
This readme file was modified on 2026-06-16 by Lucia Maddalena

GENERAL INFORMATION

Title of Dataset: HTP-AeroChem

Author/Associate or Co-investigator Information
Author/Alternate Contact Information
Name:        Lucia Maddalena
ORCID:       0000-0002-0567-4624
Institution: National Research Council (CNR), Institute for High-Performance Computing and 
Networking (ICAR)
Address:     Via P. Castellino 111, 80131 Napoli, Italy
Email:       lucia.maddalena@cnr.it

Date of data collection: 2025 - 2026 

Geographic location of data collection: Napoli, Italy

Information about funding sources that supported the collection of the data: 

This work has been carried out within the activities of L. Maddalena and M.R. Guarracino as 
members of the ADAPT group at ICAR-CNR, the INdAM Research group GNCS, and the ICAR-CNR INdAM 
Research Unit.  
The work of M.R. Guarracino was conducted within the framework of the Basic Research Program at 
the National Research University Higher School of Economics (HSE).
We would like to thank S. Marra, R. Mattiello, and G. Trerotola for their technical support.
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Data was derived from the sources detailed at the bottom of this document (SOURCES).
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DATA & FILE OVERVIEW

Data is divided into four folders:

1) Folder "AssembledData" includes data coming from the sources listed above, assembled by 
product, where the product can be: 
3R4F:       Conventional cigarette 3R4F
1R6F:       Conventional cigarette 1R6F
1R5F:       Conventional cigarette 1R5F
CC:   	     Commercial tobacco cigarettes
THP1.0-R:   THP1.0 using bright tobacco sticks
THP1.0-M:   THP1.0 using intensely fresh sticks 
THS2.2-R:   THS 2.2 using regular sticks
THS2.2-M:   THS 2.2 using menthol sticks
THS2.2-L:   THS 2.2 using light sticks
THS3.0-R:   THS 3.0 using regular sticks
THS3.0-M:   THS 3.0 using menthol sticks
U_3R4F:     Conventional cigarette 3R4F (untargeted analysis)
U_CC:       Commercial tobacco cigarettes (untargeted analysis)
U_THP1.0-R: THP1.0 using bright tobacco sticks (untargeted analysis)
U_THS2.2-R: THS 2.2 using regular sticks (untargeted analysis) 

For each product, an assembled file in the "Imputation00" subdirectory contains data from all 
considered sources, aligned by compound. For each compound, it provides the name, CAS number, 
unit measure (transformed to micrograms/item for all compounds), and the values (means, standard 
deviation, number of replicates) reported in the related sources.

2) Folder "DataSources" includes forty .xlsx files containing data from the sources listed above 
(generally a literature paper, but also a publicly available webpage), named using the specified 
Acronyms.
Each file has a sheet named "OriginalData" (or a variation of this name, depending on the dataset 
peculiarities), reporting the source table(s) from the related reference and one or more sheets 
for each product the data refers to, named accordingly. For data coming from untargeted analyses, 
the related sheets are named by specifying a "U\_" prefix to the product name.



Each file has a sheet named "OriginalData" (or a variation of this name, depending on the dataset 
peculiarities), reporting the source table(s) from the related reference and one or more sheets 
for each product the data refers to, named accordingly. For data coming from untargeted analyses, 
the related sheets are named by specifying a "U\_" prefix to the product name.

3) Folder "DataByProduct" includes files containing data from the single product sheets of files 
in the folder "DataSources", named accordingly.
The compounds are assigned a unique name and the associated CAS number (if existing).

4) Folder "UseExamples" includes Matlab scripts and auxiliary files provided to assist other 
researchers with the use of the HTP-AeroChem dataset. They are described via four use examples:

Use Example 1: Reproducing the Analysis for the Mean 3R4F Data
Use Example 2: Rebuilding the HTP-AeroChem Dataset
Use Example 3: Building the Assembled Data With Other Imputation Methods
Use Example 4: Adding Data from a New Source File to the "DataByProduct" Directory

METHODOLOGICAL INFORMATION

Description of methods used for collection/generation of data: see [SciData LINK]

Methods for processing the data: see [SciData LINK]

Instrument- or software-specific information needed to interpret the data: The Use Example 
scripts were created using Matlab R2020b.
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