Explore Data

Search your data (or browse)

Current vault

Select another

CDD,VAULT - Demo Vault ( ~ vault Help  Log out
Explore Data ELN Import Data Reports Settings | Heather Arnaiz ~
Create new entlty Search Saved Searches Collections Molecules Protocols Plates
*  Molecule
*  Project Search options Browse/edit registered entities
«  Protocol @ Projects o N Protocols
e ELN Entry
# CRO 1 In 4 (select protocol) $ or (selectcategory) &
@ Project ABC
@ Project XYZ ® Addaterm Search within (or not) a protocol or © Remove term
category
Select project <0 Show/hide projects
and/or Public S ; i
2 ® H ) similarity >/ 70% & i ies 2 earch by chemical properties
Data to search o ) Structures substructure © similarity > 70% Chemical Propemes/
S (select property) - Min: Max:
@\ Launch the Structure Editor
Launch Structure | —
Editor to: : — =
- Draw structure Search results will match all criteria specified Search molecule and batch fields
+ Paste smiles, _ » Wildcard — asterisk (*)
mol, or [UPAC Collections 7 Keywords ? o Note: Wildcard must be at the end of the
name term, e.g. “ben*”
. i I H lect a collect A Any field —_—] o )
Import file ! : i— «  Limits: 65000 characters and 5000 rows
/ (Any Value) § * Retrieve all molecules — Any field & (Any
® Addaterm (© Remove term Value) & leave the text box empty
Search within (or
. Add/remove a search term ; (® Remove term
not) a collection Options
* (Any Value)
* has
o Note: Only for numeric fields.
* not
* (No Value)
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Explore Data

Search results

Export to Excel/CSV/SDF
Note: Use Excel for publication quality images.

Create Bayesian model
Note: Saved as a protocol

to display

Select fields

/
Customize your report ~ [] Save this search

Save search and
report fields for

Generate interactive
visualizations
Note: Two numeric fields are

required for the button to be
enabled.

/

Molecule +

Select....

I - nony/]

7
10 Selected: = Plot Export < Add to co{lection & Build model @] Flag o‘utliers

Chemi " | Batan cidia

/

CDD-960611

H

Click to view

molecule record

DEMO-0007944%
CDD New Demo Vault

future reference

,c\/:\/ A .
B \‘g

ion Data Secondary CRC Assay
Melefular weight (g/mol Add resu |tS tifier = | Inhibition (%) = | AvgInhibition (%) = = EC50(uM) = Dose-response Plot
Z
to collection 050 " \s.s-s:a.rsm:z; 0.261 100
Sort on L A s
. . £
blue fields Flag outliers i»
Note: Calculations P>
update automatically J - T
Concentration (uM)
1233 Flag outliers & Override B

Click molecule to display light box to download

~

structure formats and IUPAC name
Note: Molecule oriented based on how drawn in search

Flag outliers from
curve and constrain fit
parameters

Customize your report

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

* Summary - group data by molecule
* Run/batch - group data by run & batch
* Details - default - data not grouped

Detail level: 2 O summary O Runmatcn ® petails
Detail Level
Displayed readouts: 7 O] Matching O an
Dose-response plots scale: ? O PperRun @ per Molebyle
4398 size: O sman O medium

Displayed readouts

Column widths: 25 characters

<)
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Set column width

* Matching — default — only readouts that
satisfy your search criteria
* All - every readout for each molecule

Structure Fields ~ All  None

Reorder sections
in report

Structure [J smiLes [J weac
CDD Number [ mem
[J cxsmiLes (cob compatible) [J ncnikey
Select fields to displa
\@ O Single Point Screen p y

= \:l Secondary CRC Assay

Choose fields from
additional protocols

(® Add Protocol:  (select protocol) %




Vision

Filters

CDD,VISION

Select desired fields to
display on the X and Y axes
of the chart. The range can
be set here as well.

Drag to select range in plot

Note: Plot recalculates high and
low values for size and color

Reset i

Set symbol
size and color

Selected molecules 22 [ 30 Plots
A

Single Point Screen: Avg Inhibition (%) (-2.05-36.8) Il
log D (-3.01-3.80) ¢ ®

Filter records in 2D plot by field
« Select region in histogram

Molecule

<l

CDDAT-0003198

1,

CDDAT-0003199

u—</"f]

Molecular weight (g/mol)

~  Molecular weight (g/mol) log P H-bond donors H-bond acceptors Lipinski violations log D lot
202.63 272 1 2 0 2.72 i
View table of data in chart
Note: Only numeric fields
specified in the report will be
available
168.19 2N 1 2 0 21
v

Session

Add a filter... -

Molecular weight (g/mol)  *

..“ «  Double click to reset
@] —
@]
[ ]
(125 8 -
= 1 _/
2 CDDAT-D003226
Molocular weight (g/mol) o
CDDAT-0003226 CH, i
M ver poin e :
ouse over point N CHz e :
to see molecule = =
= .
HN Click on point to view i f:;gc;‘? § 2IeRe
associated data
w:c 150“5 r;c 1;0 \e'c 1;c llac N u!«,c 2:'3 z'm 2£c 230 zlc 25'5 ' H-bond donors X

H-bond acceptors x
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Vision

PIOtS Select which plot n

to export
Axis and Legend Labels
Add selected molecules X Molecular weight (g/mol)
to collection
Y log P
Enlarge plot or table
CDD.VISION 4 i Y)D Selected molecules 30 / 3 A “ Color Single Point Screen: Avg Inhibiti
X y * Single Point Screen: Avg Inhibition (%) (2.05-36.8) Il X * Single Point Screen: Avg Inhibition (%) (2.05-36.8) Ial Size log D
log D (-3.01-3.80) =#® Export Plots
y I |
. ° R nclude the CDD logo on export
o, -
31 (-. B Cancel Download PDF
.. Export PDF of a chart
5] ® Plots
® o
® Ps s @ Drag the plots to reorder.
[
2 x x
L
0+ li Al
. Drag to
1% I rearrange plots
Add a scatterplot or
4 a . .
e histogram to the display g
100 150 " 200 250 300 S P D P D D Note: Maximum of 4 plots
G S S S ) P
Molecular weight (g/mol) CNS MPO score
A
Molecule “+  Molecular weight (g/mol) log P H-bond donors H-bond acceptors Lipinski violations log D log ¢
CDDAT-0003209 154.125 0.23 1 5 0 -3.01 12
O
7o
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ELN

Search entries

Explore Data

Import Data

Reports

Settings (|

Heather Mattson Armaiz ~

i
Entries

o‘

#) Projects

¥ Project ABC

¥ Project XYZ

ELN entries associated
with a project

J Public Data

ELN entries

+ Click to open

Search (e.g. keyword*)

Filter By:

1186

3101

2935

1187

1367

2202

1 Author

Search for term(s)
. Wildcard: *

. Use leading zeros for IDs

. Use double quotes for exact search

Search for
substructure

Any Status

Filter entries by

@

Diels-Alder reaction of 1 3-butadiene ..

Analysis of 5-[2-chloro-5-(trifluoromet. ..

©

Coomassie Blue Analysis W
Principles of Early Drug Dis|
Squamous cell tumors

Quinone methide synthesis

<)
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Search terms
appear in bold in
context

o Author Showing 11 entries
. Status
~. odified eate Status
Heather Mattson Ar...  2018-11-27 2018-03-26 Open
Heather Mattson Ar...  2018-11-02 2018-10-17 Open
Entries
mice with structure ) n
Fitter By: 1Author ~ AnySlalus ~ Showing 4 entries
ID Title Author Modified Created Status
1367 Squamous cell tumors Heather Mattson Ar...  2018-11-30 2018-04-26 Open

body: Procedure Monitored effect of HA-1 and HA-2 on squamous tumors in mice, Mus musculus. Results

annotation - organism: mouse, mice C57BL/6xCBA/CaJ hybrid, house mouse, Mus muscaris

reference.pdf. findings in the Zmiz1 model, we examined squamous skin tumors from another tumor study in aging mice

2.1. Mice We studied cutaneous squamous tumors from two different genetically
Zmiz1A1-185;K14-Cre double transgenic mice (Zmiz1) generated KAs as previous
(B6.129S86-Rag2tm1Fwa N12; or Rag2-/-, Taconic, Hudson, NY, USA) and heteroz
the Zmiz1 (n = 33) and Rag-SB (n = 42) groups were examined for

molecule name: HADV-0000150

Cl

Cl X

(\

SN

0
J

engineered mouse

models

Attached MS Office documents,
PDF and text files are searched




ELN

Duplicate an existing ELN entry

Create new entry ! 1 Print entry to PDF

Finalize entry once complete | @ | X N - d
N

Explore Data ELN

Download attached files as .zip file

o EEEDAr T Synthesigof 2,2,2-trifluoroethyl (1S)-cyclohex-3-ene-1-carboxylate

Protocol Select Create a new a & & 8 Title PR
> ELN Entry
Molecule iocaline
Project ABC v NA -

Project

Select proiect i Add metadata fields in

or, Yy oy -
ELN Entry Project ABC prol Date M ® Upload File Settings>Vault=ELN Fields
Begin Editing Normal Text ~ B /| U = = oo f B O ¥ Saved

Duplicate of: Entry: 1186 - Diels-Alder reaction of 1,3;bfitadiene and 2,2 2-trifluoroethyl prop-2-enoate to form 2,2 2-trifluoroethyl (

o Clickicon

o Drag and drop
* Insert table

o Clickicon

o Copy/paste from Excel
* Insert structure

RS et o

Complexity Simplified

Save status: auto-saves
8 times per second

Elements
* Insertalink
o URL ) ) )
o CDD obiect ortant method of forming 6 member rings in a single step. In this experiment, 1,3-butadiene and 2,2 2-trifluoroethyl prop-2-enoate
. { -cyclohex-3-ene-1-carboxylate (hereafter referred to as ‘product’). The product will be isolated by vacuum filtration and weighed. The
+ Attach file ed using melting point

+ Insert assay annotation O

oy



ELN Elements
Links

URL

0 # B O §

Display Options

Search for CDD object
or paste URL

®©

Text

Display in ELN Entry

I e S

7

L B H L

Caspase 12 Assay - 2018-08-10

A

Click link to go to object

O Caspase 12 Assay - 2018-08-10

HADV-000001

aults/4790/mole

2213 - Synthesig

Insert CDD Obj
*  Molecules
Caspase 124ss] o  Protocols

«  Protocol runs
* ELN entries

2018-08-10- Ca

ects: .

Select display

Custom text

o URL entered if blank
Default text

Structure (molecules only)

2018-08-10 Run ¢

// CDD C3V Export -

Mouse over link to edit or
attach Run Export (runs only)

N

Attached
Run Export

hitps:fwww.ncbi.nlm.nin.gowpubmed/28203453

Active hyperlinks

File Attachments

<)

PDB files rendered in
an interactive viewer
» Drag to rotate

»  Shift + drag to zoom

CDD,VAULT"
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Assay results

Inhibition Data.csv

Image files and
first page of PDF
files rendered

. betalLactams.sdf

Additional file types

appear as links

Import data from CSV or SDF files

/

/
(@f nnivition Data.csv

Inhibition Data.csv

Q Explor
.| View imported
data




Molecules and Reactions Tables

Zjeg.sw —_— Register
0 molecule B /| U o § O i
\)L 4 F
\U\ ID Inhibition SEM
. . 0] (s) O/ﬂ\l:
Registration number F
link added to drawn kCF N Lt » g HADV-0000170 -10.336685 4597
structures already 3 ink 1o registere Edit Table
- molecule record . 603 | 6.568486
registered o . e Insertlink
HADV-0035551 fiy clepiayed mOIeCU;eS | HADV-0000170 (003) * Insertfile
are substructure searchable « Insert structure
* Insert/delete row or column
* Delete table
I \)k F — o “‘U\ F
+ O/\/ (S) (@)
Register o Attach CDX or CDXML files from \
& ChemDraw to add reaction and ASSB.y An n Otat| on
Reactants StOiChiometry table
Formula C4H6 C6HEF202 Formula C10H14F202 I n E LN E ntry
MW 54.09 150.12 Mw 20422 Assay An notation
Limiting? Yes No Equivalents
This is an assay to identify potential treatments for an unknown disease, by investigating the biological pro
target from Mus musculus
This is a ADMET /functional/plasma stability assay in , using , w|
physical detection method, using an unknown detection instrumen{ Auto-generated text from
Assay Annotation 7 annotations
Target
METHOD Bioassay Type Mode Of Action
- ADMET - inhibition
0 U . - functional
Insert Assay Annotati s oo . .
\ ADMET © tional @ Start typing to select Summary of annotations
K desired value Method
| Note: Add cu;tom annotations Bloassay Assay Cel Line
by typing desired value - plasma stability assay - 184B5 cell
Proposals I

<<} Rl

Complexity Simplified

Proposals are
above dotted line




Import Data

Choose file

Explore Data ELN

Import Data Reports Settings B2

Step 1: Choose Data File Step 2: Map Fields

Heather Arnaiz -

Step 3: Commit Data

Imported

flez  [Jsmopiates View saved mapping templates
Choose a file to upload: . \ Secondary CRC Assay.zip Project: | Internal data
Select file and project to import data
Uploaded Files
Filename Date Stalus
Secondary CRC Assay.zip January 23,2018 Partially mapped
Secondary CRC Assay.zip December 14, 2017

Show files being imported and: @) Files you uploaded - ) All files

Continue mapping

Q Explore data - Report - Import again

Reuvisit previous imports

Map fields

Type of information to be registered

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

T

Step 1: Choose Data File Step 2: Map Fields Step 3: Commit Data

File: Secondary CRC Assayzip

Add data to existing molecules
/' Apply a mapping template...

Use a saved /

. @ Add readouts (protocol data) only () Update existing molecules
mapping template, i
. . O Reg new i
if available

View imported

data in table View import

;@3) CDD,VAULT
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data report

>

c D E F
il Molecule Name Plate Well Conc (uM) Raw (RLU) Microscopy
2 Sample PI. 1108 A10 0.01 2.67E+03 Microscopylma
3 Sample P1..20151108 B10 0.03
4 Sample PI..20151108 c10 2.04E+03
Plate Name Well Location

Previously i Map fields

Note: System will map columns with
similar names to fields

Molecule Name or Synon

¥ Molecule Fields

® Molecule Name or Synonym

Molecule Name is mapped to Mol

NaTreor-SyromyTT

- You can use this field to map any molecule name or synonym.

u:
Batch Fiekds
Optional prefix:
Plate and Well e =
Prepend each identifier with an optional prefix
Readouts (Protocol Data)

Do not Import

Please address the following:

« If you map Molecule Name or Synonym you must also map Batch Name and vice versa
« You must not map Image when adding readouts only.

Issues to be fixed before
importing can occur

[2) save this mapping as a template__. ?

Save mapping as template for future use




File format

Molecules

Note: Salts and solvents will be stripped by default

o
File types |pmr Unique batch field
. .
CSV format Note: this can be used for uploading data
A A | B | €| D | E | F | G | H /
1 |Canonical_Smiles CAS # Purity Vendor Synonym Catalog # Amt External ID |
2 | CC(NC(C)(C)C)C(=O)cicecee(Cl)cl 34911-55-2 95 NIH SAMO001246723 CPD000058423 5 Sample-10-2
3 |CNCC[C@H](Oclccec2eceec12)c3cecs3 95 NIH SAMO001247059 CPD000449282 5 Sample-10-3
Use SMILES or mol file for structures Jcc3 128196-01-0 95 NIH SAMO001246668 CPD000469191 5 Sample-10-4

File type

Single point data

First row — column headers

Each type of data entered into a separate column | L

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

A combination of one of the first 3 options and Plate and Well
location

e.g. Molecule name, Batch name, Plate and Well location

A A | B 1 G
~|SamplelD Inhibition SEM
~|Sample-10-001  -10.336685 4.596999925
|Sample-10-001 4.142833609 6.56848643
|Sample-10-001 0.047860794 0.137099726
A Sample-10-002 -4.29821 4.29821
| Sample-10-002 8.835689174 0.158027477

Sample-10-002 3.668918207 4.560620974

N O U AW =

C@i CDD,VAULT
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Dose response

Controls — if
applicable

Note: do not need to be

1 row per measurement
Location of samples specified in file

y A | B | c | D | E | associated with a batch
1 MoleculeID Batch Plate Well Conc RLU

2 ( Plate 20180418 A0l 2.82E+03] /

3 L Plate 20180418 A02 30

4 |DV-0000054 1 Plate 20180418 A04 0.01 3.37E+03

5 |DV-0000048 1 Plate 20180418 A10 0.01 2.67E+03

6 | DV-0000052 1 Plate 20180418 A12 0.01 3.34e+03

7 |DV-0000053 1 Plate 2018041 Samples




Importing attachments

File format
. L
File type 2P |
Name Type
Cl Microscopylmage1.jpg JPG File | Create zip file containing

&| Microscopylmage2.jpg JPG File | 2ttachments and CSV or

SDF file.
E:] Microscopylmage3.jpg JPG File fcc;):(etit:;giﬁégrﬁ\élfe"r?aan?eusuall Add a column
|8] Microscopylmage4.jpg JPG File
ﬂ,"{ Secondary CRC Assay.csv Microsoft Excel . 2 i : | € | L t : ¥ :
~—— 1 |SamplelD Plate Well Conc (uM) Raw (RLU) Microscopy
\ 2 |Sample-10-001 Sample Plate 20151108 A10 0.01 2.67E+03 Microscopylmage3.jpg
\}\‘.&mpte-lo-om Sample Plate 20151108 B10 0.03 2.84E+03
4 Sample-10-001 Sample Plate 20151108 C10 0.1 2.04E+03
5 |Sample-10-001 Sample Plate 20151108 D10 0.3 1.25E+03
6 |Sample-10-001 Sample Plate 20151108 E10 1 775
7 Sample-10-001 Sample Plate 20151108 F10 3 255
8 Sample-10-001 Sample Plate 20151108 G10 10 Enter filename of attachment
9a Sample-10-001 Sample Plate 20151108 H10 30 Note: Attachment only needed
10 Sample-10-001 Sample Plate 20151108 110 0.01 2.44E+ once per batch
11 |Sample-10-001 Sample Plate 20151108 J10 0.03 3.22E+03
A batch of a molecule may be uniquely identified by: 08 K10 0.1 2.53E+03
Molecule name and Batch name 08 L10 0.3 1.68E+03
Synonym and Batch name 08 M10 1 628
Batch field that is unique 08 N10 3 267
Plate and Well location — plate preregistered 08 010 10 109
A combination of one of the first 3 options and Plate and Well location
e.g. Molecule name, Batch name, Plate and Well location 08 P10 30 84
TO [ Sampre-10-00Z  sarmpie Fiate zo1o1108  A20 0.01 2.73E+03 Microscopylmage2.jpg
19 |Sample-10-002 Sample Plate 20151108 B20 0.03 3.00E+03

CDD,VAULT"
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Import Data

Commit Data

Step 1: Choose Data File Step 2: Map Fields Step 3: Commit Data

1

File: Benzodiazepines.saf (Review mapping)

View mapping

. Project: Bayesian
+ Create template from mapping

Owner: Heather Araiz

This data import is ready for review

@7 records will be imported ~ Only records that are not associated with any rejected event will be imported.
(2 2 records will be rejected  You will be able to download these records and their specific issues once you commit.

Noteworthy events
» Things to be aware of
» Decide to Accept or Reject

i Noteworthy Events - Usually fine. Associated records will

7 New Batches (2 indirectly rejected)

Llensyl REJECT

A\ Suspicious Events - Usually unexpected. Associated records will not be imported except if you choose otherwise.

¥ 2 Existing Molecules Associated with New Project

Suspicious events e

The molecule will be associated with the target project Learn more.. | o Problems in registration

* Decide to Accept or Reject

Line # Record # Molfile E

TSI

Click down arrow to see
details of noteworthy or
suspicious events

Export

Export problematic data to

fix and reimport, as desired

Report

Explore Data

Import Data

Your Current Import

Reports

Settings =

Import status

Benzodiazepines.sdf Processed (2 Suspicious Events) Email me updates

<+ Create anew ... v

Search

Saved Searches Coll

Commit or Reject Import

CDD,VAULT

Complexity Simplified

Explore Data ELN

—

File: Benzodiazepines.sdf (Review mapping)

This data import was committed

® 7 records imported
© 2 records rejected

Reports

Step 1: Choose Data File

File: Benzodiazepines scf (Review mapping)

Import details for Benzodiazepines sof
Quewed (¥1) Emall me updates

Step 2: Map Fields

Step 3: Commit Data

Project: Bayesian  Owner: Heather Amaiz

| changed my mind —
Cancel the import

Cancel import

Settings ]

View mapping

Create template from mapping

Q View or [3) export registered molecules
[3) Export rejected records to fix and re-import the problematic data

View or export records

i Noteworthy Events

7 New Batches (2 indirectly rejected)

A\ Suspicious Events

Usually fine. Associated records will be imported except if you choose otherwise

Usually unexpected. Associated records will not be imported except if you choose otherwise.

¥ 2 Existing Molecules Associated with New Project

Heather Amaiz ~

Project: Bayesian ~ Owner: Heather Amaiz

Q Explore imported data

View imported records

ACCEPTED

REJECTED




P rOtO CO I S Run Data Protocol Details Projects 1 Files 0

Create a new protocol

Protocol Definition & Edit protocol definition
Explore Data Name: DR Assay . .
Searching across protocols with the same value
7 for category
Category: Cell . -
Select Create a new > Protocol s Note: Recommend using a limited vocabulary
Description:
s Create a New Protocol
olecule Add a readout definition to hold a
value, e.g. Raw Data
Proje Protocol Definition Edit Readout Definitions
Name: DR Assay @ Add a readout definition Add a dose response calculation
Special characters /
@ Add a dose-response calculation
Category: Cell
Example: Enzyme, Cell, Animal (® Add a calculated readout definition \ Add a custom calculation on data
Descrigiionr in readout d_eflnltlons —can be
across multiple protocols
Enter Name, Category, P
DeSCI’iption and PrOjeCt Special characters
Project: Dose Response 2 . .
BN Conditiong Adc?i '.?‘.t.op light color coding to readout
definitions based on readout value
Create Protocol or cancel
Control Layouts [ Positive control (hit) [] Negative control Reference molecule
Edit Hit Conditions Protocol Default 96-well Control Layout
\ Click to Edit
Condition Color Protocol Default 384-well Control Y Protocol Default 96-well Control Layout & Edit this layout - (© Reset this layout
01 02 03 04 05 08 o7 08 09 10 n 12
Avg EC50 2 > & 05 0O Remov
QU -og Sl Protocol Default 1536-well Control L :% %
® Add a hit condition <[]| Toggle between Positive, Negative, |
Coloration can be viewed on: (5 A ¥ ok o Cohet ook ’ % Reference molecule & not specified %
«  Molecule page > Protocols tab > Protocol name L o - —]
. G I I I I
+  Protocols page > Protocol Name > desired run date > All Data tab Define control layout for a L1 C
specific plate after upload

€ —| Location of samples i
c@/j} ('DD..VAU I_T specified in the import file Full plate not required

Complexity Simplified



Readout Definitions

Add a Readout Definition Add a dose response readout definition

Name to use for the . . .
e b vat || Store biological data Calculate relative dose response

Edit Readout De

Edit Readout Definitions
Name: Species /
Description: The Levenberg-Marquardt algorithm is used to fit a Hill equation to dose-response data
Data Type: Text i Protocol Condition: ¥ 7 i
Field . x.  Concentration unit: - um | Options
optIOnS \ e names in / Example: Concentration, Molar. Examj © Normalize within each plate
. Text - - - CDD Vault for raw N lize withi h
N ) Adds aggregation for calculations and searching. dose response data : ormalize within each run
. umeric . e R Unit: RLU] i
Calculations aggregate on protocol condition, Y: =i = Already normalized

. Date ) A . Example: % Inhibition, RFU, raw data Exam .
. Pick list e. g. If species is protocol condition, average * No controls (do not normalize)
. File inhibition is calculated over batch/run/species. e————

Type: % inhibition or activation %

Fit Parameters: Normalization:
Name: % inhibition

Add a calculated readout definition

] Subtract normalized value from 100% (e.g. for
. Specify Fit Parameters Fo0ei oot
Perform calculations ptions -
Only number data type supported e . * % inhibition or activation
On readout deflnltlons Min, Max, and Hill Slope: . Requires positive and negative
Name: Avg Inhibition controls to be specified
) * % negative control
® Do not constrain values (use best fit)
Data Type: =
() Constrain values
Unit: Display Format: 3 significant figures al@
APkl - - At least one point must be outside of this range
Precision to be dlsplayed Otherwise, result will be reported as “> maximum concentration tested
average([Inhibition data -> Inhibition (%)])
Formula = Inactive Range:
& @® 3 Standard Deviations from the negative control mean
Use [ ] to reference readout definitions, < > for protocol cONglitions, and { } for chemical properties
D Custom \
Aggregation:  Aggregale by balch and protocol & Type function name to select from list Set activity range that defines
/ Syntax o s inactive compounds
» [readout definition name] id
Perform calculations over «  <protocol condition name> Lo SO
. alculations:
« Batch and run * {chemical property name} Display Format: 3 significant figures & ® Add a data calculation
- Batch and protocol il |

Select desired calculation
from list or choose Custom

* Molecule and protocol

Add another calculation, e. g. IC90

for another option

;@3) CDD,VAULT
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Heat Map Viewer

Quality Control

Protocol Conditions Readout definition

P | P | R d Secondary CRC Assay 2018-02-12 Raw (RLU) s
= Vi p
o s lt o al o = e
Select... Negat ey i )
all - none | Molecule v 1C50 (uM) = Dose-response Plot
i CDDAQGOBQQ 0 2.’4 [ 125 Sample Piate 20151108 Sample Plate 201511080
01102 03 04 05 08 07 08 09 10 11 1213 14 15 16 17 13 1820 21 22 23 24 0102 03 04 05 06 07 06 09 10 11 12 13 14 15 16 17 13 18 20 21 22 23 24
H,C 100 e e | A m |
- e
= 75 P - [] E= BH ] EE
: , PERSS Shs (N: B ESRSS BNER-SSES EN:
/ e
o § s0 ¥ u ] E - m BN n .
$ / :off 4fF 2D i
£ o ¥ 113
v R 24 m (=
047 = | P |
EE=
: i
Data Summary All Data Run Details Files 1 = H a g
H Hu |
NHZ ptrols): 0.69  Z-factor: -1.29

Q View readouts = View scatter plot i View all heat maps [&) Export readouts ® Create ELN experiment

Q Reset Zoom - [=) Save as P

Export csv file of readouts Qreate ELN entry with
G link to run results

Raw (RLU) IC50 (uM) Raw (RLU) Raw (RLU)

5 . / 2 Plates * Z'-factor (controls) * Reference molecule intercept *  Positive control mean = Negative control mean =
8 Protocol Averages 0.69+0.00 (n=4plates) 0.797 £ 0.00 (n = 4 plates) 305+ 116 (n=4plates) 294E+03 £ 287 (n = 4 plates)
§
2
8 00
: Delete  Somple Plate 20151108 4 g 0.797 (n = 1) 305116 (n=32) 2.94E+03 £ 287 (n = 32)
g
' Z’-factor, RM intercept, control means per plate and per protocol
Sample Plate 20151108b B
. . Delete e 0.69 Oror = 1) USEINo M= 32) Z9qETU3 T 287 (n = 32)
e Delete plate *

Secondary CRC Assay: IC50 (uM) statistics

Mean: 1.663020867099654  Standard Deviation: 3.172362143925459  Min: 0.27357814
Median: 0.381457588704189  Max: 10.4624869731785

| \
Plate Details Projects 1 Plate Map
e e N
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Quality Control

From Protocol page

Heat Map Viewer

Protocol Run
Secondary CRC Assay 2018-02-12

*/ View scatter plot for all data

Breadcrumbs

» Click Protocol name to Protocol Run Data page
» Click Run date to go to Data Summary page

Saymple Plate 20151108

01 02 03 04 05 06 07 08 09 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24

Raw (RLU) ]

Conditions Readout definition

% inhibition (%)
Concentration (uM)

Raw (RLU) 3

Select readout definition to display

Negative control (O) Positive control ((J)

Sample Plate 20151108b

01 02 03 04 05 08 O7 08 0@ 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24

|#| Display summary statistics below plot

|¥/ Display mean line on plot

) Display= 1  standard deviation line(s) on plot

LABELS & PLOT OPTIONS

Well Index

Secondary CRC Assay: IC50 (uM) statistics

Mean: 1.663020867099654  Standard Deviation: 3.172362143925459 - Min: 0.273578140238525

0.381457588704189  Max: 10.4624869731785

Median:

Run Statistics - Mean, Std Dev, Minimum, Median, Maximum |

CDD,VAULT"
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o W | || || | E O O | o |
AE W | HE Hu H [(m gn N | HE B H (m
[l EE N E (N < m = EE N .
H %= | | H B | | | E= H %= | | H N | | | | %=
1 I
o | [ N | |
<[l | g | |
. | Ean | aE W [ | LN |
/ = (m . m= 5 = =
Q' ResetZoom - [=] Saveas PDF - 2 L.
Protocol: Secondary CRC Assay | | [ ol /Il W H B | | | | n |
Q__ rum2018.02.12 [ | [ [l | H B [ | [ | H |
¥ CONFIGURE AXES 10.0 :
33 2Z'factor (controls): 069  Z-factor: -1.29
Select which data you = = —
it lot —_ )
S Select Axes 3 Z-factor for controls and Z-factor for each plate
X: Well Index 2 g 750
o
Y: Secondary CRC Assay: IC50 (uM) A E
2
¥ DATA POINTS é .00
Show: All points ) E
c
Point Size: Large & g 250 . Mean |ine
Plot options
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Data Modeling

Create a model

Retrieve a list of “Good” molecules from a:

Model are treated as Protocols

Protocol Description Category Molecules
Good molecules Machine Learning Model Q Explore
Inhibitj *\ / Q [Explore

View Category for models

* Rundata /

*« ROC curve

View molecules in
project with their scores

Readout definitions calculated

Name:

Project:

Good molecules

Bayesian

Select project

e Search
e Saved search
« Collection
350 Selected: ECHETLILRVEL Plot [ Export % Add to collectio @ Build model >
]
Select... Chemical Properties
all - none Molecule v Molecular weight (g/mol) = = pKa typ|
CDD-2301082 N 259.332 554 Basic
OH
- CH,
[
N
h
SN
Nl =N
Build a Machine Learning Model
HA-000760f .
Heather Arf Select protocol or collection
Traini t baseline: Asi . .
| RIS s for training set baseline
“Good” molecules: Your 431 selected results

Enter model name

-
v

EX o cnce

Name

Score

Applicability

Maximum similarity

Description

Relative score (higher is better)

Fraction of structural features shared with the training set

Maximum Tanimoto/Jaccard similarity to any “good” molecules

CDD,VAULT"

Complexity Simplified

<)

Algorithm

Model:

Descriptors:

Modified Bayesian model with FCFP6 descriptors

CDD's open source modified Bayesian model described in Xia et al. 2004.

CDD's open source FCFP6 fingerprints described in Rogers and Hahn 2010.




Data Modeling

Quality of model

On Protocol Details tab

Use a model

Run Data Protocol Details Projects 2 Files O

Molecules scored automatically

Projects with access to Good molecules:;

Bayesian Remove

Internal data Remove

select project s

Add model to the desired project or cancel

Note: All molecules in project are scored

ROC Plot
Stratified 3-Fold Cross-Validation

1.0

08
o 06
E
s
3
g
@
= 0.4 Area under ROC curve: 0.99

How good is you model?
¢ 1.0isideal
02
0.0
0.0 0.2 04 06 08 1.0
False-positive rate
Training Set
Training set information

“Good” molecules: 431 Q
Other molecules: 136749 Q taken from collection Asinex Qq

;@1 CDD,VAULT

Complexity Simplified

Recalculating statistics and calculations for the following protocols:
« Good molecules

Banner is displayed while molecules are being scored




Settings > User

Search Defaults & Editsearch defaults
Account Preferences & Edit account preferences
Detail level: Details
Username: o e e e S . . .
Dinplayed readouts: waeing | SPeCify options and batch fields to
Name: > be displayed for every search
Dose-response plots scale: Per Run
Email: e sk
Image size: Large
Password: (hidden) User Vault
Column widths: 25 characters
Institution: e —
tructure Fields: Structure, COD Number
Time zone: Pacific Time (US & Canada) /
. \ Batch Fields: Name, Salt, Scientist, Initial Amount, Purity, Comments, NMR
Set time zone not yet entered a research summary. Preferences
Research summary: Enter one now so colleagues in your COD Vaults can learn more about
activities.
Search Defaults
Search across all false Protocol Defaults
vaults:
Search across one or all vaults © Aaa protocor: [eaic s Soecif tocol fields to be displaved
rotocol: | (select protoco s eCl rotocol Tields 1o be aisplaye
Protocol Defaults bpd fy pl f N I play
‘ r I
=l Al y default for each protoco
nl_Inhibition - All - None
Alerts
T Proj F F P . o "
CE L S ot o / ) Run Date @ Inhibition (%) ¥l Avg Inhib (%)
New molecule Any project weekly summary/ L Project Name (5 sEm (%) ¥ Avg SEM
APl Keys
New batch Any project weekly summary \
Update protocol defaults |
New protocol data Any project weekly summary Any protocol Preview oreancs

Notification of additions to vault.
Alerts send email notifications when certain events occur NOte NO pl‘OpI’IetaI'y data IS Sent

Your API Keys \ After creation, token cannot be retrieved

Your new token named Delete is below. Please copy it to a safe place - you won't be able to retrieve it later.
Name Role Token | - |
DemoRead read only [hidden] Note : you must protect this token as if it were a password.

@ =
@ QD‘VAU LT ‘ [ readonly 4 [will be generated] m or cancel

Complexity Simplified ~




Users with role Read-Add or

Settl ng > Vau It higher can create a project
3 Projects ® Create a new project
CRO1 Q View data - (© Delete
Terminology & Editterminology
To delete a project,
Entry: experiment Project ABC Q vewsas ¢ remove all data
Vault Setting > from project first
Protocol: assay
User Vault rrojed  Create projects and © Delete
A, || AR . tion assign members to them
Use your terminology 9
Primary contact:| Readout: in your Vault
5 Members (® Add a member
Principal investig Run: nn Projects
Name Access Date Added  Projects Email API Keys Actions
Institution: Molecule: compound
Memb /a , Create new members
Website URL: Batch: lot \ embers Heather Amaiz  vauttadmin 11302017 o oo, heather@c - o O]
~
Next Registration HA-0000515 . . biology full 1 . .
Sequence Identifier: Termmology Maria Edwards SCCeES 6/5/2018 Project hamaiz@collaberativedrug.com VO]
Multiple compounds with the same structure are NOT allowed. i Wi
Reastration System Vault Admin privileges e ads Manage Vault members 20
Settings: To enable this feature (e.g. to archive structures with different but 4~ General needed for all pages
please contact support@collaborativedrug.com. .
/ except Projects full access  5/1/2018 ﬁ,mje e Whitney@collaborativedrug.com 20
Email alerts: summary only Batch Fields
Project association via data . \
import: General Vault setting ~ [peceptance
ELN Fields \Batch Fields & AdWEdit Batch Fields
Ban external links
External link setting: Aowr extenal Buks / Name Data Type Must be Unique This Field /
Allow external links and do not show a warning page / Batch Name is required when cteati/vg batihas
Sesslon fimeoat 120:minuies ELN Fields ¢ £ AJ/Edit ELN Fields Date Date isol  Create batch fields
Disable inactive members: Never Scientist Text is optional
Name Data Type Must be Unique Is Required
Notebook Text or Vendor is required
Authorized IP ranges: Project Project <
Vendor Text or Notebook is required
Block CDD staff access: false External Journal ID Text
. Sample ID Text v is optional
Experiment Pick List Metadata fields for : —
. § ELN entries Initial Amount Number Specify batch field is:
ile .
Note: Uniqueness is compared across all bateh fields witin theva  ®  Unique value across Vault

c@i @D,VAU LT - Required or optional
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