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MSSPlants
CGomposer

Opening MSS composer:
Select and open Crop MSS
composer

MSSiLivestock: MSSICrops
GOmposer Gomposer

Rotational
crops

Opening MSS (1/2)
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Sm— 1
" | HoME | oPTIONS 'r s J—

. |
S O B ~ | HOME ONS
— Copy % Build Metabalic Map —

OPTI
Mew  Open Savve Render E.Paste ,:‘ I =
Document Clipboard Format Tools i“
H
New Render

Wheat (rotation)/ cereal grain | Lettuce {rotation)/ leafy vegetable Beet (rotation)/ root vegetable Soil {rotation) I -

1. General Info | II. Materials and Methods  III. Results and Discussion IV, Condusions V. Appendix VI, Attachments I

B.7.9 Residues in succeeding crops (Annex IIA 6.6)

References:
ADD DEL
Citation #1 . . .
In comparison with plant and livestock MSS composer :
- Same architecture and functions.
- Same manner to fulfill MSS composer
- In the next slides, only specific characteristics of MSS CROP composer are detailed
Test Material:
Identifiers:
Guidelines: OPPTS 860. 1850 ECC 96/58 EC Annex 1, Section 6.5 (1996)
OECD Guideline 50.2 Metabolism in Rotational Crops (January 2007)
GLP:

Acceptability: The study IEI considered scentifically acceptable.




FRANCARE o Opening MSS (preamble)
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—" | HOME | OPTIONS

Y = H @I cut || | InsertSymbol
e

Mew Open Save Render

Copy ||| Build Metabalic Map

Paste
Document Clipboard Format Tools
Wheat (rotation)/ cereal grain| Lettuce (rotation)/ leafy vegetable IBeet {rotation)/ root vegetable ISoiI {rotation)
1. General Info | II. Materials and Methods  III. Results and Discussion IV, Condusions V. Appendix VI, Attachments

B.7.9 Residuesin succeeding crops (Annex ITA 6.6)

References:

ADD DEL

Citation #1

Test Material:
Identifiers:

Guidelines:

GLP:

Acceptability:

For the FIRST CROP only :

l. General informations / Il. Material and Methods / IV. Conclusions & VI.
Attachments to inform

For other crops = Only lll. Results & Discussions / V. Appendix to inform

T TESTM THDOT At Y-

Company Study Number.
Identifiers:

- o

Wheat (rotation)/ cereal grain | Lettuce (rotation)/ leafy vegetsble | Beet (rotation)f root vegetable  Soil {rotation)
OPPTS 880, 1850 ECC 96,68 EC Annex 1, Section
OECD Guideline 502 Metabolism in Rotational Crop

III. Results and Discussion | Y. Appendix

The study |is = | considered scentifically acceptable.
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| HOME | OPTIONS

T "_‘_j H @I & cut | Bl 5 I ABGl Insert Symbol
— Copy | = = = | Build Metabolic Map
New Open Save Render
- E Paste
Document Clipboard Format Tools
Wheat (rotation)/ cereal grain | Lettuce (rotation)f leafy vegetable Beet (rotation)f root vegetable  Soil (rotation) I

1. General Info | II. Materials and Methods  III. Results and Discussion IV, Condusions V. Appendix VI, Attachments

B.7.9 Residues in succeeding crops (Annex IIA 6.6)

References:

ADD DEL

Citation # WARNING:

Be careful to encode the results in the right tab i.e. wheat/cereal grain, Lettuce/leafy, Beet/Root vegetable or
other depending on the rotational crops tested in the study
Comy 5 Number: Duru. ..
Identifiers:
Test Material: Coamre =
Identifiers:
Guidelines: OPPTS 850.1850 EC
OECD Guideling 50 ZMEL00NSM M RO Latornal LTops (Jaritary 20U

GLP: yes -

Acceptability: Thestudy |is | considered scientifically acceptable.
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FRANCAISE W
" HoME | OPTIONS
e HE Insert Symbo
— Copy Build Metzbolic
New Open Save Render % 222
- E Paste
Document Clipboard Format Tools
| Wheat ({rotation)f cereal grain | Lettuce {rotation)/ leafy vegetable Beet (rotation)/ root vegetable Soil {rotation)
1. General Info | I1. Materials and Methods III. Results and Discussion IV, Condusions V. Appendix  VI. Attachments
ST ” A
B.7.9 Residues in succe Same manner to fill “General Info” section than Plants MSS
References:
ADD | DEL !
Author(s): = =~ A
Citation #1
Date: - 2009 - Pages:
Study Title: |Cor1ﬁned rotational crop study using [1
Reference Type: TIA, 6.6.2/01
Testing Laboratory: |Char|es River Laboratories, Tranent, Scotland, UK
Company Study Number ~ s
Identifiers:
jal- e o
I Identifiers:
Guidefines: OPPTS 860. 1850 ECC 96/58 EC Annex 1, Section 6.5 (1995)
OECD Guideline 50.2 Metabolism in Rotational Crops (January 2007)
GLP:
Acceptability: The study D considered scientifically acceptable.
BACKGROUND INFORMATION
EXECUTIVE SUMMARY
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Same manner to fill “General Info” section than Plants MSS
Crop 1| Crop 2

L. General Info | II. Materials and Methods  III. Results and Discussion V. Condusions V. Appendix VL. Attachments

B.7.1 Metabolism, distribution and expression of residues in plants (Annex IIA 6.2.1)

Product Type: Pesticide function : Free text + Limited number of characters

Product Use: Intended Crops : Free text + Limited number of characters
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Wheat (rotation)/ ceregl grain | Lethice (rotati Fflaafyvegatah\a Beet (rotgjion) root vegetable Soi (rotation)

11 rizls and Methods | [If. Results and Discussion  1v. Fonclusions V. Appendix VI, Attachments

Stufy Design
| Nanfe E-bromo- 1-(3-chloro-2-pyridinfl)-N-[4-cyano-2-methyl-6-[(me
CAS no. 736994-63-1
Company experimntal name DPX-HGVIBE
Other synonyms (if applicable)
Molecular Formula C19H 14BrCINGO2
Analytical Purity
Impurities
Physical State
Stability Under TestjConditions
Expiration Date
Lot/Batch =
Radiolabeled Test Material ot . ” .
Same manner to fill “Materials and methods” section than Plants MSS
ADD DEL
[Cyano-14c] < Radidchemical purity: 330 |%
[Pyrazole carbanyi- | | Specific actiuity as received: MBa/mg
[Cyane-14C] #3
[Pyrazole carbonyl-.. Spedifidactvity of dose: junits
QaE

Structu 7
al Y lem lysicochenfical Proper
Parameter Notes Value Units Reference
| [217-224 oC
oH
Water solubiity (20°C) 12.33*0.61 pom | )
Salvent salubiity (mg/L at| ) I \
Viapour pressure at 20°C | 51337 10-15 b -
Dissociaton constant (oKa) | At 20°C 5.80 * 1.38 |
Octanol fwater partition cient L (ko) I At 22°C 197 = 0.01 \
UV/visible absorption spectium I

WARNING:
You have to fill these crop groups carefully.
Those rows are establishing the tested crops for which results will have to be

2. Test Crops

Table B.7.9-1. Crof

Epring wheat (Triticum aestivum cv Paragon)

Wheat ( )/ cereal grai
| ttuce (rotation)/ leafy vegetable et {[actucs, £atva o Green Salad Bowl, Wi 53

feet (ratation)/ root vegetable 2d beets (Beta vulgaris cv Detroit Crimson Globe 2108) . f d
oil (rotation) Boil samples sown with wheat | in o rm e
Test Site Type: | greenhouse -

3. Soil Type

Table B.7.9-2. Soil Physicochemical Properties.
‘C\ay % |MmsmrE Holding Capadity (st 1/3 bar) |cEc meg /1000

Sol Type oH |DM % ‘Sand % ‘Si\t %
6.2 (n water) [1400) [ 15 15 |35.7 (maximum) [o3

Ervironmental Conamions

Temperature
Rainfall
Lighting
Potential for Photodegradation of Substance

[E1|
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Fratermité

HOME OPTIONS

) _\,j H S cut || B4 T sze| | InsertSymbol
— Bz copy |[|Ef=15) Build Metabolic Map
Mew Open Save Render

. B2 paste
Document Clipboard Format Tools

Wheat (rotation)/ cereal grain | Lettuce (rotation)/ lea

1. General Info g ods | 111 Resul

Same manner to fill “Materials and methods” section than Plants MSS

A. Materials | . Study Design

[»]

B. STUDY DESIGN

Experimental Conditions

Free-text field: briefly describe the experimental conditions

Table B.7.9-3. Use Pattern Information.

Parameter

Value
Application method In bare soi
Application rate 450 g aifha
humber of applications 1
Timing of applications
PEI 30, 120 and 365 days

Sampling

.
RAC samples of forage, hay. straw, and grain of spring wheat; foliage and roots of red beets; and whole lettuce were harvested from plaf

3l Sores were taken at the fimes of sowing and crop matry and separated o 0 to 15 < 2nd 15 to 30 em portions. \ Free-te).(t fle|d3 briefly describe how samples were takt_en, parts sampled, hcfw samples vo{ere handled after
harvesting (shipment, storage, etc.), and any preparation that was done prior to extraction

Extraction and Analysis

Flowchart of the extraction and fractionation schemes #1

Attach | Clear View

Flowchart of the extraction and fractionation schemes #2

Attach | Clear || View

Flrnrhart of the svieaction and frarinnation erhames 27
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I. General Info | II. Materials and Methods | ITI, Results and Discussion IV, Condusions V. Appendix VI, Attachments

A, Materialsl B. Study Design I

Sampling

Flowchart of the extraction and fractionation schemes #1

Attach Clear View

Atach | Clear | View

T Attach | Clear | View

Attach, clear or view flowchart of the extraction and fractionation schemes

Flowchart of the extraction and fractionation schemes #2

Flowchart of the extraction and fractionation schemes #3

Attach | Clear | View

Extraction and Analysis

Free-text field: briefly describe the methods of extraction and analysis. If need be, files or diagrams can be attached.

Identification and Characterization

Free-text field: briefly describe the methods of identification and characterization
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Wheat (rotation)/ cereal grain | Lethuce (rotation)/ leafy vegetable Beet (rotation)f root vegetable  Soil (rotation) One tab for each rotational crop tested

I. General Info 11, Materials and Methods | IIL. Results and Discussion | IV, Condusions V. Appendix VI, Attachments

A, Total Radicactive Residues | B, Extraction, Characterization, and Distribution of Residues  C. Storage Stability of Residues  D. Identity of Residues in Rotational Crop  E. Proposed Metabolic Pathway

5 SUBTABS [ive Residues

Extraction efficiency of radioactive residues from plant metabolism study using residue enforcement method

WARNING/REMEMBER:
I For the rotational crops tested informed in Il. Material and Methods (wheat/cereal grain, Lettuce/leafy,

Beet/Root vegetable or other depending on those tested in the study)

General information and study design are the same for all the tested crops but single results have to be
informed in this Ill. Results and Discussion tab
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Just click on the other tab to fill results for other
- - AEE/ rotational crop testeds
Wheat (rotation)/ cereal grain [ ettuce (rotation)/ leafy vegetable  Beet (rotation)/ root veg e Soil (rotation)

and Methody | IIL Results and Discussion ||V Condusions V. Appendix V1. Attachments

IJ A, Total Radioactive Residues | B. Extraction, Characterization, and Distribution of Residues  C. Storage Stability of Residues  D. Identity of Residues in Rotational Crop  E. Proposed Metabolic Pathway

Same manner to fill this section than Plants MSS

A. Total Radioactive Residues

S e R R e iR diasy  Please refer to the 1% Day presentation for basic functions : add a row (matrices), change rows and
columns names

Recovered equivalents {mg/kg) Overall extraction effidency (%)

Extraction method used in study 100

Fill in table if extraction efficiency data available

Quantitation

Human food commodities: TRRs in crops grown in soil treated with both labels ranged from <0.01 to 0.06 mg'kg for wheat grain
Animal feed commodities: The TRRs in wheat commeodities harvested from the 30, 120, and 365 day sowings into soil treated with both labels ranged between 0.09 to 0.31 mg'kg for eatly forage, 0.31 to 1.62 mg/kg for hay, and 0.27 to 0.97 mg/kg for straw

Fill in text Informations on the methods for determining TRR values

Table B.7.9-4. TRRs in Matrices.

) [Cyano-14C_ [Pyrazole carbonyl-14¢
Matrix Timing and [ ot eet Interval {days) FBL % TRR ppm %% TRR ppm
nnlication
uman food commoditi : (grain 30 0.056 0.054
Human food commeod 120 0.004 0.008
Human food commodities (grain) \ 365 0.014 0.018
Animal feed commaodities (forage) \ 30 0.313 0.287
Animal feed commodities (forage

In rows : Fill the matrice names corresponding to the
rotational crop tested and the different Plant Back
Intervals (PBI)

Fill in table for TRR’s in various matrices




REPUBLIQUE

FRANCAISE
Liberté
Egalité

Fratermité

()
A V4

anses

Wheat (rotation)/ cereal grain | Lettuce (rotation)/ leafy vegetable  Beet {rotation)/ root vegetable  Sail (rotation)

I. General Info  II. Ma

VI. Attachments

l1l. Results and discussion

A, Total Radioactive Rffsidues | B. Extraction, Characterization, and Distribution of Residues | C. Stofege Stability of Residues  D. Identity of Residues in Rotational Crop  E. Proposed Metabolic Pathway

B. Extraction, Characterization, and Distribution of Residues

[Cyano

losses of TRR. during preparation of samples and analysis by HPLC were calculated and considered having no impact on the valu

[Pyrazole carbanyl-1
Characienzaton of residue 30, 120 of 365 Oays aTter soil Teatment.

The grain extracts from the 120 DAT [14C] cyantraniliprole treatment contained negligible amounts of radioactivity (0,004 mg €

Cyano-14C] #3  [Pyrazole carbonyl-14C] #4

Prefilled: Separate tab for each radiolabel

in this example there are two labels but 4 tabs (grain 2 PBIs/ Forage 3 PBls,
Hay 3 PBIs, Straw 3 PBI s = 11 tabs)

Free text for description of results (footnotes, abreviations...)

af samples and analvsis by HPLC were calculated and considered having no impact on the values, In samples from:

Forage - 120 DAT Forage - 365 DAT
Metabolite Fraction I
%TRR ppm YeTRR ppm YeTRR ppm Y TRR ppm %eTRR ppm

_ 0.058 0.014 0.313 0.129 0.128
Extracted residues 85.9 0.043 56.5 0.003 92.4 0.289 90.2 0.113 91.5 0.117
Extract 1 23.5 0.013 32.7 0.005 64.7 0.202 69.3 0.089 64.1 0.082
Extract 2 14.2 0.008 23.8 0.003 214 0.067 20.9 0.027 228 0.029
Extract 3 6.4 0.020 MNC MNC
Extract 4: 26.5 0.004

Organic fraction P This tab summarises the extraction, characterisation and distribution of the TRR among the

Aqueous fraction  |8.0 differents matrices

Gel fraction 1.9 T
Extract 5 10.6 0,008 MNC NC NC 1.2 0.002
Extract & 11 0.008 NC
Unextracted residues | 14,1 0.008 43.6 0.006 7.6 0,024 9.8 0.013 8.5 0,011
Extracted residues atter gy 5 0.05 56.5 0,008 84,4 0,263 95,3 0,122 86.5 0,111
Loss during processing  |-5.6 -0.003 <0.01 8.1 0,026 -5.1 -0,008 5.1 0.005

More-than (>) sign authorised but not less-than (<) sign! Using a less-than sign makes information disappear

WARNING:
You can rename columns but do not delete column headings: empty headings cause irreversible merger of columns

WARNING:
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Wheat (rotation)/ cereal grain | Lettuce (rotation)/ leafy vegetable Beet (rotation)) root vegetable  Soil {rotation)
1. General Info I Materials and Methods | I, Results and Discussior] | IV, Condusions ¥

A, Total Radioactive Residues  B. Extraction, Characterization, and Distribution of Residues |C- Storage Stability of Residues

|D. Identity of Residues in Rotational Crop  E. Proposed Metabolic Pathway
C. Storage Stability of Residues

13 Residues in crop samples were extracted and initial analysis conducted by HPL( within 4 weeks of harvest. After a period of storage (64 to 73 weeks at -20°C) milled tissue from selected crops sown 3(
cyantraniliprole), beet foliaze, and hay ([PC-1*Cl-cvantraniliprole) were analysed.

cyantraniliprole being the major component, and metabolites IV

The Composition of the residue from wheat grain was stmilar to the otizinal residue after prolonged storage, with -J9Z38, and IN-MLAS4 bei

e e - s . B v . .

[ L epenens R il

Free-text field: describe storage conditions, discuss whether the petitioner demonstrated that residues are stable during storage.

Table B.7.2.1-8. Summary of Storage Conditions.

Matrix (RAC or Extract) Storage Temperature °C  |Actual Storage Duration (Days or Months)

Interval of Demaonstrated Storage Stability [specify crop/matrix if different] (Days or Manths)

Tab to summarize storage stability data in study and demonstrated storage stability
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Wheat (rotation)/ cereal grain | Lettuce (rotation)/ leafy vegetable | Beet (rotation)/ root vegetable  Soil {rotation)

|| 111 Results and Discussion ||V, Appendix
A. Total Radioactive Residues B, Extraction, Characterization, and Distribution of Residues  C. Storage Stability of Residusd | D. Identity of Residues in Rotational Crop]| E. Proposed Metabolic Pathway

D. Identity of Residues in Rotational Crop

[Cyano-14C] [Pyrazole carbonyl-14C]- [Cyano-14C] #3  [Pyrazole carbonyl-14C] #4
Mature of residue 30 or120 days after soil treatment.

The majority of the extracted radioactivity from lettuce planted 30 and 120 days after soil treatment was identified as ) 0,01 to 0.08 mo/fkg, 39.6 to 69, 1% TRR). Other lettuce metabolites ir

more than 0.01
mg,/kg. No unidentified component individually accounted for more than 0.01 mgjfkg.

Table B.7.9-7. Summary of Characterization and Identification of Radioactive Residues in Rotational Crop Matrices Following Application of [Cyano-14C]-cya

30PBIa 120 FEL & Matrix 3 Ma
Compound
YoTR.R ppm YoeTR.R ppm %YeTRR ppm YeTRR
Cyantraniliprole B X ; X - ] X X
S— 4 This tab summarises the identification of compounds in tested matrices
IN-1CZ38 3.7 0,005 1.6 0,001
INMLAGS 4,3 0,005 2.3 0,001

WARNING:
Pay attention to the number of column required to report all the data available in the study (one column per matrix). Knowing that each
subtab contains a 7-column table, if you need 8 columns, you have to create a second radiolabelled test item to get the extra columns you
need

WARNING:
You can rename columns but do not delete column headings: empty headings cause irreversible merger of columns

WARNING:
More-than (>) sign authorised but not less-than (<) sign! Using a less-than sign makes information disappear

WARNING:
When filling header column, always start with the parent compound and carry on with identified metabolites
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Mew  Open Save FRender

- E Paste

Document Clipboard Format Tools

Wheat (rotation)/ cereal grain | Lettuce (rotation)/ leafy vegetable Beet (rotation)/ root vegetable  Soil (rotation)

22| | Ingert Symbol

[il] B
Nl | 1=

| Build Metabolic Map

1. General Info  II. Materials and Methods] | II1. Results and Discussion | 1v. Condusions V. Appendix VI, Attachments

&, Total Radioactive Residues B, Extraction, Characterization, and Distribution of Residues €. Storage Stability of Residues D, Identity of Residues in Rotational Crop | E. Proposed Metabolic Pathway

E. Proposed Metabolic Pathway
+ - Q D[E[0]o [z Metabolic map

Parent

WARNING:
.1‘ Metabolic map can be built only once V. Appendix 2 has been filled in.

" u
e 3 .
e ot S med -(\_H Ll

Table B.7.9-8. Identification of Compounds from Metablism Study (both proposed and found).

Common name/fcode |Chami{3\ name Chemical structure

Table about compounds identified automatically created and filled in from V. Appendix > Appendix 2

IN-1CZ38 IN-ICZ38 Ce1ee(CN)=0)cc(C(=0)NC)c INC(=0)C 1=CC(Br)=MN 1cic(Cl)eeen 1
IN-1SE76 IN-ISE76 Cc1ce(C(0) =0)cc(C(=0)NC)c INC(=0)C1=CC(Br) =NN tc 1c(Clccenl

In wheat, lettuce, red beets, and sovbeans the gyano group underwent varving degrees of hydrolysis to amide and carboxylic acid (IN-KJH1S, IN-JCZ38. IN-JSET6. IN-EJATT IN-EKJATS. and IN-KJATY) moieties. !.
(the demethvlated metabolite of IN-J2Z38). Demethylation. presumably via oxidation of the N-methvl group to a hydromymethyl sroup (as in IN-MYH28) then oxidation to the carboxylic acid and eventual loss of c:
the hydroxymethyl metabolite IN-NTB69. Glucose comugation of [IN-NTB69 was also observed. Hydroxylated IN-MLAS4 and bis hydroxy cyantramliprole were also reported. [N-DBCS0, formed by cleavage of the

B

.

W

P - . "

free-text field: briefly describe the metabolic pathway and reactions (oxidation, hydrolysis, etc.)
S 7 o 7
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Wheat (rotation)/ cereal grain | Lettuce (rotation)/ leafy vegetable  Beet (rotation)/ root vegetable  Soil (rotation)

I. General Info  II. Materials and Methods  III. Results and Disv:ussiml IV, Condusions | v

JAppendix VI, Attachments

Same manner to fill “Conclusion” section than Plants MSS

CONCLUSIONS

In human food commeodities, TRRs in crops grown in soil treated with both labels ranged from <0.01 to 0.06 mg/kg for wheat gram, 0.01 to 0.03 mg/kg for red beet roots and 0.02 to 0.11 mg/kg for lettuce. In animal feed commodities the TRR
into soil treated with both labels Tanged between 0.09 to 0.31 mg/kg for early forage. 0.31 to 1.62 mg/kg for hay. and 0.27 to 0.57 mg/kg for straw. TRRs in red beet foliage sampled from the 30 and 120 day sowings into treated soil ranged frc

The TRR in the upper 15 cm of soil collected 30 DAT with [CN-14C] and [PC-1*C] -

as (.38 and 0.21 mg/kg, respectively. Residues i sod treated with [CN-1177 -
DAT t'the [CN-14CT === met= apd [PC-T7T e — ———"

" declined by 120 DAT (0.20 mg/kg), but not in
CTS sofls, were 030 mg/kz and 16 ma/ka. respectively.
Yol Tesidues at 498 DA (wheat matirity from 365 sowmg) did 1iof decline significantly from those at 30 DAT. Since this soil had received two wheat sowings this indicated that total radioactivity in soil remained similar throughout the study.
Concentrations of total radioactivity in soil from the lower 15 to 30 cm horizon were <0.01 mg/kg.

REFERENCES

Chont-- 7 7 .\ cwway Confined rotational crop study using M-t mev e m 2T Lo Laboratories, Tranent, Scotand, UK, study 7 7 L s U L

Free-text field: cite references for other metabolism studies (if applicable); if available, include
the EPA MRID# and PMRA# of both the study and the review.
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Lettuce (rotation)/ leafy vegetable | Beet (rotation)/ root vegetable  Soil (rotation)

=

III. Results and Discussign

. Appendix

+ g 7R

+ g= &R

Test# Mumber Application Method  Application Rate Mumber of Applications  Timing of Applic PBI Matrix Experimental Descriptor ~ Remarks Citation RLTM Test Crop Sail Type

Cy_lettuce_30_PBI In bare soil 450 g aifha 1 30 day Foliage Citation #1 [Cyano-14C]-MTP_W-2¢ Lettuce (rotation)/ leafy Sandy loam soil

Cy_lettuce_120_PBI In bare soil 450 g aifha 1 120  Foliage Citation #1 [Cyano-14C]-HMTP_W-2¢ Lettuce (rotation)/ leafy Sandy loam soil

Cy_lettuce_b_30_PBI In bare soil 450 g aifha 1 30 Foliage Citation #1 [Pyrazole carbonyl-14C] Lettuce (rotation)/ leafy Sandy loam soil
Cy_lettuce_b_120_PBI In bare soil 450 g aifha 1 120 Foliage Citation #1 [Pyrazole carbonyl-14C] Lettuce (rotation)/ leafy Sandy loam sail

Summarize of all tested matrices from metabolism study. Each line represents a matrice

|Appendix 2
+ 8= & R
ID  Common Mame fCode  Chemical Mame SMILES Parent(s) Expertise
1 T o 3-Bromo-1-{3-chloro-2-pyridinyl)-M... Ccloo(CEM)co(C(=0)NC)cINC{=0...
2 IN-J9Z233 X - " ’ - -
2 IN-NBCO4 Summarize of all identified and/or detected compounds from metabolism study and relationships between compounds.
Each line represents a compound.
4 IN-MLABS | ALWAYS begin with parent compound and carry on with metabolites.
5 IN-7BES
& IN-YXSE 3-Bromo-1-{3-chloro-2-pyridinyl)-M... Ccloo(C#EMN)co(C{=0)NCO)cINC{=...
7 IN-HGWET M-[2-{Aminocarbonyl)-4-cyano-6-...  Ccloo{C#EM)oo(CM)=0)cINC(=0)... &
Appendix 3
Cy_lettuce. Cy_lettuce. Cy_lettuce. Cy_lettuce.
MTP_W/-29-31 linked inked linked linked
IN-13738 linked Summarize about the detection or not of compounds in tested matrices.
Generated automatically once appendix 1 and 2 are fulfilled
IN-JCZ38 linked linked
INMLASS linked linked linked linked




EX
REPUBLIQUE
FRANGAISE

()
\ Y4

Wheat (rotation)/ cereal grain | Lettuce (rotation)/leafy vegetable | Beet (rotation)/ root vegetable  Soil (rotation)

111, Results and Discussion | V. Appendix

V. Appendix

- Matrices should be named briefly but unambiguously so that they can be
easily distinguished

1. first letters of the labelling (mandatory)

2. portion analysed (mandatory) 3. dose applied (optional) 4. PHI (optional)
-> Every information separated from the next with an underscore (_)

- number of plants by radiolabelled test material

Appendix 1 Appendix 1 filled thanks to appendix 1 editor
=
Tests# Mumber Application Method  Application Rate Mumber of Applications
30a In bare soil 450 g aijha 1
== —_— e Test#™
Appendicl Editor X
Test=
Cy_lettuce_30d
Mumber PBI
I days =k
Application Method Application Rate Number
In bare sail 450 gaifha K
Mumber of Applications Timing of Applications Plants: PHI*

1 X

Matrix
Foliage *

Experimental Descriptor

Remarks

Citation
Citation #1 % =~

Test Crop (from Table 1)

Radiolabeled Test Material
[Cyano-14C] il 3

"Lettuce (rotation)/ leafy vegetableglettuce (Lac -

Soil Type (from Table 2)

"Sandy loam soil”, "8, 2 {in water)”, 13 (0C)", 70,1 -

Submit

Cancel

Rotational Crops:
PBI*

/\ The value must be separated from the unit by a space otherwise the
information will not appear once the MSS xml file imported into MetaPath.

Application Method

Application Rate*

/\ The dose rate must be separated from the unit by a space otherwise the
information will not appear once the MSS xml file imported into MetaPath.

Number of
Applications*

Value

field must be filled in to allow importation of the MSS xml file into MetaPath

e
loam soil
loam soil
loam soil

loam soil
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Wheat (rotation)/ cereal grain | Lettuce (rotation)/leafy vegetable | Beet (rotation)/ root vegetable  Soil (rotation)

111, Results and Discussion | V. Appendix

Appendix 1

Appendix 1 filled thanks to appendix 1 editor

+ g=

€7 8
Test#  Mumber

30a In bare soil

Appendicl Editor

Test=
Cy_lettuce_30d

Mumber

Application Method
In bare =oil

Mumber of Applications
1 X

Matrix
Foliage *

Experimental Descriptor

Remarks

Citation
Citation #1 % =~

Test Crop (from Table 1)

Application Method

Application Rate
450 g aijha 1

PEESY

PEL
I days =k

Application Rate
450 gaifha K

Timing of Applications

Radiolabeled Test Material
[Cyano-14C]- [; 3

"Lettuce (rotation)/ leafy vegetableglettuce (Lac -

Soil Type (from Table 2)

"Sandy loam soil”, "8, 2 {in water)”, 13 (0C)", 70,1 -

Submit

Cancel

Mumber of Applications

Timing of Applications PBI Matrix

30 day Foliage

120 Foliage

V. Appendix

Experimental Descriptor Remarks Citation RLTM Test Crop Soil Type

Citation #1

Citation #1 [Cyano-14C]-cyantranili Lettuce (rotation)/ leafy Sandy loam

Matrix™

Remarks - free-text field. To explain terms and abbreviations

Citation* -> select corresponding citation (according to the
itation

radiolabelled test material or the administered dose)

Radiolabeled Test Material*

- select corresponding radiolabelled test material

Test Crop (from Table 1)*

- select corresponding test crop

Soil type (from Table 2)*

- select corresponding soil type

Click on Submit to validate

created matrice

field must be filled in to allow importation of the MSS xml file into MetaPath

[Cyano-14C]-cyantranili Lettuce (rotation)/ leafy Sandy loam soil

soil
soil

soil
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Common Name [ Code

ck

Chemical Structure
Celco(CEN)ec(C(=0JNC)cINC(=0)C1=CC{Br)=NN1clc(C| | g

Common Name [ Code Chemical Name SMILES

T QQE

Parent(s)

2 : IN-19238 (Ccloo{C#M)oc2c 1N =C(C 1=CC(Br)=NMN1c 1c(Clocy

3

41 INMLAZS (Cc loo{C#M)oc2c IN=C(C1=CC(Br) =MM1c 1c{Clog
: IN-MYX98 {Cc tec{CEM)cc(C{=0)NCO)c INC({=0)C 1=CC{Br)-

5

+ IN-JCZ38

Appendix 2 filled thanks to
appendix 2 editor

V. Appendix

Common
Name/Code

common name / company experimental name

Chemical Name

common name (company experimental name)
Do not write down the full chemical name of the molecules [l

(Coleo(CN) =0)oo{C(=0)NC)cINC(=0)C 1=CC(Br]

Parents

Describe relationship(s) between compounds by ticking the box(es) that
correspond(s) to compound(s) from which the metabolite can be generated.
Relationships specified for all metabolites, except parent compound.

N.B.: The metabolic pathway is built based on the information encoded in this
field.

-
i

Click on Submit to validate

Treatment
Groups

Tick the box(es) that correspond(s) to matrix(ces) in which the compound has
been identified.

created compound

¥

T

¥ 30b Foliage

¥ 120b Foliage

Expertise

x MNone

x Expertly specified

Unknoww site

3

Submit Cancel

Expertise

Select "Expertly specified" and "Assumed by author(s)” for compounds that

If no issue drawing the compound, select "None"

were not identified in the study but are assumed interm*tes between
identified metabolites.

In case of uncertainties while drawing a compound (e.g.: position of a chemical
group not clearly determined), select "Expertly specified" and specify in the
"Decision" field which assumptions were made when drawing the compound
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Appendix2 Editor x

Chemical Structure

j Pi— Click on this icon to insert a chemical structure

@lemZDEditﬂr -
NAOC HR2T HA (s - %0 e+ - BB ® O]

SMILES/InChi Lo ce{CHM)ec{Ci=0NCIsNC(=0)C1 =CCBri=NN1 e1e{Cliccent Drawing a structure by adding/pasting a smile code
Q0ao0o-00-0 @
Templates Drawing a structure by using the drawing package (see previous
. slide about 2D editor)
9= d \
et bk \ N
_{Q{._  F
[ [ < o
4T AT N 0 ”\ O
/e

! S Then hit OK to accept the structure

|
1l
0

n mhi=
HEa
n bt
(i,

(5}

drag the mouse with left button pressed to create bond

& 0K X Cancel
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Cy_lettuce. Cy_lettuce Py_lettuce_ Py_lettuce_
linked linked linked linked
IM-19Z38 linked linked linked
IN-1CZ33 linked limked
IN-MLASS linked linked linked linked
IMN-MYX 98 linked linked linked

This table is filled in automatically using the information available in Appendix 1 and 2.

You can link and unlink matrices and compounds by right-clicking in the cells. This can also
be done by scrolling but it is very sensitive.
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