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ISPyB Updates

e Beamlines
e Status

e Future plans
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ISPyB Updates: Support to Beamlines

Cryo-EM

Data collections recorded in ISPyB
Collaboration with ESRF on Scipion
based workflow

VMXi

Ul improvements for crystal selection
More meta data in ISPyB e.g.

MX crystallisation screens

DHL automated shipping integration Juan’s talk

More statistics and reporting
Integrated zocalo processing
architecture — Graeme'’s talk

Xchem

Recent requirement

Increasing experiment throughput by
XPDF use of multi-pin sample holders

Mapping workflow and concepts Alice’s talk

against existing database tables
—Tim’s talk

N

Lots of incremental improvements...
Lots of requirements too...
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ISPyB at Diamond: System architecture

ISPyB database — clustered solution
Maria DB solution with Maxscale proxy

Main web application and services
provided by SynchWeb

Mobile app developed and supported by
bespoke web services (SynchLink WS)

Stats:
1,000-1300 unique users / month

_ 8,000 - 10,000 page views

50% of users remote
20,000 sessions

~ 7,000 proposals

>1.3M data collections

;
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Web user
(SynchWeb)

3

Mobile User
(SynchLink)

(MariaDB)

Data Acqg/Processing
Services etc.
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ISPyB at Diamond: SynchWeb

e SynchWeb provides
software stack to handle
shipping, data collections
etc.

e Integrates with Diamond
processing pipelines and
third party systems

e ~70k Javascript SLOC
e ~20k PHP SLOC

e All meta data stored in ISPyB
database

N

SynchWeb Ul
Data Shipping
collections Z DHL
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ISPyB at Diamond: future plans for software

Migrate bespoke mobile services to ISPyB

Mobile User
(SynchLink)

D 0a

. Data Acq/Processing
FileSystem Services etc.
GPFS

ISPyB DB Cluster
(MariaDB)

Mobile User
(SynchLink)

ISPy WS

ISPyB DB Cluster]

(MariaDB)

Replace bespoke web services
with ISPyB WS

Investigated deploying as
Wildfly SWARM application

Simplifies deployment (single
jar)

Can support scalability using
ngnix proxy

Additional contractor brought in
to develop ISPyB web services
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ISPyB at Diamond: future plans for software
Migrate bespoke mobile services to ISPyB

Wildfly 8 .. .
Existing Wildfly
Instance
Code —» mvn >
Ear
Wildfly 10
ISPyB-WS Jar
mvn _
Code —» Swarm > Wildfly
Plugin instance per
Jar

\

https://github.com/belkassaby/ISPyB/tree/wildfly-swarm
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ISPyB at Diamond: future plans for software
Migrate bespoke mobile services to ISPyB

Jar

3 DB

Prox
ISPyB Proxy S (Ngini)

— (MaxScale)
ISPyB Jar
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ISPyB at Diamond: Summary

* ISPyB is the core of our LIMS and used
heavily

* Looking to reduce number of bespoke
software solutions supported

* Need to move fast but not diverge

» Large number of database modelling
issues (Karl will brief later)

« Recommend holding monthly webex
meetings to move discussions forward in
developer community

Need to clarify approval process

» Do database changes need ratification
m steering or scie%e committee?

\
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ADDITIONAL SLIDES

SynchWeb Updates

Stu Fisher
DLS Contractor
Quantum Detectors

ISPyB Meeting DLS
====January 2018

diamond




Zocolo Reprocessing Architecture

Reprocess Data

4
Multi Crystal
Process Individually | Pipeline :\' Xia2 DIALS ﬂ High Res : R | Space Group / Cell Options
Spacegroup: |a b c a B ¥
Small Molecule
thau_02_2 - danny/thau_02/ + x
0 10 20 30 40 50 60 70 80
Sample: thau 02 Q Start: 0.0°, Osc: 0.10° 15
Resolution: 2.00& Wavelength: 0.9763& 1.6
1.7
Start End &+ 1.8
1.9
200 300 400 500 600 700 800 900
thau_02_1 - danny/thau_02/ + x
0 10 20 30 40 50 60 70 80
Sample: thau 02 Q Start: 0.0°, Osc: 0.10°
1200 1.40
Spots
oo . . bt i W - 1.50
Resolution: 2.00& Wavelength: 0.9763A 1000 “3:"-..‘ e “:‘: ':::'..r.. i Z ..-‘.‘.'. arsooll] 1 oo
<. "'}-\ﬁ'ci" oo sl 4 Ve g ™ N
Start End 5 800 ",,.' e R X S U ,!. Res
600 ‘ 1.80
100 200 300 400 500 600 700 800 900
Integrate Close

e Allows job monitoring from DB
» Simplified interface for re-integrating data sets



Zocolo Reprocessing Architecture

Key Value

Files Image #

Overall

/2018 01 17/screen/thau/thau 5/thau 5 2 1-1800
/2018 _01_17/screen/thau/thau 5/thau 5 3 1-1800 Low Resolution 53.85772
/2018 01_17/screen/thau/thau_5/thau 5 4 1-1800 e dhescluion s
v thau 5 - thau thau 5 Xia2 DIALS 17-01-2018 23:02 p ing st il /2018 01 17/screen/thau/thau S/thau 5 5 1-1800 Total Observations 9866687
/2018 01 17/screen/thau/thau 5/thau 5 6 1-1800 Multiplicity 17048014
/2018 01 17/screen/thaw/thau 5/thau 5 7 1-1800 [FLzEE U2H063
/2018 01 17/screen/thau/thau 5/thau 5 8 1-1800 Vsig) RBARE
/2018 01 17/screen/thau/thau S/thau 5 9 1-1800
/2018 01 17/screen/thau/thau 5/thau 5 10 1-1800
/2018 _01_17/screen/thau/thau 5/thau 5 11 1-1800
5 Page ¢ <|[1|> »>
Pipeline Xia2 3dii Spacegroup: a b c a B y High Resolution £ Integrate
thau_02_2 thau_02_1 thau_1_10 thau_1_9
danny/thau_02/ danny/thau_02/ 2018_01_17/screen/thau/thau_1/ 2018_01_17/screen/thau/thau_1/
0 20 40 60 80 0 20 40 60 80 0 50 100 150 200 250 300 350 0 50 100 150 200 250 300 350
1200 - 15 1200 1.40 = 2.00 250 1 75
1000 0 5 %% up® 8 0n 23" Spots — 1,6 T AL T , @ spots + 150 200 B> W SP°'S" 225 200 Spots
800 ‘j-_é{,: ‘_:ﬂ.- Bragay 1.7 ;.:a *&:‘;"'% Bragaf, 1.60 150-,,0““ !if | Bragg™* 250 150 W‘a Bmgg’ ;gg
600 Sy % 't W% '-' 1@ Res 15 S0 et "‘ ‘@Res ? 170 100 =¥ * + @PRes 275 100 % o7s
400 R 19 600 1.80 50 3.00 50 3.00
200 400 600 800 200 400 600 800 500 1000 1500 2000 2500 3000 3500 500 1000 1500 2000 2500 3000 3500
Q Start: 0.0° Q Osc: 0.10° | Images Q Start: 0.0° Q Osc: 0.10° | Images Q Start: 0.0° Q Osc: 0.10° | Images Q Start: 0.0° Q Osc: 0.10° | Images
AP Cell: 57.90,57.90,150.57,90.00,90.00,90.00 AP Cell: 57.88,57.88,150.56,90.00,90.00,90.00 AP Cell: 57.87,57.87,150.43,90.00,90.00,90.00 AP Cell: 57.86,57.86,150.40,90.00,90.00,90.00
thau_1_8 thau_1_7 thau_1_6 thau_1_5
2018_01_17/screen/thau/thau_1/ 2018_01_17/screen/thau/thau_1/ 2018_01_17/screen/thau/thau_1/ 2018_01_17/screen/thau/thau_1/
0 50 100 150 200 250 300 350 0 50 100 150 200 250 300 350 0 50 100 150 200 250 300 350 0 50 100 150 200 250 300 350
250 wel—x=i— 200 250 15 1.75 1.75
200 j I\- Spots fy 2.05 Spots 20 vy i Spots -~ 2.00 Py Spots - 200
150 % ar's '“ """ Bragg " 2,50 150 & BT A w  Braggk 150 mm Bragg ?‘ 228 &8s " Braggy 225
100 % "y @ Res 275 100 _‘ WL e w? b '..'{. Res * 25 ‘J @ Res 275 ~'e Res g 250
3.00 30 3.00 2.75
500 1000 1500 2000 2500 3000 3500 500 1000 1500 2000 2500 3000 3500 500 1000 1500 2000 2500 3000 3500 500 1000 1500 2000 2500 3000 3500

Q Start: 0.0° Q Osc: 0.10° | Images
AP Cell: 57.88,57.88,150.41,90.00,90.00,90.00

Q Start: 0.0° Q Osc: 0.10° | Images
AP Cell: 57.83,57.83,150.29,90.00,90.00,90.00

Q Start: 0.0° Q Osc: 0.10° | Images
AP Cell: 57.84,57.84,150.29,90.00,90.00,90.00

Q Start: 0.0° Q Osc: 0.10° | Images
AP Cell: 57.80,57.80,150.11,90.00,90.00,90.00

* Reworked multi crystal integrator
* Showing input parameters, status, and merging statistics



DataCollection Attachments

Attachments

Data Collections  Grid Scans  Full Collections  Auto Inte

Attachments

15 4 Page <« < |1 |> >

File Type
& % % =, 17-01-2018 17:05:43 -| processed/danny/thau_02/thau_02_2_/alebc4a0-af03-45b0-9592-c6e7539a590d/rlv/rl.csv.gz recip & Download Q Reciprocal Space Viewer
Sample: thau 02 Flux: 1.02e+11 15 4 Page ¢ ¢ 1 » »

v

Q Start: 0.0° Q Osc: 0.10°

Q Overlap: 0° No. Images: 900
Resolution: 2.00A Wavelength: 0.9763A
Exposure: 0.050s Transmission: 10.02%
Beamsize: 50x20um Type: SAD

Comment: (-104,-57,324) (-67,-162,-272) Aperture: Large
dials.align_crystalAperture: Medium

Auto Processing

Downstream Processing

* Now adding reciprocal space output to each
data collection

* Integrated reciprocal space viewer
(uglymol)

* Could easily be extended to store other
data collection specific attachments (not
processing)




DHL Integration

* International and
domestic users can
automatically create
airway bills and book
pickup

International users
get quoting system

Print pdf airway bill
from SynchWeb

Automatically fills in
tracking numbers so
staff / users can track
where dewars are

In use at DLS for
around 6 months.

Create Airway Bill: To Facility

Shipment Details

Shipment

Dewars

Weight

DHL Account Number

Declared Value

Package Description

Contact Details

test

Dewar1

18 Kg

Click to edit

100 GBP

Dry shipper - not restricted as per |IATA special provision A152

EXPRESS WORLDWIDE Ecx —m Ay

2017-07-21 XMLPI 6.0 £ *90-1604"

Contact
Contact Phone Number

Contact Email

Laboratory Details

Laboratory Name

Laboratory Address
(excluding post code)

Laboratory City
Laboratory Postcode

Laboratory Country

Pickup Details

Spring 8

1234567890

test@spring8.co.jp

Spring8

1-1-1, Kouto, Sayo-cho, Sayo-gun

Hyogo
679-5148

Japan [Free For: United Kingdom]

From : University College Dublin Origin:
last name
Belfield DUB
4 Dublin —
Ireland, Republic Of Contact: 12345
[*o: Diamond Light Source Soniect - srrar

John Peychers
Fermi Avenue

0X11 ODE Didcot

L United Kingdom _
EMGW GB-OXF-OXF
18.0 kg 1/1

Package Location

Contents: Dry shipper
- n ot restricted a s
per IATA spec ial
provision A 152

WAYBILL 92 4210 4443

Location where shipment can be picked up from stores (2L)GBOX110DE+51000000
Shipping Date 31-01-2018
Ready By
Time shipment will be ready for pickup 15:51
Close Time
Time after which shipment cannot be picked up 20:51 (J) JDO1 4600 0036 4893 5302
Quotes
Product Delivery By Cut Off Time Booking Time
(-] EXPRESS 12:00 05-02-2018 12H 18H 17H30M 303.46
EXPRESS WORLDWIDE 05-02-2018 23H59M 18H 17H30M 317.8



Dewar Overview and Tracking

Dewar Overview

This page shows all dewars for all current visits

i02 i02-2 i03 04 041 23 24

Imager Requested

First Experiment: 13-01-2018

Search

Start Date i Shipment Dewar Name Containers Courier Track # to Status  Location Tracking
19:00 13- mx13467- Mr Mark DLS-MX- DILS- stores-
E i03 i JIC_130118_(03 MX- DLS-442, DLS-443 DHL 4407975401 at facility Delivery: OXFORD-GBR
01-2018 53 Williams 0671 0671 out
. DLS-
19:00 13- mx13467- Mr Mark MX13467-53-103- DLS-MX- DLS-201, GPS-3568, CPS-3569, CPS- . stores- . §
012018 53 103 Wiliams ~ 130118-UEA-AMH 0012 o 3572, DLS-203 DHL 7542101350 atfacility =,  Delivery: OXFORD-GBR
12:0013- mx13587- Mr Mark pis-mx- P25 pis 470, DLS-277, DLS-278, DLS-279 stores-
01-2018 50 i03 Williams Durham mx13587-59 0521 c’)\:ﬂs)éé DLS-471 DHL 2255238845  at facility out  Delivery: OXFORD-GBR
10:00 13- mx15916- 4 Dr Danny mx15916- mx15916- CPS-2318, CPS-2319, CPS-2317, CPS-  Cambridge at facilit stores-
01-2018 36 Axford 36_Shipment1 36_Dewarl 2321, CPS-2309 Courier Y out
10:00 13- mx15916- Dr Danny DLS-MX- IDILS stores-
: 24 DKforl24 MX- DLS092, DLS093, DLS094, DLS095 DHL 1399419604 at facility Delivery: OXFORD-GBR
01-2018 36 Axford 0614 061 out
e e mESlEIE g (7 BTy Daniil Prigozhi T T e T NP DHL 2419354184 atfaciity S Delivery: OXFORD-GBR
01-2018 36 ! Axford anii rigoznin 0602 0602 o 5 at racility out elivery:
| Mr Jose DLS-
10:00 18- mx17221- 400 4 Brandao- e 7222 DLS-MX- . CSB2-4, CSB2-5 DHL 3390118771 processing stores-in Delivery: OXFORD-GBR
01-2018 11 11Shipment1 0217
Neto 0217
10:00 13- mx17221- Migdoss mx17221- mx17221-
01-2018 1 i04-1 Brzr;(:;\o— 11_Shipment 11._Dewari DLS-672, DLS-0041, CSB1-4 at DLS
i Mr Jose DLS-
JLC:00NS 722 L I B e iy DLS-MX- . CSB1-2, CSB1-3 DHL 3390118771 atfaciity S°®S™  Delivery: OXFORD-GBR
01-2018 11 Neto 11Shipment1 0578 0578 out

* Find out where dewars are for experiments on your beamline at a particular time
* Because DHL api populates tracking details we have built in DHL tracking



Processing Graphs

Finally have json for
processing results from xia2,
dials, autoproc

Friendly interface where
multiple processes can be
plotted against each other
and against multiple
parameters

Integration Statistic Plots

0.45 110
. Fast DP: completeness
@ Fast DP: r_merge /
100 @ X1A2 3dii: completeness
0.40 XIA2 3dii: r_merge
@ XIA2 DIALS: completeness
90 . XIA2 DIALS: r_merge

v

0.35

80
0.30

70
0.25 60
0.20 50

40
0.15

30
0.10

20
0.05

10
0.00 0

4.47 3.16 2.58 2.24 2.00 1.83 1.69 1.58 1.49
Auto Processings

Fast DP XIA2 3dii XIAZ2 3d XIA2 DIALS XIA2 3dii | autoPROC
Plots
n_obs cc_one_half_significance completeness cc_one_half r_meas overall cC_anom
r_pim i_mean cc_one_half_critical_value r_merge multiplicity i_over_sigma_mean n_uniq

Close



Grid Scan View

& Y % =0 KO0 28-01-2018 09:09:54 - » grid/Thaum/thaum_8/thaum_8_1_####.cbf

Sample: thaum_8 Dozor - )
Q Start: 210.0° ™ 3 I:]
Resolution: 2.00A 22

Wavelength: 0.9795A g
Resolution: 4.70A
Exposure: 0.040s

Transmission: 20.00%

Beamsize: 32x20um

Boxsize: 30x30pym

Comment: Diffraction grid scan

of 11 by 8 images, Top left . .
[332,101], Bottom right [847,472] 67

Image: 51 Value: 42.089 88 87

X: -381.66 Y: -1.95 Z: 355.12 —

* Now have dozor image quality indicators results with grid scan view




Extensive Reporting Statistics

This page shows beamline overview statistics for the all time

Scheduled Visits Only (Exclude vmxi, Ib, and other long running wisits)

mx s nt in cm sp sw sm m nr b

B Used (%)

Data Collections / hr =
@ Screenings ! br
@ Samples Loaded f hr

10.0 85

—— _
\\_ =)

* / -
70

No.Visits  Allccated ()  Remaining (h)  Used (%)  DataCollections /hr  Max/hr Total  Screenings/hr Samples Loaded / hr

2017-05 1 8 0 0
2017-04 28 359 0 0
2017-03 59 705 92 87 25 2333
2017-02 58 655 115.4 82.4 40 5828
2017-1 72 2546 7011 72.8 34 7473

s g Page ¢ <[1|2 3 4 5 6 7 8 9 10 >

& Download

 How has beamtime been allocated vs used over this run and the proceeding ones
 Samples loaded, data collections per hour, etc



Extensive Reporting Statistics

Histograms
10000 5000
2017-03: Energy (aV) 20717-03: Beamaizex (um)
2017-02: Energy (aV) 20717-02: Beamaizex (um)
@ 2016-02: Energy (aV) — @ 2016-02: Beamsizex (um)
8000 4000
£000 3000 —
4000 2000
2000
1000
0 e ] Mmdl fl
S T R e m T T B R B Y W 4
B B e B B m, Yy, Y T, T, R, B, W W, %, B 9 o

8000

6000

4000

2000

2017-03: Beamaizey {um)
2017-02: Beamsizey {um)
@ 2016-02: Beamsizay {um)

y o

3000

2000

1000

500

o

&

2017-03: Exposuretime (ms)
20717-02: Exposuratima (ms)
B 2016-02: Exposurstime (ms)

. 4 T A e Th e o B, dy Ry B, T, B
% B % B T M, R e T, B, R B, B, B, B, B

 Beamline parameters histogrammed per run (can plot multiple and vs. other beamlines)
 How are users using the monochromator, slits, mirrors, detector, etc



Extensive Reporting Statistics

Run Breakdown for i03

Run: | 2017-03 a

U mm il ipe . abe w [+
Jun 01 Jun 08 Jun 16 Jun23 Jul 01 Jul 08 Jul 16 Jul 24 Aug 01 Aug 08

L
Vo
\ M
T Wi |
W0 A

June 23rd 2017 - June 29th 2017

Jun 24 00:00 Jun 24 12:00 Jun 25 00:00 Jun 25 12:00 Jun 26 00:00 Jun 26 12:00 Jun 27 00:00 Jun 27 12:00 Jun 28 00:00 Jun 26 12:00 Jun 20 00:00
T 1 16000 ~ 010 10
ENEAGY
BEAMSIZEATSAMPLEX + 14000 008 |
- - Tl i . ! B BEAMSIZEATSAMPLEY | i
i B KAPPASTART LEDLE | il
00
@ PHISTART r
- 10000 - 0.04
@ CHISTART
) ¥ [
sooo o2 | O°
6000 - 000 - 10
Jun2400:00  Jun2412:00 Jun 25 00:00 Jun 25 12:00 Jun2600:00  Jun2612:00 Jun2700:00  Jun 27 12:00 Jun 26 00:00 Jun2B12:00  Jun 29 00:00

 Beamline at a glance per run

Visits

Beam dump
Faults
XRF/EXAFS

Robot

Data (coloured by
protein)

Beamline params
(energy, beamsize, etc)



Extensive Reporting Statistics

BAG Overview

This page shows BAG overview statistics for the selected time period

Run: | 2017-03 E Scheduled Visits Only

Yearly  Monthly  Weekly

m< sx nt in cm sp sw sm mt e Ib

Search

Proposal Na. Visits Allocated (hr) Remalining (hr) Used (%) Data Collections / hr Max /hr  Total Screenings / hr Max/hr  Total Samples Loaded / hr Max/hr  Total
mx 4 62 o] 100 4 26 4] 19 78 8.6 19 103
mx 3 62 1] 100 10 108 5.1 10 87 8.1 14 154
mx 4] 131 01 99.9 14 118 7.7 22 169 0.7 24 236
mx 2] 88 0.4 99.5 12 124 5.8 12 151 9.7 19 253
mx 2 39 0.7 98.3 2] 68 7.7 15 123 2] 16 144
mx 7 T4 2.3 96.9 349 13 58 19 a7 7.8 18 125
mx 10 168 5.7 96.6 249 14 145 24 404 9.8 23 478
mx 2 45 2.3 951 30 138 4.4 18 a7 9.7 19 183
mmx 2 46 25 94.6 3 2] 0 0 1.3 23 225
mx g 168 9.9 a4.1 3.4 16 151 22 545 _ 28 560
mx 1 7 0.4 a4 15 51 2 3 6.9 18 48
mx 3 39 35 91.1 5 5] 0 o] 5.5 ] 11
15 E Page <« { 1 2 = f o b

BAG performance per run
Allocated and used beamtime, samples, datacollections, etc



VMXi Crystal Screens

Crystallisation Screens

This page lists all available crystallisation screens.

<+ Add Screen

Name Global # Groups # Components

HR-Crystal Screen Cryo HT Yes 96 319
HR-Crystal Screen HT Yes 96 237
HR-Crystal Screen Lite Yes 50 121
R Crystallisation Screen

HR-Detergent Screen 2

HR-Detergent Screen 3 This page lists details for the selected crystallisation screen.

HR-Detergent Screen HT
HR-Grid Screen Ammonium Sulfate

Name HR-Crystal Screen HT
HR-Grid Screen MPD
Global Yes
HR-Grid Screen PEG 6000
q q C. i 96
HR-Grid Screen PEG/LICI apacty.
HR-Grid Screen Salt HT Screen Components Position
HR-Grid Screen Sodium Chloride S P ion pH : B P : - . . .
HR-Grid Screen Sodium Malonate calcium chloride 0.02 M
HR-Index Screen sodium acetate 0.1 M 46 13 14 15 16 17 18 19 20
2-methyl-2,4-pentanediol 30 %(v/V)
25 26 27 28 29 30 31 32
37 38 39 40 41 42 43 44
49 50 51 52 53 54 55 56
61 62 63 64 65 66 67 68

73 74 75 76 77 78 79 80

85 86 87 88 89 90 91 92

* Have database-ised all crystal screens from Australian source data
* Long term means we will be able to trace crystal conditions -> diffraction quality



Electron Microscopy




Data Collections

@ Visit Stats 48§ Users g8 Parcels

1.40 ; 40000 -~ 10

L @ ASTIGMATISM
‘ a8 ESTIMATEDDEFOCUS 130 o~ 8
@ ESTIMATEDRESOLUTION
| - 1.20 6
20000
1.10 4
100 [ 19000 | ,
090 ' 0 0

Jan 25 16:00 Jan 26 00:00 Jan 26 08:00 Jan 26 16:00 Jan 27 00:00 Jan 27 08:00 Jan 27 16:00 Jan 28 00:00 Jan 28 08:00 Jan 28 16:00 Jan 29 00:00 Jan 29 08:00

‘ \ Search

15 B Page <« <> >

& v % =0 [0 27-01-2018 14:33:53 - » processed/em17171-
2_20180127_1432/Runs/000002_ProtImportMovies/extraGridSquare_27003332_Data_FoilHole_27007441_Data_27005477_27005478_20180127_1427_Fractions#####.mrc

Voltage: 300kV C1 Lens: % Aperture: pm
C2 Lens: % Aperture: pm C3 Lens: % Aperture: um
Obj Aperture: um Magnification: 127273x
Phase Plate: No Beamsize: 0xOum
Detector: Detector Mode:

Sample Pixel Size: A/pix Binning: pix

Image Size: x pix No. Movies:
Frames/Movie: 19 Frame Length: Os

Total Dose: 44.237¢/A2

Comment:

e Currently Atlas = ISPyB Data collection
* Scatter plots show Microscope vitals in real time
* Processing status updated in real time



Processing

Auto Processing Motion Correction: 4017 « CTF: 4017 «

Movie: < 1 >

Motion Correction

& Micrograph  Q Log file

20

Movie Number: 1 First Frame: 1
Drift
Last Frame: 0 Dose Per Frame: e/A2 o
Dose Weight: ? Total Motion: 65.5A
0

Average Motion / Frame: 3.45A Patches Used: x
Comment: aligned -10

-20

-20 10 0 10 20

CTF Correction

& Output Q Log file

Movie Number: 1 Boxsize: xum

Resolution: - A Defocus: - A

Defocus Step Size: A Astigmatism: 1.01A
Astigmatism Angle: 158.2° Estimated Resolution: 3.10A
Estimated Defocus: 28858A Amplitude Contrast:

CC Value:

Comment:

* Have output from Motion Correction & CTF Correction
* Motion Correction: Drift plots, some correction parameters
 CTF: Some parameters, FFT theoretical vs. real



Visit Stats

Histograms

300
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Defocus Histogram
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Resolution Histogram
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mo2: Resolution (A)

1200
m02: Defocus (A)
1000
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400

200
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7] 7 7 s
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Astigmatism Histogram

6.0
5.0
4.0
3.0

2.0

Drift vs. Frame difference

* Usual SynchWeb visit stats (pie chart of time, faults, etc)
* Additionally histograms of microscope vitals

mo02: Astigmatism (Number)

7 7
2, Y % e e
o % % B
@ mo2
.
.
- * .
o o o o o
. . . . .
w, % T
]6‘ 16‘ 1) s {



EM Developments

 Would like to:
* Record Atlas as datacollection group
* Record one datacollection per GridSquare
 Heatmap across grid square to show sample quality

* Then have nice hierarchy for exploring data




