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(57) Abstract

A chemical structure search system and method
which capitalizes on the strengths of relational database
technology, by allowing a user to optimally store (62) and
search (66) chemical structure information, including
information related to multi-valued atoms, multi-typed bonds,
and Markush searching. The system provides a complete
chemical information system, with capabilities for exact
structure, substructure, key, chemical name and molecular
formula searching, registration of new molecules, structure
import/export and data editing. The system also has dynamic
querying capabilities (68) which allow the user to be notified
of any new chemicals that are entered into the database that
are responsive to previously run queries. Furthermore,
structure classes allow a user to store information about types
of chemical structures, such as steroids, and to re-use the
structure classes and queries without re-entry of the
information.

60
USER
PERFORMS J
SEARCH

62

SYSTEM
STORES J
RESULTS

I

SYSTEM TAGS
RESULTS THAT
ARE SEEN

l 66

NEW
SEARCHES J
ADDED

e

64

68

SYSTEM
PERFORMS J

DYNAMIC
QUERIES

|

SYSTEM
NOTIFIES J

USER OF
MATCH

USER
VIEWS J

UNSEEN
RESULTS




applications under the PCT.
AT Austria

AU Australia

BB Barbados

BE Belgium

BF Burkina Faso
BG Bulgaria

BJ Benin

BR Brazil

BY Belarus

CA Canada

CF Central African Republic
CG Congo

CH Switzerland

CI Cote d'Ivoire
CcM Cameroon

CN China

CS Czechoslovakia
Cz Czech Republic
DE Germany

DK Denmark

ES Spain

F1 Finland

FR France

FOR THE PURPOSES OF INFORMATION ONLY

Codes used to identify States party to the PCT on the front pages of pamphlets publishing international

Gabon

MD

United Kingdom
Georgia

Guinea

Greece

Hungary

Ireland

Italy

Japan

Kenya

Kyrgystan
Democratic People’s Republic
of Korea
Republic of Korea
Kazakhstan
Liechtenstein

Sri Lanka
Luxembourg
Latvia

Monaco

Republic of Moldova
Madagascar

Mali

Mongolia

Mauritania
Malawi

Niger

Netherlands
Norway

New Zealand
Poland

Portugal

Romania

Russian Federation
Sudan

Sweden

Slovenia

Slovakia

Senegal

Chad

Togo

Tajikistan
Trinidad and Tobago
Ukraine

United States of America
Uzbekistan

Viet Nam




INTERNATIONAL SEARCH REPORT Intemational application No.
PCT/US95/10171

A. CLASSIFICATION OF SUBJECT MATTER

IPC(6) :GO6F 17/30

US CL  :395/600; 364/496, 497, 499

According to International Patent Classification (IPC) or to bath national classification and IPC

B. FIELDS SEARCHED

Minimum documentation searched (classification system followed by classification symbols)

U.S. : 395/600; 364/496, 497, 499

Documentation searched other than minimum documentation to the extent that such documents are included in the fields scarched

Electronic data base consulted dunng the international search (name of data base and, where practicable, secarch terms used)

Please See Extra Sheet.

C. DOCUMENTS CONSIDERED TO BE RELEVANT

Catcgory* Citation of document, with indication, where appropriate, of the relevant passages Relevant to claim No.
X US, A, 4,811,217 (TOKIZANE ET AL.) 07 March 1989, see| 1-2
whole document.
A US, A, 5,025,388 (CRAMER, Ill ET AL.) 18 June 1991, see| 1-2
whole document.
A US, A, 5,056,035 (FUJITA) 08 October 1991, see whole| 1-2
document.
A US, A, 4,855,931 (SAUNDERS) 08 August 1989, see whole| 1-2
document.

D Further documents are listed in the continuation of Box C. D See patent family annex.

L4 Special categories of cited documents: T later d published after the jonal filing date or prionity
“aa " e . o . dute and not in conflict with the application but cited 1o understand the
A g the g statc of the art which is not considered principle or theory underlying the invention
1w be pan of parucular relevance
‘E* 3 i i °X: d of particular rel : the claimed i ) t be
E earlier document published on or afier the intemational filing dawe consdered novel or ot be wdered to involve an invenuve step
L document which may throw doubw on prionty claim(s) or which is when the document is laken alone
cited 10 eswablish the publicauion date of another citauon or other | . ) . .
special reason (as specified) Y docw of pa _ s the tr ¢ be
dered 0 invoive an I ve step when the document i
*0* document referming 10 an oral disclosure. use. exhibition or other combined with one or more other such d such b
means bewng obvious to a person skilled in the ant
°P* document published prior 10 the intematonal filing date but later thun  =g:* document member of the same patent family
the prionty date claimed
Dale of the actuai completion of the international search Date of mailing of the international search repont
13 NOVEMBER 1995 0 5 M AR 1996
1 n
Name and mailing address of the ISA/US uthorized officer
Commissioner of Patents and Trademarks AN .
Box PCT 6‘;%.
Washington, D.C. 20231 ,\(/MARIA N. VON BUHR
Facsimile No.  (703) 305-3230 Tdlephone No. (7031 305-9600

Form PCT/ISA/210 (second sheet){July 1992)=



INTERNATIONAL SEARCH REPORT International application No.
PCT/US95/10171

B. FIELDS SEARCHED
Electronic data bases consulted (Name of data base and where practicable terms used):

APS (USPAT file)
scarch terms: chemical, atoms, bonds, relational, database, search, query

Form PCT/ISA/210 (extra shect)(July 1992)»



	Abstract
	Bibliographic
	Search_Report

