Protocols

Create a new protocol

Explore Data

Select Create a new > Protocol

. Create a New Protocol

0je Protocol Definition
Name: DR Assay
Special characters
Category: Cell
Example: Enzyme, Cell, Animal
Description:
Enter Name, Category, p

Description and Project

Special characters

Project: Dose Response 4

Create Protocol or cancel

Edit Hit Conditions

Condition Color

Qoo oQ

Avg EC50 ® Remove

® Add a hit condition
Coloration can be viewed on:

* Molecule page > Protocols tab > Protocol name

Run Data Protocol Details Projects 1 Files 0

Protocol Definition & Edit protocol definition

Hamo: DR Aasy Searching across protocols with the same value

T for category
Category: Cell

Note: Recommend using a limited vocabulary

Description:

Add a readout definition to hold a
value, e.g. Raw Data

Edit Readout Definitions

(® Add a readout definition

/ Add a dose response calculation

(® Add a dose-response calculation

® Add a calculated readout definition \ 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

Hit Conditions

Control Layouts [ Positive control (hity  [] Negative control Reference molecule

Protocol Default 96-well Control Layout

Click to Edit
Protocol Default 384-well Contro Y Protocol Default 96-well Control Layout & Edit this layout - (3 Reset this layout

02 03 04 05 08 07 08 09 10 n

&

Protocol Default 1536-well Control L|

Toggle between Positive, Negative,

(® Add a plate-specific control layout
Z

» Protocols page > Protocol Name > desired run date > All Data tab
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°»[_1| Reference molecule & not specified
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« ]
]

1

Define control layout for a
specific plate after upload

— Location of samples

Full plate not required

specified in the import file




Readout Definitions

Add a Readout Definition Add a dose response readout definition

Name to use for the . . .
readoutin CDD vauit || Store biological data Calculate relative dose response

Edit Readout De|

Edit Readout Definitions
Name: Species /
Description: The Levenberg—Marguardt algorithm is used to fit a Hill equation to dose-response data.
Data Type: Text s Protocol Condition: @ ? )
Field names in e Concentration Unit:  uM OpthﬂS
Optlons \ CDD V |tf / Example: Concentration, Molar Examj *° Normalize within each plate
. . . . aultror raw . .
Text Adds aggregation for calculations and searching. * Normalize within each run
° Numeric . . dose response data Raw Unit:  RLU} Al d lized
Calculations aggregate on protocol condition, Y: ready normalize
M Date If . A | diti Example: % Inhibition, RFU, raw data Exam) No controls (do not normalize)
«  Pick list e g ' 'sp'eC|es IS protoco condition, average
< File inhibition is calculated over batch/run/species.
Normalize within each plate a
Type: % inhibition or activation 2
Fit Parameters: Normalization:
. - Name: % inhibition
Add a Calcu Iated readOUt defl n Itl O n |_J Subtract normalized value from 100% (e.g. for
Specify Fit Parameters ® croell
: Perform calculations Options -
Only number data type supported . * % inhibition or activation
on readout definitions Wi, Mo, and il Slope: . Requires posiive and negalive
Name: Avg Inhibition controls to be specified
A * % negative control
Data Type: z @® Do not constrain values (use best fit)
' (© Constrain values
Unit: Display Format: 3 significant figures 2@

Example: M, kg, rfu

. X At least one point must be outside of this range
PreC|S|0n tO be dISp|ayed Otherwise, result will be reported as “> maximum concentration tested

average([Inhibition data -> Inhibition (%)])

Formula = Inactive Range:
z @® 3 Standard Deviations from the negative control mean

Use [] to reference readout definitions, < > for protocol cgitions, and { } for chemical properties.

: - © Custom \
nguregstion:  Aggrsae oy anaproce ¢ |1 YPE fUNCtion name to select from list Set activity range that defines
/ Syntax o a inactive compounds
* [readout definition name] Y
Perform calculations over * <protocol condition name> Cascilaons
« Batch and run {chemical property name} ) Display Format: 3 significant figures 4 ® Add a data calculation

» Batch and protocol

or cancel | l

Select desired calculation
from list or choose Custom

* Molecule and protocol

Add another calculation, e. g. IC90

for another option
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Quality Control

Protocols > Protocol name > Run date

Protocol

Secondary CRC Assay

Heat Map Viewer

Conditions

2018-02-12

Readout definition

Raw (RLU) B

*/ View scatter plot for all data _ |
Select... Negative control (0)) Positive control ()
all - none | Molecule v IC50 (uM) Dose-response Plot
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Q View readouts - * View scatter plot =i View all heat maps Export readouts ® Create ELN experiment
Ay Export csv file of readouts Create ELN entry with
— link to run results
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Secondary CRC Assay: IC50 (uM) statistics
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Quality Control

From Protocol page

Breadcrumbs

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

Heat Map Viewer

Protocol Run

2018-02-12

Secondary CRC Assay

&/ View scatter plot for all data

Saynple Plate 20151108

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

Raw (RLU) -

Conditions Readout definition

% inhibition (%)

Raw (RLU) s Concentration (uM)

Select readout definition to display

Negative control (0O) Positive control (0J)

Sample Plate 20151108b

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

Run Statistics - Mean, Std Dev, Minimum, Median, Maximum [~
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.
10.0
NACOHEICDREEIES 33 Z'-factor (controls): 0.69 = Z-factor: -1.29
Select which data you == = —
scatter plot ~
Select Axes S Z’-factor for controls and Z-factor for each plate
X: Well Index & g 750
5]
Y: Secondary CRC Assay: IC50 (uM) s 5
2
¥ DATA POINTS g 5.00
Show: All points : §
=
Point Size: Large 4 g 250 9 H
. Mean line
Plot options
¥ STATISTICS
. .
|#| Display summary statistics below plot . * . * ¢ S
|#| Display mean line on plot Well Index
) Display = 1  standard deviation line(s) on plot
LABELS & PLOT OPTIONS Secondary CRC Assay: IC50 (uM) statistics
Mean: 1.663020867099654  Standard Deviation: 3.172362143925459 ~ Min: 0.273578140238525 = Median:
0.381457588704189 -~ Max: 10.4624869731785



