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Introduction

* Global Phasing workflows gather a lot
of information about the experiment

during their execution.
- Not just what was done, but user choices and
strategy calculation, etc.

* |[n the future, this information could be
made available to ISPyB, in whole or in
part.

GOL
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Transferable workflows

o Workflow
I Beamline
GUI operations
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I Abstract Beamline Interface
| (ABI)

* Defines a vocabulary for communication
I with a beamline at a scientific level of

abstraction
— Data processing, strategy calculation

* Search for “abstract beamline interface”
on GitHub

— Introduction

— More explanation (click “Wiki” link on GitHub)
- UML diagrams

- Java interfaces
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I ABIl implementations

- ActiveMQ message broker

- Py4J (MXCUBE)

— Direct connection between Rasmus' MXCuBE
workflow hardware object and the workflow
itself

— Better suited than the built-in XML-RPC server to
this particular task

I * Java Messaging Service (DLS/MXGDA)
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Anatomy of an actor

Actor

Actor | ~—Input port Handle data ‘Output port/ | ek
received from/sent | |
Actor | ~— Input port to other actors. ‘Output port | Actor
Trigger actor.
Sl
: Persistence
Invoke Persist layer
Service » Service and/or
(e.g. run / retrieve
stratcal, data -
collect
images, etc.)
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If set, effectiveRadius should be
used to convert detector distances

properties of Detector::detectorAxis

Persistence layer data model

DetectorAxis

=] +name: String [1]
] + pixelSize: PositiveDouble [1]
=] +numberOfPixels: PositiveLong [1]

OrientedDetectorAxis 2]

= +direction: Orientation [1]

DisplacementListSetting

7]

2]

Ul

Detector

& + gain: PositiveFloat [1]
+ readOufTime: PositiveFloat [0..1]
= +darkCurrent: PositiveFloat [0..1]
+ profileError: PositiveFloat [0..1]
(=) + saturation: PositiveDouble [1]
=l +xdsParams: XdsDetectorParams [0
+ effectiveRadius: PositiveFloat [0..1]
=) +filenamesSuffix: FilenameSubstring [1

+/ detectorAxis

1

= e

Displ

ement [

+ detectorPlagement

DetectorPlacement 2]

[0.1]

=) + axisOrigin: Position [1]

[0.1]

+ seaments: NamedMap [
g 1

DetectorGoniostatAxis

1

(1

«DataTypes
XdsDetectorParams

=) + DetectorType: String [1]

+ TrustedRegion: Float [2]

(4 * MinPixelValue: NonNegativelnt [0..1]

torS-‘:ttn‘l‘SJ

DetectorRotationAxis

DetectorTranslationAxis

Limited (

Copyright @ 2010, 2014 by Global Phasing Ltd. Al rights reserved
This UML data model and any artifacts that are automatically generated from it
(including but not limited to source code or any kind of schemata) are
proprietary to and embody the confidential technology of Global Phasing

L).

Ay possession or use (including but not limited to duplication, reproduction

and dissemination) of this model and any such artifacts in machine readable
form or otherwise is forbidden except where an agreement with GPhL that permits
such possession or use is in force.

Interface model

* About 120

Classifiers
- Classes,
numerations,
ataTypes,
rimitiveTypes

* About 50
Associations

* Not the same as the Abstract Beamline

DLS, July 2014



propetties of Detector: eSS
se

OrientedDetectorAxis 2]

+ direction: Orientation [1]

DetectorAxis

DisplacementListSetting__ 2]

= +name: String [1]
= + pixelSize: PositiveDouble [1]
(= +numberOfPixels: PositiveLong [1]

2]

U]
Detector

+ gain: PositiveFloat [1]

+ readOufTime: PositiveFloat [0..1]

+ darkCurrent: PositiveFloat [0..1]

+ profileError: PositiveFloat [0..1]

+ saturation: PositiveDouble [1]

+xdsParams: XdsDetectorParams [0
[ + effectiveRadius: PositiveFloat [0..1]

+ Fi

[0.1]

+/ detectorAxis

+ axisSetting: Displacement [*]

+ detectorPlagement

r DetectorPlacement @]

= +axisOrigin: Position [1]
[0.1]

i

+ Tl
g U]

DetectorGoniostatAxis

U]

<DataTypes»
XdsDetectorParams
= + DetectorType: String [1]
= + TrustedRegion: Float [2]
+ *+MinPixelValue: NonNegativeint [0..1]

Copyright ® 2010, 2014 by Global Phasing Ltd. Al rights reserved
This UM dota model s any wifocts that e sutzmaticsly genersind from &

(including but not limited to source code o any schemata) a
Broprietary to and embody the confidentalteohnology of Giobal Phasing
Limited (GPhL).

Aay possession or use (ncluding but nt imed to dupicaton reproduction
this model and any such artifacts in machine readable
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Extended Java

API
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Future link-up with ISPyB?

Include as e Use API to
opaque C P extract and
Persistence document B present data

Layer or Data

Model Instance - E——

(XML)
Use API to
extract data J— :
into ISPyB > Ft’rf]eesﬁgagla\}vz n
Persistence tables PSS Y

Layer or Data
Model Instance
(XML)

GOL
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I Versioning

* Data model versions identified by date
I - Model change = XML schemata & APl change
— Particularly important for “on-the-fly” extraction

* Application must use matching API version
— Accessing a data model instance with the wrong
version of the APl produces a validation error

* XML Schema namespaces are ‘tag’ URIs

- RFC 4151: the syntax requires a date

- Namespaces look like:
tag:globalphasing.com,2017-09-27:schemata:SDCP/Core

GOL
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