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AKTyanbHble TeMbl FFIMKOOMONOrun

« CTpyKTYypa, n3omMepusi, KoHdoopmMauns yrreBogoB B KIeTKax
 TakcoHoMusa KU Knaccnukaumsa MMKpoopraHM3mMoB

* [nunkoanutonsl N MUMMYHOCNELMNPUYHOCTL OPraHM3MOB
 ObbscHeHNe B3aNMOOENCTBUSA aHTUTEH-aHTUTENO

* [nunkocogepxallume BakLMHbI N NekapcTea

* Koppenauuna cBoUCTB opraHMama c ero yrnesogamu

« BuocuHTE3 1 KPYroBOpPOT YrNEBOAOB



[ MIMKOMMKA VS. FreHOMMUKA, MPOTEOMMUKA

no cpasnenuto ¢ opyeumu —Omics:

e CXOOHbIN 06beM nHdopmaumm (>100 000 N3BECTHLIX CTPYKTYP)

e OOnbLasg XMMuyeckasi BapmaTMBHOCTb
* MeHbllee ucronib3oBaHue IT (basbl AaHHbIX, CEPBUCHI)

* MeHblUad CTaHOapTn3auund

Glytoucan GenBank

.Lusonupoaal-mble@ [ CTaH.D.aprI ]

ocTpoBa

’\

| ny6nw<au,vw| aHH

-' Prot : v .
\Eb./—ﬁ GTCTCA... JJ
Val-Ser-...

Egorova K, Toukach Ph Bridging isolated islands in the sea of data Angewandte Chemie Intl Ed 2018, 57:14986-14990



[IpobnemMbl B rMMKOUH(OPMATUKE

« BapuatnBHOCTb 1 reTeporeHHOCTbL OOBHLEKTOB
 HeogHO3Ha4YyHOE onucaHune CTPYKTYpb!

« CIOXHOCTM C BBOAOM W BMdyanusaumnen 0onbLlUnx CTPYKTYpP
 OrTcyTCcTBME CTAHOAPTOB

* W3onnpoBaHHOCTbL MPOEKTOB

* HenonHoTa n HN3Koe Ka4eCcTBO AaHHbLIX B 6ba3ax

 PecypcoeMKkne anroputmbl

« HexBaTka cucrtemMHoro BnaeHuns y paspaboTymkoB 1 Nnorb3oBaTenemn

(HeT obuienpmn3HaHHbIX CEPBMCOB, MHMLMATUBLI HECOBMECTUMbI APYr C APYroMm)

Aoki-Kinoshita K, et al. Introducing glycomics data into Semantic Web J Biomed Semantics 2013, 4: id 39
Egorova K, Toukach Ph Bridging isolated islands in the sea of data Angewandte Chemie Intl Ed 2018, 57:14986-14990



YrneBoaHblIe 6a3bl AaHHbLIX

 YT1O 3TO TaKoe n Kakme OHu ObIBalOT?

* YTO MbI OT HUX OXUOAEM U NOYeMy ITOro He nony4yaem?
« Kak BBoAUTb, KOOUPOBaTb N OTOOpaxaTb CTPYKTYpPbI?

« HapcTtpouku, cepBucbl n nporpamMmmbil

« CSDB v gpyrue npoekKkTbl




3ayemM Hy)xXHa ba3a AaHHbIX?

« Jlerkum pocTtyn K 3HaHMAM U aBTOMaTU3auuAa uccrnenoBaHUmn

Kakne npupogHble CTPYKTYpPbl NOXOXKM Ha 3agaHHble? Kakme nx doparmMeHTbl cneunduyHbl ans
3agaHHbIX buonornyeckux BuaoB? oe oHW onybrMKoBaHbl, B NPUBSA3KE K KAKUM TakCOHaM,
bonesHam, u 1.4.7 Kakne dpepMeHTbl UX CUHTE3UPYIOT N C KAKOW JOCTOBEPHOCTLIO 3TO NOKa3aHo?

Ha kakue rmmkoanntonbl pearnpyroT aHTutena?

« MoagenupoBaHue CBOUCTB MOJEKYn

MonekynsipHasi reoMeTpusl, CNekTpbl, OMOAKTUBHOCTD, ...
* [lpeAckasaHue CTPYKTYpbl N0 HabnwaaeMbiM CBONCTBaM

* [lpepockazaHue CBOUCTB TaKCOHOB

KJ'IaCTepI/I3aLI,I/IFI Ha OCHOBaAHUW IMMUKOMOB, NMOUNUCK CXOXXECTU U pa3n|/|L||/||7| TaKCOHOB,

XeMOTaKCOHOMUN4eCcKad KJ'IaCCI/ICbI/IKaLI,I/IFI

 WUpeHTudumkauma n Busyanmsauma MosneKyn (s t. u. s nybnukaumsax)



UTo Takoe 6a3a AaHHbLIX?
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TnnyHbie 3anpochl

/ QR ) rens DOI, PubMed ID
| |
DE _>-I- (bepmeHTbl h NE---- TEPMUHbI
Ha3BaHwue, CBOWCTBA, J MESH
== I knacc npouee T
cbparmeHT, MOTUB, ’x / nyGnmKauum T\ .
\  cocTas ; 1 KypHarbl,
MS DB id, ... ICD-11 aBTopbl, ...
< 6onesHu, NLM
opraHb|
CCPNid, ... \_ CTPYKTYpbI l
P
4 ) e

MeToapbl,

f ) npovee
\_ CMeKTpbl %(M;\ﬂ \_OpraHm3mb! .
0 NCBI Tax ID

\_reomeTtpusa

——> OJHO3Ha4Hble Nepexodbl ----> HeYeTKue nepexoasbl komouHauun: U, UIN, HE

Toukach Ph Bacterial Carbohydrate Structure Database 3: principles and realization J Chem Inf Model 2011, 51:159-170



CSDB: coctaBHOM 3anpoc

COCTaB

2 X KDO

1 x HexN
+

TaKCOHOMMUSA
Proteus O1

HOCUTEIb.
YeJ10BEK

cdparmeHT ¢dparmeHT

Lys / Ala

dL

7
" Knacc / HasBaHue

IDs

AMP dounetp

O13C:

ouonu pad)uﬂ 18.3+ 0.8

2 2005

KIro4yeBoe
choeo: LPS

[aHHble crpynnupoBaHbl No coeanHe-
HUAM, Nybnukaumsm, opraHmamam u T.4.

There are 2 chemlcal!y OIS"nCl structures. Please, select:

g} ﬁ"“’?"’iﬁ}‘ DRhap(1-3)jaLFu CP g@""ﬁ"\;‘gM[

ap(1-3)Ja

-4)[60%Me(1- 3)aDRhap(1 3)]aLFucp(1-4)xDXyia(1-

Found 5 structures. Displayed structures frq

Expand all compounds Show all as text (Swee] 9“ EH (:)H
~0 (¢] W0 OH
HaC
1. Compound ID: 10502
o (o]
HO rep (o] 0
(-1 S |
a2 . CHgy CHj rep
L1 SVGfile  Show SMILES
3(60%)Me
L3
%‘ Please select one of 2 sterically distinct structures
Structure type: polymer chemical repeating un
Compound class: O-polysaccharide, O-antige!

Structural formula & atomic coordinates
Sweet-ll 3D model

The structure is contained in the foll

* Article |ID: 4266
Boyko AS, Dmitrenok AS, Fedonenko
o-poly ide of the lipopolysi
acolriose)" - Carl bonydr ate Researc|

Two types of neutral O-polysac
phenol-water extraction from the asy|
of the major O-polysaccharide was
1D and 2D (1)H and (13)C NMR s
D-rhamnose is indicated by italics

Shlﬁ"’B —

zoom Alt+Py = move

Lipopolysaccharide, structural, O- _j = rotate

physiology, Azospirillum brasilense,

D-Acofriose

NCBI PubMed ID: 22575749

Publication DOI- 10.1016/].carres.2012.04.006

Journal NLM ID: 0043535

Publisher: Elsevier

Correspondence: room308@ibppm.sgu.ru

Institutions: Institute of Biochemistry and Physiology of Plants and Microorganisms, Russian
Methods: TH NMR, 13C NMR, NMR-2D, methylation, chemical analysis, GLC, Smith degradal

Azospirillum brasilense Jm6B2

CSDB ID 283

o Afticle ID: 4833
Fedonenko YH
the genus AZ

The revie

polysaccharid

i1n 100 an an T B0 0 40 30 20

The spectrum aiso has 2 signals at unknown positions (not plotted).

Toukach Ph, Egorova K Bacterial, Plant, and Fungal Carbohydrate Structure Database in “Glycoscience: biology and medicine" 2014, ch. 29: 241-250



Carbohydrate Structure Database

—
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yu

* perynsipHoe nomnosiHeHne

* paclmpsemMas apxuTektypa

]

Komnnekc 6a3 gaHHbIX +
NMnartdopma ona cepBncoB

4

* MHOXXECTBO UHCTPYMEHTOB 00paboTKM AaHHbIX

* MPOBEPKa KOHTEHTA (15% = CarbBank, 85% = nutepatypa)

* TMOJIHOE MNMOKPbITUNE (6aktepun - ceityac, rpubel - CKOPO)

MHTEerpauuns c apyrummn 6asamm

Egorova K, Toukach Ph  CSDB_GT: a new curated database on glycosyltransferases Glycobiology 2017, 27:285-290
Toukach Ph, Egorova K Carbohydrate structure database merged from bacterial, archaeal, plant and fungal parts Nucl Acid Res 2016, 44:D1229-1236
Egorova K, Toukach Ph Expansion of coverage of Carbohydrate Structure Database (CSDB) Carbohydr Res 2014, 389:112-114

Toukach Ph Bacterial Carbohydrate Structure Database 3: principles and realization J Chem Inf Model 2011, 51:159-170




Bce B[]

CTpyKTYypHbIEe 6a3bl Bee 27

Q CarbBank) © nonHas oo 1996 L= Q}l 120 © wmera-penosutopuin
owe UlyomeDB,, . — ®
{} 23 ® apxutektypa, % ownbok HenomnHble aHHOTaLWM
@LW@U@A[N] ® net arnukoros L

> 6 BCSDB T PFCSDB 15/ 6 (6akTepuu, apxeu)
~ 11 /5 (rpubsbl, pacteHus)

SweetDB, SugaBase 27121 ]
EDEEE@SCIENCES.DE % g - © nonwas
PDB No npokapunoTam un rpubam
ORlG

G LY SN Z@ /é’$ 11

] © apxutekTypa
@® Tonbko Mogernb

(G4 © kypupyemas

GTR

[ ] /y MIlekonuTatoLnet. ..
= 10/1
ORIG © nonnas no 2005

0.7 O- & N- [__][Hrg

JJ\I\ Eurocarb DB

> 70 J 471
$ - °(:)nlbrt ) =

e © konnekuns 6a3
JCGGDB ) &UniCarbkB
=asT | &) cna6o aHHOTUPOBaHbI \L © Kypupyemas GLVCODASE

34 (4yenoBekK, MblLLib,

44
?GWCOCO” ugate @a Yez £ ol kpbiCa, BMPYChbl) 0.3 XUBOTHbIE
Db CERNEcca ENERYC .. $ GlycoBase/ =
ORIG GTR m@ ORIG

Toukach Ph  CSDB and other carbohydrate databases GlycoconjJ 2013, 30:347-349



CneuuanbHbIe ba3bl

jCGGDB GlyTOUcan,
ALy PEno3nNTOpPUI UOEHTUDUKATOPOB
yrneBogHble reHbl YernoBeka chw =/ 8
~0.2
L 1 [=] ]
MS234N- n O-rmmkaHoB = ﬂﬁ&gﬂgﬁfﬂﬂﬂﬁ
"‘O 2 aare3nd K nartoreHam
: ~0.9
XUMUYECKNE peakLmm IV@'@NA CENTERFO

O-glycBase, caiscau

~3.0 (4.4 str)
=\l J 5 DE“ O- n C-rmnkonpoTeunHsbI E&‘éﬁé’é’é’é
KOHbtOratbl & arnmKoHbl |~ U@e e
>70 =2 (] A,
= GlycoMaps,
N-rmmMKonpoTeEnHbI ’ ' g :
C. elegans + MblILb = JC0 YoulK pacueTHble koHdiopMallMoHEEIEIESEI
~2.5
METOAMKN CUHTE3a G%
N aHanusa y@OEOD
~0.2 (0.5 sub

MSDB

o MOHOcCaxapuabl 1 HOMEHKNaTypa
~0.2 (0.6 ABSs)

MMUKO-3MNMNTOMMbI =
N aHTUTEJSa




° CDyHKLI,I/IOHaH bHOCTDb (Tunbl JaHHbIX U MHOEKCOB, 06paboTKa 3anpocoB)
 [lonHOTAa NOKPLITUSA (+ BuiGpaHHbI knacc)

« KauectBO AAdHHbIX (% ownbok, npo3payHocTb)

* MHTeI'paLIMFI (nopaepxka bopmaToB, MnopT-akcrnopT, APIl, RDF)

° MHTepCbeﬁC (NpocToTa, CTabunbHOCTb, MPOM3BOANTENBHOCTD)

BHYTPEHHSS yrnpasnstoLime HanonHeHne
apxuTeKkTypa nporpamMmbi OaHHbIMU

N
7

ncnpaBndaAemMocCTb




ApXUTEKTYypa

duniCarbki | GljomeDB,, . @

 PenaunoHHaa 6a3a gaHHbIX E I e o0
> MHﬂ,eKCaLI,I/IFI + cTaHAapTHble nHaekcol (DOI, TaxID, ICD-11, PMID, ...)

* CTpyKTYpbl, TAaKCOHOMUSA, OUBNMOrpadUst - pasmbie TvnbI 3anucei
 YenoBeko4ynTaembliu OaMI1 (opraHusaums npouecca HanoNHEeHUs)

« KoHTponupyembie cnoBapy TEPMUHOB (voHomepos; MSDB)

. Fraedext ) e \

‘ 1
 Tabnuua cBA3HOCTM !
i TPVBMArbHbIE HAa3BaHNS, 60Me3Hu :

- N 1 cnekTpbl AMP, MC opraHbl, TKaHu i

|  YCTIOBUS CHEMKM CEKTPOB, reHoTUN, CTapus |

I KOH(opMauus :

CTPYKTYpa, i KIto4eBble CnoBa |
TakCOHOMUA, |  TMUKOMNPOTEUHBI, pedeparthbl i
brbnuorpadus, | B1OAKTUBHOCTb, MHCTUTYTHI :

| COBINKY Ha fipyTVe B ) |  reHbl, (hepMeHTbI BrocKHTe3a MeTo/bl i




MCTOUYHUKN OaHHbIX

CBOU N YyxXune
CarbBank v apyrmne b nnTeparypa pe3yJ'|bTZTbl

KOHBEpCUS, ~800 / roq
npoBepka

CSDB 2021:

25 900 cmpykmyp, \\/
10 300 nybnukauud,

o) * BbisiIBNeHUe nyonukaummn
14 000 opeaHu3mos, . o
14 800 Criexmpos, m pPeTpoCneKTUBHbIN aHanNus3

2 600 KoH@. kKapm, ‘\/ * adHHOTUPOBaAHuEe N NpoBepkKa
2 100 akmusHocmeu I'T
+B3aMMOCBSA3U

NOoJIHOE NOKPbITUE NO NMPOKapnuoTam n I'pVI6aM:
OTpMLlaTeﬂbeIVI pe3yribraTt NoncCKa = 3Ha4nMMad Hay4Hasd l/IHCbOpMaLI,I/IFl



KayecTBO AaHHbIX
HangeHo & 350 m Py
\__ ncnpasneHo

orneparopckune B ba3ax B CTATbsAX B nporpammax
4 N\ [ N\ [ )
2dGlc — araHex, Glc(1-2)GIcN, E. coli O127:
a-Rib-ol — Rib-ol, anhydro-Kdo, aDGalpN(1-4)bDFucp(1-4)bDGlcp
D-Kdo — Kdo, D-manHep, Glc C1103.2 ppm
1'methy| — 1'Me, Ga|p5N, oH PH E. coli 012:8>
n.m.r. - NMR, Ac(1-2)[Glc(1-2)]Gal, M, o
taxid 583 — Proteus, Escherichia sapiens, HO B e o
- y Dev Food Sci 2012, o
#Ac : 23 m.4., 65 m.4. 104.2) o

\ D-Gcl, ... ) \ag-D-GalpNAc B-D-Fucp a-D-Glcp /

CCarbBank)@ >50% (HenpaBUIbHbIE, OTCYTCTBYIOLLUME, FTOXKHO MPUCYTCTBYIOLLNE
|_> npyrve B[ CTPYKTYPbl, LUTAMMbI, aHHOTaLNK)

Egorova K, Toukach Ph Critical analysis of CCSD data quality J Chem Inf Model 2012, 52:2812-2814



NWaeanbHasA MHTerpauus

GlycoCT,
PubmedXML,
glycoRDF, ...

CTaHAapThl /71‘1:0
Q
Apyrve bl /7 UMnopr
ﬁ (’ 3KCl'lOp'r

/En\

apyrue cepBUChI

U

\_/ WHTepcpe,,,C

v
nonb3oBaTtenu </ cabmmcens
& D ?\0\? m
v

“ nyonukauum
O A
s
XpaHunuiie S
Tpunnetos ,97'53 < cepBUCHI
< -. WSDL
Apyrve bl

Aoki-Kinoshita K, et al. Towards an international glycan structure repository Glycobiology 2013, 23:1422-1424
Toukach Ph, Joshi H, Ranzinger R, Knirel Y, von der Lieth C-W Sharing of worldwide distributed carbohydrate resources Nucl Acid Res 2007, 35:D280



SNFG,

g KoHBepcus faHHbIX <—>{Apyrve hopmaTsl | WUrcs,
GlycoCT, DO,
« ABTOMartnyeckue web-cepsucobl (WSDL)  SMILES, NCBI Pubmed,
MOL, PDB NCBI Taxonomy,
g |/||V|r|op'|' aKCnopT Glyde lI, Uniprot,
LinUCS, Genbank,
Sweet-DB PubChem,
,D,OKyMeHTaLI,I/IFI, HELP GLYCAM, MonosaccharideDB,

GlycoRDF, Glytoucan,

[pyXeCcTBEHHOCTb, OLICTPOAENCTBUE DCI XML, ..  1CD-11

CcbINKK Ha 3anucu [B APYIMNX NMPOEKTAaX (3anpockbl, nHaekcsl, ,u,aHHble)]

|/| BbIBOM CTPYKTYP

Popular Small sugars Hexoses ngher sugars Aldltols Allphatm a Be6_"0MouJ‘HMK
: ’
Topolo | 4 residues (branched: ([A->B->],[C->] | BHERD) .
PO N.‘- Nﬂ- NF- .ﬂ- F Fu Nﬂ- RI‘ lDr’ nH F- Arzd X rpa¢- penaKTop,

(B\(B\(B\(B\I u|| u|| 1]

Structure: |ppGalpNAc (1-3)aDGlcp (1-4) [bDManp (1-3) ] ?2LFu
BEBEED GuenuoTeKa
Re5|due® bDGalpNAC (1-
|b v |D v | galact i =2 ) [ add substituent Acetylated |at| ® 1-3 o CprKTyp,
~ v | galactosamine v~ ( pyranose v 1 .
- [] add substituent 0o, 00 CS D B L | n ear,
bDGalpN substitutes | C3 v | of Residue B [} add substituent Galnac Gle 1.4
[) add substituent GIyCO CT
[1is terminal e OH
Residue g): [abelcp (1- -3 Fuc
["] add substituent "
'a v|D v |glucose v |24 ( pyranose v |) 2ol Sl 00 -
() add substituent wizard Cligosaccharide editor
ool akikkaal o4 Daaial o L1 add suhstitiant Min

bDManp(l 3) [Ac(1-2)bDGalpN(1-?)aDGlcp(1-4) ] ?LFucCp morauus CSDB Linear




BbIBOA CTPYKTYP

g Busyanusauusa B YenoBekounTaembix cpopmaTax:

[-] <
= d
1
® - LAa oo -
SNFG MOL (3D) HO)_§__O
o]
D-Rib-ol- (1-P-5) o—:
| o,
-4) -a-Abep- (1-3) -p-L-gro-D-manHepp- (1-4) —a-Kdop- (2- (t |
|
- ~(2-1)4 0
Sweet-DB L-Ala-(2-1) MOL ’

E|<—> JKCNOPT B MalULMHOYUTaeMbIX (popmaTax:

[*]O[C@]1(C(=O)N[C@@H](C)C(=0)0)C[C@@H](C[C@@H]20[C@H]([C@@H](O)CO)[C@@H](O)[C@H](C[C@H]30[C@H] SMILES
(CO)[C@H]([*)CIC@H]30)[C@@H]20)[C@@H](OP(=0)(0)OC[C@H](O)[C@H](O)[C@H](0)CO)[C@@H]([C@H](0)CO)O1

2.0/5,5,5/[Aad1122h-2a_2-6][h222h][a11221h-1b_1-5][a2d12m-1a_1-5][A1m_2*N]/1-2-3-4-5/a1-e2_a2-d4~_a4-c1_a5-b1*OP0O*/30/3=0_c3-d1 WURCS

-4) aXAbep (1-3) bXLDmanHepp (1-4) [xDRib-01l (1-P-5) ,xLAla? (2-1) ] aXKdop (2- CSDB Linear

Chernyshov |, Toukach Ph  Automated translation of glycans from residue-based notation to SMILES and coordinates Bioinformatics 2017, 34:2679
Varki A, et al. Symbol nomenclature for graphical representations of glycans Glycobiology 2015, 25:1323-1324



PepakrTopbl CTPYKTYP

peanakTop MOHOMeEpbI HeonpeaeneHHOCTU MOBTOPbl  MMMOPT,  XUM. YFHEBO.D,HbIe,
<IN R Vi SNFG
GlycanBuilder™ | 70+30 KOHd., CBA3KM, KNacchl, | - ++ -
Tononorus
Sugar Sketcher | 70+20 KOH., CBA3N, Knaccbl | + + -
Polys builder 100+0 KOH., Knacchbl - + -
GlycoGlyph 80+10+user KOH., CBSA3K, KNnaccbl | ++ + -
DrawRings 70+0 KOH., Knacchbl - + -
CSDB editor 300+300+user | KOH®., cBA3W, Knacchbl, | ++ ++ +
anbTepHaTUBLI
Xyumnueckume RuoelyeElvE! nnaruvH MOHOMEpPbLI  pesynbraT onTuMmsaums
Hyperchem Sugar 30+26+user | 3D, MM+, Amber, OPLS:
Builder MOXHO 3agaTtb ¢,y,w | MM, MD, ...
PCModel Template: | 24+28 3D MM3, MMFF, OPLS:
sugars MM, MD, ...
ACDLabs Template: | 36+35+... 2D: stereo, chair, MM2:
Chemsketch sugars Haworth, Fisher MM
ChemDraw / Template: | 16+24+... 2D: chair, Fisher MM2, MMFF:
Chem3D hexoses MM, MD

Bochkov A, Toukach Ph  An online glycan builder with 2D and 3D structure visualization J Chem Inf Model 2021, in press
Alocci D, Suchankova P, Costa R, Hory N, Mariethoz J, Toukach Ph, Lisacek F SugarSketcher: quick online glycan drawing Molecules 2018, 23: id 3206



MHcTpymeHT CSDB/SNEG editor

CSDB/SNFG structure editor

e (o c &sv6 BB @0

© @ [x¥l| x>

X

)

Popular Small sugars Hexoses Higher sugars Alditols Aliphatic acids Other acids

e e ot N A A o M 4 8 e A A R
Gle || GlcNAc || GlcA || QuiNAc || Gal || GalNAc || GalA || Fuc || FucNAc || Man || Rha || LDmanH || Ara || AradN || Xyl || Fru P || Kdo || NeuSAc || Gro || Ala

Superclasses

search residues

search modifications

(p)

CHNRAEE “\,
pegarrop @ T

o 4 @

Chemical repeating unit; n=1@ Subst Rib-ol P

-3)aLFucp(1-6)[Subst(7-3)xDRib-01(1-P-4)]?DGlcp(1-?)[Ac(1-2)]bDGalfN(1- // Subst = chrysin = SMILES
0O=c2cc(clcccccl)oc3c{7}c(0)c{5}c(0)c23

23 2 =3 (99 3 €3 2 (2 G20 Y1 £33 @3 B £ )

Previews

pexnmbl Jkcrnept / HoBMYOK

nobble Nonun- n ofiMromepHble TONoNormn

600+ MoHOCaxapuaoB N HEYrneBOAHbIX OCTATKOB
SMILES gnga HectaHOapTHbIX oparMeHTOB
nodble cBa3n (B T. 4. xenatHoble n C-C)
nogaepkka HeonpeaeneHHOCTEN U CynepKiaccoB
BHYTPEHHWE NOBTOPbI U anbTepHaTUBHbLIE BETBU

Refresh

3 Hi-res image | RES

@ ir:rl
N REP
(-1 REP1:50(3+1)2d=-1--1 =
o o K2RAEBOMY
3
= chrysin

2b:b-dgal-HEX-1:4
3s:n-acetyl

Subst-(7-3)-D-Rib-0l-(1--P--4)--+

SREMOPT

SKCMOPT B YrneBoAHble HoTaLun
9KCMOPT B XMMUYECKNE KOAMPOBKU
CMNCKM M30MEPOB

paboTta ¢ Mon. Mofenbto B bpaysepe
nmnopT CSDB Linear n GlycoCT

OnTUMM3aLNA N IKCMOPT KOOpAMHAT aTOMOB
Bu3yanusaumsa, peHgep, SNFG-okpacka

-3)-a-L-Fucp-(1-6)-D-Glcp-(1-?)-b-D-GalfNAc-(1-

Subst = chrysin = SMILES O=c2cc(clcccccl)oc3c{7}c(0)c{5}c(0)c23

There are 3 chemically distinct structures. Please, select:
BB 3)aLFucp(1-6)[Subst(7-3)xDRib-ol(1-P-4)]?DGlcp(1-3)[Ac(1-2)]bDGalfN(1- //
2. -3)aLFucp(1-6)[Subst(7-3)xDRib-ol(1-P-4)]?DGlcp(1-5)[Ac(1-2)]bDGalfN(1- //

T

T Py
O 0 0 0
1
OO — F = 0 i OH
SMILES code o

[*]0[C@@H]10[ C@@H] ([C@H](0)COC20[C@H] (CO[CaaH]30[ Ca@H] (C) [CaeH]
(0) [C@@H] ([*]) [C@@H]30) [C@@H] (OP(=0) (0)OC[C@H] (0) [CaH]
(0c3cc(0)cdc(=0)cc(-cScccccS)ocdc3) [C@H] (0)CO)[CeH] (0)[CeH]20)
[C@H] (0) [CRH]INC(C)=0

§ 3. -3)alFucp(1-6)[Subst(7-3)xDRib-ol(1-P-4)]?DGlcp(1-6)[Ac(1-2)]bDGalfN(1- // i ¢

There are 2 sterically distinct structures. Please, select:

. 2. -3)aLFucp(1-6)[Subst(7-3)xDRib-ol(1-P-4)]bDGlcp(1-6)[Ac(1-2)]bDGalfN(1- /,

Files: MOL, PDB, Glycam

/

He K

K o ShowH Decolor Spheres Copy

Bochkov A, Toukach Ph  An online glycan builder with 2D and 3D structure visualization J Chem Inf Model 2021, in press



HeoAHO3HAYHOCTb HOMEHKNaTyphbl

HO CH;
@)
HO OAcC
NH,
Ak
7" (CFG)

bDFucpN(1-1)Ac (CSDB) <«—— 03321:3::;‘)2%?THH06$:0
D-FucpN-B1OAc 3TOM MOHSITHO JIIOAAM
beta-fucosamine acetate
1-acetoxy-beta-D-fucopyranosamine
2-deoxy-2-amino-B-D-fucopyranosyl acetate (IUPAC)
B-D-fucosamine acetic ester
B-6-deoxy-D-galactosamine acetate
b-dgal-HEX]|1:5|2-amino|l-acetate (GlycoCT)

B-D-pyko3zamMuH-1-O-auertaT (Ha apyrux asbikax)

(2S,3R,4R,5R,6R)-3-amino-4,5-dihydroxy-6-methyltetrahydro-2H-pyran-2-yl acetate (IUPAC)
N[C@H]([C@H]([C@H]([C@@H](C)O1)0)0)[C@@H]10C(C)=0 (SMILES)

1S/C8H15N05/c1-3-6(11)7(12)5(9)8(13-3)14-4(2)10/h3,5-8,11-12H,9H2,1-2H3/t3-,5-,6+,7-,8+/m1/s1 (INnChl)

Varki A, et al. Symbol nomenclature for graphical representations of glycans Glycobiology 2015, 25:1323-1324



[louemy He aHanor MOL?

OyeHb CIOoXHbIN NepeBod NOAaTOMHOIo ONMCcCaHNsA B CEMaHTUYecKoe

(B cTpykTypy TMNa a-D-Galf-(1-3)-B-D-Glcp)

CnoXHbI NepeBo CEMaHTUYECKOro OnMcaHus B noaToMHoe

=> TPyAOEMKOCTb aHHOTUPOBAHUA cTaTten

Henb3a onucaTtb CTPYKTYpbl C HeonpeaeneHHOCTAMN

[1aHHbIe B13yalibHO HE CONMoCTaBJ1EHbI CO 3HAHNAMU

HeyenoBeko4nTaembliii — TPYAHO KypupoBaTb — OLUMOKM B AaHHbIX

KOOp,EI,VIHaTbI dTOMOB He ABNAKTCA nepBnN4iHbIMN AaHHbIMA

HO HenosHbIn MOL (6e3 3D) MmoxeT ObITb BOoCApUHAT Kak 3D MOL

[ [pOMO34KO AN XpaHeHUAa 1 nepenayn B CETU
(n He nepepnaeTtca kak napameTp B URL)
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OCoO6eHHOCTU CTPYKTYP U A3bIK

abconoTHasdg  pasmep UMKNa  amMUHOTPynMbl npoyne MoaudmkaTopsl,

KOH(pUrypaums l, ‘l, BMECTE Unm no ogHomy
‘1, nnun J‘
]

N

=8
Q.
Q al [D| Luma] |p| l4en] [N Al |-4-ulo -0l
> b L f etc. 3N A -ulosonic T
© Il IR a N3N -ulosaric
g x| Is 2 T etc. _onic Monuor
I)
AaMn E . i( ABOWHbIE CBSA3N 4F
1‘ : OCTaToK uU3 3? Me
aHoMepHas KOHTPOJIMPYEMOro YpOHOBas elc.
KOHurypaums cnoBaps Kucrnorta

YyrneBOAHbIN A3bIK <
CSDB Linear

>
aHHOTaTopbl, § [= @OR@]
onepaTtopdl, (= 8
Apyrne A3biku g A5 !
(IUPAC, GlycoCT, WURCS, ...) 3 1 3
2 0
0o 0 \ 1nn oba )
. T
Sub =
o SMILES ...{17}..

Toukach Ph, Egorova K Bacterial, plant, and fungal Carbohydrate Structure Databases: daily usage in “Glycoinformatics" 2015, ch. 5: 55-85



CpaBHeHMe A3LIKOB

OQHO3Hay- HETOYHbIe
Nno0xo0 nonHoTta KOHTpOnb napCcuHr
HOCTb CTPYKTYpbI

IUPAC (o

IUPAC extended o pseudo-
(SweetDB, Carbbank) graphics

Glyde | (=) >_>-0
WURCS
(JCGGDB, ChEBI, PDB) I

XML
GlycoCT ce
(Glycome-DB) I Ll

LinearCode (CFG) >_>-0
LiInUCS

(GlycoSCIENCES) >

KCF (KEGG) ﬁ

CSDB Linear (CSDB)

@ =
@ .~

@
‘ URL

® coBMECTUMOCTb <Xy>|<e OO0O@

Toukach Ph, Egorova K New features of CSDB Linear, as compared to other carbohydrate notations J Chem Inf Model 2020, 60:1276-1289
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CSDB: HaacTponkn

8 — Eﬁ] 5 BbIBOAbI HA OCHOBAHNY obpaboTkn BCEX
AaHHbIX, B TOM 4YNClie CKPUHUHT U CTAaTUCTUKA
3HaHUA  HaOCTPOUKMK
 AHanua nyten bmocmHTtesa (basa rnmkosnnTpaHcdepas)
 KoH(opmaLMOHHbIE KapTbl OfiMrocaxapuaos
« [lpenckasaHue n otHeceHue crnektpos AMP 13C, 1H, 2D
* [lpenckasaHue CTPYKTYpbl NO CNEKTpamM U OpYyrumM OAaHHbIM
« Knactepusaumsa TakcCOHOB Ha OCHOBaHUWN UX MMUMKOMOB
 PacnpegeneHne oparMeHTOB N0 TaKCOHaAM U MOSIOXKEHUIO B CTPYKTYpPax

« Knaccupunkaumss MOHOMEPOB U arfinkoHOB



[ nuKo3unTpaHcgepasbl

Kputepuu: 71B1
(B ntobom coyetaHum) Uniprot
# Q9LSY9.1
Genbank OObeKT:
y # 821729 _
naoeHTndukaTopbl B 6asax A thaliana e

 HasBaHue depMeHTa / rpynna naeHTU¢uKaTopbl
* HasBaHue reHa / knacrep >-I-
* cemenictBo CAZy OpraHu3sm, nonHas

* OpraHusm (Bug, WTamm) / opranici -

CUHTE3npyemMas CBA3b AKTUBHOCTbL:
* [OHOp (unu ero doparmeHT)
e akuentop (Mnwn ero doparMmeHrT) 154
O UDP
* porb 0ObEKTA B KIETKE
°* YpOBEHb OOCTOBEPHOCTU DOI, PMID CUHTE3UpyeMbIn AOHOp U

_|—| cparmeHT akuenTtop
HO

Hoﬁl/ tl/

H o) OH

nyénukauum of »

Egorova K, Toukach Ph  CSDB_GT: a new curated database on glycosyltransferases Glycobiology 2017, 27:285-290

Egorova K, Toukach Ph Expanding CSDB_GT glycosyltransferase database with Escherichia coli Glycobiology 2019, 29:285-287

Egorova K, Smirnova NS, Toukach Ph CSDB_GT, a curated glycosyltransferase database with close-to-full coverage on three
most studied non-animal species Glycobiology 2021, 31:524-529




[ nMnkothepMeHTHbIe 6a3bl

300K+ doepmeHTOoB CAZY, noaTeepxaeHo ~4%,

ece opecaHu3Mbl
(I'IOHHOL(GHHOG Ucriosib3og8aHue — 4epeas CO&GI’TIO,DCI’TIGO)

rMMKosunTpaHcdepasbl, noarsepxaeHo 7%
E. coli (nonHas)

rmmkosunTpaHcdepassl n gp. CAZy
O. sativa

rMMKo3unTpaHcdepasbl, noareepxaeHo 80%
E. coli, A. thaliana, S. cerevisiae,
(nonHas no noATBEPKAEHHbIM)

%&? BRENDA L”QI BrnocuHTETUYECKAa NHGOPMaLNS cpean npoven
The Comprehensive Enzyme Information System ace OpeaHu3Mbl

BuocmHTEeTUYECKas MHpopMaLMS cpeaun NPoYen

? A. thaliana

7 tair
S W  GvocuHTeTUYecKas MHAOPMaLWS, HET NoucKa
yben -~ H. sapiens, M. musculus, R. norvegicus, ...

gg@ yrnesoaHbl€ reHbl,

H. sapiens, C. elegans




AHanus KoHgopmMaLnn

aLRhap(1-4)[x?Ala?(2-6)]?DGalpA ), on
Apyrve BapuaHThbl "
/ (a-GalA, D-Ala, n 1. 4.) AR P, L-Ala
OH >

CTPYKTYpHbI,
B T.4. HEINOJIHbIE

>
//’EbwonHue
KOH(bopMepsbI

~1000 ocTaTkos 4C,,1C,, ...

SMILES

«Kpecnudukaumsa»

B BbIOOP MUHNMYMOB
k MM-penakcauus

>
'caceneHHble

—
COCTOAHUA
MOCTUKOB
e | g
MOJ1. AMHaAMMUKa e ' =
KoHdpopMepbl
300K, 100Hc, H,O DopiEl Nl -
+ UX dHeprum . E

Scherbinina S, Toukach Ph  Three-dimensional structures of carbohydrates and where to find them Int J Mol Sci 2020, 21: id 7702



KoHdopmaunoHHbIn moaynbs CSDB

aHanmus £ |
BCTPEYaeMoCTy v/

doparmMeHTOB

l -
$$$ navnnant —

100-Hc 300K MM3
MD c aBHOW BOOOW

- - |
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. i 5420
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.
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. A\ . 3 D
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H
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® s B
1

CBA3U C 1-4 cTeneHsamMmu
cBoboabl B An- N Tpu-

MEPHbIX doparMeHTax
(3anonHeHue 6a3bl) g

!

* nowuck ID, CTpykTyp, NapamMeTpoB pacyeTa
« paboTa c KapTamMu SHEPINUX N 3aCENEHHOCTU
nmnopt GlycoMaps .

NnpoeKunn, SKCTpeMymbl, SKCIMNOPT

Stroylov V, Panova M, Toukach Ph  Comparison of methods for bulk automated simulation of glycosidic bond conformations

Int J Mol Science 2020, 21:id7626
Scherbinina S, Toukach Ph Database of oligosacchacride conformation maps soon to come...



AMP-MopgenvpoBaHue

AMP — ocHOBHOIM METOA aHanus3a nepBUYHON CTPYKTYPbI B rMMKOBMoNornm

] H
Q p— L
—=\_o anroputMm GODDESS = |
lt :o > i
(- (-
. ) C o

Glycan-Optimized Database-Driven o

Empirical Spectrum Simulation

* MogenunpoaHnue cnektpoB (1:3C ~ 0.7 ppm, tH ~ 0.06 ppm)

« [lomoLllb 3KCNepTy B YCTAHOBNEHUN CTPYKTYPbI

« (OTHeceHne cUrHanoB 1 NpoBepKa rmrnoTes

« [lepebop CTPYKTYp 1 CpaBHEHME CUMYNALUN C SKCNEPUMEHTOM

* Bepudukaumna pacyeTtHoM reoMmeTpuUn MOMEKYI

Toukach F, AnanikovV Computational predictions of NMR parameters for structure elucidation of carbohydrates Chem Soc Rev 2013, 42:8376-8415
Kapaev R, Egorova K, Toukach Ph Carbohydrate structure generalization for simulation of experimental observables J Chem Inf Model 2014, 54:2594
Kapaev R, Toukach Ph Improved carbohydrate structure generalization scheme for 'H and 3C NMR simulations Analyt Chem 2015, 87:7006-7010
Kapaev R, Toukach Ph Simulation of 2D NMR spectra of carbohydrates using GODESS software J Chem Inf Model 2016, 56:1100-1104



NTepaTtop CTPYKTYP

gorpaqueva 6asbl

l /’(npeD,CKa3aHv|e CBOIZCTB} \

[ ) 2
nTepauns CTPYKTyp s

O
903“‘\) \{s\p‘o\
ct 9KCNepuUMeHT

paHXupoBaHue } | n

\4
CTPYKTYPbI N AdHHbIE€ C HaUNy4YlWuMMm CcooTBeTCTBUEM

€« é-cpmn bTPbl OTOOpa
OaHHble NMPOCNEXNBAKOTCA A0 UCXOAHLIX Ba3 n nutepatypsl

13C

HEOTHECEHHbIN O NonHasa CTPYKTypa
cnektp AMP (ocTaBLumecs
Hen3BeCTHbIe
anroput™ GRASS s-D-Glcp 4 P )

> @)
2 x Generation, Ranking O 2 MOHOMEPpbI, KOHUrypaumu,
nN3BeCTHbIE O and Assignment Of Moaudomkaumm, Nosuumnmn
L Saccharide Structures a-L-Rha oAy,
O CTPYKTYpe p nocrefoBaTernibHOCTb

Kapaev R, Toukach Ph  GRASS: semi-automated NMR-based structure elucidation of saccharides Bioinformatics 2018, 34:957-963



Kak BoCnosnbL30BaTbLCA ?

S. Scherbinina, Ph. Toukach 3D structures of carbo- Abrahams J. et al. Recent advances in glycoinformatic
hydrates and where to find them (2020) Int J Mol platforms for glycomics and glycoproteomics (2020) Curr
Sci 21, 1D 7702. doi: 10.3390/ijms21207702 Opin Struct Biol 62, 59-69. doi: 10.1016/j.sbi.2019.11.009

K.F. Aoki-Kinoshita A practical guide to Ph. Toukach, K. Egorova Carbohydrate Structure
using glycomic databases (2017) Database merged from bacterial, plant and fungal parts
Springer. doi: 10.1007/978-4-431-56454-6 (2016) Nucl Acid Res 44, D1229-36. doi: 10.1093/nar/gkv840

http://glytoucan.or T. Liitteke The use of glyco-
P e & informatics in glycochemistry

o (2012) Beilstein J Org Chem 8,
JCGGDB | http://jcggdb. jp/index en.html 915-929. doi: 10.3762/bjoc.8.104

goocao-da=t/l http://glycosciences.de

[=] e [m]

&UniCarbKB http://www.unicarbkb.org/

http://csdb.glycoscience.ru E .

Ny http:/toukach.rulrus/glyco-db.htm




Caut B VIHTepHeTe

Database search

Structures] [Composmon]

NMR spectrum simulation
Organisms Publications NMR 5|gna|s Please, select how to input a structure:

17005 publications (1941-2017)
18923 compounds from
[ge59 organisms

last update: 2017 Jun 2

Search
CSDB IDs

|Related record 10(s): 101
NCB! Taxonomy refs (TaxIDs): 64489

There is only one chemically distinct structure:

Useful tools

Additional operations are available from the left menu. If you don't see it click here

+ Input using Structure Wizard

» Select from library

* Draw in Glycan Builder
* Convert from GlycoCT
* Use expert form (field below

SVGfile Show SMILES

HO
o oH
HO HO o -
° !
)
Ho ©° o
: \ rep
rep

z—:][u@

Predict NMR Elucidate

G

| Cluster taxa

A
Y

GT activities

L Exam ples 1

Composition
Taxonomy
Bibliography
NMR signals

Help

Extras
NMR simulation
Elucidation from NMR
Monomer namespace
Fragment abundance
Coverage stats
Taxon clustering
Submit record
Translate structure
Feedback

Maintenance

Matrix-based dendrogram:

e CBOOOOHLIN OOCTYN

Build a new unrooted tree v and colorize 12 ~ cluster(s) Rebuild dendrogram and Export Newick tree

Your job name is dsmatrix_2014Nov09_21-34-09.
Use these persistent links to download all job data or the distance mairix alone in R format

Structure in CSDB encoding:
aXhbep (1-3)bXLDmanHepp (1-4) [xDRib-0l (1-P-5) ,xLAla? (2-1) ] aXKdop

(this field is editable) Help on structure encoding

Nucleus: 1H/13C (2D) -] More parameters... @

Solvent: ater (H or D) © Coverage @ Simulate NMR

http://csdb.glycoscience. ru

e noapobHas AoOKyMeHTaums

e NpUMepbI pelleHns 3aaad

Toukach Ph, Egorova K Carbohydrate Structure Database: examples of usage in “A practical guide to using glycomics databases" 2017, ch. 5: 75-113



YYaCcTHUKA U CRIOHCOPLI

Carbohydrate Structure Database

nposepsieMbIli KOHMEHM, rOfIHOE MOKPbIMUE, COrMnymcmasyruue cepsucsl

e L] G zos B

41

nporpamMmmMmupoBaHme == ™ PomaH Kanaes, AHapen bo4kos, ViBaH YepHbIWwos, ...
aHHOTUPOBaHWE N NpoBepKa AaHHbIX ms KceHus Eropoea, Hagexna Kannnuyk, Kupunn KasaHues, ...
obwaga nogaepxka n cbop AaHHbIX m= HOpuinn KHnpenb

NHTErpaunsi, OHTonorns ™= [® | PeHe PaHuuHrep, Kunoko Aoku-KnHowmnta, Tomac JlioTTeke, ...
KOH(OOPMaLMOHHbIAN aHanus3 == Buktop Ctpownnos, Codbsa LLlepbuHuHa, ...

naewn, s3blk, apxuTekTypa, nHTepdenc, mm Punmnn Toykad

nporpamMmmMupoBaHne, KoopanHauus

napTHepbl ClycomeDB, | |jccpg | | &uniCarbka

I S T C
M = difz. PHO
olf M H T O
Poccuiickuin ®oHg MexxayHapoaHbIv Komuccusa no Hemeukuin LleHTp ®onpg Cogencramsa Poccunckunn
dyHOameHTanbHbIX Hay4Ho-TexHnyeckui rpaHTam npwm WcecneposaHus OTeyecTBeHHOM Hay4HbIn
WcecneposaHni LleHTp npesngeHte PP Paka Hayke doHp,
2005-2007, 2004-2005 2005-2007 2007-2010 (x4) 2008-2009 2018-2020

2012-2020 (x3) 2021-2022



IlononHeHuUs

(OEMOHCTPUPYIOTCHA B paMKax OTBETOB Ha BOMPOCHI)



pmepbl BonpocoB kK CSDB

Kak BBegeHne aMmuHorpynnel BNMAeT Ha xumndeckue casurn AMP B nakTto3HoM cdoparmeHTe?

Kakne cTpykTypbl O-aHTUreHOB, cofepXallme rafiakTypoHOBYH KUCMOTY U elle Kak MUHUMYM OLHY
rekcoay, obinu onybnunkosaHsl nocne 2005-ro roga?

Kakue rnmuko3nabl, BblAeneHHble N3 pacTEHU poda nacrieHa, cogepXxatT arfiMkoH conaHugnH?
Kakune yrneBoabl, KpoMe okTo3ocoaepxalwmx, nmetot curHan AMP 13C okono 34 m.4g. ?

Kakne GakTepunanbHblie CTPYKTYpbI, onybnmkoaHHble A.C. LawkoBbiM unu KO.A. KHupenewm,
coaepXaTt XMHOBO3-4-aMWH, aMmnanpoBaHHbIn Ntobon N-auetTnnmpoBaHHON aMUHOKUCITIOTON?

[omMononMmepbl Kaknx HOHanMpaHo3 BCTpeYvaloTcs B bakTepusix?

KakoB oxngaembini cnektp AMP 13C 3-O-a-abekBo3nn-6-geokcu-B-D-maHHorenTonMpaHo3un-(D-
punbuton-1)-docdara B BoAE M HA OCHOBAHUM KaKNX NCTOYHUKOB NpeackasaHbl XMMUYeCcKne
CABUIMN, ANSA KOTOPbIX YKadaHa HauMeHbLlast JOCTOBEPHOCTL?

KakoBa Hanbornee BeposiTHasi nocneaoBaTeribHOCTb OCTATKOB BaLnno3amMmHa, rmoKypPOHOBOM
KUCNOTbI 1 NU3MHA B ONUIOMEPE C YKa3aHHbIM aKcnepuMeHTanbHbiM cnektpom AMP 13C?

Kakne MmoHocaxapubl CKITOHHbI 3aHMMaTb KOHLIEBbIE MO3MLIUK B rMMUKaHax Acneprunna AbIMsILLEero
n Acneprunna Kkoasm?

Kakne gnmepHble doparmeHTbl (BKNOYaa gucaxapuasl) rmMkaHoB BbICLLUUMX pacTeEHUI cneunduyHb!
ansi poga nonuHoB?

[na ckonbKnx rmmkaHoB npoteobaktepuin onybnnkoBaHsl cnektpbl AMP?



OpraHunsauusi pa3padooTkn

 Bbasa gaHHbIX 1 Nnatdopma AO0MKHbI ObITb NOCTPOEHLI NO NMpaBunam
NHJOpMaTUKN.

« [lpaBuna GbinNn KOHKPETU3MPOBAHbI 1 adanTUPOBaHbI ASS YINeBOJOB.

1 $, Bpema

CCarbBank)
1989-1995

OCHOBa - buoopraHuka,
aganTtauns ansa KoMnbto-
TEPHOro NCMNOSb30BaHUS

'@ dkfz.

OCHOBa - MHopMaTHKa, ~2008
aganTtauua anga ncnosb-
30BaHuA B bBuoopraHuke

| >
~10 000 n =

Egorova K, Toukach Ph Bridging isolated islands in the sea of data Angewandte Chemie Intl Ed 2018, 57:14986-14990




YpPOBHU AaHHbLIX

[IOCTOBEPHOCTb,
NMPOBEPSAEMOCTb

O KypvlpOBaHm:e>O

onyoriukoBaHHbIe

npeackKasaHHble

N
7

0600LLEHHOCTD,
YHUBEPCAnbHOCTb



YpoBHM abCTpaKLun

-3) [xLAla (2-6) ,Ac(1-2) ]bDGalpNA (1- xDGro (1-P-5) aDRibf

MOYHbLIU (j)paeMeHm U eco CeA3uU He YKaszaHa monoJjiocusl u mecma npuconuHeHwZ
L-Ala(2-6)+

. S Orte

-5)a-D-Ribf(1-3) f-D-GalpNAcA (1-2)D-Gro (1-P-

H.C
3 COOH
C A a
O~ _>-@-P—
—-2)\? - ]
?) ?Dhex (1 O~_1a HO 6=—O0 —==
VKA3aHbl MOJILKO Rib NPUOIUZUMETbHBLLL
Kaacc u 1-cessw o Gal NA MOMUEB
1 Gro /O
OH OH k T~
7 OH
CH
/ _ 4 4
x?Ala (2-?) ?DGal?NA HEX, xDRib?, PEP

He YKA3ambl KOHU2ypayuu, no3uyul 3ame- YACMUYHBILL COCMAE

WeHnus, pasmep yukid, N-auemwzupoeaﬂue



Resource Description Framework

RDF — mogenb AaHHbIX B Buae TpunneTtoB o6bekm-npedukam-cybbekm.

© ponyckaeT pacnpegeneHHble 3anpochl ¢ MAHUMANbHBIM 3HaHKEM (opMaToB 6a3
@ Tpebyer peno3uTopust TPUMMETOB U COMMIACOBAHHON OHTOMNOMMM

3apava: HauTtu 6enok-HocuTernb Anst NPon3BonbHOro rmukaHa s JCGGDB.

lNpobnema: JCGGDB He cBA3aHa ccbinkamun ¢ 6enkoBbiMm bazamu.

Npeambyna:

3anucu B JCGGDB nmetoT cebinikn Ha ngeHtndukatopol B GlycomeDB.

Kak GlycomeDB, tak n UniCarbKB moryT akcrnopTupoBaTb CTPYKTYpbl B popmate GlycoCT.
3anucu B UniCarbKB nmeltoT ccbinku B 6enkoByto 6asy UniProt.

PeweHue (9-cmpounviii ckpunm na SPARQL): a
Conoctasutb ngeHtndgmkatopbl JCGGDB 1 UniCarbKB, ncnonesyss GlycomeDB, n nonyyuTtb E,‘
noeHtndukaropol UniProt na UniCarbKB ana kaxgoro ngeHtudpukatopa JCGGDB. SPARQL

TpebOyeTcs:
cTaHgapTHasa OHTONOrns — aKCnopT AaHHbIX B RDF — penosutopun TpunnetoB — nHtepgenc SPARQL

GlycoRDF — nepBas ¢popmanbHasa yrnesogHas oHtonorusa (OWL)

Ranzinger R, et al. GlycoRDF: An ontology to standardize glycomics data in RDF Bioinformatics 2015, 31:919-925
Aoki-Kinoshita K, et al. Introducing glycomics data into the Semantic Web J Biomed Semantics 2013, 4:id39



HanbHeullee pa3BuTne

® coenaHo B CSDB @ npegcrtount caenatb @ HIK3KQ K 3aBEPLIEHUIO

e CTaHpapTHbLIN YenoBeKOYNTaeMbIN A3bIK (SNFG, CSDB Linear, ...)
& PacmupeHMe OHTOJIOMUU (nHTerpauma Yepes GlycoRDF n GlycoCoO)

« Kpocc-npoeKkTHble cepBUCHI

 CTaHpapTHbIe NPOTOKONbI (APl WSDL, SPARQL, REST, ..))

 Upneonornyeckas sameHa CarbBank X

 TpeboBaHue BKNro4YaTb |D B nydornukaumum (Glytoucan ID?)

(KTO BygeT UMcTnTb Basbl OT HeonyoNMMKOBaHHbLIX/OLWNOOYHLIX JaHHbLIX?)



BBoA U BbIBOO CTPYKTYPHI

u L C ‘&SVGHB-‘LHO‘MJO%

© & @ XV x>

Popular Hexoses

Small sugars Alditols

Higher sugars Aliphatic acids

o N |4 A Al A [|[@| Al ® (| 7| K
Gl || GlcMNAc || GlcA || QuiNAc || Gal || GalNAc || GalA || Fuc || FucNAc || Man || Rha || LDmanH || Ara || AradN || Xyl

Other acids

Superclasses

JG s

earch residues search m

odifications

(Ac]am) cm]chol FoMe e el envfanie:] o] s Loy f k2]

Fuc
1-6
o Y G
©0 B Cle)
Glc GalNAc

——1

Subst Rib-ol
Chemical repeating unit; n=10

P

13 [+]

Previews

Hi-res image

-3)aLFucp(1-8)[Subst(7-3)xDRib-ol(1-P-4)]?7DGlcp(1-?)[Ac(1-2)]bDGalfN(1- // Subst = chrysin = SMILES O=c2cc(

RES

ir:rl

REP
REP1:60(3+1)2d=-1--1
RES
2b:b-dgal-HEX-1:4
3b:x-dglc-HEX-1:5

Subst-(7-3)-D-Rib-0l-(1--P--4)--+
I

-3)-a-L-Fucp-(1-6)-D-Glcp-(1-?)-b-D-GalfNAc-(1-

Subst = chrysin = SMILES O=c2cc(clcccccl)oc3c{7}c(0)cc(0)c23

There are 3 chemically distinct structures. Please, select:
1, -3)aLFucp(1-6)[Subst(7-3)xDRib-ol(1-P-4)]?DGlcp(1-3)[Ac(1-2)]bDGalfN(1- // Subst
2. -3)aLFucp(1-6)[Subst(7-3)xDRib-ol(1-P-4)]?DGlcp(1-5)[Ac(1-2)]bDGalfN(1- // Subst
3. -3)aLFucp(1-6)[Subst(7-3)xDRib-ol(1-P-4))?DGlcp(1-6)[Ac(1-2)]bDGalfN(1- // Subst

OM

SMILES °
[*]o[Cc@@H]10[C@@H] ([C@H] (0)COC20[C@H] (CO[CERH]30[CAEH] (C) [CAEH]
(0) [C@@H]([*]) [C@@H]30) [C@EH] (OP(=0) (0)OC[C@H] (0) [C@H]
(0c3cc(0)cdc(=0)cc(-cS5ccccc5)ocdc3) [CAH] (0)CO)[CAH](0)[C@AH]20)

[C@H] (0) [CRH]INC(C)=0

There are 2 sterically distinct structures, Please, select:

2. - _.JaLFucptl 6)[Subsl(7 .;JKDRIb ol(l p- dl]bDGIcp (1 OI[A((I 2 ]bDGallel // Subs|

< 1 »

Decolor Sticks Copy Oligomer Recalc

.
Shift+'?y =200m  Shit+'Bx2=pan Alt+'Hy=rotate Ctri+'By=menu ¢ q




[Touck no pparMeHTy CTPYKTYpbI

Structure Wizard File Edit Structure WView Help G|ycan Builder
B & 9w v LF e
Topology: 3 residues (linear: A-»B->C) slalclelelaimlelo (log

Structure: |aLFucpdlc(1-4)xDRib-o0l(1-3)a?6dTal? (1-1)Me

Linkage |: |: = Chirality |: Ring E

‘u4JL13/\a1’
v ZX )

4 Ac

Residue (- |aLEucp4Ac (1-

a L fucose ( pyranose ) add substitution
al Fuc +~| add substituent Acetylated - at 4 Search for (sub)structure
substitutes C4 of Residue B add substituent
add substituent Please, select how to input structure: -\ /-
LERYIE add substituent * Input using Structure Wizard
» Select from library

* Draw in Glycan Builder

Residue B IxDR.i.b—ol (1- * Convert from GlycoCT
* Copy from the previous query | abFuceaN )

» Use expert form (field below)

D ribose ( alditol )] add substituent v
DRib-ol add substituent A= s A, 3 A o
substitutes C3 of Residue C add substituent N -~

add substituent

Structural fragment in CSDB enceoding:
Residue ©: Ia?GdTal? (1-1)Me Ac(l-4)aLFucp(l-4)xDRik-o0l (1-3)a?6dTal? (1-1)Me

(this field is editable) Help on structure encoding

— 6-deorytalose (7 ) add substituent Only those containing text: factor-24' in aglycons, aliases or linear code ~ in trivial names
a76dTal? add substituent
add substituent
¥ has aglycon - methyl add substituent Search scope: Treat search termas a fragment (substructure)
@ Search the whole database Search for molecule types: All molecule types
Search in the result of the previous query (logical AND) Search for structures with published NMR data only

Structure in CSDB encoding: Combine with the result of the previous query (logical OR) ~ Restrict compound class: inner core component

Zc(l-4)aLFucp(l-4}xDRib-o0l (1-3)a?6dTal? (1-1}Me Negate search (find results NOT matching current query)  ~ Restrict taxonomical domain: All prokaryotes

Previous results: 122 structures: <ID list=
Return the structure to the search page and close this window

Go! & display 30 records per page.
Home Help
Predict NMR Sweet 3D model Home Help HELP!!! @

GLYCAM model




[TOMCK MO TAKCOHOMMUM

Found 12 organisms. Displayed organisms from 1 to 12

Expand all organisms Show all as text (SweetDB notation)

Search for organism

1. (Crgamism ID: 1005)

Acetobacter xylinum
(Ancestor NCBI TaxlD 28448 species name lookup)

Later renamed to: Komagataeibacier xylinus
Taxonomic group: bacteria

Phyium: Proteobacteria

The following compound(s) are assigned to this organism:

* Compound ID: 1717

B Ao

A-0—0—4—@'

Display domains: ~ bacteria v archaea ~ protista v algae v fungi  plants  animals
Genus: Absidia Species: Any Strain /
Acetobacter L sp. subspecies:
Acholeplasma diazotrophicus B4z

Acidithiobacillus

Acinetobacter
Acremonium

Show legend
Show as text

Carbohydrate Research 2004, "Synergistic interactions between the geneticy

bacterial polysaccharide P2 and carob or konjac mannan"
CSDE ID 9262 (all data & tools)

* Compound ID: 1720

Show legend
Show as text

Carbohydrale Research 2004, "Synergistic interactions between the genetically modified

bacterial polysaccharide P2 and carob or konjac mannan”
CSDE ID 9414 (all data & tools)

Actinobacillus

Bom Blem o b W

methanolicus
tropicalis

Specity:

CKES
CKEP
CR1/4
IFO 13693

Search scope:

= Search the whole database
Search in the result of the previous query (logical AND)

Combine with the result of the previous query (logical OR)
MNegate search (find results NOT matching current query)
Previous results: & structures: </D list=

.

List of organisms

Search among HOST organisms
Use NCBI taxID
Include subtaxons

Go! & display 30 records per page.

Help

Process taxonomy in NCEI Taxonomy DB (fields are editable):

Genus. hcetobacter Species” xylinum

Process
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Search for bibliography

Found 3 publications. Displayed publications from 1 to 3

Expand all publications Show all as text (SweetDB notation)

Authors: "Enirel YA" OR Toukach Authorindex | start with: tou
Help on authorkeyword guery syntax adlaéiocs
1. (Article 1D: 1525)
Knirel YA, Lindner B, Vinogradov EV, Shaikhutdinova RZ, Senchenkova SN, Kochd
Cold temperature-induced modifications to the composition and str| Title: pestis CR plague+ + search also in abstract
of Yersinia pestis - .
Carbohydrate Research 340(9) (2005) 1625-1630 (content oftilte)  Help on title/abstract guery syntax
Following a report of variations in the lipopolysaccharide (LPS) structure  KE@YWOrdS: structure? CR composition? ~ search also in title
degrees C) and flea (25 degrees C) temperatures, a number of changes fo theg )
the bacterium was cultivated at a temperature of winter-hibernating rodents (6 (content of keyword section)  Help on author/kevword query syniax

known Y. pestis LPS types, LPS of a new type was isolated from Y. pestis KM21
the latter differs in: (i) replacement of terminal galactose with termin
phosphorylation of terminal oct-2-ulosonic acid with phosphoethanolamine; (iii) :
the absence of glycine; lipid A differs in the lack of any 4-amino-4-deox] Journal: Carbohydrate Letters Year: 1993 Vol: =
(dijoxygenation of a fatty acid(s). The data obtained suggest that cold temy

; ) X Carbohydrate Polymers 1984
mechanism of control of the synthesis of Y. pestis LPS. Carboh drate Research [ | IEEED Page: *

Cell - 1986
Lipopolysaccharide, structure, core, modification, agent, composition, Yersinig

pestis, Plague Cell Chemical Biology E 1987
Cell and Tissue Research - 1988

ERaYaTal

The publication contains the following compound(s):

* Compound [D: 4209 Search scope:

& Search the whole database
Search in the result of the previous query (logical AND)

Publications with structure elucidation only

Combine with the result of the previous query (logical OR) Restrict taxonomical domain: All domains
Negate search (find results NOT matching current query)
Previous results: 3 publications: 2953,201,1525 Go! & display 30 records per page.
PubMed XML Home Help { E
1 = a-Kop Show legend
Jecl ) Show as text
Yersinia pestis KM218 Author index:
CSDB ID 10076 (all data & tools)
* Compound [D: 4210 Toubetto k Toussaint A
Toukach FY
The listed author names start with 'Tou'.
Click an author name to copy it to the author field inthe caller form.
o Close this window
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Search for disaccharide conformation maps

Use the following criteria alone orin any combination to search for confaormation maps.

Conformation ID: Tvpe CSDE conformation ID or range, e.g. 1-5,10,12
Search!

Uzse selectors or WiZard
Model: a - L-Rhap (v —d4 = B~ D-GlcpNAC |~
(only those componentz are listed for which conformation maps sre sfored)

alRhap (1-4) [Ac(1-2) ]bDGlepl A —J]’H e W

or fype dimerc fregment in CSOE encoding
Fiiter by MD nr!?thpd
Force field: MM3-2000 |
Fr'itarbylM]:? temperaturs V §
Temperature: 1000 CSDB conformation data] @ i e =
12 conformation maps have been fg E 3 D
Filter by soivent model Model structure Conformation map g
Solvent model: any 2
5 B
o—m |"| =®
Home Help '
i
= s
| | |
| I ) . ’ ’ | 4 \ \ \
1 e g oy ey G W ep O W %0 % & gyl dm g Y Y G
: : D

65, w=-75 AE=0.00 Kcal/mol | Force field: MM3-1996
70, w=-60 AE=0.00 Kcal/mol | Solvent model: Mone
95, w=-75 AE=0.38 Kcal/mol | MD temperature: 1000
85, w=-60 AE=072 Kcal/mol | MD duration: 30 ns
65, w=180 AE=0.72 Kcal/mol | Frames: 30K

55, w=-60 AE=072 Kcal/mol | MD summary file: download
80, w=180 AE=0.85 Kcal/mol
15, w=-60 AE=0.85 Kcal/mol
70, w=165 AE=0.99 Kcal/mol
a
g

bond: L@

5
=]

5, w=165 AE=0.99 Kcal/mol
5, w=165 AE=0.99 Kcal/mol
55, w=-60 AE=1.13 Kcal/mol
=185, w=165 AE=1.13 Kcal/maol
w=148 m=-A0 AE=1 13 Kralfmnl

15
[ae]

=1
=1
=1
=1
=1
=1
=1
=2
=1
=1
=1
=1

'-—..I
g’
3.
3
i
ER

W
v
W
v
v
v
v
W
v
W
v
v
v

ID: 907

el == = R === == =
LR T Y T T I e Tt 1 A 1 I 1
o o CTET P e b G0 G0 PO ON R e P
D Minmno o minomomomnom
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GT names and IDs:
Enzyme name

Organism:

CSDB glycosyltransfer

42 glycosyltransferase activities ha

Molecule role:

CSDB glycosyltransferase search
Use the following conditions alone or in any combination to search for glycosyrlransferazes_

Any field may be left blank for no restrictions.

Type enzyme name, e.g. "Orf10" Wildcards (*and 7) are supported.

Select species
Escherichia coli

Tyvpe strainfserogroup

Filter by target structure
O-antigen

Type dimeric fragment in CSDE encoding or use tools

FPlease note that GTR database covers only two BDE'CiESZ A Synthesized bond: INY (1-?) 2DGlcpN Use Wizard D_B_DH
Enzyme Gene Activity
. ] . Type denor CSDB encoding or use tools
Name: WhohD ? Synthesized dimer: bDGalp(1-3)aDGlcpM Organism (1D 8 Donor & acceptor: e Use Wizard D
UniPrat ID: Q03084*
O_P_3B 3 Full structure (I
Type acceptor CSDB encoding or Lse tools
ANY Use Wizard

Donor (ID 19342): DGalp(1-P-P-5)nucy seWgard ()

Acceptor (ID 19715). Ph{1-11)[Ac{1-2)aDGIcpM(1-

P-1)]Subst // Subst = undecan-1.11-diol gilIS= donor R e et

. awi i L 1

Status: ewdence in m.*t_ro 9 . i, e Search!

Confirmation methods: in vifro (crude extract) 1D: 2053 T T ST evidenced or predicted
Name: WbbG Synthesized dimer. aDGIcp(1-3)aDGlcph Organism (1D §
UniProt ID: QOHEC8*

.uu @ Full structure (Il Home Help HELP!!! &
3 o 3 o 2 o 3 T,
A A
Status: indirect evidence in vivo @ .
Motes: Repeating unit of the 0148 antigen.
ID: 2151 | Malecule role: O-antigen
Name: WhaD Name: wbaD | Synthesized dimer. bDManp(1-3)aDGIlcph Organism (ID 1863). Escherichia coli OF 7 Zhou et al. 2016
UniProt1D: @1L&15* | GenBankID: Dol
7156002 Full structure (1D 4600): 10.1016/.cares.2016.02 007

o—X-

Donor (ID 19855): DManp(1-P-P-5inuc G

a z 2 3
—@— @@

. x 1.1

Wang et al. 2007
DOl 10.1099/mic.0.2007




KnacTtepusauusa TakCOHOB

Scope seftings

Limit taxonomical scope to: phylum

Display groups: |¥| bacteria [¥] archaea ¥| protista || algae || fungi [ plants || animais

species ¥
[l so

vl 15 %

two residues ¥

only polymers ¥

R-project A

»

Phylum: | (unspecified bacteria)
(unspecified protista)
Actinobacteria =
Bacteroidetes
Chlamydiae

{select multiple
with CTRL key)

Crenarchaeota
Cyanobacteria N

General settings

Rank of taxons to compare (should be lower than selected scope). Specify exact species (all)

Taxon population threshold. Minimal number of structures™ assigned to a taxon or its subtaxons, to
include this taxon in calculation (affects selection of taxons). Check to use this filter.

Normalized taxon population threshold. Minimal part of structures” assigned to a taxon or its subtaxons,
to include this taxon in calculation (affects selection of taxons).
Normalized by the total number of structures” in the database. Check to use this filter.

Structure abundance threshold. Minimal number of structures” in which a fragment should be contained
to be qualified as 'present in biota' (affects selection of fragments)

Fragment abundance threshold. Minimal number of instances” in which a fragment should be present to
be qualified as 'present in biota' (affects selection of fragments)

Fragment presence threshold. Minimal number of instances” in which a fragment should be present in
organisms of a taxon to be qualified as present in this taxon (affects occurence codes and thus, taxon

Distance matrix based on fragment presence

The analysis was performed over all cellular organisms

Prepared 20 monomers

Prepared 32 genera

Generated occurence bit-codes. Show
Generated dissimilarity matrix. Show

Calculation parameters:

Hamming mode: YES

Fragment size: monomer

Fragment abundance filter: instance thresheld: 550
Fragment abundance filter: structures threshold: 500

Fragment presence thresholds
a3 E;EaI residues): NO
p—meraCCUIes of this type: any

Filter: differentiate monomer pesitions (inline/terminal/reducing) in structures: NO
Matrix data format: R

GDVGI'IQQ data on used taxons:
(taxons, number of organisms in a taxon, number of structures assigned to these organisms)

RAcinetobacter (BR) (1] 140

Aeromonas (BA) 64 122

Bacillus (Ba) as 234
Burkhcld
| L Surioc,

T EL] 218

Sclanum (EBF) 48 127

Matrix-b. d dendrogram:

dissimilarity)

Type of fragments to analyze (dimeric or monomeric)

Type of structures to analyze. Only structures of this type are considered in fragment analysis and where
marked by (*). 'Optimized' = only polymers from bacteria, archaea and fungi, and only mono/oligomers from
plants.

Format of the dissimilarity matrix
Fragment pool generation seftings
Combine anemeric forms. All sugar residues will be treated as 'any anomer’
Exclude underdetermined residues. Residues with unknown anomeric, absolute or ringsize
configuration will be omitted from analysis.

Exclude monovalent residues. Residues like Me, Ac, etc. will be omitted from analysis. Please note, that
Ac in N-acetylated amnosugars is a separate residue.

Exclude superclasses. Fragments with residues represented by aliases and superclasses will be omitted
from analysis.

Differentiate aliases. Residue aliases (used for atypical residues) will be differentiated by actual residue
names, otherwise they are combined under an alias name.

Sugars only. Fragments with non-sugar residues (including monovalent residues, like N-acetyls) will be
omitted from analysis.

Exclude aglycons. Fragments with atypical residues at non-reducing ends will be omitted from analysis.

Differentiate location. The same fragments at different locations (inline, terminal, reducing) will be treated
as different.

Strict comparizon of fragments. Unknown configurations and ringsizes are always unequal to those known
(otherwise a fuzzy comparizon is performed.

3
it § &
g2 & 8 o
(31 A
a
. L
by, . o o
g
. - =" ok
Solnum, o ‘fmwﬁm
e deis-
Serrsty. g4,
Yito. g0

Laiom.. PP

Vbt

Ce

Your job name is dsmatrix_2014Nov09_21-34-09.
Use these persistent links to download all job data or the distance matrix alone in R format

Build a new unrooted tree v and colorize 12 ~ cluster(s): Rebuild dendrogram

and Export Newick tree
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Structure generation constraints:

The structure contains 6 residue(s).  Add residue Allowed finkages: Advanced options:  Hide
a/f  DIL Residue Ring form ©1 c2 c3 c4 C5 c8 CT+ Minin Msxin  Location AcstN Acceptors  Remove
1. ? - D - galact-2N-uronic acid pyranose > [@ D-GalpNA mi ~ None 1 2 any demanded - any X
2. ac Ac
3 D show all residues ﬁﬁ D-Ribzol vV A None ? ? any any
4 phosphoric acid » P terminal 3,5
5 a ? any octose pyranose ()= a-Octp v vl vl ¥l vl v/ Nope  ? ? reducing
6 L alanine L L-Ala v| v None ? ? any forbidden 1}
Sesarch depth Scope Advanced scope
Widespread structures only + oligomers  polymers/A  p-anomers: = 1 CHy carbons: ? no furanoses
Find best matching structures:
Top 15 matches:
~= — . ;
#Rank S Experimental *C NMR spectrum in water (24 signals of 24 expected):
Mean deviation | Experimental spectrum . : : .9 64. 68. ; ; ; . 2
Linear correlation Simulated spectrum
RS deviation Comments
Trustworthiness
1 + 2signals
A~0.94 ppm 8im assignment
Corr = 1,000 o ¥ Find 15 best-fitting structures
E!:.liﬂ_ev;’:.ﬂﬁ ppm Structure as text  Lf .‘{- Go! E-mial for resulls: faty?
; ¥ Save generated structures user@gmail.com
= b-D-GalpHA
= L-Ala
‘ GetMOL ShowH Spin Copy
I “HI T 1 r H| T w----w--p‘m||Hw I|| T T ‘ T T || T T "' H‘ e
S‘m 180 170 100 a0 &0 70 60 50 a0
Cremshils. 177 229 352 507 524 642 EW ]
#2. M
i:fzggm___ 61 50 a0 30 20
WO 177 229 352 511 552 642 643 657 630 701 706 706 720 725 725 760 746 784 1007 11 17AB 1182 1785 1789
A~1.42 ppm Sim assignment
Corr = 0.999 i
RUS dev = 199 ppm Structure astext .1 »{-
B =rotate  Shift+@ =zoom Alt+B=move




