
NMR Self-Service
User Meeting



- Training of new users every Monday at 9am

- For registration, write an email to jakub.stocek@uochb.cas.cz or call 496

- Maintenance time every Monday 9-11am, Cleaning every Tuesday 9:00-9:30

- Abandoned samples now kept for only 5 weeks

- Samples from the current week are kept in separate holders for Old 400 and 

PRODIGY for user convenience

- All remaining samples from previous week are moved into a beaker with

corresponding date during maintenance time

Overview



- Q: Why is it not possible to measure NOE experiments?

- A: The required time for would be too long for the queue

- Q: Can I get experiments with longer relaxation times?

- A: Yes, they can be made available on special request

- Q: Is there an easy way to find my sample after removal?

- A: Find a way to uniquely mark your tubes or tube caps

(e.g. colored marker)

FAQ



- Q: Can I measure 15N related experiments?

- A: No, they take too long

- Q: What are the instrument specifications and experiment 

parameters?

- A: You can find everything on the IOCB intraweb under

Science/Service Labs/NMR

- Feel free to contact us with any additional questions!

FAQ



New PDF Guide



The updated intraweb page



- Write an email to nmr-400@uochb.cas.cz for 24/7 support

- We have tools for remote access

- A lot of issues can be fixed by us from home

- Who we are:

- Martin Dračínský

- Radek Pohl

- Ondřej Socha

- Jakub Štoček

The NMR Self-Service Team



NMR Self-Service
User Related Issues



- Inappropriate sample volume

- Ideal volume is 600 μl, acceptable levels between 500-800 μl

- Lock/Shimming might be impossible with low volumes

- Increased risk of equipment damage with high volumes

- Too much sample/bad solubility

- Results in bad or useless spectra

- Roughly 10% of samples are cloudy or show significant sedimentation

- Pay attention to solubility and remember that more sample is not always better

- Improper use of the calibration tool

- Always use it and push the tube to the bottom of the tool

Common Issues – Sample Preparation



- Not cleaning the bottom of the tube/rotor with ethanol

- Accumulating contaminants clog the air nozzles responsible for sample rotation

- Risk of probe contamination and damage

- Meaintenance downtime can take up to half a day

- Removing samples prior to measuring without deleting experiments

- Common in cases of unexpected machine downtime

- Detecting 3 missing samples in a row makes the queue stop automatically

Common Issues – Sample Preparation



- Using broken tubes or rotors

- High risk of equipment damage

- Using unusually short tubes

- Causes sample load failure on Old 400

- Dont try to fix broken tubes by making them shorter

- Not all rotors and tubes are created equal, avoid loose fit

Common Issues – Sample Preparation



- Samples are not being picked up

- Over 150 samples per month are abandoned and many more are retrieved late

- Maintenance time takes longer

- Tubes are being left in rotor holders

- High risk of sample damage, spillage and injury

- Users interchange samples between beakers

- Samples are harder to find

- Your samples can be discarded after two weeks if unfortunate

- Keep the self-service lab nice and tidy for other users

Common Issues – Mess in the lab



- Redundant experiments

- Measuring both APT/13C for one sample

- Measuring full sets of 2D experiments for a whole batch of samples

- Very obvious that the user does not know what they are doing

- Doing this gives you no valuable data and makes the queue longer for everyone

- Choose experiments according to what you really need, not „what if“

Common Issues – Experiment Planning



- Restarting automation on your own

- NEVER do this! 

- There often is a broken tube inside of the machine

- IconNMR crashing

- Avoid using special symbols in sample names

- Make sure to backup your data

- Data on the SAMBA disk are automatically deleted after 3 years

- We do not keep a data backup from the 400MHz spectrometers

Common Issues – Software



Discussion


