1-Heptyne

Other names: AMYLACETYLENE
hept-1-yne
n-C5H11C«equiv»CH
n-C5H11CA«equivA»CH

Inchi: InChl=1S/C7H12/c1-3-5-7-6-4-2/h1H,4-7H2,2H3
InchiKey: YVXHZKKCZYLQOP-UHFFFAOYSA-N
Formula: C7H12

SMILES: C#CCcCcCcCC

Mol. weight [g/mol]: 96.17

CAS: 628-71-7

Physical Properties

Property code Value Unit Source
af 0.2930 KDB
chl -4570.60 kJ/mol NIST Webbook
of 231.13 kJ/mol Joback Method
hcg 4542.99 kJ/mol KDB
hcn 4279.395 kJ/mol KDB
hf 103.80 + 2.60 kJ/mol NIST Webbook
hf 101.70 kJ/mol NIST Webbook
hfl 101.10 £ 4.00 kJ/mol NIST Webbook
hfl -62.80 kJ/mol NIST Webbook
hfus 16.86 kJ/mol Joback Method
hvap 31.03 kJ/mol Joback Method
ie 10.04 £ 0.01 eV NIST Webbook
log10ws -3.01 Estimated Solubility
Method
log10ws -3.01 Aqueous Solubility
Prediction Method
logp 2.200 Crippen Method
mcvol 100.890 mi/mol McGowan Method
pc 3300.00 kPa KDB
rinpol 686.00 NIST Webbook
rinpol 685.30 NIST Webbook
rinpol 686.00 NIST Webbook
rinpol 711.00 NIST Webbook
rinpol 684.00 NIST Webbook

rinpol 684.00 NIST Webbook



rinpol 684.00 NIST Webbook
rinpol 684.00 NIST Webbook
rinpol 687.10 NIST Webbook
rinpol 687.00 NIST Webbook
rinpol 686.00 NIST Webbook
rinpol 686.00 NIST Webbook
rinpol 686.00 NIST Webbook
rinpol 686.00 NIST Webbook
rinpol 712.00 NIST Webbook
rinpol 689.00 NIST Webbook
rinpol 687.00 NIST Webbook
rinpol 686.00 NIST Webbook
rinpol 688.20 NIST Webbook
rinpol 687.30 NIST Webbook
rinpol 684.00 NIST Webbook
rinpol 684.00 NIST Webbook
ripol 938.00 NIST Webbook
ripol 947.00 NIST Webbook
ripol 929.00 NIST Webbook
ripol 934.00 NIST Webbook
tb 372.50 £ 0.50 K NIST Webbook
tb 373.15+ 3.00 K NIST Webbook
tb 372.15 % 2.00 K NIST Webbook
tb 372.15 + 2.00 K NIST Webbook
tb 372.15 % 2.00 K NIST Webbook
tb 372.90 K KDB
tb 372.65 = 2.00 K NIST Webbook
tb 372.90 K NIST Webbook
tb 372.99 + 0.50 K NIST Webbook
tb 371.15+1.50 K NIST Webbook
tb 374.00 + 2.00 K NIST Webbook
tb 371.65 + 2.00 K NIST Webbook
tb 371.15+1.50 K NIST Webbook
tb 372.65 £ 0.70 K NIST Webbook
tb 372.89 + 0.30 K NIST Webbook
tb 372.89 = 0.40 K NIST Webbook
tb 372.93+0.20 K NIST Webbook
tb 372.15+1.50 K NIST Webbook
tb 373.15+1.50 K NIST Webbook
tb 371.75+1.50 K NIST Webbook
tb 372.15+ 1.50 K NIST Webbook
tb 371.15 % 0.50 K NIST Webbook
tb 371.65+1.50 K NIST Webbook
tb 371.65 + 1.00 K NIST Webbook




tb 372.65+1.50 K NIST Webbook
tb 373.75 £ 1.50 K NIST Webbook
tb 372.65+1.50 K NIST Webbook
tb 371.15+£ 1.50 K NIST Webbook
tb 373.15+1.50 K NIST Webbook
tb 373.15+£1.50 K NIST Webbook
tb 379.15+£5.00 K NIST Webbook
tb 371.65 £ 1.00 K NIST Webbook
tb 37290+ 1.50 K NIST Webbook
tb 360.15 K NIST Webbook
tc 559.70 K KDB

tf 192.00 K KDB

tf 192.22 + 0.10 K NIST Webbook
tf 192.15 + 1.50 K NIST Webbook
tf 192.10 + 0.50 K NIST Webbook
vC 0.390 m3/kmol KDB

zc 0.2762040 KDB

Temperature Dependent Properties

Property code Value Unit Temperature [K] Source
cpg 210.88 J/molxK 466.49 Joback Method
cpg 219.59 J/molxK 495.70 Joback Method
cpg 172.06 J/molxK 349.68 Joback Method
cpg 182.39 J/molxK 378.88 Joback Method
cpg 192.30 J/molxK 408.09 Joback Method
cpg 201.79 J/molxK 437.29 Joback Method
cpg 227.93 J/molxK 524.90 Joback Method

hvapt 37.90 kJ/mol 354.50 NIST Webbook
rfi 1.40610 298.15 KDB
Correlations
Information Value
Property code pvap

Equation

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

Coeff. A

1.38643e+01

Coeff. B

-2.91233e+03




Coeff. C -5.79460e+01

Temperature range (K), min. 272.46
Temperature range (K), max. 398.46
Information Value
Property code pvap
Equation In(Pvp) = A + B/T + C*In(T) + D*T"2
Coeff. A 8.20864e+01
Coeff. B -6.66117e+03
Coeff. C -1.02999e+01
Coeff. D 9.86822e-06
Temperature range (K), min. 287.15
Temperature range (K), max. 559.69
Sources

Activity Coefficients at Infinite Dilution https://www.doi.org/10.1021/je300692s

for Organic Compounds Dissolved in ) -
EWRSJFTMEH{@HWIQ)I icEHpaty study of https://www.doi.org/10.1016/j.jct.2014.12.027

. @‘@' ﬁgj&%&e n|c https://www.doi.org/10.1021/je800754w
Bpadanc Al Wonium https://www.doi.org/10.1016/}.jct.2003.09.011

Y@amw gﬁ}ﬁ? 109 | tips: /www. doi.org/10.1016/] jct. 2013.05.030
mg % nic liquid

m@mhyﬁ.lcal https://lwww.cheric.org/research/kdb/hcprop/showprop.php?cmpid=414

rﬂ)
Eggl guwﬁ%%on I|m|d?_usmg https://www.doi.org/10.1021/je201129y

or
0‘3‘1@5% https://www.doi.org/10.1016/j.fluid.2017.06.001

separation on investigation of limiting . i
Actitviitty engf tqgmg;vﬁttmflmte Dilution https://www.doi.org/10.1021/je200195q

B e i ¥

tRiigs: https://www.doi.org/10.1016/].jct.2010.04.011
molecular volume and hydrophob|C|ty . .
Apﬁuﬁpagefﬁmej@@[ﬂ@g infinite dilution  https://www.doi.org/10.1016/j.jct.2008.12.005

measurements for organic solutes and N ) N
Meshedic liquid https://en.wikipedia.org/wiki/Joback_method

%{fsﬁi@@u%do qﬁgfﬁﬁ‘?j?ﬁ@lm'ggunon https://www.doi.org/10.1016/].jct.2004.03.001

rocar alcohol at ) -
gz;lgyl ﬁczgatgs;tKnU@t@m.Né@[)y https://www.doi.org/10.1016/}.jct.2009.08.012

r@olutesmt e . .
%’ mggﬂgmmgrﬁhmﬁmte dilution https://www.doi.org/10.1016/j.jct.2018.01.003

1 9171715,
St s @%&1@%&% MIC  ttps:/Awww.doi.org/10.1016/].jct.2013.05.011

' gﬁtﬁi “g” https://www.doi.org/10.1021/je101008y
-, (=) n Tor Organlc So utes ) )
m@ﬁn@%ﬁ%ﬂﬁmwlu gfficients  https://www.doi.org/10.1021/acs.jced.8b00080

tBpfvILE R &ﬁ |tp E? ? ?Solutesm ) o

ents at infinite dilution  https://www.doi.org/10.1016/j.fluid.2016.02.004
na. n.r.' 4316
SO " -. e 'Eﬂ@”m https://www.doi.org/10.1021/je1000582
ar https://www.doi.org/10.1016/}.jct.2018.02.014

atioy
e@aratlon

@?% a3 g?@gtg@.l\mym https://www.doi.org/10.1016/j.jct.2012.05.017
emical propérties for,

C
%?ggm@ %@@ma hetween @i https://www.doi.org/10.1016/j.fluid.2014.11.020
g gounds and mono or dicationic

gw %Wmlumtps /lwww.doi.org/10.1016/}.jct.2013.02.006

%-gor HTpha Irf]J'I'rbetHyI)IOhosphate

N-methylpyrrolidone from gas-liquid
chromatography:

Ff



Activity coefficients at infinite dilution https://www.doi.org/10.1016/j.jct.2013.05.008
and physicochemical properties for
Apgamy soRffiesnig inierdligiee  https://www.doi.org/10.1016/j.jct.2012.01.019
d SCOCMRIRNG perties for
SN Pq SRS %f,épqem@wmat https://www.doi.org/10.1016/j.fluid.2005.04.021

il b ‘LJ e Wmm%mhttps Ifwww.doi.org/10.1016/}.jct.2015.02.023
A A ROt PR ‘! ey @@T@{s https://www.doi.org/10.1016/j.jct.2012.08.016
@%ﬁﬁ{&ggﬁgﬁpﬁ https://www.doi.org/10.1021/je0256481

s ;h h gﬁlr,\me dilution https://www.doi.org/10.1016/j.jct.2008.04.002

-é‘lﬂ‘\"? Ili

{ Jo‘ LW https://www.doi.org/10.1016/}.jct.2010.12.005
g idéz A IR E0Y:110.1016/),ct.2010.06.009
6 ggqg https://www.doi.org/10.1016/].fluid.2009.08.017
T 9]935 https://www.doi.org/10.1016/j.fluid.2018.07.028
%i https://www.doi.org/10.1016/j.jct.2009.12.004
C https://www.doi.org/10.1016/j.jct.2005.03.014
_ %ﬁgulg https://www.doi.org/10.1016/}.jct.2014.04.024
i 'Eﬂgﬂﬁ https://www.doi.org/10.1016/j.jct.2013.01.005
) https://www.doi.org/10.1016/}.jct.2015.05.014

: o181
e, ganlc SoTutes and aerln . o

AT pﬁﬂfpﬁ]e@ﬁwpyrro“dm.um lactate: https://www.doi.org/10.1016/j.fluid.2019.03.023
trihex Itetradecylp osphonium

ey etk RS ﬂ@matﬁqﬁmmfmltﬁaﬁdugon https://www.doi.org/10.1021/je800658v
(O G RPONE BB

%@ﬂ% iam i e |C|8Htvslty https://www.doi.org/10.1016/}.jct.2013.07.004

|ﬁ https://www.doi.org/10.1016/}.jct.2013.02.004

": . 'yllsoqumollnlum http://link.springer.com/article/10.1007/BF02311772

H?c? i (t)%fhmgntg]é?% ]nL{e E)?Ilﬁlon https://www.doi.org/10.1021/je4001894
for Organlc Solutes Dissolved in Three
Ikmuppgyﬁgmmgmmaﬂﬁm https://www.doi.org/10.1016/}.jct.2013.08.030

BO
nmaateg%tﬂ EM%%@% o https:/www.doi.org/10.1016/).jct.2007.01.004
3 (ARSI hitps://Awww.doi.org/10.1016/).jct.2012.03.005
" i te solutes ) o
gt,ém mmg eLENNYY) https://www.doi.org/10.1016/j.fluid.2010.08.016
remesttsy gy aaefficients
6B 0P Peidiet afdxdwaeg https://www.doi.org/10.1021/je060033f
Q QS
‘R D.Is!ﬁﬂ 8 'iﬁt@t m?ﬁpgl}gﬁk%on https://www.doi.org/10.1016/j.jct.2011.02.012
i es and
ﬁgﬁgf%f'fdﬁbt% at https://www.doi.org/10.1016/}.jct.2013.09.007

2e @w nSO es and

' F-ﬂ 7] .. https /lwww.doi.org/10.1016/j.jct.2011.11.021
3 u DA -»

ik Gy E"" ""-"’ rﬁi@ https://www.doi.org/10.1021/je100410k
te D|Iut|on of 35 Solutes in the

W u_‘ AN ﬁ%@?ﬂ?l‘ﬁ?opﬂﬁaﬁﬁlumtps /lwww.doi.org/10.1021/je9008443
S @M\-"‘ b Jfgn?g https:/Avww.doi.org/10.1016/}.jct.2016.01.017

s@?ﬁ%%? "-' 108, ns:/iwww.doi.org/10.1016/j.jct.2010.05.017
or an solutes . -
thents at Inf|n|te dilution  https://www.doi.org/10.1016/j.jct.2013.01.007

diARikes for . o
gg i9ic  https://www.doi.org/10.1016/j.fluid.2018.09.024

. 5 II‘O

i

B

SRER of infinite  https:/www.doi.org/10.1021//e900838a
i L m %ﬁ%ﬁ?f https://www.doi.org/10.1016/].jct.2009.06.011
measurements for organlc solutes “and ) L
fetavitn epefieeipnigaidnfinite dilution  https://www.doi.org/10.1016/].fluid.2009.01.011
H BigyRp |Iﬁﬁ"@rﬁ0|Utes and . .
& it . https://lwww.doi.org/10.1016/].jct.2012.09.033

i W https://www.doi.org/10.1021/je800105r
fidt 'nﬂ olu
£RELRE %.él%@n%m
; 5
ESHR inikhigéonic

https://www.doi.org/10.1016/j.jct.2015.02.024
U@mg Gas- L|qU|d Chromatography at T

EbBuYr BOM18p3 34 B &I mwnbpkmum
is(trifluoromethylsulfonyl)-amide:

https://www.cheric.org/research/kdb/hcprop/showprop.php?cmpid=414



Activity Coefficients at Infinite Dilution https://www.doi.org/10.1021/acs.jced.8b00600

of Various Solutes in . o
m; Yopedhiehentsuah iBfiewieo@ition  https://www.doi.org/10.1016/).fluid.2008.10.008

%%f&len@g{%ﬂgm?e%u%on https://www.doi.org/10.1021/je900890u

Qmﬁ Q) nd
@g@@f@j Eﬂ. mgg% gy & https://www.doi.org/10.1016/j.fluid.2016.10.009

£ 7
B ﬁ&%{g‘gmw@m https://www.doi.org/10.1016/}.jct.2010.12.019
li UId
Ml\g tho http://onschallenge.wikispaces.com/file/view/AgueousDataset002.xIsx/351826032/AqueousDe
E & fuor(é?ntlénponei\ﬁ_%}jg gqi%azlzlglfg https://lwww.sciencedirect.com/book/9780128029992/the-yaws-handbook-of-vapor-pressure

%ééfﬁments at infinite dilution  https://Awww.doi.org/10.1016/j.jct.2012.03.015
and pk%/swochemlcal properties for
|

o8| ofdsi aay WHHIeShe ionic  https://www.doi.org/10.1016/j.jct.2017.03.004
| tg ] e/hex 1 ene

B w“ rohdgmurﬁttps :Ilwww.doi.org/10.1016/j.jct.2010.01.004
e rgamc https://lwww.doi.org/10.1016/].jct.2011.06.007

rln,hte d|Iut|on
Keigilesiand https://www.doi.org/10.1016/j.jct.2011.04.018
,‘ g 0 er es for

gku ‘ tgifor https://www.doi.org/10.1021/je0602925
9 , 7 Minhll mlc . .,
[ ) \e : % https://www.doi.org/10.1016/}.jct.2018.07.024
OBNVEDYHE Bree | tures ased . .
g@mﬁﬁ@qmsﬂq ml egalficheanss: https://www.doi.org/10.1016/j.jct.2011.11.025

at infinite dilution for organic solutes . )
mfmmﬂaﬂw%l}@ﬁwty @efficients of https://www.doi.org/10.1021/je500050p

i
o : a—m&gﬁmmqmﬁc https://www.doi.org/10.1021/je0500375
ilution of Solutes in the
]61 g|§olub|l|ty Metho http://pubs.acs.org/doi/suppl/10.1021/ci034243x/suppl_{file/ci034243xsi20040112_053635.txt
https://www.doi.org/10.1016/}.jct.2008.12.018
https://www.doi.org/10.1016/}.jct.2016.08.008
https://www.doi.org/10.1021/je030187k
https://www.doi.org/10.1016/j.fluid.2018.01.019
https://www.doi.org/10.1016/].jct.2015.08.017
1}’; https://lwww.doi.org/10.1021/acs.jced.9b00341
https://www.doi.org/10.1016/].jct.2010.02.006
https://www.doi.org/10.1016/j.jct.2012.01.004
https://www.doi.org/10.1016/}.jct.2015.05.022
https://www.doi.org/10.1016/}.jct.2005.07.003
: HonidiiPs://www.doi.org/10.1021/je9003178
2 -H”_lu'-' igte: At 1ttps://www.doi.org/10.1016/j.jct.2010.10.026
:Bﬁlﬁion https://www.doi.org/10.1021/acs.jced.5b00980

f?%ents https://www.doi.org/10.1016/].fluid.2006.07.015
RIEDM Vo dl

i * 1& %@ ic  https://www.doi.org/10.1016/}.jct.2016.07.017
JEEE M’ ‘ “1 g https://www.doi.org/10.1016/}.jct.2017.10.003

%@ﬁtgﬁiﬁﬁ mf@ﬁ]ﬁ;ﬁgon https://www.doi.org/10.1016/}.jct.2017.11.017

: Zl-rﬁ@ﬁh Ilmldazollum
eYclone hox —eth |5‘5’i%#¥é$%?.9%°" nist.gov/cgi/cbook.cgi?ID=C628717&Units=SI

$Gi S
HHE “'_"oﬁ‘ R t 10 M? rﬁgsed on https://www.doi.org/10.1016/j.fluid.2017.12.029
1l

activity coe icients data usmg{
y@g nmf@mlmagapﬁjﬁmqrq@g https://lwww.doi.org/10.1016/}.jct.2013.10.017

ﬂg%?@m iesngn % of acé? %y goe C|ents https://lwww.doi.org/10.1016/j.fluid.2018.11.011
d irfielagsdiamic solutes in
ﬁ asrdgonie http://pubs.acs.org/doi/abs/10.1021/ci990307I

?}é{%ﬁgﬁ X;'ﬂ%f https://www.doi.org/10.1016/j.fluid.2014.06.021

gﬂwglammgnlum chloride + https://www.doi.org/10.1016/j.fluid.2018.06.003

mmb@%&%ﬁ?q& |MQ ?géuqnts https://www.doi.org/10.1016/j.jct.2008.01.004
144 9@rﬁéﬁf¢mﬁ1|0 and

alipbatitehyslroeativengcmeghols, and

WEdei dieHig:new ionic liqui
[EMIM][SCN] using GLC:




Activity coefficients at infinite dilution https://www.doi.org/10.1016/j.jct.2009.07.010

of organlc solutes in the ionic liquid . .
AetinjtyTaaifisipniriakonfimite dilution  https://www.doi.org/10.1016/].jct.2005.01.015

|ﬂw&ﬁ&h@18§u¢ﬂ i€ 39 3 . o
2 ,. Sr gﬁyaﬁ |Y|t_.y(m£g§15 https://www.doi.org/10.1016/].fluid.2018.06.013

V .:. %gﬂﬁgﬁ]g https://www.doi.org/10.1021/je0498107

e T
es1h " "TORIC |qU|d 15) https://www.cheric.org/files/research/kdb/mol/mol414.mol

; tH/ 3‘??‘@/ I{]g gﬂﬂiaate https://www.doi.org/10.1021/je200637v
o i

~—- 24 r : L . - ..
s .;""' G -ﬁ“}; "M‘J‘ *l: &?ng. dg’?%mc https://www.doi.org/10.1016/j.jct.2016.06.028

cof @%ﬁ%@ injieise d;b,glon of
CRITOR R HARH Y
1-allyl-3-methylimidazolium

tnegﬁﬁrﬁthy')su”onyl}lmme

af: Acentric Factor

chl: Standard liquid enthalpy of combustion

cpgy: Ideal gas heat capacity

of: 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
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

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

ZC: Critical Compressibility
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