
New version 5.0
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JASON 5.0







Our molecule engine got a boost: now you can
add/remove explicit hydrogens, convert flat 2D
molecules to 3D, create molecules from SMILES and
InChI representations, load ChemDraw files and more.

We continue to work on arrayed spectra and improved
conversion of a series of 1D spectra to a pseudo-2D
dataset. Now users can explicitly specify the array type
associated with the pseudo-2D dataset. With this
functionality it’s possible to apply JASON’s sophisticated
pseudo-2D analysis tools for more datasets, including
reaction monitoring and some data formats where
pseudo-2D is not supported.

We improved and introduced more state-of-the-art
NMR processing functionality. 2D covariance, for
example, helps to extract chemical information from 2D
NMR spectra.









SMILEQ has got a frequently requested
feature: now it’s possible to analyze spectra of
chemical mixtures using the same intuitive
qNMR tools in SMILEQ.

More functionality was introduced to support
the fast-growing applications of JASON
automation with BeautifulJASON and beyond.

GUI and innovative canvas got further
improvements that makes it even more user-
friendly!

As always, we made a few “under the bonnet”
improvements for usability and performance
and destroyed a few nasty bugs.

See what  JASON version 5.0 can do for you.

 NMR:

 NMR Processing:

 NMR Assignment:

 File Import:

 SMILEQ:

 MAGRES:

 Molecules:

 Canvas and GUI:





Significantly improved conversion of a series of 1D spectra to a pseudo-2D dataset. Now

users can explicitly specify the array type associated with the pseudo-2D dataset.

Improved solvent simulation lineshape

 A new processing function to do 2D direct or indirect covariance













A new processing to handle DC for FIDs. That improved the central-frequency artifact

handling on some old datasets.

A new parameter to phase processing to make it reset all other parameter values from

“raw data” import procedure. That improves practical use of saved processing templates

with rules

New domain type for NUS which makes the NUS data representation and processing

more straightforward.

Apodization and zerofill can be applied in any order, not enforcing their default priority

Pure shift data processing with Flatten function extended to support semi-real-time

experiments

JEOL Delta processing list can be imported using CLI

 

 Selecting an atom in a structure shows prediction in a 2D

 New sections for Bruker dataset information in Parameters. It opens a way to create

more informative spectrum titles.

 Analysis of Mixtures

 Now crystal structures are loaded with automatic detection of correct bonds type (single,

double, etc.)

 We have integrated RDKit libraries to JASON.

 3D viewer converts flat 2D molecules from JASON drawing to realistic 3D molecules.

 Molecules can be created from SMILES,SMARTS and InChI strings.







You can copy molecules from external chemical drawing tools and paste them to JASON

It’s possible to add/remove explicit hydrogens from structures

ChemDraw CDXML files can be loaded to JASON.

Ver en

Viewing a 2D structure in 3D in JASON
Compartir

Ver en

Opening SMILES and InChI strings in JASON
Compartir















It’s possible to insert an empty row of pages on the canvas

Improved table placement next to the spectrum (e.g., when peak, integrals tables are

created).

The context toolbar can be completely deactivated.

Tilted “trace stack view”: reset and zoom are improved significantly

Further small improvement in drawing quality of 1D spectra

More intuitive “Edit Links” functionality. We streamlined what happens with links of

complex linked networks in a few tricky cases

Pasting text to JASON creates a text item on the canvas

We also performance-tuned our software and fixed a few bugs.

TRY IT NOW!
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New version: JASON 6.0

About us | 







A new machine-learning based pick picking
engine for 1D NMR spectra is available in the
algorithm options

The MAGRES plugin is updated to version 3.1
bringing improved user control for building the
molecular crystal and finding accurate bonds

EDS and MS users can now use layout rules
which complements the introduction of new
tables; Peak Tables for EDS and MS and Centroid
Tables for MS







It is now possible to exclude points
from the fitting analysis

Swap Item Position functionality has
been introduced to allow you to swap
the position of two items on the canvas

A new curved annotation has been
added to the annotation options

See how JASON version 6.0 can help you.

 NMR Analysis:

 SMILEQ and qNMR: 

 AffinityScreen

 MAGRES is updated to 3.1: 

 SolidSpin:

 MS and EDS data:

 NMR file formats support:

 Fitting Tools:

 User Programming:

 User experience and GUI enhancements:





A machine-learning based engine now powers a new peak-picking

algorithm for 1D NMR spectra

We’ve also improved classical 1D peak picking, so fewer peaks are missed.







External standard SMILEQ can be run via command line, this extends the

large-scale automation capabilities of SMILEQ

There are also several improvements to the SMILEQ Reference Integral.

Highlight the references that are not present in the Reference Editor. The

reference integral’s number of nuclei is correctly displayed. Existing integrals

can be used for the Reference with the “use existing integral” option

Quantitative analysis templates now include PULCON preferences

 We have further improved the user interface, thank you to the beta-testers

for their feedback

 The options of building molecular crystals and finding accurate bonds from

MAGRES structures are separated to user-accessible commands. These are

available on the Molecular Tools panel, instead of being applied automatically

during the MAGRES import. This gives more flexibility and control over to the

user

 A SIMPSON script is added which simulates two independent quadrupolar

sites with variable intensities.

 Peak Tables can be created from EDS and MS data. Centroid Table can be

created from MS data as well

 Layout Rules are now supported for MS and EDS data and can be applied

automatically while loading the data

 





Support for 1D and 2D NMRPipe file formats

Improved support for SPINit data, offering better handling of 2D and

pseudo-2D formats, such as relaxation measurements

 Sometimes it is necessary to exclude points from a fitting analysis. This is

now possible by clicking (toggling) the points in the Fitting dialog chart. It

is possible to interactively zoom on charts (similar to spectrum zooming)

this makes clicking on individual points to exclude them much easier

Ver en

JEOL JASON exclude points from 8tting
Compartir







Users can implement a function for External Command processing steps that

reports what changes were applied on the NMR spectrum to other

processing commands. This enables External Command processing steps to

be better integrated into the processing chain

MOL-file representations of molecular structures are available in JJH5 files

(read-only)

A new, compact, format is available for NMR processing lists







We have simplified canvas browsing when scrolling using, for example, the

mouse wheel. Now, scrolling to change the spectrum zoom will not apply if

no spectrum is selected, even if the mouse is hovering over the spectrum.

This reduces unintentional modifications when navigating the canvas

We’ve made some improvements to the titles of stacked spectra. These

changes enable the use of symbols (such as Greek characters) and allow

independent control of the text formatting

To speed up re-organization of your canvas, you can now “Swap Item

Positions” of two items on the canvas





The JASON File Browser file order matches Windows File Explorer and macOS

Finder order, helping you keep track of your files

We’ve added to our family of annotations, the new simple curved

annotation adds to the rectangle, text, straight line, triangle and ellipse

that are currently available.

Ver en

JEOL JASON Swap item position on canvas
Compartir

We also performance-tuned our software and fixed a few bugs.

TRY IT NOW!
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New version 5.0

About us | 

JASON 5.0







Our molecule engine got a boost: now you can
add/remove explicit hydrogens, convert flat 2D
molecules to 3D, create molecules from SMILES and
InChI representations, load ChemDraw files and more.

We continue to work on arrayed spectra and improved
conversion of a series of 1D spectra to a pseudo-2D
dataset. Now users can explicitly specify the array type
associated with the pseudo-2D dataset. With this
functionality it’s possible to apply JASON’s sophisticated
pseudo-2D analysis tools for more datasets, including
reaction monitoring and some data formats where
pseudo-2D is not supported.

We improved and introduced more state-of-the-art
NMR processing functionality. 2D covariance, for
example, helps to extract chemical information from 2D
NMR spectra.









SMILEQ has got a frequently requested
feature: now it’s possible to analyze spectra of
chemical mixtures using the same intuitive
qNMR tools in SMILEQ.

More functionality was introduced to support
the fast-growing applications of JASON
automation with BeautifulJASON and beyond.

GUI and innovative canvas got further
improvements that makes it even more user-
friendly!

As always, we made a few “under the bonnet”
improvements for usability and performance
and destroyed a few nasty bugs.

See what  JASON version 5.0 can do for you.

 NMR:

 NMR Processing:

 NMR Assignment:

 File Import:

 SMILEQ:

 MAGRES:

 Molecules:

 Canvas and GUI:





Significantly improved conversion of a series of 1D spectra to a pseudo-2D dataset. Now

users can explicitly specify the array type associated with the pseudo-2D dataset.

Improved solvent simulation lineshape

 A new processing function to do 2D direct or indirect covariance













A new processing to handle DC for FIDs. That improved the central-frequency artifact

handling on some old datasets.

A new parameter to phase processing to make it reset all other parameter values from

“raw data” import procedure. That improves practical use of saved processing templates

with rules

New domain type for NUS which makes the NUS data representation and processing

more straightforward.

Apodization and zerofill can be applied in any order, not enforcing their default priority

Pure shift data processing with Flatten function extended to support semi-real-time

experiments

JEOL Delta processing list can be imported using CLI

 

 Selecting an atom in a structure shows prediction in a 2D

 New sections for Bruker dataset information in Parameters. It opens a way to create

more informative spectrum titles.

 Analysis of Mixtures

 Now crystal structures are loaded with automatic detection of correct bonds type (single,

double, etc.)

 We have integrated RDKit libraries to JASON.

 3D viewer converts flat 2D molecules from JASON drawing to realistic 3D molecules.

 Molecules can be created from SMILES,SMARTS and InChI strings.







You can copy molecules from external chemical drawing tools and paste them to JASON

It’s possible to add/remove explicit hydrogens from structures

ChemDraw CDXML files can be loaded to JASON.

Ver en

Viewing a 2D structure in 3D in JASON
Compartir

Ver en

Opening SMILES and InChI strings in JASON
Compartir















It’s possible to insert an empty row of pages on the canvas

Improved table placement next to the spectrum (e.g., when peak, integrals tables are

created).

The context toolbar can be completely deactivated.

Tilted “trace stack view”: reset and zoom are improved significantly

Further small improvement in drawing quality of 1D spectra

More intuitive “Edit Links” functionality. We streamlined what happens with links of

complex linked networks in a few tricky cases

Pasting text to JASON creates a text item on the canvas

We also performance-tuned our software and fixed a few bugs.

TRY IT NOW!
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New version: JASON 5.3

About us | 







Expanded functionality for 3D spectra and beyond

Additional statistical parameters in the Fit dialog

New plugin: AffinityScreen for 1D fragment-based ligand
screening







Further improvements for NMR assignment

Independent dark/light mode settings for JASON

Accelerated qNMR analysis with SMILEQ

See how JASON version 5.3 can help you.

 Analysis and statistical tools:

 3D and beyond:

 New plugin: AffinityScreen

 User experience and GUI enhancements:

 NMR Assignment:

 SMILEQ and qNMR: 

 Automation:

 Additional statistical parameters in the Fit dialog. The results of fitting now include the

correlation coefficient R2 and root mean standard error (RMSE) of the fit.

 We’ve added to our peak fitting routines, introducing a fitting routine which fits heavily

overlapped peaks more accurately, if you can be patient. Try this new, highly accurate routine by

using the settings parameter “Max. peaks for fine refinement”. The familiar fast fitting routine for

peaks in complex 1D NMR spectra, that has been in use since the early days of JASON, remains

available.





Transpose processing now allows any two dimensions of a 3D spectrum to be transposed.

Sum traces processing function is now available for 3D spectra.









Introducing AffinityScreen, a plugin for 1D fragment-based ligand screening (FBLS)

After extensive development we are excited to launch AffinityScreen for beta testing. It simplifies

complex 1D analysis and provides unmatched flexibility.

Our development process is driven by your feedback, so we are first opening the plugin for beta-

testing with real-world workflows. If you want to join the A-team of beta-testers, please get in

touch!

Commercial release coming soon!

 Do you prefer a different theme (dark or light) in JASON than the OS settings dictates? Now

you can set the JASON theme separately.

 We have reworked our Print dialog to make it faster and easier to use. Are you often printing

only part of your canvas? Now selecting those items and using a new keyboard shortcut,

Ctrl+Shift+P (cmd+shift+P on macOS) will make it much faster.







File Browser now shows titles of NMR spectra in addition to the file name, for the most

common NMR data formats.

Files and folders in File Browser are now displayed in natural order, helping you keep track of

files/folders that include numbers. For example, the File Browser will display “1, 2, 11, 12, 13”

instead of the alphabetic order of “1, 11, 12, 13, 2”.

We have further improved on the copying of JASON objects (spectra, molecules, tables…) to/from

external applications, like MS Office.

Ver en

JEOL JASON Ctrl Shift P
Compartir

 

 Improved display of NMR correlations on chemical structures.

Ver en

JEOL JASON 5.3 2D correlations on structure
Compartir

 For our users who work with quantitative NMR data, we’ve further accelerated SMILEQ, our

qNMR plugin.

 JASON can run faster in headless mode using an “offscreen” graphics engine.

We also performance-tuned our software and fixed a few bugs.

TRY IT NOW!
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Watch this video on YouTube

New version: JASON 6.0

About us | 







A new machine-learning based pick picking
engine for 1D NMR spectra is available in the
algorithm options

The MAGRES plugin is updated to version 3.1
bringing improved user control for building the
molecular crystal and finding accurate bonds

EDS and MS users can now use layout rules
which complements the introduction of new
tables; Peak Tables for EDS and MS and Centroid
Tables for MS







It is now possible to exclude points
from the fitting analysis

Swap Item Position functionality has
been introduced to allow you to swap
the position of two items on the canvas

A new curved annotation has been
added to the annotation options

See how JASON version 6.0 can help you.

 NMR Analysis:

 SMILEQ and qNMR: 

 AffinityScreen

 MAGRES is updated to 3.1: 

 SolidSpin:

 MS and EDS data:

 NMR file formats support:

 Fitting Tools:

 User Programming:

 User experience and GUI enhancements:





A machine-learning based engine now powers a new peak-picking

algorithm for 1D NMR spectra

We’ve also improved classical 1D peak picking, so fewer peaks are missed.







External standard SMILEQ can be run via command line, this extends the

large-scale automation capabilities of SMILEQ

There are also several improvements to the SMILEQ Reference Integral.

Highlight the references that are not present in the Reference Editor. The

reference integral’s number of nuclei is correctly displayed. Existing integrals

can be used for the Reference with the “use existing integral” option

Quantitative analysis templates now include PULCON preferences

 We have further improved the user interface, thank you to the beta-testers

for their feedback

 The options of building molecular crystals and finding accurate bonds from

MAGRES structures are separated to user-accessible commands. These are

available on the Molecular Tools panel, instead of being applied automatically

during the MAGRES import. This gives more flexibility and control over to the

user

 A SIMPSON script is added which simulates two independent quadrupolar

sites with variable intensities.

 Peak Tables can be created from EDS and MS data. Centroid Table can be

created from MS data as well

 Layout Rules are now supported for MS and EDS data and can be applied

automatically while loading the data

 





Support for 1D and 2D NMRPipe file formats

Improved support for SPINit data, offering better handling of 2D and

pseudo-2D formats, such as relaxation measurements

 Sometimes it is necessary to exclude points from a fitting analysis. This is

now possible by clicking (toggling) the points in the Fitting dialog chart. It

is possible to interactively zoom on charts (similar to spectrum zooming)

this makes clicking on individual points to exclude them much easier

Ver en

JEOL JASON exclude points from 8tting
Compartir







Users can implement a function for External Command processing steps that

reports what changes were applied on the NMR spectrum to other

processing commands. This enables External Command processing steps to

be better integrated into the processing chain

MOL-file representations of molecular structures are available in JJH5 files

(read-only)

A new, compact, format is available for NMR processing lists







We have simplified canvas browsing when scrolling using, for example, the

mouse wheel. Now, scrolling to change the spectrum zoom will not apply if

no spectrum is selected, even if the mouse is hovering over the spectrum.

This reduces unintentional modifications when navigating the canvas

We’ve made some improvements to the titles of stacked spectra. These

changes enable the use of symbols (such as Greek characters) and allow

independent control of the text formatting

To speed up re-organization of your canvas, you can now “Swap Item

Positions” of two items on the canvas





The JASON File Browser file order matches Windows File Explorer and macOS

Finder order, helping you keep track of your files

We’ve added to our family of annotations, the new simple curved

annotation adds to the rectangle, text, straight line, triangle and ellipse

that are currently available.

Ver en

JEOL JASON Swap item position on canvas
Compartir

We also performance-tuned our software and fixed a few bugs.

TRY IT NOW!
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New version: JASON 6.0

About us | 







A new machine-learning based pick picking
engine for 1D NMR spectra is available in the
algorithm options

The MAGRES plugin is updated to version 3.1
bringing improved user control for building the
molecular crystal and finding accurate bonds

EDS and MS users can now use layout rules
which complements the introduction of new
tables; Peak Tables for EDS and MS and Centroid
Tables for MS







It is now possible to exclude points
from the fitting analysis

Swap Item Position functionality has
been introduced to allow you to swap
the position of two items on the canvas

A new curved annotation has been
added to the annotation options

See how JASON version 6.0 can help you.

 NMR Analysis:

 SMILEQ and qNMR: 

 AffinityScreen

 MAGRES is updated to 3.1: 

 SolidSpin:

 MS and EDS data:

 NMR file formats support:

 Fitting Tools:

 User Programming:

 User experience and GUI enhancements:





A machine-learning based engine now powers a new peak-picking

algorithm for 1D NMR spectra

We’ve also improved classical 1D peak picking, so fewer peaks are missed.







External standard SMILEQ can be run via command line, this extends the

large-scale automation capabilities of SMILEQ

There are also several improvements to the SMILEQ Reference Integral.

Highlight the references that are not present in the Reference Editor. The

reference integral’s number of nuclei is correctly displayed. Existing integrals

can be used for the Reference with the “use existing integral” option

Quantitative analysis templates now include PULCON preferences

 We have further improved the user interface, thank you to the beta-testers

for their feedback

 The options of building molecular crystals and finding accurate bonds from

MAGRES structures are separated to user-accessible commands. These are

available on the Molecular Tools panel, instead of being applied automatically

during the MAGRES import. This gives more flexibility and control over to the

user

 A SIMPSON script is added which simulates two independent quadrupolar

sites with variable intensities.

 Peak Tables can be created from EDS and MS data. Centroid Table can be

created from MS data as well

 Layout Rules are now supported for MS and EDS data and can be applied

automatically while loading the data

 





Support for 1D and 2D NMRPipe file formats

Improved support for SPINit data, offering better handling of 2D and

pseudo-2D formats, such as relaxation measurements

 Sometimes it is necessary to exclude points from a fitting analysis. This is

now possible by clicking (toggling) the points in the Fitting dialog chart. It

is possible to interactively zoom on charts (similar to spectrum zooming)

this makes clicking on individual points to exclude them much easier

Ver en

JEOL JASON exclude points from 8tting
Compartir







Users can implement a function for External Command processing steps that

reports what changes were applied on the NMR spectrum to other

processing commands. This enables External Command processing steps to

be better integrated into the processing chain

MOL-file representations of molecular structures are available in JJH5 files

(read-only)

A new, compact, format is available for NMR processing lists







We have simplified canvas browsing when scrolling using, for example, the

mouse wheel. Now, scrolling to change the spectrum zoom will not apply if

no spectrum is selected, even if the mouse is hovering over the spectrum.

This reduces unintentional modifications when navigating the canvas

We’ve made some improvements to the titles of stacked spectra. These

changes enable the use of symbols (such as Greek characters) and allow

independent control of the text formatting

To speed up re-organization of your canvas, you can now “Swap Item

Positions” of two items on the canvas





The JASON File Browser file order matches Windows File Explorer and macOS

Finder order, helping you keep track of your files

We’ve added to our family of annotations, the new simple curved

annotation adds to the rectangle, text, straight line, triangle and ellipse

that are currently available.

Ver en

JEOL JASON Swap item position on canvas
Compartir

We also performance-tuned our software and fixed a few bugs.

TRY IT NOW!
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Watch this video on YouTube

New version: JASON 6.0

About us | 







A new machine-learning based pick picking
engine for 1D NMR spectra is available in the
algorithm options

The MAGRES plugin is updated to version 3.1
bringing improved user control for building the
molecular crystal and finding accurate bonds

EDS and MS users can now use layout rules
which complements the introduction of new
tables; Peak Tables for EDS and MS and Centroid
Tables for MS







It is now possible to exclude points
from the fitting analysis

Swap Item Position functionality has
been introduced to allow you to swap
the position of two items on the canvas

A new curved annotation has been
added to the annotation options

See how JASON version 6.0 can help you.

 NMR Analysis:

 SMILEQ and qNMR: 

 AffinityScreen

 MAGRES is updated to 3.1: 

 SolidSpin:

 MS and EDS data:

 NMR file formats support:

 Fitting Tools:

 User Programming:

 User experience and GUI enhancements:





A machine-learning based engine now powers a new peak-picking

algorithm for 1D NMR spectra

We’ve also improved classical 1D peak picking, so fewer peaks are missed.







External standard SMILEQ can be run via command line, this extends the

large-scale automation capabilities of SMILEQ

There are also several improvements to the SMILEQ Reference Integral.

Highlight the references that are not present in the Reference Editor. The

reference integral’s number of nuclei is correctly displayed. Existing integrals

can be used for the Reference with the “use existing integral” option

Quantitative analysis templates now include PULCON preferences

 We have further improved the user interface, thank you to the beta-testers

for their feedback

 The options of building molecular crystals and finding accurate bonds from

MAGRES structures are separated to user-accessible commands. These are

available on the Molecular Tools panel, instead of being applied automatically

during the MAGRES import. This gives more flexibility and control over to the

user

 A SIMPSON script is added which simulates two independent quadrupolar

sites with variable intensities.

 Peak Tables can be created from EDS and MS data. Centroid Table can be

created from MS data as well

 Layout Rules are now supported for MS and EDS data and can be applied

automatically while loading the data

 





Support for 1D and 2D NMRPipe file formats

Improved support for SPINit data, offering better handling of 2D and

pseudo-2D formats, such as relaxation measurements

 Sometimes it is necessary to exclude points from a fitting analysis. This is

now possible by clicking (toggling) the points in the Fitting dialog chart. It

is possible to interactively zoom on charts (similar to spectrum zooming)

this makes clicking on individual points to exclude them much easier

Ver en

JEOL JASON exclude points from 8tting
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





Users can implement a function for External Command processing steps that

reports what changes were applied on the NMR spectrum to other

processing commands. This enables External Command processing steps to

be better integrated into the processing chain

MOL-file representations of molecular structures are available in JJH5 files

(read-only)

A new, compact, format is available for NMR processing lists







We have simplified canvas browsing when scrolling using, for example, the

mouse wheel. Now, scrolling to change the spectrum zoom will not apply if

no spectrum is selected, even if the mouse is hovering over the spectrum.

This reduces unintentional modifications when navigating the canvas

We’ve made some improvements to the titles of stacked spectra. These

changes enable the use of symbols (such as Greek characters) and allow

independent control of the text formatting

To speed up re-organization of your canvas, you can now “Swap Item

Positions” of two items on the canvas





The JASON File Browser file order matches Windows File Explorer and macOS

Finder order, helping you keep track of your files

We’ve added to our family of annotations, the new simple curved

annotation adds to the rectangle, text, straight line, triangle and ellipse

that are currently available.
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We also performance-tuned our software and fixed a few bugs.

TRY IT NOW!
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New version: JASON 6.0

About us | 







A new machine-learning based pick picking
engine for 1D NMR spectra is available in the
algorithm options

The MAGRES plugin is updated to version 3.1
bringing improved user control for building the
molecular crystal and finding accurate bonds

EDS and MS users can now use layout rules
which complements the introduction of new
tables; Peak Tables for EDS and MS and Centroid
Tables for MS







It is now possible to exclude points
from the fitting analysis

Swap Item Position functionality has
been introduced to allow you to swap
the position of two items on the canvas

A new curved annotation has been
added to the annotation options

See how JASON version 6.0 can help you.

 NMR Analysis:

 SMILEQ and qNMR: 

 AffinityScreen

 MAGRES is updated to 3.1: 

 SolidSpin:

 MS and EDS data:

 NMR file formats support:

 Fitting Tools:

 User Programming:

 User experience and GUI enhancements:





A machine-learning based engine now powers a new peak-picking

algorithm for 1D NMR spectra

We’ve also improved classical 1D peak picking, so fewer peaks are missed.







External standard SMILEQ can be run via command line, this extends the

large-scale automation capabilities of SMILEQ

There are also several improvements to the SMILEQ Reference Integral.

Highlight the references that are not present in the Reference Editor. The

reference integral’s number of nuclei is correctly displayed. Existing integrals

can be used for the Reference with the “use existing integral” option

Quantitative analysis templates now include PULCON preferences

 We have further improved the user interface, thank you to the beta-testers

for their feedback

 The options of building molecular crystals and finding accurate bonds from

MAGRES structures are separated to user-accessible commands. These are

available on the Molecular Tools panel, instead of being applied automatically

during the MAGRES import. This gives more flexibility and control over to the

user

 A SIMPSON script is added which simulates two independent quadrupolar

sites with variable intensities.

 Peak Tables can be created from EDS and MS data. Centroid Table can be

created from MS data as well

 Layout Rules are now supported for MS and EDS data and can be applied

automatically while loading the data

 





Support for 1D and 2D NMRPipe file formats

Improved support for SPINit data, offering better handling of 2D and

pseudo-2D formats, such as relaxation measurements

 Sometimes it is necessary to exclude points from a fitting analysis. This is

now possible by clicking (toggling) the points in the Fitting dialog chart. It

is possible to interactively zoom on charts (similar to spectrum zooming)

this makes clicking on individual points to exclude them much easier
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





Users can implement a function for External Command processing steps that

reports what changes were applied on the NMR spectrum to other

processing commands. This enables External Command processing steps to

be better integrated into the processing chain

MOL-file representations of molecular structures are available in JJH5 files

(read-only)

A new, compact, format is available for NMR processing lists







We have simplified canvas browsing when scrolling using, for example, the

mouse wheel. Now, scrolling to change the spectrum zoom will not apply if

no spectrum is selected, even if the mouse is hovering over the spectrum.

This reduces unintentional modifications when navigating the canvas

We’ve made some improvements to the titles of stacked spectra. These

changes enable the use of symbols (such as Greek characters) and allow

independent control of the text formatting

To speed up re-organization of your canvas, you can now “Swap Item

Positions” of two items on the canvas





The JASON File Browser file order matches Windows File Explorer and macOS

Finder order, helping you keep track of your files

We’ve added to our family of annotations, the new simple curved

annotation adds to the rectangle, text, straight line, triangle and ellipse

that are currently available.
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We also performance-tuned our software and fixed a few bugs.

TRY IT NOW!
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