
Explore Data

Search your data (or browse)

Select project 

and/or Public 
Data to search

Search within (or not) a protocol or 

category

Search options Browse/edit registered entities

Select another 

vault

Launch Structure 

Editor to:
• Draw structure

• Paste smiles, 
mol, or IUPAC 

name

• Import file

• Wildcard – asterisk (*)

• Type asterisk (*) to retrieve all

• 65000 character limit

Create new entity
• Molecule

• Project

• Protocol

• ELN Entry

Search within (or 

not) a collection

Search by chemical properties

Search results will match all criteria 

specified

Current vault

Add/remove a search term



Explore Data

Search results

Generate interactive 

visualizations

Note: Two numeric fields are 

required for the button to be 

enabled.

Save search and 

report fields for 
future reference

Sort on 

blue fields

Add results 

to collection

Export to Excel/CSV/SDF

Note: Use Excel for publication quality images.
Select fields 

to display

Displayed readouts 
• Matching – default – only readouts that 

satisfy your search criteria

• All - every readout for each molecule

Dose-response plots scale

Sets the Y-axis scale for all dose response plots.
• Per Run - range in a given run

• Per Molecule - range across all runs of the molecule

Set column width

Select fields to display

Choose fields from 

additional protocols

Detail Level
• Summary - group data by molecule

• Run/batch - group data by run & batch 

• Details - default - data not grouped

Customize your report

Flag outliers 

Note: Calculations 

update automatically

Click molecule to display light box to download 

structure formats and IUPAC name

Note: Molecule oriented based on how drawn in search

Create Bayesian model

Note: Saved as a protocol

Flag outliers from 

curve and constrain fit 

parameters

Reorder sections 

in report

Click to view 

molecule record



Molecules

Molecule name

Calculated 

properties

Edit structure 

and synonyms

Molecule name for 

Public data sets

Delete molecule

Edit batch 

information

Create  

another batch

Delete 

batch

View and manage plates, protocols, 

collections and projects for this molecule

Explore data > Molecules



Molecules

Single registration 

Paste text representation of the molecule

• SMILES

• Mol file

• IUPAC name

Enter batch fields, as 

appropriate

Select project

Draw molecule

How should salts and solvents be handled?

• Strip - Strip drawn salts and solvents

• Stoichiometry - Enter salts and solvents

Note: use Stoichiometry to register mixtures



Protocols

Select Create a new > Protocol

Create a new protocol

Add a readout definition to hold a 

value, e.g. Raw Data

Enter Name, Category, 

Description and Project

Add a dose response calculation

Add a custom calculation on data 

in readout definitions – can be 

across multiple protocols

Add stop light color coding to readout 

definitions based on readout value

Define control layout for a 

specific plate after upload

Searching across protocols with the same value 

for category

Note: Recommend using a limited vocabulary

Coloration can be viewed on: 

• Molecule page > Protocols tab

• Protocol page > Protocol Name > Run Date > 

All Data tab

Click to Edit

Toggle between Positive, Negative, 

Reference molecule & not specified

Location of samples 

specified in the import file Full plate not required



Readout Definitions

Options

• Normalize within each plate

• Normalize within each run

• Already normalized

• No controls (do not normalize)

Options

• % inhibition or activation
• Requires positive and negative 

controls to be specified

• % negative control

Specify Fit Parameters

Set activity range that defines 

inactive compounds

Add another calculation, e. g. IC90
Select desired calculation 

from list or choose Custom 

for another option

Precision to be displayed

Options

• Text

• Numeric

• Date

• Pick list

• File

Name to use for the 

readout in CDD Vault

Adds aggregation for calculations and searching. 

Calculations aggregate on protocol condition,    

e. g. If species is protocol condition, average 

inhibition is calculated over batch/run/species.

Add a Readout Definition Add a dose response readout definition

Add a calculated readout definition

Only number data type supported

Type function name to select from list

Syntax

• [readout definition name]

• <protocol condition name>

• {chemical property name}

Perform calculations over

• Batch and run

• Batch and protocol

• Molecule and protocol 

Field names in 

CDD Vault for raw 

dose response data

Store biological data

Perform calculations 

on readout definitions

Calculate relative dose response



Import Data

View saved mapping templates

Revisit previously imports

Select file and project to import data

Choose file Map fields
Type of information to be registered

Note: To register records without structures, 
select “without structure” option

Map fields

Note: System will map columns with 
similar names to fields

Issues to be fixed before 

importing can occur

Save mapping as template for future use

Use a saved 

mapping template, 
if available

Add data to existing molecules



File types

File format

Molecules

A batch of a molecule may be uniquely identified by:

• Molecule name and Batch name

• Synonym and Batch name

• Batch field that is unique

• Plate and Well location – plate preregistered

• Molecule name, Batch name, Plate and Well location

Samples 

• 1 row per measurement

• Location of samples specified in file

Controls – if 

applicable

Note: do not need to be 

associated with a batch

Unique batch field

Note: this can be used for uploading data

Use SMILES or mol file for structures

Note: Salts and solvents will be stripped

Single point data Dose response

First row – column headers

Each type of data entered into a separate column

File type

CSV format



Import Data

Noteworthy events

• Things to be aware of

• Decide to Accept or Reject

Suspicious events

• Possible problems in registration

• Decide to Accept or Reject

Click down arrow to see 

details of noteworthy or 
suspicious events

Commit or Reject Import

Review mapping

Commit Data

I changed my mind –

Cancel the import

View imported records

View or export records

Import status

Report

Export problematic data to 

fix and reimport, as desired


