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Virscidian Introduction

| eading Data Analysis and Informatics Company

&= Drug Discovery Software-enabled Synthesis to
= Registration & HTS Screening Workflows

[8 End-to-end analytical software solutions that mimic and
U extend your natural laboratory workflows

EES Desktop and enterprise products developed for high to low
—= sample throughput workflows

Best in class workflow driven LC/MS Automated data
AN processing, results creation, review-by-exception

Scientific

Decisions
® 6 0 ¢

Virscidian




Now part of...

Dotmatics + ¢ Virscidian



Dotmatics. .+, 2:< Virscidian

Combined strengths provide a more complete, end-to-end solution for HTE and other workflows
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Dotmatics
Luma Platform



ALL YOUR INSTRUMENTS & DATA READY FOR
TERABYTES OF DATA ANYTHING
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Visualization & Analysis

Sequence Management

&

Al-Ready Data Modeling & Charts

I\,

Contextual Queries

Generative + Predictive Al

b

‘ Existing Customer Systems
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Luma Lab Connect

Eliminate silos across Summary
multimodal data and
de a rtmentS INSTRUMENTS UPLOADS Y SIZE

p 1,560 b 12.38 B b 27766 TB ﬂ

* Automate real-time flow of lab Q, Search

instrument data into Luma
Instrument Uploads Platform Last Sync

LCMS 25,304 e} 2 minutes ago

» Parse hundreds of instrument data

. WebUploads 48,329 [t 5 hours ago

formats and file types

md5-anastasia 35,482 7 hours ago

Bruker NMR 18,327 0 Yesterday at 8:45 PM

* Low-Code, easily extensible
functionality CellCelector 90,529 =2} Yesterday at 2:08 PM

Incucyte 172,826 Yesterday at 6:28 AM

* Highly structured data

% Virscidian



uma - Dashboards

Dotmatics Lum Apps  Lab Connect

@ Luma Registration (mAB)

Registered Antibodies Construct Design Sets Task Board Project Assay Data

v & Data modeling

See all relevant data that Tables

Visualize
matters to you v o
Connactions
Data sources
* Customizable dashboard content and . :::m

Dotmatics Data Adaptive Workflows Registration Dashboard v LabConnect & ® @ @

layouts

v B Data storage

@ Dashboard
Data repositories ~ [ Datamodeling Clustering - S
v & Dataout :::m Parallel Plot
+ Powerful plotting and data T .
. . . Al Queries comecti
visualization tools

v @ Experience bullder

v = Dataprocessing
Design

Raw data flows
Praview v © Datastorage

Data repositories

» Display Virscidian LC-MS results o @ e
alongside experimental design info .+ © oo
and other data types —

Query console

Averges by Cluster

W Cluster Biacore KD CESDS NR HICRT Tmonset PSR SMP SEC SEC SEC RT Titer Cluster Number @
v & THED Number ~  # ~ [ Main - Min ~ C-  FoldOver0~  HMW -  Main% - (min) - MgL -
Commands 07 0. 193.0

GraphQL Explorer y i 21 2 149.4

11

-
1

81.5

£33 App settings
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Chemistry Tools |gm

Step 1 Select chart type

The tools you need to get
chemistry done

Reaction enumeration of singletons
and libraries

Analysis requests and CRO
management

Compound registration

Integration with the Dotmatics suite
of applications

BROWSER Workspace

CHART CONFIGURATION X

£ Step 2 Configure component

Component A

© selected &

Q

~ Q@O

O selected & & {1 X

REACTION WORKFLOWS

Sophie's Synthesis

o >
Clone e A

Results Vortex

Workspace || Studies

Properties || Substructures

Reactions

O selected & @ (1 X

% Virscidian
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Experiment Builder

Software tool for design and execution of synthetic chemistry experiments

S

Connect to compound Handle any well plate Built for automation
databases

SR A

Integrates with ELNs Stock solutions calculations User authentication

Multiple synthetic
workflows

Reaction conditions

(70N
&

Part of the Virscidian
platform

&

Web-based and secure




HTE Screening Design

m From scratch

Define Draw Reaction /
variables Choose materials

Plate Layout Conditions Execute

Stock Instrument

Lab Report Solutions Worklists

. Done in Experiment Builder To Analysis



Library / Parallel Synthesis Design
B>

Plate Layout Conditions Execute

Stock Instrument

Lab Report Solutions Worklists

. Done in Experiment Builder To Analysis



Reaction Monitoring Design

m From scratch

Define Draw Reaction /

variables Choose materials Plate Layout Conditions Execute

Stock Instrument

f’—
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Done in Experiment Builder :
To Analysis




Experiment Builder
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Design variables

Rxn materials and conditions
Plate layout

Time points

Enumerated products
Chemical structures

Streamline Desigh 2 Results

All information is
passed to Analytical
Studio, so analysis is
easy and automatic

[

Analytical Studio

Auto assign substances
Yield and conversion %
Impurities

Best reaction conditions




Streamline Desigh =2 Execution

Experiment Builder Solid Dosing

| Liquid Handling
UUUVUUU
.........
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Material mass, volume,
equivalents

Plate layout
Experiment protocol

Dosing strategy LC-MS Worklists




Layout options

Fully Manual
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Automated HTE

Analytical Results

Experiment Builder

ELN/Databases =) ST :

Suitable for:

« Autonomous reaction optimization labs

« Manually assisted Beyesian optimization experiments

* Integration with your existing tools

» Digitization of analytical results for consumption by Al/ML databases
« Automated decision making and actionable outputs



The Gold Standard...

Virscidian’s Analytical Studio software is the
industry for HTE

No one can match our...

Data processing quality
Sample throughput and speed
Automated decision making
Digitization of results




Reagent / Product Details

* Chemical substances and structures are automatically transferred from Experiment Builder and

populated for data analysis

« Many customers define a wide range of substances for each reaction (often 10 — 15 substances)

« Substance list may be applied across an entire plate, or each well can have a different list

Customizable substance color

Substance names General \
Mame Color | Class
. w | Analyte

[mipLrity
Preduct . ~ | Analyte
Starting Material B - Analyte

Substance Type

IMP
Product
M

N\

Target

Target

[T T p—

Formula
CI1ZH10F2M3
C18H20FINE03
C12HSErF2N3

Define role the substance is playing
in the reaction

Search for substance by
formula, mass, or
retention time



Peak Assignment and Isotopic Pattern Matching

» Substances automatically assigned to peaks using isotopic pattern match
* Fully annotated spectra and chromatograms

* Flexible adduct searching

+ See UV and MS together

obs. mz 412.0 TWC LC DATAFILE TWG [45420.3 mAL ]

[M+H] " [**C] 4.16EQ4+
exp. mz; 412.2 #8
ppm=-33&.02 Ri=4.042
F'r-:u-:ILc[l_ 3.16E04 A=11821H5.§C- #14 %13
C18H20F3N5E03 A%e=45.6% Ri=4.929 Rt=4.836
100 p— Product! #9 A=33324.27 A=56223.18
lEEE T Rt=4.336 Alh=13.0% A%=27.T%
A=45887 .60 SK1 13
1.16E04 4 .fn!ff2.:'na"u
80 0.0
150638 P —

o 3507 3.897 4,097 4297 4497 4597 4397 5.0
. min
ou ES+(411.9:412.5) T2-EIC{+)[M+H] [20700158.0 counts ]

2.00EQE] %3
-:nl?s. |_11_::‘:1l:-._u_- Ri=4 043
401 [M+H]" X+ 1] 1 EOEDS A=1.03E07
P me il =T A%=100.0%
e Productl
Product obs. mz; 414.0 1.00E06
20 p—— [4H] X+ 2]
exp. mz 4142
T ppm=-397.15 5.00EDS
ﬁ Product1
o
0 = I . 1,00E-02 4
411.4%1 411531 412.4%1 412.891 413.431 413.9%1 414.4%1 3887 3.887 4.087 4297 4.487 4887 4887 5.0

miz min



Batch Visualizations

I & m m O O W X

Plate view heat map

2

6 7 8 9 10 11 12

3 4 5
0000
O

®
.

Coloration based on substance
found, calculated result, or result
decision

Graphical display

6666666

.
3.

Interactive graph types (scatter,
bar, line)



Customized calculations and messaging

Expression Results

2
M

| T | |

Rank | Expression Mame Result
1 Cluadrant Number 2.00000

2 Column Number 12

3 Row Number C

4 Location C12
B Method

& Substance Product Mame 1 Product1

g Substance Limiting Fesgent Name1

9 Substance Starting Matenial Namel - SM1

10 Substance Starting Material Name2

14 Substance Side Product Mamel Byproductl

15 Substance Side Product Mame2

24 Detector D1 V210
B 25 Conversion 3463757
- 28 Product Ratio to Internal Standard 021238
- a0 Side Product Ratio to Internal Stan.. | 0.00000

1R Limiting Reagent Ratio to Intermal_. 0.00000

40 TWC Total Area 247856

L.y, Mumber of Peaks TWwWC 7.00000

43 01 Percentage Assigned To Subst. 3603152

Virscidian scientists work with you to define what you want
to see in this panel.

Often includes:

Sample metadata and reaction conditions
Substance results and peak attributes

Customized calculations

Review states triggered (examples: early elution or
weak signal)

Reaction scoring which includes peak attributes,
impurities, coelution, etc.

6. Automated commenting

& o=

o



Workflow
Automation

Experiment

ICS

Dotmat
Luma Platform

Builder



Workflow
Automation



Complete Workflows are Possiblel

Requires sophisticated informatics and a modern software platform...

. Experiment . .
LUMA
Designer Builder Analytical Studio -

Screening Purification P Registration
Management

Screening

Pooling

Dry Down

Weighing

Dissolution

Reformatting



. Experiment . .
LUMA
Designer Builder Analytical Studio -

Screening Purification P Registration
Management
Screening

Pooling

Dry Down

Weighing

Dissolution

Reformatting



. Experiment . .
LUMA
Designer Builder Analytical Studio -

Screening Purification P Registration
Management
Screening

Pooling

Dry Down

Weighing

Dissolution

Reformatting



Virscidian

“ Databases

’
’

JSON format
Any sample result (peak data, calculated values,
images, etc)
Allotrope report format

Notifications
Sample status
Sample Lists




Virscidian APls

"Submission
"Version"

1.0.0.0",

"Schema": "Virscidian Experiment Schema V2.json", Sample Management Services 0.5 FB @™
"Override": true,
"SubmissionInfo": { Virscidian Sarmplo Managermant Senvcas REST 4P|

"ParentSubmissionId": null,
"CustomerNaturalId": "P-123456789",
"OrgUnitName": "HTP-LABL",
"Project™: "MicroScale HTP",
"WorkflowName": null,
"WorkflowStage": "Crude-QC",
"Comments": null,

"SubmittedBy": "John Doe",
"CreatedBy": "ELN",

[}
"SubmissionAttributes": [ A P I I n te rat
"Name": "TotalCrudeScale", g

"Value": null,
"DataType": "Float",
"Units": "mg

Analytical Artifacts

Global Settings

Submissions

EI t 1 System
ectronic

"Value": "70.0",

"DataType": "Float", 0 0

Submissions

"Name": "AssayConcentration", [}

e in JSON

"DataType": "Float",

"Units": "mM"

Schemas ~

"Name":
"Value":

"Modality",
null

"Name": "HighestHazardClass",
"Value": null,
"DataType": "Integer"

On-demand Samplelist Create Service API for Master
Scheduling software:

+ Biosero GBG™

* HighResBio Cellario™

 Etc...

1
}

.
xternalControls": [],
"Containers": [

"SequenceId": "1",
"Type": "Plate",
"Samples": [

{
"SampleId": "000-12345-789",
"Location": "A,O0Ll",
"CompoundType": "Sample",
"SampleAttributes": [
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"We 're almost fully automated now."
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Join Virscidian at the cutting edge of expert data analysis,

workflow automation, and data management!

Dotmatics WorlkilTow
_uma Platform Automation




Virscidian

Transform E -=::;:='-’5:::5.5.@

Complex Data b b St e B
into Confident g 1 20 e

Decisions R 5:::'::;’1"-;1::;:

virscidian.com

info@virscidian.com


https://www.virscidian.com/

	Slide 1
	Slide 2: Virscidian Introduction
	Slide 3: Now part of…
	Slide 4
	Slide 5
	Slide 6
	Slide 7
	Slide 8
	Slide 9: Luma Lab Connect
	Slide 10: Luma – Dashboards
	Slide 11: Chemistry Tools
	Slide 12
	Slide 13
	Slide 14: Experiment Builder
	Slide 15: HTE Screening Design
	Slide 16: Library / Parallel Synthesis Design
	Slide 17: Reaction Monitoring Design
	Slide 18: Streamline Design  Results
	Slide 19: Streamline Design  Execution
	Slide 20: Layout options
	Slide 21: Automated HTE
	Slide 22: The Gold Standard…
	Slide 23: Reagent / Product Details
	Slide 24: Peak Assignment and Isotopic Pattern Matching
	Slide 25: Batch Visualizations
	Slide 26: Customized calculations and messaging
	Slide 27
	Slide 28
	Slide 29: Complete Workflows are Possible!
	Slide 30
	Slide 31
	Slide 32
	Slide 33: Virscidian APIs
	Slide 34
	Slide 35
	Slide 36
	Slide 37

