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. HEADER
ADIT: PO 10 ¢

ADIT-NM TITLE
COMPND
BR>>

COMPND
COMPND
Search F coveno
COMPND
wwPDB/| covenp
Latest R¢ COMPND
SOURCE
Sequend source
SOURCE
Structure SOURCE
SeSAW | SOurce
. SOURCE
Ligand B oupce
EM Navi( SOURCE
SOURCE
Search N kevwos
EXPDTA
Status S AUTHOR
REVDAT
Y —ER&Y| revoar
- JRNL
jV: Grap JRAL
7 8 (Yo 3rn
. JRNL
Protein q jan.
ASH JRNL
JRNL
MAFFTaj irL
SEALA | fme
NMRToo| REMARK
REMARK
Structur REMARK
REMARK
CHNP REMARK
Spann
SFAS

ZRTF—=INR—Z >>
eF-site/eF-seek/eF-surf

eProtS

ProMode Elastic

HYDROLASE 31-AUG-03

CRYSTAL STRUCTURE OF SOYBEAN BETA-AMYLASE MUTANT

2 SUBSTITUTED AT SURFACE REGION

MOL_ID: 1;

2 MOLECULE: BETA-AMYLASE;

3 CHAIN: A, B, C, D;

4 SYNONYM: 1,4-ALPHA-D-GLUCAN MALTOHYDROLASE;

5 EC: 3.2.1.2;

6 ENGINEERED: YES;

7 MUTATION: YES

MOL_ID: 1;

2 ORGANISM_SCIENTIFIC: GLYCINE MAX;

3 ORGANISM_COMMON: SOYBEAN;

4 ORGANISM_TAXID: 3847;

5 EXPRESSION_SYSTEM: ESCHERICHIA COLI;

6 EXPRESSION_SYSTEM_TAXID: 562;

7 EXPRESSION_SYSTEM_STRAIN: IM105;

8 EXPRESSION_SYSTEM_VECTOR_TYPE: PLASMID;

9 EXPRESSION_SYSTEM_PLASMID: PKK233-2

(ALPHA/BETA)8 BARREL, HYDROLASE

X-RAY DIFFRACTION

Y.N.KANG,M.ADACHI, B.MIKAMI,S.UTSUMI

2 24-FEB-09 1UKP 1 VERSN

1 10-FEB-04 1UKP ]
AUTH  Y.N.KANG,M.ADACHI,B.MIKAMI,S.UTSUMI
TITL  CHANGE IN THE CRYSTAL PACKING OF SOYBEAN
TITL 2 BETA-AMYLASE MUTANTS SUBSTITUTED AT A FEW SURFACE
TITL 3 AMINO ACID RESIDUES
REF PROTEIN ENG. V. 16

1UKP

809 2003

REFN ISSN 0269-2139
PMID 14631070
DOI 10.1093/PROTEIN/GZG109

1

2

2 RESOLUTION. 2.10 ANGSTROMS.

3

3 REFINEMENT.

3 PROGRAM :ONS 1.1

3 AUTHORS

: BRUNGER,ADAMS , CLORE , DELANO,, GROS , GROSSE-

Molecule of the Month

Hova—K s>

PDB Archive/Snapshot Archive

U2o%k

IRTMEL 2 —7
(jva) TR 1

BFEEN v 7 (EDM)

BAZER—JILDWT
PDBj Minelc 21T

= [1ukp] SV

e | muete | mREaE || 400 0— F/EDRR

PDBID £7cik #—7—F |4 (B% |

HETF—ER—2R

"PDBZ 7 AILDF I vO—F

I hY—ID (PDE

BIEMEDPDB ID bfn, 1fa2, 1uko
DFRI beta-amylase(E.C.3.2.1.2)
S4 R Crystal structure of soybean beta-amylase
mutant substituted at surface region
BEOF—7—FK (alpha/beta)8 barrel, hydrolase
HERTIEYE Glycine max (soybean)
R V—HOEHE 4
RFROBE 226057.2 (F¥Hll & FHEIERO~R—)
Kang, Y.N. , Adachi, M., Mikami, B. , Utsumi,
=& S. (#RH : 2003-08-31, 22FFH : 2004-02-10,
BAHEHB : 2009-02-24)
Kang, Y.N. , Adachi, M., Mikami, B. , Utsumi,
S.
Change in the crystal packing of soybean
112004y beta-amylase mutants substituted at a few
surface amino acid residues
Protein Eng., 16:809 - 817, 2003.(PubMed :
14631070) (DOI: 10.1093/protein/gzg109)
KRFE X-RAY DIFFRACTION ( 2.10[A])
/3 R(Yorodumi) , CATH , FSSP, SCOP ,
DT —5 R—Z W8 VAST , UniProt ( P10538 ) , eF-site , KEGG

(EC3.2.1.2),PISA, PQS, wwPDB/RDF
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ADIT: PDB Deposition AARZE~—JICONT
ADIT-NMR Mine 49 v 00— R/EERT [1ukp] PDBj Minefc 21\ T
B >> BHTEER
:ata_IUKP B OE | HEhs RRER || AR || BRASH) | F7on—F/EEETR || AHTF—2~—2
_entry.id  1UKP ‘ CPoBID £kt ¥ =7~ [3) (%)
#
_audit_conform.dict_name mmcif_pdbx.dic ” =
L FZ7AINVR (T 7Y A

_audit_conform.dict_version 4.007 g’ca)'llﬂﬁ;ﬂ db1ukp.ent gf((s41 K) ) z?
_audit_conform.dict_location http://mmcif.pdb.org/dictionaries/ascii/m PDB  2TOWE GEER) oaoTy — %
# " e
Loop Ay ST DH pdb1ukp.ent.gz (10k) (&%)
_database_2.database_id mmCIF 1ukp.cif.gz (416K) (o
_database_2.database_code 2TOMR 1ukp.xml.gz (642k) €
PDB 1UKP PDBML YT D 1ukp-noatom.xml.gz (72k) (#w )
RCSB RCSB@05935 EER R D > 1ukp-extatom.xml.gz (390k) £
# PDBMLplus (N % D &) 1ukp-pdbmiplus.xml.gz (75k) (%% )
Loop_ RDF (N ¥ D) 1ukp-noatom.rdf.gz (27k) (%7
—database_PDB_rev..num WERTF riukpsf.ent.gz (1218K) (37
_database_PDB_rev.date 1ukp.pdb1.gz (88K) (A)
_database_PDB_rev.date_original *author_defined_assembly, 1 £>F (&%)
_database_PDB_rev.status (monomeric)
_database_PDB_rev.replaces 1ukp.pdb2.gz (88k) (B) P
_database_PDB_rev.mod_type (ﬁg;fg%_ecgif)ined_assembly, 193F (ER)
1 2004-02-10 2003-08-31 ? 1UKP @ EYEREfs (PDBR) 1ukp.pdb3.gz (88K) (C)
2 2009-02-24 ? 7 1UKP 1 *author_defined_assembly, 1 % €
# (monomeric)
_database_PDB_rev_record.rev_num 2 1ukp.pdb4.gz (87k) (D) o
_database_PDB_rev_record.type VERSN *author_defined_assembly, 1 537 T
_database_PDB_rev_record.details  ? (monomeric)
#
loop_

_pdbx database_related.db_name

d_a . % _a_ a1 i *
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ZMNDERL A (PDBML)

ADIT: PDB Deposition = -
BARFER—VIEDOWT
PDBj —
ADIT-NMR M‘ 49> 00— R/EERT [1ukp] PDBj Minelz 21\ T
B¥R>> BHTEER
Search PDB (PDBj Mine)
wwPDB/RDF g = | mate | ewme | eese || eRao ST — 8 K=

['PDBID £7cis #—7—F [3) (8% )

- TUKP-noatom -

+ <PDBx:datablock datablockName= "1UKP-noatom" g?c;;;%ﬂ db17k7‘”tb%((az17l’()‘”lf‘7'fx) R
. .ent. E- 20
xsi:schemalocation= "http://pdbml.pdb.org/schema/pdbx-v40.xsd Sdmﬁkz.ent (g1z405k) i;
pdbx-v40.xsd"> G
+ <PDBx:atom_sitesCategory> mmCIF =
+ <PDBx:atom_typeCategory> 2TOWE €
-audi Ay D 7

+ <PDBx:audit_authorCategory> PDBML £ T T pe— Xml -

+ <PDBx:audit_conformCategory> PDBMLplus (A 4" M) 1ukp-pdbmiplus.xml.gz (75K) T
+ <PDBx:cellCategory> RDF (NY 5 DH) Tukp-noatorm.rdf.gz (27K) €<
+ <PDBx:chem_compCategory> WEET riukpsf.ent.gz (1218k) CEm)
+ <PDBxcitationCategory> 1ukp.pdb1.gz (88k) (A) J—
x e *author_defined_assembly, 1 5F ER
+ <PDBx:citation_authorCategory> (monomeric)

. : 1ukp.pdb2.gz (88k) (B) o
+ <PDBx.comput|n92Cgtegory> *author_defined_assembly, 1 5F €y
+ <PDBx:database_2Category> & PDBYE (monomeric)
+ <PDBx:database_PDB_matrixCategory> IR ( ) 1ukp.pdb3.gz (88K) (C) —
+ . _ _| *author_defined_assembly, 1 5% (&7
+ <PDBx:database_PDB_revCategory> (monomeric)

. 1ukp.pdb4.gz (87k) (D) -
+ <PDBx:database_PDB_rev_recordCategory> *author_defined_assembly, 1 57 F

(monomeric)

+ <PDBx:diffrnCategory>

+ <PDBx:diffrn_detectorCategory>

+ <PDBx:diffrn_radiationCategory>

+ <PDBx:diffrn_radiation_wavelengthCategory>

e PDBMLplusI L WMEULVEEREH S
(xxx_pdbmlplusCategoryZi &)
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B >>

Searcn FUB (PUB) Mine)
wwPDB/RDF

Latest Release Search
Sequence-Navigator
Structure-Navigator

SeSAW

Ligand Binding Sites (GIRAF)
EM Navigator

Search NMR Data (BMRB)
Status Search

P—ER&YV 7R 7 >>

JjV: Graphic Viewer
73 & (Yorodumi)
Protein Globe
ASH
MAFFTash
SEALA
NMRToolBox
Structure Prediction >>
CRNPRED
Spanner
SFAS

R

7J l\"\' I 1 . °
= (PDBj Mine)
B || RBHEE || WeiE | BRESE || 40— F/EBER || ASF-4<—-2
PDBID £7cif ¥—7—F |3 (8% )
IR . 101d EE5IMNR (FASTA )
=:$m$\aq§>{ﬁ> I~ h~'J—ID (PDB ID) ( PDB'/‘?*(JLOJ'Z"T/D—F\‘ }

DI EKRE R 2
IRTMEL 2 —7

(iva/Jdmol) TR3 *1

Fif 5

ZRTFT—=INR—2R >>

eF-site/eF-seek/e
ProMode Elastic

eProtS

fRIZIE

XEBRFE

5-D(*CP*GP*CP*GP*AP*AP*TP*TP*

SFRIM (CBR)P*GP*CP*G)-3', NETROPSIN,
RE-REFINEMENT
REFINEMENT OF NETROPSIN BOUND TO
4R8I DNA: BIAS AND FEEDBACK IN ELECTRON
DENSITY MAP INTERPRETATION
. B-DNA, DOUBLE HELIX, COMPLEXED WITH
BEOF—T—K DRUG, MODIFIED, DNA
RYI—HOEEHE 2
R FROEE 7939.4 (FMIE HEHIMDR—))
Goodsell, D.S. , Kopka, M.L. , Dickerson, R.E.
=& (B8RE :1994-12-14, AFB : 1995-02-27 , &
HEHE : 2009-02-24)
Goodsell, D.S. , Kopka, M.L. , Dickerson, R.E.")
Refinement of netropsin bound to DNA: bias
and feedback in electron density map
51AXR interpretation.
Biochemistry, 34:4983 - 4993, 1995.(PubMed :
7711020) (DOI: 10.1021/bi000152009)
RRFE X-RAY DIFFRACTION ( 2.250[A] )

o

D7 — I R—Z WK

VAST , eF-site , PISA , PQS , wwPDB/RDF
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ADIT-NMR

BR¥E>>
Search PDE
wwPDB/RD
Latest Releiw s
Sequence-Navigator
Structure-Navigator
SeSAW
Ligand Binding Sites (GIRAF)
EM Navigator
Search NMR Data (BMRB)
Status Search

P—ER&Y 777 >>

JjV: Graphic Viewer

73 & (Yorodumi)

Protein Globe

ASH

MAFFTash

SEALA

NMRToolBox

Structure Prediction >>
CRNPRED
Spanner
SFAS

ZRT—=IR—R >>
eF-site/eF-seek/eF-surf
ProMode Elastic

B >>
eProtS

A e N

R

| .'Yl( HIEHE )

Mine

HiESE[101d]

fR 24511 (PDBj Mine)

HAGBNRX—/ICDOWVT
PDBj Minefc 21\ T
BRI

RBEH || BhREfEE

HEESH

Ayvn—F/EEER

HETF—E =2

PDB ID #1cit ¥—7—FK 4] (#&% )

IOTATA

fUE Bt

DNA (5-D(*CP*GP*CP*GP*AP*AP*TP*TP*
A.BJ(CBR)P*GP*CP*G)-3)
ECHUEHR (FASTATEZR)

NETROPSIN
MAGNESIUM ION

ater

w )

polymer

non-polymer

non-polymer

YR—ZE(PIEX #|5%| 77
75 R— 74
£2) AIR T &9 540
B R
37423 2
°PDBeChem (NT)
Chem.Comp.(NT) 4305 1
LigandBox (NT)
°DBeChem (MG)
Chem.Comp.(MG) 24.3 (1
°DBeChem (HOH)
18.0 36

water Chem.Comp.(HOH)
igandBox (HOH)

Structure:

Display chain - A, B, All (in new window)

Number: 1 11
Sequence:CGCGMTTgGCE

Chain-A: [polydeoxyribonucleotide] DNA (5'-D(*CP*GP*CP*GP*AP*AP*TP*TP*
(CBR)P*GP*CP*G)-3)



Protein Data Bank Japan J

7 iE
COMPND

RERF A
EXPDTA

FE R &
JRNL

FRIRE
REMARK 2

#2151 (PDB format

HEADER DNA 14-DEC-94 101D
TITLE REFINEMENT OF NETROPSIN BOUND TO DNA: BIAS AND FEEDBACK IN
TITLE 2 ELECTRON DENSITY MAP INTERPRETATION

MOC_ID: 1,

2 MOLECULE: DNA (5'-D(*CP*GP*CP*GP*AP*AP*TP*TP*((CBR)

3 P*GP*CP*G)-3');

4 CHAIN: A, B;

S ENGINEERED: YES )
MOL_ID: 1,

2 SYNTHETIC: YES

E
SOURCE

EXPDTA X-RAY DIFFRACTION

REVDAT 2  24-FEB-09 1010 1 VERSN
1__27-FEB-95 101D 0

AUTH  D.S.GOODSELL,M.L.KOPKA,R.E.DICKERSON

TITL  REFINEMENT OF NETROPSIN BOUND TO DNA: BIAS AND
TITL 2 FEEDBACK IN ELECTRON DENSITY MAP INTERPRETATION.
REF BIOCHEMISTRY V. 34 4983 1995
REFN ISSN 0006-2960

PMID 7711020

DOI 10.1021/8100015A009

REFERENCE 1

AUTH  M.L.KOPKA,C.YOON,D.S.GOODSELL,P.PJURA,R.E.DICKERSON
TITL  BINDING OF AN ANTITUMOR DRUG TO DNA. NETROPSIN AND
TITL 2 C-G-C-G-A-A-T-T-BRC-G-C-G

REF  J.MOL.BIOL. V. 183 553 1985
REFN ISSN 0022-2836

REMARK

REMARK RESOLUTION. 2.25 ANGSTROMS. ]

[V N N S e
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_bdbx_database_status.SG_entry
#

FE TR X

_citation

'Dickerson, R.E.' 3
#

'Goodsell,
'Kopka, M.

D.S.
L.' 2

loop_

_citation

_citation.
_citation.
_citation.
.journal_volume
_citation.
_citation.
_citation.
_citation.
_citation.
_citation.
_citation.
_citation.
_citation.
_citation.

id
title
journal_abbrev

page_first

page_last

year

journal_id_ASTM

country

journal_id_ISSN
journal_id_CSD
book_publisher
pdbx_database_id_PubMed
pdbx_database_id_DOI

primary 'Refinement of netropsin bound to DNA: bias and feedback in elec
4993 1995 BICHAW US 0006-2960 0033 ? 7711020 10.1021/bi00015a009

1 'Binding of an Antitumor Drug to DNA. Netropsin and C-G-C-G-A-A-
563 1985 IMOBAK UK 0022-2836 0070 ? ? ?

#

LoBp=

_citation_author.citation_id
_citation_author.name




PDBj
B2 24511 (mmCIF)

% %ﬁ $ :i uct_ref_seq.db_align_end
" 4 uct_ref_seq.pdbx_auth_seq_align_beg
uct_ref_seq.pdbx_auth_seq_align_end

_expt|. methOd 101DA1?12710101 121 12

1010 B 1 7 12 7 101D 13 24 13 24

#

loop_

_chem_comp.id
_chem_comp.type
chem_comp.mon_nstd_flag

"2"-DEOXYCYTIDINE-5"-MONOPHOSPHATE" ? 'C9H
DG y "2'-DEOXYGUANOSINE-5'-MONOPHOSPHATE" ? 'C10
DA 'DNA linking' W "2'-DEOXYADENOSINE-5'-MONOPHOSPHATE" ? 'C10
DT 'DNA linking' y YMIDINE-5'-MONOPHOSPHATE" ? 'C10
CBR 'DNA linking' n OMO-2' -DEOXY-CYTIDINE-5'-MONOPHOSPHATE" 7 'C9 H
NT NON-POLYMER . ? 'C18
MG NON-POLYMER ? 'MG 2
HOH NON-POLYMER ? 'H2 0
4
_exptl.entry_id 101D
_exptl.method 'X-RAY DIFFRACTION'
_exptl.crystals_number 7
-

_exptl_crystal.id 1
_exptl_crystal.density_meas ?
_exptl_crystal.density_Matthews 2.
_exptl_crystal.density_percent_sol 3
_exptl_crystal.description ?
#
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RERF X
fRIZIE

_refine

224511 (mmCIF)

#
_refine.entry_id
_refine.ls_number_reflns_obs
_refine.ls_number_reflns_all
_refine.pdbx_ls_sigma_I
_refine.pdbx_ls_sigma_F
_refine.pdbx_data_cutoff_high_absF
_refine.pdbx_data_cutoff_low_absF
_refine.pdbx_data_cutoff_high_rms_absF
_refine.ls_d_res_low

101D
2430

-~

250

_refine.ls_d_res_high
_refine.ls_R_factor_obs
_refine.ls_R_factor_all
_refine.ls_R_factor_R_work
_refine.ls_R_factor_R_free
_refine.ls_R_factor_R_free_error
_refine.ls_R_factor_R_free_error_details
_refine.ls_percent_reflns_R_free
_refine.ls_number_reflns_R_free
_refine.ls_number_parameters
_refine.ls_number_restraints
_refine.occupancy_min
_refine.occupancy_max
_refine.B_iso_mean
_refine.aniso_B[1][1]
_refine.aniso_B[2][2]
_refine.aniso_B[3][3]
_refine.aniso_B[1][2]
_refine.aniso_B[1][3]
_refine.aniso_B[2][3]
_refine.solvent_model_details
_refine.solvent_model_param_ksol
_refine.solvent_model_param_bsol
_refine.pdbx_ls_cross_valid_method
_refine.details
_refine.pdbx_starting_model
_refine.pdbx_method_to_determine_struct
_refine.pdbx_isotropic_thermal_model
_refine.pdbx_stereochemistry_target_values
_refine.pdbx_stereochem_target_val_spec_case
_refine.pdbx_R_Free_selection_details
_refine.pdbx_overall_ESU_R
_refine.pdbx_overall_ESU_R_Free
_refine.overall_SU_ML
_refine.overall_SU_B

i ine id

.163

.252

= NN N N N N N N N N M N N N N M M) N N N P M) M) N N N N ) N N N Y © N 00 N N N N N

_refine.pdbx_diffrn_id

X-RAY _DIFFRACTION'
1

12
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/ \?*E _CE€LL.UungLe_peEtTau 90.909
;7J _cell.angle_gamma 90.00
o _cell.Z_PDB 8
e ntlty _cell.pdbx_unique_axis ?
- #
_symmetry.entry_id 101D

etry.space_group_name_H-M 'P 21 21 21°'
x_full_space_group_name_H-M 7?7

_symmetry.cell_ ?
2

~

_entity.id

_entity.type

_entity.src_method

_entity.pdbx_description

_entity.formula_weight

_entity.pdbx_number_of_molecules

_entity.details

1 polymer syn

;DNA (5" -D(*CP*GP*CP*GP*AP*AP*TP*TP*(CBR)P*GP*CP*G)-3")

3742.318 2 ?
2 non-polymer syn NETROPSIN

3 non-polymer syn "MAGNESIUM ION'
\Z water nat water /

_entity_poly.entity_id 1
_entity_poly.type polydeoxyribonucleotide
_entity_poly.nstd_linkage no

entitv nnlv netd mannmer vec

13
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fR 24511 (PDBML)

FEREM X
/datablock/citationCategory/citation@primary

+ <PDBx:audit_con Category>
+ <PDBx:cellCategory>
+ <P -

<PDBx:citationCategory>
+ <PDBx:citation id= "primary">

- <PDBx:country> US

- <PDBx:journal_abbrev> Biochemistry

- <PDBx;journal_id_ASTM> BICHAW

- <PDBx:;journal_id_CSD> 0033

- <PDBx:journal_id_ISSN> 0006-2960

- <PDBx;journal_volume> 34

- <PDBx:page_first> 4983

- <PDBx:page_last> 4993

- <PDBx:pdbx_database_id_DOI> 10.1021/bi00015a009
- <PDBx:pdbx_database_id_PubMed> 7711020
- <PDBx:title>

Refinement of netropsin bound to DNA: bias and feedba
- <PDBx:year> 1995
+ <PDBx:citation id="1">
+ <PDBx:citation authorCateqory>

14



PDBj
224511 (PDBML)

EERFIE
/datablock/exptlCategory/exptl@method

+ <PDBx: base_PDB_rev_recordCategory>

+ <PDBx:entityCatedQry>
+ <PDBx:entity_polyCat
+ <PDBx:entity_poly_seqCatégory>
+ <PDBx:entryCategory>

+ <PDBx:exptiCategory>
- <PDBx:exptl entry_id= "101D" method= "X-RAY
DIFFRACTION">

+ <PDBx:exptl_crystalCategory>

+ <PDBx:ndb_struct_conf_naCategory>

+ <PDBx:ndb_struct_na_base_pairCategory>

+ <PDBx:ndb_struct_na_base_pair_stepCategory>
+ <PDBx:pdbx_database_statusCategory>

+ <PDBx:pdbx_entity_nonpolyCategory>

+ <PDBx:pdbx_nonpoly_schemeCategory>

+ <PDBx:pdbx_poly_seq_schemeCategory>

+ <PDBx:pdbx_struct_assemblyCategory>

+ <PDBx:pdbx_struct_assembly_genCategory>
+ <PDBx:pdbx_struct_mod_residueCategory>

1+ «PNRy'nAdhy etriirt nner lietCatennrs

19



PDBj
224511 (PDBML)
HERFE. RBERE by

ategory>
/datablock/refineCategory/refine iegon-
BX:PADX_STruCT_Oper_nstcategory>
+ <PDBx. _validate_rmsd_angleCategory>
+ <PDBx:pdbx_vateate_rmsd_bondCategory>
+ <PDBx:pdbx=versionCa >
ﬁ<PDBx:reﬁneCategory> \
+ <PDBx:refine entry_id= "101D" pdbx_refine_id= "X-RAY
DIFFRACTION">
- <PDBx:Is_R_factor_R_free> 0.252
- <PDBx:Is_R_factor_obs> 0.163
- <PDBx:Is_d_res_high> 2.250
- <PDBx:ls_d_res_low> 8.000
- <PDBx:ls_number_reflns_obs> 2430
- <PDBx:pdbx_diffrn_id> 1
\ - <PDBx:pdbx_ls_sigma_F> 2.000 )
+ <PDBx:refine_B_isoCategory>
+ <PDBx:refine_histCategory>
+ <PDBx:refine_|s_restrCategory>
+ <PDBx:refine_occupancyCategory>
+ <PDBx:softwareCategory>
+ <PDBx:structCategory>
+ <PDBx:struct_asymCategory>




PDBj
#2251 (PDBML)

7
/datablock/entityCategory/entity

s B .

+ <PDBX: e_PDB_rev_recordCategory>
+ <PDBx:diffrnCatego

DBx:entityCategory>
+ <PDBx:entity id="1">
- <PDBx:formula_weight> 3742.318

- <PDBx:pdbx_description>
DNA (5'-D(*CP*GP*CP*GP*AP*AP*TP*TP*
(CBR)P*GP*CP*G)-3")
- <PDBx:pdbx_number_of_molecules> 2
- <PDBx:src_method> syn
- <PDBx:type> polymer

+ <PDBx:entity id= "2">
- <PDBx:formula_weight> 430.469
- <PDBx:pdbx_description> NETROPSIN
- <PDBx:pdbx_number_of_molecules> 1
- <PDBx:src_method> syn

- <PDBx:type> non-polymer
+ <PDBx:entity id= "3">
+ <PDBx:entity id= "4">

+ <PDBx:entity_polyCategory>
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dehydrogenase) Z A AIZL T, L TFDEZFFHAN

e MEFEDOIUR)—HAEYRTEM?

. %}Iiﬁ H(Release date )M EEFHWLIUR)—[IEN
\

ZDFXITIFIZHKRINT=-M?
FNIR)—[I A FEIZPDBMBY)—RENT-H?
FTDHETHEMFEIL M ?
TDFEFREIIENA,N?

E>/k: citation, database_PDB_rev, entity src_gen,
struct_site
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~

" N—=
TYER >

ADIT: PDB Deposition
ADIT-NMR

BR>>
Search PDB (PDBj Mine)
wwPDB/RDF
Latest Release Search
Sequence-Navigator
Structure-Navigator
SeSAW
Ligand Binding Sites (GIRAF)
EM Navigator
Search NMR Data (BMRB)
Status Search

HY—ER&Y 7RI 7 >>
jV: Graphic Viewer
73 8 (Yorodumi)
Protein Globe
ASH
MAFFTash
SEALA
NMRToolBox
Structure Prediction >>
CRNPRED
Spanner
SFAS
ZRT=IR—=Z >>
eF-site/eF-seek/eF-surf
ProMode Elastic

BEORES MFE ~ILT7 FAQ HHLADE

BEREBEXR—JILDWVWT
REERN—Y PDBj Minelc 21T
BHTER

® PDBj

ine

(PDB-DZEY YUY IS B E CRWEEITEY)

1-16/231
123456..15(Cx~)
JIY : 77 rroxEmE PDBID ekt ¥—7—F |3) RNIE: [ —méxn 3

o T Y : (aldehyde dehydrogenase) | (aldehyde dehydrase)

(veyr) (B%)

1005 SDF2H : Aldehyde dehydrogenase (E.C.1.2.1.3)

: Apo form of human mitochondrial aldehyde dehydrogenase
: Hurley, T.D., Perez-Miller, S., Breen, H.

: X-RAY DIFFRACTION

: 2003-02-20

: 2003-03-04

: 2009-02-24

1nzx SDFEH :Aldehyde dehydrogenase (E.C.1.2.1.3)
-- :Human mitochondrial aldehyde dehydrogenase complexed with NAD+ in the
presence of low Mg2+
:Perez-Miller, S.J., Hurley, T.D.
:X-RAY DIFFRACTION
:2003-02-20
:2003-06-24
:2009-02-24
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P
RRIETI AR E (OH VB IZRRLTTRR o

B &Fﬂ\/\‘“bt

(PDB;j: Protein Data Bank Japan)id. JST-NBDC& KRR AKZE D XiE%Z(F. KERCSB,
EEBED T OIUBEET — I R—AZERNICH—{LENPDB7Z—h+ T & UTEE

W FAR—3 BAZAEMET— 5/t
BMRB., & & URMNPDBe& AL

F—SBR >> FTHEEBIC, BABRITY —ILERE
ADIT: PDB Deposition BAZE~R—JICONT
ADIT-NMR Mﬁé ~N—Y PDBj Minelz 21\ T
B >> EHTHR
Search PDB (PDBj Mine) (PDB-IDZEVUvI3T 3L, BESRWEEFTED)

[1977/02/17 1L EHULVAKR |
(PDB ID 1gpd) T

lyde dehydrase) ggiﬁ
4]
Jevr) (B%) o

BREOH LV

Search NMR Data (BMRB)
Status Search

Y—ER&Y 7R 77 >

‘ 7k 1gpd HFEH :D-GLYCERALDEHYDE-3-PHQSPHAT 2aosLuwa  NASEAE.C.1.2.1.12)

JV: Graphic Viewer S4 ML :STUDIES OF ASYMMETRY IN g STRUCTURE

75 8 (Yorodumi) & OF LOBSTER D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE

Protein Globe S :Moras, D., Olsen, K.W., Sabesan, M.N., Buehner, M., Ford, G.C., Rossmann,
M.G.

ASH

MAFFTash :X-RAY DIFFRACTION

SEALA A0

NMRToolBox ;gzg_’;‘:;

Structure Prediction >> miEwNH ’ e
SRNERED 3gpd DFEH :D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE (E.C.1.2.1.12)
Spanner AR :TWINNING IN CRYSTALS OF HUMAN SKELETAL MUSCLE
SFAS e D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE

—RF—GR—Z >> \3@ E - :Watson, H.C., Campbell, J.C.
eF-site/eF-seek/eF-surf RBRFE :X-RAY DIFFRACTION
ProhMnda Flactin ®H :1983-06-20
www.pdbjiorg 257~ S EEELTVET...  (F5yo-F) BB :1983-10-27
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fRE

5|2 (PDBj Mine)

PDBj
kY
w Fr—3 BAZQEMET— /X~ (PDBj: Protein Data Bank Japan)i&. JST-NBDC & KRR
BMRB, & & UBMPDBeL BALT, E@HEHDFOIBMET— 5 XN—2AZERAICH—L
F-SBR>> TRHEEBIL, RABRITY—LERBLTRBDET, .
Homarus americanus
ADITAMR Mine #E[1gpd]
BR>>
Search PDB (PDBj Mine) L
wwPDB/RDF | )| mate || swte || o || eRxeE || ¥o0o— F/ESRR AI I | e rl Ca n O Ste r
Latest Release Search
= PDBID &
Sequence-Navigator —
Structure-Navigator
— SR 1gpd EFUNE (FASTATZSY)
SRR IYhY—ID(PDBID) & N

EHIOYNGISE
[Z503#(1977-02-17)

VAT 1asn

Structure Predic
CRNPRED

Spanner
QFAR

(S ER Iz -

DOk ILERE RS

IRTMEL 17
(jva/Jdmol) TR "1

F)

FoOO=F>

Z0HE (1975 B

PDB Archive/Snapshot Archive

Uvok

FIESRHN - 751NV —RUY— | Za2—ALF— | BEDHEES

PDBZ 7 1 LOF I O—FK )

D-GLYCERALDEHYDE-3-PHOSPHATE
DEHYDROGENASE (E.C.1.2.1.12)

STUDIES OF ASYMMETRY IN THE TI
DIMENSIONAL STRUCTURE OF
D-GLYCERALDEHYDE-3-PHO.
DEHYDROGENASE

OXIDO-
REDUCTASE(AL]
/ACCPT),
OXIDOREDUCTASE
Homarus americanus (American lobster)
[UNP - P00357] Cytoplasm

K4

SFRM

S48

-REDUCTASE(ALDEHYDE-

& 7
Moras, D. , Olsen, K.W. , Sabesan, M.N. ,
Buehner, M., Ford, G.C. , Rossmann, M.G.
(BB :1975-07-01, 2ABB : 1977-02-17 , &

Moras, D., Olsen, KW., 1, MAN.,
Buehner, M., Ford, G.C. , Rossmann, M.G.
Studies of asymmetry in the three-dimensional
structure of lobster D-glyceraldehyde-
3-phosphate dehydrogenase.

J.Biol.Chem., 250:9137 - 9162, 1975.(PubMed
:127793)

73 R(Yorodumi) , CATH , FSSP, SCOP,
VAST , UniProt ( P00357 ) , eF-site , KEGG
(EC 1.2.1.12), PISA, PQS , wwPDB/RDF

DT —FR—Z MR

*1) jv4 & Jmol ICI3Java(TM)Plug-in 1.5 EDRETT,
RE—MDOMac OS X TEVZ 7L v MARRTEEZE A, FLIBTE

SECECLEE W,

© 2007 PDB;. All Rights Reserved.

| PDBjX v/\— | HER4

21



PDBj

Protein Data Bank Japan

f22Z{5] 2 (PDBj Mine)

~0
T
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s
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PDBj
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e BMRB, 5.k U <1~um‘ 157 T DT 5 =2 (S - (7 & LTHSE

s B A

Mine

1gpd]

poB G Fova-FmaRR =
s g Saarcn .
Sreargar P
L Bindng s (SFAF)
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e G 0081287 melost o NAD o
seaa
NRTeazc
5"“““":*“*““ PDBF—¥ ~—A K HRT &
site_id s "h e
ABG SITEG THE ADENINE BASE OF

o —
Protioce Casic

LTS
apors

PDBT—R3~N—X
[ZHET 515%R
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COFACTOR
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binding st
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HETsTOumROSE

UniProtic#sid BEF—7 « 7—5 X—ZPROSITEN S DMAEMNSE

siteid wH R
Pso0071 prosto 6

i
Giyceradehyco 3-ohosphate cohydrogenase actie s, [ASVIS:
CINTIT(Spx{LM]

(rosmemBE)
ERENT
sita id 5 = a
SWS_FT_Fit_ eniyma acive sta(ACT_SITE) 1 Nuceophie
Sws_FTFR
sy

sws FT FR i

SWS_FT_Fla_bindng s(@NDING) 2 .

SwS FTFs i g cataysi.

SWS_FT_Fe Nuceotd progpnte g 2 .

fegion(NP_BIND)
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site_id:
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®
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G

ABR
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B
EEE 4

ARG

Cet
W 3
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fR 2152 (PDB format)

HE9 5451
COMPND 2 MOLECULE: D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDR
COMPND 3 CHAIN: G, R; SOURCE

COMPND 4 EC: 1.2.1.12;
LR Homarus americanus
(American lobster)

e MOL_10: 1;
= UXIDU=KEDUCTASE(ALUE'

SOURCE 2 ORGANISM_SCIENTIFIC: HOMARUS AMERICANUS;
SOURCE 3 ORGANISM_COMMON: AMERICAN LOBSTER;
SOURCE 4 ORGANISM_TAXID: 6706

’
KEYWDS 2 DONR,NAD-ACCPT) COMPLEX, OXIDOREDUCTASE
EXPDTA X-RAY DIFFRACTION

SSMANN
REVDAT 12 13-JUL-11 1GPD VERSN )\ Fﬁ E
REVDAT 11  24-FEB-@9 1GPD VERSN gANIF 3

REVDAT 10  15-JUL-92 1GPD COMPND

REVOAT 9  30-SEP-83 1GPD REVDAT -~ REVDAT
REVDAT 01-MAR-82 1GPD REMARK
(17-FEB-77)

i
1
1
1
1
REVDAT 20-APR-81 1GPD 3 SEQRES ATOM
1
1
1
2

8

7

REVDAT 6 31-DEC-8@ 1GPD
REVDAT 5 01-0CT-80 1GPD
REVDAT 4  @5-FEB-79 1GPD
REVDAT 3  20-3JUL-78 1GPD
REVDAT 2  01-NOV-77 1GPD
REVDAT 2

COMPND SOURCE AUTHOR JRNL
1 REMARK FORMUL

2

Sk
RS

JRNL AUTH  D.MORAS,K.W.OLSEN,M.N.SABESAN,M.BUEHNER,G.C.FORD,
JRNL AUTH 2 M.G.ROSSMANN
JRNL TITL  STUDIES OF ASYMMETRY IN THE THREE-DIMENSIONAL STRUCTU

JRNL TITL 2 LOBSTER D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE.
JRNL REF  J.BIOL.CHEM. V. 250 9137 1975 JRN |_
JRNL REFN ISSN 0021-9258

\ JRML PMID 127793 ( 197 5 )
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iz Z15|2(PDB format)
E R

SHEET 7 RC2 9 THR R 303 ASP R 312 -1
S|TE SHEET 8 RC2 9 SER R 290 ASP R 293 -1
SHEET 9 RC2 9 LEU R 271 TYRR 273 1
LINK C ACEG @ N SERG 1 1555 1555
LINK C ACER © N SERR 1 1555 1555
LINK CH3 ACER © CH3 ACEG © 3555 1555
LINK CH3 ACER © CH3 ACEG © 1555 3545
SG CYS R 149 C4N 1555 1555
SITE 1ABG 6ASNG 6 ASNG 31 ASP G 32
SITE 2ABG 6 THR G 96 PHE G 99
SITE 1ABR 6ASNR 6 ASNR 31 ASPR 32 PHE R 34
SITE 2ABR 6THRR 96 PHE R 99
SITE 1ARG 3GLYG 7 ASP G 32 PRO R 188
SITE 1ARR 4GLYR 7 PHER 8 ASPR 32 PRO G 188
SITE 1APG 2 ARG G 10 ALA G 180
SITE 1 APR 2 ARG R 10 ALA R 180
SITE 1NPG 1 ILEG 11
SITE 1NPR 1 ILER 11
SITE 1NRG 4 THR G 96 GLY G 97 SER G 119 ALA G 120
SITE 1NRR 4 THRR 96 GLY R 97 SER R 119 ALA R 120
SITE 1NBG 4 ILEG 11 CYS G 149 ASN G 313 TYR G 317
SITE 1NBR 4 ILER 11 CYS R 149 ASN R 313 TYR R 317
SITE 1AC311GLYG 7 PHEG 8 GLYG 9 ARG G 10
SITE 2AC311 ILEG 11 ASP G 32 PHE G 34 ILEG 35
SITE 3 AC3 11 PHE G 99 SER G 119 GLU G 314
SITE 1AC410PHER 8 ARGR 10 ASPR 32 THRR 96
SITE 2 AC4 10 PHE R 99 SER R 119 ALA R 120 CYS R 149
SITE 3 AC4 10 ASN R 313 TYR R 317
SITE 1 AC7 1 THR R 179
SITE 1 AC8 3 THR R 150 THR R 208 GLY R 209

RYST1 149.000 139.100
ORICK 0] ~BOO0D “BO000

NnoDTrv? [ W Yo Yo Yo Yo Tp Y 1 AN [ W Yo Yo Yo Yo Tr A AN
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22451 2(mmCIF

L T

'Ford, G C ' 5
'Rossmann M.G.' 6

Loop MERFERE

_citation.id

_citation.title i ,

_citation. journal_abbrev —Clta.l'_Ion 'year
_citation. journal_volume ( )
_citation.page_first 1975

_citation.page_last

citation.year
_citation. journal_id_ASTM
_citation.country
_citation. journal_id_ISSN
_citation. journal_id_CSD
_citation.book_publisher
_citation.pdbx_database_id_PubMed

prlmary 'Studies of asymmetry 1qufﬁé three-dimensional structure of lobster D-glyceraldehyde-3-phosphate dehydrogenase.'
[T-BWRLChem. 250 9137 9162 1975 JBCHA3 US 0021-9258 0071 ?

Anton B .
8Q22-2836 @07@ ? ? ?

2 'Studbe T e Tt B Rt St oeemmt e Biol. 107 577 7 1976 JIMOBAK UK

wzass WAL Citation id = ‘primary’ 0)?60)

'A Comparison of thc DLIULTIY UNU TUrNCLLUNT UT IWUU WLLIT ME3PTLL LU LULLULT UTIyuruycriusc und Glycer‘aldehyde -3-Phosphate Dehy
; STRUCTURE AND CONFORMATION OF NUCLEIC ACIDS AND PROTEIN-NUCLEIC ACID INTERACTIONS : PROCEEDINGS OF THE FOURTH ANNUAL HARR

-B1OL. 107 S71 7

? 353 7 1975 32VBAT US 0-8391-0764-1 0992 'University Park Press,Baltimore,Md.’ ? ?
4 'Seauence Varinhilitv and Structure of D-Glvceraldehvde-3-Phanenhate Dehvdranenn<e' 1 Rinl Chem 250 9313 ? 1978
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224512 (mmCIF)

i

_audit_conform.dict_name mmcif_pdbx.dic
_audit_conform.dict_version 4.007

_audit_conform.dict_location http://mmcif.pdb.org/dictionaries/ascii/m
i@

_database_2.database_id PDB

_database_2.database_code  1GPD

(o ™\ UNEGI=
_database_PDB_rev.num

:jgtgggzz:g%g:::::ggt:_or‘iginal / _data base_PDB_reV.date
(1977-02-17)

_database_PDB_rev.status
_database_PDB_rev.repla

_database_PDB_rev _type
1 1977-02-17 ? 1GPD ©
2 ? 1GPD 1
31 ? 1GPD 2
? 1GPD 1
1980-10-01 * ? 1GPD 1

_database PDB_rev.num=1

i |~ =ERaDWE]
1GPD 1

g& =i #) DN

1982-03-01 7
1983-09-30 7
10 1992-07-15 7

11 2009-02-24 7
\32\2011—@7—13 ?
loop_

_database_PDB_rev_record.rev_num
_database_PDB_rev_record.type

?
?
4 ?
5 ?
6 1980-12-31 ?
7 1981-04-20 ?
8 ?
9 ?

?

?

?

NN N N N N
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224512 (mmCIF)

BT HEYE

1326 LYS n .
1327 HIS entity_src_gen
1 328 MET n - - - s
1329 AN Homarus americanus (44 )
1331 VAL n
H — 1"

1 332 ASP American lobster (—fi% %)
1 333 SER n
1334 ALA n
_entity_src_gen.entity_id 1
_entity_src_gen.gene_src_common_name 'American lobster'
—entity_src_gen.gene_src_genus Romarus
_entity_src_gen.pdbx_gene_src_gene ?
_entity_src_gen.gene_src_species ?
_entity_src_gen.gene_src_strain ?
_entity_src_gen.gene_src_tissue ?
_entity_src_gen.gene_src_tissue_fraction ?
_entity_src_gen.gene_src_details ?
_entity_src_gen.pdbx_gene_src_fragment ?
_entity_src_gen.pdbx_gene_src_scientific_name 'Homarus americanus'
_entity_src_gen.pdbx_gene_src_ncobi_taxonomy_1 6706
_entity_src_gen.pdbx_gene_src_variant ?
_entity_src_gen.pdbx_gene_src_cell_line ?
_entity_src_gen.pdbx_gene_src_atcc ?
_entity_src_gen.pdbx_gene_src_organ ?
_entity_src_gen.pdbx_gene_src_organelle ?
_entity_src_gen.pdbx_gene_src_cell ?
_entity_src_gen.pdbx_gene_src_cellular_location ?
_entity_src_gen.host_org_common_name ?

?

entity_src_gen.pdbx_host_org_scientific_name
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B2 Z 1) 2(mmCIF)

#
loop_
_struct_site.id

loop_

_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.
_struct_site_gen.

1 ABG6 ASNA7 7 ASNG 6
2 ABG 6 ASN A 31 7 ASN G 31
3 ABG 6 ASP A 32 7 ASP G 32
4 ABG 6 PHE A 34 ? PHE G 34
5 ABG6 THR A 96 ? THR G 96
6 ABG 6 PHE A 99 ? PHE G 99
7 MBR6& ASNB7 7?7 ASNRG6

_struct_site.details
_struct_site.pdbx_evidence_code
ABG "RESIDUES INTERACTING WITH THE
ABR "RESIDUES INTERACTING WITH THE
ARG "RESIDUES INTERACTING WITH THE
ARR "RESIDUES INTERACTING WITH THE
APG 'RESIDUES INTERACTING WITH THE
APR "RESIDUES INTERACTING WITH THE
NPG "RESIDUES INTERACTING WITH THE
NPR 'RESIDUES INTERACTING WITH THE
NRG "RESIDUES INTERACTING WITH THE
NRR 'RESIDUES INTERACTING WITH THE
NBG "RESIDUES INTERACTING WITH THE
NBR 'RESIDUES INTERACTING WITH THE
AC3 'BINDING SITE FOR RESIDUE NAD G 335"
AC4 'BINDING SITE FOR RESIDUE NAD R 339'
AC7 'BINDING SITE FOR RESIDUE P04 R 337'
8 'BINDING SITE FOR RESIDUE P04 R 338'

id

site_id
pdbx_num_res
label_comp_id
label_asym_id
label_seq_id
pdbx_auth_ins_code
auth_comp_id
auth_asym_id
auth_seq_id
label_atom_id
label_alt_id
symmetry
details

o o dBEE
o o S
o o dBEE
o o S
o o BEE
o o S

o (LEBE

ADENINE BASE OF THE COFACTOR'

ADENINE BASE OF THE COFACTOR'

ADENOSINE RIBOSE OF THE NAD COFACTOR'
ADENOSINE RIBOSE OF THE NAD COFACTOR'
PHOSPHATE OF THE ADENOSINE NUCLEOTIDE OF TH
PHOSPHATE OF THE ADENOSINE NUCLEOTIDE OF TH
PHOSPHATE OF THE NICOTINAMIDE NUCLEOTIDE OF
PHOSPHATE OF THE NICOTINAMIDE NUCLEOTIDE OF
RIBOSE OF THE NICOTINAMIDE NUCLEOTIDE OF TH
RIBOSE OF THE NICOTINAMIDE NUCLEOTIDE OF TH
NICOTINAMIDE BASE OF THE NAD COFACTOR'
NICOTINAMIDE BASE OF THE NAD COFACTOR'

EMERE
_struct_site ()
_struct_site_gen (F¥#f)

e

SN N N N N N N
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MERFERE

/datablock/citationCategory/citation[@id="primary']/year

fR2Z45]2(PDBML)

idEBE{E="primary” £%E> Tl \AcitationERXNDFER LLEH- TV byearEEDIE

(1975)

FRPDBX:Chem_compCategorys
+ <PDBx:citationCategory>
+ <PDBx:citation id= "primary)>

- <PDBx:country> US
- <PDBx:journal_abbrevg J.Biol.Chem.

- <PDBx:journal_id_ASjM> JBCHA3

- <PDBx:;journal_id_C$D> 0071

- <PDBx;journal_id_ISN> 0021-9258

- <PDBx;journal_vojume> 250

- <PDBx:page_first> 9137

- <PDBx:page_lagt> 9162

- <PDBx:pdbx_database_id_PubMed> 127793

- <PDBx:title> Btudies of asymmetry in the three-
dimensional/structure of lobster D-glyceraldehyde-
dehydrogenase.

- <PDBx:year> 1975

+ <PDBx:citation id="1">

29



PDBj
& & 1512(PDBML)

- 1GPD-noatom -

UNEGI=
/datablock/database_PDB_revCategory

/database PDB rev[@num=‘1’]/date
num/EEEH 1T Sdatabase PDB_revEZNDFEXZTHHdateEZNDIE

(1977-02-17)

TN UDACTIGUUNICatcyur y -~
+ <PDBx:citation_authorCategory>
+ <PDBx:citation_editorCategory>
+ <PDBx:.database_2Categgry>
+ <PDBx:database_PDB_
+ <PDBx:database_PDB
+ <PDBx:database_PDB_rev num="1">
- <PDBx:date> 1977-02-17
- <PDBx:date_original> 1975-07-01
- <PDBx:mod_type> O
- <PDBx:replaces> 1GPD
+ <PDBx:database_PDB_rev num="2">
+ <PDBx:database PDB rev num= "3">
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fR2Z45]2(PDBML)

BT HEME
/datablock/entity src_genCategory/entity_src_gen

/gene_src_scientific_name (Homarus americanus, 24 )
/gene_src_common_name (American lobster, —fi% %)

T A UUAUGLAUGST_ UU_I SYL Aoyl y -
+ <PDBx:database_PDB_rev_recorndCategory>
+ <PDBx:diffrnCategory>
+ <PDBx:diffrn_radiationCategor
+ <PDBx:diffrn_radiation_wavelerjgthCategory>
+ <PDBx:entityCategory>
+ <PDBx:entity_keywordsCategdry>
+ <PDBx:entity_polyCategory>
+ <PDBx:entity_poly_seqCateggry>
+ <PDBx:entity_src_genCategory> \
+ <PDBx:entity_src_gen entity_id="1">

- <PDBx:gene_src_common_name> American lobster

- <PDBx:gene_src_genus> Homarus

- <PDBx:pdbx_gene_src_ncbi_taxonomy_id> 6706

- <PDBx:pdbx_gene_src_scientific_name>

Homarus americanus

\i <PDBx:entryCategory> )
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)

fR 2152 (PDBML)

+ <PDBx:struct_site id= "ABG">
- <PDBx:details>
RESIDUES INTERACTING WITH THE ADENINE BASE OF T
- <PDBx:pdbx_evidence_code> AUTHOR

+ <PDBx:struct_site id= "ABR">

— — E———— — 7
f + <PDBx:struct_siteCategory> \

+ <PDBx:struct_site id= "ARG">
W id="ARR"> )
S N, i, i, N i, N i, i N i, S S\
%+ <PDBx:struct_site_genCategory>
+ <PDBx:struct_site_gen id= "1" site_id= "ABG">

- <PDBx:auth_asym_id> G

- <PDBx:auth_comp_id> ASN

- <PDBx:auth_seq_id> 6

- <PDBx:label_alt_id xsi:nil= "true">

- <PDBx:label_asym_id> A

- <PDBx:label_atom_id xsi:nil= "true">

- <PDBx:label comp id> ASN

:E ,l‘i y% E - <PDBx:label_seq_id> 7
/ - <PDBx:pdbx_num_res> 6

+ <PDBx:struct_site_gen id=

/datablock/stfuct_siteCategory/stract_ sylkte (*EE%)
/datablock/strXC\t site. genCategory/struct_site_gen (5¥#
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/,~EI n*%cg

PDB format&EmmCIFE LB L TH B,

7PbD’B? mmCIFC. A BIZFNFNEZIZENINTLNVS

\

. %D% mmCIFT., BB RIEENENEZITENNTLS
\ M

. %D% mMmCIFC, EERFEFTETNENEZIZENMNTINVS
\

* PDB, mmCIFT. HXE T 54 ¥FE (biological species)[EZ
EFNECIZEMNTNSD ?

¢« PDBDIATOMIATIEMMCIFDN EZIZESRIETAM? ?

Ek: database PDB_rev, audit_author, exptl,
entity_src_gen, atom_site
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2 2451 3(mmCIF/PDB)

# EXPDTA X-RAY DIFFRACTION

_audit_conform.dict_name mmcif_pdbx.dic AUTHOR D.MORAS,K.W.OLSEN,M.N.SABESAN,M.BUEHNER,G.C.FORD,M.G.ROSSMANN
—audit_conform.dict_version 4.007 REVDAT 12  13-JUL-11 1GPD 1 VERSN

_audit_conform.dict_location  http://mmcif.pdb.org/dictionaries/ascii/m REVDAT 11 24-FEB-09 1GPD 1 VERSN

#

_database_2.database_id PDB REVDAT 10  15-JUL-92 1GPD 1 COMPND

_database_2.database_code  1GPD REVDAT 9  30-SEP-83 1GPD 1 REVDAT

# REVDAT 8 ©1-MAR-82 1GPD 1 REMARK

lzgzabase PDB. rev. num REVDAT 7  2@-APR-81 1GPD 3 SEQRES ATOM

“database_PDB_rev. date REVDAT 6 31-DEC-82 1GPD 1 REMARK
_database_PDB_rev.date_original REVDAT 5 01-0CT-82 1GPD 1 REMARK

_database_PDB_rev.status REVDAT 4  ©@5-FEB-79 1GPD 1 SITE

—jﬂtﬂgase—sgg—rewrezlgces REVDAT 3  20-JUL-78 1GPD 2 CONECT

_database_PDB_rev.mod_type -NOV-

1 1977-02-17 1975-07-01 ? 1GPD @ REVDAT 2 ©@1-NOV-77 1GPD 1 COMPND SOURCE AUTHOR JRNL

- 16771107 ? 1GPD 1 REVDAT 2 2 1 REMARK FORMUL

3 1978-07-20 ? REVDAT 1 17-FEB-77 1GPD 0

4 1979-02-05 ? ? JRNL D.MORAS,K.W.OLSEN,M.N.SABESAN,M.BUEHNER,G.C.FORD,
Y e’ Sy, AUTH 2 M.G.ROSSMANN

7 1981-04-20 ? 2 1GPD 3 TITL  STUDIES OF ASYMMETRY IN THE THREE-DIMENSIONAL STRUCTL
8 1982-03-01 ? ? 1GPD 1 TITL 2 LOBSTER D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE.
9 1983-09-30 ? ? 1GPD 1 REF J.BIOL.CHEM. V. 250 9137 1975

10 1992-07-15 7 7 16D 1 REFN ISSN 0021-9258

UNESIS
[mmCIF]
database PDB_rev.id=1T&%_database_PDB_rev.dateD{E&

[PDB]
REVDATD 18 QFELIFILRETH)
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_pdbx_database_status.status_code
_pdbx_database_status.entry_id
_pdbx_database_status.deposit_site
_pdbx_database_status.process_site
_pdbx_database_status.SG_entry

_audit_author.name

_audit_author.pdbx_ordinal

'Moras, D.' 1

'Olsen, K.W.' 2

'Sabesan, M.N.' 3

'Buehner, M.' 4

'Ford, G.C.' 5
\;Rossmann, M.G.' 6

(oor. )

v

loop_
_citation.id
_citation.title
_citation. journal_abbrev
_citation. journal_volume
_citation.page_first
_citation.page_last
_citation.year
_citation.journal_id_ASTM
_citation.country
_citation.journal_id_ISSN
_citation.journal_id_CSD

BirE 4

[mMmCIF] audit_author.name
[PDB] AUTHOR

22451 3(mmCIF/PDB)

REL
1GPD
?

?

JRNL
JRNL
JRNL

EXPDTA X-RAY DIFFRACTION

AUTHOR  D.MORAS,K.W.OLSEN,M.N.SABESAN,M.BUEHNER,G.C.FORD,M.G.ROSSMANN
“REVDAT 12 13-JUL-11 1GPD 4 1 VERSN

REVDAT 11 24-FEB-09 1GPD/ 1 VERSN

REVDAT 10  15-]UL-92 1 COMPND

REVDAT 9  30-SEP-83 1 REVDAT

REVDAT 8 ©1-MAR-82 1 REMARK

REVDAT 7 GPD 3 SEQRES ATOM

REVDAT 6 1 REMARK

REVDAT 5 1 REMARK

REVDAT 4 1 SITE

REVDAT 3 2 CONECT

REVDAT 2 1 COMPND SOURCE AUTHOR JRNL
REVDAT 2 2 1 REMARK FORMUL

REVDAT 1 )

JRNL TH  D.MORAS,K.W.OLSEN,M.N.SABESAN,M.BUEHNER,G.C.FORD,
JRNL AUTH 2 M.G.ROSSMANN

JRNL TITL  STUDIES OF ASYMMETRY IN THE THREE-DIMENSIONAL STRUCTL

TITL 2 LOBSTER D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE.
REF J.BIOL.CHEM. V. 250 9137 1975
REFN ISSN 0021-9258

PMID 127793

REFERENCE 1

AUTH  K.W.OLSEN,R.M.GARAVITO,M.N.SABESAN,M.G.ROSSMANN
TITL  ANION BINDING SITES IN THE ACTIVE CENTER OF
TITL 2 D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE

[ S S
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22451 3(mmCIF/PDB)

:%' :g:ggt::iz - ﬁl??giiminﬂémmg D INUCLEOTIDE ! :‘c";’lpH;'N KEYWDS  OXIDO-REDUCTASECALDEHYDE/DONR,NAD/ACCPT), OXIDO-REDUCTASE(ALDE
. B : ) ) ! KEYWDS 2 DONR,NAD-ACCPT) COMPLEX, OXIDOREDUCTASE

 exptl.entry.id 167D EXPDTA __ X-RAY DIFFRACTION

“exptl method "X_RAY DIFFRACTION' AUTHOR  D.MGJWAS,K.W.OLSEN,M.N. SABESAN,M. BUEHNER, G.C. FORD,M.G. ROSSMANN

—exptl.crystals_numbe ? REVDAT 12 -JUL-11 1GPD 1 VERSN

# REVDAT 11 4-FEB-@9 1GPD 1 VERSN

_exptl_crystal.id 1 REVDAT 10 J15-JUL-92 1GPD 1 COMPND
_exptl_crystal.density_meas ? REVDAT 9 [/ 30-SEP-83 1GPD 1 REVDAT
_exptl_crystal.density_Matthews ? REVDAT 8 / ©1-MAR-82 1GPD 1 REMARK
—-exptl_crystal.density_percent_sol\ ? REVDAT 7/ 20-APR-81 1GPD 3 SEQRES ATOM
—exptl_crystal.description REVDAT 31-DEC-80 1GPD 1 REMARK

o : REVDAT 01-0CT-80 1GPD 1 REMARK

~diffrn.id ! REVDAT 05-FEB-79 1GPD 1 SITE

_diffrn.crystal_id 1

# REVDAT /3  20-JUL-78 1GPD 2 CONECT

" diffrn_radiation.diffra_id REVDAT [2 ©@1-NOV-77 1GPD 1 COMPND SOURCE AUTHOR JRNL
_diffrn_radiation.wavelength_id REVDAT J 2 2 1 REMARK FORMUL
_diffrn_radiation.pdbx_monochromatic_or_laue_m_1 ? REVDATJ 1 17-FEB-77 1GPD 0

_diffrn_radiation.monochromator ? JRNL AUTH  D.MORAS,K.W.OLSEN,M.N.SABESAN,M.BUEHNER,G.C.FORD,
_diffrn_radiation.pdbx_diffrn_protocol ? AUTH 2 M.G.ROSSMANN

-diffrn_radiation.pdbx_scattering_type x-ray TITL  STUDIES OF ASYMMETRY IN THE THREE-DIMENSIONAL STRUCTU
# . L . TITL 2 LOBSTER D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE.
-diffrn_radiation wavelength. id ) REF  J.BIOL.CHEM. V. 250 9137 1975
_diffrn_radiation_wavelength.wavelength

diffrn_radiation_wavelength.wt 1.0 ek ISSN 0021-9258

; B B PMID 127793

r'eﬁne entr'y_xd 1GPD 1

1 REEERENCE 1

BT
[mmCIF] _exptl.method

[PDB] EXPDTA
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22451 3(mmCIF/PDB)

entity_src_gen.entity_id 1

1 354

_entity_src_gen.gene_src_common_name 'American lobster' HEADER OXIDOREDUCTASE 01-JUL-75 1GPD
enTity Src gen.gene src genus Tomorus TITLE STUDIES OF ASYMMETRY IN THE THREE-DIMENSIONAL STRUCTURE OF LOB
_entity_src_gen.pdbx_gene_src_gene ? TITLE 2 GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE
_entity_src_gen.gene_src_species ? COMPND MOL_ID: 1;

_entity_src_gen.gene_src_strain
_entity_src_gen.gene_src_tissue
_entity_src_gen.gene_src_tissue_fraction
_entity_src_gen.gene_src_details
_entity_src_gen.pdbx_gene_src_fragment
_entity_src_gen.pdbx_gene_src_scientific_name Homarus americanus'
_entity_src_gen.pdbx_gene_src_ncbi_taxonomy_1 7!
_entity_src_gen.pdbx_gene_src_variant
_entity_src_gen.pdbx_gene_src_cell_line
_entity_src_gen.pdbx_gene_src_atcc
_entity_src_gen.pdbx_gene_src_organ
_entity_src_gen.pdbx_gene_src_organelle
_entity_src_gen.pdbx_gene_src_cell
_entity_src_gen.pdbx_gene_src_cellular_location
ntity_src_gen.host_org_common_name
ity_src_gen.pdbx_host_org_scientific_name

BT 545 Mz
[mmCIF]

_entity_src_gen.pdbx_gene_src_scientific_ name ((24)
_entity_src_gen.pdbx_gene_src_common_name (—fi%4)

[PDB] source

COMPND 2 MOLECULE: D-GLYCERALDEHYDE-3-PHOSPHATE DEHYDROGENASE;
COMPND 3 CHAIN: G, R;

COMPND 4 EC: 1.2.1.12;

S ENGINFERED- _YES

SOURCE MOL_ID: 1;

SOURCE 2 ORGANISM_SCIENTIFIC: HOMARUS AMERICANUS;
SOURCE 3 ORGANISM_COMMON: AMERICAN LOBSTER;
SOURCE 4 m

- ) W) ) ) N

~

: OXIDO-REDUCTASECALDE
KEYWDS : CPT) COMPLEX, OXTDOREDUCTASE

EXPDTA  X-RA
AUTHOR @ORAS, K. W.OLSEN,M.N. SABESAN,M. BUEHNER, G.C. FORD,M. G.ROSSMANN
13-JUL-11 1GPD 1 VERSN

24-FFR-A9 1GPD 1 VFRSN

NN N N N N N N N
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22451 3(mmCIF/PDB)

"

Loop_ MTRIX1 3 -1.000000 0.000000 0.000000 0.00000
_atom_site.group_PDB
_atmsite_fd P MTRIXZ2 3 0.000000 -1.000000 0.000000 0.00000
_atom_site. type_symbol MTRIX3 3 0.000000 0.000000 1.000000 0.00000
_atom_site.label_atom_id
o eite label aled HETATM 1 C ACEG 0 -10.457 33.593 20.916 1.00 0.00
_atom_site.label_comp_id HETATM 2 0 ACE G [} 10.550 34.338 21.904 1.00 0.00
_atom_site.label_asym_id
_:tg__:lt:.lzb:l_g:{?t;_id HETATM 3 CH3ACEG @ -9.623 34.001 19.701 1.00 ©.00
_atom_s?te.label_seqfid ATOM 4 N SER G 1 -11.052 32.419 20.827 1.00 0.00
~atom_site. pdbx_PDB_ins_code ATOM 5 CA SERG 1 -11.888 31.910 21.923 1.00 0.00
_atom_site.Cartn_x
—atom_site.Cartn_y ATOM 6 C SERG -11.066 31.847 23.211 1.00 0.00
~atom_site. Cartn_z ATOM 7 0 SERG /1 -11.098 32.774 24.034 1.00 0.00
_atom_site.occupancy
_atom_site.B_iso_or_equiv ATOM 8 (B 1 -12.426 30.536 21.586 1.00 0.00
—atom_site.Cartn _x_esd ATOM 9 06 1 -13.172 29.976 22.663 1.00 0.00
_atom_site.Cartn_y_esd
_atom_site.Cartn_z_esd ATOM 10 N G 2 -10.341 30.754 23.367 1.00 0.00
—::&::Zg‘f:g"giygzzfv esd ATOM 11 CA G 2 -9.509 30.565 24.563 1.00 ©.00
:atom_site:pabx_For;ql_ch;rge ATOM 12 C YS G 2 -9.786 29.107 24.937 1.00 0.00
—::x—:::::::—::—‘?d ATOM LYSG 2 -10.804 28.795 25.572 1.00 0.00
:atom:site:auth:asy::id ATOM LYSG 2 -9.890 31.546 25.667 1.00 ©.00
—Gtx—z?:szsﬁh—‘;gﬁjel - ATOM LYSG 2 -11.095 31.134 26.492 1.00 0.00
) _S1 . X_| _nui
ATOM 1 CC .AEA11 ?-10.457 33.593 20.916 1.00 0.00 2 2 ? 2 ? ? LYSG 2 -11.929 32.349 26.886 1.00 0.00
m T . TGS I T O L0 U0 7T T T T CE LYSG 2 -13.092 31.960 27.786 1.00 0.00
ATOM 4 NN SER A 27222727 NZ LYSG 2 -14.214 32.915 27.640 1.00 0.00
ATOM 5 CCA . SERA12 ?7-11.888 31.910™84,923 1.000.00? 7?7 ? 7 N ILEG 3 -8.877 28.238 24.536 1.00 0.00
e o LR 7 -11.960 317 oy ISESSES : CA ILEG 3 -9.025 26.804 24.824 1.00 ©.00
21 C ILEG 3 -7.819 25.871 24.946 1.00 ©.00
22 0 ILEG 3 -6.677 26.266 24.665 1.00 ©.00
23 (B ILEG 3 -9.860 26.084 23.736 1.00 0.00

&R FDIEHR

[mMmCIF] _atom_site
[PDB] ATOM
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2 2451 3(mmCIF/PDB)

mmCIF

PDW/E%—. Mﬂ) ﬁﬁ%b\‘*ilmmu /PDB)
[ - | I | .

N

label asym id label seq_id auth_asym id auth_seq_id
(#Hid=A) (REHES=1) (#Hid=G) (3R E&ES=0)

1 C AEG -10.457 33.593 20.916¢ 1.00 0.00
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/,~EI n*%él'

mmCIFEPDBMLZE LEEL TH S,
« SEEREIERULIEEXZMMCIFEPDBMLTITY,

* http://service.pdbj.org/mine/pdbml_image.html
+,5 08

/l s 0

e PDBMLIZIZIRFEEEZED ST HRRELT=
[extatom |EFEEN B EH S, PDBjDH A+
T. NEMmMCIFER T DER R LB &,

E>k: database PDB_rev, audit_author, exptl,
entity_src_gen, atom_site
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fRZ 1514 (mmCIF/PDBML)

# + <PDBx:database_2Category>
_audit_conform.dict_name mmcif_pdbx.dic .
“audit_conform.dict_version  4.007 + <PDBx:database_PDB_matrixCategory>
_audit_conform.dict_location http://mmcif.pdb.org/dictionaries/ascii/m + <PDBx:database_PDB_revCategory>

#

_database_2.database_id PDB
_database_2.database_code  1GPD
#

loop_

_database_PDB_rev.num
_database_PDB_rev.date
_database_PDB_rev.date_original
_database_PDB_rev.status
_database_PDB_rev.replaces
_database_PDB_rev.mod_type

+ <PDBx:database_PDB_rev num="1">
- <PDBx:date> 1977-02-17
- <PDBx:date_original> 1975-07-01
- <PDBx:mod_type> O

se_PDB_rev num="2">

1 1977-02-17 1975-67-01 ? 1GPD @ + <PDBx:dgfabase_PDB_rev num= "3">
7 T N PDB_ "4
3 1978-07-20 ? + <PDB«database_PDB_rev num= "4">
4 1979-02-05 ? . — g
S 1980-10-01 ? 2 1GPD 1 Bx:database_PDB_rev num= "5">
6 1980-12-31 ? ? 1GPD 1 <PDBx:database_PDB_rev num= "6">
7 1981-04-20 ? ? 1GPD 3 o
8 1982-03-01 ? ? 1GPD 1 + <PDBx:database_PDB_rev num="7">
9 1983-09-30 ? ? 1GPD 1 . e
10 1992-07-15 ? + <PDBx:database_PDB_rev num= "8">

? 1GPD 1

[mmCIF]
_database_PDB rev.id=1Td&%_ database PDB_rev.dateMD{&

[PDBML]

/datablock/database_PDB_revCategory/database PDB_rev[@num=‘1’]/date
(num/BEEN 1T SDdatabase PDB_revEZNDFEZTHDdateEHRNDIE)
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_pdbx_database_status.status_code REL
_pdbx_database_status.entry_id 1GPD

_pdbx_database_status.deposit_site ? + <PDBx:audit_authorCategory>
i 7 H ~ " "
_E:E:_SEEZEZ::_:EEEEZ.g?:i:i;sne ' + <PDBx:audit_author pdbx_ordinal="1">

2245 4 (mmCIF/PDBML)

+ <PDBx:atom_typeCategory>

(-r \ - <PDBx:name> Moras, D.
loop_ . . . _uon
_audit_author. name + <PDBx:audit_author pdbx_ordinal= "2">
_audit_author.pdbx_ordinal - <PDBx:name> Olsen, K.W.
'Moras, D.' 1 . . ol wan
‘Olsen, K.W.' 2 + <PDBx:audit_author pdbx_ordinal= "3">
'Sabesan, M.N.' 3 - <PDBx:name> Sabesan, M.N.
'Buehner, M.' 4 . . e
"Ford, G.C.' 5 + <PDBx:audit_author pdbx_ordinal= "4">
\LRossmann, M.G." 6 ) - <PDBx:name> Buehner, M.
loop_ + <PDBx:audit_author pdbx_ordinal= "5">
_citation.id - <PDBx:name> Ford, G.C.
_citation.title ) . e~
_citation.journal_abbrev + <PDBx:audit_author pdbx_ordinal= "6">
—citation. journal_volume - <PDBx:name> Rossmann, M.G.
_citation.page_first
_citation.page_last
_citation.year
_citation.journal_id_ASTM
_citation.country .
_citation. journal_id_ISSN DBx:citationCategory>
_citation.journal_id_CSD ' gory

BEERE A
[mmCIF] _audit_author.name
[PDBML]

/datablock/audit_authorCategory/audit_author/name
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P04 NON-POLYMER
NAD NON-POLYMER
#
_exptl.entry_id 1GPD

_exptl.method 'X-RAY DIFFRACTION'
_exptl.crystals_numbe ?

#
_exptl_crystal.id
_exptl_crystal.density_meas
_exptl_crystal.density_Matthews
_exptl_crystal.density_percent_so
_exptl_crystal.description

#

_diffrn.id 1
_diffrn.crystal_id 1

#

_diffrn_radiation.diffrn_id
_diffrn_radiation.wavelength_id
_diffrn_radiation.pdbx_monochromatic_or_laue_m_1
_diffrn_radiation.monochromator
_diffrn_radiation.pdbx_diffrn_protocol
_diffrn_radiation.pdbx_scattering_type

. "PHOSPHATE ION' ? '04 P -3
. NICOTINAMIDE-ADENINE-DINUCLEOTIDE ? 'C21 H27 N

NN N =

#

_diffrn_radiation_wavelength.id 1
_diffrn_radiation_wavelength.wavelength
_diffrn_radiation_wavelength.wt 1.0

#

_refine.entry_id 1GPD

EERFR
[mmCIF] _exptl.method

+ <PDBx:entity_keywordsCategory>
+ <PDBx:entity_polyCategory>
+ <PDBx:entity_poly_seqCategory>
+ <PDBx:entity_src_genCategory>
+ <PDBx:entryCategory>
+ <PDBx:exptlCategory>
- <PDBx:exptl entry_id= "1GPD" method= "X-RAY

DIFFRACTION">

+ <PDx:pdbx_database_remarkCategory>

+ <PPBx:pdbx_database_statusCategory>

+ <PDBx:pdbx_entity_nonpolyCategory>
+/<PDBx:pdbx_nonpoly_schemeCategory>
<PDBx:pdbx_poly_seq_schemeCategory>

+ <PDBx:pdbx_struct_assemblyCategory>

+ <PDBx:pdbx_struct_assembly_genCategory>
+ <PDBx:pdbx_struct_assembly_propCategory>
+ <PDBx:pdbx_struct_oper_listCategory>

1 2DNRvinAdihv iinAahe Ar 7ara Ans atAame atanArns

+

[PDBML] /datablock/exptlCategory/exptl@method

(exptlEZFE Dmethod/E 41{E)
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1 354

#
entity_src_gen.entity_id
_entity_src_gen.gene_src_common_name

1
'American 10b3

_entity_src_gen.gene_src_genus
_entity_src_gen.pdbx_gene_src_gene
_entity_src_gen.gene_src_species
_entity_src_gen.gene_src_strain
_entity_src_gen.gene_src_tissue
_entity_src_gen.gene_src_tissue_fraction
_entity_src_gen.gene_src_details
_entity_src_gen.pdbx_gene_src_fragment
_entity_src_gen.pdbx_gene_src_scientific_name
_entity_src_gen.pdbx_gene_src_ncbi_taxonomy_1
_entity_src_gen.pdbx_gene_src_variant
_entity_src_gen.pdbx_gene_src_cell_line
_entity_src_gen.pdbx_gene_src_atcc
_entity_src_gen.pdbx_gene_src_organ
_entity_src_gen.pdbx_gene_src_organelle
_entity_src_gen.pdbx_gene_src_cell

_entity_src_gen.pdbx_gene_src_cellular_location
ntity_src_gen.host_org_common_name
_eMgity_src_gen.pdbx_host_org_scientific_name

—
Homarus

NN N N N N N

'Homarus americanus'
7!

+ <PDBx:entity_poly_seqCategory>

NN N N N N N N N

/

BT 545 Mz
[mmCIF]

\_

+ <PDBXx:entity_src_genCategory>
+ <PDBx:entity_src_gen entity_id="1">

~

- <PDBx:gene_src_common_name> American lobster

- <PDBx:gene_src_genus> Homarus

- <PDBx:pdbx_gene_src_ncbi_taxonomy_id> 6706
- <PDBx:pdbx__gene_src_scientific name>
Homarus americanus

J

+ <PDBx:entryCategory>
+ <PDBx:exptlCatego

+ <PDBxbdbx_database_statusCategory>
Bx:pdbx_entity_nonpolyCategory>

_entity_src_gen.pdbx_gene_src_common_name (—f%4)
_entity_src_gen.pdbx_gene_src_scientific_name (=24)

[PDBML]

/datablock/entity _src_genCategory/entity_src_gen/gene_src_common_name (—fi% %)
/datablock/entity_src_genCategory/entity_src_gen/gene_src_scientific_name (5¢44)
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xsi:schemalocation="http://pdbml.pdb.org/schema/pdbx-v40.xsd pdbx-v40

"
loop_

_atom_site.group_PDB
_atom_site.id
_atom_site.type_symbol
_atom_site.label_atom_id
_atom_site.label_alt_id
_atom_site.label_comp_id
_atom_site.label_asym_id
_atom_site.label_entity_id
_atom_site.label_seq_id
_atom_site.pdbx_PDB_ins_code
_atom_site.Cartn_x
_atom_site.Cartn_y
_atom_site.Cartn_z
_atom_site.occupancy
_atom_site.B_iso_or_equiv
_atom_site.Cartn_x_esd
_atom_site.Cartn_y_esd
_atom_site.Cartn_z_esd
_atom_site.occupancy_esd
_atom_site.B_iso_or_equiv_esd
_atom_site.pdbx_formal_charge
_atom_site.auth_seq_id
_atom_site.auth_comp_id
_atom_site.auth_asym_id
_atom_site.auth_atom_id
_atom_site.pdbx_PDB_model_num

ATOM 1 CC .ACEA11 ?-10.457 33.593 20.916 1.000.00 ? 2 2 2?2 ?Q ACEGC 1
RTOM 2 00 . ACE 7 -10.550 34.338 21.004 1000007 77771 MEGO T
ATOM 3 CCH3 . ACEA11 7 19.701 1.000.00 7?7?7770 ACEGCH3 1
ATOM 4 NN SERA12 7?7 -11 20.827 1.000.00?77??777?27?1 SERGN 1
ATOM 5 CCA SERA12 7? 23 1.000.007?7 7?77?7771 SERGCA 1
ATOM 6 cc SERA12 7?7 -11.066 31.847 0.007?7?7??771 SERGC 1

&R FDIEHR

[mmCIF] _atom_site

<PDBx:atom_siteCategory>

<PDBx:atom_site id="1">

<PDBx

<PDBx:
<PDBx:

<PDBx

<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:

<PDBx
<PDBx
<PDBx

<PDBx:
<PDBx:
<PDBx:
</PDBx:atom_site>

:B_iso_or_equiv>0.00</PDBx:B_iso_or_equiv>
Cartn_x>-10.457</PDBx:Cartn_x>
Cartn_y>33.593</PDBx:Cartn_y>
:Cartn_z>20.916</PDBx: Cartn_z>
auth_asym_id>G</PDBx:auth_asym_id>
auth_atom_id>C</PDBx:auth_atom_id>
auth_comp_1id>ACE</PDBx:auth_comp_1id>
auth_seq_1d>@</PDBx:auth_seq_id>
group_PDB>ATOM</PDBx: group_PDB>
label_alt_id xsi:nil="true" />
label_asym_id>A</PDBx:label_asym_id>
label_atom_id>C</PDBx:label_atom_id>
:label_comp_id>ACE</PDBx:label_comp_id>
:label_entity_id>1</PDBx:label_entity_id>
:label_seq_id>1</PDBx:label_seq_id>
occupancy>1.00</PDBx:occupancy>
pdbx_PDB_model_num>1</PDBx: pdbx_PDB_model _num>
type_symbol>C</PDBx:type_symbol>

<PDBx:atom_site id=

~DNDv

5 0_or_equiv>0.00</PDBx:B_iso_or_equiv>
s Candkn we 1M KA /DNOv«CAandn v~

[PDBML-all] /datablock/atom_siteCategory/atom_site
X ZDOF WL ETOFHR @) NIFEHE ([~ F DI [1ZIT720)
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f{oop_ <?xml version="1.0" encoding="UTF-8" 7>

—atom_site.group_PDB <PDBx:datablock datablockName="1GPD-extatom"

_atom_site.id xmlns:PDBx="http://pdbml .pdb.org/schema/pdbx-v40-ext .xsd"

_atom_site.type_symbol xmlns:xsi="http://www.w3.0rg/2001/XMLSchema-instance"

atom._site.label atom. id xsi:schemalocation="http://pdbml .pdb.org/schema/pdbx-v4d-ext.xsd pdbx-v4@-ext.xsd">

—atom_site.label_alt_id <PDBx:category_atom_record>

_atom_site.label_comp_id <PDBx:atom_record id= "1"> ATOM 1 A G 1 0 ? . ACE ACE C C C -10.457  33.593  20.916 1.00  0.00 1 7 </PDBx:atom_record>

~aton_site. label_asyn-id <PDB ‘atom_record id 3 S :TOM i : 2 ; ; lcJ gnsu a3 9.623 34.001 19.701 1.00 ©.00 1 7 </PDB < d
3 3 3 <PDBx:atom_record id= "3 -9. o N n . ? x:atom_record>

_atom_syte.1ube1_ent1§y_1d <PDBx:atom_record id= "4t ATM 1 A G 2 1 N N N -11.052  32.419  20.827 1.00  0.00 1 ? </PDBx:atom_record>

—atom_site.label_seq_id <PDBx:atom_record 1 "S's ATM 1 A G 2 1 C CA CA -11.888 31.910 21.923 1.00  0.00 1 ? </PDBx:atom_record>

—atom_site.pdbx_PDB_ins_code <PDBx:atom_record id= "6"> ATOM 1 A G 2 1 € C C -11.066 31.847 23.211 1.00 0.0 1  ? </PDBx:atom_record>

_atom_site.Cartn_x <PDBx:atom_record id= "7">  ATOM 1 A G 2 1 0 0 0 -11.098 32.774 24.034 1.00 0.00 1 ? </PDBx:atom_record>

_atom_site.Cartn_y <PDBx:atom_record id= "8"> ATOM 1 A G 2 1 C (B (B -12.426 30.536 21.586 1.00 0.00 1 ? </PDBx:atom_record>
: <PDBx:atom_record id= "9"s ATM 1 A G 2 1 0 0G 06 -13.172 29.976  22.663 1.00  0.00 1 ? </PDBx:atom_record>

-atom_site.Cartn_z <PDBx:atom_record id=  "10"> ATOM 1 A G 3 2 N N N -10.341  30.754 23.367 1.08 0.0 1 ? </PDBx:atom_records

—atom_site.occupancy tom_record id= "11% ATOM 1 A G 3 2 C CA CA  -9.509 30.565 24.563 1.00 0.00 1 ? </PDBx:atom_record>

_atom_site.B_iso_or_equiv <PDBx: atom_record "12"> ATOM 1 A G 3 2 C C C -9.786 29.107 24.937 1.00  0.00 1 ? </PDBx:atom_record>

_atom_site.Cartn_x_esd tatom_record "13">  ATOM 1 A G 3 2 0 0 0 -10.804 28.795 25.572 1.00 0.00 1 ? </PDBx:atom_record>
: "14"> ATOM 1 A G 3 2 C (B (B -9.890  31.546  25.667 1.00  0.00 107 :atom_record>

-atom_site.Cartn_y_esd "5 ATM 1 A G 3 2 C 6 CG -11.095 31.134 26.492 1.0 0.00 1 ? tom_record>

—atom_site.Cartn_z_esd "16"> ATM 1 A G 3 2 C 0 CD -11.929 32.349  26.886 1.0 0.00 1 ? tom_record>

_atom_site.occupancy_esd "17"> ATOM 1 A G 3 2 C CE CE -13.092 31.960 27.786 1.00  0.00 12 tom_record>

_atom_site.B_iso_or_equiv_esd
_atom_site.pdbx_formal_charge
_atom_site.auth_seq_id
_atom_site.auth_comp_id
_atom_site.auth_asym_id
_atom_site.auth_atom_id
_atom_site.pdbx_PDB_model_num

ATOM 1 CC . ACE 1 7 -10.457 33, 20 91
ATOM 2 00 . ACE 7 -10.550 34.338 21.904
ATOM 3 CCH3 . ACEA11
ATOM 4 NN . SERA12
ATOM 5 CcCA SERA 12
ATOM 6 cc SERA 12 -11.066 31.847 23.211

&R FDIEHR

[mMmCIF] _atom_site

[PDBML-extatom] /datablock/category atom_record/atom_record
KILFIHHRIETZRO L, FIRFOFEHRE 1 O>OERITEEDT
lextatom | JTEFOPDBML TH 4 I 7 DIFHILHERR TE 5
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mmCIF
AIM1CC.AEAL11Ll?-10.457 33.593 20.916 1.00 0.00 2 222?22 0ACEGC1
PDBLE{J'C‘“E%% BEx / iE 3=

[ - - | I | , !

label asym id label seq_id auth_asym id auth_seq_id
(§Hid=A) (FREEBS=1) (§8id=G) (5%EES=0)

PDB
<PBx:a

? . ACE ACE CCC -10.457 33.593 20.910 1.00 0.00 1 ?
</PLBx:atam record>

S<mmCIFEPDBMI —extatom| 22\ L QOB DINEFE DN B2
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