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CS ChemOffice Software Developer's Kit

Welcome to the CS ChemOffice software developer's kit (SDE) web site that provides documentation, sample code, and other resources for the ChemOffice
component Application Programming Interfaces (APIs). You can use these APIs to create custom add-ons that enhance ChemOffice functionalitv or to add
ChemOffice functionality to vour programs. If vou cannot find the code or samples on this site vou are looking for, we may be able to provide vou with what vou
need Please contact Technical Support with the details or vour code request. Please note that Technical Support can provide limited help with SDK issues.
In most cases a fee will need to be charged if R&D's time is required.

APIs are available for the following ChemOffice components:

—ChemDraw

ChemDraw Home Overview of the ChemDraw SDE.
Automation Programmatically control ChemDraw for Windows from any script or application written in a
language that suppotts Microsoft's Component Ohject Model
Object Linking and Embedding Embed ChemDraw structures in anv OLE container. Uses of this fimctonality range from

(OLE having editable ChemDraw structures within a Microsoft Word document to using
ChemDraw as the structure editor within vour own application.

Phug-in Display and edit ChemDraw models in vour weh browser.

ChemDraw for Excel Supported Excel worksheet functions for embedded ChemDraw structures

CDX Parse CDX data (ChemDraw's native file format) in vour own application or construct CDX
data programmatically.

CDXLib CDXLib was a DLL that could perform file format conversions. It was provided with some

copies of ChemDraw 6.0 and 5.0, but is now obsolete and no longer supported or available.
File format comversions on Windows should best be performed using Automation (above).

Menu Extensions Add custom menn commands to ChemDraw | 18

|€I |_|_|_|_|_|ﬂ Internet
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It is unlikelv, however, that this interface will be enhanced in the futwre. We recommend using
Automation and OLE Embedding instead.

ActiveX Details and commands available to the ActiveX version of ChemDraw: ChemDraw Control
7.0

Apple Events Develop scripts to use Apple Events to send information between applications.

Java

—ChemFinder

ChemFinder Home

—Chem3D

Orverview of ChemFinder SDK and linkes to other technical documentation.

Automation Programmatically control ChemFinder from anv script or application written in a language
that supports Microsoft's Component Object Model

Menu Extensions Add custom memi commands to ChemFinder.

ChemFinder Automation Language Control ChemFinder operations by using ChemFindet's built-in scripting langnage.

(CAL)

Apple Events Develop scripts to use Apple Events to send infonmation between applications.
MolServer Chemical engine COM object, for retrieving, storing, searching, copying structures

Chem3D Home

Overview of Chem3D SDE.
Automation Programmaticallv control Chem3D from anv script or application written in a language that
supports Microsoft's Component Object Model

Menu Extensions Add custom menu commands to Chem3D.
Apple Events Develop scripts to use Apple Events to send infonmation between applications.
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rga n | C A Publication of Reliable
-  Methods for the Preparation

yntheses of Organic Compounds

Since 1921, Qrgamic Syntheses has provided the
chemistry community with annual collections of
detailed, reliable, and carefully checked procedures for
the synthesis of organic compounds. Some
procedures  describe  practical methods  for the
preparation of specific compounds of interest, while
other illustrate  important  synthetic

Board of Editors
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Andreas Pfaltz

Kay M. Brummond
Scott E. Denmark

procedures
methods with general utility. Each procedure is written
in considerably more detail as compared to typical
experimental procedures in other journals, and each

Jonathan A Ellman
Mark Lautens
David J. Mathre

John A Ragan
Masakatsu Shibasaki
Peter Wipf

reaction and all

characterization data has been

Charles K. Zercher, Associate Edifor

Organic Syntheses Website
Produced by
CambridgeSoft

Life Science Enterprise Solutions

T3t

carefully “checked” for reproducibility in the laboratory
of a member of the Board of Editors.

Organic Syntheses proceduras may be accessed either via the tables of contents of individual velumes (journal mode™) ar by
conducting structure and keyword searches ("database mode”). Specific individual procedures can be accessed via the table of
contents for either the original annual velume or collective volume in which the procedure appeared. "Databkase mode” allows
users to simultanecusly search all velumes of Grganic Syntheses by keywords or by inputting structures and substructures.
Structure searching requires the ChemDraw plugin which can be downloaded according to the instructions found in the left

margin.

Access Organic Syntheses via graphical tables of contents

Table of contents for
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Qrganic Syntheses procedures may be accessed either via the tables of contents of individual volumes Cjournal mode™) or by
conducting structure and keyword searches ("database mode™). Specific individual procedures can be accessed via the table of
contents for either the original annual volume or collective volume in which the procedure appeared. "Database mode” allows
users to simultanecusly search all volumes of Qrganic 3yntheses by keywords or by inputting structures and substructures.

July 11, 2003 - Pdf wersions

e previous Mews items Structure searching requires the ChemDraw plugin which can be downloaded according to the instructions found in the left
margin.
Organic Syntheses Website
;r{:duced by Access Organic Syntheses via graphical tables of contents
Cﬂm ﬁgﬂs@‘f’ Entsr start psge o
Life Science Enienprise Sofutions Table of contents for Cesve bank far full sontents
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%@e ANNUAL VOLUME {1-83) [rrual Vol 83 ~] sof
PUBLISHING COMPANY
Access Organic Syntheses vi

Systern Requirements & Plugins | Requires ChemDOragv Flugin
Feeport a Problem |

rd searching

Start Search

Access Organic Syntheses via keyword searching

Flugin not required  Start Search |

News
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rganic

— HAZARD WARNING TO USERS
yntheses

The procedures on this site are intended for use only by persons with prior training in the
field of organic chemistry. In the checking and editing of these procedures, every effort
has been made to identify potentially hazardous steps and to eliminate as much as
possible the handling of potentially dangerous materials; safety precautions have been
inserted where appropriate. If performed with the materials and equipment specified, in
careful accordance with the instructions and methods in this text, the Editors believe the
procedures to be very useful tools. Howewver, these procedures must be conducted at
one's own risk. Grganic Syntheses, Inc., its Editors, who act as checkers, and its Board
of Directors do not warrant or guarantee the safety of individuals using these procedures
and hereby disclaim any liability for any injuries or damages claimed to have resulted from
or related in any way to the procedures herein.

I have read and acknowledge that I have training in the field of arganic chemistry and
that Organic Syntheses does not warrant or guarantee safety in the use of these
procedures

Copyright © 1921-2005 by Organic Syntheses, Inc.
All Rights Reserved.

Mo part of this Website or Database may be reproduced, stored in a retrieval system or transmitted in any

form or by any means, electrenic, mechanical, photocepying, recording, scanning or otherwise, except as
permitted under Sections 107 or 108 of the 1376 United States Copyright &ct.

Please take a moment to complete this short user survey. This survey will appear only the
first time that you use the 0OS website,

Position Organization Continent
Pleaze zelect j |Please zelect j IPlease selec‘tj

@it ourvey and Begin Searching
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NVINTLPYRROLIDIN-Z2ONE As & S—-ANTNOPREOPYL CARBAMNICH EQUIVALENT IN THE SYNTHESIS OF SUBSTITUTED 1-PYREOLINES:

2-PHENYL-1-PYREOLINE

VIEW HTML VIEW PDE

Submitted by: Eirk L. Sorgl, Cwnthia A, Naryanoff, David F. McComsey, and Bruce E. Narvanoff
Checked by: Christopher Deur and Louis 5. Hegedus

Published in Arrmal Volume 75, page 215

Collective Volume 10, page 437
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Organic Syntheses, OV 4, 463

ETHYL (1-PHENYLETHYLIDENE)CYANOACETATE

[Cinnamic acid, a-cyano-pB-methyl-, ethyl ester]

CH, CN CH; CN
NH,OAe, A
0 + ——
HOAe, benzene
Pl COLEL Ph CO,Et

| v

Submitted by 5. M. McElvain and David H. Clemens!?,
Checked by W, E. Parham, Perry W, Kirklin, Jr., and Waylagd

1. Procedure

I
EGE

In a 1-l. three-necked round-bottomed flask fitted with 3

Er and a constant water separator {(Mote 1) surmounted by a
reflux condenser are placed 120 g. (1 mole) of acetophenone, 113 g. {1 mole) of ethyl cyanoacetate (Note 23, 15.4 g. (0.2 mole) of
ammonium acetate, 48.0 g. (0.8 mole) of glacial acetic acid, and 200 ml, of benzene. The reaction mixture is stirred and heated under
reflux for 9@ hours during which time 28-33 ml. of lower layer is collected in the water separator (Mote 3). To the cooled reaction mixture
is added 100 ml. of benzene, and the whole is extracted with three 100-ml. portions of water. The combined aqueous layers are extracted
with 30 ml. of benzene, which is then added to the organic layer from the previous extraction. Anhydrous magnesium sulfate {15 g.) is

added, and, after swirling occasionally for 10 minutes, the mizture is filtered by suction and the magnesium sulfate washed with two 25-
oo ol 1L,

column. The yield of ester is 113- 125 g. {52~ 58%), b.p. 135- 160 5 mm.) (Note 4).

ml. portions of benzene. The benzene is removed by distillation at reduced pressure and the residual oilpsliskillesktamisl

| neEsm |

1. & typical water separator has been described by Cope e

Matheson, Coleman, and Bell acetophenone and ethyl cyanoacetate without further purification,

3. The checkers used ammnnium acetate which was sliohtlv mnist: consenuantly 33.5- 34,5 ml. of Inwer laver was collectad.

|§'| search entire dakabase using entered criteria ’_ l_l_ |e Internet

2. Eastman Kodak white label grade acetophenone and ethyl cyanoacetate are used without further purification. The checkers used

N |
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3. Discussion

The above procedure is essentially that described by Cape et al.? Ethyl {1-phenylethylidene)cyanoacetate has been prepared also by
condensing acetophenone with ethyl cyanoacetate in the presence of zinc chloride and aniline,® and other catalysts.* additional
aralkylidenecyana esters have been prepared by the present procedure.”

| &scmEencsim |

=
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Appendix
Compounds Referenced {Chemical Abstracts Registry Number)

AW ED)
MECAZILS

acetic acid (64-19-7)
Benzene {71-43-2)

ammonium acetate (631-61-8)
aniline {62-53-3)
Acetophenone (98-86-2)
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