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1. PDBn DL
10 ZFUHy—2avniEe®

(1)PDBETA-v1.01iZ 4 % PDBETA W.jar(# % X PDBETA W.bat % % 7L~ U 2 L PDBy
BT 5, = Page 13Fr~3Ibd,

11 Pagel

Help

Page 1

Normal mede analysis of PDB data by Elastic medel in Tersional Angle space

@ New calculation. PDB tata (b, ent, xxxx.pb ete.p

Heirmy projectipdbd atalpd 3er.ent H Browse ‘

) The intermetliate file ( pdbeta) generated in the previous calculation is used.

Browse

(1) PDBF—% (FHEtH) . H 53
T AN (FiE) O7 7 A NVE DA

O PDBF—%# CHHGHR) 2 ANT—2 LT 255

1) ONew calculationD 7 ¥ AR & v & B INT %,

2) 7 ANLEANNT D, HDHWIE,

BrowselR # » &4 LT 7 7 A LA TRIRT 5,
@ H 7 7 A v (\EE) O 5513 O0The intermediate file
(\PDBeta) D7 U AR & > % 8IR LT aiElOF B T
SN T 7 A O G5 F-.PDBeta # A 195,

(2) Net A& %27 U v 7 LTRDSN—T~ (DOHE, Page 2a-1~, @D, Page 2b-1

~ifETe) . AEE 2T, QOLEITEKT D,

12a-1 PageZ?a-1

Help

Page 2a-1
English Japanese

| select chains and molecules you want to include in the computation.

[ ATOM A 5|
[vlATOM B*

[vlaTOM L

[FlATOM  R* T

HETATM HOHA 25 water molecules.
HETATM HOHB 25 water molecules.
HETATM HOHL 25 water molecules.

Output files

Auser can specify only a directory and a prefix charcters of the output files.
The file names are automatically assigned

Directory

‘C\UsErs\maseda\DesKmp\ZD‘\2PDEE§E%\DATA ‘ ‘ Browse ‘

Prefix characters of the output files

‘Dnbzcm ‘

P

Back H Next Cancel

PDBT—4#DH57T 4 L7 F VU —,

(3) Z7ANADOBEEELTIND AT

(1) FEIZEY AN S OER
O FHEIZEY ANbH~T e TOF =y IV Ry 7
A&7V w7 UTEIRT 5,

F 7 4/ hTliX, PDB TATOM D~y X —% { D4
Y R7E ., DNA, RNA BRI TS, HOBHIZ
HETATM O~y X —% L ORISR E TN HGE. T
7V TIEER SN TW AR WO THEERLETH D,

(2) HDH77ANOHNET 1 V7 B =D AT
O F4 L7 M) —&%&EAT. DD BrowseR 5
EMLCT 4V N —%@®IRT B, 7 740 M,

O BAHT7 7 AN T DT 7 A NADOBEIALTFINEANTT D (77 A4 & LTHEITE 21EE

-4 - Wako



DILTH))y TXTOHN T 7 A NVZIXZOLFHNHEEE D . PDBy BEFRT Dbl 237 5
b, 774V HMI, PDBT—XD7 7 A V4,

(4) NextRZ v %227 U v 7 LTIKRO~L— (Page 2a-2 ~

% PDB T — X ZatriA S, S TRIERLR T — AL E T, LIEH K BHELIIZE D, o

12a-2 Pagez2a-2

MBI T A =2 B E LET,

Help
Page 2a-2 — = - -
[ ] [ | LML ZZTHT 740 MERZOE £ S = &)
The ers of modes for which eigenvalues and eigenvectors are calculated.
| L. (3) ~ifEHET,
Parameter setting
Potential function between two atoms.
Eespl-@™Y fa™ Y, - g™ (1) ZET5E— FOIEE
d; and d;”" are distances between atoms i and J in the distorted . . a
R e s @ ‘a—/\‘f DT — ]Q igi%r%“a— % i}%/ﬁ\ (7 7 F )b ]\ ) .
K:@ a= [s0 |A cuorastance= [1000 |4 OA" modes@?f}j‘;ﬁ& y%y U \‘/7'?—%)0
Loop-closing potential for 2 bond such as a disulfids bond ( ) lj;] LC F— ]\\‘ D 7%‘%\\ i&zﬁ% i—\‘ é j/b %) .
K=fmoo] ki, -afy o e
@ fRE LB O RARIRE & — 720 TR E 25k o)
Back | | Mext Cancel é %/a\ (g-l-.% H%Fﬁﬁ 0)@%‘%: & fcﬁ 6 ) o

OThe lowest] | modes®F PARZ %227V w7 L, BETHE— FEER Y 7 ZICANT
%, F— FOFT 7 40 MEik, 100

(2) AT VBT DS /37 A—ZED AT
KHETIILLTORT o v VEEREHOIL TN 5,

dPDB 2
K exp(- ( = ) — 2 )(d; —d;™?)?

D K. a. 7y hA7HEEOEEZ AT, By b7 ET 5 L. d"° OEREOM L
DREWREFAT 0, Ik L TR T v L EFR LR,

F 74V ME, K=1.0, a=5.0A, # v 4 7l = 100.04,
@ S-SHEAICKRIT B K ZET 5. 72720, RF v v VBRI K(d, —df™®)2,

KDfEzaE A1+ 5, 57 4/0 I, K=100.0

(3) NexttRHZ %27 U v 7 LTRDX— (Page 3 ~
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1.3 Page3
TITFNIEMSZLLEL, (4) ([T,

[T Poen (version 1.01) -

Help
Fages English ‘ Japanese
User's Options (1) -
Log files: C =% TAlpdb3cro.log ( ]_ ) %tﬂjj77/rjl/®§§\G:Hjjj‘a—éi%%@]\jj
Title: to appear in the first ine of each output file
e e © #BE AT, (EEOLFS,

Temperature is set so that the calculated mean displacement of atoms is equal to

) mean displacement of atoms obtained frem temperature factors in the PDB data

® o5 |a . -
(2) BEZFETD
Time average properties: Atom  Please check all that you want to calculate
mncmam"ovatoms ) S k I/ N "C ?6 N gﬁ‘l‘i* 4 ]\ ]7 — 7 £ :7‘:‘/1/‘/6 @ifﬁ};ﬂj 73)3‘%&
DrCorreulionbetweenﬂu:tu:ﬁons:)la(oms o - ,_-/:E_.‘,G‘% focl/ \@VG‘\ %@T}Eiﬁ@#ﬁfﬁg %%&Hﬂiﬂ'ﬁ_éo Yk@@

HHEINNIQDOELEN DT VARE L E T ) v
LCEIRT S, 7740 MIO,

Back H Next Cancel

O PDBT —% DIRER T HHE LN R T OO E DY L | RN RE cCH o
JT-OEH EOFENR BT 5 K5 ICRE (RiR) 2%ET 5, Wi#H % kT 21348060 8
WA —RIZIEFIC R E RIRIE & 72 %

O HERBEN A CHEONT-2RETORL TOVEWEERET S, 72720, 0.0 A&
Ba., OLRLERSE, FVFAREE27 Y v o L, FHEEZANT D, T 74/ MZ05A

(3) BT sWHEICETEZA T g (1)
O FFHES E ORI, [J Fluctuation of atoms
JRF47 D EORFRPER 2GR LIS, Ty 2Ry 7 2% 7Y v 7§25,
@ JRTHE D T OFHBAORREEY), [0 Correlation between fluctuations of atoms
JFT3E L EOMBEORR EH A LIZWES, Ty 2 Ry 7 A&7 Y v o35,
ZolE, MHBEZEHE LIEWEFOMBEAEET S (TRTORFT7E2EET DL, ¥
RIGELI2DT20) s RO IDDOPIND —D%, FVFARZ 227 ) v LTERT 5, 7
7 # v b CA,

CA Co LT
Side chain atom I ORER T
CA and side chain atom o135 KOS DA R

(4) NexttRHZ %27 U v 7 LTRDOX— (Page 4 ~
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14 Page4d

T REFEIZEE L, (2) T,

Help
Page 4
Coma | [ |
User's Options (2) Please check all that you want to calculate

Time average properties: Dihedral angle ( 1 ) %1_%‘?—64:@@%%: Bg.a—é 2]_70:7 3 :/ (2)

[] Fluctuation of dihedral angles

TApdb3crofcangA

e O AR E ORFREY,
‘ TR S E ORI FHE LIS A,
CJFluctuation of dihedral angle® 5 = v 7 7R > 7 A% 7
Vw7925,
@ AR D E OAHBI DR ),
CHARES OOV 2GR LIoWGE
i [ICorrelation between fluctuations of dihedral angles —
IR I A&V v I 5,
ok, MAMEZHE LW CHAOHELIEES S (TATO HANT 2EBET DL, I
REBEETRDIZD) e WD ADDRNE—D% FUFRL %7 Y v 7 LTERT 2, 774V
N Psi,
Psi T8 A ¢
Side chain dihedral angle IS DR A
Psi and Phi FHOEA G &
Psi and side chain dihedral angle ~ F88 i ¢ 3 L OMHIEHORFR 14

(2) NextdRZ v %7 ) v 7 LTIRDODN— (Page b ~

15 Page5

[ereoen e o0 N

Help
Page 5
[ ] e

User's Options (3)

Properties of each normal mode ( 1 ) %I‘%:ﬁé%ﬁ%@: F}?J‘?‘éﬂ‘7ﬂ“/ Eld (3)

Total number of modes: 1005

Mode numbers to be examined |1-5 | Example: 1-10, 15,18-20 'ﬂﬁlﬁ @%ﬁ#ﬁé@%_ F‘L:;(‘j‘?é%{'%ﬁ:%gj—é j__7o:\/

The first and the last modes are the lowest- and the highest-frequency ones,

TN EMS L L, (2) 1T,

respectively. Too many modes to be specified generate too many output files!

e s e s s s A,

O WEEEHET 5E— FEEOREE,

VR ELZHETHE—NESEANT L, 38L L
T, E— MR ERIND,

bHEYRERMEEAND &, FHEIERN DD 2T
T WRBEODT—2NHIEND O THEEN L
EChD, T 74N MI. 1-5

Back | | next

(2) NexttRHZ %27 U v 7 LTRDX— (Page 6 ~
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16 Page6
TIFNIERMESZLLEL, (2) TR

Help
Ppdb
[ eoen [ [ s
| User's Options (4) Please check &/l that you want to calculate

Properties of each normal mode ( 1 ) %1‘%'?— ZD 4:@@% c: EQT %) j—7o‘:/ EId (4)

Fluctuation of atoms

e AL LI VB R A 2 Y 7 LCGEIRY 5.,
G \DATAIpdb3c! ficatme
ot \TAlpdb3cro_4.ficatmE

ey O FFofEsHE (JFluctuation of atoms

[ Fluctuation of dihedral angles

ey e @ “mfAOEHE  OFluctuation of dihedral angles
E \TA\pdb3cro_3.ficangE
E \TA\pdb3cro_4.ficangE

Dk S TN, Ny 7 AN 7 7 A VA DBFITREND,

(2) NextRHZ %7 U v 7 LTIRO— (Page J

N

1.7 Page7
(= |

TITFINNEFEHIZEEL, (2) 1T

Help
Ppdbo
savaon
| User's Options (5) Please check all that you want to calculate

Animation of each normal mode ( 1 ) 7:)( b—‘.‘/ 3 T/L:Eg‘@—éj‘7c“/ 3 y

Modes for which animation data are generated

15 {Specified in the previous page) 0 —

— N ~ - .g—
Number of frames E(oﬂnnnmben ® 7 e ){ _ / 9 /L\—Eg %) /N 7 ){ & O)]\jjo
Amplitude  ® mean displacement @ A or O scaling factor

] Animation data for V{PDB;) and Jmol 1) 7 Rt )( — ‘:/ = :/0) 7 L— _Ai&%]\j}‘g— 5 °

= TAipdb3cro_1-anm.pdb
= \TAlpdb3cro_2-anm.pdb

e T 74V NI, 1L
e 2) 7= Ay 2 B HRBORIEE R 5,
O EDOVHE(T 7 /4 b T, 0.5R), HHW\Z
PRI 25 R CTRIET D,
| =i Page 3THE LRIETIL, 7=A—va il

e, BENNSSTELSDNRERWZ End D, £ 2
T, MEE2DLERL TONYRT S LEWGS, RIEE2RE SRET S,

[] Animation data for Chime(MDL)

i TAlpdb3cro_1-
ish TAIpdb3cl
= TAlpdb3ci
TAIpab3c
\DATA\pdb3cro_5-anm.xyz

@ TEA—varEFRIFTLY T FOER
1) jV(PDB)) & %\ E Jmol DA 1%, CAnimation data for jV(PDBj) and Jmat #5241,
2) Chime®#;41%, [JAnimation data for Chime(MDLZ 841,

ZThEh, Ry 7 2NN 7 7 A VA DBRRSND,

(2) NexttRHZ %27 U v 7 LTRDX— (Page 8 ~
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1.8 Page8

TN bEMSZLEL, (2) D

Help
Page 8

User's Options (6) Please chec kthlyuwa!m calculate . i . TR 8
L e (1) V(PDB) & %\ i Imol THRART HBNLA~Y bv
15 (Specified in the previous page)
Ampiituge ® mean displacement 25 | A or ( scaling factor c: Eg-a— 5 j—7°7‘/ EIV4

(a negative value can be used to indicate a vector in the oppsite direction)

Line width zu‘
Lin

colors (RGB Number)  Tail: R‘ G

Head: R‘QSS 6

ek D B~y FLOfE

" |

1ZE B

UB

oo BT NIVOSEE(T 7 40 F T, 25R), H5
C: 1 = y \TA\pdb3cro_1-vec.xml % . " . .
e sou et MR RIS D R THRET 2,
D,- nrspfacememvecmraamlorme‘lmomewe-rmpdbkm . Page %*EE Lf:*ErI]E-’C\\&i\ E é 75‘;@ < -’C Cl: < 2973)
e BRNC LB DD, 2T, B LEBEL T ST
- End of User's Options - E é k— Iﬂ H/f'? é

nB. ADEEANT DL BT MUdinE &7 5,

@ W HEMARY MVOBROKREEANNT D, 774V NI 2.0
@ RS BN ML OFOEZEZ RGB DIETHET 2.,
R N VOIRICE Gy & R CEREEZ D T ENTE D, (B hUVE, KEITIEZRL,
BIZHGTRARLTNDHDOT, ZOMEEZGATRRILTWD), 7740 ME, RBcio R =0
G=128 B=0, ‘Jthmif/r R=255 G=0 B=0
@ jV(PDB)) TERT LM~ MVHOT —% %)) Li=\Wi4 . [Displacement vector data for
the jV viewerOF = v 7 R v 7 2% Imol H D7 — % % Hi )1 L 7=\ 454 [IDisplacement vector data
for the Jmol viewetDF = v 7Ry 7 A% 27V v 7 L TEIRT 5,

(2) NextdRZ v %7 V) v 7 LTIRDODN— (Page 9 ~

19 Page9
G poen pecor 1.01) e, | (1) ZHEDEFT,

Help

e [ o | Executeh ¥ v %7 U v 7 3%,
FORPHEH S, GHREOBFRGRAR » 7 AR
T Shd, stERKTT L, RON— (Page 10 ~
EitEde,
TT—PRAE LSS, TOEERREIND,

HEETH!! LESIB/HLEESL,

[ | | e | [ amen |
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110 Pagel0

SEIEETED s

Help
Page 10 e T |
=3l
L — == |

Analyses are normally completed

2. HAZ740

PLUF OxxxxZPDBn T — % — N HEE L o8 F o 2 £ L ET,
= EXCEL: H 5 DiE, EXCELZ: & Catdirdr, 77 7L L TERLTLIESN,

xxxx.flcatmA
XXXX.crratmA
xxxx.flcangA
XXXX.crrangA
xxxx_n.flcatmE
xxxx_n.flcangE
XXXX_n-anm.pdb
XXXX_N-anm.xyz

XXXX_h-vec.xml

XXXX_nNn-vec.Jmol-script

774 ILVREOEXE, FHMIEPDBhnOHelpE ZEL &L,

JFHADp s E =
JRF DD & EDFHRE =
THADWDLE =
“HAOPH EOEEA =

(1) 77V r—va DT,
Finshih# o %227 1) w7 L, YaTdakTr45,

EXCEL
EXCEL
EXCEL
EXCEL

&k HOT— RIZHTHHEFDOD S E
FnEHOFT— RIZKT2 HADD L X

FEnEHOE— RIZHT 2] VELOImol DT = A—va > « 57—
FnEHOFE— R H5Chime HOT = A—v gy - T—X

FEnd HOE— NTHT2EM~7 MVYRAT—5 (VD
B HOE— RiZT 280 ~7 MVKHAT—% (Imoli)

DU RIS D@7 — 2 . il IRz
AR L8, 7721 2 & PDBT — ¥

XxXxx-min.pdb
XXxx.log
xxXxx_mol.log
XXXX-note.txt
xxxx.pdbeta
XXXX.mol
XXxx.dssp

RAERBE RO B 7

PDBF — ¥ by it T — X 2B Lt &pn 7/
RELTZ/NT A=K AT a itk
HHEHOFE 7741 (A FU—T 7 A1)

PDBT — % /B AERL L 7=y A& soal 7 — #
DSSP (& HEDRIE) OHIFESR (DSSPE#AIAA TV D5H D H)

-10-
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3. BRO|VTOET
Fyra—RLlz VvV ZE#HTS (jva_0_signedjar =X 77 U v 7)),

31 7=A—v3Y

T— RES nOEERBO |V HOT = A— 3> « T—4 xxxx_n-anm.pdbz £ 5, jmol Tt
fEH Z LR TX S, xxxx_n-anm.pddZi{X PDB7 —# LRI UARI T, 7=A—Ta D7 L—L1¥
N\ CAE S 2 72T OSLIREIE T — Z 8 €4, MODEL 17 & ENDMDL TICHENTHIA ST
WD,

O xxxx_n-anm.pdb” 7 A )L %& Fe ke, ® TmA—talrEAZ—FEED,
[File] — [Open-Local] — [Animation] [Options] — [Animation]

File Display Colars !M Help

¥ Hetero Aloms

» Hydrogens
Slab
Display Colors  Options  Help Stereo

Load To Center
Open-Local FDBEML

Open - Remote v FDH
Information Palygon
Close F Seript

& { somsion

Exit

Pick Off
¥ Pick ldent
Pick Coordinates

Pick Distance
Pick Center
Fick Select

Aniration

@ T=A—varOEESAFABBEND DT, o)
OswingicF = v 7 & A, FAERZ ez 2 Y w4 || 50 o |] s
% o
RIRIRT e
swinglZF = v 7 Z A% Z & T 7 — X OIS ot ] i B
355375§ 1,2, -, nf-l, Ny, nf-l, e 2, 1@"@@:2@%3*{,\

IHEYIRENS, 22T X, T—HRNICEE
NSRRI TH D,

PDBML

$ T ;
32 &ﬂ’\a I"b&ml—lj—é Open - Remate ’:

O jV EZEEHL, %HiT 5 PDBT —# ZiiriAie, i I
[Flle] — [Open-LocaI]H [PDB] i B i . Display Colors Options Help

pdb3cro.ent Open - Local L3 PDBML

pdb3cro_1-anm.pdb Open - Remote v PDB

Information

Close Script

Exit

@ BN 7 MBI 7 7 A L xxxx_n-vec.xmb #i
FrATe,
[File] — [Open-Local] — [Polygon]

Animation
Save

pdb3cro.ent
pdb3cro_1-anm.pdb

Exit
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QDOEMEZEM VI L T, DT — OB MAAEH 7 7 A W ZiiiaAite Z LIV TE 5,
B DT — ROENNRY MV EFGPANTESGS, T— RITLIZFR - EETREERNOIEETE
Do

(IEE) PDB T — % Offih & N7 bV L XIE UBAERIZ 72 < TR b, O, QO#fE
H SRR SNTEIECAEN AT MUICRE LT, B, W, JEK - i & v o i EE
5L, MEOHERICTNREL D, Brod Lz~ ABET, BV T2 9 Lz
EEITHOTCLEI ZEBROLOTHEETINERD D,

jvV DEENA
~ 7 A DB
X il (A5 Y sl (=T 5w (Al R w7
Z gl (BRAT = 7 mlh) [Eldis Shift + £ N7 > 27 (FEfHm)
X#h (FA4) Him, Y#h (EF) HmicEs) HRZ v 7
Z g (BATX) HIancBE) (JEK - #ils) Shift + £ KT v/
A = a2 — 1k
File Display Colors Options Help
o~ v REME

select 2~ R CT—REDJR 23N L, IR L7ZJRFRECEREEZ N2 5. ONFEARELE,
select Ji1-ZHi

JRF#EBL . HEARI (7% ID] 85 ID] [ Ji-44 ] bHoOWET T—T4
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