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Interactive resource

Other

Data collection 1

e Mode of collection: Simulation
 Description of the mode of collection: Data was collected from outputs of atomistic simulations
using python scripts employing the Atomic Simulation Environment (ASE) library.

Responsible department/unit
Chemistry and chemical engineering, Energy and material, Environmental Inorganic Chemistry 2

Contributor(s)

Christine Geers - Chalmers University of Technology, Chemistry and chemical engineering, Energy
and material, Environmental Inorganic Chemistry 2

Itai Panas - Chalmers University of Technology, Chemistry and chemical engineering, Energy and
material, Environmental Inorganic Chemistry 2

Jiaxin Chen - Chalmers University of Technology, Chemistry and chemical engineering, Energy and
material, Environmental Inorganic Chemistry 2

Funding 1

e Funding agency: Swedish Research Council
e Funding agency's reference number: 2023-00209
* Project name on the application: Vates inverkan pa legeringsprestanda: Nar forvanta sig vad

Funding 2

e Funding agency: Swedish Radiation Safety Authority

e Funding agency's reference number: SSM2021-822

e Project name on the application: Atomistisk modellering av nickelbaslegeringars spanningskorrosion
i lattvattenreaktorer

Research area
Materials chemistry (Standard fér svensk indelning av forskningsamnen 2011)

Inorganic chemistry (Standard fér svensk indelning av forskningsamnen 2011)

Theoretical chemistry (Standard fér svensk indelning av forskningsdmnen 2011)

Condensed matter physics (Standard fér svensk indelning av forskningsamnen 2011)

Physical chemistry (Standard for svensk indelning av forskningsamnen 2011)



https://snd.se/en/catalogue/search?language=English
https://snd.se/en/catalogue/search?kindOfDataFormat=Numeric
https://snd.se/en/catalogue/search?kindOfDataFormat=Text
https://snd.se/en/catalogue/search?kindOfDataFormat=Interactive%20resource
https://snd.se/en/catalogue/search?kindOfDataFormat=Other
https://snd.se/en/catalogue/search?subject=Materials%20Chemistry
https://snd.se/en/catalogue/search?subject=Inorganic%20Chemistry
https://snd.se/en/catalogue/search?subject=Theoretical%20Chemistry
https://snd.se/en/catalogue/search?subject=Condensed%20Matter%20Physics
https://snd.se/en/catalogue/search?subject=Physical%20Chemistry

Corrosion engineering (Standard for svensk indelning av forskningsamnen 2011)

Metallurgy and metallic materials (Standard fér svensk indelning av forskningsamnen 2011)

Keywords
Corrosion, Density functional theory, Nickel alloys, Nickel oxides

Accessibility level

Access to data through SND
Data are freely accessible

Use of data
Things to consider when using data shared through SND

License
Public Domain Mark 1.0

Versions
Version 1. 2024-04-03

Download metadata
DataCite

DDI 2.5

DDI 3.3

DCAT-AP-SE 2.0
JSON-LD

PDF

Citation (CSL)

File overview (CSV)

Published: 2024-04-03


https://snd.se/en/catalogue/search?subject=Corrosion%20Engineering
https://snd.se/en/catalogue/search?subject=Metallurgy%20and%20Metallic%20Materials
https://snd.se/en/catalogue/search?keyword=p13619
https://snd.se/en/catalogue/search?keyword=64794
https://snd.se/en/catalogue/search?keyword=48089
https://snd.se/en/catalogue/search?keyword=48097
https://snd.se/en/search-and-order-data/using-data
https://creativecommons.org/publicdomain/mark/1.0/
https://snd.se/en/catalogue/dataset/2024-41/1/export/datacite
https://snd.se/en/catalogue/dataset/2024-41/1/export/ddi25
https://snd.se/en/catalogue/dataset/2024-41/1/export/ddi33
https://snd.se/en/catalogue/dataset/2024-41/1/export/dcat-ap-se
https://snd.se/en/catalogue/dataset/2024-41/1/export/json-ld
https://snd.se/en/catalogue/dataset/2024-41/1/export/pdf
https://snd.se/en/catalogue/dataset/2024-41/1/export/csl
https://snd.se/en/catalogue/dataset/2024-41/1/export/csv

