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CDD Vault simplifies registration

of Antibody and Antibody Drug
Conjugate (ADC) molecules through
the compose macromolecule edito
allowing seamless entity rendering
and data capture.
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CDD Vault’s compose macromolecule importer has a new Antibody/ADC mode

CEVTHQGLSSPVTKSFNRGEC{@214:1}

and heavy chain that will be dupli-
cated on each arm of the antibody,
as well as multispecific antibodies
with the ability to map H1/H2 and/or
L1/L2 chains.
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1 Trastuzumab/Cirmtuzmab RJT-0000807  DIVMTQTPLSLPVTPGEPASISCRASKSISKYLAWYQQKPGQAPRL  [EXREiWii: S
LIYSGSTLQSGIPPRFSGSGYGTDFTLTINNIESEDAAYYFCQQHDE
SPYTFGEGTKVEIKRTVAAPSVFIFPPSDEQLKSGTASVVCLLNNFY

O For ADCs, molecules can be denoted
by SMILES string, Molfile or CDD
Vault ID for antibody conjugation;
Additionally, a drug equivalency or
Drug Antibody Ratio (DAR) can be
added for stochastic conjugations.

Heavy Chain 1
EVQLVESGGGLVQPGGSLRLSCAASGFNIKDTYIHWVRQAPGKGL
EWVARIYPTNGYTRYADSVKGRFTISADTSKNTAYLQMNSLRAEDT
AVYYCSRWGGDGFYAMDYWGQGTLVTVSSASTKGPSVFPLAPSS
KSTSGGTAALGCLVKDYFPEPVTVSWNSGALTSGVHTFPAVLQSS

GLYSLSSVVTVPSSSLGTQTYICNVNHKPSNTKVDKKVEPKSCDKT
HTCPPCPAPELLGGPSVFLFPPKPKDTLMISRTPEVTCVVVDVSHE

PREAKVQWKVDNALQSGNSQESVTEQDSKDSTYSLSSTLTLSKA
DYEKHKVYACEVTHQGLSSPVTKSFNRGEC

CDD Vault supports up to 4 unique antibody chains as sequences
or Vault IDs for multispecific antibody registration
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O Metadata can be appended to the
chain sequence to map the location
of antibody domains, mark residues :
for disulfide bond formation, and w B i
identify amino acids that are used e

for site directed conjugation.
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304 Condensai

1 Brentuximab vedotin QoLaasGrENICASSCUSYTTDIWKCKPGaGLE  DIvTasPASLVSLaamATIsosasvorpabsvYaakeooe | IR e LTI
PKVLIYAASNLESGIPARFSGSGSGTDFTLN HPVEEEDAATYYCQGS!

EDPWIFGGGTKLEIKRTVAARSVFIFPPSDEQLKSGTASVVCLLNNFYP
REAKVQWKVDNALGSGNSQESVTEQDSKDSTYSLSSTLTLSKADYEK BF
HKVYACEVTHQGLSSPVTKSFNRGEC(@218:1)

2 Polatuzumab vedotin piauraseesaevepnyTTeKsasovecosruwaareakse B
AANLESGUPSTFSGSGSGTDr LTSS 0 SN

S vt T

AV URONAL GSCNSOE SVTEGDSKGST SLSSTLTLSKADYERS

'S KVYAGEVTHGGLSSPVTKSFNRGEC(®218:1)

O The chemistry underlying the amino
acids is stored within CDD Vault,
allowing for the seamless use of
custom and unnatural amino acid
monomers, as well as verification of
site specific metadata compatibility.

TISKAKGQPREPQVYTLPPSREEMTKNGVSLTCLVKGFYPSDIAVEWE:

3 DlaTasPssL
PTGy T ADSVGAFTIADTSNTAVLOUNSLIALDTAIG  YSASHLYSOVPSRE GOSGTOr TLTISSLOPEDFAT Y COGHYTTFET
SRWGGDGFYAMDYWGQGTLVTVSSASTKGPSVFPLAPSSKSTSGGT  FGQGTKVEIKRTVAAPSVFIFPPSDEQLKSGTASVVCLLNNFYPREAKY [TSTEET]
AALGOLVKDYFPEPVTVSWINSGALTSGVHTFPAVLOSSGLYSLSSVVT  QWKVDNALQSGNSQESVTEGDSKDSTYSLSSTLTLSKADYEKHKVYA &
VPSSSLGTATYICNVNHKPSNTKVDKKVEPKSCOKTHTCPRCPAPELL  GEVTHOGLSSPVTKSFNAGEC(VL-107KCLH0B-214X@214:1) 7979 1322
GGPSVFLFPPKPKDTLMISRTPEVTCVVVDVSHEDPEVKFNWYVDGY.
EVHNAKTKPREEQYNSTYRVVSVLTVLHQDWLNGKEYKCKVSNKALP
APIEKTISKAKGOPREPQVYTLPPSREEMTKNQUSLTCLVKGFYPSDIA

Up to 4 unique linker-payload molecules can be conjugated to an antibody
via Hz2 or H20 condensation to support a wide range of ADC chemistry

1304340001 V30 13C 80150

164220001 V3120



CDD,VAULT

AUTOMATIC ANTIBODY &
ADC RENDERING

O CDD Vault will automatically render
antibodies and ADC images based
on the sequences provided and
available metadata.

Complexity Simplified

O Each chain contains a color-coded
barcode, with each color representing a
different amino acid type, allowing for

visual comparisons between molecules.

O If no metadata is provided, Vault will
render a proto-Y shape, showing the
color coded barcode, without the
connection points.

O If metadata is provided, domains are
marked with location and name,
disulfide bridges are shown at the
proper residues and conjugates are
attached to the antibody at the proper
residues for site-directed conjugation.

CONNECTED CDD VAULT
ECOSYSTEM

O When an antibody or ADC is imported
using molecule IDs for chains or drugs,
a two-way link is created to keep the
entities connected automatically.

O Capture precise atomistic data for
better Al/ML application and facile
integration with customer data
ecosystem via Ul or API.

O Registration IDs can be used to quickly
associate assay data to your Antibody
and ADC entities and viewed within a
search report table.

O Referencing an Antibody or ADC in
the ELN will automatically create a
breadcrumb link to the ELN entry
from the molecule page.

O Allantibody and ADC entities are stored

as component based files that provide a

machine readable format for all
metadata, sequence and structure
information.

Links are automatically
created between ADCs
and the components
registered in Vault

Bioconjugate Fields

Bioconjugate ~ | ELNEntry

Bi0C-0000152
Bioconjugate Demo Vault

ADCs in a Vault search results table
with ELN link, inventory summary

and assay information

2235243 - ADC Conjugation Entry

2235243 - ADC Conjugation Entry  Enhertu
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CDD Vault renders ADCs with no
metadata (above) as a proto-Y
shape molecule and ADCs with
metadata (left) as a full Y shape
image with connections mapped

BioC-0000124

Overview Batches 1 Samples 0 Links 2 Plates 0

Links

Q Find bioconjugates with this structure BioC-0000149

Q Suggest bioisosteres using deep learning
similarity

© Find ChEMBL, patented, and commercial
bioconjugates using deep learning similarity

& Add to a collection

& Add a batch

& Manage project access

© Delete this bioconjugate \f@\% e @ﬁ?

E BioC-0000158
Showing data from 1 of 1 project H
L

Batch Fields PK Intravenous Dosing: Exponential Decay Equation

Brand Name Inventory Summary  IC50 (hr) Plot Time - Measured Concentration

Kadcyla Sample Count: 2 1.23

Amount Remaining:
150.0 L. H

0 400 800 120
Time ()

Flag outliers & Override

Sample Count: 3 1.46

Amount Remaining: <
380.0 L 3

Learn more at
collaborativedrug.com

or contact us at
info@collaborativedrug.com
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