CHEM-E4115 Computational Chemistry 1 D 2021

Computer exercise and assignment technical things

Accessing wihuri.pub.chemistrylab.aalto.fi computing cluster
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To do exercises remotely, you need the following steps

1. mvafdi.aalto.fi (remote access server)
e Install from https://mfavdi.aalto.fi VMware Horizon Client according to your
operating system to your own computer
e Use client to remote connect to mfavdi.aalto.fi
e Select mfavdi.aalto.fi as server. For Microsoft login, use [username] @org.aalto.fi or
[email address]@aalto.fi . You need to have MFA set up (instructions here).
e Select B018 Windows 10 Computer class and log in with your regular Aalto IT
account. Snapshot below.
2. Chemistry computer class B018 (remote access use)
e Xming (run Xlaunch, snapshots of settings below)
e Putty (log into Wihuri with your Wihuri student account, see snapshots for settings)
e Do exercises in Wihuri. Possible to use for example VMD or ChemDraw also in B018
computer. WinSCP to copy files from Wihuri (see snapshots).
3. Wihuri.pub.chemistrylab.aalto.fi (linux cluster computer remote use)
e Do exercises and assignment. If file transfers to standard Aalto IT system are needed,
use WinSCP from BO18 computer.



https://mfavdi.aalto.fi/
https://www.aalto.fi/en/services/aalto-multifactor-authentication-on-office-365-accounts
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Configuring PuTTy and Xming for running simulations in
wihuri.pub.chemistrylab.aalto.fi & transferring files with WinSCP

1. The Windows desktop computer interacts with the linux server through the X-windows
system which forwards the display from the server to the desktop computer. Software
must be installed on the desktop computer to make this link work. In the Aalto system,
this can be done using the PuTTy terminal emulator and the Xming X-window client.

2.  To get Xming running, first run the application called 'XLaunch'. The default settings are
fine (if your settings are not default, see the end of file for screen shots of functional
settings)

3. To open aterminal window to Wihuri, run PuTTy with X11 Forwarding on. See screenshots
below for functional settings.

4. To copy files from the Windows desktop computer to Wihuri, use WinSCP. Sample setup
snapshots are below.

1. Configuring PuTTy

&R PuTTY Configuration et
Category

SE550 Basic options for your PuTTY session
Logging

Terminal
Keyboard Host Name (or IP address) Port
fed wihun pub chemistriab_aalto.f| 22
Features !

Window
Appearance
Behaviour
Translation
Selaction Saved Sessions
Colours

Connechon
Data Default Sethings Load

Specify the destination you want to connect to

Connection type
(JRaw ( Teinet () Riogin (@ SSH () Senal

Load, save or dalate a stored saession

Prowy
Telinel Save

Rlogin
SSH Delete

Senal

Close wandow on exit
) Always | Never (@) Onby on clean exl



74 PuTTY Configuration

Category:
- Bell - | Options controling S5H X171 forwarding
& W dFeatures ¥11 forwarding
= Window
- pearance Enable X11 fonwarding _
- Behaviour ¥ display location
- Translation Remoate %11 authentication protocel
- Selection @ MIT-Magic-Cookie-1 () XDM-Authorization-1
CH‘:E:J_S ) ¥ authority file for local display
1. Conmaction localhost:0.0] Browse...
- Data
- Prosy i
. Telnet =
Hjugin
- S5H
+- Auth
Most ~TTY
important ke
p - Tunnels P
. Bugs
setti ng - Morebugs =

74| PuTTY Configuration | &2
Category:

= Sgassiun Options controling PuTTt"s window
I__ugging Set the size of the window

i Temirna Calumng Rows
- Keyboard
Bl 120 0]
- Features When window is resized:

=~ Window 'EW;:' Change the number of rows and columns
- Appearance () Change rows and columns only when maximised
. Behaviour E:EI gange :_hitsi_ze nfﬂl;re“fr::nt .y

; () Change fort size on en maximis

15—:22?;:” © Fl:nlrl::uitilz-I resizing completely
- Colours Cortrol the scrollback in the window
- Hyperinks

E}- Connection Lines of scrollback 2000
- Data Serollback lines at a time (1 haff, 2full screen) 1
_T_x"; Display scrollbar
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2) Configuring WinSCP
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3) Configuring Xming (XLaunch)

K Display settings | & |
Select display settings
Choose how Xming displays programs.
| — —
i@ Multiple windows (7 Fullscreen
(71 One window () One window
without titlebar
Display number a
< Back Mext = | [ Cancel ] [ Help
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Select how to start Xming
Choose session type and whether a dient is started immediately,
Y

(@ Start no dient
This will just start ¥ming. You will be able to start local dients later.

(7 Start a program

This will start a local or remote program which will connect to Xming. You will be able to
start local dients later too. Remote programs are started using PUTTY [S5H.

Open session via XDMCP

This will skart a remote $DMCP session, Starting local dients [ater is limited, This option
is nok available with the "Multiple windows" mode,
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<}< Display settings | & ]

Specify parameter settings
Enter dipboard, remote font server, and all other parameters,
Y
Clipboard [ Mo Access Contral
Start the integrated dipboard manager Disable Server Access Control
Remote font server (if any)

Additional parameters for Xming

additional parameters for PUTTY ar 55H
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.}( Display settings | & |
Configuration complete
Choose whether to save your settings to an XML file,
Y

Click Finish to start ¥ming.

You may also 'Save configuration’ for re-use (run automatically or alter via Joad option).

Save configuration Indude PUTTY Password as insecure dear text
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