Agricultural Substances Databases Univel“Sity of UH

Agriculture & Environment Research Unit Hertfordshire

Agricultural Substances Databases
Instructions for Using the Web Versions

The document aims at providing basic information on how to use the Pesticide Properties DataBase (PPDB)
and its sister products: the BioPesticide DataBase (BPDB) and Veterinary Substance DataBase (VSDB).
Information on the Terms and Conditions of Use can be found in the document ‘Conditions of Use’. Support
information can be found in the document ‘Background and Support Information’. Common questions are
answered in the Q&A document. These documents are available on the website as PDF downloads, in the
‘Support’ section.

Contents
Y Yool Ty Y= Tl e =1 =] o= TSR 1
LISl Yo [T T=d o T- Y =TSR 2
B0 = 5 Lo g =T =T TSR 3
LIl A oo 1 o T- Y =TRSO 4
Ll SN L I L=Tolo ] o PSR 5
Y=T: [ o1 O O T TP O TSP PP PO TOPOTOTPTRPRPPTOP 7
SUP PN et ann 8
oo [ o 1] o Y7 PPP 8
U o o Yo N 110l =T 1 o =SSP PPP 9
DISCIAIMIET ettt ettt ettt ettt s et e sttt e s bt e s be e e sabe e s bteesa b e e s beeesabe e e bt e e hbee e baeesabeesbteenabeesneeenareea 9
CONTACT AETAIIS..eiiiieeeiee ettt et sttt et e e s bt e e sa b e e sabe e s beeesabeesbbeesabeesabeeesabeesabeesasbeesabeeensnean 9

Accessing the databases
The main landing page is available at:

https://sitem.herts.ac.uk/aeru/asdb/

This gives access to all four databases or they can be accessed directly from:

e Forthe PPDB online go to https://sitem.herts.ac.uk/aeru/ppdb/index.htm.

e Forthe IUPAC version of the PPDB go to https://sitem.herts.ac.uk/aeru/iupac/index.htm.
e Forthe BPDB online go to https://sitem.herts.ac.uk/aeru/bpdb/index.htm.
e For the VSDB online go to https://sitem.herts.ac.uk/aeru/vsdb/index.htm.
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The Landing page

Agricultural Substances Databases

University of
Hertfordshire

Databases:

woos  THE PPDB, BPDB and VSDB

IUPAC
BPDB Welcome of the UH Agricultural Substances Database website; a comprehensive source of data for synthetic pesticides (PPDB),
biopesticides (BPDB) and veterinary substances (VSDB). These databases can be accessed via this page. Data for other related
VSDB substances such as adjuvants, biostimulants and wood preservatives are also available in the PPDB. The PPDB is also available via an
NEW IUPAC branded portal. Metabolite data is available via the specific substance record or via the database search facility.
User survey S z R .
'/\\ Pesticide Properties Database (PPDB): The main /'\\ IUPAC PPDB: The IUPAC-branded version of the
NEW w t | PPDB website that includes chemical identity, \tf *t’ | PPDB. This contains the same information as the
Free webinar S physicochemical, human health and @8 NJEM9 main PPDB website but using IUPAC-branded

13-15 May: ecotoxicological data. delivery pages.

Transforming
Agroecosystems

Togeth Biopesticides Database (BPDB): A comprehensive Veterinary Substances DataBase (VSDB): A
OESHICH ;'E database of substances that includes naturally g 8 comprehensive database of substances that

Pesticide, Biopesticide and Veterinary Substances properties databases

Click here to access this database Click here to access this database

NN occurring chemicals, pheromones, bacteria, fungi | @SS includes veterinary pharmaceuticals, treatments
and insect predators. and related chemicals.

Click here to access this database Click here to access this database

These databases have been developed and are managed by the Agriculture and Environment Research Unit (AERU) at the University
of Hertfordshire for a variety of end users to support risk assessments and risk management.

© University of Hertfordshire www.herts.ac.uk/aeru

The databases landing page gives access to all four databases.

The Pesticide Properties DataBase (PPDB): The PPDB includes data for chemical identity,
physicochemical properties, human health and ecotoxicology. There is also regulatory and
commercial information, and broad information on use. This database also contains information on
other related substances including biostimulants, adjuvants, solvents and wood preservatives.

The IUPAC PPDB: The IUPAC-branded version of the PPDB contains the same information as the main
PPDB website but using IUPAC-branded delivery pages.

The BioPesticides DataBase (BPDB): A The BPDB contains data for substances and organisms that
are naturally occurring or which originate from a natural source, and that have a plant protection
application. The data presented is identical to the PPDB although some of the parameter are not
relevant (e.g. degradation data for living organisms).

The Veterinary Substances DataBase (VSDB): The VSDB contains data for veterinary
pharmaceuticals, treatments and related chemicals. Data is similar to that in the PPDB but
environmental and ecotoxicological data is somewhat scarce.

All four databases are operated and navigated in the same manner so only the PPDB is described herein.
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The Home page

Universi
Hertfordshire

PPDB: Pesticide Properties DataBase

Home

Ato Z: All THE PPDB

AtoZ: Insecticides | Pesticide Properties Database
Ato Z: Herbicides
A to Z: Fungicides
A to Z: Other related
substances

The PPDB is a comprehensive relational database of pesticide chemical identity, physicochemical, human health and ecotoxicological
data. It also contains data for other related substances such as adjuvants, biostimulants and wood preservatives. It has been
developed by the Agriculture & Environment Research Unit (AERU) at the University of Hertfordshire for a variety of end users to

Search support risk assessments and risk management.
Support This is the core PPDB website, an alternative gateway to the PPDB is available through the IUPAC website. Copies or sub-data sets of
bt s the offline MS Access version of the database for use with external third party applications is available for use under licence.
Purchasing and For advice on purchasing the PPDB click here
licensing
Industry

collaboration

© University of Hertfordshire ALSO AVAILABLE: THE VSDB THE BPDB www.herts.ac.uk/aeru

The Home page of the PPDB (https://sitem.herts.ac.uk/aeru/ppdb/en/) is shown above. Minor changes are
made from time to time to the left-hand side menu. This menu provides a number of different options and
remains constant on the left-hand-side regardless of where you are in the database. The core options are:

e Home page - this returns you to the introductory page of the database;

The A to Z of the database contents. This may include sub-sections of data. This provides access to
individiual data records;

A search facility;

Support information;

Edit history;

Purchasing and Licensing information.

This menu may change from time to time adding in new facilities (e.g. user surveys, industry collaboration
portal). The core options are described below.
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The A-Z index page

PPDB: Pesticide Properties DataBase Hertonime ' H

Nos ABCDEFGHIJKLMNOPQRSTUVWXZ
Home

Atozal  THE PPDB = [PPDB W &0
A to Z List of Pesticide Active Ingredients P

A to Z: Insecticides
A to Z: Herbicides
A to Z: Fungicides
AtoZ: Other related  Numbers
substances

(4-chlorophenoxy)acetic acid
(benzyloxy)methanol
Support (E)-2-(2-(2-(2,3-dichlorophenylamino)-6-trifluoromethylpyrimidin-4-yloxymethyl)phenyl)-3-methoxyacrylate
SR (E)-methyl 2-[2-[[[(2)[1-(3,5-bis(trifluoromethyl)phenyl)-1-methylthiomethylidene]amino]oxy]methyl]phenyl]-3-methoxyacrylate
Edit history (R)-flufiprole
Purchasing and  (R)-flutriafol
licensing (R)-hexaconazole
(S)-flutriafol
Industry (S)-hexaconazole
collaboration 1-(4-chloro-1,3-dihydro-1,3-dioxo-2H-isoindole-2-yl)-cyclohexanecarboxamide
1-(4-chlorophenyl)-3-(2,6-dichlorobenzoyl)urea
1,1,1,2-tetrachloroethane
1,1,1-acetonitrile
1,1,1-trichloroethane
1,1-bis(4-chlorophenyl)-2-ethoxyethanol
1,1-dichloroethane
1,2,3-trichloropropane
1,2-benzisothiazolin-3-one
1,2-dibromoethane
1,2-dichloropropane
1,3-bis(hydroxylmethyl)urea
1,3-bis(hydroxymethyl)-5,5-dimethylimidazolidine-2,4-dione
1,3-butadiene
© University of Hertfordshire ALSO AVAILABLE: THE VSDB THE BPDB www.herts.ac.uk/aeru

Search

v

A list of the substances for which data is available in the database are given in the central area arranged in
an A to Z format. Click on the selected substance to open that record. Navigation up and down the list can
be done either by selecting the starting letter of the substance (top of page) or by scrolling up and down
using the scroll bar on the right hand side together with the mouse or computer controls.

Please note:

e Metabolites are only accessible via the parent record or via the search facility — see below.

e Pesticides often have multiple alias’s if you cannot find the substance you are looking for try
searching using the CAS number.

e Not all data sets will be complete. There may be data gaps for a number of reasons including (a) the
data may not exist, (b) the data is not relevant in the context of plant protection, (c) we may not have
found any useful information.

e The database is updated regularly, often daily. The date the website was last updated online can be
seen at the top of the page below the title banner. Due to the frequency of updating the online
version of the database may not be exactly the same in terms of content/data as off-line versions of
the database. The online version will always be the most up to date. Users with off-line licences will
be issued with quarterly updates as part of the agreement. If more frequent updates are required
this can be arranged for a small additional fee.
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The data record

PPDB: Pesticide Properties DataBase Tl ' H
T— Top Environmental Fate Ecotoxicology Human Health Translations

o Acephate =] “DPDB n @Ji

updated:
(Also known as: orthene) Last updated

14/12/2024

Ato Z: Insecticides
Ato Z: Herbicides
A to Z: Fungicides
Ato Z: Other related SUMMARY

substances . .
Acephate is an organophosphate insecticide that is used to control sucking and chewing pests. It is highly soluble in water and most organic solvents, and is volatile. It

Search is not expected to leach to groundwater. Whilst it is mobile, it tends not to be persistence in soil or aguatic systems. It is moderately toxic to mammals and has a low
potential for bioaccumulation. Acephate is also a recognised irritant. It is has a moderate to low toxicity to birds, honeybees, earthworms and most aquatic
Support organisms.
Edit history Py
i Data alerts
Purchasing and
licensing The following alerts are based on the data in the tables below. An absence of an alert does not imply the substance has no implications for human health, biodiversity
Industry or the environment but just that we do not have the data to form a judgement.
collaboration " ..
Environmental fate Ecotoxicity Human health
'Y
GENERAL INFORMATION ©
Description An organophosphate insecticide used normally as a foliar spray to control chewing and sucking insects
Example pests controlled Aphids; Leaf miners; Lepidopterous larvae; Sawflies; Thrips, Ants
Example applications Fruit; Vegetables; Potatoes; Sugarbeet; Vines; Rice; Hops; Ornamentals; Greenhouse crops including peppers,
cucumbers v
4 »
© University of Hertfordshire ALSO AVAILABLE: THE VSDB THE BPDB www.herts.ac.uk/aeru

The selected record will be displayed in a standard PPDB format. New parameters may be added from time
to time. At the top of the record other names in common use are displayed. A short summary of the data
may also be provided. The data the record (rather than the online system) was last updated can also be seen.
Links to the various data sections are also given at the top of the page.

Data is divided into the following broad sections:

e Data alert system —PPDB only. This is a simple data hazard alert system, generated using the
interpretation of the substance properties to categorise each substance into one of three
groups: high (red), moderate (yellow) or low (green) with respect to environmental fate,
ecotoxicity and human health.

e General information: including examples of pests treated, substance type, chemical formula,
structures etc., as well as regulatory and commercial information.

e Environmental fate: this section includes information on  physico-chemical properties,
degradation, soil adsorption, mobility and metabolites. There are also a number of auto-
calculated environmental indices.

e Ecotoxicological data: this includes endpoints/interpretations for a range of fauna and flora. Data
for terrestrial and aquatic species are in separate sub-sections.

e Human health data: this includes toxicological endpoints and descriptive text, as well as health
and handling issues.

e Translations of the main common name into several European languages.
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PPDB: Pesticide Properties DataBase et ] [ H

Top Environmental Fate Ecotoxicology Human Health Translations
Additional information a

Home

Rzl Also used in Australia, USA

Ato Z: Insecticides
A to Z: Herbicides . o
Ato Z: Fungicides Chemical structure
A to Z: Other related l

Isomerism Chiral, existing in the 5- and R-forms
substances
T Chemical formula C4HioNOsPS
Canonical SMILES CC(=0)NP(=0)(OC)SC
Support
o Isomeric SMILES No data
Edit history
International Chemical Identifier key (InChiKey) YASYVMFAVPKPKE-UHFFFAOYSA-N
Purchasing and ) . "
licensing International Chemical Identifier (InChl) InChI=1S/C4H10NO3PS/c1-4(6)5-9(7,8-2)10-3/h1-3H3,(H,5,6,7)
Tty 2D structure diagram/image available? Yes

collaboration
Cambridge Crystallographic Data Centre diagrams CCDC

acephate - @

General status ®

Pesticide type Insecticide
Substance groups Organophosphate insecticide; Phosphoramidothioate insecticide
Minimum active substance purity - v
4 L
© University of Hertfordshire ALSO AVAILABLE: THE VSDB THE BPDB www.herts.ac.uk/aeru

As shown in the image above, at various places on the record the © information icon can be seen. Clicking

this icon will provide access to the appropriate section within the support and information document. In

various places a warning icon - may also be shown. Clicking on this will open a new window containing

cautionary notes for the relevant data item. We also include links to associated third-party sites with relevant
information. For example, in the image above a link is given to the 3D structure of the molecule on the CCDC
website.

PPDB: Pesticide Properties DataBase e ' H

r Top Environmental Fate Ecotoxicology Human Health Translations
ome ENVIRONMENTAL FATE a
Ato Z: All
» Property Value Source; quality score; and other I | Interpretation ‘i
A to Z: Insecticides inf tion
Ato Z: Herbicides orne
Ato Z: Fungicides Solubility - In water at 20 °C (mg I') 790000 w4 High
A to Z: Other related —
substances Solubility - In organic solvents at 20 °C (mg '} 151000 L3 Acetone
Search 100000 L3 Ethanol
Support 35000 L3 Ethyl acetate - l
Edit history 100 L3 Hexane
Purchasing and ~ Melting point (°C) 89 3
licensing Boiling point (°C) Decomposes before boiling [E]
Industry Degradation point (°C)

collaboration Flashpoint (°C) B )

Octanol-water P 1.41%1001 Calculated
partition coefficient
atpH7,20°C Log P -0.85 R3 Low
Fat solubility of Solubility - -
residues
Data type
Density (g mi™) 1.35 L3
Dissociation constant pKa) at 25 °C 8.35 Fa
Weak acid v
4 »
© University of Hertfordshire ALSO AVAILABLE: THE VSDB THE BPDB www.herts.ac.uk/aeru
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As shown above, many of the parameter values in the database have accompanying information fields. This
information is vitally important in understanding the data. It will show the Quality Barometer (see below)
alongside the parameter value. Environmental fate and ecotoxicological data may include a general
interpretation based on regulatory thresholds and commonly used rules-of-thumb given to help laypersons
understand the data. Other information may also be included such as if the data is non-standard in anyway
(e.g. non-standard metrics or species).

In addition, environmental fate and ecotoxicological data items are tagged with a code (Quality Barometer)
that has an alphanumeric format (e.g. A5, Q1). The character part of this code allows the broad source of the
data to be identified. Information on these codes can be found in the ‘Background and Support’ document
available on the database website. The tag also includes a confidence score, ranging from 1 (low) to 5 (high),
which reflects the faith we have in the quality of the data. If the information is unreferenced or from a
potentially unreliable source, it will have a low score. If a data item can be verified and its source identified
then its quality score is increased. For EU data and those derived from national regulators, the quality score
will normally be 5 as the published data will have been heavily scrutinised and peer reviewed by experts. In
some instances, the quality score may be downgraded to 4 where there is an element of doubt such as in
cases where the endpoint reported is different from our first choice. It should be remembered that quality
assessment is a subjective process. A low score does not imply the data is incorrect and equally a high score
does not mean it is accurate.

More details regarding the individual parameters within each record can be found in ‘Background and
Support information’ which is available through the link in the ‘Support’ section on the left of the screen. You
will also find information relating to the data in the relevant Q&A document. A glossary document, also found
in the Support section, will also give information on various parameters in the database.

THE PPDB = [PPDB W ©
Search oaros/a02s

Search terms: SEARCH

Notes: = Search by substance name (pesticide, metabolite or other material), alias, CAS RN (e.g. 542-75-6 or 542756), SMILES or InChl.

* The search is NOT case sensitive.

* Put "+" between words in a list if using more than one keywords.

* You will need a Java Script enabled browser to run this search.

« If you are experiencing problems with the search facility (e.g. Google Chrome and/er some mobile device browsers may not display the results),
then click here for an alternative version of this search which displays the results on a new page.

PPDB: Pesticide Properties DataBase *

The PPDB

Search Results
Home - A to Z Index - New Search

The Keyword(s) you searched : acephate

The Results of the search are: 2 Entries found

1 Acephate

Reports/9.htm

Matched with keywords : 100 %

2 Methamidophos
Reports/453.htm
Matched with keywords : 100 %

Home - A to Z Index - New Search

o PPDB W ©|BPDB % & VSDB ¥ & !




Selecting the search option will take the user to the search page. Data can be searched for by:

e Full chemical name (IUPAC or CAS name) for the substance, metabolite or additive.
e Common name, alias or code.

e Common name in any of the PPDB operating languages.

e CAS number.

e Structural descriptor (e.g. SMILES or InChl).

Many substances have similar names and alias and many different ways in which the chemical can be
identified. Ideally a unique identifier (e.g. the CAS number) should be used. Metabolites may be found using
this option or via links in the paraent record.

Identifying metabolites can be difficult. Ideally select the parent substance from the A-Z Index and follow the
links. Alternatively, try the manufacturers development code, CAS number or chemical name.

Type the search term in the box and click the Search button. Results of the search will be displayed. Select
the item you wish to view.

This option provides access to a number of documents that provide more detail on using the database, its
data and conditions of use as well as other relevant documents. Some of these have been produced in-house
but others are useful documents produced by third parties and provided as reference materials. Please check
these documents before you contact us. We do not normally provide support to users of the free of charge
online system. A small amunt of support time is included to licenced clients. The core set of support
documents includes:

e Terms and Conditions.

e Copyright statement.

e Background and Support Information.

e Instructions for Use (this document).

e Q&A section: this provides brief answers to common questions.

e Glossary of Terms.

e Using the Database Offline.

e What are CIPAC Code Numbers?

e The IUPAC International Chemical Identifier.

e EU Risk and Safety Phrases. Summary of Hazard Phrases - CLP Classification.
e The Global Harmonised System (GHS) - Aldrich summary.

e The Global Harmonised System (GHS) - Allocation of Label Requirements.
e Aform to return to us for reporting suspected errors.

e Newsletters, Posters & Publications.

As the database is updated very regularly we are unable to keep a detailed record of what changes. The date
the website was last updated online can be found on the database homepage. The date an individual record
was last edited can be found at the top of the substance record page. On the left hand side menu the ‘Edit

PPDB W ©BPDB % &/VSDB ¥ &
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history’ option will provide a little more detail and provide broad information on key updating events such
as when a new parameter is added or a specific data reviewed (e.g. regulation).

Purchasing & licensing

This page provides details on how to purchase the database in MS ACCESS or MS EXCEL format. More details
can be found in the ‘Terms and Conditions of Use’ document.

Disclaimer

The various databases have been developed by collating and formatting data from a wide variety of different
sources. We have taken considerable care to ensure that the information it contains is as accurate and as
complete as possible and we have also attempted to provide guidance on our confidence in the data via the
quality barometer. However, the University of Hertfordshire, collaborating organisations and individuals and
our funders bear no responsibility for errors or omissions in the either the database or the original sources.

Information in this database in no way replaces or supersedes information provided on the pesticide product
label or under other regulatory requirements. Please refer to the pesticide product label. Should you have
comments about the database or suggestions for changes, please contact us (see below).

Contact details

PPDB Management Team

Agriculture & Environment Research Unit
Department of Psychology, Sport and Geography
School of Health, Medicine and Life Sciences
University of Hertfordshire

College Lane, Hatfield, Herts. AL10 9AB, UK

Telephone: +44 (0)1707 284548 Email: aeru@herts.ac.uk / a.green@herts.ac.uk
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