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BETI/BIZEBELUNDIEEMDEENTLEH?

PDBTEAEEN HHILEMDIEHRZLigand Expo TN
http://ligand-expo.rcsh.org/ [Semeerentceniter & etercece) =

_ Component identifier (3-letter code)
Hgand Expo Similar to component (3-letter code)
Formula (all atom exact)

Formula (heavy atom exact)

Formula (exact subset)

Formula (subset)

Formula (close)

Molecular name (exact)

Molecular name (exact sub-string)
Molecular name (similar)

SMILES

Chemically similar to SMILES

InChl

” INChiKey

I‘Ilu_\l IN
RCSE PDE |

Chemical Component Search Tools
Use the forms below to search for chemical components within the PDB Component Dictionary.

© Search for chemical components by 3-letter component identifier code, molecular name, molecular formula, SMILES description, or inChi/inChiKey chemical
description.
You can also check to see if a 3-letter code is being held by a deposition in progress.
o Chemical substructure searches can also be conducted by starting from a chemical drawing created within the MarvinSketch tool.
Either start with a SMILES description or chemical data file (see drop-menu for acceptable formats), or draw a 2D chemical structure from scratch (Launch

without input). It can also generate chemical component definitions from your 2D structure.
o Search for instances of a chemical component throughout the PDB. The Display aption allows you to simply see a list of PDB codes, or to download these
coordinates in PDB, MOL/SDF and mmCIF formats.
o You can also search for analogs to the standard amino acids, nucleotides, popular drugs, and common aromatic ring systems by using the Browse feature in the
top menu bar.

Your query results are also searchable! Each hit from your initial query will contain links to continue searching by similar name, chemical formula, or structure
(SMILES)

Search term Search Iype| Component identifier (3-letter code) £ \

T (MOL/SDF format -
> mmCIF compeonent definition format
File name | | Browse... | File format | MOL/SDF format 2 REFMAC;PHEN'}( monomer librar mmCIF
-OR- MOL/SDF format
SMILES string | Displaysize|m\ PDB fﬂrmat

[ SEARCH FOR INSTANCES OF CHEMICAL COMPONENTS BY 3-LETTER ID cope [

comene o s —] co FE . > 18 7€ L 7=chemical component*
£FNBPDBT VN AR

© RCSB PDB
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Chemical Details | | Geometry | [ Atom Nomenclature | [ Downloads | [ Related Resources
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Jmol

Ideal Model

Chemical Description

Name ALPHA-PHOSPHORIBOS YLPYROPHOSPHORIC ACID
Formula €5 H13 014 P3

Formal charge 0

Molecular weight 390.070 g/mol

Component type SACCHARIDE

Chemical features

Atom count ES)
Chiral atom count 5

Chiral atoms C1C2C3C4PA
Bond count 35

Aromatic bond count 0

Chemical Identifiers

ZixlLEHELT
THRZR AT AE74:
&, componer
FUBEBRIRE T

Systematic name (ACDLabs) 1-0{(R) 1]-5-0-phospk

Systematic name (OpenEye OEToolkits) [(2R, 3R,4S.5R)-3 4-dihydroxy-5

Chemical Descriptors

Stereo SMILES (CACTVS)
SMILES (CACTVS)

Stereo SMILES (OpenEye)
InChl descriptor

InChiKey descriptor

O[CHI1[CH](O)[CHI(O[CH] LCO[P] (0)(0)=

PQGCEDQWHSBAIP-QLYNEEDZDH

status Information

Last modified  2008-10-15
Created 1999-07-08
Release status  REL

Model PDB code 1TC2
Processing site RCSB

O[C@H]L{CE@HI)C@H|(RIC@@HILCO[P](0)(0)=
0)O[PI(O)(=0)
C([C@@HICEH|(CEH(CE@H|O1O[P@@](=0)O)OPEO)0)OI0)0)ORE=O)OIO0

INChI=L/CEH13014P3/06-3-2(1-16-20(8,9)10)17-5(4(3)7)18-22(14,15)19-21(11,12)13/2-7H, 1H2, (H, 14, 15)(H2,8,9,10)(H2,11,12,13)/2-,3- 4-, 5-/mL/s1/f/h8-9,11-12, 14H

1] phosphono hydrogen phosphate

0)O[P@](C)(=0)0PI()(0)=0
O[PIO)(0)=0

W37 —4ICLigand Expo
L&D SENDIG
1t identifier 3XFI—NK) &
DEFEZ=—HIES
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Ligand Expo® “Sketch input and/or structure search options” 78 & T
YERX FI BE PDBE

PROTEIN DATA BANK

Ligand Expo

RCSB PDB | Contact Us

Chemical Component Sketch Tool
LI—':-_‘) D) 52] Ligand Expo

PROTEIN DATA BANK
RCSB PDB | Contact Us

le Edit View Insert Atom Bond Structure Tools Help

Home Browse Download Ligand
o
, ra s [+] |- Edit View Pages Help
Chemical Component Search Tools
Use the forms below to search for chemical components within the PDB Compenent Dictionary. T ' OH oH
— -
o Search for chemical components by 3-Jetter component identifier code, molecular name, molecular formula, SMILES description, or InChi/InChiKey chemical £ | /
description. ¥ | — POH i HO
You can also check to see if a 3-letter code is being held by a deposition in progress. M o= N LH F =
o Chemical substructure searches can also be conducted by starting from a chemical drawing created within the MarvinSketch tool (0] — / 0
Either start with a SMILES description or chemical data file (see drop-menu for acceptable formats), or draw a 2D chemical structure from scratch (Launch T a o
without input). It can also generate chemical component definitions from your 2D structure | N L {ILE \ 'OH
o Search for instances of a chemical component throughouit the PDB. The Display option allows you to simply see a list of PDB codes, of to download these 3 P{RIOH 0 P(R)
coordinates in PDE, MOL/SDF and mmCIF formats = o~ O N 28
© You can also search for analogs to the standard amino acids, nucleotides, popular drugs, and cCommon aromatic ring systems by using the Browse feature in the H O I =j O / {fo
top menu bar. 0
N CHR =
Your query results are also searchable! Each hit from your initial query will contain links to continue searching by similar name, chemical formula, or structure j CI—TTR) \ ) j HO Cr—l(R)
(SMILES), i] o I e} = LS CHRTN,
I ———— =- T G 0
i = CH(S)
o {HIR) v ¢ L}.‘H(R )
Search term | | Search type [ Component identifier (-letter code) = | Lﬂ 2-—~0 o @ HO Y
~ P L =
~0H M H,C—
L Cl 2 0]
E / [ )
CH
T ——— e C B S
] o \
File name Browse... | File format [ MOL/SDF format - Lﬁ OH
_oR- [« I Il [+]
SMILES string | Display size [ Small | ¢ | U [I N :Il Q O @ m

m SUBSTRUCTURE SEARCH OPTIONS
T ————————)

Component ID code | | Dispiay [ PDB entry codes = Search type [ Strict (all atom/exact bond types) b3

A SAVE CHEMICAL COMPONENT

Export format [mmCIF component definition 2 I

Optional Component ID (3-letter-code) [TMP

©RCSB PDB

@ RCSB PDB
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ATOM
ATOM
TER
ATOM
ATOM
TER
HETATM
HETATM
HETATM

HETATM
HETATM

®
1

1

2654
2655
2656

5309
5310
8143
8144
8146
8147
8148

®
2

N

OXT

OXT

O O0O00O0o

GLU

LYS
LYS
GLU

LYS
LYS
HOH
HOH
HOH
HOH
HOH

A 3

A 348
A 348

B 348

g~ wWwNRE

62.
54.
61.
56.
66 .
73.
61.

80.
75.

%

118
238
990
431
028
641
394

272
076

. 930
. 925
. 364
.113
431
.213
. 399

. 9562
. 236

ST

44,
31.
-68.
-56.
-8.
-39.
.008

.288
-43,
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Chain ID, residue numberhZX#:z 5N X9

=B LT

ik
Al
i
=
R
Ay
Lt

ATOM 1 N GLUA 3 62.118 45.930 44.714 1.00 35.72 N
ATOM 2654 OXT LYS A 348 54.238 43.925 31.833 1.00 44.43 0
TER 2655 LYS A 348
ATOM 2656 N GLU B 3 61.990 26.364 -68.218 1.00 41.04 N
ATOM 5309 OXT LYS B 348 56.431 29.113 -56.327 1.00 48.42 0
TER 5310 LYS B 348
HETATM 8143 0O  HOH A 349 66.028 -1.431 -8.087 1.00 2.00 0
HETATM 8146 0O  HOH A 350 61.394 61.399 -0.008 0.50 2.00 0
HETATM 8147 0O  HOH A 351 80.272 51.562 4.288 1.00 5.08 0
HETATM 8244 0O HOH B 349 73.641 6.213 -39.265 1.00 2.00 0
HETATM 8245 0O HOH B 350 75.076 18.236 -43.310 1.00 42.23 0
® 6 0 0 O ) ® o & o o
1 2 3 4 S) A349 A350 A351 B349 B350
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Residue number"&EBHEBE A FEEELTLRITNIE -

62.

ATOM
ATOM
TER
ATOM
ATOM
TER
HETATM
HETATM
HETATM

HETATM
HETATM

1

2654
2655
2656

5309
5310
8143
8144
8146
8147
8148

N

OXT

OXT

O O0O00O0o

S EREID

IKPAEEY D F DR

GLU

LYS
LYS
GLU

LYS
LYS
HOH
HOH
HOH
HOH
HOH

A 3

A 348
A 348
B 3

B 348
B 348
1001
1002
1003
1004
1005

1001 1002 1003 1004 1005

o4.

61.

56.

66 .
73.
61.
80.
75.

118
238
990
431
028
641
394

272
076

&5 D

45,
43.
26.

29.

-1

6.
61.
ol.
18.

\3

hba
AN

930 44.
925 31.
364 -68.
113 -56.
.431 -8.
213 -39.
399 -0.

562 4.
236 -43.
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AN FOBREES I EEEMBEERLT
7K 1L’..:.¢%§: DEEE = R gC B
LN ULNAN?
residue numberlZfRIFIN T
ATOM 1 N GLUA 3 62.118 45.930 44.714 1.00 35.72 N
ATOM 2654 OXT LYS A 348 54.238 43.925 31.833 1.00 44.43 0
TER 2655 LYS A 348
ATOM 2656 N GLU B 3 61.000 26.364 -68.218 1.00 41.04 N
ATOM 5309 OXT LYS B 348 56.431 29.113 -56.327 1.00 48.42 0
TER 5310 LYS B 348
HETATM 8143 O HOH A1001 66.028 -1.431 -8.087 1.00 2.00 0
HETATM 8146 O HOH A1003 61.394 61.399 -0.008 0.50 2.00 0
HETATM 8147 O HOH A1004 80.272 51.562 4.288 1.00 5.08 0
HETATM 8244 O HOH B1002 73.641 6.213 -39.265 1.00 2.00 0
HETATM 8245 O HOH B10065 75.076 18.236 -43.310 1.00 42.23 0
@ o o @ (] — ® o @ @ @

1001 1002 1003 1004 1005 A1001A1003A1004B1002B1005
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RUTSZVETILRCAMNL—RETILDIGES  BREZIZEBRORTFRED
BREZICERLTHL

73 BT
1 10 20 30
MIQRTPKIQVYSRHPAENGKSNEFLNCYVSG
SDERSH _ EDERL A

HIBFL TN BIEA TTDPDBIZ7 1)k YIBELTWARNES
ATOM 36 N ILE A 8 ATOM 36 N ALA A 8 ATOM 36 N UNK A
ATOM 37 CA 1ILE A 8 ATOM 37 CA ALA A 8 ATOM 37 CA UNK A
ATOM 38 C ILE A 8 ATOM 38 C ALA A 8 ATOM 38 C UNK A
ATOM 39 O ILE A 8 ATOM 39 O ALA A 8 ATOM 39 O UNK A
ATOM 40 CB 1ILE A 8 ATOM 40 CB ALA A 8 ATOM 40 CB UNK A
ATOM 41 N GLN A ®] ATOM 41 N ALA A 9 ATOM 41 N UNK A
ATOM 42 CA GLN A 9 ATOM 42 CA ALA A 9 ATOM 42 CA UNK A
ATOM 43 C GLN A (®] ﬁ] ATOM 43 C ALA A 9 [i ATOM 43 C UNK A
ATOM 44 0 GLN A o} ATOM 44 0 ALA A 9 ATOM 44 0 UNK A
ATOM 45 CB GLN A (®] ATOM 45 CB ALA A 9 ATOM 45 CB UNK A
ATOM 46 N VAL A 10 ATOM 46 N ALA A 10 ATOM 46 N UNK A
ATOM 47 CA VAL A 10 ATOM 47 CA ALA A 10 ATOM 47 CA UNK A
ATOM 48 C VAL A 10 ATOM 48 C ALA A 10 ATOM 48 C UNK A
ATOM 49 O VAL A 10 ATOM 49 O ALA A 10 ATOM 49 O UNK A
ATOM 50 CB VAL A 10 ATOM 50 CB ALA A 10 ATOM 50 CB UNK A
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PDB, mMCIF 74—y D771 L DN E %0l BE

NMRICKBIEERBITDSE
HETIIOBFEICMODELLO—KR%, REICENDMDLL O—R %09 %

MODEL 1

ATOM 1 N GLU A 1

ATOM 2 CA GLU A 1

ATOM 3 C GLU A 1

ATOM 531 HG21 VAL A 31

ATOM 532 HG22 VAL A 31

ATOM 533 HG23 VAL A 31

TER 534 VAL A 31

ENDMDL

MODEL 2

ATOM 1 N GLU A 1

ATOM 2 CA GLU A 1
3 C GLU A 1

ATOM

2010-09-22 FASOEYMIBFERF X WUE



[T

FERZ D74 )L D #E

CNSZEBELICER LSS
xtal_pdbsubmission.inp CALIBL7zED D5, RTFRH, BELEEHLIA DSEQRESYT
HIfRL2E DA77y O0—K93

RefmacaxfsZ{bLICHER LIS

BRTFRIBEEEHDERREICTERLO—RAGI0T 3
PDB77/)LDEKEICENDLOI—RAERINT S

ATOM 1 N GLU A 1
ATOM 2 CA GLU A 1
ATOM 3 C GLU A 1 ATOM 1031 C VAL B 31
. ATOM 1032 O VAL B 31
ATOM 531 C VAL A 31 ATOM 1033 OXT VAL B 31
ATOM 532 O VAL A 31 TER 1034 VAL B 31
ATOM 533 OXT VAL A 31 HETATM 1035 N HOH A 101
TER 534 VAL A 31 HETATM 1036 CA HOH B 102
ATOM 535 N GLU B 1 HETATM 1037 C HOH B 103
ATOM 536 CA GLU B 1 Ce

B 1 END

ATOM 537 C GLU
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TLS refinement={12o7/1%45
FEERZ D74 VICTLSDEF S (REERFEANISOUTT) N EEEINTWS I E%HEER

RefmacTTLS refinementx{7 o7&
Refmacl3RERRE TR TLSOF S ZEZR 771 )LIALEw
X 2R
“TLSOUT ADDU” ¥—7—R%Refmac® RV 7MIEMT S
(CCP4idD3z &, TLS parameter section®” Add TLS contribution to XYZOUT (B

factor and ANISOU lines)’ FxvJRyYI A%=HFMITT BH, Run&View Com FileTH
NEINBRAYYTRNOEEEIC "TLSOUT ADDU” %3EBHNY %),

RefmacHhHSH AIN/PDB77MJLICX LT, “BRESID T" F—7—RZI0LT
tlsanlaAv > R%& E2179 3
(CCP4idDi5z & . Analyze TLS parameters¥ 27 %=3£179 3).

Refmac 5.2.0019 Crestraint refinementBFICTLSEZ{EHT2E. TLS/SSA—4H
REMARK 3ICH IV, LUEFH LWN—U 3V DORefmac THEE{E AT,
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mmCIF, MTZ, SCALEPACK, CNST74—< vy N ED 774 )L A E 5%
A BE

F (BBE&ERAF) £403 (EFaE) ownwsgnh (mMAHR) EfreeRr flagid A
F+, F-, I+, I-, ®, figure of merith &£ & UXEE AT &k

EHT Yy h (HEREICERALLT -5y~ DGR &8

Phenix=f®Z{bLICERLEE

EFBETYTOIEIEGERLIMTZ 774V EEFKLBEWEIITES
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515 DR

Validation
Server

aljl

http://pdbdep.protein.osaka-u.ac.jp/validate/

PDB;j .
e A member of the erPbDB

Languages: en | ja | ko | zh-cn | zh-tw

Depotision Top | Deposition Tutorial (en. ja. ko. zh-cn. zh-tw) | Validation Tutorial | File Format Information | Possible Format Problems | Contact Us

Validation Server Validation
Server

The ADIT Validation Server allows the user to check the format consistency of coordinates (PRECHECK) and to create validation reports about a
structure before deposition (VALIDATION). These checks can be done independently by the user.

To start a new validation session, select the experimental method (X-ray, om the pull-down menus below, and press the BEGIN button.

Method: | X-ray

Questions, comments, and suggestions should be sent to PDBj anNgtation mastel NMR

Electron Microscopy

WREET — 5 DT IR 22 R

©PDBj
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PDB;j 2.5
e Auto Dep
Input Tool

[Validation Home Page|

Running the ADIT Validation Server 7w J [1—R3 3771 )L T4 IR

Please note that SFCHECK can only be run on str

Enter coordinate Browse...

Select file type:
file name: Compress (.gz or.Z files) first. L
Enter structure Browse... X
factor file name: .gz or.Z files) first. Select file type:

Choose Operation:  Precheck ' Validate
ﬁogut the ADIT Validation Server

DIT Walidation session involves two steps:
l a data format precheck,

a validation check. )
Prec eck confirms that the data fil

1 enter are in a format that can be automatically processed by our software. The format and required data items for
coordinate files are described for th pand mmCIF formats. The required mmCIF data items for structure factor data are also described. The precheck
identifies any changes that need to be de in your data files in order to obtain a validation report or to deposit your structure.

The validation check creates a validation report for the structure which includes an RCSBE Atlas page, a validation report with stereochemical checks, and,
dependm% on the type and content of the files uploaded, produces Procheck, NUCheck and SFCheck reports. The validation may take a few minutes dependmg on
the size of your structure, so please be patient.

RQuestions, comments, and suggestions should be sent to deposit@deposit.resb.org.

© RCSE
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Validate
DF DR

EaRBLUVHES

Ramachandran revisitediCE DLW =d/WH

RLNA

*2)74

EREDFHSISAL LB /=KD F

Missing Residues/Atoms

Extra Atoms

TTILEIDRMSD (NMRICE BB EBRITDIHE D M)
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o F DM
X RBERITOG S RFINREMNBSIVIEERFIINREMICB W, [RFEERE

75\2.2AJ:U/J\‘<L\%0)75\')7\I\1 wIE¥hs
NMRICL DB ERRITDIGE . R FEIEEHA2.2A LY/ NIVEDHRYRARNTYTENS

EERBLVES
EERECIEEEDOR I "FE2E (RMSD) 2515

n YT IVEL
RM S D L Z?: 1 (Vactual,i - Vstandard,i ) 2 actua, : RERE
o I’l standard #‘EE{I—
|Vactua| standardl > 6 X RMSD%/%f\-j_:FJODb\ U A |\7‘/7 Jg;h»%

7 I/BRDREE

Accurate bond and angle parameters for X-ray protein structure refinement, R. A. Engh and R. Huber, Acta
Crystallogr., A47 392-400 (1991)
MEE DIRAE(E

Geometric Parameters in Nucleic Acids: Nitrogenous Bases, Lester Clowney, Shri C. Jain, A. R. Srinivasan, John
Westbrook, Wilma K. Olson, and Helen M. Berman, J. Am., Chem., Soc., 118(3) 509-518 (1996)

Geometric Parameters in Nucleic Acids: Sugar and Phosphate Constituents, Anke Gelbin, Bohdan Schneider, Lester
Clowney, Shu-Hsin Hsieh, Wilma K. Olson, and Helen M. Berman, J. Am., Chem., Soc., 118(3) 519-529 (1996)
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Ramachandran revisitedicE DLW /=0/Y &

Phi/Psi-chology: Ramachandran revisited
G.J. Kleywegt and T.A. Jones
Structure 4(12), 1395-1400 (1996)

Ramachandran Ramachandran revisited
1965 FIRF 1996
463 DERICAW S 403
463 MRELICAW=#E& 30008
Most favored,
Additional allowed, N Inside core
Generously allowed, > Outside core

Disallowed
Gly, Pro BRAINBHRE Gly, Terminal

2010-09-22 FASOEYMIBFERF X WUE



aljl

515 DR

Auto Dep
Input Tool

Validation Report

Click here to e-mail the session restart ID

Please review the Validation Report carefully. If there are any outstanding issues such as sequence link problem, geometry errors, chirality errors etc., please make sure you fix the problem(s) and start a
fresh session with corrected file.

Please note that the geometry errors shown in the Validation Report will also appear in the processed PDE file.

For ligands, please make sure the three letter codes are correct. Both extra and missing atoms may appear in the Validation Report if incorrect ligand three letter code was used. If only missing atoms are
listed in the Validation Report, either incorrect ligand three letter code was used or part of ligand is missing coordinates (see Ligand Expo).

Thank you for using RCSB. The following geometrical and stereochemical
features have been calculated for your structure:

CLOSE CONTACTS

==> Close contacts in same asymmetric unit. Distances smaller than 2.2
Angstroms are considered as close contacts.

Chain Atom Res Seq Chain Atom Res Seq Symm_Code Distance

A SG CYs 25 - A 56 cys 89 ( 1, 5 5, 5) Dist = 2.02

==> Close contacts based on crystal symmetry. Distances smaller than 2.2
Angstroms are considered as close contacts.

nong

SFCHECK summary report (PDF) (PS)

Other Validation reports
Click here to continue to Deposition Session

2010-09-22 HFASEAEMMEERER WA
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Thank you for using RCSB. The following geometrical and stereochemical
features have been calculated for your structure:

CLOSE CONTACTS

==> Close contacts in same asymmetric unit. Distances smaller than 2.2
Angstroms are considered as close contacts.

none

==> Close contacts based on crystal symmetry. Distances smaller than 2.2
Angstroms are considered as close contacts.

none

2010-09-22 FASOEYMIBFERF X WUE
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BOND DISTANCES AND ANGLES

==> Bond and angle checks are performed by first computing the average rms
error for all bonds and angles relative to standard values for nucleotide
units [L. Clowney et al., Geometric Parameters in Nucleic Acids: Nitrogenous
Bases, J.Am.Chem.Soc. 1996, 118, 509-518; A. Gelbin et al., Geometric
Parameters in Nucleic Acids: Sugar and Phosphate Constituents, J.Am.Chem.Soc.
1996, 118, 519-529] and amino acid units [R.A. Engh and R. Huber, Structure
quality and target parameters, International Tables for Crystallography,
Volume F, 2001, 382-392]. Any bond or angle which deviates from the
dictionary values by more than six times this computed rms error is
identified as an outlier.

*** Covalent Bond Lengths:
The overall RMS deviation for covalent bonds relative to the standard
dictionary is 0.007 Angstroms

All covalent bonds lie within a 6.0*RMSD range about the
standard dictionary values.

*** Covalent Angle Values:

The overall RMS deviation for covalent angles relative to the standard
dictionary is 1.2 degrees.

All covalent bond angles lie within a 6.0*RMSD range about the
standard dictionary values.

2010-09-22 FASOEYMIBFERF X WUE
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TORSION ANGLES

The torsion angle distributions have been checked. Refer to the
Procheck and/or Nucheck results on the RCSB Validation Report page.

The following table contains a list of torsion angles outside the expected
Ramachandran regions [GJ. Kleywegt and TA. Jones, PHI/PSI-chology:
Ramachandran Revisited, Structure 1996, 4, 1395 - 1400].

Residue Chain Sequence PSI PHI
SER A 57 -91.98 -105.61
CHIRALITY

The chirality has been checked. 01P, 02P, and hydrogen atoms which do not
follow the conventions defined by IUBMB (Liebecq, C. Compendium of
Biochemical Nomenclature and Related Documents, 2nd ed.; Portland Press:
London and Chapel Hill, 1992) and IUPAC (J.L. Markley, A. Bax,

Y. Arata, C.W. Hilbers, R. Kaptein, B.D. Sykes, P.E. Wright and K. Wuthrich,
Recommendations for the Presentation of NMR Structures of Proteins and
Nucleic Acids, Pure & Appl. Chem., Vol. 70, pp. 117-142, 1998) will be
standardized at the time of processing; there is no need to change these
labels in your coordinate file. Any other stereochemical violations are
listed below.

2010-09-22 FASOEYMIBFERF X WUE
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SOLVENT

The following solvent molecules are further than 3.5 Angstroms away from
macromolecule atoms in the asymmetric unit that are available for
hydrogen bonding. Solvent molecules in extended hydration shells
separated by 3.5 Angstroms or less are not listed.

none
We have replaced the coordinates for solvent molecules which could be

translated back into the asymmetric unit. Please review all solvent
molecules in your file and contact us if you have any serious objections.

MISSING RESIDUES

The following residues are missing:

(Note: The SEQ number starts from 1 for each chain according to SEQRES
sequence record.)

RES MOD#C SEQ

MET( A 99 )

2010-09-22 FASOEYMIBFERF X WUE
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PDB Chain_ID: A

1 15
SEQRES: MET ILE GLN ARG THR PRO LYS ILE GLN VAL TYR SER ARG HIS PRO
COORDS: MET ILE GLN ARG THR PRO LYS ILE GLN VAL TYR SER ARG HIS PRO
0] 14

16 30
SEQRES: ALA GLU ASN GLY LYS SER ASN PHE LEU ASN CYS TYR VAL SER GLY
COORDS: ALA GLU ASN GLY LYS SER ASN PHE LEU ASN CYS TYR VAL SER GLY
15 29

31 45
SEQRES: PHE HIS PRO SER ASP ILE GLU VAL ASP LEU LEU LYS ASN GLY GLU
COORDS: PHE HIS PRO SER ASP ILE GLU VAL ASP LEU LEU LYS ASN GLY GLU
30 44

46 60
SEQRES: ARG ILE GLU LYS VAL GLU HIS SER ASP LEU SER PHE SER LYS ASP
COORDS: ARG ILE GLU LYS VAL GLU HIS SER ASP LEU SER PHE SER LYS ASP
45 59

61 75
SEQRES: TRP SER PHE TYR LEU LEU TYR TYR THR GLU PHE THR PRO THR GLU
COORDS: TRP SER PHE TYR LEU LEU TYR TYR THR GLU PHE THR PRO THR GLU

60 74

76 90
SEQRES: LYS ASP GLU TYR ALA CYS ARG VAL ASN HIS VAL THR LEU SER GLN
COORDS: LYS ASP GLU TYR ALA CYS ARG VAL ASN HIS VAL THR LEU SER GLN
75 89

91 100
SEQRES: PRO LYS ILE VAL LYS TRP ASP ARG ASP MET
COORDS: PRO LYS ILE VAL LYS TRP ASP ARG ASP ?
90 98
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Validation Report

Click here to e-mail the session restart ID

Please review the Validation Report carefully. If there are any outstanding issues such as sequence link problem, geometry errors, chirality errors etc., please make sure you fix the problem(s) and start a
fresh session with corrected file.

Please note that the geometry errors shown in the Validation Report will also appear in the processed PDB file.

For ligands, please make sure the three letter codes are correct. Both extra and missing atoms may appear in the Validation Report if incorrect ligand three letter code was used. If only missing atoms are
listed in the Validation Report, either incorrect ligand three letter code was used or part of ligand is missing coordinates (see Ligand Expo).

Thank you for using RCSB. The following geometrical and stereochemical

features have been calculated for your structure:

CLOSE CONTACTS

==>» Close contacts in same asymmetric unit. Distances smaller than 2.2
Angstroms are considered as close contacts.

Chain Atom Res Seq Chain Atom Res Seq  Symm_Code Distance

==> Close contacts based on crystal symmetry. Distances smaller than 2.2
Angstroms are considered as close contacts.

none

SFCHECK summary report (PDF) (PS)

@Validaﬂon re@

Click here to continue to Deposition Session
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Structure Summary

o Atlas summary

Protein Validation Report

o PROCHECK Validation

© Ramachandran plot (PS) (GIF) (POF)

©Q Ramachandran plots by residue (PS) (GIF) (POF)
Chil-Chi2 plots (PS) (GIF) (PDF)
Main-chain parameters (PS) (GIF) (PDF)
Side-chain parameters (PS) (GIF) (PDF)
Residue properties (PS) (GIF) (PDF)
Main-chain bond distance comparisons (PS) (GIF) (FDF)
Main-chain bond angle comparisons (PS) (GIF) (FOF)
RMS deviations from planarity (PS) (GIF) (PDF)

o000 GOGOoOaOo

The above figures were obtained using PROCHECK V 3.4.4

Roman A. Laskowski, Malkcolm W. MacArthur, David 3. Moss and Janet M. Thornton (1593).
PROCHECK: a program to check the sterecchemical quality of protein structures,

J. Appl. Cryst., 26, 283-291.

A, Louise Morris, Malcolm W, MacArthur, E. Gail Hutchinsen and Janet M. Thoernton (1992).
Stereochemical quality of protein structure coordinates.
Proteins, 12, 345-364.

o MolProbity Validation

© Ramachandran plot (JPG)

The above figure shows the first model and first alternate conformation only.

It was obtained using Ramachandran data from Simon C. Lovell, lan W. Davis, W. Bryan Arendall |1l

Paul I. W. de Bakker, J. Michael Word, Michael G. Prisant, Jane S. Richardson and David C. Richardson (2003).
Structure Validation by C-alpha Geometry: phi, psi and C-beta Deviation.

PROTEINS: Structure, Function, and Genetics, 50, 437-4580.
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£BOT 7714 D%

CCP4%zERI55HE
o ZFETOYVSLDEITHEIC “NOHARVEST” F—D—RA&EFEHLAL
(CCP4i%{EH Y %354, “Data Harvesting” T “Do not create harvest file” Z3ER LA W)
o O 7714ILDKHYICSCALA, MLPHARE, REFMACSEANHE DT BCIF77(IILA{ERT3

CNSTXRiG R Z1To%
» PDB- extract’éﬁ%ﬁ?‘kﬁ‘ﬁ?’%l‘”ti xtal_pdbsubmission.inpZ==£17L. HH3IN /-
7741 (xtal_pdbsubmission.deposit) 5T FREH, &R H LN DSEQRESTITZHIRL
7=PDBI771 ) =& ERATS

2010-09-22 FASOEYMIBFERF X WUE



B
=
it

-«

=

At

ZexEER Dt

http://pdb-extract.rcsb.org/

— = . . . . & memeer orf THe S IPDB
- |— ) — An Information Portal to Biological Macromolecular Structures

PROTEIN DATA B/
RCSE PDE | Contact Us

-

validation & Ueposition Services nome

pdb_extract

pdb_extract is an online tool which assembles specific details about your experiment and experimental model from your coordinate
and structure determination output files in preparation for PDB deposition. This tool will:

o provide you with an author information form, which can be saved/updated for multiple related entries

o assemble coordinate and log files pertaining to your specific experimental methods Versions
o allow you to "fix" the primary sequence of your protein/nucleotide chains to account for unresclved residues - Latest Release Notes
o putput the coordinate (and structure factor files, if applicable) in mmCIF format for Validation and ADIT or AD|Te=t= deposition. - pdb_extract Online
- pdb_extract Workstation
HOW TO RUN:
Documentation
1. Select your experimental method (X-ray or NMR) - X-ray Tutorial
2. Upload your fully refined coordinate file - NMR Tutorial
3. Select the file type and refinement program utilized %ﬁ% % - Manual HTML
4. Press the RUN button to start pdb_extract / 7/, > Manual POF
5 T@’%ﬁ’ ) tha{ fbaln should then be uggg-se wmalidation or deposmon _}7/{ ) b ﬂ:ﬁ I - Template Files HTML
s d-““.“’

Coordinate Fil@] File typ

PDB v
- 7 (o] N — > b ~
— BEBEITO77L.080 771405
—— N
NoTE: [mer] 2075 A SEIONERIERAZHMHE L. mmCIF
o If the refinement program you used is not listed, select OTHER and write the hame in the box provide
o If the file size is large, it is recommended to upload gzipped (*.gz) or compressed (*.Z) file for faster loading. 7 7/( ) b 2 » II:I:II , '
Questions, comments, and suggestions should be sent to help@deposit.resh.org.

Select Program for Structure Refineme

BEBFICHRETBHRAREDFANEB ZRLT IENTES
EREBHRCEABERREDN A —DI7MIN ZERETT D HBEHRZHLH
L/&Dlj]LﬂLCT 7l/_|\77’r)l/75:u)b li‘l‘i’%)c_tf ljj%‘/é\jj'ftf%%)o
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EXTRACTING INFORMATION FOR A COMPLETE PDB DEPOSITION

e LOG/output files for the entries marked by * are strongly recommencd.

« I LOG/ output files are not availble, please only select program names which were used for structure determination.

o Click the Run button below to complete the pdb_extract session.

1. Information about Authors, Detectors ... Help

* Either click here to complete this entry on line

Or upload your template file below  Help

Template file name Erowse...

2. Convert Structure Factors to mmCIF format Help
* Reflection Data Used for Final Structure Refinement Help

Data Format | mTz v ‘Dntn Type| Amplitude (F)| v

Data file name Browse

Reflection Data Used for Phase Determination  Help

|Dnm Format| sCALEPACK | w ‘Dntn Type Intensity (1) |

|Cnvstnl 1D 1 | ‘anelength value | |

Data file name B rowse...
Crystal 1D 1 ‘anelength value | |

Data file name Browse...
Crystal 1D 1 ‘anelength value | |

Data file name Browse...
Crystal 1D 1 ‘anelength value | |

Data file name B rowse...

3. Extract Statistical Information from Steps of Structure Determination Help
| Data Collection/Index  Help
Program for Data Collection/Index w | If Other: | |
File name B rowss... |1?ﬂe type | LOG
* Reflection Data Reduction (for refinement) Help
Program for Scaling/Merging/ Averaging w | If Other: | |
File name B rowss. . |1?11e type | LG
Reflection Data Reduction (for Phasing) Help
Program for Scaling/Merging/Averaging ~ | If Other: | |
File name Browse... |Fﬂe 1ype | LOG
File name B rowss. .. File type  L0G
File name Browse... File type | L0G
File name He |1?1]e type | LG
Molecular Replacement  Help
Program for Molecular Replacement w | 1f Other: | |
File name Browse... |1?11e type | LOG
File name Browse... |Fﬂe 1ype | LoG

Heavy Atom Phasing Help

Phasing Method | MAD w | Program for Phasing « | If Other: | |

File name Browse. . File type |0 |+
File name Erowse. . File type | LOG |w
File name Browss. . File type | LG |~
File name B rowse... File type | LOG | v

Density Modification  Help

Program for Density Modification w | 1f Other: | |
File name B rowss File type L0G b
File name Browss... File type/ LOG |+

Final Structure Refinement Help

File name B rowse. .

File type| Lo | v

[he following information was extracted from the coordinate file. Please verify.

Crystallographic Parameters  Help

a b [ alpha beta gamma Space Group

|77.644 | [[28907 | ||54.397 || (e0o0 || (12158 || (@000 | |[ciza |
Macromolecular Sequence Information (polymer entity) Help

Entity identifier IZI

One-letter

Sequence L

=

Chain TD la Heln

B AT L - D 7 S BB S % 361
WY HEDEDYPETIVEIBRTER N - /-4E1T

t2HTERT S,

sequence “ | "
Chain 1D | J Help
Polymer Type || J Help
Target_DB ID || ] Help

| Run Reset ||HelD
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Auto Dep
Input Tool

http://pdbdep.protein.osaka-u.ac.jp/adit/

EDBJ A member of the &APDB

Languages: en | ja | ko | zh-cn | zh-tw

BHY— hy7 | BEEF2— T L (en ja. ko. zh-cn, zh-tw) | ADITICHT BFAQ | BRHCET BFAQ | 771 L 74—T vk | SELEHE

ADITE& Y — ) Auto Dep
Input Tool
BHRYTTH?

HESORIE/ERICEALTRRABYELAS, FTHHICTEET 2— M) PIL T8RS0 SR MR EABSE SEVEDE LIV BEORI/BES SUF1— N TILICET3IEM, vk, T8
REICRIFCTIREIW,

HEOIV N ICEHTZEMNEDEORICIE. PDB IDERCSE IDEHAFAREMVAELERBRICTRALIL,

BHASE

c BEMLOBICTISEFA SN IR, [TLSERBAINEBMEN | EBTERHA LIV,

o BELEIIELTVBEET 9 wwPDBORY Y —ICEBL TV 21 LTS, wwPDB annotation policies documentizwwPDBD D744 b SHTMLEEPDF 74— hCAFARETT .

¢ BERTERERBET— (RRBERFOEES) S LCERIIRER (NMROIBE) HBRICHEAETT. ORI —FwwPDBOSMISHICBEIh Th &S,

o BEFRHERICSIUVEERTIN/IES,. PDBERICAI > TEMDBAOBETFEE 7 — Y EHEHF L (ETW. EFHRMMRIC LSBT EE L, PDBeZ/L(FRCSBOEMDepA 0 BRI . ADIT~ D FFDEXIC
(3. EMDBA S S4T SN F=EMD-id& T8 ARV ET .

HEAESFIEE BEF 12— Y PIVd B FOXEETE T (X-ray, NMR, and Electron Microscopy, other methods)
Ly avab®

AL T{7ENL

—t W

3% A == N RRE % e L1
= K I / e

Elect i
BUBIDADITL Y 2> 2 RH — = Eamspmonas W\ i *L é ) % *E
=i -A 53
LIgE@ADIT# v 53> BT 5I0I3, session restart IDEAAL T, “varci
Session Restart ID: | | [ evvavemm |

(f5l: 2006-07-01.serverhostname.9999.12345678)
ADIT-NMR® v 3% BT 5§53, ADIT-NMRD % 1+ SERL TS EXL,

BaRE...

Bk, BHEICIZPOB IDERCSB IDERBHLAEFA—IL A RN INES,

#EA BRIV MICOVTORERIDERSLUBRE~AOHVEHLEFESEELHAET AL E wwPDBORESE M Hcontact author KB IN A A TICE MW ALET, RURGNAF IR EFA—ILIC
THE TwwPDBOIREE S ERERYELET.

TER, aAvh, TIREEE. [PDBER REICHEIZSMVWEbE ATV HFEO TV NICET RSBV A DEBIEICIE, PDB IDERCSB IDA#ZE 2 SBVEHERBICTEALEIV.,

©PDBj
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Running an ADIT Session

1. Please review the format requirements before starting the session.

; " o .
2. You may wish to use pdb_extract to process log files for deposition. N7AN — |\‘ j‘ 6 -7 /r
3. Check ligands with Ligand Expo. J / ; I:I 7 ) ) b 7 74 ) bﬂ:z :—E%

Upload coordinate file I | Browse... | Select file type:

Compress (.gz or.Z files) first.

Upload structure factor file I | Browse... | Select file type:

Compress (.gz or.Z files) first.

. - - - =}
Choose Operation: o Precheck ( Validate Deposill j:;'% 1’F IE E

About ADIT Precheck +
A | Precheck  Precheck + :
n session involves three steps: Valldate +

1. Adata format precheck Val Id ate

2. Avalidation check 1
3. The actual deposition of the structural data to the database De pOS It

Precheck confirms that the data files you enter are in a format that can be automatically processed by our software. The format and required data items for coordinate files are described for the PDB and mmCIF formats. The required mmCIF data items for
structure factor data are also described. The precheck identifies any changes that need to be made in your data files in order to obtain a validation report or to deposit your structure.

The validation check creates a validation report for the structure which includes an RCSB PDB Atlas page, a validation report with stereochemical checks, and, depending on the type and content of the files uploaded, produces Procheck, Molprobity, NUCheck
and SFCheck reports. The validation may take a few minutes depending on the size of your structure, so please be patient.

Third, deposit your structure to the database. A Web editor is provided to help you enter information about your structure.
. . =7~J Ny, / 1
=/ 4
Validation ReportD 2= wh7B1k
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Data Syntax Check

Click here to e-mail the session restart ID

Coordinate Syntax Diagnostics:

© ERROR: Token 'LINKR' is unrecognized in line 137. Please refer to the PDEB V3.2 format for the proper token name.

LINKR SER A 87 ASP A 91 gap

o ERROR: Token 'LINKR' is unrecognized in line 138. Please refer to the PDB V3.2 format for the proper token name.

LINKR ALA A 158 PRO A 162 gap

o ERROR: All polymer chains should have a TER card at the end of each chain. No 'TER' records after each polymer. Please add TER card and restart again.
o ERROR: File has no 'END' tokens. The 'END' record must be at the end of the file. Please add END token at the end of file and upload the file again.

Structure Factor format is OK!

2010-09-22 HASOEYMIRERF X WUE
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Please input sequence(s):

Only sequences for proteins, peptides, and nucleic acids should be entered in the boxes below.

The polymer type must be selected.

cooo0000O0

Please enter the sequence of each macromolecular polymer. The sequence should include all residues in the experiment including uncleaved expression tags (like his tags), as well as residues missing due to disorder.
If a sequence applies to more than one chain, enter the sequence once and specify the chain IDs with spaces or commas in between each chain ID.

N- and C-terminal tags can be entered in the "uncleaved N-/C-terminal HIS-tag or cloning artifact” boxes. The N- and C-terminal boxes should be left blank if no tags were used or if they are already listed in the sequence.
To indicate a modified or non-standard residue like selenomethionine, use parenthesis: (MSE). Three letter codes can be found at Ligand Expo.

If the sequence database reference exists, please select the database name and enter the accession code (GB (GeneBank) for nucleic acids and UNP (UniProt) protein sequence).
For Structure Genomics, if the sequence has been or will be deposited to TargetDB, please indicate the Target ID in the "Target identifiers” box. This is for structural genomics project only.
One-letter code for polymer sequence INCLUDING THE RESIDUES MISSING IN THE COORDINATES (mandatory). Do not repeat terminal tags if already provided in the boxes above or below.

Click here to e-mail the session restart ID

1st sequence

Uncleaved N-terminal HIS-tag or cloning artifact
iIf none, leave the box blank

One-letter code for polymer sequence INCLUDING THE RESIDUES MISSING IN THE COORDINATES (mandatory)
Please don't repeat fags here if already provided in the box above or below.

MIQRTPKIQVYSRHPAENGKSNFLNCYVSGFHPSDIEVDLLKNGERIEKVEHS
RLSFESKD
WSEYLLYYTEFTPTEKDEYACRVNHVTLSQPKIVKWDRDM

Uncleaved C-terminal HIS-tag or cloning artifact
iIf none, leave the box blank

HHHHHH

Polymer type (mandatory)

| protein/peptide | & |

Chain identifiers (for example, A,B) ‘A

Target identifiers (if has been/will be deposited to TargetDB?) ‘ ‘
Sequence database name unP 2|

Sequence database code \Pﬁl?ﬁs ‘

Save Sequence

7 X /BRI EREC S A D DERAEAE

(habal
W
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ADIT-NMR
http://nmradit.protein.osaka-u.ac.jp/omrb-adit/

2 & »
ﬁ P . A D Tutorial BMRE Home PDB Home Contact us
L—
PROTEIN DATA BANK BMRR -

ADIT-NMR tool for creating individual or combined depositions to BMRB and PDB

Effective December 2, 2008, a single minimized average structure will no longer he acceptable as a PDB entry. In general, a minimized average structure

can be included in an entry that also contains the calculated ensemble of conformers. Also, the chemical structure for all models must be identical. This
policy is published at http://www.wwpdb.org/news.html

To start a new ADIT-NMR session:

o Press the BEGIN button | NeW ADIT-NMR Session
[ BEGIN |

To continue with an existing session from an earlier date:

+ Enter your session restart ID Continue Previous Session
® Press the CONTINUE SESSION button | Session Restart ID
example: 2008-07-01 serverhostmame. 9999, 2345678

[ CONTINUE SESSION

To begin a new deposition using a previous deposition:

e Enter the previous deposition's Restart ID | New Session Copied From Previous Deposition
¢ Press the NEW SESSION button Previous Session's Restart ID
example: 2006-07-01.serverhostname. 9999. 12345678

| NEw SESSION

Please send any questions regarding your PDB entry to: deposit@ deposit.rcsb.org
Please send any questions regarding your BMRB entry to: bmrbhelp @ bmrb.wisc.edu
Questions, comments, and suggestions regarding the ADIT-NMR deposition tool itself can be sent to: bmrbhelp @ bmrb.wisc.edu

2010-09-22 HASOEYMIRERF X WUE
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ADIT-NMR

Tutarial for

Input ltems in Japanese Alte DBP

Wep IRpaETol Preview|
Manu trote]

Helpl Deposition Homel Exit|

BMRB

+ & Enfry_information

(To enable the remainder of this
menu, use the

'CONTINUE DEPOSITION' button
on the Deposited Data Files page.)

Your restart 1D is: 2010-06-15.nmradit.protein.osaka-u.ac.jp.80.5019450

(Write down the restart ID number {on the line above). You will need it in order to continue the deposition at a later date.)

This ID is also displayed in the titlebar of the browser and at the top of every page.

Entry interview

Select the type of deposition you would like to start (BMRB or PDB). The information entered as you complete the deposition will apply
to both a BMRB and PDB deposition. At any time, you can switch between a BMRB or PDB deposition using the 'View mode' buttons in
the upper left hand corner of the interface. Prior to submitting a BMRB deposition, you can return to the entry interview page and change
your selections. Additional information describing the deposition process can be obtained by clicking on the 'Help' button at the top of the

page.

Your E-mail address. The restart ID will be sent to this address.
You will need a record of this restart ID to continue this
deposition at a later time.

E-mail:

Save Changes | ‘ Reset Changes

Start a PDB deposition or a BMRB deposition first @| © pDB C BMRB *

Save Changes | | Reset Changes

2010-09-22 HASOEYMIRERF X WUE



ADIT-NMR

Tutorial for
Input ttems in Japanese

Manud

AD Help| Deposition Home| Exit] =
NMR E =
IT! M :;_'\EU'I'LIN DATA BANK

BMRB

+ 1 Entry_information
{To enable the remainder of this
menu, use the

'CONTINUE DEPOSITION' button
on the Deposited Data Files page.)

7y7O—KR9$35T7714I)

BRIFIRE

Data File Upload Form

& (*New*) Depositors of protein depositions are strongly encouraged to use the Protein Structure Validation Suite (PSVS) and/or the CING package to check their NMR and structure files
before uploading them.

® (*New*) All models in a deposition should have the identical chemistry (same number and types of atoms and bonding).

e Please superimpose the models in your ensemble file before starting a deposition

* NMR experimental data files that use IUPAC atom nomenclature in the NMR-STAR format can be processed and returned quickly

* Todeposit NMR time-domain (raw) data files, follow these instructions

 Multiple NMR data files, constraint files, and ligand image files may be uploaded by repeated use of this form.

NMR Data Other s
v B - \ Fil i %]
Sl Convert data files to NMR-STAR.
i *
‘Coordinate -Brows File type: S
file name: Compress (.gz or.Z files) first O mmCIF
(If you leave all the fields blank, ADIT-NMR will re-use the previously sent file: IED7.pdb)

*
Constraint file upload instructions
(If you leave this field blank, ADIT-NMR will re-use the previously sent file: 1EDT.)

Precheck Coordinates Validate Coordinates Upload ]

Prechecks or Validates the file that was entered above. Used 3 Oproad o Tabove.
(*New *) Depositors of protei itions are strongly to use the Protein Structure Validation Suite (PSVS) and/er the CING package to check their NMR and |I
them

structure files before uploadi

Press "CONTINUE DEPOSITION" when done uploading files to enable the rest of the menu on the left.

l CONTINUE DEPOSITION

Files uploaded on the server

(click to

delete) File Name

File Type  Size (bytes)

An ADIT-NMR PDB session involves five steps:
[deposition

1. Select coordinate and constraint files. 2. Runa precheck 3. Run a validation check 4. Upload the structural data to the database. 5. Complete the

An ADIT-NMR BMRB session involves two steps: 1. Select and upload all experimental data files. 2. Complete the deposition

[Questions, comments, and suggestions should be sent to bmrbhel p@ bmrb.wisc.edu.

© RCSE
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ADIT-NMR

Tutorial for
Input ttems in Japanese

Manud

Help| Deposition Home| Exit]
Preview| Deposit To PDB

==
v
o

A
B NMR

(==
PROTEIN DATA BANK

BMRB

ViewMode | @[PDBYV BMRB |

- & Entry_information
¥ Deposit data files
th Entry information
- & Citations
= & Citations
R citations
= & Molecular_assembly
- & Ligands, cofactors, elc
(=
= R Molecular entity
XX XXXXXXX
¥ Natural source
¥ Experimental source

- 1 Experimental_descriptions

=rh Sample
# sample
-1 Sample conditions
 sample_conditions_1
— th Software descriptions.
" X-PLOR
h DYANA
t NMRPIPE
M XWINNMR
™ NMRPIPP
t MOLMOL
R NMR spectrometer list
M NMR experiments and
samples
- ™ Structure_determination
th Conformer statistics
¥ Constraint statistics
¥ Conformer refinement
methods

Data File Upload Form

files before uploading them.

(*New*} All models in a depasition should have the identical chemistry (same number and types of atoms and bonding).

Please superimpose the models in your ensemble file before starting a deposition

NMR experimental data files that use IUPAC atom nomenclature in the NMR-STAR format can be processed and returned quickly
To deposit NMR time-domain (raw) data files, follow these instructions

Multiple NMR data files, constraint files, and ligand image files may be uploaded by repeated use of this form.

“ e e s e

(*New*) Depositors of protein depositions are strongly encouraged to use the Protein Structure Validation Suite (PSVS) and/or the CING package to check their NMR and structure

NMR Data

v B Fil N M}
file name: ‘ fem—— L Convert data files to NMRSTAR.
v \[ Browse... ]
Coordinate Compress (.gz or.Z files) first File type: @ pDB
file name: {If you upload another Coordinate file, it will replace the one already submitted.) C mmCIF
(If you leave all the fields blank, ADIT-NMR will re-use the previously sent file: 1IED7.pdb)
P arn v \[ Browse... ]
file name: Constraint file upload instructions
(If you leave this field blank, ADIT-NMR will re-use the previously sent file: 1EDT.)
Image File [ |[ Browse... ]
(for a ligand):
Precheck Coordinates Validate Coordinates Upload
Prechecks or Validates the file that was entered above. Used to upload all files entered above.
Choose O (*New) Dep of p ions are strongly to use the Protein Structure Validation Suite (PSVS) and/or the CING package to check their NMR and
structure files before them.
]

Press "CONTINUE DEPOSITION" when done uploading files to enable the rest of the menu on the left.

[ CONTINUE DEPOSITION

Files uploaded on the server

(elick to

delete)

delete>>

Cannot Delete Coordinate
File

( However, you may replace
it with a new upload. )

File Name File Type Size (hytes)

TEIE24

XXXX.

XXXX.pdb 1708938

An ADIT-NMR PDE session involves five steps:
[deposition

1. Select coordinate and constraint files. 2. Run a precheck 3. Run a validation check

An ADIT-NMR BMRB session involves twosteps: 1. Select and upload all experimental data files. 2. Complete the deposition

2010-09-22 HFASEAEMMEERER WA
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Categories

Deposition

Contact Authors
Structural Genomics
Release Status

Title

Related Entries
Authors

Entry Authors

Citation Authors
Citation
Chemical/Biological
Features

Molecule Names
Molecule Details
Sequence

Genetically Manipulated
Source

Natural Source
Synthetic Source
Structure Features
Keywords

Biological Assembly
Cryslallization
Methods and Conditions
Crystal Data

Unit Cell

Space Group

Data Collection
Crystals

Radiation Source
Radiation Detector
Collection Temperature
Collection Protocol
Reflections

Reflections shells
Refinement
Refinement Statistics
Resclution shells

RMS Deviations
Coordinate Error
Software

Programs

Upload Supplemental
Information
Supersede/Obsalete
Information

Ligand Information
Virus Matrices

Categories
Frame

Data ltems

DISPLAY AS TABLE

:L_

How to use the
AUTO DEP INPUT TOOL

BEGIN ENTERING DATA: For each category, a set of instructions and places to enter data will be displayed in this frame. Fill in any relevant missing information.

RESTART: if you want to restart your session at a later time, record the restart ID for this session: 2010-Jun-14.09.17.36.661600.5ession. 10946 ( Click here to e-mail the session restart ID). This ID is also displayed in the title bar of your
browser. When you are ready to continue, enter this code in the appropriate box at the bottom ~F th

HELP: An explanation for any item can be obtained by selecting the Help button within the : 5 e SS I O n R eStart | D: Help button in the top frame will display these instructions

« EXAMPLE: An example for any item can be obtained by selecting the Example button within the table. This information will appear in the bottom frame.

SAVING YOUR DATA: You must press the Save button in each categoge

er entering data. Switchigg to another category without say gur data will erase the information that you have entered
DISPLAYING AS A TABLE: To display the data in the selected categ % ﬁ

atha S| h tthated F amnewiﬂ appear in the bottom frame.

PREVIEWING YOUR ENTRY: You can preview your entry at any time by selecting the PREVIEW ENTRY button located in the top frame.

« DEPOSITING YOUR STRUCTURE: To send your deposition to the archive, press DEPOSIT in the top frame.

This 1s the HELP frame

is frame is used to display dictionary descriptions, examples, tables and diagnostic information

or Data Items:

« Press the HELP button for advice about how to enter data in the item.
« Press the EXAMPLE button in the item frame to view examples of the item.

Help Frame

2010-09-22 HFASEAEMMEERER WA




DeposittzyiavDEBR

Languages: en | ja | ko | zh-cn | zh-tw

Depotision Top | Deposition Tutorial (en, ja, ko, zh-cn, zh-tw) | ADIT FAQ | Deposition FAQ | File Format Information | Contact Us

wosiow

s
ePrPDB

A member of the HTrris oums sans

ADIT Deposition Tool
Need help?

Auto Dep
Input Tool

If you have any questions, please read “Deposition tutorial” first. If you still need help, please contact us. Questions, comments, and suggestions in validation/deposition service and tutorial are welcome

If your question is about a particular entry, please include the RCSB ID in your message.

Announcements

» If TLS is involved in refinement, Please read “Depositors for using TLS” document.
+ Please make sure that your depositing coordinate meets wwPDB policy. wwPDB annotation polices document is available from wwPDB web site in HTML or PDF format.

 Structure factor amplitudes/intensities (for crystal structures) and restraints (for NMR structures) are a mandatory requirement for PDB deposition. This policy is published at wwPDB news.

* Structures solved by Electron Microscopy should deposit their maps to the EMDB (at PDBe or RCSB) first, and should supply the EMD-id as an associated entry with their ADIT deposition

Files and information required to deposit X-ray, NMR, and Electron Microscopy, or other methads structures.

—Start New S

To start a new ADIT session, select the experimental method and the molecular structure type. Then press the BEGIN button

Method: | x-ray ¢ | Structure Type: | protein c| BEGIN |

—Continue Previous ADIT S

Session Restart ID

CONTINUE SESSION |
2345678)

2 Y
i w2

To continue a session from an earlier date, Enter your session restal

If you have started an ADIT-NMR session, you can continue at ADIT-NMR.

After the deposition...

After the deposition, you will receive an email receipt which includes PDB ID and RCSB ID

AN

wwPDB annotator will send you the letter which includes validation summary, question about your entry, etc. to the contact authors. The authors need email communication with wwPDB annotator in English.

Questions, comments, and suggestions should be sent to PDBj annotation master in English. If your question is about a particular entry, please include the RCSB ID in your message.

2010-09-22 HFASEAEMMEERER WA
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Categories

Data Items

DISPLAY AS TABLE

Deposition
Contact Authors
Structural Genomics
Release Status

Title

Related Entries
Authors

Entry Authors
Citation Authors
Citation
Chemical/Biological
Features

Molecule Names
Molecule Details
Sequence

Genetically Manipulated
Source

Natural Source
Synthetic Source
Structure Features
Keywords

Biological Assembly
Crystallization
Methods and Conditions
Crystal Data

Unit Cell

Space Group

Data Collecti

ANEEHOAILT

Enter Data in Category Reflections

| save Reflections |

3.

Reflections

Observed criterion sigma(F)

Help

Example

Observed criterion sigma(I)

Help

Example

Resolution (high)

Help

Example

Resolution (low)

Help

Example

|Nu.ml)er unique reflections (all)

| Help

‘Exﬂmple

Number unique reflections (observed)

Help

Example

Percent possible (observed)

Help

Example

| R-merge I (observed)

Help

Example

‘observed)

Help

Example

Net I over average sigma(I)

I-lem

T — -

[Enter the details about the crystallographically unique set of measured reflection data used to determine the coordinates of this deposition.

[Note that the collection characteristics entered here may be different from the values which are to be entered under 'Refinement Statistics'.

“Save...” =71)v)

2. THB%=Z AT

— ANEDHIZER

Reflections

Crystals

Radiation Source
Radiation Detector
Collection Temperature
Collection Protocol
Reflections

Reflections shells

Observed criterion sigma(F) | 0

Observed criterion sigma(l) | 0

Resolution (high)

Resolution (low) | 26.630

| 38852

Number unique reflections (observed) | 38852

\
\
\
\
‘ Number unique reflections (all)
\
\
\
\
\

Refinement

Refinement Statistics Percent possible (observed) | 100.0
Resolution shells

RMS Deviations R-merge I (observed) [0.05100
Coordinate Error R-sym I (observed) | ?
Software Net I over average sigma(I) | 12.4000
Programs =

Upload § 1 tal B(isotropic) from Wilsen plot 9.459
Information Redundancy 3.800

Supersede/Obsolete

4. AAAARABHELWZ EZMHEER
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ADIT AZJiH]

Categories Data Items
DISPLAY AS TABLE

Related Entries A Enter Data in Category Reflections
Authors
Entry Authors Enter the details about the crystallographically unique set of measured reflection data used to determine the
Citation Authors coordinates of this deposition.
Citation
Chemical/Biological Note that the collection characteristics entered here may be different from the values which are to be entered under
Features ‘Refinement Statistics'.

Molecule Names

Molecule Details Save Reflections

Sequence
Genetically Manipulated
Source ‘ Reflections
Matural Source
Synthetic Source ‘Observed criterion sigma(F) Help |Example | 0
Structure Features ‘Observed criterion sigma(I) Help |Example | 0
Keywords
Biological Assembly ‘Resolution (high) Help |Example |/1.13
Crystallization
Methods and Conditions ‘Resolution (low) Help | Example |26.63
Crystal Data
Unit Cell ‘Number unique reflections (all) Help |Example | 38852
Space Group ‘

Number unique reflections (observed) |Help |E le | 38852
Data Collection = ( ) |Help | Example
Crystals ‘Percent possible (observed) Help | Example ||100
Radiation Source
Radiation Detector ‘R-merge I (observed) Help |Example ||0.051
Collection Temperature
Collection Protocol ‘R-sym I (observed) Help |Example
Reflections ‘
Reflections: High Resol. Shell ‘Net I over average sigma(I) Help IExample 12.4 L
Refinement ) -
Refinerent Statistics Description of Net I over average sigma(I)
Resolution shells (mmCIF item _reflnsndb_netl_over_av_sigmal)
RMS Deviations The ratio of the mean of all the intensities classified as 'observed' to the mean of the standard uncertainties of the
Coordinate Frror intensities of the 'observed' reflections.
Software
Programs
Upload Supplemental
Information

Ligand Information
Virus Matrices

2010-09-22 HASOEYMIRERF X WUE
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ADIT-NMR

Tutorial for Helpl Deposition Homel Exitl

Input ltems in Japanese - N 1_%)
Alto Dep 4,_) l_“ ) =

Wep [RpGETo 3l Preview| Deposit To PDBl &= 4 =
u£u3| PROTEIN DATA BANK

BMRB

|View Mode | @ |PDBY | BMRB |[Your restart ID is: 2010-06-15.nmradit.protein.osaka-u.ac.jp.80.68418965

- & Entry information Sample conditions

B Deposit data files
1 Entry information
- B Citations S
- B Citations Save Changes | | Reset Changes | | Create New | | Replicate | | @belete This section
B citations -
- & Molecular_assembly
- B Ligands, cofactors, etc.
[
- & Molecular entity Sample condition list

B CHITINASE Al Sample conditions label @ ||[sample_conditions_1 |T| v

B Natural source

Provide at least the pH and temperature for each set of conditions used to collect the data listed in the entry.

sample_conditions_1

B4 Experimental source

- th Experimental_descriptions Details @

- Sample
1 sample

=@ Sample conditions Sample condition variables
1 sample_conditions_1 =

- ™M Software descriptions zl:; m'l_ Variable type @ Variable value & Variable value error @ | Variable value units &
ggf{;gi Olclear || ionic strength ¢ |V |10 K2l il ]|T| *
M NMRPIPE O clear ||3H o} | v [6.00 ]\/ [ ] IpH |L| v
1 XWINNMR O clear || pressure ¢ |V |[AMBIENT K4l Jill J[v]*
1 NMRPIPP Rl

Ol ctear || t t 2| ¥ |([310.00 v K v

# MOLMOL clear || temperature IV Al il J[v]

& NMR spectrometer list If you need additional rows of input, select how many: |0 |¢ || save Changes |

™ NMR experiments and samples
-t Structure_determination ‘ Save Changes | | Reset Changes | | Create New | | Replicate | | @Delete This Section |
1 Conformer statistics -
B4 Constraint statistics

B Conformer refinement methods

2010-09-22 HASOEYMIRERF X WUE



Preview

PDBj

PDBj | Contact Us

& MEMBER or Th SIPDEB
An Information Portal to Biological Macromolecular Structures

af d Deposition Services Home

Deposition Top | Tutorial | ADIT FAQ | Deposition FAQ | pdb_extract | Ligand Expo

000 oa

A
IT

|Return to the Input Tool|

Auto Dep
Input Tool

If you choose to deposit your structure at this point you will NOT be able to change your entry further in this ADIT session.
Please review the following tables of the data you have input for missing information.

Items surrounded by >> << indicate missing items or data incorrectly input.

Please try o fill in as many of these items as possible before depositing your structure.

To continue entering data, press the Return to Input Tool button above.

Continue to Deposit

Contact Authors:
Identifier 1
Salutation Mr.
First Name Foo
Last Name Bar

Middle Name Initial

?

Role

principal investigator/group leader

e-mail

t-matsuu@protein.osaka-u.ac.jp

Phone Number

+81-6-6879-8635

Fax Number +81-6-6879-4313
Address 3-2 Yamadaoka
Address Laboratory of Protein Informatics
Address Institute for Protein Research
City Suita
State/Province Osaka
Zip CodelPostal Code || 565-0871

Country Japan

Organization Type ‘academ\c

Structural Genomics:

Identifier F
Center name F

E5%a1DPreviews w7814t

2010-09-22 HASOEYMIRERF X WUE
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Preview

PDB;j

DBj | Contact Us

A memeer or e S IPDB
An Information Portal to Biological Macromolecular Structures

Deposition Top | Tutorial | ADIT FAQ | Deposition FAQ | pdb_extract | Ligand Expo

Your structure cannot be deposited because of the following missing information:

In category Contact Authors, the principal investigator/group leader is missing
In category Contact Authors, First Name is missing.

In category Contact Authors, Last Name is missing.

In category Contact Authors, Address is missing.

In category Contact Authors, City is missing.

In category Contact Authors, State/Province is missing.

In category Contact Authors, Zip Code/Postal Code is missing.
In category Contact Authors, Country is missing.

In category Contact Authars, Phone Number is missing.

In category Contact Authors, e-mail is missing.

In category Contact Authors, Role is missing.

In category Contact Authors, Organization Type is missing.

©0 0000000000

Please review the following tables of the data you have input for missing information.

Please try to fill in as many of these items as possible before depositing your structure.

°
o Items surrounded by >> << indicate missing items or data incorrectly input.
°
°

To continue entering data, press the Return to Input Tool button above.

A
IT

|Return to the Input Tool|

<~

Auto Dep
Input Tool

Contact Authors:
Identifier > 7 <<
Salutation ?
First Name > 7 <<
Last Name >>? <<

Middle Name Initial |[?

Role 5> 7 <<

e-mail > 7 <<

Phone Number 5> 7 <<
Fax Number ?

= BRICKWADERY

ZLTWBHESIE.

City. > 7 << m AN I V4 %I_L_I - N
i cosirast s [ 7 E%} 'ﬂE% JC T —C 3 7 A A

Country >>? <<
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Deposit

PDB; & memser or T @ IPIDE

oot ks An Information Portal to Biclogical Macromolecular Structures

PDEBj | Contact Us lidatio

Deposition Services

Deposition Top | Tutorial | ADIT FAQ | Deposition FAQ | pdb_extract | Ligand Expo

A
IT

I am an author or co-author of the data that are being submitted to the PDB and that the other co- authors are aware that these data are being deposited in the PDB.

The coordinate set that | am depositing represents the final results of the structure determination.

1 will carefully review the validation report that will be sent after data processing by the wwPDB deposition site and will investigate the issues that are raised as a result of that procedure.
I have read and understood the wwPDB deposition and release policies as summarized below.

Auto Dep
Input Tool

By submitting this structure to the Protein Data Bank, | declare that:

o
°
o
°

wwPDB Deposition/Annotation and Release Policies

The wwPDB deposition and release policies are described in detail at http:/fwww.wwpdb.org/policy.

We encourage you to read the policies thoroughly. Some major points are as follows:

PDB/Ligand Codes: Neither a single PDB ID/ligand code nor a range of PDB IDs/ligand codes can be requested. PDB IDs and ligand codes are automatically assigned and do not carry intrinsic information.
Annotation Policies: Your entry will be processed by the wwPDB annotation staff following guidelines and procedures laid out in the document http:/fwww.wwpdb.org/procedure.

The wwPDB annotation procedures are subject to constant improvement in keeping with the overall goal of making entries more consistent and informative to the end users of the data within the constraints of the PDB format. The current PDB format and its
specifications can be found at http:/f’www.wwpdb.org/format.

Validation Report: The wwPDB processes all entries and produces a validation summary and report. Possible problems in the geometry, chemistry and the match of the coordinates to the experimental data are highlighted and authors are requested to
investigate these issues thoroughly.

Release Policies: PDB entries are processed by the members of the wwPDB (RCSB PDB, PDBe and PDBj). They are either released immediately (REL), when the correspending paper is published (HPUB), or on a particular date (HOLD). Each week, all files
scheduled for release or modification are checked and validated one final time. Authors may be contacted to resolve any issues that may arise while preparing the entries for release.

All release requests should be sent to the wwPDB processing site by 12:00 hrs noon on Thursday (local time at processing site) for release the following Wednesday. Requests received after this deadline will be processed during the next release cycle. Release
notifications received from journals will be processed in the next release cycle.

For HOLD and HPUB entries, if the depositor fails to respond to the wwPDB within one year of deposition (HOLD and HPUB) or before publication of the entry, whichever is earlier (HPUB), and there are no outstanding issues with the submission, the entry will be
marked as author approved. The entry will then be released in accordance with the instructions provided by the depositor.

If the paper has been published and there are problems that have not been adequately addressed, the entry will be released with a CAVEAT record. If there are unresolved problems in an entry that is unpublished, it will be withdrawn at the end of the 12-month
period counting from the date of deposition.

For REL entries, if the depositor fails to respond to the wwPDB within three weeks from the mailing of the annotation report and assuming there are no major issues with the submission, the wwPDB will consider this entry to be author approved. The entry wil then
be released. If at the end of the 12-month period after deposition any problems remain unaddressed, the entry will either be released with a CAVEAT record if there is a publication or be withdrawn by the wwPDB if it has not been published.

DEPOSIT NOW

Please press this button only once.

Questions, comments, and suggestions should be sent to PDBj annotation master.

SERIDMN) O — R Z WAL
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From: PDBj Annotator (XX) <xxxx@audit.protein.osaka-u.ac.jp>
Subject: structure of rcshXXXXXX
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