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    v2.6 features added M
ay, 1997.

M
ouse B

uttons
C

licking 
on 

an 
atom

 
identifies 

that 
atom

 
in 

the
com

m
and w

indow
. M

oving the m
ouse w

hilst holding
m

ouse 
buttons 

and/or 
control 

keys 
m

anipulates 
the

m
olecule. T

he default bindings are described below
.
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G
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om
m
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load [form
at] <

filenam
e>

L
oad a m

olecule
p

d
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B
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rotein D
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d
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M
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im
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M
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m
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T
ripos' S

ybyl M
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alch
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T
ripos' A

lchem
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xyz
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Z
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at

exit
E
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 R

asM
ol S

cript
q

u
it

T
erm

inate pgm
 execution

help [topic [subtopic]]
D

isplay on-line help topic

select <
exp

ression
>

U
pdate part of m

olecule
restrict <

expression>
D

isplay only part of m
ol.

set bondm
ode [m

ode]
C

hange bond selection

script <
filenam

e>
E

xecute file of com
m

ands

zap
D

elete m
olecule

D
isplay C

om
m

ands

w
irefram

e [boolean]
D

isplay w
irefram

e
w

irefram
e <

value>
D

isplay stick bonds

spacefill [boolean]
D

isplay spacefill spheres
spacefill <

value>
S

pecify atom
 sphere radius

sp
acefill tem

p
eratu

re
spacefill user

backbone [boolean]
D

isplay alpha backbone
b

ack
b

on
e <

valu
e>

S
pecify backbone radius

ribbons [boolean]
D

isplay solid ribbons
ribbons <

value>
S

pecify ribbon w
idth

strands [boolean]
D

raw
 ribbon as strands

strands <
value>

S
pecify ribbon w

idth
set strands <

value>
N

um
ber of ribbon strands

label [boolean]
D

raw
 default atom

 labels
label <

string>
L

abel w
ith arbitrary text

set fontsize <
value>

S
et label font height

ssbonds [boolean]
D

isplay disulphide bonds
ssbonds <

value>
S

pecify ssbond radius

set ssbonds backbone
S

S
B

onds betw
een alphas

set ssbonds sidechain
S

S
B

onds betw
een sulphurs

hbonds [boolean]
D

isplay hydrogen bonds
hbonds <

value>
S

pecify hbond radius

set hbonds backbone
H

B
onds betw

een alphas
set hbonds sidechain

H
B

onds donor/acceptor

dots [boolean]
D

isplay dot surface
dots <

value>
S

pecify dot density

set solvent [boolean]
V

D
W

 or solvent surface
set radius <

value>
S

pecify probe sphere rad.

set axes [boolean]
D

isplay co-ordinate axes
set boundbox [boolean]  D

isplay bounding box
set unitcell [boolean]

D
isplay crystal unit cell

set m
onitor on (off)

S
how

 distance m
onitor labels

set backfade on (off)
S

hade to any background color
set display selected

C
urrently selected portion

set picking
S

eries of eight com
m

ands:
  off | ident | distance
  angle | torsion | label
  m

onitor | center

C
olour C

om
m

ands

colour [object] <
colour>

C
olour representation

O
bjects:

atom
s

b
on

d
s

b
ack

b
on

e
rib

b
on

s
lab

els
h

b
on

d
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ssb
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d
s

dots
axes
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b
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rib
b

on
s2

P
redefined C

olours:
b
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e

b
lack
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green
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b

lu
e

m
agen
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oran
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p

u
rp

le
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oran
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w
hite

yellow

A
tom

 C
olour Schem

es:
cp

k
am

in
o

sh
ap

ely
grou

p
ch

ain
stru

ctu
re

tem
p

eratu
re

ch
arge

u
ser

colour hbonds type
C

olour hbonds by offset
colour dots potential

D
isplay potential surface

M
anipulation C

om
m

ands

rotate <
axis>

 [-] <
value>

R
otate m

olecule

translate <
axis>

 [-] <
value>

T
ranslate m

olecule

zoom
 [boolean]

S
cale m

olecule
zoom

 <
value>

S
pecify  m

agnification

slab [boolean]
E

nable/disable slabbing
slab <

value>
M

ove Z
-clipping plane

set slabm
ode <

slabm
ode>

C
ontrol slabbing m

ethod

centre [expression]
S

et centre of rotation

reset
Initial transform

ation

set stereo [boolean]
C

ontrol L
 &

 R
 im

ages

Scripted C
om

m
ands

p
au

se
S

uspend script execution
ech

o
D

isplay text on
  com

m
and line

refresh
R

edraw
 local im

age
set w

rite <
boolean>

S
ave &

 w
rite in scripts



A
tom

 E
xpressions

P
redefined Sets:

alpha
hydrophobic

R
esidue R

anges:
3,16,12
9-20

B
oolean O

perators:
backbone and not alpha
ligand or 196-199

P
rim

itive E
xpressions:

cys, glu, arg, as?
ser70a, **p, glu24:1
hem

*p.fe, *.sg
C

om
parison O

perators:
atom

no=
4,atom

no=
6

tem
perature>

=
900

W
ithin E

xpressions:
w

ithin(8.0,ligand)

P
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h
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alp

h
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am
in

o
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b

ack
b

on
e

b
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b
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d
ed

b
u
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arged
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e
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h
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h
yd

rop
h
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ion
s

large
ligan

d
m

ed
iu

m
n
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n
u
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p
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p

rotein
p

u
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e
p

yrim
id

in
e

selected
sh

eet
sid

ech
ain

sm
all

solvent
su

rface
tu

rn
w

ater (h
oh

)

define <
identifier>

 <
expression>

   U
ser-defined sets

R
endering C

om
m

ands

b
ack

grou
n

d
 <

colou
r>

S
et background colour

set am
bient [value]

D
epth-cueing/lighting

set shadow
s [boolean]

E
nable/disable shadow

s

set specular [boolean]
E

nable atom
 highlights

set specpow
er [value]

C
ontrol atom

 'shininess'

set bonds [boolean]
D

ouble and triple bonds
cartoons [boolean]

M
olS

cript-style display
set cartoons [num

ber]
D

epth of display

trace [boolean]
D

raw
 a sm

ooth C
A

 spline
trace [value]

S
pecify trace w

idth

E
xport C

om
m

ands

w
rite [form

at] <
filenam

e>
   O

utput im
age file

gif
C

om
puS

erve G
IF

 form
at

ps, epsf
E

ncapsulated P
ostS

cript
m

on
op

s
M

onochrom
e P

ostS
cript

vectp
s

'C
artoon' P

ostS
cript

b
m

p
M

icrosoft B
itm

ap form
at

p
ict

A
pple 'P

IC
T

' file
p

p
m

P
ortable P

ixm
ap

su
n

, su
n

rle
S

un R
asterfile

set vectps <
boolean>

E
nable cartoon outlines

w
rite script <

filenam
e>

G
enerate R

asM
ol script

w
rite m

olscript <
filenam

e>
O

utput M
olS

cript script
w

rite kinem
age <

filenam
e>

O
utput K

inem
age file

set kinem
age <

boolean>
S

et M
age file detail

clip
b

oard
C

opy im
age to clipboard

p
rin

t
Im

age to local printer
save <

filenam
e>

S
ave selected atom

s
set transparent <

filenam
e>

O
utput transparent gif

M
isc. C

om
m

ands

stru
ctu

re
D

S
S

P
 secondry structure

connect [boolean]
R

ecalculate connectivity
ren

u
m

b
er

S
equentially num

ber chains

show
 inform

ation
D

isplay m
olecule statistics

show
 sequence

D
isplay m

olecule sequence
show

 sym
m

etry
D

isplay crystal space group

set m
ouse rasm

ol
D

efault m
ouse bindings

set m
ouse quanta

P
olygen's Q

uanta bindings
set m

ouse insight
B

iosym
's Insight II bindings

hetero <
boolean>

E
xcludes H

E
T

A
T

M
s if false

hydrogen <
boolean>

E
xcludes hydrogens if false

hourglass <
boolean>

E
nables "hour glass" cursor

set m
enus <

boolean>
E

nables m
enu buttons/bar

C
om

m
and L

ine E
diting

In addition to the cursor keys, the follow
ing 'em

acs'
control keys m

ay be used to edit the com
m

and line.

C
trl-H

 / C
trl-D

D
elete previous/next character

C
trl-B

 / C
trl-F

M
ovebackw

ard/forw
ard a character

C
trl-A

 / C
trl-E

M
ove to beginning/end of line

C
trl-P

 / C
trl-N

D
isplay previous/next history

C
olour Schem

es
C

P
K

 A
tom

 C
olours

C
arbon

light grey
[200,200,200]

O
xygen

red
[240,0,0]

N
itrogen

light blue
[143,143,255]

H
ydrogen

w
hite*

[255,255,255]
Sulphur

yellow
[255,200,50]

Phosphorous
oran

ge*
[255,165,0]

C
hlorine

green
*

[0,255,0]
S

odium
Iron
C

alcium
, M

etals

b
lu

e*
oran

ge*
dark grey

[0,0,255]
[255,165,0]
[128,128,144]

U
nknow

n
d

eep
 p

in
k

[255,20,147]

A
m

ino A
cid C

olours
A

S
P

, G
L

U
bright red

[230,10,10]
C

Y
S

, M
E

T
yellow

[230,230,0]
L

Y
S, A

R
G

b
lu

e
[20,90,255]

S
E

R
, T

H
R

oran
ge

[250,150,0]
P

H
E

, T
Y

R
m

id
 b

lu
e

[50,50,170]
A

SN
, G

L
N

cyan
[0,220,220]

G
L

Y
light grey

[235,235,235]
L

E
U

, V
A

L
, IL

E
green

[15,130,15]
A

L
A

dark grey
[200,200,200]

T
R

P
p

in
k

[180,90,180]
H

IS
pale blue

[130,130,210]
P

R
O

flesh
[220,150,130]

Secondary Structure C
olours

A
lpha H

elix
m

agen
ta

[240,0,128]
B

eta S
heet

yellow
*

[255,255,0]
T

urns
pale blue

[96,128,255]
O

ther
w

hite*
[255,255,255]

H
ydrogen B

ond T
ype C

olours
O

ffset +
2

w
hite*

[255,255,255]
O

ffset +
3

m
agenta*

[255,0,255]
O

ffset +
4

red
*

[255,0,0]
O

ffset +
5

oran
ge*

[255,165,0]
O

ffset -3
cyan

*
[0,255,255]

O
ffset -4

green
*

[0,255,0]
default

yellow
*

[255,255,0]

*S
am

e as the P
redefined C

olours on the first page.


