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Q Protasis o

1. p-.
Magnatic: H‘mwmt Microsensors

Account: @

“

¢4
Username: p
password: | | Pressure: 148 PSI

>Done With Shutdown Sequence
>Finished Load Sequence
>Parking Syringe

i P

$% & . -".

& (

"% % -

%

% %

% %

% -

System Status

Attached to NMR: 600 MHz

Priority samples in queue: 0
Run samples in queue: 72
Night samples in queue: 0
Number of your samples to go: 72
Number of your samples completed: 0
NMR Instrument status: IDLE

Sample Counter: 5712

~ [MTRear v
Return samples to:

mQTMmUuaw R

>Go Home 2
2.
Name: [ ltocation v/
Global Plate Barcode:
Plate ID: |
Title: 3
Number of injections: 1 )
Solvent: DMSO |
Molecule: | self v

NMR Experiments

T 4. Queue/Run
Run Parameters For: H11D v

Number Of Scans: 16

Spectral Width: 10 ppm

Spectrum Center: 0 ppm

Experiment Number:

Run Order:

| Al ~| Active Samples ~| Submitied By Me vJ any time |

--m
Delete MT1-Frat 1 1 autoqc DMSO 16
Delete MT1-Frat A2 1 1 autoge DMSO 16

Edit Delete MT1-Fmt A3 1 1 autoqe DMSO 16

Edit Delete MT1-Fmt A4 1 1 autoge DMSO 16

=% E" $ .

% (

n I% 1 1

<< Hide grid

Time

12/27/2007 1:06:16 PM
12/27/2007 1:06:16 PM
12/27/2007 1:06:16 PM
12/27/2007 1:06:16 PM

%

1234567809101112

[ selectAl |

l Remove ‘

[ Cancel ‘

o

Pause Automation

£
Protasis  Bob Albrecht
Protasis  Bob Albrecht
Protasis  Bob Albrecht
Protasis  Bob Albrecht

Self
Self
Self.
Self
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, +% -
3 One-Minute NMR Settings - Microsoft Internet Explorer [ [m]p74]
Fle Edt Vew Favortes Tooks Help i
QBack ~ ¥ B @ Oserch Jrravomes @ v m - ) B
Address| €] http://locahost/protasis/Settings.aspx v E)Go Liks _J MSDN 4] Customize Links i] Free Hotmal
Googlew | v| @ searchweb ~ & Ptk Dhsa biocked @ #doptons
Settings To Edit: General Settings v Al v
Setting \Value Description
Edit Communication.CTC.COM coM1 -I’I;gﬁdslzl:al port for communication with the CTC/LEAP liquid
: o - ;s Comma separated list of One-Minute NMR user names to
Edit Communication.Email.AlertRecipients Bob Albrecht e
dit Communication.Email.FromAccount b.albrecht@protasis.com Account used to send mail to users. Identified in the FROM
of messages.
dit Communication.Email.FromName One-Minute NMR 1 Thg nemeloithelonestiiputelNiiisvstemith atislsendindiey
mail messages.
Edit Communication.Email.Host protasis.com The SMTP server for sending e-mail messages to users.
X . ; STl E T
Edit Communication.Email.LinkToMe http://localhost/OneMinuteNMR/main.aspx? Llnk'to this One-Minute NMR system added to the bottom
RunEnable=True emails.
dit Communication.Email.Password methods Passwor_d fqr e»_mall a<_:count (et senls el wlisn
authentication is required.
dit Communication.Email.SendAlerts True True if warnings and errors should be sent by e-mail.
" _— f - . Set to True if One-Minute NMR sends messages about
Edit Communication.Email.SendFinishedNotice ~ True ] [,
Edit Communication.Email.SendPasswords False Set to True to e-mail passwords to users.
Edit Communication Email.Usernanme Slbrecht 'rl;‘hat?lusemame when authentication is needed for sending e-
dit Communication.HTSL.COM COM4 The serial port for communicating with the HTSL
dit Communication.NMRIP 10.0.0.101 IP address or DNS of the NMR system
dit Database.RemovedSampleExpiration 24 The number of months after which removed samples are
— automatically purged
Edit DatabaseVersion 8 The version of the database schema used for automatic
updates
Edit Load.CleanInjectorl.cycles 1 Number of clean cycles
Edit Load.CleanInjectorl.delay 0 Fill delay in seconds
Edit Load.CleanInjectorl.ejectSpeed 5 Eject speed in microliters per second
=EET e e e = e i e e e |
€] Done % Local intranet

9
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Name:

Notebook Entry:

User weight:

Collection Date (yyyy/mm/dd)

Title:

Number of injections:
Solvent:

Molecule:

W

| _\Vial

1

b

Acetone

w

[

Import Molecule...

NMR Experiments HSQC
To Run: default proton
wetld v
—_ 1
=% E % -
1 * — *I
) % 2 % =
(1] n 1
9 -" 1 ,% 1
1 L} 1
1
Settings Category: General Settings ¥ Settings Filter: [SYSIulgS0 g
Edit Delete CustomField.1NotebookEntry.Declare Custom1 Internal ID for custom field.
Edit Delete ClistomEield 1 NotebookEntrylFormat S sin F/or.rrxft of field. Fields are specified by width. Valid separators are -
Edit Delete CustomField.1NotebookEntry.Label Notebook Entry: La7bEI for custom field.
Edit Delete CustomField.Custom?2.Declare
Edit Delete CustomField.Custom2.Format 100%
Edit Delete CustomField.Custom2.Label User weight:
Edit Delete CustomField.Custom3.Declare
Edit Delete CustomField.Custom3.Format 60px/30px/30px
Edit Delete CustomField.Custom3.Label il LR
(yyyy/mm/dd)
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Alf pendln g/Bob Albrecht/sampleID_1
Notebook Entry: 1234-19-B

W User weight: 190Lb

Collection Date (ywyy/mm/dd) 2005/11/4
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|=0 SQL Server Service Manager

Sever |CLAM

Semvices: |SQL Server

Refresh services... ‘

n Pause
L] Stop

[v Auto-start service when OS starts
Running - WCLAM - MSSQLServer
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Eg Restore One-Minute NMR Database

File to restore database from:

%

L OX

The One-Minute NMR RunProcess must be stopped and the One-
Minute NMR web site must be inactive to restore the database. This
is best accomplished immediately after a restart of SQL Server or
reboot of the computer with no incoming network connections.

|C ‘\protasis\backu p\omnmd. brain

Restore Database
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j One-Minute NMR Links To Data... Eg

td_1:Tray02 1 (1)
HI11D. Score=0.65

HSOQC. Score=0.6%

Average Score=0.66 (>=0.65
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Sample ID Code H11D HSQC
rd 1 CONF 0.65 0.66
rdZ CONF | D.65 | 0.6

td 3 CONF 0.65 0.66
to 4 CONF | 0.65 | 0.66
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&t 8 CONF | 0.65 | 0.66
rd 9 REJ | 0.06 | 0.66
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HMNMR RMS of Assignment: 0.10 Original FW: 152.1473
% \CH3 HNMR Reliability: 87.00 File C:\AS_MRM\DATAItd_1_1H_MF.esp :
HMNMR Match Factor- 0.80 Narme:
Number of DR added from 2x
HSQC: 024333
.‘E‘l Done =  Internet
=% - (

6 9 9
# $% & % # 9 6 @* - % - T %

S($H( 1, T
W #9 L H# S % &$

< <
< <
$ 1%
( %
: 1<->9:
$ <
. = o
% 2 $)/ #% %
2 A
2 $$



+ 2 0%

5 54&
A% C % #% %
#) 9
$ 9
%
$/49 *4 44
$(4 /=
$($
$#
% $# #% %
$$ /
+ $0
' $/4 92=
: & #% %
9
+ % 0 #% %
/ D
194()/
I $
% : W 3 DFB
8 .,%
W DFB
1% %
/)" !
" % % ' 1
# $ % &$-" :
% +% v 1 -
: (
3 *( %
( -t # Y,
% | C o :
B 6 6 =
% Y, I $
, " 1% /$-)D) %
1 1"'5'* &



"# S % & % % ' 3
' % +% 1 n % 1
- n 1 1 % 1 1 %
, -
mn 1 % % 1 1 1 #
$% & 9 -
/ 8 %
! 5- ( >
( > ( % %
L @ V V /
$SN N <-
- @y VvV /
$SN N <--
- - @V /NS $M " -
-3 &%
- - @ % i
& 4 1
-5 -
(
(% "% « %
- - @V IN$ $V)/ = % %
) gj\)/v /1_3:V/$#9#"—/ 9%
. @V V V 'N$
-D$( SN - /
-4 % % %
~( ( % % % -
- A ' =4 6
- I 4-=4+ 7
- &%
-A( -?> « % % A
$ % % "% I "% % N'
-1.$ %3 "% I "% ,$ ! -
/] = I "% 1$40/
/ i
4%/ %
mn 1 / 1 ;
# %
mn % % 1 1 ,
. 1 %
1] % 1 $ ] % % ] ]
/ 8 ' % +9p
( , # SH A %
, , H&=4 $) - ( '




, %

"op  57:1 § %
% % 1% % +%
' 4% &S
. .4 8
%
" 0 P %
-/ g
, 0 S$#
SO0 A '
' % %
. g %
"o o "o
, e X
$9424#3)/-
) ) mn 1
"o  1'55 1
# S % &S
% - %% 1
% . |
"ovogs 155 $ " 0
1 _ll /I,
(- % % %
"o  1'55 * %
% %
106 oo +9% %% -
"o 1'57 1
(  -v %
(
, % %
, 1 (
"o 1'5'& " o4
! @v VvV - ' -

# $ % &$

5/0 :
" % %

+%

%

&$
% S ,# $ % &$
' / $9
&$ % -
1'5<5 $ '
, %
# $ % &$

%
1 .
"# 5 % -"
% " # $ % &

1 % , % 1

/ = '%

><



" % 1"5
" 0% 15 &

/| % % 8 ' -
" % 1'5/™ % &

) ' % ',o-
"% (%

%_
ll% 1I
| -
" %%
&$ b,
" 0% 51
% _ll
%
" % 1
% b
. % % # $ % &$-
" % 4%
#$% &, -" |,

% % # $ % &$-

ll% II%I
# $ % &$ , -

" 0
" % $$
" 0% 5 * 1 "0 '
#: )% !
): &$ -
' % [/ % % '

% "
%
- DS(
%
% % '
%
-=4 !
% 1
4 %
"%, %, N’
% 1
"% ' % %
, % %
1$40/
"%
+%

% -



- ) , H %K 1 %
% % % % % '
% .
- " ' % % % : -
<- : % % H K -
- 5/0 : % ' -
>-) % , 1 % %
% , H: K : -
(%
" , % # %% &$ %
-4 %% %
+% ) ' -5 % ' @
- % , ' ): -=
. @H % [. [ 5/0K-
- 3 (s % % " %
U H $% &S W
<- % = & % % %
/! 46 17 ' -
- &,% % 3
ot % % %
-9 % % % H K
, % % % -
>- $% % % % % %
n 1 % -
?- , 6/8' 7 ' %
% 1 B4 Y,
B4 -
9
9 % &$ % '
% ' v # $ % &$
"L % % % - ' % 1 %
' % ,1, % "% %
# $ % &$ % 2%
&$ % ' $(SH(' ,
% ' = - 8 # # ##,
# 5% &%, % ' -
1] P 2% @

>>



299 29:
= >

2;:2<

2 C# %
2 1
2

&$ %
&% % ' %
- #$5&$ %
' 1 %
2<2(2 v 6 7

#3"3"'@

" % % 1 % %
@ (2

5)/@ 5 2(2

=4 @(*(

.5))@

(2 '% ' $ ($H("
# $% & % %

5 2(2 '% ! 1 1
# $% & % %
& @ %
(**( l% 1 —

# $% & % %

(2 52(2 (%

% # $ N &$-

2(2;
% .
_:4
"% -
% ' %
8 .
3&4D -4

>7?



"HSWE' (" (# W) #

g (B B #)012(#

"H012' (] (#  H# #)012#
(" ) 3# 1 2

2% S

3 " "45, 64 "6457 6

#" 3# #. /

$%&' (" (57 )"
x4l (57 (+-87)012(
012" (/ (57 (+-87)012

56
l% 1 mn
! ' %
) % : %
"%
' -/
% -
v (
# % &$, '
% 1
$ % &S ' -
%
1 1
% "9 % J)
ol - % %) -
( )% &'
9 % C( % D
'% % $ '4
# 5% & % %
D % % 4
1ttt x4 # I %
D -

4

HH # |/

4+-876

o
'# $ % & *
# )

% # $
% % @ #

- n 1 %
M" %

>l



%% 9 &'

% % , H(1" K % ,1 #
$ % &%, - % % ' 2 F
% 4 ) - = 2 1 # %
9, % %9 1-= 4 )

"% 91* %9 1/ J= # $% & %
' . , 1 -= %
4 RS % & % -

9 :

# # $% & 4 %

N $ %+

=, J 1 )9(49 ' '
- 1#G 1 -

1 &l 1
(1 % / $ %*

* "ok ( It %

% % -

&l 1
2 # v ) < =

">ME -?2F@) @2& - #? *&& 2" #
32 A < B 2/ = (
; ) 2 = =
= ( = (>
3
/13" >)?2)@) A ?)>)>)
>)>)>)> >)>)>)>
( = 2 (
2 = (" <1I"( = ( < >

2<2
3

/3" >)?2)@) A ?)>)>)

>)>)>)> >)>)>)>
42 A ) B ™ *&&2" #
A B < 2 =
<ACB2
B &
" /3"
9
[/ CD=)>D)I?)IE " "9

C /)<" | B&3F%&.E



CcC )IE "9
" C,723G; B&E I3 H
" C5l1&25 &1$-E /3
< C <)/ )" "3/ 313 3
T
cC "YE I3
/9
52 & ™ *&&2" # 2
62 < & " | ) & 2
72 = <2
,0 ] 6
1% # $ % &$
' L, % (% / %
o % % * "o N
/I $ - 1 - I %"
1 / % - 1#G- / -
1 4 3
2 $%=</%
"% -# % % % % %
% % -
v
4 # $ % &$ "%
( % - R "
/-&)" , % # 5% &$ '
# $ % &$ ) 1-
4 % % /
7 ( %
7 % %, ,
<7 % % % -
7% -
>7$ % :
% "H % &S$-
54%

% %



F %

/

%

%

/

"H S % &S

%

% "%
% 1
%
4% &S Ll H
% &% '
% %
%
%
# $ % &%
"H % & W H
% K -" 4% -
" , ' % -
"H % & % % -"
' % ' %
% % 'O -
" # $ % & % -4
%
mn 1 %_4[
: % , %
, % %
%_
mn 1 %_4I
%, % ' &% %
: % &$ , '
4' % ' ' :
-4 %
1 I%_( 1
% % %
4 % %
1 %_3 1

K- F %

%

%
, %

% - 4'

%



"l H 3%$G$F3 "H C /1
[* <[ "o : <"/
: I E

K

+ 7"H ™H <

+ T"HC#" )")% $ GS$F, ! #EJ

- 5/ ™H1" < - 5 /CEJ

"HOL )JC#/ 1 #11  EJ

"HL )JCH#] * <[] * <"/EJ

"H )L )JIC# " # " EJ

"H )L )/IC# #: EJ

"H )L )JC# <"H: <"IE]

"H )L )JIC# # EJ

"H )L )JIC# [ #[ | EJ

"H )L )J/IC# #. EJ

- =
- $ < ; - C>> :>EJ
"H ). 2 ; )G'<M $ J
JMH

F " )7H )/C™H EJ

N
+% 3 :
1 1 1%
% ' 6 - S
' 8
n % )
" % % - 4l
% % , -&
n 9

) %



3 WebForm1 - Microsoft Internet Explorer |:“E|B‘
Fle Edit View Favortes Tools Help ax
) Back &) |ﬂ @ _;j ,',,_'-' Search ff' L( Favorites {f? i
Address ‘@ http://localhost/LoginTest/WebForm1.asp ¥ | Go | Links ™
Gm‘aglcv| v| |G| search - & =

Account: | |

Username: | |

Email: ]

Data Dir: | |

Password: | |

&] Done @) Trusted sites
n ( " - -
n % ]

: s 8% /% /&) A
@v V(" - ", %
"% " #H W% &S -

% % % "% % "5 %
" +% - %
% ' % &$ '

' % % -
4' % SO #H % & W % % '
91% ' % % I % -
"9 "% % / % ' /
@2 % / /
% &$ b2 -

" % I %, , % % ' " % '

! % I % # $ % &$ %

o# % - % % ,

% -



The RunProcess wil be closed and runs stopped.
Existing connections to liquid handler, pumps, and solvent conditioner wil be terminated.

Do you want to ontinue with automated setup?

n +% , -

[[™ Automated Loader Setup |:IE|BJ

Tubing -
Length of tubing to NMR: |300 cm
™ Uses Sample Return

CapNMR Flowcell Size: (5 ~| uL

Solvents
Solvent Conditioner COM Port:  Not Detected

Master Valve Port Solvent Name

Pump Master COM Port

HTSL1 ~ coM20 1 B D20
HTSL2 i coMmig 2 - [pmMso

Liquid Handler
CTC Liguid Handler COM Port: COM19

NMR
Bruker Witdows j NMR IP Address or Host Name: (10.0.0.56

Configure

Cancel
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