RasMol v2.7.1Quick Reference Card'Copyright Roger Sayle 1992-1999V2.6x1 Mods 'Copyright Arne Mueller1998V2.7.1 'Copyright Herbert J. Bernstein 1998-1999Mouse Buttons

Clicking on an atom identifies that atom in the commandwindow. Moving the mouse whilst holding mouse buttonsand/or control keys manipulates the molecule. The defaultbindings are described below.MacWindowsAction

---LeftRotate X-Y

CommandRightTranslate X-Y

ShiftShift LeftZoom

Shift-CmndShift RightRotate Z

ControlControl LeftZ-Clipping (Slab)

General Commands load [format] <filename>Load a moleculepdbBrookhaven Protein DatabankmdlMolecular Design Limited’s Mol filemol2Tripos’ Sybyl Mol2 file formatalchemyTripos’ Alchemy file formatcharmmCHARMm format card filexyzMSC’s XMOL XYZ file formatmopacJ.P. Stewart’s MOPAC file formatcifIUCr CIF or mmCIF file formatexitExit from RasMol ScriptquitTerminate pgm executionhelp [topic [subtopic]]Display on-line help topicselect <expression>Update part of moleculerestrict <expression>Display only part of mol.set bondmode [mode]Change bond selectionscript <filename>Execute file of commandszapDelete moleculeDisplay Commands wireframe [boolean]Display wireframewireframe <value>Display stick bondsset bondmode allMark all atomsset bondmode noneMark no atomsset bondmode not bondedMark non-bonded atomsspacefill [boolean]Display spacefill spheresspacefill <value>Specify atom sphere radiusspacefill temperaturespacefill userstar ...Display stars for spheresbackbone [boolean]Display alpha backbonebackbone <value>Specify backbone radiusribbons [boolean]Display solid ribbonsribbons <value>Specify ribbon widthstrands [boolean]Draw ribbon as strandsstrands <value>Specify ribbon widthset strands <value>Number of ribbon strandslabel [boolean]Draw default atom labelslabel <string>Label with arbitrary textset fontsize <value> [FS|PS]Set label font heightset fontstroke<value>Set label stroke widthssbonds [boolean]Display disulphide bondsssbonds <value>Specify ssbond radiusset ssbonds backboneSSBonds between alphasset ssbonds sidechainSSBonds between sulphurshbonds [boolean]Display hydrogen bondshbonds <value>Specify hbond radiusset hbonds backboneHBonds between alphasset hbonds sidechainHBonds donor/acceptordots [boolean]Display dot surfacedots <value>Specify dot densityset solvent [boolean]VDW or solvent surfaceset radius <value>Specify probe sphere rad.set axes [boolean]Display co-ordinate axesset boundbox [boolean]Display bounding boxset unitcell [boolean]Display crystal unit cellset monitor [boolean]Show distance monitor labelsset backfade [ boolean]Shade to any background colorset display selectedCurrently selected portionset pickingSeries of nine commands: off | ident | distance angle | torsion | label monitor | center | coordColour Commands colour [object] <colour>Colour representationObjects:atomsbondsbackboneribbonslabelshbondsssbondsdotsaxesribbons1ribbons2Predefined Colours:BlackBlueBlueTintBrownCyanGoldGreyGreenGreenBlueGreenTintHotPinkMagentaOrangePinkPinkTintPurpleRedRedOrangeSeaGreenSkyBlueVioletWhiteYellowYellowTontAtom Colour Schemes:cpkaminoshapelygroupchainstructuretemperaturechargeuseraltmodelcolour hbonds typeColour hbonds by offsetcolour dots potentialDisplay potential surfaceManipulation Commands rotate <axis> [-] <value>Rotate moleculetranslate <axis> [-] <value>Translate moleculezoom [boolean]Scale moleculezoom <value>Specify magnificationslab [boolean]Enable/disable slabbingslab <value>Move Z-clipping planecentre [expression]Set centre of rotationresetInitial transformationset stereo [boolean]Control L&R imagesScripted Commands load [format] inlineLoad molecule from scriptpauseSuspend script executionechoDisplay text on command linerefreshRedraw imageset write [boolean]Save & write in scripts

Atom Expressions

Predefined Sets:alphahydrophobicResidue Ranges:3,16,129-20Boolean Operators:backbone and not alphaligand or 196-199Primitive Expressions:cys, glu, arg, as?ser70a, **p, glu24:1hem*p.fe, *.sgComparison Operators:atomno=4,atomno=6temperature>=900Within Expressions:within(8.0,ligand)Predefined Sets atacidicacyclicaliphaticalphaaminoaromaticbackbonebasicbondedburiedcgchargedcycliccystinehelixheterohydrogenhydrophobicionslargeligandmediumneutralnucleicpolarproteinpurinepyrimidineselectedsheetsidechainsmallsolventsurfaceturnwaterdefine <identifier> <expression>User-defined setsRendering Commands background <colour>Set background colourset ambient [value]Depth-cueing/lightingset shadows [boolean]Enable/disable shadowsset specular [boolean]Enable atom highlightsset specpower [value]Control atom ’shininess’Export Commands write [format] <filename>Output image filegifCompuServe GIF formatirisIRIS RGBps, epsfEncapsulated PostScriptmonopsMonochrome PostScriptvectps’Cartoon’ PostScriptbmpMicrosoft Bitmap formatpictApple ’PICT’ fileppmPortable Pixmapsun, sunrleSun Rasterfileset vectps <boolean>Enable cartoon outlineswrite script <filename>Generate RasMol scriptwrite povray <filename>Generate POVray datawrite vrml<filename>Generate VRMLdatawrite molscript <filename>Output MolScript scriptwrite kinemage <filename>Output Kinemage filesave <filename>Save selected atomsset kinemage <boolean>Set Mage file detailset transparent<boolean>Allow transparent GIFswrite phipsi<filename>Generate phi-psi datawrite RDF<filename>Ramachandran plot datawrite RPP<filename>Ramachandran printerplotMisc. Commands structureDSSP secondry structureconnect [boolean]Recalculate connectivityrenumberSequentially number chainsshow informationDisplay molecule statisticsshow phipsiDisplay trosion anglesshow RPPRamachandran printer plotshow sequenceDisplay molecule sequenceshow symmetryDisplay crystal space groupset mouse rasmolDefault mouse bindingsset mouse quantaPolygen’s Quanta bindingsset mouse insightBiosym’s Insight II bindingsset cisangleCIS angle cutoffCommand Line Editing

In addition to the cursor keys, the following ’emacs’ controlkeys may be used to edit the command line.Ctrl-H / Ctrl-DDelete previous/next characterCtrl-B / Ctrl-FMove b a c k w a r d / f o r w a r d a characterCtrl-A / Ctrl-EMove to beginning/end of lineCtrl-P / Ctrl-NDisplay previous/next historyColour Schemes

CPK Atom ColoursCarbonlight grey[200,200,200]Oxygenred[240,0,0]Nitrogensky blue[143,143,255]Hydrogenwhite[255,255,255]Sulphuryellow[255,200,50]Phosphorousorange[255,165,0]Chlorinegreen[0,255,0]Bromine, Zincbrown[165,42,42]Calciumdark grey[128,128,144]Unknowndeep pink[255,20,147]Amino Acid ColoursASP, GLUbright red[230,10,10]CYS, METyellow[230,230,0]LYS, ARGblue[20,90,255]SER, THRorange[250,150,0]PHE, TYRmid blue[50,50,170]ASN, GLNcyan[0,220,220]GLYlight grey[235,235,235]LEU, VAL, ILEgreen[15,130,15]ALAdark grey[200,200,200]TRPpink[180,90,180]HISpale blue[130,130,210]PROflesh[220,150,130]otherstan[190,160,110]Secondary Structure ColoursAlpha Helixmagenta[240,0,128]Beta Sheetyellow[255,255,0]Turnspale blue[96,128,255]Otherwhite[255,255,255]Hydrogen Bond Type ColoursOffset +2white[255,255,255]Offset +3magenta[255,0,255]Offset +4red[255,0,0]Offset +5orange[255,165,0]Offset -3cyan[0,255,255]Offset -4green[0,255,0]defaultyellow[255,255,0]