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-1 dp140758:. 000100
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Mascot Daemon is our automation client. It's a part of the Mascot
package that is only available when you have Mascot on an in-house
server



Mascot Daemon

1. Batch task
A batch of data files to be searched
immediately or at a defined time

2. Real-time monitor task
New files on a defined path are searched

as they are created

3. Follow-up task
Accepts data files from another task. For
example, to repeat a search against a
different database
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Mascot Daemon runs on any Win32 platform and supports three kinds of
tasks.

The follow-up task is very powerful because it allows searches to be
chained together to implement complex decision paths. For example, as
batch of data files might be screened against a contaminants database
containing entries for keratins, BSA, trypsin, etc. Those data files which
fail to find a match can then be automatically searched against a non-
redundant protein database. Spectra which are still unmatched can then
be searched against a large EST database, etc., etc.
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The parameter editor allows sets of search parameters to be defined and
saved to disk, so that they can be used over and over again. The search
parameters define how the data will be searched.
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Parameter set Data import fiter
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- Data file list 1~ Schedul

Drag and diap files into the area below ® Sl
on click on &dd Files & Staat [230000 = [14 May 2m ¥

wMais ot O2\E. Diive'voraneive ® Rl
M atrin_nt_02NE_Dirivelvwopagerite " Follow-up
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The Task Editor tab is used to define each task. A task defines what data
will be searched and and when the search will take place.

Here we have a simple batch task. A set of data files has been created, a
parameter set has been chosen, and the task will run all the searches as
a batch at a predefined time.
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Each completed search is added to an Explorer-like tree. There is a
minimum of summary information, and a hyperlink to the full result
report
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However, automation is more than just searching batches of files. This
block diagram illustrates the workflow.



Automation: zero coding

Use Mascot
Daemon in
real-time
monitor mode
to search files
as they are
created

How far can you get in implementing this workflow with a minimum of
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Task

Task Editor | Perameter Editor__|

’V [EZ autamation

Parameter
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[~ More -

"Dala impart fier

~ Datafile

Specify path ta data fles

C \MasslynrMGF dropzone

- Schedh
" Start now

£ Start at
£ Realtime
£ Fallowup

New Run ‘

11:6357

monitor

Optional wild card filename.

Aition

|7 I~ Auto-print

results

[«mGF
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coding? In fact, what can you do without any coding?

The starting point is to use Mascot Daemon in real-time monitor mode.
This will pick up peak lists as they are created, and search them

automatically.
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’7 C \Frogiam Files\D aemondefaultp . | ’7 e

inalyst WIFF file

Options .. ‘

- Data file list

o click on Add Files

Drag and diap files into the area below

Delete

Add Files |

1+ Start now
" Start at

133566 = [ May 202 x|
" Realtime monitor

" Follow-up

Action:
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External processes ..

= o

INo fallave-up required
™ Discard results:

™ Repeat atintervalsaf |1 i Idays I

™| Fass datafto I...Ngne j

{ MATRIX
SCIENCE

For some file formats, we have data import filters. These allow Daemon
to generate peak lists directly from the binary files created by the MS

data system.



Mascot Daemon: Data import filter options

\cmdta.ekel Micromass .spl - Sciex Analyst

% Merge all samples into single search

"Mult\—samp\e fil

~ Separate search for each sample

i Default precursar charge state
Rl Rz D3 &

¥ T ta determine charge from survey scan

i IDA survey scan centroid parameters——

Percentage height:  [5p %
Mege detancs: [0 amu

[ M5-M5 averaging

Reject spectra if less than lm— peaks

Of precursor § |5[|— 0 precursor > lw
Precursor mass tolerance for grouping |1—
Max. number cycles between groups lm—

Min. number cycles per aroup |

MS-M5 data centroid / threshold

Percentage height  [50 | %
Menge distance:; 2 amu

Threshold peaks with intensity
lssthan [G7 | %o highest

Cancel

For example, the import filter for Sciex wiff files is fairly sophisticated.

We can also work directly from Xcalibur raw files and Applied
Biosystems voyager data files
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Drag and diap files into the area below
o click on Add Files

C:AMazslynsinanolc2hs ampledbProtei

KT E——

Delete | Add Files |

1~ Schedul
&+ Start now

Cootanat [175038 = [17 May 2m x|

" Realtime monitor

" Follow-up

Action:
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The MassLynx sample list import filter is a little different.
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B Microsoft Access

| Fle Edt View Insert Format Records Tools Window Help

B-H ey el o @i rm 6w Da 0.

=lofx|
B open B esion tiew | K | 2 T

ANALVSIS

B ANALYSIS : Table D oix|
FILE_NAME FILE TEXT MS FILE [MS TUNE FIL| INLET FILE [INL
= 3156 20010423-1  HEK digest band 1 |MSMS35MIN | Mano-J5min
31.5 200104232 HEK digest band 2 | MSMS35MIN | Mano-35min
31.520010423-3 | HEK digest band 3 | MSMS35MIN {Neno: 3himin

Record: 14 .<| 3 ekl of 3

[Datasheet Yisw

The aim is to extract filenames and sample information from the sample
list. We still depend on Masslynx to generate PKL peak lists.

Tags in search title field can be substituted at run time by fields from the
MassLynx sample list. For example, “HEK digest band 1”, or any text

from any of the columns, could appear at the top of the Mascot search
report.
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Automation: more flexibility

% EditPlus - [qtof10348.mgf]
Visw gearch Document Project Tools Window Help
U H t [JdRBagviiERX| o= LEE4¥-lsF OO
Se a. SCF| p 0 r # MGF format file generated by my VBA script

# 14:02:05 29 Nov 2001

m a.C ro to gEARCH:HIS

USERNAME=Tane Suith

erte peak COM=HEK lysate $6543-21G | Jane Smith | C:\Masslynx\Default.pro\DATA\qtofl0348. raw

DB=MSDB
- - CLE=Asp-N
lists in MGF

TOLU=Da
HODS=Carbauidomethyl (C)
fo rm at IT MODS=Oxidation (M)
] _sample nawe=HEK lysate §6543-21G

_original filename=C:\Masslyrd\Default.pro\DATAY quofl034e, ray

i n C I u d i n g _sample_barcode=492665933752463632973423947321612813643

BEGIN IONS

Search TITLE=sun of scan(s) 521 - 528, RT 12:34
PEPMASS=1095. 000000
CHARGE=2+
paramete rS 1093.439900  53107774.775450
1085.600000  58039365.13233¢6
868.269550 11538642.201475
1321.475432  12294627.319613
1570.900000  13442700.087962
668.203086 7581443.393162

1521.100000 12143646.083781 -
4 »
| o qeoFio34e.mgf

For Help, press F1 3 [colze | 57 [0 | pc [Rec (s [REan 4

{ MATRIX
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That is about as far as we can get with zero coding. Some simple coding
is required to achieve more flexibility. Maybe the MS data system
supports a macro language, such as VBA. If so, you can write out peak
lists in the Mascot Generic Format (MGF). This allows the search
parameters to be embedded into the data file, avoiding the need to set up
search parameters manually in Daemon. You can also add your own
parameters, which will be passed through the search engine into the
results file. Any parameter that starts with an underscore is a 'user’
parameter.
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T Ewent Lag

| TaskEdior

T Parameter Editor ]

[0 dpl4
(23 dpld
3 dpt
(1 dp14l
(21 dpl4
(23 dpld
(2 dpl4
3 dpt
- dp14
(22 dpl4
(23 dpld
3 apts
(1 dp14d
- dp1d
(21 dpl4
(23 dpld
2 dpt
€3 4 EZ aut

<

07954.0001.00 = |
07382.0001.00
07981.0001.00¢
07980.0001.00
0735h, 0001.00
07991.0001.00:
07991,0001.00:
0798k 0001.00
07981.0001.007
0735m.0001.00
0798n. 0001.00
07950.0001.00
0798p.0001.00
07359,0001.00
0799, 0001.00:
0798:.0001.00
07982.0001.00
omation

Pararneter | Walue

Data file

Search title
Accession
Pratein ks
Score

Description
Database

Result file URL
Search submited
Search completed

ChMazslyn\MGF dropzonetatof10348.maf

HEK. Iysate #6543-21G | Jane Smith | C:\Masslyn:iD efe
LUHU

3\ae

1130

annexin | - human

MSDB_20020219.fasta

http: //dell5000/mascot/cgi/master_results.pl:
26/05/2002 12:58.22

26/05/200213.00:12

| 1|

Refiesh [F5)

Eesume | Clone | Lancel | Delete |
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It is also important to make full use of the search title field. This is

displayed in Daemon

14



Mascot Search Results - Microsoft Internet Explorer i _ @] ]

| Ele Edt view Favorbes Tooks Help |

| wBak - = - @ 4 | @search (GFavortes CAHistory | BN Sh =4 - ”“Powermarks I 4%

| Address [&] hitpfidellsnonjmascotjcoifmaster_resuts. plrfle=. Jdata/z0020526/F045249.dat

N Mascot Search Results

User : Jane Smith
Email H
Search title : HEK lysate #6543-21G | Jane Smith | C:\Masslynx\Default.pro\DATA\gqtof10348.raw
MS data file : C:\Masslynx\MGF dropzone\gtof10348.mgE
Datahase : MSDB 20020219 (823339 seguences; 2566303542 residues)
Timestamp : 26 May 2002 at 11:39:38 GMT
Significant hits: LUHU annexin I - human
AAH10103 BC010103 WID: - Homo sapiens
AABGD650 HSRHPAII4 HID: - Homo sapiens
QoTTV2 VITAMIN I RESPONSE ELEMENT BINDING PROTEIH.- Saguinus oedipus (Cotton-top tamarin).
1TGSZ trypsin (EC 3.4.21.4) precursor (with pancreatic secretory trypsin inhibitor), chain Z - b
QOXSY6 HNRHP A/E RELATED PROTEIN (FRAGMENT).- Felis silvestris catus (Cat).
Q96ATE HUCLEOPHOSMIN (HUCLEOLAR PHOSPHOPROTEIN B23, HUMATRIN} .- Homo sapiens (Human}.
Q9D6R2 1500012E04RIK PROTEIN.- Mus musculus (Mouse).
B35838 casein kinase IT (EC 2.7.1.-) alpha' chain - human
Q99ZD9 TGF-BETA RECEPTOR BINDING PROTEIN (TGF-BETA RECEPTOR INTERACTING PROTEIN 1) (EUKARYOTIC TR
LUGP1 annexin I - guinea pig
540776 ribonucleoprotein - African clawed froy
AAG41947 AF304164 NID: - Homo sapiens
CARG4477 SSAHHEXNT HID: - Sus scrofa
AAAYO468 HUMERT10A HID: - Homo sapiens
093446 ANNEXIN MAX3.- Oryzias latipes (Medaka fish).
CAA25833 HSGAPDR HID: - Homo sapiens
PC4375 telomeric and tetraplex DHA binding protein gTBP42 ¥ - rat (fragment)
558352 SH2/SH3 adaptor protein — mouse
A44882 embryogenesis protein H beta 58 - mouse

Probability Based Mowse Score

Score is -10*Log(P), where P is the probability that the observed match is a random event
Indiwidual ions scores > 45 mdicate dentity or extensive hemelegy (p<0.05)

S el

5] [ [ [BEiocalintranet

And also at the top of the results report. So, it is worth taking the trouble
to include key sample tracking information in the title field



2 Mascot SearchLog - Microsoft Internet Explorer

| ©Bak - = - @ 4 | @search (GFavortes CAHistory | BN Sh =4 - ”“Powermarks I 4%

EIE,
Jg\e Edit  Yiew Favortes Tools  Help

JAQdI’ESS I@ mn:ﬂ&sﬂ:l&sl:l&sz:l&sﬁ:l&s4=1&55=1&57=1&58=1&59=1&51D=1&5ll=1&s12=l&ﬂJ:&F1=lEEB&FZ=&f3=&F4=&f5=qtnf1D34E&f6=&F7=&fﬂ=&Fg=&f1EI=&F1l=&f12=&f[3=j ﬁGD

ience in-house DELLS000, (1 proceszor)

Hle: |.logs/searchesloy  Start at: (-1=end, 1=start) |-1 how many: |50 11808 in log, 1 after filters. Data dir: GETs?

dhase User Name Email Title

(& [ s s

' ' 12 ¥
| | | |qtaf0348

MSDE  Jane Smith HEK lysate #6543-21G | Jane Smith | C\asstyat\Default pro\DATA\qtof 10348 raw

K| | _bl;I
|7 oore

[ [ B ocalintranet

Especially when you need to find an old search from among the tens of
thousands on the Mascot server
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(=] 3]
e =151 %
TR FH[ e X0 =% B EdR=EEE =D
56 USER09= zl
50 USERLO=
60 USERLl=
61 USERLZ=
62  PRECURSOR=
03 TAXONOMV=All entries
64 ACCESSTON=
o5 REPTYPE=Peptide
A6 SUBCLUSTERS]
57 ICAT=
66  INSTRUMENT=Defayll
£9 ERRO

5=1,2,5,6,8,9,13,14

_sample_name=HEK lysate $6543-21C

_original_ filenawe=C:\MasslynxiDefault.pro\DATAYqtofl0348. raw
_sauple barcode=482665933752463832073423947321612613843
——gcOpdTgOMZ¥e0siUs3dcip

Content-Type: applications/x-Mascot. name="header”

SequeEncess
sequences_after_tax=8233
residues=256630542
exec_time=1110
date=1022414296
time=12:58:16
queries=171

wax_hits=50 &
4 I 3
1| oFo4sesn dat
For Help, press F1 [Tmee [coltz [13ee0 [0 | Pc [rec [ [REaD 4

As mentioned earlier, any parameters with an underscore will be passed
through to the result file. So you can include structured sample tracking
information.



Automation: configuration

8 1
Shop  Siop

7| " Bookmaks £ Location: [hitp://dellS000/mascot/cai/gel_paiams.pl | @37 Whats Related
(D8] =l

U se HSDB J

AbEST
AL test

get_params.pl

[HODS]

to query

Acetyl {N-term)

Mascot server e )

Biotinylated [H-term)

Co nfi g u rati On Carbamidomethyl (C)
Carbamyl (K}

Carbamyl [H-term)

Carboxymethyl (C)

Deamidation (NG

HSe {C-term M)

HSe lactone [C-term M)

ICAT heavy

ICAT light

Hethyl ester [C-term)

Methyl ester (DE)

H-Aeetyl (Protein)

H-Formyl (Protein)

& == [Document i Done

{ MATRIX
SCIENCE

Another improvement to the workflow is to query the Mascot server to
find out what databases are available,as well as the choice of enzymes,
modifications, taxonomy, etc. This is achieved using a utility called
get_params.pl



Automation: search results

Query Mascot
Daemon’s
local database

One thing we haven't addressed yet is how to tie up the result file to the

input data.

This information can be found in the Mascot Daemon database. By

[ Microsoft Access

| Eie

View Insert Format Records Tools Window Help

- SRy

LR o @85 TR A Ea- B

Create table in Design visw

Create table by using wizard

Create table by entering data
Mascot_Daemon_Files
Mascot_Daemen_Results

=lolx|

result url

\Wlascot test data\LCQWPhasin\dp!40798h.0001.0030.2. dta
U'Mascot test data\ COVPhasindp140798i 0001.0022 2 dta
UriMascot test data\ COVPhasintdp140798] 0001.0026 2 dta
U:iMascot test datal CQ\Phasinidp140738k 0001.0030 2. dta
UMascot test datatl COMPhasin\dp1 407981 0001.0027 2 dta
Uascot test datalLCQMPhasinidp140798m.0001.0025.2.dta
UMascot test data\ COVPhasintdp140798n.0001.0025 2 dta
UiMascot test data\ COVPhasin\dp1407980.0001.0025 2 dta
U:iMascot test datal CQ\Phasin\dp140738p.0001.0025 2. dta
U:Mascot test datatl COVPhasin\dp140798q.0001.0025 2. dta
UMascot test datalLCQMPhasin\dp140798r.0001.0025.2.dta
U'Mascot test data\ COVPhasintdp140798s.0001.0025 2 dta

Record: 1a] ({10 b | vt ra] of 23

hitp:/fdellE000/mascoticgifmaster_resul
hitp:/fdellS000/mascoticgiimaster_resul
itp:/fdellS000/mascoticgimaster_tesul
hitp: fdellE000/mascot/cgi/master_resul
hitp:/dellE000/mascot/cgi/master_resul
hitp:/fdellS000/mascoticgilmaster_resul
hitp:/fdellS000/mascoticgiimaster_resul
it fdellS000/mascoticgimaster_tesul
hitp: fdellE000/mascot/cgiimaster_resul
hitp:/dellE000/mascot/cgi/master_resul
hitp:/fdellS000/mascoticgilmaster_resul
hitp://del5000/mascatécai/master_resul _

|Datasheet View

default, this is an Access database.

MATRIX

SCIENC.
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@ @BF Q@B

w-E TEST

@ SCOTT
B 5Y5
C-a% BYSTEM

-7 Aas_QUEUES
[AQKLOUEUEiTAELES

&1 Ans_SCHEDULES

& DEFS_AQCALL

&[] DEF§_AQERROR

&> 1] DEF§_CALLDEST

& DEF§_DEFAULTDEST

& DEF§_DESTINATION

7| DEFS_ERROR

e DEFS_LOB

& DEFS_DRIGIN

&1 DEF§_PROPAGATOR
[DEFHLF‘USHED;FRANSACTIONS
&-Tf| DEF§_TEMPSLOB

a{TfHELP

[ MASCOT_DAEMON_FILES

&1 MASCOT_DAEMON_RESULTS

- Indexes

e Paritions

- Snapshot Logs

- Triggers
EmSQLF’LU‘S?PRODUCTJ:'ROF\LE

B Table Type
e Trigger
- view
E%Securiw
E%Smage

i) Replication

- Bs - sys

General

I

[ Mame:

MASCOT_DAEMON_TASKS

Schema STETEM

Tahlespace: | TO0LS

Table: @ Standard © Organized Using [ndex (10T

Columns

Mame

Schema

Datatype

Seale

Mulls?

TASK_UID

<Mane=

MNUMBER

TASK_LABEL

=MNone=

WARCHAR 2

PARAMETER_SET

=Mone=

WARCHAR2

IMPORT_FILTER

=MNone=

VARCHAR2

FILTER_OFTIONS

<MNaone=

VARCHARZ

SCHEDULE_TYFE

<Mane=

VARCHARZ

MEW_FILES_ONLY

=Mone=

MUMBER

START_TIME

=MNone=

DATE

MOMNITOR_DIRECTO

=Mone=

WARCHAR2

MOMITOR_FILEMAME

=MNanes=

VARCHARZ

FOLLOW_UP

<Mane=

MNUMBER

FU_SCORE

<Mane=

MUMBER

FU_REFPEAT

=MNone=

MUMBER

FU_NUMBER

=Mone=

NUMBER

FU_INTERVAL

=MNanhes=

VARCHARZ

FU_MOVE

<MNaone=

MNUMBER

FU_DISCARD

<Mane=

MNUMBER

FU_TASK

=Mone=

VARCHAR 2

TASK_STATUS

WARCHAR2

SUB_DIRECTORIES

MUMBER

4

“

Apply

Revert

Show SGL

Help

However, the Mascot Daemon tables can live in any ODBC compliant

database engine, such as Oracle or SQL Server. So, if you have an Oracle
based LIMS, the Daemon tables can be inside the LIMS.
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Automation: parsing results

fle Edt Wiew Search Document Project Tools indow  Help

Gerf|liaRXoavaBl
.052750,-0.684050 6, VIQTIGLVNTHLTQLO LTV [155 IETNSNKNE, 26, 00000000000 —
.880852, -0, 521152, 15, TNVGDVVEAGPERPLRFVDENETGOLKPYVLVE, 64, 000000000¢
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ql71_ps= . 727280, 0. 962868 , L0, SVMFSVNTOSMVFEPGYEAPAGDETADL IDHALCGTG, 3, 0000000
ql71L .873817,0. 816231, 18, TLDLSTNQFSGFVPVODLSGLFILTHLELS IR, 63 00000000000
fo I screen QL7 p .837087,0. 853051, 15, SNIIIVFLAFTIDNSETLYELDNQVRLMAER, 53, 0000000000000
qL71_p .680695 -0, 950547, 7, EEFFENTDYAMNVAETASTFAENT LADASVEDAK,, 52, 0000000000
gl7l_p .682405,-0.992347, 6, SVVLDPNTDMFLICTALLTFGHGNCINFYGSR,, 26, 00000000001(
SC rapl ng . 4171 pl0=1,3722. 977844, -0. 267696, 10, KLTCVVIVAVLFLTAVTL HLFSK, 6, 0000000C
—-gcOpdTgOHZY 087 0534c0p
Content-Type: application/x-Nascot; name="proteins” -

"1ATN"=35246. 30, "annexin I - human'
421769, "teypsin (EC 3.4.21.4) precursor (with pancreatic secretory teyp:
3740. 44, "trypsin (EC 3.4.21.4) (with putant streptomyces subtilisin inhib
3705.40,"erypsin (EC 3.4.21.4) precursor (with basic proteinase inhihitor~
‘ »
1] o Foss2s0.dat

For Help, press F1 [t | ot [13es0 [40 [ pc [REC [ms [rean 4

{ MATRIX
SCIENCE

The next link in the chain is to export the results to a relational
database, possibly the LIMS.

Mascot result files are structured text files, and it isn't difficult to write
Perl scripts to fish out the information of interest



5. ms_mascotres|

File Edit Wew Insert BoundsChecker Project Buld Iools TrueCoverage TrueTime Window Help

I

| x]

s

EH@|4 e - - BER | B [ePocestuning =

W[E R ERE RSS2

+% % %

El

s_mascotresfil ¥ | [\win32 Debug

|

=I[ & getProteinDesciiption

tELO HJ ms_mascoliesults [T class members)
¥

x|

- ® ms_inputqueny

- ™15 ms_mascolresfile

=18 ms_mascotresults

% debugOutput()

& getHitfconst int hit, bool returnSubsets = false]

@ getProteinM assiconst char “accession]

o ms_mascotresults(]
W aryEnor_

- ?Q numbueries_

- resfie_

P tolFactar

=8 ms_peptide

@ getlonsScoreConected(const double ionsS care, const long mu
& getMextCompleteSubset{const int masterHit, const int subset)
§ getNextPartialSubset(const int masterHit, const int subset]

4 getPeptide(const int g, const int p, ms_peptide “&pep)

§ ms_mascotiesults(const ms_mascotresfile Gresfile]

Bl

% getProteinDescription
Try and get = descriptiom line for the given accession

This may not he awailable - just depends on what iz in the proteins
% Format in the proteins ssction is

% "gi|4838561"=79480.13, "(AF144646) heat shock protein 70 [Crassostres
SE

Format in the summary section is:

% hl=gi|4838561,1. 89=+002,1.00,79480.13

% hl text={AF144646) heat shock protein 70 [Crassostrea gigas]

#
std: istring ns_mascotresults: getProteinDescription({const char # access
{

std: string desc;

char # key = new char[3 + strlen(accession)]:

sprintf(key, "“"%sn"', accessiol

resfile . getSectionValue(ns mascotresfile: :SEC_PROTEINS, key, desc)
delete [] key;

key = 0;
& gettryMateh) . i
 getChange() ?f (desc.length(})
@ gelDela) #/ How remove the mass
% getendl] std: string: size_type idx = desc.find(".");
% getlonsScoref) if (idz != std: string::.npos)
§ getMissedCleavages(]
& qeiMiCale]) desc.erase((. idx + 2); /¢ remove . as well

_ s "

& gelMiEkperimental] N desc.erase(desc. length{) -1, 1} trailing
& getMultiplicityl) T
% gethlumlonsh atched]] else

A0b: |

.. S g:p:ji':i:l?drlnm\nne" n = bool found = false:
4 I #/ lets try the summary section
for (int h=1; h < resfile .getHumHits() && !found: h++)

B2 ClassView || ResourceView | (=] FileWiew & _'_I
E| =
i j

Build  Debug b Findin Files1 3 Findin Filas 2 % Results » SOL Dabugging 7 el | 3
Peady 1510

However, many programmers prefer to work in C++, so we are

developing a class library that will support an object oriented approach
to extracting the result information
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5 WorksBase Software for Proteomics

Fle Edit Insert Tools Guery Admin Yiew Help

Bl BED
=

& Projects

‘ WorksBase Software for
] Gels =

Containers

iy
Protacal Templates [

Current User: 'Wirite Dataset:

A good illustration of extensive integration between Mascot and a

relational database is the WorksBase package from Bio-Rad. WorksBase
is a proteomics LIMS
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3. worksBase Software for Proteomics

Fle Edt Insert Records Tools Query Admin Flugins Wew Help

Blpailiesgg)

=]

2}

[
=

<

=

@ Programs

=@ The cure for all diseases
{3 Project 1 - Cancer

Project 2 - Alzheimers

E-@ expt 1

[ rritial sample prep

B[ Digestion Step For MALDI

Container 20011101121

[ Digestion Step For MSMs

=-[T] Digestion Step For MALDI
Cankainer 20011101151

I3 Projects

Q) Experiments

@ samples

Gals

[ asdfasdrasfd

Containers

[B) Protocol Templates
B) digestion

i Trash

{3t Project 3 - Tuberculosis

Mascot Daemon Tasks

jiMascot Daemon Task Editor

x|

Task
’V Maritor task for ion rap #3

| Fun Pause || Cancel ‘

i~ Parameter st used

[Test ms-ms set =l

"Dala imnpart filker

Modiy._ |
~Schedul
Instument Run ™ i
( [ ‘ £ Statt at 12420 = |27ms/2mz |
! Datafie st = Realtime mantared

Specify path to data files:
I\\\ ONTRAP_IMC$H\Data

Erowse...

Optional wild card filename:

I". dat

IV Include sub-directories
I~ Mew files only

£ Follow-up

‘ ™ Auto-print results External Processes..

- Follow-up
[Wo follw-up required =1
™| Dissard results

I Repeat at intervals of hid j'
I= | Fass data o [

[ o |

Cancel | Help

WorksBase provides the user interface for all aspects of Mascot
searching. For example, tasks are defined in WorksBase dialogs and
saved to WorksBase tables
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WorksBase Software for Proteol

Fle Edt Insert Records Tools Query Admin Flugins Wew Help

Blpailiesgg)

= {@ Programs
=@ The cure for all diseases

= Project 3 - Tuberculosis
E-@ expt 1

[ intial sample prep

=[] Digestion Step For MALDT

Container 20011101121+

[ Digestion Step For MSMs
E-[I] Digsstion Step Far MALDI

Container 200111011515
I3 Projects

Q Experiments
o @ samples
=[] Gels

[ asdrasdfastd
B Containers 1
EHE) Protocol Templates =
B) digestion

i Trash 5
[
< |

- Pare

Tes

~Dat

ot |- e Mascot Daemon Tasks
tD. Task
A3 Project 2 - Alzheimers e
[ iMascot Daemon Task Editor

Tash
Parameter Set Editor
IMur

Al searchy

Name ITesI ms-ms set

User name: Uzer email:

Seaich tile: [<tasknames [<parameters>), submitted from <localhosts

Tasanamy: [l enties =l Repottom [0 his
Database: [wixBS_Spiot - Enzpme: | Trypsin - Max missed m
. cleavages:
Fired [Acetyl K] Mariable [NIPCAM (C)
modifications: | Acetyl [N-term) modifications: | 018 [C-term) Overview

Amide [C-term G)

Ewﬂm_gj?ﬂ gE =l | Mongisotopic @ Average

Protein mass: kDa Peptidetol +/ [150 | [Da ~| Peptide charge: |2+ and 3+ =

Ozidation [H'W]

Plemambe (71

—M5/MS

MM lons searchi [~ Data format: [Mascol generie. =] | ICAT  Protein summary ¢
Precursor m/z: [0.00 WsMS L+ T30 [F2 o Pepide surmany

[~ Store entries in

Maimum nurber of protsin kits: ||
Peptides with probability that mateh is random < 1in: | 20.00
Proteins with probabilty that match is random < 1. 20.00

Soore cutoff mads: IUse protein probability J

As are sets of search parameters
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i WorksBase Software for Proteomics

Fle Edit Insert Records Tools Query Admin Plugns View Help

EQangEZD
£l @ Programs -
Bl @ program 1 [Container Id: Cantainer 2001110151926 1738368954 |
g :sa;nnad project Container Type: MALDI plate 128 |
umber
B u] project 1 I:nmems na ] E \
@ expt 1 o
-] step1
[d] Digestion Step for MALDI
[ Digestion Step for MSMS
=-[1] Digestion Step for MALDI
Container 20011101151926_17:
R Frojects
it . 4544496044
i Samples B B 2
e Gels
" [ asdrasdrasfd
B Containers
[E) Protocol Templates

@'l? dh‘ge“b” £... | Protein | Seore | Score Type | Description
i Tras

ANkl _HUMAN 931,04 Mascat probability based score  ANKX1_HUMARN; Annexin; Calcium/phospholipid-bindi, .
o £ 5
ROAZ_HUMAN

Mascat probability based score ROAZ_HUMAN; Muclear protsin; RMNA-

IPM_HUMAR Mascot probability based score  MPM_HUMAN; Kuclear protein; Phosphorylation; R
IF32_HUMAN Mascat probability based score IF32_HUMAR; Initiation factor; Protein biosynthesis...
KCZ2_HUMAN Mascot probability based score KC22_HUMAN; Transferase; Serine/threonine-prote. ..

TRY1_BOVIN Mascat probability based score TRY1_BOVWIN; Hydrolase; Serine protease; Digestio...

Transaldolase :I

001 ME5SPURR MOETARIR) 0
081 ENATDKLFVL FGAETLKKIP G 35 LSFDEDANVA RARRLIELYE EAGISKDRIL IE]
161 GIHCHMTLLF SFAQAVACAE AGVTLISPFY m DRE! msvmﬁ

4 | | 4

100
Il
EIEI 200 400 &00 00 1000 1200 Mz
¥ Display labels [~ Scale peak: = B \'_- 0K Refresh | m Help

The results are automatically exported to WorksBase, and reports can be
generated by querying the database



Protein Record

|dentifier:

| TALT_HUMAN

Status: Source database:

|ACTIVE x| [swissPROT =l
Searchable terms:

TALT_HUMAMN: Transferase: Pentose shunt; Disease mutation; P37837; 000751 :I
TALDO1: TALDO; TAL; TALD; Transaldolase; EC 2.2.1.2; Homa sapiens; Human; LI

Annotation:

Source recard,
TAL1_HUMAM STANDARD; B 337 AL, 3
P37837; 000751;
01-0CT-1994 (Rel. Created)
JO0-MAY-zZ000 (Rel. Last secquence update)
16-0CT-2001 (Rel. Last annotation update)

Transaldolase (EC 2.2.1.2). _'LI
| »

Cancel | Help |

Even the sequence database is contained within WorksBase tables
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lascot Protein Iden n System - Microsoft Internet Explorer

=10l x|

JEiIa Edit Y¥iew Favortes Tooks  Help

J Bk - = - @) ) | Qsearch  [GFavorites  £4History ||%. =) -

JAQIdress I@ http: ffgé-400imascotfcgifindex. pl?page=/mascotjwxbs. htrml

j ﬁGU

J Go Sle'lTubsrculusis j {45 Search web QSearch Site | PageRank ¢ page Inf - [EJup ~ A Highlight ‘ @Tuherculos\s

HOME MATRIX

MASCOT
HELP

LCQ_DTA Mascot and Bio-Rad WorksBase

SITE SEARCH

LINKS Integration

SCIENCE.

Perform maittainance tasks for sychrotising Mascot, and Bio-Fad
WorksBase from here.

Ary changes that are made to the modifications (mod_file), enzymes or
taxonomy fles m either Mascot or WorksBase need to be synchronised
manually by clicking on the links below.

Toumay need a password to sychronise or check log files from here.

Mascot / WorksBase Utilities & Logs

Synchrenise enzymes
Synchrense modifications
Synchronise taxonotny

Wiew WIEBS error log

Copyright @ 2000 iz Srience Lod. Al Rights Feserved. Last Updated 1127/2001 21:14:13

[ ’_ Local intranet

And there are web page links for administration tasks
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