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Project Goals & Overview

* Provide a more comprehensive understanding
of chemical pollution of Swiss surface waters e

« Compare & exchange data between cantons  eawag
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The Web Platform

Simple web platform of Swiss LC-HRMS surface
water data = el
Uploading and storage NN :
Centralized automatic processing
Target screening

Evaluation and visualization capabilities
Data comparison and exchange
Retrospective screening of new targets
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The Timeline SOFTWARE
2022/10: Planning Start DEVELO PMEN

« 2023/05: Development Start & J
START | GOAL/
. DEADLINE
« 2024/11: | joined l

« 2025/12: Delivery of Production Platform

« 2026-2027: Ongoing Support + Feature Development



The Dev Team

20% Software Engineer: overall project + managing

« 80% Frontend Engineer: frontend + db

« 100% Software Engineer: backend + managing

« Collaboration via gitlab: follow conventional
commits, use of merge requests & CI pipelines

« Two former engineers: turnover means
documentation is very important
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Documentation

» User Wiki & Ul Tooltips

* Developer Wiki

 Code Documentation

Processing and Screening s

Processing & Screening
Uploading and Processing new raw Measurement Data

Click on the "Processing & Screening” tab. In the "My batches table then click on the "Create New Batch’ button,

NTSuisse[il]

A wizard like menu will show up.
Upload your raw measurement files (*raw; * wiff2 & *.wiff.scan) and the meta data file (*.xIsx) via drag and drop into a file browser

dited by Kal Kammer n
NTSuisse Platform Architecture Overview

Introduction

High-Level System Architecture

Infrastructure

User Interface Layer

Frontend Labl

Module for mapping target substances to internal standards.

This can can also be called as a standalone script from the command line.
Call with -h for help.

for mapping target substances to internal standards ba
patterns, retention time, and molecular ma

enviPat for molecular mass calculations and adduct handling.
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NTSuisse Platform Archite...

Introduction

High-Level System Archit...

Component Architecturs

1. Infrastructure Manage...

2. Data Processing Wor

3. Processing Engine Arc..

4. Frontend Architecture
5. Airflow Orchestration
Data Flow Architecture

1. Raw Data Processing P...

2. File System Organizat..
Configuration Management

1. Configuration Hierarchy

2. Dacker Compase Conf...

Security and Access Cont...
Development and Deploy...
Key Integration Points
1. LabKey-Airflow Integra...
2. React-LabKey Integrat...
3. Processing Engine Int...
4. File System Integration




Platform Architecture — Technology NTSuissel.l.l.
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Live Demo

Finger’s crossed it is actually working...

NTSuisse




Platform Architecture — Overview

User Interface Layer

React Frontend

LabKey Legacy UI

Infrastructure

manage_compos e.sh

—>

Docker Compose

———| Docker Engine

LabKey Server

Application Layer
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Airflow Orchestrator

Processing Layer

Apache

Airflow

Custom Processing Engines

Data Layer

LabKey PostgreSQL
PostgreSQL

Airflow PostgreSQL

Shared File System




Sore Point — Configuration

setup_env.env
Host Configuration

NTSuisse

.env
Environment Variables

Constants

ntsuisse.core.config.constants

w:conﬁguration

———

Engine Configuration

LabKey Configuration

w Application Components v

Airflow Configuration

v

Docker Configuration

Runtime Usage v

Processing Engines

Airflow DAGs

v

Shared Tasks




Sore Point — Configuration (docker compose) NTSuisselul.

Compose Files

airflow.docker-compose.yml

/7/ \\.\,

Y Y LahKEY Stack v  J Y Y 'MTHUW Stack L L j
LabKey Server - LabKey PostgreSQL React Frontend ntsuissel network Rirflow Webserver Airflow Scheduler Rirflow Worker Airflow PostgreSqQL Redis airflow network

—
Shared Resgurces
+_

files volume modules volume logs volume
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Main Takeaways
« Test your code
« Or find out late what your last edit did

« Take your time selecting the tech stack
« Otherwise you will spend time removing it later on

« Comment your code and write documentation
« Al tools are useful helpers for that
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