
Welcome
Welcome to the Summer
2008 Newsletter of the
Chemical Database Service
(CDS)

The new Service started in
April 2008 following a
successful tender bid to supply
chemistry databases to the UK
academic community for at least
the next 3 years.

See inside for details of the
current state of the Service and
what has changed over the past
6 months.

Latest News
ACD/Labs I-Lab

The ACD/Labs I-Lab system
is now part of the Service and
will be available for at least 1
year, with the option of
extending it for a further 2 years
given sufficient demand. More
details on page 5.

Detherm
Detherm is now available via

a Web interface. More details on
page 3.
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Links used in this page can be found at:- http://cds.dl.ac.uk/letterlinks

The EPSRC Open Tender Exercise
During the summer of 2007 Research Councils' Procurement
Organisation (RCPO) acting on behalf of the EPSRC
published an open tender invitation in the European Journal.
This invitation covered provision of Structural Chemistry and
Thermophysical Property Databases. Applications from both
commercial as well as higher education institutes were
encouraged using a standard procurement route. There was
no requirement in the call for specific databases, any systems
which meet the requirements of the detailed specification
relating to subject areas covered being eligible for
consideration.

The Chemical Database Service’s  tender proposal was successful and included the
following components:

· The Cambridge Structural Database
· The Inorganic Crystal Structure Database
· The CrystMet database system
· The NIST Crystal Data Identification File
· DETHERM, thermophysical properties database
· The SpecInfo spectroscopic system
· The ACD/Labs I-Lab spectroscopic and physical properties prediction system

The New Contract arrangements came into operation on 1st April 2008. The contract is for
3 years with a possibility of an extension to 4 or possibly 5 years. I-Lab provision, however,
will be reviewed after the first year. More information on the ACD/Labs I-Lab data can be
found on page  5.

Crystallography  - What’s New
Mercury 2.0. - There have ben a number of new features with version 2.0 including:-

· Materials Module
· Isostar link
· ConQuest link
· POV-Ray output

 and many more small changes.

Updated Data

CSD now contains over 436,000 entries

ICSD was updated in May 2008 and now contains over 103,000 entries

Crystmet was updated in October 2007 and contains over 115,000 entries.

http://cds.dl.ac.uk/cds/Newsletterlinks.html
http://www.ccdc.cam.ac.uk/support/documentation/mercury_csd/portable/mercury_portable-3-164.html
http://www.ccdc.cam.ac.uk/support/documentation/mercury_csd/portable/mercury_portable-3-127.html
http://www.ccdc.cam.ac.uk/support/documentation/mercury_csd/portable/mercury_portable-3-021.html
http://www.ccdc.cam.ac.uk/support/documentation/mercury_csd/portable/mercury_portable-3-158.html


New Features

Detherm on the Web

Detherm can now be accessed via a web interface.

Queries can be set up by first choosing a Name, Formula or
CAS Number. . . .
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 . . . then choosing a property.

The search results are first displayed in a table . . .

. . . and the final chosen hit can be viewed as an
html or pdf file containing Components . . .

. . . Data tables  and References.

New
Features

https://cdsdt.dl.ac.uk/
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Features

CrystalWeb
A link to search the SpecInfo spectroscopy databases
has been added to the CrystalWeb hitlist display. It
will automatically search nearly 700,000 NMR, IR and
Mass Spectra for matches to one or more of the
components in the crystal structure.

The results have the same functions as SpecInfo such as
the structure and spectrum being interactive, highlighting
in red which atom created which peak. The tables are
scrollable and a separate structure and spectrum window
can be created and resized.

If a spectrum (or spectra) exist then a list of buttons is
displayed indicating which database it was found in.
Click the button to see the spectrum and associated
data.
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ACD/Labs I-Lab System
Following on from a successful trial last year, the ACD/Labs databases will be available for
at least 1 year, with the option of extending it for a further 2 years.

Fact File

This comprises a suite of databases including NMR, naming and physical chemical
packages.
Data can be obtained by searching the databases or predicting using accurate algorithms
which can even deal with compounds that exhibit stereochemistry. Formula, name,
molecular weight, composition, chemical shifts, coupling constants and references are
displayed in a window along with 2D structures plus interactive spectra with zoom facility.

NMR data: Around 375,000 NMR spectra, including:-
·  1H (over 165,000 structures)
· 19F (over 13,800 structures)
· 13C (over 165,000 structures)
· 31P (over 22,600 structures)
· 15N (over 8,000 structures)

Naming: The program is able to:-
· Generate a Name according to IUPAC rules
· Generate an Index name according to CAS rules
· Generate a Structure from a chemical name

Physiochemical data: Around 39,000 compounds with including
· pKa (about 16,000 structures)
· LogP (over 18,000 structures)
· Solubility (over 5,000 compounds)

Physical property predictions includes pKa, LogP, LogD, aqueous solubility, boiling
point/vapour pressure/enthalpy of vaporization, adsorption coefficient/bioconcentration
factor.

SpecInfo
New updates have been added to the SpecInfo set of databases.

3 new 13C NMR and 1H NMR spectra datasets have been added which replaces and
updates some of the earleir datasets. These have increase the total number of 13C
NMR spectra to 359,000 and the total number of 1H NMR spectra to 130,000

 A new heteroatom dataset has been added. It contains some 46,000 new spectra
(F, N, O, P and B NMR).

A total of nearly 700,000 spectra of all types are now available.

New Data
Spectroscopy
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http://cds.dl.ac.uk/cds/datasets/spec/ilab/ilab.html
http://cds.dl.ac.uk/cds/datasets/spec/specinfo/specinfo.html
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At the end of January 2008, a questionnaire concerning the use of Organic Synthesis and
Available Chemicals Databases was made available on the CDS web site and users invited to
fill it in.

The responses showed that the loss of these resources is seriously effecting many UK
academics, in particular those at the smaller departments where access to alternatives such as
Beilstein and SciFinder Scholar are not readily available. Some of the results are shown below.
In response to these comments, CDS has put together an alternative Screening Compound
Database and small Suppliers database (see next page). We will continue to listen to our users
and explore ways in which funding for reaction databases and ACD can be obtained.

ACD and Organic Synthesis Survey

If you are accessing any of the same
databases as previously provided by CDS,
is access and use easier or harder?

Has the loss of specific components
caused problems to your research?

Are the alternative databases
better or worse than the databases
previously provided by CDS?

We have been unable
so far to arrange funding for
SciFinder or Beilstein access.
The loss of the CDS service
is threatening our viability.

Impossible to quantify
cost of loss of access to ACD

and ISIS reaction databases as
major cost is in wasted time of

both myself and students.

Do you think your work was affected
by not being able to access these
databases?

Comments from
our Users The

absence of the reaction and
available chemicals databases is
having a CRIPPLING effect on

our research.
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Double clicking on the molecule brings up MarvinView
which can also be used to change the display (e.g.
Ball and Stick) and view extra (calculated) data about
the molecule using the menus.

In response to users concerning the loss of molecular databases, CDS has put together a
small Suppliers Catalogue database from a few well known and used chemical suppliers
using ChemAxon’s JChem software. The result is a database of over 172,000 entries from the
following suppliers:-
· Sigma-Aldrich (Aldrich; Fluka, Riedel, Sigma and Supelco)
 Acros/Maybridge

(Sub)Structure searches can be created using MarvinSketch and the results form (see below)
shows up-to-date pricing (in £ sterling) and includes extra calculated data, such as LogP,
which can also be searched. See:-

http://cds.dl.ac.uk/suppliers
A Screening Compounds database has also been created consisting of 11 different
Suppliers (including SALOR) which contain over 2.3 Million entries. Start at:-

http://cds.dl.ac.uk/screening

New Data Suppliers and Screening
Compounds Databases

If you think these databases are
useful, or have any comments please
let us know (see page 10 for contact details)

 Apollo
 FluoroChem

http://cds.dl.ac.uk/suppliers
http://cds.dl.ac.uk/screening
http://cds.dl.ac.uk/suppliers
http://cds.dl.ac.uk/suppliers


Where Are We?

We are part of the support and service
programme of the Computational
Science and Engineering Department
(CSED) based at Daresbury
Laboratory, Warrington which is in turn
now part of the Science and
Technology Facilities Council (STFC).

The CDS
Team
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Help Desk
A help desk, accessible by phone or email, is available to answer all queries and there is
extensive on-line help through web pages, which include user guides, FAQ database,
tutorials and exercises as well as Flash Movies that show what the different packages can
do. There is also a JISCmail discussion list available to users. Site visits and training
courses are available on request, at no cost to the user (see training section below).

CDS has site representatives at most Universities and a number have their own training IDs
to help run courses internally.

Training
The CDS web site contains online training material for all of the databases and interfaces
that are available. This includes “getting started” and tutorial information as well as
structured problem sets, appropriate Flash Movie clips, etc. This will be augmented and
updated in line with system developments.

The service offers “hands-on” training courses at University sites on demand. These require
the site to have a suitably equipped training room as well as sufficient demand (minimum of
6 people) for a course. Individual sites will not be charged for these services.

User Meeting

We continue to run an annual user meeting and produce a newsletter twice a year.

Daresbury Laboratory

New Member of the Team
Mike Miller will be joining the CDS team permanently in July
following the decision by Dave Fletcher to leave. Mike is a
senior software engineer in the Synchrotron Radiation
Source (SRS) department here at Daresbury Laboratory and
has had extensive experience developing in a number of
programming languages on Windows and Unix platforms. He
has been responsible for supporting the PINCER data
acquisition software, which he has ported to Synchrotron labs
in the US, Italy and to a number of UK University X-ray labs.
He has also been involved in the Generic Data Acquisition
(GDA) software collaboration between Daresbury and
Diamond. Much of his time at the SRS has been spent
supporting experimental stations in the area of inorganic
crystallography.

The C
D

S Team

Links used on this page and others can be found at:- http://cds.dl.ac.uk/letterlinks

http://www.cse.scitech.ac.uk/
http://www.scitech.ac.uk/About/Struc/Locs/DL/facs.aspx
http://www.scitech.ac.uk/About/Struc/Locs/DL/home.aspx
http://www.scitech.ac.uk/
http://cds.dl.ac.uk/cds/Newsletterlinks.html


Databases Available From The
Chemical Database Service

A brief description of all the databases currently available from the CDS at Daresbury.

STRUCTURES
The Structures databases contain a
comprehensive collection of organic,
organometallic and inorganic compounds,
metals,and alloys crystal structure data.

CSD - Cambridge Structural Database.
Crystal structure data for over 436,000
organic and organo-metallic compounds.
New releases of this database are received
and mounted quarterly.

* ConQuest is the graphical front end which has
3D search capabilities.

* VISTA performs numerical, statistical and
graphical analyses.

* Mercury provides comprehensive facilities for
visualising crystal structures in three
dimensions.

* IsoStar A knowledge base of non-bonded
interactions derived from the CSD, the Protein
Data Bank (PDB) and molecular orbital
calculations. Uses a simple web interface.

* Mogul A knowledge base of molecular
geometries using data derived from the CSD.

ICSD - Inorganic Crystal Structure Data File.
 Crystal structure data for Over 103,000

inorganic compounds
WWW interface available.

CRYSTMET
 Crystal structure data for over 115,000

metals, alloys and intermetallics..

CDIF - Crystal Data Identification File.
Crystal class and unit cell data for 237,671
crystal Structures.

CrystalWeb
A simple web interface to all of the
crystallographic databases that allows
bibliographic and cell data searching along with
structure display.

UTILITY PROGRAMS
A variety of utility programs are available,
including links to electronic literature, chemical
file format conversion and molecule viewers.

CRAD - A crystal radial distribution calculation
program.
BABEL and BEDLAM - file format converters

SPECTROSCOPY
The Spectroscopy databases are
designed to aid the chemist in structure
elucidation and spectra interpretation
problems.
SPECINFO
SpecInfo is a multi-technique spectroscopic
database system which covers NMR, IR and
mass spectra. A variety of features are
available within the program to help with
spectrum prediction and searching. It is
accessed via the Web interface SpecSurf.

ACD/Labs I-Lab
The data can be accesses via ChemSketch, a
PC based structure drawing package or via the
Web using the graphical interface I-Lab. In
addition to NMR searching and prediction,
ACD/Labs I-Lab has compound name generation
and property prediction programs.

The databases currently contains:-
 No.of            13C         1H        15N    17O      31P      19F      11B

  Records       NMR      NMR     NMR  NMR   NMR   NMR   NMR
SPECINFO  359,647  130,025  7661  5184   16,561  25,442 10,238
ACD/Labs   165,000  165,000  8,000      -      22,600 13,800       -

SPECINFO
IR Spectra = 20,898      Mass Spectra = 138,727

ACD/Labs Physiochemical data:
pKa = 16,000   LogP = 18,000   Solubility = 5,000

Physical property predictions includes pKa,
LogP, LogD, aqueous solubility, boiling
point/vapour pressure/enthalpy of vaporization,
adsorption coefficient/bioconcentration.
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PHYSICAL CHEMISTRY
DETHERM
One of the world's largest
thermophysical property databases of
pure compounds and  compound
mixtures.  Contains nearly 6 Million
data sets for around 127,000 systems
(around 26,500 pure substances and
101,300 mixtures) covering around 500
property fields.

Detherm can be accessed via Client
server software or via a Web interface.



General
Information

The Chemical Database Service
provides on-line access to a
variety of quality databases in
the field of Chemistry, plus
support, training and advice to
the UK academic community.

CHEMICAL DATABASE SERVICE
Daresbury Laboratory
Warrington
Cheshire
WA4 4AD
Tel: 01925 603 162
Fax: 01925 603 031
Email: cdsbb@dl.ac.uk

Comments:
All comments, questions and
suggestions about this newsletter
should be sent to:
Dr. D. Parkin
Email: D.Parkin@dl.ac.uk
Phone: 01925 603 162

Links used in this Newsletter can be found at:
http://cds.dl.ac.uk/letterlinks

Main Service Machine

The Service is available free of charge at point of access to UK
academic research groups for non-commercial work. Each individual
user will be issued with a unique ID. It is not our policy to allow
shared ID’s.

Web Site

Information about CDS, including
online help, documentation and
up-to-date news items is available
over the World Wide Web at the
CDS website.

Web based interfaces to selected
Databases are also available from
this site.

CDS
ON-LINE

G
eneral Inform

ation

Documentation:

Most documentation is available
onl ine or wi th in the c l ient
packages. User Guides,
tra in ing exercises and
tutor ia ls can al l  be downloaded
from the CDS web site.http://cds.dl.ac.uk

cds.dl.ac.uk

CDS Helpdesk:
cdsbb@dl.ac.uk

or phone
01925 603 162
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