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PDBXx'mmCIF 7 # —< v b IC K 2 EHEKRIT
DERY Y— (FEH) OISR EEFORYY— (ERE/%EE) OO EE

branched polymer
Describe branched type Entity_poly.type Describe polymer type and sequence
oligosaccharide polypeptide(L)
List of linear and branched Pdbx entit - .
-entity_branch_list ; List of sequence components
components Entity_poly_seq equence pone

Linear descriptor of oligosaccharide [ttt i Sty

Sequence mapping w/ coord and Pdbx_branch_scheme LCSREVEEEE ISR B RN Sequence mapping w/ coord

preserve author’s numbering

Describe only intramolecular Pdbx_entity_branch_link
connectivity at entity level

Struct_conn Describe intermolecular connectivity

Describe both inter and intra Struct_conn
connectivity at structure level

Oligosaccharides Proteins/Nucleotides
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loop_
_entity.id

_entity.type

_entity.src_method
_entity.pdbx_description
_entity.formula_weight
_entity.pdbx_number_of_molecules
_entity.pdbx_ec

_entity.pdbx_mutation

PDBx/mmCIF 7 + —~ v ~ O¥ESEEEHRE (1)

_entity.pdbx_fragment
1 polymer
2 branched

3 water
#

man 'FUCOLECTIN-RELATED PROTEIN' 66769.758 1

nat "alpha-L-fucopyranose-(1-2)-beta-D-galactopyranose-(1-4)-[alpha-L-fucopyranose-(1-3)]2-acetamido-2-deoxy-beta-D-glucopyranose" 681.7

nat water

18.015 33477 ?

_pdbx_entity_branch.entity_id 2
_pdbx_entity_branch.type oligosaccharide

#
loop_

_pdbx_entity_branch_list.entity_id
_pdbx_entity_branch_list.comp_id
_pdbx_entity_branch_list.num
_pdbx_entity_branch_list.hetero

2 NAG 1
2 GAL2
2FUC 3
2FUC 4

#

n

n
n
n

? YES 'CATALYTIC MODULE, RESIDUES 31-589'

1?27?77
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PDBx/mmCIF 7 # —< v ~ D¥%

Z DO FEH SIS S

FEHERNOZY I NiEE DR ¢

loop_

_pdbx_entity_branch_link.link_id
_pdbx_entity_branch_link.entity_id
_pdbx_entity_branch_link.entity_branch_list_num_1
_pdbx_entity_branch_link.comp_id_1
_pdbx_entity_branch_link.atom_id_1
_pdbx_entity_branch_link.leaving_atom_id_1
_pdbx_entity_branch_link.atom_stereo_config_1
_pdbx_entity_branch_link.entity_branch_list_num_2
_pdbx_entity_branch_link.comp_id_2
_pdbx_entity_branch_link.atom_id_2
_pdbx_entity_branch_link.leaving_atom_id_2
_pdbx_entity_branch_link.atom_stereo_config_2
_pdbx_entity_branch_link.value_order
_pdbx_entity_branch_link.details

122 GAL C1 O1 1 NAG O4 HO4 sing ?

223 FUC C1 O1 2 GAL O2 HO2 sing ?

324 FUC C1011NAG O3 HOS sing ?

_Struct_conn.
_struct_conn.
_struct_conn.
_Sstruct_conn.
_struct_conn.
_struct_conn.
_Struct_conn.
_struct_conn.
_struct_conn.
_Sstruct_conn.
_struct_conn.
_struct_conn.
_Struct_conn.
_struct_conn.
_struct_conn.
_Sstruct_conn.
_Sstruct_conn.
_struct_conn.
_Struct_conn.
_struct_conn.
_struct_conn.
# _Sstruct_conn.
_Sstruct_conn.
_struct_conn.
_Sstruct_conn.
_struct_conn.

id

conn_type_id
pdbx_leaving_atom_flag
ptnrl_label_comp_id
ptnrl_label_asym_id
ptnrl_label_seq_id
ptnrl_label_atom_id
pdbx_ptnrl_label_alt_id
pdbx_ptnrl_PDB_ins_code
pdbx_ptnrl_standard_comp_id
pdbx_ptnrl_leaving_atom_id
pdbx_ptnrl_atom_stereo_config
ptnrl_symmetry
ptnr2_label_comp_id
ptnr2_label_asym_id
ptnr2_label_seq_id
ptnr2_label_atom_id
pdbx_ptnr2_label_alt_id
pdbx_ptnr2_PDB_ins_code
pdbx_ptnr2_standard_comp_id
pdbx_ptnr2_leaving_atom_id
pdbx_ptnr2_atom_stereo_config
ptnr2_symmetry

pdbx_role

pdbx_dist_value
pdbx_value_order

FeHECI ] (2)

Bk (UHY R ERRE)

covalel <covale Y ASN A 93 ND2 ? ? ? OXT N 1_.555 NAG C 801 C1 ? ? ? 01 R 1_555 N-Glycosylation 1.438 sing
covale2 covale Y ASN A 206 ND2 ? ? ? OXT N 1_.555 NAG D 804 C1 ? ? ? 01 R 1_555 N-Glycosylation 1.415 sing
covale3 covale Y ASN B 93 ND2 ? ? ? OXT N 1_555 NAG E 801 C1 ? ? ? 01 R 1_555 N-Glycosylation 1.434 sing

#

WORLDWIDE

PROTEIN DATA BANK



PDBj

PDBx/mmCIF 7 + —~ v ~ O¥ESEEEHRE (3)

loop_

_pdbx_entity_branch_descriptor.ordinal

_pdbx_entity_branch_descriptor.entity_id

_pdbx_entity_branch_descriptor.descriptor

_pdbx_entity_branch_descriptor.type

_pdbx_entity_branch_descriptor.program

_pdbx_entity branch_descriptor.program_version

1 2 "LFucpal-2DGalpbl-4[LFucpal-3]DGlcpNAcb1-ROH"

"Glycam Condensed Sequence" GMML 1.0

2 2

"WURCS=2.0/3,4,3/[a2122h-1b_1-5_2%NCC/3=0] [a1221m-1a_1-5] [a2112h-1b_1-5]/1-2-3-2/a3-b1l_ad4-c1l_c2-d1" WURCS
PDB2Glycan 1.1

32

"[] [b-D-GlcpNAc]{[(3+1)] [a-L-Fucpl{}[(4+1)] [b-D-Galpl{[(2+1)] [a-L-Fucp]{}}}" LINUCS
PDB-CARE ?

EERFEAI 1274 —C—MBNICRITANSNTWSRFEELE R F2HEALLI &ick D, HEEE
EE—BICHETCEDLSICEDE U, ThnICiE. KEY 3 —IT7KREDGMMLAAER U f=5EiE
AllupAC. HADEFOMAFFTDPDB2GlycanDWURCS. K1Y Dpdb-careDLINUCSHIEFEN XTI, D
FEEEE DRI (B XX, WURCSIRFEEEIRF) IC& > T, PDBI Y MU —([CEFEN D HEHES &
GlyTouCanlCNER S NI HEHIBRZBEE DTS 2 ENHREICIRD £ U T,

https://glytoucan.org
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FESH DX

FULL REPRESENTATION

TRHIZFRIE (SNFG: Symbol Nomenclature for Glycans)

SIMPLIFIED REPRESENTATION
Fucpa ] 9-O-Ac-Neu5Aca6GalB4GIcNAca2Mana

3Manp[31 -4GIcNAcpB1-4GIcNAcpB1-Asn
3-0-S0;GalpB1-4GIcNAcpB1-2Manpa1

9-0O-Ac-Neu5Acpa2-6GalpB1-4GIlcNAcpal-2Manpa? Fuca

3ManB4GIcNAcB4GIcNAcB-Asn
3-0-S0O;GalpB4GIcNAcB2Mana

SNFG REPRESENTATION

Table 1. Monosaccharide symbol nomenclature

SHAPE White

(Generic) Blue Green Yellow Orange
Filled Circle O . . O .
Hexose Glc Man Gal Gul
Filled Square D . . D .

HexNAc GlcNAC ManNAc GalNAc GuINAc
Crossed Square N u u N [!
Hexosamine GlcN ManN GalN GuIN
Divided Diamond e Q Q e O
Hexuronate GlcA ManA GalA GulA

Table. 114 — SRtk https://www.ncbi.nlm.nih.gov/glycans/snfg.html
@8y | 4.0 =k OPDB;
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PEE DRRAIFERIE (SNFG: Symbol Nomenclature for Glycans)

wwPDBHREE L 7/R— & (PDB ID: 1b5f)

e Molecule 3 is an oligosaccharide called

alpha-D-mannopyranose-(1-3)-beta-D-mannopyranos

e-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-( 1-4)-[alpha-L-fucopyranose-(1-3)] 2-acet
amido-2-deoxy-beta-D-glucopyranose.
e. .0, N N
A
Mol | Chain | Residues | Atoms | ZeroOcc | AltConf | Trace
. Total C N O
3 E 5 e 0 0 0

60 34

2 A4

DFE 2 7—MolMilD3D-SNFGFRIR

b

—~
—_— 3

PDB ID: 1gya

PDBjO LY K —~_—2 (PDB ID: 1b5f)

alpha-D-mannopyranose-(1-3)-[alpha-  branched 1057.0 1
D-mannopyranose-(1-6)]beta-D-

mannopyranose-(1-4)-2-acetamido-2-

deoxy-beta-D-glucopyranose-(1-4)-

[alpha-L-fucopyranose-(1-3)]2-

acetamido-2-deoxy-beta-D-

glucopyranose

alpha-D-mannopyranose-(1-4)-2- branched 732.7 1
acetamido-2-deoxy-beta-D-

glucopyranose-(1-4)-[alpha-L-

fucopyranose-(1-3)]2-acetamido-2-

deoxy-beta-D-glucopyranose

water water 18.0 528

RBAE2-7

Display

poB

POB

Chemie (HOH)

G (alpha-D-mannopyranose-(1-3)-[alpha-D-mannopyranose-(1-6)]beta-D-mannopyranose-

chain: acetamido-2-deoxy-beta-D-glu ...

AR ONE

SVRIR - noM 4
LU NFREFH 70969.2

T’

2T 4
SFRER 3417.2
SFRAEH 74386.4

*KAFIRBATVERA

(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-[alpha-L-fucopyranose-(1-3)]2-
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PDB/RDF 77— 7 |CH#E#HZ sk, glycoinfo.org & E#E

<PDBo:has pdbx _entity branch_descriptor>
<PDBo:pdbx_entity branch_descriptor rdf:about= : :
<PDBo:of_datablock rdf:resource= : : F" />
<PDBo:reference_to_entity>
<rdf:Description rdf:about= ,
<PDBo:referenced by pdbx_ entlty branch descrlptor rdf:resource=
</rdf:Description>
</PDBo:reference_to_entity>
<PDBo:pdbx_entity branch_descriptor.ordinal>2</PDBo:pdbx_entity branch_descriptor.ordinal>
<PDBo:pdbx_entity branch_descriptor.descriptor>WURCS=2.0/4,5,4/[a2122h-1b 1-5 2*NCC/3=0][al221m-1la 1-5][all22h-
br.descriptor>
<PDBo:pdbx_entity_branch_descriptor.entity_id>3</PDBo:pdbx_entity_ branch_descriptor.entity_id>
<PDBo:pdbx_entity branch_descriptor.program>PDB2Glycan</PDBo:pdbx_entity branch _descriptor.program>
<PDBo:pdbx_entity branch_descriptor.program version>1.1.0</PDBo:pdbx _entity branch_descriptor.program_version>
<PDBo:pdbx_entity branch descriptor.type>WURCS</PDBo pdbx entity branch descrlptor type>
<PDBo:link_to glycoinfo rdf:resource= :
rdfs: label— : , />
<rdfs:seeAlso rdf:resource= v 1 fi
rdfs:label=
</PDBo:pdbx_entity branch_descriptor>
</PDBo:has_pdbx_entity branch_descriptor>
<PDBo:has_pdbx_entity branch_descriptor>

PDB/RDF 77— JICHESHEZ R L. FESHDWURCSEZIRF (PDB ID: 1b5f, Entity ID: 3, WURCS=2.00 53 % %
&) &GlyTouCanDESFRKID (G17689EW) ZFEE DT THRRTESD L SICHD F U,
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NMR#EET —45 7 7 1ILIC K DPDBADNMRIEEDZEER (1)

OneDep YV AT L% N UTPDBANMRIBIED T —F EIXICDWT. {EZE>¥ 7 b, BEEEFIR. $LU0E—7
JARMNDLSBREENMRER T — Y Z@BIc 7 v 7O—RITI2RENHDF U, RESBLD. Th
ICINZ T NMR-STARIE Fc IENERFERDE—T7 7 1 JLIC K BANMREEE T — Y DM ITZHB UL F Ui,

NMR-STARIE. NMRDT—4% & LRI AR AWWPDBD 7 A —< v K TF, —H. NEFISBER T + —
RYMROTA4723F7V—TCTERIN. NMREEREICEVWTERDOY 78T 7N R—K LTV
F9. INS2DODHEELTRAEREET A—NY YN ZE—DDT—YT77MILEUVLTHIBT 22 &ICK
D, T—YDEREVCIRGENEEICARDIEIT TR, EFFEBENBZICHED FEU .

1. Ulrich, E. L. et al. (2019) NMR-STAR: comprehensive ontology for representing, archiving and exchanging data from nuclear magnetic
resonance spectroscopic experiments Journal of Biomolecular NMR, 73: 5-9. doi: 10.1007/s10858-018-0220-3

2. Gutmanas et al. (2015) NMR Exchange Format: a unified and open standard for representation of NMR restraint data Nature Structural &
Molecular Biology 22: 433-434 doi: 10.1038/nsmb.3041
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NMREFEST —4 7 71 ILIC K DPDBADONMRIEBEDZEEE (2)

v,.ul.‘uyr

@nepep WwPDB Deposition: D_800327 -- Requested IDs: PDB, BMRB GEH PDEBE

Found total 5 warnings in NMR data.
All items
O Warning: Anomalous chemical shift, Total: 2
Mandatory items
gory/S
P R f at : C, residi : ALA
Navigation S:w: ;0210;"?';5 cna:ESIc::;'n:me Verify chemical shift value for A:54:ALAC (167.4 ppm, 5.01 sigma) is outside of expected range
. quen 4 5% chaih F S (188.21 ~ 167.43 ppm, avg 177.817, std 2.078, min 164.477, max 187.2). Neither aromatic ring nor
¥ Instructions Category: nef_chemical_shift, naramagnetic atom v found in the v :
v Communication Saveframe: nef_chemical shift_list_bmr15702.su paramagnetic atom were found in the vicinity.
¥ Re-upload files trans-peptide bond of A:37:PRO can not be ventfied with the assigned chemical shift values (CB
Saveframe: nef_chemical_shift_list_bmr15702.su
v Upload summa " st_om © 33.6 ppm, cis_trans_pred cis 81.8 (%), trans 18.2 (%))
4 Admin
? Contact information
¥ Grant information Warning: Encouragement, Total: 1
¥ Release status
¢ Entry title & author [ Description |
v Citation information [The wwPDB NMR Validation Task Force strongly encourages the submission of spectral peak lists, In particular those generaled from NOESY spectia.|
4 Macromolecules
v 1) Uncharacterized protei
. NMR experimental Warning: Remarkable data, Total: 2

¥ NMR samples
¥ NMR data collection

Row/Category/Saveframe Description
4 NMR software 3 S
% NMR coftware Row of atom name: HG, residue name: SER, sequence code: 55,
NMR data and ref t chain_code: A, value 5,66 is remarkable assignment. Occurrence of HG in SER is 1.1 %
‘ ata and rennemen Category: nef_chemical shift, according to BMRB

v Peak lists
¥ Chemical shift references
? Chemical shift connection

Saveframe: nef_chemical_shift_list_bmr15702 str

Row of atom_name: HG1, residue_name: THR, sequence_code: 123,
chain_code: A, value 5.94 Is remarkable assignment. Occurrence of HG1 in THR 1s 2.2 %

Version: V4.5

NMRIRET —F 7 7MLk, VT« 7« —BICBEL3IER (FL5l. B, £EHES) . BESN
b2 7 b EBRNICRES NIcREFIRER (BEEGR. —EAHIR. RRNBFEE) « E—
JIVANZEHET,

OneDep \T—4 7 v TO—KRIBRIC, 74—V b, TNZFNOEHEICLDT—FRIE. REIC

Py 7O—RENCEBEETILEDRERIAMNTON, I—F—ICHERIMRINET,
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NMREESET—4 7 7 1I)LIC K DPDBANDONMRIEEDZEER (3)

7w 7O—RKRENIENMREEET—¥ [E. OneDepDR—Y ETCHIRIbEINEI, —SFDIEEHIZEHENW
:J\jjén\ EREEOEBEZERULEXT, £, XABFAFDIV MY —DNMRIEES T —7 &
PDBOFAEDFTPTY ZHho5~F 7y O—KBJREICHD £,
BELREY T hORH EEHIRIEER (25 L DERDR) BEEEEIIRISE (QV 42 hYy THER)

o Histogram of normalized ass.igned chemical shifts

o Number of distance constraints per residue o Distance constraints on contact map
400 ; = Chain ID: A = ChainID 1: A-Chain ID 2: A
: 80 160
: o n v un v - 2 T v T v T
e 4 3Id 3 I & 3 f 40 § B 150 »
= s == = = > = > < < = > : 'o‘ g | 2 te o
5 X EE o 0o 'S o 'S [ oy 0 ] t“. B3,
300 O O T O <O £ N R PR 140 F
HN . = N w +a Tee .
g @ 60 130 D . .
8 N £ o .,
5] = s 120 ™ el
E g 2 ofe ¢ 0
) 200 ;% § 110 i = o
8 . Je o lod
ﬁ & 3 40 N 100 % =
5 = g 3 o e 25 &
* e i 2 9 . =
- b=l =1
. h ‘5 g 80
100 3) I* 20 3
<t - S 70
: [ N
H @ .t
: 50 .
: @ 60 - ’6‘
50 T 4
0 r— T T T " : H H HH Al H P L HH HIH . - ;& ¥
@ ST W O v . B "y
x) ¥ o N Residue 40 - st
: ) o G S @ AR 2 P o
J ~ ¥ ¥ 0 0w © © - - - o - 30 =
TSR R R R e e e e e e e @@ hydrogen bonds O..H-x [ medium range constraints sidechain-sidechain oy g"
Z score of CS value @ intra-residue constraints [l sequential constraints backbone-sidechain 20 *r
! long range hydrogen bonds O..h-N [l hydrogen bonds O...h-N 10 5
| @@ 1H chemical shifts @ 13C chemical shifts @ 15N chemical shifts | 8 sequential constraints backbone-backbone medium range constraints backbone-backbone N
@ sequential constraints sidechain-sidechain long range hydrogen bonds O...H-x 0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

@8 medium range constraints backbone-sidechain @l long range constraints )
Residue number 1
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BMRBdep: (IEETI/ILZ DR WV) NMREET —4 DEIFI AT A

BETTILZ2HED R VLNMREERE T — Y DBMRBEFRIC (. JEFADIT-NMRIY A TLANFIBEINTETELA. FILLE
%> X 7 IABMRBdeplc B1TU £ U Tz,

deposit.bmrbdep.pdbj.org of a] T
BMRBdep Home _\%':.ﬁﬁ1lﬁ % O) % j:ﬂ %7)@6

Welcome to BMRBdep! Deposition Support .
Start a new depositi s HFEN—RADANEDF v V. BEIfET
a new daeposition

. , e Ly aYVDERRE. BRONKM
e NMR-STARZ 77 I)LZFHW/=BE&A

S — « JO—VIVhU—O%H (EHEBFHOANTIE)

Click here to start a new deposition.

Resume deposition

To resume your de; po ton simply click the link in the e-mail you were sent when you created the deposition with the subject 'Please validate your e-mail address for
BMRBdep depositios

If you have lost that e-mail, please ~ contact us.

https://deposit.omrbdep.pdbj.org
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