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"; The ‘Pipeline’

1) Application for an allocation

2) Secure access to NCS Grid resources
3) Sample submission

4) Monitoring sample status

5) Data collection

6) HKL data download

/) Raw Data Archival
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NCS Grid Service

¥)EPSRC Chemistry Program National Crystallography Service - Grid Portal .= 5'

File Edit Wiew Go Bookmarks Tools Help k.

g‘) s ﬁ:@ i@ Iu http:{f152.78,198. 21 4f~pw/ncs_arid_home. php j I@,

u Departmental Seminars u EPSR.C Chemiskry Pr... u EPSR.C Chemistry Pr... u Southampton %-Ray ...

A

EPSRC CHEMISTRY PROGRAM
National Crystallography Service
MCE Grid Partal Engineering and Physical

« Security policy o

Mfelcome to the NCS Grid Service Portal. This is your base to access all of the Grid-enabled services offered by the NCS.

and procedure
Pecess to the HCE facilties via the Grd offers its users a fast and i i lncations, sub

method of reg Senvice
up to the minnte sample status.

=sample data and wizualizing

The NS Grid Access pages detail the user requirements for grid aceess and prowides information regarding the awailable services, instructions on their usage and
step-by-step tutorials where nequired

° Apply to use e |
t I S rV i \ Applications for 2005-2006 MC S Alocations are curmently being accepted. Please note that in order to complete the online form you will need to provide:

2005-2006 NCS Allocation Request

A Scientific Progmamme outlining the objectives of your rezearch project, the need for ¥-ray diffraction support and identifying the extent and scope of amy funding
Wwou recieve to support this research

Aushort report summarising the contribution that any previous NG5 Alocations have had on your research.

Alist of publications or similar output arzing from such MCS Alocation invohrement

Allocation ebform I

e Submit sample

#e part of the Grid inttigtive the NCS will 0on be accepting sample submiszion detailz via a simple webform. This will be implemented at the start of the 2005-2006

F Alocation year.

detalls .

Securs access to the NCS status database. To apphy for an NCS security token please see "NCS Grid Access'
- Sample Status I
* Monitor sample
If ywou require further assistance or wizh to cortact the service for any reason contact detailz can be found on the Service web page: Mational Crystallography
S t at u S Done

Service Wiebpage.
W Startl Es Pegasus Mail )2 Windows Ex... =

Sample Status Database

WinG% v1,70,0,,. | | SHELKL-97 - O... ||@3 Firefox ~ B Jappicryst pap... | & Dr Palski- num...
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1) Applicat

EPSRC Chemistry Program Mational Crystallography Service - Allocation Request - Mo: ;lilﬂ
File Edit Wiew Go Bookmarks Tools  Help k{
& o D 4@ L epigii52.79.190.21 4/ pujalocation_detaik.pho =
| ] Depattmental Seminars | | EPSRC Chemistry Pr... | | EPSRC Chemistry Pr... | | Southampton -Ray ...

-

* % % ok

Please complete the form in FULL. Unless stated EACH section 1S required

EPSRC CHEMISTRY PROGRAM

National Crystallography Service
Application for a 2005-2006 Service Allocation

cPSRC

Engineering and Physical Sciences
Research Council

Instructions

Your Details

Title / Salutation JeGiven Name Family Name

|Dr |Simcm ICUIes

Department EPSRC Chemistry Program National Crystallography Service - Allocation Request - Mozilla Firefox =18 x|
|Schnn| of Chemistry Ble Edt Wew Go Bookmarks Tools  Help L&
Institution & > t@) 4 fﬁ ||_“| hittp: /152,78, 196,21 4{~pw/allocation_dstails, php j I@_

|University of Southampton
Address 1 (Cptional)

|| Departmental Seminars | | EPSRC Chemistry Pr... | | EPSRC Chemistry Pr... | | Southamptan X-Ray ...

[Hiahfield
Address 2 [Optional)

Telephone Number Wery cool crystallography

02380 5967332

City | Town

Fax Number

02380 596723

Allocation Details

[southamptan
County

E-mail

sj.coles@soton.ac.uk

Indicate the number of data collections
andfor structure determinations

50 Data collection(s)
0 Full structure determination(z)

Allocation Requested Per Annum:

|Hampshire
Postcode

required (enter 0 if appropriate).

Facilities available locally to the applicant in the area of service requested:

|5017 184
Country

The best in the world

Juk

Project Title

Reason(s) why the local facilities are i

Our crystals are rubbish

Wery cool crystallography

Have you previously heen awarded a National Crystallograplyy Service Allocation? Yes & no

Dane

l.ijstartl % Pegasus Mail

I B8 Command Prompt

o3 WinGK vl 700,

) 0Ssrc0093r

({Ifyes you will be asked to provide documentary details on the following page)

Have any publications arisen as a result of previous National Crystallography Service Allocations? Yes g O

| @ epsre chemistr... |[(@ epsre chemis..,

{Ifves you will be azked to provide documentary details on the following page)
Proceed to Research Details
Before proceeding any further please ensure that this page is completed in full.

The reguired fields of this page will be checked before moving on to the next page where you will he requested to provide your
case for suppart and optionally details of any previous NCS Allocations and associated publications.

Procesd Reset Page
Contact Details:

Ifyou reguire further assistance orwizgh to contact the service for any reason contact details can be found on the Service web
page: Mational Cr w Service Webpage.

Done

; WinGE w1 7., | () 0%src0093r

1.‘;5tart| B3 Pegasus Mail | B8 command Pr...

| @ ersec chem... |[@ epsr che.. | [E] Hicrasoft po. . | B cs arid ser... | [« a2 86 2y 1540
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2) Security

‘User friendly’

NCS reqgistration

Panel award
access to NCS

KEYSTORE

NCSA

uments an

File Tools HI
L= BREEEESE @

| Last Modified

|KeyStnre Type: JKS, Size: 1 entry

procedure!

MJ

NCSA
private key
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Signed certificate
imported into browser

CLIENT

_J | e | o

Im_ i

rer | o |

i ot | s i | s At |

B ——— -

2 o F

[ T
Lo tige (0 3 Cartifiation Sefberty
‘Crganaanon {0} Urwvendy of Souhanpton
Cogarr e (U1 o oot
P =

-

orgmaon {0} ety o St

_tw | _om |

Passcode &

signed PFX

Password Entry Dialog

Please enter the passwol
certificate backup.

rd that was used ko

Passiwor d: I ******** 4
QK I Cancel | Help |

x|

nickypl this




3) Sample Submission

EIIESRE Chemishry Progeam Sstionsd Crystallography Service - Sample files - oaills Firelos =12 %]
[esdsuke  Jaskt ek y
EJEPSRC Chemistry Program Mational Crystallography Service - Sample Reciept - Mozilla Firefox = | = |1|I BN
File Edit Wew Go Bookmarks Tools Help k{ E =
@ v D TP @ ||_“| httpi/ {152, 78, 198,214/~pwsample_submit.php j |@,
resthon
Do f® Wew G ®o ) Y pepartmental Seminars | | EPSRC Chemistry Pr... | | EPSRC Chemistry Pr... | | Southampton %-Ray ... ]
-2 2@
| Dapartrertal Sernars | 6 — I— ¢ 01 othir
EPSRC CHEMISTRY PROGRAM E PS ( '
e National Crystallography Service e =
Rreet Engineering and Physical Sci
. Sample Submission Form e e arch Gl
Dat | |
Df.’: Thank you for submitting the details ofvour sample.
F Ahrief summary of the details you have just subrmitted is given belowe. Foryour convenience this has also been e-mailed to the
= address you supplied (s j.coles@soton.ac.uk).
el Mame: Dr Simon Coles
o o =5
vos Projecttitle: Wen cool crystallography
or
Your reference:; SCRAP St
- . . =
iy Service requested: Data collection only
Yas) [@ersmcom_ [ Sarde 4 i
o
Pla =11 x]
Flease ensure that your sampleis) are packaged appropriately and that vour reference " SCRAP " is clearly visible. The Service Y
o is fully equipped to deal with material which is air sensitive andfor solvent dependant, details can be found on the Service =l i
riod wiehpage: Shipping of Sensitive Samples .
I ::I 4]
[% Flease print this page and use the packaging and shipping labels below to simplify and speed-up the process.
Done
@ Mol Sle or
o] Ebeeehat ] Delivery address: wisl alow.
——
e Mrs Ann Bingham [
EPSRC National Crystallography Service
et .
oo School of Chemistry
University of Southampton
o Highfield
Southampton
= SO17 1BJ 3
& sun| T pegunsial |
Sample details: hd
Dane
=z = ]
! Start Peqgasus Mai Command Pr...| oo WinGx vl.... | ) 05src00930 Micrasoft Po... MCS Grid Scr... | EPSRC Che... o o S 1622
& | d o €l f d s |

e -
i) st | B popriciial | B Convnander. | <3 e | et | [0 Mo po.. | Bcs Gt | e oo

|[@ oo [« Darde 4 1w
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al X

=e

<3 Combechem status - Microsoft Internet Explorer I =10l x|
| Ele Edt Wew Favortes Tools Help ‘ [7
- — P
@ Back ~ @ - lj @ '_lj | /_)Search \:}( Favorites eMedla {‘}| :'_:--'_v = E _J .ﬁ
Address |g‘| https: jfinteract. xservice. saton. ac.uk/statusfindex. php ﬂ (=t:] ‘ Lirks >

National Crystallography Service — Sample Status

w4

Viewing samples for M E Light (light@soton.ac.uk)

NCSID Customer ID Received Collection | Status Details
O4MELO0SE  |2nd test 2004-02-12 001 D (L il / Report
[ 04MELO0SZ  [mel0l [ 2004-02-06 | 001 e
[ o4srCoiod #13-123 [ zo04-03-08 | 001 | Wext [Due at 00:00.00 est)
| o4smcoioz  g12-01 | 2004-03-08 | | Failed (Referred) [Difftaction too wealk
I T e SR st too sl
[ o04smcot0s  HSF-HQI [ 2004-03-08 | 001 | Added
-]
] pere NN

30 A 1) [ 5 st e v it

EFSRC X Ray Crystallography Service

Bt e b o o pedate

S S K
Seberad Esemple K [

44%@@_4

‘Sl Hsttn Bl B (icknd =

NCS CLIENT
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"; 5) Data Collection

e Decision making
— Does the crystal diffract?
— Best parameters for unit cell determination?
— Can a unit cell be indexed and is it sensible?
— What are the best parameters for the data collection?

e Bruker-Nonius ‘COLLECT’ libraries linked In
Python using tkinter

 Invoke ‘DENZO’ & ‘SCALEPACK’ externally
through command line defaults
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"; 5) Data Collection

Automated experiment steering service: Architecture

Comb-e-chem Architecture: NCS scenario 05/01/2004

Munin
4 f F & Nevis
Trostad
Broweer Eeystore
Q A
[ &
— - — conbrol _
Bhore E Tetmpaorary
Ko J \ 4 Slosage i
T —— g =1 Rasults Web e =
Client machine Service |3
A
Mk : /Uiy ] P Sl -
1
1
B & 1
."III e e
F_E Experimant ::_ S d__ ~ E
g — 5 2 o =y |
.1';:? Raw Data. _/[_fl _: =~ —H Siatus (] | 1 Statng :
& g ] \ — - o Inserface Diatabass :
[aF] —— — ¢ b [
E i Admin I j g :
@ i
1'/ ——= Processing - _ - :
() = 5 o BT 1
Service to be implemented | (F*xperimenic 1) o bl TSR Dl Dety Tt
————  Web Pages (PHF/Servlets) & Cade
————— Other protocols (native)
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5) Data Collection

Munin
8 ™)
R -
Nevis
Browser
Trusted
Keystore

o Status & /
o control service
T
=
o
2]
f'(- e Temporary
Results web I Storage
Keystore \.‘l service Iy
Client v —— N\
machine ! | N —— —/—
e : ——
f
i : Status DB
| Interface
m -t
HIE S
a -
< || /
] - Lx —— Lo I_

|Results Data |

k J N\ ./ \-.._____-/ Cader

Lab Technician Dellboy

L
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5) Data Collection Monitoring

Munin
i T ZUUZ0o- T TZ00 U0+ 0T [Faled (Feleiea) —
[733  [2002-05-17 12:00.00+01 [Failed Referred)
e [734  [2002-05-20 12:00.00+01 [Faled (Referred)

[735  [2002-05-17 12:00.00+01 [Faed Referred)
Browser [384  [2002-04-08 12:00.00+01 [Faded (Referred)
285 [2002-04-08 12:00:00+01 [Failed Referred)

[386  [2002-04-08 12:00.00+01 [Faed (Referred)
q / Viewing samples for 8.J Coles (sjcS@soton.ac.uk)
% Sample]:D‘NCS]:D Received Status | Details
L 0350005 3338 [2003-04-11 01:35.51+01 | Scheduled
| | 0350006 (3339 [2003-04-1101:36:21+01|  Next  [Due at 00:00:00 (est)
0355007 (3343 [2003-04-11 01:4957+01 | N | C ontrol service
035ic008 3344 [2003-04-11 01:50-57+01 | N | Cont ol service
035009 (3345 [2003-04-11 01:5125+01 | Broeessngl
035c010 3346 |2003-04-11 01:52:10+01 [Reprocessing
. ""‘--...____ < | TETITROTAar Y
b p \ Results web I Storage
Keystore service
Client Exveriment —_—— =
0 xperimen %
machine \ it A o
-4 Control L i
Scripts f
Bl T o~y el — —————————— — — 9
= X-Ray [
o Experiment [ 1)
=} A~ |
= () |
7] Raw Data ] : Status DB |
g Interface Status |
= Database
@ - |
- j 5| 8 |
Admin a8 5 s TN |
»| Processing < = J
Ll — 4 — — — _ h |
- —_ B b S - — _ _ 1
|Results Data|
o Fd
Lab Technician Dellboy \_/ \/ N Cader
. J \, J
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4; 5) Data Collection Monitoring

Munin
s 1

—————
Browser

Nevis

5

gy Trusted
\ Keystore

o Status &
= control service | -
£ e —— = il
5 Qs - 0= 8] B e rewm e €] (- B .
E T ey R U ———————————— = e
h""‘“-. < National Crystallography Service
; rap: '
Keystore (" h
Client g frvor sy T
. xperimen I
machine - Control L P ]
Scripts B ——
= \ T
]
= X-Ray
- Experiment (
(18
2 4
n Raw Data : 3
@
= '
=
= y
Admin =
»| Processing | | = = i ) I
B Bl = T i I ]
|Results Data|
Lab Technician Dellboy N e ™ Cader
" L.

NSF Crystal Grid Raw Data
Management Workshop



6) Data Download

Munin g

. =T
e G gew Fuortss Dokt | &
Qo+ © - 1x] 2] (3] s Lronm s @] 2 L3 )3
agress [ €] s, I 2 B ms
— -
Browser . National Crystallography Service — Sample Status
Viewing samples for M E Light (light@soton.ac.uk)
—
| r NCSID Custemer T Received Collection Starus Details
AMELOOYE  Znd test 2004.02-12 ot D L e Rt
O4MELOOYS meld1 20040206 001 [ Hext True at 000000 (est)
= ] OASRCOIA  #13-123 2004.03-08 [ Scheduled
N ! SRCO103 #1201 2004-03-08 o0 | Faled (Referred) Difracton too weak
! [ RN s too small
! MSRCO105  HSF-HOL 2004.03-08 a1 [ Added
=l
'--._____. ':%m 1115y [ trmeret %
\* H . -
- ~ | Results web I Q’Orige/
Keystore service 7y
Client %
samching Experiment Ak . T S
- Control - - I
ST - Scripts i
e - e e — | L — .,
EFSRC Natione! Cpstaitography Service ™ B R 2 Toeemeesee N 1 1 1 R 1 e e e e e e e e e e e e e e 9
Dot Callection Summary X-Ray |
Summary report far Directory: diska/2aoti52 Experimeni g r
Raw Data i : Status DB :
Interface Status |
Database
@ = I
y = 3 |
~~~~~~~~~ =) g E e
2,000 “ Admin o S - ~ |
L . q h /
»| Processing | | A ,] |
_—— B N b e L _ _ 1
|Results Data |
S A
Lab Technician Dellboy \_/ U/ P Cader
\ J \. J
: NSF Crystal Grid Raw Data
il e | s i
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"; /) Raw Data Archiving

Automated Scripting of Archiving Process

End of processing — “archive” script

Data staged to lab server — sits for 1 month
Data uploaded to ATLAS Data Store
Assigned unique NCS identifier

Script available for automated de-archiving if
reprocessing needed.
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