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1. Jupyter

* |IPython and other kernels
2. nanoHUB new features

e Cell locking, variables inspection, themes, ...
3. Atoms and Molecules

 AtomMan, NGLView, py3DMol, ipyspeck
4. Matlab kernel

* Matlab notebook, load python objects into matlab
5. Data Analysis

 Pandas, ResultsDB, Floatview
6. GUI Development

* ipywidgets, nanohub-uidl
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[2001] UC Berkeley - Fernando Pérez
Python 3.4.3 |Anaconda 2.3.0 (64-bit)| (default, Jun 4 201>, 15:29:08)
I P [y] Type "copyright", "credits" or "license" for more information.

IPython 3.2.0 -- An enhanced Interactive Python.
IPython Anaconda 1is brought to you by Continuum Analytics.
Please check out: http://continuum.io/{hank

? -> Introduction and overview
%quickref -> Quick reference.

help -> Python's own help system.

object? -> Details about 'object', u{<i=Nul=l

'.gﬁM: Mij?\W\ 1]: print("Hello world!")

' N Hello world!
jupyter

how you thought how science

m science would work really works

* image from https://www.scientific.net
naHOHUB https://data.berkeley.edu/news/project-jupyter-celebrates-20-years-fernando-perez-reflects-how-it-started-open-sciences
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https://github.com/jupyter/jupyter/wiki/Jupyter-kernels
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Notebook:
MATLAB 2021a

Python 3 (ipykernel) .
Python 3.7 (MRSICMS)
Python 3.8 (MATERIALS)
Python 3.8 (MXMNET)
Python 3.8 (PSI4)

Python 3.8 (QISKIT)

Jupyter Python 3.8 (TF2.11)

v Python 3.8 (TF2.5)
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Jupyter 70

ﬁnanoHUB EXPLORE PUBLISH COMMUNITY ABOUT SUPPORT

Jupyter Notebook (202105)

Python 3
(ipykernel)

jupyter

nanoHUB

%rznanoHUB

Starts the Jupyter notebook server in your home directory. Launch Tool 505 users, detailed

)
7 Edit Version 2.0 - published on 24 Jan 2023 o
0 questions (Ask a g
0i:10.21981/ 9N34 cite 3

data will be preserved in HOME _ .
Category directory I:> https://nanohub.org/tools/jupyter70
https://nanohub.org/tools/jupyterguide70
Abstract
This is Jupyter Notebook (202105) running in a Debian 10(GLIBC-2.28) based container. The default kernel is Python 3.8

The Jupyter notebook server is started with a file manager pointed to your home directory. This makes all files in your

home directory accessible and available to any notebook you execute.



Jupyter 70 - new features

Python 3

(ipykernel)

jupyter

nanoHUB

nanoHUB

Files

Select items to perform actions on them.

ffnanoue " Jupyter

Running

‘ Finer
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[0 abacus

D Additive3D

O asd

3 bin

[0 caesarCipher
O cellrelaxdft

O CHM37301user
O citrinetools

[0 computedfiles
O crystal_viewer
D crystalviewer
O data

[0 dataexplorerlab
O DEBUG

[0 Desktop

Search Box

Submit a ticket Terminate Session
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Jupyter 70 - new features

Variable inspection

f' Submit a ticket Terminate Session

File Edit View Insert Cell Kernel Navigate Widgets Help @ Trusted | Python 3 (ipykernel) O

2 @ B 4 ¥ PRuin B C W Markdown v | €3  default v XAppmode € & @ % B E © ® A O ¢gitnbdiff i!

Contents < % A

|-1xchi§:m In[1: 1 pip ins art
e
1.3 Third part ange colors .
. In | 9 Code prettifier

Pyt h o n 3 executed in 34ms, finished 11:26:32 2023-02-14
( i pyke rn el ) In [2]: 1 art.tprint("nanoHUB", font="random")

executed in 4ms, finished 11:26:32 2023-02-14
Table of Contents T e

/\/7,%0]| / \/1,%0| / 1/ i
Joms | _sTAon_f )t e B\ Ce” IOCkIng

ﬁnanoHUB : JU pyter Untitled Last Checkpoint: 3 minutes ago (unsaved changes)

In: [ )= 1
In [10]: a =2
upyter "
executed in 3ms, finished 11:27:05 2023-02-14
1 My Code

1.1 First part

This is a code that add two numbers

nanoHUB | —————
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Jupyter 70 - Atoms and Molecules

ffnanohus ' Jupyter

Files Running

O F@al]

Python 3
(ipykernel)

jupyter
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nanOHUB [PhyS|CeII model for COVID19] https: //nanohub org/resources/pc4cowd’|9

D crystalviewer
D data
(O dataexplorerlab

O DEBUG

O O0o0D|0o

- [Two-dimensional Lattice Protein Simulator] https://nanohub.org/tools/latticeprotein
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Jupyter 70 - Matlab

gr'fgnanoHUB : Jjupyter srminate Session
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load New~ £
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O 0 DEBUG S 100 ]
[0 [ Desktop E -150 + = 1
nanOHUB - [Matlab Data Analysis Using Jupyter Notebooks] https://nanohub.org/resources/matlabdata
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Jupyter 70 - Data Analysis
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- [Machine Learning for Materials Science] https://nanohub.org/resources/mseml

- [Citrine Tools for Materials Informatics] https://nanohub.org/resources/citrinetools

ﬁnanoHUB



Jupyter 70 - GUI / ipywidgets / nanohubUIDL

Submit a ticket Terminate Session

B L Piece-Wise Constant Potential Barnieis App g:rﬁ:nanoHUB

Structure

Pyt h o n 3 B Wavefunctions 4 barriers, 7 domains of different lengths and potential heights v
( i pyke rn el ) , 8nm > < 8nm > < 8nm > |2an‘ 4nm 2nrq 4nmI

.A
- [PhysiCell for Kidney FTU] https://nanohub.org/tools/pc4kidneyapp

nanOHUB - [LAMMPS structure generator] https://nanohub.org/tools/struct2lammps
- [Visual representation of a MOSFET] https://nanohub.org/tools/mosfet2sat
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