Test CrystFEL GUI version 0.10.2

MAX IV cluster April 2023



Check CrystFEL versions available and start CrystFEL GUI

Mate Terminal ¥) () (X v

File Edit View Search Terminal Help File View Tools Help

[marmoc2@offline-fel ~]$ module load gopresto .
[marmoc2@offline-fel ~1$ module --ignore-cache avail CrystFEL Ready to load images

/sw/pkg/presto/modules/all Show results from: @ Calculations within GUI =
CrystFEL/®.10.0-3-PReSTO
CrystFEL/®.10.1-1-PReSTO
CrystFEL/©.10.
CrystFEL/0.10.
CrystFEL/0.10.
CrystFEL/0.10.
CrystFEL/8.10.1-7-PR ol e T

CrystFEL/©.10.2

ez

CrystFEL/B.
CrystFEL/®.
CrystFEL/0.
CrystFEL/0.
CrystFEL/0.
CrystFEL/®.
CrystFEL/B.
CrystFEL/0.
CrystFEL/0.
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N e tautt Hodute e e CrystFEL GUI runs at login node and use
SLURM for sending jobs to compute nodes

Use "module spider" to find all possible modules.
Use "module keyword keyl key2 ..." to search for all possible modules matching
any of the "keys".
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Index all frames

[marmoc2@offline-fel ~]% ml CrystFEL/0.18.2-PReST0-8.0
@offline-fel ~]$ crystfel

<

Determine unit cell

0.0

Indexing ambiguity

"
Ll




Test data, 20 master-files, 400 containers

Lyz-HEC 1 18 881 master.hs

Lyz-HEC 1 1 001 data ©0001.
Lyz-HEC 1 1 001 data ©08002.
Lyz-HEC 1 1 801 data @eeee3.
Lyz- HEC 1 1 001 | “data | 000004 .
Lyz- HEC 1 1 0e1 | “data | _00ERe5.
Lyz- HEC 1 1 BBl data | _000006.
Lyz- HEC 1 1 801 data 086067.
Lyz- HEC 1 1 801 data 0800ES.
Lyz- HEC 1 1 801 data 000009.
Lyz-HEC 1 1 001 data ©0016.
Lyz-HEC 1 1 001 data ©0011.
Lyz-HEC 1 1 001 data ©08012.
Lyz-HEC 1 1 001 data ©0©013.
Lyz-HEC 1 1 001 data ©08014.
Lyz-HEC 1 1 881 data_8@8815.
Lyz- HEC 1 1 001 | “data | _000016.
Lyz- HEC 1 1 001 | “data | 0000817 .
Lyz- HEC 1 1 0e1 | “data | _00eR18.
Lyz- HEC 1 1 BBl data _000019.
Lyz- HEC 1 1 @@1 data 000828.
Lyz-HEC 1 1 001 master.h5

Lyz-HEC 1 11 001 data ©00001.
Lyz-HEC 1 11 801 data 080062.
Lyz-HEC 1 11 801 data 080063.
Lyz-HEC 1 11 801 data 000004.
Lyz-HEC 1 11 801 data 0800O5.
Lyz-HEC 1 11 801 data 0800E6.
Lyz-HEC 1 11 881 data_888087.
Lyz- HEC 1 11 001 | “data 000008 .
Lyz- HEC 1 11 801 | “data _0008a9.
Lyz- HEC 1 11 0e1 | data _00p010.
Lyz- HEC 1 11 @@1 data _000011.
Lyz- HEC 1 11 801 data 086012.
Lyz- HEC 1 11 001 data 00013.
Lyz-HEC 1 11 001 data 000014.
Lyz-HEC 1 11 801 data 080015.
Lyz-HEC 1 11 801 data 086016.
Lyz-HEC 1 11 801 data 000017.
Lyz-HEC 1 11 801 data 080018.
[marmoc2@offline-fel Lyz-HEC

[marmoc2@offline-fel Lyz-HEC _11% pwd
fdatafvlSJtOrSfblomaXf2@19@586f282212@8frawayZILyZ-HEC_1
[marmoc2@offline-fel Lyz-HEC 1]% 1s

Lyz-HEC 1 16 001 data ©O0O1.
Lyz-HEC 1 10 001 data 000002.
Lyz-HEC 1 10 081 data 980003.
Lyz- HEC 1 1@ 001 data 000004.
Lyz- HEC 1 16 001 data 0OE0O5.
Lyz-HEC 1 10 801 data 08O0E6.
Lyz-HEC 1 16 001 data 00B0O7.
Lyz-HEC 1 16 001 data 0OOOOS.
Lyz-HEC 1 16 001 data ©0803.
Lyz-HEC 1 16 001 data 0008018.
Lyz-HEC 1 18 881 data_@@8@1l.
Lyz- HEC 1 1@ 001 | “data | _0000812.
Lyz- HEC 1 1@ 0ol | “data | _00pe13.
Lyz- HEC 1 1@ 0e1 | “data 00014,
Lyz- HEC 1 1@ 001 data 000015.
Lyz- HEC 1 16 001 data 0OEO16.
Lyz-HEC 1 10 0081 data 000017.
Lyz-HEC 1 16 001 data ©OBO18.
Lyz-HEC 1 16 001 data ©0819.
Lyz-HEC 1 16 001 data 0008020.
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Lyz-HEC 1 11 801 dats 1886819
Lyz- HEC 1 11 601 “data 0w2820
Lyz- HEC 1 11 001 master.hs

Lyz- HEC 1 12 001 data 000601
Lyz- HEC 1 12 001 data 906062
Lyz-HEC 1 12 001 data 060603
Lyz-HEC 1 12 001 data 060604
Lyz-HEC 1 12 001 data 0806E5
Lyz-HEC 1 12 001 data 080606
Lyz-HEC 1 12 001 data 080607
Lyz-HEC 1 12 801 data p@gees
Lyz- HEC 1 12 901 data 00OEEI
Lyz- HEC 1 12 901 data 000610
Lyz- HEC 1 12 901 data 000611
Lyz- HEC 1 12 001 data 000812
Lyz- HEC 1 12 001 data 906013
Lyz-HEC 1 12 001 data 006014
Lyz-HEC 1 12 001 data 060615
Lyz-HEC 1 12 001 data 060616
Lyz-HEC 1 12 001 data 080617
Lyz-HEC 1 12 001 data 0080618
Lyz-HEC 1 12 001 data 060619
Lyz-HEC 1 12 001 data 080626
Lyz-HEC_ 1 12 881 master.h3

Lyz- HEC 1 13 901 data 080801
Lyz- HEC 1 13 901 data 000602
Lyz- HEC 1 13 001 data 000603
Lyz- HEC 1 13 001 data 000604
Lyz- HEC 1 13 001 data 090@O5
Lyz- HEC 1 13 001 data 906066
Lyz-HEC 1 13 001 data 060607
Lyz-HEC 1 13 001 data 060608
Lyz-HEC 1 13 001 data 060609
Lyz-HEC 1 13 001 data 060616
Lyz-HEC 1 13 001 data 080611
Lyz-HEC 1 13 801 data ©@gglz
Lyz- HEC 1 13 901 data 000813
Lyz- HEC 1 13 901 data 000814
Lyz- HEC 1 13 901 data 000615
Lyz- HEC 1 13 001 data 000616
Lyz- HEC 1 13 001 data 000@17
Lyz- HEC 1 13 001 data 000@18
Lyz- HEC 1 13 001 data 000@19
Lyz- HEC 1 13 001 | “data 0eee20
Lyz- HEC 1 13 @@1 master.hs

Lyz- HEC 1 14 001 data 600001
Lyz-HEC 1 14 001 data 900062
Lyz-HEC 1 14 001 data 060603
Lyz-HEC 1 14 801 data p@gee4
Lyz- HEC 1 14 901 data 0ROEES
Lyz- HEC 1 14 901 data 0DEOEEE
Lyz- HEC 1 14 901 data 000607
Lyz- HEC 1 14 001 data 000608
Lyz- HEC 1 14 001 data 000603
Lyz- HEC 1 14 001 data 906018
Lyz-HEC 1 14 001 data 000811
Lyz-HEC 1 14 001 data 0680612
Lyz-HEC 1 14 001 data 060613
Lyz-HEC 1 14 001 data 060614
Lyz-HEC 1 14 001 data 0080615
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.h5
.hs
.h5
.h5
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.h5
.h5
.h5
.h5
.h5
.h3

Lyz-HEC 1 14 801 data 000016.

Lyz- HEC 1 14 001 data 000017.

Lyz- HEC 1 14 901 data 000018.
Lyz- HEC 1 14 901 data 000019,
Lyz HEC 1 14 001 _ “data 000020.
z- HEC 1 14 801 master.hs

Lys HEC 1 15 001 data 0o0eel1.
Lyz-
Lyz-HEQ 1 15 001 data 000003,
Lyz-HEC_3 15 001 data 000004 .
Lyz- HEC 1 15 001 data 000005.

'FC 1 15 001 data 000002,

h5
h5
h5
h5
h5

h5
h5
h5
h5
h5

Show rolylts from:

ch pattern: | All

Lyz-HEC 1 17 001 data 600013.
Lyz-HEC 1 17 001 data 000014.
Lyz-HEC 1 17 001 data 0600015.
Lyz-HEC 1 17 001 data 000016.
Lyz-HEC 1 17 001 data 000017.
Lyz-HEC 1 17 001 data 000018,
Lyz-HEC 1 17 001 data 000019.
Lyz-HEC 1 17 001 data 060028.

Lyz- HEC 1 1? @@1 master.hs

Lyz- HEC 1 18 001 | data _000001.
Lyz-HEC 1 18 001 data 000802.

ithin GUI =

Import data

ch for files in folder 5

n folc

Load stream

Geometry file:

Indexing ambiguity

e all the

urrent data

h5

hs
hs

hs
h5
h3

h3
h3

Cancel

Lyz-HEC 1 20 001 data 000016.
Lyz-HEC 1 20 001 data 000011.
Lyz-HEC 1 20 001 data 000012.
Lyz-HEC 1 20 001 data 000013.
Lyz-HEC 1 20 001 data 000614.
Lyz-HEC 1 20 001 data 000615.
Lyz-HEC 1 20 001 data 000616.
Lyz-HEC 1 20 001 data 000617.
Lyz-HEC 1 20 001 data 000618.
Lyz-HEC 1 20 001 data 000619.
Lyz-HEC 1 20 001 data 000626.

Import

1. Use ”“Search for files in folder” option
2. Geometry file, MAXIV.geom, from MAX IV staff

Lyz-HEC_1 16 881 master.h3

Lyz-HEC 1 17 001 data 0800001.
Lyz-HEC 1 17 001 data 880002.
Lyz-HEC 1 17 001 data 800003.
Lyz-HEC 1 17 001 data 000004.
Lyz-HEC 1 17 001 data 000065.
Lyz-HEC 1 17 001 data 000006.
Lyz-HEC 1 17 001 data 000007.
Lyz-HEC 1 17 001 data 000008.
Lyz-HEC 1 17 001 data 000009,
Lyz-HEC 1 17 001 data 000018.
Lyz-HEC 1 17 001 data 000011
Lyz-HEC 1 17 001 data 000012.

h5
h5
h5
h5
h5
h5
h5
h5
h5
h5
h5
h5

Lyz-HEC 1 19 001 data 000018.
Lyz-HEC 1 19 001 data 000019.
Lyz-HEC 1 19 001 data 608828.

Lyz- HEC 1 19 @@1 master.hs

Lyz-HEC 1 20 001 data 600001.
Lyz-HEC 1 20 001 data 000002.
Lyz-HEC 1 20 001 data 0600003.
Lyz-HEC 1 20 001 data 000004,
Lyz-HEC 1 26 001 data 000005.
Lyz-HEC 1 20 001 data 000006.
Lyz-HEC 1 26 001 data 000007.
Lyz-HEC 1 26 001 data 000008,
Lyz-HEC 1 26 001 data 000009,

h3
h5

h5
h5
h5

hs
hs

h5
h3

Lyz-HEC 1 3 8081 data ©00015.
Lyz-HEC 1 3 801 data 000016
Lyz- HEC 1 3 001 data 080817
Lyz- HEC 1 3 001 data 00018
Lyz- HEC 1 3 001 data 0019
Lyz-HEC 1 3 001 data 000820
Lyz- HEC 1 3 001 master.hs

Lyz-HEC 1 4 001 data 906661
Lyz-HEC 1 4 001 data 000802
Lyz-HEC 1 4 8081 data ©08BE3
Lyz-HEC 1 4 8081 data 0000E84.
Lyz-HEC 1 4 8081 data 0008E5
Lyz-HEC 1 4 801 data 00OOEE

.h3
.h5
.h5
.h5
.h5

.hs
.hs
.hs

.h3
.h3

Lyz-HEC 1 4 001 data 800007.
Lyz-HEC 1 4 001 data 000008,
Lyz-HEC 1 4 001 data 000009,
Lyz-HEC 1 4 001 data 000018,
Lyz-HEC 1 4 001 data 000011
Lyz-HEC 1 4 001 data 000012,
Lyz-HEC 1 4 001 data 000013,
Lyz-HEC 1 4 001 data 000014,
Lyz-HEC 1 4 001 data 0800015.
Lyz-HEC_1 4 001 data 000016.

Lyz-HEC_1 4 001 data 000017.
B) yz-HEC 1 4 001 data 000018.
yz-HEC 1 4 001 data 000019,
yz-HEC 1 4 001 data 000020,

yz- HEC 1 4 001 master.hs

Lyz-HEC_ 1 5 881 master.h3

Lyz-HEC 1 6 881 master.hS

Lyz-HEC_1 7 001 data 000001.
Lyz-HEC_1 7 001 data 000002,
Lyz-HEC 1 7 001 data 800003,

yz-HEC 1 5 001 data 000001,
yz-HEC 1 5 001 data 000002,
yz-HEC 1 5 001 data 000003,
yz-HEC 1 5 001 data 000004,
yz-HEC_1 5 001 data 000005,
yz-HEC_1 5 001 data 000006,
yz-HEC_1 5 001 data 000087,
yz-HEC_1 5 001 data 000008,
yz-HEC 1 5 001 data 800809,
yz-HEC 1 5 001 data 88@a1a.
yz-HEC 1 5 001 data 000011
yz-HEC 1 5 001 data 000012.
Lyz-HEC 1 5 001 data 000013,
Lyz-HEC 1 5 001 data 000014,
Lyz-HEC 1 5 001 data 000015,
Lyz-HEC 1 5 001 data 000016.
Lyz-HEC 1 5 001 data 000017,
Lyz-HEC 1 5 001 data 000018,
Lyz-HEC 1 5 001 data 000019,
Lyz-HEC 1 5 001 data 000020,

Lyz-HEC 1 6 001 data 000001.
Lyz-HEC 1 6 001 data 000002.
Lyz-HEC 1 6 001 data 000003,
Lyz-HEC 1 6 001 data 000004,
yz-HEC 1 6 001 data 000085,
yz-HEC 1 6 001 data 000006,
yz-HEC 1 6 001 data 000007,
yz-HEC 1 6 001 data 000008,
yz-HEC_1 6 001 data 000009,
yz-HEC_1 6 001 data 000018,
yz-HEC 1 6 001 data 008811
Lyz-HEC 1 6 001 data 000012,
Lyz-HEC 1 6 001 data 800013,
Lyz-HEC 1 6 001 data 688014.
Lyz-HEC 1 6 001 data 800015.
Lyz-HEC 1 6 001 data 000016.
Lyz-HEC 1 6 001 data 000017.
Lyz-HEC 1 6 001 data 000018,
Lyz-HEC 1 6 001 data 000019,
Lyz-HEC 1 6 001 data 000028,
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h5
h5
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h5
h5
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h5
h5
h5
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h5
h5
h5
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h5
h5
h5
h5
h5
h5

h5
h5
h5

Lyz-HEC 1 7 001 data 000004.
Lyz-HEC 1 7 061 data 000065.
Lyz-HEC 1 7 001 data 000006.
Lyz-HEC 1 7 001 data 000007.
Lyz-HEC 1 7 061 data 000008.
Lyz-HEC 1 7 661 data 000009,
Lyz-HEC 1 7 601 data 000010.
Lyz-HEC 1 7 661 data 060011.
Lyz-HEC 1 7 661 data 060012.
Lyz-HEC 1 7 661 data 000013.
Lyz-HEC 1 7 661 data 000014.
Lyz-HEC 1 7 001 data 600015.
Lyz-HEC 1 7 001 data 000016.
Lyz-HEC 1 7 001 data 000017.
Lyz-HEC 1 7 001 data 000018.
Lyz-HEC 1 7 001 data 000019,
Lyz-HEC 1 7 001 data 000020,

Lyz-HEC 1 7 881 master.h5

Lyz-HEC 1 8 661 data 000001.
Lyz-HEC 1 8 001 data 000002.
Lyz-HEC 1 8 661 data 060063.
Lyz-HEC 1 8 061 data 000004.
Lyz-HEC 1 8 061 data 000085.
Lyz-HEC 1 8 061 data 000006.
Lyz-HEC 1 8 061 data 668687.
Lyz-HEC 1 8 001 data 000008.
Lyz-HEC 1 8 001 data 000009.
Lyz-HEC 1 8 001 data 000010.
Lyz-HEC 1 8 001 data 000011.
Lyz-HEC 1 8 001 data 000012,
Lyz-HEC 1 8 661 data 000013.
Lyz-HEC 1 8 661 data 000014.
Lyz-HEC 1 8 001 data 000015.
Lyz-HEC 1 8 661 data 000016.
Lyz-HEC 1 8 061 data 000017.
Lyz-HEC 1 8 061 data 000018.
Lyz-HEC 1 8 001 data 608019.
Lyz-HEC 1 8 001 data 600828.

Lyz- HEC 1 8 001 master.hs

Lyz-HEC 1 9 001 data 600601.
Lyz-HEC 1 9 001 data 000002.
Lyz-HEC 1 9 001 data 000003,
Lyz-HEC 1 9 001 data 000004,
Lyz-HEC 1 9 661 data 000005.
Lyz-HEC 1 9 001 data 000006.
Lyz-HEC 1 9 001 data 000007.
Lyz-HEC 1 9 661 data 060068.
Lyz-HEC 1 9 661 data 000009,
Lyz-HEC 1 9 661 data 000018.
Lyz-HEC 1 9 061 data 608011.
Lyz-HEC 1 9 001 data 000012.
Lyz-HEC 1 9 001 data 000013.
Lyz-HEC 1 9 001 data 000014.
Lyz-HEC 1 9 001 data 000015.
Lyz-HEC 1 9 001 data 000016.
Lyz-HEC 1 9 061 data 000017.
Lyz-HEC 1 9 661 data 000018.
Lyz-HEC 1 9 061 data 000019.
Lyz-HEC 1 9 001 data 000020.

Lyz-HEC_ 1 9 881 master.h5
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Data is loaded,
takes a minute

or SO...

CrystFEL D&
File View Tools Help

2 || 2L | /data/visitors/biomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/Lyz-HEC 1 4 001_data_000001.h5 data//0 (frame 1 of 400000) [l

Show results from: = Calculations within GUI v

Load data

Peak detection

Index this frame

Index all frames

%

Determine unit cell

=)

Indexing ambiguity

Figures of merit

Export data




CrystFEL
File View Tools Help

[data/visitors/biomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/Lyz-HEC 1_4 001_data_000001.h5 data//0 (frame 1 of 400000)

iy

Show results from: Calculations within GUI =

—
o
@
Qo
Q.
Q
-
Q

e

=

Peak detection

Peak search X
Index this frame

Peak search algorithm Radial background estimation (peakfinderg8) =

Index all frames = 7 Threshold: i 20
@ ) Minimum signal/noise ratio: j 5.00
Determine unit cell Minimum number of pixels: ‘ 2

% Maximum number of pixels: ‘ 200

Local background radius: [ 3

.E} s - Minimum resolution (pixels): ‘0

Maximum resolution (pixels): [2soo|

Figures of merit ‘ Discard changes [l

Export data

4

3. Set "Peak search” parameters, dataset specific

Peak detection

Peak search parameters are
dataset specific so these test
data parameters are ok for
this dataset

We now have more peaks on
framel, compared to
previous slide



Index this frame

File View Tools Help

Show results from: Calculations wiis#GUI v

/data/visj

Load data

i

Peak detection

Index this frame

”

Index all frames

!

Determine unit cell

XY

Indexing ambiguity

W

=
o
Q
m

I

Figures of merit

JAN

Export data

StFEL

Index one frame

ndexing .

Unit cell file: | (None) 5
Integration | S—
Advanced indexing Automatically choose the indexing methods
< Select indexing methods and prior information

Method Prior unit cell Prior lattice type

DirAx

/biomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/Lyz-HEC 1_4_001_data_000001.h5 data//0 (frame 1 of 400000)

» MOSFLM option

% MOSFIM <«
XDS
XGANDALF
Pinkindexer
TakeTwo
ASDF
Felix

Attempt to find multiple lattices per frame
& Refine the indexing solution
Retry indexing if unsuccessful
& Check indexing solutions match peaks
& Check indexing solutions against reference cell
¥ Unit cell tolerances

Skip frames with fewerthan |1 peaks

Cancel

Run

v

4
.l|||||l|1|.....

selected




Index this frame, framel (left) frame 400000 (right

File View Tools Help

CrystFEL

File View Tools Help

Show resulj

Load data

e

Peak detection

Index this frame

Index all frames

3

Determine unit cell

(XY

Indexing ambiguity

K&

=
®
=]
o

7

Figures of merit

A

Export data

[l

Refine indexing solutions: on
Multi-lattice indexing ("delete and retry"): off
Retry indexing: off
Number of crystals: 1
rthorhombic C, unique axis *, right handed.
) bl alpha beta gamma
152.86 158.44 79.37 A 90.04 90.00 90.00 deg

rom:  Calculations within GUI v

CrystFEL

/data/visitors/biomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/Lyz-HEC_1_4_001_data_000001.h5 data//0 (frame 1 of 400000)

Load data

je

Peak detection

Index this frame

Index all frames

N

Determine unit cell

(XY

Indexing ambiguity

Y

Figures of merit

A

Export data

4

Refine indexing solutions: on
Multi-lattice indexing ("delete and retry”): off
Retry indexing: off
Number of crystals: 1
tetragonal P, unique axis c, right handed.
a b ¢ alpha beta gamma
79.16 79.29 38.18 A 90.01 89.97 89.99 deg

2 x Cell Parameters Lysozyme... .

Show results from: | Calculations within GUI v

/data/visitors/biomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/Lyz-HEC_1_3_001_master.h5 data_000020//49 (frame 400000 of 400000)

Correct Cell Parameters Lysozyme

4
gl g,




Index all frames, indexing and cluster/batch SLURM settings at MAX |V

CrystFEL

File View Tools Help
/data/visitors/biomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/Lyz-HEC_1_3_001_master.h5 data_000020//49 (frame 400000 of 400000)

Calculations within GUI v

Show results frogf

Load data

)

Peak detection

Index all frames

index1

Index this fi
Job/output name:

ng
Unit cell file:
Integration

Index all frames
Advanced indexing Automatically choose the indexing methods
Stream contents < Select indexing methods and prior information

Determine unit cell Cluster/batch system Method Prior unit cell Prior lattice type
Notes BB
g © MOSFLM
S x0s
Indexing ambiguity XGANDALF
Pinkindexer
TakeTwo
ASDF
Felix

Attempt to find multiple lattices per frame

Merge

% Refine the indexing solution
Retry indexing if unsuccessful

Figures of merit

=

% Check indexing solutions match peaks
% Check indexing solutions against reference cell

» Unit cell tolerances

Export data
[]
Refine indexing solutions: on " 5
Multi-lattice indexing ("delete and retry"): off Skip frames with fewer than |1 peaks
Cancel Run

4
IRTITIT

T

CrystFEL

File View Tools Help

Retry indexing: off
Number of crystals: 1

tetragonal P, unique axis c, right handed.
a b ¢ alpha beta gamma
79.16 79.29 38.18 A 90.01 89.97 89.99 deg

]

Indk

a

Load data

fis

Peak detection
Index this frame
Index all frames

Determine unit cell

Multi-lattice indexing ("delete and retry”): off

Number of crystals: 1
tetragonal P, unique axis c, right handed.

79.16 79.29 38.18A

/data/visitors/biomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/Lyz-HEC_1_3_001_master.h5 data_000020//49 (frame 400000 of 400000)

| IS][S

Show results from: = Calculations within GUI v

Index all frames

/

Batch system: | SLURM /

Submit job to partition:

Job/output name: \ index1

Indexing

Integration

Advanced indexing

trear tents 2 I
SETEEE Send notifications to:

N

)

400 000 frames in total ]

Figices o et 10 000 frames per block 3
< 120 min per block =
40 blocks E—

Export data

[]
Refine indexing solutions: on

Cancel

Retry indexing: off

alpha beta gamma

C
90.01 89.97 89.99 deg



Index all frames - running

[marmoc2@offline-fel demo]$ squeue -u marmoc2
JOBID PARTITION NAME USER ST M MODELIST (REASCON)

all index marmocZ R 3 offline-cnll
3 001_masterh5 data_000020//49 (frame 400000 of 400000) B : all index marmoc2 R . offline-cnll
b all x1 marmoc2 R offline-cnll
all marmocZ R offline-cnll
all 1 X marmocZ R offline-cnll
all i marmoc2 R offline-cnll
all ] marmocZ R offline-cnll
all 1 marmocZ R offline-cnll
all i 1 marmocZ R offline-cnll
all i (1 marmoc2 R i offline-cnll
all ] X marmoc2 R offline-cnll
all 1 marmocZ R offline-cnll
Batch system: | SLURM = 2 all i marmoc2 R offline-cn8

File View Tools Help

/datajvisitors/biomax/20190586/20221208/raw/Lyz/Lyz-HEC 1/Lyzg

Show results from: = Calculations within GUI v

Load data

)2,

Peak detection

Index all frames
Index this frame

Job/output name: |index1

5

Index all frames

tegretio S all i marmoc2 R offline-cn8g

e § t t rtition: - . - .
ﬁfﬁ e 14 all marmoc2 R offline-cn8
EAT SO Send notifications to: 2376 all 1 marmocZ R offline-cn8

Determine unit cell

‘ . ; b all 1 (1 marmoc2 R offline-cn8
%:i = 3 all  indexl marmoc2 R ' of fline-cn8
Indexing ambiguity i e 23762 all i marmoc2 R offline-cn8
Job time limit (minutes): [120 =z a-l.-l. 1 marmoc2 R folinE‘Cns
— all i (1 marmoc2 R offline-cn8

Split job into blocks of ‘10000{ ‘ frames . ~ .
o — ] all marmoc2 R offline-cn8
] i 2. all 1 marmocZ R offline-cn8
N 400 000 frames in total ] 237626 . HH : marmoc2 R Dml, e-cn8
: - a 4 marmoc2 R o] ine-cn8

Figures of merit N N
10 000 frames per block — all (1 marmoc2 R ' offline-cn5
a<§ . — 237626 2¢ all 1 marmoc2 R offline-cn2
ot 120 min pIEL block — all i marmoc2 R offline-cn2
40 blocks => 40 CPUs | all i (1 marmocZz R offline-cn2
] E ) . - . -
‘ Refine indexing solutions: on I - a.L.L N nlarnmcf' R 'ﬂffl;nE'Cnt__'
iMLMtMamcemdexFl’ncg ("de(;ete and ;fetry“toff i ¢ all marmoc2 R offline-cn2
el naexing: o - . -
Numberof crystals: 1 23762¢ all marmoc2 R offline-cn2
ﬁv%“i“mmﬁggﬁggﬁgﬁf‘ Cancel Run | : all i 1 marmoc2 R offline-cn2
179.16 79.29 38.18A 90.01 89.97 89.99 deg | ,—_."L'L i . marmoc2 R /! foliﬂE-Cﬂ'_
23762¢ all 1 marmocZ R offline-cn
all 1 marmocZ R offline-cn2

offline-cn2

all i 1 marmoc2 R

all i marmoc2 R offline-cn2
R
R

offline-cn2
offline-cn2

all 1 marmoc2
all 1 marmoc2




Index all frames did not finish — index1

CrystFEL
1/Ly

Lyz-HEC_1/lyz-HEC_1_3 001 masterh5 data_000020//49 (frame 400000 of 400000) A

File View Tools Help
bi 20190586/20221208/raw/L

Calculations within GUI v

Show results from:
LIMIT

Load data

o

Peak detection

Index all frames

Index this frame
Job/output name: | index1

O — Index1 failed!
ERTEE - Job time 120 min too short

Send notifications to:

Index all frames

N

Charge resource use to: R t

Determine unit cell
=)
<3

Indexing ambiguity

Required node features: |

Job time limit (minutes): |120

[

Split job into blocks of ‘ 10000| frames

Figures of merit

=

Export data

4
i i

4

Refine indexing solutions: on
Multi-lattice indexing ("delete and retry"): off
Retry indexing: off
Number of crystals: 1
ltetragonal P, unique axis c, right handed.
a c alpha beta gamma
79.16 79.29 38.18 A 90.01 89.97 89.99 deg

Cancel

‘




Index?2 did not finish, but it was close...

CrystFEL

HEC_1/lyz-HEC_1 3 001_masterh5 data_000020//49 (frame 400000 of 400000)

File View Tools Help
bi 20190586/20221208/raw/Lyz/L

Show results from: = Calculations within GUI v

Load data

o

Peak detection
Index all frames

Index this frame
Job/output name: | index1

Batch system: = SLURM

Index all frames
Submit job to partition:

Send notifications to:

N

Charge resource use to:

Determine unit cell
=)
<3

Indexing ambiguity

Required node features: |

Job time limit (minutes): 2#() |

Split job into blocks of ‘ 10000| ‘ frames

Merge

Figures of merit

=

Export data

i
Refine indexing solutions: on
Multi-lattice indexing ("delete and retry"): off
Retry indexing: off

INumber of crystals: 1
ftetragonal P, unique axis c, right handed.

Cancel

[

4
i i

c alpha beta gamma
79.16 79.29 38.18 A 90.01 89.97 89.99 deg

‘

9978 hi

9981 hi
9985 hi
9989 hi

~h =h —h ~h = ~h —h —h

Index2 failed!
- 240 min slightly too short
- 9 996 of 10 000 images processed!




Index3 finished but what happen then?

s marmoc2@offline-fel - ThinLine Client
15) Applications places system = (@,

CrystFEL
File View Tools Help

[<@ || <@- || = /datafvisitors/biomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/lyz-HEC 1 3 001 masterh5 data_000020//49 (frame 400000 of 400000)

Show results from: | index1 v

Peak detection

Index all frames
Index this fi

ame

Job/output name: |index3

ndexing
Index all frames - Batch system: = SLURM
ntegration

Advanced indexing | Submit job to partition: |

N

SHEam contEns send notifications to: |

Determine unit cell

Charge resource use to ‘ LURM

6.0

Required node features:

| Figures of merit

o B

Split job into blocks of | 10000 | frames °<g I,

Export data

Indexing ambiguity

Merge

S(anmné mdexl/(r‘ystfe\-ia.stream

o] e « Index1 failure disturb

Figures of merit

<3

Export data

5 Failed to load chunk from stream. Just displaying the image. <
Splitting job into 40 blocks of max 10000 frames
Submitted batch job ID 237806

.
Splitting job into 40 blocks of max 10000 frames b t b ?
ISubmitted batch job ID 237862 S u S e u e n O S °
Scanning index1/crystfel-36.stream
Scanning index1/crystfel-37.stream Re Sta rt C ryst F E L G U I
Scanning index1/crystfel-38.stream
Scanning index1/crystfel-39.stream

Failed to load chunk from stream. Just displaying the image.
Splitting job into 40 blocks of max 10000 frames

Right-click to save logfile...

v




[marmoc2@offline-fel crystfel-1lyz5]%
fhome/marmoc2/demo/crystfel-1lyz5

[marmoc2@offline-fel crystfel-1yz5]% more crystfel.project
geom /Shome/marmoc?/demo/crystfel-1 FMAX eom

[ ]
C r Stfe | rO e Ct data folder /data/visitors/biomax/2019@ =BDFLI~I££11_'IIBHFHH-'L; /Lyz-HEC 1
. search pattern everything

peak search params.method pPaFflndPrS

peak search params.threshold 20

* Check crystfel.project saved peak_search parans.min sq gra

peak search params.min snr 5.0

_f (E; | peak search params.min pix count
'.()l n LJ peak search params.max pix count 200

peak search params.local bg radius 3

o Ve ry many ||nes |n [marmoc2@offline-fel crystfel-lyz5]$ cat crystfel.project | we -1

400217

CryStfel.prOJECt_ problem? [marmoc2@offline-fel crystfel-lyz5]$
* All ExitCodes are O for index3

[marmoc2@offline-fel crystfel-lyz5]% sacct -j 237862 --format=JoblD,] nbﬂame,JTart,End Max HJJ,HavaSize,ExitCDde
JobName Start MaxRsS5  Max\VMs

index3 202 2T15:26: 3 95-6

batch 2023-5-02T15:26:38 2023-05-02T18:22:3¢ 832524K  3374368K

23-05-02T15:26:38 2023-05-02T18:22:3¢ 1028K  143604K
95-02T15:26:38 2023-05-6 20:43

baTch 2023-05-02T15:26:38 2023-05-02T18: 816668K  3357600K

2023-05-02T15:26:38 2023-05-02T18:20:42 1048K  143604K

3 2023-05-02T15:26:38 2023-05-02T18:4

| T R S T S S ]
L) LJ L L L L)

frd

. . . O e ) e ) ] 237626 --Tormat=loblID,JobName,5tart,End,MaxRS5, MaxVMS1ze ExitCode
For index1, exit codes is 15 . JobName start MaxRSS MaxVMSize ExitCode
15 means terminated by SIGTERM  NSSSam ndexl 2623-04-28T11: . .14
237626 — index1 237626 0.b: batch 286 B4-28T11:55:36 2023-04-28T13:55:46 811612K  3360428K
. 237626 0.ex exte 2023-84-28T11:55:36 2023-04-2 3:55:44 352K 108856K
237862 — |ndeX3 237626 ex]1 2023 -78T11: 64 -2 - 1
237626 1.Dbs 20 -28T11:55:36 20 04-2 ':‘E:“‘ 995628K  3378456K

-28T11:55:36 202 3:55:44 1044K 143604K

batch 2023-84-3 :55:36 2023-04-2 3:55:46 833688K 378072K



Restart crystfel from scratch in new directory

/home/marmoc2/demo/crystfel-lyz6

,

g B &

+ @ FO0DODRPEREEERRD @

Recent
Home
Desktop
Documents
Downloads
Music
Pictures
Videos
crystfel-lyzé
Filesystem root
biomax-eiger-dc-1
boot
common
groups
home

home
offlinel
scratch

staff

visitors
visitors

Other Locations

1

Select a folder

&) data visitors biomax 20190586 20221208 raw Llyz [lyzHEC 1 *

Name

) ) () () () ) () () () ) ) () () () () () (o (o) () ) () () () B () (o) (o) () ) () () ()

Modified

Find Data

Cancel

% marmoc2@ofline-fe1 - ThinLinc Client

1) Applications Places System = [Bl{@

File View Tools Help

)

2
&

)&,

Peak detection

Index this frame

Index all frames

3

Determine unit cell

(1

Indexing ambiguity

Merge

Figures of merit

-

Export data

Show results from:

Calcufations within GUI v

Peak detection again

o /20190586/20221

HEC_1/lyz-HEC_1_18_001_masterh5 data_000008//11 (frame 293615 of 400000)

Peak search

Peak search algorithm | Radial background estimation (peakfinders) v |

Threshold: | 20.00

Minimum signal/noise ratio: | 5.00

Minimum number of pixels: | 2

Maximum number of pixels: 200

Local background radius: | 3

Minimum resolution (pixels): | 0

Maximum resolution (pixels): | 2500

.
bl




Index one frame (left) and all frames (right

offiine-fel - ThinLine Client

% memoc2
1) Applications Places System .- Bli@

File View Tools Help
e/t 190586/2022120 Ay21

/datapvi

s within GUI v

Show results from: = Calculat

l

oad data

8

Peak detection

Index t

Index all frames.

3

Determine unit cell
=
(S

indexing ambiguity

Merge

Figures of merit

<

Export data

9.96 90.08 deg

HEC_1/lyz-HEC_1_18_001_masterhS data_000008//11 (frame 293615 of 400000)

Index one frame

Unit cell file: | (None) £

Automatically choose the indexing methos

ods and peior information

dexing r

empt to find multiple lattices per frame

% Refine the indexing solution

ful

Retry indexing if un

Check indexing solutions match peaks

Check indexing solutions against nce cell
» Unit cell tolerances
Skip frames with fewer than peaks
Cancel

5 mamocBoltinefe1 - Thintnc Clent

1) Applications Places System

=

File View Tools Help
i o /20130586/202212 7

Calculations within GUI v

)
W e

Load data

S

Peak detection

Index this frame

Index all frames

|

Determine unit cell

6.0

Indexing ambiguity

Merge

of meit

<

Export data

Figun

dexing: of

ight hande
a bet i
89.98 89.96 90.08 deg

HEC_1/Lyz-HEC_1_18_001_masterhS data_000008//11 (frame 293615 of 400000}

Index all frames.

jobfoutput name: |index1

SLURM

Batch system:

it job to partition

Send notifications to:

Charge resource use to

Required node features

frames

.Illllllll-

Job time 480 min - so that job will finish...



Wake up CrystFEL after Index1

s mar
15) Applications Places System = [Bl@

moc2@offline-fel - ThinLine Client

CrystFEL

File Edit View Search Terminal Tabs Help

file View Tools Help
[datavisitors/biomax/20190586/20221208/raw/Ly2/Lyz-HEC_1/Ly2-HEC_1_18_001_masterh5 data_000008//11 (frame 293615 of 400000) Mate Termina

Show results from: | Calculations within GUI »

12 up 294 days, 5 49 us
total, 3 running, 1286 sl
3.3 us, 1.3 sy, 0.8 ni, 95.3
: 19647008+total, 3403868 fr
4194300 total,

13
e

Peak detection

Index this frame PR
marmoc2
marmoc2
marmoc2
marmoc2
marm
marmocz
marmoc2
marm
marmocz
marmoc2
marm

index all frames

3

Determine unit cell

53

Deare
Figures of merit

<

Export data

s,
ing,
id,

96400464 u
4194300 used.

Mate Terminal

e
&

Mate Termina
: 1.62, 1.24,
ped, 1 zombie
0.8 hi, 0.1 si
d, 96665752 buff
91502656 avail

load

8 st
0.1 wa, 0.0
E

st

COMMAND

crystfel
2/%vnc

top

sshd

LG EGELELELE- - NG ] 1




* Celll Explorer commands:

|)/

"Determine unit cel L Move n disg
opens/tell explorer " setsbinning
and friggers reading | ;'mtjykb:;hftT
of gtreams

) Applications Places System = Bl@

CrystFEL

Flle View Tools Help

90586/20221208/Taw/Ly2lyz-HEC_1Ay2-HEC_1_18_001_masterhs data_000008/11 {frame 293615 of 400000}

Load data
Mate Terminal crystfel-0.stream - Unit Cell Explorer
s File Tools Help
File Edit View Search Terminal Tabs Help resuits from: [ OTTOESS E . m
Mate Termina 3¢ | Mate Termina
9.23+0.10A b=79.29 +0.09A c=38.17 +0.03 A
cells ; L T
cells %A 550 3604 S0A oA
B =90.03 +0.07° y=290.05%x0.11°
! (] EVL 3‘[ 90.0 9‘ 9. 3. 0. 0 0

Export data

File - Save unit cell as celll.cell

Reading streams takes 1-2 min



s mermoc2@offine-fe1 - Thinkinc Client

) Appications Plces System = BN@

File View Tools Help

Show results from: _ index -

Q

Peak detection

index this frame

Index all frames

N\

Determine unit cell

60

Partialator uses one core-

Indexing ambiguity

o

Figures of merit

A

Save Unit cell
ana merge
data

Save Unit Cell File

/datalvisitors/biomax/20190586/20221 208 aw/Lyz/Lyz-HEC_1/Lyz-HEC_1_18_001_masterhs data_000008/11 (frame 293616 of 400000)

Mate Terminal ¥ (&) (%

File Edit View Search Terminal Tabs Help

Mate Termina Mate Termina
up 294 days, 5:59, 49 users,
tal, 2 running, 1279 sleeping, :
3.1us, 6.4 sy, 0.0 ni, 96.4 id, 0.0 w i, i, 0.0 st
19647008+total, 17409848 free, 97513648 used, 81546592 buff/cache
4194300 total, 4194296 used. 90347184 ail Mem

PID USER v SHR %CPU SMEM TIME+ COMMAND
44510 marmoc2 8 873320 361 0:14.00 partialator
7 marmoc2 B 1385448 246372 46156 3.3 . 8.53 Xvnc
32778 marmoc2 162864 top
marmoc2 163168 49 : sshd
: 2 wnck-appl
161235 marmoc2 34464 6 :54.18 mate-termin

5 marmoc2@offinefe1 - Thintine Chent

1) Applications Places System |- [Ell(@

File View Tools Help

/datajvisitors/biomax/20190586/20221208/raw/Lyz/\ly2-HEC_1/Lyz-HEC_1_18_001_masterhS data_000008//11 (frame 293616 of 400000)

Show results from: | index1 B

a

Load data

O

pe:

k detection

Index this frame

Name: lceHl cell

Home « Egmamoc2 demo erystiellyz6 b

Desktop s

Documents [ crystfel.project
index1
Downloads =

Music

Pictures
Videos

B3 crystfel-lyz6
|2 Filesystem root
B biomax-eiger-de-1
(3 boot

£ common

B3 groups

£ home

[ home

1 offlinel

| seratch

B staff

T visitors =

Enforce lattice type: | Tetragonal, unique axis ¢ v

unit cell: tetragonal P, unique axis ¢, a=79.26 A, b=79.26 A, c=38.17 A, a=90.00° =90.00° y=90.00°

Index all frames Jobjoutput name: | mergel
Determine unit cell

Debye-Waller scaling & Post-refinement
~ Size Type | Modified
400MB Text 15:17

11:06

60

Number of scaling/post-refinement cycles: |3
Indexing ambiguity

Polarisation: | Horizontal e-field (most synchrotrons and FELS) v

vad pattems according to ACCY:

Merge

Figures of merit

o(: Write partiality model diagnostics

Require minimum estimated patte
Export dat

more than

Refine indexing assignments

@ Cancel




mergel - | ask for 4 threads but did | get it?

[marmoc2@offline-fel crystfel-lyz6]$ more mergel/run_merge.sh
#!1/bin/sh
partialator \
"index1/crystfel-8.stream"
"index1/crystfel-1.stream"
"index1/crystfel-2.stream"
"index1/crystfel-3.stream"
"index1/crystfel-4.stream"
"index1/crystfel-5.stream"
"index1/crystfel-6.stream"
"index1/crystfel-7.stream"
"index1/crystfel-8.stream"
"indexl/crystfel-9.stream"
"indexl/crystfel-18.stream"
"indexl/crystfel-11.stream"
"indexl/crystfel-12.stream”
"indexl/crystfel-13.stream”
"indexl/crystfel-14.stream”
"indexl/crystfel-15.stream”
"indexl/crystfel-16.stream”
"indexl/crystfel-17.stream”
"indexl/crystfel-18.stream”
"indexl/crystfel-19.stream”
"indexl/crystfel-28.stream”
"indexl/crystfel-21.stream”
"indexl/crystfel-22.stream”
"indexl/crystfel-23.stream”
"indexl/crystfel-24.stream”
"indexl/crystfel-25.stream”
"indexl/crystfel-26.stream”
"indexl/crystfel-27.stream”
"index1/crystfel-28.stream”
"index1/crystfel-29.stream”
‘index1/crystfel-36.stream”
"indexl/crystfel-31.stream”
nlexl/crystfel-32.stream”
ndegl/crystfel-33.stream”
"index./crystfel-34.stream”
"index1/yrystfel-35.stream”
"indexl/ciystfel-36.stream”
"index1/cry.tfel-37.stream”
"index1/crysifel-38.stream”
"index1/crysticl-39.stream”
--model=unity -j 4 -o "mergel/crystfel.hkl" -y 4/mmm --polarisation=horiz --min-measurements=2 --max-adu=inf
--min-res=inf --push-res=inf --iterations=3 --harvest-file=mergel/parameters.json --log-folder=mergel/pr-logs
>mergel/stdout.log 2=mergel/stderr.log

[marmoc2@offline-fel crystfel-lyz6]s |}

e

B e i P

87 828, 5259 6
2.50 1.91
294 days(!), 06:24:45

76033 marmoc2 20 0 916 R 90.3 23.4 1:47.80

76034 marmoc2 20 [¢] 916 89.7 23.4 1:47.77

76035 marmoc2 20 0 916 R 87.2 23.4 1:46.44

76036 marmoc2 20 [:] 916 87.2 23.4 1:45.62

100347 marmoc2 20 0 428 R 19.3 0.1 12:56.46 fopt/thinlinc/libexec/Xvnc :25 -depth 24 -geometry 1024x768 -fp catalogue:/etc/X11/fontpath.d, /usr/share/fonts/default/Typel -auth /var/opt/thinlinc/sessions/marmoc2/25/Xauthority -rfbport 5925 -rfbauth svar/opt/thinlinc/sessions/marmg
76077 marmoc2 20 [:] 204 472 9.6 0.0 0:11.57 htop -u marmoc2



Figure of Merit — mergel

Select what to show Add unit cell

% mamoc2@offine-fel - Thintin Clint
1) Applications Places System .= i@ 1) Applications Places System .= li@

File View Tools Help File View Tools Help

1_mafflerhs data_000008/11 (frame 293616 of 400000)

_1/Lyz-HEC_1_18_001_masterhs data_000008//11 (frame 293616 of 400000)
Show results from:  index1

)
)

Show results from: _ index1
Load dat Load data =
pesk defection Peak detection

Calculate figures of merit

Results to shol Figures of merit to show: | ~

Index this frame

Index this fi

ame

Unit cell file: ( celll.c

Calculate figures of merit

Resolution range: [100.00 | to [2.00 | A | Reset to entire data

Index all frames

¢ index all frames
Results to show: | mergel »  Figures of merit to show: g

Number of resolution bins: [20 | Minimum ysigt

<3

Minimum number of measurements per reflection: | 1
Unit cell file: | (N

<

Determine unit cell

® i
Resolution range: [100.00 | to [5.00 | A |Resettoentit completeness Letesine Uik oo

Number of resolution bins: (20 | Minimum ysigt (LEritigy

60
60

Indexing ambiguity Minimum number of measurements per reflection Indexing ambiguity

v?-

=
2

-}
q

S
Figures of merit RMS anomalous correlation ratio B e

c<: Fraction of differences within 1o(1) 0<Z
Fraction of differences within 20(1)
Export data

Export Close m

-~ -

- |
nvalid cefl file ‘(null) - -
|Couldn't open ‘(nui
nvalid cell file *(null)
linvalid cell file *(null)

ICouldn't open '(nul
linvalid cell file *(nul)

All Figure of Merit data be exported as .csv file open as text in Excel



Figure of Merit — exported and open in Excel

% mamoc2@ffine-fel - Thintin Clint
1) Applications Places System = [lll(@

[ CrystFEL
| File View Tools Help

Show results from: | index1 -

£l

_1/ly2-HEC_1_18_001_masterhs data_000008//11 (frame 293616 of 400000)

lew Microsoft Excel Worksheetxlsk » Saved P Search

[ Copy ~

Paste

ICouldn't open '(null)
Invalid cell file ‘(null)

fosdoats 5 S | © 2 B
Q Clipboard ] Font ]
FEkaciecion Calculate figures of merit Al M fe | columnl
n Results to show: | mergel v | Figures of merit to show: | ~
Index this frame Unit cell file: .
a Resolution range: |100.00 | to [2.00 | A Resetto entire data 1
2 |1/d min/nm~-1
index all frames Number of resolution bins: |20 | Minimum isigt; [-inf 3 |0.100000
Minimum number of measurements per reflection: |1 4 |1.842109
@ 5 |2.320850
Determine unit cell 6 |2.656687
7 |2.924043
% 8 [3.149828
Indexing ambiguity 9 |3.347186
10 |3.523667
11 (3.684046
B 12 |3.831560
13 |3.968513
A 14 |4.096615
a 15 4.217171
Figures of merit 16 14.331202
17 |4.439525
°<: 18 |4.542806
Export data 19 |4.641592
20 |4.736243
] 214.827448
2 22 |4.915239
- 23
- 24
Export Close m 25 |Overall Ifsigl =30.115224
- 26 | Overall Completeness = 1.000000
- 27 |overall Redundancy = 11030.316705
28 |overall Rsplit =0.033657
29 |Overall CC =0.998197
30 |Overall CC* = 0.999549
linvalid cell file *(null) - Ell
ICouldn’t open ‘(null) 32
invalid cell file *(null)
[Couldt ogen ) 33 |Note: R-factors are given as decimal numbers (usually <1)
invalid cell file *(null) 34

Save as filename.csv and open in Excel

File Home Insert Page Layout Formulas Data Review View
& Cut Calibri

Align

B
Column2
1/d center/nm~-1
0.971055
2.081480
2.488768
2.790368
3.036938
3.248507
3.435426
3.603857
3.757803
3.900036
4.032564
4.156893
4.274186
4.385363
4.491165
4.592199
4.688968
4.781896
4.871343
4.957619

not as percen:

Automate Help Table Design Query

35, Wrap Text General . =] @ Bad Goc
o | Conttonsl Formats: (TR <vploncrery -
00 -0

Formatting > Table v

ment 1 Number ] Styles

C D E F G H | 1
column3  [H columna B columns B columne column? [ columns B columng [ columnio B2
1/d max/nm~-1 d center/A |/sigl Completeness Redundancy Rsplit cc cc*
1.842109 10.298083 42.338833  1.000000 26456.058939 0.019759 0.998754 0.999688
2.320850 4.804275 46.874815  1.000000 17535.471861 0.018577 0.998845 0.999711
2.656687 4018052  46.249221  1.000000 14971.283146 0.021332  0.998578  0.999644
2.924049 3583757  43.464106  1.000000 13228.145414 0.020859  0.998879  0.999720
3.149828 3292790  41.072450  1.000000 12089.225287 0.027077  0.998056  0.999513
3.247186 3.078338  27.039449 1000000 11328.454955 0.032144  0.995469  0.999115
3.523667 2.910847 32.829795  1.000000 10792.112172 0.035448 0.954253 0.998558
3.684046 2.774805 32.765791  1.000000 9958.498845 0.036988 10.954953 0.998736
3.831560 2.661129 30.990952  1.000000 10000.315789 0.038517 0.994320 0.998575
3.968513 2.564079 28.267618  1.000000 9332.297424 0.045820 0.991911 0.997968
4.096615 2479812 27.513376  1.000000 9288.851064 0.054732  0.979936  0.994920
4.217171 2405643 25256782  1.000000 8560.410256 0.057493  0.970950  0.992603
4.331202 2339627  24.560982  1.000000 8595.807339 0.058264  0.987298  0.996799
4.429525 2280313 24135915  1.000000 2130034568 0.053711  0.990227  0.997542
4.542806 2.226594 21.067670 1.000000 8005.702381 0.066899 0.584550 0.996100
4.641592 2.177606 20.459280  1.000000 7934.765957 0.067444 0.982314 0.995529
4.736343 2.132666 20.182927  1.000000 7676.112412 0.080958 0.962323 0.990353
4.827448 2.091221 18.372252  1.000000 7556.358974 0.080636 0.965293 0.991131
4.915239 2.052822  16.349527  1.000000 7607.825980 0.080370  0.976286  0.993982
5.000000 2017097 15262258  1.000000 7396.436019 0.094177  0.959971  0.989736

2A =0.2nm, 1/0.2 =5
Data better than 2A!



Export as mtz - preliminary space group reminder
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1) Applications Places System = Blli@

File View Tools Help

Show results from: | index1 -

Load data

Peak detection

Export data

Name:

a_from_crystfel.mtz
index this frame =

& Home Bamarmoc2 demo lerystfel-lyz6 » )
& Desktop

Modified
Index all frames

Document 09:13

Thu
400MB  Text Thu

Music Thu

Downloads

3

Determine unit cell mergel Thu
Pictures

Videos

60

Indexing ambiguity

] Filesystem root

biomax-eiger-dc-1

Merge
boot
A common
Figures of merit groups
n<: =) home
Export data ST
1 offlinel
) scratch
staff
Results to export: | mergel v | Format | MTZ ~ | Unitcell file: || celllcell &3
Restrict resolution range to
ICouldn't open *(null) |

invalid cell file *(null)
ICouldn't open *(null)
linvalid cell file (null)
iCouldn't open *(null) |
invalid cell file ‘(null) |
|saving to /nome/marmoc2/demojcrystfel-lyz6/FOM1fom1.txt |

|
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15) Applications Places System

File View Tools Help

Load data

Jis

Peak detection

Index this frame

Index all frames

N\

Determine unit cell

6.0

Indexing ambiguity

&

Merge

7

Figures of merit

A

Export data

invalid cell file *(null)

nvalid cell file (null)
(Couldn't open '(nul

invalid cell file
ISaving to fhom
[Exporting dataset mergel to fhom

Show results from

& Desktop

index1 -

Name: |data_from,

B Home

3 Documents 3

Downloads

Musi

& Pictures

Videos

Filesystem root
biomax-eiger-dc-1
boot
common
groups
home
home
2] offlinel
scratch
staff
Results to export: | mergel v

Restrict resolution range:

Name - Size

Format  MTZ =

/datavisitors/blomax/20190586/20221208/raw/Lyz/Lyz-HEC_1/Ly2-HEC_1_18_001_master.h5 data_000008//11 (frame 293616 of 400000)

namoc2 demo crystiel-lyz6 »

Modified
FOM1

celll.cell 174 bytes
40,0 M
MB

crystfel.proj

data_from_crystfel.mtz 116

Reminder
CrystFEL does not know the space group of your structure.

The space group written into the MTZ header is just a representation
of the processing done within CrystFEL

You may need to change the space group in the MTZ header, to allow
structure solution programs to find the correct space group.

Unit cell file: | ) cellLcell 3

to

®cancel |[ A save

yz6/data_from_crystfel.mtz, in format mtz, usir

home/marmoc2/demo/crystfel-lyz6/ceil1.cell,0.000000 to inf m~-1
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