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Cyclin-dependent protei kinase (CDK2)
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3D Complex of
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+ Peptide
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mmCIFF. X DPDBEAR— X [Z4ERK

HEEDPDBRKXDI7AIVICIFEEH SN TULEM LI T D IEHRZEBAIIZFI A

(1) asym_id : |[B74+—<vrDEHEAIF(auth_asym id)

FY—fIESni=-0FERLDEE

(2) Biological unit (£¥1FRIEAL)H KV BAFEIZFE S

Al

FNENDEYFRIEGIIZ(Xassembly idMEY BTSN TLNS

[assembly id]

=ONI—FDHEET. D FDOEENRED
[pdb _id] [asym id] [oper expression]



asym_id: [9F|DID. — i bSNF-$HE A F

spmn 7 BEES
HEFEDPDBIA— v 1gbn)

ATOM 3827 OXT PHE A 439 58.197 80.519 13.437 1.00 46.03
ATOM 3828 H PHE A 439 61.385 78.646 13.698 1.00 0.00
TER 3829 PHE A 439

HETATM11488 C1* GAB A 440 55.769 50.196 10.199 1.00 24.89 Chain C
HETATM11491 C1 GAB A 440 56.029 50.735 11.585 1.00 25.64
HETATM11494 C4 GAB A 440 56.292 51.740 14.168 1.00 26.84
HETATM11497 N3 GAB A 440 56.512 49.442 15.108 1.00 25.04
HETATM11500 C2A PLP A 441 55.267 48.237 20.196 1.00 14.28
HETATM11503 C4 PLP A 441 55.563 47.531 16.488 1.00 17.15
HETATM11506 C6 PLP A 441 55.078 45.499 17.620 1.00 13.59
HETATM11509 P PLP A 441 56.679 44.599 13.153 1.00 15.10
HETATM11512 O3P PLP A 441 56.712 45.891 12.440 1.00 14.37
HETATM11513 C1 GBC B 440 55.762 25.314 8.355 1.00 20.85

mmCIF 74—~ (1gbn)

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 3827 0O OXT . PHE A 1 402 ? 58.197 80.519 13.437 1.00 46.03 ? ? ? ? ? ? 439 PHE A OXT 1
ATOM 3828 HH . PHE A 1402 ? 61.385 78.646 13.698 1.00 0.00 ? ? ? ? ? ? 439 PHE A H 1
HETATM 11485 C "C1*" . GAB D 2 . ? 55.769 50.196 10.199 1.00 24.89 ? ? ? ? ? ? 440 GAB A "C1"" 1
HETATM 11488 C C1 . GAB D 2 . ? 56.029 50.735 11.585 1.00 25.64 ? ? ? ? ? ? 440 GAB A C1 1
HETATM 11491 C C4 . GAB D 2 . ? 56.292 51.740 14.168 1.00 26.84 ? ? ? ? ? ? 440 GAB A C4 1
HETATM 11494 N N3 . GAB D 2 . ? 56.512 49.442 15.108 1.00 25.04 ? ? ? ? ? ? 440 GAB A N3 1
HETATM 11497 C C2A . PLP D 2 . ? 55.267 48.237 20.196 1.00 14.28 ? ? ? ? ? ? 441 PLP A C2A 1
HETATM 11500 C C4 . PLP D 2 . ? 55.563 47.531 16.488 1.00 17.15 ? ? ? ? ? ? 441 PLP A C4 1
HETATM 11503 C C6 . PLP D 2 . ? 55.078 45.499 17.620 1.00 13.59 ? ? ? ? ? ? 441 PLP A C6 1
HETATM 11506 P P . PLP D 2 . ? 56.679 44.599 13.153 1.00 15.10 ? ? ? ? ? ? 441 PLP A P 1
HETATM 11509 O O3P . PLP D 2 . ? 56.712 45.891 12.440 1.00 14.37 ? ? ? ? ? ? 441 PLP A O3P 1
HETATM 11510 C C1 . GBC E 3 . ? 55.762 25.314 8.355 1.00 20.85 ? ? ? ? ? ? 440 GBC B C1 1
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(Asymmetric Unit) (Biological Unit)

PDBcode:1a5k

Asymmetric Unit

PDBcode:3gyr

assembly_id=5 assembly_id=6  assembly_id=7 assembly_id=8
Asymmetric Unit Biological Unit




Biological Unit M &L

mmCIF 74— (1a5k)

) 151

_pdbx_struct_assembly.id
_pdbx_struct _assembly.details
_pdbx_struct _assembly.method details
_pdbx_struct_assembly.oligomeric_details
_pdbx_struct _assembly.oligomeric_count

#

_pdbx_struct_assembly gen.assembly id
_pdbx_struct _assembly gen.oper_expression
_pdbx_struct _assembly gen.asym id list

#

loop

_pdbx_struct _oper_list.id

_pdbx_struct _oper_list.type

_pdbx_struct _oper_list.name

_pdbx_struct oper_list.symmetry_operation
_pdbx_struct _oper_list.matrix[1][1]
_pdbx_struct _oper_list.matrix[1][2]
_pdbx_struct _oper_list.matrix[1][3]
_pdbx_struct _oper_list.vector[1]
_pdbx_struct _oper_list.matrix[2][1]
_pdbx_struct _oper_list.matrix[2][2]
_pdbx_struct _oper_list.matrix[2][3]
_pdbx_struct _oper_list.vector[2]
_pdbx_struct _oper_list.matrix[3][1]
_pdbx_struct _oper_list.matrix[3][2]
_pdbx_struct _oper_list.matrix[3][3]
_pdbx_struct _oper_list.vector[3]

1 "identity operation” 1 555 x,y
2 "crystal symmetry operation® 5 555 z,x,
3 "crystal symmetry operation® 9 555 vy,z

1

author_and_software_defined_assembly

PI1SA,PQS
nonameric

oper_expression : FEIZZE LR E 4

ek DPDB
TH+— Yk (1a5k)

REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK

300
300
300
300
300
350
350
350
350
350
350
350
350
350
350
350
350
350
350
350
350
350
350
350

BIOMOLECULE: 1

SEE REMARK 350 FOR THE AUTHOR PROVIDED AND/OR PROGRAM
GENERATED ASSEMBLY INFORMATION FOR THE STRUCTURE IN
THIS ENTRY. THE REMARK MAY ALSO PROVIDE INFORMATION ON
BURIED SURFACE AREA.

COORDINATES FOR A COMPLETE MULTIMER REPRESENTING THE KNOWN
BIOLOGICALLY SIGNIFICANT OLIGOMERIZATION STATE OF THE
MOLECULE CAN BE GENERATED BY APPLYING BIOMT TRANSFORMATIONS

GIVEN BELOW. BOTH NON-CRYSTALLOGRAPHIC AND

CRYSTALLOGRAPHIC OPERATIONS ARE GIVEN.

BIOMOLECULE: 1

AUTHOR DETERMINED BIOLOGICAL UNIT: NONAMERIC

APPLY THE FOLLOWING TO CHAINS: A, B, C
BIOMT1 1 1.000000 0.000000 0.000000 0.00000
BIOMT2 1 0.000000 1.000000 0.000000 0.00000
BIOMT3 1 0.000000 0.000000 1.000000 0.00000
BIOMT1 2 0.000000 0.000000 1.000000 0.00000
BIOMT2 2 1.000000 0.000000 0.000000 0.00000
BIOMT3 2 0.000000 1.000000 0.000000 0.00000
BIOMT1 3 0.000000 1.000000 0.000000 0.00000
BIOMT2 3 0.000000 0.000000 1.000000 0.00000
BIOMT3 3 1.000000 0.000000 0.000000 0.00000

FEE

Z I #i2E 4 (oper_expression)&

TOEBERT 2 Fa(asym_id) DIEEHE T

biological unitAMggii s TLVS,

Asymmetric unit

Biological unit
(assembly_id=1)




Biological Unit® g & {5

E# DBiological unith G E(E. ENZNAI0D assembly id AR5 TLNS
|

loop_
_pdbx_struct_assembly.id
_pdbx_struct_assembly.details
_pdbx_struct_assembly.method_details
_pdbx_struct_assembly.oligomeric_details
_pdbx_struct_assembly.oligomeric_count

1 author_defined_assembly ? hexameric 6
2 author_defined_assembly ? hexameric 6
3 software_defined_assembly PISA,PQS dimeric

4 software_defined_assembly PISA,PQS dimeric
5 software_defined_assembly PISA,PQS dimeric
6 software_defined_assembly PISA,PQS dimeric
7 software_defined_assembly PISA,PQS dimeric
8 software_defined_assembly PISA,PQS dimeric
#

loop_

_pdbx_struct_assembly _gen.assembly_id
_pdbx_struct_assembly_gen.oper_expression
_pdbx_struct_assembly_gen.asym_id_list
11AM,N,0,PQ,UB,B,R,S,TUVVB,CW,KX)Y,ZAAWB,D,BA,CA,DA,EA,FA XB,E,GA,HA,IA,JA,KAYB,F,LA,MA,NA,OA,PA,ZB

2 1 G,QA,RA,SA,TA,UA,AC,H,VAWA,XAYA,ZA,BC,1,AB,BB,CB,DB,EB,CC,J,FB,GB,HB,1B,JB,DC,K,KB,LB,MB,NB,OB,EC,L,PB,QB,RB,SB,TB,FC
31 FLA,MA,NA,OA,PA,ZB,J,FB,GB,HB,IB,JB,DC
41 E,GA,HA,IA,JA,KAYB,K,KB,LB,MB,NB,OB,EC
51 A,M,N,0,P,Q,UB,I,AB,BB,CB,DB,EB,CC

6 1B,R,5,T,U,VVB,H VA WA, XAYA,ZA,BC

71 CWX)Y,Z,AAWB,G,QA,RA,SA,TA,UA,AC

8 1 D,BA,CA,DA,EA,FA,XB,L,PB,QB,RB,SB,TB,FC

NNNNDNN

assembly_id=3  assembly_id=4 assembly_id=5

# assembly_id=6  assembly_id=7 assembly_id=8
_pdbx_struct_oper_list.id 1

_pdbx_struct_oper_list.type 'identity operation'

_pdbx_struct_oper_list.name 1 555 PDBcode:Bgyr

_pdbx_struct_oper_list.symmetry operation x,y,z
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assembly id TRAIENS '

PDBcode:3gyr
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e assembly _id=1 assembly_id=3

- & Y B B {5 (Biological umt)’ﬂﬁﬂﬁ’é“?d)éﬂﬁ(i
[asym_id] [oper_expression] @‘fﬂo’%‘“bﬁ’(ﬂméhé

PDBcode 1a5k
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Cyclin-dependent kinase 3 (CDK3_HUMAN )

&
Cyclin-B1 (CCNB1_HUMAN)
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T R O
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>1vwg_A vwg_ & @ B
— 2g9x_1 Al Bl O%: ©
PDBICE#HRINTZ | >1ywg B 1jsu 1 Al Bl LCnl(Q) @ O®
EHEDT7I/E - 8atc 2 Al B1 ®
[ lF:E >2g9X_A 2Fi5 1 E2 11 vwg_1 A1B1
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oy S
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HOMCOSH —/\~NDTF7 7t X

(1) http://homcos.pdbj.org [C7 RT3

HOMCOS : Finding and Modeling of 3D Structures of Complexes
N N N N N .-

[Go to Japanese page] | HOMCOS : {iEMSHORE- T VT =03
7

HOMCOS(HOMology modeling of COmplex Structure) is a server for modeling complex 3D structures using 3D molecular 5| [G0 to English page]

complex 3D structures in PDB. For a given amino acid or a chemical ., the server provides list of contacting) B - ) p— " -

complex 3D structure based on the template PDB structures. BLAST is employed for the amino acids sequence search, KCOM| HOMCOS(HOMoology modeling of COmplex Structure) [ EDBI(ZIWHE T LS WS D T iET — 55 UL T S Fo M- EEth s, Mg

structure search. FHOHFAT O WEE FRT A0 000 — (TT, T3 /ALE R (P 2MEAS DIROTA IS D 77 RSN T2 T S % 883 - 1)

PDBAIC R 8% 83N L TSI MIES FAT2

o |D" y Queries Descriptions KCOMBUE B TLET, (3) r /\7__ D % % 1$ 0) :E 7__“ ) l/ J

@ http://ipproo.protein osaka-u.ac.jp/homcasfcai-bin/index.c 2 = & 2 HOMCOS : {BFES... «

="

Cannanea s iy sinsta i it el [ =EZ I
AN Y
2) [Go to Japanese pagel&')vy L
HESTOWRE v - -
{rAMCHT RS - 1 ODILEMMEE ITVELT,
ﬁ1|umo Protein Multimer | Sequence Model 3D structure of homo-multimer for [EREMi EibEmaL L3S toRERRLET
I.. € g tochniq 00, N 1075 MRCHVE 7 TUEL T,
T EERHEOET I = + A e =1 9
Modeling Complex . ) retero Protein Mattimer |rwo Sequences ?Iod.e‘l D m“ft:l.m ofhfmlr&mmm tor .. PR ;?Tti‘ﬁ.{*ﬂ)'\?ﬂﬂh EREQS—EF Vo TERLTTFAL
3D Structure I @ s b G S :’ - - Y CEOTS MRAE ST ,
Gl ein Compound Comples| 5600eNGe and  [Model 3D structure of protein-compound c| "3 -ys I .ﬁ;_r;lz_tmz_& 1 |exors i |[Fo~FO3RE0 THEMEERE0S —EF UL S (L TFH
- - - "(fum|m||m| and one given chemical structure using hon i S ] LEd
— B omma = |7 S/BERAIE L2 1 RO T SRR RIS DO LR SR O T UL T,
HOMCOS is based on the concept of HOMCOS server developed by NAIST. b= EOWEHEOIFEMEEREOD —EF UL -TFHLET
HOMCOS is developed by Nakamura-Lab, IPR, Ozaka SLTLET
Science" by MEXT, Japan. & hittp://ipproo.proteln.osaka-u.ac.jp/homeos/cgi-bing 2 = & | @ nomggl:nomcas:. . °
HOMCOS FRER, RIEXY TR EAWHREH PR LUMRShELL, v
~
L .-'nomcos:v\?n EREOETILY
[Go 1o English page]
2HOT I EERFE AL, R ORI EMEE BRLL T, ~AF O REQIIEMEDEF VA TETLET,
FE/EENS. [PDB_ID)+[38i#7] ). UniProt?3ID. 1 X FFRIEO 7 I/EEIID & b @ ITET AL TR,
2NOW A 2 V2R B
PDB PDB_ID| [(1fin, hhb,..) CHAIN D {A, B, ..)||PDB_1D/] (1fin, $hhb,...) CHAIN_ID{ A B, )
UNIPROT_ID| (CDK3_HUMAN, ..} (CCNB1_HUMAN, ..)
T /EEELR
Resol values || SEARCH |




M BEWEHLEEBEDEIIAEBEZANT S,
(i) PDB_ID+$# (ii) Uniprot ID (iii) 73/EEHID =&Y

WN

. HOMCOS: ATOZREOETYLY

Go to English page

2AOT I /BEESE AL HEE R A 0B EREEE HRAL T AT O BACIEREOET VD JETLET,
TEU/BEECPNE. [PDB_IDIHEE#BI F]. UniProtDID. 1 X(FHRLO T /BRI D LN O IETAHL TSR,

[ | RN Hg/;vfgg |

PDB PR, ID; ifin, 4hhb, ) CHAIN ID{ (A, B, ; L .B, ...

UNIPROT 18|[CDK3 HUMAN _ »  (CDK3_HUMAN, ) m|[CCNB1_HUMAN o (CCNB1_HUMAN, ..)
L ‘ qﬂW’ I

UNIPROT_ID®D %2 /30 EAIZCDK3_HUMANZ
UNIPROT_ID®D A2 /37&EBIZCCNB1_HUMANZ% A /1

H | m | ”

Il
”|sequencefreplaced 3D model V‘

Jmol_S

ammmmEm, CDK3_HUMAN: Cyclin-dependent proten kinase 3
oot vaiveod | SEARCH CCNB1_HUMAN : G2/mitotic-specific cyclin B1

Iil download sequence-replaced 3D model file Iil[downloa.d 3D temy

use all chains in the biological unit {30) 413 assembly id:1

[mudel"symbul“ta:get“asym ld][oper][tymi

ion

Homologous hetero-multimer found by BLAST

i protein.osaka-u.ac.jp/homeos/ogi-binfhetero_multimer.cg £ - G| @ HoMCOS: Hetero m.., * 1 Ja A 1  |jpolymer(polypeptide(L)) dependent kinase 2|
a 2 M b B B 1 |jpolymer(polypeptide(L))
Search Te 5 to Model Hetero Multimers(PID:47915)
@ MODEL[1] CDK3 _HUMAN TEMPLATE 4fx3 A 1
‘CD}(E HUMAN 1:MDMFQEVEKIGEGTYGVVYKAKNRETGQLV] IRLDLEMEGVPSTAIREISLLKELKHPNIVRLLDVVHNERKLYLVEN
Length TITLE | | i/
| 305 RechName: Full=C: le det‘TJdd.‘TJl RLDHM. 3 EC— 1.22; All.NuLm Full= CL“ dnmuﬂ pm[uu kinase 3; | K¢ >
Protein A AT GLVALRET VPETATRETSLLAELEHPNTVRLLOVVHNERRL SOOLREYMOETPGAELPLHL IS YL FOLLOGVAF CHEHRY THRD LK PONLL TNELGAT KLADFGLARY
BEQUENCE .m_.-‘-_a_.nr_., FRAROYVL]
] (2 BRSIALERFIBIZ LN TPDBISHL T -
| Recam IUMAN
Protein B 1 b NL—— /_ S EDLCOAEBDV
[SEQUENCE A B LAST T PTRH n-"vmlmm_\w'l.. 'u'
A AIY
il Y !_ 1]
250 208 184 114 159 ]|
[show plain BLAST file for proteina] [show plain BLAST file for infi]

PDB Protein A Protein B

Model
id asmibl Nsubunit ;F‘E; ||(asym operixN L ) | N L ) 30583l aval SqID| N (asym oper)s|| | N | i f . ) ) -UI3M eval [Sqlly
Lalign dunnsw
aps 1 Jemer 32 [1fan 3e-169]76.7 |[1 |8 1 E— — (|5e-46 -‘9-"|iwmndell:
s 2 Jzmer [33 [ifen 3e-16976.7 |1 D 1 I— — 6:--!6‘39.-1’]&@"




- 3 >

T “‘M

i mDN—

X

= - If - _ = = T
CSHESN © http://ipproo.protein.osaka-u.ac.jp/hor 2 ~ & [/ A QRS @ Protein Model... x |NIRa R Bo)
Protein Model on 4fx3 1 A 1 B 1 (TEMPLATE: PDBj4fx3 assembly id:1) ! '|i1 id|operjtype ||d°5°ﬂP"°ﬂ A
1o Ja lla A 1 |[polymer(polypeptide(L))||Cyclin-dependent kinase 2
TTTTPTTTI TP I T T IPPTTI T IS
o, ||
STAIRE I SLLEELKHPNIVRLLDVVHNERELY LVFEFLEQDLEKYMDESTPGSELP: faﬁ|
GEx3_A_1 1 :H?.HF'QK'\"?.R! EGTYGVVYRKARNELTGEVVALEKT ELNHPNIVKLLDVIHTENKLYLVFEFLHODLEEFMDASA T‘N‘IP ‘J‘J]
l3ecStr i IT a3 T y TAB 83 & °H TI7T H .
e wpBur 1 mmabbose ol b Lk bbesbbel sbbbok i 1 2 i i .
foontact % bbbb bbb kbbb bb b bhb .
H
ICDK3_HUMAN 101 LELIKSY LEQLLOGY S FCHSHRY IHRDLE PONL L INELGAI KLAD PG LARAF GV PLATY THEVV T LW Y RAPE ILLGSRFYTTAVDINS IGCIFAEMVTRE | 2.9'5
dfxd A 1 ﬁu t Si’\‘.\
iSecStr HHHHHHHHHY' TR
expBur 9// \ c ﬁl \0) fﬁ 0) j j ’r/}/ '\ bbbbbbbbbess:
ontact :
.'[JKJ_H‘.JP_AR 201:AL -'—QITHUKI EFPEWTREGLEEIVPNL F]Er‘%l 1J‘|G[ [4}1’01 H(.R TARTALAHPYFSS-PEPSPAAR: 296 :
e H
4fxd_A_l VISMPOYKPIFPENARQDEIKY ELDLL{:H&LLSMIHDENKR-SMPEEJU\’IFFVPdLK 397:
BecStr : 88 H TTTETTGGGSTT TTS HHMETT {HHE HHHT SS‘TTS HHMHTTEGGGCG -
ExpEur :bbbebeseobbbeebbebbbbbosenb beoooo Wbk boeobecbt bobts sebaebosbebboot o
Q;r.tacl: : bb o
_l_._. P
[MOBEE[2 Pro ML TN AUMANTEMPIRTIAEET Baf = to s o sasasansesesosososesonosososorororiroreeey,
CNBL_HUMAN 169:EYV xn'ww  ROLEEEQAVEPKYLLGR- zrrr-wn-\ TLIDWL VG FRLL QB TH T VST DR MONNCY PRIGLOLV GV TANE TASKYEEMYPEELC 25;
Wfx3 B 1 3t f‘KT‘m{""H"“DP']IT\I’ 02y
SecStr TTGGGEG 85 §
ExpBur ! Tk bhesbesh
Contact taa aa aa a
(CCNB1_HUMAN 268 :DFAFV JDNG EW.’ 3L
Hsequence-replaced3Dmode| v| B2 9 // \{7580)%%%“&0) Fj/r /)( /IN =
sEEEEEEEEEEEE®D. :2K;ED_1 103: 4 "TGOSH: 198
- ySecstr t HHHHT a2
[ : hebbb :
:Hl download sequence-replaced 3D model file |;I—I[d0wn.load.3]i).te.mplate. Gilahuunns, il ;”b““““ s e e e T :
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