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Jacques Dubochet J‘o‘achim Frank Rlchard Henderson

Prize share: 1/3 Prize share: 1/3 Prize share: 1/3

The Nobel Prize in Chemistry 2017 was awarded
jointly to Jacques Dubochet, Joachim Frank and
Richard Henderson "for developing cryo-electron
microscopy for the high-resolution structure
determination of biomolecules in solution"
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RELION

X RELION-4.0-beta-2-commit-9b23e5: /amorphous/ktn/projects/Cx32WT_try2@gx03 -

File Jobs 1/0| Reference| CTF\ omimisatinn\ sampling | Helix| Compute | Running|

Import
Motion correction
CTF estimation
Manual picking
Auto-picking

2D classification

Subset selection
CTF refinement
Bayesian polishing
Mask creation

Join star files
Particle subtraction

Post-processing
Local resolution

(o o] e e

Particle extraction Reference mask (upllcnal) [molmap10_tho 11_softe.mrc] [Browse|

Finished jobs

Running jobs Input to this job

299: Class3D/two_aa_thin_KA4T512/
298: Class3D/two_aa_thin_K4T256/ (=
297: Class3D/two_ac_thin_KAT512/
296: Class3D/two_ac_thin_KAT256/
295 Import/two_aa_thin_mask/

211: Class3D/two_old_K16T128/
295 Import/two_aa_thin_mask/

258: Select/two_old_K16T128_aa/

294: Import/two_ac_thin_mask/

293: Class3D/two_ca_thin_K4T512/ Scheduled jobs Output from this job

292: Class3D/two_ca_thin_KAT256/
291: Import/two_ca_thin_mask/

290: Class3D/two_cc_thin_K4T512/
289: Class3D/two_cc_thin_KAT256/
288: Import/two_cc_thin mask/

287: Selectfcc ioh272_class001/

Orientationalsampling= 15 NrOrientations= 1
T

5.78/5.78 min . >
Maximization

|

EHAFRBTERDIIFE
ZZMRC-LMB Sjors
Scheres 5 A BHF £k
C++/CUDA

J—v 7 b7z
(GPLv?2)
Cryo-ETETE (1 X%
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RELIONDBIEHE@FE

EILF
e FIEIZANRKNF 2 X2 M- 7

* https://relion.readthedocs.io/en/release-
4.0/Installation.html
« GPUY 3 7ER1TH
« GCC11.3.0
« CUDA 11.8.0
* OpenMPI1 4.1.5
- CPUY 3 7EITH
* Intel CPURICR@EL SN 73— /XX
NH5HDT, GPURERIERE L K LT
* Intel3 > /N4 7(2020.4.304)

o MES5EN D B 7-FH L L oneAPIT
EHENLF
« CPUERH/ —FD U 777 K X7 LIL
O0— A JLSSDAE W=, B0 — HJLSSD
R TvFT4L T M) ELTED S
E1EGPU/ — F(Type I ¥ 72 X7 L) T
E1T

REMITERTE
« BV a2 — LT 7 A IERR
« 3T RV YT NTFUTL— MERK

#!/bin/sh

#PIM -L rscgrp=XXXqueueXXX

#PJIM -L node=XXXnodesXXX

#PIM -L elapse=XXXextralXXX

#PIM --mpi proc=XXXmpinodesXXX

#PIM -0 XXXoutfileXXX

#PIM -e XXXerrfileXXX

#PIM -S

module load relion/build-4-db5f63-cpu-double-oldintel

mpirun -machinefile $PJM_O_NODEINF -np XXXmpinodesXXX XXXcommandXXX

* X forwarding CGUI%Z B — HILATRILT
c NIA—ZRIFELTY a3 7E&T

x RELION-4.0.0-commit-db5f63: ...ata/group1/z44620n/flow_projects/empiar-10248@flow...

File Jobs ] 1/0| Motion | Running |
Import Number of MPI pmcs:[lﬁ I]
CTF estimation Number of threads: |10 |~— ]
Manual picking .
Auto-picking Submit to queue?[Yes > ]
Particle extraction Queue name: [cl-small ]
2D classification 5
3D initial model Queue submit command: [pjsub [}
3D classificfation Max time (hh:mm:ss) [48:00:00 ]
3D auto- - .
) ?:U%TEJ;; Standard submission script: [-Cpu-dcuble-oldinte\fpjsub_sh] -
Subset selection Minimum dedicated cores per node:[so I—.]
CTF refinement o
Bayesian polishing Additional arguments:[ ]
Mask creation

Copy particles to scratch directory: [${PJM_LOCALDIR} E?



https://relion.readthedocs.io/en/release-4.0/Installation.html
https://relion.readthedocs.io/en/release-4.0/Installation.html
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cryoSPARCOIRIEBE@FE

« XA FIED 5 Hluster configuration s && (ZHEEE

» https://quide.cryosparc.com/setup-configuration-and-management/how-to-download-install-and-configure

e TUVRAEYTRELEFEIVE TS
N7icA7 A/ — K THE - BKE

o 10 DEFETCPHR— b HNEL D T,
7 7 4Lk D39000~39010 % FER

A —AJPC TRAZ—/—F
\ . N « cx-share, cx-singleFHDO 3> 7 4 7
7 7UIDEE VAR —7 0t XE(H ) j:a\J:Uh‘/37xg7 IR e
supervisord L — l\ ﬁzﬁk—

|

EFE7NtAFE7O1ER)

m Web app server |m TadRyva—7
‘_

MongoDB
< 2 ﬁ _7o|:l ‘bX%%V{@jJEPU) O 7 /r y —| Command Co-reserver | l
/) — I\ODTCP 39000‘:;@ LSSh/—J_S_ I‘ —| Command Vis server | Je—h— ) — l»-
J A ")— PT‘?%%;% —| Command RTP server |

cryosparc worker
—| Web app APl server |

w SEAEEET
74y Ry By S
https://get.cryosparc.com
ﬁ 9
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« cryoSPARCIZH#EIEE D R v F < — 7 EISHLEE % F) F

« JHRFTE DOFER - Type Il 73 X7 L(cx-single) TLEE
« cryoSPARCDIZE A E DY 3 7IZGPUTETOETED /28, GPU 1E D A TEHAI

7 REHEE cx-single
CPU AMD EPYC 7502P | Intel Xeon Gold 6230
32core 2.5GHz 40core 2.1GHz
RAM 256 GB 384 GB
GPU RTX3090 (24 GB) V100 (32 GB)
AhL=o AJEtHDD 10 TB Ry PR L=
RARI79F NVMe 1 TB NVMe 6 TB

- BRI FATWSE LTI L vy
~NALIY FDTFRABAEEER

FOMRETH D EHERTET
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* 972 movies — 105,039 particle images
« STERFE 60 K
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2,756 movies — 488,490 particle images

AWS ParallelCluster (20214 Structuratt)
o FTERFM 4.29 B
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o STERFE 19 B
« DFEBE 290 A
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[ FRENTY 7 DT 7 70 P RZ X — K TH BHRELION & cryoSPARC %
RZE T ITIRIEEE

—B ) ODBERTFAEZZXITTET ST & ZHER

e« AXMNRTF—TVRAIZKEEND Z &HHER

iRRE S — cryoSPARCOER

e AJAY /) —RT—EDY Y —REH - BRHAHLH 5
s EHMOEEE T O 2 DEBEERENANE
. 10(EEEDTCPH — +FEFR %ﬁ*ﬂzl H—AEWIEDT- & ETICRDICEIEICA D)
« CPU : RAMGEZE IZEARRIC/NE WA, CPU 23 7100% HE < HBEaD H 5

. Ry

24—/ —FE
c r FUIRR I —TH T IR TETLE S YRZ FRNER

Component Minimum Requirement
« 7 x7UlE DBIE. cryoSPARCA D 7' At X EE(F 1 ——
EebInaun RAM  16GB+
> K 7\/( v/ — l\ @'f}ijﬁ'ft VAT L )@\ CryoS PARC)EH @ System Storage ~ 250GB+ HDD
%—}Eﬁ D 7\\ /r \/ / - l\\\ 75\\ % *L Li\ J: \/ A ? Fast Local Storage Not Required

GPU Not Required

Network  1Gbps link to stofdge servers
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