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Background
 TC responsible for Instrument Meta data base

 Provide FAIR instrument meta data 

FAIR meta data (Findable: PIDInst (to be implemented) link to Instrument 

data base; Accessible data via open source DB; Interoperable: Editable by the 

instrument user, API: Machine readable; Reusable: Usable to all data user

What should the DB do?

- Create header for data submission (optional)

- Create landing page for PIDInst

- Track changes in instrumentation

- Basis for Labelling step 1a



ACTRIS CiGas Community workshop 2024, Matera, Italy – November 7, 2024

Labelling Workflow
Step 1a: Instrument requirement compliance

• Replaces xls files 
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Software Architecture

SampleDB

1. PostgreSQL Database for high scaling

2. Templates for creating any kind of 

Objects

(e.g. Instrument; calibration data)

3. Version controlled Objects

4. HTTP API with Token System

Gaphical User Interface

1. Python Webserver 

2. Template Engine Jinja

3. Individual User and Permission 

Management
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SampleDB Login/Welcome Page
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SampleDB Instrument Descriptions
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View
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View
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Permission Management
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Edit Description
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USER Management
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Summary SampleDB

• Traceable metadata

• Machine Readable

• Data units selectable by the user

• Can save almost every file format, including: PDF, PNG

• Login via different Authentication Methods (YubiKey)

• Bot/Token System for Automations

• Export and Import System for Electronic Lab Notebooks (.eln)

• Federation with other SampleDBs (e.g. Simulation Chamber LogBook)

• Comprehensive Documentation (Link)
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Outlook

• Implementation of PIDInst  Instrument DB will be the landing page
• MigraƟon to a public server  
• Meta data downloadable by ACTRIS data users without registration
• Instrument PI can extend ediƟng rights 
• Instrument data management fully in the hand of the NFs 
• Already provided Instrument meta data will be transferred by CiGas

Potential features in future:
Incooperation of calibration data 

 Automatic calculation of sensitivities 
 Sensitivity history plot (QC approach)

Landing page with scripts for API Automations
Log book option
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CiGas data coverage requirements
Labelling step 1b requirement:

• Observational platforms have to provide at least a 75% data 

coverage over a period of 2 years.

• The data have to cover all 4 seasons.
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CiGas gas standard requirements
Labelling step 1a requirement:

NFs have to purchase/use laboratory standards
StabilityCentral Calibration Lab (NMI)Amount 

fraction
Compound cluster

5 yearsNational Physical Laboratory*)4 nmol/molNMHC: 30 component ozone 
precursor mixture in nitrogen

NIST5 nmol/molBiogenic NMHC

2 yearsNational Physical Laboratory*)10 µmol/molNO (NO2 via GPT)

1 yearNational Physical Laboratory1 µmol/molOVOC: 20 component mixture 
for PTR-MS calibration

*) Coordinated purchase leads to discount


