Pymol How-To




Step 1: Find the PDB code

— NCBI Resources [+] HowTo [v]

Protein " Protein e | [ s

Limits  Advanced

Send to:

Display Settings: [+] GenPept

rystal Structure Of Zhui AromataseCYCLASE FROM STREPTOMCYES SP. R1128

Go lo: [+

Locus 3TFZ_A 172 aa linear BCT 14-8SEP-2011

DEFINITION Chain A, Crystal Structure 0f Zhui AromataseCYCLASE FROM
STREPTOMCYES SP. R1128.

ACCESSION 3TFZ_A

VERSION ITFZ A GI:346652061

DESOURCE pdb: molecule 3TFZ, chain 65, release Sep 14, 2011;
deposition: Aug 16, 2011;
class: Biosynthetic Protein;
source: Mol id: 1; Organism scientific: Streptomyces Sp. R1128B;
Organism_ taxid: 140437; Gene: Zhui; Expression_system: Escherichia
Coli; Expression system taxid: 562; Expression system strain:
B121(Deld); Expression_system vector type: Plasmid;
Expression_system plasmid: Pet2B;
Exp. method: X-Ray Diffraction.



Step 2: Launch PyMol

8006 MacPyMOL

This PyMOL Executable Build is available only to PyMOL Power, Casual, and @ m

Developer Users who have a valid license to use this software product. Any

other usage is specifically prohibited and may constitute a violation of
United Statesand.international copyright laws.
‘Be.Stcp .Ph’iy" aﬂ'-MGear
This Executable Build integrates and extends Open-Source PyMOL 1.3, ;
Detected 4 CPU cores. Enabled multithreaded rendering. _
fetch 3TFZ
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Step 2: Launch PyMol

COMPND 2 MOLECULE: CYCLASE; . "

COMPND 3 CHAIN: A, B, C, D, E, F;  Reset X Zoom X Orient X Draw X Ray J
COMPND 4 SYNONYM: R1128 POLYKETIDE AROMATASE/CYCLASE ZHUI;

ObjectMalecule: Read secondary structure assignments. m

ObjectMolecule: Read crystal symmetry information. ‘Bae
Symmetry: Found 4 symmetry operators. &

CmdLoad: PDB-string loaded into object "3tf2°, state 1. _
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Step 3: Use PyMol

Basic commands: A (action), S (show), H (hide),
C (color)

Bottom Right Corner: S (sequence), F (full)

C
P
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PyMOL> _




Step 3: Use PyMol

Useful for your images:
(on commands on right) Action -> Preset -> Publication

EECIEE

Actiont
ZOoom
orient
center
origin

drag matrix
reset matrix

drag coordinates
Freset: clean

zimple

zimple {(no solwvent: IFind

bhall and stick Ialign

b factor putty generate
technical

li o
l%gands ” rename ohject

. delete ohject
pretty fwith solvent:

publication
publication fwith solwvent?

default Istate
i o maszking
Ctrl
Croh ,EEfuence
SnzlClk Imnuement
DblC1lk §
Selectingc?ﬂegﬁﬁ__
State 1 1
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Step 3: Use PyMol

Useful for your images:

(on commands on right) Action -> Preset -> Pretty

Bottom Right Corner: S (sequence), F (full)

PyMOL>_

Mouse Mode 3-Button Yiewing
Buttons L | R Wheel
2 Keyzs Rota Move MovZ Slab
Shft +Box -Box Clip MovS
Ctrl +/- PkAt Pkl MuySZ
CtSh Sele Orig Clip MowZ

SnelClk +/- Cent Menu
DblClk Menu - PkAt
Selecting Residues
State 17 1




Step 3: Use PyMol

Useful for your images:

Sequence shows all amino acids, water molecules, etc.
Can select them from the sequence

Hide command can remove unwanted atoms
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Step 3: Use PyMol

Useful for your images:

Mouze Mode 3-Button YWiewing
Buttons L | R lWheel
2 Keyz Rota Move Mowe Slab

Shft +Box —-Box Clip MowsS
Ctrl +#= PkAt Pkl MuSZ
CtSh Sele Orig Clip Mow?

SnzlClk ++= Cent Menu
DblClk Menu - PkAt

Selecting Fesidues

State 17 1
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Step 3: Use PyMol

Useful for your images:
To show hidden atoms, there are a lot of choices

all

3tfz

fzelel

cartoon

lakel

cell
nonbonded

dots

zspheres
nkb_spheres

mezh
zurface

Inrganic
main chain
Iside chain

Mouze Mode B—Eut,dlSUlFldES
Buttons L 4 E Wheesl
z Feysz Eota Move Moweg Slahk

Shft +Box —-Box Clip MowsS
Ctrl +<= PkAt Pkl MuSE
CtSh Sele Orig Clip Mowd

SnzlClk ++- Cent Menu

Ob1C1E Menu - PkAt

Selecting Residues

State 1/ 1
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Step 3: Use PyMol

Useful for your images:
Can color atoms (so many choices)

all A s[HlL[c)
3tfz A sl [c)

{zelel ‘Enlnr:

|bH element
IbH chain
IbH ==
pectr m
auto
Greens
tv_green
chartreuselgellnws
zplitpea
smudge cyans
palegreen OTEngZes
limegreen Itints
lime ETays
limon

Mouze Mode Z-Button YWiewing
Buttonz L gl B bheel
z Keys Eota Move Movg Slahk

Shft +Box -Box Clip MowsS
Ctrl +7- PkAt Pkl MusSE
CtSh Sele Orig Clip Mowd

ShzlClk +4= LCent Menu

ObIC1E Menu - PkAt

Selecting Fesidues

State 1 1
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Step 3: Use PyMol

Useful for your images:
Can color atoms (so many choices)

all BB
3uez a5 [ L [l
fzelel E|_F

Mouze Mode 2-Button YWiewing
Buttonz L | E  lLlheel
% Keyz Fota Move Mowsd Slahb

Shft +Box -Box Clip MowS
Ctrl +-- PkAt PRl HMuEZ
CtSh Sele Orig Clip Mouwd

SnzlClk +/= Cent Menu
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Selecting Fesidues

State 1 1
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Step 3: Use PyMol

Useful for your images:
Save image

Scene  Mouse Wizard  Help

O Open... %80 MacPyMO

COMPND 2MOLECUL  Save Session

COMPND 4 SYNONY! SE/CYCLASE ZHUI;

COMPND 5 ENGINEE __Save Molecule. .
ObjectMolecule: Read JICT V[ T W0 PNG...

Objociholecle Read " Save Movie As (<Y < Xstop { Play > Y>| { MClear)
Symmetry: Found 4 syn n

CmdLoad: PDB-string | Log

Resume...

Append...

Close Log

Run...

Quit

Reinitialize

Close

i < w > T T



Step 3: Use PyMol

This is not an attractive image in a document




Step 3: Use PyMol

To make a publication quality image:

(Tool Bar) Display -> Opaque Background off
Ray (button on top right corner)

(Tool Bar) File -> Save Image as -> PNG...

8enon . ¥ Sequence On

COMPND 3CHAIN:A, B, C,D,E,F; Sequence Mode »
COMPND 4 SYNONYM: R1128 POLYKETIDE AROMATASE  Sterep On
COMPND 5 ENGINEERED: YES

ObjectMolecule: Read secondary siructure assignments. Stereo 4
ObjectMolecule: Read crystal symmetry information.

Symmetry: Found 4 symmetry operators. Zoom »

CmdLoad: PDB-string loaded into object "3tfz", state 1. Clip »

ScenePNG: wrote 640x434 pixel image to file “Users/stac00 b

Background v Opaque Background
Color Space + Show Alpha Checker
Quality
Grid

White
Light Grey
Orthoscopic View Crey
Show Valences Black
v Smooth Lines
v Depth Cue
Two Sided Lighting
v Specular Reflections
Use Display Lists
Texture Fonts
v Animations

“[Reser Y zoom Y orient Y brav X Ray J

1
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Step 3: Use PyMol

To make a publication quality image:

(Tool Bar) Display -> Opaque Background off
Ray (button on top right corner)
(Tool Bar) File -> Save Image as -> PNG...
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Step 3: Use PyMol
This is better
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Step 3: Use PyMol

Basic commands: A (action), S (show), H (hide),
C (color)

Bottom Right Corner: S (sequence), F (full)

Useful for your images:
(on commands on right) Action -> Preset ->
Publication

(Tool Bar) Display -> Opaque Background off

Ray (button on top right corner)

(Tool Bar) File -> Save Image as -> PNG...



