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Access to Information

AFor meeée
A PhD : Libraries primary source of information
A PostDoc/Academia: Libraries and librarians
A Eastman Kodak: Software tools and databases
A Kodak and ACD/Labs: Replaced by the internet

A Today: The Internet enhanced by a network of
coll aborator sée

A Librarians have become gurus in using software
systems to resource information
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Content is King

AChemi stry ocondGChemistoy | s |
publishing and content is worth $100s of millions/yea
A Patent searching
A Structures and properties
A Drug databases
A Literature databases

A Chemical Abstracts Servic€CAS), a division of the
ACS 1 s 0Gold Standardo i

A 101 years of content, $260 million revenue (2006), >40 mil
substances and 60 million sequences
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As a <che

A | look for information about chemicals/chemistry
A What Is a particular structure ?
A What alternative names/identifiers?
A Reaction synthesis?
A Physical properties?
A Analytical data?
A Purchase?
A Tell me more?
A Similarstufbwh at ot her compounds
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Why Journals?

A Journals contain lots of information but are lindted
text, charts, graphs and pictures.

A Textbased searches of the internet gets me to article
VERY quickly then articles can disappointl m&e
what | can afford So do ot her sé
A Google
A Google Scholar
A PubMed

AUpdati ng my CV recently
versus other sources
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Searching and Re

A Searching articles based on chemical structure and
substructure Is very expensive.. but is changing

AThe webr ke&8dydoeb when wi
A Structures can be shown
A Spectra can be interactive
AGraphics donot need to be

A Publishers can enhance their articles (Project Prospect fro
RSC Is an example)
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Publications

GE IR TS| PR

agents and conditions: (a) n-Buli, Et,0, 0 °C to 25 °C. (b) Me,5nCl, 0 °C, 73% over two steps. (c)
over two steps. (&) (i) NaCH. (i) CusS0,, Nay!
a over two steps. (i)
1% formic acid in H- -0, 77%
over two steps, =

Full size imar

Compound 12. Benzyl
tlun, provided 2-

The stage was now set to form the critical C7-C10 bond through Stille cros
palladlum catalyst |:|||:| indeed I:II'\-'F' the protected I:H.:nr -.rI Dmnund 18 ing

re .:|I:rln= to sep.:nr.:utF the unde
1 group under mild conditions (

In the final ph.:an' of cur synthesis, we subjected p-

vorkup in air, we isolated p-quinone Compound 2
Compound 23, .«*-hln_.h i=a p.:lr‘tl.:l”-f redur n=|:| w=rr|un ’r5 the ce

= : ¢ -.r|n=ln:| ThIE slnule E-.FI'IthF'tII
v amine onto an o- qum nn= and, 1'II'I|:|||-.F, oxa-omn-electroo
= ul:r1n=r't|nn:| crude Compound 23 fo methanol and 2% form id under an .:|I'I'I|:HF'I'It .:trnu_.
catechol moiety, resulting in the recovery of pure Compound 23.
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A Structures are the _
. Chemical Name
language of chemistry glutathione
ChemSpider Entrez Google Wikipedia
A Show structures to
chemists and search/lin
from t her eé

athione has been reported 22 The formation of per
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Species
Zymomonas mobilis

Entrez Google Wikipedia

Zymomonas mobilis is a bacterium belonging to the genus
Zymomonas. It is notable for its bioethanol-producing capabilities,
which surpass yeast in some aspects. It was originally isolated from
alcoholic beverages like the African palm wine, the Mexican pulgue,
and also as a contaminant of cider and beer in European countries.

Z. mobilis degrades sugars to pyruvate using the Entner-Doudoroff
pathway. The pyruvate is then fermentated to produce ethanol and
carbon dioxide as the only products (analogous to yeast). The
advantages of Z. mobilis over 5. cerevisiae with respect to

producing bicethanol: *higher sugar uptake and ethanol yield, *lower

biomass production, *higher ethanol tolerance, *does not require
controlled addition of oxygen during the fermentation, *amenability
to genetic manipulations. However, it has a severe limitation
compared to yeast: its utilizable substrate range is restricted to
glucose, fructose, and sucrose. Using biotechnological methods,
scientists are currently trying to overcome this. A variant of Z.
mobilis that is able to use certain pentoses as a carbon source has
been developed. An interesting characteristic of Z. mobilis is that its
plasma membrane contains hopanoids, pentacyclic compounds
similar to eukaryotic sterols. This allows it to have an extraordinary
tolerance to ethanol in its environment, around 13%. Read more...
or Edit at Wikipedia...

Clear Good Bad

condary structu

. 11, 4387-4309%

| PubMed | Chen

1 activity. Antim

Article | ChemPq

8, 60453-6049




And Extend t
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[0179] The term "pharmaceutically acceptable salts” refers to salts prepared from pharmaceuntically acceptable non-toxic bases or acids. When the compound of the present invention is
acidic, its corresponding salt can be conveniently prep: [x[|e non-toxic bases, including inorganic bases and organic bases. Salts derived from such
inorganic bases include ahimimim, ammonmm_ calcim, f nd ous), potassim, sodinmm. zing and the like salts.
Particularly preferred are the ammonmm, calcnm, s derived fr armaceutically acceptable organic non-toxic bases include salts of
primary, secondary, and tertiary amines, as well as c3 0 as naturally occurring and synthesized substituted amines. Other pharmaceutically
acceptable organic non-toxic bases from which salts c: o—fe . ins such as, for example, arginine. betaine, caffeine. choline, W N-dibenzylethylenediamine.
diethvlamine, 2-diethvlaminoethanol, 2-dimethyvlaminoe I , N-ethylmorpholine, N-ethvlpipenidine, glucamine, glucosamine, histidine, hydrabamine,
isopropylamine, lysine, methylghicamine, morpholine, p ) W F s, procaine, purines, theobromine, triethylamine, trimethylamine. tripropylamine, tromethamine
and the like. .

Chemical Name

[0180] When the compound of the present invention is o orveniently prepared from pharmaceutically acceptable non-toxic acids, including inorganic
and organic acids. Such acids include, for example, acy nifonic, citric, ethanesulfonic, fumaric, gliconic, ghitamic, hydrobromic, hvdrochloric,
isethionic, lactic, maleic, malic. mandelic. methanesulfo: . phosphoric, succinic, sulfuric, tartaric, p-tolmenesulfonic acid and the like. Particularly
preferred are benzenesulfonic, citric, hydrobromic hyd . and tartaric acids.

[0 l]‘il] The pharmaceutical compositions of the present . !

ingredient, a pharmaceutically acceptable carrierdfhd Dptmna]l" other thm apcum ingr :dlcnta or adn_n ants. Smh addltmnal ther .lptthlL ingr td.ltﬂt:. ]IlL_l'let for c\ample ""'tntmu
agents (alkcylators, DNA topoisomerase inhibitors, antimetabolites, tubulin binders); inhibitors of angiogenesis; and other different forms of therapies including kinase ihibitors such as
Tarceva, mnnmlmlal antﬂmdles cancer vaccines, dotomblcm vincristine, dsp]atm carbop]atm genxﬂabme and taxanes. The cmnpn:.ltmn:. l.tlL_l'let Lmnpm.ltmns suitable for mal
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Structure-based Patent Searching
SureChem and IBM services
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Datahases Chemical  Advanced  Patent Mumber

™ a

M UsPTO Granted

W USPTO spplications STRUCTURE SEARCH NAMED SEARCH
Il European Granted Mame:

7 European Applications File Edit View Insert Atom Bond Structure Tools Help SMILES:

~ A=
vt e k@] © =] |4 Ao |

Patent Figic I All *'I

KEYWORD SEARCH

eq.

Patent Fieid: | All
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What can be done?

s s v

International Chemical Identifier

From Wikipedia, the free encyclopedia
(Redirected from InChl)

The IUPAC International Chemical ldentifier {InChl, pronounced "INchee") is a textual identifier for chemical
substances, designed to provide a standard and human-readable way to encode malecular infarmation and to facilitate
the search for such information in databases and on the weh. Developed by [UFPAC and NIST during 2000-2005, the
format and algorithms are non-proprietary and the software is freely available under the open source LGPL license
(though the term "InChl" is a trademark of IUPAC).[]

CH5CHoOH
ethanal

InChI=1/CZHE0/cl-2-3/h3H, ZHZ,1H3

InChI=1/CeHE06/c7-1-2(8)5-3({9)4({10)6(11)12-5/h2,5,7-10H,1H2/t2-
fo+/ml sl

L-a=zcorbic acid
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Publishers should adopt/add InChls
RSC and Nature Publishing Group have!

6,7-Dimethyllumazine as a potential ligand for selective recognition of ﬂdel‘IHI_E_D_DDDSle_ﬂJ]_ﬂ.h:ylSiC
. . Toolbox
site in DNA duplexest

s s v
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http: / v rse. orgddeliveny_articlelinking/cheminfo. azpTMLID =34 compoundtest=2-amino-6, 7-dimethyl-4-hydraspptendine 451D ¥ Navigatisn

X = AP site .0 uhd; substituted methyl groups enhance

the binding affif Compound information '2-amino-6, 7-dimethyl-4-hydroxypteridine!

Synonyms:
Zingle nucleott es and detection of genetic mutations. 22
mgl i #* Z-amino-6,7-dimethyl-4-hydroxypteridine — g K
Thus, sinple a nacogenomics.® Consequently, considerable
research effort] by fluorescent molecules.® Malatani of @l
SMILES: OC1=MNCiENC2=NCECN=C1 50N _Y @ . s
have recently 3 bine, 2 and guanine—adenine™ mismatches,

and they succd[ NCHE INCHI=T/CEHANED/T-3-4(21 1-6-6010-3)7 (1431 3-8(8)1 2-6/M1-2H3,(H3,8,11,12,13,14J0h14H,8H2 plaston resonance (SPR) assay. On the

other hand, Wl |\, cpiey: InChIKey=ZKWZUPPXTCQQUL-JPLXFSROCR have discovered a series of small
fluorescence rpical DI A—drug binding igands (groove
binders or inted] CML (Chemical Markup Language) Representation: Download File seudo-base pairing of igands with

intrahelical suc) 5 Representation: site. In combination with AP site- )
containing D] 2-amino-6,7-dimethyl-4-hydroxyptendine,*
arniloride & an. ong these base-selective ligands,

H
developing an o inate A (the 1 1 binding constant, K71 =
1.21 % 108 M N selective detection of SHP's related to
adenine. Sever| N | ‘\I e the binding affinity of ligands and
stabilization of He S~ / s a DINA strand has been lenown to
l'II N N

increase the st

H

Other resources:

+ Search forthis compound in PubChern
#+ Search for this compound in SureChem patents




Blogs, Wikis, Forums and
Collaborative Science
Al have two bl ogs, one fo

A http://www.chemspider.com/blog
A http://www.chemspider.com/chemunicati(@hemConnector)

ChemSpider Blog

The ChemConnector Blog

A http://forum.chemspider.com/

A They are catalytic for collaborations, getting questions
answered, garnering comments and feedback

A There are upsides and downsides:
http://www.chemspider.com/blog/thpysandfrustrationsof-6-
monthsbloggingn-the-chemistiycommunity.html
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http://www.chemspider.com/blog
http://www.chemspider.com/chemunicating
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Blogging Experience and Judgments

A The blogging community for chemistry small and tigh

A Benefits to me
A Fast feedbaakon and offline
A Extended network, diverse skKills
A Fast way to spread ne:a local PressWire

A Most blogs are for information sharing, opinions

A Low In scientific contedt h e ¢ o n tbd nodg Ol
blogs help find it

A Small number of blogs doing real science
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TotallySynthetic.com

totallysynthetic™.x

turned my on hatural produc
natural product, shikimic acid - the starting

as natural sou

Grega w—"
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P —

Cortistatin A

Shair, Lee, and Nieto-Oberhuber

I

.\‘(\

NN~
O

AN

£5, 2008, AS4° DOI: 10,1021 {ja8071918.

A third showing for everybodies favourite androstane, this offering frorm Matt

o the quantity of inovative che

quick rerminder,

Chen in August - al
than my going through it all a

Brase wh

If you r

(the

33 comments | Filed Under: Still In The RBF

Latest comments

TB Shikimic acid |s made ver..{Go})

Jose milkshake- chemspider mig..(Go)

sib Re facelift Whilst | .{Go)

anon milkshake - we're stuck w..{Go}
milkshake Now thatwe are ih full-b. {Go)
Flower Thank you butin this App..(Go)
cvengo yeah, butthen there are .(Go)
anhiechem cvengo - you're looking a..{Go}
cvengo onerhing that is arnoyin..{Co)

o |-

read on

In Other News...

K. A Woerpel et &/ Mechanisms for nucleophilic
substitutions of cyclic acetals: nucleophile
strength versus stereoselectivity.

10,1021 folB019956

P.A.BEvans et af Intermalecular rhodium-
catalyzed [3+2+2] cyclization of
R 2 —=rylenes,

v used in i

Phil Baran, back in May; then

al ‘studie

of the H

post on thatwor

| 39 comments | Filed Under: Still In The RBF

Biogs

Carbon-Based Curiosities
Curly Arrow

Dylan’s Tenderblog

In The Pipeline

KinasePro

Lamentations on Chemistry
Liquid Carbon

Molecule Of The Day

One In Ten-Thousand

read on =+




Social Networking for Chemists
Blogs are the start

s e

Antony Wllllams - - SCILInk SCIENCE CONNECTED

Entreprer ur
Ra Jurharn, Morth @ Find, connect, and share
with other scientists in the SciLink network.

Current  # President at C “onnector 41,368 USERS AND GROWING
* President at ChemZoo
. b MNew approach to networking
Past r 4 - 21T inith over 104 million relationships mined from fersture, Scilink slready knowves who you're connectsd
to.

b Share your Knowledge
heet cther scientists with common interests. Paricipate in group discussions and answer gquestions to
help your colleagues.

_ b Find work opportunities
Education L o Find jobs and funding opportunities on our comprehensive job board.

b Latest science news
Recommended 36 3 Tend Antony Keep up with sciertific nevws and happenings from around the web,
) all in one place.

Connections 6 connecti

Industry

Websites

ReseathAm

scientific network

ntric Com




Collaborative Knowledge Managemen
for Chemistso Wikipedia, Built by a Network

s e s wn

*-\r?,\ e Helg ws Improve Wikipedia by supporting it Enawcially. 3 of In / create account
=

* 5 g 3 article dizcussion edit this page histary
) ‘WU'\’\
szl

8- bt .
1A Paclitaxel

€ 9 ot
Nl i == From Wikipedia, the free encyclopedia
(Redirected from Taxol)

="
%}EEEE#:} Paclitaxel is a mitatic inhibitor used in cancer chematherapy. It was discovered in a Mational
Cancer Institute program at the Research Triangle Institute in 1967 when Monroe E. Wall and
Mansukh C. Wani isolated it from the bark of the Pacific yew tree, Taxus brewifoliz and named it
taxol. When Bristol-Myers Sguibb (BMS) licensed the compound for sale they claimed rights to
the name as well and people responded by referring to the generic name as ‘paclitaxel’, but BMS
later lost the count case about naming rights. In this formulation paclitaxel is dissolved in
Cremophor EL, a polyoxyethylated castor oil, as a delivery agent since paclitaxel is not soluble in
water. A newer formulation, in which paclitaxel is bound to albumin as the delivery agent
interaction {(Protein-bound paclitaxel), is sold commercially by Abraxis BinScience & under the trademark
= About Wikinedia Abraxane &7
Community portal
Recent changes
Contact VWikipedia
= Donate to VWikipedia Paclitaxel works by interfering with normal microtubule breakdown during cell division. Together
Help with docetaxel, it forms the drug category of the taxanes. It was the subject of a notable total
synthesis by Robert A Halton.

navigation

= Main Page

m Contents

= Featured content
m Current everts
= Random article

Paclitaxel is now used to treat patients with lung, ovarian, breast cancer, head and neck cancer,
and advanced forms of Kaposi's sarcoma. Paclitaxel is also used for the prevention of restenosis.

search )
Faclitaxel

I As well as offering substantial improvement in patient care, paclitaxel has been a relatively
ﬂ Seanch controversial drug. There was originally concern because of the erwironmental impact of its original Systematic (IUPAC) name
sourcing, no langer used, from the Pacific yew. The assignment of rights, and even the name M E253R45TRASINSI2RASE) -4 1 2-Diacetoy-15-{[(273 53
toalhox itzelf, to BMS were the subject of public debate and Congressional hearings. e s e e e 0 & s

What links here 10,1417 17 tetramethyl -11-0x0-B-oxatetracyclo
Contents | 1 T, - .
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A Pfizerpedia

o sion edit history maove
5 Beyond Structural Alerts

Pfizerpedia storefront

Pfizerpedia 5 PK/PD for begmners

Pfizerpedia S5HT2C

Przefped|a Pl k on the links below to take you to the in

on insight, you can kink to the information

need to inser your project’s 1,||r3evt 0 the url

You can put links to structures or list PF numbers |

the wiki is accessible and editable by~ *
€Veryone at the company
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=@ Collaborative Authoring in Academia
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A Group level collaboration via Wikis

* UseIuICIIeIII gs-.hlir;
dop | Prot 1 page ~ . - : v =

Actions

Synthesis of DOPAL

intermediate in the
urce, we have been try E treating adrenaline w

ion of adrenaline in c acid #.

A

UC blog
LI an © .
BB } . 016 (2006-06-28) jgiammarc/Lin (crude)
: Khalid (crude)
(2006-08-31) Khalid/Lin (pure without chromatography)

The story of the failures that made the success possible:

sed on modifying a report #
. With limited a
reaction mainly C. B on reported
that it w
manitoring i
olution as an indication that the ald
n silica and didn't move in pure m

sitemneter.alalls

ally, we found another report of the NIMR o
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Wikis for Science

AWho I n the room hasnot l
A Is it trustworthy?

A What are the advantages and disadvantages of the \
environment?

A How suitable is it for Chemistry?

Building a Structure Centric Community for Chemists



A
A
A
A

A

Only ca. 5000 organic structures
A year of work for a team of 6 peo P} e
Many errors removed in the proceds “ |
Slow and torturous process

CAS collaborating in the process

} name

_________

F
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Wikipedia viaChemSpideg
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INHERENT PROPERTIES, IDENTIFIERS AND REFERENCES
D Quick Links: Permalink Similar Isomers

Chemspider ID: 185

NH,
H Empirical Formula: CsHshs
N7 XN Molecular weight: 135.1267
EIN’,) Nominal Mass: 135 Da
NP Average Mass: 135.1267 Da

Monoisotopic Mass: 135.054435 Da

Systematic Name: 7H-purin-&-amine

SMILES: nicicZolnclinocn2in

InChI: INnChl=1/CSHSMNS/ce-4-3-5(9-1-7-3110-2-8-4/h1-2H (H3 6,7,8,9,10]
InChIKey: GFFGIBXGBIISGW-IUHFFRADYYAT

& WIKIPEDIA ARTICLE(S) LICENSE

Adenine iz a purine with a variety of roles in biochemistry including cellular respiration, in the form of both the energy-rich adenosine
triphosphate (ATP) and the cofactors picotinamide adenine dinudeotide (MADY and flavin adenine dinucdeotide (EADY, and protein
synthesis, as a chemical component of DMNA and RMA, the shape of adening is complementary to either thymine or uracil. Read more...
or Edit at Wikipedia...

[¥] AssOCIATED DATA SOURCES AND COMMERCIAL SUPPLIERS FILTER

] SUPPLEMENTAL INFORMATION

Links & References

Eust quio et al.. Discovery and characterization of a marine bacterial SAM-dependent chlorinase, Natuwre Chermical Binlagy, dal:
10, 1038/WNChermnBlo. 2007, 56, published online 2 Decermnber 2007,
(DO 10.1038/MNChemBio. 2007.56]

E. L. willighagen, H. M. 3. W, Denissen, B, Wehrens, and L. M. . Buydens, On the Use of 1H and 13C 10 NMR Spectra as QSFR
Descriptors, 7. Chern, Inf. Model,, 46 (2), 487-4294, 2006
[FubMed: 16562976] DO 10,1021 ,/ci05025825]




Collaborative Drug Discovery, Inc.
$1.9Mfrom the Gates Foundation
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COLLABORATIVE Usernams
e | E—
/] » DISCOVERY

Who Uses COD?

Home | Product Overview Acadermics | Industry = Foundations = Privacy & Security = Pu

Home

Public Access

CDD hosts Public Access Data relevant to drug discovery from leading research groups around the world.

Scientists who wish to view or mine CDD's repository of Public Access Data can register for a free
account,

Scientists who wish to contribute Public Access Data should contact us,

Shared Publicly Description Group Molecules

M) FDA/Orphan Drugs FDA approved drugs with designated Known drugs 1721
o S , indications, sponsor name and chemical
structures (when available)

) TB: TAACF Assay Results Antibacterial activity of a publicly available TB Early Phase Drug 812
. library of 812 compounds against Discovery Program
Mvcobacterium tuberculosis (H37Rv) In



The Quality of

A Content is kin@ quality costs. Curation Is expensive!

AData online are ofilthyo
AGat hering data I s the oOoeasy
A Structures are COMMONLY incorrect

A Informatics tools exist already
A Hold millions of structures and associated data

A Structure/substructure/text searching
A Data downloads, data uploads, editing, annotation
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