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Grid scan processing

data collection Grid scan?
1yes

no

per image analysis
(all images)

per image analysis

(< 250 images)
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GDA grid scan runs a script

o in/eh

script. that is run at the end of
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Pause for nfe
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/dls_su/apps/mc-scr ipts/misc/islthllatalal lection 42

True 1) 5 then

separate Job for monitoring
B astomsisziren.ave_ a1l insgesthere.Sh 1. $3 53 54 Slnsgelirectary %5

§F ([ sDataCollection == “Trus® 1] ; then

1F ([ SEEAILINE 1= "123" 1] ¢ then
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Scripts run more scripts

1/bin/sh g

cript that 12 run at the end of every collect in ' —
ool st of thre Sotoe o Al Bircen Bete =

110831 added archiving to the end = aus

o input to soript:
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use for nfe
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st
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Scripts run more scripts

cript that 12 run at the end of every callect in
origional author of this script. 15 Alun Ashton 240608

110831 added archiving to the end = aus
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Data set processing

i Rotation no
data collection
scan?

Related data
collections?

autoprocessing:

\‘ " multi-xia2"
S

Screening
images?

autoprocessing:

FastDP Strategy calculation

EDNA (5x)
MOSFLM

xia2 (3x)
autoPROC
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Data set processing |l

PDB?

autoprocessing

yes

Anomalous? —— Sequence?

Dimple MrBUMP
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Limitations
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Limitations

e Maintainability
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Limitations

e Maintainability
@ Testing
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Limitations

e Maintainability
@ Testing

@ Monitoring
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Limitations

Maintainability
Testing
Monitoring

Data reprocessing
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Limitations

Maintainability
Testing

°
°

@ Monitoring
@ Data reprocessing
°

Efficient use of computing resources
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ActiveMQ

Data Metadata

/dls/
network ISPyB
file database
system
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ActiveMQ

+ Fast

+ Lightweight

-|- Not invented here

-|- Broad language support

+ Already used by other groups

=== Documentation

N

R
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Terminology

o Broker: Central server
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Terminology

o Broker: Central server

@ Queue: Producer—Consumer
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Terminology

o Broker: Central server
@ Queue: Producer—Consumer
@ Topic: Publish—Subscribe
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Terminology

Broker: Central server
Queue: Producer—Consumer
Topic: Publish-Subscribe
Transaction: All or nothing
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Delivery guarantee with transactions

Input queue || Service || Output queue
TXN [] TXN
Data
_ACK
process()
Data
COMMIT | | COMMIT
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ActiveMQ

ActiveMQ
Messaging
Server

diamond




Messaging Infrastructure
©00000000000

ActiveMQ

ISPyB database
connector

Per-image-
analysis service

ActiveMQ
Messaging

Server

Data reduc-
tion service
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GDA grid scan announces data collection

Monitoring. User feedback:
rent (297.2ma ||| Beamiine: [idle Send feedback
55 Seript
53552 mm ‘sample Control: [idle
Tools  4x  [AUserOptions & Reset Layout
7 Grid Scan Settings 23 ) Command Queue @l Jython Console =o

i
prer—— ${DCID} /queue/data-collection

Aperture and Beamstop

op [Standard v

5

y




Messaging Infrastructure
0O®000000000

Data collection triggers processing

E /queue/fast_dp

/queue/data-collection @
- 5
= (05
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Supervised & encapsulated processing

xia2 manager:
run task
monitor status

publish status & results
> /queue/xia2
xia2 pipeline=dials...

g

)
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Reporting results

xia2 manager:

run task

monitor status

publish status & results

/queue/xia2-results

xia2 pipeline=dials...
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Reporting results

/queue/xia2-results

GDA results panel

QoS monitor
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12 Distribute

Py se—

DIALS

280otstrap Common

rreE—

St st Tests

4 Update Websites

Se DIALS Regression

5jxia2no Tests

Stxis2Tests

DIALS 1.2 Bulld

2 Bootstrap Platforms.

3a Test nstaller

Sb cethx Platforms

Sgalazplatforms

DIALS 1.2 Test

3 Linuxinstalier

4Deploy to s s

ScDIALS Tests

5h xia2 Regression

DIALS 12 Uplosd
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Infrastructure Overview

ISPyB database
connector

Per-image-
analysis service

ActiveMQ
Messaging

Server

Data reduc-
tion service
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Infrastructure Overview

ISPyB database
connector

DLS SciSoft
status screen

Per-image-
analysis service

ActiveMQ
Messaging

Server

Vs

Data reduc-
tion service
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Infrastructure Overview

ISPyB database
connector

DLS SciSoft

File
status screen

monitoring
service

Live processing
status viewer Per-image-
analysis service

ActiveMQ
Live reciprocal Messaging

lattice viewer Server

Spot find-
ing service

Live diffraction
image viewer
Indexing service
——
p——

"N Process
monitoring Data reduc-
service Structure tion service

solution service
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Timeframe

Diamond currently in shutdown for ring upgrade
Short (2 week) run in December 2016

New infrastructure to be deployed on 2-3 beamlines
Running in parallel to existing scripts

Begin replacing existing infrastructure from early 2017
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