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PyMOL (TM) Molecular Graphics System, Version 1.5.0.3.

Copyright (c) Schrodinger, LLC.

A1l Rights Reserwved.
Created by warren L. DeLano, Ph.D.

PyMOL is user-supported open-source software. Although some versions
are freely available, PyMOL is not in the public domain.

If PyMOL is helpful in wour work or study, then please volunteer

support for our ongoing efforts to create open and affordable scientific
software by purchasing a PyMOL Maintenance and/or Support subscription.
More information can be found at "http:/ www.pymol.org”.

Enter "help"” for a 1ist of commands.
Enter "help <command-name=" for information on a specitic command.

Hit ESC anytime to toggle between text and graphics.

Detected OpenGL version 2.0 or greater. Shaders available.

Detected GLSL version 1.20.
Adjusting settings to improve performance for Intel cards.
OpenGalL quad-buffer stereo 30 detected and enabled.

Error: set_startup_path failed

parser: matching commands:

GetBEoxHelp gradient recolor
aaindexzb group redo

abort h_add reference
accept h_fi11 refresh

alias h_fix refresh_wizard
align help reinitialize
alignto hide remove

alter id_atom remove_picked
alter_state identify rename

angle it replace

as import replace_wizard
assert index reset

attach indicate resibox
autobox intra_fit resume
backward intra_rms return
bg_color intra_rms_cur rewind

bond invert rms

break isodot rms_cur

button isolevel rock

cache isomesh rotate
capture isosurface run

cartoon iterate save

cd iterate_state scena

cealign Tabel scene_order
center Toad sculpt_activate
check Toad_embedded sculpt_deactivate
class Toad_png sculpt_iterate
clean Toad_traj sculpt_purge
clip Tog select

cl=s Tog_close st

color Tog_open set_bond
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1faw suface #p A % T+

# grey surface
set surface_color, grey

# cavity mode
set surface_mode, 3

# layered transparency mode
set transparency_mods, 1

# surface transparency
set transparency, 0.5

# oblique and contrast define the

# look of the swrface transparency:
# if the normal vector is

set ray_transparency_oblique

set ray_transparency_noblique_power, &
set ray_transparency_contrast, T

# fetch a protein, with a
# small molecule in a nice
# hidden pocket

fetch 1faw, asyme=0

hide

# show the small molecule as surface
chow surface, org

# arrange the view
orient org

# zoom back a little
zoom org, 1

# chow the small molecule inside as sticks
show sticks, org

# show some nearby sidechains
show lines, poly within & of org

# enable frame caching for playback




Pymol>aaindex
aaindex2b KYTJ820101 spectrum b,
yellow white blue show surface




GETBOX

File Edit Build Movie Display Setting Scene Mouse

Wizard Plugin

Help

BoxCode(box_1738) = showbox -51.8
* **L eDock Binding pocket®
Binding pocket

-27.8

#AutoDock Vina Binding pocket=#=
--center_x -39.8 --center_y 36.0
0.8

-27.8, 25.5, 46.6, -2.5, 18.3

--center_z 7.9 --size_x 24.0 --size_y 21.1 --size_z 2

=

PyMOL> |

Reset l Zoom I Orient I Draw | Ray

Unpid(J DeselectJ Rock I Get View

[<| < | StopIPIayl > I >| I MClear

Command I Builder I Volume

Rebuild| Abort|

) 1=

all
1faw

{ChaHet’

' |axes
/7

box_1738
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File Edit Build Movie Display Settng Scene Mouse Wizard FPlugin ) Help

File "CilPuthons7\lih\aiteonackaqesinnn tilatar SHnagindee. m . line 308. in aaindex || Reset | Zoom | orient | Draw | Ray
B antry 7% Plugin Manager = | B | 2 || peselect | Rock | Getview
File "C Stop I Play I > I >| I MClear
retur| 3 3 :
Keyerror:| | Installed PIuglnsIInstaII New PIuglnISethngsIﬁ*:ut] Ind I Builder I Volume
PyMOL=aai E
PyMOL>spe| Rebulldl Abort]
PyMOL=>sho
oL i
Sy >an Choose file...
PyMOL >
— \"‘--.___/
— Install from PyMOLWiki
Paste a PyMOLWiki url, the page will be downloaded and scanned for scripts that extend the PyMOL APT | = = b4

URL: |

— Install from Repository

|
Repositories -

tip: /pldserver 1.biochem. queensu. ca/~rlcfwork/pymo

ttps: ffgithub. comPymol-Scripts/Pymol-scriptrepo
tip: /fwwew, thomas-holder . defprojects fpymol frepositor

| 2

Remove |
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| PyMOL Viewer 74 MOLE 2.0

Point007
+ AutoPore

all
TFan Compute Tunnels I Settings I Compute Pores I Read Channels I Quick Guide I Authors I
— Specify input structure

all
|[———

— Specify starting point

-22.612, 40.255, 20.176] Type: Point

Add Starting Point | Remove Starting Point Refresh Structures

¥ Overwrite results ¥ Pores export ™ Ignore HETeroatoms

Save output to: | ]c:\Jsers\admini~l\appdata\local\temp
Generate CSA sites: l [
Select CSA.dat file: | lc:\users\adminish'ator\downloads\molez _pymol
MOLE 2.0 location: I !c:\users\administrabor\downloads\mole2 _pymol

PyMOL> _ Compute Tunnels
| (c)2013 CEITEC & NCBR MU & FCH UPOL
PR g| http:/imole.chemi.muni.cz v.13.8.28

#* MOLE2.0 AL+ B 1818 A9 F2A0 P iy, 7T LA+ 3R K
BRKE, B, wiT, fo T R



| PyMOLViewes

Mouse Mode 3-Button Viewing
Buttons L M R
2 Keys Rota Move MovZ Slab
Shft +Box -Box Clip MowS
Ctrl
CtSh
SnglClk Cent Menu
DblClk Menu - PkAt

I




Actiaon:
Z 00

orient
center

origin

drag matrix

rezet matrix

coordinates

EtTUE+

rename ohject

duplicate object

AllF& )5)1—7%‘ 9 ;(d- %\’ SODU;}E}J 5l j— ;h—ﬂ: delete ohject
B M, (sele) L ikdkadat & nudrogens
AR F I XA Fo89 Z-FPaction, _'__ﬁn'"' nE WERErE
S: R A 249 XA X,

H: s Mg, B

L: _JEJ’;TTT %ﬁlabel , moYemaent

C: 5‘_;‘7% éﬁ ):;zﬁ é compute



H o “ss” X & secondary
structure, “h”4X J%&Helix,

“s” X & Betasheet, [+""4X &
LoopFe By VA H 4t 2 7%‘] . select
helix, ss h

select sheet, ss s

select loop, ss |+

oA ST L FAR B AR 25
T FEE

select resi1-5 #it##1-55 7% &L
selectresi13 #i£ #1355 7% 3L
select resn tyr #i1& 3 P A a9tyr
5% 3




* PyMOL>cartoon putty
* hide line



* PyMOL>hide line |
+ show line, (1+2 -

polar

* show label, 2
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measuremento e i

« # =% A& &4 measurement mode it
Angles (& &distance, & IR F) 694 X 69 £ £,
it FFanglesst 2 4/, tiFdihedralzt 2 = /4, |

A e — ek )
R R AT EPASATF RN —
set label distance_digits, 2 Ang L e [V —————

; Distances
Delet Angles

Deletinit
Done Fn_ll ar Hr*l chbors
n=sHeavy Neighbors

Nei: ,__}lln N
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X /N

Action—align
-to molecule
Align —enable
this

Match: read scoring matrix.

Match: assigning 287 x 574 pairwise
scores.

MatchAlign: aligning residues (287 vs
574).-.

ExecutiveAlign: 287 atoms aligned.
ExecutiveRMS: 11 atoms rejected
during cycle 1 (RMS=0.48).
ExecutiveRMS: 10 atoms rejected
during cycle 2 (RMS=0.36).
Executive: RMS = 0.325 (266 to 266
atoms)
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v ISR Yw4E 2547 Hrligand. pdbizt
TR, BS LG G5 TR, Rk
AL BRI o B 5 PRAT
5. fEpymold T Hligand.pdb, 7EXJ R ¥ligand)SH ¢ mesh.

6. Xfmesh®&f, w4
set mesh_color, green
7 fEligandiix G iEFEit .
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ﬁﬁ’,ﬁvﬁ—é’]PDB—'f (1faw. u : b1 - /= ) doy
15 AE /& % #F: Map format 4 CCP4. Type7§2mFo DFc, & /zGenerate map,

B TR R I A G RRER, 5B R xﬁ—,gn‘aw map.ccp4

2. & & Apymolit Fpdb x4k, K JEfile-open 1ffaw.map.ccpg . 47 Ao 2
Z1faw.pdbFrifaw.map.ccp4 )z, 4Rk & F1faw.map LA+ 69 Action-mesh-@level
1.0 (2.0, 3.0MR¥% A T4 F ZHTRE) o

3. selectligand, resnlig #&4 F ¥ it & 27 09 £ Bk 69 &5 % (lig A Bk
S, A AlighK AR,

4. isomesh map, 1faw.map, 1.0, ligand, carve=1.6

5. SLEEARG B TEETEZEFE K, #THREEEKRNGEFT XL
PREg T AL R, e

set mesh_radius, 0.01  #set radius to 0.01

color grey3o, map # sets map to 30% gray

bg color white #sets background to white

set ray trace fog, o #turns off raytrace fog—optional
set depth_cue, 0 # turns off depth cueing—optional
set ray shadows, off  #turns off ray-tracing shadows



Plots

EDS Summary ?

00000002

Real-space R—value Z Map status: CCP4 map created on 16-MNov-2013
E?lrr;—fﬁ; cofFiciont ? Resolution from map calculation: 31. 20 - 3,09 A
m 2 Resolution from PDB header: 3.09 &
N R value for map: 0.176
Z=scure H R value (free R) from PDB header: 0.176 (0. 220)
Significant regions ? Completeness of data: 96.5 %
Ramachandran ? Space group: P 1 21 1
Wilson ? Cell dimensions: ==57.55 &, b=30.62 A, =T2.57 &
Padilla—Yeates ? Z];;:zgg gg’ e, T8
Data anisotropy = Munber of reflections: 11543 (11543 in criginal CIF
file)

Download ? Correlation coefficient Fo and Fc : 0. 937
R Yeates (lEl): 0,502
= . Yeates <L72>: 0. 333
o Wilson plot B—factor: 57.4 A2
m[.tar. 2) Bulk-solvent scale factor (k): 0.311 /43

Bulk-solvent B-factor: 20.7 A?
1faw Li.[]kS ? Number of non—hydrogen atoms: 4470 plus 180 hetero atoms

Hean (st. dev.) values for mon-water

EDBe resi dues.
PDBsum

Real —space R-value: 0.185 (0. D62)

Metric Percentile Ranks

Riree I

Clashscore IE—
Ramachandran outliers I
Sidechain outliers I

RSRZ outliers I
Worse
W percentive relative to all X-ray strsctures.

structures

0 PDE entry quality indicators

This image shows how key quality metries for FIB entry Ifan

compare with all other entries in the FIB archive and entries

that sre comparsbls inm rezelutiom.

For more details, check the wwPDE validation repert for this

entry,

Electron—density map generation for 1faw

T~

Nap format : |G v

T]qﬁ,e :| 2mFo-DFc v |

ﬁ’{enerate map

:e: this may take a few seconds, or many minutes, depending on the size of vour map. )
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1. PYMOL A F35+v, LA K5, Iswanglab

2, pymol %ri8 % 'J'? pymol# 77L&
http://blog.csdn.net/rogerzhanglijie/article/details/84729
76

3. pymowiki,
http://www.pymolwiki.org/index.php/Main_Page
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