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Crystal structure of the Neuroligin-1/Neurexin-1beta synaptic adhesion
complex

Arac, D.; Boucard, A.A.; Ozkan, E.; Strop, P.; Newell, E.; Sudhof, T.C.;
Brunger, A.T.

2007-12-01

3.50 A(reported)

This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) :  trunk26865
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.50 A.

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
Rfree NN 0 I 0.277
Clashscore I I . 01
Ramachandran outliers | I 4.4%
Sidechain outliers I I I 5.1%
RSRZ outliers NN I 5.4%
Worse Better

0 Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R ree 01344 1051 (3.60-3.40)
Clashscore 102246 1157 (3.60-3.40)
Ramachandran outliers 100387 1120 (3.60-3.40)
Sidechain outliers 100360 1121 (3.60-3.40)
RSRZ outliers 91569 1058 (3.60-3.40)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A
grey segment 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%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain

1 A 574 55% 34% . 7%

1 B 574 55% 34% . 7%
o/O

1 C 574 . 54% 35% . 7%
0%

1 D 574 55% 34% . 7%

2 E 243 41% 28% . 27%

Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
2 F 243 40% 28% 5% 27%
O/O
2 G 243 B 42% 27% . 27%
35%
.=
2 H 243 40% 28% 5% 27%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 NAG D 702 - - - X
4 NAG E 306 - - X -
4 NAG F 306 - - X -
4 NAG G 306 - - X -




Page 4

wwPDB X-ray Structure Validation Summary Report

3BIW

2  Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 22438 atoms, of which 0

are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2

atoms.

e Molecule 1 is a protein called Neuroligin-1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 533 Z(l);aél 26090 61§7 7(;3 1S6 0 0 0
1 B 533 Z(l);aél 26090 61§7 7(;3 1S6 0 0 0
1 ¢ 533 Z(l);aél 26090 61§7 7(;3 1S6 0 0 0
1 b 533 Z(l);aél 26090 61§7 723 1S6 0 0 0

There are 36 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 43 ALA - EXPRESSION TAG | UNP Q62765
A 44 ASP - EXPRESSION TAG | UNP Q62765
A 45 PRO - EXPRESSION TAG | UNP Q62765
A 639 HIS - EXPRESSION TAG | UNP Q62765
A 640 HIS - EXPRESSION TAG | UNP Q62765
A 641 HIS - EXPRESSION TAG | UNP Q62765
A 642 HIS - EXPRESSION TAG | UNP Q62765
A 643 HIS - EXPRESSION TAG | UNP Q62765
A 644 HIS - EXPRESSION TAG | UNP Q62765
B 43 ALA - EXPRESSION TAG | UNP Q62765
B 44 ASP - EXPRESSION TAG | UNP Q62765
B 45 PRO - EXPRESSION TAG | UNP Q62765
B 639 HIS - EXPRESSION TAG | UNP Q62765
B 640 HIS - EXPRESSION TAG | UNP Q62765
B 641 HIS - EXPRESSION TAG | UNP Q62765
B 642 HIS - EXPRESSION TAG | UNP Q62765
B 643 HIS - EXPRESSION TAG | UNP Q62765
B 644 HIS - EXPRESSION TAG | UNP Q62765
C 43 ALA - EXPRESSION TAG | UNP Q62765
C 44 ASP - EXPRESSION TAG | UNP Q62765
C 45 PRO - EXPRESSION TAG | UNP Q62765

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual Comment Reference
C 639 HIS - EXPRESSION TAG | UNP Q62765
C 640 HIS - EXPRESSION TAG | UNP Q62765
C 641 HIS - EXPRESSION TAG | UNP Q62765
C 642 HIS - EXPRESSION TAG | UNP Q62765
C 643 HIS - EXPRESSION TAG | UNP Q62765
C 644 HIS - EXPRESSION TAG | UNP Q62765
D 43 ALA - EXPRESSION TAG | UNP Q62765
D 44 ASP - EXPRESSION TAG | UNP Q62765
D 45 PRO - EXPRESSION TAG | UNP Q62765
D 639 HIS - EXPRESSION TAG | UNP Q62765
D 640 HIS - EXPRESSION TAG | UNP Q62765
D 641 HIS - EXPRESSION TAG | UNP Q62765
D 642 HIS - EXPRESSION TAG | UNP Q62765
D 643 HIS - EXPRESSION TAG | UNP Q62765
D 644 HIS - EXPRESSION TAG | UNP Q62765
e Molecule 2 is a protein called Neurexin-1-beta.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 E 1 1359 857 243 258 1 0 0 0
Total C N O S
2 d 1 1359 857 243 258 1 0 0 0
Total C N O S
2 G 1 1359 857 243 258 1 0 0 0
Total C N O S
2 H 1 1359 857 243 258 1 0 0 0

There are 80 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
E 33 GLY - EXPRESSION TAG | UNP Q63373
E 34 SER - EXPRESSION TAG | UNP Q63373
E 35 PRO - EXPRESSION TAG | UNP Q63373
E 36 GLY - EXPRESSION TAG | UNP Q63373
E 37 ILE - EXPRESSION TAG | UNP Q63373
E 38 SER - EXPRESSION TAG | UNP Q63373
E 39 GLY - EXPRESSION TAG | UNP Q63373
E 40 GLY - EXPRESSION TAG | UNP Q63373
E 41 GLY - EXPRESSION TAG | UNP Q63373
E 42 GLY - EXPRESSION TAG | UNP Q63373
E 43 GLY - EXPRESSION TAG | UNP Q63373

Continued on next page...
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
E 44 ILE - EXPRESSION TAG | UNP Q63373
E 45 LEU - EXPRESSION TAG | UNP Q63373
E 46 GLU - EXPRESSION TAG | UNP Q63373
E 300 HIS - EXPRESSION TAG | UNP Q63373
E 301 HIS - EXPRESSION TAG | UNP Q63373
E 302 HIS - EXPRESSION TAG | UNP Q63373
E 303 HIS - EXPRESSION TAG | UNP Q63373
E 304 HIS - EXPRESSION TAG | UNP Q63373
E 305 HIS - EXPRESSION TAG | UNP Q63373
F 33 GLY - EXPRESSION TAG | UNP Q63373
F 34 SER - EXPRESSION TAG | UNP Q63373
F 35 PRO - EXPRESSION TAG | UNP Q63373
F 36 GLY - EXPRESSION TAG | UNP Q63373
F 37 ILE - EXPRESSION TAG | UNP Q63373
F 38 SER - EXPRESSION TAG | UNP Q63373
F 39 GLY - EXPRESSION TAG | UNP Q63373
F 40 GLY - EXPRESSION TAG | UNP Q63373
F 41 GLY - EXPRESSION TAG | UNP Q63373
F 42 GLY - EXPRESSION TAG | UNP Q63373
F 43 GLY - EXPRESSION TAG | UNP Q63373
F 44 ILE - EXPRESSION TAG | UNP Q63373
F 45 LEU - EXPRESSION TAG | UNP Q63373
F 46 GLU - EXPRESSION TAG | UNP Q63373
F 300 HIS - EXPRESSION TAG | UNP Q63373
F 301 HIS - EXPRESSION TAG | UNP Q63373
F 302 HIS - EXPRESSION TAG | UNP Q63373
F 303 HIS - EXPRESSION TAG | UNP Q63373
F 304 HIS - EXPRESSION TAG | UNP Q63373
F 305 HIS - EXPRESSION TAG | UNP Q63373
G 33 GLY - EXPRESSION TAG | UNP Q63373
G 34 SER - EXPRESSION TAG | UNP Q63373
G 35 PRO - EXPRESSION TAG | UNP Q63373
G 36 GLY - EXPRESSION TAG | UNP Q63373
G 37 ILE - EXPRESSION TAG | UNP Q63373
G 38 SER - EXPRESSION TAG | UNP Q63373
G 39 GLY - EXPRESSION TAG | UNP Q63373
G 40 GLY - EXPRESSION TAG | UNP Q63373
G 41 GLY - EXPRESSION TAG | UNP Q63373
G 42 GLY - EXPRESSION TAG | UNP Q63373
G 43 GLY - EXPRESSION TAG | UNP Q63373
G 44 ILE - EXPRESSION TAG | UNP Q63373
G 45 LEU - EXPRESSION TAG | UNP Q63373

Continued on next page...
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Continued from previous page...

Chain | Residue | Modelled | Actual Comment Reference
G 46 GLU - EXPRESSION TAG | UNP Q63373
G 300 HIS - EXPRESSION TAG | UNP Q63373
G 301 HIS - EXPRESSION TAG | UNP Q63373
G 302 HIS - EXPRESSION TAG | UNP Q63373
G 303 HIS - EXPRESSION TAG | UNP Q63373
G 304 HIS - EXPRESSION TAG | UNP Q63373
G 305 HIS - EXPRESSION TAG | UNP Q63373
H 33 GLY - EXPRESSION TAG | UNP Q63373
H 34 SER - EXPRESSION TAG | UNP Q63373
H 35 PRO - EXPRESSION TAG | UNP Q63373
H 36 GLY - EXPRESSION TAG | UNP Q63373
H 37 ILE - EXPRESSION TAG | UNP Q63373
H 38 SER - EXPRESSION TAG | UNP Q63373
H 39 GLY - EXPRESSION TAG | UNP Q63373
H 40 GLY - EXPRESSION TAG | UNP Q63373
H 41 GLY - EXPRESSION TAG | UNP Q63373
H 42 GLY - EXPRESSION TAG | UNP Q63373
H 43 GLY - EXPRESSION TAG | UNP Q63373
H 44 ILE - EXPRESSION TAG | UNP Q63373
H 45 LEU - EXPRESSION TAG | UNP Q63373
H 46 GLU - EXPRESSION TAG | UNP Q63373
H 300 HIS - EXPRESSION TAG | UNP Q63373
H 301 HIS - EXPRESSION TAG | UNP Q63373
H 302 HIS - EXPRESSION TAG | UNP Q63373
H 303 HIS - EXPRESSION TAG | UNP Q63373
H 304 HIS - EXPRESSION TAG | UNP Q63373
H 305 HIS - EXPRESSION TAG | UNP Q63373

e Molecule 3is SUGAR (N-ACETYL-D-GLUCOSAMINE) (three-letter code: NAG) (formula:
C8H15NO6).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
3 A 1 14 S 1 5 0 0
Total C N O
3 A 1 14 S 1 5 0 0
Total C N O
3 A 1 14 S 1 5 0 0
Total C N O
3 B 1 14 S 1 5 0 0
Total C N O
3 B 1 14 S 1 5 0 0
Total C N O
3 B 1 14 S 1 5 0 0
Total C N O
3 C 1 14 s 1 5 0 0
Total C N O
3 C 1 14 s 1 5 0 0
Total C N O
3 C 1 14 S 1 5 0 0
Total C N O
3 D 1 14 s 1 5 0 0
Total C N O
3 D 1 14 s 1 5 0 0
Total C N O
3 D 1 14 s 1 5 0 0

e Molecule 4 is a polymer of unknown type called SUGAR (2-MER).
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Mol | Chain | Residues Atoms ZeroQOcc | AltConf

Total C N O

4 2 2 28 16 2 10 0 0
Total C N O

4 F 2 28 16 2 10 0 0
Total C N O

4 G 2 28 16 2 10 0 0

e Molecule 5 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca

5 G 2 5 5 0 0
Total Ca

5 F 2 5 5 0 0
Total Ca

5 E 2 5 5 0 0

gPDB
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7%

34%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

55%

wwPDB X-ray Structure Validation Summary Report

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

3 Residue-property plots (i)
e Molecule 1: Neuroligin-1

Page 10
Chain A:

[ | 62ed 9THA 918b | BT9R [ | 62€d
4143 [ | q18a LT9H 912A [ |
4 9z€s ° $TSL | or9E [ | 9z€s
611D 012N azen 1 mmﬁ 61T 4198 EI4I
811d | 60D  wEev 125Q 609K 811d L Ttel weev
LT 8021 £TEM 1 1 z19d LT 0TeN £TEM
9TTA [ | 8THN 909k TT9% * 9TTA | 6029 [ |
[ | 91€s L oLTeE 5054 0191 ~ 1 8021 91€S
€114 [ | 9THA 1 6099 €114 [ |
[ | $0TA €I€I qTvd 20gd [ | . 1 g1€I
60TN £0es (a1 1 1058 9094 60TN TIEY
8074 [ | 1164 60%0 | 008 80TY $0TA T18Y
1071 002H o1eh | gowN | 6694 1071 £0z8 oteh
907a | B6TI [ | LOBA 867N 907a [ | [ |
| go1s 86TA 1623 16%S q6GH | qo1s 002H L1628
HOTH [ | [ | 96%H | 6GY BOTH | B6TI [ |
[ | G6TA $62H 50%H | @6vT £6SA 1 86T %62H
10Td ¥67d [ | £0%1 7650 ° ) 101d [ | [ |
[ ootd | E6TN 88zl | | < [Mooran S6TA 88z
662 T61d [ ] L1688 88vd @ 661 [ ]
[ | [ | 98es 1 L85V 1 9828
960 887a [ | T6ET 98%A 96 [ |
964 | l8TH (141 1 asHH g64 4141
6 9811 1829 188 1 764
£6H | o8zs 08%d £6H
[ | 6429 1 1
88d I £L74 88d
187 TITL LLED TLpY 187
98y [ | 9421 1 1 98y 9.2l
| oesk 9911 | auer 9.€1 697d | oesk | auer
$8d 9GTA .24 | eleH 897N $8d v.2H
[ | HGTT -4 TLER L9%H 1 [ |
9.d | eqro zled 9Ld [1:193 1za
- zaTa 120 | & $ST1 [ |
%L1 [ | [ | $98a $L1 | eqro 9921
§L1 6910 14 €98 £9%M 7430 £L1 Ta1a [ ]
[ 77 SR O | | zoe1 | | cLa | 65y
TLN LoTh mmﬁ 1988 mm«qz ¢mﬁ TLN 6910 [ ]
0LN 9%TA 098) o 0LN | spra %921
691 SHIR %521 | 698k 98%1 09SH 5 691 LHTD [ |
891 RIS [ | 8sed GShL [ | — 0 891 9%TA 5248
193 €918 bizal 1 9ggs ] 193 SHTA [ |
ZHTA [ | 1960 F 56T = | wBIS whTy
| 1eTA 0%TL 08ET | BeSH ‘50 €918 [ |
0%1a 668 6988 £99A 9e9N = THTA 0%eL
291 6£T1 8€CT 1 $EOH o} 291 | TRIA 6£2S
9% hmﬁ PPEA €891 W.. 9% 0%1a 8ezT
099 £PEN 9%9d | zeoH 099 6ETT Lezd
[ | 98T HETA | zvEd w56 1€9d M 1 982D
£6d qeTd [ | 19€D [ | 0£9A £ad | ggeT
z8a [ | 0£2k | oveA 0%9d | 6291 .. z8a 98TL wETA
zeTd 6zzn 6EEN 1 8293 — geTd ]
TETT 8TTA | ggEl THH1 LESH Lol O [ | 082k
0ETH LRl LEEY 9£9d 9z9H = zeTd 622N
62TA 9zeI | 9geT gga1 I 3} m TETT (144
. sera [ | ggET [ | < [ | PXaa
L21d zTel 1 mms_ ommm mmﬁ o m PAT wmﬂ
1229 TEER
I [ ] T8N 8THY (441 0z9Y M -~ I (444
241 9TZA | oeev | LzvS [ | | 6T9H ® @) [Z45) 1229

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

3BIW

wwPDB X-ray Structure Validation Summary Report

Page 11

8THY

9TYA

Tva

8THN

9THA
ST%d

6070

LOTA

YOPH
€0%I

L6€2

26€e1

L8ed

98€ed
G8€I

LLED

YLEL

CTLER

3

v9ea
£9EA

Toed
09y
69EL
89ed

TSEA
0G€eT
6%€d

449
EVEN

THED

LEEY

+

gegel

ZTeEER
TEER

0€sd
6TSA

Tesa
9180
s1S0
pISL
60SX

909k

209d
T0SS

6674

L6%S
96%H

v6%a

88%d
L8YY
98%A
S8%HM

08%4

€L%Y
TLvY

69%d
89%N
LOVH

E9PH

9891

3

TSHA

(47478

€ePd

62%S

E€TON

0ZoV

LT9H

STON

3

TT9%

609D

S09K

S6SM

€6SA

9LSA

.80

S9SN

09SKH

949Ss
Cleferm

€GGA

i

S%9d
¥vaed

0%Sd
LESW

9€9d
G€SI

Neuroligin-1

SEON
YEOH
£€91

1€9d
0€9A

8293

e Molecule 1

9TOM

7%

35%

54%

i£4%]

611D
8T1d

9TTA
€174
60TN
80TYH

LOTI
901a

YOTH

T0Td

663

G64
6x

88d
L8Y
98Y

¥8d

9.d

vl

LA
TLN

691
893

291

91CA

CTITR

0T

80CL

%0CA
£0TS

00CH

86TA

S6TA
76Td

T61d

@ 881d

98T1

SYTA

EY1S
(4491
TPTA
0v1a
6ETT

9ETL
SETA

ceTd
T€T1

L21d

STEA

ETEM

91€S

€1€I
4434
TTEY
ored

Lécd
88t
L82A
982D
g8¢s

(414 4
182D

6.2

9.CL

X4

cled
TlTa

9921

64cH

9TYA

TTva

8THN

9T¥A
STvd

6070

LOYA

YOPH
€0%I

T6€1

L8€d

LLED

bLET

TLER

v9ea
€9€A

09€X
6GEX

TGeEA
0S€1
6%€H

LPEL
9%ed

429
EPEN

TYED

6EEN

LEEY

GEET

CTEER
TEER

6ced

9TeSs

c¢Tsa

9180
S150
p1SL

60SL

909k
§094

208d
T08S
008D
6674

L6YS
96%H

v6%a
88%d
L8%Y
98%A
08%4d

€L%Y
TLPY

69%d

89%N
LOYH

€971
657U

98%1
GSYL

44}
TSTA

(47448

8THY

LT9H

ST9Y

219d
TI9%
0191
609D

S09K

S69M

£69A

$LS0

p9sL

098K

998S
G681

€GGA

3

S%9d
994

[474°kS

0%Sd

LESH
9€4d
GESI

0€4d
623A

Neuroligin-1

T€9d
0E€9A

8293

9TOM
ST91

€TOA

0Z9V

e Molecule 1

10%

7%

34%

55%

Chain D

©
~
o

9TTA
ST1d

€174

+

601N
807TH
LOTI
901a

YOTH

T01d

664

98Y

8d

wL1
€11

TLN
0LN

893
L9%

€94
{4l
9%
099

¥0Tx
£0TS

®
® 00CH

86TL

S6TA
¥61d

261d

881a

t

[
9871

C9TL

i

°
® LSTN
9871
SSTA
$3TT

{4410

0978
6%1h

L¥Th
9bTA
SYTA

e€YIS
(47478

o¥v1a
® 6€11

9ETL

SETd

CE€Td
1€T1

Lg1d

j44%)]

6TTD
8T1Td

@ 642D

9.LTL

X4

T.2a

@ 89zI

64G2Y

921

6%CL

® ¥vvey

b

6€TS
8€TT
Lecd
9€TH

veTh

0ETR
6Zcl
8TcA
LTeL
92eI

TTTN
122D

91CA

CTITh

oTeN

80CL

R LDWIDE

O

PROTEIN DATA BANK

W



3BIW

wwPDB X-ray Structure Validation Summary Report

Page 12

YLET

CTLER

b

¥9ea
E£9EA

T9gd
09€X

i

8G€d

TSEA
0G€1
67€d

LYEL
9ved

wher
£veEN

T9€D

6EEN

LEEY

1

SEEI

CTEER
TEEN

62ed

oTES
STEA

E€TEM

€TEL
(4134
TTEY
ored
L6232
Y6TH
88zl

S8TS

[4:14 )
® 1820

69%d
89%N
LOVH

E9%M

9S%1

18%A

47474

+

8THY

9THA

114749

8T¥N

9T%A
STPd

6070

LO%A

e YOWH
€0%1

1

@ 86ed

LLED

$.LS0

S9SN
981

098K

96898
963971

€GGA

Phad

0bsd

@® LESH
9€4d

0€9d

2csa

918b

v18L

6054

90SA
S0S4

208d
T0SS

867N

i
Neurexin-1-beta

® 96%H

v6%a

06%A

88%d
L8YY
98%A
S87M

08%4

€L%Y
TLvY

SEON
YEOH
£€91
CTE9H
1€9d
0€9A

8293

9TOM

€T9A

0Z9V

LT9H

ST9%

219d
TT9%

609D

S09%

L69Y

@ S6SM

£69A

e Molecule 2

27%

28%

41%

Chain E

-

»8IN

1818
087Y

+

9LTA

YLTH

*

991V

7918

6STL

LS1d

GSTD

€9TN
[4s) XS

PAAD:S

[4743:4

6ETT
8ETX

GETT

3

TETS

8CTH
STTA
vTIv
€era

1110

6074

907d
S0TYH
v01a
€0TN

T0Td
00THM

1821
G8TA
8N

6.CI

9.za

LTy
TLTW

14143
19271
0929
L82h

oszh
692

L%TH
SHTI
P¥CI
€%CI
0%zh

8ETN
LETA

€Tl
vETT

T€TH
00zy

867X
L6TY
9672

v6TA
€61d
Z6TH

Neurexin-1-beta

e Molecule 2

27%

5%

28%

40%

Chain F

LBL

S60
%69
€69

881
L8R

CT8H

L8TT

¥8IN

1818

9LTA

YLTH

+

69TN
8911

99TV

%918

6971

9GTL
991D

€GTN
T8Td

LYTH

[4745:4

6€TT
8ETR

SETT

3

1€1S

8TTH
STTA
iz4aa}
€c1d
8T1S
6074
S0TY
¥01Q
E€0TN

10Td
00TH

88TA
1821

S8TA
82N

6.2I

9.Lca

LTV
TLTH

9921
[ 4128

1921
09zH

Neurexin-1-beta

e Molecule 2

27%

27%

42%

00TH

O

R LDWIDE
PROTEIN DATA BANK

W



3BIW

wwPDB X-ray Structure Validation Summary Report

Page 13

€67d

3

81N

1818
087Y

+

9LTA

YL1H

*

991V

918

6911

LS10

el ]
YaTA
€GTN
TaTd
PAAS
[4745:4

6€T1

8TTH

STTA
izaa )
€cra

T11Q

607Y
S0TY
vo1a
€0TN

T0Td

88TA
L8C1

@® §8cA
¥8TN

6.CI

9.za

(k4
TLTH

6921

09zH

Lazh

08zl
6%ca

L%TH

SvTI
j47an
evCI

LE€Td

eger |
SE€TL
veT1

T€TD
00cV

86TX
L6TH
9673

¥6TA

Neurexin-1-beta

e Molecule 2

27%

5%

28%

35%
40%

Chain H

76D

881

@® 6ST1I

LSTQ

498Td
PSTA

o000
o
[
-
]
[N ]

® 111d

60TYH

1

SOTYH
¥01Q
E0TN

T0T7d

@ 6%cH

L%2H

® &¥%cI
@ ¥v¥lI
® €Tl

3z4)
o¥eh

8ecl
Lecd
9€TI

€T

@® ey
T€TH
@ o0ocy

@ 86Tk
® L61d
e 9613

o ¥BIA
e £67d

® 991V

® %91S
L]

@ 88TA
® .8T1

@ §8TA
y8TN

1

@® 6.21

® 9lcta

(k4
TLTH

® 6921

O

R LDWIDE
PROTEIN DATA BANK

W



Page 14 wwPDB X-ray Structure Validation Summary Report 3BIW
4 Data and refinement statistics (i)
Property Value Source
Space group Cc121 Depositor
Cell constants 229.83A 148.80A 123.60A .
Depositor
a, b, c, a, B,y 90.00° 90.38° 90.00°
. 45.90 — 3.50 Depositor
Resolution (4) 45.90 — 3.39 EDS
% Data completeness 94.9 (45.90-3.50) Depositor
(in resolution range) 92.4 (45.90-3.39) EDS
Rinerge 0.09 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.50 (at 3.40A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.246 , 0.276 Depositor
» Phfree 0.248 . 0.277 DCC
Rfree test set 2538 reflections (5.09%) DCC
Wilson B-factor (A?) 97.9 Xtriage
Anisotropy 0.153 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.28 , 56.7 EDS
Estimated twinning fraction 0.000 for -h,-k,1 Xtriage
L-test for twinning? < |L| > =050, < L* > = 0.33 Xtriage
Outliers 2 of 53460 reflections (0.004%) Xtriage
F,.F. correlation 0.91 EDS
Total number of atoms 22438 wwPDB-VP
Average B, all atoms (A?) 133.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.88% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.

WO RLDWIDE
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5 Model quality (i)

5.1 Standard geometry (i)

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

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z] > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | p\1q7 #é\ >5 | RMSZ #é\ >5

1 A 0.45 0/4302 0.65 1/5872 (0.0%)

1 B 0.45 0/4302 0.66 1/5872 (0.0%)

1 C 0.43 0/4302 0.65 0/5872

1 D 0.36 0/4302 0.63 1/5872 (0.0%)

2 E 0.44 0/1385 0.71 0/1877

2 F 0.48 0/1385 0.71 0/1877

2 G 0.47 0/1385 0.72 0/1877

2 H 0.34 0/1385 0.67 0/1877
All All 0.42 | 0/22748 | 0.66 | 3/30996 (0.0%)

There are no bond length outliers.

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(®) | Ideal(°)
1 D 452 | LEU | N-CA-C | -5.23 96.87 111.00
1 A 452 | LEU | N-CA-C | -5.09 97.24 111.00
1 B 452 | LEU | N-CA-C | -5.07 97.31 111.00

There are no chirality outliers.

There are no planarity outliers.

5.2 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 the 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 within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 4186 0 4046 176 0
1 B 4186 0 4046 175 0
1 C 4186 0 4046 175 0
1 D 4186 0 4045 173 0
2 D) 1359 0 1345 54 1
2 F 1359 0 1345 99 0
2 G 1359 0 1345 23 0
2 H 1359 0 1347 o8 0
3 A 42 0 39 3 0
3 B 42 0 39 3 0
3 C 42 0 39 3 0
3 D 42 0 39 2 0
4 B 28 0 25 7 0
4 F 28 0 25 7 0
4 G 28 0 25 7 0
3 E 2 0 0 0 0
3 F 2 0 0 0 0
d G 2 0 0 0 0

All All 22438 0 21796 916 1

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 21.

The worst 5 of 916 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:G:147:LYS:HD3 2:G:164:SER:HA 1.48 0.95
2:E:147:LYS:HD3 2:E:164:SER:HA 1.47 0.93
2:F:147:LYS:HD3 2:F:164:SER:HA 1.51 0.92
2:H:147:LYS:HD3 2:H:164:SER:HA 1.50 0.90
1:D:426:VAL:HG23 | 1:D:473:ARG:HB2 1.62 0.80

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
2:E:192:TRP:NE1 | 2:E:192: TRP:NE1[2_ 556] 1.74 0.46
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5.3 Torsion angles (i)
5.3.1 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 X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 525/574 (92%) | 441 (84%) | 62 (12%) | 22 (4%) 32
1 B 525/574 (92%) | 441 (84%) | 63 (12%) | 21 (4%) 33
1 C 525/574 (92%) | 441 (84%) | 63 (12%) | 21 (4%) 33
1 D 525/574 (92%) | 441 (84%) | 63 (12%) | 21 (4%) 33
2 E 175/243 (72%) | 143 (82%) | 23 (13%) | 9 (5%) 26
2 F 175/243 (72%) | 143 (82%) | 22 (13%) | 10 (6%) 23
2 G 175/243 (72%) | 142 (81%) | 23 (13%) | 10 (6%) 23
2 H 175/243 (72%) | 143 (82%) | 22 (13%) | 10 (6%) 23
All | Al | 2800/3268 (86%) | 2335 (83%) | 341 (12%) | 124 (4%) 30

5 of 124 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 106 ASP
1 A 124 GLY
1 A 138 ASN
1 A 343 ASN
1 A 465 ASP

5.3.2 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 X-ray entries followed by that with respect to entries of similar
resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 455/494 (92%) 435 (96%) 20 (4%) 35 73
Continued on next page...
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 B 455/494 (92%) 435 (96%) | 20 (4%) 35 73

1 455/494 (92%) 436 (96%) 19 (4%) 36 T4

1 D 455/494 (92%) 436 (96%) 19 (4%) 36 T4

2 E 143/193 (74%) 131 (92%) 12 (8%) 147 50

2 F 143/193 (74%) 132 (92%) 11 (8%) 16| 54

2 G 143/193 (74%) 132 (92%) 11 (8%) 16| 54

2 H 143/193 (74%) 132 (92%) 11 (8%) 16| 54
All All 2392/2748 (87%) | 2269 (95%) | 123 (5%) 29 69

5 of 123 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 592 GLU
1 D 379 VAL
2 H 102 PRO
1 C 597 ARG
1 D 206 GLU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 8 such
sidechains are listed below:

Mol | Chain | Res | Type
1 C 120 ASN
1 D 624 ASN
1 D 120 ASN
1 B 624 ASN
1 C 437 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
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5.5 Carbohydrates (i)

6 carbohydrates are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or 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 length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link CountsBonPill\/Ilglzlgtzés\Z | > 2 CountsBOIl%(li/[ESuZlgle#zZ | > 2
4 [ NAG | E [306] 24 |1414,15] 1.19 | 1(7%) | 151921 | 0.83 0
4 NAG E 307 4 14,14,15 | 0.91 1 (7%) | 15,19,21 | 0.73 0
4 | NAG | F 306 24 |14,14,15| 1.22 | 1 (%) | 15,1921 0.93 | 1 (6%)
4 NAG F 307 4 14,14,15 | 0.97 1 (7%) | 15,19,21 | 0.70 0
4 | NAG | G [ 306 24 [14,1415] 118 | 1(7%) | 15,1921 | 0.92 0
4 NAG G 307 4 14,14,15 | 1.04 1 (%) | 15,19,21 | 0.67 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
4 NAG E 306 | 24 - 1/6/23/26 | 0/1/1/1
4 NAG E 307 4 - 0/6/23/26 | 0/1/1/1
4 NAG F 306 | 24 - 1/6/23/26 | 0/1/1/1
4 NAG F 307 4 - 0/6/23/26 | 0/1/1/1
4 NAG G 306 | 24 - 1/6/23/26 | 0/1/1/1
4 NAG G 307 4 - 0/6/23/26 | 0/1/1/1

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 B 307 | NAG | C1-C2 | 2.77 1.56 1.52
4 G 306 | NAG | C1-C2 | 3.08 1.56 1.52
4 F 307 | NAG | C1-C2 | 3.15 1.56 1.52
4 E 306 | NAG | C1-C2 | 3.28 1.57 1.52
4 G 307 | NAG | C1-C2 | 3.32 1.57 1.52

All (1) bond angle outliers are listed below:
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Mol

Chain

Res

Type

Atoms Z

Observed(°)

Ideal(°)

306

NAG

O7-C7-C8

-2.02

118.36

122.06

There are no chirality outliers.

All (3) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
4 G 306 | NAG | O7-C7-N2-C2
4 E 306 | NAG | O7-C7-N2-C2
4 F 306 | NAG | O7-C7-N2-C2

There are no ring outliers.

6 monomers are involved in 21 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 E 306 | NAG 7 0
4 E 307 | NAG 4 0
4 F 306 | NAG 7 0
4 F 307 | NAG 4 0
4 G 306 | NAG 7 0
4 G 307 | NAG 4 0

5.6 Ligand geometry (i)

Of 18 ligands modelled in this entry, 6 are monoatomic - leaving 12 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or 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 length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
3 NAG A 701 1 14,14,15 | 1.00 1 (7%) 15,19,21 | 0.60 0
3 [NAG | A 72| 1 [141415] 101 | 1 (%) | 151921 088 | 1 (6%)
3 NAG A 703 1 14,14,15 | 0.77 0 15,19,21 | 0.73 0
3 NAG B 701 1 14,14,15 | 0.96 1 (7%) | 15,19,21 | 0.62 0
3 NAG B 702 1 14,14,15 | 0.88 0 15,19,21 | 0.93 1 (6%)
3 NAG B 703 1 14,14,15 | 0.69 0 15,19,21 | 0.72 0
3 NAG C 701 1 14,14,15 | 0.92 1 (7%) 15,19,21 | 0.63 0

WO RLDWIDE
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. . Bond length Bond angl
Mol | Type | Chain | Res | Link | o/ | SMgzgt#jm >2 | Counts ORcl\lagzg e;m > 2

3 NAG C 702 1 14,14,15 | 0.86 1 (7%) | 15,19,21 | 0.88 1 (6%)
3 NAG C 703 1 14,14,15 | 0.75 0 15,19,21 | 0.75 0
3 NAG D 701 1 14,14,15 | 0.72 0 15,19,21 | 0.52 0
3 NAG D 702 1 14,14,15 | 0.76 1 (7%) | 15,19,21 | 0.90 1 (6%)
3 NAG D 703 1 14,14,15 | 0.6 0 15,19,21 | 0.70 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.
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 | NAG | A | 701 | 1 - 0/6/23/26 | 0/1/1/1
3 | NAG | A | 702 | 1 - 1/6/23/26 | 0/1/1/1
3 | NAG | A | 703 | 1 - 0/6/23/26 | 0/1/1/1
3 | NAG | B | 701 | 1 - 0/6/23/26 | 0/1/1/1
3 | NAG | B | 702 | 1 - 0/6/23/26 | 0/1/1/1
3 | NAG | B | 703 | 1 - 0/6/23/26 | 0/1/1/1
3 | NAG | C | 701 1 - 0/6/23/26 | 0/1/1/1
3 | NAG | C | 702 | 1 - 0/6/23/26 | 0/1/1/1
3 | NAG | C | 703 | 1 T [0/6/23/26 | 0/1/1/1
3 | NAG | D | 701 | 1 - 1/6/23/26 | 0/1/1/1
3 | NAG | D | 702 | 1 - 0/6/23/26 | 0/1/1/1
3 |NAG | D | 703 1 - 0/6/23/26 | 0/1/1/1

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 D 702 | NAG | C1-C2 | 2.08 1.55 1.52
3 C 702 | NAG | C1-C2 | 2.21 1.55 1.52
3 A 702 | NAG | C1-C2 | 2.33 1.55 1.52
3 C 701 | NAG | C1-C2 | 2.74 1.56 1.52
3 B 701 | NAG | C1-C2 | 2.81 1.56 1.52

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
3 B 702 | NAG | C2-N2-C7 | -2.56 119.75 123.04
3 C 702 | NAG | C2-N2-C7 | -2.55 119.77 123.04
3 D 702 | NAG | C2-N2-C7 | -2.38 119.98 123.04
3 A 702 | NAG | C2-N2-C7 | -2.37 119.99 123.04

means
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There are no chirality outliers.

All (2) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
3 A 702 | NAG | O7-C7-N2-C2
3 D 701 | NAG | O7-C7-N2-C2

There are no ring outliers.

11 monomers are involved in 11 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 A 701 | NAG 1 0
3 A 702 | NAG 1 0
3 A 703 | NAG 1 0
3 B 701 | NAG 1 0
3 B 702 | NAG 1 0
3 B 703 | NAG 1 0
3 C 701 | NAG 1 0
3 C 702 | NAG 1 0
3 C 703 | NAG 1 0
3 D 701 | NAG 1 0
3 D 702 | NAG 1 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 A 533/574 (92%) -0.22 2 (0%) 63, 100, 139, 162 0
1 B 533/574 (92%) -0.24 2 (0%) 93] |90 61, 96, 131, 178 0
1 C 533/574 (92%) -0.09 6 (1%) 1 82] 73 72, 115, 153, 180 0
1 D 533/574 (92%) 0.58 56 (10%) 75, 188, 282, 506 0
2 E 177/243 (72%) -0.14 1 (0%) 82, 120, 139, 154 0
2 F 177/243 (72%) -0.39 0 | 100 | 77, 95, 110, 122 0
2 G 177/243 (72%) -0.11 2 (1%) |82 73 78, 105, 130, 143 0
2 H 177/243 (72%) 2.21 85 (48%) Jolfo) | 146, 268, 426, 538 0
All | Al | 2840/3268 (86%) 0.10 154 (5%) 29 23 | 61,112, 262, 538 0

The worst 5 of 154 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 H 260 | GLY 11.6
2 H 263 | TYR 8.2
2 H 164 | SER 7.7
1 D 80 | PHE 6.7
2 H 127 | VAL 6.7

6.2 Non-standard residues in protein, DNA, RNA chains (i)

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

6.3 Carbohydrates (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.

WO RLDWIDE
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The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy

less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
1 | NAG | F_ | 307 | 14/15 | 091 | 0.24 T | 172174177178 | 0
1 | NAG | E | 307 | 14/15 | 086 | 0.7 T 146,150,151,152 | 0
4 NAG G 307 | 14/15 0.82 0.31 - 154,158,159,159 0
4 NAG F 306 | 14/15 0.69 0.23 - 122,130,133,141 0
4 NAG E 306 | 14/15 0.68 0.20 - 146,152,154,157 0
4 NAG G 306 | 14/15 0.69 0.28 - 127,133,136,142 0

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy

less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 NAG D 702 | 14/15 0.37 0.81 3.39 | 205,205,205,205 0
5 CA E 401 1/1 0.97 0.23 0.37 89,89,89,89 0
5 CA F 401 1/1 0.95 0.20 | -0.11 76,76,76,76 0
5 CA G 401 1/1 0.99 0.16 | -0.45 79,79,79,79 0
3 NAG B 702 | 14/15 0.59 0.28 - 136,138,139,140 0
5 CA E 402 1/1 0.90 0.31 - 96,96,96,96 0
) CA G 402 1/1 0.68 0.28 - 111,111,111,111 0
3 NAG A 701 | 14/15 0.68 0.29 - 152,155,156,157 0
3 NAG D 701 14/15 0.39 0.45 - 219,219,219,219 0
3 NAG B 701 14/15 0.45 0.40 - 184,187,191,192 0
3 NAG C 701 14/15 0.46 0.25 - 216,218,219,219 0
3 | NAG | B | 703 | 14/15 | 056 | 0.38 ~ 1236,240,241,242 | 0
3 NAG A 702 | 14/15 0.71 0.25 - 145,147,148,148 0
3 | NAG | A | 703 | 14/15 | 050 | 0.36 3 218,222,225 225 0
3 NAG C 702 | 14/15 0.73 0.51 - 186,187,189,189 0
5 CA F 402 1/1 0.86 0.27 - 96,96,96,96 0
3 NAG D 703 | 14/15 0.31 0.45 - 251,251,251,251 0
3 NAG C 703 | 14/15 -0.01 0.84 - 218,222,222,222 0

6.5 Other polymers (i)
There are no such residues in this entry.
$roe
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