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‘f‘)g:@ﬁ')?*ﬁ HRURTTF B (20) Auto-pager: O
SELSRITR RUuARILAT RN (B0) EReFIO-F )
=BT X-RAY DIFFRACTION _
ABIE LR 2015-01-01 e
£2BRE LA 2015-10-03 RS
PDBIDRIE (0—9,a—7)
o Eoe: S 1 ®wE PDBIDFZIE (z—a,9-0)
L ) EEAOELIE
EEADFHUVIE
ELRC ARSE@ELIE
RO UWIE
PEEEDEIE
5 DTO DENGUE VIRUS FULL LENGTH NS5 COMPLEXED WITH VIRAL CAP 0-RNA AND SAH o
HFEIm NS5, RNA (5'-R(P*AP*GP*UP*U)-3"), ZINC ION, ...
! ‘ 8 Zhao, Y., Soh. T.S., Lim. S.P., Chung. K.Y., Swaminathan. K., Vasudevan. 5.G., Shi, P-Y., Lescar, 1., Luo. D.
b =1s] 2015-09-18
2588 2015-11-25
BEEHA 2015-12-16
E&TE X-RAY DIFFRACTION (2.603 A)

Molecular basis for specific viral RNA recognition and 2'-0-ribose methylation by the dengue virus
FEIAXER nonstructural protein 5 (NS5)
Proc.Natl.Acad.Sci.USA, 112, 2015

DENGUE VIRUS 4 NS3 HELICASE IN COMPLEX WITH SSRNA SLA12

TFEI: NS3 Helicase, RNA (5'-R(*AP*GP*UP*UP*GP*UP*UP*AP*GP*UP*CP*U)-3"), PHOSPHATE ION

&= Swarbrick, C.M.D., Basavannacharya, C., Chan, K.W.K., Chan, S.A., Singh. D., Wei, N., Phoo, W.W., Luo, D., Lescar, J.
Vasudevan. S.G.

g8H 2017-03-22

o= 2017-11-08

SEEHA 2017-12-27

EBRIE X-RAY DIFFRACTION (2.9 A)

3 AR NS3 helicase from dengue virus specifically recognizes viral RNA sequence to ensure optimal replication

Nucleic Acids Res., 45, 2017
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pdbi .org 2EEER (BEEok)

R—us > ¥ Download
SQL &R 2

P A==k Custom XML format
Comma-separated values

Rt BERIT URIDLT CIEEL: Tab-separated values

ML T TSV (unescaped special
ch

FAQ S RO DBE S SMRICRML TS —HERENETENBNET, ZOBMMINIERSESITUNSERELT LS, o aracters) )

HELvEDE

SELECT e.pdbid, e.entity id, =.chain, s.sp primary
PDBjDS| R - #IFARRY FROM antity poly e - B
JOIN sifts.pdb chain uniprot =
ON s.pdbid = e.pdbid AHND s.chain = ANY (STRING_TO_ARRAY {e.pdbx strand id,",'))

CZICEEDNSQLZ Y 2 AN

(OneDep)

BRERROD7 741D
XyvO0—FTEExd

IS

PDB. EMDB. BEMRB~D
iR

i

Total number of results: 468549

10im
FozO—F entity_id: 1 t W I‘ Lf:PDBIV I~ U —&U%%d) U z I~
PDBF —H- ThSDF -5 chain: A
HonOo-kE )
sp_primary: P02185
FIA—Twh
PDBx/mmCIFIZ DT 1|2 |3 |4 5 G‘?|B|9|1u|11|12|13|14‘15‘:-
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|. POBa77—A47
2. PDB7—A47ADILEMZ147 ') (CCD: Chem Comp Dictionary)
3. PDB7—AA47 ADinEME. BREH| (BIRD: Biologically Interesting Molecule Reference Dictionary)

4. PDB¥UniProtKBOHE £ 88 (SIFTS: Structure Integration with Function, Taxonomy and Sequences)

5. wwPDB#REEL K — k (VRPT) &
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. SQLMR &/ SQLAIE

SLULueLun C“I‘QVIHQLUI
EM Navigator &' L h
Omokage search & M
wwPDB/RDF &

SeSAW
Status search

Enter search query: &% PDBj Mine 2: SQL Search - Hel: X

Note: The search will fa

® https://pdbj.org/help/mine-sql B O %

Molecular Viewers

PDBj Mine 2: SQL Search

Services &
Softwares

This page provides some examples of SQL queries that can be executed from the PDBj Mine interface at https://pdbj.org/mine.
You can use these samples at SQL Search of PDBj Mine or PDBj Mine:REST API. Documentation describing the SQL schema can be found
on the Mine 2 RDB Documentation page.

; Search Res The result are returned in web pages—=ca test file such as XML, CSV, and TSV, respectively. (See also PDBj Mine: search result.)

Educational service

Derived databases

Search for all PDB IDs:

Search for all count (PDB IDs):

Search by keyword:

Search for all PDB IDs (1g*):

Search for citation_author category (1gof):

Search for citation_author ('Ito, N."):

Search for citation_author ('Ito, N." and 'Phillips, S.E.V."):

Search for citation_author ['Ito, N."] (primary):

Search for journal name ['molecular cell']:

Search for journal year ['2001']:

Search for journal volume ['555']:

Search for exprimental method [SOLUTION NMR]:

Reset all customizations o Note on experimental methods

Job manager Search for journal year[1991] volume[266] exp_method [X-RAY DIFFRACTION]:
Search for exptl_crystal/density_percent_sol (1igq):

A (A ) A+

About PDBj

Customizations

Help

Configure panels
Configure customizations

® & & & 0 & o 0 0 00

Search for citation/pdbx_database_id_DOI (1igq):
Search the PubMed ID of ligq (citation/pdbx_database_id_PubMed):
Search the PubMed ID of 1ao8 and 1ai9 (citation/pdbx_database_id_PubMed):

* o o o 0

W ORLDWIDE
11

PROTEIN DATA BANK



DBj

3. SQLIR &R PDBIREEL K — + DIREK

Search wwPDB validation report (VRPT)

[Search for rotamer outliers]

Run SQL query

select pdbid, rotamer outliers percent from vrpt.pdbx dcc geometry where rotamer outliers percent is not null

[Search for RSRZ outliers] RSRZI%. LI T TEZE X N7=RSR (Real-space R)DZZR 7 :
RSR= X | O obs = P calc |/ 2] 0O obs + ,Ocalc|

RS RS

Run SQL query

select pdbid, "RSRZ outliers percent" from vrpt.pdbx dcc map overall where "RSRZ outliers percent" is not null

[Find correlation between rotamer outliers and resolution]

Run SQL query

select g.pdbid, g.rotamer outliers percent, d.ls d res high
from vrpt.pdbx dcc geometry as g, vrpt.pdbx dcc density as d
where g.pdbid = d.pdbid
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120

100

percentage of rotamer outliers (%)
S

highest resolution (A)
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3. SQLRE /RSRD EHE R (RSRZ>2) ¥ &L

120
© 100
&
2 g
4+
>
o
o~
) 60
o~
"'5 0
@ 40
Qn
©
]
o 20
O .
) G
o 0 LTSRS -
0 1 2 3 4 5 6 7 8 9 10

highest resolution (A)
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Ir

SIFTS: Structure Integration with Function, Taxonomy and Sequence

84 incerpro

the Gene Ontology

Protein Data Bank in Europe

SBPDBe Prot s

A
e

PROTEIN STRUCTURE CLAS

Pfam

SSIFICATION

#

INZ
Ak

mE * EEFICERER

VRPT: wwPDB validation report

WORLDWIDE

“x

PROTEIN DATA BANK

Full wwPDB X-ray Structure Validation Report (i)

Feb 12, 2017 - 07:52 pm GMT

PDBID : 1CBS
Title : CRYSTAL STRUCTURE OF CELLULAR RETINOIC-ACID-BINDING
PROTEINS I AND II IN COMPLEX WITH ALL-TRANS-RETINOIC ACID
AND A SYNTHETIC RETINOID
Authors : Kleywegt, G.J.; Bergfors, T.; Jones, T.A.
Deposited on :  1994-09-28
Resolution : 1.80 A(reported)

This is a Full wwPDB X-ray Structure Validation 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 (i) symbol.

Ir

Metric Percentile Ranks Value
Reree NN 0.189
Clashscore I 0 o
Ramachandran outliers I 0
Sidechain outliers NN I I
RSRZ outliers I 0
Worse Better

B Percentile relative to all X-ray structures

[ percentile relative to X-ray structures of similar resolution

In addition to geomatric validation for igands, for X-ray dfiraction PDB enries the wwPDB valdation report 850 presents images
displaying the Sgand and the surrounding electron density map.

Electron density around NAP A 1270:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)

W ORLDWIDE
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[Select serine protease inhibitor complexes having good side chain rotamer combining with
SIFTS data]

Run SQL guery

select pdbid, rotamer outliers percent

from vrpt.pdbx dcc geometry

where rotamer outliers percent is not null and

pdbid in (

select pdbid from sifts.pdb chain go where go id='G0:0097180' group by pdbid
) order by rotamer outliers percent

Here, the following subquery is used to extract the SIFTS data:

select distinct pdbid from sifts.pdb chain go where go id='G0:0097180'

[Search serine protease inhibitor complexes combining with SIFTS data ordered by 3
validation metrics, side chain rotamer, RSR, and resolution]

Run SQL guery

select g.pdbid,g.rotamer outliers percent, m."RSRZ outliers percent", d.ls d res high

from vrpt.pdbx dcc geometry as g, vrpt.pdbx dcc map overall as m, vrpt.pdbx dcc density as d
where g.rotamer outliers percent < 2.0 and m."RSRZ outliers percent" < 2.0 and

g.pdbid = m.pdbid and g.pdbid = d.pdbid and g.pdbid in (

select pdbid from sifts.pdb chain go where go id='G0:0097180' group by pdbid)

order by g.rotamer outliers percent, m."RSRZ outliers percent", d.ls d res high



DBj

3 . SQUIRE /i
Ja5 7 —LiRE

SQL Search ?
Enter search query:
Mote: The search will fail if it takes too long to finish, in which case, please reconsider the query. Search
| select g_pdbid,q_:G:amer_outl;ers_percent, m."RSRZ_cutliers percent"”, d.ls_d_res_high
o rall as m, vrpt.pdbx dcc_density as d
] SRZ_outliers_percent" < 2.0 and
and g.pdbid = d.pdbid and g.pdbid in |
ct pdbid from =i pdb_chain_go where go_id="GO:0097180' group by pdbid)
order by g.rotamer m. "RERE outli ers_percent”, d.ls_d res high
A

Total number of results: 198

S5mng
rotamer_outliers_percent: 0

RSRZ_outliers_percent: 0
Is_d_res_high: 1.34

3m7q
rotamer_outliers_percent: 0
RSRZ_outliers_percent: 0
Is_d_res_high: 1.7

6bvh
rotamer_outliers_percent: 0
RSRZ_outliers_percent: 0.42

Is_d_res_high: 1.93

am N
SETY —
AN

W Download

Custom XML format
Comma-separated values
Tab-separated walues

TSV (unescaped special characters)

N % 9

lT7=t ")

g S

pdbid

5mnq
3m7q
6bvh
6e5m
5mng
5mno
S5mnm
Smnf
Smnp
5Smnl
3a8a
3plp
1mts
1mtu
6b6q
6b6n
6b6r
6b6t
Geaw
5mnk
5mnn

5mnc

sql_query
rotamer_outliers_percent RSRZ outliers_percent Is d res_high
0.0 0.0 1.34
0.0 0.0 1.7
0.0 0.42 1.93
0.0 0.43 1.61
0.0 0.45 0.86
0.0 0.45 0.96
0.0 0.45 0.98
0.0 0.45 0.99
0.0 0.45 1.01
0.0 0.45 1.04
0.0 0.45 1.4
0.0 0.45 1.63
0.0 0.45 1.9
0.0 0.45 1.9
0.0 0.45 2.0
0.0 0.45 2.0
0.0 0.45 2.0
0.0 0.45 2.0
0.0 0.88 1.29
0.0 0.9 0.8
0.0 0.9 0.86
0.0 0.9 0.92
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3. SPARQL#ZE /SPARQL > KA > k

. SPARQLR & [ 8E% RDFF7 —%
PDBj-BMRB Dat - .

’ At _ |. PDBa77—#4A7 (PDB)*
2. BMRBI77—#47 (BMRB)*
3. PDBYUniProtKBmh+EH £ B3
"

common open representations of BMRB NMR-STAR data ih"?_'

Home Search Examples Download Resources NEWS

(SIFTS)
. wwPDB#&:ELH—F (VRPT)

About | Namespace Prefixes | Inference rules Query examples

Default Data Set Name (Graph IRI)
https://bmrbpub.pdbj.org/rdf/bmr

Category holders

Query Text

. oo —- - e — 1. Select all category holders of datablock
select distinct ?Concept where {[] a ?Concept} LIMIT 100 e oy g

class of BMRB entry 15400: Show
2. Select all category holders of datablock
class of Metabolomics entry bmse000400:

Show *NBDC RDF portal T4 FIFERIEE

Entry statistics )i 1 E L o — ﬁ lLL)fl-
3. Count entries per submission year and ﬂ H — : E 7F

experimental method (subtype): Show
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