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S. Boutet et al., X-ray Free Electron Lasers: A Revolution
in Structural Biology, Springer, Switzerland, 2018
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J SXFEL & SHINE

Shanghai Soft X-ray Free Electron Laser Facility
EiBIRXi%EHBFHNEER (SXFEL)
20225 Rk, 2023FFHRUETT
5SSREFZREERIRE, THRESE T
Rt aeE/J620eV, ERMSRIRIZNARIS:
(1) /KBLEBE (23-44n1m, SpRlEs)
(2) BE=6.5-13.5nmAIEHETERFBHRYGR

Shanghai HIgh repetitioN rate XFEL and Extreme light facility

fEXSiZ BB FRE (SHINE)
2018FFT#2iZ, iTkl20275-5 Ak
FEERIS3.1km, EFBT29m
FEFEREEESGeV, EESMERIMHz, YtFHEE0.4-25keV
NMIRSDIHRGR. TSR, $IOBRERE
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Run Number of frames in | Number of hits by diffusion map | Number of hits by principal component | Number of hits by manifold Everything from
| Number XTC file embedding i embedding
L detectors
P il 182 97,733 15 2 0
] 1 183 169,227 3 0 0
: ‘ : 184 136,624 1 0 0 g > e T
oyl inding diffraction inding scatterin inding scatterin
] /1 GDVN 185 77,079 7 4 0 9 9 9 9 9
i/ s patterns patterns patterns
] ¥ liquid jet 186 453,285 2,048 1121 4759
L ' .
: (4 ' KB mirrors 188 322,097 1,171 599 2,885 l
i lassification Remove outlier based on
[} O 1 190 265,585 1,498 838 4175 Find indexable patterns C ass Cation'&.
. ’ e — orientation recovery aggregated profiles
- - - - 191 293,284 1,718 944 4,427
h 192 224583 1,279 656 3,209 l l l
: o I form rin ;
Undulator 193 329049 2525 1370 6781 Indexing & merging _Merge to form scattering Compute correlation profiles
Interaction point intensity in 3D reciprocal space
p (420 m upstream) 194 214,891 1,661 897 4,555
CSPAD d - 196 204,236 1,436 818 3,792 l
etector - —— -
197 188,895 1,410 743 2,967 Phasing and model Iterative model building Model building (iterative/
Total 2,976,568 14,772 7,992 37,550 bu“dmg reverse mOdeIIng)

:
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H.K.N. Reddy et al., Scientific Data 4, 170079 (2017)
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Quantitative Biology, 4 159-176 (2016)




) XFELEIGRIEENb S
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Jana Thayer for the LCLS Data Systems Team “Data Systems
Update” UEC Meeting 2021
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Raw Data Generated at European XFEL Instruments

111.4PB 198 = 1015 Bytes
1PB = 10 ~ 15Bytes 2023
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Date

Krzysztof Wrona “Scientific Data Policy of the European XFEL”
European XFEL Users’ Meeting2024
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Offsite - Exascale Experiments
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LCLSEURSIRRS EPJ Web of Conferences 295, 13002 (2024) 9
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Services during Experiment Lifecycle

N
mmri] oxa Karabo . Overview
‘ LitFrameFinder " i
preview
o

e pattern —

Karabo & Data Acquisition

. I Experiment overview with
DAMNIT

I Online data analysis with EXtra-metro

I Introduction to online data analysis

Online

Offline

B Introduction to offline data _
analysis

anev beamlime

Data infrastructure

Egor Sobolev, European XFEL Users’ Meeting, 2024
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- Data Search
~ Data Download
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