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Arec3d Batch

» Software package for automated alignment and tomographic
reconstruction of projection images
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Connect to NERSC

* Host name: Hopper.nersc.gov
e Port number: 22
e Case sensitive User name



Transfer files to NERSC using WinSCP

* Copy .st and .rawtlt files to NERSC

Where your data are ] Where the data need to be copied to:

e S Om SIS e /scratch/scratchdirs/ncxt/arec3dBatch
(local or on server) ‘ o)

Time left: 0:47:25 Time elapsed: 0:00:14
Bytestransfered: 94514 KiB  Speed: 6,517 KiB/s Speed (KiB/s):
——— | Unlimted +
e T
& ForBatch Sutorecons - noxt@hopper.nersc.gov - / = 8 RS
Local Mat Files Commands Session Options Remote Help
+ = & Default - g
< » G: Rammstein - F &~ fa} 2 :EE . arec3dBatch > IF e - fa 7Y (¢ '?:g
N 8 S i atch
Name Bt Size Type Changed “ || Name Bt Size Changed Rights Ow “
|| Chiu_SickleRBCs_658 1,501 B RAWTLT File 8/7/2013 1:30:42 ... || Chiu_SickleRBCs_656_... 1,503B 8/7/201312:12:36... rw------- nox
|®| Chiu_SickleRBCs_658_... 520 MiB ST File 8/7/2013 1:31:08 ... |®| Chiu_SickleRBCs_656_... 520 MiB  8/7/201312:12:58 ... nox
|| Chiu_SickleRBCs_658_... 1,501 B RAWTLT File 8/7/2013 1:42:15 ... || Chiu_SickleRBCs_656_... 1,502B 8/7/201312:20:46 ... nox
|®| Chiu_SickleRBCs_658_... 520 MiB ST File 8/7/2013 1:42:40 ... |®| Chiu_SickleRBCs_656_... 520 MiB 8/7/201312:21:05 ... nox
|| Chiu_SickleRBCs_658_... 1,501 B RAWTLT File 8/7/2013 1:49:43 .. || Chiu_SickleRBCs_656_... 1,501 B 8/7/201312:29:37 ... nox
|®| Chiu_SickleRBCs_658 520 MiB ST File 8/7/2013 1:50:06 ... |®| Chiu_SickleRBCs_656_... 520 MiB  8/7/201312:30:02 ... nox
|| Chiu_SickleRBCs_658_... 1,501 B RAWTLT File 8/7/2013 2:02:23 ... | ||| |7| Chiu_SickleRBCs_656_... 1,502B 8/7/201312:40:37 ... nox
|®| Chiu_SickleRBCs_658_... 520 MiB ST File 8/7/2013 2:04:01... |~ ||| & Chiu_SickleRBCs_656_... 520 MiB  8/7/201312:41:02 ... nox
| 7] Chiu_SickleRBCs_668_... 1,501 B RAWTLT File 8/7/2013 3:57:12... | ||| |7 Chiu_SickleRBCs_657_... 1,500 B 8/7/20131:00:45 PM nox|
|®| Chiu_SickleRBCs_668_... 520 MiB ST File 8/7/2013 3:57:34 ... |®| Chiu_SickleRBCs_657_... 520 MiB  8/7/20131:01:09 PM nox
|| Chiu_SickleRBCs_668_... 1,503B RAWTLT File 8/7/2013 5:04:00 ... || Chiu_SickleRBCs_657_... 1,501 B 8/7/20131:07:28 PM nox
|®| Chiu_SickleRBCs_668_... 520 MiB ST File 8/7/2013 5:04:36 ... |®| Chiu_SickleRBCs_657_... 520 MiB  8/7/2013 1:07:52 PM nex
| 7] Chiu_SickleRBCs_668_... 1,503B RAWTLT File 8/7/2013 5:11:35 ... || Chiu_SickleRBCs_657_... 1,501 B 8/7/20131:14:28 PM nex|
\®| Chiu_SickleRBCs_668 520 MiB ST File 8/7/2013 5:11:54 ... ®| Chiu_SickleRBCs_657_... 520 MiB  8/7/20131:15:00 PM nex|
|| Chiu_SickleRBCs_668_... 1,501 B RAWTLT File 8/7/2013 4:03:52 ... input.bat 1,203B 8/28/20136:35:33 ... nox
|®| Chiu_SickleRBCs_668_... 520 MiB ST File 8/7/2013 4:04:11 ... | runarec3d 8,509 KiB  8/28/2013 5:27:43 ... nex
| 7| Chiu_SickleRBCs_668_ 1,501 B RAWTLT File 8/7/2013 4:10:49 ... || runarec3djobs.py 3121B 8/28/2013 5:27:38 ... nex
/&) Chiu_SickleRBCs_668_... 520 MiB ST File 8/7/2013 4:12:09 ... || Stavros_Mouse_Mecp... 2,215B 8/28/2013 5:27:49 ... nox;
7] Chiu_SickleRBCs_668 1,500 B RAWTLT File 8/7/2013 4:18:54 ... & Stavros_Mouse_Mecp... 760 MiB  8/28/2013 5:27:49 ... nox
®| Chiu_SickleRBCs_668_... 520 MiB ST File 8/7/2013 4:19:15...  ~ || & XM2_2010-07-13_10-4... 364 MiB  8/28/2013 5:27:42 ...  rw------- nox <
< | n » < m »
4 | 18.200 MiB of 25,480 MiB in 69 of 99 0B of 8,776 MiBin 0 of 37
# F2Rename |_if F4 Edit 3 F5 Copy i3 F6 Move (¢ F7 Create Directory 3} F8 Delete ' F9 Properties K1 F10 Quit
i =) SFTP-3 00532




Don’t use F-Secure
transferrigﬁé files

[¥] 2:hopper.nersc.gov - [default*] - F-Secure SSH File Transfer

SS

|l File Edit View Operation Window Help

|H 22 A z=s % 3¢5
[ Quick Connect (] Profiles
MEEERIE R

[_] Favorites ~

Rsci 0o [T

Ry

+

0l@ew

G:\Michele\ForBatch_autorecons\

e NERSC folder <

H Client for

1 % Local folder

v
Transfer of big files fails

= Archive of transfers

Local Folders X | Local Name / Size | Type Modified it
CD-RW Drive (D:) “ | 7] Chiu_SickleRBCs_654 1.ra... 1,501 RAWTLT.. 08/07/201310:26:00 AM
Penumbra (E:) &) Chiu_SickleRBCs_654 1.st  545260,5.. ST File 08/07/2013 10:26:46 AM
[nExtremo (F:) 7 Chiu_SickleRBCs_654 3.ra... 1,501 RAWTLT... 08/07/201310:41:06 AM e
Ra":;’[“:'" (Gg "y 8] Chiu_SickleRBCs 654 3.5t 545260,5.. STFile  08/07/2013 10:41:54 AM
W Y l':‘m ! =| |7 Chiu_SickleRBCs_654_4.ra... 1,501 RAWTLT.. 08/07/201311:09:53 AM
ErEZIi |®| Chiu_SickleRBCs_ 654 4.st  545,260,5... ST File 08/07/2013 11:10:16 AM
3 N;ichele || Chiu_SickleRBCs_654 5.ra... 1,501 RAWTLT .. 08/07/201311:16:46 AM
T 1\ Chiu SickleRBCs 670 12 |&| Chiu_SickleRBCs_654 5.st  545,260,5... ST File 08/07/2013 11:17:12 AM
Gr || Chiu SickleRBCs 67013 L) Chiu_SickleRBCs_655. 1.ra... 1501 RAWTLT... 08/07/201303:01:27 PM
| ForBatch_autorecons. ) Chiu_SickleRBCs 655 1.5t~ 5452605.. STFile  08/07/201303:01:46 PM
Arch Enemy (H:) 7] Chiu_SickleRBCs 655 2.ra... 1,501 RAWTLT.. 08/07/201303:09:55 PM
Mannkind (0:) - [® Chiu_SickleRBCs_655_2.st ~ 545,260,5... ST File 08/07/2013 03:10:13 PM
< [ mm | | 7] Chiu_SickleRBCs_655_3.ra... 1,503 RAWTLT .. 08/07/201303:16:24 PM <
0y A} @ | =k ¥ | [ Favorites ~ /scratch/scratchdirs/noxt/arec3dBatch v
Remote Folders X/ | Name / Size | Type Modified Attributes e
0 mnt2 * | & Chiu_SickleRBCs_656_1.5t 545,260,5... ST File 08/07/201312:12:58 PM  -rw-------
g opt 7] Chiu_SickleRBCs_656_2.rawtlt 1,502 RAWTLT.. 08/07/201312:20:46 PM
o proc a &) Chiu_SickleRBCs_656_2.st 545,260,5.. STFile  08/07/201312:21:05PM
S P:Z!:db 7] Chiu_SickleRBCs._656_3.rawtlt 1,501 RAWTLT.. 08/07/201312:29:37 PM
a foojt &) Chiu_SickleRBCs_656_3.5t 545,260,5... ST File 08/07/2013 12:30:02 PM
(3 sbin ] Chiu_SickleRBCs_656_4.rawtlt 1,502 RAWTLT.. 08/07/201312:40:37 PM
&8 scratch & Chiu_SickleRBCs_656_4.st 545,260,5... ST File 08/07/201312:41:02 PM i
*(1 hopperi1 7] Chiu_SickleRBCs_657_L.rawtlt 1,500 RAWTLT.. 08/07/201301:00:45PM
(1 JobFiles | | & Chiu_SickleRBCs 657 1.5t 545260,5.. STFile  08/07/201301:01:09 PM
(1 momlogs | 7] Chiu_SickleRBCs_657_2.rawtlt 1,501 RAWTLT.. 08/07/201301:07:28 PM
(3 pacctday &) Chiu_SickleRBCs_657_2.st 545,260,5... ST File 08/07/2013 01:07:52 PM E
=] scratchdirs — | |7 Chiu_SickleRBCs_657_3.rawtlt 1,501 RAWTLT .. 08/07/201301:14:28 PM
=3 not ®| Chiu_SickleRBCs_657_3.st 545,260,5... ST File 08/07/2013 01:15:00 PM
2 arec3dBatc 1,203 Windows... 08/28/201306:35:33 PM | p—
(3 smwlogs | runarec3d 8,713,577 File 08/28/2013 05:27:43 PM
- 2 v’,;""" 5 | runarec3djobs.py 3121 PYFile 08/28/2013 05:27:38 PM il
Transfer| Queue|
—
/| Source File Source Directory Destination Directory Size | Status Speed Time| *
XK myalignedimages_ite... /scratch/scratchdirs/nod/are... 0 Complete 0.0 kB/s 00:00:00
XK arec3dLOG.angled /scratch/scratchdirs/noxdt/are... 0 Complete 0.0 kB/s 00:00:00
XK arec3dLOG.iterd /scratch/scratchdirs/next/are... 0 Complete 0.0 kB/s 00:00:00
K XM2_2010-07-15_16-... /scratch/scratchdirs/nod/are... 0 Complete 0.0 kB/s 00:00:00
K run_XM2_2010-07-15... /scratch/scratchdirs/ncxt/are... 0 Complete 0.0 kB/s 00:00:00
K XM2_2010-07-15_16-... /scratch/scratchdirs/noxdt/are... 0 Complete 0.0 kB/s 00:00:00
A XM2_2010-07-15_1 /scratch/scratchdirs/next/are... 0 Complete 0.0 kB/s 00:00:00 [
& input.bat /scratch/scratchdirs/nod/are..  C:\Users\bertran\AppData\Ro... 1,203 Complete 9.6 kB/s 00:00:00 -
Connected to hopper.nersc.gov - /scratch/scratchdirs/ncxt/arec3dBatch SSH2 - 3des-cbc - hmac-md5 - none 1 Selected (1.2 KB) © 14:12:07 —




Use of F-Secure SSH Client

e Same connection parameters (refer to slide 2)

[®] Loy 5 i s -
.

:|Eléj

File Edit View Window Help
HEh 22 288 & =6 % SN
w« (] Profiles

Notes: (08/28/13 12:32 PDT) - NGF
09:00-12:00PT, 9/4/2013 affecting
/project will be degraded.
Hopper: Available.
Notes: (08/28/13 12:32 PDT) - NGF
09:00-12:00PT, 9/4/2013 affecting
/project will be degraded.
PDSF: Available.
Notes: (08/28/13 12:32 PDT) - NGF
09:00-12:00PT, 9/4/2013 affecting
/project will be degraded.

Global Filesystems:

Global Homes: Available.
Global Scratch: Available.
Project: Available.

Notes: (08/28/13 10:10 PDT) - NGF

09:00-12:00PT, 9/4/2013 affecting

/project will be degraded.
ProjectB: Available.

Mass Storage Systems:

HPSS Backup: Available.
HPSS User: Available.

All services are available.

scheduled maintenance
. Access to

/project scheduled maintenance

————————————————— Service Status as of 2013-08-28 21:15 PDT

d maintenance
ss to

%! L:hopper.nersc.gov - [default*] - F-Secure SSH Client

File Edit View Window Help

H gLk 22 2Raa #

_] Quick Connect [_] Profiles

vl % &N

Planned Outages

Edison: 08/30/13 7:00-12:00 PDT, Scheduled maintenance.
HPSS User: 09/04/13 9:00-13:00 PDT, Scheduled maintenance.
NIM: 09/04/13 10:30-11:30 PDT, Scheduled maintenance.

Click here to open a folder user interface

Past Outages

was unavailable.

HPSS Backup: 08/28/13 9:00-12:10 PDT, Scheduled maintenance.

Carver/Dirac : 08/28/13 11:32-12:05 PDT, System in degraded mode.

Logins available and jobs are running. Job submission/status

Edison: 08/28/13 17:01-21:13 PDT, Unavailable.

For past outages, see: https://www.nersc.gov/users/live-status/outage-log/

m

hopper10 n/ncxt> ||

Connected to hopper.nersc.gov

SSH2 - 3des-cbc - hmac-md5 - none 143x52 @ 18,52 00:00:17




Prepare the Input.bat file in F-Secure

* Right-click on Input.bat file 2 edit

- .
_| input.bat - Notepad e - n - Y AN @Eli_hj
File Edit Format View Help

data angles cropx  cropy maxcg maxref -
Chiu_sicklerRBCs_654_1.s5t Chiu_sickleRBCs_654_1.rawtlt 600 800 10 1
Chiu_sicklerRBCs_654_3.st Chiu_SickleRBCs_654_3.rawtlt 600 800 10 1
Chiu_sicklerRBCs_654_4.s5t Chiu_sickleRBCs_654_4.rawtlt 600 800 10 1
Chiu_sicklerBCs_654_5.st Chiu_sickleRBCs_654_5.rawtlt 600 800 10 1
Chiu_sicklerRBCs_655_1.5t Chiu_sickleRBCs_655_1.rawtlt 600 800 10 1
Chiu_sicklerRBCs_655_2.5t Chiu_sickleRBCs_655_2.rawtlt 600 800 10 1
Chiu_sickleRBCs_655_3.s5t Chiu_sSickleRBCs_655_3.rawtlt 600 800 10 1
Chiu_sicklerBCs_656_1.5t Chiu_sickleRBCs_656_1.rawtlt 600 800 10 1
Chiu_sickleRBCS_656_2.5t Chiu_SickleRBCs_656_2.rawtlt 600 800 10 1
Chiu_sicklerRBCs_656_3.s5t Chiu_sSickleRBCs_656_3.rawtlt 600 800 10 1
Chiu_sicklerRBCs_656_4.5t Chiu_sickleRBCs_656_4.rawtlt 600 800 10 1
Chiu_sicklerBCs_657_1.st Chiu_sickleRBCs_657_1l.rawtlt 600 800 10 1
Chiu_sicklerRBCs_657_2.5t Chiu_sickleRBCs_657_2.rawtlt 600 800 10 1
Chiu_sicklerRBCs_657_3.5t Chiu_sickleRBCs_657_3.rawtlt 600 800 10 1

Data name (.st), angle file name (.rawtlt), cropX = size of the tube, cropY = height of your reconstruction
Maxcg = number of iterations allowed for each reconstruction, maxref = number of refinement iterations

When the file is complete, you can close directly, F Secure SSH
client will propose you to save and replace the precedent
Input.bat file

20 Jobs max are allowed !




Launch the batch job in F-Secure

* You can close the file transfer or switch to the client...
— The last entry is hopper04 n/ncxt>
— Type the command: cd SSCRATCH/arec3dBatch
— Type the command: python runarec3djobs.py -i input.bat
— Hit Enter to submit the job

[¥] L:hopper.nersc.gov - [default*] - F-Secure SSH Client

Fie Edt View Window Help
H SR 2 BB # TEE D SN
0] Quick Connect (] Profies

hiu_SickleRBCs_654_3.rawtlt Chiu_SickleRBCs_658_l.st Chiu_SickleRBCs_668_9.rawtlt  Chiu_SickleRBCs_670_2.st e
hiu_SickleRBCs_654_3.st Chiu_SickleRBCs_658_2.rawtlt .st Chiu_SickleRBCs_670_3.rawtlt
Chiu_SickleRBCs_654_4.rawtlt Chiu_SickleRBCs_658_2.st .rawtlt  Chiu_SickleRBCs_670_3.st
hiu_SickleRBCs_654_4.st Chiu_SickleRBCs_658_3.rawtlt ¥ X st Chiu_SickleRBCs_670_&.rawtlt
Chiu_SickleRBCs_654_S.rawtlt Chiu_SickleRBCs_658_3.st Chiu_SickleRBCs_669_2.rawtlt  Chiu_SickleRBCs_670_4.st
hiu_SickleRBCs_654_5.st .rawtlc u_SickleRBCs_669_2.st Chiu_SickleRBCs_670_S.rawtlt
Chiu_SickleRBCs_655_1.rawtlt .st Chiu_SickleRBCs_669_3.rawtlt  Chiu_SickleRBCs_670_5.st
_SickleRBCs_655_1.st Chiu_SickleRBCs_668_10.rawtlt _SickleRBCs_669_3.st Chiu_SickleRBCs_670_6.rawtlt

S‘ckleR‘C: 655 C 14751ckleR4E5766°710 st 751ckleR3C5766574.xaH:1c C iu_! chkleR‘Cs G"Q 6.5t
hiu_ SlckleRBCs 655 - CnlaﬁSlckleRBCsiééﬁill.rawtl: .st Cl iu_! SlckleRBCs 6"0 .rawtlt

| niu_SickleRBCs_655 3 rawtlt Chiu_SickleRBCs_668_11.st .rawtlt Chiu_SickleRBCs_670_" 7 st
. hiu_SickleRBCs_655_3.st Chiu_SickleRBCs_668_1.rawtlt .st Chiu_SickleRBCs_670_8.rawtlt

t on runa rec3 obns _| | 1] ut at hu_S1CELeRBCA_ 56 3. FaVEIT Chin_S1CELeRBCa 668 1 .97 imitic  chissickieRace eroe.ee
. C"uJ_SlckleRBCs_GSS_l.sc Chiu_SickleRBCs_668_2.rawtlt _6.st Chiu_SickleRBCs_670_9.rawtlt

niv .rawtlt Chiu SickleRBCs_668_2.st rawtlt  Chiu_SickleRBCs_670_9.st

“ st

2.5t Chiu_SickleRBCs_668_3.rawtlt
_3.rawtlt Chiu_SickleRBCs_668_3.stT
3.5t Chiu_SickleRBCs_668_¢.rawclt
_4.rawtlt Chiu_SickleRBCs_668_4.st
Chiu_SickleRBCs_668_5.rawtlt
.rawtlt Chiu_SickleRSCs_668_5.st

_SickleRBCs_670_10.rawtlt
_SickleRBCs_670_10.st
1_SickleRBCs_670_: llArawtlc
u_SickleRSCs_670_11.st
_SickleRBCs_670_12.rawtlt XM2_2010-07
.st Chiu_SickleRBCs_668_6.rawtlt u_SickleRBCs_670_12.st XM2_2010-0
|| chiu_sickierscs rawtly SickleRBCs_670_13.rawtlc

|| nopperio ncxc/a;ecZE€> python runarec3djobs.py -i inp >

gsub run_Chiu_Sickl

command

3_10-45-24.s¢
5_16-08-18.st

g | 6404261 .hopque0l
gsub run_Chiu_SickleRBCs_654_3.pbs
6404262.hopque0l
qsub run_Chiu_SickleRBCs_654_¢.pbs
6404263 . hopque0l
gsub run_Chiu_SickleRBCs_654_5.pbs
6404264 .hopque0l
gsub run_Chiu_SickleRBCs_655,

6404266.nopque0l -
Chiu_SickleRBCs_655_2.pbs
hopque0l
Chiu_SickleRBCs_655_3.pbs
nopque0l
Chiu_SickleRBCs_656_
nopque0l
Chiu_SickleRBCs_656_2
hopque0l
Chiu_SickleRBCs_656_3.pbs
nopque0l
Chiu_SickleRBCs_656_4.pbs
pque0l

qsub run Chiu SickleRBCs_657
6404273 . hopque0l

qsub run_Chiu_SickleRBCs_657_2.pbs
nopque0l
Chiu_SickleRBCs_657_3.pbs

jobs queuing ==

pbs

i

Connected to hopper.nersc.gov SSH2 - 3des-cbc - hmac-md5 - none 143x52 @ 15 00:33:11




Check job status in F-Secure

* Type the command: gstat -a | grep ncxt

| [Z] L:hopper.nersc.gov - [default*] - F-Secure SSH Client l o|& J
File Edit View Window Help
Halh 22 naa
[ Quick Connect (] Profiles

dh | Tl =10 S SN

gsub run_Chiu SickleRBCs_670_5.pbs -
gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds the queue limit: user ncxt
@hopperl10, queue debug)

gsub run Chiu_SickleRBCs_670_6.pbs

gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds the queue limit: user ncxt
@hopperl0, queue debug)

gsub run_Chiu_SickleRBCs_670_7.pbs

gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds the queue limit: user ncxt
@hopperl0, queue debug)

gsub run_Chiu_SickleRBCs_670_8.pbs

gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds the queue limit: user ncxt
@hopperl0, queue debug)

gsub run_Chiu_SickleRBCs_670_9.pbs

gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds the queue limit: user ncxt .
@hopperl0, queue debug) —

gsub run_Chiu_SickleRBCs_670_10.pbs R - R U n n [ ng
gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds the queue limit: user ncxt
@hopperl0, gqueue debug)

gsub run_Chiu_SickleRBCs_670_11.pbs 7 / Q = i n Qu e u e

gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds the queue limit: user ncxt
@hopperl0, queue debug)

gsub run_Chiu SickleRSCs 670 _12.pbs C f— Com pleted
gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds the queue limitg er ncxt

@hopperl0, queue debug)

gsub run Chiu_SickleRBCs_670_13.pbs

gsub: submit error (Maximum number of jobs already in queue for user MSG=total number of current user's jobs exceeds tJ ueue limit: user ncxt
@hopperl0, queue debug)

hopperl0 ncxt/arec3dBatch> gsgstat -a | grep ncxt

gsgstat: Command not found.

hopperl0 ncxt/arec3dBatch> gstat -a | grep ncxt
6404261 .hopqueldl ncxt debug Chiu_SickleRBCs_ 4178 - - - 00:30:004 R 0:02:21
6404262 .hopquell ncxt debug Chiu_SickleRBCs_ - - - 00:30:008 Q -
6404263 .hopquell ncxe debug Chiu_SickleRBCs_ - - - 00:30:008 Q -
6404264 .hopquell ncxe debug Chiu_SickleRBCs_ - - - 00:30:008 Q -
6404266 .hopquell ncxt debug Chiu_SickleRBCs_ - - - 00:30:008 Q -
6404267 .hopque0l next debug Chiu_SickleRBCs_ - - --  00:30:000 Q -
6404268 .hopquell ncxt debug Chiu_SickleRBCs_ - - - 00:30:0080 Q -
6404269 .hopquell ncxt debug Chiu_SickleRBCs_ - - - 00:30:008 Q -
6404270.hopquell ncxt debug Chiu_SickleRBCs_ - - - 00:30:008 Q -
6404271 .hopquell ncxtc debug Chiu_SickleRBCs_ - = = 00:30:008 Q =
6404272 .hopquell ncxt debug Chiu_SickleRBCs_ - - - 00:30:008 Q -
6404273 .hopquell ncxt debug Chiu_SickleRBCs_ - - - - 00:30:000 Q -
6404274 .hopque0l next debug Chiu_SickleRBCs_ — - - --  00:30:000 Q -
6404275.hopquell ncxt debug Chiu_SickleRBCs_ —_ - - - 00:30:0084 Q e
ncxt debug Chiu_SickleRBCs_ - - - - 00:30:008 Q -
ncxt debug Chiu_SickleRBCs_ - - - - 00:30:008 Q -
6404278 .hopquell ncxt debug Chiu_SickleRBCs_ - — = = 00:30:008 Q =
6404279 .hopquell ncxe debug Chiu_SickleRBCs_ - - - - 00:30:008 Q -
6404280.hopquell ncxt debug Chiu_SickleRBCs_ - - - - 00:30:000 Q -
6404281 .hopquell ncxt debug Chiu_SickleRBCs_ - - - - 00:30:000 Q - £
hopperl0 ncxt/arec3dBatch>

hopperl0 ncxt/arec3dBatch> =

Connected to hopper.nersc.gov SSH2 - 3des-cbc - hmac-md5 - none 143x52 @© 28,52 00:36:00




Retrieve the output using WinSCP

* The code generates a folder (filename_output) that contains:

"B/ Chiu_SickleRBCs_654_1_output - noxt@hoppennerscgov - WinscP il R [E=REER >
o) ok s @oomonds S=mn @rems foneno (23 Some | 0og files :
& S PR WP R viig Default - - H ;
L )L ) JE Ak : = * Arec3dLOG for each iteration

net@hoppernersc.gov | =

5 G: Rammstein -@E e - i Chiu_SickleRBCs 654. » &3 7] ~ 4= ~ =z e i -] ° Fllename,err
G:\Wichele ForBatch_autorecons fchiu S _654_1_output . .

Neme  Bxt Size Type Changed Attr - ‘ Size Changed Rights Owner * Fi Ie name.inp ut

&) Chiu_SickleRBCs 668_.. 520 MiB ST File 8/7/2013 45631 .. 2 8/29/2013 9:29:11 .. not .

= s -000_. L]

7] Chiu_SickleRBCs_669._... 1,503B RAWTLT File 8/7/2013 5:29:30... a 1148 8/29/20139:29:31 ... noxt F I Ie n a m e . Iog

8] Chiu_SickleRBCs_669._... 520 MiB ST File 8/7/2013 5:3( a | arec3dLOG.iterd 49408 noxt .

4] Chiu_SickleRBCs 669_..  1501B RAWTLTFile  8/7/2013 53 a [ arec3dLOG.terl 49408 not * Filename.out

) Chiu_SickleRBCs 669_...  520MiB ST File 8/7/2013 5:36 a ] Chiu_SickleRBCs 654 Lerr 08 next . . pe .

|| Chiu_SickleRBCs 669_..  1501B RAWTLTFile  8/7/2013 543:57.. a [ Chiu_SickleRBCs_654_Linput %18 ot * Final LOG (X y an dan g le modification for
8] Chiu_SickleRBCs_669._... 520 MiB ST File 8/7/2013 5:44:17.. a _ Chiu_SickleRBCs_654 1.log 876 B noxt . .

7] Chiu_SickleRBCs 669_... 1,500 B RAWTLT File 8/7/2013 5:5 a | Chiu_SickleRBCs_654_1.0ut 36578 noxt eac h p r'OJ ection S)

) Chiu_SickleRBCs 669_...  520MiB ST File 8/7/2013 551: a [Jfinall0G 49108 next . . . .

7| Chiu SickieRBCs 669_.. 15018 RAWTLTFile  8/7/2013 558 s | myalignedimages_iterd.mrc 520 MiB not * Mya | |gned images_iterXX.mrc (a | |gned

8] Chiu_SickleRBCs_669._... 520 MiB ST File 8/7/2013 5:5¢ w a _ myalignedimages_iterl.mrc 520 MiB . noxt -

(5] Chiu SiceRBCs 669 LS0LB RAWTLTFile  87/2013 60534.. Umycroppedimages itef.mre SSMB 8297201392934 . next dataset for X iteration )

) Chiu_SickleRBCs 669_...  520MiB ST File 8/7/2013 6:0 2 ] mycroppedimages iterl.mrc 31SMiB 8/29/20139:31 next

5] Chiu_SickleRBCs 669_..  1501B RAWTLTFile  87/2013 6:13: a (] myprj_final 31SMB 8/20/2013 9:34: not . H H (

8] Chiu_SickleRBCs_669_... 520 MiB ST File 8/7/2013 6:1: a _ myprjstack_iter0.mrc 315MiB  8/29/2013 9:31. noxt Mycropped I mages_lterxx' m rc Cropped
7] Chiu_SickleRBCs_670_... 1,501 B RAWTLT File 8/7/2013 6:3( a _ run_Chiu_SickleRBCs_654_1.pbs 457B 8/29/2013 9:28: noxt H H H

) Chiu_SickleRBCs 670_..  520MiB ST File 8/7/2013 6:30 2 ] volChiu_SickleRBCs 654 1.mrc 1575 MiB  8/20/20139:3402 .. next from M ya [ Igne dima ges using cropx an d
7] Chiu_SickleRBCs 670_.. 15008 RAWTLTFile  87/2013 7:3412.. a ] volChiu_SickleRBCs 654 _1.mrc_iterd.mrc 1575MiB 8/29/2013931:39 . noxt )

) Chiu_SickleRBCs 670_..  S20MiB ST File 8/7/2013 73454, a cropy

7] Chiu_SickleRBCs_670_... 1,501 B RAWTLT File 8/7/2013 74 a . . . . .

8] Chiu_SickleRBCs 670_.. 520 MiB ST File 8/7/2013 74 s * Myp rj_ﬁ nal (ﬁ nal prOjeCtlon)

7] Chiu_SickleRBCs 670_..  1501B RAWTLTFile  8/7/2013 7:48 a . .

&) Chiu_SickleRBCs 670_.. 520 MiB ST File 8/7/2013 748:55.. a ® Myp ertaCk_lte rXX.mrc

] Chiu_SickleRBCs_670_..  1,501B RAWTLT File 8/7/2013 7:5510 ... a . .

& Chiu_SickleRBCs 670_.. 520 MiB ST File 8/7/2013 7:5 a e Run Filena me.pbs (Scrlpt to run arec3d)
7] Chiu_SickleRBCs 670_..  1503B RAWTLTFile  8/7/2013 6:37 a o . .

8] Chiu SickIeRBCs 670_.. 520 MiB ST File 8/7/2013 637 a * volFilename.mrc (final reconstruction)
7] Chiu_SickleRBCs_670_... 1,501 B RAWTLT File 8/7/2013 6:4: . a

&) Chiu_SickleRBCs_670_.. 520 MiB ST File 8/7/2013 6:44:11 .. a . VOI F| |e name.mrc ite rx_ mrc

7] Chiu_SickleRBCs 670_.. 15008 RAWTLTFile  8/7/2013 6:5 a —

) Chiu_SickleRBCs 670_..  520MiB ST File 8/7/2013 6:51: a ( : H : )
7] Chiu_SickleRBCs 670_..  1501B RAWTLTFile  8/7/2013 658 2 reconstruction from iteration number X
& Chiu_SickleRBCs_670_... 520 MiB ST File 8/7/2013 6:5¢ a 2

7] Chiu_SickleRBCs 670_..  1501B RAWTLTFile  8/7/2013 7:05: a B

8] Chiu_SickleRBCs 670_..  520MiB ST File 8/7/2013 705:54 .. 3

|7 Chiu_SickleRBCs 670_.. 15018 RAWTLTFile  &7/2013 74207.. a

8] Chiu_SickleRBCs_670_... 520 MiB ST File 8/7/2013 711. a

7] Chiu_SickleRBCs 670_..  1501B RAWTLTFile  8/7/2013 7:1 a %k %k .

) Chiu_SickleRBCs 670_..  520MiB ST File 8/7/2013 7:19 a U se wWin S C P’ N Ot F—Se cu re’
7] Chiu_SickleRBCs 670_..  1501B RAWTLTFile  87/2013 7:2545.. a

& Chiu_SickleRBCs_670_... 520 MiB ST File 8/7/2013 7:26:110... a .
Einputat LB WindowsBatc.. 92872013 55654 8 to transter the nle(s you wa nt

- < mn »
0B of 25,480 MBin D of 99 0Bof 5451 MBin 0of 17
o e vy froa back to your local folder
8  SFTP3 0:53:18




Other parameters and information

* You can connect to edison.nersc.gov instead of
hopper.nersc.gov (same credentials, same folders... new,
faster machine, but not quite stable yet)

* Change the number of processors used by completing the
command line with:

python runarec3djobs.py -i input.bat -p xx
(xx = number of processors i.e. 64, 128, etc.)

— By default, Hopper runs with 64 and Edison with 128

— If the job is run on Hopper with more than 64 processors, no
gain is observed



