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DeepView (% Z:0fi Swiss-PdbViewer), 04 DV Bt SPV, & —Fh St kL,
BTSN, ThREsRA M) =4 BB AT TR o B2 thidm = H W BLar 1A
55 %It EXPASY BCUTIF),  AEM)%7 5X mT LA I S I A IR 55 2 f0 23R A

—.  Overview
Swiss-Pdb Viewer X 1 Deep View. &I ZhAEUF

r aSBR M BRIy (protein) (45 H L5 g

b.25F—BL&IER T, MK R (RS fa i

c.HH I BRE AN BEATE . FE P A

o T80 e A (SRS DN P -2 R T, A T R R R TR ) R, A ] ARG

S B ORI i/ 22 1550 R A R i

e.[R) I 2o 2B 2 AN 10T 3D 2 A AT 415

A R LR R FE (1 v A4y 3R 4507 (1 B/ B B .

g% A CANSE KR BN AR 1 5T, Deep View 23 2 SR 5716 A2 47 EXPASY
T R 2 AR 53R4T, B EE k45 BLiE i EXPASY G845 45 Swiss Model,

e R

—. Getting Started

BN—ANEA U T I LUT LR

- a ] LLHEAE S . file—open PDB file
b. At °] LAFEAT I PdbViewer 2 J 5 HEAE pdb SCAFHERE 2 BT A]
.9 AMB AT DLUIE i BB ctrl+o $1 7T pdb SO
d. 73 . file d5 1 RIS A8 FH ) pdb ST ELAEAT IF

{efE3k file it Import HUELASEHE, 7 Name A% A PDB ID, 4

“IHEW”, i “Grab from SERVER” It “PDB File”, A4
RORE A WA UUEH, SA—NMEAD T, AMUOTLAEH
PDB ID,if v DL i} EXPDB ID, SwissModel " [{14% 5, Uppsala EDS [ Hi,
\ FEEREK4 -, pubchem CID, Uniprot Fil GenBank Hi %41 = S,

H AR~ K-
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Mame  |Thew
Grab from disk:
POE file | valll look. for the file in the directory zet
ift network, preferences
[arab from server; Examples of Mames
FDE file 1cin
ExPDE filz 1atpE

E=xPDE Elast Besult Swizshdodel ‘Workunit [far example POO00OT]

b atif Search FBesult Jnigue Job [D returned during submiszzion

bModeling Result | Swizzhd odel *Woarkunit [for example POOOOOT)
| [Inigue Job [D returned during submizgion

Loop Modeling Result

Electron Density Map | 2Fo-Fo map from Uppzala EDS [for example 1hbg)

Compaound | pubchem CID [for example 2244)

Sequence to Model | Uniprat [F37228) ar genbank [LO1628, MM_105281)

SwaizaProt tewt | PIT228 [wiew az text]
Prosite Test | PSO000T
Cancel
{417 PDB 1}
- a AJLLE file—Save— Current Layer(Ctrl+S)ffA7ELE s i K 3h I
4311t PDB (A
b. Project(shift+ctrl+S)rAE FrA [N 1 I 87 () 8 1 o+ o
{ . Save selected residues of Current Layer {4774 i% £ 2 FE iR ik Ik .
d. AT LAMRAEER 7211 fasta k% =R 24 10 8 150 MG
e. TRAEANFER AP A X 45 5
S f R DB SR S 5 AT LI B R o T R
U
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Fit Display Color Frefs SwiszsModel Wind Help

Open FIE File. .. Ctrl+0 "
Open mmeif File. .. i
Open MOL (SDF) File... Ctrl+5hi £++0

Open Text File. ..

Bun Script. ..

Import. .. Ctr1+Shi £1+T
Load Surface 4
Load Electrostatic Potential 4
Open Electron Density Map »
Close Ctrl+y

Discard 4

Save Remote Job 4
. Selected Residues Of Current Layer. ..
Quit Ctrl+q

C:%Frogram FileshSFOEV 4. OFC'download'ilhew. pdb
F:\bioinformaticshswizs-pdbvieweriinsulin1T1K pdb

- Sequence (FASTA). ..

Image. .. Ctr1+E
Image (Stereo)... Ctrl+Shi ft+E

Pov—Ray Scene. ..

Mega-Pow Scene. ..
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—. Windows and Help

# windows R 11~ & FhIhfig:control panel, layers infos, alignment, %%, N i LAKE
SLMES N RIMLZEER F R 8, K4 windows 3X S8 1E IR ¥ D) g «

(—) Control Panel

EIRTSNIF

Il Control Fanel

124F

Group IX— Il F= ZL 51|
SHEER

EA T AB

TR AR h(helix)
S(strand)
AR FR: 1 GLU,
VAL %

[ wisible

?

Can move [y

graup =how side 1abl

+

+

+

i mibnocaol gog

+

A

h GLU1 20
h WAL
h HIZ1Z2
h ALATZS
h SER124
h LELM 25
h A5P126
h LY 3127
h PHE125
h LELM 23
b CY5130
h ALATI
h waL132
h GLY 133
h THR134
h waL133
h LELM 36
THR137
AL213T
L¥s139
TR140
ARG
CRT14
WAL
HIZ2
TRP3
SER4
h ALAS
h GLUG
h GLUY
h LS5
h GLME
h LELM O
h ILE11
h THR12
h GLY13
h LELI1 4
h TRP13
h GLY16

o] e e e e e e e e S S e

Ly¥S17

e T T T A T T T - S

2 E L LSS E ST

oS E E s s

w

-

A 4

Control Panel header

AT R AT B o T
A LR AT B B, BL AR R
Control Panel -3k %5 .

9 AT DI RE NS R AR IR
SR LR TR HE (show), I 7l
HE(side), FriFikH(lable), @R
AR (), DA B R
W2 e T B (ribn), FFH AT LI %
TR0 & Pl ad K5 1R Bk Ik 1 A7 B
& i (color) .

T BT ¢ bR, M A
COr R, sl i b
W MR (D . BRAE. LT
= b L S 122y LS VA
VR . FRAS. W 2o k.

100 R A . AR A R A

A 4

XA R Sk AT L R B
0 ) S L«

— IR R A

VDW( ¥z 1 4 J) 3 i)
accesible( 7] f& 1 % 1) = |
molecular(4¥-3K1f1) “m . user.
——H X B
Backbone+side (' 22 A1 E) & 5 |
Backbone(‘ii42) & |
sidechain(fll%) s .
ribbon(4&717)Fo. lable(br%5)L_.
molecular surface(4; ¥ i) u

U
]




=
oo

DeepView fj /™

(=) Layers Infos

layers infos AJ LA [AJ I $. 75 24>t 1 B4R 6L, W LAl RE X layers infos R4 /E 4%
FAEE PR TE O, RG2S A R E

i S kR, TR Layers Info SR

Layers Info X
taxon el grp wis wmov axisCi 0 H  HbndHdst sideHOH cyc AlnWwdl SelCrp Al

Inzer indicus v 1 v v v v v * E33
inzer anser v 2 v v v v v 5ae L]

FUBAT A | | LU NCBI A% | | AP 7, R ARETTEL | | oA T
4Ty | | O, S | | BRI R R | | A AL
A T | | AFTRAERGY | | i, Bt shift a7

BRIR. F2E WA RN T

Layers Info

sel I FREE T

grp EFRAIER, S IR, SETIaE X AN, ?

vis et S RN EIWIR R

mov P A USSR v LA S .

axis BAZETEIN— ARG, ZAAAREIE = AN 7 XY,Z.

CA RkfEflE S R SR\ o - 1.

0 RS Bon B 2R B i T

H R RIS R R T

Hbnd R RFE S Bonabd.

Hdst S SR A R BE

cyc PEHIARE layer 2 )46 He s, F4 Ctrl+Tab o] 58X —#efE, H A LEfk
layer [¥] cyc JEH [R5 L FIEAT . “+ 7R RIX — layer & n] UL, “- 7R IRIX— layer
PSPy

Alnw s P AR 2 I LU 6 .

mdl FOVF 22 3L PERRR AL ST RAB T 5L AT 4 SwissModel BEAT [R5 . Axid «*”
(1) layer 284S 2% layer,iX— layer 2 8% AE Ay [RGB i (1) 232 BRBTAR, A )i
BRSSHE N, T AR ) A Y L 38 oy s 0 PR A 17

vE: Ctrl+ 555 layer (144 525t vl LI B 5 110 layer HEHT w44 o
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(=)Alignment

Alignment 1] LUEAT P AL, HBEKER ML S T (ladf) 5K MR I £1
FH (1faw) SCHFTIF, N Alignment 3847 7 51 b Xt o a5t 22 M) /s B B mT DAL
IATE AT R L5

WETLERMFT.
\ETLERMFT

“Program File=ASFIEV 4 YAl i pnFrv? txt
ladf 1 VL2AADETHNY KEGVFEEISGH AEEYGAETLE PMFTAYPQTE TYFPHFDLLOH
1fanwr 1 VLEALDETNY EGVFSEIGCH AEEYGFAETLE PMFTAYPOTE TYFPHFDLQH

ThEEEhhEEL EhEEEhEE Tk FhkEhEdbhiEh EEhkkEthiEhhd thEtEkEkhkEh

ladf £l CEAQIFAHCHE FVVAALVEAYW NHIDDIACGAL SELSDLHAQE LIVDIPUVNFEF
1fanr 5l GEAQTEAHGE EVAAALWEAW MNHIDDIAGLL SELASDLHAQE LEVDPUNFEF

*hEE kb EEd *h FtEEdktd FhErkEdEiddt ktrkbddi bt thtdhkriba

ladf 101 LGHCFLVYWA THHPSALTAE WHASLDEFLC AVGTVLTAEY B WHWSAEEEK
1faw 101 LGHCFLYVVVA THHPSALTPE VHASLDEFLC AVGTVLTAEY R-VHWWSAEEE

ETETXEELETELT TXELTXXTEE % FTELTXETELTEL TLTXXXTXLTELEET L TXEEXLETL

ladf o QLITGLWGEY NVADCGAEAL ARLLIVYPWT QRFFESFGNL SSPTAILGNP
lfanr E QLITGLWCEY NVADCCAEAL ARLLIVYIWT QRFFESSFCHL SSPTAILCGND

FEETEEELEEL ETXELTETXEELTE FTHETXTXETETEL TETXXTLETEET TEETEEELEL

ladf Lo MVPAHCEEVL TESFCDAVENL DNIENTFAQL SELHCDELHV DIPENFRLLCD
lfanr La MVPAHCEEVL TEFCDAVENL DNIFNTFAQL SELHCDELHV DPENFRLLCD

ThEEEhhE Lt EhEEhEEhtE FhkEhEdthiEh EEhkkithiEhhE ThErEkEkhkEh

ladf 102 ILTIIVLARHF AKEFTPDCOA AWQELWVERVWA HALAFPKYH - ---
lfaw 102 ILIIVLARHF AKEFTPECOA AWQELVEVVA HALAFPETH-V LSARDETNVE

*hFE kb EEd *ThEEEE thkd khkEEEdEiddt thktdii

ladf

1faw 1 CUFSKIGCHA EEYGAETLELR MFTATPQTET YFPHFDLOHG SAQIFAHCGEE
ladf

lfanr &z VARALVEAVN HIDDIACALZS ELSDLHAQEL RVDPVNFEFL CHCFLUWWATL
ladf

1fanr 11z HHPEALTPEYV HASLDEFLCA WETVLTAKYTER -VHWSAEEED LITCGLWEEWMN
ladf

1faw Z0 VADCGAEALA RLLIVYPWTQ RFFSSFGNLS SPTAILGNPM VERAHGEEVLT
ladf

lfanr 20 SFCLAVENLD NIENTFAQLZ ELHCDELHVD PENFRLLGDI LIIVLAAHFA
ladf

1faw 1E0 EEFTPECQAA WOELVEVVAH ALAPKYTH--- —-——---
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9. Manipulating the Model
LEU Y41 + HUTATE |[TeRE10H

o P4

7

o
1|5|r:2;I

¥

!
e

BN Kb n, T DLR R 1 R MR AN RE (R DL M AE s B 1 S

ZIR .

Baled i ch i i s, T USRS R i g R

‘-*\ﬁﬁﬁgﬁﬁ,ﬂuﬁﬁﬁﬁﬂﬁ%mﬁﬂ,ﬂ%ﬁﬁﬁﬁ%%ﬁ%%%

WL H R A o

18R .+
L_J%%%M%ﬁﬁﬁ?@%%%o

IRD
éf%%%%iﬁﬁ%%%%ﬁﬁo
o i "|:!Ir

APtV B T 0.

LEU Y1

-7
RS SEMR R A T AR 2 I A

s LR ] AR BT 7R 1 8 A 5 B AN SRR 2 AT A, IF HARH:
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.,

@%u%&%gﬂﬁﬁ%%%b, WIRAE—EJE A T T BURZSUH S
WREE R (1QK6) Mfl, /R cysl6 J& M 4.000A JEH 2 A BT H 2 IEREEIE .

Dizplay Eadius E

™ Add to view groups that are within

f+ Brizplay only groups that are witkir

™ Select groups that are within

™ add to Selection groups that are within

{4000 7 cf the picked

[ Acton all Layers

LCancel | Ok |

.

-
TR R LA i 0 R T I 2R T B SR

+ +

+
+

P AT RIEN S AT S A EE 2 1 T RN
ATV, AR AL, AT RA el = ANH 0 23 A ) s SRk AT B

NUIHIE

@*ﬂu&ﬁﬁﬁﬁiﬁiﬁﬁﬁﬁﬁﬁ 15 1

2
‘&lﬁﬁ R T I IR 2 S MR A AL R RS BEREA Tl F 4L o

T mutate 1 torsion 276 ) 1 EARAN 41
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Ti.. Selecting and Displaying

1 $¢ Display---show H-bonds, 5% # 7% $% Tool---Compute H-Bonds, Fi % $¢ Layers
Info ¥y Hond, H BEat<s LER B AR K. T K

(1a4f)

RS —PEE H B, T LLEFE Display------- show H-bonds distances,
o EH 5 Layers Info H ) Hdst, U8 1K BE S 9 b H
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HEFUE LK 20 PR, WA R AR O TP AR AR, i
2 (Cys) ,n] L&+ Select------Group kind-----Cys(c) .
PL 1tlk.pdb A, 1527 34> Cys(i R miJii 1)

1t1k.pdb

Group kind "ty ATCGU  CIXEEMAZ TR P A I = BIFIFEI 7, tHAEfS
BIALEL R 7

Select------Inverse selection J& % [Mj €. 4 HTIE )B4 N AR IE TP IR 7y ]
N Ji SR A A2 H PR3 7 A 2 v () 5 o

Select-----Group Property 14 4 4~%3i: Basic ;Acidic ;Polar ;non Polar (‘€114 7
SETEFEORNE . RVE. ARk AR IEIR) .

Ll 1hew A#1, L7 203 /l\%ﬂfi, JNESE

(WML FEIRAT 37 1) (AR R RER A 65 1)
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7~. Coloring

Swiss-PdbViewer fefit 7 Z oA Qe 1) 7 e fE TR, AR ETE AT
DLFHABN . B TE Ak R 731 S5 M Rk 22 5 R (R AN [R1RF s, 35 B BR AV 43111
=R AN

L 1t1k.pdb 41

#E: 1tlk,human insulin mutant His-B10-Asp Val-B12-Ala Pro-B28-Lys Lys-B29-Pro,
T B3 R AER, A RHE.

(—).Color---Secondary Structure
FHIETET 73 Chelix) Frid M40 €t, 7855 (strands)brid A s, kA it (coild
Eﬁii&ygzgfén ‘ﬁuj:ﬁit

group  show sidelabl i, ribn col g g
v v

GLY1 v

=
m
(5]

WALD v
[/ W
GLMNS v
CYSE v
CYET v
THRE W
SERS W
ILE10 v
CYEN v
SER1Z v
LELMG W
b TYR14 W
h GLM1S v
h LELME v
b GLMT v

ASMIE v
= TYR19 w
s CVE20 W
= ASR2ZT v
ORT21 v
PHE1 W
VaLZ2 v

EEE S

AENT v
GLME v
HISS v
LELIE W

CYET v
GLYE v
SERI v
ASP10 W
LELFT W
ALA1Z W
GLME v
ALA1d v
LELMS W
TYRI1E W

LELMT v
WALAS v
CYE19 v
CLYE0 v

[esfuais s Qs g s e s s e I S S S N S S S S
ST ITIIST

OENEENEEEEREOODONOEEOCO0CCNENROOOOCNREREEOE

1t1k.pdb

(=).Color--- Secondary Structure Succession

Secondary Structure Succession HEXF 3N RS 45K FHAN R (K o, 5
R, H A TRE ARG, R AR, IR s AR R IO
i (400nm-700nm) (1) & AN [F] R B0 S 7s HE R o SR AT BLSENH A& 1 21 A2
ok i 1) Kk g — R AL [R) PR L

LINNKE
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| oowp  showsidelabl &y ribn ool g
v v

GLY1
ILE2
haLs
h GLU4
h GLMS
h CY'36
h CYE7
h THRE
SERS
ILE10

CYEN
SER1Z
LELM 3
h TYR14
h GLMS
h LELH &
h GLLMT
ASME
= TYR13
= CYE20
= ASN21
ORT21
PHE1
WAL2
AN
LR
HISS
LELIG
[seory
GLY3
h ZERB
h &ZP10
h LELHA
hoasLa12
h GLLH3
b4
h LELHS
h TYR16
h LELHT
haL1s
hCYs14
GLYZ20

om

e e e e e e e e o o S o e o S S =
P R N N NN
PR L L L A A N S

1 o o o] | ] ][] ]

.| 1tik.pdb

(=).Color---by Chain

M TXOEH 2480450, AR AARMBGERRHK (lk pdb Hh—
% alpha #5F1—4% beta #f) ¥ KN alpha #iF, WA IEE7R beta #% .

LINNEE

GLY1
ILEZ
h W ALS
h GLU4
h GLMS
h CvEE
h CYET
h THRS
SERA
ILE10
CYE
SER12
LELIM3
h TvR14
h GLR1S
h LELME
h GLIAT
ASNTE
= TYR149
= CYE20
= A5H2T
ORT21
PHE1
WALZ
ASNG
GLMN4
HIZS
LELE
CYEY
GLYE
h ZERS
h AP0
h LELM1
h aLAt2
h GLUE
h aLatd
h LELMS
h TYR16

h LELMY
h % AL1E
h CvE14

GLyvz0

1t1k.pdb

IO ITIDTI0DTIDDDDDTTNTDEFEFEEFFEFEFERFEFRFRIERIR RIS
A T T T A T A T T
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(VY).Color---by Type

XF G AL AR e (0 (R KA A2 B BE A 2 2 . Ay IE AW IR (0 3o v i 40t
Rons AR R s TR R (R .

LUK

1t1k.pdb

(f1).Color---by Accessibility

15 AR RN S IR Tl 3 5 o] RS SRR FE (1) 2 /D e T ARSI B ES « S5 71
Fefihdn DR, SERERAS TR R G, FnT 2 2w, HiE
ML R KBS, s s O Ll (.

LINNEE

1t1k.pdb
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(73).Color ---by CPK

A R IR P B e R BIRR R ES : C R A 3o O il AL kR
N JRFHEARR: S IRTHEOERR.

LINNKE

1t1k.pdb

(-t).Color--- B Factor

BRI B e T B I (BRRRZ AR 7)o X T—N R F2Kii, B [H+
FRIPE IR T — R CEIA T (1) BRI A7 B 5 7E S AR (1) A7 B W] 1R~ F- 35 PR
BY, A] SRS So AR AEVE BE B

PRI, RTRARIH B B 7 R A W Al S A b — R A 1) — Sk . A A8 I A 1)
A 12 J - (P AL B AR AN R [ e 19, I DAYREE (s s 4 70 BT A A () A 7Y
HZ IR IO B AN E () BCE BLRR AR, WA AR .

LINNKE
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5. Measuring and Labeling
e T &, o0+ 2CE 21 E A E, LA E 2 fZ AR . AHAD
3R FE DL SAHRS 4 A1 TR A . [ ] DAFE B EARE k.

HE

Ty
s B e L , BRI A, RITA] A P s Th)

E-Z
mi s B AR , ARG AN AHAR R T e A, e AT, B R
T AL, BTRIINASJEAME

DL 1t1k.pdb 5>k 15 B —1HI A B0 5, I beta 5 12Ala, Ctri+
WK UGEREAHARIE) 4 AN, A4S I8 156.40° o 40 R FTR:

ey A

Pick. 1st atom [or hit 'esc’]

AT ARSI IR AR A, PDREBIR e, MBI 2, 3 R
B JKI TR R A R —if A B AN, N E R

L L P I Ty
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T SR L0 P BB AN VR AR, R DAV ok, EO I
EF¢: Display------- Label kind--------- Clear User Labels CPREFEFE “Alt” + “-7),

J\. Mutating and Changing Side-Chain Conformations

FEX 73 B, FATTEL IHEW 41, K 98ILE 54854 98GLN, SRJ5 fHiF7T &1
XA IE 2 5 tri-NAG T2 AU
7 THEW(W 2K [ 8 HEN EGG WHITE LYSOZYME), W& tri-NAG(=%
RO ZHE) o
HG:

B display and center the complete model IHEW in CPK colors

B display H-bonds

B restrict the display to tri-NAG and groups within 7 angstroms of tri-NAG

B display only H-bonds to tri-NAG
LIRS KPR

98ILE 7 W onyu [ N, JFH
BN BE R 1) tri-NAG I 7 17,
B LAT A A o TR s
(1) 243 R

¢ mutate, 55y 98ILE _EAE— 57, Wi R B Pros:
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WFERA Ny GLN, SR GLN BAKMMEE, A452 siotik H-bond [¥fE

W FTR, 35848 % GLN J5, 98GLN IR JR T LAY 20INAG 55 =47 5 5t
TIE A

FSUA v ] BE R AN TR RE R

A LI S B ], o nT Ll mutate 24 R TSk .

KRR iy, Deep View #i2s o — MAFEMIIG, Bt L& n] i 5 Al s
PR, SRR RN IR BB AEN H-bond. Q1R &P :
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M PLE Y, 98GLN MIEIR F 5O Trp 7= /EmiE, Zks—Fi%
WERT 5 tri-NAG JE ik H-bond, B ANSs 55 ARG A & A il

FERIXN mutate $#ZHR 2R A, < r
Click the button again and click Accept to keep the new GLN residue in the

conformation you selected.
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ARG B RS 5 2 5 I E R Js A%, L TORSION riili 98GLN [
£

ToREIOH 1 F
Sy 1 F
1 F _ . Y Sty
14 F R ROk, #e B BRI % . BTl

AL BT SR AT TR Y. W N E PR

98GLN H 5 201INAG JE A

98GLN ] Lj 201NAG,202NAG
JE R
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98GLN n] 5 201NAG ik
2 N

F Y WS
Trw

l HUTATE |(PELEE

4
FEIXHT TORSION #4ts kB e, 4 F

R £ MUTATE B, Deep View R B/nsE£krt%, {84 H TORSION i,
AERBEBUET MM ERZ R B ESE, 27N EARTTRERMZ.

KPR B R R BT R ERML, BRBERENSR, RHEBRASENHZR.
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SN

Deep View il il %} AMBER, CHARMmM, GROMOS Fi /7% 42 it & e /ML i sk, 3k
ITB e d M

HAREAF IR -

Select: Visible Groups

Tools: Energy Minimization...

REf /MU R IR 5

K et/ MERT . 5 BIRBIALREAT magic fit, il T AR I 2 5
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JL. Using a Ramachandran Plot

Ramachandran Plot( a -fik 5 Btz 1 A2 A 1B, $r IR R K), 38l e nl LT iAo
BRI phi B psi MM Sl hy GBI IIME B (1) VPSRRI SRV
%o (QE AR EFEMRAWS .

@P H R
©

N-terminus C-terminus

B b phipsi XA AT CLE e, ] SEBr b AE SRR 0 R v e
[)_Lr¥Bsfs, Ramachandran Plot =% H [F152 Wb L £ BE (1 4 A2 25 1) BT /o
VR o XS 23 (] b e vr H B XA LS (0 5o (B 58 m 2k Ko . 20K 2 A& A
SRS a -BRTE ) AR PSR AE B b, R0 () R I 2 — S PR (1) B £ X 3
1M B -HE I HR 45 A2 R IRt X b

LIRS

ﬂ W izt ] ™
180 120 B0 i B0 120 18 HAE] pl e | i
180 I : I I qBEI . group show side label iyribn colorpe ' alpha‘he“X
10 4120 | TRP1 v =i |
|oLYs2 v W % |
I | | LEU3 v v |
- S (T v B ;
. | ALAR v v & |
Psi 0 — 1] | OHISE v W v B |
* T || LEU? W v [ 5
alk % lg || Cvse v v B
| Lys3 v v & ;
[ IS v v & |
120 F 4120 [l THRI1 w v & |
I G2 v v E |
K 1 1 ! | E | GLUTZ W " .
18'-3180 1200 B0 i B0 120 180180 [ LvS14 v v |
| PRDI5 v = ﬂ
zf Phi - :
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? AN Mnove

R R | p\risb
180 ‘I?D E:D 0 EP 1%0 18DIE!EI

180 group show side label syribn colorge beta-Strand
120 % R - 120 L'rs1
o ARG2
5 . ) TRP3
=] B0 ILE4
Cvsh ¥
Psi 0 H— — 0 SERE

PHET
ALAT
A5PA
CYsi0
120t 4 120 GLY11
ALA1Z
ALATZ
TYR14
ASNT

O

B0 - -B0

A T T o

0 {0 O O o e e e

- 1 1 -
18-0180 1200 -60 a B0 120 18!318':I

T - G

— 7 THI S 71~ 3K 8 G55 ) 00 i A A 25 (R B (1) DX 3k, ) — D T 2 e IR e 5 4y 2 T
B, —IER M SR AN SR, X IR = Rgs i, AT R-
SEHA SR AE L
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Surface Definition

Van der Waals Contact surface of each atom, based on the Van der Waals radius.

Accessible Surface described by the center position of a water molecule that would
be rolled over the protein. This is approximated by rolling a sphere with
a 1.4 A radius, which is approximately the radius of a water molecule.

Molecular Area that can be reached with the surface of a solvent molecule (1.4 A)
rolled over the protein.
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3D rendering
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Normal display

Visualization of Van der Waals, accessible, and molecular surfaces.

3D rendering
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This is version 4.0
http://spdbv.vital-it.ch/

NEWS FOR VERSION 4.0

- First of all, and most importantly, PC and Mac versions have been resynchronized.
It means that the same features are available on both platforms.
- This version supports direct login and modelling submissions to the SwissModel
Workspace as well as retrieval of projects and template identification from the
workspace.
Thanks to Prof. Torsten Schwede and Konstantin Arnold for adapting the
workspace to allow for direct communication!
- The import menu has been enhanced and can be used to import results of past
modelling requests, sequences from both UNIPROT and NCBI, nucleotide sequences,
electron density maps and compounds.
- The NCBI taxonomy is supported.
- Saved files retain most of the PDB header information.
- The interface provides new alignment functions, in particular the possibility to
realign a section of an alignment using an external server running MUSCLE.
- Using two "guiding™ sequences, it is now possible to merge two preexisting
alignments.
This is particularly useful to merge a sequence alignment with a structural
alignment.
- It is now possible to mutate nucleotides (DNA).
- It is possible to Save/Restore selections.
- There is a better support for copy/paste operations:
- It is possible to copy the rendered image into the clipboard
- It is possible to paste a raw sequence into the workspace.
- It is possible to copy sections of model and paste coordinates (all, backbone or
sidechain) onto an other layer.
- Vertical Scrollbars have been added to the LayerInfo and Alignment Window.
- Brought Help files up-to-date with current version (see Help Menu).
- Better integration with the SWISSMODEL workspace: possibility to submit and
retrieve projects directly from the interface.
- Possibility to search a selected subset of PDB for 3D motifs.
- Fixed several stability issues on Intel Macs.
- Added a script directory, that allows to quickly access new functions added via
external scripts.
- | also would like to thank Prof. van Aalten and Alexander Schuettelkopf for the
possibility to use there PRODRG server to obtain 3D coordinated from the 2D
compounds downloaded from Pubchem.
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- Finally, I like to point out that once again Prof. Gale Rhodes is testing the new
version and updating his tutorial to fit the new functionalities. He has been using and
testing Swiss-PdbViewer since its first release in early 1995!

27 3Lk -

FBiA, REPE, UK, APk CGE=RO

Cheetham, J.C., Artymiuk, P.J., Phillips, D.C. (1992) Refinement of an enzyme
complex with inhibitor bound at partial occupancy. Hen egg-white lysozyme and
tri-N-acetylchitotriose at 1.75 A resolution. J.Mol.Biol. 224: 613-628

Huang, K., Xu, B., Hu, S.Q., Chu, Y.C., Hua, Q.X., Qu, Y., Li, B., Wang,
S., Wang, R.Y., Nakagawa, S.H., Theede, A.M., Whittaker, J., De Meyts,
P., Katsoyannis, P.G., Weiss, M.A. (2004) How Insulin Binds: the B-Chain
alpha-Helix Contacts the L1 beta-Helix of the Insulin Receptor. J.Mol.Biol. 341:
529-550

G.N. Ramachandran, C. Ramakrishnan & V. Sasisekharan (1963): Stereochemistry of
polypeptide chain configurations. In: J. Mol. Biol. vol. 7, p. 95-99. PMID 13990617
Jin Xiong , Essential Bioinformatics
http://binfo.ym.edu.tw/bch/pro/ramachandran.htm
http://en.wikipedia.org/wiki/Ramachandran_plot
http://www.usm.maine.edu/~rhodes/SPVTut/
http://spdbv.vital-it.ch/manual_guide.html




