CAS SciFinder — Essential Features for Students

Substances Search Reactions Search and
Retrosynthesis Planner

You can search substances by placing one or more substance names or identifiers into the query box. You can also draw

or edit a structure. Below are name search option examples. Reaction Searching

Streptomycin  Finds Streptomycin record (1) Text search.

57-92-1 Finds Streptomycin record, using CAS Registry Number® as identifier Vanillin - Refine with substance roles in the next step to limit to the correct context, e.g. product or reactant

Sulfoximin* Finds all names that start with the stem Sulfoximin Synthesis of solatenol catalyzed by copper oxide

W02019234160 Finds all indexed substances for this patent Suzuki - Use Search Within in the next step to draw out specific reaction participants following the Suzuki coupling scheme

(2) Draw reaction diagram. Draw a reaction diagram in the drawing editor or from a reaction answer set using ‘Search Within’.
Click to draw new Draw a reaction arrow between reactant and product. If you draw reagents, please make sure to assign an appropriate role < .
structure Reaction search example:
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Search by Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI. Enter chemical name query ' " 2 A—vB Assign reaction role =1 Map atom in reactant and
0 \n/ J ) product
— - Map bond to be —, Draw reaction arrow between
<+ Add Advanced Search Field broken or formed reactant and product

C“Ck quel’y Structure tO ed|t reactant product
Reaction search results

3o All ® Substances B Reactions References B Suppliers

Add advanced search fields
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E it Draw - A Reactions search for drawn structure Change grouping to 'By Document' or Save, alert and share options
Make reaction plans with Build powerful searches using ‘\ Query BLAST, CDR, and Motif 't Urawing emove 'By Transformation'
conditions, yields, catalysts, CAS concepts, chemical References ~ @ o RMsave -
and experimental procedures, classes, and taxonomy. Check to perform Markush search Search Patent Markush View by structure match Click on structure to view
Structure Match 20,459 Results | g hstance information Group: By Scheme ~ Sort: Yield ~ View: Expanded ~
As Drawn (0) Scheme 1 (2 Reactions) Steps: 1 Yield: 100% eee Send to CAS Draw
CAS Draw editor Substances search result )J L gi'ser')?a‘;fefd ctions
(0]
You can define structure and reaction queries using the Substances search results are displayed in an intuitive interface Similarity (15 o O o> ¥ OH - \)J\/O\ﬂ/\/
CAS Draw structure editor. where you will see the most relevant results for vour search. . | K
Get related references1 T Absolute stereochemistry shown, Rotation (+) Absolute stereochemistry shown
Enter CAS Registry Number, SMILES, References~ R Reactions~ W Suppliers ~ reactions or suppliers for all or ' : —>=—suppliers (484)
Import structure from .cxf or .mol file or InChl to create structure selected & substances Exclude W suppliers (48)==| View suppliers
raw - & 6,395,450 Results o
AP . Structure Match =t v Search Within Results 31-614-CAS-27240963 St@ps: 1 Yield: 100% eee  Stereoselective process for preparing isoxazolo-quinoline-
: eee bstituted cyclohexyl derivati
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e b e e L X Sub (6.3M) N i S T ) ' i 1 Intellectual Property Organizl FE€Terence
D hange at bond Number to open details 50.89% (263) Filter reaction results| INCl- Synthetic protocols "
o o . Access annotated
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¢ . |Lasso | Marquee tool selection C H, roatze Structure prebision HaN ” NH; Click on structure to 50-69% (379) Experimental Protocols patent full-text
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elect structure _
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X R |Variable selection | Define owavariables (R Groups) cl, si :ﬁ!i”ﬁljﬂirz Zt;lffi{.enewm. There are two primary ways to launch the ‘Retrosynthetic Analysis’ in CAS SciFinder:
Fn [ |Add attachment point to fragment | Select from templates NN, Learn more about Chemscape. 18K & 5463 w115 (1) Draw or import a structure into the retrosynthesis draw window accessed by clicking on the ‘Retrosynthetic
®  © | (Add positive charge | Add negative charge ., E References | |Reactlons _ | Suppliers Analysis’ option on the landing page. The drawn substance can be novel.
I | CASRN . c . .y . .
[1, ~ (Repeating groups | Carbon chain tool SO tor Behavior , |eo0e0 ® (2) Click on the ‘Start Retrosynthetic Analysis’ option found on the substance flyout window.
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% ¢‘ LOCk atomS | Rotate/FIIp fragment DraW bondS O C‘) N related tO Substance . = Eeltsosyiﬂj‘etllc”.:na”\yﬂs ’ ;:-S()ZI\'I|2'|-75—4 *
[ - - and rlngS ~ Search Within Results S 0] Retrosynthetic Analysis Search CAS Lexicon Search CAS Sequences hOh® & Aes © g ? CAS Name
A8 > ) |Reaction role | Atom mapping Search for up to 3 structures ® : N < > ! < > NH Make reaction plans with Build powerful searches using § Query BLAST, CDR, and Motif ko st ot ok et o deselect ot byt x f;’“:e;:::?’;;[ls;‘;l';';‘z:::::]hy” ,
- - el the result set. Get Bioactlvity Data 2 2 conditions‘, yields, catalysts, CAS concepts, chemical algori‘thms for nucleotide and methyll-5-meth... F
xk - Bond mapplng | DraW reactlon arrOW Further Selectlons P Rt 65 |c|) and experimental procedures. classes, and taxonomy. protein based sequences. i \N \ N\[X
. : : . m @ Draw 4 . Synthesize (133) . . ‘ T »\\\\J M > N bb_\l,l’\'\' ’ Get Substance Detalls = / \ F
Molecular Formula: CzHgO055 (94.13) ReS|Ze W|nd0W ra ' : ek - Open ed|t0r Wlth PN /,L\S "< (; F ® S N—0C
Sgarch a (sub)structure R this structure T N R e
c DO Ky - within this set of substances et efrences (1) oo i — = - 5
O0m: rit] y Reaction Ro|e :{ Get Supohel'siﬂil—l— i Edit Structure Reset ™ Synthesize (1)
Y | QD StartRetrosynthetic Analysis
Type in any element symbol to draw { e
P L Y = G ih Download structure, : _ P | et References (1) o .
eparation (3.1M) Reference Roles show which ' e sirueure | | = | R |+
. - Preparation (3.1M) image or copy SMILES
ChemDraw allows to search structures in SciFinder by > et brenmaton o1y || information was reported about
using the SciFinder add-in from the menu or icon. The //, Jees (.5 qIS;lLJIE)EI'[I?QE:EJDUFhltlalmltilterature Selecting plan options Opening the plan View plan
SciFinder history will show ‘Searched from ChemDraw'. . . ‘ steps
Change the number of Break bond in first || Protect bond(s) | | Clear View plan Switch predicted || Exclude steps || Download, Save,
disconnections in the plan | | disconnection in entire plan selections information | | steps on/off or substances || and Share your plan
= Retrosynthesis Plan Options for drawn structure 2D Retrosynthesis Plan for drawn structure Powered by GhemPlanner*
Select Synthetic Depth Learn more. Break and Profect Bonds Learn more. Key ((Experimental Stsps ) ( (@ PrediccedSteps ) Edit Plan Options & Mosave -
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Interface and References Search K ’ e
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CAS SciFinder features a streamlined search interface. usormol - Firstbond to || Protected - I T [es2 e v
Save answers, create be broken bonds 5
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Access CAS Formulus Click the CAS logo to return | | Access Access account Combine Download Adijust scoring
and CAS Analytical to the main search page alerts settings saved sets B3 Add to Project options :
Methods™ P

B4 Share Results

Access user- & Copy Search to Clipboard
8o Al @ Substances B Reactions References \=] Suppliers Enter the query SpeCiﬁC content

recommendations

T ——— S Save, Alerts, Download, Share, Projects
: ! .. ) ] ] ]

downloads and submit

Author Name ~ Enter last name, first name njiddle name. ° feedback
R i L] Save allows to save the search and related filter settings R Share has two options:
+  Add Advanced Search Field Search specific fields Projects saved or up to 20,000 answers. Tags can be added and used for (1) Share Results allows to share with a SciFinder user
@ 4, later filtering. identified by the email address. A message can be
Retrosynthetic Analysis *. Search CAS Lexicon Search CAS Sequences History Downloads added.
@ Makctla.l.’eactio_nlglanswrh ‘: E::d powerful shearc.hels using @ Qluery :LAsz, CDRi anc_ldMotn; Launch the . Execute the search or | Save Results X
i ik i S |structure editor press ENTER Submit Feedback B4 Share Results
Name
suzuki coupling (2) Copy Search to Clipboard stores the URL of the search
References search result Search Options in the clipboard. This URL can be shared with any
Performing a references search provides you with access to a full result set in ® Query Only Selected Answers All Answers (Up to 20,000) SciFinder user.
an easy-to-use interface where: Add Existing Tags (Optional)
References are default sorted by relevance with customizable sorting options. g & Copy Search to Clipboard
You can focus your answer set further using filters. ammonia cracking

analytical study

You can save searches, send a link of the results, set up alerts, or add results to a Add to Project will add selected reference or substance

project list. T e information to a project folder. The folder content can be
You can quickly access full details for any of the references displayed. - | edited collaboratively, making projects an ideal collaboration
Boolean operators e Tes proned B tool when collecting research- or project-specific reference
or substance data.
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REIEL : - N Ex: crosslink* | alk*ne oad Ref |
Clinical Trial (1) Download Reference Results X CAg -
Conference (3) Flavor Release Measurement from Glilj Model System Phrases enclosed with double quotes ("...") A description can be added, and the project can be shared
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: ‘ Chitosan as a reusable solid base catalyst for Knoevenagel condensation
o chemistry experiments
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A V n r h By: Sakthivel, Balasubramanian; Dhakshinamoorthy, Amarajothi
- Collaborators +Add Journal of Colloid and Interface Science (2017), 485, 75-80 | Language: English, Database: CAplus and MEDLINE
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In the present work, the com. available chitosan is reported as a heterogeneous solid base catalyst for
Add collaborators to Knoevenagel condensation reaction of carbonyl compounds with malononitrile under mild reaction conditions.

REF’ET"E‘HEE_EC‘E-’]-'D?24_1 a7 share your project and Chitosan is characterized by powder XRD, IR and elemental anal. The catalytic activity of chitosan is evaluated in
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its content. You can Knoevenagel condensation reaction of benzaldehyde and malononitrile as model substrates and the optimized
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