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CAS Registry Number: 536-74-3
Cg Hg
Benzene, ethynyl-
Molecular Weight
102.13
Melting Point (Experimental)
Value: -44.8 °C
Boiling Point (Experimental)
Value: 143 °C
Density (Experimental)
Value: 0.9303 g/cm3 | Condition: Temp: 20 °C
Deleted CAS Registry Numbers: 1401716-44-6
~25034 References
~111 Commercial Sources
Experimental Properties: Chemical Density Electronic Optical and Scattering Structure Related Thermal
Chemical Properties Value Condition Note
Acid/Base Dissociation Constant See full text 10of3 (1)CAS
(Ka/Kb)
lonization Potential See full text (59)CAS
Density Properties Value Condition Note
Density 0.9303 g/cm3 Temp: 20 °C (19)CAS
Density 0.93 g/cm3 (57)CAS
Density 0.9287 g/cm3 Temp: 20 °C (35)CAS
Density See full text (32)CAS
Electronic Properties Value Condition Note
Band Gap See full text lof2 (2)CAS
Optical and Scattering Properties Value Condition Note
Refractive Index 1.5507 Wavlen: 589.3 nm; Temp: 17 °C (33)CAS
Refractive Index 1.5505 Temp: 20 °C (40)IC
Refractive Index 1.5500 Temp: 20 °C (23)IC
Refractive Index 1.5500 Temp: 20 °C (13)IC
Refractive Index 1.5500 Temp: 20 °C (40)IC
Refractive Index 1.5495 Wavlen: 589.3 nm; Temp: 20 °C (19)CAS
Refractive Index 1.5494 Wavlen: 589.3 nm; Temp: 20 °C (74)CAS
Refractive Index 1.5490 Temp: 20 °C 27)IC
Refractive Index 1.5488 Wavlen: 589.3 nm (32)CAS
Refractive Index 1.5486 Temp: 20 °C (24)IC
Refractive Index 1.5483 Wavlen: 589.3 nm; Temp: 20 °C (35)CAS
Refractive Index 1.5482 Wavlen: 589.3 nm; Temp: 20 °C (75)CAS
Refractive Index 1.548 Wavlen: 589.3 nm; Temp: 21 °C (34)CAS
Refractive Index 1.5470 Wavlen: 589.3 nm; Temp: 20 °C (20)CAS
Structure Related Properties Value Condition Note
Bond Angle See full text (41)CAS
Bond Length See full text (41)CAS
Crystal Structure See full text lof2 (56)CAS
Molecular Structure See full text (56)CAS
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Thermal Properties Value Condition Note
Boiling Point 144 °C (3)CAS
Boiling Point 143 °C (4)SRC
Boiling Point 142-144 °C (5)CAS
Boiling Point 142-144 °C (6)CAS
Boiling Point 142-143 °C (7)CAS
Boiling Point 141-142 °C (8)CAS
Boiling Point 141-142 °C (9)CAS
Boiling Point 140-144 °C Press: 760 Torr (20)IC
Boiling Point 140 °C Press: 730 Torr (11)CAS
Boiling Point 137-139 °C (12)CAS
Boiling Point 137-139 °C Press: 680 Torr (23)IC
Boiling Point 137-138 °C (14)CAS
Boiling Point 123.4°C (15)CAS
Boiling Point 85-86 °C Press: 90 Torr (16)CAS
Boiling Point 80-82 °C Press: 120 Torr (17)CAS
Boiling Point 77-80 °C Press: 100 Torr (28)IC
Boiling Point 74-76 °C Press: 90 Torr (19)CAS
Boiling Point 65-68 °C Press: 65 Torr (20)CAS
Boiling Point 65 °C Press: 30 Torr (21)IC
Boiling Point 60-80 °C (22)CAS
Boiling Point 60-62 °C Press: 50 Torr (23)IC
Boiling Point 57 °C Press: 40 Torr (24)IC
Boiling Point 55-60 °C Press: 30 Torr (25)IC
Boiling Point 52 °C Press: 30 Torr (26)IC
Boiling Point 50-51 °C Press: 25 Torr 27nIC
Boiling Point 49-50 °C Press: 20 Torr (28)CAS
Boiling Point 45 °C Press: 16 Torr (29)CAS
Boiling Point 44-46 °C Press: 12 Torr (30)CAS
Boiling Point 44-46 °C Press: 20 Torr (31)CAS
Boiling Point 44-45 °C Press: 22 Torr (32)CAS
Boiling Point 44 °C Press: 23 Torr (33)CAS
Boiling Point 44 °C Press: 16 Torr (34)CAS
Boiling Point 38-40 °C Press: 13 Torr (17)CAS
Boiling Point 37.5°C Press: 15 Torr (35)CAS
Boiling Point 35-38 °C Press: 14 Torr (36)CAS
Boiling Point 35-36 °C Press: 13 Torr (17)CAS
Boiling Point 35°C Press: 10 Torr 37)IC
Boiling Point 30.5°C Press: 9 Torr (38)CAS
Boiling Point 30-34°C Press: 10 Torr (39)CAS
Boiling Point See full text (40)IC
Enthalpy See full text (58)CAS
Formation Enthalpy See full text 1of3 (2)CAS
Gibbs Free Energy See full text (58)CAS
Melting Point 240-241 °C (63)CAS
Melting Point 222-223 °C (decomp) (64)CAS
Melting Point 146-149 °C Solv: ligroine (8032-32-4) (22)CAS
Melting Point 142-144 °C (65)CAS
Melting Point 93 °C (66)CAS
Melting Point 75 °C (67)CAS
Melting Point -44.8 °C (4)SRC
Melting Point See full text lof2 (68)IC

(1) Fortman, George C.; Dalton Transactions 2010, V39(43), P10382-10390 CAPLUS
(2) Pardasani, R. T.; Phosphorus, Sulfur and Silicon and the Related Elements 2004, V179(12), P2549-2560 CAPLUS

Copyright © 2016 American Chemical Society (ACS). All Rights Reserved.



SciFinder®

(3) Aracil, Ignacio; Environmental Science & Technology 2010, V44(11), P4169-4175 CAPLUS

(4) "PhysProp" data were obtained from Syracuse Research Corporation of Syracuse, New York (US)
(5) Hessler, J. C.; Journal of the American Chemical Society 1922, V44, P425-6 CAPLUS

(6) Wille, Hans; DE 923251 1955 CAPLUS

(7) Bourguel; Annali di Chimica Applicata 1925, V3, P191-235,325-89 CAPLUS

(8) Golse, Rene; Ann. chim. [12] 1948, V3, P527-69 CAPLUS

(9) Ling, Yu-Ch'en; K'o Hsueh Ch'u Pan She 1963, P402;0i-3 CAPLUS

(10) Kano, Shinzo; Synthesis 1978, (4), P305-7 CAPLUS

(11) Podder, Sunil Kumar; Journal of Organic Chemistry 1963, V28(8), P2144-5 CAPLUS

(12) Fiesselmann, Hans; Chemische Berichte 1956, V89, P1775-91 CAPLUS

(13) Kalaidzhyan, A. E.; Armyanskii Khimicheskii Zhurnal 1980, V33(10), P845-9 CAPLUS

(14) Iwai, Issei; Takamine Kenkyusho Nenpo 1958, V10, P30-4 CAPLUS

(15) Shao, Xueguang; Journal of Chromatographic Science 2006, V44(3), P141-147 CAPLUS

(16) Berlin, A. A.; SU 129330 1960 CAPLUS

(17) Normant, Jean; Bulletin de la Societe Chimique de France 1963, (8-9), P1888-97 CAPLUS

(18) Carlier, Patrick; Canadian Journal of Chemistry 1977, V55(17), P3190-201 CAPLUS

(19) Mekhtiev, S. D.; Doklady - Akademiya Nauk Azerbaidzhanskoi SSR 1962, V18(No. 8), P21-4 CAPLUS
(20) Kooyman, J. G. A.; Recueil des Travaux Chimiques des Pays-Bas 1968, V87(1), P69-72 CAPLUS
(21) Shvartsberg, M. S.; Izvestiya Akademii Nauk SSSR, Seriya Khimicheskaya 1976, (10), P2292-5 CAPLUS
(22) Henry, Malcolm C.; Journal of Organic Chemistry 1961, V26, P2299-2300 CAPLUS

(23) Vereshchagin, L. I.; Zhurnal Organicheskoi Khimii 1976, V12(6), P1165-9 CAPLUS

(24) Peshkov, A. F.; Zhurnal Obshchei Khimii 1983, V53(2), P479-80 CAPLUS

(25) Chernyshev, E. A.; Zhurnal Obshchei Khimii 1987, V57(8), P1730-5 CAPLUS

(26) Trishin, Yu. G.; Zhurnal Obshchei Khimii 1982, V52(8), P1926-7 CAPLUS

(27) Gauvrilov, L. D.; Khimiko-Farmatsevticheskii Zhurnal 1978, V12(9), P42-5 CAPLUS

(28) Voronkov, M. G.; Russian Journal of Organic Chemistry 2006, V42(1), P23-26 CAPLUS

(29) Calo, Vincenzo; Gazzetta Chimica Italiana 1968, V98(5), P545-55 CAPLUS

(30) Isfendiyaroglu, Ahmet; Bulletin de la Societe Chimique de France 1965, (11), P3155-7 CAPLUS
(31) Sexton, Arthur R.; US 3204004 1965 CAPLUS

(32) Tirpak, Michael R.; Journal of Organic Chemistry 1960, V25, P687-90 CAPLUS

(33) Vasilevsky, Sergei F.; Tetrahedron 2004, V60(31), P6685-6688 CAPLUS

(34) Jdulia, Marc; Bulletin de la Societe Chimique de France 1964, (10), P2541-4 CAPLUS

(35) Berlin, A. A.; Vysokomolekulyarnye Soedineniya, Seriya A 1967, V9(9), P1835-9 CAPLUS

(36) Normant, Jean; Bulletin de la Societe Chimique de France 1963, (8-9), P1868-75 CAPLUS

(37) Sauvetre, R.; Tetrahedron Letters 1982, V23(42), P4325-8 CAPLUS

(38) Wolf, Viktor; Justus Liebigs Annalen der Chemie 1960, V637, P119-26 CAPLUS

(39) Wolf, Viktor; Justus Liebigs Annalen der Chemie 1960, V638, P33-42 CAPLUS

(40) Bol'shedvorskaya, R. L.; Zhurnal Organicheskoi Khimii 1982, V18(10), P2053-6 CAPLUS

(41) Campanelli, Anna Rita; Journal of Physical Chemistry A 2006, V110(5), P2045-2052 CAPLUS
(56) Dziubek, Kamil; Journal of the American Chemical Society 2007, V129(42), P12620-12621 CAPLUS
(57) Ljungdahl, Thomas; Journal of Organic Chemistry 2006, V71(4), P1677-1687 CAPLUS

Copyright © 2016 American Chemical Society (ACS). All Rights Reserved.

Page 3



SciFinder® Page 4

(58) Martin, David; Journal of Organic Chemistry 2005, V70(14), P5671-5677 CAPLUS

(59) Rayne, Sierra; Journal of Chemical & Engineering Data 2011, V56(2), P350-355 CAPLUS

(63) Kremsner, Jennifer M.; European Journal of Organic Chemistry 2005, (17), P3672-3679 CAPLUS
(64) Harju, Kirsi; Journal of Combinatorial Chemistry 2003, V5(6), P826-833 CAPLUS

(65) Smadja, William; Bulletin de la Societe Chimique de France 1966, (3), P971-2 CAPLUS

(66) Geny, Anais; Angewandte Chemie, International Edition 2009, V48(10), P1810-1813 CAPLUS
(67) Andre, Emile; Compt. rend. 1911, V152, P525-7 CAPLUS

(68) Gasparyan, G. Ts.; Armyanskii Khimicheskii Zhurnal 1983, V36(7), P456-62 CAPLUS

(74) Benkeser, Robert A.; Journal of the American Chemical Society 1958, V80, P5298-300 CAPLUS
(75) Kharasch, M. S.; Journal of Organic Chemistry 1950, V15, P966-72 CAPLUS

Document Type(s): Conference, Dissertation, Journal, Patent, Preprint, Report
Source of Registration: CA

Copyright © 2016 American Chemical Society (ACS). All Rights Reserved.



