Starting Xipp on Linux
from a terminal window

xipp
Ensure that ~/Xipp is on your path or create an alias.
No args to start XippPanel in current directory.

XippPanel: /net/Dans

Click 'Studies' to show all Studies in Directory. Path: __xippFiles
Click 'New' to create a new Study, Molecule, [_New | Jelete

Assign Table or Structure.
Click Button next to Path to change current directory.

o= ] Studies (by File)
o [ Experiments

xipp HprE1_96 { = 3 Molecules
xipp dACBCACONH%03d.DAT | o 03 Assign Tables

xipp HNCACB i & [ Structures
Name of NMRPipe NMR Exp such as: E
2D 15N HSQC,
3D CBCA(CO)NH stored in separate 2D planes,
3D HNCACSB in a single file
This form will only show the single Exp and does
not start XippPanel.

xipp backbone.xipp
Directly start Study backbone.xipp without
starting XippPanel

xipp startXipp.py
Start Xipp from Python file by creating and

initializing DataServer and GUI Objects.
New Java Objects are first implemented here
and in Python library before XippPanel.

Do not start Xipp from a File Browser such as nautilus since Linux does a poor job identifying file type
and associating correct application. If really want to do this you must associate the extension .xipp
with xipp which is installed at ~/Xipp/xipp by default.

Under Linux a XippPanel is only started when xipp starts with no arguments.

xippOutput.log
A single log file that contains the stdout and stderr from the XippPanel and running Studies is
created when xipp is started. The log file,xippOutput.log, is put in the same directory as the
xipp executable which by default is at ~/Xipp. This is not ideal since running multiple studies
will have all of the output merged into a single file. At this time it is not possible to create
separate log files for each running study.



Starting Xipp on MacOS
from a terminal window

XippMaC Alppranel: fUSErs
Ensure that ~/Xipp is on your path or create an alias. Path: Examples
No args to start XippPanel in current directory. New 1
This is actually a Bash shell script that calls the xipp Copy REn:

application bundle to start in current directory.

Click 'Studies' to show all Studies in Directory.

Click 'New' to create a new Study, Molecule,

Assign Table or Structure.

Click Button next to Path to change current directory.

k] Swdies (by File)
k|| Experiments
b ] Molecules
F L Assign Tables
xipp HprE1_96 kL STruciures
xipp HNCACB
Name of NMRPipe NMR Exp such as:
2D 15N HSQC,
3D CBCA(CO)NH stored in separate 2D planes,
3D HNCACSB in a single file
On the Mac these form will show the single Exp
and starts XippPanel.

Fails on Mac: 'xipp dCBCACONH%03d.DAT"'
The MacOS requires that the file exist before starting xipp. Since dCBCACONH%03d.DAT is not
a single file this way of starting xipp is not available under MacOS.

xipp backbone.xipp
Directly start Study backbone.xipp and under MacOS also starts XippPanel

xipp startXipp.py
Start Xipp from Python file by creating and

initializing DataServer and GUI Objects.
During development new Java Objects are first implemented by making changes to the
startXipp.py and the Python library before implementing in XippPanel.



Use Mac Finder

NN i
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FA:GRETEE F O FUBIC Mar 14, ZU01s 549 FM
= All My Files v i xipp Today 10:33 AM
@5 AirDrop b [ ExampieData Today 10:23 AM
.?‘l\{ Applications E S jython-2.1 Today 10:33 AM
=L - Fipp Today 10:27 AM
B3 Desktop b [ OCMatpack Today 10:33 AM
[l Documents ¥ @ Today 10:33 AM
0 Downloads ¥ [ Examples Today 10:35 AM
- b . F
H Movies artsy_xipp Today 10:33 AM 53
: | backbone.xipp Today 10:33 AM 17E
J3 Music “ bbMars xipp Today 10:33 AM 19¢
=i Pictures B bbNew.xipp Today 10:33 AM 204
= . ] C
SHARED | fastExchange.xipp Today 10:33 AM 7¢
3 - | hsqc96.xipp Today 10:33 AM 3E
- o | noesy.xipp Today 10:33 AM 111
L | prexipp Today 10:33 AM 67
I - preResults.th Today 10:43 AM g
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L_.? P 2] Macimtash HD: & 5] Users & -ﬁ-—- Sr [ O Xipp = vl ¢ ] Examples & & bbNew. xipp

During installation the file extension *.xipp was associated with the xipp application.

Double Click on a *.xipp file in Examples such as bbNew.xipp to show study bbNew and start the
. & O O XippPanel: [Users /e 4

XippPanel in the directory with bbNew.xipp.

If xipp is started by doubling clicking the xipp application
then only a XippPanel is started in the directory for the
bundle which is ~/Xipp/xipp.app by default. You can
change directory by clicking the button next to Path.

xippOutput.log
A single log file that contains the stdout and stderr
from the XippPanel and running Studies is created
when xipp is started. The log file,xippOutput.log,
is put in the same directory as the xipp executable
which by default is at ~/Xipp. This is not ideal
since running multiple studies will have all of the
output merged into a single file. At this time it is
not possible to create separate log files for each
running study.

Path: | xipp.app
New ][ Delete
Copy Rename

Edit
Show

Studies (by File)
7 Experiments
] Molecules
] Assigm Tables
Siruciures

Under MacOS a XippPanel is always started regardless of how xipp starts.



New Study Dialog Panel

This dialog is obtained by clicking the New button on the XippPanel Dialog when either nothing is
selected or when a Study is selected.

Name |bbTest

Type

) Single Experiment

® Backbone Assign Study
i Sidechain Assign Study
' Noesy Assign Study

) Relaxation {T1, T2} Study
) JHN RDC ARTSY Study

) PRE Study

) Fast Exchange Study

QK Cancel

Must enter unique Name and select type of Study to create and show study specific Panel.

The name for a new study will be used to create a file in directory as given by Path in XippPanel that
will define the properties of this study.

In this example the file 'bbTest.xipp' will get created for a Backbone Assign Study.



Editing Study Properties

Path: xippFiles
| Mew || Delete || Edit |
The 'Studies (by File)' node lists all of the study files that | Copy || Rename || Show |

exist in Path as defined by *.xipp files. o O Studies (by File)

[ 1config (dgarrett)

[ artsy (GB3)

[ backbone (HPr)

[y bb2x_Scratch (dgarrett)
[ bbMoietyonly (dgarrett)
[ bbNew (Hpr)

[ bbPartial (dgarrett)

[ bbPreMars (HPr)

[} bbResID (dgarrett)

The list is sorted by study name with a user settable group
name shown in parenthesis. The group name defaults to the
username creating the study, but the name can be easily
changed.

Each study name must be unique within a directory since the
study name is also the base name of the file.

Currently there are 8 types of Studies:

Single Experiment
Any 2D or 3D experiment.

Backbone Assign Study
Links groups of backbone assign experiments
based on ability to overlay spectra.

Sidechain Assign Study
Links groups of sidechain assign experiments
based on ability to overlay spectra.

Noesy Assign Study
Links groups of NOE experiments based on
ability to overlay spectra.

Relaxation (T1,T2) Study
Creates up to 4 sets of linked groups for T1
and T2 relaxation. Uses Linearized
Exponential Model to estimate rate.

JHN RDC ARTSY Study
Defines Reference and Attenuated to calculate
ARTSY coupling constant for each residue.

PRE Study
Defines Dia_t1, Para_t1, Dia_t2 and Para_t2
to calculate 2 point PRE R2.

Fast Exchange Study
Define list of Experiments with Fraction
Offset to quickly allow vector peak-picking,
ie peak pick residue that changes frequency in
a single gesture with all peaks sharing same
peak-pick ID and label.

[ bbScratch (dgarrett)
[ bbTest (HPr)
[ c-noesy (dgarrett)
[ copyHSQCO6 (HP)
[ fastExchange (HPr)
[ hasgcFailed (dgarrett)
[ hsgeos (HP
[y hsgqeos_Bad ASG (HPr)
[ hsgeosScrateh (dgarrett)
[ noesy (HPr)
[ noesym (dgarrett)
[ pre (HPH)
[ relaxation (HPr)
[ sc2 (dgarrett)
[ sidechain (HFPr)
o= [ Experiments
o JMolecules
o= [ Assign Tables
o= [ Structures




Edit Study: Backbone Assign Dialog

This dialog can be obtained in two ways:
1. Creating a new study by clicking OK on New Study Dialog Panel.
2. By clicking on the Edit button on the XippPanel when a study is selected.

Ead

Edit Study: bbTest

MEIE

| startup File | |bbTest (

’ Studi HPr/backboneTest

} Use Properties Same Properties

Linked Group View Molecule Assign Table Structure
| HN,N | ™Edit view | [ ™ HpPr || bbAvereaks || Sevstruct... | [=]
NMR Data Show |-m-meememeeee- Comment ———--eeemmmmmm |

“ 15N-HSQC [ |

HN(CA)CO | I |

|aw CA|CB,HN,N ||  Edit View | | HPr || bbTest || set Struct... |
’ NMR Data Show |---msseeeeee- Comment -------------- |
mEa) CBCA(COINH | [ |
HNCACB | I |
HNCA | I |
HNCE | I |
HN(CO)CA | [ |
HN(CO)CB | [ |
[ HAHB,HN,N || Edit View | | HPr || bbTest [ set Struct... |
NMR Data Show |-m-mecceeeeee- Comment ———---eemmman |
HBHA(CO)... | [ |
HBEHANH | I |
HNHA | I |
| C,HN,N [ Edit View | | HPr | bbTest |[ set Struct... |
MNMR Data Show [-=-mec-emeeee- (0007 1171111 1| S —— |
HNCO | | |

| C*HN,N [ Edit View ] | HPr || bbTest |[ set Struct...

NMR Data Show |=m-memcemeee-- Comment ———---e-emmman |

q CDIPSI(CO... | I !

H*, HN, N Edit View HPr Test Set Struct...
| || dit Vi | I bb Il |
NMR Data Show |-—--------m--- Comment -------------- |
HDIPSI(CO... | [ |
HHN-Noesy | | |
HHN-Noes... | [ |

1]

| OK H Cancel|




Edit Study: Backbone Assign Dialog

Each type of study has its own Dialog Panel. The study dialog panels for Backbone Assign, Sidechain
Assign and Noesy Assign all share the same format in which the NMR experiments are grouped by
ability to be overlayed. The name of the Linked Group identifies the atoms that are overlayed.

1: The name of the study is shown at the top and can be changed which will create a new *.xipp file.
Changing the study here is equivalent to copying the *.xipp file. Unfortunately the XippPanel does not
update the list of Studies. Clicking the old study name brings the new study and you must close the
XippPanel and restart xipp to show the old and new study.

2: Click the Study button to change the two user settable names for the study.

3: 'Use Properties' button controls whether the study will use Molecules, Assign Tables or Structure.
When toggled off none of these properties are used so that when peaks are created the user sets a label
for each peak instead of selecting an assignment from a list suggested by xipp.

4: The 'Same Properties' check box controls whether all of the Linked Groups share the same properties
or not.

5: Currently the Linked Group buttons such as HN,N and CA|CB,HN,N do not do anything.

6: The 'Edit View' button for a linked group becomes active after the first NMR experiment is defined
and brings up the Linked Group View Properties described below.

7: The Molecule, Assign Table and Structure buttons for each linked group bring up the Select/Create
Dialog for Molecule, Assign Table and Structure respectively.

8: Clicking the NMR Data buttons under a linked group brings up the Edit Experiment Dialog used to
define the location and properties specific to a single NMR experiment. Only click on experiments for
which you have data. Currently there is no way to add new experiments to a linked group. There are
defined relationships between some experiments that will cause problems if the data for an HNCA were
put into the CBCA(CO)NH NMR Data button.

Clicking OK at the bottom of the Edit Study Dialog will save all of the properties into the file based on
the study name, ie bbTest.xipp in this example.



NMR Data Experiment Dialog

This dialog is obtained by clicking the CBCA(CO)NH button on the Edit Study: Backbone Assign
Dialog.
[ Edit Experiment

—
-

T
.j .x

[ Study | HPrbackboneTest

Commeant
Exp. Name CRCA[COINH
NMR Data File | dCBCACONH%03d.DAT | Error Estimate [0
Exp. Type [ CBCAICOINH |
Residusfitom Filters
[ | Active Properties |
Linked Proj... | HPrbackboneTest/HNCACE

Axis Order  |CACB w| HN [« [N [+]
Error Ranges \ \ k

HHM 0.03

CACE 030 —

N 020 000 |

Peak Interp... | 3 Point Parabola |
Peak File [ dCBCACOMNH Test.ASG | Auto-Saver
Contour Level

Level [ 6.000e+05 | h

Multiplier |1 .3

Calculate o all @ positive ) Negative
Use Extrema |«

Level

Path

File Name

0K Cancel

Set/Check Properties: NMR Data File, Axis Order, Peak File and Contour Level

Must set (1) NMR Data File, (2) ensure that Axis Order and (3) Error Ranges are OK. The Axis Order
is the order of the Axis (ie X, Y, Z) and is set when the NMR Data File is selected using gyromagnetic
ratio of atom types and the carrier frequency defined in NMRPipe header for each axis. Axis Order for
identical atom types can not be distinguished and must be set manually. (4) Peak File is set to a default
value when NMR Data File is set. Click Peak File button if your want to change it. The (5) Contour
Level is the starting level used in Xipp.



NMR Data File Chooser

This dialog is obtained by clicking the NMR Data File button from the NMR Data Experiment Dialog.

L& WMR Data File Chooser [x]
Froject Name HPribackboneTest/CBCA{COINH
Selected File dCBECACONH%03d.DAT
Data Reference DimCount 3
nmrPipe Label CA|CH HM M
Data Size 256 5l2 128
3D/4D File-Set Templates: Z Format | 3— AFormat | 2

dCBCACONH%03d. DAT

Look i =2 d.cheaconh || =&l
] add files
1t

] pdata

File Name: fft

Files of Type: |nmrPipe (*.DAT, * ftxy, *.ft[1234])

Ok Cancel

When the NMRPipe file or file set is selected the DimCount, nmrPipe Label and Data Size are updated
from NMRPipe header.



Peak Pick File Chooser

This dialog is obtained by clicking on the Peak File button from the NMR Data Experiment Dialog.

& Peak Pick File [x]
Project Name HPribackboneTest/CBCA(COINH
Peak File Format Pipp ASG | -
Axis Order - | 5 | | | ;
[ ] Read-oOnly # Peaks Found Mo File
Save In: |j d_chcaconh - |E| |§| E EE o
E add files [ d cbcaconhForMars2.ASG
. ft [ hpr_cbcaconh_capp.ASG
] pdata [ hpr_d cbecaconh_asgnd.ASG
D CBCA CO _NH Capp.ASG D hpr_dcbcaconh.ASG
[} CBCA CO MNH Capp.ASG.ASG [ hpr_dcbcaconh 1.ASG
[ cBCA CO NH Capp2.ASG [ hpr_dcbcaconh_sparky.out.ASG
D cmplx_d_cbcaconh.ASG D hpr_perD_cmplx.ASG
[ cmple_d hncbea.ASG [ hybridTest.ASG
[} d cbcaconhForMars.ASG
File Name:  |NoFile.ASG |
Files of Type: |Pipp (*.ASG) |'r
Ok Cancel |

If the file does not exist the following Error message will appear after clicking OK:

L Errar(s) Selecting Peak-Pick File E
? File does not Exist {lanorable)
selectedFile is § winmrigraphics/xippFilesfdata/HprEl/d_cbcaconh/NoFile.ASG
| Fix Errors | | Ignore Errors

Click Fix Errors to re-show the Peak File Chooser Panel to select an existing file.

Click Ignore Errors to create a new Peak Pick file when Xipp shows this study.



Linked Group CA|CB,HN,N Edit View Dialog

This dialog is obtained by clicking on the Edit View button from the Edit Study: Backbone Assign
Dialog.

View Properties for Linked Group CA|CB,HN,N

Linked Group CA|CB,HN,M
Color Model | TwoColor6Exps |

[ New | | copy | | Delete |
Show View: CACB Full{M]

Window Ma... Canvas

[ |Enable Residue Jump AutoZoom

Peak Interp... | 3 Point Parabola |

Panel Type |Solit Panel |w| at [Top (=]

2D Group [HN.N |+| in Bottom

Set Region by ® Calc Union O Calc Overlap ' Manual
Display-X Display-Y

Axis Name [HH || [CACBE [w|

User Origin  [11.37 | [72.672 |

User End [4.63 | [18.705 |

Show View: CACB_Full{C}
wWindow Na... Canvas

[ | Enable Residue Jump AutoZoom

Peak Interp... [ 3 Point Parabola |

Set Region by ® CalcUnion O Calc Overlap ' Manual
Display-X Display-Y

Axis Name [HN =] [N [«]

User Origin  [11.37 | [131.027 |

User End 4.63 | [101.973 |

[ |Show View: CACB Strp
window Na... Canvas

[] Enable Residue Jump AutoZoom

Peak Interp... [ 3 Point Parabola |

Set Region by @ calc Union O Calc Overlap ) Manual
Display-X Display-Y

Axis Name | B3R [~

User Origin

User End

Strip: Nam... | | = | Name Along | | =]

| OK || Cancel |




Linked Group CA|CB,HN,N Edit View Dialog

The Edit View Panel for the linked group CA|CB,HN,N has 3 possible views:
CACB_Full(N)
This has CA,CB and HN on the displayed 2D plane with N defining the plane.
Click the Check Box Enable Residue Jump AutoZoom to have xipp automatically zoom
to assigned peaks after a residue jump.
Do NOT use Peak Interpolate here. I moved it to the NMR Experiment panel so that
different experiments in a series can have different interpolations.
Panel Type can be set to 'One Pane' or 'Split Panel'. When set to 'Split Panel' a 2D such
as an "N-HSQC can be shown in a lower panel whose "N is kept in sync with N of 3D
experiments shown in upper panel. Select 'One Panel' to just show the 3D experiments
in a single panel.
2D Group defines the Linked Group to show in the lower panel.
Axis Name should be set with HN and N. The full display region can be set to Union,
Overlap or manually set by 'Set Region by' buttons and if Manual selected entering
desired region. Usually the best choice is Union since that calculates the Region as a
union from all NMR experiments. The units for User Origin and End are PPM.
CACB_Full(C)
This has N and HN on the displayed 2D plane with **C of CA/CB defining the plane.
Click the Check Box Enable Residue Jump AutoZoom to have xipp automatically zoom
to assigned peaks after a residue jump.
Do NOT use Peak Interpolate here. I moved it to the NMR Experiment panel so that
different experiments in a series can have different interpolations.
Axis Name should be set with HN and N. The full display region can be set to Union,
Overlap or manually set by 'Set Region by' buttons and if Manual selected entering
desired region. Usually the best choice is Union since that calculates the Region as a
union from all NMR experiments. The units for User Origin and End are PPM.
CACB_Strp
Strips should not be used at this time. I plan on replacing the currently broke Strip
feature with a better tool to handle backbone assignments with triple resonance data and
"N NOESY experiments.



Molecule Select/Create Dialog

This dialog is obtained by clicking on the Molecule button from the Backbone Assign Dialog.
Note you must first enable properties by clicking 'Use Properties' check box on.

Select/Create Molecule

The Select/Create Molecule Dialog shows all of the _
molecules that have been created for all studies defined
by * xipp files in this directory. l—copy..|l_Rename

¢ ] Molecules

The list is sorted by molecule name with the study [ EIN_HPr (relaxation)
name shown in parenthesis. [} GB3 (artsy)

[y HPr (bbTest)

Each molecule name must be unique within its own
study, but the same molecule name can be used in
different studies.

Currently there are 5 types of Molecules:

Protein Molecule
Defined by sequence using single letter
codes.

DNA Molecule
Defined by DNA sequence using single
letter codes.

RNA Molecule
Defined by RNA sequence using single
letter codes.

DNA Protein Complex
Protein sequence uses upper case
characters for single letter codes and
DNA uses lower case characters for
single letter codes.

RNA Protein Complex
Protein sequence uses upper case
characters for single letter codes and
RNA uses lower case characters for
single letter codes.

Ok I | Cancel




New Molecule Dialog

This dialog is obtained by clicking on the New button from the Select/Create Molecule Dialog.
The Name for the molecule must be unique within this study but can be the same name of a molecule
used in another study.

Mame [bbTest2 |
Type

@ Protein Molecule

) DNA Molecule

) RNA Molecule

' DNA Protein Complex

' RNA Protein Complex

oK Cancel




Edit Molecules Dialog

This dialog can be obtained in two ways:
1. By clicking on the New button from the Select/Create Molecule Dialog.
2. By clicking on the Edit button from the Select/Create Molecule Dialog.

Edit Molecules: HPr

MName HPr
Type Protein
Count 25

HFOGOEYTITA PHGLHTRPAA OFVEEAKGFT SEITYTSHGE SASAKSLFEL
OTLGLTOGTY VYTISAEGEDE OKAYEHLVEL MAELE

Sequence

Ok Cancel

You can either type in your sequence or use your mouse to cut and paste your sequence from a file or
web page. This dialog only accepts single letter amino acid codes.

To create multi-chain sequences enter the longest sequence first then pad with G or A up to nearest

multiple of 100. For the complex EIN (1 — 259) with HPr (301-> 386) I used:
MISGILASPG IAFGKALLLK EDEIVIDRKK ISADQVDQEV ERFLSGRAKA
SAQLETIKTK AGETFGEEKE AIFEGHIMLL EDEELEQEII ALIKDKHMTA
DAAAHEVIEG QASALEELDD EYLKERAADV RDIGKRLLRN ILGLKIIDLS
AIQDEVILVA ADLTPSETAQ LNLKKVLGFI TDAGGRTSHT SIMARSLELP
AIVGTGSVTS QVKNDDYLIL DAVNNQVYVN PTNEVIDKMR AVQEQVASEK
AELAKLKDRA AAAAAAAAAA AAAAAAAAAA AAAAAAAAAA AAAAAAAAAA
MFQQEVTITA PNGLHTRPAA QFVKEAKGFT SEITVTSNGK SASAKSLFKL
QTLGLTQGTV VTISAEGEDE QKAVEHLVKL MAELE

This same trick can be used with Protein DNA complexes. Just remember to use lower case for the
DNA and RNA single letter code.



Assign Table Select/Create Dialog

This dialog is obtained by clicking on the Assign Table buttons from the Backbone Assign Dialog.
Note you must first enable properties by clicking 'Use Properties' on the Backbone Assign Dialog..

Select/Create Assign Ta

The Assign Table Select/Create Dialog shows all of the
assignment tables that have been created for all studies

7 [ Assign Tables

defined by *.xipp files in this directory. [ bb_ResID (bbResID}

[ bbavePeaks (bb2¥_Scratch)
The list is sorted by Assign Table name with the study [} bbavePeaks (bbMew)
name shown in parenthesis. [} bbavePeaks (bbPartial)

[y bhavePeaks (bbScrateh)

[ bbavePeaks (hsqe96Scratch)
[y bbMewScratch (bbMoistyOnly)
[y bbPartial (bbPartial)

[y einHPrassign (relaxation)

[ gb3assign (artsy)

Each Assign Table name must be unique within its own
study, but the same Assign Table name can be used in
different studies.

Currently there are 3 types of Assign Tables: [y hpr_ave ibbPreMars)
Assignment File (PIPP V4) [y HPr_cmplx_hybrid (nossy)
Single file in PIPP format defining [ HPr_empl_hybrid (sc2)
assignment table, ie a *.shifts file. [ HPr_cmpbe_hybrid (sicechain)

[y hpr_Test (bb_Test)

[y hpr_Test (bbPretars)
[y hprassign (hackbone)
[ hprassign (c-noesy)

Average Assigned Peaks into ...
Assigns are dynamically averaged from all
assigned peaks in chosen Experiments.

Hybrid Assignment Table [ hprassign (copyHSOCOS)
Merges list of assign tables to form 1 table. [ hprassign (fastExchange)
Assigns from first table take precedence over [ hprassign (hsqes)
assigns from tables lower in list. [} hprassign (hsgc96_Bad_ASG)

[y hprassign (noesy)

[y hprassign (noeSym)
[ hprassign (pre)

[y hprassign (relaxstion)
[ hprassign (sidechain)

Ok | | Cancel




Edit Assign Table Dialog: FromV4File

This dialog can be obtained in two ways:
1. By clicking on the New button from the Select/Create Assign Table Dialog.
2. By clicking on the Edit button from the Select/Create Assign Table Dialog.

|£ Edit Assign Tables: hprAssign E]@@
Name hprAssign
Type FromVdFile
Table Read From File
Path [ — — 'HprEl/Asgnmts |
File Name lhpr 3dc io hyb.shifts |

[ |Use Backbone Assign Map
| Clickto Select |

OK Cancel

Must enter directory of file, ie Path, ad File Name.
The format of the .shifts file must be in the PIPP V4 format.

The Backbone Assign Map should only be used with Backbone Assign Study. For all other studies this
should not be set.



Edit Assign Table Dialog: AverageAssignedPeak

This dialog can be obtained in two ways:
1. By clicking on the New button from the Select/Create Assign Table Dialog.
2. By clicking on the Edit button from the Select/Create Assign Table Dialog.

s Edit Assign Tables: bbAvePeaks |[O][x
Mame bbAvePeaks
Type AverageAssignedPeak
Table Averaged From Proj... Edit Selection

HPr/backboneTest/15M-HSQC
HPribackboneTest/CABCACOINH
HPribackbhoneTest/HNCACE

vl Use Backbone Assign Map
backboneAssignMap.BAM |
[w] Write Assign Table to ...
Path [
File Name bk ReslD Ave,shifts

Ok Cancel

This example defines the assignment table as the average of the assigned peak-picks from the HSQC,
CBCA(CO)NH and HNCACB.

By default the list is empty and you must click Edit Selection to bring up a dialog that lets you select
which experiments to use in the average. As you collect more experiments you must re-edit this list in
order to have the peak-picks from those experiments be included in the average.

The Backbone Assign Map should only be used with Backbone Assign Study. For all other studies this
should not be set.

The Write Assign Table check box when selected will write out a PIPP V4 format shifts file that can be
read in later for other studies such as sidechain assign study. The AverageAssignedPeak never reads in
this *.shifts file.



Edit Study: Sidechain Assign Dialog

This dialog can be obtained in two ways:
1. Creating new study from New Study Dialog Panel with Sidechain Assign Study selected.
2. By clicking on the Edit button on the XippPanel when a sidechain study is selected.

Eazt Study sldechain
| startup File | [sidechain
HPrisidechain
Use Properties [ |Same Properties
Linked Group View Molecule Assign Table Structure
I H.H [l Edit View | | HPr || Set Assig... || Set Struct...
NMR Data Show [--emece-a-e- S o1 1T [T= ) | AES———— |
[_H H NOES... |[] I |
[ HH 2D CO... | ] | |
| _HH 2D TO... ][] | |
H,C | Edit View | | HPr ||  Set Assig... || Set Struct... |
NMR Data ShowW |--c-cemmee—eee COMMENT =emameaaeaan |
[ €13-HSQC | I |
[ H%IHCl || Edit View | | HPr |[__HPr cmplx... |[ Set Struct... |
NMR Data ShOoW [s=sssscesceeas COMMENt ==meemammaae== |
[ HCCH-cosy | I |
| HCCH-TOC... | I |
[ C13-MOES... | I |
| C*IH,C] i Edit View | | HPr |[_ Set Assig... || Set Struct...
NMR Data ShOW  [-memecemeeeeae COMMENT =m=mmmnmmnman |
[ ciz-coH... | I |
HIN, N [ Edit view | | HPr |[ Set Assig... || Set Struct... |
NMR Data Show  |eeeccccacea- a= COMMENt ss=cemamcacaa- |
[ 15N-HSQC | v I |
[ C*HN.N || Edit View | | HPr || hprAssign || Set Struct... |
NMR Data Show  |---e-memaeemee COMMENL ==-srmemmneeae |
[ CDIPSICO... | I |
[ H*, HN.M ]} Edit View | | HPr ||  Set Assig... || Set Struct... |
NMR Data ShOW [ememsscssceeas COMMENT ammeemmm———— [
[ HDIPSI{CO... | | |
| N1S-MOES... | I |
| oK Il Cancel |




Edit Study: Noesy Assign Dialog

This dialog can be obtained in two ways:
1. Creating new study from New Study Dialog Panel with Noesy Assign Study selected.
2. By clicking on the Edit button on the XippPanel when a Noesy study is selected.

Edit Study: noesy

[ startup File | [hoesy |
HPrinoesy
Use Properties [ |Same Properties
Linked Group View Molecule Assign Table Structure E
| H,H [ Edit View | | HPr |l hprAssign || Set Struct... |
HNMR Data Show |[--———-mceeemm- Comment —---eeeeeaaeae [

HH-Moesy | [ |

H,C || Edit ¥View | | HPr [[  hprAssign || Set Struct... |
MMR Data Show |-=--meeeeee--- COMMENT ==mammememaaaa |
C13-HSQC | I |
[ H#*,[H,C] | Edit View | | HPr [[ HPr cmplx... || 27Febog |
NMR Data Show |--——--mceeemm- Comment —---eemeeeaeae |
Cl3-Hoesy | | |
C12C13-M... | I I
C12C13-M... | [ |
[ C#,[H,Cl || Edit View | | HPr [[  hprAssign || Set Struct... |
NMR Data Show |[--——--mceeem- Comment —---eeeeaaaeae [

hcc-Noesy | [ |

HN, M || Edit View | | HPr [[  hprAssign || Set Struct... |
MMR Data Show |-=-emeeeeee--- COMMAENT —=mammcmemaaaa |

15H-HSQC | I |

[ H#* HM, M || Edit View | | HPr [[  hprAssign || 27Febog |
NMR Data Show |-———-cmceeeem- Comment —---eemeaeaeaa |

MN15-Moesy | I I




Edit Study: Sidechain Assign Dialog
Edit Study: Noesy Assign Dialog

The layout and response of the buttons for a Sidechain Assign Dialog above and the Noesy Assign
Dialog below is identical to the Backbone Assign Dialog. The main difference is the names of the
NMR experiments and linked groups.

Refer to the page 'Edit Study: Backbone Assign Dialog' for a description of the buttons.

Clicking OK at the bottom of the Edit Study Dialog will save all of the properties into the file based on
the study name such as sidechain.xipp and noesy.xipp in these examples.



1. Creating new study from New Study Dialog Panel with Relaxation (T1, T2) Study selected.
2. By clicking on the Edit button on the XippPanel when a Relaxation (T1, T2 study is selected.

Relaxation (T1,T2) Study Dialog

This dialog can be obtained in two ways:

Edit Study: relaxakion

Startup File |

[relaxation

HPrirelax

[[]same View

Use Properties

Same Properties

Linked Group View Model Molecule Assign Table
I A [|  Edit ¥iew | | Edit Model || EIN HPr || einHPras... |=
MNMR Data Show Time{S) |-—----m---mnm- Comment ---===--mmmmm= |
| Al | ]  |o.01s00] |
I AZ | [0.12800] |
| A3 | »  [o.28800] |
I Ad | [0.45000] |
I A5 | [0.72000] |
| AB | »  [o.es000] |
I A7 | [1.20000] | 3
I AB | [1.40000] |
B || Edit view | | Edit Model || EIN HPr |[__einHPras... ||
MNMR Data Show Time{5) |-—----m---mnm- Comment =--=--ceeeeeen |
| Bl | 7] [D.01047] |
I B2 | [0.01815] |
I B3 | [0.03447 | |
I B4 | 1l  [0.05047] |
I B5 | [0.06471 ] |
I B6 | [0.07911 | |
I B7 | [0.08831 ] |
I BS | [0.10311 ] |
I [ Editview | [ Edit Model || EIN HPr |[_einHPrAs... |~|

| OK || Cancel |




Edit Study: Relaxation (T1, T2) Dialog

This dialog defines 2 sets of T1 and T2 (or T1rho) with 8 NMR experiments each. In order to increase
the number of NMR experiments or increase the number of sets of T1 or T2 groups you need to edit the
Python file configTree.py which by default is installed at ~/Xipp/v1/lib/nmr The part that needs to
change is about 100 lines after: 'class RelaxStudyExpNode'. Look for the following:

self.createExpNode( "relax", "A", "15N-HSQC", "A1" ),
self.createExpNode( "relax", "A", "15N-HSQC", "A2" ),
self.createExpNode( "relax", "A", "15N-HSQC", "A3" ),
self.createExpNode( "relax", "A", "15N-HSQC", "A4" ),
self.createExpNode( "relax", "A", "15N-HSQC", "A5" ),
self.createExpNode( "relax", "A", "15N-HSQC", "A6" ),
self.createExpNode( "relax", "A", "15N-HSQC", "A7" ),
self.createExpNode( "relax", "A", "15N-HSQC", "A8" ),

Each line above identifies a separate T1 experiment. The last argument to creatExpNode is the name of
the NMR experiement and must be unique. To increase the number of Experiments add new lines with
unique NMR data names. Note this is Python so the syntax must be correct.

Most of the buttons for the Relaxation Study Dialog are the same as described previously. The column
Time(S) identifies the relaxation time for each experiment in seconds.

The Edit Model button brings up the Relaxation Model Properties Dialog:

P

JE< Relax Model Properties Rate File aResults.tbl [5,'

Linked Name aResults.tbl

Exp. Type

Model LinearizedExponentialModel with Form: Inly) = In(a) + b*x

sults File | [inet/DanSoft/Tests/nmr/graphics/xippFiles/aResults.thbl

Rate Format [%10.4f Error Format [%8. 4f
Amplitude Format [%10.4f Error Format [%8.4f
Intensity Colum... Using Format [%10.4q

oK Cancel

Changing Exp. Type only changes a label in the output. The Exp. Type is not important for fitting the
data to the LinearizedExponentialModel.

Clicking OK at the bottom of the Edit Study Dialog will save all of the properties into the file based on
the study name, ie relaxation.xipp in this example.



Jun RDC ARTSY Study Panel
This dialog can be obtained in two ways:
1. Creating new study from New Study Dialog Panel with JHN RDC ARTSY Study selected.
2. By clicking on the Edit button on the XippPanel when a JHN RDC ARTSY study is selected.

[ startup File | [artsy
|  Study | GB3/HN
Results
JHH Format WI Error Format W

Intensity Columns  Using Format [%10.4e
| Results File | |/net/DanSoft/Tests/nmrigraphicsiippFilesihn RDC Results.thbl |

Comment [ |

Data Reference Attenuated
Dephase T [m5  [w] [10.75 |

NMR Data | Reference | Attenuated |
Enable Residue Jump AutoZoom
Initial View Region

Set Region by ® Calc Union O Calc Overlap ) Manual

Display-X Display-Y

Axis Name [HN |+]| [N v

User Origin  [10.599 | [125.480 |

User End 5.998 | [102.631 |

Use Properties
Molecule GB3
Assign Table | gb3Assign |
Structure | Set Structure |

0K Cancel




Edit Study: Juxn RDC ARTSY Dialog

This dialog defines 1 ARTSY Study:
N.C. Fitzkee and A. Bax J. Biol NMR (2010)
Facile measurement of 1H-15N residual dipolar couplings in larger perdeuterated proteins.
http://dx.doi.org/10.1007/s10858-010-9441-9

Most of the buttons for the ARTSY Study Dialog are the same as described previously. The Dephase
Time(mS) identifies the relaxation time for each experiment in user selectable mS or S.

By default the Peak Interp for the Attenuated NMR experiment is set to 'Same Position' which uses the
same X,Y data point for the Attenuated data as was interpolated in the Reference NMR experiment.
Note 'Same Position' can be used in a series after the first Exp.

[ £ Edit Experiment: Attenuated E]@@

dgarrett/JHN

Comment

Exp. Name [attenuated

MNMR Data File | testo02.ft2 | Error Estimate
Exp. Type 15MN-HSQC

Residue/Atom Filters

[] Active [ Properties |
Axis Order [HN [«] [N [+]
Error Ranges
HN 0.03
M 0.30
Peak Interp... [ Same Position |
Peak File [ testo02.ASG || Auto-Saver
Contour Level
Level [ 8.000e+05 |
Multiplier 1.3
Calculate m All O Positive O Negative

Use Extrema [ |
Level
Path
File Name

| OK || Cancel |

Clicking OK at the bottom of the Edit Study Dialog will save all of the properties into the file based on
the study name, ie artsy.xipp in this example.



Edit Study: PRE Study Dialog
This dialog can be obtained in two ways:
1. Creating new study from New Study Dialog Panel with PRE Study selected.
2. By clicking on the Edit button on the XippPanel when a PREstudy is selected.

Edit Study: pre

[ Startup File |[pre
| Study | HPr/PRE-Data

Results

Gamma? Format W Error Format WI

R2value Columns Using Format [%2.4f |

Intensity Columns Using Format [%10.4e |

| Results File | [inet/DanSoft/Tests/nmrigraphics/xippFiles/preResults.thl |

Comment | |
Time Points Diamagnetic Paramagnetic
dt =t2-t1 [mS [ ~] [33 | Same dt
MMR Data a...
MMR Data a...
Enable Residue Jump AutoZoom
Peak Interp... [ 3 Point Parabola |

Initial View Region

Set Region by ® Calc Union O Calc Overlap O Manual

Display-X Display-Y
Axis Mame [HM =[N [w|
User Origin  [10.997 | [132.488 |
User End 5,994 | [1o0.5 |

Use Properties Same Properties

Molecule HPr

Assign Table | hprassign | | hprassign |

Structure | Set Structure | | Set Structure |
Ok Cancel

The PRE Study Dialog is very similar to the ARTSY Dialog except that 4 NMR experiments are used
to define the two-point PRE.



Edit Study: Fast Exchange Dialog

This dialog can be obtained in two ways:

1. Creating new study from New Study Dialog Panel with Fast Exchange Study selected.
2. By clicking on the Edit button on the XippPanel when a Fast Exchange study is selected.

Edit Study: FastExchange

| Startup File | [fastExchange |
HPr/Fast-Exchange
Comment [ |

Peak Assigner Type

Enable Residue Jump AutoZoom
Peak Interp... |

2 Point Parabola |

Initial View Region
Set Region by ® Calc Union O Calc Overlap O Manual

Exp. Type [ 15N-HSQC |
Residue/Atom Filters
[] Active [ Properties |
Axis Order [HH [«] [N [w]
Error Ranges
HM 0.03
M 0,30

(b

Display-x Display-Y
Axis Mame [HH [«] [N [«]
User Origin  [11.37 | [132.045 I
User End [4.53 | [LOD.055 |
NMR Data E... | s
Fra... Use Properties Same Properties
NMR Data Show Off... Molecule Assign Table Structure
|mmm———————— COMMEnt =-semeammeaan- |
[ Exp 1 [ [ | HPr [  hprAssign || Set Struct...
|
| Exp 2 | 0.25 | | HPr | hprassign  |[ Set Struct...
|
[ Exp 3 | o5 || HPr [ hpraAssign || Set Struct...
|
| Exp 4 | 0.75 | | HPr | hprassign |[ Set Struct...
|
| Exp S | 1 | | HPr | hprAssign || Set Struct...
|
| Exp 6 | 1 | | HPr || hprassign || Set Struct...
|

| lok




Edit Study: Fast Exchange Dialog
This dialog defines one Fast Exchange series with 6 "N-HSQC NMR experiments.

Most of the buttons for the Fast Exchange Study Dialog are the same as described previously. The
column Fraction Offset identifies the fraction offset from the first NMR experiment to this experiment.
This should be a value between 0.0 and 1.00 which allows vector peak-picking to peak-pick a residue
that changes frequency in a single gesture with all peaks sharing same peak-pick ID and label.

Vector peak picking is done by depressing the left (add peak) or right (delete peak) mouse button
starting the mouse at one end of the fast exchange set of peaks and releasing the button after dragging
the mouse to the opposite end of the set of peaks. If the Fraction Offset is close to correct and the
chemical shifts are in fast exchange then Xipp will correctly add a peak in the right place or remove a
peak from the right place in each experiment.

Tip using vector peak picking and moving peaks together is an easy way to copy the assignment label
from a reference experiment to all of the experiments involved in the fast exchange.

Clicking OK at the bottom of the Edit Study Dialog will save all of the properties into the file based on
the study name, ie fastExchange.xipp in this example.



