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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
SOLUTION NMR

The overall completeness of chemical shifts assignment was not calculated.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Clashscore N 138
Ramachandran outliers I 31.4%
Sidechain outliers N 34.2%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all NMR structures

Metric Whole archive NMR archive
(#Entries) (#Entries)
Clashscore 158937 12864
Ramachandran outliers 154571 11451
Sidechain outliers 154315 11428

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the experimental data. The red, orange, yellow and green segments indicate the fraction
of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A cyan
segment indicates the fraction of residues that are not part of the well-defined cores, and a grey seg-
ment represents the fraction of residues that are not modelled. The numeric value for each fraction
is indicated below the corresponding segment, with a dot representing fractions <=5%

Mol | Chain | Length Quality of chain
1 A 92 . 21% 22% - 54%
2 B 9 44% 33% 22%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA and RNA chains that are outliers for geometric criteria:

. Total models with violations
Mol | Chain | Compound | Res Chirality Geometry
2 B NAG 2 1 -
2 B NAG 5 1 -
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2 Ensemble composition and analysis (i)

This entry contains 26 models. Model 3 is the overall representative, medoid model (most similar
to other models). The authors have identified model 1 as representative.

The following residues are included in the computation of the global validation metrics.

Well-defined (core) protein residues

Well-defined core | Residue range (total) Backbone RMSD (A) | Medoid model

1 A11-A:29, A:61-A:83 (42) 0.34 3

[ll-defined regions of proteins are excluded from the global statistics.
Ligands and non-protein polymers are included in the analysis.

The models can be grouped into 5 clusters and 1 single-model cluster was found.

Cluster number Models
1 3.5, 7,9, 11, 12, 14, 16, 17, 19, 21, 22, 23
2 8, 10, 15, 18, 20
3 1,13, 25
4 4, 26
5 2,6
Single-model clusters 24
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3 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 1595 atoms, of which 778
are hydrogens and 0 are deuteriums.

e Molecule 1 is a protein called CHORIONIC GONADOTROPIN.

Mol | Chain | Residues Atoms Trace
Total C H N O S
1 A 92 1381 437 675 122 134 13 0

e Molecule 2 is an oligosaccharide called beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-b
eta-D-glucopyranose-(1-2)-alpha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-a
cetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-manno
pyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose.

= |
Mol | Chain | Residues Atoms Trace
Total C H N O
2 B ) 214 62 103 4 45 0
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4 Residue-property plots (i)

4.1 Average score per residue in the NMR ensemble

These plots are provided for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic is the same as shown in the summary in section 1 of this report. The second graphic
shows the sequence where residues are colour-coded according to the number of geometric quality
criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red =
3 or more. Stretches of 2 or more consecutive residues without any outliers are shown as green
connectors. Residues which are classified as ill-defined in the NMR ensemble, are shown in cyan
with an underline colour-coded according to the previous scheme. Residues which were present in
the experimental sample, but not modelled in the final structure are shown in grey.

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: - 21% 22% - 54%

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 24% 33% 22%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2 Scores per residue for each member of the ensemble

Colouring as in section 4.1 above.

4.2.1 Score per residue for model 1

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A:
aln .. 23% 14% . 54%

OH MY WON®NO I N MW DO PO ANMIVDONONOTANMIWOLEVDOHNAML IDON DR O
H NN IDON O o o AN NN NN N AMOOOOMNONONIIISII ST DIDDDDIOI DI LD
S AAPCADARMOE O =MR RN CA S A H A EO00RNESHAHANENNNBE S AP ONEPHRUMNEOO
saotwolorodaotwolono A0S0 ON®DDO0 HA
CoCOoOOIc OEREENNNNBIN N 0 © 00 EMO®0N0D D
PeRxun-Z@>-F> =200 RS BlE DR <ODNOnHOD>>EE®
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e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 33% 56% 11%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2.2 Score per residue for model 2
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: "~ 22% 18% - 54%

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: " 11% 78% 11%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2.3 Score per residue for model 3 (medoid)
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: " 22% 17% - 54%

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

WO RLDWIDE
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Chain B: 33% 56% 11%
—H N MWD WO 0O
Do =0 s o
< B < < = <=
=2 =2Mm==0 = =0

4.2.4 Score per residue for model 4

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A:
aln .. 20% 18% 5% 54%

O- NMEILONODO DN M © DO ANMIDONOVNO TN HIDONLEDNDO A NMHIDON QDO
N D DON OO A e e AN NN AOmOmOmO00O SIS IS S DIDDIODDDI0IOIWDD
S AA>PCADAMODEICH=AMBMOANTAD <A HJ ZO00 RN HAHA RN YNE S IO E>E0NMN B OO

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 44% 33% 22%
—H N MSE DO 0O
DO E0dE 0 J
e e T
EEMmME SO0 E = O

4.2.5 Score per residue for model 5

e Molecule 1: CHORIONIC GONADOTROPIN

* -
Chaln A . 20% 21% . 54%
CHANMYIWONDVIOANNIDOLBIOO TAMIDONDAOATNDHIIDONEDDO A NMHIDON QDO
NS0 ON 0D e ANAAANANA N ONOOOMNONOOF IS IS TS S S WIDODDIODIOIOIWLD DD
S AA>SCADARMODH IR =EARMMNOAO<AHdOBIEOOOR M= >AHANRNNSE =S I>ONZ>H0nM0EBO O

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 44% 44% 11%
AN Ms WO 00
DO E O s oA
< B e < < <
=2=2Mm=E =0 = =0
W O RLDWIDE
LPDB
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4.2.6 Score per residue for model 6

e Molecule 1: CHORIONIC GONADOTROPIN

. ]
Chain A: "~ 22% 21% . 54%
O AN MIPLOLOMNMNVDIFOANNIHIDOOSNDNDO A ANMIEIOODONMODIDOANMIIIODONODNDOANMEILIDONDQNO
HANMHFDOMNODNDA A A A oA ANANANNAANNANNNOOOMOOHOOMHOOHOOMHOOOMO S S S H SO WLWOWNLWLW0LWLW WO
S A APCALUOARMNOH AN ZAMRMMNOADEAHJOOEZoOOO0OmNE<l"ALMEFHFALMAdAEENMKMMEBPE AbPO S PHNEHVNEBEOO

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 56% 33% 11%
—H NS IDWON OO0
DU RO s o J
< B o o o <
=2E=2Mm=E =20 =20

4.2.7 Score per residue for model 7

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: EE
aln .. 23% 16% . 54%

O - NMSIDONODDO HNMS OO DPOHAMIWONDDIOANNHOONDDOANMIION 0D O
H NSO ON OO A e AN NN ammmMommmomooFIHES SIS S FOWOWOLWNIO DO O
<AL APCADARNDEJACRZARLNCAD <A HJ STo00ENESHABAdRNMEMEBES AP O Z>HAMONEBED O

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 33% 56% 11%
N MSE DWW~ 0
D E O =
< o = e < = < < =
=2 =2 mnm=E =0 = =0

4.2.8 Score per residue for model 8
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: "~ 20% 21% - 54%

(3)
‘c
U-
L
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T6Ss

190

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra

nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-

D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

22%

67%

11%

Chain B:

6TVD
8DVN
LNV
9TVD
SDYN
PNV
gynea
ZOVN
TOVN

4.2.9 Score per residue for model 9

e Molecule 1: CHORIONIC GONADOTROPIN

54%

——
7%

18%

18%

Chain A:

T6s

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra

nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-

D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

11%

56%

33%

Chain B:

6TVD
8DVN
LNV
9TVD
SDYN
PNV
€vne
ZOVN
TovN

4.2.10 Score per residue for model 10

e Molecule 1: CHORIONIC GONADOTROPIN

54%

—
%

16%

. 21%

Chain A:

WO RLDWIDE

erDe
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e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 44% 44% 11%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2.11 Score per residue for model 11
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: ™. 15% 22% - 54%

=3 N O DoOoN0NO OHVONODO N M
HON MO ON0OD A Ao ) ANANAANNND®O®O®
<= pnAPCAQAOABD HoBMEALENT <pHJdOOE 0O RV

oM 0 © 0 3 O + 10 © 0 OO - NMS IO
© © © © © © © ~ ~ N~ I~ N 0O 00 00 00 @ O ©
= X0 = > B> oM B> E@HdBHp<<O@mOoOnHOU

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 56% 33% 11%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2.12 Score per residue for model 12
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: - 23% 17% - 54%

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

WO RLDWIDE
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Chain B: " 11% 67% 22%
H N M 0D WM 0o
[ = TR i T
< = o < = < = <
2EEMN==0 =20

4.2.13 Score per residue for model 13

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A:
aln .. 23% 15% . 54%

O MO~V O T ANHIDOEDDOATNDFDONDAO AT NDHIDONLEDDO A NMHIDON QDO
N DO DOl o ANAANANNNAOOONOOOOO0O0OIIHS I SIS S S DIOWLIDOIOIOIWIODD
SAA>SCADAMODENCEIZEARLMNNOAU<SAH OO =E0OOORNE=>AHAIRNNENE S IO =Z>H0MONEBO O

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 33% 56% 11%
— N M s DO 0O
U= RO dE 0 J
< < B e < < = o= <
EE@AE=oE =0

4.2.14 Score per residue for model 14

e Molecule 1: CHORIONIC GONADOTROPIN

* u
Chaln A . 17% 23% . 54%
CHANMIWONDAOANNHIDOEDDO AITNDFDONDAOANDHIDONEDDO A NMHIDON QDO
N R R R R e = I e e AAAAAATNANNODOOOMNONOF IS IS S WD DIOIOIWLO DD
S AA>SCADARMODH ICHM=ZARMMATAMO<AHIOO=E0OOORME=>AHANRENNSE =S IO Z>H0nMNEBO O

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 56% 22% 22%
AN MWD OO
DU E O g0
< B o o o < <
2EEMME=20 =2 =20
W O RLDWIDE
SPDB
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4.2.15 Score per residue for model 15

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: -
aln <. 22% 17% . 54%

© - NN MW~ © O HANMFWONDDOANNMHIOVDONDDPOATNMHIODONODNDOHNMIIDON®DQDO
HONMSHIWONOO®D A A A ANANNANATNTANONOOOONMOMOIHHESHS S ST S OWLWOOLWWLO IO WO D
<= AMAPOCAOARMODEACHRZ A R R CALUEAH OO0 E000RENRE<SFALEFEAdRUNNNMEBEdPONXNSZ>H0NE®MEBHDO
= om0 0 o o o o ¢ 10 © VOO NMILONDODO A
© © © O O © © ©~ =N ~N N N K 00 00 00 00 WW0PDODDD
=~ =B (CHTI TS SN EH<<OEMO BB O>>mXn

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 44% 44% 11%
—H NSO 00
Do RO s oA
< e < < <
=2E=2Mm=E =0 = =20

4.2.16 Score per residue for model 16

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: K3
aln .. 20% 21% . 54%

o NOFDONDVDOANNHIOONEODNDOANMHEIDONDDO ANMHIOONODO A NMEIOONDRDO
H NS0 ON 0O o [ AR RS N S IS I T A I S o B i B B T I B B TS TS S U T T S TS I LYo R T Yo R T RS JTo QT BT R BT B )
<= pnAPCADAMOD HOoOBHZALENOAD <A HJIACODESO0mnmErpLnEHEALAARNNMKMBES AP E>H0NH®NEHDUO

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 33% 44% 22%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2.17 Score per residue for model 17

e Molecule 1: CHORIONIC GONADOTROPIN
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Chain A: ™~ 18% 20% - 54%

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 56% 22% 22%
H N M DO OO
VU= 20 d =0 J
< o = o o < o < <
FEEMmME=20oE= 0

4.2.18 Score per residue for model 18
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: = 21% 18% - 54%

o o M S0 VOO A NNHOWONDDPOANMHIIWONDNDOATNNHODONDODDNO ANMHIOONDDO
H O MY WON O o AN NN NNOOOOON0OOO0FIHFIHSS ST OWLODDIODIOLWD WO O
<= pnAPCADA MO Qo= ENOoCALUESAH OO0 000N HABEAdIRONKMEBESE AP OXKZPHNEONBOO >
N M0 © 0O - MmO © VDO NMIWONDONO N
© © © © © OCONKNKENNNN N~ K G0 WWPNDODD0DND D
< X = SR> 00 nX> ZmPE<OEO0OnHOD>IXn

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 44% 33% 22%
N MSs DO 0D
(LR T T
e e -]
=2=2Mm=E =0 = =20

4.2.19 Score per residue for model 19
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: ™. 16% 24% = 54%
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e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-[beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

DO NMFWDON 0D
I~ 60 0060 0 0 G @ © O & O
mE<OEOwnHOL>mK

V61
592

o ™ S 10
© © © ©
<= X >

N66
V68

@ o
© ~
[

M71

< 1o
~ s
[T

V76
N78

Chain B: 22% 56% 22%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2.20 Score per residue for model 20

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A:
ain A: . 21% 20% . 54%

O-Y AN MTT OOV T ANMSS 0O DO T AN MWD OMNMODIOATNMIITOMNMNODDOANMII)ONOD O
HANMFWOOMNODA A A A A NN NMOMHMMOMHMMMOHOOHOOOSHH S S FWOWWOWLW0N WL LW LW LW O
S AAPOCAOODARMOHJOHE=ZARMBKMEONOALD <A HJOdO Eoo0O0OmmnNE<>PpiPFAAdUuMMEdBPE APOXN EPHOUNEHVNEBOO

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: " 1% 67% 22%
HONMSH WD ON 0D
DO E O s 0
e e e
EE MmN =20 20

4.2.21 Score per residue for model 21

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: 22% 17% 54%

O - Nm D OMOMMNOHANMS 10O OO A ANMIEIDONODNDOAANMIEDONODNOAANMLEIOONOWN O
HANMHWDOMNOON A~ A A A NN AN AN NANMOMOMOHOMOMOHOOMHOOHOOMHOOHOOMHOHIHSH I H S OWDWOLWLWONLWLW0LWLW WO
< ApAPOCAOOAMRMRMORHAC 2 AL n0NOoOA D<A HJ OEoOODOOrmNME<S pBHPFALAAdAd NMMBPE APOX S PHOUMMONEBEOO

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra

WO RLDWIDE

sie

PROTEIN DATA BANK
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nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 78% 22%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2.22 Score per residue for model 22
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: ™. 17% 23% = 54%

- & 10 N~ o o®
< o POCQAOARMOEHAdCOHEZ A RM®

@ ©
a a
H =

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 44% 44% 11%

NAG1
NAG2
BMA3
MAN4
NAG5
GAL6
MAN7
NAG8
GAL9

4.2.23 Score per residue for model 23
e Molecule 1: CHORIONIC GONADOTROPIN

Chain A: "~ 18% 20% 5% 54%

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 24% 44% 11%

(3)
."c
U-
L



Page 16 Full wwPDB NMR Structure Validation Report 1HD4

NS0 O oo
Vo= =S
el R
=2 mE=oE = o

4.2.24 Score per residue for model 24

e Molecule 1: CHORIONIC GONADOTROPIN

. -
Chain A: "~ 23% 18% . 54%
O AN MOV TANMITDO~NDDPO AT ANMETNDONODIDOANMIIIDONODNDOANMEILI)ONQDO
HANMOFOOMNMODA A A A A A NN AN AANNNNNOMMOMMMOMOMOOMH IS S OWDWOLWIWLWLW LWL LW O
<GS AAPCAUVUARMNOH AOHRHEARMRMBNOADSAH OO 000N E<>>  AMFPPFAMAENMMBPE dPPO S PHUNEKHNEBFOO

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 33% 44% 22%
H NSO WON
oS E O d s 0 d
o e e ]
=22 m=E =0 =20

4.2.25 Score per residue for model 25

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A:
ain A: . 23% 16% . 54%

O-H AN MT OOV NN MS 10O DO H AN MWD OMNMODIOAANMIIDOMNMODDOANMIIOONOOODO
HANMHFOOMNODA A A A A A NN NMOMMOMHOMOMOMOOHOOHOOHOOHH S S FWOWWONWLWOWLWLWLW LW O
< AAPOCAOUOARMOFH O ZARLLMVNOALD KA HAdO o000 nNE<>piHPFAAdUNMMEdBEES AP I PRHNEHVEBOO

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 33% 44% 22%
H NN WDWNS OO0
2285234534
2EEMm= =0 =20
HRLDW[DF
SPDEB
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4.2.26 Score per residue for model 26

e Molecule 1: CHORIONIC GONADOTROPIN

Chain A:
ain A: . 20% 20% . 54%

O - N M OO0 O ANMTIDOMNMDIDOATANMIEIFLONODIDOANMIELDONONDOATANMEIONOOWDO
HANMHWDOMNOODA A A A = A - AN ANAANNANNNOOOMOOHOOMHOOHOOMHOOOMOHSHSH S H DO WLWOLWLWLW0LW0LW WO
< AAPOCAODARMNODHJOH = A0 B X cocApADEAH AOCOEo00mNE<> AP AdnMMBPE AP S PRHNEHVEBOO

e Molecule 2: beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-2)-alp
ha-D-mannopyranose-(1-3)-|beta-D-galactopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyra
nose-(1-2)-alpha-D-mannopyranose-(1-6)|beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-
D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain B: 56% 33% 11%
AN M DO OO
DO = O s o
< R o o o
=2E=2Mm=Z=20 = =20
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5 Refinement protocol and experimental data overview (i)

The models were refined using the following method: DG/SA.
Of the 150 calculated structures, 26 were deposited, based on the following criterion: %.

The following table shows the software used for structure solution, optimisation and refinement.

Software name | Classification Version
X-PLOR refinement
X-PLOR structure solution

No chemical shift data was provided. No validations of the models with respect to experimental
NMR restraints is performed at this time.


https://www.wwpdb.org/validation/2017/NMRValidationReportHelp#refinement_protocol
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6 Model quality (i)

6.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
MAN, GAL, BMA, NAG

There are no covalent bond-length or bond-angle outliers.

There are no bond-length outliers.

There are no bond-angle outliers.

There are no chirality outliers.

There are no planarity outliers.

6.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in each chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes
averaged over the ensemble.

Mol | Chain | Non-H | H(model) | H(added) | Clashes
1 A 324 313 313 15311
2 B 111 103 94 10£4

All All 11310 10816 10582 4125

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including

hydrogen atoms). The all-atom clashscore for this structure is 188.

All unique clashes are listed below, sorted by their clash magnitude.

) Models
Atom-1 Atom-2 Clash(A) Dlstance(A) Worst | Total

1:A:25:ILE:CG2 1:A:76:VAL:HG21 1.21 1.65 10 26
1:A:12:LEU:HD21 1:A:79:HIS:O 1.20 1.34 22 26
1:A:25:ILE:HG23 | 1:A:76:VAL:HG21 1.12 1.16 8 26
1:A:18:PHE:CD1 | 1:A:70:VAL:HG12 1.11 1.80 20 4
1:A:23:ALA:CB 2:B:1:NAG:H83 1.11 1.76 16 13
1:A:18:PHE:CD2 | 1:A:70:VAL:HG13 1.08 1.84 4 9
1:A:12:LEU:HD23 | 1:A:26:LEU:HD13 1.07 1.25 6 22
1:A:23:ALA:HB1 2:B:1:NAG:H83 1.06 1.17 5 21
1:A:63:LYS:N 1:A:81:ALA:O 1.05 1.88 21 26
1:A:25:1LE:HD11 2:B:1:NAG:H82 1.04 1.30 26 24
1:A:26:LEU:HD12 1:A:79:HIS:N 1.03 1.68 2 25

WO RLDWIDE

PROTEIN DATA BANK

Continued on next page...
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. Models
Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total

1:A:18:PHE:CG 1:A:70:VAL:HG21 1.02 1.89 7 12
1:A:12:LEU:HD21 | 1:A:26:LEU:HD13 1.01 1.32 11 8
1:A:25:1LE:CD1 1:A:68:VAL:HG21 1.00 1.86 8 26
1:A:12:LEU:CD2 | 1:A:26:LEU:HD13 0.99 1.87 6 18
1:A:26:LEU:HD11 | 1:A:78:ASN:OD1 0.97 1.59 10 4
1:A:25:ILE:HG23 1:A:76:VAL:CG2 0.97 1.89 12 26
1:A:25:ILE:O 1:A:26:LEU:HD23 0.95 1.60 24 21
1:A:12:LEU:HD23 | 1:A:26:LEU:HB3 0.95 1.35 11 6
1:A:25ILE:HG13 | 1:A:68:VAL:HG21 0.95 1.37 1 25
1:A:25:ILE:CG1 1:A:68:VAL:HG21 0.94 1.91 1 25
1:A:23:ALA:HB1 2:B:1:NAG:C8 0.94 1.92 22 12
1:A:63:LYS:HB2 1:A:83:HIS:CD2 0.91 2.01 13 2
1:A:25:ILE:CD1 1:A:68:VAL:HG11 0.91 1.95 2 24
1:A:11: THR:OG1 1:A:12:LEU:N 0.90 2.03 16 18
1:A:15:ASN:ND2 | 1:A:70:VAL:HG11 0.90 1.81 20 2
1:A:26:LEU:HD12 1:A:78:ASN:C 0.90 1.86 11 26
1:A:15:ASN:ND2 | 1:A:76:VAL:HG11 0.90 1.81 18 18
1:A:18:PHE:CD1 | 1:A:70:VAL:HG21 0.89 2.02 16 7
1:A:66:ASN:CB 1:A:78:ASN:HB3 0.89 1.98 10 26
1:A:18:PHE:CE2 | 1:A:68:VAL:HG23 0.88 2.03 15 3
1:A:68:VAL:HG13 | 1:A:78:ASN:HB2 0.88 1.45 5 21
1:A:25:ILE:HD11 | 1:A:68:VAL:HG21 0.87 1.46 7 12
1:A:25:ILE:HG22 1:A:26:LEU:N 0.86 1.84 15 26
1:A:24:PRO:O 1:A:25:1LE:O 0.86 1.92 9 26
1:A:25:ILE:HG22 1:A:26:LEU:H 0.86 1.30 16 26
1:A:26:LEU:HD13 1:A:79:HIS:O 0.86 1.70 8 25
1:A:12:LEU:HD23 1:A:26:LEU:CB 0.86 1.99 19 9
1:A:251LE:CG2 1:A:76:VAL:HG11 0.86 1.99 12 23
1:A:25:1LE:C 1:A:26:LEU:HG 0.85 1.89 9 11
1:A:12:LEU:HD12 1:A:82:CYS:SG 0.85 2.11 16 6
1:A:25:ILE:HG21 | 1:A:76:VAL:HG21 0.85 1.48 10 17
2:B:3:BMA:HG2 2:B:7:MAN:H5 0.85 1.48 21 2
1:A:25:ILE:CG2 1:A:76:VAL:CG2 0.84 2.54 21 26
1:A:12:LEU:CD2 1:A:79:HIS:O 0.84 2.24 22 26
1:A:12:LEU:HD23 | 1:A:26:LEU:CD1 0.84 2.02 6 5
1:A:68:VAL:HG22 | 1:A:76:VAL:CG2 0.83 2.04 26 21
1:A:25:ILE:HD11 | 1:A:68:VAL:HG11 0.83 1.48 1 26
1:A:11:THR:O 1:A:29:MET:N 0.83 2.11 22 18
1:A:18:PHE:CD2 | 1:A:70:VAL:HG21 0.83 2.08 14 9
1:A:66:ASN:CA 1:A:78:ASN:HB3 0.83 2.04 11 18
1:A:25ILE:HG21 | 1:A:76:VAL:HG11 0.83 1.48 12 19

Continued on next page...
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Atom-1 Atom-2 Clash(A) | Distance(A) Wolz/:i(:)d?llztal
1:A:18:PHE:CE2 | 1:A:70:VAL:HG13 0.82 2.09 6 6
1:A:25:1LE:CD1 2:B:1:NAG:H82 0.82 2.04 14 16

1:A:68:VAL:O 1:A:70:VAL:HG22 0.82 1.73 19 8
1:A:77:GLU:O 1:A:79:HIS:N 0.81 2.13 12 26
1:A:68:VAL:HG11 2:B:1:NAG:H82 0.81 1.52 7 2
1:A:25:1LE:C 1:A:26:LEU:HD23 0.81 1.96 13 14
1:A:25:ILE:CG2 1:A:26:LEU:H 0.80 1.89 7 26
1:A:68:VAL:HG23 1:A:68:VAL:O 0.80 1.76 10 16
2:B:5:NAG:H3 2:B:6:GAL:02 0.80 1.77 13 3
1:A:18:PHE:CE2 | 1:A:70:VAL:HG21 0.79 2.12 17 3
2:B:8:NAG:H4 2:B:9:GAL:02 0.79 1.78 21 4
1:A:20:GLN:O 1:A:22:GLY:N 0.79 2.16 12 23
1:A:18:PHE:HB3 1:A:25:1LE:CG1 0.79 2.08 18 12
1:A:63:LYS:HG3 1:A:81:ALA:C 0.79 1.97 20 4
1:A:68:VAL:O 1:A:68:VAL:HG23 0.78 1.77 17 8
1:A:25:ILE:CG2 1:A:26:LEU:N 0.78 2.46 7 26
1:A:61:VAL:O 1:A:61:VAL:HG12 0.78 1.77 16 6
1:A:61:VAL:HG12 1:A:61:VAL:O 0.78 1.78 26 2
1:A:82:CYS:C 1:A:83:HIS:CD2 0.78 2.57 24 2
1:A:63:LYS:HG3 1:A:81:ALA:CB 0.78 2.09 23 4
1:A:66:ASN:HB3 1:A:78:ASN:HB3 0.77 1.55 25 26
1:A:68:VAL:CG2 1:A:68:VAL:O 0.77 2.31 10 15
1:A:18:PHE:CD1 1:A:70:VAL:CG1 0.77 2.68 25 7
1:A:11:THR:O 1:A:12:LEU:HD12 0.77 1.79 24 3
2:B:2:NAG:O7 2:B:2:NAG:C3 0.76 2.33 18 2
1:A:15:ASN:HD22 | 1:A:76:VAL:HG11 0.76 1.38 26 5
1:A:61:VAL:O 1:A:61:VAL:HG22 0.76 1.80 25 3
2:B:2:NAG:C3 2:B:2:NAG:O7 0.76 2.34 12 4
1:A:68:VAL:HG23 | 1:A:78:ASN:HB2 0.76 1.55 12 1
1:A:62:ALA:HB2 1:A:79:HIS:CG 0.76 2.15 17 23
1:A:65:TYR:HB3 1:A:77:GLU:HB2 0.76 1.58 16 17
1:A:65:TYR:CB 1:A:77:GLU:O 0.76 2.34 10 26
2:B:5:NAG:O7 2:B:5:NAG:C1 0.76 2.34 25 1
2:B:8:NAG:C3 2:B:8:NAG:O7 0.75 2.34 18 3
1:A:15:ASN:CG 1:A:76:VAL:HG11 0.75 2.01 4 7
1:A:76:VAL:O 1:A:78:ASN:N 0.74 2.20 14 26
2:B:3:BMA:H62 2:B:7:MAN:C5 0.74 2.13 21 2
1:A:66:ASN:C 1:A:78:ASN:HB3 0.74 2.02 11 25
1:A:28:CYS:SG 1:A:79:HIS:HB3 0.74 2.22 18 4
1:A:15:ASN:OD1 1:A:17:PHE:CZ 0.74 2.41 4 2
2:B:5:NAG:C3 2:B:5:NAG:O7 0.74 2.34 5 1

Continued on next page...
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. Models
Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total

1:A:12:LEU:HD21 1:A:79:HIS:CB 0.73 2.13 9 15
1:A:78:ASN:O 1:A:80:THR:HG23 0.73 1.82 21 9
1:A:13:GLN:O 1:A:14:GLU:O 0.73 2.06 26 26
1:A:11:THR:O 1:A:28:CYS:HA 0.73 1.84 22 21
1:A:15:ASN:HD22 | 1:A:25:ILE:HG21 0.73 1.42 2 11
1:A:25:1LE:CD1 1:A:68:VAL:CG2 0.73 2.66 7 26
1:A:15:ASN:ND2 1:A:25:ILE:HG21 0.73 1.99 2 8
1:A:77:GLU:O 1:A:78:ASN:C 0.72 2.27 19 26
1:A:14.GLU:HA 1:A:25:1LE:O 0.72 1.85 9 26
2:B:8:NAG:H3 2:B:8:NAG:0O7 0.72 1.81 19 4
1:A:63:LYS:CB 1:A:83:HIS:CD2 0.72 2.71 13 2
2:B:3:BMA:HG2 2:B:7:MAN:H3 0.72 1.59 12 2
1:A:15:ASN:OD1 1:A:17:PHE:CG 0.71 2.42 26 1
1:A:26:LEU:CD1 1:A:79:HIS:O 0.71 2.39 7 22
1:A:68:VAL:O 1:A:68:VAL:HG12 0.71 1.84 12 1
1:A:18:PHE:CD2 1:A:70:VAL:CG1 0.71 2.73 8 9
1:A:18:PHE:HD2 | 1:A:25:ILE:HG21 0.71 1.45 9 12
1:A:77:GLU:CG 1:A:79:HIS:HE2 0.71 1.98 10 2
1:A:18:PHE:CD1 | 1:A:70:VAL:HG11 0.71 2.21 3 6
1:A:77:GLU:O 1:A:79:HIS:HD2 0.71 1.68 12 22
1:A:63:LYS:CB 1:A:81:ALA:O 0.70 2.39 1 1
1:A:18:PHE:CD1 1:A:70:VAL:CG2 0.70 2.73 16 4
1:A:61:VAL:HG13 1:A:83:HIS:NE2 0.70 2.00 25 2
1:A:25:1ILE:HD12 1:A:68:VAL:CG1 0.70 2.17 10 13
1:A:69: THR:HG23 1:A:73:GLY:C 0.70 2.07 10 5
1:A:18:PHE:CD2 1:A:25:ILE:HG13 0.70 2.22 20 8
1:A:19:SER:HA 1:A:24:PRO:HA 0.70 1.64 15 13
1:A:65:TYR:CG 1:A:77:GLU:CG 0.70 2.75 20 9
1:A:76:VAL:O 1:A:77:.GLU:C 0.69 2.31 20 26
1:A:15:ASN:H 1:A:25:ILE:C 0.69 1.90 16 23
1:A:12:LEU:CD2 1:A:79:HIS:HB2 0.69 2.18 12 15
1:A:24:PRO:HD2 2:B:1:NAG:H3 0.69 1.62 22 8
1:A:18:PHE:CG 1:A:25:ILE:HG13 0.69 2.23 13 13
1:A:70:VAL:HG22 | 1:A:74:PHE:HB2 0.69 1.64 10 4
1:A:11:THR:C 1:A:12:LEU:HD12 0.68 2.08 18 4
1:A:18:PHE:CE1 1:A:70:VAL:HB 0.68 2.24 3 5
1:A:63:LYS:CE 1:A:83:HIS:CE1 0.68 2.77 24 1
2:B:8:NAG:H5 2:B:9:GAL:C2 0.68 2.18 6 2
1:A:15:ASN:CB 1:A:25:ILE:HB 0.68 2.18 6 26
1:A:18:PHE:CD2 1:A:25:ILE:HG21 0.68 2.23 14 12
1:A:64:SER:O 1:A:80:THR:N 0.68 2.27 20 13
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Atom-1 Atom-2 Clash(A) | Distance(A) Wolz/:i(:)d?llztal
1:A:15:ASN:HB2 1:A:25:ILE:HG22 0.68 1.64 26 25
1:A:78:ASN:OD1 1:A:78:ASN:O 0.68 2.12 17 4
1:A:15:ASN:CG 1:A:18:PHE:CD2 0.68 2.67 7 8
1:A:15:ASN:OD1 1:A:17:PHE:CE2 0.68 2.47 4 2
1:A:63:LYS:HE3 1:A:81:ALA:HBI1 0.67 1.66 20 1
1:A:61:VAL:HG13 1:A:83:HIS:CE1 0.67 2.24 25 1
2:B:3:BMA:H62 2:B:7:MAN:C3 0.67 2.19 12 2
1:A:64:SER:HB3 1:A:80: THR:OG1 0.67 1.90 25 8
2:B:3:BMA:O2 2:B:4:MAN:C5 0.67 2.43 8 2
1:A:25:1LE:CD1 1:A:68:VAL:CG1 0.67 2.71 15 21

1:A:27:GLN:O 1:A:28:CYS:O 0.67 2.13 25 5
1:A:70:VAL:CG2 1:A:74:PHE:HB2 0.67 2.19 20 4
1:A:25:ILE:HD12 | 1:A:68:VAL:HG21 0.67 1.64 8 7

2:B:8:NAG:H3 2:B:9:GAL:02 0.67 1.89 14 1
1:A:15:ASN:ND2 1:A:76:VAL:CG1 0.67 2.57 6 19

1:A:26:LEU:O 1:A:76:VAL:HB 0.67 1.90 8 26
1:A:63:LYS:HD3 1:A:83:HIS:HB3 0.67 1.65 23 1

2:B:8:NAG:H5 2:B:9:GAL:H2 0.66 1.67 6 2
1:A:25:ILE:HG13 1:A:68:VAL:CG2 0.66 2.19 13 22

1:A:15:ASN:N 1:A:25:1LE:O 0.66 2.29 23 17
1:A:18:PHE:CD1 1:A:18:PHE:N 0.66 2.60 14 3
1:A:18:PHE:CE2 1:A:68:VAL:CG2 0.66 2.79 15 2
1:A:13:GLN:CG 1:A:29:MET:HA 0.66 2.20 23 3
1:A:18:PHE:CE1 | 1:A:70:VAL:HG12 0.66 2.26 25 3
1:A:12:LEU:HD12 1:A:28:CYS:SG 0.66 2.30 21 5

2:B:8:NAG:H5 2:B:9:GAL:O5 0.66 1.90 17 1

1:A:26:LEU:O 1:A:76:VAL:CG1 0.66 2.44 10 22
1:A:61:VAL:HG13 1:A:61:VAL:O 0.66 1.89 15 3
1:A:16:PRO:HD2 1:A:17:PHE:CE1 0.66 2.25 26 3
1:A:15:ASN:OD1 1:A:18:PHE:CD2 0.65 2.49 22 13
1:A:25:ILE:CG2 1:A:76:VAL:CG1 0.65 2.73 19 13
1:A:25:1LE:HD12 1:A:68:VAL:CG2 0.65 2.22 8 18
1:A:77:GLU:HG3 1:A:79:HIS:NE2 0.65 2.07 9 5
1:A:18:PHE:CE1 | 1:A:70:VAL:HG21 0.65 2.26 3 3
1:A:12:LEU:CD1 1:A:82:CYS:SG 0.65 2.85 8 8

2:B:3:BMA:C6 2:B:7:MAN:H5 0.65 2.21 12 1

1:A:68:VAL:O 1:A:69:THR:C 0.65 2.35 7 24

1:A:61:VAL:O 1:A:62:ALA:O 0.65 2.14 24 19

1:A:78:ASN:O 1:A:80: THR:CG2 0.65 2.45 19 9
1:A:20:GLN:CG 1:A:23:ALA:HB3 0.65 2.21 19 1

1:A:63:LYS:CG 1:A:81:ALA:C 0.65 2.65 23 4
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. Models
Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total

1:A:25:ILE:HD11 1:A:68:VAL:CG1 0.65 2.22 12 5
1:A:78:ASN:O 1:A:78:ASN:OD1 0.65 2.15 11 5
1:A:18:PHE:CE1 1:A:70:VAL:CG2 0.64 2.80 3 2
1:A:18:PHE:N 1:A:18:PHE:CD1 0.64 2.63 11 2
1:A:62:ALA:HB1 1:A:64:SER:O 0.64 1.92 25 7
1:A:25:ILE:HG21 1:A:76:VAL:CG1 0.64 2.23 19 10
2:B:3:BMA:C6 2:B:7:MAN:H3 0.64 2.22 21 2
1:A:14:GLU:HG3 | 1:A:26:LEU:HD23 0.64 1.69 16 1
1:A:62:ALA:HB2 1:A:79:HIS:CD2 0.64 2.28 1 9
1:A:68:VAL:HG22 | 1:A:76:VAL:HG21 0.64 1.68 26 11
1:A:76:VAL:C 1:A:78:ASN:N 0.64 2.50 12 26
1:A:15:ASN:HB2 1:A:25:ILE:CB 0.64 2.23 24 22
1:A:65:TYR:CG 1:A:77:GLU:HG2 0.64 2.28 20 8
2:B:8:NAG:H3 2:B:9:GAL:H2 0.64 1.68 1 2
2:B:5:NAG:Hb5 2:B:6:GAL:02 0.64 1.92 24 3
1:A:70:VAL:HG22 1:A:74:PHE:CB 0.64 2.23 10 4
1:A:71:MET:O 1:A:74:PHE:CD2 0.64 2.51 9 3
1:A:62:ALA:HA 1:A:81:ALA:O 0.64 1.93 16 18
1:A:20:GLN:HG3 1:A:23:ALA:HB3 0.64 1.70 11 3
1:A:15:ASN:HD21 | 1:A:70:VAL:HG11 0.64 1.50 20 1
1:A:12:LEU:CD2 1:A:79:HIS:CB 0.63 2.76 9 11
1:A:26:LEU:HD12 1:A:78:ASN:CA 0.63 2.23 19 5
1:A:18:PHE:CD2 1:A:25:1LE:CG1 0.63 2.80 25 4
1:A:63:LYS:HG3 1:A:81:ALA:HBI1 0.63 1.68 23 4
1:A:13:GLN:HG3 1:A:29:MET:HA 0.63 1.70 1 4
1:A:12:LEU:HD21 1:A:79:HIS:C 0.63 2.13 24 14
2:B:8:NAG:C3 2:B:9:GAL:O5b 0.63 2.46 1 3
1:A:15:ASN:OD1 1:A:18:PHE:CG 0.63 2.52 21 4
1:A:13:GLN:O 1:A:14:GLU:C 0.63 2.36 5 26
1:A:18:PHE:CZ 1:A:70:VAL:HG21 0.63 2.28 17 1
1:A:18:PHE:CD2 1:A:70:VAL:CG2 0.63 2.81 21 4
1:A:18:PHE:CD1 1:A:70:VAL:CB 0.63 2.82 16 4
1:A:20:GLN:N 1:A:23:ALA:O 0.63 2.30 9 3
1:A:15:ASN:HB3 1:A:25:1LE:HB 0.63 1.70 16 17
1:A:25:ILE:HD11 1:A:68:VAL:CG2 0.63 2.20 7 2
1:A:25:ILE:HD12 | 1:A:68:VAL:HG11 0.63 1.71 21 6
1:A:65:TYR:CD1 1:A:65:TYR:N 0.63 2.66 23 4
1:A:65:TYR:CB 1:A:77:GLU:CG 0.62 2.77 20 9
1:A:61:VAL:O 1:A:62:ALA:C 0.62 2.38 4 23
1:A:61:VAL:O 1:A:61:VAL:HG13 0.62 1.94 19 1
1:A:69:THR:HA 1:A:74:PHE:O 0.62 1.94 24 25
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Atom-1 Atom-2 Clash(A) | Distance(A) Wolz/:i(:)d?llztal

1:A:70:VAL:HG23 | 1:A:71:MET:HG2 0.62 1.72 10 2
1:A:71:MET:SD 1:A:74.PHE:CZ 0.62 2.92 10 1
1:A:65:TYR:CB 1:A:77:GLU:CB 0.62 2.78 14 23
1:A:11:THR:O 1:A:82:CYS:SG 0.62 2.57 18 3
1:A:83:HIS:CD2 1:A:83:HIS:O 0.61 2.53 18 5
2:B:1:NAG:04 2:B:2:NAG:07 0.61 2.18 4 10
1:A:15:ASN:ND2 1:A:25:ILE:CG2 0.61 2.63 15 7
1:A:18:PHE:CE1 1:A:70:VAL:CB 0.61 2.83 3 3
1:A:25:1LE:CD1 1:A:68:VAL:CB 0.61 2.78 12 1
1:A:15:ASN:OD1 1:A:17:PHE:CD2 0.61 2.53 26 1
1:A:18:PHE:CG 1:A:25:ILE:CG1 0.61 2.84 15 9
1:A:66:ASN:CB 1:A:78:ASN:CB 0.61 2.77 17 9
1:A:25:ILE:CG2 1:A:76:VAL:CB 0.61 2.78 19 14
1:A:17:PHE:CZ 1:A:71:MET:SD 0.61 2.93 19 3
1:A:66:ASN:HB3 | 1:A:78:ASN:HD22 0.61 1.56 25 3
1:A:68:VAL:HG22 1:A:68:VAL:O 0.61 1.94 15 1
2:B:5:NAG:H4 2:B:6:GAL:02 0.61 1.96 20 8
1:A:26:LEU:CD1 1:A:79:HIS:N 0.61 2.62 5 12
1:A:70:VAL:HG23 1:A:74:PHE:CB 0.61 2.25 2 1
1:A:68:VAL:HG23 1:A:78:ASN:CB 0.61 2.26 12 1
2:B:5:NAG:H3 2:B:5:NAG:O7 0.61 1.95 5 1
1:A:64:.SER:CB 1:A:80: THR:OG1 0.61 2.48 26 11
1:A:17:PHE:CE2 1:A:71:MET:SD 0.61 2.94 23 1
1:A:28:CYS:HB2 1:A:79:HIS:HD1 0.61 1.56 9 7
1:A:12:LEU:CD1 1:A:12:LEU:N 0.61 2.64 26 4
1:A:77:GLU:HG2 1:A:79:HIS:HE2 0.61 1.54 10 1
1:A:18:PHE:HB3 1:A:25:ILE:HG12 0.60 1.72 25 6
1:A:12:LEU:N 1:A:12:LEU:HD12 0.60 2.12 20 2
2:B:2:NAG:H3 2:B:2:NAG:O7 0.60 1.97 10 5
1:A:78:ASN:OD1 | 1:A:80:THR:HG22 0.60 1.95 11 6
1:A:14:GLU:CD 1:A:24:PRO:HB2 0.60 2.17 14 6
1:A:11:THR:O 1:A:28:CYS:SG 0.60 2.59 24 2
1:A:78:ASN:O 1:A:80:THR:N 0.60 2.34 11 4
2:B:3:BMA:C2 2:B:4:MAN:0O5b 0.60 2.49 8 2
1:A:83:HIS:O 1:A:83:HIS:CD2 0.60 2.55 23 6
1:A:18:PHE:O 1:A:20:GLN:N 0.60 2.34 1 11
1:A:27:GLN:O 1:A:28:CYS:C 0.60 2.39 8 21
2:B:5:NAG:03 2:B:5:NAG: 07 0.60 2.20 11 4
1:A:66:ASN:O 1:A:67:ARG:O 0.60 2.20 18 20
1:A:15:ASN:OD1 1:A:18:PHE:CE2 0.60 2.55 22 10
1:A:65:TYR:CD2 1:A:77:GLU:HG2 0.60 2.31 6 3
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. Models
Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total

1:A:11:THR:HG1 1:A:12:LEU:H 0.60 1.39 16 1
1:A:18:PHE:O 1:A:20:GLN:CG 0.60 2.50 18 3
1:A:78:ASN:OD1 2:B:1:NAG:05 0.59 2.18 2 6
1:A:65:TYR:CG 1:A:77:GLU:HG3 0.59 2.32 17 8
1:A:14:GLU:O 1:A:16:PRO:HD3 0.59 1.96 21 11
1:A:18:PHE:CD2 1:A:68:VAL:CG2 0.59 2.85 15 4
1:A:82:CYS:C 1:A:83:HIS:HD2 0.59 2.01 24 1
1:A:15:ASN:HD22 1:A:25:ILE:CG2 0.59 2.10 2 10
1:A:27:GLN:O 1:A:27:GLN:HG2 0.59 1.97 14 4
1:A:12:LEU:CD1 1:A:28:CYS:SG 0.59 2.90 21 3
1:A:19:SER:HA 1:A:23:ALA:O 0.59 1.97 16 3
1:A:61:VAL:HG23 1:A:61:VAL:O 0.59 1.98 13 1
1:A:65:TYR:HB3 | 1:A:77:GLU:HB3 0.59 1.73 6 9
1:A:14:GLU:HG2 1:A:24:PRO:HB2 0.59 1.73 9 2
1:A:28:CYS:HB2 1:A:79:HIS:CE1 0.59 2.32 1 4
1:A:77.GLU:.CG 1:A:79:HIS:NE2 0.59 2.65 11 7
1:A:66:ASN:HB3 1:A:78:ASN:CB 0.59 2.27 19 9
1:A:11:THR:O 1:A:28:CYS:CB 0.59 2.51 16 4
2:B:2:NAG:O7 2:B:2:NAG:H3 0.59 1.96 17 4
1:A:63:LYS:HE2 1:A:83:HIS:CE1 0.59 2.32 24 1
1:A:26:LEU:CD1 1:A:78:ASN:C 0.59 2.71 16 25
1:A:12:LEU:HD12 1:A:12:LEU:N 0.59 2.12 26 6
1:A:18:PHE:CD1 1:A:70:VAL:HB 0.59 2.32 7 2
1:A:18:PHE:CD2 | 1:A:68:VAL:HG23 0.59 2.32 13 3
1:A:15:ASN:HB2 1:A:25:1LE:CG2 0.59 2.27 12 26
1:A:74:PHE:C 1:A:75:LYS:HG2 0.59 2.18 3 1
2:B:2:NAG:03 2:B:2:NAG:O7 0.59 2.19 20 5
1:A:65:TYR:CB 1:A:77:GLU:HB2 0.59 2.28 9 11
1:A:26:LEU:O 1:A:27:GLN:HB2 0.58 1.96 7 15
1:A:12:LEU:HD11 1:A:82:CYS:SG 0.58 2.38 12 6
1:A:65:TYR:HB2 1:A:77:GLU:C 0.58 2.19 12 8
1:A:75:LYS:N 1:A:75:LYS:CD 0.58 2.65 23 1
1:A:17:PHE:CD1 1:A:17:PHE:N 0.58 2.70 24 3
1:A:71:MET:HB2 1:A:74:PHE:CD1 0.58 2.33 12 9
1:A:18:PHE:CB 1:A:25:1LE:CG1 0.58 2.81 15 12
1:A:66:ASN:HB2 1:A:80:THR:CG2 0.58 2.29 11 8
1:A:61:VAL:O 1:A:61:VAL:CG1 0.58 2.50 26 4
2:B:5:NAG:H5 2:B:6:GAL:O5 0.58 1.98 19 2
1:A:65:TYR:CD2 | 1:A:77:GLU:HG3 0.58 2.33 22 5
1:A:11:THR:O 1:A:28:CYS:CA 0.58 2.52 11 8
1:A:13:GLN:HG3 1:A:29:MET:CB 0.58 2.29 16 6
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Atom-1 Atom-2 Clash(A) | Distance(A) Wolz/:i(:)d?llztal

1:A:18:PHE:HB3 1:A:25:1LE:HB 0.58 1.74 26 9
1:A:25:1LE:C 1:A:26:LEU:CG 0.58 2.72 16 12
1:A:61:VAL:O 1:A:83:HIS:CD2 0.58 2.56 9 2
1:A:63:LYS:HE3 1:A:83:HIS:CE1 0.58 2.34 24 1
1:A:17:PHE:CZ 1:A:71:MET:CE 0.58 2.87 12 3
1:A:15:ASN:HB2 1:A:25:ILE:HB 0.58 1.76 24 12
1:A:18:PHE:CZ 1:A:70:VAL:CG2 0.58 2.86 17 2
1:A:64:SER:OG 1:A:81:ALA:HB3 0.58 1.98 23 3
2:B:4:MAN:O2 2:B:5:NAG:O7 0.57 2.22 21 4
1:A:65:TYR:N 1:A:65:TYR:CD1 0.57 2.72 22 2
1:A:17:PHE:CD2 1:A:71:MET:SD 0.57 2.96 20 2
1:A:26:LEU:HG 1:A:78:ASN:OD1 0.57 1.99 13 6
1:A:61:VAL:HG23 1:A:83:HIS:O 0.57 2.00 9 1
1:A:68:VAL:O 1:A:68:VAL:CG2 0.57 2.50 17 5
1:A:67:ARG:HB3 1:A:77:GLU:HA 0.57 1.76 4 13
1:A:12:.LEU:CD2 | 1:A:26:LEU:HD22 0.57 2.29 19 2
1:A:25:1LE:C 1:A:26:LEU:CD2 0.57 2.73 13 10
1:A:17:PHE:CZ 1:A:71:MET:HE2 0.57 2.35 17 1
1:A:27:GLN:O 1:A:27:GLN:CG 0.57 2.52 25 5
1:A:12:LEU:CD2 1:A:26:LEU:CD1 0.57 2.76 16 5
1:A:18:PHE:CE2 | 1:A:76:VAL:HG13 0.57 2.34 21 3
2:B:3:BMA:C6 2:B:7:MAN:C5 0.57 2.81 12 2
2:B:3:BMA:O2 2:B:4:MAN:H5 0.57 2.00 19 1
1:A:71:MET:SD 1:A:74:PHE:CD2 0.57 2.98 1 1
1:A:17:PHE:CE1 1:A:71:MET:HE1 0.57 2.35 17 1
1:A:74:PHE:O 1:A:75:LYS:HG3 0.57 2.00 19 6
1:A:62:ALA:HB2 1:A:79:HIS:ND1 0.56 2.13 16 5
1:A:71:MET:HG3 | 1:A:74:PHE:CD2 0.56 2.35 24 3
1:A:17:PHE:CE1 1:A:71:MET:SD 0.56 2.98 22 2
1:A:65:TYR:HB3 1:A:77:GLU:CB 0.56 2.30 7 14
1:A:26:LEU:HD12 1:A:78:ASN:HA 0.56 1.77 19 1
1:A:14:GLU:OE2 1:A:24:PRO:CB 0.56 2.53 26 7
1:A:66:ASN:O 1:A:67:ARG:C 0.56 2.44 3 26
1:A:18:PHE:HB3 1:A:25:ILE:CB 0.56 2.31 4 8
1:A:68:VAL:HG22 | 1:A:76:VAL:HG22 0.56 1.76 17 9
1:A:25:1LE:CG1 1:A:68:VAL:CG2 0.56 2.83 7 6
1:A:14:GLU:HG3 1:A:25:ILE:O 0.56 2.01 13 5
2:B:8:NAG:H5 2:B:9:GAL:02 0.56 2.01 14 1
1:A:26:LEU:CD1 1:A:78:ASN:OD1 0.56 2.49 15 3
1:A:76:VAL:O 1:A:79:HIS:CD2 0.56 2.59 6 7
2:B:3:BMA:H4 2:B:7:MAN:C5 0.56 2.31 7 1
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Atom-1 Atom-2 Clash(A) | Distance(A) Wolz/:i(:)d?llztal

2:B:8:NAG:H3 2:B:9:GAL:C2 0.56 2.30 1 2
1:A:65:TYR:HB2 1:A:77:GLU:O 0.56 2.01 12 14
1:A:27:GLN:CG 1:A:27:GLN:O 0.56 2.52 3 5
1:A:74:PHE:O 1:A:75:LYS:HG2 0.56 2.00 2 4
1:A:12:LEU:HD21 1:A:79:HIS:HB3 0.56 1.78 9 5
1:A:63:LYS:HB3 1:A:81:ALA:CB 0.55 2.30 11 10
1:A:70:VAL:O 1:A:74:PHE:N 0.55 2.36 25 11
1:A:13:GLN:CG 1:A:29:MET:HB2 0.55 2.30 13 4
1:A:20:GLN:CB 1:A:21:PRO:CD 0.55 2.83 3 3
2:B:3:BMA:C6 2:B:7:MAN:C3 0.55 2.85 21 2
1:A:70:VAL:HG23 | 1:A:74:PHE:HB2 0.55 1.78 2 4
1:A:71:MET:HG3 1:A:74:PHE:CG 0.55 2.37 13 2
1:A:28:CYS:HB2 1:A:79:HIS:ND1 0.55 2.17 5 11
1:A:69: THR:CG2 1:A:73:GLY:HA2 0.55 2.32 15 13
1:A:17:PHE:CZ 1:A:71:MET:HG2 0.55 2.37 8 1
1:A:67:ARG:CA 1:A:77:GLU:HA 0.55 2.32 18 23
1:A:12:LEU:N 1:A:12:LEU:CD1 0.55 2.70 20 3
1:A:71:MET:CE 1:A:74:PHE:CE2 0.55 2.90 13 1
1:A:18:PHE:HB2 1:A:25:1LE:CG1 0.55 2.32 22 12
1:A:83:HIS:O 1:A:83:HIS:CG 0.55 2.59 23 7
1:A:15:ASN:CG 1:A:17:PHE:CE2 0.55 2.80 24 2
1:A:67:ARG:CZ 1:A:77:GLU:OE2 0.55 2.55 19 1
1:A:12:LEU:HA 1:A:28:CYS:HA 0.54 1.79 3 21
1:A:78:ASN:OD1 1:A:78:ASN:C 0.54 2.46 15 4
1:A:19:SER:O 1:A:19:SER:OG 0.54 2.26 26 4
1:A:17:PHE:CD2 1:A:18:PHE:CE1 0.54 2.95 21 3
1:A:64:SER:HB2 1:A:80: THR:OG1 0.54 2.02 24 13
1:A:12:LEU:HB3 1:A:26:LEU:HB3 0.54 1.80 6 1
1:A:17:PHE:CZ 1:A:71:MET:HG3 0.54 2.37 25 2
1:A:83:HIS:CD2 1:A:83:HIS:N 0.54 2.76 24 2
1:A:25:1LE:O 1:A:26:LEU:CD2 0.54 2.52 16 1
1:A:28:CYS:H 1:A:79:HIS:CE1 0.54 2.21 13 2
1:A:12.LEU:HG 1:A:79:HIS:HB2 0.54 1.80 23 12
1:A:18:PHE:O 1:A:23:ALA:O 0.54 2.26 10 5
1:A:15:ASN:CG 1:A:18:PHE:CE2 0.54 2.81 7 4
1:A:18:PHE:HE2 | 1:A:76:VAL:HG13 0.54 1.62 21 3
1:A:68:VAL:CG2 1:A:78:ASN:HB2 0.54 2.31 12 1
1:A:71:MET:HE3 1:A:74:PHE:CE2 0.54 2.38 13 1
1:A:71:MET:O 1:A:74:PHE:CD1 0.54 2.61 4 1
1:A:18:PHE:CE2 1:A:70:VAL:CG2 0.54 2.88 17 3
1:A:70:VAL:HG23 1:A:71:MET:N 0.54 2.17 25 1
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Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total

2:B:8:NAG:03 2:B:9:GAL:0O5 0.54 2.26 2 3
1:A:68:VAL:HG13 1:A:78:ASN:CB 0.54 2.30 9 2
1:A:68:VAL:O 1:A:70:VAL:CG2 0.54 2.56 12 2
1:A:19:SER:CA 1:A:24:PRO:HA 0.54 2.33 9 2
1:A:13:GLN:CG 1:A:29:MET:O 0.54 2.56 15 1
1:A:13:GLN:OE1 1:A:29:MET:CE 0.54 2.55 18 1
1:A:68:VAL:O 1:A:69:THR:O 0.53 2.26 20 6
1:A:20:GLN:CB 1:A:21:PRO:HD?2 0.53 2.34 25 2
1:A:18:PHE:HB?2 1:A:25:ILE:HB 0.53 1.81 19 3
1:A:26:LEU:O 1:A:76:VAL:CB 0.53 2.57 10 14
1:A:70:VAL:O 1:A:71:MET:C 0.53 2.45 25 18
1:A:70:VAL:O 1:A:73:GLY:N 0.53 2.39 21 10
1:A:68:VAL:HG11 2:B:1:NAG:C8 0.53 2.30 7 1
2:B:3:BMA:O2 2:B:4:MAN:0O5 0.53 2.26 8 1
1:A:77:GLU:HG2 1:A:79:HIS:NE2 0.53 2.18 11 1
1:A:14:GLU:OE2 1:A:24:PRO:HB2 0.53 2.03 6 6
1:A:27:GLN:HG2 1:A:27:GLN:O 0.53 2.04 24 4
1:A:75:LYS:HB3 1:A:77:GLU:OE1 0.53 2.03 11 1
1:A:25:ILE:CG1 1:A:68:VAL:HG11 0.53 2.33 12 1
1:A:70:VAL:N 1:A:74:PHE:O 0.53 2.35 25 5
1:A:74.PHE:O 1:A:75:LYS:CG 0.53 2.56 6 2
2:B:8:NAG:03 2:B:9:GAL:C1 0.53 2.57 2 2
1:A:63:LYS:CE 1:A:81:ALA:HB1 0.53 2.34 20 1
2:B:8:NAG:03 2:B:8:NAG:0O7 0.53 2.27 20 1
1:A:63:LYS:HA 1:A:83:HIS:CD2 0.53 2.39 10 3
1:A:11:THR:C 1:A:82:CYS:SG 0.53 2.87 11 2
1:A:25:ILE:HA 1:A:78:ASN:OD1 0.53 2.04 12 10
1:A:65:TYR:CD2 1:A:77:GLU:CG 0.53 2.91 22 2
1:A:12:LEU:HD11 1:A:79:HIS:O 0.53 2.04 11 1
1:A:17:PHE:CE2 | 1:A:71:MET:HG3 0.53 2.39 25 2
1:A:62:ALA:CA 1:A:81:ALA:O 0.52 2.57 16 8
1:A:12:LEU:HD23 1:A:26:LEU:CG 0.52 2.34 16 4
1:A:18:PHE:O 1:A:20:GLN:HG3 0.52 2.04 13 5
1:A:67:ARG:HG3 1:A:77:GLU:HA 0.52 1.82 19 2
1:A:29:MET:SD 1:A:29:-MET:O 0.52 2.67 18 1
1:A:64:SER:O 1:A:80: THR:OG1 0.52 2.27 20 2
1:A:15:ASN:C 1:A:17:PHE:H 0.52 2.08 12 3
1:A:14:GLU:HG3 1:A:24:PRO:O 0.52 2.04 21 14
1:A:65:TYR:HB3 1:A:77:GLU:O 0.52 2.05 14 9
1:A:13:GLN:CD 1:A:29:MET:CB 0.52 2.78 26 2
1:A:61:VAL:O 1:A:61:VAL:HG23 0.52 2.04 24 1
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Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total

1:A:71:MET:SD 1:A:74.PHE:CE2 0.52 3.03 10 2
2:B:5:NAG:06 2:B:6:GAL:C1 0.52 2.58 13 1
1:A:15:ASN:O 1:A:19:SER:HB3 0.52 2.05 26 2
1:A:76:VAL:HG23 1:A:78:ASN:H 0.52 1.64 6 15
1:A:13:GLN:OE1 1:A:29:MET:CB 0.52 2.58 2 1
1:A:28:CYS:N 1:A:79:HIS:HD1 0.52 2.02 8 3
1:A:71:MET:CG 1:A:74.PHE:CD2 0.52 2.93 11 1
2:B:8:NAG:C6 2:B:9:GAL:0O5 0.52 2.58 13 1
1:A:77:GLU:HB3 1:A:79:HIS:CD2 0.52 2.40 22 4
1:A:14:GLU:CD 1:A:24:PRO:HG2 0.52 2.26 16 1
1:A:13:GLN:HG2 | 1:A:29:MET:HB2 0.51 1.82 5 5
1:A:24:PRO:O 1:A:26:LEU:HD23 0.51 2.05 18 8
1:A:69: THR:OG1 1:A:75:LYS:CD 0.51 2.58 11 2
1:A:63:LYS:HD2 1:A:83:HIS:HB3 0.51 1.82 20 2
1:A:63:LYS:CG 1:A:82:CYS:N 0.51 2.73 23 3
1:A:18:PHE:CE2 1:A:76:VAL:CG1 0.51 2.93 7 3
1:A:62:ALA:CB 1:A:79:HIS:CG 0.51 2.91 22 3
1:A:15:ASN:HB2 1:A:25:ILE:C 0.51 2.26 24 6
1:A:77:GLU:O 1:A:79:HIS:CD2 0.51 2.58 12 1
1:A:25:ILE:HG21 1:A:76:VAL:CG2 0.51 2.29 14 3
1:A:62:ALA:HB2 1:A:79:HIS:CE1 0.51 2.40 16 1
2:B:3:BMA:H?2 2:B:4:MAN:C5 0.51 2.35 12 1
1:A:14.GLU:HG2 1:A:24:PRO:HG2 0.51 1.83 9 1
1:A:23:ALA:HB2 2:B:1:NAG:H83 0.51 1.78 9 1
2:B:5:NAG:H3 2:B:6:GAL:O5 0.51 2.05 15 1
1:A:15:ASN:OD1 1:A:17:PHE:N 0.51 2.40 26 1
1:A:70:VAL:O 1:A:71:MET:O 0.51 2.28 9 7
1:A:13:GLN:HG2 1:A:29:MET:CB 0.51 2.36 25 2
1:A:20:GLN:OE1 1:A:21:PRO:N 0.51 2.44 8 1
1:A:14:GLU:CG 1:A:24:PRO:HG2 0.51 2.35 9 2
1:A:63:LYS:HG3 1:A:82:CYS:N 0.51 2.20 20 1
1:A:61:VAL:O 1:A:61:VAL:CG2 0.51 2.53 25 2
1:A:12:LEU:CD2 1:A:26:LEU:CB 0.51 2.86 11 1
1:A:19:SER:OG 1:A:19:SER:O 0.51 2.26 10 3
2:B:5:NAG:C3 2:B:6:GAL:02 0.51 2.56 13 3
1:A:12:.LEU:HD21 | 1:A:26:LEU:CD1 0.51 2.23 11 2
2:B:8:NAG:O7 2:B:8:NAG:03 0.51 2.28 18 2
1:A:13:GLN:CG 1:A:29:MET:CA 0.50 2.89 5 3
1:A:63:LYS:HG2 1:A:82:CYS:CA 0.50 2.36 23 3
1:A:67:ARG:CG 1:A:77:GLU:HA 0.50 2.36 3 8
1:A:18:PHE:CB 1:A:25:ILE:HG13 0.50 2.36 18 5
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Atom-1 Atom-2 Clash(A) | Distance(A) Wolz/:i(:)d?llztal
1:A:13:GLN:CG 1:A:29:MET:HB3 0.50 2.37 8 2
1:A:17:PHE:HB3 1:A:18:PHE:CD1 0.50 2.42 14 1
1:A:70:VAL:CG2 1:A:74:PHE:CB 0.50 2.86 25 3
1:A:63:LYS:CA 1:A:81:ALA:O 0.50 2.60 1 1

2:B:2:NAG:O7 2:B:2:NAG:03 0.50 2.27 12 2
1:A:14:GLU:CD 1:A:26:LEU:CD2 0.50 2.80 9 1
1:A:65:TYR:CA 1:A:77:GLU:O 0.50 2.60 6 12
1:A:17:PHE:CD1 1:A:70:VAL:HB 0.50 2.42 10 1
1:A:63:LYS:HE2 1:A:83:HIS:CG 0.50 2.42 13 1
1:A:64:SER:OG 1:A:81:ALA:CB 0.50 2.59 23 1
1:A:14:GLU:HG2 1:A:24:PRO:O 0.50 2.07 16 1
1:A:64:SER:OG 1:A:80:THR:OG1 0.50 2.26 23 2
1:A:13:GLN:NE2 1:A:29:-MET:HB3 0.50 2.22 26 1
1:A:63:LYS:HB3 1:A:81:ALA:O 0.49 2.06 1 1
1:A:73:GLY:O 1:A:74:PHE:O 0.49 2.30 6 4
1:A:13:GLN:HG3 | 1:A:29:MET:HB2 0.49 1.84 11 3
1:A:12:LEU:CG 1:A:79:HIS:HB2 0.49 2.37 12 8
1:A:63:LYS:CD 1:A:83:HIS:HB3 0.49 2.36 23 3
1:A:26:LEU:O 1:A:27:GLN:CB 0.49 2.61 2 19
1:A:28:CYS:CB 1:A:79:HIS:HD1 0.49 2.21 8 2
1:A:61:VAL:CG1 1:A:61:VAL:O 0.49 2.60 15 1
2:B:8:NAG:ChH 2:B:9:GAL:0O5 0.49 2.61 17 1
1:A:66:ASN:HB2 1:A:78:ASN:OD1 0.49 2.08 21 2
2:B:3:BMA:H4 2:B:7:MAN:O5 0.49 2.08 20 1
1:A:66:ASN:OD1 2:B:1:NAG:O7 0.49 2.30 1 1
1:A:71:MET:HG3 | 1:A:74:PHE:CE2 0.49 2.43 24 1
1:A:18:PHE:CD2 | 1:A:68:VAL:HG21 0.49 2.43 10 1
1:A:11:THR:O 1:A:13:GLN:HG2 0.49 2.07 15 1
1:A:15:ASN:N 1:A:24:PRO:O 0.49 2.46 16 2
1:A:17:PHE:CE1 1:A:71:MET:CE 0.49 2.95 17 1
2:B:8:NAG:H3 2:B:9:GAL:O5 0.49 2.06 6 2
1:A:83:HIS:CG 1:A:83:HIS:O 0.49 2.65 19 3
1:A:65:TYR:CB 1:A:77:GLU:HG3 0.49 2.38 25 6
2:B:7:MAN:H62 2:B:8:NAG:H82 0.48 1.84 8 1
1:A:13:GLN:NE2 1:A:29:MET:SD 0.48 2.86 23 1
1:A:62:ALA:CB 1:A:79:HIS:CD2 0.48 2.95 1 2
1:A:19:SER:HB2 1:A:24:PRO:HA 0.48 1.85 16 1
1:A:71:MET:CE 1:A:74:PHE:CZ 0.48 2.96 16 1
1:A:14:GLU:HG2 1:A:24:PRO:CB 0.48 2.38 9 2
1:A:75:LYS:O 1:A:77:GLU:OE2 0.48 2.32 12 1
1:A:71:MET:CE 1:A:74:PHE:CE1 0.48 2.97 16 1
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. Models
Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total
1:A:62:ALA:C 1:A:81:ALA:O 0.48 2.52 16 1
2:B:4:MAN:C1 2:B:5:NAG:O7 0.48 2.62 25 1
1:A:67:ARG:HA 1:A:77:GLU:CA 0.48 2.39 12 11
1:A:15:ASN:ND2 1:A:17:PHE:CE2 0.48 2.82 24 3
1:A:82:CYS:0O 1:A:83:HIS:CD2 0.48 2.66 24 1
1:A:70:VAL:HG23 | 1:A:71:MET:CG 0.48 2.37 10 2
1:A:17:PHE:HB2 1:A:71:MET:CE 0.48 2.39 15 1
1:A:18:PHE:HD2 | 1:A:70:VAL:HG13 0.48 1.55 4 1
1:A:71:MET:HE2 1:A:74:.PHE:CE1 0.48 2.44 16 1
1:A:11:THR:CG2 | 1:A:29:MET:HE3 0.48 2.38 23 1
1:A:14:GLU:HG3 | 1:A:24:PRO:HB2 0.48 1.84 3 3
1:A:14:GLU:OE2 1:A:19:SER:OG 0.48 2.32 19 1
1:A:14:GLU:OE2 | 1:A:24:PRO:HB3 0.48 2.09 26 1
1:A:67:ARG:HG3 1:A:77:GLU:OE1 0.47 2.08 10 1
1:A:67:ARG:NE 1:A:77:GLU:OE2 0.47 2.47 19 1
1:A:11:THR:HA 1:A:28:CYS:SG 0.47 2.49 3 2
1:A:64:SER:HB2 1:A:81:ALA:HB3 0.47 1.85 10 1
1:A:71:MET:O 1:A:74:PHE:N 0.47 2.43 6 2
2:B:8:NAG:C4 2:B:9:GAL:02 0.47 2.58 21 2
1:A:13:GLN:NE2 | 1:A:29:MET:HG2 0.47 2.24 26 1
2:B:5:NAG:C6 2:B:6:GAL:O5 0.47 2.62 8 1
1:A:24:PRO:C 1:A:25:1LE:O 0.47 2.53 9 4
1:A:13:GLN:OE1 1:A:29:MET:SD 0.47 2.73 13 2
1:A:61:VAL:HG23 1:A:83:HIS:CD2 0.47 2.45 20 1
1:A:20:GLN:HB3 1:A:21:PRO:HD2 0.47 1.86 10 3
1:A:12:.LEU:HG 1:A:28:CYS:SG 0.47 2.49 16 2
1:A:13:GLN:HG3 1:A:29:MET:O 0.47 2.09 15 1
1:A:66:ASN:CB 1:A:78:ASN:CG 0.47 2.83 21 2
2:B:5:NAG:ChH 2:B:6:GAL:O5 0.47 2.61 19 1
1:A:19:SER:CB 1:A:24:PRO:HA 0.47 2.39 9 2
1:A:68:VAL:CG1 1:A:68:VAL:O 0.47 2.56 12 1
1:A:15:ASN:ND2 1:A:17:PHE:CD2 0.47 2.82 26 1
1:A:15:ASN:O 1:A:19:SER:CB 0.47 2.63 4 1
1:A:15:ASN:CB 1:A:25:ILE:CB 0.47 2.93 18 6
1:A:77.GLU:HB2 1:A:79:HIS:CD2 0.47 2.44 8 3
1:A:14.GLU:HG2 1:A:24:PRO:CG 0.47 2.40 9 1
1:A:66:ASN:C 1:A:78:ASN:CB 0.47 2.80 11 2
1:A:25:ILE:HG22 | 1:A:76:VAL:HG11 0.47 1.83 19 7
1:A:28:CYS:SG 1:A:79:HIS:CB 0.47 2.98 18 1
1:A:18:PHE:CE2 1:A:68:VAL:O 0.47 2.68 13 3
1:A:28:CYS:N 1:A:79:HIS:ND1 0.47 2.62 19 6
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Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total

1:A:25:ILE:HD11 1:A:68:VAL:CB 0.47 2.40 12 1
1:A:13:GLN:CD 1:A:29:MET:HB2 0.46 2.30 2 1
1:A:20:GLN:HB2 1:A:21:PRO:CD 0.46 2.39 3 2
1:A:65:TYR:HB2 1:A:77:GLU:CA 0.46 2.40 12 7
1:A:79:HIS:N 1:A:79:HIS:CD2 0.46 2.82 10 5
1:A:27:GLN:HG3 1:A:27:GLN:O 0.46 2.10 17 4
1:A:15:ASN:OD1 1:A:17:PHE:HB3 0.46 2.11 5 7
1:A:14:GLU:CA 1:A:25:1LE:O 0.46 2.60 9 2
1:A:21:PRO:HA 2:B:9:GAL:02 0.46 2.09 9 1
1:A:17:PHE:CD2 | 1:A:70:VAL:HG21 0.46 2.45 4 1
1:A:77:GLU:HG3 1:A:79:HIS:HE2 0.46 1.69 21 1
2:B:8:NAG:H62 2:B:9:GAL:O5 0.46 2.10 13 1
1:A:13:GLN:CD 1:A:29:MET:O 0.46 2.54 15 1
1:A:63:LYS:HD3 1:A:83:HIS:CB 0.46 2.39 23 1
1:A:70:VAL:HG22 | 1:A:74:PHE:HB3 0.46 1.87 25 1
1:A:64:SER:O 1:A:80:THR:HG23 0.46 2.11 1 2
1:A:14:GLU:CG 1:A:24:PRO:HB2 0.46 2.40 23 8
1:A:68:VAL:CG1 1:A:78:ASN:HB2 0.46 2.39 15 3
1:A:27:GLN:CD 1:A:27:GLN:O 0.46 2.54 13 1
1:A:66:ASN:N 1:A:78:ASN:O 0.46 2.48 21 4
1:A:12:LEU:HD12 1:A:28:CYS:HA 0.46 1.87 25 1
1:A:20:GLN:HG3 1:A:21:PRO:CD 0.46 2.41 4 1
1:A:67:ARG:CB 1:A:77:GLU:HA 0.46 2.40 2 15
1:A:14:GLU:CD 1:A:24:PRO:CG 0.46 2.84 16 1
1:A:20:GLN:O 1:A:23:ALA:N 0.46 2.41 6 2
1:A:27:GLN:O 1:A:27:GLN:HG3 0.46 2.10 15 1
1:A:13:GLN:NE2 1:A:29:MET:CB 0.46 2.78 26 1
1:A:64:SER:O 1:A:80:THR:CB 0.45 2.65 20 2
1:A:70:VAL:HG12 1:A:71:MET:H 0.45 1.71 5 4
2:B:3:BMA:H2 2:B:4:MAN:O5 0.45 2.11 19 2
1:A:14:GLU:CD 1:A:26:LEU:HD23 0.45 2.32 9 1
1:A:65:TYR:CB 1:A:77:GLU:HB3 0.45 2.41 18 1
1:A:27:GLN:O 1:A:27:GLN:CD 0.45 2.55 25 1
1:A:26:LEU:HD12 1:A:79:HIS:CA 0.45 2.38 2 2
1:A:71:MET:HB2 1:A:74:.PHE:CE1 0.45 2.47 13 3
1:A:76:VAL:HG23 1:A:78:ASN:N 0.45 2.27 15 9
1:A:75:LYS:HD3 1:A:75:LYS:N 0.45 2.26 8 1
1:A:25:1LE:HD12 1:A:68:VAL:CB 0.45 2.40 12 1
1:A:13:GLN:NE2 1:A:29:MET:O 0.45 2.49 16 1
1:A:15:ASN:OD1 1:A:18:PHE:N 0.45 2.42 26 1
1:A:66:ASN:N 1:A:78:ASN:HB3 0.45 2.25 18 4

Continued on next page...




Page 34

Full wwPDB NMR Structure Validation Report

Continued from previous page...

. Models

Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total
1:A:69:THR:OG1 1:A:75:LYS:HD2 0.45 2.12 24 2
1:A:28:CYS:SG 1:A:79:HIS:ND1 0.45 2.89 22 1
1:A:16:PRO:CD 1:A:17:PHE:CE1 0.45 2.98 26 1
1:A:67:ARG:HA 1:A:77:GLU:HA 0.45 1.89 10 3
2:B:1:NAG:C6 2:B:2:NAG:C1 0.45 2.95 17 4
1:A:11:THR:CA 1:A:28:CYS:SG 0.45 3.05 3 2
1:A:71:MET:O 1:A:73:GLY:N 0.45 2.50 25 3
1:A:15:ASN:OD1 1:A:18:PHE:CD1 0.45 2.70 11 1
1:A:25:ILE:HD12 1:A:68:VAL:HB 0.45 1.89 12 1
1:A:12:LEU:HD21 1:A:79:HIS:HB2 0.45 1.86 14 1
2:B:5:NAG:H61 2:B:6:GAL:02 0.45 2.12 21 1
1:A:78:ASN:O 1:A:79:HIS:C 0.45 2.56 17 4
1:A:11:THR:O 1:A:28:CYS:HB3 0.45 2.11 11 2
1:A:71:MET:HG3 | 1:A:74:PHE:CD1 0.44 2.46 3 1
1:A:11:THR:C 1:A:28:CYS:HA 0.44 2.33 17 3
1:A:15:ASN:HB2 1:A:26:LEU:N 0.44 2.27 26 2
1:A:18:PHE:HD?2 1:A:25:1LE:CG2 0.44 2.24 7 5
2:B:3:BMA:C2 2:B:4:MAN:H5 0.44 2.43 12 1
1:A:26:LEU:O 1:A:76:VAL:HG12 0.44 2.12 1 2
1:A:71:MET:SD 1:A:74:PHE:CE1 0.44 3.10 10 1
1:A:65:TYR:HB2 1:A:77:GLU:CB 0.44 2.42 23 5
1:A:14:GLU:O 1:A:16:PRO:CD 0.44 2.65 11 4
1:A:11:THR:HG23 | 1:A:29:MET:CE 0.44 2.42 23 1
2:B:3:BMA:04 2:B:4:MAN:H3 0.44 2.13 20 1
1:A:13:GLN:HG3 | 1:A:29:MET:HB3 0.44 1.88 9 2
1:A:61:VAL:O 1:A:83:HIS:NE2 0.44 2.51 20 3
1:A:15:ASN:N 1:A:26:LEU:HA 0.44 2.27 26 1
1:A:18:PHE:CG 1:A:25ILE:HG12 0.44 2.47 15 1
1:A:13:GLN:CD 1:A:29:-MET:HB3 0.44 2.33 8 1
1:A:79:HIS:CD2 1:A:79:HIS:N 0.44 2.84 22 3
1:A:69:THR:HG23 1:A:74:PHE:O 0.43 2.13 10 1
1:A:24:PRO:O 1:A:25:ILE:C 0.43 2.57 16 1
2:B:2:NAG:06 2:B:3:BMA:C1 0.43 2.65 4 1
2:B:3:BMA:C4 2:B:7:MAN:C1 0.43 2.95 16 1
1:A:66:ASN:O 1:A:66:ASN:CG 0.43 2.57 13 1
2:B:3:BMA:C5 2:B:7:MAN:H5 0.43 2.43 12 1
1:A:15:ASN:O 1:A:19:SER:HB2 0.43 2.13 9 2
1:A:67:ARG:CG 1:A:77:GLU:OE1 0.43 2.67 10 1
1:A:11:THR:C 1:A:28:CYS:SG 0.43 2.96 19 2
1:A:77:GLU:C 1:A:79:HIS:N 0.43 2.71 19 3
1:A:13:GLN:NE2 1:A:29:MET:CG 0.43 2.81 26 1
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Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total
1:A:16:PRO:HG2 1:A:17:PHE:CE1 0.43 2.48 26 1
1:A:63:LYS:HD3 1:A:82:CYS:C 0.43 2.33 26 1
1:A:66:ASN:HB3 1:A:78:ASN:O 0.43 2.14 1 1
2:B:5:NAG:03 2:B:6:GAL:H2 0.43 2.14 3 1
1:A:68:VAL:HG23 | 1:A:70:VAL:CG2 0.43 2.44 19 1
1:A:20:GLN:HG3 1:A:21:PRO:N 0.43 2.29 4 1
1:A:63:LYS:HB3 1:A:81:ALA:HB1 0.43 1.89 17 2
1:A:71:MET:N 1:A:71:MET:SD 0.43 2.92 11 1
1:A:17:PHE:HD2 | 1:A:70:VAL:HG21 0.43 1.73 4 1
1:A:65:TYR:HB2 | 1:A:77:GLU:HG3 0.42 1.91 25 1
1:A:70:VAL:HG23 | 1:A:74:PHE:HB3 0.42 1.92 2 1
1:A:14:GLU:HA 1:A:26:LEU:HD23 0.42 1.90 9 1
1:A:64:SER:N 1:A:81:ALA:HB3 0.42 2.29 10 2
1:A:66:ASN:O 1:A:68:VAL:HG12 0.42 2.14 10 1
1:A:66:ASN:OD1 1:A:78:ASN:ND2 0.42 2.51 13 1
1:A:27:GLN:NE2 1:A:28:CYS:0O 0.42 2.53 13 1
1:A:18:PHE:CB 1:A:70:VAL:HG21 0.42 2.41 7 1
2:B:4:MAN:O3 2:B:8:NAG:H5 0.42 2.14 26 1
1:A:18:PHE:CZ 1:A:74:PHE:CB 0.42 3.02 12 1
1:A:68:VAL:HG12 | 1:A:70:VAL:HG22 0.42 1.89 12 1
1:A:77:.GLU:CD 1:A:79:HIS:NE2 0.42 2.73 16 1
1:A:15:ASN:C 1:A:17:PHE:N 0.42 2.73 19 1
1:A:65:TYR:HA 1:A:77:GLU:O 0.42 2.15 11 1
1:A:67:ARG:HG3 1:A:77:GLU:CA 0.42 2.44 19 1
1:A:15:ASN:HD22 | 1:A:18:PHE:HB2 0.42 1.75 4 1
1:A:18:PHE:HD1 | 1:A:70:VAL:HG11 0.42 1.70 3 2
1:A:18:PHE:HE2 1:A:76:VAL:CG1 0.42 2.26 7 1
1:A:61:VAL:CG1 1:A:83:HIS:CE1 0.42 3.02 25 1
1:A:27:GLN:O 1:A:27:GLN:OE1 0.42 2.37 1 1
1:A:71:MET:C 1:A:73:GLY:N 0.42 2.73 6 1
1:A:28:CYS:O 1:A:29:MET:O 0.42 2.38 19 1
1:A:66:ASN:HB2 | 1:A:80:THR:HG22 0.41 1.90 11 1
1:A:18:PHE:CE2 | 1:A:70:VAL:HG23 0.41 2.49 14 2
1:A:68:VAL:O 1:A:70:VAL:HG23 0.41 2.15 12 1
1:A:26:LEU:HD11 1:A:78:ASN:CG 0.41 2.36 18 1
1:A:12:LEU:HD22 | 1:A:26:LEU:HD22 0.41 1.90 19 1
1:A:13:GLN:HG2 1:A:29:MET:CA 0.41 2.46 23 1
1:A:73:GLY:O 1:A:75:LYS:HD2 0.41 2.15 21 1
1:A:18:PHE:O 1:A:19:SER:C 0.41 2.59 8 2
1:A:18:PHE:HB2 1:A:25:ILE:CB 0.41 2.45 12 2
1:A:15:ASN:ND2 | 1:A:70:VAL:HG21 0.41 2.30 15 1

Continued on next page...
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. Models

Atom-1 Atom-2 Clash(A) | Distance(A) Worst | Total
1:A:63:LYS:HD3 1:A:83:HIS:N 0.41 2.29 23 1
1:A:67:ARG:NH1 1:A:77:GLU:OE2 0.41 2.54 25 1
1:A:13:GLN:O 1:A:13:GLN:HG3 0.41 2.14 26 1
1:A:13:GLN:OE1 | 1:A:29:MET:HG2 0.41 2.15 3 1
1:A:18:PHE:CG 1:A:70:VAL:CG2 0.41 2.80 7 1
1:A:28:CYS:H 1:A:79:HIS:HD1 0.41 1.56 7 2
1:A:18:PHE:O 1:A:20:GLN:HG2 0.41 2.13 18 2
1:A:15:ASN:HD22 | 1:A:70:VAL:HG11 0.41 1.71 20 1
1:A:17:PHE:C 1:A:17:PHE:CD1 0.41 2.94 1 2
1:A:69:THR:HG23 | 1:A:73:GLY:HA2 0.41 1.92 7 1
1:A:62:ALA:HA 1:A:82:CYS:HA 0.41 1.91 16 3
1:A:14:GLU:CG 1:A:24:PRO:O 0.41 2.68 21 1
1:A:17:PHE:CZ 1:A:71:MET:CG 0.41 3.03 25 1
1:A:18:PHE:HD2 1:A:25:1LE:CG1 0.41 2.27 25 1
2:B:5:NAG:C4 2:B:6:GAL:02 0.41 2.69 21 1
1:A:18:PHE:O 1:A:18:PHE:CD1 0.41 2.73 26 1
2:B:3:BMA:H2 2:B:4:MAN:H5 0.41 1.92 12 1
1:A:63:LYS:NZ 1:A:81:ALA:HBI1 0.41 2.31 25 1
2:B:1:NAG:H61 2:B:2:NAG:N2 0.41 2.31 23 1
1:A:66:ASN:HB3 1:A:78:ASN:ND2 0.41 2.27 25 1
1:A:20:GLN:OE1 1:A:21:PRO:CD 0.40 2.70 8 1
1:A:17:PHE:HB?2 1:A:71:MET:HE1 0.40 1.93 15 1
2:B:8:NAG:C3 2:B:9:GAL:H2 0.40 2.39 1 1
1:A:26:LEU:CG 1:A:78:ASN:OD1 0.40 2.67 13 1
1:A:20:GLN:HB2 1:A:21:PRO:HD2 0.40 1.93 16 1
1:A:17:PHE:CD2 1:A:18:PHE:HE1 0.40 2.34 12 1
1:A:18:PHE:HD2 1:A:70:VAL:CG1 0.40 2.28 13 1
1:A:14:GLU:HG2 1:A:25:1LE:O 0.40 2.16 23 1
1:A:83:HIS:CD2 1:A:83:HIS:H 0.40 2.34 25 1
1:A:63:LYS:HB3 1:A:81:ALA:HB3 0.40 1.92 5 1
2:B:8:NAG:C5H 2:B:9:GAL:C2 0.40 2.93 6 1
1:A:13:GLN:CG 1:A:29:MET:CB 0.40 3.00 7 1
1:A:66:ASN:HB2 1:A:78:ASN:O 0.40 2.17 9 1
1:A:12:LEU:HD23 | 1:A:26:LEU:HD22 0.40 1.94 19 1
2:B:1:NAG:04 2:B:2:NAG:C7 0.40 2.69 4 1
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6.3 Torsion angles (i)

6.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all NMR
entries. The Analysed column shows the number of residues for which the backbone conformation
was analysed and the total number of residues.

Percentiles

Mol | Chain Analysed Favoured Allowed Outliers
1 A 42/92 (46%) 16+2 (38+4%) | 1342 (30+£5%) | 13£1 (31+3%)
All All 1092/2392 (46%) 420 (38%) 329 (30%) 343 (31%)

All 21 unique Ramachandran outliers are listed below. They are sorted by the frequency of
occurrence in the ensemble.

Mol | Chain | Res | Type | Models (Total)
1 A 77 | GLU 26
1 A 14 | GLU 26
1 A 62 | ALA 26
1 A 78 | ASN 26
1 A 27 | GLN 26
1 A 67 | ARG 26
1 A 25 ILE 26
1 A 28 CYS 24
1 A 24 | PRO 24
1 A 69 | THR 22
1 A 19 SER 19
1 A 21 | PRO 18
1 A 71 | MET 16
1 A 61 VAL 10
1 A 74 | PHE 8
1 A 11 | THR 7
1 A 79 | HIS 5
1 A 29 | MET 4
1 A 83 HIS 2
1 A 72 GLY 1
1 A 73 GLY 1

6.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all NMR
entries. The Analysed column shows the number of residues for which the sidechain conformation

WO RLDWIDE
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was analysed and the total number of residues.

Percentiles

Mol | Chain Analysed Rotameric Outliers
1 A 36/83 (43%) 2442 (66+6%) | 1242 (34+£6%)
All All 936,/2158 (43%) 616 (66%) 320 (34%)

All 27 unique residues with a non-rotameric sidechain are listed below. They are sorted by the
frequency of occurrence in the ensemble.

Mol | Chain | Res | Type | Models (Total)
1 A 77 | GLU 26
1 A 26 | LEU 26
1 A 66 ASN 22
1 A 70 VAL 22
1 A 67 | ARG 18
1 A 83 HIS 17
1 A 18 | PHE 15
1 A 65 | TYR 14
1 A 15 ASN 14
1 A 11 | THR 13
1 A 19 SER 13
1 A 1) LYS 13
1 A 20 | GLN 12
1 A 28 CYS 12
1 A 29 | MET 12
1 A 71 | MET 11
1 A 82 CYS 11
1 A 17 | PHE 10
1 A 27 | GLN 9
1 A 63 LYS 6
1 A 61 | VAL 5t
1 A 12 | LEU 5
1 A 80 | THR 4
1 A 14 | GLU 4
1 A 64 | SER 3
1 A 13 | GLN 2
1 A 74 | PHE 1

6.3.3 RNA (D

There are no RNA molecules in this entry.
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6.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

6.5 Carbohydrates (i)

9 monosaccharides are modelled in this entry.

In the following table, the Counts columns list the number of bonds for which Mogul statistics
could be retrieved, the number of bonds that are observed in the model and the number of bonds
that are defined in the chemical component dictionary. The Link column lists molecule types,
if any, to which the group is linked. The Z score for a bond length is the number of standard
deviations the observed value is removed from the expected value. A bond length with |Z] > 2 is
considered an outlier worth inspection. RMSZ is the average root-mean-square of all Z scores of
the bond lengths.

Mol | Type | Chain | Res | Link Counts Bcl)DLrll\(zleengths 4759
2 NAG B 1 1,2 | 14,14,15 | 0.36+0.00 | 04+0 (0+£0%)
2 NAG B 2 2 14,14,15 | 0.40£0.00 | 0+0 (0£0%)
2 BMA B 3 2 11,11,12 | 0.33+0.00 | 0+0 (0+0%)
2 MAN B 4 2 11,11,12 | 0.2940.00 | 0+0 (0+0%)
2 NAG B 5 2 14,14,15 | 0.45+0.00 | 0+0 (0£0%)
2 GAL B 6 2 11,11,12 | 0.26+0.00 | 0+0 (0£0%)
2 MAN B 7 2 11,11,12 | 0.25+0.00 | 0+0 (0£0%)
2 NAG B 8 2 14,14,15 | 0.48+0.00 | 0+0 (0£0%)
2 GAL B 9 2 11,11,12 | 0.24£0.00 | 0+0 (0£0%)

In the following table, the Counts columns list the number of angles for which Mogul statistics
could be retrieved, the number of angles that are observed in the model and the number of angles
that are defined in the chemical component dictionary. The Link column lists molecule types,
if any, to which the group is linked. The Z score for a bond angle is the number of standard
deviations the observed value is removed from the expected value. A bond angle with |Z| > 2 is
considered an outlier worth inspection. RMSZ is the average root-mean-square of all Z scores of
the bond angles.

Mol | Type | Chain | Res | Link | . Blg‘h‘ddsgngles 4752

9 | NAG | B T | 1,2 | 17,1921 | 0.66=£0.00 | 0£0 (0£0%)
2 | NAG | B 2 2 | 17,19,21 | 0.71£0.00 | 00 (0£0%)
2 | BMA | B 3 2 | 15,15,17 | 0.41£0.00 | 00 (0£0%)
2 | MAN| B 4 | 2 | 151517 | 0.5620.00 | 0=0 (0£0%)
9 | NAG | B 5 9 | 17,19,21 | 0.68=£0.00 | 0£0 (0£0%)
9 | GAL | B 6 2 | 15,15,17 | 0.36=£0.00 | 0£0 (0£0%)
9 | MAN | B 7 | 2 | 15,1517 | 0.58£0.00 | 00 (0£0%)
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. . Bond angles
Mol | Type | Chain | Res | Link Counts RMSZ 1752
2 NAG B 8 2 17,19,21 | 0.80£0.00 | 0+0 (0£0%)
2 GAL B 9 2 15,15,17 | 0.36+0.00 | 0+0 (0+0%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-” means
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 NAG B 1 1,2 - 0+0,6,23,26 | 0+0,1,1,1
2 NAG B 2 2 - 0+0,6,23,26 | 0+0,1,1,1
2 BMA B 3 2 - 0+0,2,19,22 | 0+0,1,1,1
2 MAN B 4 2 - 0+0,2,19,22 | 0+0,1,1,1
2 NAG B 5 2 - 0+0,6,23,26 | 0+0,1,1,1
2 GAL B 6 2 - 0+0,2,19,22 | 0£0,1,1,1
2 MAN B 7 2 - 0+0,2,19,22 | 0£0,1,1,1
2 NAG B 8 2 - 0+0,6,23,26 | 0+0,1,1,1
2 GAL B 9 2 - 0+0,2,19,22 | 0+0,1,1,1

There are no bond-length outliers.
There are no bond-angle outliers.

All unique chiral outliers are listed below. They are sorted by the frequency of occurrence in the
ensemble.

Mol | Chain | Res | Type | Atoms | Models (Total)
2 B 2 NAG C1 1
2 B 5) NAG C1 1

There are no torsion outliers.
There are no ring outliers.

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for oligosaccharide.
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Oligosaccharide Chain B

Bond lengths

Bond angles
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Torsions Rings
6.6 Ligand geometry (i)
There are no ligands in this entry.
6.7 Other polymers (i)
There are no such molecules in this entry.
6.8 Polymer linkage issues (i)
There are no chain breaks in this entry.
WORPBIE
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7 Chemical shift validation (i)

No chemical shift data were provided
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