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This talk will be mainly of interest to those people who administer an in-house
Mascot server.



General procedure for setting
up a new database

Choose a name

Create a directory structure

Find and download the files
Update the Mascot configuration
Bring on-line

Set up automatic updating
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So, you've installed a copy of Mascot, which includes a copy of the MSDB protein
database, and everything is working smoothly. Then you, or one of your colleagues,
wants to search a different database. How do you go about adding a new database?

The general procedure is shown here:
<read from slide>
Let's focus on these last four steps in a little more detail



Download the files

» Best done manually, the first time

* Always require a FASTA file

Tip: Use full text file for
Swiss-Prot and MSDB to
get accurate taxonomy.
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First, catch your database, as Mrs Beeton would have said.

We'll talk later about automated downloading. But, when setting up a new
database, you need to do everything manuallly at least once, to verify the filenames
and URL's. If your running Mascot under Windows, you may find that you need to
obtain utilities to decompress or untar the downloaded files.

At a minimum, we need a FASTA file. Some databases, such as Swiss-Prot and
MSDB, also come with 'full text' files, containing comprehensive annotations. If a
full text file is available and supported by Mascot, its a good idea to get it, if only
because it will contain much more comprehensive taxonomy than can be included in
a FASTA
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SCIENCE.

There are a few sites that provide comprehensive database repositiories. Two of the
best known are NCBI and EBI.

Here, you can download nr, GenBank, Swiss-Prot, EMBL, Trembl, etc.

For specialised databases, such as individual genomes, you may have to track down
the FTP site of the group that compiles the database



3 Google - Microsoft Internet Explorer i =]

JEiIs Edit  Yiew Favorites Tools Help |

J &Back - = - D 4 ‘ Qisearch [FFavorites  C#History ||%- =] - ”HPﬂwarmarks Tt A%
J.diress Ia http:/ fwwe, gooale,com j ﬁGU

Ccoogole

.gov/repository /MSDB/ icrosoft Internet Explorer

w  Favorites  Tools  Help

J Back -+ = - (1] ‘ Qsearch [ Folders  CHistory ‘%‘ 0 x @ ‘ [~ “Pﬂwarmarks Tt 4%
| Address |81 ftpjftp.ncbi.nh. govirepositoryMsDB] | e

Name I S\zal Type | Modified

(T msch Fasta.z 244 ME  Wingip File 010603 12:5¢
msdb.narn 1.87KE MAM File 01/06/03 12:54
Ezmsdhﬂam.z 944 bytes  WinZip File 01/06/03 12:54
E2msdh‘r’eF.cnrm:ular:a.Z 321 MB  WinZip File 01/06/03 13:10
Qmsdh‘reF.Z FL1ME  WinZip File 01/06/03 13:02
Qmsdh‘seq.z 244 ME  WinZip File 01/06/03 13:17
README 1.36KE File 1&0&(01 0000

User: Anonymous |. Internet

ASMS 2003 Atz

SCIENCE.

As with all web searches, a search engine such as Google is a good starting point.

Once you find the database, you may have to study the README to figure out
which files you need
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So, having caught your database, you need to tell Mascot how to cook it.

We recommend that you use the browser based, database maintenance utility,
rather than edit the configuration file directly. This reduces the chance of typos and
ensures that there is always a backup in case of problems.

It also has a simple test facility, that will pick up most of the common configuration
problems



FASTA Format
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Perhaps this is a good moment to clarify exactly what we mean when we talk about
a FASTA file.

FASTA is a very popular format. In a way, its like HTML ... it has become a
universal standard because it is both very simple and very forgiving. On the down-
side, it isn't much of a standard ... almost anything goes.

FASTA specifies that there will be a title line, starting with a 'greater than'
character, followed by one or more lines containing the sequence in 1 letter code.

The problem is the lack of a well defined syntax for the title line. Here are a handful
of examples of FASTA title lines. As you can see, there isn't much similarity. It is
essential that we can find a short, unique identifier or accession string for each
sequence. But, as you can see from these examples, the position of the identifier and
the delimiters (e.g. spaces, pipe symbols, commas) varies considerably



Parse Rules

» Parserules are Basic Regular Expressions

>| Pl : . 2| REFSEQ_XP: XP_064505

Accession from Fasta title: ">| Pl :

Description from Fasta title: b KA
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The way Mascot deals with this is to allow you to define the syntax for any
particular database using a regular expression. Regular expression will be very
familiar to anyone with a Unix background, but there may be a bit of a learning
curve for someone with more of a Windows or Mac background.

Her, for example, we have a title line from the IPI human database. Lets say that
we want to use IP100043251 as the unique accession string and everything after the
space should be treated as the description.

The regular expressions, or parse rules, used to extract this information look like
this.

The string we want to extract is always within the backslashed parentheses. For
the accession, we show the first few characters as literal text. We then say that we
want to take all the following characters, stopping when we hit either a pipe
symbol, a space, or a period. In fact, it is the period which applies in this example.

For the description, we discard everything up to and including the first space. Then,
we take everything to the end of the title.
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Deciding which parse rule to use, maybe even having to create a new parse rule, is
definitely the most complicated part of configuring a new database. However, if we
didn't use a tool like regular expressions, you would always be witing on us to add
support into Mascot for new and unusual title formats.

The rest of the fields in database maintenance utility are pretty straight forward.

Its a good idea to include a version stamp or data stamp in the filename, so that you
know what version of a database was used to obtain a particular result

In this example, Swiss-Prot, a full text DAT file is available, so we should make use
of it to get accurate taxonomy

Once all the fields have been completed, hit the test button...
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If you're unlucky, you'll see something like this. Looks like our first attempt at a
parse rule wasn't quite right. OK, go back and try again

Success
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Bring database on-line

* Monitor progress on the Database Status page

Hame IFI human Family = C:/INETPUE/sequence/IPI_huwan/current/IPI_human_*.fasta
Filename IFI_human z.5.fasta Pathname = C:/INETPUBE/sequence/IPI_huwan/current/IPI_human z.5.fasta
Status In use Statistics Dnidentified taxonomy

State Time = Wed Jun 04 11:08:57 # searches = 0O

Mem mapped = YE3 Reguest to mem map = YEZ Reguest unmap = NO Mem locked = NO

Hurber of threads = 1 Current = YE3
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Once the database tests successfully, we choose to apply the changes and bring the
new database on-line

The test faciltiy can't pick up every problem. In particular, it only tests a few of the
entries at the start of the database and a few at the end. So, its perfectly possible
that something may go wrong in the middle.

If so, check the error log to see what the proble is, fix it, and re-try

11



Automatic updating with the
database update script

 Download the fasta file plus all associated files,
e.g. full text ref file, taxonomy indexes, Unigene

Handles variable filenames via wild cards

Takes care of uncompressing, unpacking,
renaming and moving the files

Time or version stamping; downloading a file
only if a new one is available; resuming an
interrupted download; passive FTP through a
firewall; etc., etc.
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Now, our new database is ready for searching. What about updates? We don't want
to have to remember to download updates manually every day or every week.

Mascot includes a script, the database update script, that will
<read from slide>

12



Eile Edit Search Project Wiew Format Column Macro Adwanced Window Help _|ﬂ 5[
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J db_update.pl |

41 zl
4Z # Safest to treat all path and URL information as case sensitive

42 # Windows paths MUST use forward slashes, not back slashes

44 # Windows paths CANNOT contain ewbedded spaces

45 # Windows paths should include driwe letter, but UNC paths are not supported J
46 #

47 if ($ENV{ WINDIR'}){

48 # Windows paths to Mascot root directory and utilities

49 # Must provide fully gualified path if utility not on the search path

50 §MASCOT = "C:i/InstPub/Mascot”:

El fgzip = "gzip.exe™;

sz §tar ar.exe’;

53 fwget HEL . EXE"

E4 ffmerge MEMASCOT/ bin/ fwerge . exa™: # oprional
55 §warsplic = "§MASCOT/bin/varsplic.pl”: # optional

56} else |
57 # Unix paths to Mascot root directory and utilities
58 # Must provide absolute path if utility not on the search path

53 $MASCOT = "/fusr/local/mascot';

60 fgzip zip™

&1 §rar arc';

(33 $wget geLT;

63 $fmerge MASCOT/bin/fwerge"; # optional
64 $varsplic = "{HMASCOT/bin/varaplic.plty # optional
65}

66

€7 # Other paths

6% #

63 $local_log file = "$MASCOT/ logs/ftp_log.txt";
70 §local taxonomy_directory = "FMASCOT/taxonomy":

71

72 # Uncomment following path to enable UniGene index download
73 # flocal unigens directory = "SMASCOT/unigene™;

74 #

75 # To fine tune wget, options can be added or modified below.
76 # If an option recquires no value, assign an empty scring.

77 # Zee wget docuwentation for further details.

78 § For example, if HTTP proxy server suthentication is necessary:

4 ILIj

For Help, press F1 |tn 1, Col. 1, €O |pos 8] [Mad: 10/04/03 09:11:44 [File Size: 39964 s |

The database update script is a perl script. If you've installed Mascot into the
default path, you should be able to use this script as is to download updates for
many widely used databases.

13
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Eile Edit Search Project Wiew Format Column Macro Advanced Wwindow Help == 5[
€eF WS8R A W E[E[LER] s s(bwic -l Es | BO0B 22K
J dh_updalep\l
85 # Enter remote Site URL's and local datshase directory paths below j

0 #

91 # Variable filenames can be handled by using the wildeard characters ¥ and ? in
9z # the FTF downlosd URL. VTildeards cannot be used for HTTP download. Attenpting

93 # to download wultiple files with a single URL will download one file at most.

34§
96 # will only work for FTP.

97 #
98 # MSDB_from NCET

<

95 # Timestamping, to avoid dovnloading the ssme file on wultiple occasions, J

59 #

100 if (§ARGV[0O] "HSDE_from HCEIM){

1oL §db_name = "HMSDB";

1oz §local incowing directory = "SMASCOT/sequence/MSDE/ incoming;

103 §loeal current directory = "SHMLSCOT/sequence/NSDB/current’;

104 $fasta_file_url = "ftp://ftp.nebi.nibh.gov/repository/HSDE/medb. fasta. 27;

10% $reference_file url = "ftp://ftp.nchi.nib.gov/repository/ HSDE madh .

106 §name_file url = "frp://ftp.nchi.nih.gov/reposicory/ H3DB madb.

107 §texonomy file url[0] = Mftp://ftp.nebi.nih.gov/ pub/ taxonomy/ texdump. tar.gz";

1los §version_regex = 'MSDB\s+Releaseis+([\d+) ' ;

109 # -

110 # MSDB from EBI

111 # - -

11z} elsif ($ARGV[0] "HSDE_from EBIT) {

11z §db_neme = "MSDE'":

114 $local incoming directory = "SMASCOT/ sequence/NSDE/ incoming;

115 §local_current_directory = "SMASCOT/sequence/MSDB/current’;

116 §fasta_file_url = "frp://ftp.ebi.ac.uk/ pub/databases/ HassSpecDB/nsdb . fasta. V)
117 §reference file url tftp://fip.ebi.ac. uk/ pub/databases/ HassSpecDhE/madh . ref. 2";
118 $name_file_url = "ftp://ftp.ebi.ac.uk/pub/databases/ HassSpechB/msdh . nam. 2" ;
113 $taxonomy_file url[0] = "frp://ftp.nchi.nib,gov/ pub/ taxonomy/ caxdump . tar. gz

1z0 fversion regex = 'MSDB\=+Release’ s+ (hd+] '

121 # -

12z # NCBInr_from NCBI

123 # - -

124 } elsif [§ARGV[O] "NCEInr from NCEI'™) {

1z §db_name = "NCEInr":

1ze §local_incoming directory = "SMASCOT/ sequence/NCEInr/incoming’;

't ol 1, €0 005 RO [Mod: 10/04/03 091144 [File Size: 39964 s

Here you see the section of the script where we define which files are needed for a
particular database. The script takes care of downloading the FASTA and full text
files, plus any taxonomy files that are required. The final line of the configuration
describes how to find the database version number in the release notes. Another
regular expression!

14



Predefined configurations

MSDB
=

NCBInr C:\InetpubASCOT\hin>dh update.pl EST others fron NCEI
EST human

EST_mouse

EST others

Sprot

Trembl

IPI_human

IPI_mouse
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All these databases are predefined in the script, so to update all the files, you only
need to type something like this at a command or shell prompt.

Adding a new database to the script is quite straight forward, just use one of these
as a template

15
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Bur: |perl db_update.pl NCBlnr_from_NCEI
o Browse...
[u
o Stattin: |C retpubAMASCO T birk
[u =
o LComments:

Fimes MAT Filb<_SCIENCESJohns Set password

v Enabled [scheduled task muns st specified time)

(1] Cancel | Apply |
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Now, we are in a poition to automate the whole process. Under Unix, we use Cron to
execute the script on a pre-defined schedule

Under Windows, we use Scheduled Tasks
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Finally, we have made an effort to provide detailed walk-throughs for configuring
all the common databases. Please refer to the on-line help for greater detail on all

the topics I've mentioned here
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