PyMOLTa] S S #H <A

BN TiEX
Hin: BEwis. ARG, BB, EIE
H5: G13
2013-1-18



— . PyMOLTf&41

e PyMOLHE A

e PyMOLH4F &

* PyMOLHJ SIS 44
—.. PyMOLIjfE ERERAG
=. PyMOLIIZEAEE(E RECEg;Qiff

* LF_:[L& 1‘/]? fF;‘T% { /|5 skt
° /F%/Q"\il:gclé /ﬁz A PyMOL-generated image on

\ the cover of Nature
Y. PyMOLJ FH SEZ 45







PyMOLHE A

*  PyMOLse /MRS,  HIE FH & B 70 1 = 4ES5H) W oos B

HWarren Lyford DelanoZw’5, JF H.HiDelano Scientific LLCH E &
kAL

* Pymol & FIIKRIE: “Py” Rz AT pythonX Mt HEALE S,

“Mol” & 5T (molecule) W45, RamizBMHHFER
DT EER

*  PyMOLIE FH T EE = in i /e B LER K o 1 (Rl 2 SR

) =S R B2, (EFTT ERRRIR
Sk B R SR s, 47D 52— R T PyMOLK I

o Muk: http://www.pymol.org/



PyMOLH 4 15
>t 4

5 K50 F AT AL A
= E R R R B
2] 1 1] 1
SRS AN 1 SCAE I FAF
SRR S A AT R

® KIS

> Bl

® TR BRI TR
® X AHUNDOIIHE

® IjiENEE

Introduction to PyMOL



PyMOL) AL AT

P

File Edit Buld Movie Display Settng Scene Mouse Wizard Plugin Help Tutorial

I Zoom | Draw I Ray ] Rock
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Den strat =

[Representfti ons
ﬁ"artoon Ribbons

ﬂ arde
[f;gnspargﬁcy .
ﬁ?ag Tracing
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Molscript/R3D Input
End Demonstration

e M
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The Viewer Window

e R T e B e © A Action
— e S:Show
e H: Hide

Names Panel e L Label

Mouse Matrix e C:Color

Frame Indicator

Movie Contro Bone

Command.Line

PyMOL >



ASHLC menu

e Action Show Hide Label

Actions: 0= Shaow Hide:

zoom ines v erything

S... IIc:l!-+ =

. . s | ZpEect

cartoon

++ o+l gukto

+ o+

(W]
x4
. x4
. x4

chain
chain

fides=

compute




The External GUI Window

Standard menu bar
EWMW erh—.bw'

File Edit Buld Movie Display Settng Scene Mopuse Wizard  Flugin

Help  Tutorial
ﬂ Reset | Zoom | Draw | Ray | Fock

vou clicked /1M38//B/LEU 16,/CA Unpick | Deselect Get View
selector: selection "sele™ defined with 8 atoms
You clicked fAM98//B/ALA’ 220,/CA I« | < | Stop | Play | > | bd | MClear
selector: selection "sele™ defined with 13 atoms Command Builder
You clicked /1M38//A/ILE 145 /CA
Selector: selection "sele" defined with 21 atoms
Movie: Risk declined by user

. Mowvie commands ha';fe been deleted A
PyMOL=bg_color black -

File Input
= _ =/
\

Command input field

Output region Buttons

e Hviewer window#H tEEl’Wﬁ
Ctrl-C, and Ctrl-V{#

ﬁ%ﬁi‘i&rl—)ﬁ
. &N Ae

ﬁ—’

L—v
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= EEXT T g
Y RETEHEFS

* Action -> align B iehe

Actions:

* Pymol>align (2xuv and n. CA), (hdea
and n. CA)

v TR

d Wizard-> Pair Fltlng enabled to this

all to this

rename object

B PyMOL Viewer
duplicate object

delete object

N Fie 3 Poairs
Delete Lazt Pair
Redraw .
Clear
Done

hEDmputE
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=l &
v EE% (pk2)

Pymol> distance (selel), (sele2) e

4 %g {pkl.}:

Pymol> angle (selel), (sele2), (sele3) distance [(selel), (sele2)]

v TIHA

Pymol> Dihedral (selel), (sele2), (sele3), (sele4)

\q a , \
EIJZ-tEJIb:/{}rki]J ipkl) L] L (pk3)

angle [(selel), (selel), (selel)]

dihedral [ (selel), (selel2), (seleld), (seled)]
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KSR F LK 2, dssit) 45 BT B 4R 7] T-PDB X thi DSSPRE A,
R

12



> PyMOLRENE S 57 I ST AAR B TR 2

* Crosseye stereo

 Walleye stereo /@ @ @
e Hardware stereo
e Geowall stereo o \CE

Left eye Right eye Left eye image Right eye image
J

* Sidebyside stereo . N

* Quadbuffer stereo a sterco pair
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Geowall stereo

Crosseye stereo

~1AdF 96 BRI 1 a4F e
LHAGKL RVDPYNF KF LHAGKLRVDPYNFKF

Mouse Mode 2-Button Viewing Mouse Mode Z-Button Yiewing

Buttons L 14 E  bWheel Buttons L lul R lheel

z Keys Rota Move Move Slab 2 Keyz Fota Move MovZ Slab

Shft +Box -Box Clip MovsS Shft +Box -Box Clip MowsS

Ctrl +-- PkAEt Pkl HMw5Z Ctrl +/- PkAt Pkl Mu5Z

CtS5h Sele Orig Clip Mowd CtSh Sele Orig Clip Mowe
SrzlClk ++= Cent Menu SnzlClk +4— Cent Menu
DElClk Menu - PkAt ObI1Clk Menuw - PkAt

Selecting Reszidues Selecting Reszidues

1~ 11 Oszec 1+ 11 Bds=zec

¥ ool _
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B R I Th e 7 T EBR R -

> Bidrayfy B Ry “Ray” $4H, TELDGZRIE ERPyMOLIA B EIMR -
N B G EIE R 58 2H FC 1= o2 B B3 1 Pl e
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o  PyMOLEBEWEH] FHVARA IR /R 26 2 T FE 1T S /KSRGS T IER L 154,

Action=t

alyy 0 protein conta
orient 1 ry mates MOTE: Due to short ] truncations. and

lE.II::I-::_ |:|F :E:l:ll'._.'Eth. I =1=1a} ;=': r t.hEe:E:Ee |::|:|r|'|f:lll_1'.|=e|j

] PyMOL Viewer

azzign =ec, =truc,

fHaéQ_e_map.
HdeA_e_pot

PoL_ e i o o e



= 7] 1H| il {F
PyMOLA 5 K 7313l il /F Dy e
> JIANEEME
« States CIRZE) : RETFEXN R (object) H— B [E] 45 E B 2L F5

Scenes (I750) : YscfiftEk (camera) HINIEAE . X RFIE
sME R JBFIa W Cuisibility) « H. ZoaE 84 mmiE 5|

(global frame index)

Frames (WD) : WISRAR R A FH—" M2 /R, 7EPyMOLH,
i IR A (states) T A2 B R4 AT ﬁ‘ﬁﬂﬂfl]ﬁ—fuiﬁﬁ*ﬁ?%ﬁé
£ (UcameralJit¥%s) . MAEIRS(E BRI =5

Frame | Frame 2 @
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> PR e AR LIRS AR Dy Bl ) ) ot it 45 B 45
A R E SCREABE PIRAS SR . BRI UM Rl

1 # — P38 T — AR PR A

X # —PMHTFRANG ‘<7 CETH) J8 e RSB ILZE S IR EL
- # MR REETF S R A8 S IS TS BT 1 T8k
Z&451

mset 1x30  # G — A HIR A5 150 3038 2H 5% 1) 305 1Y /) 1]

mset 1-30  # Q& —/30MWifshE: MIRZES1330, “-7 & “Flake”
A, EHEFTLAH T,

mset 16523 #5MIIRA1, 6,5, 2, 3L

/e AR AREE, IRS1EPIRGEX Oe=1) AR =
(n>=2) ARG, 35 € B, A8 A AFAERPIRES A BRI R,
A E — H R asn .



v’ Mdofir %

Mdotir 4 1] LS — R 4 I PyMOLfT 2 HH 41 21 i -,

“uti!” HIE NP Emdotin B IR 2, “util.mrock” Fl
“util.mroll” . XLEETFELE ALY, (HIFFE I 1E
modules/PyMOL/util.py$ 2

util.mrock start, finish, angle, phase, loop-flag

util.mroll start, finish, loop-flag

O %4

NEAr A —N 30 s, HahiE 180 RE R R H .
Pymol> load test/dat/pept.pdb # N\ 25

Pymol> mset 1 x30 # %€ X )|
Pymol> util.mrock 1,30,180,1,1 # mdofir 261 @ #% 2 +/-180)% 1301 5}
H|

Pymol> mplay

19
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> Ray-tracedz/] ]

PyMOLREW £ RAMH 25 £ —
1) S TS R

RKINE R, RIE e i TiE S

R Z
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Rav-tracedz;

—
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v IGREAT
o —HIE—RIIMIRARAM, XELMi— B A, B EER X MR,
Wik “mclear” fiy4 Bimcleariz 4l il i 2 2217

« Mclear #5122 47

> DRAFBHIE]

v il “mpng” fin4EL “File” SR {RAFS)IH

«  Mpng mov ## H 36 mov0001.png mov0002.png......

v UERRER WO CEIB S, NMITIOGEIEES, KMAIFEEREAT:
 Pymol>setray trace frames,1

 Pymol> set cache frames,0

* Pymol> Mpng mov

* Pymol> mclear
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PyMOLZE A A

PymolIERAFRME, WHE MR, INErh. BBRAHESE. ALl
AR ERIE, AT DL a3 1E .

> ET:'*\‘ */j_:\‘ EI:;'TQ ’ﬁ:‘_“ Move front clipping

plane inward
Expand ‘ Move wedge
wedge inward
Rotate Zoom _
Move back clipping Shift + Mave back clipping

plane outward € Right Click > plane inward

Set Origin
of Rotation

Move wedge Shrink
outward ' wedge

Move front clipping
plane outward

24


http://www.donkeyhome.org/protein/protein-003/pymol_clipping_plane.png

> 7 4 e f

PymoliE X 7 K/NE Y, ARt H T 1EPymolit & R /N5

Pymol ) #r 4 &R & i <08 (keyword) il F—2845 5= (argument) ZH
e, IR

Pymol> keyword argument

HorpoeHER] (keyword) Ulload. zoom. color. setZ55%, J&WMZiHY,
1122 & A A2 AR, B R H a2 quit oA 77 Z M AR =
Pymol> quit
WEEN NRENERE, A IUEMAZER, PymolZEUN— 1 E
all

Pymol & H 75 Bt o 1 75

l@#S% &> ()'"[1{}\|~"<>?/
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Pymol> load name.pdb, name  # # A\ pdb3( 1, FHirs
Pymol> fetch object # BHFMM ETNE, AHINEZ

v OIRSTIF 7 2 APDBICAFE, AREHS K HI/FT IS, m] LUXHE:

Pymol> disable object-name
Pymol> enable object-name

v IR RE 1 H bRl B R

Pymol> delete selection-name
Pymol> delete object-name

=X BTN

Pymol> show representation #UAANIA] 75 =R 7~ 88 H P 454
Pymol> hide representation

Pymol>as representation #AR KA Z/ DMLRIEI, RER—

H.rfrepresentation®] LLN: cartoon, ribbon, dots, spheres, surfacef/l
mesh.



= RIFXT R
1. PRAF SO

« Pymol> log_open script-file-name .pml #iC.3&— N SCA RS, Z A
JG 282 N A pml

« Pymol>log close ##Zibidx

* Pymol> @script-file-name # i F1Z 3CH4

2. IRAFTE

o HPERGUITE I BT AYFile — Save Session, & — 215X Cpse) ,
N IRFT HPymol i B2 0] 2 4 Ff Fr AE IR

> AHERA: AT UARE, 1245 XN VA 18R AS LA AT L0 &
iZ 4T log_opentp 4, m&a1E LA ARLAT G, |6 LA LA AT AR iz
7 (@) , mATTF2 & AN L/ 4FM3GUI T 2 P &9File — Open.

3. BREFEEKA

« Pymol>ray # AL, HEMEEA =48 s M IH 2R
Pymol> png file-name  # B 7 # (R A7 7E PyMOL % 3E BRI 1) S A e v




O

Pymol 1 AR & A LAl id zoom . orient. viewiX = Mg AR il AT
Zoom (ARFE) i AN, R B FEAEARET i U B AR R B #6%
BNELATHIAE, e B, WR AR R R T —/ Nk,
i 2 1B I ALET .

Pymol> zoom selection-expression

Orient fr &< A BN RERIE RS, (EHm RYERKT B, R RY4EEHE H,
B, TEEFAEST:

Pymol> orient selection-expression

View RJ FH A A7 21 AL A

Pymol> view key, action

Horpkey” RARBEIEZS HHTALA € K45, “action” ] LLN: storeE#recall.
A IEfT “action”,  TUERIA Arecall:

Pymol> view v1, store  # 4T PLE # iy 44 vl FEIRAF

Pymol> view v1, recall  # i F{RFFIVLE 7]

Pymol> view v1 # recalli2 BRI FIviewiEA),  fi LAy 247 /2 16 A

28



@%—*iﬁﬁ‘:
Pymol> select selection-name, selection-expression
 selection-nameRZ5 Ik BRI LNV 7, XN FT UL FBEA/a—
Z/7), HF[0—91C L& MRIZ[ AN, [H/& G-
c 1@#SHN&*()""[1{I\ |~ <>?/

* selection-expressionZK/~—Yey I S, EBAITR] B — AN,
—LE A Helix, —L5/ Beta sheet, BEEATHIEEY.

* selection-expression=selector identifier, }:#"selector"s® X | F-KJEE,
I "identifier" W AE 12K & M T 75 ZEA2 e BRI 0
e eg. Pymol> select test, name c+o+n+ca




e.

alt

'\Il,
-

K

iselector

_ Identifier & ] F

chemical-symbol-list
JAIR R TR RS

Pymol> select polar, symbol o+n
atom-name-list

pdb 3 A F I JR 544

Pymol> select carbons, name ca+cb+cg+cd
residue-name-list

AR T

Pymol> select aas, resn asp+glu+asn+gin
residue-identifier-list

pdb 344 H B A ) 9

Pymol> select mults10, resi 1+10+100
residue-identifier-range

Pymol> select nterm, resi 1-10

alternate-conformation-identifier-list

— UL R BIER, R R R A 2R R ) = R
Pymol> select altconf, alt a+b

chain-identifier-list

— i B S R O

Pymol> select firstch, chain a -0



segment—identifier—list
s. B (R4 i hova
Pymol> select ligand, segi lig
flag-nummer
flag f. —ANEH (0 —3 1)
Pymol> select f1, flag 0

type-nummer

nt. — MR
Pymol> select typel, nt. 5
type-string

tt. —Lee Ry (&% 4400 HIBIER

Pymol> select subset, tt. HA+HC
external-index-number

id — AN
Pymol> select idno, id 23
internal-index-number

idx. — NI
Pymol> select intid, index 23
secondary-structure-type

ss AL G 1) H - B

Pymol> select allstrs, ss h+s+|+

31



TR LB P selector
e | mS | ewemwr

comparison-operator b-factor-value
b —ANSH, HREEBb-factor
Pymol> select fuzzy, b > 12
comparison-operator occupancy-value
q — NS, FREE B occupancy
Pymol> select lowcharges, g > 0.5

comparison-operator formal charge-value
formal_charge fc. — N, R L Bformal charge
Pymol> select doubles, fc. = -1

comparison-operator partial charge-value
pc. — AN, FSk I Epartial charge
Pymol> select hicharges, pc. > -1

32



AN

0

=B 1

’_A

i

%ﬂgﬁﬂidentifierﬂﬁselector

gﬁé ﬁu%ﬁpymown*km)?
hone AN
P 4 HT# Pymol N E &=
J7+
Fi DB o 204
HETATME ¢ HH N & 1 i+
y FirB AR5 ] L 3 58 7 B 0

' FH T

Firf B 8 SCARPRIP) I

pr. %

het

o fEIdentifier FH 21 [ R - DL 2 L BL 1) A 44 A0 00 AT DAAE B
[H] ) oA 3k ':I:' R E]: http://www.wwpdb.org/docs.html

33
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fil &2 HEEE T Hselector

PR EA s
Pymol> select sidechains, ! bb
W PEREAEs1 X AEs2 7 [ JR ¥
Pymol> select far_bb, bb & farfrm_ten
WREs1ECE 2 I IR 1 (i e
sl|s2 ) s1 M2 R 1)
Pymol> select all_prot, bb | sidechain
R AN i+, Hidentifiers
(name, resi, resn, chain, segi) EuBAT
slins2 Es2H X B R
Pymol> select same_atom, peptin
prot
R AT v, Hidentifiers
(name, resi) & Ars2 H X B 1 5 -1
Pymol> select similar_atom, pept like
prot

sl & s2

sll.s2

34



Operator MR EHF

PSR ¥, Hvan der Waals2 12 2 />l

s1 gap X s1 gap X s1fJvan der Waals¥- 42 FH ZX

Pymol> select farfrm_ten, resi 10 gap 5

WA TFE R T gl X¥EAE, Fr

s1 around X s1a. X HFERIITA T

Pymol> select near_ten, resi 10 around 5

W USIFEMT R T 0, XA¥EE, AR

s1 expand X sle.X JEEs1Y R 2% i e B B & i B A iR
Pymol> select near_ten_x, nearl0 expand 3
W s2 9L, XN, IS Es1H

sl w. Xofs2 1R+

Pymol> select bbnearten, bb w. 4 of resi 10

LY 2 4= Hiresidue

Pymol> select complete_res, br. bbnear10

fEIEFEY 21 4 object

Pymol> select near_obj, bo. near_res

1B EAE s TR ZE 1Y R+

Pymol> select vicinos, nbr. resi 10

br. sl

byobject s1 bo. sl

neighbor s1 nbr. s1

7k, FIHFE SR U2 EREEEE, WikHEchainb, HAGEH A Kresidue
88:
Pymol> select chain b and (not resi 88)

/Fr ZAZ RS, Pymolfi s At i LR 55 BRI N 2 35



= J<F-cartoon

> cartoon g F5 A UT :

* Pymol> cartoon type, (selection)
> cartoon ) &~ R

« Automatic: FRIARERT7 30

Putty: #%R-factorii.~, {E R KO




Dumbbell Rectangle Arrow

37




> M WE

v SheetZ. 7~

* Pymol> set cartoon_flat_sheets, 1 # 15
*  Pymol> set cartoon_flat_sheets, 0 # 07< 4]
v Loopi®/N

* Pymol> set cartoon_smooth_loops, 1
Pymol> set cartoon_smooth_loops, O

v Helix [ J& BEAN 58 5
* Pymol> set cartoon_oval_width, 0.2
Pymol> set cartoon_oval length, 1.5

v’ sheetH] )5 LRI 5 &

 Pymol> set cartoon_rect_width, 0.5
Pymol> set cartoon_rect_length, 1.5

v' loopff2f-12
* Pymol> set cartoon_loop_radius, 0.2




v’ cartoon .7~ X% Nfancy

« Pymol> set cartoon_fancy helices, 1 # helix /i <=5 H —ME4H T
cylinder
Pymol> set cartoon_fancy_sheets, 1

o UERFREhelixPIEE, TEE, PARIXAcylinderf12EA2 531 &
* Pymol> set cartoon_dumbbell width, 0.1

Pymol> set cartoon_dumbbell_length, 2
Pymol> set cartoon_dumbbell _radius, 0.2

v &

* Pymol> set cartoon_color, green

v Refine

* Pymol> set cartoon_refine, 20

o HBUFBOKBERS, RIIETE H Dy1~20
v WEIEY

* Pymol> set cartoon_transparency, 0.5

o #u]ikyulE N0~



=< T label
> labelPJar 24500 T

* Pymol> label selection, expression

« Selection NCL AT A HIXT 4, expression NIRZEHINZ, Uiname, resn,

resi, chainZ545,

> Labelf|—481% &

v EI:X '?/*j%ﬁ
* Pymol> set label _shadow_mode, 3
«  HJiGfH

.« 0: LI,

1: objectH 5z 3llabel I+, 1H Zlabeld & L#52,
e 2: objectH ¥ Flabel I, labelthH #52,

3: objectIN& 5. Flabel |, label&x 5 H 5



AP

Pymol> set label_color, color-name, selection

SN

Pymol> set label_font_id,5 #pymolN & | 12F1 744k, 25 ~N5—16
FARRN

Pymol> set label_size, -0.5 #1E{E A7 Apx, F{H BN NA

Pymol> set label_size, 4

label/\/ &

Pymol> set label_position, (x,y,z)

41



PyMOLM. FH SE 4]

—V_‘

=~Cartoon N 3% [ \&. 78
1. Load the PDB file
* File -> Open -> 1w2i.pdb

2. Hide everything and then show protein cartoon
*  PyMOL> hide everything, all
 PyMOL> show cartoon, all

3. Color the helix, sheet, and loop
PyMOL> color purple, ss h
 PyMOL> color yellow, ss s

e PyMOL> color green, ss ""
4. Color chain Aand B

e PyMOL> colorred, chain A

e PyMOL> color blue, chain B




5. Create a surface display for chain A

e PyMOL> create obj_a, chain A

e PyMOL> show surface, obj_a

6. Color the active site residue

PyMOL> select active, (resi 14-20,38 and chain A)
PyMOL> color yellow, active

PyMOL> turny, -60; turn x, -20

PyMOL> zoom active

Note: Rotate the molecule to see a hole around the yellow surface. That's
the active site craddle for binding phosphate

7. Locate and display the bound formate ion in the active site.
 PyMOL> select ligand, active around 3.5 and resn FMT

e PyMOL> show sticks, ligand

e PyMOL> show spheres, ligand



 PyMOL> alter ligand, vdw=0.5
* PyMOL> rebuild

* PyMOL> set transparency=0.25
8. Rendering and output

e PyMOL> bg_ color white

* PyMOL> ray

* File -> Save Image

44
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» Display the side-chain of active site residues on top of the
cartoon representation

PyMOL> hide surface

 PyMOL> select sidechain, not (name c+n+0)

*  PyMOL> show sticks, (active and sidechain)

 PyMOL> color blue, name n*

e PyMOL> color red, name o*

* PyMOL> color white, name c*

» Display and measure distances

* Wizard -> Measurement -> Distance

e Use this to measure the distance between the arginine N atoms and the
oxygen atoms of formate ion.



PyMOL> distance resi 20 and name NH2 and chain A, resi 1092 and name
02 and chain A

PyMOL> hide labels
PyMOL> ray

File -> Save Image

46



= B %K
1. Loading PDB file
* File ->Open -> 1w2i.pdb

2. Load the map file

* File ->Open -> 1w2i.map.xplor

* |t takes a while to load the map file.

3. Zoom in the active site

PyMOL> select active, (resi 14-20,38) and chain A
PyMOL> zoom active

PyMOL> hide all

PyMOL> show stick, active

4. Locate and Display the active site water

 PyMOL> select active_water, ( (resi 38 and name ND2 and chain A) around
3.5) and (resn HOH)



* PyMOL>show spheres, active_water

 PyMOL> alter active_water, vdw=0.5

* PyMOL> rebuild

5. Display the electron density around the active site atoms at sigma level=1.0

e PyMOL> isomesh mesh1, 1w2i.map, 1.0, (resi 14-20,38 and chain A),
carve=1.6

e PyMOL>isomesh meshl, 1w2i.map, 1.0, active, carve=1.6
6. Change the color of the map
 PyMOL> color grey, meshl

7. Set the background color

e PyMOL> bg_ color white

8. save the figures in PNG

* Torender a figure with high resolution
 PyMOL> ray 2400,2400

* File -> Save Image

48



. SRR H AR T R

3t

1.0 8 H 2 s ficartoon i Y, 7 AR EEHE B, AREZLf, BhEE

as cartoon;color red, chain A;color blue, chain B

2. ¥ ABEI R TR o ok

create obj_a, chain A

show surface, obj_a

BALEFENAE (HIREE T I IR R BERE
select ligand,resn FMT;color cyan, ligand; show sticks, ligand
show spheres, ligand

A A BRIG BAL KN, R 3 18 W B B R0.25
alter ligand, vdw=0.5

rebuild

set transparency=0.25

SALEFRIEPEN, KL, RS TEAL R BB B B
select active, ligand around 6.5 and chain A;color yellow, active
zoom active

PyMOL> ray

File -> Save Image

A i)k

# 7€ X B

mset 1 x30

# mdofir & B 5 +/-180)% 1) 30Mi 2] [H]

util.mrock start, finish, angle, phase, loop-flag
util.mrock 1,30,180,1,1

mplay

5
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Display the side-chain of active site residues on top of the cartoon representation
PyMOL> hide surface

PyMOL> select sidechain, not (name c+n+o0)

PyMOL> show sticks, (active and sidechain)

PyMOL> color blue, name n*

PyMOL> color red, name o*

PyMOL> color white, name c*

Display and measure distances

Wizard -> Measurement -> Distance

Use this to measure the distance between the arginine N atoms and the oxygen atoms of formate ion.

PyMOL> distance resi 20 and name NH2 and chain A, resi 1092 and name 02 and chain A
PyMOL> hide labels

PyMOL> ray

File -> Save Image

= HTEERE

PyMOL> show spheres, active_water

PyMOL> alter active_water, vdw=0.5

PyMOL> rebuild

5. Display the electron density around the active site atoms at sigma level=1.0
PyMOL> isomesh mesh1, 1w2i.map, 1.0, (resi 14-20,38 and chain A), carve=1.6
PyMOL> isomesh mesh1, 1w2i.map, 1.0, active, carve=1.6

6. Change the color of the map

PyMOL> color grey, mesh1l

7. Set the background color

PyMOL> bg_color white

8. save the figures in PNG

To render a figure with high resolution

PyMOL> ray 2400,2400

File -> Save Image
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