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MolStar

= Webova aplikace pro vizualizaci proteint a ligandu

= Zvladai extrémneé velké systemy

» Integrovany v Protein Data Bank

= Vyvijeny u nas v Narodnim centru pro vyzkum biomolekul, ve spolupraci
s EMBL EBI a RCSB PDB

» https://molstar.org/

)|

Mol* (/'molstar/) is a modern web-based open-source toolkit for

visualisation and analysis of large-scale molecular data

Open Mol* Viewer
Documentation
Issues & Feedback

High-performance graphics and data handling of the Mol* Viewer allow

users to simultaneously visualise up to hundreds of (superimposed)
render cell-

level models at atomic detail with tens of millions of atoms, or display

protein structures, play molecular dynamics traject

| m=——— huge models ebtained by I/HM such as the Nuclear Pore Complex.
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https://molstar.org/
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Vizualizace 3D souradic molekuly
Vizualizacni model cartoon

= O ped
% Mal™ X 2% Mol® Viewer x -‘,3§ Maol* Viewer X | +
C & molstarorg/viewer/ w e H
_ Sequence of 1TON | Crystal.. $  T:cytochrome... 3 A @
L ] 0 State Tree - - - - . . . . e Q4 Structure Tools
MALYGTHSEGLEKKLGIEGET PLEFLGNI LY HXGE CME DME CHERY GKVWGE YDE0QEVLA T TD P DMI KTVIVKECY SVE TNRRETGEVGEMKSAT
122 13z 142 152 162 172 162 122 202 212
L I 1TQN 1 mode! § @ SIAEDEEWKRLRSLLSPTFTSGKLKEMVEIIAQYGDVLVRNLRAEAETGKEVILKDVFGAYSMOVITSTSFGVNI DSLNNEQDEEVENTKKLLRFDF €3 Structure
a2z 232 242 252 ae2 272 232 302 312
B LDPFFL3 _‘LV: PFLIPILEVLNICVEPREVINE L.RKWKRH:KISRLEDT QKHEVDFL ’U‘T MIDSQNSKETESHKALSDLELVAQSIIFIFAGYETTSS
= I Model 1 g @ e ae e = e o a8 e “n 1TQN | Crystal Structure of Human ... a
@ _ = I
4 I Assembly 1 3999 elements o @ = v Type Assembly
= I Polymer 3766 elements g @ @ Asm Id  1: Author Defined Asse...
l Cartoon o @ Y hing Focuse *
- I Ligand 49 elements g @ =
¥, Measurements
l Ball & Stick o @ R
+ Add =
- I Water 120 elements g @
) _ @ Components 1ToN
Ball & Stick o @
) _ [ Preset + Add =
l Unit Cell 1222 o =
Polymer Cattoon @ [
Ligand Ball &eStick @ 0O
Water Ball &iStick @ 0
Unit Cell 1222 ®
#f Volume Streaming 1ToN
v Enable =
% Assembly Symmetry 1TQN
v Enable
& Export Animation
I 14:38:24  Created Ball & Stick in 19ms.
I 14:38:24  Created Ball & Stick in 19ms.
= .
o= I 14:38:24  Updated Structure Focus Representation in 2ms.
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Vizualizace 3D souradic molekuly
Volba vizualizacnich modelu

W g
E - I 1TQN 1 model
®

A I Model 1
@

- I Assembly 1 3999 elements
- I Polymer 3766 elements
l Cartoon
A I Ligand 49 elements
l Ball & Stick
A I Water 190 elements
l Ball & Stick

l Unit Cell1222
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{_} Mal™ Viewer x | +

Sequence of  1TON | Crystal... ¥  1:gitochrome.. $ A = @

3z 42 52 2 72 83 sz 102 112
MALYGTHSHGLFEKLGI PGP TELPFLGNILS Y HKGEF CMF DME CHKKY GEVWGE Y DGOOPVLAT TDFDMIKTVLVKECY SVF INRREFGEVGFMESAT
132 132 143 152 162 172 182 122 202 212
SIAEDEEWKRLRSLLSPTFISGKLKEMVPIIAOYGIVLVRNLEREAETGKPVT LKIVE GAY SMDVIT STSFGVNIDSLNNPQDPEVENTKKLLRFDF
222 232 222 252 262 272 292 202 312
LDPFFLSITVFEPFLIPILEVLNICVEPREVINF LRKSVERMKESRLEDTOKHRVDFLOLMIDSONSKETESHKRLSDLELVRQSTIIFIFAGYETTSS
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14:36:24  Created Ball & Stick in 19ms.
14:38:24  Created Ball & Stick in 19ms.
14:38:24  Updated Structure Focus Representation in 2ms.

= m} x
* @ :
XK Structure Tools

3 Structure

1TQN | Crystal Structure of Human ... [l

Type Assembly
Asm Id  1: Author Defined Ass...
othing Focuse O
¥, Measurements
+ Add =
@ Components 1TON
[l Preset + Add ==
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> Add Representa
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Putty
Spacefill
» Cartoon Representation o @
Ligand Ball & Stick @ [
Water Ball & Stick @ [
lnit Calli299 fral
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Vizualizace 3D souradic molekuly
Volba vizualizacnich modelu - Ball & Stick
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3z 42 52 2 72 83 sz 102 112
MALYGTHSHGLFEKLGI PGP TELPFLGNILS Y HKGEF CMF DME CHKKY GEVWGE Y DGOOPVLAT TDFDMIKTVLVKECY SVF INRREFGEVGFMESAT
132 132 143 152 162 172 182 122 202 212
SIAEDEEWKRLRSLLSPTFISGKLKEMVPIIAOYGIVLVRNLEREAETGKPVT LKIVE GAY SMDVIT STSFGVNIDSLNNPQDPEVENTKKLLRFDF
222 232 222 252 262 272 292 202 312
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14:36:24  Created Ball & Stick in 19ms.
14:38:24  Created Ball & Stick in 19ms.
14:38:24  Updated Structure Focus Representation in 2ms.
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XK Structure Tools

3 Structure

1TQN | Crystal Structure of Human ... [l

Type Assembly
Asm Id  1: Author Defined Ass...
othing Focuse O
¥, Measurements
+ Add =
@ Components 1TON
[l Preset + Add ==
Polymer Cattoon @ [
= Add Representation
Cartoon
Ball & Stick
Gaussian Surface
Gaussian Volume
Label
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Orientation
Point
Putty
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Vizualizace 3D souradic molekuly

Vizualizacni

model Ball & Stick

:}"_} Mal* X 2% Mol® Viewer x §"§ Mal™ Viewer X ‘ +
c & molstar.org/viewer/
_ Sequence of 1TON | Crystal... #  1:gitochrome.. ¢ A = @
ﬁ ng o State TNE 22 4z b €2 T3 -F 3 53 102 112
MALYGTHSHGLFKKLGI PGET PLEFLGNI LS Y HKGE CME DME CHKHY GEVIWGE Y DE0QEVIAT TDPDMIKIVLVKECY SVE INRRETGEVGEMKSAT
122 132 142 1s2 162 172 1e2 152 202 212
8 - i ol SIAEDEEWKRLRSLLSPTFTSGKLEEMVE IIADYGDVLVRNLREREAR TGKPVI LKDVF GAY SMOVITSTSFGVNIDSLNN FODPFVENTKKLLEFDF
‘ITQN iiils o @ 2z2 232 242 252 262 272 232 302 312
B LDP-:'"ELS:W:—E'FLZE‘Ii.EVLNICVFPIE\E\HNFLRKS‘EFRMKESRLEDIQKERVDFLQH-IIDSQ!".ISKETESEK@LSDLELW_QSIIFE[FRGYETTSE‘
@ _ & «
- I Assembly 1 3999 elements o @ 2] (2
- I Polymer 3766 elements g @ (5]
Cartoon o = a,
l Ball & Stick ® =
- I Ligand 49 elements @ B
I Ball & Stick g @
- I Water 120 elements g @
l Ball & Stick g @
l Unit Cell 1222 o =
P i
ozor, ostatni
Hdy | t
I 14:36:24  Created Ball & Stick in 19ms.
I 14:36:24  Updated Structure Focus Representation in 2ms.
il -
= I 14:41:17  Created Ball & Stick in 255ms.

X Structure Tools
3 Structure
1TQN | Crystal Structure of Human ... a
Type Assembly
Asm Id  1: Author Defined Asse...
thing F W
¥, Measurements
+ Add =
@ Components 1TON
[l Preset + Add o D
Polymer 2reprs @ 0O
Ligand Ball &i5tick @ [
Water Ball &i5tick @ [
UnitCell 1222 ®
#f Volume Streaming 1TON
+ Enable -
% Assembly Symmetry 1TQN

v Enable

& Export Animation
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Vizualizace 3D souradic molekuly
Vizualizacni model Line

= O X
§;§ Mal* X 2% Mol® Viewer X éﬁ Maol* Viewer X | +
&~ = (@ & molstarorg/viewer/ g o H
Sequence of 1TON | Crystal... $  1:gytochrome.. 3 A @
ﬁ m n State T'EE 32 a2 52 €2 T2 83 52 102 liz K s‘mdum T°°Is
MALYGTHSEGLFKKLGIFGET PLEFLGN I LS YK GE CHME DME CHEHY GKVWGE Y DE0QEVLAT TDEDMI KTVLVKECY SVETNRRE FEEVGEMKSAT
'ﬂ 132 132 142 152 162 172 ig2 102 202 212
- l 1TQN 1 mode § @ | SIAEDZEWKRLRSLLSPTFTSGKLEEMVPIIRQYGDVLVRNLRREAETGKEVILKOVEGAYSMOVITSTSFGVNI DSLNNEQDRFVENTKKLLRFDE £3 Structure
222 232 242 as52 ae2 a72 asz 302 3iz
B LDPFFLSITVEEPFLIFILEVLNICVE PREVINF LRESVERMKESRLEDTQKHRVD FLOLMI DSQNSKETESHEKALSDLELVRQSIIFIFAGYETISS
A l Model 1 g ® = e e = e o e e e 1TQN | Crystal Structure of Human ... o
@ - = I
= l Assembly 1 3999 elements o @ = “ Type Assembly
=~ l Polymer 3766 elements g @ ® Asm Id  1: Author Defined Asse...
l Cartoon o = Q, o
l Ball & Stick o ® =
%, Measurements
l Line g ® )
+ Add =
hd l Ligand 439 elements g @
@ Components 1TaN
l Ball & Stick g @ =
_ [l Preset + Add = 9
- l Water 120 elements o @
l Ball & Stick o @ Polymer 3reprs @ [
B = i Ball & Stick g
l Unit Cell 1222 o = Wrms : w0
Water Ball&Stick @ [
Unit Cell 1222 o
it Volume Streaming 1TON
v Enable =
# Assembly Symmetry 1TaN
v Enable
. & Export Animation
I 14:36:24  Updated Structure Focus Representation in 2ms.
I 14:41:17  Created Ball & Stick in 255ms.
=
i | 14:53:35  Created Line in 53ms.
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izualizace 3D souradic molekuly
izualizacni model Putty

= O X
é"} Mol* X 2% Mol Viewer x §"§ Mal™ Viewer X | -+
C & molstar.org/viewer/ b4 e H
_ Sequence of 1TAN | Crystal... ¥  1:gitochrome.. $ A = @
[ ] O State Tree . - . - o . . s s Q Structure Tools
HSHGLFKKLGIFGET PLEFLGNI LS Y HKGE CMF DME CHKKY GHVWGE Y DEQ0EVLA I TDP DM I KIVLVKECY SV INRRE FEFVGEMKSAT
132 52 1 72 182 2. 20z 212
il - l 1TQN 1 model T ® EHKRIRST L SPTFTSGKIKEMVETTAQYEOVIVRNLEAE AR TCREYTT KDVF GAY SOV TS TS FGVNT DSLINEQDE FVENTKKLLAF DF €3 Structure
B LDPFFLATTVEEFLIP] LEVINICVE PAEVINFLRKSVKRMKESRLEDTOKHRVDFLOLMI DSONSKETE SHKALS DL ELVAQSTTF T FAGYETTSS
= I Model 1 g @ i S = == i i = e iz 1TQN | Crystal Structure of Human ... o
@ _ & ¢
E I Assembly 1 3999 elements o @ = v Type Assembly
= I Polymer 3766 elements g @ ® AsmiId  1: Author Defined Asse...
l Cartoon 0o ® % nthing Focuse R
l Ball & Stick o = =
. Measurements
l Line o ® B =
+ Add =
l Putty 0 @
= ) Components 1TaN
=l l Ligand 43 elements o @
= [l Preset + Add =Y
Ball & Stick g @
- . .
- I Water 120 elements g @ Polymer reprs @ 0O
l Ball & Stick g @ Ligand Ball &Stick @ @O
. - Ball & Stick g
l Unit Cell 1222 o = Water G = Rl
Unit Cell 1222 g
i#f Volume Streaming 1TaN
+ Enable 1
» Assembly Symmetry 1TQN
v Enable
= & Export Animation
I 14:41:17  Created Ball & Stick in 255ms.
I 14:53:35  Created Line in 53ms.
L .
=k I 14:54:42  Created Putty in 90ms.
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izualizace 3D souradic molekuly
izualizacni model Spacefil

= O X
§§ Mol* X 2% Mol Viewer X 2% Mol® Viewer X | -+
c @ molstar.org/viewer/ b4 e
Sequence of 1TAN | Crystal... ¥  1:gitochrome.. $ A = @
[ ] O State Tree s Q Structure Tools
MALYGTHSH! GLF‘E\' GI‘:GP—' =l FFLF\]ILS ‘_’}'KG* "MFDI]E HEET! GWWGFYD_QQ E'VlrITB DMI. f\rJ_VF'_CI WF ‘RR: FGPVG:_}’K‘:A_
8 - i 5l AEDE_.HICRIR‘: FTS”CLKZ}N"IL—.Q&GDVLVRI]IR?E&ET KPV"IKDWGKYCIDVITQIQFGWIDSJDIPQ'\P_VELTIGCLLRFDF
1TQN 1 mode o @ ok - Structure
B LDEF ]:'LE__V*L—J:L. ILZVLNI.NJ: L-'hJ:.Vil‘.J:...RKSV:{R[]KEE'—‘LEBTQﬂRVEFT”JT Tﬁ‘-‘Q’\ISFI '-‘uH("TGF FT\T‘_Q:J_J_EJ_EHTJILILDS
= l Model 1 g @ i == e 1TQN | Crystal Structure of Human ... o
@ _ & ¢
E I Assembly 1 3999 elements o @ = v Type Assembly
= l Polymer 3766 elements g @ ® AsmiId  1: Author Defined Asse...
l Cartoon 0o ® % gF R
l Ball & Stick o = =
. Measurements
l Line o ® R i
+ Add =
l Putty o =
@ Components 1TQN
l Spacefill i e >
= [l Preset + Add =Y
- l Ligand 43 elements o @
l Ball & Stick e Polymer Sreprs & @O
- l Water 190 elements g @ Ligand Ball&Stick @& 0§
l Ball & Stick g @ Water Ball &Stick @ @O
l Unit Cell 1222 g = UnitCell1222 w
i#f Volume Streaming 1TaN
v Enable 1
» Assembly Symmetry 1TQN
v Enable
= & Export Animation
| 14:53:35  Created Line in 53ms,
I 14:54:42  Created Putty in 90ms.
7 _—
= I 14:56:06  Created Spacefill in 26ms.

EPCEITEC




izualizace povrchu molekuly

izualizacni model Molecular Surface

% Mol® X 2% Mol® Viewer X 2% Mol* Viewer X | +
c @ molstar.org/viewer/

Sequence of 1TON | Crystal.. $  T:cytochrome... 3 A
3 T State Tree

MALY

e B & 2

M I 1TQN mziE E @ - 222 2 242 252 2€2 272 252 302 312
LDPFFLSITVEFEPFLIFPILEVLNICVE PREVINF LRKSVERMKESRLEDTQKHRVD FLOLMIDSQNSKETESHKALSDLELVRQSIIFIFAGYETTSS
. I Model 1 T e
= I Assembly 1 3999 elements o @ & ©
= I Polymer 3766 elements o @ ®
l Cartoon o = a,
l Gaussian Surface o = =
l Gaussian Volume o = [N
l Molecular Surface o @
= l Ligand 49 elements g @
l Ball & Stick g @
- l Water 120 elements o @
l Ball & Stick g @
l UnitCell 1222 g =
I 14:59:19  Created Gaussian Surface in 597ms.
I 14:59:36  Created Gaussian Volume in 64ms.

14:59:47  Created Molecular Surface in 1.749s.
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32 42 52 62 72 52 s2 103 112
GT. "ISEGL?:'EE&'LGIPGPT PLEFLGN ILS‘;’EKG:"CMFDI-ECI‘IKKYGWWGFYDEQQPVIE_I TDEDMIKTVLVEECYSVE Li\ RRPFGPVGFMESAT
132 142 152 162 172 182 123 i 212
KRLRSLLSPTFTSGKLEEMVEL Ifl_QYGDVLVRNIRRE:‘&ETGKPVTIWGAYSIDVITST 5 FG‘J’NIDSLN}IFQQ}E‘ MNT}GCLLRF‘EF

= m} x
* @ :
X Structure Tools

3 Structure

1TQN | Crystal Structure of Human ... [l
Type Assembly

Asm Id  1: Author Defined Ass...

¥, Measurements

+ Add =

@ Components 1TON

[ Preset + Add %

Tir
©

Polymer 4reprs @ [

Molecular Surface
Orientation
Point
Putty
Spacefill
MNon-covalent Interactions
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Membrane Orientation
+ Set Coloring
v Modify by Selection
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+ Cartoon Representation
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+ Molecular Surface Representation
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izualizace povrchu molekuly

iIzualizacni model Gaussian Surface

% Mol® X 2% Mol® Viewer X 2% Mol* Viewer X | +
c @ molstar.org/viewer/

Sequence of 1TON | Crystal.. $  T:cytochrome... 3 A
3 T State Tree

MALY

e B & 2

T I 1TQN DT E @ - 222 2 242 252 2€2 272 252 302 312
LDPFFLSITVEFEPFLIFPILEVLNICVE PREVINF LRKSVERMKESRLEDTQKHRVD FLOLMIDSQNSKETESHKALSDLELVRQSIIFIFAGYETTSS
. I T T e
= I Assembly 1 3999 elements o @ & w
= I Polymer 3766 elements o @ ®
l Cartoon o = a,
l Gaussian Surface g @ =
l Gaussian Volume o = [N
l Molecular Surface o =
- l Ligand 49 elements o @
l Ball & Stick g @
- l Water 190 elements o @
l Ball & Stick g @
l UnitCell 1222 g =

14:59:19  Created Gaussian Surface in 597ms.
14:59:36  Created Gaussian Volume in 64ms.
14:59:47  Created Molecular Surface in 1.749s.

it
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32 42 52 62 72 52 s2 103 112
GT. "ISEGL?:'EE&'LGIPGPT PLEFLGN ILS‘;’EKG:"CMFDI-ECI‘IKKYGWWGFYDEQQPVIE_I TDEDMIKTVLVEECYSVE Li\ RRPFGPVGFMESAT
132 142 152 162 172 182 123 i 212
KRLRSLLSPTFTSGKLEEMVEL Ifl_QYGDVLVRNIRRE:‘&ETGKPVTIWGAYSIDVITST 5 FG‘J’NIDSLN}IFQQ}E‘ MNT}GCLLRF‘EF

= m} x
* @ :
X Structure Tools

3 Structure

1TQN | Crystal Structure of Human ... [l
Type Assembly

Asm Id  1: Author Defined Ass...

¥, Measurements

+ Add =

@ Components 1TON

[ Preset + Add %

Tir
©

Polymer 4reprs @ [

Molecular Surface
Orientation
Point
Putty
Spacefill
MNon-covalent Interactions
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Membrane Orientation
+ Set Coloring
v Modify by Selection
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Edit Label
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+ Cartoon Representation
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izualizace povrchu molekuly
izualizaCni model Gaussian Volume

= O X
£3% Mol X I Mol Viewer ®  i% Mol" Viewer e | -+
& = (@ & molstarorg/viewer/ g e H
Sequence of  1TOMN |Crystal.. # l:cgytochrome.. 3 A % @
ﬁ m n State Tree 22 43 32 €2 72 £a 52 102 112 \ Stmmm Tools
MALYGTHSHGLFEKLGI PGFTPLFFLGNILSYHKGEF CMF DME CHKEY GEVWGE Y DGOOFVLAI TDFDMIKIVLVEECY SVE INRREFGPVGEMESAT
n‘m 122 132 142 1s2 162 172 182 182 202 2132
- l 1TQN 1 model § @ | SIAEDEEWKRLRSLLSPTFTSGKLEEMVPIIAQYGDVLVRNLRREAETGKEVILKDVEGAYSMIVITSTSFGVNIDSLINPQDEEVENTKKLLAFDF 2 Structure
2z2 232 242 252 ae2 272 2sz 302 31z |
B | LDPFFLSITVFEFLIPILEVLNICVFPREVINFLRKSVEKRMKESRLEDTOKHEVDFLOLMIDSONSKETESHKALSDLELVAQSITIFIFAGYETTSS I
hd l Model 1 g @ R o = 5 = Hiric = e il 1TQN | Crystal Structure of Human ..  [Jl
@ _ | & o
E l Assembly 1 3999 elements o @ = v Type Assembly
= l Polymer 3766 elements g @ ® AsmlId  1: Author Defined Ass...
l Cartoon 0o ® L ; | Nothing Focused R
l Gaussian Surface o ® =
¥ Measurements
l Gaussian Volume g @ Iy
+ Add =
l Molecular Surface o ® \
= | ) Components 1TON
=l l Ligand 43 elements 0o @
) _ | [ Preset + Add = 9
l Ball & Stick 0 @
- l Water 120 elements o @ Eolaney ey @ 0
. _ | Molecular Surface
Ball & Stick 0o @
| N Crientation
l Unit Cell 1222 o = Point
Putty
Spacefill
2 Non-covalent Interactions
Validation Clashes
Membrane Orientation
+ Set Coloring
v Modify by Selection
(® Select This
I Edit Label
+ Cartoon Representation 0 ®
4 ian Surface Rep 0o ®
I 14:59:119  Created Gaussian Surface in 597ms. v ian Vol Rep i @
I 14:59:36  Created Gaussian Volume in 64ms., v Molecular Surface Representation 0 &
il . |
= I 14:59:47  Created Molecular Surface in 1.749s,
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Vizualizace experimentalnich dat
Elektronova hustota

= O X
§3§ Mal* X 2% Mol® Viewer X é3§ Maol* Viewer X | +
C & molstar.org/viewer/ b4 o H
_ Sequence of 1TON | Crystal... $  1:gytochrome.. 3 A @
L 0 State Tree . . - - . . . . e aQ Structure Tools
MALYGTHSEGLEKKLGI FGET PLEFLGN I LS Y EKGE CHME DME CHERY GKVWGE Y DEQQEVLAT TD P DMI KTVLVKECY SVE TNRRE FEEVGEMKSAT
132 132 142 152 162 172 igz 102 202 212
® I 1TQN 1 model § @ | SIAEDZEWKRLRSLLSPTFTSGKLKEMVEIIAQYGDVLVRNLRREAETGKFVILKDVEGAYSMOVITSTSFGVNI DSLNNEQDEFVENTXKLIRFDF £3 Structure
222 232 242 as52 ae2 a72 asz 302 3iz
B LDPFFL3 :‘TV:—PFL: EILME]ICWPRMNFLRKWKPJ-H{ESRLEDT QKHEVDFL ’I‘T MIDSQNSKETESHKALSDLELVAQSIIFIFAGYETTSS
= I Meodel 1 g @ e e e = e o a5 e “n 1TQN | Crystal Structure of Human ... o
@ - = I
= I Assembly 1 3999 elements o @ = “ Type Assembly
=~ I Polymer 3766 elements g @ ® Asm Id  1: Author Defined Asse...
l Cartoon g @ 9, thing Eocused W
A I Ligand 439 elements g ® £ ”
Measurements
l Ball & Stick o @ R + A .
=
- I Water 120 elements g e
. _ ® Components 1TON
Ball & Stick o @
) _ [ Preset + Add =
lUtheIszz o =
Polymer Cartoon @ 0
Ligand Ball &Stick @ 0
Water Ball &Stick @ 0O
UnitCell1222 o
it Volume Streaming 1TON
v Enable =
» Assembly Symmetry 1TaQN
v Enable
. & Export Animation
I 15:23:00  Created Ball & Stick in 26ms.
I 15:23:00  Created Ball & Stick in 12ms.
= .
o= I 15:23:00  Updated Structure Focus Representation in 3ms.
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Vizualizace experimentalnich dat
Elektronova hustota

= O x
{_} Mal* X % Mol* Viewer x {_} Mal™ Viewer X | -+
c @ molstar.org/viewer/ w e H
_ Sequence of  1TON | Crystal... ¥  1:gitochrome.. $ A = @
W g O State Tree . - . - . . - . s Q4 Structure Tools
MALYGTHSHGLFKKLGI PGETPLEFLGNI LS Y EKGE CHMF DME CHKKY GEVIWGE Y DE0QEVLA I TD P DMIKIVLVKECY SVE INRREFGEVGEMKSAT
132 132 142 152 1. 172 132 122 202 212
L I 1TQN 1 model § ® SIAEDEEWKRLRSLLSPTFISGKLEEMVEIIRQY¥GDVLVRNLRREAETGKEVTLKOVF GAYSMDVITSTSFGVNI DSLNNEQDEEVENTKKLLRFDE €3 Structure
222 232 242 252 ae2 272 282 302 312
B LDPFFLS _‘L VEPFLIPILEVLNICVEPREVINF LRKWKR[-]KEERLEETQKERVEFT ’U‘T MIDSONSKETESHKALSDLELVRQSIIFIFAGYETTSS
= I Model 1 g @ e ae e = e e a8 e a0 1TQN | Crystal Structure of Human ... a
@ _ & I
= I Assembly 1 3999 elements o @ = & Type Assembly
= I Polymer 3766 elements g @ @ Asm Id  1: Author Defined Asse...
l Cartoon o @ % hing Focused K
A I Ligand 49 elements g @ E=
¥, Measurements
l Ball & Stick o @ & -
+ Add =
- I Water 120 elements g @
i _ @ Components 1TON
Ball & Stick 0o @
) _ [ Preset + Add =
l Unit Cell 1222 o =
Polymer Cattoon @ [0
Ligand Ball &:Stick @ 0O
Water Ball &Stick @ 0O
Unit Cell 1222 ®
# Volume Streaming 1TON
=
% Assembly Symmetry 1TQN
v Enable
. & Export Animation
I 15:23:00  Created Ball & Stick in 26ms.
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Vizualizace proteinovych assemblies
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Molstar Integrace

- RCSB PDB (Protein Data Bank) a PDBe — k
vizualizaci molekularnich struktur primo v
databazi PDB

- AlphaFold DB — k vizualizaci predikci struktur
proteinu z AlphaFold

- EMDB (Electron Microscopy Data Bank) — pro
vizualizaci map elektronové hustoty

- MOLEonline — k vizualizace interaktivni analyzy
kanalu
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AlphaFoldDB

im} o AlphaFold Protein Structure Dat: X +

< & () 1 https://alphafold.ebi.acuk

# EMBL-EBI home %, Services %2 Research £ Training & About us EMBL-EBI

AlphaFold Home About FAQs Downloads

Protein Structure Database

AlphaFold
Protein Structure Database

Developed by DeepMind and EMBL-EBI

D s

Examples: Free fatty acid receptor 2 At1gh8602 Q5VSL9 E.coli Help: AlphaFold DB search help

Feedback on structure: Contact DeepMind




Prikladani struktur — PDB a AlphaFold

Pairwise Structure Alignment

Help

» Compare Protein Structures

Chain ID  Description Organism Sequence Length Modeled Residues
I AF-QYLFP6-F1 A N/A N/A 367 367
I 7QPC A Auxin efflux carrier component 8 Arabidopsis thaliana 376 327

SEQUENCE ALIGNMENT SCORES

T T T T I I I
0 50 100 150 200 250 300
AF-QOLFPSE. ..
TAPC A

https://www.rcsb.org/alignment/
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Prikladani struktur — PDB a AlphaFold
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Molstar Roz

A\ A4

MolViewSpec

builder = create_builder()
(

builder.download(url=_url_for_mmcif(id

.parse(format=
.model_structure
.component
.representation
.color(color="blue'

MolViewSpec provides a generic mechanism
for describing visual scenes or views that are
used in molecular visualizations. It adopts
declarative data-driven approach to describe,
load, render, and visually deliver molecular
structures, along with 3D representations,
coloring schemes, and associated structural,

biological, or functional annotations.

r

sireni

Extensions

Volumes and Segmentations

Mesoscale Explorer

Volumes and Segmentations extension adds
support for large scale volumetric data & their
segmentations. Building on the existing Mol*
ecosystem, this extension allows seamless
integration of biomolecular data from cellular
to atomic scale. It provides the means to
volumetric and

visualize large-scale

segmentation data from cryo-EM, light
miscroscopy, volume-EM, and other imagining
experiments together with related 3D model

data and biological annotations.

The advent of cryo-EM and cryo-ET, coupled
with computational modeling, has enabled the
creation of integrative 3D models of viruses,
bacteria, and cellular organelles. Based on
these models, the Mesoscale Explorer
provides unprecedented access and insight
into the molecular fabric of life, enhancing
perception, streamlining exploration, and
simplifying visualization of diverse data types,
showcasing the intricate details with
unparalleled clarity. See the interactive tours

and examples.
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