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QAF checklist example:

No Endpoint Example Introduc  Model Author
(CASRN)_EXCEL tion

1 Genotoxicity (2463-63-0) Presentat =~ OASIS TIMES/ Australian Industrial Chemicals Introduction
(Ames ion DEREK Scheme, Australia
mutagenicity) Recordin o prediction
9 report

* QPRF TIMES

[
: 2 Genotoxicity (52434-90-9) Presentat  OASIS TIMES/ National Institute of Health Sciences, Japan :
: (Ames ion CASE Ultra m
. mutagenicity) Recordin  « QPRF_CASEultra g
|
(] 9 » Results CASEult :
|
- ra g
- e QPRF_TIMES ]
.IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII-

3 Biodegradatio  (577-11-7) Presentat  BIOWIN National Institute of Technology and
n (6836-38-0) ion Evaluation, Japan

https://www.oecd.org/en/events/2023/11/qgsar-assessment-framework-
quidance-for-assessing-gsar-models-and-predictions.html OR—T%F X
4~0—)LF BEQAF checklist examplehid s hi 3 !
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Evaluating Ames mutagenicity
predictions for 1,3,5-tris(2,3-
dibromopropyl)-1,3,5-triazinane-2,4,6-
trione under the OECD QSAR
Assessment Framework

A. Furuhama,
T. Maruyama-Komoda, T. Yamada, K. Sugiyama, M. Honma

National Institute of Health Sciences (NIHS), 3-25-26 Tonomachi,
Kawasaki-ku, Kawasaki City, Kanagawa, 210-9501, JAPAN

The views expressed are those of the speaker
and not an official position of NIHS or FSCJ.

(Q)SAR Assessment Framework from the National Institute of Health Sciences (NIHS),
Japan

\\ OECD Chemical Safety and Biosafet A
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9 Our target substance: s
1,3,5-tris(2,3-dibromopropyl)-1,3,5-
triazinane-2,4,6-trione

Br
KI:Br
O N @)
CAS RN: 52434-90-9 Br Y~ Br
MW 728.7 Br\)\/NTN\)\/Br
Log P 4.48 - O

Ames test TA100 and TA1535 +/- S9 positive

9 ’rzhfr%ﬁ 1,3,5-MJR(2,3->70FFOEJL)-1,3,5-F) T -
2,4,6(1H,3H,5H)-;J#A > (CAS RN 52434-90-9) AmesitER5 1%

https://dra4.nihs.qo.jp/mhlw data/home/pdf/PDF52434-90-9e.pdf '
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Similar substances to confirm §150ﬂf
. 3.4 local performance | ey 8
CAS RN 52434-90-9 | 78-75-1 21850-44-2 42757-55-1 111712- 45 9
MW 728.7 201.9 943.6 965.6 739.7
Log P 4.48 2.22 11.26 9.26 6.61
Case Ultra Positive Positive Positive Positive Positive
Times Positive Positive Positive Positive Positive
Test data* Positive Positive Positive Positive Positive
Target Br
Br
Br - Br
SHER \/K/ j
N ‘Br \ Br Br
Y Lz g7 Jij 3
B OUS TRV o R =k etrpe e
Alert /Y\

- BTN D A — V/Z’&;Hiﬂi?'%ﬁ'&’)d)*ﬂu%ﬁd)

£8) B (RPN ==V M RDFHEM) [TE>TEDHSHEEEEHY
-FELIE D (Q)SAR T L R (Case Ultra, Times)tE i Bk (Test data)tL £ TIBIEA,

FLlZEE
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ST XIVBEDERN—HLETEUIMEILFRELGEN o=
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i DFFHEERDFFMZEMRL . 7 —RRZTATIEEEFAIEZAR ISR 2
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@ Next step to continue case studies S

aQu

 “Each guidance/regulation may accept the limitations of models
and/or predictions” is not always clear.

» Such limitations of models and predictions would be case by
case and depend on endpoints (properties), but general rules will

be required to fill the Model, Prediction and Result Checklists as
well as to construct QMRF and QPRF.

The optimization of QMRF and QPRF:

The acceptance criteria of model/prediction AEs in each
guidance/regulation should be considered when an authority
applies QAF and continuing the case studies of QAF.
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