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ZDESIZEMI=-PDBT 7 A ILIZ...

ATOM 1 N GLU A 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 O HOH 1 66.028 -1.431 -8.087 1.00 2.00 0
HETATM 8144 O  HOH 2 73.641 6.213 -39.265 1.00 2.00 0
HETATM 8146 O  HOH 3 61.394 61.399 -0.008 0.50 2.00 0
HETATM 8147 O HOH 4 80.272 51.562 4.288 1.00 5.08 0
HETATM 8148 O HOH 5 75.076 18.236 -43.310 1.00 42.23 0

BDBIing & G ing 8 P IV ing in Kyoto _/J
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Chain ID, residue numberBNZE =z SN FET

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 GLUB 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 O HOH A 349 66.028 -1.431 -8.087 1.00 2.00 0
HETATM 8146 O HOH A 350 61.394 61.399 -0.008 0.50 2.00 0
HETATM 8147 O HOH A 351 80.272 51.562 4.288 1.00 5.08 0
HETATM 8244 O HOH B 349 73.641 6.213 -39.265 1.00 2.00 0
HETATM 8245 O HOH B 350 75.076 18.236 -43.310 1.00 42.23 0
@ () o @ (@) — @ o @ o @)
4 5 A349 A350 A351 B349 B350

1 2 3
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Residue number®EBEBE R FEEE L TULVEITAIEL. ..

ATOM 1 N GLU A 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 O HOH 1001 66.028 -1.431 -8.087 1.00 2.00 0
HETATM 8144 O HOH 1002 73.641 6.213 -39.265 1.00 2.00 0
HETATM 8146 O HOH 1003 61.394 61.399 -0.008 0.50 2.00 0
HETATM 8147 O HOH 1004 80.272 51.562 4.288 1.00 5.08 0
HETATM 8148 O HOH 1005 75.076 18.236 -43.310 1.00 42.23 0
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residue numberlZRFSNFEF

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 GLUB 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 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 B1005 75.076 18.236 -43.310 1.00 42.23 0
@ () o @ (@) — @ o @ o @)
1 2 3 4 5 A1001A1003A1004B1002B1005
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Missing Residues/Atoms

Extra Atoms

ETILEIDORMSD (NMRIZ & 2 1E:&EBFTDIHZEDH)
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n TV

n _ 32
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. standard”

Vstandardl >6x RMSDZ#HETEDNUR Ty TEhd

|V

actual ~
T I/ BOEEE

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

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 revisited[Z&E DL\ -O/V A

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

Ramachandran Ramachandran revisited
1965 RRE 1996
463 SECAVEEE 403
463 BRIIICAWLEE 300014 £
Most favored,
Additional allowed, 5 Inside core
Generously allowed, 7 Outside core
Disallowed
Gly, Pro BRAENZHEE Gly, Terminal
1 DZ§ 51128 (5 DPBIing 8§ ing & PIYB ing n kyoto _j)
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PDBj ; 280
v - Auto Dep
Input Tool

ADIT Validation Report

Structure Summary

Protein Validation Report
« PROCHECK Validation

ned ssing FROCHECK V 3.4.4
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G ORI

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

2008-

HEIE DO RGLE

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.

= 0087ing 2 i ing s PN E  ing i
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G ORI

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.

-
g PDB

2008-11-28 noRj

_Jf.)

HEIE DO RGLE

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(C A 99)

20081128 L0 0081ing 8 8 ing &« P I3 ing in kyoto

_Jf)
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PDB Chain_ID: A

SEQRES:
COORDS:

SEQRES:
COORDS:

SEQRES:
COORDS:

SEQRES:
COORDS:

SEQRES:
COORDS:

SEQRES:
COORDS:

SEQRES:
COORDS:

1
MET
MET
0

16
ALA
ALA
15

31
PHE
PHE
30

46
ARG
ARG
45

61
TRP
TRP
60

76
LYS
LYS
75

91
PRO
PRO
90

ILE
ILE

GLU
GLU

HIS
HIS

ILE
ILE

SER
SER

ASP
ASP

LYS
LYS

F 1 D R GIE

15
GLN ARG THR PRO LYS ILE GLN VAL TYR SER ARG HIS PRO
GLN ARG THR PRO LYS ILE GLN VAL TYR SER ARG HIS PRO
14

30
ASN GLY LYS SER ASN PHE LEU ASN CYS TYR VAL SER GLY
ASN GLY LYS SER ASN PHE LEU ASN CYS TYR VAL SER GLY
29

45
PRO SER ASP ILE GLU VAL ASP LEU LEU LYS ASN GLY GLU
PRO SER ASP ILE GLU VAL ASP LEU LEU LYS ASN GLY GLU
44

60
GLU LYS VAL GLU HIS SER ASP LEU SER PHE SER LYS ASP
GLU LYS VAL GLU HIS SER ASP LEU SER PHE SER LYS ASP
59

75
PHE TYR LEU LEU TYR TYR THR GLU PHE THR PRO THR GLU
PHE TYR LEU LEU TYR TYR THR GLU PHE THR PRO THR GLU
74

90
GLU TYR ALA CYS ARG VAL ASN HIS VAL THR LEU SER GLN
GLU TYR ALA CYS ARG VAL ASN HIS VAL THR LEU SER GLN
89

ILE VAL LYS TRP ASP ARG ASP MET
ILE VAL LYS TRP ASP ARG ASP  ?
98

_,f")

KHEa 77 7 A )L DUEfH

ZEFIBEHROME ) THEAT S, BEBRTOEEKE
TERALEITOISLOO0T D74 ILVEZEET S

XiptERIEE R DIHE
BELICEALET—8€y b EAARECEALET—8 €Y b

T—RIRE, RO SRy —1 vy
SR—1 2y SHEERFI7AIL
SRR E

sDensity Modification

YA VILOBEFL

NMRIZ & 8 ERETDES

oEERTE
dEERET
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KHEe 77 7 A )L DUEH

CCPAZEMNT 250

s BT 07T AOFEFTRHT “NOHARVEST” F— T — RAMH LA
. (CCP4i% M9 544, “Data Harvesting” T “Do not create harvest file” % &R
YD)

s 1777 ANV IZSCALA, MLPHARE, REFMACS% A3 1 /19 5 CIF 7 7 A V%Al
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= PDB-extractZ{# /A L T&4k9 (%, deposit_mmcifinpZE{TL. HAsht=77
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« PDB-extractZ &9 (C&#k T HIE(E. xtal_pdbsubmission.inpZEfTL. HAzh
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a
i

At T
An Information Portal 1o Biclogical Macromolecular Structures.
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@
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Coerdinats . Fnour. T, 3 N
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DDBJing & KEGGing & PDBjing & % in IR#B (2008.11.27-28):
PDB] NDT—4&8 A%

BRERIE RO H

RACTING | FORA FOR
Y S S S —. .
e e ik e e smcrs dnsmnaien

* Ennar = tu co watry
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= Refieciien Data Used for Final Grsinos Befinemess  Wap
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5 v ]
(=
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DDBJing & KEGGing & PDBjing & % in IR#R (2008.11.27-28):
PDBj ~DT—42& %A%
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IT[ InputTugl

htt;-)://pd bdep.protein.osaka-u.ac.jp/adit/
http://nmradit.protein.osaka-u.ac.jp/bmrb-adit/ (NMR)

PDRj PR L]
ADIT Deposition Toal ‘;l]_[". vl

Send correspondence e-mails to annotators in English!f

vt scrapt sy s st e

Plaste nate (haf AD T gass will replace the carrent ADIT in sarfy 2008

— L BmT—ARICEEND
LERBFE L SR EEAEOH
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T — BEE LR
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DDBJing & KEGGing & PDBjing & % in 5B (2008.11.27-28):
PDBj ~DT—4&8% 5%

PDBj A @ Auto Dep 9.9 9

n‘-"m’“ | Input Tool

alsi|
r ligand with Ligand Depot]
wir deposition using pdb_extract|

Running an ADIT Session

o1 ors are urged 1o submit sirg

TyI7A—FFB5T74I 574 )LR

s SF an only be r
Enter coordinate
file name: Compress {.gz or.Z files) first.

Browse
Compress gz or.Z files) first.

Enter structure
factor file name:

BEGIN

Choose Operation:  Precheck  Validate  Deposit

About ADIT

I3 yaur data 1l

Questions, comments, and suggestions should be sent o deposit@depoit resb.org

DBj
m
e | 2008-11-28

= 008 ng & @08 ng & PP INER ] ing in kyoto

_/J

ADIT A 7JiE M

Data ltems.
i 26 e

How to use the
AUTO DEP INPUT TOOL

ffUniosd Supplemental

Categorigs:

i
i 2008-11-28
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DDBJing & KEGGing & PDBjing &< in FT#B (2008.11.27-28):
PDBj ~DT—42& %A%

w

PDEj

ol ALY $4) | Depantian 44| Fuomint infaimation | Cosdnct by

ADIT Deposition Tool ﬁ_!? o 0w

Send ¢ e e-mails to

e cannot sccept any

cttar are tgged and shared mth o8 ewlCS arrctaton

« Eftective Fetruary 1, 2008, STructure facior ampTedes MEeNSTes (fer CyStar STructures) and restradsrs [for MM STUCTUTes | Wil De & mandatery requrement for SO
apasition, Tris pok canr [ —"

ot that wwPOE

tenger accepts small prplide leas than 34 residues fas baih MM and X-ray enlises afler Sugust 1, 30070 to 4t pestade Srilies deterine.
SCep by B

Please note that ADIT;

will replace the current ADIT in early 2008,

L L m—————,
« Enveck for bgands uning Ligan Exps
Stast New Sessson
T Btart @ mew ACET 4435ian. select She xparimertsl mthod and the molecusr Sinactirs fype. Then prwss tha BEGIN Suten
Matro 1 - St Type fmier

All new NMR depositions at FDB| will use ADIT-NMR foai.

For

structures v M, SMSDep at BMRER
Contimus Praviows ADIT Sassion

Te cantinue & sevsin from sn aaser date, Erer pour

# jou Nave started your
Rave b send your 57 resirammts Mes immediately af

omaunive e yes e s ewrmennems. S©SS10N Restart
Sasuon Restat B.[ﬁs- AT SE3S0N
P06 e i b S ode e 2 A v 263 BAHA 141 R
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1. A73Y
ZER

Enter Data in Category Reflections

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

Chemical{Biological

[Mate that the collection characteristics entered here may be different from the values which are to be entered under
Feature: :
L

Refinement Statistics’
w3, “Save..” EY v Y

Reflections
Observed eriterion sigma(F) Holy | Enampte | o
I N

Observed eriterion sigmall) )\j]IEEO) )bjo
Resolution (high) Pl | Ergie | 17
Resolution (low) Hiolp | Exampde | 2065 2 IE E %Aj]
Number unique reflections (all} Finlp | Example | 1651
Number unique reflections (obuerved) |Hep |Coanghe | 5520
Percent possible (observed) el | Exampe: | 100
R-merge | (observed) Hiody | Exammple | c
Pt = ANTEDHIE FT
Het 1 over average sigma(l) Ml |Enamgle | 121 :

Description of T gmail)

The ratio of the mean of all the intensities c
ntensities of the ‘observed' reflections.

4. AARBMNELWLC & ZHER

1 a « mean of the standard uncenainties of the

Up: Supplemental
Infermation

JJ
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DDBJing & KEGGing & PDBjing & % in IR#R (2008.11.27-28):
PDBj ~DT—4&8% 5%

ADIT A1 EIHE

6. Z§ —— PDBID, RCSB IDZ 1T

Enter Data in Cate:

the eryeallographically unique set of measured refle

Reflections
Observed eriterion sigma(F) He | Enampte | ¢

Observed criterion sigma(l) Help | Example

Resolution (igh) [rte [ s
Resolution (low) Holy | Example | 2061
Number unique reflections (all) Hnky | Example | 15352

Number unkque reflections (sbuerved) Hily | Earmgle | 55557

pmmiwubm b-u -c; | Examge | 10

T
Melp | Exampde
I'l-qn- I (ch-nud; Help | Exampls

et 1 over average sigma(l) el [yt [ 14

. . J
2008-11-28 PORYing & o ing & I3 I ing in Kyoto

REE OO LY
PDBjffEH & &ekE & O T, BB A —/MIT XLV EFETIT

From: PDBj Annotator (XX) <xxxx@adit.protein.osaka-u.ac.jp>
Subiject: structure of rcsbXXXXXX

BHIDEEMREE % 78 < HE2E

WEENLDRPD A —ILIZE T HERHBENS (X, BHENZINOEER
EZ{TI CETHINAIRERC & TY,

tREed 2> b DEMFHIZIE, LTREZ

%ﬁ%W5@x~w L. WELHOLT (F
LA k—) WA D3 E <

A —)LDSubjectiTZ T L 721>
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DDBJing & KEGGing & PDBjing & % in IR#R (2008.11.27-28):
PDBj ~DT—4&8% 5%
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;
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BRGRAE DEE LT A 72 3B BIFERICA SN D
(7 —H A 7 O AR B FRIAR (B ARRRD)
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JERED /AR 2 “HOLD FOR PUBLICATION” & 87 L 7= 34,
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T8 d o A=V E <

Berg D T (WITHDRAWN) & H L HZARWRY | Bk L E
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i
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DDBUJing & KEGGing & PDBjing ET L in ED (2008.11.27-28):
PDBj ~DT—4&8% 5%
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DDBUJing & KEGGing & PDBjing ET L in ED (2008.11.27-28):
PDBj ~DT—4&8% 5%
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