HOW

Use the New Features

SciFinder:

September 2009

SciFinder® offers many new reaction, substance, and collaboration features. See also SciFinder: Overview of
Enhancements (WebEx, 49 minutes), or click the Help link within SciFinder.

Reactions

Get Similar Reactions”

1.

Retrieve similar reactions.

The search algorithm looks
for single-step reactions
with identical reaction
centers and related
structural characteristics.

* Unique to the web version.
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Sort Reactions

1. Sort reaction answers by Reactions [7Get
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Limit Reactions by Solvents
1. On the Explore Reactions Explore Reactions
page' CIICk the dOUbIe arrow Reaction Structure  Reaction Structure ¢ .

next to Select Solvents to
display the solvent list or
hierarchy.

Solvents & = 5elect Solvents

Number of Steps @ | |
Examples: f, -3 1+ - 7

" Unigue to the web version.



Limit Reactions by Solvents” (cont.)

2. Select ¥ solvents to limit
your reaction results to
those using specific
solvents.

Note: When you make
solvent selections, other
solvents and solvent
categories may become

selected by association ().

Solvents & 2 Close

Solvent Hierarchy
[“iew sokent list]

3 Selected | Select Al Deselect all

= onic liquids
O 1midazalium derivatives
[ ronimidazolium derivatives
=1 = Morpolar solvents
[ aliphatic cormpounds
[ aromatic compounds

= = Polar solvents

(5] polar solvents, apraotic
Orolar solvents, protic
[ supercritical fluids

Find: l:l ;Next fPrevious

3. Use the Find field to search
for solvents within the
solvent list or hierarchy.

Solvent Hierarchy
[Wiew sohent list]

5 Selected | Select Al Deselect Al

[ carbon disulfide
Silanes
=) [ Polar sokents
(5 Palar solents, aprotic
= O Polar solvents, protic
[ acids
[ slcohols
[ arnides
[IPrimary and secondary amines
O Thiols
£ Water and Amrmonia
] Supercritical fluids

Find: |water ;Next 4 Previous

Specify Reaction Search Type More Easily

1. Specify a reaction search
type from the Explore
Reactions page.

(Previously, this feature was

available only within the
Reaction Editor.)

Explore Reactions

Reaction Structure  Reaction Structure ¢

" Unigue to the web version.




Quick or "Shortcut" Search from Reactions

1. Click any reaction Reactions [3 5t
.. = References
parthIpantto perform 5426 Reactions 0 Selected | keep Selecked  Remowve Selected Save Print Export
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Substances
Refine by Property Value
1. Torefine substance answer — sustances Do &k & Ehmerisures B

sets by specific property
value(s), choose Property
Value and click Select
Properties.

141 Substances

0 Selected | Keep Selected  Remove Selected

Save Prink Export

Select all Deselect All | Sort by: | CAS Registry Number

O 1. substance Detail
1066464-86-5

C21 Hz0 CINs 04 S
2-Cyclohexen-1-one, 2-[2-chloro-4-

(rnethy lsulforyl)-3-(1H-tetr azo - 1-ylmethyl)
benzoyl]-3-(2-methy - 1H-pyrrol-1-y -

B~1 References
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dvCommercial Sources
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@9 Link

O 2 substance Detail
1066462-21-2

C20H17BrCINs D4 S
2-Cyclohexen-1-one, 3-(3-bromao-1H-pyrrol-1-

yli-2-[2-chloro-4-(methy lsulfory [3-3-(1H-
tetrazol-1-ylmethybenzoy|]-

B~1 References
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dvCommercial Sources
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@ Link
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view: I 00101
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O 3. substance Detail
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CzoH17ClzNs 04 &
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Refine by Property Value (cont'd)

2. Specify the valugs for the Refine by Property Value &
selected properties.
1. Select one or more properties. Click each property to display 2. Specify values and limits.
value options,
Note: You can also select Properties - 3 selected values - Experimental Boiling Point
Include substances ME— T & cpeciy range egress o
. 0 10 FOInT
with no value for the ——— e | w [z
L . Ielting Point -
specified properties to predicted Min: -273.0 M
include substances for [IH Acceptors ‘Treseure (1o
. . ]
which the specified property DI Donors oo | reoa |
L Oralecular weight Min: 0.0 Mae:
is either not present or Oiege
present but without a ClFreely Ratatable Bonds
reported value. [Oeioconcentration Factor
eailing Paint
) ) O Density
3. Click Refine. [enthalpy of vaporization
Flash Point
OH Dionor/Acceptor Surm
Okac
Mogo
[mass Intrinsic Solubility B
Mass Solubility
ralar Intrinsic Solubility
Omalar Solubili Rasal
¥nclude substances with no value for the specified properties Cancel
. . ® *
Export Properties to Microsoft™ Excel
1. To create a spreadsheet of [ i
p Substance Detail e E:I‘Eerences 6 E:‘;ctions &‘, E::nmercial Sources E::Zulatory Information

substance properties

Lirik. Save Print | Export

associated with one or more
substance answers, click
Export.

4 Previous | et |

1.

CAS Registry Number: 486460-32-6
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1-Butanone, 3-amino-1-[5,6-dihydro-3-(rifluoramethy-1,2,4-
riazolo[4, 3-aJpyrazin-7 (8H vl 1-4-(2,4,5-rifluoropheny -, (3R)-
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N
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Ahsolute stereachemisiry.

* Unique to the web version.



Export Properties to Microsoft® Excel” (cont.)

2. Select afile type of
Microsoft Excel
Worksheet (*.xIs).

3. Specify whether to export all
property values or only
selected values. Then click
Continue.

Export &

File Name: *

* Required

|butanune

Iune:
| Microsoft Excel Worksheet {*.xls)

Properties to Export:
O all property values
O Only experimental property values
O only predicted property values
I ® Select property \ralues..l

| continue || cancel |

4. If you chose to export
selected values, select
the properties to export, and
then click Export.

Export Selected Property Values &

Properties to Export:

Select: all Al Experimental  all Predicted

Experimental

Bailing Paint
Density

ECTT IC _OnCuCTance
[ Electric Canductivity
[ Electric Resistance
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[ Glass Transition Temperature
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* Unique to the web version.




Specify Substance Search Type More Easily

1. Specify a substance search Explore Substances
type from the Explore

Chemical Structure  chemical Structure @

Substances page. Molecular Forrmdla

Substance Identifier

(Previously, this feature was
available only within the
Reaction Editor.)

Quick or "Shortcut" Search from Substances

1. Click one of the options to Substances [75et Get . Get
fOrm a U|Ck or References Reactions Commercial Sources
E)er " q 307 Substances 0 Selected | Keep Selected  Remove Selected Save Prink Expart
ShortCUt SearCh Select All Deselect All | Sortby:| CAS Registry Mumber v AnswersperPage[20] 123456 .16
. . view: [l OL W01
(Pre_VIOUSIy’ thlS feature was O 1. Substance Detail [ 2. substance Detail O 3. Substance Detail
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Absolute stereochermistry,
Cig H21 N2 Os Tl
Thallium, [1-[S*-deaxy-3-methyl-2',3'-0-(1-

methylethylidene)uridin-5'-yl1-2,4-
cyclopentadien-1-v11-

B ~1 References CsHsBTI CsHs Tl2
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View New Predicted —

13C-NMR Spectra

1. Within the Predicted
Properties section of the
Substance Detall, click See
spectrum next to Carbon-13
NMR Spectrum.

Lipinski and Related Properties Walue Conditions Notes Top
Freely Rotatsble Bonds 5 (&)
H &scceptors & (&)
H Dorors 2 )]
H Donar facceptor Sum g )]
logP 1,298+1,176 Temp: 25 °C )]
Molecular Weight 407,31 =)
Spectra Properties Value Conditions Notes Top
Carbon-13 MR Spectrum Siee spectrum &)
Proton MMR Spectrurm See spectrurm )]
Structure-related Properties Yalue Conditions Notes Top
Folar Surface Area 77.0AZ )]
Thermal Properties Value Conditions Notes Top
Boiling Point 529.9+60.0 °C Press: 760 Torr (&)
Enthalpy of Yaporization 80.51+3.0 kl/mol Press: 760 Torr ()
Flash Foint 274.3+32.8 °C ()

2. View the predicted *C-NMR
spectrum.

Carbon-13 NMR Spectrum
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Collaboration

Comment on References”

1. Add comments — thoughts,

remarks, project information
— to individual references.
Optionally, share the
comments with My
Connections colleagues
within your research site.

the box. & lab, expt. that involves the synthesis of CdSe quantum dot nanocrystals is described as an example of green chem,,
where relatively safe materials are used, The CdSe nanocrystals are synthesized from CdO, elemental Se, olsic acid, and
s . o oncas i T
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By Giokas, Dimasthenis L.; Paleal
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An expt, utilizing the clo 3 Comments  Sortby: MewerFirst | Older First
as Cd2+, Pd2+, Cu2+, a
using ammonium pyrralid  supports findings of diomeds study!
and reproducibly ext. the
wastewater from water §

&Substances AReaction:

green chemistry laboratory experiment

Anthony Machosky
Last Modified June 12, 2009 9:57 AM

3. Going green: lecture a|  uses heavy metals - great experiment

By Haack, Julie A.; Hutchison, Jaj Marie Sparks Posted May 22, 2009 12:20 P

From Journal of Chemical Educati Last Madified Jure 11, 2009 10:24 A1
Green cher., the desig !

ervironment, provides
students in the study of g

Micelle-mediated extraction of heavy metals from environmental samples: an environmental
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Add Comment: Mandrum of 1024 characters per comment; S0 comments per user,
&Substances  AReaction:

Remindar: our comments and kags can b viewed by your comnected collsaques.

4. Green chemistry educ
By Beach, Evan 5.} Eghbali, Mical
From Abstracts of Papers, 235th
Prepg. the next generati
reaching out to those whi

non-scientists. & major
prograrms and materials

fiiture of Green Chem, &)

Characters Remaining: 1024

&Substances  AReaction:

Categorize

Mare detailed analysis based on CA5
Indexing

Tag References’

Get Get {7 Get « Get Analysis
1 . Use tags to Iabel references References & Substances Reactions — Cited  Citing ‘
with descri pt|ve terms or 4 References 2 Selected | Keep Selected  Remove Selected | Remove Duplcatell | Add Tags | Save  Print Export Analyze by: &
select All Deselect All | Sort by: [ Accession Mumber & Answers per Page [20] Author Mame =

Yiews T = E

keywords to facilitate

i b ta view only those
safarances wikhin e current answer,

grouplng and reca” 1. A safer, easier, faster synthesis for CdSe quantum dot nanocrystals

Optionally, share the tags
with My Connections
colleagues within your
research site.

By Boatman; Elizabeth M.; Lisensky, George C.; Nordell; Karen 3.

From Journal of Chemical Education (2005), 82(11), 1697-1699, Language: English, Database; CAPLUS
Cadmium selenide quantum dot nanocrystals are a visually engaging way to demonstrate quantum effects in chem., since their
ransition energies can be explained as a "particle in a box!, where a delocalized electron is the particle and the nanocrystal is
the box. A lab, expt. that involves the synthesis of CdSe quanturm dot nanocrystals is described as an example of green chem,,
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3. Going green: lecture assignments and laboratory experiences for the college curriculum

By Haack, Julie £,; Hutchisan, James E.; Kirchhaff, Mary M,; Lewy, Trvin 1,

From Journal of Chemical Education (2005), 62(7), 374-976. Language; English, Databass; CAPLUS
Green chem., the design (and redesign) of chem, products and processes to eliminate hazards o human health and the
environment, provides unigue opportunities for inhovation in the chem, curriculum and for engaging 2 broad spectrum of
students in the study of chem. A symposium held at the ACS national meeting in San Diega in Mar, 2005 illustrated the creative
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* Unique to the web version.




Explore by Tag”

1.

Once tagged, references
can be searched for by tag.

Your My Connections
colleagues can also use
your tags to find references,
and can add their own tags
to the same or related
references.

Explore References

Research Topic
Author Marme

Company Marme 0 - 9 {and Special Characters)
Docurment Identifier FEFEEH

Journal

Fatent

Connect with SciFinder Colleagues*

1.

If you choose to, you can
link to other SciFinder users
within your research site for
the purpose of sharing
project information via the
Comments and Tags
features.

Note: Only your
connections — colleagues
with whom you have chosen
to connect — can view and
interact with your reference
information.

. 7 Explors. x
Q&]F‘Ildq'@ ! References &

| Sign Out
- Substance Identifier "486460-32-6 " > aubstances (1) > 486460-32-6

- Explore.

splore
‘Substances Reactions

‘Welcome

Explore References

Research Topic Research Topic ¢

Author Nare

Company Name

Docurment Identifier

Journal

Patent
Tags

Publication Year(s) @

Examples: 1995, 995-1995, 1995, 15995

| saved Answer Sets ¢

medical marijuana
hypoxia apnea

sleep disorder apnea
central apnea
urea-d4
diphenhydramine
thalliurm

life an Mars
aursornycin

Wigw All

Keep Me Posted Results L3

intra hydra arnino
Sep 05, 2009 (1)
Aug 29, 2009 (1)
atenaolol and cardura
May 23, 2009 (1)
opiate
Mo results

Miew all

Document Type(s) & [ aingraphy [ pissertation [ Patent
[ Bock [ Editorial O Preprint
[ clinical Trial [ Historical O Report:
[ cammentary [ 3ournal [ review
O conference O Letter

Language(s) & [ chirese O Gerran O palish
O English [ stalizn O Russian
[ French [ 1apaness [ spanish

Author Name ¢ | ‘ | ‘ ‘ |
Last * First Mickdle:

company Name & [ ]

My Connections &
A piSHONS 10 ConRct
Mo outstanding sent fnitations

“You have 4 connections

" Unigue to the web version.




Connect with SciFinder Colleagues* (cont'd)

2. To connect to SciFinder | My Connections s Invite Calleagues
COIIeagueS, they must be - | 1nwite Colleagues To Connect &
part of your research site SoaRseian| e
and you mUSt |nV|te them or | 2 Connections g Enter the full or partial name of a colleague within your organization
| * -
h iri i i My Connections alowd ,LaSt Name: Fistame: r e
accept their invitation to |Heiliger i B | [ Search | | Clear
COI’]nEC'[ Connected Co =
1C 1 Selected |
|l Sparks, Marie
|l Wehausen, Erm: Colleagues E-mail Profile
vl Heiliger, Nancy nheiliger@cas.org Cas

| Send mvitation Reminder: any colleague you connect with will be able o view your comments and tags,
i- Cancel

Usability Enhancements

Combine Keep Me Posted (KMP) Results

1. Select two or more Keep O life on mars Edit Enabled Aug 22, 2008 Apr 14, 2010
Me Posted (KMP) results
and combine them into a
single saved answer set.

b Search Strategy:

Select All  Deselect all

Results Selected Results}l Cormbine  Pelete
O 1un 20, 2009 (2) @oLink

Only results within the same

X [ 1un 13, 2009 (1) @oLink
KMP proflle can be ey Sor=e oo e @oLink
combined. May 16, 2009 (5) e@®Link
May 9, 2009 (3) @®Link
May 2, 2009 (1] @O Link
O apr 25, 2000 (2) @oLink
O Apr 18, 2009 (2) @oLink
O apr 11, 2000 (8) GoLink
O mar 21, 2009 (2) @oLink
[ mar 7, 2000 (1) @oLink
2. Select a combine option. Two KMP Results Three or More KMP Results
Combine Keep Me Posted Results & Combine Keep Me Posted Results &
Select an option for combining 2 results fom profile lifs on Mars Select an option for combining 3 results from profile life on Mars
® Combine Includs all answers from bath result sets o Combine Include all answers from all selected results sets
© (@) Intersect Include only answers that appear in both resuft sets © () Intersect Include only answers that appear in all selected results sets
O D e ey 60,008 [ Combine Resuits | Gancel |
(o]

() Exclude  1Ekee enly answers fiom May 09, 2009
that are riot in May 16, 2009

Combine Results




Change Number of Answers per Page

Substances

1' Wlthln any type Of answer T] ngerences ‘-i‘ E:’;ctinns x" Egl:'lmercial Sources
Set1 CI ICk An SWErs p er 307 Substances 0 Selected ‘ Keep Selected  Remove Selecked

B il

Page to change how many
answers display per page.

Select All Deseleck &Il | Sart by | CAS Registry Mumber  +

O 1. Substance Detail
1024999-62-9

Note: Each type of answer
set — references,
substances, reactions,
commercial sources — has
its own answers-per-page
setting.

Absolute sterecchermistry,
CisHzi Nz Os Tl
Thallium, [1-[S-deoxy-3-methyl-2',3'-0-(1-

methylethylideneuridin-S'-yl1-2,4-
cyclopentadien- 1-y[]-

[0 z. substance Detail
1013653-86-5

123456..21p

Answers per Page [15]

Select the rumber of answers o show per page.
15 | 20 | 25 | 50

Digolis ping more answers per page may incresse page-bading

Hime.

Customize View of Substances

1. Click one of the View

Substances [ &=t | Get i
buttons to change the

L i References & Reactions

Get

Commercial Sources

307 substances 0 Selected | Keep Selected  Remove

Selected

Save Print Export:

number of columns (1-4) for
displaying substance
answers.

Select All Deselect All | Sorkby:| CAS Reqgistry Number  +

O 1. Substance Detail
1024999-62-9

Three columns is the
default.

Absolute stereochemistry.
Cig Hzi Nz Os Tl
Thallium, [1-[S'-deowy-3-methyl-2',3'-0-(1-

methylethylideneiuridin-S'-v11-2,4-
cyclopentadien-1-y11-

O 2. Substance Detail

1013653-86-5

Answers per Page [15]

12345686
view: [l |

O 3 substance Detail
1013409-32-9




Customize View of Substances (cont'd)

2. Asyou change the number Substances [Set Qo poet
f dis |a Columns the eferences eactions ommercial Sources
0 p y ) 1 i | 307 Substances 0 Selected | Keep Selected  Remove Selected Save Prink Export |
structure dranngS resize Select All Deseleck &ll | Sart by: | CAS Registry Mumber  + Answers per Page [15] 1234 1 >
accordingly. Wi ]
O 1. substance Detail O 2. substance Detail
1024999-62-9 1013653-86-5
Me
Absolute stereochemistry,
Cig H21 N2 Os Tl
Thalliurn, [1-[5"-deoxy-3-methyl-2',3'-0-{1-rmethylethylideneuridin-
5'-y1]-2,4-cyclopentadisn-1-y(]-
B ~1 References
AReactions
dsCommercial Sources
fiRequlatory Information
Customize View of References
1. Click one of the View REfRTEES Get Lo o Get e Get
ubstances Reactions < Cited Citing
buttons to change the :
4509 References 0 Selected | Keep Selected  Remove Selected | Remove Duplicates | Add Tags Save Prink Expork
amount of abstract Select All Deselect All | Sort by: | Accession Nomber | v AnswersperPage[50] 123456
information (none, partial, wiew:
fu”) that disp|ays as part of [ 1. Effect of subtherapeutic administration of antibiotics on the prevalence of antibiotic-resistant Escherichia coli

your answers.

Partial abstract information
is the default.

in feedlot cattle

By Alexander, T.'W.; Yanke, L. J.; Topp, E.; Olson, M. E.; Read, R R.; Marck, D, W Mcalister, T, A,

From Applied and Environmental Microbiology (2008), 74(14), 4405-4416, Language: English, Database: CaAPLUS
Antibictic-resistant Escherichia coli presence was studied in 300 feedlot steers (nitial body wt 198 £ 20 kg) receiving
subtherapeutic levels of antibiotics in feed. Fecal samples (n = 3300) were collected over 314-day period. The antibiotics
were selected based on their common use in cattle industry and included chiortetracycline + sulfamethazine (TET-SUL; &ureo
S-7003), chlortetracycline (TET; Aureomycin 100G), virginiamycin (4-maxd, monensin (Rumensing, and tylosin phosphate
(Tylan); no antibiotic use served as confrol. The steers were initially fed barley silage-based diet, followed b...

&Substances AReactions & Citing OFull Text @®Link @0 Comments [0 Tags

2. Competitive detection for antibiotics in dairy products based on surface plasmon resonance {SPR)

By ¥, Kexin; Liu, Jing Zhanag, Zengfu

From Faming Zhuanli Shenging Gongkai Shuomingshu (2008), CM 101216423 & 20080702, Language: Chinese, Database: CAPLUS
The invention relates to cormpetitive detection for antibiotics in dairy products based on surface plasmon resonance (SPR). The
method comprises resp. mixing certain amt. of specific antibody and dairy products with different known antibiotic contents o
obtain a series of std, sarmples; utilizing SPR optical method to measure refractive indexes of the std, samples; corresponding
the refractive indexes to antbiotic contents in the dairy products to build prediction model; prepg. sample from dairy product 1o
be detected and measuring its refractive index with the same method; and calcg. antibio. ..
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By: ten Kate, Inge L.; Canharm, John S.; Conrad, Parmela G.; Errigo, Therese; Katz, Ira; Mahaffy, Paul R,

The ohjective of the 2009 Mars Science Lab. (MSL), which is planned to follow the Mars Exploration Rovers and the Phoenix lander to the
surface of Mars, is to explore and assess guant. a site on Mars as a potential habitat for present or past life. Specific goals include an
assessment of the past or present bial, potential of the target environment and a characterization of its geol. and geochem. Included in the 10
investigations of the MSL rover is the Sample Anal. at Mars (Sar) instrument suite, which is designed to obtain trace org. measurements,
measure water and other volatiles, and measure several light isotopes with expt, sequences designed for both atm. and solid-phase samples.
SaM integrates & gas chromatograph, a mass spectrometer, and & tunable laser spectrometer supparted by sample manipulation tools both
within and external 1o the suite. The sub-part-per-billion sensitivity of the suite for frace species, particularly org. mols., along with a mabile
platform that will contain many kilograms of org. materials, presents a considerable challenge due to the potential for terrestrial contarmination
to mask the signal of martian orgs. We describe the effort presently underway to understand and mitigate, whersver possible within the
resource constraints of the mission, terrestrial contamination in MSL and SAM measurements, Astrobiol, 2, 571-522,
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