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Speaker:  S. C. Yen



Download PyMOL: 

http://pymol.sourceforge.net/



Students and Teachers can access free educational-use-only builds

after being approved. 



PyMOL Demo: 

Wizard > Demo > …



1. 開啟檔案

1. Download a PDB file: 1D66

2. Open PyMOL and load 1d66.pdb

1d66.pdb



1. 開啟檔案-指令輸入

fetch 1D66

fetch -下載PDB

並顯示
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Basic control skills
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Mouse Matrix



Show & Hide



不同的表示法

� Using

H > hide everything   

S > show line

C > by ss > Helix Sheet Loop (can change color)

S > show sticks

S > show ribbon

S > show cartoon

� Save each representation in different channels, 

to do this go to…. 

scene > store > [F1-F12] 

(use “PgDn” or “PgUp” to view each 

representation)
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Exercise 1.

• Download 1cmx

• Hide 1cmx atoms

• Show 1cmx in cartoon 

• Show 1cmx color from N-terminal to C-

terminal
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Action preset menus

From From default default to more complexto more complex

1D66 > A > preset > default

This command has a similar effect but is 

not the same as the following cascade: 

hide everything and show lines:

1D66 > H > everything

and

1D66 > S > lines



Action preset menus

Explore the other menus of this series.Explore the other menus of this series.

1D66 > A > preset > simple



Image Resolution

Use Use RayRay

PyMol offers an internal “ray tracer” to 

create stunning rendered images with a 

high visual quality much more

pleasant to the eye and ideal for 

publication.

*Default size is 640 x 480 pixels when PyMol is first opened.



Save Image

� File > Save Image…

� The image will be saved 

as a PNG image on the 

desktop

> png filename.png

� Within the top PyMOL> command line, 

type the following commands:



4. Show Sequence

� Display > Sequence

� will display residue codes, residues, chains, atoms and states



5. 鍵入指令

在下面箭頭箭頭箭頭箭頭的地方鍵入下列的所有指令。

show cartoon, all (將所有的東西以卡通圖的方式呈現)
color orange   (指定卡通圖的顏色是橘色；也可以“color orange, all”來表示)



Table with pre-defined colours



6. 顯示水或非protein和DNA物質

� 可以用下列方式顯示所有水分子。

show spheres, (resn HOH)

color green, (resn HOH)

� 若是直接選hetro-atom，可能會選出其它原子，即紅色部分所示。

show spheres, hetatm

color red, hetatm

color green, (resn HOH) 



7.Pymol align is sequence 

alignment

� Download  1cam & 1cnw
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8. B-factor
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9. 算距離

22



指令縮寫參考:



SurfaceSurface



開啟檔案

� PDB: 1D66。

� 開啟PyMOL軟體，並讀入1D66檔案。

圖形視窗

指令視窗



Surface

Action > Preset > Pretty (調整至適當方向)

1

2

3

PDB: 1D66



Show > surface

Surface



透明的surface

� 利用透明外觀形式來呈現蛋白質的結構。

set surface_color,yellow

set transparency, 0.6

set cartoon_transparency, 0.2



Surface

� 顯示蛋白質表面的電荷: 

set transparency, 0  先取消透明度

Action > generate > vacuum electrostatics > protein contact potential (local)



Surface

� 以較高的品質顯示蛋白質surface: 

type “set surface_quality=2” in command line



Surface

� 旋轉以檢視不同角度:

� 按著”Ctrl”+滑鼠中鍵，就可以在藍白紅的bar上調整正負電的scale



AxPyMOL

� The PyMOL ActiveX controlPyMOL ActiveX control which can be used in 

PowerpointPowerpoint

� Installing AxPyMOL: http://delsci.com/axpymol/

� Usage:

Click here !!
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3
Key in the pathway of 

structure

4
Play the slide




