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The Category of DICOS app

* DICOS Apps:

1. Bio-Apps:
cryoSPARC version, 2, 3, 4 (1080 ti, p100, rtx 3090) .
Relion version, 3, 3.1, 4-beta (1080 ti)
AlphaFold (v100, A100) and RoseTTAFold. (1080 ti)
Dynamo, IMOD, EMAN2, cisTEM, Jupyter CryoCare.. Etc.

2. Phys-Apps
Deepmd-kit, MAML, PyRoot, Paraview, Ovito, Qiskit.

3. Machine-learning-Apps:
Jupyter-Lab (PyTorch, Tensorflow) (cpu, 1080ti, v100, A100, rtx3090), Triton



https://dicos.grid.sinica.edu.tw/dockerapps/
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The path of Disk Space

 All user:
/dicos_ui_home/{user} (Ul) (100 GB only)

* cryoEM group:
/activeEM/data/{group}/{user} (15 TB )

* NSTCCore group:
/ceph/work/{group}/{user} (3 TB)



Example 1.1 (Open a Jupyter RTX 3090
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Example 1.2 (Open a Jupyter RTX 3090

+ L3 C

# > eddy

Name -~ Last Modified
P 01_cryoCare.ipynb a year ago
M 02_cryoCare.ipynb 3 year ago
A 03_cryocareipynb a year ago
M| 04_cryoCare.ipynb a year ago
M| 05_cryoCare.ipynb a year ago
A Untitled.ipynb 9 months age
[ motioncor2.log a year ago

A| Untitled1.ipynb ¥ | B thwu@jupyterlabtf2dgpu1d: X
B + X O 0 » = C Code ~

# —#- coding: utf-8 -#-
import numpy as np
import math

# Create random input and output data
= np.linspace(-math.pi, math.pi, 2000)

= np.sin(x)

o

Randomly initialize weights
= np.random. randn(
= np.randem.randn(
= np.random. randn(
= np.random.randn(

)
)
)
)

oo oo

learning_rate = le-6

for t in range(20080):
# Forward pass: compute predicted y
#y=a+hbx+cx?2+dx3

ypred = a + b *x x+c*xx*x2 +d=xx *x 3
# Compute and print loss
loss = np.square(y_pred — y)._sum()
if t % 18e == 99:
print(t, loss)

# Backprop to compute gradients ef a, b, ¢, d with respect to loss

grad_y_pred = 2.0 % (y_pred — y)
grad_a = grad_y_pred.sum()

grad_b (grad_y_pred * x).sum()
grad_c = (grad_y_pred x x *x 2).sum()
grad_d = (grad_y_pred % x *% 3).sum()

# Update weights

a —= learning_rate * grad_a
b -= learning_rate * grad_b
¢ —= learning_rate * grad_c
d —= learning_rate * grad_d

print(f'Result: y = {a} + {b} x + {c} x*2 + {d} x"3')

9% T12.44TBZ18BE372
1599 478.3262177418421
2599 322.2T76TEZ3E1l664
399 218.21288593989044
459 148.7TBOT328213537
599 102.43000958080545
659 T71.47013935582482
799 5B.TTB23131954953
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Example 1.3 (Open a Jupyter RTX 3090 with terminal

[thwuljupyterlabt£24gpul080ti-thwa ~]§ nvidia-smwi
Mon Wov 28 07:32:53 2022

RVIDIA-SMI 418.56 Driver Version: 418.56 CODA Version: 10.1

GPFU Hame Persistence-M| Bus-Id Disp.& | Volatile Uncorr. ECC
Temp Perf Pwr:Usage/Cap| Memory-Usage | GEU-Util Compute M.

GeForce GTX 108... On | 00000000:0F:00.0 OFf N/A
34C P8 BW / 250W | IMiB / 11178MiBE Default

Processes:
GET FID Type Process name

Ho running processes found

[thwufjupyterlabt£24gpul 080ti-thwa ~]$ I




Example 2. (Open a QisKit app

£2 Qiskit

File Edit View Run Kernel Tabs Seftings Help

T

- c [ untitled1.ipynb e +
B+ XO O » m c » Coe A & Python 3 (ipykemel) O
o - =
m / qiskit / import numpy as np
from giskit import QuantumCircuit, transpile
Name - Last Modified from giskit.providers.aer import AerSimulator
™ datz 4 days ago from giskit.visualization import plot histogram
@ stt » M new_histpng 6 days ago # Use Aer’s qasm_simulator
fiiont « [A Untitled.ipynb 4 days ago simulator = AerSimulator()

« [A] Untitled1.ipynb 8 minutes ago # Create @ Quantum Circuit acting on the g register

circuit = QuantumCircuit(2, 2)

0 gote on qubis 0 Shift + Enter

# Add @ €X (CNOT) gate on control qubit @ and target qubit I
circuit.cx(, 1)

# Map the quantum measurement to the classical bits
circuit.measure([9,1], [@,1])

# Draw the circuit
circuit.draw('mpl')

do

a1

Simpla 0 M 3 @ nNoKemel|ldle Mode: Command @ In1,Col1 Untitledl.ipynb



Example 3. (Open a Relion 4-beta app

RELION

RELION 4 beta

Launch -

3 days
T days

RELION

RELION 4 beta

Open Delete

“wi# Applications : [F] RELION-4.0-beta-1-com... [VNC config]

= erminal - thwu@relior oti-thw|

thwu@relion4betal080ti-thwu Desktopl$ relion

‘Connected ( crypted) to sandbo

Terminal - thwu@relion...

ION-4.

File Jobs

mport

Motion correction
CTF estimation
Manual picking
Auto-picking
Particle extraction
2D classification
3D initial model
3D classification
3D auto-refine

3D multi-body
Subset selection
CTF refinement
Bayesian polishing
Mask creation
Join star files
Particle subtraction
Post-processing
Local resolution
External

-- Current: |Give_alias_here

05:59 ||l thwu

Finished jobs Running jobs
l i | 9

Scheduled jobs

Output from this job

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

stderr will go here; double-click this window to open std n a separate




Upload and Download your data

Download FileZilla Client

Host (F1%): dicos-ui.grid.sinica.edu.tw

Account ({8

T

\

Port (ZE$3E:

): 22

] 24F8): account
Password (ZZHE): password

[A sftp://thwu@dicos-uio4.grid sinica.edu.tw - FileZilla — ]
BXEF) &E|E WAV Sw0 SEEC BEE)
B ~ = = 5
HA g TROoKO L FTasse
TH#(H): sftp//dicos-uildgr SEREEHEU): thwu ZEW): 100008 TIFE(P): -
ihEE: EFEEG "VactiveEM/data/thwu/WSSV" BB #251%...
AEEE: Listing directory /activeEM/data/thwu/WSSV
HRE: MIHERA "/activeEM/data/thwu/WSSV” K1 B 5
EHyOEE: | DA WBIRDSE: | /activeEM/data/thwy|
W RE - thwu
ST ? MotionCorr
| s ? share
- C: (Acer) ? supervisor_20221012_141039_MtalonA_wt_ATP-casein_55_2h_K1_DC_MotionCorr
© wm D (DATA) ? tmp
- WSSV
M i i e
mRaE REA. BREER EEENER ERaR EE. BEE. & . R WEA.
$RECYCLEBIN BERRHE  2020/4/9 MationCorr BRE.. 2022/10/.. drwxr-.. rootro.
184302gjkarpl... BEFH®  2022/12/3 .. share EEH. 2021/9/3.. drwxr.. thwul.
Anaconda3 2022/11/17... supervisor_2... BEH.. 2022/10/.. drwxr-.. thwuA..
Book 2022/12/12... tmp EBEE. 2021/11/. drwxr..  thwu 1.,
Config.Msi 2021/5/18 .. WSSV wEE.. 2022/9/1... drwxr-... thwu A...
dash-recipes-... 2022/9/16 ... gui_project... 0 GUIP.. 2021/11/.. -rw-r.. thwuA.
FB#588592 2022/12/12... D 39,252 BE 2022/10/... -rw-r-.. rootro..
fiylg 2022/12/12... LOG 624,3.. EE 2022/9/2... -rw-r-.. thwuA..
musics 2022/11/30... o P8_JB8 pass.. 8984.. C#W.. 2022/9/2. -rw-r-.. thwuA..
program 2022/11/29... P8_J88 _pass.. 1159.. STAR.. 2022/9/2.. -rw-r.. thwuA..
Recoverv 2021/3/11
30 {Bt8= 218 @ B0\ 2,521,700,038 T S EfEE 85 B8 #5700 1,677,992 i
R/ F R HE EREE A EE. HREE

! sftp//kondo@d...
D\-202008\20.. < /volumes/ascem/.. 5569,.. —f

GRMME (5409) | BRAE  ERAL



https://filezilla-project.org/download.php?type=client

Thanks & Questions and Answers.

DiCOS Support E-Mail: DiCOS-Support@twgrid.org



