ChemTHEATRE MANUAL
(Ver. 2.1.2)

2020.02.27 revised






Contents

IntrOdUCtion ........................................................................ 1
ChemTHEATRE Top Page =~ +vreeeeerrrrrermmmmiiiii 2
2 — 1. Released Entries and New arrival project +--+- 2

2 —2. Menubar - 3

Project Search =~ +vsreeeeerererrrmmmiiiii 4

3 — 1. Search Parameters ----- 4

3 — 2. Project Summary - 5

3 — 3. Project Details -+ 6

Sample Search = reeeerrrrrer e 8
4 — 1. Search Parameters -+ 8

4 — 2. Sample Summary - 8

4 — 3. Sample Details - 10

4 — 4. How to export the data you need ----+- 13

Chemical Search =~ «rrererrrrrrarraremeeieaeaeieieiaieaeaaaaanaa, 15

5 — 1. Search Parameters -:--- 15

5 — 2. Chemicals Summary - 15

5 — 3. Chemicals Details ----- 16

Measured Data ............................................................... 17
6 — 1. Search Parameters ----- 17

6 — 2. Measured Data Summary ------ 17

6 — 3. How to export the data you need ------ 17

Ecological risk assessment using ChemTHEATRE

~Example for carrying out the risk assessment~ ~ =roeeeeeeeeeees 18

7 — 1. How to find and export the measured data you need ------ 18
7 — 2. How to import and use the data in AIST-MeRAM ~ ------ 21
7-2-1. Exposure assessment  +-+-+- 21
7-2-2. Hazard assessment  «---+- 24
7-2-3. Risk assessment -+ 28

Site POllCY ...................................................... 30



1. Introduction

ChemTHEATRE: Chemicals in the THEATRE [Tractable and Heuristic E-Archive for Traceability
and Responsible-care Engagement] is the platform to deposit and visualize monitoring data of

environmental contaminants more effectively than ever.

You can currently see so many monitoring data of environmental contaminants in scientific journals or
reports by public organizations, but unfortunately you can see them in a variety of forms such as texts or
excel files. That leads to poor use of such valuable data, which can be input data for the modeling and

materials for validation.

To tackle this problem and make use of these valuable data, we first put together such scattered data in one
database: ChemTHEATRE, properly and well organized. It will ensure traceability of chemicals and help you
simulate the environmental behavior and fate, or assess the risk. Moreover, ChemTHEATRE will make the
prediction of global chemical pollution easier in cooperation with external database or other tools in near

future.



2. ChemTHEATRE Top page

Avout .

ChemTHEATRE Wik
Qproject Search

Qsample Search

Welcome to ChemTHEATRE

ChemTHEATRE: Chemicals in the THEATRE [Traczable ang Heuristic E-Archive for Traceability and Responsible-care Engagement] is the platform to deposit and data of

Qchemical Search

ever,

e.com You can cufrently see 5o many monitoring data of environmental concaminants in sclentific ournals or reparts by public organizations, but unfortunately in a variety of forms such as texts or excel files. That Leads to poor use of s
data, which can be input data for the modeling and materials for validation.
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For inquiry: To tackle this problem and make use of such data, we first put together such scattered data In one database: ChemTHEATRE, properly and well organized. it will ensure traceability of chemicals and help you simutate the environnf Japanese
and fate,or assess the risk Moreover, ChemTHEATRE will make the prediction of global chemical pollution easier In cooperation with extemal database or other toals.
Chem s supported through a GrantData of Long-range Research Initiative (LRI) by Japan Chemical Industry Association (ICIA).
= ww Released Entries EnghshT—’]apanese
® partner Sample Top10 Chemical substance Top10 Contributor Top10
Sample #Samples Chemical #Data Submitted by . ‘
Water 2705 9652 Ehime University SWltChable'
1585 8951 Ministry of the Envircnment website
1066 6182 National Institute for Environmental Studies v
rocaenoldes 216 4291 Kageshima University 5
So 205 3585 Fisheries Research and Education Agency 4
Al 172 Pestic 3204 Wadswarth Center (New York State Department of Health) 4
Mytilus gallo 169 3147 Hokkaido Research Organization 1
Perna viridis 120 PPCPs 2853 The University of Tokyo 1
87 2808 Tokyo University of Agriculture & Technology 1
86 2574 Fukuoka Prefecture 1
New arrival project
ProjectiD Submitter ReleaseDate Title Publication

PRADDOOSS ' Open data

2019/10/18  MOE_JP) The Detailed Environmental Survey in FY2017 (Source: FY2018 Report of Chemicals in the Environment

(Ministry of the Enviranment)

37 Open data

2019/09/13  [MOE_IP) The Initial Environmental Survey in FY2017 (Source: FY2018 Regort of Chemicals in the Environment &

(Ministry of the Environment)

6 Open data

2019/09/02  [MOE_IP] The manitoring of agricultural chemicals in river water in FY2018 { Source: FY2018 (H30)a

(Minstry of the Environment)

Ruriko Tahara

(Hokkaido Research Organization) e

4 Tekeshi Hano

2019/07/26  [LOC_IP] Survey on Perfluorinated chemicals in Acuatic Environment in Hokkaido ( Source: e

)

2019/06/24  Occurrence of neonicotinolds and fipronil in estuaries and their potential risks to aquatic invertebrates

(Fisheries Research and Education

Agency)

5 Opendata

2019/06/20  [MOE_IP) The menitoring of agricultural chemicals in river water in FY2013 { Source: FY2013 (H25

monitoring report )

2—1.

Release Entries

and New arrival project

Release Entries

Sample Top 10 The top ten sample groups which are

registered in ChemTHEATRE

Chemical Substance Top 10 | The top ten Chemical groups which are

registered in ChemTHEATRE

Contributor Top 10 The top ten submitters of monitoring

data

New arrival project

The latest ten projects (Project ID, Submitter, Title, etc.)




2 — 2. Menu bar

About
ChemTHEATRE Wiki
QProject Search
QSample Search
QChemical Search

Register your data:
register@chem-theatre.com

For inquiry:
info@chem-theatre.com

= m
Ve
" partner

Site Policy

Copyright (C) 2016
ChemTHEATRE

About Introduction
About ChemTHEATRE
ChemTHEATRE Wiki ChemTHEATRE Wiki

Project Search

Search by project info.  (p.4)

Sample Search

Search by sample info. (p.8)

Chemical Search

Search by chemical info. (p.15)

Resister your data:

register@chem-theatre.com

Contact address for registration

of your data

For inquiry:

info@chem-theatre.com

Contact address for inquiry

ChemTHEATRE’s Tweeter,
ChemTHEATRE’s Facebook

a=nw CAS RN*
= g Verified
Partner

Indicates that the CAS Registry
Numbers® of the registered
chemical substances have been

confirmed by the Lookup service

Site Policy

Terms and conditions of use of
ChemTHEATRE




3. Project Search

<Project search Top>

ProjectID | ’ Chemical Groups | v J
Sample Type [ = v ] Chemical Name [ ¢ ]
Scientific Name [ ¢] Collection Region [ q
Tissue / Organ [ - 3] Collection Country [ :]
Keyword | Project title, Abstract ’ Collection Year | YOO ’ ‘ XX
. —
Show entries
Showing 1 to 50 of 96 entries
B
ProjectID Submitter | Title I Samples doi li  MeasuredData RegisterDate
H Ik
PRA000098 Open data [MOE_IP) The Detailed Environmental Survey in FY2017 Samples MeasuredData 2019/10/18
(Ministry of the (Source: FY2018 Report of Chemicals in the Environment
Environment) English / Japanese )
PRA000097 Open data [MOE_IP] The Initial Environmental Survey in FY2017 (Source: Samples MeasuredData 2019/09/13
(Ministry of the FY2018 Report of Chemicals in the Environment English /
Environment) Japanese)

3 — 1. Search Parameters

Project ID

Project ID which is assigned by ChemTHEATRE

Sample Type

Select a Sample type from pull-down menu

(Biotic—Mammals, Birds, Reptiles ---  Abiotic—>Water, Sediment ---)

Scientific Name

After selecting a Sample type, pull-down menu of Scientific names

categorized in the selected Sample Type shows up. Select one.

Tissue / Organ After selecting Scientific Name, the pull-down menu of the registered
Tissues and Organs shows up.
Keyword Search with keywords

Chemical Groups

Select a Chemical group from pull-down menu

Chemical Name

After selecting a Chemical Group, the pull-down menu of Chemical

Names categorized in the selected Chemical group shows up. Select one.

Collection Region

Region where the sample was collected. Select one from pull-down

menu.

Collection Country

After selecting Region, the pull-down menu of the Country shows up.

Collection Year

Year when the sample was collected.

Input parameters and click

The list of the requested data will appear on the screen.

4




3 — 2. Project Summary

ProjectiD ]:  Submitter |: Title |z Samples doi |:  MeasuredData ReiisterDate
PRA000002 Kei Nakayama Temporal and spatial trends of organotin Samples =4 MeasuredData 2016/06/27

(Ehime contamination in the livers of finless
University) porpoises (Neophocaena phocaenoides) and
their association with parasitic infection

status
Switch Descending/Ascending
Project ID ID which ChemTHEATRE assigns to a paper, report or project
—Click the ID to show the Project Details (p.6)
Submitter Submitter’s name and his/her affiliation name
Title Project name (Title of his/her paper)
Samples Link to the list of the samples used for the project
doi Digital Object Identifier related to the project
—Click the icon to show the original paper
Measured Data Link to the list of the measured data in the project
Register Date Register date of the project and its data




3 — 3. Project Details

Project Details

Project ID PRA000002 Chemical
Submitter Ehime University,
Kei Nakayama
Corresponding Ehime University,
Author Kei Nakayama
Release Date 2016/06/27
Title Temporal and spatial trends of organotin contamination in the livers of
finless porpoises (Neophocaena phocaenoides) and their association with
parasitic infection status
doi o 10.1016/j.scitotenv.2009.08.043 Sample

Grant Grants-in-Aid for Scientific Research (S) (No. 20221003) from Japan
Society for the Promotion of Science

Measured Data

Register Date 2016/06/27
Update Date 2016/06/27
1
Project ID ID which ChemTHEATRE assigns to a paper, report or
project
Submitter Submitter’s name and his/her affiliation name
Corresponding Author | Corresponding author’s name and his/her affiliation name

Release Date

Release date in ChemTHEATRE

Title Project name (title of his/her paper or report)

doi Digital Object Identifier of the paper related to the project
—Click the doi to show the original paper

Grant Information on research grant

Register Date

Register date in ChemTHEATRE

Update Date

Date of updating, revising the data in ChemTHEATRE

Metals/Elements
Butyltins Organic
Sn+

Metals/Elements
Phenyltins
Organic Sn+4

Metals/Elements
Octyltins Organic
Sn+

All Samples
Neophocaena
phocaenoides 4

VL

Chemical Chemical groups which are measured in the project
—Expand to show the list of chemical names (p.7)
Sample Scientific names of the samples which are used in the project

—Expand to show the list of samples (p.7)

Measured Data

Click the icon to show the list of measured data




Chemical Metals/Elements

Butyltins Organic
Sn+
e TBT
Chemical Metals/Elements o DBT
ButyltiM o MBT
S.@ o IBTs
Metals/Elements
Metals/Elements Phenyltins
. Organic Sn+
Phenyltins o TPT
Organic Sr@ —> .[ o DPT
e IPTs
Metals/Elements
Metals/Elements
Octyltins Organic Octyltins Organic
S
Sn+ nt
Sample AlL Samples
Neophocaena
Sample All Samples phocaenoides +
N h [~ e SAA000087
eop ocaena o SAA000088
phocaenoide: . o SAA000089
—” T . SAA000090
o SAA000091
e SAA000092
o SAA000093
Measured Data . © oaooo0et
o SAA000095
o SAA000096
—

caannnnnT

Click “+” to expand
!

Chemical names and sample IDs are displayed.

!
Click the chemical names or Sample IDs to show the chemical details (p.16) or sample details (p.10).



4 ., Sample Search

<Sample Search Top>

Samples
ProjectiD | PRA00002 \ Chemical Groups | ?
Sample Type | ) Chemical Name | )
Scientific Name [ . | Collection Region [ - |
Tissue /Organ | ) Collection Country | )
Keyword ‘ Project title, Abstract \ Collection Year | 00X || 300

the

points on a map

sampling

/

measured data

Export samples (TSV) Show the measured data of query results

Export measured data (TSV) ] S amples

Show 50 [ entries
Showing 1 to 50 of 86 entries

‘H: -

Y/

Show/Export the

sample list,

of the selected

Switch Descending/Ascending

ProjectlD |:  SamplelD SampleType SampleNam Tissue Collection Country |:  Collection Year |:
1k 1H 15
PRA000002 SAA000087 Marine Neophocaena phocaenoides  Liver Japan 1996
mammals - Finless porpoises
PRA000002 SAA000088 Marine Neophocaena phocaenoides  Liver Japan 1999
mammals - Finless porpoises
4 — 1. Search Parameters

See 3—1. (p.4)

4 — 2. Sample Summary

Chemicals |& Measured Data

Metals/Elements

Metals/Elements

Project ID ID which ChemTHEATRE assigns to a paper, report or project
—Click the ID to show the Project Details (p.6)

Sample ID ID which ChemTHEATRE assigns to a sample used in the project
—Click the ID to show the Sample Details (p.10)

Sample Type Kinds of sample

(Biotic—Mammals, Bird, etc. / Abiotic—>Water, Sediment, etc.)

Sample Name

Scientific Name and Common Name are shown here.

Tissue

Names of Tissue, organs used in the project

Collection Country

Sampling country

Collection Year

Sampling year

Chemicals

Only chemical groups with measured data are shown here.

Measured Data

Click this icon to show the list of measured data




Click this button to show the sampling points on a
Show Map
map

re

Samples Map
Projectid | PRA00000 | Chemical Groups | - 4]
Sample Type |- 9 Chemical Name [ - C |
ScientificName |- 4 Collection Region | - B
Tissue/Organ |- B Collection Country | - 9
Keyword | Project title, Abstract | Collection Year —

©Mammals () Birds ) Reptiles @ Amphibians @ Fish o o
Y Water 7 Sediment 7 Soil 7 Air

Export samples (TSV) H Show the measured data of query results “ Export measured data (TSV)

Show (50 %) entries




4 — 3. Sample Details

Sam ple [ Snow/Hide blank data ]&

Sample ID
Sample Type
Taxonomy ID
Scientific Name

Common Name

Switchable

SAADDOOST

Show/Hide blank data

Projects .

Marine mammals
34892
Neophocoena phocaenoides

Finless porpolses

Chemical

RADDOOVL

Metals/Elements Butyltins Organic Sn <=

Metals/Elements Phenyltins Organic Sn #=

Metals/Elements Octyltins Organic Sn <=

10

7 Collection Year 1996 Measured
Data
Collection Month 4
Collection Day 18
Collection Region Asla
Collection Country Japan
Collection Area Seto Inland Sea
Collaction Latitde From 3361055556 Sampling point is shown as a square only when
T I 3391 all of latitudes (From/To) and longitudes
Collection Longitude From 1311952778 (From/To) are input.
Collection Longitude To 1346513889 ‘L
Maps P o
3 y Project Project IDs in which
jt:: this sample is used
e esw B:', —Click the ID to show
=°=y"ﬁ
ca the Project details (p.6)
+ Chemical Chemical Groups
2 _ measured by using this
257 =% ©2019 Gooale, SK telecom ¥/ sample
Ll — — Expand to show the
Weight 525 list of chemical names
Weight Unit kg (p.7)
Length - Measured | Click the icon to show
e o Data the measured data of
Langth Type Body tength this sample
Uniq Code Type es-BANK
Uniq Code W00854
Register Date 2016/6/27
Update Date 2016/8/8




General | Sample ID Ak D

info. Sample Type Arlx 4 7 ()

Biotic Taxonomy 1D NCBI 49534 1D
Scientific Name F4
Common Name —fix
Collection Year PRIAE
Collection Month ERHLH
Collection Day FRHCH
Sampling Time (Start/End) P v 7Y v R (BRI #& T RE)
Sampling Time (AM PM) v 7Y v IR CRRET - F1R)
Sampling Duration v 7Y v TR

General

o Weather (Start/End) Kz (BilgaiRe,/#87 )
Temperature (°C) (Start/End) W CC) (bR, /A& T IR)
Collection Region PRI IR
Collection Country PRI
Collection Area PRI
Collection Latitude From AU O R (From)
Collection Latitude To PRHUb D #ERE (To)
Collection Longitude From BRIt o #EE (From)
Collection Longitude To A DREE (To)
Maps ~v7
Tissue/Organ FHA e
Tissue Lipid (%) feE&E (%)
Tissue Moist (%) KoréE (%)
Sex el
Weight =

Biotic Weight Unit HEHAT
Length X
Length Unit R X DAL
Length Type EXox47
Growth Stage R B
Age Ga
Disease R

11




Water Temperature (°C) (Start/End)

ki (°C) (BRI, # T )

pH pH
DO (mg/L) W% R Dissolved Oxygen (DO)
EC (mS/m) BEXmEHR  Electrical Conductivity (EC)
Water | Salinity BT IRE
SS (mg/L) FEYE /YIS Suspended solids /substance (SS)
Water Depth (m) KDOEE (m)
Transparency (m) EHE (m)
Water Color KD
Sediment Temperature (°C)(Start/End) | JEE DIRE (°C) (FIAKE,/#TKf)
Sediment Depth (m) g DEE
Sediment Appearance JEE D S8
Sediment Color JKE Dt
Sediment | Sediment Surface Color JRERE D
Sediment Odor JEE D B
Sediment Impurities JEE th oA
Sediment Moisture (%) JEE O (%) (BREURE,HIERE)
(On Site / Analysis)
Ignition Loss (%) (On Site / Analysis) SRENEE (%) (BREURE,IERE)
Soil Soil Depth (m) +TEOEE
Wind Direction (Start / End) Jam (BRIRI: /38T )
Wind Speed (m/s) (Start / End) JEGE (m/s) (FRAAKF/# T HF)
Flow Rate biTRLS
Air Humidity (%) (Start / End) T (%) (BHsRIKE,/#7 IK)
Amount Of Collected Air (Start / End) | K5EEGE (FAMGEE,#THF)
Mean PM10 PM10 “V#H
Mean Total Suspended Particles RSy A
Sample Name A4
Uniq Code Type Ef 2 — FiE
General | Uniq Code B =—F
info. Remarks e
Register Date ik H
Update Date HHTH

12




4 — 4. How to export the data you need

Export samples (TSV) Show the measured data of query results Export measured data (TSV)

Export samples (TSV) Click this button to export the sample list, after
narrowing down the samples to ones you need; an

example is below. (p.13) (Tab-separated format)

Show the measured data of query results | Click this button to show the measured data together

with chemicals on the screen; an example is below. (p.14)

Export measured data (TSV) Click this button to export the measured data list, after
narrowing down the data to ones you need; an example is

below. (p.14) (Tab-separated format)

Export samples (TSV)
=> Sample list (TSV file) exported by clicking this button is as below.

samples_20191021033552.tsv

de\’ 3 MS PToyo <12 -] A~ A~ — [~ o XFFIOHDEL - . E- 7 P wA =z Ay-
S s = = = 4 =mw v (8] Zz
~— v - - il | [=i=l= =] aLTHEREA - S - 9% o000 %3 .08 o —7) g . BNERIT NS~
Ak & B|I|Y ] =N A = = = CLERBLTHERBL = % oo &m‘cé :r-’;xbmzz L 5 = &~ M7 IS
AL : fx  ProjectiD v
A ) c ° € 3 s " f 3 « L " N o B a R s T u v w x
1 [Projectib _ISamoleld  SamoleType Taxonomyld UniaGodeTy| UniaGode SamplingTim SamplingTim SamplingDur WeatherStar GollectionRe ColectionG< GollectionAr GollectionLa GollectionLa Gollectiono GollectionLo Sex 7]
2 PRAGOG0OZ SAAGO00BT STO04 34852 es-BANK  EWO08S4 Neoshocaen Finiess pors 1996 4 1 Asia Seto biand ¢ 336105556 3391 131.195278 134651389 iy
3 |PRAGO00OZ SAAGO00BS STOO4 34852 es-BANK  EWO0812 Neosnocaen Finiess pors 1988 7 19 Asia Japen  Seto biand : 336105556 3391 131185278 134651389 iy
4 | PRAO00O2 |SAADO00BD STOO4 £woo873 Neophocaen Finiess por. 1995 s 21 Asie Jspan  Setobiand ! 326105556 3391 131.195278 134651389 Iy
5 |PRADDO0OZ SAADD0030 STOOS E£wo4787 Neophocaen Finiess por. 2000 s 29 Asia Jspan  Setobiand ! 326105556 3391 131195278 134651389 Iy
6 |PRAOD00OZ SAADD0091 STOOS Ewoo867 Neophocaen Finiess por. 1998 s 7 Asia Jssan  Setoband ! 326105556 3391 131195278 134651389 Iy
7 | PRADOOOZ SAADO0092 STOOS Ewoo910 Neophocaen Finiess pors 1997 s s Asia Jspan  Setobana ! 326105556 3391 131195278 134651389 Iy
8 |PRADOO0OZ SAADD0093 STOOS Ewos790 Neophocaen Finiess porp 2001 2 3 Asia Jasan  Seto kand ! 336105556 3391 131.195278 134651389 Iy
5 |PRAGO00OZ 7004 £wo0503 Neophocaen Finiess porp 1997 2 2 Asia Jasan  Seto kana ! 336105556 3391 131.195278 134651389 w
10| PRACO0002 | SAA000095 STOOH w4506 Neoshocaen Fiviess porp 2001 s 14 Asia Jasan  Seto kiand ! 336105556 3391 131.195278 134651389 Iy
11| PRACO0002 7004 Ewoo91 1 Neoshocaen Finiess pors 1998 1 i3 Asia Jasan  Seto biand ! 336105556 3391 131.195278 134651369 [y
12| PRAGOOO0Z | SAAGO0097 STOOH £wo4703 Neoshocaen Finess pors 2000 10 19 Asia Japan  Seto biand ! 336105556 3391 131.195278 134651369 [y
13| PRAGOOO02 | SAAGO0098 STOOH w4595 Neoshocaen Finess pors 2000 s i Asia Japan  Seto biand : 336105556 3391 131.195278 134651369 [y
14| PRACO0O02 57004 w0931 Neoshocaen Finiess pors 1996 4 £ Asia Japan  Seto biand : 336105556 3391 131195278 134651369 [y
15 | PRAGOOO02 | SAAGO0100 STOO4 £woos78 Neoshocaen Finiess pors 1995 7 5] Asia Japan  Seto biand : 336105556 3391 131195278 134651389 [y
16| PRAGOOO02 | SAAGOD101 STO04 £wo0525 Neoshocaen Finiess pors 1988 s 12 Asia Japan et biand : 336105556 3391 131195278 134651389 [Ty
17 PRAOOO002 SAADO0102 5TO0 £wo4s08 Neoshocaen Finess pors 2002 5 s Asia Japen  Seto biand t 336105556 3391 131185278 134651389 [Ty
18 PRAOOO002 SAADD0103 STO0 Ewossea Neoshocaen Finiess pors 2003 5 1" Asia Japen  Seto band : 336105556 3391 131185278 134651389 [Ty
19| PRADO0002 | SAADO0104 STOO4 Ewoos34 Neophocaen Finiess por. 1996 2 18 Asie Jspan  Setobiand ! 326105556 3391 131195278 134651389 iy
20 | PRADDO0OZ | SAADDDI0S STOOS EWwoo894 Neophocaen Finiess porp 1996 s 2 ‘Asia Jspan  Setoband ! 326105556 3391 131195278 134651389 Iy
21| PRADDO0O2 | SAADDDI0S STOOS £wo0509 Neophocaen Finiess pors 1997 s s Asia Jspan  Setobiand ! 336105556 3391 131195278 134651389 Iy
22 | PRADDO0OZ  SAADDOIO7 STOOS Ewoo916 Neophocaen Finiess porp 1998 7 25 Asia Jspan  Setoband ! 336105556 3391 131195278 134651389 w
23 | PRADOO0OZ | SAADOOI0B STOOS Ewos788 Neophocaen Finiess porp 2000 s 29 Asia Jasan  Seto band ! 336105556 3391 131.195278 134651389 [y
24 | PRAODO0OZ | SAAD0OI09 STOOS Ewoo921 Neophocaen Fiviess porp 1998 12 12 Asia Jasan  Seto kiand ! 336105556 3391 131.195278 134651389 w
25 | PRAGOO0Z | SAAGOO110 STOOS Ewosses Neoshocaen Fiviess pors 2002 4 12 Asia Japan  Seto biand ! 336105556 3391 131.195278 134651389 [y
26 | PRAGOO00Z SAAGOOT11 STOO4 £wo00893 Neoshocaen Finiess pors 1996 s 23 Asia Japan  Seto biand ! 336105556 3391 131.195278 134651369 [y
27 | PRAGOO0Z SAAGOO112 STOO4 £wo0935 Neoshocaen Finess pors 1996 2 i Asia Japan  Seto biand : 336105556 3391 131.195278 134651389 [y
26 | PRAGOO00Z SAAGOO113 STOO4 w4896 Neoshocaen Finiess pors 2003 s 2 Asin Japan  Seto biand : 336105556 3391 131.195278 134651389 [y
26 | PRAGO0002  SAAGOO! 14 STOO4 £wo0895 Neoshocaen Finess pors 1996 5 25 Asia Japan  Seto biand : 336105556 3391 131195278 134651389 iy
30 | PRAGO002  SAAGOO!15 STOO4 Ewooses Neoshocaen Finess pors 1996 s 13 Asia Japan et biand : 336105556 3391 131195278 134651389 iy
31 | PRAGOO002 SAAGOOI 16 STOO4 < Neoshocaen Finiess pors 2003 4 21 Asia Japan et biand : 336105556 3391 131195278 134651389 [Ty
32 | PRAGOO002 SAAGOOI17 STOD4 34852 es-BANK  EW00525 Neosnocaen Finiess pors 1998 2 15 Asia Japen  Seto biand t 336105556 3391 131185278 134651389 iy
33 | PRAGOO02 SAAGOOI 18 STOD4 2 Neoshocaen Finiess pors 1505 5 25 Asia Japen  Seto band : 336105556 3391 131185278 134651389 iy
34 | PRADDO0O2 | SAADOD1 19 STOOS 34892 es-BANK  EW00504 Neoshocaen Finiess pors. 1997 4 [y

1 Asia Japan Seto Iniand ! 336105556 3391 131195278 134651389
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Show the measured data of query results
=> The measured data displayed on the screen is as below.

MeasuredData
ProjectiD | PRA000002 I Chemical Groups [ 3]
SamplelD | I Chemical Name [ = 3]
Sample Type [ 3] Collection Region [* 3J
ScientificName | o) Collection Country | - :]
Tissue / Organ [ 3] Collection Year | XXXX I- | MO
Keyword | Project title, Abstract |
Qsearch m
Export samples (TSV) Export measured data (TSV)
Show entries
Showing 1 to 50 of 946 entries
« n 2 3 4 5 6 7 8 18 19 »
ProjectiD 1% SamplelD 1% Sample 1% Chemical 1% ExperimentiD 1% MeasuredValue 13 Unit 1& Remarks & RegisterDate &
PRAOO0002 SAA000170 Neophocaena phocaenoides IPTs EXA000001 1.68E+1 ng/q wet 2016/7/04
PRAOO0002 SAA000170 Neophocaena phocaenoides DPT EXA000001 1.41E+0 ng/q wet 2016/7/04
PRAOO0002 SAA000170 Neophocaena phocaenoides TPT EXA000001 1.54E+1 ng/q wet 2016/7/04
PRAOO0002 SAA000170 Neophocaena phocaenocides IBTs EXA000001 2.02E+3 ng/q wet 2016/7/04
PRAOO0002 SAA000170 Neophocaena phocaenoides MBT EXA000001 1.10E+3 ng/q wet 2016/7/04
PRAOO0002 SAA000170 Neophocaena phocaenoides DBT EXA000001 7.20E+2 ng/q wet 2016/7/04
PRAOO0002 SAA000170 Neophocaena phocaenoides TBT EXA000001 2.00E+2 ng/q wet 2016/7/04
PRAOO0002 SAA000169 Neophocaena phocaenoides Toctyltins EXA000001 - ng/q wet 2016/7/04
PRAOO0002 SAA000169 Neophocaena phocaenoides MOT EXA000001 <6.00E-1 ng/q wet 2016/7/04

Export red dat
xport measured data (1Y) =>Measured data list (TSV file) exported by clicking this button is as below.

M a R measureddata_20191021033602.tsv
WA R=IJ LA4FPIh

[ﬁi S 3(’ MS PIvvs v 12 ~+ A~ A~ === —T XFFIOHDEL =

U=y NI 8 AR (EETE S A = = = &= 9= [o] eremerTemmz v g8 v % 000 0
Al . fx MeasuredID

A B Cc D E F G H I J K L M

1 |MeasuredlD.|ProjectlD SamplelD  ScientificNa ChemicallD ChemicalNa Experimentll MeasuredVa AlternativeC Unit Remarks  RegisterDat UpdateDate
2 80 PRAD00002 SAA000087 Neophocaen CHO000154 TBT EXA000001 170 ng/g wet 2016/7/4 2016/8/8
3 81 PRAD00002 SAA000087 Neophocaen CHO000155 DBT EXA000001 2203591 ng/g wet 2016/7/4 2016/8/8
4 82 PRADDD002 SAA000087 Necphocaen CHO000156 MBT EXA000001 445445 ng/g wet 2016/7/4 2016/8/8
5 83 PRA0O00002 SAA000087 Neophocaen CH0000157 X BTs EXA000001 4349036 ng/g wet 2016/7/4 2016/8/8
6 84 PRAO00002 SAA000087 Neophocaen CHO000158 TPT EXA000001 12922 ng/g wet 2016/7/4 2016/8/8
7 85 PRAD00002 SAA000087 Neophocaen CHO000159 DPT EXA000001 0.395 ng/g wet 2016/7/4 2016/8/8
8 86 PRA0O00D002 SAA000087 Neophocaen CHO000160 ZPTs EXA000001 13317 ng/g wet 2016/7/4 2016/8/8
9 87 PRAD00002 SAA000087 Neophocaen CHO000161 TOT EXA000001 06 <600E-1  ng/g wet 2016/7/4 2018/6/13
10 88 PRAD00002 SAA000087 Neophocaen CHO000162 DOT EXA000001 1.7 <1.70E+0  ng/g wet 2016/7/4 2018/6/13
1 89 PRA000002 SAA000087 Neophocaen CHO000163 MOT EXA000001 1.5092 ng/g wet 2016/7/4 2016/8/8
12 90 PRAQ00D0D02 SAAQ00087 Neophocaen CHO000164 Z octyltins EXA000001 15 ng/g wet 2016/7/4 2016/8/8
13 91 PRA000D002 SAA000088 Necphocaen CH0000154 TBT EXA000001 61.2117 ng/g wet 2016/7/4 2016/8/8
14 92 PRA00D002 SAA000088 Necphocaen CH0000155 DBT EXA000001 120 ng/g wet 2016/7/4 2016/8/8
15 93 PRA000D002 SAA000088 Necphocaen CH0000156 MBT EXA000001 7.2268 ng/g wet 2016/7/4 2016/8/8
16 94 PRA000002 SAA000088 Neophocaen CH0000157 ZBTs EXA000001 188.4385 ng/g wet 2016/7/4 2016/8/8
17 95 PRA000002 SAA000088 Neophocaen CHO000158 TPT EXA000001 8.099 ng/g wet 2016/7/4 2016/8/8
18 96 PRA000D002 SAA000088 Necphocaen CH0000159 DPT EXA000001 0632 ng/g wet 2016/7/4 2016/8/8
19 97 PRAO00002 SAA000088 Neophocaen CHO000160 X PTs EXA000001 8.731 ng/g wet 2016/7/4 2016/8/8
20 98 PRA000D002 SAA000088 Necphocaen CHO000161 TOT EXA000001 0.6 <6.00E-1 ng/g wet 2016/7/4 2018/6/13
21 99 PRA000002 SAA000088 Necphocaen CH0000162 DOT EXA000001 1.7 <1.70E+0  ng/g wet 2016/7/4 2018/6/13
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5. Chemical Search

<Chemical Search Top >

Chemicals

ChemicallD | CH0000000

Chemical Groups [ :

Chemical

| Chemical Name, IUPAC, Synonyms

CASRN @ | CAS

Show entries

Showing 1 to 50 of 1170 entries

‘ n 2 5 ) 5

ChemicallD & ChemGroup I3 ChemicalName l&

CHO0000001 Organochlorines 2,3,78-TCOD

Dioxins
PCDDs

CH0000002 Organochlorines 1,2,3,78-PentaCDD

Dioxins
PCDDs

5 — 1. Search Parameters

=

IUPAC 1

2,3,78-tetrachlorodibenzo-p-

dioxin

1,2,3,7 8-pentachlorodibenzo-

p-dioxin

PubChem
15

15625

38439

CASRN®
IH

1746-01-6

40321-76-4

Synonyms I

2,3,78-Tetrachlorodibenzo-p-
dioxin, TCDD, Dioxin

1,2,3,7,8-pentachlorodibenzo-p-
dioxin, PeCDD

Samples

Samples

Samples

Chemical ID

ID which ChemTHEATRE assigns to a chemical

Chemical Group

(e.g.) Organochlorines-Dioxins

Select a chemical group from the pull-down menu

Chemical

Search with keywords such as chemical names, IUPAC

CAS RN®

Search with CAS Registry Number®

Input parameters and click

5 — 2. Chemicals Summary

The list of the requested data will appear on the screen.

Chemical ID ID which ChemTHEATRE assigns to a chemical
—Click the ID to show the Chemical Details. (p.16)
Chemical Group | Chemical group which the chemical is categorized into

Chemical Name

Chemical name

IUPAC

IUPAC name of the chemical

PubChem PubChem CID and the link to PubChem Compound records

CAS RN® CAS registry number®

Synonyms Common names, other names of the chemical

Samples Click Samples to show the list of Sample IDs used to measure the chemical
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5 — 3. Chemical Details

Chemical
ChemicallD CHO000001 Projects
ChemGroup Organochlerines
Diexins
PCDDs .
Click “+”
Chemical Name 23,78-TCOD
IUPAC 2,3,7,8-tetrachlorodibenzo-p-dioxin i
Synonyms 2,3,7,8-Tetrachlorodibenzo-p-dioxin, TCDD, Dioxin EXp and
PubChem i : 6
CASRN® 1746-01-6
S ample ID S bamples Nyctereutes proqonol@
Remarks Link to Webkis-plus;
. Apodemus speciosus 4
RegisterDate 2016/8/18 are dlsplayed
Mogera imaizumii 4
UpdateDate 2016/8/26 (See p'7)
Phoebastria albatrus 4
Chemical ID ID which ChemTHEATRE assigns to a chemical
ChemGroup Chemical group which the chemical is categorized into

Chemical Name

Chemical name

[UPAC ITUPAC name of the chemical

Synonyms Common names, other names of the chemical

PubChem PubChem CID and the link to PubChem Compound
records

CAS RN® CAS registry number®

Remarks Remarks, link to Webkis-Plus

Register Date

Date of registration to ChemTHEATRE

Update Date

Date last modified

v
Projects Project IDs in which the chemical was measured
—Click the ID to show the Project details (p.6)
Samples Sample types used to measure the chemical

—Expand to show the sample IDs.
—Click the ID to show the Sample Details (p.10)
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6. Measured Data (Chemical concentration)

<Measured Data Top >

MeasuredData
ProjectID | | Chemical Groups ' -
SampleiD | | ChemicalName | -
Sample Type [ ) ] Collection Region [ B
ScientificName | - : ] Collection Country [ -
Tissue / Organ | - | Collection Year ‘ XXXX H XXXX
Kayword | Project title, Abstract |
Export samples (TSV) Export measured data (TSV)
Show [50_&)entries Click to export (See p.13-14)
Showing 1 to 50 of 85947 entries
; n 23| 4
ProjectID i SamplelD 1t Sample 1t Chemical It ExperimentID % MeasuredValue i Unit 1t Remarks | RegisterDate I
PRAQ00098 SAAQ06432 Air Alchol ethoxylate C15E015 EXA000001 <1.20E-3 Ha/L Quantified using C12E015 as Standard 2019/10/18
PRA000098 SAA006350 Water Alchol ethoxylate C15E015 EXA000001 <1.20E-3 po/L Quantified using C12E015 as Standard 2015/10/18
6 — 1. Search Parameters
See 3—1. (p.4)
6 — 2. Measured Data Summary
Project ID ID which ChemTHEATRE assigns to a project
—Click the ID to show the Project Details (p.6)
Sample ID ID which ChemTHEATRE assigns to a sample used in the project
—Click the ID to show the Sample Details (p.10)
Sample Sample types are shown. (Mammal, Bird, Water, Sediment, etc.)
Chemical Chemical name which is measured

—Click the name to show the Chemical Details (p.16)

Experiment ID Experiment ID which is assigned by ChemTHEATRE
Measured Value Measured value (chemical concentration)

Unit Unit (u g/L, ng/g, etc.)

Remarks Remarks (additional information, etc.)

Register Date Date of registration to ChemTHEATRE

6 — 3. How to export the data you need (See 4-4. (p.13-14))

Export samples (TSV) Click this button to export the sample list, after narrowing down the

samples to ones you need (Tab-separated format) — See p.13

Export measured data Click this button to export the measured data list, after narrowing down

(TSV) the data to ones you need. (Tab-separated format) — See p.14
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7 . Ecological Risk Assessment using ChemTHEATRE

~Example for carrying out the risk assessment~
This is an example of step by step procedure to do the risk assessment using ChemTHEATRE.

7-1. How to find and export the measured data you need in ChemTHEATRE
< Narrow down the data by Chemical => Sample type >

(D Firstly, select “Perfluoroalkyl and Polyfluoroalkyl substances — PFCAs” from pull-down menu in

Chemical Group column. Then, click B Chemicals categorized into PFCAs are shown on the

screen as below.

Chemicals
ChemicallD ‘ CH0000000 ‘
Chemical Groups [ rfluoroalkyl and -PFCAs :J
Chemical ‘ Chemical Name, IUPAC, Synonyms ‘
|

asrNe [ oS

Qsearch m

Show 50 [ entries
Showing 1 to 16 of 16 entries

PubChem

ChemicallD 1t ChemGroup % ChemicalName 13 IUPAC It 3 CASRN® Iz Synonyms I: Samples

CHO000368 and PFBA 2,2,3,3,444-heptafluorobutanoic acid 9777 375-22-4 Perfluorobutyric acid Samples
PFCAs

CHO000369 and PFPA 22,3344,5,5.5-nonafluoropentanoic acid 75921 2706-903  PFPeA, Samples
PFCAS Perfluoropentanoic acid

CHO000370 and PFHXA 2,2,3,3,44,5,5,6,6,6-undecafluorohexanoic acid 67542 307-24-4 Perfluorohexanoicacid ~ Samples
PFCAS

CHO000371 and PFHpA 2,2,33,4455,56,6,7,7,7-tridecafluoroheptanoic acid 67818 375-85-9 Perfluoroheptanoicacid  Samples
PFCAS

CH0000372 and PFOA 2,2,3,3,4455,56,6,7,78,8 8-pentadecafluorooctanoic acid 9554 335-67-1 Perfluorooctanoic acid
PFCAS

CHO000373 and PFNA 2,2,3,3,44,5,5,6,6,7,78,8,9.9,9-heptadecafluorononanoic acid 67821 375-95-1 Perfluorononanoicacid  Samples
PFCAs

2 Find “PFOA” and click its Samples to get the list of samples which are used to measure PFOA.

@ Select “Abiotic-Water” from the pull-down menu in Sample Type and click =]

ProjectiD | | Chemical Groups | and poly -PRCAS )
Sample T@ -Water N Chemical Name | PFOA B
ScientificName |- o) Collection Region | - ¢
Tissue / Organ [ :] Collection Country [ :J
Keyword | Project title, Abstract | Collection Year ‘ XXX H XXX
]
Show Map
Export samples (TSV) [ Show the measured data of query results ] Export measured data (TSV)
Show 50 ¢ entries
Showing 1 to 50 of 314 entries
« n 2 3 4 5 6 7
ProjectiD I: SamplelD  SampleType  SampleName Tissue  Collection Country l¢ Collection Year 1: Chemicals It Measured Data
15 1 1 15
PRA000076 SAA004234 Surface water Water - Japan 2016 Organochlorines Flame Per and
River water substances
PRA000076 SAA004233 Surface water Water - Japan 2016 Organochlorines Flame Per and
River water substances
PRAOD0076  SAA004232  Surfacewater  Water- Japan 2016 Organochlorines Flame Per and
River water substances
PRAOD0076  SAAO04231  Surfacewater  Water- Japan 2016 or ines Flame Per and
River water substances

18



Show the measured data of query results

@Click in the above page, and the list of measured data are shown as

below. The same measurement unit “pg/L” is used for water.

MeasuredData
ProjectiD | | Chemical Groups | Perfluoroalkyl and polyfluoroalkyl substances - PFCAS 3|
SamplelD | | ChemicalName [ PFOA 3|
Sample Type [ Abiotic - Water :] Collection Region [ = s ]
Scientific Name [ = #] Collection Country [ ¢J
Tissue / Organ [ - #] Collection Year
Keyword ’ Project title, Abstract ]
e
Exortsamples (15
Show 50 < entries
Showing 1 to 50 of 218 entries
« . 2 3 4 5 »
ProjectlD 1% SamplelD 12 Sample 1% Chemical 1% ExperimentID 13 MeasuredValue 1% Remarks 1% RegisterDate 12
PRA000076 SAA004234 Water PFOA EXA000001 3.40E-4 pg/L 2018/10/05
PRA000076 SAA004233 Water PFOA EXA000001 4.00E-4 /L 2018/10/05
PRA000076 SAA004232 Water PFOA EXA000001 5.60E-4 uo/L 2018/10/05
PRA000076 SAA004231 Water PFOA EXA000001 7.60E-4 pg/L 2018/10/05
PRA000076 SAA004230 Water PFOA EXA000001 1.40E-3 /L 2018/10/05
PRA000076 SAA004229 Water PFOA EXA000001 3.10€-3 uo/L 2018/10/05
PRA000076 SAA004163 Water PFOA EXA000001 1.00E-3 pg/L 2018/10/05

B Click =™ =T 41 the above page, and you can download the list of measured data of the

chemical.

(© Open the downloaded file in MS excel, and the list below comes up.

measureddata_20190128101828

X . ag EEEZIC 12 v As A- B — SCINNE 1 . h - g ‘),;u /Z\?v
2 o | (B[l ENEHALE (EIE]= S B % o %88 ames sr e PR e
AL S fx  MeasurediD .

A B C D Ei F G H | J K 15 M N

1 |MeasuredID _ProjectID SamplelD ientifi ChemicallD  Cl If B i D t iveData  Unit Remarks RegisterDate UpdateDate

2 10837 PRAD00015 SAA000492 Water CH0000372 PFOA EXA000001 0.004712871 ue/L 2016/11/25 2018/6/8
3 10850 PRA000015 SAA000493 Water CH0000372 PFOA EXA000001 0.004524211 ug/L 2016/11/25 2018/6/8
4 10863 PRA000015 SAA000494 Water CH0000372 PFOA EXA000001 0.003318447 ue/l 2016/11/25 2018/6/8
5 10876 PRA000015 SAA000495 Water CH0000372 PFOA EXA000001 0.002531313 ue/l 2016/11/25 2018/6/8
6 10889 PRA000015 SAA000496 Water CH0000372 PFOA EXA000001 0.005636 ue/L 2016/11/25 2018/6/8
7 10902 PRA000015 SAA000497 Water CH0000372 PFOA EXA000001 0.00427 ue/l 2016/11/25 2018/6/8
8 10915 PRA000015 SAA000498 Water CHO0000372 PFOA EXA000001 0.003063366 ug/l 2016/11/25 2018/6/8
9 10928 PRA000015 SAA000493 Water CHO0000372 PFOA EXA000001 0.033494 ug/l 2016/11/25 2018/6/8
10 10941 PRAD00015 SAAD00500 Water CHO000372 PFOA EXA000001 0.034767647 ue/l 2016/11/25 2018/6/8
11 10954 PRAD00015 SAAD00501 Water CHO000372 PFOA EXA000001 0.031275 ug/L 2016/11/25 2018/6/8
12 10967 PRA000015 SAA000502 Water CHO000372 PFOA EXA000001 0.006111111 ug/L 2016/11/25 2018/6/8
13 10980 PRA000015 SAA000503 Water CH0000372 PFOA EXA000001 0.015997087 ug/L 2016/11/25 2018/6/8
14 10993 PRA000015 SAA000504 Water CH0000372 PFOA EXA000001 0.01304 ug/L 2016/11/25 2018/6/8
15 11006 PRA000015 SAA000505 Water CH0000372 PFOA EXA000001 0.015504 ue/l 2016/11/25 2018/6/8
16 11019 PRA000015 SAA000506 Water CH0000372 PFOA EXA000001 0.010092157 ue/l 2016/11/25 2018/6/8
17 11032 PRA000015 SAA000507 Water CH0000372 PFOA EXA000001 0.003322772 ue/l 2016/11/25 2018/6/8
18 11045 PRA000015 SAA000508 Water CH0000372 PFOA EXA000001 0.007173267 ue/l 2016/11/25 2018/6/8
19 11058 PRA000015 SAA000508 Water CH0000372 PFOA EXA000001 0.004143137 ue/L 2016/11/25 2018/6/8
20 11071 PRAD0O0015 SAAD00510 Water CH0000372 PFOA EXA000001 0.003010577 ue/L 2016/11/25 2018/6/8
21 11084 PRAD00015 SAAD00511 Water CHO000372 PFOA EXA000001 0.002957692 ug/L 2016/11/25 2018/6/8
22 11097 PRAD00015 SAA000512 Water CHO000372 PFOA EXA000001 0.0014 <1.40E-3 ue/L 2016/11/25  2018/6/13
23 11110 PRA000015 SAA000513 Water CH0000372 PFOA EXA000001 0.00356 ug/l 2016/11/25 2018/6/8
24 11123 PRA000015 SAA000514 Water CHO000372 PFOA EXA000001 0.002913 ug/L 2016/11/25 2018/6/8
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(D Save only Data ID (e.g. MeasuredID or SampleID) and MeasuredValue as TSV file. This file is

read in AIST-MeRAM for exposure assessment and risk assessment.

B POFA _test

U’Q& R S W1z v as ar] (== = | =0 XFOHDEL e
L B I U-  +&.A.#., = = = o o= [&eremarcemnz &8 %
Al . fx SamplelD

4 A B 'S D E F G H I J
il |SampIeID -lMeasuredValue

2 [SAA0004S2  0.004712871

3 |SAA000493  0.004524211

4 |SAAD00494 0.003318447

5 SAA000495  0.002531313

6 SAA000496 0.005636

7 |SAA00049T 0.00427

8 |SAA000498  0.003063366

9 |SAA000499 0.033494

10 SAADDO500  0.034767647

11 SAADD0501 0.031275

12 SAADD0S02  0.006111111

13 |SAA000503 0.015997087
14 |SAA000504 0.01304
15 |SAA000505 0.015504
16 SAA000506 0.010092157
17 SAA000507 0.003322772
18 SAA000508 0.007173267
19 |SAA000509 0.004143137
20 SAA000510 0.003010577
21 SAA000511 0.002957692
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7-2. How to import and use the data from ChemTHEATRE in AIST-MeRAM

AIST-MeRAM (AIST-Multi-purpose Ecological Risk Assessment and Management Tool) was
developed by National Institute of Advanced Industrial Science and Technology (AIST). Itis a free,
quasi-artificial intelligence system for ecological risk assessment and management of chemicals

substances. For details: https://en-meram.aist-riss.jp

7-2-1. Exposure assessment
(D Activate AIST-MeRAM and click “Detailed Evaluation,” then the page below comes up.
Click “Exposure assessment.”

&3 Detailed Assessment - m] X
File (F) Assess(A) Output(O) Report(R) Update (U) Window (W) Help (H)

SR e S T2 RS

& —

Risk
Assessment

2 Select a chemical you want to assess.
You can search the chemical you want to assess with CAS registry number® or chemical name.

”»

After choosing PFOA as the target chemical, click “Next.

€D Detailed Assessment - o X Lﬁ e
Fﬂe(F) ASExposureAssessmentSettings(dehiled assessment) [J* e X
| Y ‘3"%5““‘ Target Substance : 335-67-1 ; Pentadecafl tanoic acid(Perfl tanoic Acid:PFOA)

- Substance

Select Target Substance

Select or enter the target substance name. If you check the box for "Substances Contained in the Tool", the
system allows you to search for a substance name or CAS number which resides in its databases.

O Previously .
25154-52-3 ; Nonylphenol v
@® Substances Contained in the Tool

"Search by Name", and enter text (partial names/numbers are
acceptable) in the search box provided below. Click the "Search" button. and select the target substance
from the search results list.

O Search by CAS Number @® Search by Name
SearchBox |[PFOA | | search

Search Results List
335-67-1 ; Pentadecafluorooctanoic acid(Perfluorooctanoic AcidPFOA)

O Other Substances
ﬁ Enter the substance name (required) and CAS number (optional).
9,

Substance Name CAS Number

ST Next > Cancel
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@ Select “Detailed assessment method of exposure concentration” and move to the next page.

ﬁé Deta - O X [
s i
File (F) As Exposure Assessment Settings (detailed assessment) [J* - X
] ’ seaj g & Detalled Assessment Target Substance : 335-67-1 ; Pentadecafluorooctanoic acid(Perfluorooctanoic Acid:PFOA)
. - Substance
- Assessment Model Select Assessment Methodology
3 Select one of the assessment methodologies from the options provided below.
O CSCL-compliant A t (CSCL=Chemical Subst: Control Law)
Set the exposure scenarios and then estimate the exposure amounts based on the series of
formulas/parameters described in the CSCL. This tool contained all of the exposure scenarios defined by
e CSCL.
- ! Screening-level Risk Assessment

Determine an exposure class of the substance based on the estimated emissions to water, using the
CSCL notification information and emission factors. The derived exposure class is used to designate
"Priority Assessment Chemical Substances".

! Tier I of Primary Risk Assessment
Evah hether "Priority A Chemical Substances" need more detailed assessment.
Estimate concentrations of the (dissolved) substance in river and sediment, using PRTR and CSCL
notification information and emission factors. Require a Koc (organic carbon normalized soil-water
partition coefficient) value to estimate the concentrations.

enerate an exposure concentration distribution, using environmental concentration data (e.g. monitoring
data, other models' data). This assessment corresponds to Tiers I and II of Primary Risk Assessment
under CSCL.

<Back [ Next> ] Cancel

@ Select “Monitoring data” => “Upload external data files” =>select the TSV file exported from
ChemTHEATRE (See page 20), then import it.

Select the file to be uploaded. X rget Sub : 335-67-1; P decaflu tanoic acid(Perflu ctanoic Acid:PFOA)
+ > PC> FATRYT > MeRAM test v O | MeRAM testDiz= » t the environmental concentration data
ZE v FLWIANS- B O @ t the environmental concentration data used for assessment. Also, select whether to upload or enter the
o o Fukuoka NP from the options provided below.
22 Dropbox 2] 2016_Fukuoka | of environmental concentration data
£5)20190511_PFOA
@ OneDrive
Fukuoka_NP
- —— © Monitoring data
m pc [:] Fukuoka_NP2 . - ’
= . ata obtained at monitoring points
% Fukuoka_NP3 D e e
B 30ATIIIH -
: i ELhs tet
AT G:jop_test O Predicted data (river basin model: AIST-SHANEL; coastal water model: AIST-RAMTB)
. PFOA_test Output data from the exposure assessment methodology for water system and coastal ecosystems
FEAVk {3.)PFOA testo2
=ee G —E=waR gig Irh/f‘”:_nﬁQEAM‘l’lc: Sey d Values Fil
. [ : Microsoft Excel Comma Separated Values File
B b5 RRBET| 447 3,
D 599 E3 56 2019/05/15 9:25 Dptions for selecting the data
‘i Acer (C)
v @© Upload external data files (.csv or .txt)
TPAEN): [ <] [Extemal data files("csvmext) | U Use previously uploaded files
B0 Fvbll C:\Users\Owner'Desktop'\MeRAM _test\Fukuoka NP3.csv

@ O Enter data in the pop-up window
9,

AIST-NeRAN

T

=TT

<Back [ News 1) Cameet ||
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(® Once the TSV file is successfully imported, the following screen is displayed.

After that, follow the directions and proceed with the exposure assessment.

@ Detailed Assessment Exposure Assessment Settings (detailed assessment) []* — X

File (F) Assess(A) Output(O) Report (R)| & Detailed Assessment Target Substance : 335-67-1 ; Pentadecafl tanoic acid(Perfluorooctanoic Acid:PFOA)

- o Substance
| 2| @) ‘ =) ’ =) ' ‘  Assessment Model | Check Uploaded Data and Select One Type of Distribution
- Env't Concentration Date{ If you want to use the following data, click the "Next" button. To reload data, click the "Reload" button, and

select the appropriate data file.

ﬁ Assessment Steps

SAA003568
SAA003569 |0.01166
? SAA003570 | 0.0118
SAA003571|0.0043
Exposure SAA003572 [ 0.00439

Assessment SAA003573 | 0.00817
SAA003574 | 0.00673

SAANN2575 0 NNTOT

IC:\Users\Owner\Deshop\l\deRAM_test\PFOA_testOZ.csv I Reload

Hazard
Assessment

® Distribution of exp ions obtained at "_poilis]

K

<Back il Next> |]| Cancel

(© The result of exposure assessment is successfully displayed as below. You can download and save
the result as PDF file.

&) Detailed Assessment - [Detailed_Exposure_01302020_120624_ExposureDistribution_335-67-1_Pentadecafluorooctanoic acid(P] - 8 X
&5 File(F) Assess(A) Output(O) Report(R) Update (U) Window (W) Help (H) -8 x
sl 2T @l @) @) @[3 X
Save over original file Saveas PDF Print Reassess
A
|Rm-ls from the exposure assessment
|Average value [ug/L] | Standard deviation
\ 2523E-02 2521E-01
Scatter plot of environmental exposure concentration Distribution of environmental exposure concentrations
4 1.6
.
14
3 1.2
Z 1
=
=
£, £o8
£ Z
= =
g < 0.6
E
<
1 0.4
0.2
0 baan 0
21 42 63 84 105 126 147 168 189 210 231 0 0.1 0.2 0.3 04 0.5 0.6 0.7 0.8 0.9
Monitoring point No. Envir 1 exp e -ation [ug/L]
v

(D Keep it open and move to “Hazard assessment.”
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7-2-2. Hazard assessment
(D Select “Hazard assessment” at the page below.

€ Detailed Assessment -

File (F) Assess(A) Output (O) Report®) Update(U) Window (W) Help (H)

| o))"Y@ &) @) &) 3l X

|1335-67-1_Pentadecafluorooctanoic acid(P

leassess

o>

b

X

I(Perfluorooctanoic AcidPFOA)

O Upload Existing File

@ Select a chemical you want to assess.

After selecting PFOA as the target chemical, click “Next.”

€ Detailed Assessment -

File (F) Assess(A) Output(O) Report(R) Update (U) Window (W) Help (H)

o | e | ey ot
g .‘.‘J ‘ﬁ 1311; g’ i Hazard Assessment Settings (detailed assessment) []* - X
Target Substance : Unchosen

Select Target Substance id(P
Select or enter the target substance name. If you check the box for "Substances Contained in the Tool", the
system allows you to search for a substance name or CAS number which resides in its databases.
® Previoush e
335-67-1 ; Pentadecafluorooctanoic acid(Perfluorooctanoic Acid] |
O Substances Contained in the Tool
Check either "Search by CAS Number" or "Search by Name", and enter text (partial names/numbers are
acceptable) in the search box provided below. Click the "Search" button, and select the target substance
from the search results list.
(=) Search by CAS Number ) Search by Nam
Search Box |
Search Results List

o>

100-01-6 ; p-Nitroaniline [ |
100-02-7 ; 4-Nitrophenol

100-10-7 ; 4-(Dimethylamino)benzaldehyde .
100-14-1 ; alpha-Chloro-4-nitrotoluene v ration

O Other Substances
Enter the substance name (required) and CAS number (optional).

Substance Name

&
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@  Select an assessment methodology and proceed with the hazard assessment.

Select “Species Sensitivity Distribution” here.

& Detailed Assessment — X

File (F) Assess(A) Output(O) Report(R) Update (U) Window (W) Help (H)
s 3 =l aml o
g’ .H "zj nz ﬂ’ ' HmrdAssssme:t:mngs(denuedassessmno i

Target Substance : 335-67-1 ; P

Select Assessment Methodology

Select one of the assessment methodologies from the options provided below.
. c O CSCL Screening and CSCL Primary Risk Assessment (Tier I and II for Aquatic Organism)
ttings Confirmation The process for defining the Predicted-No-Effect-Concentration (PNEC) is exactly the same one in
- CSCL screening and in CSCL primary risk assessment.
CSCL screening is used for evaluating whether the sub should be desi d as "Priority
A Chemical Sub ‘or not.
CSCL Primary Risk A is used for evaluating the risk of the "Priority Assessment
Chemical Substance”
O Tier II of Primary Risk Assessment (Be-lios)
Ifthe target st b is a sub: easy to distribute and remain in the bottom sediment in the
its impact on the benthos is required. In the case of LogKow is bigger
than 3. the substance usually is classified as the one that apt to remain in the sediment.
O Hazard
Use the lowest to)nc:ty data of ﬁsh, crustaceans mcludmg Daphmds, and algae to charactenze riskasa
— —_—
® S s ivity Distribution (HCS)
Use all of the available toxicity data to describe the differences in species sensmv:ty to chemicals as a
statistical distribution. The HCS (the concmtrauon a! which 5% of the specles are aﬁ'ected) is denved
from the dose response curve of species ibution. This is a risk

estimate model.
T T T

Exlrapo]ate dose—responses on survival and reproduction of a species from the available toxicity data to
the tt ion of a sub at which the populati gowthratetsequa]tol
This is a quantitative/probabilistic risk estimate model for assessing ; effects of chemicals o "

g

€D Detailed Assessment - >

File (F) Assess(A) Output(0) Report®) Update(U) Window (W) Help (E)
N L —l ey | e
& &2 m’: §]| 2 Hazard Assessment Sttings(detaled assessment) [

Target Substance : 335-67-1 ; P ic acid(Perfl:

Select the reliability of the toxicity data used in the assessment

Specify data extraction settings, and click the "Next" button to continue.

Type of Toxicity Data

Reliability ~ Use all data v
* Toxicity data used for screening-level assessment under CSCL are limited to those classified as "Reliability
Level 1 (no restrictions)" or "Reliability Level 2 (with restrictions)".
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€ Detailed Assessment

File (F) Assess(A) Output(O) Report®) Update (U) Window (W) Help (H)

= 22 @ apmmi

Settings (detailed o - X
Target Sub : 335-67-1 ; Pentadecaflu ic acid(Perfh ic Acid:PFOA)
Select the uncertainty factor
Select a method for determining a uncertainty factor (UF) that is used to derive a Predicted No-Effect
Concentration (PNEC ).
5 -
UF under CSCL  UF under other regulations Info for UF in SSD  Info for UF in Population-Leve * | * |
In general, 5 p ile from the log: l di using chronic toxicity data is used to derive by
applying the Uncertainty Factor of 5-1. To chose one value of the Uncertainty Factors, considerations
on the data number, the species number, the quality of the data, the representativeness of the species,
the variability in thestatistical analysis, ect. are necessary. For detail information please refer to related
materials such as REACH guidance.
&5
AIST-MeRAN
<o [ > 1] camn

@ Click “Assess”

& Detailed Assessment

[PFOA)

tration

o

FileF) Assess(A) Ouput(0) Report®) Update(U) Window (W) Help (H)

| ooy | o ey

EI‘ .i] 11'3] ? ﬁ’ @ Hazard Assessment Settings (detailed assessment) [J*

Target Sub

: 335-67-1 ; Pentadecafls ctanoic acid(Perflu ic Acid:PFOA)

- X

Confirm Assessment Settings

Check the assessment settings below. If necessary, go back and change the setting by clicking the "Back" button,
or selecting the menu item in the left pane. Otherwise, click the "Assess" button to display the assessment result.

Assessment Methodology : Species Sensitivity Distribution (HC5)

Substance Name : P decafh fh ic AcidPFOA)
CAS Number : 335.67-1

Type of Toxicity Data : Chronic

PFOA)
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& Detailed Assessment

File (F) Assess(A) Output(0) Report®) Update (U) Window (W) Help (H)
|

L el

N N |
ﬂ u;] “j mj-; @I‘ ey tings (detailed assessment) [1* - X
& Detaled Assessment Target Substance : 335-67-1 ; Pentadecafluorooctanoic acid(Perfluorooctanoic Acid:PFOA)
- Data Confirm Assessment Settings acid(P [=&]f=]
A Methodolog  Check the settings below. If necessary, go back and change the setting by clicking the "Back" button,
Data Settings or selecting the menu item in the left pane. Otherwise, click the "Assess" button to display the assessment result.
- Model-specific Settings | Assessment Methodology : Species Sensitivity Distribution (HCS) ~
Settings Confirmation
Substance Name 3 ic acid(] ic AcidPFOA) h
AIST-MeRAM X % —
@ Completed 1 1 distrbution(LND) PFOA)
‘Completed of!.og-hgisﬁc i i 1D).

Completed assessment of Maimun likelihood estimation of LND.
Completed assessment of Masimum fikelihood estimation of LLD.
Completed assessment of Bayesian LND.

Log Logistic Distribution T Yes Range of Average Values @ 5
Maximum Likelihood Estimation of LND : Yes RmsedSmdx'dl.)evm
Maximum Likelihood Estimation of LLD : Yes :

tration

(® The results of hazard assessment is displayed as below.

This is an example of the results: The result of Species Sensitivity Distribution (SSD).

ﬁ Detailed Assessment - [Detailed_Hazard_01302020_120912_SSD_335-67-1_Pentadecafluorooctanoic acid(P] - X
5 File(F) Assess(A) Output(0) Report®) Update(U) Window (W) Help (H) -8 x
el 2T el E @S 8 X
Save over original file Save as PDF Print Reassess
|Rnsllt of HCS estimates [mg/L] (HCS5: concentration at which 5% of the species are potentially affected) A
[PNEC fmg/L] |Uncertainty Factor (UF) |50th percentile (For PNEC derivation) |5th percentile |95th percentile
| 1.094E-01 5] 5470E-01| 7.166E-02|  1.836E00

*A robust SSD assessment usually defined as the result from at least 8 species of chronic data or 10 chronic data (REACH Technical Guidance). If the result was derived from the SSD analysis based on the acute
toxicity data or the small number of chronic toxicity data. it should be take as a reference value.

Species sensitivity distribution

@® Toxicity data of each species = Species sensitivity distribution

1.0 .
s 0.8
< Distribution of HCSs Cumulative Distribution of HCSs
z R
z06f /I Sothpercentile  —mem 95t percentile 1.0
2
T
o
S 0.8
Z04
,; 5 0.6
~ =04

0.2

0.2
0.0 1 : i 0.0 +
0.01 0.1 1 10 100 1000 0 1 2 3 4 0.001 0.01 0.1 1 10
Concentration [mg/L] Concentration [mg/L] Concentration [mg/L] v

© Keep it open, too. With the above two results: the result of exposure assessment and the result

of hazard assessment, proceed with the risk assessment.
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7-2-3. Risk assessment
@ Click “Risk Assessment” and check the files and click “Assess.”

&3 Detailed Assessment -
File F) Assess(A) Output (O) Report(R) Update (U) Window (W) Help (H)
o "2 ol E| & 83 X
) Detailed_Hazard_01292020_142614_SSD_335-67-1_Pentadecafluorooctanoic acid(P
Save over original file Save as PDF Print  Reassess @ Detailed_Exposure 01202020_142347_Exp istribution_335-67-1_P ic acid(P E@
Save over original file  Save as PDF Print Reassess
Hazard Assessment Result
Exposure Assessment Result ~
‘Eazard Assessment Settings
|Assessment methodology  |Species Sensitivity Distribution (HC5) [Exposure Assessment Settings
[Substance Name [Pentadecath ic acid(Perfh ic AcidPFOA) a gy Distribution of Exposure C
|CAS Number [335-67-1 ic acid(Perfluorooctanoic AcidPFOA)
|Sufficiency of the data: acute -
|Sufficiency of the data: chronic |Fish,Algac, Daphnids gx
Species | Algac Daphrids Fish
Estimation method Log-normal distribution(L} Exp
UF selection basis Automatic determinati =
Edit Data Extraction Table | No @ @
— Y .
: bntal exposure concentration
Result of HCS estimates [mg/L] (HCS: concentration Risk Risk
Affantnad) Hazard Assessment Management
< Assessment v
€3 Detailed Assessment Risk Assessment - X - X
File (F) Assess(A) Output (O) Implement the risk assessments by clicking the "Assess" button. Risk assessment of the combinations of the results of hazard and exposure
S - displayed in the combination list will be perft d
- = | v i - -
ﬂ ‘J —l mi; gl ‘ Q Combination list and output options
Check the combinations of assessment results of hazard and exposure, as well as their file name (editable) for risk assessment result.
@ Detailed_Hazard_01292020_142614 If you want to delete any combinations from the list, select the row(s), and click the "Delete" button. You can also perform this
Save over originalfile  Save as l’D operation by unchecking the box in the far left column. Also check the output settings. and click the "Assess" button.
No Substance  Hazard Exposure Risk assessment result (you can change the file name)
Hazard Assessment R Il % |1 |Pentadecaf.. |Detailed Haz... | Detailed Exp... | Detailed_Ris] 2920 D_ExposureDistribution_335... ||
Hazard Assessment Settings
|Assessment methodology | Sy
|Sd>m Name |P¢
|CAS Number 33
Suffciency of the data acute - |
Sufficiency of the data: chronic |E; To add new combinations to the above output list, firstly display the result sheets of the hazard assessment and/or exposure
|Speum Al assessment. Then, press the "Combination” key and the new combinations from the result sheets of the hazard assessment
and exp will ically shown in the output fist.
Estimation method Lg N
[OFScontas m [ Hazardassessmentresult  Detailed Hazard_01292020_142614_SSD_335-67-1_Pentadecafh v Browse... |
|Edit Data Extraction Table N E result  Detailed_Exposure_01292020_142347_ExposurcDistribution_335-67-1_Pe ~ |
Result of HCS estimates |; ‘ e ‘
bfnmbnd)
Output setting
M Output the toxicity data on the results sheet [ Display results on screen
[/ Output the exposure data on the results sheet [ Save PDF results to the output folder
Output folder |C:\Users\0wnet | I:l
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2 The result of risk assessment is displayed as below.

At the top left of the display, it shows the risk concerns. You can download and save the result as

PDF file.

&3 Detailed Assessment - [Detailed_Risk_01302020_121403_SSD_ExposureDistribution_335-67-1P ooctanoic acid(P] - X
&5 File (F) Assess(A) Output(O) Report(R) Update(U) Window (W) Help (H) -8 x
sl 2% @l &l @) 8|8 X
Save over original file Save as PDF Print Reassess Hazardousness Reassess Exposure
[Risk Assessment Result (EPAF) N
[EPAF("T d Potentially Affected Fraction) Risk concern
[F_PAF derived by species sensitivity distribution model |1.275E-0§ No
[F_PAF derived by cumulative distribution of HC5 model |3.427E-06] No
* There is only a small number of risk assessment cases using EPAF (Expected Potentially Affected Fraction). Therefore, consensus has not been made with regard to the EPAF level for acceptable risk. Developers of
this tool consider that if EPAF is less than 0.01, risk isacceptable, based on case studies by Solomon et al (1996).
Risk Assessment Using Species Sensitivity Distribution Model[1]
Exposure Concentration Distribution ===== Species sensitivity distribution
0.06 1.0
=
s 0.9
g _0.05 =
£z /108 .2
2 / £}
£35 / 2
=2 ;107 =
;E E 0.04 ‘,l :
< é "r 0.6 Z
£ £ 0.03 /otosé
‘Z 2 i <
E £ ! 04 2z
S £ 0.02 ! =
£ / 03 %
Z3 / g
™ ! =
_§ < 0.01 /, 02 2
/
& 0.1
0.0 - X
1e-06 1e-05 0.0001 0.001 0.01 0.1 1 10 100 1000 10000 100000 v
lug/L)
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8. ChemTHEATRE Site Policy

B About ChemTHEATRE

ChemTHEATRE (Chemical in the THEATRE: Tractable and Heuristic E-Archive for
Traceability and Responsible-care Engagement) is a database to deposit and visualize the
monitoring data of chemicals in environment. ChemTHEATRE stores chemical
concentrations in environmental specimens with metadata of the samples (sampling date
and location, organism and its biometry, and so on) and of experimental methods
(extraction method, used standards, instruments, etc.), which make it possible to search
the concentration data not only by chemicals but also by sample types, species, sampling

places, sampling year, and so on.

B Terms of Use
This site has been operated by ChemTHEATRE. The use of ChemTHEATRE is subject
to the following Terms of use. It should be noted that the present Terms of Use are
subject to change. At the time of your use of ChemTHEATRE, please check the latest
contents of the Terms of Use. Through this ChemTHEATRE you are able to link to other
websites operated by external organizations. When you use the external websites, please

use them in accordance with the respective conditions of use.

B Licenses
<Website>
Licensed under CC BY-SA 4.0

(https://creativecommons.org/licenses/by-sa/4.0/deed.en)

<Data and services>

If not specified, there is no restriction on the use of data and services offered in
ChemTHEATRE. Duplication, public transmission, adaptation of translation and
deformation of the information of ChemTHEATRE are possible. Commercial use is also

possible.

<The rights attached to registration of data>

The submitters, corresponding authors can revise, renew their own data and information
which they have already registered, if there are good reasons to do so such as some
progress of their own researches, error correction, etc.

When correcting and updating, please contact register@chem-theatre.com.
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D

< Source Citation >

The user must cite the source when using the data and information offered in
ChemTHEATRE. The user shall reach the Project Details page of the data to check the

source.

2)

3)

If you edit the information of ChemTHEATRE for use, you must state clearly that the
content has been edited by you, in addition to the abovementioned source citation.

Making public or using edited information in a format that may be misconstrued as
having been created by ChemTHEATRE is prohibited.

Commercial use is also possible unless corresponding authors prohibit to do so.

No infringement of third-party rights

D

2)

In some cases, a third party (refers to a party other than ChemTHEATRE.
Hereinafter referred to as “Third Party”) may hold copyrights or other rights. Itis the
responsibility of the user to obtain consent for use from the Third Party unless there is

explicit indication that the rights have already been cleared.

If Third Party holds rights to a part of the information of ChemTHEATRE, it may be
directly or indirectly stated or indicated through source citations. In some cases,
however, the part of the information to which the Third Party holds the rights may not
be clear or may not be explicitly stated. It is the responsibility of the user to confirm

the rights pertaining to use of the information you want.

Disclaimer

D

2)

3)

4)

While every effort has been made to ensure the accuracy of the information of
ChemTHEATRE, we do not take any responsibility to any actions caused by usage of
the information of ChemTHEATRE.

We do not control third-party websites and are not responsible for the contents of any
linked-to, third party websites or any hyperlink in a linked-to website. We are not

responsible for the privacy practices or the content of third-party websites.

The information of ChemTHEATRE may be modified, moved or deleted without prior

notice.

The user shall be responsible for complaints from other users or Third parties and

complaints toward Third party which are caused by the users’ infringement of this Site
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Policy. The user shall deal with the complaints with responsibility and at the user’s
expense. ChemTHEATRE do not take any responsibility for such complaints.

B About Links

You can set up links to the website of ChemTHEATRE for free. However, the links from
websites listed below will be refused.

-including contents against the law

-including contents which are offensive to public order and morals

-conveying misleading impression that the website of ChemTHEATRE is a part of the
original site.

We would appreciate it if you would let us know in advance.

B About CAS registration number®

The CAS Registry Numbers® are the intellectual property of the American Chemical
Society, Chemical Abstracts Service (CAS) division; and are used by ChemTHEATRE
with the express permission of CAS. Redistribution of CAS Registry Numbers® is
permitted only with the prior written permission of CAS.

B Prohibited Uses

At the use of any service or information on this website, the following act is prohibited.

1) Act to infringe the intellectual property of ChemTHEATRE or the Third Party, privacy

and other rights act to damage honor, trust, property, and act to promote these actions.
2) Criminal act or act with the fear to be tied to a crime.
3) Act to violate public order and morals
4) Act to violate or to be likely to violate laws and ordinances.

5) Act to interfere the service or operation of this website, such as illegal access, massive
information transfer.
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6) Act to save and distribute files or links to websites which damage the PC/server of any

Third Party, such as files containing or infected by computer viruses.

When ChemTHEATRE judges the above-mentioned act was performed, without any prior
notice, ChemTHEATRE may suspend the account of the corresponding user and any use of
this website and the services of this website by the corresponding user, and delete any data
saved by the corresponding user as part of using the services on this website.
ChemTHEATRE bears no liability to any damage or loss to the corresponding user incurred
by the suspension and deletion above. When ChemTHEATRE or any Third Party suffers
damage or loss incurred by the act of the corresponding user, the corresponding user must
compensate all the damage and loss of ChemTHEATRE and the Third Party. This clause
does not mean that ChemTHEATRE bears the duty to monitor the information any user has

registered.
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