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1. System Requirement

1.1

. Windows

Operating Systems

+  Windows 2000

+  Windows XP

+  Windows Vista

Minimum Hardware

«  Pentium 4 2.4 GHz(Recommended: Intel Core 2 Duo or greater)
+ 1 GB RAM(Recommended: 2 GB or greater)

+ 100 MB hard drive space

JRE 1.5 required

1.2. Mac

Operating Systems
Mac OS X 10.3 and later

Minimum Hardware

+ Macintosh computer with an Intel x86 or PowerPC G3, G4 or G5 processor
512 MB RAM(Recommended: 1 GB RAM or greater)

+ 100 MB hard drive space

JRE 1.5 required

1.3. Linux

Operating Systems

+  Linux with X window environment

Minimum Hardware

*  Pentium 4 2.4 GHz(Recommended: Intel Duo Core or greater)
+ 512 MB RAM(Recommended: 1 GB RAM or greater)

+ 100 MB hard drive space

JRE 1.5 required



2. Before the Installation

2.1. Prepare your GRID Authority and environment
2.1.1. Certificate
2.1.1.1. Download the User Certificate Application Form
a. Download the User Certificate Application Form from

http://ca.grid.sinica.edu.tw/certificate/request/request_user_cert.html

b. Setup an interview with a local Registration Authority (RA)

You need to meet with a ASGCCA RA to verify your identity. Locate and
contact your nearest RA: http://ca.grid.sinica.edu.tw/contact.html
Prepare the following documents for the your interview with the RA

c. Complete and submit your application form

2.1.1.2. Request for certificate online.
Before going through 2.1.1.2, make sure that you have finished 2.1.1.1 and a
CA staff has confirmed with you.

Create a Certificate Signing Request(CSR) online on CA web page
(http://ca.grid.sinica.edu.tw/certificate/request/nscert.php). Please submit request on
the computer that you want to store your public/private key.

2.1.2. Confirm the request.

ASGCCA will send a confirmation to your email address. Please click the url to confirm
your application

2.1.3. Download and Import Your Certificate.

Once your certificate is issued, ASGC will publish it on the website and send out a
email to inform you. You can simply download your certificate via the link provided in
the e-mail and import it into your browser.

2.1.4. Export the Certificate

To use your certificate, you first need to export it from your browser. You can find the
certificate export procedure here.

(http://ca.grid.sinica.edu.tw/certificate/request/certificate_management.html)

2.1.5. Convert certificate to pem format for the usage of GRID.

To use your certificate for Grid authentication, you need to convert your
certificate(*.pfx or *.p12) to PEM format. You could find instructions here.
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(http://ca.grid.sinica.edu.tw/general/p12toserver.html)
For Window users, you will need -

* Win32 OpenSSL -
* You could find this from
* http://gnuwin32.sourceforge.net/packages/openssl.htm

2.2. GAP Environment
2.2.1. Deploy your certificate for the usage of GRID
Create .globus directory in your Home directory.
The user HOME directory on the different Operation System, for example
1. Windows XP
‘C:\Document and Settings\[UserName]’
2. Mac
‘/Users/[UserName]’
3. Linux
‘/home/[UserName]’

Put your userkey.pem and usercert.pem on $HOME/.globus directory.
On Unix-like operation system
$HOME/.globus/usercert.pem
$HOME/.globus/userkey.pem
$HOME!/.globus/certificates
On Window-based operating system
%HOME%\.globus\usercert.pem
%HOME%\.globus\userkey.pem
%HOME%\.globus\certificates

+ NOTE! A directory with “.” prefix on Windows needs to be created by
command, there is no way to create such kind of directory via GUL.

2.2.2. Download ASGCCA certificate : PEM format
Download ASGCCA http://ca.grid.sinica.edu.tw/publication/ASGCCA.pem

Then rename ASGCCA.pem as 9cd75e87.0, and put it into .globus\certificates
directory

2.3. You must import your certificate into your browser. Then you can apply the
EUAsiaGRID VO and VQS account with this browser.
2.4. Join a VO(After 2.1 is finished)
After you get your user certificate, you need to join a VO for using the resource of
GRID.
You have to apply for joining a VO with your browser which has your certificate.
* euasia - https://vomrs.grid.sinica.edu.tw:8443/vomrs/euasia/vomrs
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2.5. Make sure you have Java Runtime Environment (JRE1.5+) installed.
2.6.Apply for a VQS account for using this Virtual Screening Service.

2.6.1. Apply via https://vl01.grid.sinica.edu.tw:8443/vgsreg
* Please make sure the browser you used contains your user certificate, the
server will detect the user certificate and retrieve the DN(Distinguishing Name)
from the user certificate for the registration.

ano VOS5 Account Registration -

(5] hetps:/ /1-04.grid. sinkca edu tw 8443 /vasreg /'webpages /vgskegForm jsp O

VQS Account Registration

*Titke -~
*Full Namy :

*Your Account

*Your Passwoed

*Confirm Passwoed :

*Eomail :

*Country : — =
*Address '

*Phoee

*Affilianon ;

"NO: | evasia 9]

(Subme ) (Reset)

Your current certificate Is “/CoTWO=AS/OU=GRIDVCN=Mason Melung 143117
cortified by “ICaTWIOASICNsAcademia Sinica Grid Computing Certfication Autherity Mercury

© 2009 GAP - Gnd Application Platform
+856-2- 278959

e Contact Us
B ASGC - Academia Sinica Grid Computing
v

+ NOTE! Please select the corresponding VO( Virtual Organization ) you belong
to.


https://vl01.grid.sinica.edu.tw:8443/vqsreg
https://vl01.grid.sinica.edu.tw:8443/vqsreg

2.6.2. After you submit the application for the VQS account, you will receive a
notification mail and need to wait one working day for approving your application.

We have received your application!

Thank you for your registration. Your infoemation is going to be venfied. Please wait
one working day. We will sead you an ¢-mail after your applicanon is appeoved

Please feel froe 1o contact us if you have any further questions.

© 2009 GAP - Gnd Applcanon Platfoem
«886.2. 27898 M9
= Contact Us

A ASGC - Academia Sinica Grid Computing
v




2.6.3. Once your application is approved, you will receive an email telling you that your
VQS account is approved and available. And follow the download link in the email to get
the GUI client tool.

ano VOS Account Registration e

Downloads

Grid-enabled Virtual Screening Service GUI Client Tool 1.0 Version

I.. - “'QEM\
I'l Standak ns foe X1

& o UnixLinuy

‘ o M OS5 X

© 2000 GAP - Grid Applcason Plafonm
+556-2-2789-5 09

e ASGC - Academia Sinica Grid Computing




3. Installation

3.1.Download the installer package and follow the instructions of installer -
+ Windows -
+ Doubile click the gvss-1.0.0.jar to startup the installer, and follow the instructions from
the installer to complete the installation.
+ If you are not able to startup the installer by double clicking gvss-1.0.0.jar, please open
the command line window and type ‘java -jar gvss-1.0.0.jar’.
+ NOTE! Make sure you have JRE1.5+ installed on your window-based system.
+ Linux -
+ Right click the gvss-1.0.0.jar and choose ‘Open with Sun java ..." to startup the installer
+ Or open a terminal and type ‘java -jar gvss-1.0.0.jar’
+ NOTE! Make sure you have JRE1.5+ installed on your Linux.
+ Mac -
+ Doubile click gvss-1.0.0.dmg and drag the ‘GVSS’ application to ‘Applications’ folder or
any place you want.
3.2. GAP environment
3.2.1. GAP_HOME environment variable
* You don’t really have to modify this variable manually, the installer will set the
GAP_HOME variable automatically.

3.2.2. Since this service is based on GAP and GAP uses globus toolkit, by default the
GUI client will try to find your user certificate(usercert.pem and userkey.pem) under
$HOME/.globus/. Please make sure you have followed the previous instruction to put
your user certificate into the right directory.

+ Or you could change the location of the usercert.pem and userkey.pem later
through the GUIL.



4. After the Installation - How to start?
4.1. Windows -

4.1.1. Desktop Shortcut
+ After the installation, there will be a shortcut icon created for quick launching
this GUI client.

4.1.2. The startup batch script - vsautodock.bat
« The will be a startup batch script under the $INSTALL_PATH/GVSS-1.0.0\opt
\gap\bin, execute the script, eg

C:\> %INSTALL_PATH%\GVSS-1.0.0\opt\gap\bin\vsautodock
Or double click the batch script to launch this GUI client.

4.2. Linux -
4.2.1. Desktop Shortcut
+ After the installation, there will be a shortcut icon created for quick launching
this GUI client.
4.2.2. The startup bash script - vsautodock
* The will be a startup bash script under the SINSTALL_PATH/GVSS-1.0.0/opt/
gap/bin, execute the script. e.g. -
#> $INSTALL_PATH/GVSS-1.0.0/opt/gap/bin/vsautodock
4.3. Mac -
4.3.1. Application Bundle
« Simply double click the GVSS application bundle.
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5. GUI Client Configuration

5.1. Show the configuration window.

Default Targets

Target ©
Targel Narve

[Rogh Servce  Advarced  Metadats Service |

[ sens (matonbeiang MPIN vt pem] [ Bowse )

'.'um:muom:mg.lhﬂll.'um'- gem @

fuana

( save ) ( SavetoCorrere ) [ Camcet )

5.2. Change the location of your user certificate
* Here you can change the location of your ‘usercert.pem’ and ‘userkey.pem’

[1nen (manontsrng MPIN urecert pem] [ Srowse )

PUsars ) masaniviivng (VP s erk oy e @
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5.3. Change the default VO setting, the default one is ‘euasia’.

L login . Service  Advanced  Metadata Service

User Certificate : | 1Users imasontsmng/ MyPEM usercert gem | ( Browse )

User Key ©
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6. GRID Service Architecture

odane

§ DIANE Master

| [Agent Factory 3
%
.-

Access application

metadata

Worker Agent submission

-

Return the Result

Access application

metadata

Download the output and visualize the result
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7. Virtual Screening Service GUI User Guide
7.1.Login, input your VQS account and password, then input the passphrase of your certificate,
finally decide your proxy life time

aXaXa)

User 1D :

Password :

Passphrase :

Proxy Time

- ‘( :
e LI
I Target . Ligand  Docking Parameter
aXaXe) " -
Riwges @) Target
User 1D : mason
Password . sesennes
Passphrase .  ssssssssnsss
Proxy Time 12+ Hours

finfo] Login succeed.

((Wsualize )

Job Description

14



7.2.Initial Docking Simulation
7.2.1. Select Target
a. Select the default target or your own target.
b. And visualize the target if available and if you want.

OIS

| Defasit Tasgets K1

A%
—

3

‘Atm« Ugand  Dackng Parameter

Target | DC2_TOMAN

.'me Owner
OC2_TOLWN DEFAATY
OC2 TOZWN DEFALTY

OC2_TOsMN DEraAr
DEraar
TAAT

Rescurce Domain - | CD 58 Werker Number 10 31 ( sebewr )

7.3. Select Ligands
7.3.1. Select the library
7.3.2. Select the filter rule if needed
7.3.3. And push the ‘Filter’ button

B lsd 45 19

Target Ugand - Docking Par

% 200 and mass < 600]
gl < 5) and [domor <= %
coptor <= L0)

odi_000A-0742 '
31 _000A-0720

cdi_O00A-0889
1_000A- 0650
©di_020A-0¢0¢
0d1_000A. 0601
odi_020A-0570
o1 _000A.05%¢
di_020A-0506

Selected o

031 _030A-0430
edi_000A-0419
031 _000A-0245
odi_000A-0221
31 _030A-0160 .
cdi_000A-01%% -

elected

Sebect as Comtrod > )

[ < Remove Cormred )

Resource Domain - | GO 8 Werker Number 10 31 ( sebewr )




7.3.4. Select the ligands that you want to run the docking simulation.

©di_020A-0221

od1_000A-079%
©d1_000A-0800
o1 _000A-0815
odi_D20A-082 3

Usselecred

" Target - Uigand - Dacking Pa
Uigard Selection

«dI_DJ0A-0742 odi_000A-0221
081_000A-0720 081 00040245
cdi_D20A-0689 o cdi_D00A-0419

di 00040160 041_000A-0430
©di_D20A-0411
0d1_000A-0506
odi_D20A-0554
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7.3.6. Double click the item of ligand, you can visualize the ligand 2D structure if
available.

Oo0n Virtual Screening Service

oI * IS

bary:  [cdi-Defa. 3} |y ooon-07e2
¢di_000A-0720

Fier Rule - | Upinski rul... :! «di_000A- 0689

«di_000A- 0160

Imass > 200 and mass < €00} CHL00MA-O15

and (LogP < 5} and (donse <= § €d_000R-0134 ) :

) and faccepror <= 10) <di_000A-0111 o TN ‘At
<di_0DOA-0053 i 70 .
<di_00OA-0024 o 01 2
<di_D0OA-0874 1
<di_00OA-0794
<di_00OA-079%
<di_000A-081%
¢<di_000A-082 3
<di_000A-082% .
€41 00940830 .

Unselected 29999
Coreven )

Job Dexcription Resource Domain | GUID 3| Worker Number - 30 (2] ( Subme )
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7.4. Modify your docking parameters
7.4.1. There are 4 tabs for setting your docking parameter. Just modify the parameters
directly.

71 Use the parameter file

Job Description
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7.4.2. Or you can choose to use an existing docking parameter awk file.

(Gl DC2_awk
000 @oc2 -l

h.
Maximum alowable inital energy
Maximum number of retries File £ Al Fites E
' Use the pacameter file : ( wowse ) { Restore to defaunt )
Job Description Resourc - [GuD %) workerNumber - 10 (3] (“Subme )

(1) || ngd | I |25 /7

| Target  Ligand - Docking Parameter |

- irmial Factor  Parameter for "analysia® command  CASLLCA Pa Local Search

Cluster 10lerance (Angstroms) 1.0
External gnd energy 1 00
Maximum aliowable intal energy

Maximum sumber of retries 10000

™ Use the parameter file | /Users fmasonhsiung/OC2_awk/dpfgen awk, 10 (rowse ) ( Restore to defasie )

Job Descrigtion Resource Domain - | GRID 18] worker Number . 10 2] (Submit )



7.5.Configure your job
7.5.1. Input a simple job description.
7.5.2. Select your resource domain
7.5.3. Decide how many workers(cpus) you want to use

itial Factor  Paramwter for “analyiis” command  GAMLCA Parameter  Local Search Pa

Cluster tolerance (Angitroms)
Uxternal grid erergy
Maximum afowable |

Sber of

7.6. Job submission
7.6.1. Simply push the ‘Submit’ button

(a¥ala Virtual Screening Service

O] 1L 1=

Clanter tolerance (Angsl

1. Cenerating Ligand List ...
2. Cenerating Docking Parameter File ...
3. Setting Job Parameters ..,
4. Job Submission .

Externad grid energy

Maxmum alowable it

Maximum number of ret)

Job Description - A job rample for urer mansal Resource Domain - | GRID :lmm-bn




7.7.Job monitoring
7.7.1. Push the running job monitoring buttion

Cluster tolerance (Angntroms)

Uxter=al grd erergy

Maximum afowable inftial energy

Maximum sumber of retries

W Use the parameser file - (Users /masonhinng) DC2_swk ) dpf3gen awk. 10 ( wowse ) ( Restore 1o detanit )

Job Descrigtion . A job sample for user mansal Rescurce Domain - | GO 18] Werker Number - 25 (3 ((Seber )

7.7.2. Monitor the job status via the dynamic job monitoring chart with a given refreshing
interval.

no, workers

e % & %

2009-08-20 22 1845
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7.8. Check your docking simulation results
7.8.1. Push the job history button to popup the job history window.

#) (oew) (tebre) (Owere )

o Gy © < Tww

111657209097 Duane IVetaiioreen . 20090100 21 33
113144150170 Dwane  Virtmalicreen. . 2009-01-10 1651
1IN Dane Vinaalicrsen. . 2009-0L-19 00 24
10N Doasvnaliconmn . 200%-0L-18 2252 . &
1ok Dot IVl . 10080118 22 % &
1IHO8%ee Y 0990518 21 %2
111050%4342) 2009L-as 2 %
120025893777 200-0L-15 211
LRAR AT R} :«M-ﬁl.l‘ a8 ]

eRREEERE

7.8.2. Visualize your docking simulation results
a. Select the job you want to see, and push the ‘Show’ button.

Ve (W) (> D ()

0099120 16 31 4} 109%
. 2009-01-19 00 26 38 100%
SO09Q1-1% 2T W2 WA 109%
2009-01-15 2252 41 100%

PREERERIAI




S wrs Bate
100
1232441103700
150 Dure IV B ree s
JOMSAN4NS DarelVimaltic
1232050945451 Duane 2 Virtua B
1202088800407 Darevimar
TOLAN_dorar 123520509435425 Duare 2 Vi Bcreene
TOMAN_ Owvas 123202 88012 D ne I Vema i ree s
2 TNNAN doman 1202021888278 Mt ne 7 Vrm on Ko 1o mm

Shom Rest Complex

Show Best Conlormation

Dowmioed diy [ teergy Hrtogram

Cot ineogy List | [ Downlsad PORQ
| Sest Complenes  Best Conformatons  Mistogram

b. Show the best complex of a simulation.

ANO Job Hutory

poview ] [ Show ) ([ Refme ) ( Debere | Page 1> Y =

KO Deairone KE U 1O Cawwand el | ew Swcoein e W

3141
H09-01-1900 26 18

3 DaselVrtalicreenn. . 200991 156
OCL_TOTWN foman 1IN ST eres) DaseIveiabireenn . 200991 AP
W.WH.])| T DV Daselvima 2009-01 $21a
m_mm AR 094342) DaselVrtualicreenn. . 2009-01-1% 225155

Select a simulation |l C

DN IV i Dl ree

T foe o
AN %0 progect 1)

Damivima

MAALLS 22 A% 50

[ () A yob samoie for urer marust |

Ann ¥5 ~1416

OTR R R TR T :
14,1 LIOLAN <o \
BT DCLIONS <o
-0 DC2_T0L <o - M
“13.97 D2 01 «d
Press to show the best; | -

complex of a simulation |

. »
1254 ocz Toiwy  <c . \‘
“135¢ oc2 10 <o sl -
AN (8 41590 - ) )

Show Bert Complex

Show Best Condarmation

fnergy ThiveshoMd 00
Downfoad dig | | [rergy Mivtogram

Cat trergy Uit | | Downdosd FOSO
{ Best Complenes  Best Conformunons  Histograms
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c. Show the best ligand conformation of a simulation.

Job M itony
)b View s o Befine De'ete Page 1 %
oscrgtme et Crous [e— - vd "o whiws Rate o~
for et 1232437219093 0 : . 2009.01-20 22 18 43 100% (OAZ
21244) s e lY LTee )-01-2 L 4l »
AN !
AN ‘ oA :
AN
AN
AN
DU A pob 1amoie for wner manusl
rs l

Press to show the best .
conformation of a simulation-

d. Generate the energy histogram with controls from the best energies of all the
simulations

oy Hrlary

M Aok yempie for wner mased

Aann The grven enegy TWeanobd 10 "0 0

m :' - - - . ‘ Histogram on 1277 screens: DC2_TOL1IAN

Give an enefgy thﬁésﬁbldf."

Ve Bl (imwgomn

Car Urengy Lint

Generate the energy e o Gomptem > o
histogram with the=g1ve1j

wrnad wavt Mgt

energy threshold




7.8.3.Download the simulation results

a. Download the compound’s PDBQ files with a given energy threshold

1232441901760
s 0N

FEAAsAmasane

. 2009-491-20 1651 41
A0U8-41-19 00 1% 14

AR AL AR Arasaa

2009-91-20 08 39 35 ...
J00%-51-18 1635 38

AL AL 1 taan e .

Fite format: | AN Files

rge: (18 C JC

123244101760
HEIvisL 0N
1232010943455
TR0
1252930083427
1202000040400
182080587
LA ARTIN

Saccens Rame

2009-21-20 08 39 35 ..
JOON-S1-18 1638 48
100%-91-1% 1630 18
JOON-21-18 1T 00 0
J00%91-1% 16 45 57

09-91-1% 2232 %6
3 DON-21-18 21 52 4L
~ 00991132232 18

Danelvinalbicres JO08-21-15 225150 JOOR-21-15 1645 %4
DastlviuDoeessg?  J00YG1-1% 32 1117 J00%91-1% 18 10 &4
s Frn s o roe mmed INAAILIL 1A AT AN

AL I sa
-

OCI_Tolwn
DC2_To1AN
OCI_TolwN
DC2_To1MN

-0w DC2_TO1AN '

A D2 To1AN

-1 DC2_TO1AN

SR 02 To1aN

-11.57 DC2_TO1AN

SIRT] OC_TolaN

<1354 DC2_TO1AN

“ia OC2_To1AN B

SER 1) DC2 TOLAN oo K023, *
{ Show Best Comtormmon )

Lsergy Thresnold 00

(Oownioet dig ) (_tnergy Histogeam )
{ Gattmesgy vt ) [ Downlcas PORQ )
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.
-—
S
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b. Download the dlg files(the output of ‘autodock’) with a given energy threshold

(bvew 18] (show) ( Motne) [ Ovew )

s Cormvp ©

o

Tent bor WO 1212441301760 D I'vrtaaScreennc?. . 2009-01-23 165141 2009.01-20 08 39 33 .. DO

ATach % prapedt 12
DC2_TOSMN_doman

A o

Sevulaten PO

T Format: | Al Files

1212441501760
LM Ivisi oM
1232030943455
12300309345
1212000941427
1230030943423
L0 anrn
LEARG AR AR 24 )

1-20 1651 41
DI-1900 26 18
01-15 2252 %6

20090115 22 52 41

J00%-01-15 2252 18
J00%01-13 2251558
J00%-0L-15 22017
100801418 23 88 \a

J009-01-2008 39 53 ..

40090438 1638 43

J009-01-15 1650 18 .

A09%:001-3% 1706 &)

J009-01-15 164307 .

J099:001-1% 16 43 3¢
JO0H-0L-15 1610 M4
IOSA.NLAN TA LT &Y

FEEEEEE R
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c. Generate the energy list of all the best energies of the simulations

2009-0L-2036 5141 JOONSI-J00MA M)
200901190026 38 J00%01-15183%5%)
oo HOOH-0L-25 225256 J0ON-01-15 1650 00 .

o Destriphon
Test sew refinement

P P ——

Test for BC
Azach 10 projest 12

DC2_TOSIAN_doman
DCZ_TO7TWN_doman
DCZ_TOGWN doman
DCZ_TOSUN_doman
DCZ_TO4WUN _doman
DC2_TOSN_doman

Jod Crowp ©

1232550406917
1232441303760
1232295613076
1232030945418
1232030343431
1232030945427
1232030943423
1212021893777

1232023893773

Wednerday, anary 14, 2009407 ™
Wednewday, Jancary 14, 2009 11:10 AN
Tonsday, Ocoober 25 2008 1O SO PN

E

7.9.Advanced Refinement Docking Simulation
7.9.1. Select the item you want to refine and push ‘Refine’ button in the in job history
window

nee: (1) (> ) (C>>1)

DU IScreenn

o rer

Subestied Teve Seccess Rate

.. 2009-01-21 23:07 35 100

Sates
DONE




7.9.2. Or press the right button of mouse to popup the popup menu, and click
‘Refinement Simulation’ item in the job history window

roe: (18 (> C>1)

Joi Destripten Job Crowp © Subestied Teve Seccesy Rate Sty
Test sew refinement 1232550406917 Duse2Vimualicreenn.. 2009-01-21 23:07:35 100% DONE

- phe Ko woer__12)24 Show simulation results

Test for HC 1232484 - - p— 2009-01-20 16:51:41 100% DONE
ATach 99 projest 12 1 R Rt 009-01-19 0026 38 100% DONE
DC2_TOSIAN _doman - - e -01- DONE
DCZ_TO7AN_doman . 2009-01-15 22:52.41 100% DONE
DCZ_TOGWN_doman o r JTEN e NR09-01-15 22:52 18 100% DONE
DCZ_TOSKMN doman 1232030943423 Duse2Vimualicreenn, ..

DCZ_TO4MN _doman 1232021893777 Dane ZVirnualicreenn,

DC2 TOSIAN doman 1232023893773 DuseZVrnsabicreens. ..

7.9.3. Ligands Selection, the ligands in the previous run have been sorted by each best
energy. Remember that the target is determined by the previous run.
a. Filter the ligands by a range.

Intial Progect - A job sample for user manwd
Innal Progect 1D 22

Target Name . DC2_TOLAN

[ Uigands Selecmon  Docking Parameter -

Ligand Selection

~14.220] e SO0 13-

~14.020] c#1 D426~
14.000) ¢ K781+
~11.970] ¢ C5 30~
~13.750] oo K781~
~13.730] ¢ K781~
-13.730] cé1 K781 -
“13.570) ¢ K823~

~11.540] ¢ C700- @ Selected o
13.540) cti G946
~11.480] c&1_415%-
“13.380]) oo K623

~13.310] of K623~
~13.500) e L8250 o

13,2601 c6.C708-0
-

- »

Unielected ELY] @

Job Description Rerousce Domam - | G Worker Number 10 @ @

nd 15}
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b. Filter the ligands with a given energy threshold

Instial Progect - A job sample for user manwad
Ivnal Progect 1D 22

Target Name . DC2_TOLAN

[ Ugands Sehecnon  Docking Parameter

Ligand Selection
| ~14.570) e K781-141 I)
P— | -14.220] co0 _80113-01C
all L 4 D8 1 -t ol ki85 (e )
|
|

~14.020] e DR26G-1 14
“14.000] ¢ K781-769

~12.840) ctn C597-00

o71-
1 2.490] o0 K781-0
~12.480] c#1_41856-0
<12 AR0] o K748
<12.470) ¢ C833-3,

=

- »

Uniedected %7
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d. Just like the initial docking, you can select one or more ligands as the controls.

Instial Project | A job sample for user manuad
Innal Progect 1D 22

Target Name . DC2_TOLAN

[ Ugands Sehecnon  Docking Parameter

Ligand Selection

~11.070] e £955-1 «11.210] c&n £955-10
~11.070] ca £955- 10 ~11.210] cov DA26-]
«11.080] ¢ _3014- «11.210] ¢on £955-10
=11.0%0] e K2 84-700 ~31.200] c& K2 16-05
“11.0%0) ot CH65- 90 11 .200] con 80136

~11.200] ¢0 C202-07 &
-11.200] ¢ K403-10 ¥
- .

d: 150

| =42 510] ceh COT|-0288
1L 120) e CT 5

~11.500] can C519-0651

7.9.4. Modify the docking parameters for the refinement simulation, just like setting
parameters in the initial docking, you can modify the parameters directly or just use
your docking parameters awk file

Initial Praject - A job sample for user manual
Initial Project 1D @ 22
Target Name | DC2_TOLIAN

| Ligards Seiecton  Decking Parameter |

ok Factor| Paramerer foe "asalysis™ command  GASLGA Parameter

2.0

Local Seanch Parameters |

Tramalation step /A

Quatermon step/ ooy

Torsion step/deg

Tranalation reduction factor | per cyche

Quitermon reduction factor | per cycle

Torsion reduction facior | per cycle



7.9.5. Configure your job
a. Input a simple job description.
b. Select your resource domain
c. Decide how many workers(cpus) you want to use

7.9.6. Push ‘Submit’ button to submit the refinement simulations job

Initial Praject © A job sample for user manual
Initial Project 1D © 22

Target Name ©  DC2_TOLIAN




7.10. Attach more docking simulations to an existing project.
7.10.1. Select the item you want to attach and press the right button of mouse to popup
the popup menu, and click ‘Attach more simulations’ item in the job history window

josView W8] ([ Show ) ( mefine ) [ Detete )

o Descrignos kb Crovp © Comemure Sumared T Seccers Rase Smaran
Refoement for iser m . 1212592256007 Diane 2 Virtsalticreenin .. JO09-01-22 1210 11 100X DONE
Teur rew refive ment 121255040651 Duane 2 Virtua Bcree nin

[

A job 1ample for uner Diane 2 Virtsa Bicreenin. .. 200
Towe for M

AZach %0 progect 12
DC2_TOMAN _dorman
DC2_TO7WAN_doman
DC2_TOtIAN dorman
DC2_TOSAN _dorman

Artach more simulate [EpL9 902638 (1OUN .
- - DAY1S 2252 %4 100N DONE
L-1% 2252 41 10Ox DONE

| IR

Pedefined it 10 22
Dentrignon A job 1ample for uner mansl
ll* ! Ugend  Dacking Parameser

[T e — ..‘ r Targer Seractone
Twger

T 4ot ame e
G2 TR eranr
(e SRR g (¢ AL S 84
(LRI [L AL 4
DC2_Teamn (RPN
DC2_TRSeN (AP

02 _ToeaN (L AL g

qunw

002 _1eren Dedmanr

0C2_Teenn (LAl

Voaraskoe
b Owicapon Berowrce Doman | CRO [ SR e—— 010 [ b )

7.10.2. Select Target
a. Select the default target or your own target.
b. Visualize the target if available and if you want.

Predefined Propect 10 - 22
Description © A job sample for wner manusl
‘_ Target « Ligand  Dacking Parameter
Target Structure

_ Default Targets B

Target - DC2_TOMAN

Target Narme

Resource Domain - | CRiO T8 worker Number 10 131 sebesin )

Job Deacrgtion




7.10.3. Select Ligands, just like the ligand selection in the initial docking.
a.Select the ligands that you want to run the docking simulation.

<d|_5209-1023
- 011 32090940
€01 4306-1056 <di_320%9-0%6)

«d|_ 43810260
<di_ 4341-0261 <
<di4341-0262 .

Unselected

b. You can select the ligand as the control if you want.

Predefined Project 10 - 22
Description : A job sample for wier manual
| Target Aigand . Docking Parameter |
Ligand Selection
A oss C s> ) SR
<di_4464-0975 . 0d1_3209-0940
cdi_ 44761657 <d|_5209-05%7
X 1 32090549
<di_320%9-0%11
o4 51922540

o1 3192-2523
<di_2827-4%8)

Selected

«di_e341-3101
i 44760419
di 44764921

cd| 44764919
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c. And of course, you can preview the 2D structure of ligand if available by
double clicking the ligand in the list.

Predefined Project 1D © 22

: :
Ubcary: [ ¢cdi-Defa.. § €0.2148-101

: c02191-278
Filter Rule : | DIMO rule 5 €01 2266-247

CO|_2266-248
Imass » 500 and mass < 600} €O 2266248
and {LogP < $) and [domor <= § Cai_2266-248
) and lacceptor <= 109 i 2398337

€di 2539-40%
i _2519-40%
cdi 2556-21%0
€di 2556-2160
I 2576-410}
267742427

cdi_4541-3100

CO1_2634-4296 )
C01_2732-4408 2 I, 4476-0419
C01_2774-0509 v « Remove Control SRAS-4021

Unselected 1226
Coreview )

Jeb Deseription - Resowrce Domain - | CRID ¢ ] Worker Nember - 10 (3] (CSwben )

7.10.4. Modify your docking parameters
a. There are 4 tabs for setting your docking parameter. Just modify the
parameters directly.

Predefined Project 10 22
Description © A job sample for wier manual

ik Facvor | Parameter for "analysis® command  GASLGA Parameter  Local Search P2 3

slation step /A 20

Quanermian step/deg -

Toesion step/deg .

Translation reduction facter | per cycle

Quaternion redection factor / per cycle:

Torsion redection factor / per cycle
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b. Or you can choose to use an existing docking parameter awk file.

Precdefined Project 1D - 22
Description © A job sample for user manual

.—{W Parameter for *

Transiation step /A

Quaternon step/deg

Torsion step/deg

Transiation reduction factor [ per cycle

Quaternion redection factor / per cyche

Teesion reduction facter [ per cycle

Predefined Project 10 © 22
Description © A job sample for user manual
Best Energy - 0.0

| Yarget  Uigand - Docking Pasameter |

—{Wh’m'ﬂ'm’cm CASLCA Parameter  Local Search Parameters

Trasalation step /A

Quaternion step)deg

Torvion step/deg

Trasalation reduction facter [ per Cycle
Quaternion reduction factor / per cycle

Torsion reduction factor / per cyche

™ Use the parameter file | /Users/masonhsing/DC2_awk /dpl3gen awk.10 (wowse ) ( Restoce 10 defaunt )

Job Description : Resource Domain - | GRIO ) worker Number - 10 (2] (Csubme )




7.10.5. Configure your job
a. Input a simple job description.
b. Select your resource domain
c. Decide how many workers(cpus) you want to use

Predefined Project 1D 22
Description © A job sample for wier manusl
| Targes

Ligard  Docking Parameter |

| Vritad Fanor P for "analysis™ ¢ d  CASLGA Parameter  Local Search Pa s

Translation step /A
Quanemion step/ deg
Torsion step/deg

Translation reduction face

7.10.6. Attaching docking job submission

Predefined Project 10 22
Description : A job sample for vner manusl
[ Target

Uigand  Docking Parametes |

SRR T

Translation step /A

.00 Submitting “Attach to the existing peoject”
1. Cenerating Ligand List ...
2. Cenerating Docking Parameter File ...
3. Setting Job Parameters ...

4. Job Submission ...

Quanemian step/deg

Torsion step/deg

Translation reduction |

Quaternion redection £

Torsion reduction fact

@ Close after 9 seconds.

W Use the paramsetes file - /Users /maronhiung/DC2_awk /dpf Igen awk. 10

Job Descrigtion :  Attach to the existing prox  Resource Domain - | Cri0 18] Worker Number : @;
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8. Upload your own target and ligands

8.1. Upload your own target
8.1.1. Press the target upload button

OC2_Tolan
DC2_To2AN
DC2_TOIAN
DC2_TOAMN
DC2_ToSaN DEFALLY
DC2_TosaN DEFALLY Nothi ush e
DC2_TO7WN DEFALLT " ¥ v
DC2_TOSWN DEFAILT
Dengue_NS3

8.1.2. Choose how you want to upload your target

(Sowse )

DC2_TOIAN
DC2_TO4MN (where contains “maps fid, *. maps.xyz and "X map, "« Target Name) @




a. From arbitrary directory ( Please do this on Linux, unless you are
sure your target map files are fine on case-insensitive OS. )
1. Select the target’s pdbgs

Target Name :

Target Data Source
@ From arbitrary directory

Target PDBQS @ rasonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3/Dengue NS3.pdbqgs

Target Maps :
(where comains *.maps
(O From Target Tarball
Target Tarball :

2. Select the directory which contains the target’s map, xyz and
fld files. (NOTE : Make sure the map, xyz and fld files are under
the directory, otherwise you will not be allowed to select the
directory. )

Target Name : [Ncw‘rargﬂmmo ]

Target Data Source
@ From arbitrary directory

Target PDBQS ©  rasonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3/Dengue NS3.pdbqgs

Target Maps : (Users/masonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3

(where comtaing *.maps.fd, *.ma
() From Target Tarball
Target Tarball :




3. Name this target, this will automatically replace the old target
name with the new name in all the files(pdbgs, *.map, xyz ... ).

Tagc ame

Target Data Source
@ From arbitrary directory
Target PDBQS ©  rasonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3/Dengue NS3.pdbgs

Target Maps : (Users/masonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3
(where comtaing *.maps.fid, *. maps . xyz and * X.map, *= Target Name)
(O From Target Tarball
Target Tarball :

4. Finally, simply press the register button to upload and
register your own target.

Target Name : | NewTargetName

Target Data Source
@ From arbitrary directory

Target PDBQS ©:  rasonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3/Dengue NS3.pdbgs

Target Maps : {Users/masonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3

(where comtaing *.maps.fid, *. maps . xyz and * X.map, *= Target Name)

() From Target Tasball

Target Tarball :
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b. From a well-packaged target tarball
1. Select the target tarball.

Target Name :  NewTargetName

Target Data Source
() From arbitrary directory
Target PDBQS :  rasonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3/Dengue NS3.pdbgs

(" growse )
Target Maps : (Users/masonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3

(where comtains *.maps.fid, *.maps. xyz and * X.map, *= Target Name) ( erowse )
@ From Target Tarball
Target Tarball

2. System will check the content of the tarball. If the tarball is
invalid, you will not be allowed to select the tarball.

The target name will be changed according to this tarball’s target name - [Dengue_NS3)
PDBAQS file -~ Dengue_NS3.pdbgs
Total map files -
Dengue_NS3 A map
Dengue_NS3.b.map
Dengue_N53 B.map
Dengue NS3.c.map
Dengue _N53.C.map
Dengue _N53.e.map
Dengue_NS3.f.map
Dengue_NS3.F.map
Dengue_NS3 M.map
Dengue_NS3.1map

Dengue_NS3I N.map
Dengue_NS$3.0.map
Dengue_NS3.P.map
Dengue_N53.5.map
The fid file - Dengue NS3.maps.fid
The xyz e - Dengue N53.maps xyz




3. The target name will be determined automatically according
to the target tarball. You are not able to change it.

Target Data Source
() From arbitrary directory
Target PDBQS @ rasonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3/Dengue NS3.pdbqgs

[ Browse )

Target Maps : (Users/masonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3

(where comtaing *.maps.fid, *. maps . xyz and * X.map, *= Target Name) [ Browse
@ From Target Tarball
Target Tarball ©  /Users/masonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3.tar.gz

4. Finally, simply press the register button to upload and
register your own target.

Target Name :  Dengue NS3

Target Data Source
() From arbitrary directory
Target PDBQS @ rasonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3/Dengue NS3.pdbqgs

[ Browse )
Target Maps : (Users/masonhsiung/Desktop/CVSS_release/Dengue/Dengue NS3

(where comtains *.maps.fid, *.maps. xyz and * X.map, *= Target Name) [ EBrowse

@ From Target Tarball

Target Tarball © /Users/masc Dengue _NS3.tar.gz
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8.2. Upload your own ligands.
8.2.1. Press the ligand upload button.

DC2_T02mN

DC2_TONAN
DC2_TO4AN
DC2_TOSUN
DC2_TORAN

0C2 TOTWN Nothing 1o viswalize
DC2_TomaN
Dengue N33

Resowrce Domain - | GRD 18] Worker Number 105 (Csubmn )

8.2.2. Decide either you want to create a compound library or attach to an
existing compound library.

Resowrce Domain - | GRD 18] Worker Number




8.2.3. Select the directory which contains your compound PDBQ data.

@ New Library :  MyCompound

(If yo
(O Attach to an existing Library :

PDBQ Directory :  /Users/masonhsiung/BPDBO

(where contains your compound PDBQ data

8.2.4. Finally, simply press the register button to upload and register all the
compounds under the directory.

@ New Library :  MyCompound
(If you want to share this library) T Shared
(O Attach to an existing Library :

PDBQ Directory :  /Users/masonhsiung/BPDBO

(where contains your compound PDBQ data)
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9. References

9.1. GAP website - http://gap.qgrid.sinica.edu.tw/

9.2. EUAsiaGRID website - http://www.euasiagrid.org/

9.3. EUAsiaGRID voms website -
https://vomrs.qgrid.sinica.edu.tw:8443/vomrs/euasia/vomrs

9.4. MGLTools website - For preparing the target and ligands.
http://mgltools.scripps.edu
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