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AV 5 EEEAEH P BT M

RSP ERFEIE
BH/ERTR
® ip: 10.15.56.103
& TERITIE:
ITFF terminal &%k, windows E X {# F] MobaXterm, mac
B linux ELf{EF B3 terminal
B BT mEEER: ssh K5 @10.15.56.103
B EEREMER: ssh K5 @10.15.56.103 —p 10086
® HERFEM:
BHEYWRE
® fR¥:
m J/BE /P N/ SO
B HEFHAE
B ET Slurm B4R
B REEARE
o FR¥:
m ETEk
m SHETHEREHSE
HHET R

® CPUIT&: 801,
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B AR cpu, BHAE 28 MK
B & 20 M RSA—ABF, 358 cpu-1, cpu-2, cpu-3, cpu-4
® GPU Ti: 8*4 K P100 T &6*4 K P40 M.
m P100 RHIAET 6 AN AN GPU-A BAFI, FEHE AT RSFIN
cryosparc-1 55 cryosparc-2 BA.
W P40 5 5N GPU-B A3,
® FAT Figl: —H,
B 641, 2TB AFF
W A4 FAT
=, BEK A ERRTT
N T A7, HPESERE B RIK P 7 1 O8I S R N A e
i, ESCERS 77 2
B =R G777
HEREE e TR, WSRBIAK, i Abc123!
BEANZ R R GRS b ds, A E BT Al ip: 10.15.56.103
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e EGEASRIA | A RSO NP | SERLORSAE
5.
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=, FAPERELTR

BN N =R CHESS “FEIRAT, & SCARE . AT
Ul SRS ST LRy sAR A L, R PR a6 5 2 e AE S B
E.

T = ST R A

B CHESS ‘P& 4232 /E )

1.1 (A= ST S, %\ https://10.15.56.103 i N 23 TUIH]
NI SREAY &AL

1.2 Frdfell, sidy “AEMiREE” — “PRlk” — “Hradfkill”

1.3 BEE

1.4 MHERAE M

2.1 B, {4 H mobaxterm i&#E ssh SR J5 8 H AN N B o8& 4B



Y A
2.2 G EHRAIAA, AL FRAT LLEE L, X B Lslurm
FIA N BN

#! /bin/bash

#SBATCH  -J test  ###fE E/F LA HK

#SBATCH -p GPU-A  ### TEE\FILHK

#SBATCH -t hh:mm:ss  ### 5 E AR IZIT B K
#SBATCH  --gres=gpu:tesla:x  ###15 € H gpu HINEL x NEF
#SBATCH  -n x  ###¥5 € 10 FH IS

#SBATCH  -N  x  ###fE @ il FH 0 i3k

#Command
Mpirun -n x --machinefile ./host.txt relion

2.3 A
sbatch 1.slurm

CIREISYAE

[reliontEStépreimgmtﬂl ~1% sbatch,l.slurm

Submitted batch job 134

2.4 BAEML, RYE L AR R joblD

squeue

2.5 BEIEEE

scontrol show job <job_id>

2.6 Mk € 1E b

scancel <job_id>




W B GUI SRR

i B AR A R P O N A, B WS T LA R R A 3R AR L
%o
0, relion FEARFF KO A 755

H AT4ERE 2225 ) relion [RAF : relion2.0, relion3.03, relion3.1-beta.
1,  EEERE, A relion MHNRER

cistem cuda/8.0

[test@gmtOl ~]$ module list
MNo Modulefiles Currently Loaded.

[test@gmtOl ~]1$ module load relion/3.03_release
ol [test@mgmtol ~1% i

2, FABIBEERTER ST, YA relion. FE: —FE od FETERK
FE Fr e SO )5 B R A relion !

[test@mgmtol ~]% 1s

ncin.sh relion benchmark slum.txt
[test@gmtOl ~]% cd relion benchmark/
[test@gmtO®l relion benchmark]$ relion

T i o
st Mg . F4 Scil ifeLab
£ ol K L AP
Tt “RIUPLTS &
P gy - e }!ﬂ 2
2 ok TR o5
Frid . R AR P y o
e, ;.“"«"-‘&“*&g o
S
> TR .
oot command | schecde |
Display

3, 4R
a) Seil—: LIHrh—4 3D classification (£ 90, DA T4 ik

fH A GPU-A PAFH N1 mi, IR H G RTAE 1Y)\ GPU .



se=con A nai PRV

i ‘- RELION-3.0.3: /home/test/relion_benchmark@mgmt01.chess — X

Import : re
Motion correction Use parallel disc /07 [Yes | "_]m
CTF estimation Number of pooled particles:|100 [
Manual picking ; : Y
Auto-picking . Sklp. padding? | No ._]@
Particle extraction Pre-read all particles inte RAM? [ No : @
;thlsc;tessglretLr;%n Copy pédic!es to‘scmtch direct‘ury:[ ]@
2D classification Combine iterations through disc? | No B[0]
3D initial model

Use GPU acceleration?| ves 21@
3D auto-refine A .[0:0:1:1:2:2:3:
3D mutti-body Which GPUs to use:[0:0:1:1:2:2:3:3 1@

CTF refinement
Bayesian polishing
Mask creation

Join star files
Particle subtraction
Post-processing
Local resolution

Current job: [008: Class3D/jcb009/ | Display:| =]
[Finished jobs | [Running jobs | [Input to this job |
009: Class3D/job003/ 001: Class3Dfjob001/
008: Class3D/job008/ 003: Class3D/job003/
004: Class3Dfjob004/
005: Class3D{jobo05/
006: C!assBDf oILaoosf
Scheduled jobs [Outputfrom this job

TranslationalSampling= 1 NrTranslations= 84

Expectation iteration 25 of 25

L.03/1.03 MiN oo ~~(_ >
Maximization ...
49/ 49 SEC i ~=~(,_">

GPU_A_node0l.chess.20345PSM2 no hfi units are available (err=23)
GPU_A_node0l.chess.20346PSM2 no hfi units are available (err=23)
GPU_A_node0l.chess.20347PSM2 no hfi units are available (err=23)




et e e g e s s gy s e

le Jobs Autorun

Import

Motion correction
CTF estimation
Manual picking
auto-picking
Particle extraction
Particle sorting
Subset selection
2D classification
3D initial model

CTF refinement
Bayesian polishing
Mask creation

loin star files
Particle subtraction
Post-processing
Local resolution

Number of MPI pracs:|5 |

Number of threads:[6 |——

Submit to queue?|ves

Queue name: |GPU_A

Queue submit command:|sbatch

N1

Max number of hours in queue |72

slurm other command |--gres=gputesla:4 I[El

Standard submission script:|0_beta/bin/relion_template sh |[?] Browse |

Minimum dedicated cores per node:|1

[

Additional arguments: |

®

lob actions | Current job: [151: Refine3D/iob151/

I | |

H-iin
[ ™ RELION-3.0.3: /home/test/reliol
File Jobs Autorun | |

Import

] Mation correction
E CTF estimation
Manual picking
Auto-picking
Particle extraction
Particle sorting
Subset selection
2D classification
3D initial model

3D auto-refine

3D multi-body

CTF refinement
Bayesian polishing
Mask creation

Join star files
Particle subtraction
Post-processing
Local resolution

| Display: |

|Finished jobs

009: Class3D/job00g/
008: Class3D/job008/

TranslationalSampling= 1 NrT

Expectation iteration 25 of 25
1.03/1.03 mMin ...oovviviininininenn
Maximlzatlon .

49/ 49 sec ...

GPU_A_node01.chess, 20345P
GPU_A_node0l.chess,20346P
GPU_A_node0l.chess.20347P!

Submit to queue? —JE EIE Yes, UIIZ TS A A B AT A Bis

1T, BN SEE AT S8BT

R S

File Jobs Autorun

H— GPU 7y

Import

Motion correction
CTF estimation
Manual picking
Auto-picking
Particle extraction
Particle sorting
Subset selection
2D classification
3D initial model

3D auto-refine
3D multi-body
CTF refinement
Bayesian polishing

s N ZEEON:
| /0| Reference| CTF| optimisation | Sampiing| Helix | Compute] Running |

Use parallel disc /07| ves

B

Number of pooled particles: |3

=—

skip padding? | No

pre-read all particles into RAM? | No

Ab |4

Copy particles to scratch directory:[

Combine iterations through disc? | No

Use GPU acceleration? | ves

4

which GPUs to use:[0:1:2:

3

o
GE OEE®




b) S 2:

L motion correction {145 1, DL TS HIEM A GPU

s fEH 8 FkF

File Jobs Autorun

| | motion| Running

Import

CTF estimation
Manual picking
Auto-picking
Particle extraction
Particle sorting
Subset selection
2D classification
3D initial model
3D classification
3D auto-refine

3D multi-body

CTF refinement
Bayesian polishing
Mask creation

Join star files
Particle subtraction
Post-processing
Local resolution

Bfactor:[150  fee{] jr—— j

Number of patches X, Y|5 5 E\
Group frames: |1 |:)— Z]
Binning factor:|2 | e | | E\

Gain-reference image:|gain.mrc

?)[Browse
?)

Gain rotation:| 270 degrees (3)
Gain flip:| Flip upside down (1)
Defect file:

ki

7)[Browse |

Use RELION's own implementation? | No
MOTIONCOR2 executable: |2.1/MotionCor2_1.2.1-Cudag2|
Which GPUs to use:|0:0:1:1:2:2:3:3
Other MOTIONCOR2 arguments

7
E]\ Browse
B
g

IPrlnt :ornmandl I Schedule | I Run!

Job actions C

Finished jobs

urrent job: |Give_alias_here \ Display:

| |Running jobs Input to this job

037! extract/iob03 7/ Al [nAeA. calasttinknear ral
File Jobs Autorun ‘ I/O | Motion
Import

CTF estimation
Manual picking
Auto-picking
Particle extraction
Particle sorting
Subset selection
2D classification
3D initial model
3D classffication
3D auto-refine

3D multi-body

CTF refinement
Bayesian polishing
Mask creation

Join star files
Particle subtraction
Post-processing
Local resolution

Number of MP| procs: |8
Number of threads: |6

[— 00—
— e—
Submit to queue?| Yes 5
GPU_A
shatch -N 2
Max number of hours in queue |72

slurm other command|--gres=gpu:tesla:4

Standard submission script:|0_betajbin/relion_template.sh

Queue name:

Queue submit command:;

Additional arguments:

[Frlm :ommandl [ Schedule | I Run!

. Job actions \

+,
B Y
module load

CiSTEM

[lenovo.LAPTO

Current job: |Give_alias_here \ Display:

cisTEM FEER#E P I 7k

/4

& 10.15.56.103, JFiEfT:

cistem

3] » ssh sunqg@loe.l

Last login: Wed Jan 15 16:14:04 2020 from 10.2¢€

[sungg@ngmt@l ~]$% module load cistem
[sungg@mgmt@l ~]$ cisTEM




Z JG¥IFEF project B H it project, st ZEAZH settings:

Project Help
@ &
Run Profiles
Default Local Add Total Number of Processes : 25

Manager Command -

Overview

)
& .‘ Rename
Lf Jhomefsoftware/cistem-1.0.0/$command

Assets Remove

T
t:
\ Duplicate
u Controller Address : Automatic Aut Specify

Import

Gui Address : Automatic Aut Specify

(At) [home/software/cistem-1.0.0/$command 25 10

Add Edit Remove

B EATH Gui & 11 E settings:

1, fEAIAE AL ST rename, #2471 profile 247N slurm-sbatch (441]
16 F HoAt 44 7D

2, i AT B ) Specify 1541, 73 %R GUI Address 5 Controller Address £

A8 A IP: 10.15.56.103

’*

3, X Command FIHI#E2%, A CLEE A Zm#

o
2
"

NEM
i

H

&



- ’
| |
| Project Help
|
ey Total Number of Processes : 4
Manager Command -
q Joams fhome/software/cistem-1.0.0/$command
| Assets Decwa
1 Duplicate Gui Address : 10.15.56.103 Auto Specify
1 § — -
: Q Controller Address ; 10.15.56.103 Auto Specify
Import [
| B | 8 Enter Command...@mgmtO1.chess x |
Actions |
Export Commar Command : | sbatchnS ¢ 1p cpu-2 --map='homo/sohwal No. Copies Launch Delay (ms)
@ . sbatch r : 4 100
A No. Copies : | 4
—.
ks Delay (ms) : 100 2
B Y ']
f( ;‘ oK Cancel
P i
Add Edit Remove Save
GUI & NS L a0 T
- X
Total Number of Processes : 4
Manager Command :-
Jcistem-1.0.0/$comman: d
Assets Demes
Duglicate Gui Address : 10.15.56.103 Auto Specify
Q Controller Address : 10.15.56.103 Auto Specify
Import
Actions
Export
@
B
'3
—

Add Edit Remove Save

4, B SEA A save TRAF. Vil @ ORAT, JUHE IR cisTEM I,

75 M3t 2 R B 45 AT 55

JE LR AL A A 2 IS B JE # T Alili saves
PN AT 27w i 1

sbatch —n 5 —c 1 —p cpu-2 --wrap="home/software/cistem-1.0.0/Scommand”



No copies N 4
e E X 5 MES, BMESMEH 1M, 1E cpu-2 BAFI EFAT .
FEE R 4 MR A, WEIEAE 4 MENL, F 4 DA jobid.

W N a2 P LLEF S cpu-2  FHAE HZ R O
sinfo --format="%12P %.10n %.5T %.14C" |grep 'cpu-2'

TN

PO_NOJde20  1dle 0/28/0/28
WQ@CPU_nodell ~]s sinfo --format="%12p %.10n %.5T %.14C"|grep ‘CPU 2°
CPU_nodell mixed 20/8/0/28 >

CPU_nodel2 idle 0/28/0/28

CPU_nodel3 idle 0/28/0/28

CPU_nodel4 idle 0/28/0/28

CPU_nodelS idle 0/28/0/28

CPU_nodel6 idle 0/28/0/28

CPU_nodel7 idle 0/28/0/28

CPU_nodel8 idle ©/28/0/28

CPU_nodel9 idle ©/28/0/28

u_2 CPU_node20  idle 0/28/0/28
[wangwq@CPU_nodel1l ~1s i

® FRZAFLarS 2 R 2:

KARASAR N A & XUR

sbatch —n 5 —c 2 —p cpu-2 --wrap="home/software/cistem-1.0.0/Scommand”

No copies N 4

i E X 5 MES, FAMEFMEM 2 %, RS cpu-2 LT,

7= 42 VU4 jobid

BAMEMAEH 10 M. 4 MENAEH 40 Mx, BT A 28 M4, P
DIRSTATSS G squeue Bon7rHd 2 5 .

FIRE(E T & & F cpu-2 LRI R RZ B

sinfo --format="%12P %.10n %.5T %.14C" |grep 'cpu-2'

SMEZZIN



Lwangwq@CPU_nodell ~1s sinfo --format="%12p %.10n %.5T %.14C"|grep 'CPU_2'
CPU_2 CPU_nodell mixed 20/8/0/28

CPU_nodel2 mixed 20/8/0/28

CPU_nodel3 idle 0/28/0/28

CPU_nodel4 idle 0/28/0/28
CPU_nodel5 idle 0/28/0/28
CPU_nodel6 idle 0/28/0/28
CPU_nodel7 idle 0/28/0/28
CPU_nodel8 idle 0/28/0/28
CPU_nodel9 idle 0/28/0/28
CPU_node26_ idle 0/28/0/28
[wangwq@CPU nodell ~1s

7N, cryoSPARC TEARHF Y HIME FH 75

HENEHAFFH ETTHH A T A gpu-anodedZ.chess 5
gpu-a-node08.chess 73 HIVEABAF cryosparc-1 5 cryosparc-2 IB4TH F I
cryoSPARC 1ENL.

/] cryoSPARC B, FI P BELHNEHEER FEKS, HHEERANR
B AL BEBERPTEAL B, BB E RESOUHIAR, BN cryoSPARC & 2 57 1

SRR .
1, fﬁ)ﬂﬂﬂﬁ%& (#£F% google chrome) B F 10.15.56.106: 39000

= [m] X

| F oSPARC X +
* o O
|< C @ F%=| 10.15.56.106:39000/login?redirect

|
3

cryoSPARC v2

EHHPIERNKSERERLZE, BT :



Bk Dashboard | cryoSPARCY2 X +
€ - C A T#=£| 10.1556.106:39000
ﬁ% eryoSPARC
Statistics
This week
Projects 2
Workspaces 5
Jobs 243
Completed 241
Change Log
v214.2 Feb 21, 2020

The job builder includes a s

earch bar to

quickly find the job you're looking for

- datasets containing a large
items will see significant spe

(UPDATE) Many optimizations across cryoSPARC jobs
UPONTE)

@ number of
eedups

(UPDATE) Added option to use pre-trained

initializations in Topaz Train

UPDATE) Added option to use pre-trained model
when running Topaz Extract

(Fxep ) Topaz Dencise fails when tr

input

¢

FIXED ) Template Picker fails on K3

£

rained model is

micrographs

motion corrected using external software
All jobs that output FSC plots have been

updated to allow for downloading the raw

data for external plotting

Curate Exposures job can b
connecting micrographs, all

@ Dashboard = & Projects

2, Ei Projects-Add

e run without
lowing for CTF-

14§ Resource Manager

& Projects | cryoSPARC v2 X +

€ > C A F#=£| 10.15.56.106:39000/projects

@ Dashboard || & Projects H 4} Resource Manager

B & project.
3 ‘AR

This month Total
38
79
2929

cea 2787

My Recent Jobs

New update available: v2.14.2

New Project

+ Title

test

Links

General Reference
Learn to navigate the UI, build and queue
jobs and handle outputs

Job Reference
Details, usage guide and best practices

1) Tutorials
In-depth articles on various topics

@ 30 Variability Analysis Tutorial: Part Two
More advanced ways that 3D variability
results can be used to interpret
heterogeneity in a dataset

@ Particle Picking Calibration
Feature to directly calibrate pick scores
against defocus

@ Ilegative Stain and Phase Plate Data
Workfllows

Now seamlessly integrated into the
processing pipeline

ym  Discussion Forum
Troubleshaot and suggest new features

@ Monitoring CPU, Memory and GPU Usage
Posted 4 months ago

@ How to combine/merge 2 (or more) sets of
particles into a new dataset
Posted a month ago

@ Symmetry and 30 variability analysis
query/suggestion

+ Directory in which to create new project directory:

Please select a project directory that exists and is read/writeable.

Select a location where the project directory will
P will be ston director)
should be readable and writable.

Description

PARC creates. The di

ctory you sele

a x

* e 8

A Job Builder
DETAILS
38 79 2929
Projects Workspaces Jobs
RECENT PRO.

2 liuyh2




& PS1 | cryoSPARC v2 x o+ —

< C A 22| 10.15.56.106:39000/projects/P51 fr o @

Queue P51 — J1 (import_movies)

jw Clearing intermediate results for all jobs in P25  x

(@ Dashboard | @& Projects | {4 Resource Manager New update available: v2.14.2 2 liuyh2

H BrEEEA I B BAFIVEN cryoSPARC £ [TRAF, IRAAENET B A T
AR queue ¥4, HILEFEBAFIHIFIERE, F P W CURSE S T R R B
%FE, ZJ5 R Create #41.




