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Make Automated NMR Great Again 

Year 1994

Number of instruments in the lab 1

Number of autosamplers 0

Experiments per year  3 500 

Average experiments per year & instrument  3 500 

2004

5

2

 18 500 *

 9 250 * 

2024

6

6

65 276 *

10 879 * 

NOMAD is using IconNMR API 

(external setup) to improve and 

extend its functionality 
external setup

* acquired under automation only

NOMAD is  IconNMR orchestrator 
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digitalisation trend of NMR data handling & information content & value

Next Step in Evolution of NMR data handling  

Publication strings

1H NMR (500 MHz): δ 1.27 (3H, t, J = 7.14 Hz), 3.87 (3H, s), 4.25 (2H, q, J = 7.14 
Hz), 4.67 (2H, s), 6.97 (1H, ddd, J = 8.26, 7.32, 1.65 Hz), 6.83 (1H, dd, J = 7.91, 1.71 
Hz), 6.87 (1H, ddd, J = 9.32, 8.05, 1.74 Hz), 6.90 (1H, dd, J = 8.01, 1.71 Hz). 

1994
Images of 1H and 13C NMR spectra

2004

F.A.I.R NMR data

2024

paper S.I. digital S.I.

Why deposition of digital S.I. is still cumbersome? 
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F.A.I.R NMR data

Established Data Workflow in Multiuser NMR Lab  
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Complete Solution for NMR Laboratory Data Management 
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NMR Lab Management Features

➢ Both users and administrators can see status of automation queues from anywhere

Central dashboard for monitoring and controlling of all IconNMR instances in the lab 
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NMR Lab Management Features

➢ One central database of users for all instruments in the lab that is accessible from any computer

Central dashboard for monitoring and controlling of all IconNMR instances in the lab 
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NMR Lab Management Features

➢ Seamless accounting and usage statistics 

Central dashboard for monitoring and controlling of all IconNMR instances in the lab 
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NMR Lab Management Features

➢ Walk-in automation (IconNMR) 

➢ Smart traffic control for day/night queue scheduling 

Three workflows for onboarding data to the datastore     
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NMR Lab Management Features
Three workflows for onboarding data to the datastore     

➢ Batch/rack submission (teaching labs, temporary offline instruments, SampleJet) 
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NMR Lab Management Features
Three workflows for onboarding data to the datastore     

➢ Uploading of NMR datasets/folders created by means of manual operation 
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Datastore Features 
NMR Data F.A.I.R. from Inception to Publication

NMR experiments

Exp 1 Exp 2 Exp 3 Exp 4 Exp 5 Exp 6 Exp 7 Exp 8 Exp 9

NOMAD datasets

Dataset 1 Dataset 2 Dataset 3 Dataset 4 Dataset 5

Digital S.I. item 
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Datastore Features 
NMR Data F.A.I.R. from Inception to Publication
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Datastore Features 
NMR Data F.A.I.R. from Inception to Publication
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NMR experiments

Exp 1 Exp 2 Exp 3 Exp 4 Exp 5 Exp 6 Exp 7 Exp 8 Exp 9

Dataset 1

NOMAD datasets

Dataset 2 Dataset 3 Dataset 4 Dataset 5

Digital S.I. item 

NOMAD collections 

Collection 1 Collection 1

Digital S.I. 

F.A.I.R data 

Digital Object Identifier (DOI) 
Repository

NOMAD NMR Hub

Future Feature 

Datastore Features 
NMR Data F.A.I.R. from Inception to Publication



https://nomad-nmr.uk

Version  1 

Version  2 

Development: 2012 – 2016   Production: 2013 – May 2021

Development: 2016 – 2019   Production: 2017 –  May 2022

private 
repositories 

AGPL-3.0 license

NOMAD Evolution

Version  3 

In production since May 2021

Lindy Effect 

The future life expectancy of a non-perishable thing is proportional to its current age.

In simpler terms: if a system (like a piece of technology) has been around for a while, it’s likely to stay 
around for a while longer.
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Collaborative and Community Driven Project 

Chemistry

6 instruments ,  350 users 

Chemistry

5 instruments ,  240 users 

Pharmacy

2 instruments ,  85 users 

Chemistry

trial in teaching labs
1 instrument ,  750 users

Prospective funding opportunities  
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Frequently Asked Questions 

1. Do we need to liaise with IT services to install NOMAD server?  

2. What version of IconNMR/TopSpin is required for connecting our instruments to NOMAD server?

3. Does NOMAD work with instruments of other vendors than Bruker? 

4. Is NOMAD restricted for use in academia and non-profit organisations only? 

5. Is it possible to run NOMAD alongside our existing data archiving solution?

6. Is it possible to use NOMAD without submission portal as datastore only solution?

7. Can we trial NOMAD without installing our own server?
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