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Basics




Operation PC and Console PC

We need to be aware of that both Operation PC and Console PC

may store files to operate the system.
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Global folder and Local folder

Basic rules of Delta software:

* In the case to use the same file name, the files in local folder
(local files) have preference over the files which are stored in
global folder (global files).

« The global files can not be directly edited.

« The local files can be customize independently for each Delta
user.



Main components

Main components involved in the operation of the system are
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Delta V4




Delta V4 (V3)
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Delta NMR Processing and Control Software

Copyright 1990-20 JEOL USA =

Versi. , NT]
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Licen: ™ =
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Delta V4 (V3)
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Delta NMR Processing and Control Software
Copyright 1990-2006 by JEOL USA, Inc.
Version: 4.3.6 [Windows NT]

Network port = 6422 -

License Will Expire: 31-0CT-2017
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Delta V4
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Delta V4 (V3)
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Delta NMR Processing and Control Software
Copyright 1990-2006 by JEOL USA, Inc.
Version: 4.3.6 [Windows NT]

Network port = 6422 -

License Will Expire: 31-0CT-2017
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eclipse machine . post_exp65533
file_digest.shalsun machine . post_expb5534
files machine . post_exp65535
gamma .def machine . pre_exp
global_op_experiment_tool_ex. jpf machine . pre_expb5531
global_op_parameter_database. jpf machine . pre_exp65532
global_op_peak_analyzer. jpf machine . pre_expb5533
global_op_plot_param_ex. jpf machine . pre_expb5534 . C O n S O | e P C
M global_op_pulse_width_analyzer. jpf machine.pre_expb5535
global_op_sequence_file_generator. jpf machine.rr_shins
global_op_super_auwtomation_gueune. jpf machine . wiring
global_op_super_automation_tool. jpf parameter.config
flulobal_operator_library. jpf probes
.alarms gqueue . hours
.announce queue.priorities
.authorization queue.sanple_id
.config shapes
.config.D solvent .def
machine.config .02 soluent .def .0 ..
machine.config.orig solvent .def .02 | d
machine.connect solvent_reference.def S a m p e C O n Itl 0 n S
ine.defaults start
.defaults65531 start.org
ine.defaults65532 stop
ine.defaultsh5533 stop.or 1 1
machine.defaults65534 tenglatgs SOIVe nt I nfo rm atl O n
nachine.defaults65535 usr
machine.dm_shins verify_install
machine. idle_lock
phanton:seclipset ||

l

&

By Command prompt, it is available to modify...
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Delta V4 (V3)
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Delta NMR Processing and Control Software

Copyright 1990-20 JEOL USA =

Versi. , NT]

'Netwo:
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Delta V5




Delta V5

& IEOL Delta v5.1.3 r :.Ehg
File Options Acquire Process View Analyze Tools

Delta NMR Processing and Control Software
v5.1.3 [Windows]
Copyright 1990-2016 by JEOL RESONANCE Inc.
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Delta V5 e
Operation PC
Console PC
Global folder Global folder

Local folder Local folder

Experimental file Experimental file

Automation script Sample conditions

Automation script

Solvent information
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The merit to use local folder of operation PC

& JEOL Delta v5.1.3 e
File Options Acquire Process View Analyze Tools

Delta NMR Processing and Control Software

v5.1.3 [Windows]
Copyright 1990-2016 by JEOL RESONANCE Inc.

R 3 N )

L

|

Delta V5

Operation PC

Global folder
Local folder

Experimental file

Automation script

It is specific for computer.

It is possible to restrict to Window's account.
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The note to use local folder of V5 for operation PC

Operation PC

There are three different “local” folder!!
B “local’” 1 (C:¥Users¥’account”™¥Documents¥JEOL¥Delta 5.2)

i.e. in the case of “Delta” account, i
- C:¥Users¥Delta¥Documents¥JEOL¥Delta 5.2

Experimental file > C:¥Users¥’account name”¥Documents¥JEOL¥Delta 5.2¥experiments

Automation script = C:¥Users¥”account name”¥Documents¥JEOL¥Delta 5.2¥automation
- C:¥Users¥”account name”¥Documents¥JEOL¥Delta 5.2¥process_lists

It is for personal use.

B “local” 2 (C:¥Users¥ account™¥AppData¥Local¥JEOL¥Delta 5.2)

*AppDta folder is hidden folder.
It is a folder to store the temporal setting file.
For example, when you change the preferences, system.jnv file is stored here.

B “local” 3 (C:¥Program Files¥Common Files¥JEOL¥Delta 5.2)

This folder is restricted for administrator account to modify.
It is available to restrict the some setting by making local “.cfq” file here.
—>explain more by next slide.

B Ref. Global folder (C:¥Program Files¥JEOL¥Delta 5.2.0.app¥Contents¥Resources¥global)
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How does It affect?

l.e. to restrict the language to “Russian”.

“local” 2 folder “local” 3 folder preferences

& JEOL Delta v5.2 = |0 .

TrAll A7y NMREIE T-RIME T -RFR BRITY )L HEEhY -

29
Ao

Delta NMR Processing and Control Software
v5.2 [Windows]

Copyright 1990-2017 by JEOL RESONANCE Inc.
License Will Expire: 31-OCT-2017

LTI 4 ©

|
|
|
none : none default
:
|
|

Japanese

:

& JEOL Delta v5.2 =l

File Options Acquire Process View Aialyze Tools

29
Ao

Delta NMR Processing and Control Software
v5.2 [Windows]

Copyright 1990-2017 by JEOL RESONANCE Inc.
License Will Expire: 31-OCT-2017

|
locale override:STRING = "English™« 1
local_cont igurat ion:STRING = "C:¥lUsers¥sakurai¥hppData¥loc
log_output : STRING = “0: YUse re¥sakura i ¥Document =¥ JEQL ¥De [+ 4k
marge_configuration.checkpoint = 3¢ 1
master_console.console_calor = “lightskyb|ued™« l
|
|
|
|
|

os_twpe:STRING = "Windows™+
pop_on_click = TRUE<
- S

none English

LTI 48 0

system.jnv
English

____________________ g S U U S RS - - - - - - - — - — -
elta V5. =)
| & JEOL Dekta v5.2 N O
locale override:STRING = ”Eng\ iSh"(" : &Buw Monyyatb aaHHbie Obpabotka Bua Axanmz MHCTpy!
local_cont igurat ion:STRING = "C:¥Users¥sakurai¥beeData¥loc R i =) (]
log_output :STRING = "C:¥Users¥sakurai¥Documents¥JEOL¥Deltz) JLOCALE = Russiane a
marge_cont igurat ion.checkpoint = 3¢ = . m@ v
o & . POl 2 & - LEOF] . (&
master_console.console_color = “lightskyblued”s ‘ E I h Delta NMR Processing and Control Software b
os_type:STRING = "Windows™« ng IS v5.2 [Windows]
pop_on_click = TRUE< System Cfg Ecpyzigh:; ]1-:9;-2017 b};l.]'gg; lzlﬁf;)NANCE Ine.
——— e el icense Will Expire: 31-OCT- v
' I |

system.jnv :
Russian
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The merit to use local folder of console PC
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@ JEOL Delta v5.1.3

File Options Acquire Process View Analyze Tools

ET
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Delta NMR Processing and Control Software
v5.1.3 [Windows]

Copyright 1990-2016 by JEOL RESONANCE Inc.

I _
Delta V5 . = ‘
Operation PC
Console PC
. - Global folder
. e Local folder

- _ _
Experimental file

2nd operation PC Automation script

* You can use the same files from other computer. Sample conditions

* You can easily share the original files with colleagues.
Solvent information
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The note to use local folder of V5 for console PC

Console PC

There are two different “local” folder!!

B “local” 1 (C:¥Program Files¥Common Files¥JEOL¥Control 5.2)

Experimental file > C:¥Program Files¥Common Files¥JEOL¥Control 5.2¥experiments
Automation script = C:¥Program Files¥Common Files¥JEOL¥Control 5.2¥automation
- C:¥Program Files¥Common Files¥JEOL¥Control 5.2¥process_lists
Sample conditions, Solvent information - C:¥Program Files¥Common Files¥JEOL¥Control 5.2¥configuration

It is possible to access by any account i i

B “local’ 2 (C:¥Program Files¥Common Files¥JEOL¥Control 5.2¥users¥"account”)

Experimental file, Automation script, , Solvent information *|t is not valid for sample conditions.
- C:¥Program Files¥Common Files¥JEOL¥Control 5.2¥users¥”account”

i.e. in the case of “Delta” account,
- C:¥Program Files¥Common Files¥JEOL¥Control 5.2¥users¥Delta

It is specific for Delta account

B Ref. Global folder (C:¥Program Files¥JEOL¥Control 5.2.0.app¥Contents¥Resources¥global)
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How to make local files for Delta V5
(For console PC)




How to make a local file

_ _ Upload via file browser of Delta software
Experimental file

X’

& JEOL Delta v5.1.3 et
- . é] gns Acquire Process View Analyze Tools
Automation script /e

Delta NMR Processing and Control Software
v5.1.3 [Windows]
1990-2016 by JEOL RESONANCE Inc. |y

Sample conditions =

| Alternate HF Receivi

Alternate LF Receiver Gain Limit  102[dB] ¢ 0

Alternate LF Recelver Gain Point  150000[Hz] ¢ o

Audio Filter Version Number 4 @0

Audio Filter Width Exception  4294967295[Hz]

Console PC

Solvent information
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Upload via file browser of Delta software

B “local” 1 (C:¥Program Files¥Common Files¥JEOL¥Control 5.2)

Experimental file Automation script

l.e. upload an experimental file.

T m—

=
& File Browser & Upload test.jxp to...

[File] options Go & Recent < Favorie Flles

File Options
"% Dovn

- s : J_J*__la __J\_J
# Upload File... &

i JEOL Delta v5.2

)
§ s Acquire Process View Analyze Tools

Delta NMR Pr: sing and Control Software
v5.2 [Himvs]

Copyright 1990-2017 by JEOL RESORANCE Inc.
License Will Expire: 31-OCT-2017

[ Trash File

% Purge Processed Verslons

s Purge Processed In Directory
[ Purge Data Server

Cancel

1. Click “Open file and choose tool”.

‘ 3. Select [File]-[Upload File...].
[P P ...

File Options Go & Recent - Favorite Files

E— R
~ PLACES [idejp ————  Lm
Loca e

& File Browser

2. Select target file. 4. Click “ConnectAs ” button. 6. Select global folder of experiments.

7. Click “OK” button.
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Upload via file browser of Delta software

B “local” 2 (C:¥Program Files¥Common Files¥JEOL¥Control 5.2¥users¥”account”)

Experimental file Automation script

l.e. upload an experimental file for Satoshi account.

T -

& File Browser

[File| options Go @ Recent < Favorite Files

& JEOL Delta V5.2 =B "2 Down e
& Upload File...

[ Trash File

s Purge Processed Versions

s Purge Processed In Directory
[ Purge Data Server

¥ &

File Options Go & Recent - Favorite Files

& File Browser

2. Select target file. 4. Click “Connect As...” button. 6. Select “Satoshi” folder.

7. Click “OK” button.
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How to access to the local file

l.e. access to experimental file.

From “local” 1

On “Open Experiment”, select “Global” folder
from left box, and develop “all files” folder.

There is uploaded experimental file with

description of “Local” there.

‘ Open Experiment

:@Ig

File Options Go & Recent ';Favorite Files

[An Files

Dlll@ll

~ PLACES {s sasakura-pc - Authenticated as sakurai

A Local
& clobal

L Desktop

t_roesy_phase.jxp

test_sakurai.jxp
tth_1d_fluorine.jxp
| =JREEEE | th_1d_fluorine_cpmg.jxp

~ DEVICES tfh_1d_proton.jxp
tth_single_pulse_triple_dec.jxp

Disk Drives
= tocsy.jxp
] sasakura-pc tocsy_1d.jxp
~ FAVORITES tocsy_1d_dpfgse.jxp

[ )

[ m

Experiment File

From “local” 2

On “Open Experiment”, select “Local” folder

from left box.

There is uploaded experimental file there.

‘ Open Experiment

H == e

File Options Go & Recent ';Favorite Files

¥ o1 areg {s sasakura-pc - Authenticated as Satoshi

[satosh MEIE
I[x]

S Local test.jxp

W Global

': Desktop

E Documents

¥ DEVICES

- Disk Drives
' sasakura-pc

¥ FAVORITES

4]

T

i
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How does It affect?

“local” 1 folder ‘local” 2 folder Delta Satoshi
(Satoshi)

1
'
1 [ proton || carbon | cosy | peer | I | [_proton | carbon | cosv | oeer |
| Available Methods 1 Available Methods
| ¥ Standard 1 ¥ Standard
oSy COSY
| Carbon 1 Carbon
DEPT | DEPT
none : none i e
HMQC 1
! HSQC HSQC
I NOESY 1 NOESY
Proton I ;’(‘;égc
ROESY
1 TOCSY Tocsy
| edited DEPT | edited DEPT
1 |
|
—————————————————————I———————————————————————-----------— - - - . S S S e e e .
-
|
®
o 1 |
AUTOMATION VERSION 2; 1
v I Proton | Carbon CosY DEPT Proton | Carbon CosY DEPT
FLRPISE "4 collecton of common Hethods for basic ssperinentat on. i ¢ ) EEaERER 2 EEDEREEN
B ' ’
INCLUDE “Utilities” TO DOMAIN util; I Ava”a:’: “;Eth"ds | Ava”a:’: “;Eth"ds
+ ¥ Standar ¥ Standar
””””””””””””””””””””””””””””””””””””””””” v 1 Locall 1 Locall
B
WETHOD Locall ( OUT highres_proton : DATA ) 1Ss I 1
PURPOSE “Rout ine Proton single pulse experiment”:+ no ne 1
9
EXPERIMENT Proton IS+ 1
SAVE AS “$(SAMPLE) Proton”; + 1 1
COLLECT "proton”; +
END EXPERIMENT: 1 1
"
END METHOD Localll; + 1 |
T
1 1
1 |
i U
1 |
A
A 1 [aurowsTion veRsIon z:+ 1
AUTOMATION VERSION 2; ;
2 7 5 I |PURPOSE "4 collection of Methods for b tation. ;o _Proton | Carbon | cosv | oeet | 1 [ FIEEE) I{ Carbon I{ ooy H DIEET I
PURPOSE “A col lection of common Methods for basic experimentation.”;+ B collection of common Methods for basic experimentation.”; "
M 1 L4 es” " Available Methods i s
3 _— . INCLUDE “Uti1ities” TO DOMAIN wtil;+
INCLUBE “Utiities™ T0 DOWAIN ut i1« I e 1 o T
,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,,, 9 1 O R SR ey Locall Local2
" : .
METHOD Locall ¢ OUT hishres_proton : DATA ) 150 ] |VETHOD Local2 ( OUT hishres_proton : DATA ) IS+ 1
PURPOSE “Rout ine Proton single pulse experinent”; v 1 FURESE et i (Preten Sivele Fulee earimrt 30 1
9
EXPERIMENT Proton 15 1 EXPERIMENT Proton IS+ 1
SAVE AS “$(SAMPLE) Proton”; + ST £ BT Proskar 3o 1
COLLECT "proton”; + 1 g CILLECT rproton”
END EXPERIMENT: 1L : |
"
END METHOD Locallf; - I ED WETHOD Loca |24+ 1
1 L EUF ] 1
1 |
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Edit via preference tool of Delta software

B “local’” 1 (C:¥Program Files¥Common Files¥JEOL¥Control 5.2)

Sample conditions

i & Spectrometer Control - Advanced Mode [ O e
1. Login to spectrometer by “Console” account. Connecton Toks Can s Sages
il 1} sasakul ;T:a:o‘w&
“* H H ” H 5 | o " ‘E = :E;E :g ‘
2. Open the “Hardware Configuration” from [Config]-[Instrument Preferences]. | rsmentpereces , , a "mmi i ;::::z:mwm @
‘i‘ - q T ance Mode ON |4 B Interactive Ribs Aen
“ . . »” . “ . »” I : : | Slot] | Kind | | Shared| | Verified | Error | | Owner | [Last| |
3. On “Hardware Configuration” window, open “Edit Preference” from L olmet| @ | @ "
[Parameters]-[Edit...].
& Preferences : sasakura-pc : Hardware Configuration == & t
[Parameters] Options 0@ [ Createadob | Update Jon(s) :
Page > oe @a Enter a title for the new job:
Revert > 3 - % L
Find... ~+F = ! i h;.”;’;:mng -
Edit... A\ng{eceiver Gain Limit  102[dB] ) U @@ gm@ ) vy alk
I +Q | Receiver Gain Point  200000[Hz] L 4] ReceverGan:50 | Spmiof] | Tlodc2is Temp: 25[dC] i wogen Quese Lengtn: 1
Alternate LF Receiver Gain Limit  102[dB] L <]
Alternate LF Receiver Gain Point  150000[Hz] L 4]
Audio Filter Version Number 4 L[ <]
Audio Filter Width Exception 4294967295[Hz] P oy

4. Put the commands as next slide.

& Edit Preference =3l ﬁ

Title | |

Value [ ] I
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Edit via preference tool of Delta software

B “local’” 1 (C:¥Program Files¥Common Files¥JEOL¥Control 5.2)
Sample conditions

Originally, sample conditions are defined on “sample_fields.jnd” which is in
C:¥Program Files¥JEOL¥Control 5.2.0.app¥Contents¥Resources¥global¥configuration.

N e A B2 o = ‘N
- ) If I want to set the temperature control with 30 [dC]

for all liquid sample as default.

— Laums
R1” B W RE_ T

LIGUIDS. TEMP SET(PRET T+ PARAMETER TEMP SET = “terp set” — degrees” & Edit prefe o = | O] el
LIQUIDS TEMPSETIDEFAULT] = 25[60] oo mm oo oo >
LGUIDS TEME SI:TEWIDGI:—F) o? NSTRAINED INPUT BOX”

QUIDS TEMP SET(ASYNCHRONOLES) = FALSE i PO "

COUDE TEMPRET R T o Title [sample_ﬁelds.llqmds. temp_set"(default) ]

LIQUIDS. TEMP SETIAUTOMATIC) = TRUE

) . ) o ) Value [30[dC]| [Close]
LIGUIDS " SPIN SET”(PRETTY HPARAMET ERSFIN SET = “spinset” —spin rats
IQUIDS “SPINSET/(DEFAULT) = 1E[He]
LIQUIDS. " SPINSET “(MDGET) “COMNSTRAINED INPUT B0
(RUIDS " SPINSET(ASYNCHRONG us) FALSE
LGUIDS "SPINSET“(FLTER) =
(GUIDS “SPINSET (AUTOMATIG) = TRUE
LIQUIDS SPIN STATE(PRET TY +PARAMET ERSPIN STATE = “spin stats” — " spinnsr’”
LGS PN ST ATERET T PARAYETER P It requires rebooting of Delta software of control.
LIQUIDS SPINSTATEWIDGET) ~ = “SELECT ENUMERATION”
JQUIDS SPIN ST ATEASYNCHRONOLS) = FALSE
LQUDS SPINSTATEFLTER) =
LQUIDS SPINSTATEALTOMATID) = TRUE
—LIQUIDS SPIN STATEIPRETTY) = “spinner”
—GUIDS SPINSTAT EETYPE) ; “BOOLEAN

—IQUIDS SPINSTATEIDEFAULT) = TRUE =
—IQUIDS SPINSTATE(MDGET) =" TOGGLE BUTTON & cdit Preference . RS O e 25 -

LIQUIDS TEMP STATE(PRETTY#+PARAMETER TEMP STATE = “temp state”
— temperatur‘e T H H " n
U0 TEMD STATEDEEALLT) = “TEMP OFE"  —mnmmmmmmmmmmmm e e b e » || Title [sample_ﬁelds.hqwds. temp_state"(default) ]
CIQUIDS TEMP STATENWDGET) TSELECT ENUMERATION
LGUIDS TEMPST ATE(ASYINCHRONO us) FALSE value |TEMP ONI [c|ose]
LQUIDS TEMPSTATEFLTER) =

LIGQUIDS TEMPSTATEAUTOMATIC) = TRUE
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How does It affect?

The new “sample_fields.jnv” file was saved in “local”1 folder.

— sample fields

— C¥Program Files¥Common Files¥JEQ L ¥Control B.2¥confizuration¥sample fields jm

licuids.spin stateldefault) = "SPIN OFF”

licuids temp setidefault] = 30/dC
liquids termp stateldefault) = "TEMP QN

standard. load shims Lautomatlcj = TRU

E

standard. " load shims" (default) = “System”
—#Signature TEBFDOGCAAA0AFDRA0ZBBCOCTIZ60AA30BETSEFD JEOL 10-0CT 2017

17:41:23 GMT IEFm S

Before

s B

Acnon Idle
llected: -

.... Sample Control.{ @Load H M[nteractlve ]

No.“ Sample Name| I Solvent ‘ [Slot| I

kind | | Shared | Verified|

» 1= test DMSO-D6 % 1 4

Lquids | () v

¥y 2= NONE 4 0 4

Liquids ¢ | ] ]

Attributes o P i
= spin_set ¥ | 15[Hz]
= spin_state ¥ | SPIN OFF #
= temp_set ¥ | 25[dC
g -
= temp_state ¥ | TEMP OFF %

After

P R e e

Y action: e
Collected: -

.... Sample Control: [ @Load H Mlnteractlve ]

MJ Sample Name‘ Solvent | lSIot‘ [ Kind ‘ IShared| lVeriﬁed|
1= test DMSO-D6 $ 1 «p|Liquids ¢ a |
¥y 2= NONE % 0 «p| Lquds § O O
Attributes| |~ e ™
= spin_set ¥ | 15[Hz]
= spin_state ¥ | SPIN OFF 4
= temp_set ¥ | 30[dc]
= temp_state ¥ | TEMPON %
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Edit via Remote Maintenance Tool

1. Open the Remote Maintenance Tool (Instrument).

2. Login by console privilege user.

3. Move to “Solvent Management” session.

Solvent information

4. Putin the all information about solvent, like a “Solvent name” and etc.

5. Click the “Add” button.

]
I hrtpe//192.1681 95/ inter © + | @ Tool I A
E!amme Maintenance Tool
o e
Curent Statis
Fie Mansgement Computer Status
— e Server Mode  Instrument
Poner Mansgement - i
Coriot Savia Mansgament Computer Sanritz Automation Co.,Ltd. SC2710
s HostName  ECZ400S
e IP Address  192.168.1.94
e HDD Usage  45.2 GB used / 253 GB free
System ComRpoon Time Zone  (UTC) Dublin, Edinburgh, Lisbon, London
Sofwere Updetz: Date Time  QOctober 10, 2017 16:10:02
Fimware Update Release Note Sanritz SC2710 Windows Embedded Standar 7 with Control V5.1.0 Release 201405

R Instrument Status
Eczaons
User Name Instrument Model N/A
datum Instrument S/IN N/A
Server Mode Field Strength 400MHz (9.38976600[T])
instrument Control Version  5.2.1.164 [Windows)
Hoo Control Status  Control service is running
Sample Changer ASC30
NIC-2 Status Cable is not connected.

B Wiring Configuration

B Instrument Configuration
>

]
I hrtpe//192.1681 95/ inter © + | @ Tool A
. A

E!amme Maintenance Tool
el Solvent Management

Curent Statis

e Please edit solvents below and click [Apply] button to take effect.
Administrator Mena .

[ Solvent List

L B Solvent Name NoD Modified Added Hide

Configurston Marsgerment 1,2,4-Trichlorobenzene v u]

e 1,2,4-Trichlorobenzene-D3 ]
e Acetic_Acid - [m]

e Acetic_Acid-D4 8]

Sofware Upcste Acetone = E

I Acetone-D6 O
= Acetonitrile v O

aczios Acetonitrile-D3 O
AR — Benzene 5 [m]

o Benzene-D6 [m]
Serves Moge

Solvent Name
Solvent Type [Undeuterated Solvent
Do |

Remote Maintenance Tool
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Structure of pulse program




Scrip of Experimental file

@ Spectrometer Control - Adv, — Expetiment Source Code _
] — Dalta NMR Experiment & Machine Control Interface —
Connection Tools Config Ex _ _

— Copyright (c) 2000 JEOL Ltd —

¥ | (J sasakura-pc L — All Rights Reserved —

e o User: Satos|

- Owner: Satos| —

— HELP eng: absorption pn_hsgc using dub with X—decoupling

fil samples | Jobs \@ — Category: basic, 20, hage, liquids
— File name : hsqgc

Open Jobs —

¥ New Job 0:57 ;] — Sequence name absorption pn_hsac using cub with X—decoupling

¥ Experiment 1 _ |
hsqc 0:57 — Reference : T pt

— HHuwA.JShaka, JMazn Reson,136.54-629(1999) I

— V. A Mandslshtam,H.Hu,A J Shaka Magn. Reson. Chem., 36,51 7-528(1998)
— RR. Emist, G. Boderhausen, A Wokaun “Principles of Nuclsar Magnetic

— Rssonanos in One and Two Dimensions” Clarsndon Press,

— Oxford University Press, 1987,

— GE Martin AS. Zektzer, "Two Dimensional NMR Mathods for Establishing
— NMR Connectivity, VCH, 1983,

— JK.M Sanders, B Hunter “Modem NMR Spectroscopy, A Guide for Chemists”
— Oxford University Press, 1987,

— Parameters

— x pulse - 90[deg] oks pulse width

— wxath s attenuator of x pulse

— v pulse - 90[deg] irr pulse width

— v atn s attenuator of v pulse

— x fm pulse - 180 deg FM pulse width along x axs
— xfmatn . attenuator of » fm_pulse

— vimpulse 180 deg FM pulse width along v axis
— v imatn - attenuator of v fm_pulse
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Scrip of Experimental file

& Spectrometer Control - Adwv.

Connection Tools Config Ex

¥ I () sasakura-pc L

' User: Satosl|
- % OOwner Satos|
fil samples | ]obs \@

Open Jobs
¥ New Job 0:57 A
¥ Experiment 1
hsqgc 0:57

Receiver Gain: 50 Spin:
| —

comment_ 8 =7 “#k Pulse Field Gradient "
grad selection =7 if v domain = “Carbon1 37 then 130 =251 517 alse
if v domain = “Nitrogen1 5™ then "15N = 59439417 slse
if v domain = “Silicon23” then “2951 = 3621 5217 alss
ify_do}rpain = "Phosphorus31” then “31P=2240241" else

none ;

indude “services”;

BRI — ST gamiiE, = gormalr J,
v gamma = _gst_gammal v domain
termpl = x gamma /v gamma;

grad 1 => 1[ms], help "duration of grad 1”

grad_ 1 amp = 0.075[T/ml, 0.3[T/m] — 0. 3[T/m:| 0.00030T /], help “amplitude of
zrad 1’

grad_1 aamp= grad ! amp/Z;

grad lbamp= —1#grad | amp/?2;

grad 2 => grad 1, help “duration of grad 2°

grad 2 amp = 0. 045[T /m], —0.3[T/m] = 0. 8[T/m:| 0.00030T /m], help “amplitudes of
grad o

grad_2a_a mp = —1#grad 2 ampde;

grad 2bamp = zrad 2 ampdZ;

gad 3 = grad 1, help “duration of grad 3" . .
grad 3amp = (grad 1 ampterad 2 amp)/templ, help “amplitude of grad 37;

grad shape = "SINE” nghape rames, hslp grad|ent shape”:
grad recover => 0.1 [ms] help “gradient recoverny time”™;

—y pl_oorrection =7 360 # ((x_fm_pulse + 1 28%y pulse+40[us]k* v sweep);

includs ” v dec param_ carborﬂ 3"
include “oks dante presat

indude “oks presat time”;

include “tr_presat_homo dec’™;

include " presat relaxation delay calc”;
include “pulse™

phase x = [0F
phass v =190}
phase od = [2(0, 1800} ystep(180%2);

ript
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JXI files

By command of “include”, it downloads “.jxi” file from global file (C:¥Program
Files¥JEOL¥Control 5.2.0.app¥Contents¥Resources¥global¥experiments).

—y pl_correction =7 360 # ((x fm_pulse + 1 28%y pulse+40[us]i* v swesp);

| include “v dec param carbon1 3™ |
nclude  obs dante presat |
include “obs_presat tims”;
include “tn_presat_homo dec”:
include ” presat _rslaxation delay calc’;
include “pulse”;

—v dec param_carton! 3 Jx
comment 102 =7 "4 i decoupling s

irr decoupling => TRUE, help “select TRUE or FALSE for decoupling or non decoupling”;

=TT ITI_UULLJL,H_JII[I L
irr noise =» “MPRE” (TCW, " DIPSER”, " WALUGH"™,"WALTZ" “GARF",
“WMPFE”MPRE”MPETY MPRETMPFS” MPF1 O,
WURST 307, "WURST 407, WURST 507, "WURST 707), hklp “ decoupler
¥ J;bﬁ IIIU'«.,;L,IiGi L;UI’ In,
asnd when;

include “v dec param’”;

y dec_param_carbonl3.jxi

It is necessary to put the .jxi file into the same folder with experimental file in
order to include it into experimental file.
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Develop the include file into experimental file

When you want to develop the parameters which are defined in include file
into experimental file, it is possible by following process.

& Spectrometer Control - Advanced Mode

Connection Tools Config [Experiment]

filj samples . Jobs

2Match
#Add/Update Process|

[ Save Explicitly

=]

Open Jobs

[ Sample| % Get Shims

¥ New Job 0:57[A)
W Experiment 1 (

7

| [NONE

€] e—

JHeader Instrument | Acquisitic

storage_filename _hsqc | $(S¢

filename hsqc
comment absorption_h:
process 2d_inverse_p

auto_gain dJ
filter_limit 16
force_tune dJ

g @ Deliver data automaticall

Receiver Gain: 50 Spin: D[Hz] flodke78s | ™
e — o :

. grad 3 amp = (grad 1 amp + grad 2 amp) / templ, help “amplitude of grad_
grad shape = "SINE”, fz. Sha;:e names, help” gr‘adlent shape”:
grad_recowver = O [ms] help “ gradient recovery time”™;
comment_102 =7 "k _decoupling bt
i decoupling =» TRUE, help “select TRUE or FALSE for decoupling or

ron_decoupling”:
when i decoupling do

irrrnoise = "WMPRST, (TCWT, DIFSE”, TWALIGH™, TWALTZY, "GARF”,

“MPFRY, TMPRE”, TMPETT, TMPRE”, TMPFS”, UMPFIDY, TWURST 307, MWURST 407,

“WURST B0, “WURST 707, help “decoupler noize madulation”;
end when;

i domain = y.domain;

when irr decoupling do

I wLrst = ifin noise = "WURST 30"

then TRUE
else if i noise = "WURST 40"
then TRUE
else ifirr noise = "WURST B0”
then TRUE
else if irr noise = “WURST 707
then TRUE
else FALSE, help “Selsct TRUE or FALSE foradiabatic

decoupling”;

end when;
when i wurst do
i wurst bl default =7 if v domain = "Fluorinel 9"
then B[kHz]
else 2 BkHz],
i wurst_bl = irrowurst b1 default;

i wurst_pwidth =1/ wrst bU
irr dec_ment factor value = if x domain = Oarbon1 3"
then if irr domain = “Fluorine!9”
then 0.7
else 0.9
elze 09
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Summary




Structure of operation PC

Operation PC

Local folder 1
(account)

Local folder 3
(common)

Global folder

automation
experiments

process_lists
Etc...

.cfg file

configuration

process_lists

Etc...

Automation script

Experimental file

Default conditions

Console PC
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Structure of console PC

automation Automation script

Operation PC

configuration Sample conditions  Solventinformation
experiments Experimental file
Local folder modulations Noise source  Shaped pulse  FG shaped pulse

process_lists

—

1U Server

== users delta

Data server . i i
Satoshi Autom_at|on scr_|pt
Experimental file

Etc... Etc...

automation Automation script

configuration | Sample conditions ~ Solventinformation

Global folder experiments Experimental file

modulations Noise source  Shaped pulse  FG shaped pulse

Console PC

process_lists
Etc...
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Summary

By understanding the file folder structure of the
and its priority, It is possible to customize the

environment for each account.

Thank you for your kind attention
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