Scaffold Hunter:

Installation of MySQL and Reconstruction of the profile database as well as

a sample database comprising the pyruvate kinase data from PubChem

By Stefan Wetzel

1. Installation of MySQL 5.x

1. Download MySQL Server (Installer) from
http://dev.mysal.com/downloads/mysql/5.1.html#

win32.

Scaffold Hunter has only been tested with

MySQL 5.x.
. . . = :
2. Execute the installer file and install MySQL 15 MySQL Server 5.1 - Setup Wizard
Welcome to the Setup Wizard for MySQL
Server 5.1
The Setup Wizard will install MySQL Server 5.1 release 5.1.35
on your computer, To continue, click Next,
WARNING: This program is protected by copyright law,
G
3. Choose “typica|" 18 MySQL Server 5.1 - Setup Wizard
Setup Type
If you are an administrator, you may also choose Choogste et 08 Vit best st yux
Plsase select a setup type.
« ”
CUStom . () Typical
4 Common program features wil be installed. Recommended for
'n o) oeneraluse,
) Complete
== 4 [ ll program features wil be installed. (Requires the most disk
' 'f- space.)
) Custom
4[] Choose which program Features you viant installed and whers they
‘. - }, will be installed. Recommended for advanced usars.
<Back || wet> | [ cancel




Click on “Install”

The installation may take a few minutes.

Click “next”.

Uncheck the lower checkbox “Register the

MySQL server now”.
Click “next”.

Click “next”.

i# MySQL Server 5.1 - Setup Wizard

Ready to Install the Program

The wizard is ready to begin mstallstion,

F you wank ta review or change any of your installation settings, click Back. Clck Cancel to
exit the wizard,

Current Settings:
Setup Type:
Typical

Destination Folder:
C:\Program FilesiMySQLIMYSQL Server 5.1}
Data Folder:
c and Seti DatalMySQLIMySQL Server 5.1}

[ <eack ) mstal | [ Caneel |

% MySQL Server 5.1 - Setup Wizard

Installing MySQL Server 5.1
The program features you selected are being inst sled.

Please walt while the Setup Wizard installs MySQL Server 5.1. This may take
several minutes.

Status:

MySQL Enterprise

v A MySQL Enterprise subscription is the most
comprehensive offering of MySQL database
software, services, and support to ensure your

M l__lSQL business achieves the highest levels of eliabilty,
security, and uptime.

An Enterprise Subscription includes:

1. The MySQL Enterprise Server - The most rellable, secure, and m—io-daﬁ
version of the worlds most popular open source database.

2. MySQL Enterp| Monitor Service-A
assistant.

3. MySQL Production Support - Technical and
you need It, along with service packs, hot-

[Eofmoreinio

& MySQL Server 5.1 - Setup Wizard

Wizard Completed

Setup has finished installing MySQL Server 5.1. Click Finish to
ext the vizard.

Configure the MySQL Server now
Use this option to generate an aptimized MySQL config
file, setup a Windows service running on a dedicated port
and to set the password for the roat account.,

[ Register the MySQL Server now
Use this option ta register this MySGL server with
SunConnect service, to receive automatic update
notfications on Future releases and cther free offerings.
A browser window will open briefly to allow you to
complete the registration.

MySQL Server Instance Configuration Wizard

Welcome to the MySQL Server Instance
Configuration Wizard 1.0.15.0

The: Configuration Wizard wil allow you to configure the:
MySQL Server 5.1 server instance. To Continue, chck.
Next.

Cancel




9.

10.

11.

12.

13.

Choose “Standard Configuration”.

Click “next”.

Click “next”.

Choose a root password and enter it twice.
Click “next”.

Note down this password since it is the

administrator access to the database!

Click “execute”.

Click “finish”.

MySQL Server Instance Configuration Wizard
MySQL Server Instance Configuration
Configure the MySQL Server 5.1 server instance.

Please select & configuration type.

¢ Detailed Configuration

" Choose this configuration type to create the optimal server setup for
G this machine.

" LUse this only on machines that do not aready have a MySQL server
installation. This willuse a general purpose configuration for the
server that can be tuned manually.

<gak | Next > Cancel |

My5SQL Server Instance Configuration Wizard

MySQL Server Instance Configuration
Corfigure the MySQL Server 5.1 server instance.

Please set the Windows options.

v Install As Windows Service

"%, Thisis the recommended way to run the MySQL server
on Windows.

Service Mame: WSQL -

¥ Launch the MySQL Server automatically

[~ Include Bin Directory in Windows PATH
Check this option ta include the drectory containing the
server | client executables in the Windows PATH variable
20 they can be called fram the command line.

My5SQL Server Instance Configuration Wizard

MySQL Server Instance Configuration
Corfigure the MySQL Server 5.1 server instance.
Please set the security options.
¥ Modify Security Settings

Hiew root passwoed: d

i3 Confirm: == Retype the password.

[ Enable root access from remote machines

Enter the root password.

[~ Create An Anonymous Account

This option wil create an anonymous account on this server, Please
niote that this can lead o an insecure system.

<Back | [ mext> Cancel |

MySQL Server Instance Configuration Wizard

MySQL Server Instance Configuration
Corfigure the MySQL Server 5.1 server instance.

Ready ta execute , ..

() Prepare corfiguration
) writs configuration File
() Start service

O Apply security settings

Please press [Execute] to start the configuration.

My5SQL Server Instance Configuration Wizard

MySQL Server Instance Configuration
Corfigure the MySQL Server 5.1 server instance.

Pracessing configuration ...

(& Prepare configuration

@ Write configuration file (1 Program Files|MySQUMySQL Server S, Ly in)
() Start service

4 Apply security settings

Configuration file created.

windows service MySQL installed.

Service started successfully.

Security settings applied.

Press [Finish] to close the Wizard.




The installation described here, sets the default port of the MySQL serve (3306). If you or
your administrator chose another port, please use that one in all further steps!

Once you have installed the MySQL server, please restart the system.

2. Installation of the MySQL GUI Tools

1. After the installation of the MySQL server, please
download the MySQL GUI Tools from the
website http://dev.mysql.com/downloads/gui-
tools/5.0.html.

2. Execute the installer file and install the MySQL
GUI Tools.

Click “next”.

i MySQL Tools for 5.0 - Setup Wizard

Welcome to the Setup Wizard for MySOL Tools
for 5.0

The Setup Wizard wil install MySQL Taols for 5.0 on your
computer. To continue, click Next.

WARNING: This program is protected by copyright |aw and
international treaties.

3. Read the license agreement and check “I accept 1% MySQL Tools for 5.0 - Setup Wizard
License Agreement -
the terms in the license agreement” if you agree P A el e L 5

1 1 Copyright (C) 2003-2006 MySQL AB, 2008 Sun Microsystems, Inc. A
with it. At © v5a i

This program is free software; you can redistrbute it andfor modify
. “ ” it under the terms of the GNU General Public License as published by
C I | Ck next the Free Software Foundation; either version 2 of the License, or

. (at your option) ary later versian.

This program is distributed in the hope that it wil be useful,

but WITHOUT ANY WARRANTY; without even the implied warranty of
MERCHANTABILITY or FITNESS FOR A PARTICULAR PURPOSE. See the
GNU General Public License for more details.

(1 accept the terms in the license agreement
()1 do not accept the terms in the license agresment

[ <eack ][ mext> ][ Cancel ]

4. Click “next”. 7% MySQL Tools for 5.0 - Setup Wizard
Destination Folder 4
Click Next to install to this folder, or dick Change to install to a different Folder.
1 Install MySQL Tools for 5.0 to:
\j C:\Program Fiss\MySQUIMySOL Tools For 5.0

[ <Back ][ mext> [ Cancel ]




i& MySQL Tools for 5.0 - Setup Wizard

Choose “Complete”.
Setup Type

Click “next”. Chose the setup type that best suits your neads.

Flease select a setup type.

() Complete
ﬁ &ll program features wil be instaled. {Requires the most disk

) Custom
Choose which program features you want installed and where they
will be installed. Recommended for advanced users.

[ <Back  J[_nwet> ][ cancel |

i MySQL Tools for 5.0 - Setup Wizard

Click “Install”.

Ready to Install the Program
The wizard is ready to begin installation.

IF you wank to review or change any of your installstion settings, click Back. Click Cancel to
exit the wizard.

Current Settings:
Setup Type:
Complete

Destination Folder:
CiiProgram Files\MySQUIMYSQL Tools For 5,04

[ <Back  J[_mstal ][ cancel |

7. The installation may take a few minutes. 1% MySQL Tools for 5.0 - Setup Wizard
Installing MySQL Tools for 5.0
The program features you selected are being installed.
[d] Please wak while the Setup Wizard installs MySQL Tools for 5.0, This may

take several minutes,

Status:

[NANNAANNANNNRNNNRANNRANRRANRRARRR )
7. C|ICk “finiSh". & MySQL Tools for 5.0 - Setup Wizard

Wizard Completed

Setup has finished instaling MySQL Tools for 5.0,

-
|

N

MySsoL

Finish

After the installation, you find the programs in the MySQL folder under Start/Programs.
Please start the “MySQL administrator”.

When you first start the MySQL administrator, you need to establish a database connection.

To do so, please follow these steps:



Klick on the button with the three dots

chose “new connection” at the bottom of the new

window

enter a name for the connection

enter the username “root”

enter the root password set during the installation
of the MySQL server

if you are running the database on the same
computer, the host is “localhost”

the port should be 3306. Otherwise, please consult
your administrator.

Click “Apply”.

Click “Close”.

MySQL Administrator 1.2.17 X

3
MysOL:
Administrator
Connect to MySOL Server Instance
Stored Connection: ‘ V‘
Server Host: | | Por (308 |
Usemame:
Password: ‘
Click this button to clear all fie
=
]
Canricion Fasimeters. | Advanced Pasameters
Nm-tm_
]
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3. Restoring the profile database

The first task is to restore the profile database without which Scaffold Hunter will not work. It
will also restore a sample database with the data of the Pyruvate Kinase Screen from
PubChem. Both SQL dump files are available as ZIP compressed files from
http://edoc.mpg.de/display.epl?mode=doc&id=429252. Please unzip the files before

proceeding with this manual. If you do not want to restore the sample database, please stop

after step 6 and exit the MySQL Administrator.

Start the MySQL Administrator, then follow the steps given below:

1. For “Stored Connection” choose the connection
created before. Mysa @
Administrator
Click “OK”.
Connect to MySOL Server Instance
Stored Connection: | ScaffoldHunter v: E
Server Host: |localhost Pat: TEB‘OE |

Usemame: root

Password: |

2. The start screen of the MySQL Administrator
looks like that.

Choose “Restore” from the items in the frame on

the left hand side of the screen.

3. Click on “Open Backup File” on the lower right

side of the screen.




Navigate to the folder with the unzipped database
dump files.

Choose “scaffoldhunter_profiles.sgl”.

Click on *“open”.

Mark “Create database(s) if they don’t exist” in
the middle part of the screen.
Click on “Start Restore”.

The restoring of the profiles database is usually
quite fast (under one minute).
When it has finished, please close the status bar

window.

If the program stops the process with an error
message, please try again from step 8. If the error
is repeated, please download the dump file newly

and try again.

If you also want to install the sample database,
click on “Open Backup File” again.

Choose the file “pyruvatekinasedata.sql”.
Click on “Open”.
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8.

10.

11.

Check that “Create database(s) if they don’t exist”
is still marked. If not, please mark it.
Click on “Start Restore”.

The program checks the integrity of the database.
This may take up to 20 minutes and more,

depending on your hard- and software.

If the program stops the process with an error
message, please try again from step 8. If the error
is repeated, please download the dump file newly
and try again.

After the integrity check, the database will be
restored. This may take up to 30 minutes and

more, depending on your hard- and software.

If the program stops the process with an error
message, please try again from step 8. If the error
is repeated, please download the dump file newly
and try again.

Once the restoration of the database is finished,
please click on “Close”.
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12. To check, whether the database have been
restored, choose “Catalogs” from the items list on
the left hand side of the screen.

All available database are shown in the window

underneath the items list, also

scaffoldhunter_profiles and pyruvatekinasedata.

5. Create Scaffold Hunter profile _

On the startup of Scaffold Hunter, choose personal Settings
Profile Name: ‘Tes‘tproﬂe |
“Profilverwaltung”. Then klick “neues Profil” and you Language: (Engish o
A . A A Storage location of profie: \W|
will see the window shown to the right. Choose a profile P —
R R Anti Allasing: |enabled M
name — we suggest either you user name or, if you are the mmmfmmngs: .

Maximum number of visible scaffoids: 1.000 g

Connection to Database
Connection to Database must be set.

only user, the name of the data set. Choose the language

and the storage location of the profile.

URL: Hdbc:mysq\:lfhcalhost:3306|
The standard URL for installations of MySQL with the - }:’;:“ate””a“”am I
default settings is already given. If you set another port s

More settings can be made later.

during the installation of MySQL or have MySQL @hep | v ok || ¥ cance

installed on another computer, please replace “localhost” by the name of the database
computer and “3306” by the chosen port number.

Also give the database name (name of the data schema in the MySQL database), the username
(“root” if you have not created any other database users) and the corresponding password of
the MySQL user. Then click ok.

Now you can start using Scaffold Hunter as described in the manual.



