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Why am | here, what iIs KnOWSEC?  cenceares

» KNnowSEC, a software for prioritization, evaluation, and
documentation of substance related work

» Developed since 2011 for UBA, by denkbares GmbH

» KNnowSEC was used to help with the systematic analysis
of data availability

,,Uba2005“ von Martin Forster, 06846

Dessau, vegoh@gmx.de. Licensed CC-by-sa
2.0/de

2 Mind the Gap 02.03.2015



mailto:vegoh@gmx.de
mailto:vegoh@gmx.de

(@

denkbares GmbH

KM & AI SOLUTIONS

» 2009 founded by Volker Belli (formerly: denkbar/cc since 2007)

» > 15 years of expertise in conception, implementation, and
maintenance of knowledge systems

» Currently 10 employees + students

» Areas:
Mechanical engineering (CLAAS, Heidelberger Druckmaschinen, SHL, Bosch, etc.)
Environmental protection (UBA)
Medicine (Drager)

Defense (Krauss-Maffei Wegmann)
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The Challenge DENKBARES
e
. 4 W
C
« Large amount of task . « Comprehensive
+ Collaborative * Efficient evaluation

- Episodic » Consistent | 55cumentation
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The Concept

KM & AI SOLUTIONS

Challenges Concept KnowSEC

Collaborative Centralized

Large amount Document
of tasks Management

Consistent Decision

Efficient Support

Episodic Memos

Comprehensive Dynamic data
Evaluation views
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® 0 ® | K «yptonite * \T Albrecht
b 7
& - C [} knowsec-test.office.denkbares.com/Wiki.jsp?page=S9000000 w @ =
Kryptonite G'day, Albrecht Striffler (authenticated) Logout My Prefs
Quick Mavigation Q
Your trail: Main
« | View | Attach (1) Info Edit | More...=
Navigation
« Home Decisions (21) History  current B Identifier & @
+ Teams » Relevance EC Number 123-456-3
+ Internet Resources
s Glossary b Bioaccumulation + Potential B/vB (fore PET), further information needed CAS Number 12345-67-4
+ Administration
+ Recently Changed > Ecotoxicity + Final decision: T (for PBT), criterion considered to be IUPAC Mame  MNot found
definitely fulfilled
@ Modhla Status SMILES Not found
Substance Lists b Raw Water Protection + Unable to decide about PMT
« International Organisations * Unable to decide about PM Substance Kryptonite
s International Authorities GCH Th yeady a full CCH on th bet Name Cryptonite
« European Organisations « There was already a on the substance
* ECHA - TPE + There was a TPE on the substance
» European Authorities
ECemaniboaties Analysis of Risk Management Options s Substance Evaluation is no RMO
= Academic Institutions
= Environmental Monitoring » Substance Lists
+ Outcome Test Modules
+ UBA Administration = - d
« UBA Assessment Memos (3) [ @ Sortby  Timestamp B
Support Initial Memo

_ Joachim Baumeister, Abbau-Team, 31/10/2014
+ Give Feedback

+ HowTo This is a example page!
» FAQ Kryptonite is a fictional substance known from the Superman world. As a radioactive element
Decision Making -~ originating from Superman's home planet of Krypton.
Toxic
» Relevance
0 Joachim Baumeister, Trinkwasser-Team, 16/09/2014
» Exposure T-Criterion fulfilled (Raw water) (Established)
> Persistence 0 Superman: The Man of Steel Sourcebook (1992), while non-canon, concurs, referring to Kryptonite as
» Bioaccumulation 0 “the common ore of the super-actinide Kryptonium, an unusually stable transuranic element, whose
o atomic number is belisved to be 126". Kryptonium is given a radioactive half-life of 250,000 years.
» Ecotoxicity 1] (from Wikipedia)
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KnowSEC — Decision Support
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KnowSEC

Navigation

.
¢ Teams

« Internet Resources
« Glossary

* Administration

* Recently Changed

@® Module Status
Substance Lists

* Doku UFOPLAN Compliance
* All Substances

Support

* Give Feedback
« HowTo
« FAQ

Decision Making
¥ UFOPLAN_Compliance
Compliance Abbaubarkeit
Compliance Bioakkumulation
Compliance Oekotoxizitaet

Compliance
Expositionsbewertung

Compliance Mutagenitaet
Compliance Reprotox

Compliance Repeated Dose

®OE

2-vinylpyridine

G'day, Albrecht Striffler (not logged in) My Prefs
Quick Navigation Q

Log in

Your trail: benzene, Dokumentation_UFOPLAN_Compliance, 2-vinylpyridine Me..., 2-vinylpyridine, 2-vinylpyridine Me...

Save Memo Back

® Dossier ist ein komplexer Fall

The decision was derived because of the following inputs:

h Derived decisions for module '"UFOPLAN_Compliance'

Expositionsszenarien fiir die Umwelt vorhanden? = Yes
Substanz von Registranten als PBT oder vPvB bewertet? = No
Selbsteinstufung des Registranten mit H400, H410, H411, oder

H412? = Yes
« Substanz ionisch dissoziierbar? = Yes

=No
« Substanz anorganisch? = No

Inputs by H. Herrmann, 06/05/2014
Established since 06/05/2014

v Substanz anorganisch?

« Substanz harmonisert mit H400, H410, H411 oder H412 eingestuft?

Bcientifically |

Yes |E

» Substanz ionisch dissoziierbar?

pKa 4,98

Albrecht Striffler, 07/05/2014

ElNO [

v Compliance Oekotoxizitaet

w Chronischer Daphnien- und Fischtest vorhanden?

TP| Yes| No
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KnowSEC — Decision Support

5

~ w Substance can currently not
be evaluated for raw water
relevance (wrong type of
substance)

established

i &°ls the substance ionic,

)

DENKBARES

KM & AI SOLUTIONS

Pervious

IF "P-Criterion fulfilled (Raw water)" = established
AND "M-Criterion fulfilled (Raw water)" = established

EXCEPT "Substance can currently not be evaluated for raw water relevance (wrong type of substance)" = established
THEN "Pervious to raw water" = P6

Relevant

IF ("Relevant due combined assessment of ERCs and total tonnage” = established
OR "Assumed to be relevant due to lacking information on envirenmental release" = established
OR "Assumed to be relevant due to lacking data on tonnage" = established)
AND "Final decision: PM, criterion considered to be definitely fulfiled" = established
THEN "Relevant in raw water" = P6

PMT

reasonably be excluded

established

|

® Raw water contamination
cannot reasonably be excluded
established

emissons not exclu

known | Zwitterionic or ionisable at lunknown
— .
environmentally relevant pH?
ask
No lelp me with this decision
Yes
42What is the calculated pKa?
ask TS
<85
# Substance is ionisable
established
[ 42What is the water solubility of
this substance?
ask < 150 pg/L
known unknown
A2At what pH was the water
solubility determined?
ask
> Wh;
8 - o3 - —
* ® Raw water contamination can Ti Substance is non-lomsable]

established

= Raw
reasonal

establishi

IF "P-Criterion fulfilled (Raw water)" = established

AND "M-Criterion fulfilled (Raw water)" = established

AND "T-Criterion fulfilled (Raw water)" = established
EXCEPT "Substance can currently not be evaluated for raw water relevance (wrong type of substance)" = established
THEN "Final decision: PMT, criterion considered to be definitely fulfilled" = P6

IF "P-Criterion fulfilled (Raw water)" = established

AND "M-Criterion fulfilled (Raw water)" = established

AND "T Screening (Raw water)" = established

AND NOT("T-Criterion fulfilled (Raw water)" = established)
EXCEPT “Substance can currently not be evaluated for raw water relevance (wrong type of substance)” = established
THEN "Final decision: PMT (Screening), criterion considered to be definitely fulfiled” = P&

Critical

IF ("Relevant due combined assessment of ERCs and total tonnage” = established
OR "Assumed to be relevant due to lacking information on environmental release" = established
OR "Assumed to be relevant due to lacking data on tonnage" = established)
AND "Final decision: PMT, criterion considered to be definitely fulfilled” = established
THEN "Critical in raw water" = P&

IF ("Relevant due combined assessment of ERCs and total tonnage” = established
OR "Assumed to be relevant due to lacking information on envirenmental release" = established
OR "Assumed to be relevant due to lacking data on tonnage" = established)

AND "Final decision: PMT (Screening), criterion considered to be definitely fulfilled" = established
THEN "Critical in raw water (Screening)” = P&
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KnowSEC — Dynamic Views
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Navigation

* Home

* Teams

+ Internet Resources
* Glossary
Administration

* Recently Changed

® Module Status
Substance Lists

+ International Organisations
International Authorities

* European Organisations
+ ECHA

* European Authorities

* German Authorities

« Academic Institutions

+ Environmental Monitoring
* Outcome Test Modules
+ UBA Administration

« UBA Assessment

Support

* Give Feedback
* HowTo
* FAQ

Decision Making

Critical outcome Test Module Raw Water Protection

Your trail: Main, Substance Lists for Outcome Test Modules

« View Attach |nfo

> Back to Overview

Show | 20 B lines of 34

Substance CAS

S8101911

51106578

$3872585

51885654

59148855

54083191

53633245

107-06-2

834-12-8

41098-56-0

68971-49-3

371756-75-1

1671-49-4

95-14-7

« < Lines 1

EC

203-458-1

212-634-7

255-217-5

273-468-9

609-336-8

430-550-0

202-394-1

to 20>

Name

1,2-Dichlorethan

1,3,5-Triazine-2,4-diamine, N-ethyl-N'-(1-methylethyl)-6-(methylthio)-

1,4-Benzenedisulfonic acid, 2,2'-[1,2-ethenediylbis[(3-sulfo-4,1-phenylene)imino(6-
(diethylamino)-1,3,5-triazine-4,2-diyljimino]]bis-, hexasodium salt

1,4-Benzenedisulfonic acid, 2,2'-[1,2-ethenediylbis[(3-sulfo-4,1-phenylene)imino[6-[bis(2-
hydroxyethyl)amino]-1,3,5-triazine-4,2-diyllimino]]bis-, hexasodium salt

1,4-Benzenedisulfonic acid, 2,2'-[1,2-ethenediylbis[(3-sulfo-4,1-phenylene)imino[6-[bis(2-
hydroxypropyl)amino]-1,3,5-triazine-4,2-diyl]imino]]bis-, hexasodium salt

1-methyl-4-(methylsulfonyl)-2-nitrobenzene

1H-Benzotriazol

G'day, Albrecht Striffler (authenticated)

Logout My Prefs
Quick Navigation Q
Edit Mode  Edit More...>

RawWater

- Pervious to raw water

- Critical in raw water

- Final decision: PMT, criterion
considered to be definitely fulfilled

- Pervious to raw water

- Final decision: PM, criterion
considered to be definitely fulfilled
- Final decision: Not PMT

- Not critical in raw water

- Not relevant in raw water

- Pervious to raw water

- Final decision: PM, criterion
considered to be definitely fulfilled
- Relevant in raw water

- Final decision: Not PMT

- Pervious to raw water

- Final decision: PM, criterion
considered to be definitely fulfilled
- Relevant in raw water

- Final decision: Not PMT

- Pervious to raw water

- Final decision: PM, criterion
considered to be definitely fulfilled
- Relevant in raw water

- Final decision: Not PMT

- Pervious to raw water

- Final decision: PMT, criterion
considered to be definitely fulfilled
- Not critical in raw water

- Not relevant in raw water

- Pervious to raw water

- Final decision: PM, criterion
considered to be definitely fulfilled
- Relevant in raw water

- Final decision: Not PMT
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KnowSEC — Dynamic Views

Gesamtergebnisse

Show 20 ~ lines of 1814 < 4 Lines 1 to 20 - [
BfR Substance Dossier EC Name Overall Muta Reprotox RepDose Abbaubarkeit Bioakkumulation
UC Abiotische
UC Reprotox: UC Repeated Abbaubarkeit:
uc Komplexer Fall Dose: Komplexer Fall
Mutagenitaet: UCR: UCR-CXo: | UC Bigtische
o Komplexer . uc
Komplexer Fall Komplex, weil je Fall Abbaubarkeit: Bioakkumulation:
L UCM-CX2: ein waiving far Komplexer Fall . '
Dossier ist . . UCRD: Compliant
ain Komplex, weil  DevTox und fir UCRD-CX3: UCABA: UCB: Compliant
BfROOO1 51171400 200-315-5 urea Waiving fir 1 ReproTox -oder " . Komplex, weil S o
komplexer ; . Komplex, weil . weil Waiving mit
oder 2 Ergebnisse fir L Waiving, aber
Fall . . . Waiving je N Bezug auf Annex
Studien (in ReproTox an einer . kein Bezug
. . . fur 28d I¥ (log KOW <=
vitro Nichtnagerspezies- studie und auf Annex VIII 3)
und/oder in varliegen (2 waiver a0d Studie UCBA:
viva) vorliegt.  oder 1 waiver/1 varliegt Komplex, weil
Stude). at nicht richtige
Testmethode
UC Abiotische
Abbaubarkeit:
uc ggsljfpeated Komplexer Fall
Mutagenitaet: UC Reprotox: e Ilexer UC Biotische
Komplexer Fall Non-compliant Fall p Abbaubarkeit:
UCM-CX2: UCR: UCR-NC4: U?:RD' Compliant uc
Fatty acids, - Komplex, weil  NC, weil Waiving ' UCABA: Bioakkumulation:
Dossier ist L = = UCRD-CX3: .
BfROODZ 51367641 292-966-7 (C16-18, lead Waiving fir 1 fiir DevTox . Komplex, weil Komplexer Fall
non-compliant Komplex, weil . ;
salts oder 2 und/oder ReproTox L Waiving, aber UCB: Komplex,
. . R Waiving je = . !
Studien (in -oder Ergebnisse . kein Bezug weil anorganisch
. " fir 28d
vitro fiir ReproTox an studi d auf Annex VIII
und/oder in Nichtnager- fehlt. udie un UCBA:
- . 90d Studie -
vivo) vorliegt. eat Compliant,
variegt. weil Substanz
anorganisch
UC Abiotische
Abbaubarkeit:
UC R ted
uc DOS:DGB € Komplexer Fall
Mutagenitaet: UC Reprotox: Kompllexer UC Biotische
Komplexer Fall Non-compliant Fall Abbaubarkeit:
UCM-CX2: UCR: UCR-NC4: UCRD: Compliant uc
- - . Komplex, weil  NC, weil Waiving ) UCABA: Bioakkumulation:
trilead dioxide Dossier ist A y UCRD-CX3: -
BfRODO3 54047452 235-252-2 Waiving fir 1 fir DevTox . Komplex, weil Komplexer Fall
phosphonate non-compliant Komplex, weil p
oder 2 und/oder ReproTox Waiving je Waiving, aber UCB: Komplex,
Studien (in -oder Ergebnisse fiir 28d kein Bezug weil anorganisch
vitro fiir ReproTox an studie und auf Annex VIII
und/oder in Nichtnager- fehlt. 20d Studie UCBA:
i liegt. . Ci liant,
viva) vorlieg vorliegt. ompliant,

weil Substanz
anorganisch

10

Olkotox

UC Oekotoxizitaet:
Komplexer Fall
UCOT: Komplex,
weil Waiving

UC Oekotoxizitaet:
Non-compliant
UCOT: NC, weil
Waivingbegrindung
fehlt oder falsch

UC Oekotoxizitaet:
Non-compliant
UCOT: NC, weil
Waivingbegrindung
fehlt oder falsch

)

DENKBARES
KM & AI SOLUTIONS
ExpoEnv
uc
Expositionsbewertung:
Compliant

UCEXPO: Compliant,
weil Substanz ohne
Einstufung und nicht
PBT/vPVB

uc
Expositionsbewertung:
Komplexer Fall
UCEXPO: Komplex,
weil Expo-5zenarien
fur Umwelt vorhanden
UCEXPO: relevante
Einstufung vorhanden

uc
Expositionsbewertung:
Komplexer Fall
UCEXPO: Komplex,
weil Expo-5zenarien
fur Umwelt vorhanden
UCEXPO: relevante
Einstufung vorhanden
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How did KnowSEC help BfR?

KM & AI SOLUTIONS

.. ® [ ] Dokumentation_UFOPLAN_Compliance.xls
New decision support CEODEE X YD 8B @ R E e )
module “U FOPLAN | A Start | Layout | Tabellen Diagramme | SmartArt | Formeln Daten  Uberpriffen -

Bearbeiten Schriftart Ausrichtung Zahl Designs
. ”» ; : — e )
compllance B . Al 10 | |= = |abc~ | 0 Zellenumbruch « |Standard - kié: ” i Aay

Eintogen | |LE | K | U | S -Ac- Zusammenfihren |55 - % 000 F;r;.‘dam::nq Fomm e T L e e

L26 100 (- A& . =
| D E J'GIHLl_J_K}__[M_N___
1 Name Decisions 1 M1 "2 M2 2A M2A 2B M2B 2C

. ~ Z 1,3,5-triazine-2,4,6-triamine phosphate UC Mutagenitaet: Komplexer Fall No No
Generation of ~2000 3 2,2'6,6Tetrabrom-4,4'-isopropylidendiphenol UC Mutagenitaet: Komplexer Fall No No

d . . E I 4 2,6-di-tert-butyl-p-cresol UC Mutagenitaet: Non-compliant No No
ossler pages via EXCe 5  2-chlorotoluene UC Mutagenitaet: Non-compliant No No

. 6 2-chlorotoluene UC Mutagenitaet: Compliant No No
m PO I‘t 7 2-vinylpyridine UC Mutagenitaet: Komplexer Fall No No
8  4,4-Isopropylidenediphenol, oligomeric reactiol UC Mutagenitaet: Non-compliant No No
9 Decahydronaphthalene UC Mutagenitaet: Compliant No No
10  N-(hydroxymethyl)acrylamide UC Mutagenitaet: Compliant No Yes
11 N-(hydroxymethyl)acrylamide UC Mutagenitaet: Compliant No Yes
12 acetylene UC Mutagenitaet: Compliant No No
H 13 aluminium UC Mutagenitaet: Non-compliant No No
Stru Ctu red eval uatl on an d 14 benzene UC Mutagenitaet: Compliant Yes
H 15 butyric acid UC Mutagenitaet: Compliant No No
InPUt Of data by BfR 16 bugric acid uc Mutagenilael: Comglianl No No
17 chromium trioxide/chromic acid UC Mutagenitaet: Komplexer Fall Yes
em P I Oyee S 18 cobalt carbonate uc Muiaganiiai: Kom;exer Fall No No
19 copper oxide UC Mutagenitaet: Non-compliant No No
20 dibutyl phthalate UC Mutagenitaet: Komplexer Fall No No
21 dicumyl peroxide UC Mutagenitaet: Compliant No No
22 diisopropyl ether UC Mutagenitaet: Compliant No No
23 ethylene oxide UC Mutagenitaet: Komplexer Fall Yes

ComprehenSive views Of 24 formaldehyde UC Mutagenitaet: Komplexer Fall No No
25 glyoxal UC Mutagenitaet: Compliant No No

data input memos and 3] glyoxal UC Mutagenitaet: Compliant No No
2 2 2/ isodecyl diphenyl phosphate UC Mutagenitaet: Compliant No No

28 lead monoxide UC Mutagenitaet: Komplexer Fall No No

derlved d ecisions 29 lead monoxide UC Mutagenitaet: Komplexer Fall No No
30 lithium carbonate UC Mutagenitaet: Komplexer Fall No No

31 methanol UC Mutagenitaet: Komplexer Fall No No

32 n-hexane UC Mutagenitaet: Non-compliant No Yes

33 orthophosphoric acid UC Mutagenitaet: Compliant No No

34 orthophosphoric acid UC Mutagenitaet: Compliant No

EXPO I"t tO Excel for 35 propanefisobutane UC Mutagenitaet: Non-compliant No No

36 silicon dioxide UC Mutagenitaet: Compliant No No

further evaluation and 37 sodium nitrite UC Mutagenitaet: Komplexer Fall No No
° 38 sodium nitrite UC Mutagenitaet: Non-compliant No No
sharing -

MNormalansicht Summe=0
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Summary & Benefits L’
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Collaborative Centralized

R e Mansgement - » Reduction of working
- I hours

e Suppon ~ ——» Improved quality of results
Episodic Memos = - ]
i » Powerful documentation

Consistent Decision

Comprehensive Dynamic data
Evaluation views

Happy to take questions!

Albrecht Striffler Dirk Wassermann

firsthame.lasthame@denkbares.com
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