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—. SEIfE:

BREHIMEERENTT R

EETS mn01l. mn02
TEHS c001-c100. c101-c112
BT = s001. s002

HFiED = DSS-G100., DSS-G260

AR Z2IEEEEY S (mn01,mn02) LETIHHEES. METEESTERLKE LSF BA

N— 4

FiE1T,

SHERNERT R, HPEEEMI mn02 AZFR DR, &IPS 172.185.205,

Linux RG o[ FAMTHLEX:
$ ssh -X myname@172.18.5.205

Windows &% o] )M {# - Mobaxterm\Xshell & T B &3%.

r B B K F 4 @ ¢ @ F = &€  Sa 0

SSH Telnet Rsh Xdmcp RDP  VNC FTP  SFTP Serial File Shell Browser Mosh Aws S3 WSL

Warning: you have reached the maximum number of saved sessicns for the personal edition of MebaXterm.
You can start a new session but it will not be automatically saved.

Please support MobaXterm by subscribing to the Professional edition here: https://mobaxterm.mobatek.net
¥ Basic SSH settings

Remote hogt *|172.18.5.205 Specify usernal Y Port

MacOS X fi P R% Xquartz IIB A X11 # X heE. BEXHLWT:
$ ssh -Y myname@172.18.5.205

SHN-X S22 B GUI BEH, INREZEFI Relion 2ZEMEFXH, TN EIZS

o

% 5


mailto:myname@172.18.5.205
mailto:myname@192.115.110.66

=. EHED

HMAPSENE—RINED, E—XEXEFRENBCHEN.

n% . passwd

B/ TR
FEEUTHENERTOEEB(<IGB)W LEMTH. ABESRHEENTHIEASEIE
BHKRAEER.

Linux/MacOS B
scp
T 1R AIAY test.txt £ ZEISEEE test M home B 3x:
scp test.txt test@172.18.5.205:~

Windows FH
sftp. mobaxterm 1 xshell BT sftp & Fim, o URFERN EEMTE.
Mobaxterm 7=151:

Quick connect... Yol A6 172185205 (test)
ol 518 2 ok
«Yqme o= ok
‘fscemfworkftestf ok
1]
é A Name ok
i N ok
o ok
wangsong ok
> VCP-76E-ATP ok
2 ok
: VCP-76E-ADP k
& o}
test_zx ok
w
% test ok
= closed
P softwares ok
; sctest ok
&
_m' gao-test ok
9 ok
emantest ok

EMAN ok



mailto:test@172.18.5.205

. INEER AR R

SR A module TR EER G RIRA, RUBEPRFASDER B BHIR .
I relion A%, BNFE2EAR, HITIAT LRI relion HEXEE:
module load relion/3.0.6-gpu-cuda8.0-gcc455-ompi3l4
LEMNBEDVIRE] eman2 B, 1T
module purge  #/FSINELAOEERTIZR

module load eman2/2.3

% FE module a7220T:
HENE R4S module unload MODULE
EET A EEIR  module avai
EFEEYFIIMREE MBI MEZL:  module list

¥ % module #1IR KR Xm4, 1EZEM https://modules.readthedocs.io/en/latest/

F.. LSFBAFIE FAar<>uiBA

REEVE, BUREFEREHHEESBUETE. @iTiAR bjobs -I <joblD> TJUEEI AL
AV FOHHE

REMEVE, EURFESEEVNREREITONME, BIIEA bpeek -f <joblD> T UEFE
EFzfidRPHNEREG .

LSF 3K FFIR S (e IR AR RS (bsub 1ENL) MR EFESSEIEN L IR SEEL &I
ES.

SEAE, RN REBE LSF IRES 5 9 eh. X TF5emiBid 5 4 eharadfEdr, bjobs -|
<jobID> &R [El"#HAE 1A <joblD>", LA, DB bhist v M LSF FREF R
HIIT%.

MEAFIELLTEFRENFEDRS, WAATRIETIER bstop <joblD> w4
WETF PSUSP JRZSRME AR, T RFEPRSHEL RS IRIEATIEF0T B RIRE(T
VLS., —BERPAESFILEVEREABENEESE, MBI TINER bresume
<joblD> aF LM IEL,

o IUER bkill a7 ( bkill <jobID> ) BUBEHEEMIEL (MBAFIFHEUH)

bkill #5448 BT IEEAEEFTNEL., BUATHRE LK H SIGTERM, 4% 30 F5, 0
RN R BRSSNETT, NA S SIGKILL 4.

bkill a5 HY -s IEIT (bkill -s <signal> <jobID>) A ¥F A AR IEAETHEL X BEEES.

LSF E I BE AR TIERSE:
e PEND - fEML7ERATA, EiFHE


https://modules.readthedocs.io/en/latest/

e PSUSP - #EIERRZ, BELTFEERE (IMFEBTEMH)
e RUN- EFEFMHELSE. mMEISHAEEL, NHSEMAE T
e DONE - N EIN5EAL

LEREIN Isf

BEEES:
bjobs EEHCELRZTMNES
bjobs -1JOBID: &EEHEZHIFEMEE

EEEFRL:
bpeek JOBID

EFEEHMIIRE:
bgueues

EEEHTRRES:
bhosts

N BREFHEH

Relion

12 Z E| LSF BAFIAY relion Running ZEF1RARAE, BERRESIEAINT:

“Number of MPI procs™: ¥ EBRIFHT 25+36, BEMESREIT RE<4

“Submit to queue”:  Yes

“Queue name”: normal

*Queus submit command”: bsub <

“Standard submission script”:
/share/apps/relion/3.0.6-gpu-cuda8-gcc485-ompi314/bin/bsub2GPU_fakeexclusive.sh

“Minimum dedicated cores per node”: PR BN MPI 2, —REFETEREE



1 W RELION-3.0 6: _ork/test/sctest/re ion_bench/relion_benchmark

File jobs Autorun | 10| Reference| CTF| Optimisation| Sampling| Helix| Compute | Running|

Import
Motion correction Number of MPI procsll 36 — ] m—
CTF estimation Number of threads: |4 —@_|@
Manual picking .

| | Auto-picking Submit to queue? | Yes @
Particle extraction Queue name: [normal @

| | Particle sorting )
Subset selection Queue submit command: |bsub < |®
2D class‘lﬁcaSOF standard submission script: iIb2GPUallpip_fakeexclusive.sh Im[Brlmsel
NS RAIER Minimum dedicated cores per node||2 [ —_C
30 auto-refine Additional arguments:|--random_seed 0 |@

3D multi-body

CTF refinement
Bayesian polishing
Mask creation

Join star files
Particle subtraction
Post-processing

R pont command| | schecue |  Runt |
Current job: |Give_alias_here | Display: I |‘]

IFiniShedjobs | IRunningjobs ] l\nputto this job ‘

129: Class30D/3d_6node_02/ 137: Class3D/3d_4node_athreas/
128: Class2D/2d_4node_03/ 138: Class3D/3d_4anode_scratch/
127: Class2D/2d_lnode_02/ 139: Class3D/job139/

126: Class3D/3d_4node_02/
125: Class30/3d_2node_02/
124: Class2D/2d_3node_03/ - —
122: Class3Dfjob122/ IScheduIedJobs ] |Outputfrom this job
121: Class2Df2d_3node_02/

120: Class2Df2d_2node_02/

117: Class30fjob117/

115: Class3D/job115/

113: Class30Dfjob113/

112: Class3nfioh1127 ]

| stdout will go here; double-click this window to open stdout in a separate window

=N B

HbizER

HibFE IR LSF BAFI, B THFTTA:
1. RBTIERERNBERE, B bsub < daemonlsfscript.sh™ 23 FIBAF!, 1R
HARTFFE " /share/apps/daemonlsfscript.sh”, HAEBRTEHZFIBECK B=%.

#!/bin/bash

#BSUB -J MyFirstlob ~ #{E& &R

#BSUB -g normal #BAFI A FR

#BSUB -0 %J.stdout  # S 4

#BSUB -e W.err HER R G X

#BSUB -n 36 HERTE 36cores ED—/I\%,\“
#BSUB -R "span[ptile=36]" #IZBENT & 36 UK E

module load cryoemsimpletools/2019 #NZ cryoem B/NTEE, 8& ctffind.
Gautomatch. Gctf. MotionCor2

Gautomatch xxx S xxx #1&47 Gautomatch
mpirun -n 2 Gautomatch xxx Z£ xxx #FTIEFTA D Gautomatch #F2

2. Hi‘sDZIK!ZH%ﬁ*EﬁCE’JT WHEFZRREFNETSE, ATHE, TUERETILE
BT



a) X THEMMAE, ZHEIEBE—PTR 24 /)M

RCERGL L PAE EEbsub < /share/apps/sleep24dhr.sh
Job <4523> is submitted to queue <normal>.
b) {¥H bjobs EERIFNT KRB MEIFRLIAEH, XK EFIFEAY=ZE c007 P =

[test@mn02 ~]1% bjobs
JOBID USER STAT QUEUE FROM_HOST  EXEC_HOST  JOB_NAME  SUBMIT_TIME
4522 test RUN  normal mno2 36*c086 *D/jobl44/ Jul 22 12:57
36%c037
36*c057
36*c066
4523 test RUN normal 36*c007 Sleep24hr Jul 22 13:46

c) sshBRTR, MMEHRREE, RITHRBEN—FFHTNR
[test@mn02 ~]%$ ssh -X c007
Last login: Mon Jul 22 13:52:32 2019 from mn02
[test@cOO7 ~[1%
[test@cO07 ~1%$ module purge
[test@cO007 ~]1%$ module load cryoemsimpletools/2019
[test@cO07 ~1% Gautomatch --help

d) MWKZAE, BETR, HEREZXMES.

[test@c007 ~]19 exit

logout

Connection to c007 closed.

[test@mn02 ~]1%

[test@mn02 ~]$% bjobs
USER STAT QUEUE FROM_HOST  EXEC_HOST  JOB_NAME  SUBMIT_TIME
test RUN normal mno2 36%c086 *D/jobl44/ Jul 22 12:57

36*c037

36*c057

36*c066
4523 test RUN  normal 36*c007 Sleep24hr Jul 22 13:46
[test@mn02 ~]$%$ bkill| 4523
Job <4523> is being terminated




R AFF KRR

—. %8 relion/3.0.8-gpu-cudal0.1-gcc485-ompid02 i T3 A
module load relion/3.0.8-gpu-cudal0.1-gcc485-ompi402

B A< F /share/apps/relion/3.0.8-gpu-cudal0.1-gcc485-ompi402/bin/bsub2GPU_200110.sh
RpoT,

L RIAR{GE A ompi 4.0.2 453%AY relion £. NRERBHEMMRAEZ A REA .



