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RDKit

IPython oy mno7 -
(IPython Shell and
Jupyter Notebook,
IPython Magic
Commands, Input
and Output, Shell
Commands, Errors
and Debugging,
Profiling and
Timing code)

oy M7 -
PyCHARM
NumPy (The 2

ndarray object,

Universal
Functions,
Aggregations,
Working with data

files/bases)




NumPy
(Vectorization and
Broadcasting,
Comparisons,
masks, and Boolean
Logic, Fancy
indexing, NumPy in

chemistry)

Pandas (Tabular
datasets, The Series
and DataFrame
objects, Operating
on data, Handling
Missing Data,
Aggregation and
Grouping,
Combining
Datasets, Pivot
tables, Pandas in

chemistry)

MatPlotLib (Line
Plots, Scatter Plots,
Density and
Contour Plots,
Histograms and
Binning, Figures
and Subplots,
Colors, Markers,
and Line Styles,
Text and
Annotation, 3D
Plots, MatPlotLib in

chemistry),




PlotLy, Dash

Basic statistics with
SciPy/NumPy
(Histograms, mean,
median, variance,
covariance,
correlation, physical
distributions,
probability density
function,
cumulative
distribution
functions,

regression)

Basic machine
learning with
Scikit-learn
(supervised: k-
Nearest Neighbors,
decision trees,

random forest)

Basic machine
learning with
Scikit-learn
(unsupervised:
dendrograms, k-

means clustering)

Basic machine
learning with
Scikit-learn
(Principal
Components

Analysis, t-




distributed
Stochastic Neighbor
Embedding)

Cheminformatics 10
using RDKit 1
(molecular
representations,
1D/2D,3D
descriptions of

molecules)

Cheminformatics 11
using RDKit 2
(molecular
descriptors and ML
techniques)

Materials 12
Informatics with

MatMiner 1

Informatics with 13
MatMiner 2
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Data Processing, Analysis and Visualization in Chemistry



