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e over 180 journals
e patents from 40 issuing authorities

e DJSM Technical Guide *

e DJSM Thesaurus *

¢ Building and Searching Structures on STN

e Online Helps (HELP DIRECTORY lists all help messages available)
e STNGUIDE

* available from the producer

e AUTHORS

e REACTION

e STRUCTURE

STN Database Clusters information (PDF)

Enter HELP COST at an arrow prompt (=>).
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Search Display
Search Field Name Code Search Examples Codes
Basic Index (contains DJSM None S 1981 AB, CC,
Registry Numbers for all or S STEREOSPECIFIC MICHAEL ADDITION KW,NTE,RX
reaction participants, and single /BI SAAND B formats, Tl
words from AB, CC, KW, NTE S "TEMP="
and TI) S 44 (L) 1981
Accession Number /AN S 75005D/AN AN
S 88:75005/AN
S 8875005/AN
S 198875005/AN
S 1988:75005D/AN
Atmosphere IATM S O3/ATM RX formats
Author /AU S CINQUINI M/AU AU
S CINQUINI, M./AU
Catalyst (3) [CAT S 404/CAT RX formats
Catalyst Chemical Name /CAT.CN S TICL3/CAT.CN RX formats
Catalyst Supplementary Term [CAT.ST S 68/CAT AND HYDRATE/CAT.ST RX formats
Classification Code /CC S (A AND B)/CC CcC
Document Type /DT S DIARYLSULFON?/TI AND P/DT DT
(code and text) (or ITC) S DIARYLSULFON?/TI AND P/TC
Entry Date (1) /ED S ED=20100811 ED
(or /UP)
International Standard /ISN S TETRAB/ISN SO, ISN
(Document) Number S 0040-4020/ISN
Journal Title T S TETRAHEDRON/JT SO, JT
Keyword KW S PROTECTION-NH/KW KW
Non Product INPRO S FERROCENE/NPRO RX formats
Non-reacting Group Keyword /NON.KW S O-SULFONYL/NON.KW KW
Note INTE S L6 AND VACUUM/NTE NTE
Number of Steps (1) INS S L5 AND 1/NS NS
Other Source /0S S 85-160803/0S oS
(DWPI accession number)
Patent Assignee (2) /PA S BOEHRINGER/PA PA
(or /ICS)
Patent Number /PN S EP330058/PN Pl
Pressure (1) /P S 2/P RX formats
S 2-3 ATM/P
Product Keyword /PRO.KW S PURINE/PRO.KW KW
Product Registry Number (4) /PRO S 200/PRO RX formats
Product Supplementary Term /PRO.ST S 153040/PRO AND CHIRAL/PRO.ST RX formats
Publication Year (1) IPY S 1990/PY SO, PY
S PY>1985 AND CZECH B P/AU
Reactant Keyword /IRCT.KW S STEROID/RCT.KW KW
S "HYDROXYLAMINE+"/RCT.KW
Reactant Registry Number (5) /IRCT S 40/RCT RX formats
Reactant Supplementary Term IRCT.ST S 74520/RCT AND CHIRAL/RCT.ST RX formats
Reaction Symbol /ISYM S CC-ELI-O/SYM SYM
Reagent Keyword /RGT.KW S SILANE/RGT.KW KW
S "ACID=7"/RGT.KW
Solvent /SOL S 12/SOL RX formats
Solvent Chemical Name (6) /SOL.CN S NH3/SOL.CN RX formats
Solvent Keyword /SOL.KW S ESTER/SOL.KW KW
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General Search Fields (cont'd)

Search Display

Search Field Name Code Search Examples Codes
Solvent Supplementary Term /SOL.ST S 12/SOL AND GAS/SOL.ST RX formats
Source (contains journal title, /SO S TETRAB/SO SO

collation, ISSN, CODEN) S (TETRAHEDRON(L)35)/SO
S 0040-4020/SO

Temperature (1) IT S 200-220/T RX formats
Time (1) /TIM S L1 AND TIM<1 RX formats
Title ITI S CYCLOPROPYLKETONE?/TI Tl
Volume/lssue (printed DJSM) VI S 16-1/VI VI
Yield Product (1) /YDP S L1 AND YDP>95 RX formats
Yield Product Text /YDPT S NONE/YDPT Not displayed

(1) Numeric search field that may be searched with numeric operators or ranges.

(2) Search with implied (S) proximity is possible.

(3) A search in /CAT includes the subfields Chemical Name and Supplementary Term.
(4) A search in /PRO includes the subfield Supplementary Term.

(5) A search in /RCT includes the subfield Supplementary Term.

(6) A search in /SOL includes the subfields Chemical Name and Supplementary Term.

STRUCTURE SEARCH TERMS

Terms 1)

Search Examples

L-numbers of structures built using the STRUCTURE command or uploaded from STN
Express (Boolean logic allowed between the L-numbers)

L-numbers of screen sets created using the SCREEN command (Boolean logic allowed
between the L-numbers)

L-numbers of structures built using the STRUCTURE command or uploaded from STN
Express combined with L-numbers of screen sets created using the SCREEN command
(Boolean logic allowed between the L-numbers)

SEARCH L1 CSS FUL
SL1INOTL2

SL3OR L4

SL1NOTL3

(1) The L-number answer set from a structure search may be combined with text terms, e.g., S L6(L)ANY/CAT.

TYPES OF STRUCTURE SEARCHING

Type Definition Search Search Examples
Code
Substructure Search for substances that match the query. SSS SEARCH L1 SSS FUL
(default) Substitution is allowed at all open positions.
Closed Search for substances that match the query exactly. CSSs SEARCH L1 CSS FUL
Substructure Substitution is allowed at positions opened by SEA L4 CSS
CONNECT.
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SCOPES OF STRUCTURE SEARCHES

Type Definition Search Search Examples
Code

Full (default) Search 100 % of the file FUL S L5 SSS FUL

Range Search a user-specified portion of the file RAN S L4 RAN=(1990,1993)

Subset Range Search a user-specified portion of an answer set SUB RAN S L6 SUB=L10

created by a search in this file RAN=(77000J,77100J)

Subset Full Search 100% of an answer set created by a searchin| SUB FUL S L6 SUB=L11 FUL

this file

DISPLAY and PRINT Formats

Any combination of formats may be used to display or print answers. Multiple codes must be separated by
spaces or commas, e.g., D L1 1-5 TI CS. The fields are displayed or printed in the order requested.

Hit-term highlighting is available in the bibliographic, and RX fields. In the RX fields, highlighting occurs in the
Reaction MAP and in the Reaction Summary. Highlighting must be ON in order to use the HIT, FHIT, and

OCC formats. The default display format is a combination of two formats: FHIT CBIB.

Format Content Examples
RX Reaction (Map, Diagram, Summary for all single-step reactions) D TI RX
RX(n) Reaction n (Map, Diagram, Summary for reaction n) D RX(1
RXG Reaction Graphics (Map and Diagram for all single-step reactions) D RXG, CBIB
RXG(n) Reaction n graphics (Map and Diagram for reaction n) D RXG(3)
RXS Reaction Summary (Map and Summary for all single step reactions) D TI AU RXS
RXS(n) Reaction n Summary (Map and Summary for reaction n) D RXS(3
AB Abstract D AB
AN Accession Number D L51-10 AN
AU Author DAUTI
CcC Classification Code D CC
DT Document Type D DT
ED (UP) Entry Date D ED
Gl (PAGE) Graphic Image D Gl
ISN International Standard (Document) Number D ISN
JT Journal Title DJT
KW (1) Keyword D KW
NTE Note D NTE
NS Number of Steps D NS
(OF Other Source (DWPI accession number) D OS
PA Patent Assignee D PA
PI Patent Information D PI OS
PY Publication Year D PY
SO Source D SO
SYM Reaction Symbol S SYM
TI Title DTI
VI Volume/lssue (printed DIJSM) D VITI1-10
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DISPLAY and PRINT Formats (cont'd)

Format Content Examples
ABS AN, AB D ABS
IABS ABS, indented with text labels D IABS
ALL BIB, AB, IND, RX D ALL
IALL ALL, indented with text labels D IALL
BIB Journal: AN, TI, AU, SO, DT, VI D BIB
Patent: AN, TI, PA, PI, DT, VI, OS
CBIB BIB, but the format is condensed rather than each field on a separate line D CBIB
1BIB BIB, indented with text labels D IBIB
IND CC, SYM, KW, RCT.KW, PRO.KW, RGT.KW, SOL.KW, NON.KW D IND
NTE, NS
IIND IND, indented with text labels D IIND
FHIT First HIT Reaction Map, Diagram, and Summary. D FHIT
SCAN AN, TI D SCAN
HIT After search in bibliographic fields: hit fields. After search in reaction fields: DHIT
Reaction Map, Diagram and Summary for all hit reactions.
OocCcC All hit fields and the number of occurrences of the hit terms in each field. D OCC
Includes total number of HIT reactions. Labels reactions that have
incomplete verifications.

(1) All Keyword Terms are displayed, including RCT.KW, RGT.KW, PRO.KW and NON.KW.

SELECT, ANALYZE, and SORT Fields

The SELECT command is used to create E-numbers containing terms taken from the specified field in an

answer set.

The ANALYZE command is used to create an L-number containing terms taken from the specified field in an

answer set.

The SORT command is used to rearrange the search results in either alphabetic or numeric order of the

specified field(s).

ANALYZE/
Field Name Field Code SELECT (1) SORT
Abstract AB Y N
Accession Number AN Y N
Author AU Y Y
Catalyst Chemical Name CAT.CN Y N
Catalyst DJSM Registry Number CAT Y N
Catalyst Supplementary Term CAT.ST Y N
Classification Code CcC Y Y
CODEN CODEN N Y
Document Type DT Y Y
Entry Date ED (UP) Y N
International Standard (Document) Number ISN Y N
ISSN (International Standard Serial Number) ISSN N Y
Journal Title JT Y Y
Keyword KW Y N
Non-reacting Group Keyword NON.KW Y N
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ANALYZE/
Field Name Field Code SELECT (1) SORT
Note NOTE Y N
Other Source (DWPI accession number) os Y Y
Patent Assignee PA Y Y
Patent Information Pl (PN) Y Y
Product DJSM Registry Number PRO Y N
Product Keyword PRO.KW Y N
Product Supplementary Term PRO.ST Y N
Publication Year PY Y Y
Reactant DJSM Registry Number RCT Y N
Reactant Keyword RCT.KW Y N
Reactant Supplementary Term RCT.ST Y N
Reaction n RX(n) Y (1) N
Reaction Symbol SYM Y N
Reactions RX Y (1) N
Solvent Chemical Name SOL.CN Y N
Solvent DJSM Registry Number SOL Y N
Solvent Keyword SOL.KW Y N
Solvent Supplementary Term SOL.ST Y N
Source SO Y (2) N
Title TI Y Y
(1) DJISM Registry Numbers will be selected or analyzed.
(2) Selects or analyzes CODEN and ISSN.
Sample Record
DISPLAY ALL
AN 1997:2977 DJISMONLINE
Tl SYM . ALPHA-DIKETONES FROM ACYLCYANIDES UNDER MILD CONDITIONS
AU Baruah, B.; Sandhu, J. S.
SO Tetrahedron Lett, 38(43), p-7603-4 (1997)
CODEN: TELEAY ISSN:- 0040-4039
DT Journal
\A| 23-12
AB Reaction is mild, simple, fast, devoid of side reactions, and higher

yielding than classical routes. Furthermore, ester, p-methoxy, and
arylic halogen were unaffected. Aliphatic substrates, however,
required longer reaction times and afforded lower yields. For further
examples, (seven; 65-80%), and with 1 equivalent Znl2 (eight; 65-78%)
over a slightly longer reaction period, see citation 1.

CcC R Reduction
SYM CC-Exc-C
KW 2-COMPONENT

RCT . KW NITRILE; DICARBONYL-1,2

PRO_KW KETONE; DIOXO-COMPD; DICARBONYL-1,2

RGT.KW  SAMARIUM-DIIODIDE; LANTHANIDE; 1,TRANS; ZINC-IODIDE; ZN-INORG;
I ,NON-TRANS

SOL . KW ETHER

NON.KW  C-ESTER; PHENOLETHER; HALIDE,AR

NTE TEMP=4 (10-40 degC)
NS 1(Path A);
RX(1) OF 1 2 A ===> B
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CO—=CN

(1)

RX(1) RCT A, 8709
SOL 19, THF
CAT 424, Sml2; 2 Eq.
PRO B, 8739
T 22.0 cel
TIM 0.42 hr

CoO—=xCOo

YIELD 80.0%

ATM N2

CMT Quenched with dilute HCI

CMT Path A
In North America In Europe In Japan
CAS FIZ Karlsruhe JAICI (Japan Association for
STN North America STN Europe International Chemical Information)
P.O. Box 3012 P.O. Box 2465 STN Japan
Columbus, Ohio 43210-0012 U.S.A. 76012 Karlsruhe Nakai Building

Germany 6-25-4 Honkomagome, Bunkyo-ku

CAS Customer Center:

Phone: 800-753-4227 (North America)
614-447-3700 (worldwide)

Fax: 614-447-3751

Email:  help@cas.org

Internet: www.cas.org
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Phone: +49-7247-808-555
Fax: +49-7247-808-259
Email:  helpdesk@fiz-karlsruhe.de
Internet: www.stn-international.com

Tokyo 113-0021, Japan

Phone:

Fax:
Email:

Internet:

+81-3-5978-3601 (Technical Service)
+81-3-5978-3621 (Customer Service)
+81-3-5978-3600

support@jaici.or.jp (Technical Service)
customer@jaici.or.jp (Customer Service)
WwWw.jaici.or.jp
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