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What is The Merck Index* Online?

The Merck Index has long been regarded as the most authoritative and reliable source of
information on chemicals, drugs & biologicals. The Royal Society of Chemistry are proud to
be the exclusive providers of the 15th edition.

The Merck Index Online has been developed from this new content to offer a powerful search
functionality and a user-friendly interface, making it ideal for institution-wide access.

11,500 monographs are now available online with regular content updates, at
http://www.rsc.org/merck-index/.

Further help can be found at http://www.rsc.org/Merck-Index/help or you can email us at
rscindex@rsc.org.
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About The Merck Index™ Online

For over 120 years The Merck Index has been regarded as the most authoritative and reliable source of infarmation on chemicals,
drugs and hiologicals. Now this trusted resource i available online from RSC Publishing.

The Merck Index* Cnline offers the eame highly authoritative information as the print edition in a convenient and easily searchable full
text datahase. I containg ower 11,500 monographs — including historic records not available in the print edition. The herck Index*
Zniine will be updated regularly with accurate information curated by experts.

*The name THE MERCK INDEX is owned by Merck Sharp & Dohme Corp, a subsidiary of Merck & Co., Inc., Whitehouse Station, M.J, U.5.A and is licenzed to The Royal
Society of Chemistry for use in the L.S.A and Canada.
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Quick search

¢ Quickly search The Merck Index Online using the box on the home page and at the
bottom of individual records.

Quick search

Formula or Moleculs

an be input ;

Advanced search

e Click Search to find records based on detailed properties, including uses, melting
points and molecular weights
e Narrow your search by entering search terms in more than one field
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Home

Homme = Search

Search Guidelines

o ray uge =" prefi in text fields to specify exact guery matching (2.0, "=acetic acid”)

‘You can enter pararmetars in multiple figlds to refine your searches.

Guick help can be accessed by clicking on the 2 symbol next to any field, or See Help for futher details.

Text Search

Compound Kame 2 Mon-bledical Uses 2
CAS Registry Nurmber a Hurman Therapeutic Use A 2
Literature References and Motes = Manufacturer 7
weterinary Therapeutic Use = Full Text 2
Properties Search

Wolecular Formula 2 Density (specific gravity) +H 05 2
Malecular Weight wimol 4 Qg 2 Index of Refraction +-om U
Boiling Paint o +- 05 2 Optical Rotation 02 ?
Melting Point C +-ng o Flash Foint ‘C - +-(F 2
pia +f g og o Absorption Max nm +- 1 ?
Log P 005 2 Toxicity malka  +- 10 2
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Structure search

o Use the Options on the right to search the exact structure, as a substructure, or for
similar structures

e Reduce the number of results by combining substructure or similarity searches with
an advanced Text or Properties Search
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Home 2h | Structure S h | Named Reactions | Reference Tahl

Horme = Structure Searcr

Search Guidelines
ou can draw in a structure a= the basis for an exact search or as the starting point for a substructure or similarity search. Itis possible to combine substructure and

similarity searches with some text and property searches. See Help for further details.
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Compaound Mame 2 Mon-medical Uses 2

e Click Convert to create a structure from a chemical name, or from a SMILES or InChl
descriptor
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o Click Edit draw your own structure or substructure

Home S h | Structure | Named Reactions eference Tahles fy Records | Help
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Search results

e The search results page shows records that match the search criteria, for example
2461 results match the word ‘benzene’

e Structures, molecular weights and molecular formulae are displayed if available
e Click the name of the compound to open the record
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Home  Search | Structure Search | Mamed Reactions eference Tables = My Records | Help

Horme = Search result

Your recent search
Your gearch returned 2461 results, hased on the following search criteria

Mame: benzene henzene
"acetic acid"
Change this guery Start a ne arch Save this guery Compound Mame:acetic
acefic acid
ethanol

Compound Mame:acetic acid

Compound Rame:aspirin

M seiect Al Add to My Records 2esults per page Page of 124

[ Benzene

Molecular Weight: 7811
Molecular Formula: C.H,

Openln: ey Wiind o Mew Tah Add to My Records

[ Benzenesulfory] Chloride 0O (0]
Molecular Weight: 1 76 51 \\ //
Malarular Earmalas & L S0 2 A~ e T
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Monograph records

e Basic properties such as CAS Registry number, synonyms, trade names, molecular
formula and molecular weight are listed at the top

e The chemical structure is listed on the right, which can be downloaded as jpg or mol
files

Benzene #= Printview | AddioMyRecords |  Backio search results

MOMNO1 500001 062

Benzene

CAS Registry Numbgr: T1-43-2
Additional Names: Benzol, cyclohexatriene
Molecular Formula: CoHg
Molecular Weight: TE1
Percent Compositigh: CO2.26% HT.T4%
Standard InChl: InChi=1SiCEHEIC - 2-4-6-5-3-1/h1-6H

UHOVQMNZ Y S ORMNB-LIHFFFADYSA-N

Properties

Clear, colorless, volatile liguid; characteristic odor d "% 0.6707. bp 80.1°C. mp 5.5°C. n_*® 1.50108. Flash pt, clased cup: 12°F

o Authorised users can view additional data including chemical and physical
Properties and Uses

o References to the published literature are given, e.g. for isolations, syntheses,
clinical trials etc.

e DOI and PubMed ID numbers are included and link to the original article

Clear, colorless, volatile liquid; characteristic odar. d415 08787, bp 80.1°C. rp 6.5°C. n02° 1.50108. Flash pt, closed cup: 12°F

(=11°C). Saly inwater at 23.5°C dwhwd: 0.188%. Flammable. Miscible with alc, chloroform, ether, carhon disulfide, carbon
tetrachlaride, glacial acetic acid, acetane, oilz. Keep inwell-clozed cantainers in a cool place and away fram fire. LD50 orally in young

adult rats: 3.8 mlfkg (Kimura).

Manuf of industrial chemicals such as palymers, detergents, pesticides pharmaceuticals, dyes, plastics, resins. Organic solvent for
waxes, resing, oils, natural rubber, ete. Reference for quantitating compds. Gasaline additive.

References

Matural component of petraleurn, usually =1.0% by weight. Discovered by Faraday in caompressed oil gas in 18258, Obtained inthe
caking of coal and in the praduction of illuminating gas fram coal. Manuf by cataltic reforming and separation of aromatic
campaunds, thermal or cataltic dealkylation of taluene, toluene disproparionation; from pyrolysis gasaline. Purification by washing
with water: GB 863711 (1961 to Schloven-Chemie and H. Koppers GmbH), 4. 55, 168711 (1961). Lah prepn from aniline:
Gattermann-Wieland, Praxis dies Crganischen Chemiters (de Gruyter, Berlin, 40th ed., 1961) p 247, Production of pure benzene:
French, fnd. Cherm. 39, 8-12 (1963). Manuf. Falth, Keves & Clark's Industrial Chemicals, FA Lowenheim, M. K. Maran, Eds. {iley-
Interscience, Mew yark, 4th ed., 19751 pp 126-137. Physical properies: Tharne et af, Ind. Eng. Them. Anal EG AT, 481 {1945 DOL:
101021158601 445006, Solubility studies: F. P. Schwarz, Anal Cherm 52 10 (19800 DO 10.1021/ac50051a004. Taxicity data: Kimura

et al, Toxdcol Appl. Pharmacol 19, 699 (159 L0 101EMD041-008:71390301-2 PMID: 513 eviaw W, Fruscellain
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e Therapeutic categories and other keywords are given under Classifications

e Additional Notes such as safety information may be available

e Data for Related Compounds such as derivatives, salts or sterecisomers are given if
they do not have their own record

Ly ETAU 33O, AU A SAR LD UID, AL LU T ¢ PN LY DA DT ) LU UL LU, S ) S R ORI SE U

metabolism, toxicity and carcinogenesis: Environ. Heailth Perapect 82, 3-310 (19849); jbid 104, Suppl. 6, 1121-1441 (1996).

Classification

Therapeutic Category (Vet.): Has heen used as a disinfectant.

Caution: Potential symptoms of overexpasure by inhalation or ingestion are dizziness, headache, vomiting, visual disturbances,
staggering gait, hilarity, fatigue, anorexia, lassitude, CHE depression, loss of consciousness, respiratory arrest. Chronic exposure
has been associated with bane marraw depression and leukemia. Direct contact may cause irritation of eyes, nose, respiratory
systern and skin; dermititis may develop due to defatting action. Aspiration into the lung may lead to chemical pneumaonitis. See
FPathy's industrial Hygiene and Toxicology vol. 2B, G. D. Clayton, F. E. Clayton, Eds. (Wiley-Interscience, Mew York, 4th ed., 19943 pp
1306-1326; MIOSH FPocket Guide to Chemical Hazards (DHHSMIOSH 97-140, 1997 p 26. Benzene iz listed as a known human
carcinogen: Report on Carclnogens, Tweith Edition (PE2011-111646, 20113 p 60.

Related Compounds

o Derivative Type: Sodium salt
CAS Registry Number: 1623-95-0
Additional Names: Phenyl sodium
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Named reactions

e Over 500 Named Reactions are listed and can be searched by name or browsed by

initial letter
e The record for each reaction includes a description, scheme and representative
references
THE
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Home

Horme = Reaction = Reaction Results

Browse by First Letter
A (B (& (B (E) [E 164 [HY kil bl b bleof (M [N [0 (B (R (R (S LT b (V] W %] 8 (2 (08 [#8%e@

rage [ or1

Eastwood Reaction

QEt

HO  OH (Et0);CH o cHcoon  H M
o o =

A
Ph  Ph 110°C Ph - Ph
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Edman Degradation
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Reference tables

o Useful supplementary information defining common chemical terms and conventions
are available in pdf format in the Reference Tables
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Home  Searc rch  Mamed R
Home = Reference Tables N—____"
The links below provide access to useful information relating to general ¢ Greek Alphabet e
database. They are based upon the appendices provided in the print editid Nﬁ'c'.‘fe?' Capital Lcoxgn Transliteration NI«'_\;""cC;vf Capital lg‘;gf Transliteration
alpha A a a nu N v n
beta B B b xi = 3 x
+ Acronyms gamma r ¥ g omicron 0 o o short
N . delta A B d pi il w P
= Alchemical Symbols Used in Biology and Botany cpsilon H & e short tho P p r
zeta z I3 z sigma s cors N
« Amino Acids Found in Proteins et i n ¢ long fau T i t
theta ) ) th upsilon Y v y
. iota 1 v i phi > eord f
» Atomic Weights Order of Atomic Number Kappa K « ke chi X X ch as in German echt
lambda A \ 1 psi v U ps
= Chemical Terms Translator mu M n m omega ) " o long
» Common Heterocyclic Ring Systems + Russian Alphabet
= Fundamental Physical and Mathematical + Selected He and Penti
= Glossary « Table of Minerals
Greek Alphabet » Terms for Radicals and Groups Used for Nonproprietary Names
= International Patent Country Codes « Thermometric Equivalents
« International System of Units (SI) « Universal Conversion Factors
= Latin Terms + Vaccines

*The nare THE MERCEK IMDEX is owned by Merck Sharp & Dohrne Corp., 3 subsidiary of Merck & Co., Inc., Whitehouse Station, M.J., W.S.A, and is licensed to The Royal
Society of Chemistry for use in the LLS.A and Canada

@ Roval Society of Chemistry 2013 Ahoutus Terms of use Help
Registered Charity Mumber: 207890 Warking for the RSC Privacy & Cookies Contact
Press office Accessibility Siternap
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My Records

e |If you are logged in, you can save your favourite searches and monographs by
clicking the Add to My Records button
e You can save to the default list, previously created custom lists or a new list

Benzene P& Frint view Add to iy Records - ckto search results
hy Diefault List
Monograph ID: MOMO1500001 068
Analgesics
Title: Benzene
Photosensitizers
CAS Registry Number: T1-43-2
Add 2 new list
Additional Names: Benzal, cyclohexatriene
Molecular Formula: CoH.

e Click My Records to view your saved searches and monographs

Home  Search - Mamed

Harme = My Recards

My Saved Queries Hems PerPage: 10 [=|4Page 1 oft b Go
Search Contents Created On Delete
Maolecular Formula:CEHT 208 002013134145 i

Recent Searches

Search Contents Created On
Compound Mame:henzene 2BM12013 18:80:27
Compound MName:acetic acid 26M2013 175618

o Pay-per-view monographs are automatically saved in the Purchased Monographs
section

e You can share links to a saved list of records by Email

CPurchased Monographs

ou have not purchased any monographs

My Saved Records Add 3 new list
My Default List B Email [ Edit [l Delete Iterns Per Page: 10 [»|4 Page 1 o1 p| Go
Glucose fi
Starch fi

Analgesics Edit | Delete

Acetaminophen

Asgpirin

ltems PerPage: 10 [v|4 Page 1 o1 p| Go

fi

fil
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