
How the Crick send samples



or how to abuse common lab supplies



Automating NMR software installation 



Homebrew 

• The missing package manager 

for OSX and (linux)

• but now linux ==  windows 

• windows sub system for linux / 

WSL2 a full linux VM inside 

windows with interoperability

• currently I am concentrating on 

OSX but changes should be 

minor for the OSs



KMS - Kent Module System

• or 

1. Kan’t Manage Software

2. Kommon Modules for Spectroscopy

3. Kouldn’t Make Software

4. Kent Midland and Suburban Railway 



Current Modules

• Open source based on GIT written in Ruby!

• Takes care to respect licenses

• 4 components

• update manager (currently gary but to be replace by a 
robot)

• licensing scripts (when required)

• installation scripts including tests

• continuous integrations test (next step)



currently have 10 packages



Simple to use

> setup_kms.sh

> brew tap kms/kms file://<path to git repository>

> brew install xplor —with-config=xplor_garyt.yml

file xplor_garyt.yml

——————————————————————————————————————

xplor_nih:

user_name : . # your username here

password  : . # your password here



Important things

• packages cryptographically checked using SHA256

• packages installed in /usr/local/bin which is on PATH

• no need for root privileges all packages are standalone

• alternative install locations possible



13C incredibly insensitive but so resolved & 

sensitive



Sensitivity

• s/n ~3% of 1H 

• But cryoprobes and even 1.7mm ones

• 5mM quite good enough … lipids / lipidomics in 

CDCl3

• For a typical human cell lipids account for about 40% 

of mass



Helen lipidomics

14:0 PC (DMPC)

1,2-dimyristoyl-sn-glycero-3-phosphocholine

16:0 PC (DPPC)

1,2-dipalmitoyl-sn-

glycero-3-

phosphocholine



13C DMPC vs DPPC



13C DMPC vs DPPC at scale



Advert: we have a research masters available


