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File Actions Per-Frame Analysis

Bring up script dialog with D

Plavback Define script... %'
. . ayDacK speet asier|
Per-Frame->Define script... ¢

Frame| Tof 600  Step size|1

Hide | @uit | Help |

Choose scripting language

Type in script or read from file Play/record movie

(may want to disable Lopp)

Click Apply/OK (executes for current frame)

X Per-Frame Commands
Interpret script as Chimera commands |

Substitute text|<FRAME= with frame number

®eoe6 X| Per-Fra

Interpret script as Python ~

ommands

Key Value
v Use leading zeroes so all frame numbers are equal length T2 A2 V)T
Commands prefixed with #N: will be executed at frame N
Script

Initialize dictionarymdinfo with] mol  Molecule instance

startFrame starting/ending
endFrame frame number
Script

hbond

from FindHBond import findHBonds

hbonds = findHBonds([mdInfo['mol T} cacheDA=True)
print mdInfo['frame’], len(hbonds)

Insert text file.. | Save to file... |

Insert text file.. | Save to file... |
0K | Apply | Clear | Close | Help |

OK I Apply | Clear | Close [ Help I




Custom MAV Headers

Static Headers

The ability to add pre-computed headers to your alignment is covered
well in the MultAlign Viewer documentation.

Dynamic Headers

Read MAVHeader/ChimeraExtension.py for example header definitions.
You may also want to look through MultAlignViewer/HeaderSequence.py
for useful methods to use/override.

Create a directory containing a ChimeraExtension.py with your header
definitions. Don't put the directory inside the Chimera distribution since it
will be lost if you upgrade Chimera. To get Chimera to use the headers,
add the directory above the directory you created to the Locations list in
the Tools preference category.

Your header class should subclass from DynamicHeaderSequence or
DynamicStructureHeaderSequence (the latter if your header values
depend on what structures are associated with the alignment). You use
the registerHeaderSequence function to notify Multalign Viewer of the
existence of your header class. The defaultOn keyword arg controls
whether the header defaults to being shown initially.

The alignment sequences will be available as self.mav.seqs .

The one method you absolutely must define yourself is evaluate(pos),
which returns the value of the header at alignment position pos (indexing
starts at zero). The value should be whatever is appropriate for the header,
e.g. Conservation Percentage would be a number in the range 0-100.

Two methods that you most likely will want to override are colorFunc(line,
pos) and depictionVal(pos). colorFunc returns the color to use at pos.
The color should be a string that Tk accepts as a color, such as any of the
normal color names in Chimera or an "#rrrgggbbb" string. The line argu-
ment is essentially another copy of self and can be ignored in this context.
The depictionVal method should return a value to use to depict the header
at pos, either a character, a number in the range 0-1, or None. The
histinfinity method can be useful for converting an unbounded range of
numbers to the range 0-1.



