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Suppose you are Enrico Fermi,
and your favorite language is Python...

print 'E=%g f=%g' % (E,f)

Starting that slippery slide into 1/O...
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Tell Rappture about the I/O for your simulator...

import Rappture File: fermi_io.py
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Fix your main program to use Rappture 1/O...

File: fermi.py
import sys
import Rappture

import fermi_io
from fermi_io import *

Rappture.interface(sys.argv, fermi_io) -
A few surgical changes

result.append( [E,f] ) '




nanoHUB.org Rappture in Action
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Now, run your program...

$ python fermi.py --gui

[_JFermi Level Simulator O GUI generated
File | automatically!

@300k~ Fermi-Dirag, IMmport Rappture File: fermi_io.py

| |-5 aeV |

Fermi Level .
(units of potegtial (e¥)) # input parameter for temperature:

T = Rappture.number('inputtemperature’,
label="Ambient Temperature’,
units='K',
min=0, max=1000, default=300)

# input parameter for Fermi level:

Energy (eV)

Ef = Rappture.number('input.Ef,
label="Fermi Level',
units='eV,
default=-5.5)

# table containing output result:

result = Rappture.table('output.result’)
result.column('Energy (eV)',units='eV')
resuttcotunm('Fermi=-Dirac Factor')




nanoHUB.org Other Rappture Applications

online simulations and more

PN Junction Exploratory Tool

A NanoHub - Microsoft Internet Explorer
File Edit ‘“iew Favorites Tools Help

@Back b > | \ﬂ @ ‘,h /f ) Search \;/'K/Favorites ‘Y ::v K'\; W)

Address @ http:/www.nanohub.org/dev/pn_junction_tool.html

nanOHUB online simulations and more

PN Junction Analysis search...

Device: |GaAs/AIGaAs Heterojunction
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Coming Soon: Huckel-1V

Old Version

22 NANOHUB.ORG - Microsoft Internet Explorer

File Edit View Favorites Tools Help

R
Address |@’_’| http:ffwww.nanohub.orgfindex.php?option=com_wrapper&wrap=Huckel-1¥2.0
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Energy Levels of the Neutral Molecule

® Internet
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New Version

| )Molecular Energy Levels
File

Device: lAspirin Energy levels of the isolated molecule in EHT
-9 5 More
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Mumher of valence electrons: 34
Number of basis functions: 60
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