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CAS Registry Number 50-78-2
N . CAS Registry Number: 50-78-2
SERTENL I Y 100 &
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CoHy 0,
Benzoic acid, 2-(acetyloxy)- /ﬂ\o o Explore by Structure 3

Molecular Weight

180.16
OH Get Reactions where Substance isa »
Melting Point (Experimental)
Value: 135 °C Get Commercial Sources
Boiling Point (Experimental) Get Requlatory Information

Value: 197-200 °C | Condition: Press: 7 Tarr

Get References
Density (Experimental)
Value: 1.40 gfcm3 Export as Image
pKa (Predicted)

» . Export as molfile
Value: 3.48+0.10 | Condition: Most Acidic Temp: 25 °C
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~EXPERIMENTAL SPECTRA
'HNMR | ®CNMR HeteroNMR IR Mass I
IH NMR Properties Value Condition Note
Proton NMR Spectrum See spactrum (6)ACD-A
—
Proton NMR Spectrum See full text (8)cas
Protan NMR Spectrum See full text (9)cas
Proton NMR Spectrum See full text (10)cas
Proton NMR Spectrum See full text (12)CAS
Proton NMR Spectrum See full text (11)Cas
Proton NMR Spectrum See full text (13)Cas
Proton NMR Spectrum See full text (18)Cas
Protan NMR Spectrum See full text (22)cas
Notes
(6) ACD-A: Sigma-Aldrich (Spectral data were abtzinad from Advancad Chemistry Development, Inc.)
(8) Oba, Makoto; Inorganic Chemistry 2010, V49(22), P10680-10686 CAPLUS @
(9) Axenav, Kirill V.; Journal of the American Chemical Society 2009, V131(10), P3454-3455 CAPLUS @
(10) Axenov, Kirill V.; Organometallics 2009, V28(17), P5148-5158 CAPLUS &
(11) Binobaid, Abeer; Dalton Transactions 2009, (35), P7099-7112 CAPLUS &
(12) Delferro, Massimiliano; Organometallics 2010, V29(21), PS040-5049 CAPLUS &
(13) Chandrasekhar, Vadapalli; European Journal of Inorganic Chemistry 2005, (10), P1880-1885 CAPLUS R
(18) Dablemont, C.; Dalton Transactions 2005, (10), P1831-1841 CAPLUS @
(22) Guo, Xuming; Journal of Organometallic Chemistry 2008, W693(25), P3692-3606 CAPLUS &
~PREDICTED SPECTRA
*HNMR | “C NMR
1H NMR Properties Value Condition Note
Proton NMR Spectrum See spectrum (24)
Notes
(24) Predicted NMR data calculated using Advanced Chemistry Development, Inc. (ACD/Lzbs) Softwars V11.01 (© 1994-2017 ACD/Labs)
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Journal of the American Chemical Society, 1879-1906 (Volumes 1-28)

Journal of Physical Chemistry, 1896-1906 (Volumes 1-10)

Royal Society of Chemistry journals, 1841-1906

Chemisches Zentralblatt, 1897-1906
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