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Disgetst Teel
- FOL-OMRD Toa W -
Information
Feb. 04-2013 201242, ADT-NMAK TPOBC SR hIBFERRT—5 3. BLLANEE (AF—72) KEVET, (Vi)

PDBj -BMRB/Rh—% /LY 1~ (H

BMRBT—32 & kY 1+

=lmi=
- iooe Al &
= I I AR 2 & ®» .
PROTEIN DATA BANK BMRE T o | 1
ADIT-NME tool for creating individual or combined depositions to BMEDB and PDB
The PDB entry requirements can be found on this page: http://www. swpdb.org/policy. html
Fﬁert\ve Fabruary 6, 2013, NMK restraints and chemical shifts will be ralased together
nlios ic nuhlichad at httn: / /oo mwendh ore
=lmi=
REE Faor-FE v-MD ARAH
€ T —— HEET 2 &
(includin:
SMSDep S s e i
Small Molecule - " J
P Structure Deposition Trotein Data Bank Japan
Small Molecule Structure Deposition Polic
* Enter your This deposition system is only for atomic coordinate sels, constraints, and other NMR data for melecules of biological

restart 1D
-

interest that are too soall Lo fit the wwPDB iuns perlaining Lo molecures that do fit

the wwPDB critria, you must use the norosml ADIT-NMR tool.

To start a new SMSDep session:

« Press the BEGIN button [New SMSDep Session

{meladala s DEGH |
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10N butten irampl CONTRLE SESSION
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» Press the NEW SESSION azampl: I MEW SESSION
2006-07-01. serverhostname, 9989, [2345678

Questions, comments, and suggestions regarding the SMSDep deposition tool itself can be sent to:
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SPDB =y o >
BERETEINCGD AT BANK = Welcomelyto the Worldwide Protein Datafank
About PDB/RDF

PDB/RDF PDB/RDF , chem_comp/RDF

PDB ID: (e.g, TRSA) FOE D =

property: § (e.g., 'PDBorentity pdbx_description’)

keywords: (e.g., 'alcohal’)

submit
Download XSLT stylesheet for converting PDBML to RDF: PDBML2rdf xsl.gz (gzipped 22KB)

BMRB/RDF

http://omrbpub.protein.osaka-u.ac.jp
= Bm:“j;:w;:m e —— D oE= iy NMR## &
HE AR AT RER (X-ray, it
NMR, EM) {&4R HEERIAR
<rdf:Description rdf:about="http://rdf.wwpdb.org/pdb/1BY4">

<rdf:type rdf:resource="http://purl.uniprot.org/core/Structure_Resource"/>
<database rdf:resource="http://purl.uniprot.org/database/PDB"/>
<method rdf:resource="http://purl.uniprot.org/core/X-Ray_Crystallography"/>

<resolution rdf:datatype="http://www.w3.org/2001/XMLSchema#float">2.10</resolution>
</rdf:Description>
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NMR-STAR v3 BMRBxTool

BMRB/XML

Ld="15480"
20B6-12-07+89 : 0@</EMREx:
xsi:nil="true"
xsi:nil="true"
NMR</EMREx :
SOLUTION</BMRBx :
xsi:nil="true"
3.6.8.160</EMREx:
3.8.8.168</EMREx:
xsi:nil="true"
author</BMREx:
entry_information</BMREx:
entry_information</BMREx:
20B6-12-07+89 : 0@</EMREx:
Backbone and side chain chemical shift assignments of the

5-flurotryptophan mutant of human cardiac troponin C</BMRBx:

original</BMRBx:

HHEH BMREx :
# Entry information # EMREx:
g T BMREx:
EMREx :
save_entry_information BMREx :
_Entry.5f_category entry_information BMRBx :
_Entry.5f_framecode entry_information EMRBx:
_Entry.ID 15408 EMREx :
_Entry.Title EMREx :
2 EMREx :
Backbone and side chain chemical shift assignments of the F1 EMRBx:
53-to-5-flurotryptophan mutant of human cardiac troponin C BMREx :
3 BMREx :
_Entry.Version_type new EMREx :
_Entry.Submission_date 2667 -67-20 EMRBEx :
_Entry.Accession_date 2067 -B7-20 EMRBx :
_Entry.Last_release_date
_Entry.Original_release_date . BMRBEx :
_Entry.Origination author BMRBx :
_Entry .NMR_STAR_version 3.8.8.16008 BMRBx :
_Entry.Original _MMR_STAR_versicn 3.6.8.100
_Entry.Experimental_method NMR
_Entry.Experimental_method_subtype solution

_Entry.Details
_Entry.BMRE_internal_directory_name

bmr15400.str

BMRBT—4A%< 1)

NERT—R2ED) Y E LA

bmr15400.xml

— A I IVIERR L
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BMRB Z-iL OMIM dbSNP 2 AL SASA% AAG,, 4

4280  L100V 300005  rs28935168 Coil 225 3.9

4280 R106W 300005  rs28934907 Strand 8.0  11.8 N
4280  R133C 300005  rs28934904 Coil 494 72 — BEZBEHEDOSLY
4280 E137G 300005  rs61748392 Helix 417 66 | » $EKMEEOTE
4280  A140V 300005  rs28934908 Helix 420 1.7
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Advanced Search

If you have a query you would like to run on the EMRE database, please e-mail

bmrbhelp@bmrb wisc edu
Field
@ Entry ID
@O roB =D
@@ Tile

@ ® @ Molecule name
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= ——) —| Export CYANA nput files CYANA dir-off_3rd - 0
o [ oot o] e | 0+ e | =
L, L N L CYANA setup for ver. 2.0b AutoSet: Clear | Save | MakeAll | Back
I = A *** Sequence file
|TE Special residues PRO:{37,114 HIS: cys: {108
| o < Seq file:  [/omednachiro/Cy ANAPHE/ON_rdfphe seq J Make| Edit
ul ~** Chemical shift table - -
-3 i .
3 Prot fileT:  [fRomeinanhiroic o AT /0T, Srarhs prot JMaka Edit =133AM (Back Bo”e'qss’gnm‘i a iD
; i S Corvection (ppm):  1H: 05 1se: [AE s 50 Ediwrg-lﬂjnonel Setup§
= ===————— - NOE peak lable
{able Marager:momein| "
; — o ||/ asn-noesy R95"0|34 Type(i) |H
3 '-"= = :’ . fln = _| input file:  {/home/nanhiro/ny_PHA/matri</noehsgc15n_ilt<pk . 5 HNuc Chemical Shift  tolerance
= = = e
= i * peaks file: [fhomemaohiroicy ANA/EHE/OT Ara/mis peaks JMake Edit .4 €O |173.923  ppm IBU Yo
- ———
= - - correction (ppm):  X: (00 v: oo z {00 .4 €A 57571 ppm IBU %
L = 13C-NOESY for aliphatic or full-region 1 CB 26412 ppm IBD o
| Ll = i L input file:  {fhome/nachiroiy_FHB/malrbec13_ali_000_label xpk J i co-1 [17aaia ppm IW%
= 'j IR T T=Ill T « peaks file: [Thamemanhir/cy ANA/EHBIOR 3rare] 34l pears JMakE Edit i cA-1 [55345  ppm l—%
4 ,Hﬂ b b padt - 3 11 Correction (ppm): X 0.0 ¥ 0.0 z: 0.0 i’ ce-1 37.559 ppm I—%
4 i = | 41" TALOS aca file
= input file:  /home/nachiro/ny_PHa/matrix/pred tah J 33V9§ Auto
0 . - .
output file:  i/hame/nachiro/CY AN&PHB/OR_Gritalos aco J Make| Edit Type(i-1): |[Fe¥ILDN Res-type
z2 3 12 33 LA 4 :Use same tol  Tol(deg) Phi: ;30.0 Psi:}30.0
Hnca.nv - 2D Factor for tol: ~ :1.0 minimal tol(deg): 5.0 I' I'
Hncach.nv d 2D v CYANA init files
Hncaco.nv /o 2o cPu: il no. struct: 100 step: 10000 no. PDB: 20 @ :Use confine i Nofss
150 | 13c-aliph | 13c-Aro L At (1177 Tol(ppm) ¥:i004 X: 004 Z 08 @ Co
MakelnitFiles | Edit: CHLC.I:yal inil.cyal gcA
_1 Show me more...
_i Recover ".xpk state use spec_name Plugins _ ShowStrips All procheral sites Reluﬂ Stereo specific assngr:ment ”. L . CB
W 3D HHCO e LidERT T SEereg  [X] Show only | Ta [T
Va0 C6L 62 stereo te
=] Res No. |15 Jmp o e i W s :u ﬂ
1 NUITE TR 138 Pl D2 stereo £ ambig
FSRKIA #o1 | Surmery| Sete] o] v o cm cmereo g dee [parch
= i i HN 5. 874 | =
= T e 2 2] - Mw o Jshss| ca  54.922 Res Ho Atm Diff(ppm) Chem(ppm) e
Ship peaks:  aiste (000 dists | viole 000 wiok [5300° | Hocor | :Ding H zA 4. 085 A E T E TR Gi s 5 e
. - 1 - 5 A
CLLE TR R g | o 7 G g i EnE
. #B1 3.633 ambig L¥s 25 Aok -0.028 1.520 = ] ]
e e HEZ 2. 580 ambig ARG 27 mEBZ 0.002 1.550 = ] ol il
cpl  130.973 degen LEY 38 HG 0.000 1.549 oy
ARG 39 HBZ 0.008 1.556 i R ) Mo
HDI 6. 771 degen
ars 39 HGZ  0.027 1.575 e wsa | e | ven
— Pz 130.073 degen TR 40 HBI -0.08 1530 “; s ]
#DZ 6. 771  degen I¥s 50 mD# -0.020 1.520 e ThE e e
L] cEl 115,519 degen i l_ e
7 #E1 | 6.391 degen e e L e
T cEZ 115.510 degern | | 25 20 | 2 )
_other HEZ 6.591 degen 1H-THdist ¢ Detail: i PDB| COR| |8 vind kiss| ries| sin] cine raos] 510
Pl 4 H mm- eass o ke Dwia e Ak
3D 3D_other3 e Ll |

| Res—Type: [TYR 4| D syne-orn s
3D 3D_otherd - —
3D 3D_otherh T

FMIIRZ—EF 347 E</=21)

e




& Bues flt robot: #&3 AIF‘)"f IO Seo: 0k 3]
B4 % B EhihH

J??FEEIEE%’EOD AXTH Faﬂﬁﬁll Eﬂﬁﬁfi7ixz—7§§29ﬁié

I oo

- %«XERFEEE%
: 77Z9UJ7

FAFIVIEHRD
thBMARﬁ%l_0)¢7
7J")T»rn¥ﬁlﬁ‘k5=ET'J
D BERADQIGRAMN 3
L
RIRe SR A — B EFAE AL




PDBj cPbDE LS
fEEE
EvyTr—4%ERALE-ENRE SRR

SESFLT R (SESFLRER, EERFE,
EPE)EMEL-HR

—EHT=IEHEFER A~
-mBEEEIN T —ADRE
(EMRIZKLSEERBANnotation#HER)
"BIDLTHERAST—EIN—RADEE
(Science SocietyEDBEEEH ED L)



PDBj

Protein Data Bank Japan

Head
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PROTEIN DATA BANK

PDB] members in 2014

o Nakamura, Haruki, Ph. D. ¥ (Prof., IPR, Osaka Univ.)

Group for PDB Database Curation

o Nakagawa, Atsushi, Ph. D. {Group Leader, Prof., IPR, Osaka Univ.)
o Matsuda, Makoto, Ph. D. (IPR, Osaka Univ.)

o Igarashi, Reiko (IPR, Osaka Univ.)

o Kengaku, Yumiko (IPR, Osaka Univ.)

o Cho, Hasumi, Ph. D. (IPR, Osaka Univ.)

o Ikegawa, Yasuyo (IPR, Osaka Univ.)

o Sato, Junko (IPR, Osaka Univ.)

Group for Development of new tools and services

o Kinjo, Akira R., Ph. D. ¥ (IPR, Osaka Univ.)
o Iwasaki, Kenj, Ph. D. (IPR, Osaka Univ.)

o Suzuki, Hirofumi, Ph. D. (IPR, Osaka Univ.)
o Yamashita, Reiko (IPR, Osaka Univ.)

o Kudou, Takahiro (IPR, Osaka Univ.)

o Bekker, Gert-Jan (IPR, Osaka Univ.)

Group for BMRB

o Fujiwara, Toshimichi, Ph. D. {Group Leader, Prof. Osaka Univ.)
o Akutsu, Hideo, Ph. D. (Guest Prof., IPR, Osaka Univ.)

o Kojma, Chojiro, Ph. D. (IPR, Osaka Univ.)

o Kobayashi, Nachiro, Ph. D. (IPR, Osaka Univ.)

o Iwata, Takeshi (IPR, Osaka Univ.)

o Yokochi, Masashi (IPR, Osaka Univ.)

Collaboratory Researchers

o Wako, Hiroshi, Ph. D. ¥ (Prof., Waseda Univ.) (for Pro Mode)
o Ito, Nobutoshi, Ph. D. (Prof., Tokyo Medical and Dental Univ.)
© Kinoshita, Kengo, Ph.D. ¥ (Prof., Tohoku Univ.) (for e F-site)
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o Standley, Daron, Ph. D. i (IFReC, Osaka Univ.) (for SegNavi, StructMavi, SeSAW, and ASH)

o Katoh, Kazutaka, Ph. D. {IFReC, Osaka Univ.) (for MAFFTash)

Secretary

o Haruki, Nahoko (IPR, Osaka Univ.)
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