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Tutorial of how to use Standardized workflow for
ecotoxicological prediction
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QSAR TOOLBOX

Aim

This is a step-by-step presentation designed to take the
user of Toolbox through the Standardized workflow for
ecotoxicity prediction.
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QSAR TOOLBOX

Outlook
* Aim
* Ecotoxicological prediction
* Workflow of the exercise

®* Report
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QSAR TOOLBOX

Outlook

Ecotoxicological prediction:

- Acute aquatic toxicity

- Fish, LC50 (EC50), 96h, mortality
or

- Invertebrates, EC50(LC50),48h,mortality, immobilization,

intoxication

or
- Algae, LC50 (EC50), 72-96h, population or growth
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QSAR TOOLBOX

Outlook
* Aims
* Ecotoxicological prediction

* Workflow of the prediction

®* Report
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QSAR TOOLBOX

Workflow:
Steps

* Input of target chemical(s)
* Data gap filling: Standardized workflow
®* Report
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QSAR TOOLBOX

Outlook

* Aims
* Ecotoxicological prediction
* Workflow of the prediction
* Chemical input
* Standardized workflow in Data-gap filling section
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The OECD QSAR Toolbox for Grouping Chemicals into Categories July 2017 8



QSAR TOOLBOX

Chemical Input

* This module provides the user with several means of
entering the chemical of interest or the target chemical.

* Since all subsequent functions are based on chemical
structure, the goal here is to make sure the molecular

structure assigned to the target chemical is the correct
one.
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QSAR TOOLBOX

Chemical Input
Ways of Entering a Chemical

I. Single target chemical:
* Chemical Name
®* Chemical Abstract Services (CAS) number (#)

* SMILES (simplified molecular information line entry
system) notation

* Chemical with defined composition
* Drawing chemical structure
®* Select from User List/Inventory/Databases

ITI. Group of chemicals:
® User’s List
* Inventory/Database
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QSAR TOOLBOX

Chemical Input:
Single chemical

* Open the Toolbox.
* Click on “"Input” (see next screen shot).
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QSAR TOOLBOX

Chemical Input
Single chemical

QSAR TOOLBOX )1 é

P Input » Profiling » Data P Category definition P Data Gap Filling

Document Single Chemical Chemical List Search Target Endpaint

B & X & m @ - § B — =@ 8 E E- B Y

New Open Close Save CAS#® Name  Structure Composition [JESEIEES Delete ChemlDs Database Inventory List substructure (SMARTS)  Query Define

Documents
Document 1

1. Click on _Input (1) to display the main Input section (2).
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QSAR TOOLBOX

Chemical Input
Single chemical: CAS RN

Document Single Chemical Chemical List Sea

B &8 X @ @ - § & .-— EEE- B

New Open Close Save CAS# Name  Structure Composition  Select Delete ChemlDs Database Inventory List Substructure (SM

Documents
& Document 1

\“] Search by CAS #

111864 vM Search | oK | Cancel |

EI\ \ AN
\ \\ \ —
et All Unsr ‘_|_| Invert Selection | Selected 1 of 1 \
1 CAS 1-86-4
SMILES CCCCCCCCN
CS Relation High
M Substance  Mono constituent Hyl oo~ -NH2

Composition

Name 1-aminooctane
1-Octanamine
1-octvlamine

1. Press CAS# (1); 2. Type in the CAS # (2) ; 3. Click on Search (3);
4. Press OK (5).
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QSAR TOOLBOX

Outlook

* Aims
* Ecotoxicological prediction
* Workflow of the prediction
* Chemical input
* Standardized workflow in Data gap filling section

®* Report
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QSAR TOOLBOX

Data gap filling
An overview

* “Data Gap Filling” module gives access to three different data gap filling tools:
* Read-across

* Trend analysis
* (Q)SAR models

* Depending on the situation, the most relevant data gap mechanism should be chosen, taking
into account the following considerations:

* Read-across is the appropriate data-gap filling method for “qualitative” endpoints like skin
sensitisation or mutagenicity for which a limited number of results are possible (e.qg.
positive, negative, equivocal). Furthermore read-across is recommended for “quantitative
endpoints” (e.g., 96h-LC50 for fish) if only a low number of analogues with experimental
results are identified.

* Trend analysis is the appropriate data-gap filling method for “quantitative endpoints”
(e.g., 96h-LC50 for fish) if a high number of analogues with experimental results are
identified.

* "(Q)SAR models” can be used to fill a data gap if no adequate analogues are found for a
target chemical.
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QSAR TOOLBOX

Data gap filling
Standardized workflow: An overview

« Algorithms for standardized data gap filling (SWs) have been
developed for skin sensitization (LLNA and GPMT data) and
acute aquatic toxicity to fish, invertebrates and algae. Once
started, the standardized workflows (SWs) follow an
implemented logic.

« The main differences compared to the automated workflows
(AWs) are that the domain of application is expanded in the SWs
(including other species, durations, etc.) and SWs allow
interactions by the user and thus, different selection than those
in AW could be done.
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QSAR TOOLBOX

Data gap filling
Standardized workflow: An overview

« The Standardized workflow can be used in a single chemical
mode or in a batch mode.

« In this tutorial only single chemical mode for acute aquatic
toxicity to fish is discussed.
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QSAR TOOLBOX

Data Gap Filling
Overview

Automated workflow (AW) Standardized workflow (SW)
Databases with data for the
Input target endpoint are listed and
Same components as Input user select to use all of them
defined in the AW are or make specific selection
l used in the SW l
Profiling Profiling
l l STOP Relevant to the  workflow
profilers appropriate for DGF are
Data The SW pauses at each of Data listed and ordered hierarchically
the stages and user is based on the population of the
l able to make different l STOP_| group and user is able to select
selection than  those any of them

implemented in the AW Category definition

Category definition

| | =

v — Additional data filtering could
Data gap filling Data gap filling be applied (e.g. different
1 1 species selection)
Reporting Reporting
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QSAR TOOLBOX

Data Gap Filling

Algorithm of Ecotoxicological workflow

Worlkflow components

| Defining mim@et substance
Identificationof structural characteristics and MOA
based on PGP and PS5 (see note 1)
¥
Databases: Aquatic QASIS, ECOTOX, ECHA Chem,

Data — 5
sathering Start of AW/ST Aquatic ECETOC
¥
Cat_e_gx_:ry 1. First check profilersnot suitable forprim arycategorization(note 2)
definition 2. Select Primary groupbased onlist of PGPs(note 1) ™= ST Stop
2.1 Criteria for selection: (Gifferent choics)

a. Mazximum number of analogues with expén'm ental data
b. Incaseof competingprofilersthen profilersare ORed

2.2 Optionsforprim ary categorization:

c. Not strict
d. AND selectedin case of m orethan 1 category
¥
DGF and Tes No
subcategorization NAZ10
Perform Trend analysis F Perform Read across
1. Criteria for selection of profilersfor Subc (note 3) 1 Criteria for selection of profilersfor Sube
2. Optionsforsubeategorizations (noted) (note3)
3. Zequence of subcategorization steps: 2 Optionsfor subcategorizations (seenoted)
a. Substance type—eliminatesnot discrete 3 Sequence of subcategorization steps:
chemicals-m andatory a. Substance type—added
b. Water solubility — elim inates chem icals b. WS -added
with LC30 > WE - m andatory SW Stop == Consecutive sub-categonzation
c. Consecutive sub-categorization basedon (Different based on PGPs
|ST Stopmeiw  PGPs choicg)  d. Consecutive sub-categonzation
(Differert d. Consecutive sub-categorization basedon based on P5:
\choice) F5: 4 Criteria for acceptance of subcat. (note 7)
4. Criteria for acceptance of subcat (seenote 3) 3 Criteria for acceptance of E Aprediction
3. Criteria for acceptance of TApredictions(seenote §) (note 8)
No No
> Acceptance
End of AW/SW Yes Yes

BEPORT Failure L 4
2
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

QSAR TOOLBOX @ 10100

P Input P Profiling P Data P Category definition » Data Gap Filling

Gap Filling Workflow

m N = %
= @ €

Trend analysis Read across  (Q)SAR  Standardized Automated

° Documents Filter endpoint tree... 1 [target]

Document 1
CAS: 120832

Structure ™

=1 Select workflow

Choices
I@) Ecotoxicological Endpoint I
() Skin sensitizaticn

| oK | | Cancel |

[#] Structure info

[#] Parameters

[#] Physical Chemical Properties

[#] Environmental Fate and Transport

[#] Ecotoxicological Information
[#] Human health hazards

1. Select Data gap filling tab (1)

2. Press Standardized (2)

3. Select Ecotoxicological endpoint (3) from
the pop-up window (4)

4. Click on OK (5)
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

« A dialogue window [ Sdectone ' ~ o X
gives the user a st oty 1]
Choice to Select the Which data do you want to use?

. (®) Fish, LCS0(ECS0) at 96h for Pimephales promelas (mortality) { AW available )
° A W a Va i/ab/e in O Invertebrates, EC50 (LC30) at 48h for Branchiopoda(mortality,intoxication,immeobilization)

bl‘a C ke ts m ea n S th a t ) Algae, EC50(IC50,LC50) at 72-96h for Chlorophyceae (population)
the endpoint is used
in the automated
workflow

« Click on OK (2)

@] Algae, EC50(IC50,LC50) at 72-96h for Chlorophyceae (growth)

| 6!( | | Cancel
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

A workflow controller

window (1) is displayed for
a second and then a ﬁ
dialog ue window for Fo Y —— s EE—
selection (2) of databases, —— oo i
which are recommended Generaltask  Inital data collection
for use in the SW |S T Active task Choose items : [Choose database.| || Choose databases to be used - O X
displayed | — [ e
» Indication about which () show aciity g e amiae = A
databases are used in the
AWSs is also included in
brackets 2\
» Select the databases (3) 1
» Click on OK(4)
4
[ox ][ Goneal |
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

® A I |St Wlth d I I p rl Mma ry =] Choose primary category profiler - O .4
Ca teg ory p rofilers is | Aquatic toxicity classification by ECOSAR | 1013 analogues [ (106 with data ) 254 data points |[Used jn AW]
d | Sp I ayed , W h ere yo u US-EPA New Chemical Categories | 839 analogues [ (97 with data ) 231 data peints ] \I

Acute aquatic toxicity MOA by OASIS | 485 analogues [ (86 with data ) 209 data points |

have to select the most Organic functional groups | 296 analogues [ (38 with data ) 80 data peints |
su Ita b I e one Organic functional groups, Nerbert Haider (checkmol) | 285 analogues [ (38 with data ) 79 data points |
. H ere. se I ect A ua tIC Organic functional groups (US EPA) | 141 analogues [ (28 with data ) 39 data points ]
14 J—
toxicity classification by
ECOSAR (1) and then
click on OK (2) | 0K =1 Cancel |
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

A workflow controller I ot coionica nfor st l | |

window is displayed S }i > S0

th rOUghOUt the Workflow name Ecotoxicr::tlogicf"il Endpoint |

standardized workflow B e——

procedure. It includes: s "ﬁE

« Workflow name (1)

« General task (2)

« Active task (this is
subtask of the general

Show activity log

T T I T T p e e P P P P PP e v e R

1.304] CJ
tep [1] Subcategorization [Acute aquatic toxicity MOA by OASIS] R2 [©.214] 95% Residuals [2.515]

ep [1] Subcategorization [Organic functional groups (US EPA)] R2 [©.841] 95% Residuals [1.223] P
p [1] Subcategorization [Organic functional groups, Norbert Haider (checkmol)] R2 [@.836] 95%
iduals [1.281] t
p [1] Subcategorization [Organic functional groups] R2 [@.893] 95% Residuals [1.318]

H H Step [1] Subcategorization [Protein binding by OECD] R2 [@.126] 95% Residuals [2.313] _
taSk, WhICh IS CU rrently Step [1] Subcategorization [Protein binding by DASIS v1.4] R2 [@.127] 95% Residuals [2.317]
. Step [1] Subcategorization [Chemical Elements] R2 [@.843] 95% Residuals [1.149] -
belng perfo rm ed)(3) Step [1] Subcategorization [Structure Similarity] R2 [©.978] 95% Residuals [@.624]

Selecting chemical list

. NaVigation Options (4) Performing visual subcategorization W
. Activity log (5) e | | .
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

1

1l 1 [ 1 2 Al | PP
‘| Subcategorization 1| Current state R"2 = 0.446 95% residuals 2.066 /

| Options 4 ‘
The subcategorisation [r]_seectan [ Urscectt ||_ et /JZ
window (1) is

separated into two
sections: S, o et e S B P P
Primary grouping (2) ’

and secondary
grouping (3)

Protein binding by OECD(70 analogues) | R"2 = [.447], 95% Residuals = [2.071]
Protein binding by OASIS(66 analogues) | R™2 = [.449], 95% Residuals = [2.043]
I Unclassied

Options «

Select All Unselect All Inwert

- Do not account metabolism
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

« Profilers are highlighted

in different COIOr (1) Subcategorization1|Current§tate R"?_:ﬁ.MGQS%r;;idual:Z.Dﬁﬁl
 Click on Options - " [Ere ]

Legend (2) to display el

the colors’ meaning (3) e
« “Priority” factor along Ferby: [Noe

with criteria for

acceptance of the

prediction (4) as

—rh M M|

US-EPA Mew Chemical Categories(60 afialogues) | R™2 = [.485], 95% Residuals = [1.834]
conda qrouping

2corn ) [ 1

0Lein binding by OECD(70 analogues) | R™2 = [.447], 959 L
Prgftein binding by OASIS(66 analogueq) | R™2 = [.449], 95% Residualks = [2.043]
ssified
Legend x

compared with the -
statistics of the current v . :
ptions a4
Sta te ( 5 ) % Select All Unse ec.'. All Invert g I[;:Z:::i Is:;:: st E
. An | n d |Cat| O n fo r ) Do not account metabolism : :md‘i.c:m T:‘ ‘“ifh'ed_w .
suitability (6) of the ]

profiler for acceptance
of the prediction is
included
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

11 L} 1 1 1 1 1 1
=) Subcategorization 1| Current state R"2 = 0.446 95% residuals 2.066 - O x

Options 4

« Clicking on the | selctmn [ et || out ot 11
first profiler (1) TS oo ‘
shows all
categories found o R N
in the analogues e e e e e -]
(2) as the ones Pt ang by CASI(66sndonues) K2 - 446,55 R - 2043 - |
colored in blue : | oo oo
(3) are the ones | | Fe e — !

that are not

applicable to the
target chemical

and hence can be

removed (4) (4L |SE'E“‘”““’S;;‘,M

Aliphatic Amines
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

ei |7 Accept prediction? e
ig
ci

ot The current state satisfies the criteria for acceptance of the prediction. Would you like to accept the prediction?

. w Yes U Mo IL"

« An Accept prediction? window is visualized (1)

* Press Yes (2) , if you want to accept the prediction (next
see slide 30)

 Press No (3) and continue with the workflow if you are
not satisfy with the outcome (see slide 29)
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

« Press No (3) and continue with the workflow if you are not
satisfy with the outcome.

 Press Continue button
(1) in the workflow
controller

 Then repeat the steps
described in slides 25-
27

1 Workflow controller — O %

Workflow name  Ecotoxicological Endpoint
General task Performing primary and secondary profilers subcategorizations

Active task Retrieving different analogues for profiler [US-EPA New Chemical Categories] and metabolism []

@ Show activity log

—

PErrrrrrrri

The OECD QSAR Toolbox for Grouping Chemicals into Categories July 2017 29



QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

* A pop-up window (1) is | O sucees va
displayed informing that :
the prediCtion iS [ Prediction accepted successfully |
accepted ; i

+ Press OK (2) 1 :K s
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

P E

M Dhaseical S il W, i

Woarkflow controller

e

Workflow name  Ecotoxicological Endpoint

* Press Stop button
(1) on the Workflow
controller.

« A pop-up window
(2) asks to confirm
the exit of the
workflow

* Press Yes button(3)

General task Performing primary and secondary profilers subcategorizations

Active task Retrieving different analogues for profiler [US-EPA New Chemical Categories] and metabolism []

@ Show activity log

i S B o~ =)
Selecting chemical lis

Performing visual subcategorization

=1 Stop workflow X

Do you want to exit the workflow?

selecting chemical list

List satisfies subcategorization ac
residuals 1.304

Question : [The current state satis
to accept the prediction?]

Accepting prediction

Retrieving different analogues for profiler [US-EPA Mew Chemical Categories] and metabolism [] .
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

Frn 1™ i W™ i 1M ki L 1 1
|i =] Workflow Contreller [Finished workflow] - O =

o A message is Workflow name 1 :
d i S p I a ye d t h a t t h e General task Performing primary and secon bfilers subcategorizations 3

Active task Building similarity options -

WO rkfl OW h a S Continue Stop [
finiShed (1) @Showactiv'rtylog L

Retrieving different analogues for profiler [US-EPA New Chemical Categories] and metabolism [] A )
Retrieving different analogues for profiler [Aquatic toxicity classification by ECOSAR] and

metabolism []
® Press X button (2) Retrieving different analogues for profiler [Organic functional groups] and metabolism []

Retrieving different analogues for profiler [Organic functional groups (US EPA)] and metabolism []
Retrieving different analogues for profiler [Organic functional groups, MNorbert Haider (checkmol)]
and metabolism []

Retrieving different analogues for profiler [Acute aquatic toxicity MOA by 0ASIS] and metabolism []
Retrieving different analogues for profiler [Preotein binding by 0ASIS v1.4] and metabolism []
Retrieving different analogues for profiler [Protein binding by QECD] and metabolism []

Retrieving different analogues for profiler [Chemical Elements] and metabolism []

Building similarity ocptions
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

Y
QSAR TOOLBOX S0100

» Input P Profiling ® Category definition ¥ » Report

Gap Filling Workflow

73 b

-

*

-
Trend analysis Read acr (Q)SAR  Standardized Automated

° Documantc Filter endpoint tree...

& Document 1
# CAS: 111864
[C] US-EPA New Che: I Categories Structure g
cation by ECOSAR
id analysis) with 81 Chemicals with 170 data
76| Data: 76 Subcategorized: Substance type
Y Ch: T6| Data: 76 Filter by WS - Exp Water Solubility [# Structure info
Y Ch: ) 3 Filter by WS - Water Solubility Parameters
Y : ilter by W5 - Water Solubility (fragmenis) S = -
Physical Chemical Properties
Ch: 64| Data: 64 Subcategonzed: Aquatic toxiaty classification by ECOSAR = y_ 2
[T] Organic functional groups Environmental Fate and Transport
01 Organic functional groups (US EPA) [=] Ecotoxicological Information
(-] Aquatic Toxicity AW SW
(=] Mortality
(-] EC50 <OR> LC50
[=] Animalia {animals)
(=] Chordata (chordates)
(=] Actinopterygii (ray-finned fishes,sp ...

00 Organic functional groups, Norbert Haider (checkmal)
[0 Acute aquatic toxicity MOA by OASIS

(=] Pimephales promelas

N/ 515 mg/L M: 25 (22.6+27.6) mg/
a5 h CLzEry] - 5.10 (473=5.7) mo/I L AR 18
T: 9.77 (1690.567) mg;

« The result is displayed on the data matrix (1) marked with “T"(*M”
stands for measured data)
« The workflow finishes on the document level of the primary

grouping(2)
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

If th e 5'.|I:-:etegcri:eticlli 1] C'.urentl-:-\t_:e R*2 = iC‘;:' 95% \'E-_'-ilcluelz E.C:':" ‘ J | ‘ ) - : IS
subcategorisation
Select All Unselect All Invert About Options 1

window is closed by
pressing X button (1)
without performing
any subcategorization,
a dialogue window is

displayed (2): S — _
« Press Yes if you S [REE N
want to exit the | s [ —
trend analysis and § () Continue? X I

|

continue with read-
across analysis.

* Press No if you 1 —T
want to finish the "

workflow.

The OECD QSAR Toolbox for Grouping Chemicals into Categories

1 a Secondary grouping

4 Primary grouping

US-EPA Mew Chemical Categories(60 analogues) | R*2 = [.485], 95% Residuals = [1.834]

Protein binding by OECD(70 analogues) | R~2 = [.447], 95% Residuals = [2.071]
Protein binding by OASIS(66 analogues) | R~2 = [.449], 95% Residuals = [2.043]

Aliphatic Amines

You cancelled the current subcategernzation, would you like to continue with a read-across?

July 2017
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QSAR TOOLBOX

Data Gap Filling
Standardized workflow: single chemical

a Documents

& Document 1
# CAS: 111864
IO US-EPA New Chemical Categories
IO Aquatic toxicity classification by ECOSAR
Y Enter GF (SW by trend analysis) with 81 Chemicals with 170 data
@ Ch: 76] Data: 76 Subcategorized: Substance type
Y Ch: 76| Data: 76 Filter by WS - Exp Water Solubility
Y Ch: 73| Data: 73 Filter by WS - Water Solubility
Y Ch: 72| Data: 72 Filter by WS - Water Solubility (fragments)
2 Ch: 64] Data: 64 Subcategorized: Aquatic toxicity dassification by ECOSAR

IO Organic functional groups

IO Organic functional groups (US EPA)

IO Organic functional groups, Norbert Haider (checkmol)
IO Acute aquatic toxicity MOA by OASIS

The steps executed in the SW are listed in the Documents panel.
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QSAR TOOLBOX

Outlook

* Aims
* Ecotoxicological prediction
* Workflow of the prediction
®* Chemical input
* Standardized workflow in Data gap filling section

* Report
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QSAR TOOLBOX

Report
Overview

* Report module could generate report of any of
predictions performed with the Toolbox.

* Report module contains Wizard pages which navigate
you through predefined and user-editable report

templates.
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QSAR TOOLBOX

Report
Generation report

a—
rl|a g;\mg
QSAR T L]a 10100

« Go to Report module (1) s, [
 Select Prediction (2) B & B B
« A Wizard pages window  ESSSSSSTT

is displayed (3)

[0 Aquatic toxici

12 ] Customize report content and appearance

Target and prediction summary
Prediction details )
Prediction details (II) -

101 Organic functior ) B
101 Organic functior Target profiles

0 Organic 'UnFti [] Analogues selection details
Eloeetan Data for analogues

Appendix: Grouping / subcategarization
[/] 4ppendix: Data pruning -

B

Back I MNext I Cancel I Create report I
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QSAR TOOLBOX

Report
Generation report

« Select different levels to
customize the information
that is going to be shown
in the report (1); 7 Prediction detis

Prediction details (II)
Target profiles

« Select Create report (2) g e
to d i s p I a y t h e re po rt . «S : [¥] Appendix: Grouping / subcategorization

V] Appendix: Data pruning

| Move Up | |M|:weDown|
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QSAR TOOLBOX

Report
Generation report

| e

| Generated report files — ([l X

« Two files (1) are generated,
which can be selected from
the Generated report files —
window (2) by clicking Data matrix
Open (3)

- Select Create report (2) to
d |S p I ay th e re po rt PDF file containing the prediction report
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QSAR TOOLBOX

Report

Overview

Prediction of LC50 for octylamine 1749

° Th e p red | Ctl on re pO rt ( 1 ) QSAR Toolbox prediction for single chemical
is a PDF file; o

Contact details:

« The execution of SW Target information

“Ecotoxicological e———— m—— T
Endpoint” is included in o e iy
the Prediction summary

(2)

H3G A~~~ A2

Prediction summary

Predicted endpoint: LC50; Mortality; Pimephales promelas; 96h; No guideline specified

Predicted value: 9.77 (from 0.567 to 169)

Unit/scale: mg/L ) 2
Data gap filling method: Trend analysis, executed via SW "Ecotoxicelogical Endpoint” I

Summary: manually editable field
Not provided by the user
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H - @ = Data matrix_10_7_17_16_35_0%.xlsx - Excel T EH - O %

HOME INSERT PAGE LAYOUT FORMULAS DATA REVIEW VIEW Signin
X o o x s = = P B Bx (] Thwosm - A
Calibri - KX = 5P Wrap Text v €= E v i
PQE@. Conditional F gt Cell \EEIrt [l]EE‘iﬁ Format - E\Zrt&Fd&
= o o
aste BT Uu- - H-paA-E MergediCenter =] § - % S8 & . onditional Formatas Cel nser elete Format Clear~ ol in
- ormatting= Tablew Styles- - - £ Filter = Select -
Clipboard 15 Font & Alignment 5 Number n Styles Cells Editing ~
A3 - £ || Structure -
A B c D E F G H 1 1 K L M N

1 Target chemical Analogue #1 Analogue #2 Analozue 43
2 |substance identi | 1

Structure H3C AN WN\/@ HaNw o~ —NH2
3
4 [CAS number 111-86-4 768-94-5 100-46-9 109-76-2
5 |Chemical name octylamine Amantadine Benzylamine 1,3-Diaminopropane
6 |Other identifier
7 |SMILES CCCCCecen NC12CC3CC(CC(C3)C1)C2 NCeleceecl NCCEN
8
S Parameters unit
10
11 Pprofilers
12 | Profiles used for grouping/subcategorization
12 | Aquatic toxicity classification by ECOSAR Aliphatic Amines Aliphatic Amines Aliphatic Amines. Aliphatic Amines
Discrete chemical; Discrete chemical; Discrete chemical; Discrete chemical;
Substance type (subcategorization) Mono constituent (predefined); Mono constituent (predefined); Mono constituent (predefined); Mono constituent (predefined);
14 Organic Organic Organic Organic
15 | Aquatic toxicity classification by ECOSAR Aliphatic Amines Aliphatic Aminas Aliphatic Amines. Aliphatic Amines
16
17 Measured and predicted data
18 | pata used for ictic A

Sheet1 @ L] [+]

The data matrix (1) is an Excel file, which contains information
about the analogues.
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| Generated report files — [ *

To save any of the two
files, select the file (1) and
then click on Save as (2)

Cata matrix

PDF file containing the prediction report
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> Data (Dv) w
File name: | Prediction report.pdf — j
Save astype: | Pdf files (*pdf) J 1 E|

The report is saved as a =T
pdf file (1) while the data
matrix is saved as an
XxIsx file (2)

- Data (D:) v
File name: l_
Save as type: | Excel files ("xlsx) / 2 ~
7~
~ Hide Folders [ sae | cance
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