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WEBINAR: METAPATH 
How to complete MSS composers for pesticides metabolism studies



1ST DAY WEBINAR PROGRAM
I. Introduction & presentation of the project

II.Opening MSS 

III.General Info tab

IV.Materials & Methods

Coffee break

V.Results tables (part 1)

Lunch break (until 14 h)

VI.Results tables (part 2)

VII.Appendixes

Coffee break

VIII.Attachment , Render & Conclusion

IX.Key points / Q&A 



IV. Materials & Methods

Materials and study design



II. Materials and methods

Click on II. Materials and 

Methods tab

2 SUBTABS 



II. Materials and methods- A- Materials

This tab summarises the test material, the test crop and the soil type

Populate fields

under 1. Test 

Material

WARNING: 
Respect the maximum number of characters (~250)



II. Materials and methods- A- Materials- 1. Test Material-
Radiolabeled Test Material

To add additional 

radiolabels or to delete 

radiolabels.

Range of values or value(less-than (<) and 

more-than (>) signs authorised)

Range of values or values / Unit

Range of values or values / Unit



II. Materials and methods- A- Materials- 1. Test Material-
Radiolabeled Test Material

Click on icon to open 

the 2D Editor drawing 

package to build the 2-

D structure



Start by drawing a 

fragment by selecting the 

pen icon or by selecting 

the corresponding  

structure 

Drawing tool: Using 2D Editor: draw the structure



To change atom type, for

example from H to N; use

the periodic table option

(blue circle with two

yellow circles icon).

Drawing tool: Using 2D Editor: Modify the atom



Drawing tool: Using 2D Editor: Modify the atom



Drawing tool: Using 2D Editor: main functions



Drawing tool: Using 2D Editor: main functions



Drawing tool: Using 2D Editor: using SMILES codes

Smiles
String

As the smiles string is 

pasted within the 

SMILES/InChi box, a 2-

D structure appears 

below in the white 

structure display box.



Drawing tool: Using 2D Editor: using SMILES codes

The scissors icon is the 

delete or cut feature.

Ionic structures may be 

represented with + and –

charges.

The four arrow 

icon allows you to 

move the 

structure.
Templates 

for common 

structures 

may be 

created, 

stored and 

recalled for 

future use.



Drawing tool: Using 2D Editor : Radio labeling of atoms



Uniformally ring 

labeled C-14

Smiles string incorporating

radio-label

Drawing tool: Using 2D Editor : Radio labeling of atoms



Directly remove

"{LBLXX}" from the 

SMILES code

Drawing tool: Using 2D Editor : Radio labeling of atoms

WARNING: 
When copy/paste, don’t forget to change the radiolabeling site



This table summarises the physicochemical properties

II. Materials and methods- A- Materials- 1. Test Material-
Physicochemical Properties



II. Materials and methods- A- Materials- 1. Test Material-
Physicochemical Properties

A right-click on the column header allows 

for the pop-up box in which the caption 

or column header may be edited. This 

feature is found in all tables



A right-click on the row allows for the pop-

up box in which the User may edit the rows 

by inserting an additional row, clearing a 

row, deleting a row, copying a row or 

clearing the entire table. This feature

applies to all tables within the Composer.

II. Materials and methods- A- Materials- 1. Test Material-
Physicochemical Properties



II. Materials and methods- A- Materials- 2. Test Crops

Respect the following 

nomenclature: Crop / 
Crop Group

Two digits + unit : 

19 BBCH

10 - 19 BBCH

0 : N/A

WARNING: 
the information must start with a figure to appear once the MSS xml file 

imported into MetaPath.



II. Materials and methods- A- Materials- 2. Test Crops

Select the right item in the drop-

down list. If nothing

corresponds, choose "other" and

fill in the free-text field (max. 50

characters)

Please note that if another option than "other" is selected, the information displayed in the 

free-text field will not appear once the MSS xml file imported into MetaPath.



II. Materials and methods- A- Materials- 3. Soil type



II. Materials and methods- B- Study Design
Experimental Conditions and Sampling

Free-text field: briefly describe the experimental 

conditions

This tab summarises the experimental conditions, the sampling, the method used for
extraction and analysis and identification and characterization

Free-text field: briefly describe how samples

were taken, parts sampled, how samples were

handled after harvesting (shipment, storage,

etc.), and any preparation that was done prior to

extraction

Application Rate : use a.s. as an abbreviation: : 1000 g 
a.s./ha



II. Materials and methods- B- Study Design
Extraction and Analysis; Identication and characterization

Ability to attach figures/graphs of Extraction 

Schemes. Must be image files (i.e., jpeg, tiff etc…). 

Click on Attach to upload file. Image will render

with Word document.

View will open the attached 

file for viewing. The image 

will be embedded in the 

rendered Word Study

Summary Document.

Free-text field

Free-text field
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Live session 

IV. Materials & Methods


