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Molecule Viewer (JMV)
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Step 1:  Set graph options

Select y-axis:

Data manipulation:
�Change from initial value
�Running backward difference
�Smoothing: MA window size # samples 
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Project:  Actin, Job:  Equil_app view
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TS BOND ANGLE DIHED IMPRP ELECT VDW BOUNDARY MISC KINETIC T OTAL T EMP

0 133.9623 -1929.36 86.64923.081 -1983.1848 -307.965 0110 24.5562 87.511 92.6792

0 145.4153 -1929.3858 94.05720.6125 -1963.544 -327.3133 0100 17.0008 86.2295 92.2133
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70 16.4619 80.8108 89.7558 22.6956 -1913.4014 -333.8417 0 0 108.1332 -1929.3857 69.9423
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80 16.591 84.2664 90.2361 21.2635 -1924.7481 -336.2416 0 0 119.347 -1929.2858 77.1956

90 17.7302 85.5607 91.9936 20.6645 -1942.5297 -333.3969 0 0 130.6521 -1929.3256 84.5079

100 17.0008 86.2295 92.2133 20.6125 -1963.544 -327.3133 0 0 145.4153 -1929.3858 94.057

110 24.5562 87.511 92.6792 23.081 -1983.1848 -307.965 0 0 133.9623 -1929.36 86.649

60 15.1575 80.9596 90.3743 21.5342 -1897.8004 -332.9857 0 0 93.3124 -1929.4481 60.3559

70 16.4619 80.8108 89.7558 22.6956 -1913.4014 -333.8417 0 0 108.1332 -1929.3857 69.9423
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Small, floating graph view of data

Job:  Equil_applet view

Total Energy

New window appears when click on graph:
•Timestep or time
•For each y (e.g. total energy):

•Moving average
•Min & Max values

•Text for y-value in same color as trace
•Close box, scroll bar included in window

y: -2000, -8000 kcal/mol   x:  3100, 3200 t(ps)
DCD

•Timestep #1000
•Frames recorded 
every 500 steps

View DCD Frame

okay

cancel

Viewer:

�VMD

�JMV

Click on DCD flag to activate dialog box.  Flags 
appear based on frame recording settings.  Shows 
most recent DCD frame, not whole trajectory.



Larger graph view:
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Smoothing:  MA  #Samples:  5

Project:  Actin     Job:  Equi_applet view

Project     Jobs     Axes     Data manipulation

Jobs:
•Lists available jobs, can 
switch jobs

Axes:
•Set x axis min, max*
•Set y axis min, max*
•Show me ___ on x axis*
•Show me ___ on y axis*

Data manipulation
•Change from initial value
•Running backward difference
•Smoothing

Project:
•View main job info page
•Open project summary page

Small view:
•Switches graph back to small 
view

*New java dialog box opened 
for data inputs, adjustments

Menus

Set x-axis

Min:

Max:

Clear          Okay

Sample java dialog box, from 
Axes pull-down menu for Set 
x axis min, max

Fit all x

New window appears when click on graph:
•Timestep or time
•For each y (e.g. total energy):

•Moving average
•Min & Max values

•Text for y-value in same color as trace
•Close box, scroll bar included in window

or

•Timestep #1000
•Frames recorded 
every 500 steps

View DCD Frame

okay

cancel

Viewer:

�VMD

�JMV

DCD

Click on DCD flag to 
activate dialog box.  
Flags appear based on 
frame recording 
settings.


