Hmag

Spinsolve ...

Spinsolve Expert

Advanced control of Spinsolve for the expert NMR user

ritek

www.magritek.com

Spinsolve software with pulse programming
capabilities

« Adjust any acquisition or processing parameter

+ Modify and write new pulse sequences

« Create new data processing and control algorithms

« Write scripts to control a series of experiments plus processing
+ Modify the display




The Spinsolve Expert interface is designed to optimize the running and display of experiments.

Experiments are grouped together into projects with all experiments in the current project visible in the user
interface.

Clicking on each experiment will display any previously collected data along with all the parameters used.
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The Spinsolve Expert interface showing a COSY spectrum of Ibuprofen

Pulse programs can be entered along with higher-level experiment control scripts, default parameters and
parameters from the user interface.

The expert user can configure the display interface and post processing controls as well as have detailed
control over the experiment.

New experiments are easily added using the pulse program editor and compiler.



M
Q Pulse program editor and compiler jres2D_pp.mac @Ew

File Edit View Compile Procedures

Help

File: Information

directory

Pulse-program res2D
base name

COutput C:\Program Files (x86]\SpinsobveExpert(7-4piil15]b\Macros\Proton

Compile

Help
Lock made: [7]

Support V3 [V] m

dim = [190,26]

# Pulse sequence

wait (wl)

wait (w2)

# Phase cycle list
phaselList = [1,

Pulse piogiam | Expeiiment cumol| Default parameters | User 'mellu:al Spectrometer ASM lilel

# These parameters will be changed between experiments
variables = ["wl1","w2"]

# & and y spacing between controls

initpp (dir) # Reset internal parameter list
pulse (mode, al,pl,dl)

pulse (mode, a2, p2,d2)
acquire ("overwrice",nl)

1st = endpp(mode) # Return parameter list
3,3,1
0,0,1,1
0,2,0

endproc (1st, tabs, interface, relationships, variables, dim,phaselist) -

# 90 RF pulse

# 90 - 180 delay

# 180 pulse

# 180 - acq delay

# Acquire echo and wait

*V,=Y,~y,+y : 90 phase
4%, +X,+y,+y : 180 phase
-X,4X,-X,+X ! Acquire phase

<

| 3

The pulse program editor and compiler showing the jres2D sequence

Spinsolve Expert Features

Setup and monitoring

« Manual and automatic shimming

+ Automatic lock-find

« Temperature monitor

+ Proton and Lock probe matching check

Data display

« Each experiment has an optimized plot layout
(user controlled)

+ 1D and 2D plots can be displayed together in
the main interface

+ 3D plots can be displayed in separate windows

Experiment control

+ All experiment parameters are visible and can
be modified

« Multiple versions of the same experiment can
be run in the same project

« Experiments can be controlled using
scripting languages like Python etc.

« Includes looping and user defined processing

« Experiments can be batched

. Data is saved to the file system and can be easily
exported

Pulse program generation
« New pulse programs can be written allowing full
control of the spectrometer
« Multi-Dimensional Pulse Sequences can be
developed until 10D

Post processing
Specific post-processing can be defined for each
experiment. Available commands include

« Avariety of predefined and user definable
apodization filters

- Fourier transform

« Manual and automatic phase correction

« Baseline correction

+ Multi-Dimensional Data-Processing until 6D

« 1D and 2D inverse Laplace (a special license is
required for 2D inversion)




SpinSG)lve Expert

Supplied pulse programs

Proton (1H) HFcosy2D-gs 1PulseDispProtonMLEV4
1Pulse Jres2DFluorine 1PulseDispProtonMLEV4_CA
1PulseAmplitudeSweep VAL @il 1PulseDispProtonWALTZ16_CA
1pulseDurationSweep T2CPMGFluorine DeptMLEV4 )
cosy2D-gs
Findfo Phosphorus (31P) BEE:,\QA:\_AEL\S/;CA
jres2D 1PulsePhosphorus DeptWALTZ16_CA
MonitorNoise 1PulsePhosphorusMLEV HetcorMLEVA B
T1R 1PulsePhosphorusWALTZ HetcorWALTZ16 CA
T1RT2 HMBC_Phosphorus HMBC-gs a
T2CPMG T1IR_Phosphorus_WALTZ HMBC-gs-CA
T2CPMG_bulk T2CPMG_Phosphorus_WALTZ HMBC-gs-CA-P
Watergate
? Carbon (13C) MBCs-F
' ) HMQC-gs

Fluorine (19F) 1PulseDispCarbon HMQC-gs-CA
1PulseDispFluorine 1PulseDispCarbonMLEV4 HSQC-gs
1pulseDurationSweepFluorine 1PulseDispCarbonMLEV4_CA HSQC-gs-CA
Fcosy2D-gs 1PulseDispCarbonMLEV4_HF HSQC-gs-F
FHcosy2D-gs 1PulseDispCarbonWALTZ16_CA MonitorNoiseCarbon
Fjres2D 1PulseDispCarbonWALTZ16_HF

Spinsolve Spinselve cwon

'H and "F nuclei

Relaxation time experiments
2D COSY and JRES

Reaction monitoring

All Spinsolve Experiments PLUS

13C capability

Spectral editing with DEPT

2D heteronuclear correlation
experiments HETCOR, HMQC, HMBC
(Phosporus *'P capable system (available)

Contact us now for a quote, to request a demo or to measure your samples

Email:  sales@magritek.com

Website: www.magritek.com/contact-us

GERMANY +49 241 9278 7270 UNITED STATES  +1 855 667 6835
UNITED KINGDOM +44 7468 529 615 NEW ZEALAND +64 4 477 7096

For a complete listing of our global offices and distributors visit: www.magritek.com/about-us/distributors/




