-vapor-pressure

} %’%ﬁﬂf@ﬂ% @ﬁqﬁliurﬁttps://www.doi.org/10.1016/j.jct.2015.02.024

il A,
org nIC SOUGS n% at'gﬂ elonic

liquid
4-(3-hydroxypropyl)-4-methylmorpholinium
bis(trifluoromethylsulfonyl)-amide:




Abraham model correlations for https://www.doi.org/10.1016/}.jct.2018.05.003
describing the thermodynamic

Mersatrid &ITts ol tecti sy reoRifecrey | https://www.doi.org/10.1021/je101008y
165 ic Solutes
!ﬂﬁ 7§ Hlbﬁrh d age ular https://www.doi.org/10.1016/}.jct.2018.02.014
; gp{q tion . -
AL $1 @%hng tagtiNdtion  https://www.doi.org/10.1016/].jct.2012.01.004
) §0Iutes in thei |on|c liquid ) )
i g(tp rptﬁ,oa_;rjnammrpllunon https://www.doi.org/10.1021/je0256481
43 oD 2 "‘g“'d https://www.doi.org/10.1016/j.ct.2018.07.024
B LR Feres hl gy%a%}p m@, https://www.doi.org/10.1016/}.jct.2013.05.030
organic’solu in the ionic liquid . .
Rﬁ{@&yné@giw@&mmh@g@w@nl@m https://www.doi.org/10.1016/}.jct.2010.04.011
| ISy
§l¢.ﬁ{é 9‘3’%% of uenfwg https://www.doi.org/10.1021/je800105r
ﬁagdﬂ%ﬁ%m https://lwww.doi.org/10.1016/}.jct.2010.12.019
uid
g@e’&w?ﬂmmtﬁ%pgg%ﬁﬁm?nﬂme https://www.cheric.org/files/research/kdb/mol/mol428.mol
https://www.doi.org/10.1016/j.fluid.2018.01.019

https://www.doi.org/10.1016/}.jct.2010.12.005

it
%ﬁﬁﬁ@g&fﬂm v?ﬁt https://www.doi.org/10.1016/].jct.2008.12.005

SIVELT S and ) .
12 Mgﬁ https:/www.doi.org/10.1016/j.jct.2009.06.011
; q. so utes and

Eg@w figients  https://www.doi.org/10.1016/j.jct.2008.12.018
fents  https://www.doi.org/10.1016/j.jct.2010.10.026

SR ﬁ G E arﬁ% https://www.doi.org/10.1016/j.jct.2015.05.014
o F\g%m@mmw 'E{é’tate https://www.doi.org/10.1016/j.jct.2017.11.017
wﬁim@f@grﬁaﬂwé rikg dilution  https://www.doi.org/10.1016/j.fluid.2016.02.004
oléey @(ﬂeq;#gen s https://www.doi.org/10.1016/j.jct.2013.02.004

e AL TAO! r; ; ehgi sRlgtes
m@%@ég mﬂﬁﬂ@ mL%Eats https://www.doi.org/10.1016/].jct.2012.03.005
A % 'I
Eﬁ.‘@ @c%jﬁy ﬁ| &?.“'di@sw@@‘sc https://www.doi.org/10.1016/].fluid.2017.06.001
tf f limitin
%%ﬁ' SIS @&gy tﬂémsrpan g https://www.doi.org/10.1016/].jct.2012.09.033
2BNh5 at | edllut|on . .
% M%ma asedvel https://www.doi.org/10.1016/].jct.2017.10.003
(y| Qﬁﬁ;f ts at |nf|n|te ) )
% C;Qﬁfgcpﬂ&?hf:&. https://www.doi.org/10.1021/je100410k
1 icients  https://www.doi.org/10.1021/je0498107
g %ﬁﬁ %ﬁgqﬂﬁggﬁte https://www.cheric.org/research/kdb/hcprop/showprop.php?cmpid=428
' iltion https://www.doi.org/10.1021/je900890u
d
If%af' https://www.doi.org/10.1016/}.jct.2012.05.017

[0}

Q

>

23
g

o SEbT
@ S5
55

—

>

D

o

3.

o

wmaay@ﬁawte ’
liquid
4-(2-methoxyethyl)-4-methylmorpholinium

Lf@g)@fm) fluoroethyl)phosphate

cpg: Ideal gas heat capacity

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

log10ws: Log10 of Water solubility in mol/l



logp: Octanol/Water partition coefficient

mcvol: McGowan's characteristic volume
pc: Critical Pressure

pvap: Vapor 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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