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Datastructure CDD,VAULT

Complexity Simplified

e V3000 molfile feature called SCSR
e Layout information as 2D sketch
e Monomers as templates: scalable

e Self contained, no external
dictionary

e Full atomic structure is implied

e Contains the sequence data for
bioinformatics
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Complexity Simplified

CDD,VAULT - McKerrow Vault v Al Chat - Help - Log out

= .
. D ra W a n yt h I n g W I t h Explore Data ELN Inventory Import Data Reports Settings =24 Full-Access User v
Ke t C h e r Step 1: Choose Data File and Parse Step 2: Map Fields Step 3: Commit Data

File: oligomers.csv Project: McKerrow Vault - Owner: Full-Access User

e Bulk import: markup
sequences

Compose macromolecules from columns Edit

O Not part of macromolecule Wrapping: O Off ® On g custom peplﬂdesd,

i i custom nucleotides
@® Lmelar pepl!de sequence Width: 5 units
O Cyclic peptide sequence

I‘ ' l I’ r ] n m O Nucleotide sequence [J Translate DNA/RNA codons into amino acid codes
. u S O O O f ! rS O Antibody chain

Sequence

0 p t i O n a I GGGWLGALFKALSKLLPRT[OMe]

Precursor [elelelizzay{elV 5]

3 Dimer GGGLPRTGGGLI .

4 Trimer GGGLPRTGGGL!




Cyclic peptides
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Complexity Simplified
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Nucleotides

Preview Macromolecule
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Antibodies: Basic
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Complexity Simplified

e Just have
sequences and
drug conjugate
structures?

e No problem

collection of
objects

CDD,VAULT - McKerrow Vault v

ExploreData  ELN  Inventory [MUNSULEPMN Reports  Settings 2 4

Step 1: Choose Data File and Pars

File: antibodysequencedrug.csv

Step 2: Map Fields

Compose macromolecules from columns Edit

AlChat - Help - Log out

Full-Access User ~

Step 3: Commit Data

Project: McKerrow Vault - Owner: Full-Access User

1

2

3

4

5

ONot part of macromolecule Chain: O Light O Heavy O L1 OH1 OH2 OL2 @ Drug conjugate
Linear peptide sequence  Source: O Moleculo name ® SMILES O Molfle
Cyclic peptide sequen Attach:  ©1 02 O3 O 4 Condensation: ® H, O H;0
 Nucleotide sequence Equiv
® Antibody chain
A B c

Name Light
Trastuzumab  DIQMTQSPSSLSASVGDRVTITCRASQDVNTAVAWYQQKPGKAPKLLI
DR duiEs s e ey

Heavy
EVQLVESGGGLVQPGGSLRLSCAASGFNIKDTYIHWVRQAPGKGLEW
VARIYPTNGYTRYADSVKGRFTISADTSKNTAYLOMNSLRAEDTAVYYC

FGQGTK!
OWKVDNALQSGNSQES\ITEODSKDSTVSLSSTLTLSKADVEKHKVVA
CEVTHQGLSSPVTKSFNRGEC

IDYWGQGTLVTVSSASTKGPSVFPLAPSSKSTSGGT
AALGCLVKDYFPEPVTVSWNSGALTSGVHTFPAVLQSSGLYSLSSWWT
VPSSSLGTQTYIC! KSCDKTHTCPPCPAPELL
GGPSVFLFPPKPKDTLMISRTPEVTCVVVDVSHEDPEVKFNWYVDGV
EVHNAKTKPREEQYNSTYRVVSVLTVLHQDWLNGKEYKCKVSNKALP
APIEKTISKAKGQPREPQVYTLPPSREEMTKNQVSLTCLVKGFYPSDIA
VEWESNGQPENNYKTTPPVLDSDGSFFLYSKLTVDKSAWGQGNVFS

QVQLKQSGPGL\IQPSQSLSITCT\/SGFSLTNVGVHWVRGSPGKGLEW

Cetuximab  DILLTQSPVILSVSPGERVSFSCRASQSIGTNIHWYQQRTNGSPRLLIKY
TLSIN: YYi TTF

L LQSNDTAIYYC
ARALTVVDVEFAVWGQGTCWVSAASTKGPS\IFPLAPSSKSTSGGTA

GAGTKLELKRT DEQLY LU
WKVDNAL TEQDSKDSTYSLSSTLTL YAC L
EVTHQGLSSPVTKSFNRGEC PSSSLGTQTY\CNVCNKPSNTKVDKHVEPKSCDKTHTCPPCPAPELLG

Sacitizumab  DIQLTQSPSSLSASVGDRVSITCKASQDVSIAVAWYQQKPGKAPKLLIY
SASYHVTGVPDHFSGSGSGTDFTLT\SSLQPEDFAVVVCOQHVITPLTF

GPSVFLFPPKPKDTLMISRTPEVTCVVVDVSHEDPEVKFNWYVDGVE
VHNAKTKPREEQYNSTYRVVSVLTVLHQDWLNGKEYKCKVSNKALPA
PIEKTISKAKGQPREPQVYTLPPSREEMTKNQVSLTCLVKGFYPSDIAV
EWESNGQPENNYKTTPPVLDSDGSFFLYSKLTVDKSRWQQGNVFSC
QVQLQQSGSEL KASGYTF GQGLK
WMGWINTVTGEPTYTDDFKGF(FAFSLDTSVSTAYLO\SSLKADDTAVY

GAGTKVEIKRT) Q
WKVDNALOSGNSQESVTEQDSKDSTVSLSSTLTLSKADVEKHKVVAC
EVTHQGLSSPVTKSFNRGEC

Disitamab DIQMTQSPSSVSASVGDRVTITCKASQDVGTAVAWYQQKPGKAPKLLI
YWASIHHTGVPSRFSGSGSGTDFTLTISSLOPEDFATVYCHGFATVTFG
1K

FC STS
GGTAALGCLVKDVFPEP\ITVSWNSGALTSGVHTFPA\ILOSSGLVSLSS
VVTVPSSSLGTQTYICNVNHKPSNTKVDKRVEPKSCDKTHTCPPCPAP
ELLGGPSVFLFPPKPKDTLMISRTPEVTCVVVDVSHEDPEVKFNWYVD
GVEVHNAKTKPREEQYNSTYRVVSVLTVLHQDWLNGKEYKCKVSNKA
LPAPIEKTISKAKGQPREPQVYTLPPSREEMTKNQVSLTCLVKGFYPSD
IAVEWESNGQPENNYKTTPPVLDSDGSFFLYSKLTVDKSRWQQGNVE

EVQLVQSGAEVKKPGATVKISCKVSGYTFTDVV\HWVQQAFGKGLEW

DSYYN LSSLR!
CARNYLF! LV TVSSASTKGPSVFPLAPSSKSTSGGTAALGG

GGTKVE!
WKVDNALQSGNSQESVTEQDSKDSTVSLSSTLTLSKADVEKHKVVAC
EVTHQGLSSPVTKSFNRGEC

Mecbotamab  DIQMTQSPSSLSASVGDRVTITCKASQDVVSAVAWYQQKPGQAPRLLI
YWQDTRHTGVPSRFSGSGSGTEFTLTISSLQPDDFATYYCQEHFSPPL
Q

LVKDYFPEPVTVSWNSGALTSGVHTFPAVLQSSGLYSLSSVVTVPSSS
LGTQTYICNVNHKPSNTKVDKKVEPKSCDKTHTCPPCPAPELLGGPSV
FLFPPKPKDTLMISRTPEVTCVVVDVSHEDPEVKFNWYVDGVEVHNA
KTKPREEQYNSTYRVVSVLTVLHQDWLNGKEYKCKVSNKALPAPIEKTI
SKAKGQPREPQVYTLPPSREEMTKNQVSLTCLVKGFYPSDIAVEWES
NGQPENNYKTTPPVLDSDGSFFLYSKLTVDKSRWQQGNVFSCSVMH
EVQLVQSGAEVKKPGATVKISCKVSGYSFWGATMNWIRQPPGKGLEW
IGLIKPSNGGTSYNQKFKGRVTISADKSISTAYLQWSSLKASDTAMYYC

DEQLE LU QGTLVT! PSSKSTSGGTA
VQWKVDNAL TEQDSKDSTYSLSSTLTL Y  ALGCLY TVSWNSGAL QSSGLYSLSSVVTV
ACEVTHQGLSSPVTKSFNRGEC PSSSLGTQTYICNVNHKPSNTKVDKKVEPKSCDKTHTCPPCPAPELLG

GPSVFLFPPKPKDTLMISRTPEVTCVVVDVSHEDPEVKFNWYVDGVE
VHNAKTKPREEQYNSTYRVVSVLTVLHQDWLNGKEYKCKVSNKALPA
PIEKTISKAKGQPREPQVYTLPPSRDELTKNQVSLTCLVKGFYPSDIAVE
WESNGQPENNYKTTPPVLDSDGSFFLYSKLTVDKSRWQQGNVFSCS'

3 custom peptides,
0 custom nucleotides

Drug

S CNC(C1)-0ICCOCCONOCINCNCICINCONCOCONCE(C
e S G e

CDOOMBON-000 =C8))=0)=0)=0)=0))*

S(C1(C(N(C(C1)=0)CCCCCCNCC(CING(C(NC2(=CC=C(C=C:
(EoMccCalC7 (CoPIOCHCOCHA(CeS(C NGNS o6
C50)COP(OCEC(O7)N8(C=NC9(=C8N=C(NC9=O)N)))(=0)0))(=0)
0)i))-O)CCCNC(N)'0)'0)0(0)0)'0)'0))'

S(C1(=NC=C(C=N1)C#CCCCC(NC2(=CN(N=N2)CCOCCOCCOCCO
COCCOCCOCCOCCNG(COCC(NG(CCCONIC(NC3(=CC=C(C=C)C
I6C(C:

C(OC8(C=7(C=C6(C5(=NC4(=CC=CC=CAC COC8=0
©O)CCN(S(C)(=0)=0)C(C)C))))(CC))=0))=0) -0))=0))*

O(C(C1(N(CCC1)C(=0)CC(OC)C(N(C(=0)CNC(= O)C(N(C)C(OCCS[
CC%:(NCHJ)C(NC({))C{NC(@) CCCCN2(C(x¢ S*)
()o)cC -O)N)¢ ))-O)C(C)C)ClC)C)C]C(CC)C)]C(C]C(-O)P
10(0)04( C)C

QLC(CNICOCIC(=0)CIOCIGNIC(-0ICNG(-OICINCIC(00CS(

=C(NC(=0)C(NC(=O)C(NC(=0)CCCCCN2(C(=0)C(=CC2(=0))S")
(O)C)occuct -0)N)C=C3))=0)C(C)C)C(C)C)CIC(CTIC)C(CIC(=ON
(C(O)CA(: C=C4))C)IC
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Antibodies: Metadata Jéi CDD,VAULT

Complexity Simplified

DIQMTQSPSSLSASVGDRVTITCRASQDVNTAVAWYQQKPGKAPKLLIYSASFLYSGVPSRFSGSR
SGTDFTLTISSLQPEDFATYYCQQHYTTPPTFGQGTKVEIKRTVAAPSVFIFPPSDEQLKSGTASVV
CLLNNFYPREAKVQWKVDNALQSGNSQESVTEQDSKDSTYSLSSTLTLSKADYEKHKVYACEVTH

QGLSSPVTKSFNRGECIVEA=107HCL:108-214}{@214:1}

EVQLVESGGGLVQPGGSLRLSCAASGFNIKDTYIHWVRQAPGKGLEWVARIYPTNGYTRYADSVK
GRFTISADTSKNTAYLQMNSLRAEDTAVYYCSRWGGDGFYAMDYWGQGTLVTVSSASTKGPSVF
PLAPSSKSTSGGTAALGCLVKDYFPEPVTVSWNSGALTSGVHTFPAVLQSSGLYSLSSVVTVPSSS
LGTQTYICNVNHKPSNTKVDKKVEPKSCDKTHTCPPCPAPELLGGPSVFLFPPKPKDTLMISRTPE
VTCVVVDVSHEDPEVKFNWYVDGVEVHNAKTKPREEQYNSTYRVVSVLTVLHQDWLNGKEYKC
KVSNKALPAPIEKTISKAKGQPREPQVYTLPPSREEMTKNQVSLTCLVKGFYPSDIAVEWESNGQP
ENNYKTTPPVLDSDGSFFLYSKLTVDKSRWQQGNVFSCSVMHEALHNHYTQKSLSLSPGK

{H:219-233}{@223:1{{@229:2)

{@232:3}{$264:1}{$324:1}{$370:1}{$428:1}

- Domain Region Disulfide Bridge

Hinge Region Drug Conjugate Site
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Cartoon and content AlmlL
Complexity Simplified

e Draw basic Y-shape outline
e Segment domain regions

e Inter-chain disulfide links

e Intra-chain disulfide links

e Sequence barcoding




Drug conjugates & CDD,VAULT"

Complexity Simplified

e Tethered initial
placements

e Rigid body position
optimization

ZHD
CH2

e Anchor point is indicated

€HD
CH3
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Complexity Simplified

Gallery
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Conclusion » VA
Complexity Simplified

e Diagrams for biologists

e Sequences for bioinformaticians

e Atoms & bonds for chemists

e Standard formats and open source tools where possible
e Provide all information: get all the functionality

e Complete informatics is fundamental to everything



