New features in

Mascot 2.1

ASMS 2005 s,

There’s a very minor change from the published program: I'll be
presenting the changes to Mascot 2.1 before the session on Mascot
security.



Administration . . .

On the public web site on 7th May 2005

Windows and Linux CDs were sent to all
customers on support contracts on 16th May

AlX, Irix, Tru64 and Solaris due within the next
month.
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A few minor administration points - Mascot 2.1 was available on our
public web site on 7th May this year.

The Linux and Windows update CDs were sent out to all our customers
in the middle of May, so if you haven’t received yours yet, and you
believe that you should have done, please send an email to
info@matrixscience.com

We aim to release the remaining Unix builds by the end of this month.



New features in Mascot 2.1

Export results in various formats

Search engine and report enhancements
Mascot Daemon enhancements

Mascot Security.
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This talk will be divided into these four sections:

We will start with the new export utility.



Export script

* Provides export to a number of formats:
— CSV (comma separated values)
— XML
— pepXML (from ISB)
— DTASelect.
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When a Mascot search is run, the results for the search are saved in a
mime format text file on the Mascot server.A perl script reads that
results file, and displays the html in a nice friendly way in your browser.
The results text file itself could never be described as bedtime reading -
even for me.

In Mascot version 2.0 and later, these perl scripts use a toolkit that we
call Mascot parser. If you are developing a relational database product,
then you should also license a copy of Mascot Parser from us to extract
the data from the results files - you definitely shouldn’t screen scrape the
html. Mascot Integra, which we will hear about later, uses Mascot
Parser.

However, what if you want to just put the results into Excel or if you
don’t have the necessary skills to write some code using Mascot Parser?

The new export facility is designed to fulfil your requirements.

It will output the results in a number of formats.



Starting the export

ptide Summary Report {(MudPIT fraction) - Microsoft Internet Explorer

J File Edit Wew Favorites Took Help

1@k -9 - @ @

J Address I@ http: [fg6-400{mascotfcgifmaster_resuls,pl?file=. . %2Fdata%2F20050531 %2FFO02580, dat

,OSearch ‘;"? Favarites £ | [__-\:I' & @ = D @ 3

Peptide Suimnmary Report

| Format As I Export Search Results j
Protein Summary (deprecated)
Mazx. number of hits IAUTO

Peptide Sumrmary
Select Summa ratein hits .
£l ) g © Tons score cut—offlﬂ Show sub-sets T
ps € Sort masg@lgdlDecreasing Score 'l Require bold red [0

| 3
[ [ Scdntane

{ MATRIX
SCIENCE
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You may not have noticed in Mascot 2.1 that there 1s an extra item in the
drop down list - Export Search results. Select this, and then press the

“Format As” button



Choose output format:

B Makrix Science - Mascot - Export search results - Microsoft Internet Explorer
Elle Edk View Favorites Tooks  Help
@Back ~ () - ] 2] (0] O search Jrravortes | (0- fu [ - [ 693

Address |E it [/e-400{mascatcalfexpart_dat plFFile= 7:2Fdata® 2F20050531% 2FFO02580 dateda_sxpal | 5] Go

{MATRIX

SCIENCE. HOME i MASCOT {HELP
Edie

Export search results

Export format | XML h

—
Significance threshold p< [Foy
pepRML
Max. number of hits |pTagelect
Protein seoring Standard @ MudPIT €

Ions score cut-off |0

Include same-set protein hits
(additional proteins that span
the same set of peptides)

Include sub-set protein hits
(additional proteins that span [~
a sub-set of peptides)

Require bold red [~

optional Search Information

[&] Done [ | 3 tocalintranet
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You now have a page with lots of formatting options - the first choice is
the output format.

If you want the XML format, you probably know that this is what you
want. If you've no idea what XML is, chances are you don’t want it.

Choose CSV if you want to export to Excel - I'll show an example in a
moment.

Choose pepXML if you want to export to Protein Prophet from ISB. We
would recommend that you use this exporter rather than ISB’s own
Mascot2XML converter.

Finally, if you are using Dave Tabb’s DTASelect then you will want to
choose this last option.



‘J Matrix Science - Mascot - Export search results - Microsoft Internet Explorer —[=] x|

| Fle Edt view Favorites Toos el | o
| @Back - ) - [x] ) (3] Psearch FrFavorkes £ | (- L Bl - [ 69 3

| Address [] http:/las-400jmascatjeaifexport_dat.pl7fle=..%:2Fdata%2F20050531 %2FFO0Z5A0 datAro_sxport=08prat_hit_num~18prot_acc=18pep_auery=18pep_exp_ma=18export_form¥ | [ Go

MATRIX
SCIENCE. HOME | MASCOT HELP

Logged in as

Export search results Help

Export format |CSv -
Significance threshald p< [0.05
Max, number of hits JaUTO

Protein scoring Standard & MudpPIT ©

lons score cut-off |0
Include same-set protein hits File Download x|

(additional proteins that span [
the same set of peptides) Do you want to open or save this file?

Include sub-set protein hits
(additional proteins that span [~ }:m Mame: FOO2580.csv
a sub-set of peptides) Type: Micrasoft Excel Comma Separated Yalues File

Require bold red [~ Fram: g6-400

Open Save | [ Cancel |

Optional Search Information

Header @ “while fles from the Intemet can be Lseful, some files can potentislly
harm your computer. If pou da not trust the source, da nat open or
Search parameters save this file. that's the risk?
Format parameters [¢
Residue masses [T
Unassigned queries
(peptide matches not [

assigned to protein hits) _I

=, Start downloading from site: http:/{g-400{mascotjcaijexport_dat.pl7file=, %2Fdata%2F 20050551 %2FFO0Z560, datadn_export=1gprot_hi [ [ [ [ [diocalintranet

To export to Excel, simply select CSV as the format, and click on the
Export Search Results button at the bottom of the page.

You can then click on the Open button to open it into Excel:



£ Microsoft Excel - FO02580[1].csv IS=TES|

|ED] File Edt wiew Insert Format Tools Data Window Help =2 x|
DEE SRY|[IRBT 2 - @ F 85 la s - 5[5 e
| arial - -|B 7 O B %, W LA
Al =l =]

A | B [ ¢ [ o [T E T F T & [ H T 1 T o T K [T L T ™ [ W T 0 ]
| 38 |Max. numt a
| 39 |Use MudP o
| 40 |lons score o
| 41 |Include same-set proteins
| 42 |Include sul o
| 43 |Include unassigned
| 44 |Require ho 1]
[ 45|
| 46 |Protein hit
|47
| 48 |prat_hit_nuprot_acc  prot_desc prot_score prot_mass prot_match pep_query pep_exp_rpep_exp_rpep_exp_zpep_calc_ipep_delta pep_miss |pep_score pep_expec p
| 49 | 1 GASGB0_INucleopho 100 29677 4 143 91103  1820.16 2 1816.84 1.33 o 53.12 0.14
| 50 | 1 144 92 1821.99 2 181884 3.16 o 31.83 13
| 51| 1 203 123516 24B88.31 2 24739 0.83 1 40.46 2.1
| 52 | 1 204 B2441 247021 3 2467332 2.83 1 47.32 0.44
| 53 | 2 GBN1CE_HHeat shocl 7 74093 1 146 93003 1858.16 2 18568 226 0 79.45  0.00033
| 54 | JIAI2A regulator o 73 43209 2 162/ 94378 1837.57 2189791 -0.34 0 506 0.23
| 65 | ) 153 950.86 1899.7 2 18979 179 0 73.04 0.0014
| 56 | 4 QATBN3_FLyrmphocy 72 27575 2 2280 138596 2769.91 2 27692 0.71 o 71.79 0.0014
| 57 | 4 229 92637 7309 & 27692 389 o 42.32 12
| 58 | 51C4ID ubiguitin cr 71 16967 & 207 82886 248355 3 248232 1.24 1] 48.87 031
| 58 | 5 208 124325 24B4.45 2 248232 217 0 71.43  0.0017
| B0 | 5 2100 124388 24851 2 248232 279 0 B6.97  0.0047
| 61 | 5 211 82351 248551 3 24m232 32 0 48.01 0.37
| B2 | 5] 212 124416 2486.3 2 248232 3.99 0 12.48| 1.30E403
| B3 | B AACT2447 CPUSTETZ 67 13072 1 148 936.54  1871.06 2 1865 2.06 o B7.07 0.0057
| B4 | 7 IBHUN hydroxyme BB 39552 2 177 10812 2160.38 2 216014 0.24 o BE.26 0.0063
| B5 | 7 178 1082.11 2162.2 2 2160.14 2.06 1] 45.48 07s
| BE | 8 EF1D_HUIElongation 55 31086 1 1800 1093.44 218487 2 218404 0.83 0 BB.95  0.0052
| b7 | 3 GAR7EQ_FHypothetic 54 25119 5 149 94352 1885.02 2 1883.93 1.03 1 51.72 0013
| 68 | g 1600 94386 188571 2 1883.9%9 1.72 1 636 0mz
| B9 | 9 181 94496 1887.91 2 188399 3.92 1 41.68 1.8
| 70 | 10 AAGATT2E AFDBOST1 60 10281 1 147 936.07 187013 2 1868.88 1.26 o 59.91 0.029
71
|72 =
(44> [} .csvIFonzsso[1] / (&l I
Ready 1 1 [

It 1s likely that you will then want to go back to the previous page and
select some different options.

It’s as easy as that.



Altova XMLSpy - [F002580.kmi]

h Fle Edt XML DID/Schema Schemadesign #SL/xQuery Authentic View Erowser Tools ADVAMCED MWindow Hslp

Dok HT SB[ o @l (B0

=?uml version="1.0" encoding="UTF-g8" 7=
- «mascot_search_results xmins:zsi="http:/ /wiww . w3.0rg/ 2001/ XMLSchema-instance"”
smins="http://vivew.matrixscience.com/xmins/schema/mascot_search_results_1"
usirschemalocation="http:f fwww.matrixscience.com/xmins/schema/mascot_search_results_1
http://g6-
400/mascot/umlns/schema/mascot_search_results_1/mascot_search_results_1.xsd"
majorversion="1" minorversion="0">
- <hits»
- <hit number="1"=
- <protein accession="Q5SQBO_MOUSE">
<prot_desc>Nucleophosmin 1.- Mus musculus (Mouse).</prot_desc>
<prot_score=100</prot_scores
<prot_mass>29677</prot_mass:>
<prot_matches=4</prot_matchess
- <peptide query="143">
<pep_esp_mz>911.09</pep_exp_mz>
<pep_esp_mr>1820.16</pep_ssp_mr>
“pep_exp_z>2</pep_exp_z>
<pep_calc_mr>1818.84</pep_calc_mr>
<pep_delta>1.33</pep_delta>
<pep_miss=0</pep_misss
<pep_score»53.12</pep_scores
<pep_espect>0.14</pep_expect>
<pep_rank>1</pep_ranks
<pep_res_before=R</pep_res_before:
<pep_seq>=MTDQEAIQDLWQWR:/pep_seqs>
<pep_res_aftersK</pep_res_after>
<pep_var_mod />
</peptide=
- «<peptide query="144"=
<pep_esp_mz>912.00</pep_exp_mz>
<pep_esp_mr>1821.99</pep_sxp_mr>
<pep_exp_z=2</pep_exp_z>
<pep_calc_mr=1818.84</pep_calc_mr>
<pep_delta=3.16</pep_delta=
<pep_miss>0</pep_miss:

Ara~21 A9~ fnan_coore-

Tewt | SchemaAWSDL | futhentic | [Browser |

BElics 0w ol

Attribute

I
-8 x

Enkity

FO02580.5xml J

Ln 2, Col 24

CAP WUM SCRL

For those of you into XML, here is a sample XML file. The schema is
available from our web site or your local Mascot installation.

Please read the help for details.




@0 Microsoft Development Environment [design] - FOD2580.xml _ 8] x|
Fle Edit Wiew Buld Debug #ML  Tooks Window Help
Bt SA0 tRR(o-o-B-B ) — Y T
maxoE|RE® A LI BE
@| ctartPan: FOD2580.m | L
=]
é Data Tables: Data:
2. || [mascot_search_resuis | [ RTINS, =
I
% protein: prot_desc: Nucleophosmin 1.- Mus musculus (Maouse), prot_score: 100 | prot_mass: 29677  prot_matches: 4 accession: QSSQBO_MOUSE
[ | L pep_exp_mz | pep_exp_mr | pep_exp_z | pep_calc_mr | psp_delta | pep_miss | pep_scors | pep_sxpsct | psp_rank | pep_res bsfa| pep_seq | pep_res_after| per
peptide
(= 4 911.09 1820.18 2 1518.84 1.33 1) 5312 014 1 R MTDQEAIQDL K
@ 912,00 1521.99 2 1518.54 3.16 a 31.83 13 1 R MTDQEAIQDL K
Q 1235.16 2468.31 2 2467.39 0.93 1 40.46 21 1 K MSYQPTYSLG  C
= 24,41 2470.21 3 2467.39 2.83 1 47.32 0.44 1 K MSYQPTYSLG  C
=
=
=
m
i<l
o
@
AML
[F[RE output
Ready I I

If you have the right tools, then you can obviously view the XML data in
a ‘database’ format.



Matrix Science - Help - Export search results osoft Internet Explorer

ST

| Ble Edt wew Favories Toos el

| [:

7 Search <7 Favarites ) | [ I+

[Qreck - 0« 1) @

| address [&] htp:/lgs-4n0jmascat/helpfexport_help.html 2>

MATRIX
SCIENCE.

Help > Erport

Export search results

This utility enahles Mascot search results to be exported in a variety of "machine readable" formats. When used interactively,
the file format is chosen and customised using a web browser form, displayved by choosing Export Search Results in the format
Custamn %ML and csw | controls of a results report and pressing Format As. In addition, the utility can be executed by scripts, with the options specified
on the command line,

pepihL
DTaASelect

Optianal Pratein Hit
Information

Custom XML and CSV

The information contained in these two formats is identical, XML is ideal for importing into a relational database. CSY can be

® 4 Li
sraraans Lins opened in spreadsheets such as Microsoft Excel.

Execution

“ML Schema

For a Peptide Mass Fingerprint, the result information is structured in a wery similar way to a Concise Protein Summary report,
For search results that include M5/MS data, the information is structured in 3 very similar way to a Peptide Summary report.
That is, peptide matches are assigned to protein hits, and proteins that contain the same set of peptides, or a sub-set, are
grouped together into a single hit, If the Include same-set protein hits checkbox is clear, then only the primary protein for each
hit is expaorted. For a PMF, Inciude same-set protein hits and Inciude sub-set profein hits should both be checked to get the exact
equivalent of a Concise Protein Summary report,

Precise details for individual data items, such as the data type and whether it is optional, can be found in the XML schema.
Schema documentation has been generated by xs3p. The CSV file contains identical data, organised for display as a
spreadsheet. The column headers of tables are the same as the XML element names, but the row headers are plain text words
and phrases. For general XML Schema considerations, see the section further down this page.

Usage

For interactive use, the controls are divided into blocks, with the first block corresponding to the format controls of a results
report,

The Optional Search Information block controls which ancillary infarmation is exported. Most of the options are self-explanatory.
The data items in the Header section are

= Search title

Go to "http://g8-400/mascot/help/export_help,html"

& [T Sdoalintranet |

-]

Before I go any further, I'd like to gently point out that there is a help

page for this. Simply click on the help link and read...

11



Export Script - command line

» Can run the script from a shell prompt or
command line

» Useful for automation in a pipeline

* For example:

export_dat.pl do_export=1 export_format=XML
file=../data/F001234.dat _requireboldred=1.

ASMS 2005 s,

Finally, with an in-house server, the export script can be called from the
command line or a shell prompt.

I won’t go into any detail here, but this means that it is possible to set up

a script that will, for example, automatically convert all of your Mascot
results to XML files.

Obviously, if you do this automatically, please make sure that you keep
the original .dat files or your won’t be able to view the results in a
browser.

12



New features in Mascot 2.1

» Search engine and report enhancements
* Mascot Daemon enhancements
» Mascot Security

ASMS 2005 s,

Lets move on now to look at some of the search engine and report
enhancements. These items are not in any particular order.

13



mzData 1.05 (with CV 1.0)

3 HUPO Proteomics Standards Initiative - Microsoft Internet Explorer

JE\Ie Edit  Wiew Favorites

| QBack - & - [ 2] (D] Psearch foFavorites €| (0- L B - [) 69 3
J Address I@ http:jfpsidey.sourceforge. netf

qﬁm'"‘r‘" HUPO En!'..'s:,..g.
Initintive Organisation

Initiative

Proteomics Standards Initiative
Mission Statement

The HUPO Proteomics Standards Initiative (PST) defines community standards for data representation in
protecmics to facilitate data companision, exchange and verification.

Data file lciex\Beta Galactosidase 1.:ml

The Proteomics Standards Intiative was founded at the HUPO meeting in Washing] Data format |Mascot generic |~
(see Science 296, 827). PST currenty develops standards for two key areas of proty Mascot generic
5 . b Instrument |coqy et [ DTA)

spectrometry and protein-protein interaction data, as well as a standardised genera Finmigar (‘ASC)

Overview |uicramass (PEL)
PaerSeptive (.PKS)
Sciex APT 111
|Bruker [ XML

ASMS 2005 s

In Mascot 2.1, you can search data in the new mzData format.

mzData is a peak list format, just like mgf, pkl and dta. For those who
are interested, it is XML. The good thing is that mzData files will contain
additional information about the instrument settings and parameters
that were used to generate the data.

This format has been defined by the HUPO Proteomics Standards
Initiative - and is the result of a large number of meetings with
representatives from most of the mass spec instrument manufacturers
and software vendors.

Over the coming year, expect most of the instrument data systems to
start exporting peak lists in mzData format.

We only support release 1.05 - earlier releases are not supported. We also
support the controlled vocabulary version 1.0

For MS-MS searches, simply select from the list.

For PMF searches, the format is detected automatically.

Unfortunately there isn’t much more to show - it just works.

14



Negative

lons

Charge = 1-

Bruker XML

Optional new
instrument with
added ‘c’ ions

ASMS 2005

R Matrix Science - Mascot - M5/MS Ions Search - Micrasoft Internet Explorer =10l x|
File Edt View Favorites Tools Help | o
QBack ~ ) - (<] & a0 Hssach Favarites @ | 0 L B - )9S

Address |@ http: Jt41-dmc/mascotfegijsearch_form. plFFORMYER=2RSEARCH=MIS B

MATRIX
SCIENCE.

MASCOT MS/MS lons Search

Your name |David Creasy

HOME | MASCOT {HELP m

Logged in as davide | Edit | Lagout

Need to enter
precursor m/z for

Search title | Bl'ukel' XML
Database m \\
Taxonomy |AH entries j
Enzyme m Allow up to Esed cleavages
Fixed [acetyl (1) = Yariable ﬁ
modifications (scatyl (N-term) modifications “term)
Amide (C-term) [-term)
E:EE:E Eﬁ-term) LI )-term) LI
ein mass l— kDa ICAT [T
tol.+ [0 [pa =] ms/mstol. £ [0 \ |[Da =]
eptide charge m Monoisotopic & AW page ©
file [LIFTfastyndata\T\peaklist xmi _Bowse

Bruker (.xML) -

Data format
ns;rument MALDI-TOF-TOF-NEGATIVE *

Overview [

Start Search ...

Precursor |2091.07 m/z

Report top |20 ~| hits

Reset Form

[ [ [ | [S3viocalintranet

{ MATRIX
SCIENCE

Mascot 2.1 now supports data from negative ions experiments.

It should be very obvious how to use this. Simply enter the charge state

(singly charged in this case).

For this example, I'll also illustrate that Bruker XML files are now also
supported in Mascot 2.1. Unfortunately, the Bruker XML format doesn’t
include the precursor mass for ms-ms data, so you will need to enter this

manually.

For this example, I've also created a new instrument definition. I chose

to add support for ‘¢’ ions to the standard tof-tof definition. This isn’t
strictly necessary, but it can help scores slightly.

15



eptide Summary Report (../data/20050602/F004224.dat) - Microsaft Internet Explorer

NS

| Fle Edt view Favorites  Toos el | e

| QBack ) - ) 2] 2| search Favartes £ | 0+ L 2 3

| address [&] hetp:/jt41-dmncmascotcqijmaster_results.pifle=. ./datal20050602{F004224, dat B>
1=

MATRIX A

{itiines Mascot Search Results

User : David Creasy

Email : dereasy@matrixscience.cam

Search title
MS data file : ¥Y:\mascot_test data\bruker negative ions\ACTH1-17 LIFTnegativ\0_G111012091.0705.LIFT_1.LIFT\fast\pdata\lip:
Datahase : Sprot 20040705 (153871 sequences; 56608159 residues) b
Timestamp : 2 Jun 2005 at 10:27:54 GMT

Significant hits: COLI BALPH

{P01195) Corticotropin-lipotropin (Pro-opiomelanocortin) (POMC) [Contains: Corticotropin (Adre:

=

Number of Hits

o 10 20 30 4
Probability Based Mowse Score

Peptide Smmmary Report

Farmat As |Peptide Summary j Heln
Significance threshold p< Ir Mlax. number of hits IED—
Standard scormg @ MudPIT sconng ¢ Tons score :ut—ofElU— Show sub-sets [
Show pop-ups @ Suppress pop-ups © Sort unassigned IW Require bold red ™

Select All SelectNone | [ SearchSelected | ™ Eypor tolerant | Avchive Piaport

4 | _>ILI
&

[T Sdoalintranet |

[

And, we get a match to a Corticotropin protein



Negative ions

ide Summary Repor! 0. /FO04225.dat}) - Microsoft Internet Explorer

J Eile Edit Miew Favorites Tools  Help

| Q@Back - ) - [ &) (h]| Psearch oFavortes € | (- - [ 9 3
| ndaress [{&] heepjea 1-dmefmascot/cgiimaster_resls pifile=, /datal 2005060/ FOD42ES, dat
Standard scoring & WMudPIT scoring € Tons score cut-off [0

Show sub-sets

Show pop-ups © Suppress pop-ups ¢ Sort unassigned | Decreasing Score 'I Require beld red [T
SelectAl SelectNane SearchSelected | Frvor tolerant | Archive Repor

COLI_EALPH Mass: 4538 Score: 38 Queries matched: 1
(PO1155) Corticotropin-lipotropin (Pro-—opiomelanocorting (POMC) [Contains: Corticotropin (Adrenocor
T Check to inelude this hit in error tolerant search or archive report

Delta Miss Score Expect Rank Peptide

Query Observed Mr{expt) Mr(calc)
3 38 0.031 1 -.SYSMEHFRWGKPVGKKR.R

=2 1 2091.0710 2092.0783 2092.0788 -0.0005

Proteins matching the same set of peptides:
COLI_LOZAF Mass: 14925 Score: 38

(Pz1252) Corricotropin-lipotropin precurso . .

Mr value is ~ 1Da higher than the

observed because it loses rather
than gains a proton

{ MATRIX
SCIENCE

ASMS 2005

If we look at the details, we can see an accurate peptide mass as you
would expect from this instrument. Note that the Mr value is 1 Dalton
higher than the observed mass because the negative charge means that

we lose rather than gain a proton.



/} Mascot Search Results: Peptide Yiew - Microsoft Internet Explorer —[=] x|

| Ble Edt wew Favories Toos el | i
| DEack ) - ¢ &) ] P search FeFavorkes £ | (- L B - [ 69 3
| Address [] hetp:Jft41-drncmascot/cqilpeptide_view.pl7File=. . /dat/Z0050602/FOD4225, datfquery—1Bhit=1index=COLL_BALPHEpx=1 B>
=]
Monoisotopic mass of meutral peptide Mr(calc): Z09Z.0788
Tons Score: 38 Expect: 0_031
Matches (Bold Red): 24/Z88 fragment ions using 61 most intense pesks
4 | Immon. | a a* a0 b b* o f 4 (Seq. v w ¥ ¥ P
1| szoomz| szomz 00193 260248 62.0142| 1020513 5 17
2|1340611 | 2210932 2030526 | 2400331 2310775 | 266.1146 ¥ (13059320 20040395 | 1987 0130 | 19360200 | 16
TR 01146 | 33 1201 3101005 | 357 1467 § | 1807 8500 | 1307 5347 | 1340 9767 | 1825 9497 | 18229656 |15
41020383 | 430 16357 4211551 457 1606 449.1500 | 4541571 M| 15779005 | 1676 9143 |1753.9442 | 17369176 | 1735.9336 |14
51000404 5622023 5501977 5062032 5721926 | 6132207 E |1543.3660 15473717 16220037 | 16052771 | 1604.8931 |13
6108057 | 705 2672 6272566 773 2631 7153515 750 2886 H 1411 3030 14938611 | 1476 5545 12
71180882 | 8523336 5343250 | 880 3305 5623199 | 8973571 F |1254.7305 1356.8022| 13397756 1
81270059 | 1002 4367 | 9514101 | 5904261 | 1036.4316 | 10104051 10124200 | 10534582 | 9233727 B |1108.6385 1107 5432 1200.7338 | 11027072 1w
91570771 | 1194 5160|1177 4895|1176 5054|1222 5105 |1305 =44 1204 5004 | 1238 5775 W | 5225992 1053.6327 | 10366061 []
10| 280193 1351 5575 1734 5108 | 1793 5369 | 1279 5724 1262 058 | 1261 517 | 1296 5589 G 867.5534 850 5268 ]
? 1300600 1320 6162 | 14246530 13225746 | K | 7374428 | 7364475 | 8105319] 703 5054 7
lon types same as for  )aresss|14s6m05 1521 7067 14506595 | P | 640000 €30.3048 | 6824369 c63.4104 5
+ve mode, but with 5867200 1575 7370 14775 1561 TH0| V| 541216 554340 | 5653042 5683576 5
643.7434|1642.7504 | 1577 7063 G 486.3158 | 4602392 4
one proton per Charge 771 5334 |1770.2544 | 18058015 | 1703 3122 | K | 3362052 | 3552099 | 4202043 4122673 3
subtracted rather than #2933 1me 53153302 ‘*sgann K | 220 1103] 2271150 %011954] 2841728 2 | |
720001 710139 | 173.1044] 156077 1
L added. =
Seq hiia ™ e b h Seq ¥a i
¥ 2210932 | 243 0881 | ¥SM 792 193 380 1706 | YSME | 481 1762 | S09.1712
VSMEH |513.2351 |646.2301 | SM 120,070 | 217.0652 | SME 3181120 3461072
SMEH 4551713 [433.1667 SMEEF |6022402|530 2351 |ME 2310307 | 2590755
MEH 3571798 |%96 1347 MEHF | 515 2087|545 2031 |MEFIFR | 671 30973 699 4042 s F o
EH 2370093 [2650042 [EHF  |334.1677 | 4121626 |[EHFR | 5402638 | 5682637 ometmes see some C Ions
HF 2551251 (2331200 HFR 4112262 4302312 |HFRW | 307.3053|6253005
HFRWG | 5543270 |662.3219 [FR 2741673 102 1623 | FRW 611 2465 | 423 2416 =
[Elpone [T Sdtocalinranet |

Finally, looking at the ions table, those of you with a great memory for

residue masses and exceptionally good eyesight will instantly notice that
the 1on types are the same as in positive mode, but the masses are all 2

Dalton out because we have to subtract rather than add a proton.

It’s also worth noting that we do indeed see some ‘¢’ ions
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Flanking residues displayed

a Peptide Summary Report {../data/20050602,/F004225.dat) - Microsoft Internet Explorer - | [m] 5[
J Ele Edit ¥ew Favorites Tools  Help ‘ -:,'
J Qoak - - ¢ 2 @ | ) Search - Favorites @l S -3 3
| Address [{&] btep:fe4 L-dmcfmascot/caiimaster_resuls pifile=. /data/20050602/F004225.dat T Be
Query Ohserved Mri{expt) Mr{calc) Delta Miss Score Expect Rank Peptide ;I
= 1 2091.0710 2092.0783 2092.0788 -0.0005 3 38 0.031 1 -.SYSMEHFRWGKPVGEER.R
Top scoring peptide watches to gquery 1
Prot| Score greater than 23 indicates homology
oLl Soore greater than 36 indicates identity 1 J
1721 Status kar shows all hits for this peptide in) (PONC) [Contains: Corticotropir
COLT Score Delta Hit Protein Peptide 1
(P04 35,1 -0.00 1 COLI_BALPH SYSMEHFRUGKPVGEER [HEEER AL BT e SR RS R (R ST IR
COoLT 8.6 -0.04 2 CICK RABIT R.AQLVOALOAEAPARASGOQOR.C 1
tpoll 8.1 -0.08 3 FDHF_ECOLI K.RLGIEDELLVWVHSRKGK.I inj (POMC) [Contains: NPP; Melanotr
coLTl 5.9 -0.08 4 ARGC_AQUAE K.ERVGIESVIVHALIGVSGAGR.K 1
E 4.9 -0.04 5 R37_FUSNN K.ADRQQTLAIRWLTTYTR.X e . HDD. el
o 4.6 -0.08 & CUFS_SCHPO R.LEVOUG] L7 machE
3.6 0.oo 7 SY0Z_MOUSE K.REVCLD
1701 3.4 _0.10 & SPRA_MOUSE R.RPALAT Matched peptides shown in Bold Red
COLT z; 733; 3 :E;EE;EE? E-E;{SGFV 1 MPRECC3R3G ALLLALLLOQA SMEVRGWCLE 33QCQDLTTE SNLLECIRAC
(POY ) ) - ) 51 KPDL3AETPV FPGNGDEQFL TENFREYTVHG HFRUDRFGRR N333GIAHQK
coL 101 REDVARGEDR GLLPEGGFEF RGDGAGPGPR EGERSYSMEH FRWGKEWGEE
Ny S A N 151 RRPVEVYPNG AEDESAEAFP LEFERELTGQ RPRALGDGPDG PADDGAGPRL
‘I 201 DLEHSLLVAA EEEDEGPYRM EHFRWGSPPE DERY¥GGFMTS EE3QTPLVTL
|&] 1:coL1_paLPH 251 FKNAIIEMAY KEGQ
ASMS 2005 {Scunce

In Mascot 2.1 we now show the residues each side of the peptide. So, for
example, still looking at this negative ions data, we see that this was an
‘N’ terminus peptide, indicated by the dash.

Looking at the popup, you can see the terminus residues - except for the
first peptide. However, and this isn’t a bug (or what we in the software
industry commonly refer to as a ‘feature’) . The reason is that this
peptide was found in a number of proteins. The top scoring protein was
the Corticotropin from the finback whale, and we can see that this is at
the N terminus

However, you still just see behind the yellow popup that this peptide was
present in a number of proteins - if we look at the protein view for the
pig-tailed macaque protein, we can see that it’s in the middle of a (larger)
protein and therefore does have a residue before the n terminus.

Clearly, showing the flanking residues would be very misleading in cases
like this.

Where the peptide was only found in one protein, the flanking residues
are displayed.
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Phosphorylation

« 3 fragmentation channels
— intact fragments
— neutral loss of HPO3 (80 Da)
— neutral loss of H3PO4 (98 Da)

* Many people unaware of need to choose
multiple modifications in Mascot 2.0

ASMS 2005 s,

Detecting phospho peptides and phosphorylation sites in search engines
is notoriously difficult. One of the reasons for the difficulty is that there
are three different fragmentation channels. We can see intact fragments,
loss of 80 and loss of 98. Some peptides just have one of these channels,
others, in the same sample will have another channel, and some will
have 2 or 3 channels in the same peptide.

In Mascot 2.0 and earlier, it was necessary to select a different
modification for each neutral loss.

Furthermore, when using, for example, two modifications, one looking for
no neutral loss and one looking for a loss of 98, only one fragmentation
channel would be considered at a time - the combination of both losses
wouldn’t be considered together.
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Modifications can now have
multiple neutral losses

Title:Phospho (STY)

Residues:S 166.998359 167.0572
Residues:T 181.014010 181.0838
Residues:Y 243.029660 243.1532
Neutralloss:97.976896 97.9952 0

Neutralloss:0 0 O
*

ASMS 2005 s,

This is a new definition in the Mascot 2.1 mod_file.

Firstly, note that we now choose to group all three possible sites into the
same modification. Secondly, note that we have two of three possible
neutral losses.

If you download the latest mod_file from unimod, then you won’t get this
in the mod_file - because this format wasn’t supported in earlier versions
of Mascot, and not everyone will have upgraded yet.

There’s a good reason for not including the loss of 80 Daltons in the
standard modification. Since the neutral loss is the same as the
precursor delta, if there are multiple potential phosphorylation sites in a
peptide, there will be ambiguity as to which site is phosphorylated. See
the example in the Post translational modifications help page on our web
site.
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/} Mascot Search Results: Peptide Yiew - Microsoft Internet Explorer —[=] x|
| Fle Edt view Favorites  Toos el | e
| DEack ) - ¢ &) ] P search FeFavorkes £ | (- L B - [ 69 3
| address [&] hetp:ft41-drncmascot/cqilpeptide_view.pl7fie=. . /dat/ 0050602 /FO04227  datfkquery—1Bhit=1Rindex=01%7c1627978px=1 B>
. =]
—— B(5) loss of 98
e N e
E E L
g LTI 8 =
: S i =
& E | g
SR 3
] g8 ® & i
g3 5 S a 3
208 & 2 = )
TR - i = i )
g S R g
| & 3 R e L
3 noT g S -
i Lol B(5) no neutral loss i
0 500 1000 1500 2000 o
1
Monoisotopic mass of neutral peptide Mr{calc): Z060.521Z
Variable modifications:
53 : Phospho (STY), wvith neutral losses(37.9763(shown in vable)
Ions Score: 57 Ewpect: 1.4e-006
Hatches (Bold Red): 41/262 fragment ions using 65 most 1ntense peaks o
1| 148.0757| 74.5415 F 16
2| 276.1343(138.5708| 259.1077|130.0575 Q |1816.77831(908.8952|1798.7566 | 900.3819 | 1788.7726 | 899.8898 |15
3| 3451557|173.0815) 318.1292 164 5682| 327.1452(164.0762 S |1688.7246 844 8659 1671.6980 836 3526 |1670.7140 835 8606 | 14
4| 474.1983|237.6028| 457.1718|222.0895| 456.1877|228.5975 ) E |1619.7031|810.3552|1602.6766 |801.8412|1601.6525|801.2493 |13
S| 603.2409|302.1241) 586.2144|293.6108| 5852303 (2931188 E |1490.6605|745.8339|1473.6340 737 3206 |1472.6499 7368286 |12
6| 731.2995|366.1534| 714.2729 3576401 712.2889(|357.1481| Q |1361.6179(681.3126 | 1344.5914 | 6727993 |1343.6074 6722073 (11
7| 859.3581|430.1827) 3423315 421.6694| 841.3475|421.1774| Q |1233.5593|617.2833|1216.5328 608.7700(1215.5488 608.2780|10 |
| &] Done [ [ [ [ [diocalintranet

Just looking at an example, we can see a case her
neutral losses.

e with two different

We now show the different neutral losses more clearly on the spectrum

and also make it clear what i1s shown in the table
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Neutral loss from precursor

* Neutral loss from precursor can be a guide to
the identity of the phosphorylated residue

— loss of 98 Da, then the expectation is
phosphoserine or phosphothreonine

— no neutral loss, then probably phosphotyrosine

» PepNeutralLoss - neutral loss from precursor
so that this peak is not treated as noise

* RegPepNeutralLoss performs same function
but the peak must be present.

ASMS 2005 s,

We have added two new keywords:
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Neutral loss from precursor

Title:Phospho (ST)

Residues:S 166.998359 167.0572

Residues:T 181.014010 181.0838

NeutrallLoss:97.976896 97.9952 0
Neu 0—0—C

{ MATRIX
SCIENCE

ASMS 2005

And here is an example that you could include in your mod_file if you
want.
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Ambiguous charge states

For many data, particularly ion trap, cannot
determine the precursor charge state reliably

Mascot allows “2+ and 3+’ etc.

In Mascot 2.0 and earlier, this creates 2 or
more separate queries per spectrum

At best, this leads to a lot of unmatched
spectra

At worst, it can result in false positives.

ASMS 2005 s,

The next new feature that I want to describe is the new way in which we
deal with unknown precursor charge states.

To summarise the problem, I'll describe what happens with Mascot 2.0
and earlier:

- We often cannot determine the precursor charge state, but we know for
example, that we are only likely to see 1+ 2+ or 3+ charge states from an
ion trap

- So, Mascot 2.0 allows you to specify 2+ and 3+

- In Mascot 2.0 and earlier, this creates two or three separate queries for
each spectrum. In effect, it is just duplicating the spectrum.

- If you had a data file with 100k spectra, and specified 1+,2+ and 3+ for
all them, you would get 200 thousand spectra which couldn’t possibly
give a match.

- As a worst case, you can also get some false positives - I'll just show an
example:
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4} Peptide Summary Report {../data/20050602/Feoushua.dat) - Microsoft Internet Explorer —[=] x|

| Ble Edt wew Favories Toos el | v

| QBack + ) - [ 2] a| O search cFaverites £ | - L i@ - )69 3

| Address [] etp: o matrixscience. comjeaifmaster_results,plzfile=. ./data/20050602 Feoubua.dat B>
=

Peptide Summary Report

Format As |Peptlde Summary =l Help J
Significance threshold p= IF Max. number of hits IEU—
Standard scoring & MudPIT scoring € Tons score cut-offln— Show sub-sets 7
Show pop-ups & Suppress pop-ups € Sort mass@]edm Reeuire bold red ™

Select Al SelectNone Search Selected T Ervor tolerant

1. Q05211 Mass: 1420595 Score: 136 Queries matched: 2
(DHES_HUMAN) ATP-dependent RENL helicase A4 (Nuclesr DNA helicase II) (NDH II) (DEAH-hox protein 8) ATP-dependent RENL he

[T Check to include this hit in error tolerant search

Query Observed Mr(expt) Mr(calc) Delta Miss Score Expect Rank Peptide
72 1 1243.87 2483.73  2485.19 0.54 0 97 4.3e-05 1 K|NELMYQLEQDHDLQAILQER|E
1= 2 1243.87 3728.60 3730.78 -2.18 O 76 0.0056 1 F.ATPEQISMDLEMELMYQLEQDHDLQAILQER.E + 2 Oxidation

2. Q13207 Hass:
(TEXZ_HUMAN) T-haoxX transcripti

Score: 9 Queries matched: 1
r TEXZ2 (T-hox protein 2) T-box transcription factor TBXZ (T-box protein 2)
[T Check to include this hit in error search

Query Observed Mr(expt) Mr(calc) Delta
2 1243.87 3728.60 3725.75 2.85

Expect Rank Peptide

o 2 2 G.AFSAMGHMGHLLASVAGGGNGGGGGPGTAAGLDAGGLGPALSAAST. A

3. POO751-01-05-00 Mass: 69911 Score: 9

[CFAB HUMAN) Splice isoform 2; Variamt allel Same Spectrum, 2+ and 3+

T Check to include this hit in error colerant

¥ e o

= [T T e moeee

ctor B precursor (EC 3.4

Here is an example from Mascot 2.0 where the 2+ and 3+ option has been
applied to a single spectrum. The correct charge state in this case is 2+,
but you can see that there are significant matches for both 2+ and 3+

if you look carefully, you will see that the 3++ peptide contains the 2++
peptide. It just has more residues on the n terminus. If we look at the
peptide view, then



/} Mascot Search Results: Peptide Yiew - Microsoft Internet Explorer SEES
| Ble Edt wew Favories Toos el | i
| DEack ) - ¢ &) ] P search FeFavorkes £ | (- L B - [ 69 3
| Address [&] etp: fwm matrixscience.comjeaifpeptide_view.pl7Fle=../datal20050602{Feaunbua, datiiquery=2ahit=18index=QOAZL 18px=1 B>
T 727360 364.18| T10.34| 35567 F09.35| 355,18 S 309247 1546.74|3075.44|1538.22|3074.46|1537.73 25 4
8| 87440) 43770 857.37| 42919 856.3% 42870 M |3005.43|1503.22|2988.41 1454 71|2987.42/1494 2224
9| 88942 49522| 972.40| 486.70| 97141 48621 D |2858.40|1425.70(2841.37|1421.1%|2840.39|1420.70 23
10 1102.51) 551.76|1085.48| 543 24(1084.50| 534275 L (274337 15372.19|2726.35(1363.68 | 2725.36/1363.18|12
11 1230.60) 615.81(1213.58| 607.2%(1212.58| 606.80) K (263029 1315.65|2613.26(1307.13|2612.28 | 1306.64 |21
12 1344.65) 672.83|1327.62| 664.31(1326.64| 663.82) N |2502.19|1251.60|2485.17|1243.09 | 2484, 18 1242.59|20
13147269 737.35|1456.66| 71883145568 J28.34| E |2388.15 1194.58|2371.12|1186.07 2370.14|1185.57 |19
14 1586.77) 793.89|1569.75| T85.38(1568.76| 784.88) L |2259.11/1130.06|2242.08{1121.54|2241.10/1121.05|18
15173381 867.41(1716.78| B58.8%(1715.80| 85840 M |2146.02/1073.52|2125.00{1065.00|2128 01 /1064.51|17
16|1896.87| 948.94/1879.85| 940.43|1878.86| 939.93| Y |1998.99|1000.00|1981.96| 991.48|1980.98| 990.99|16
17 2024.93/1012.97(2007.90|1004.46{2006.52|1003.96| @ 183592 218.47|1818.90| 209.55/1817 91 S09.46|15
18 2138.01/1065.51(2120.99|1061.00{2120.00|1060.51) L |1707.87| 854.44|1650.84| 845.92|1689.86 845.43|14
19 2267.06/1134.03(2250.03|1125.52(2249.05/1125.03] E |1594.78| 797.89|1577.76| 789.38|1576 77 788.89|13
20 2355.12/1198.06|2375.09|1188.55(2377.10 | 118%.06) Q |1465.74| 733.37|1448.71| 724.86 | 1447.73| 724.37/12
21 2510141125557 (2493121247 06(2492.13 /1246 57 D |1337.68| 66%.34|1320.65| 660.83|1319.67 6560.34|11
11 2647.20/1324.10(2630.17|1315.5%(2629.18|1315.10) H |1222.65| 611.83|1205.63| 603.32|1204.64 | €02.83|10
23 2762.23)1381.62|2745.20|1373.10(2744.22|1372.61) D |1085.59| 543.30|1068.57| 53479106758 534.30| 9
24|2875.31|1438.16|2858.29 | 1429 65|2857.30 1429.15| L | 97057 48579 953.54| 477.27 952.56| 47678 8
25 3003.37|1502.19|2986.34| 1453, 68(2985.36 | 1493.18 | Q | 85748 42525 840.46| 420.73| 83947 420.24
26 3074.41/1537.71(3057.38|1525.1%(3056.40 152870 A | 71943 36522 T1240| 356.70| 71141 356.21| 6
27 318749 1594.25(3170.47|1585.74(3169.48|1585.24 ) I | 658.39) 32870 &41.36| 321.18| 64038 32069 5 I
18 3300.58|1650.79(3283.55|1642.28(3282.57|1641.79) L | 54530 273.16| 528.28| 264.64| 52729 264.15| 4
29 3428.63/1714.82(3411.61|1706.31(3410.62|1705.82) Q | 431.22 216.61| 415.1%| 208.10| 414.21) 207.61| 3
30(3557 68|1779.34|3540.65|1770.83 (353967 |1770.34| E | 304.16) 152.58| 2B87.13| 144.07| 286.15 14358 2
31 R | 17512 8B.06| 158.08 79.55 1 -
|E1Done LT emene

For the 3++ results, we will see that the reason is simply that the y ions
were dominant, and that these of course all still match. This is always
likely to occur for some spectra in a large data set when using wide
peptide tolerances with no enzyme and several variable modifications.

Before Mascot 2.1, there wasn’t much that you could do about this.
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Mascot 2.1 with multiple charges

ice - Mascot - M5/M5 Tons Search - Microsoft Internet Explorer
File Edt View Favoritss Took  Help
Qoeck » @ ~ [\ @ (n| Dsearch srovontes €| [0+ b W~ [ @ 3

Address [&] hiy gifsearch_form.plrF H=HIS

{MATRIX
SCIENCE. HOME! WHAT'S NEW | MASCOT HELP | PRODUCTS | SUPPORT | CONTACT

Select
1+, 2+ and 3+ MASCOT MS/MS lons Search
Your name [David Creasy Email [dcreasy @matrixscience com
(Or 2+ and 3+) Search title [

Database [SwissProt x

Taxonomy [................Homo sapiens (human) =l

Enzyme [Hone - Allow up to [1 =] missed cleavages

fl Variable [n-acetyl (Frotein)
modifications |y_Formyl (Pratein)

 Fixed [acetyl (N-term)
modifications {amide (C_term)

Carbamidome!
oteinmass [ kpa ICAT ™
peptol. = [+ [Da =] Ms/Mstol. £ Joe  [0a ¥]
Peptide charge [T+, 2+ and 3+ 2] Monoisotopic & average
Data file [H:\Sales & MKIQ\ASMS 2005\W | Browse |
Data format [Mascot generic ] precursor [ mpz
Instrument [ESTRAP =]

Owerview [

Start Search ... Reset Form

Report top [20 7] hits

{ MATRIX
SCIENCE

ASMS 2005

Following the same example with Mascot 2.1, I've selected 1+, 2+ and 3+



eptide Summary Report (../data/20050602/FeoumaTw.dat) - Microsoft Internet Explorer _ 5] x|

| Ble Edt wew Favories Toos el | i
[Qrak - D - [ [ @ 23

| Address [&] hetp:ffwm matrixscience. comjegifmaster_results.plFie= .jdataj20050602F souraTw.dat B>

=]
Format As |Peptlde Summary j
Significance threshold p< IF Mlax. number of hits IZU—
Standard scoring & MudPTT scoring € Tons score Eut-oﬁ'ln— Show sub-sets [
Show pop-ups @ Suppress pop-ups & Sort mass@ledlm Require bold red

7 Search <7 Favarites ) | [ I+

E

Select All SelectMone Search Selected [ Ervor tolerant

1. Qosz11 Mass: 142099 Score: 79 Queries matched: 1
(DHZS_HUMAN) ATP-dependent ENA helimase A (Nuslear DNA helicase II) (NDH ITj (DEAH-box protein 8] ATP-dependent ENA he |

T Check to include this hit in error tolerant search

Query Observed Mr(expt) Mr(calc) Delta Miss Score Expect Rank Peptide
2 1 1243.87 2483.73  2485.19 0.54 0 97 0.00013 1 K.NELMYQLEQDHDLQAILQER.E

2. QVKYR7-02-00-00 Score:

Queries matched: 1
(BTZA1_HUMAN] Splice isoform 37 <

nt Displayed; Conflict Displayed; from Q7KYR7 Butyrophilin subfamily 2 member il
[T Check to include this hit in error &

Query Observed Mr(expt) Mr(cale) Delta Mi)
1 1243.87  2485.73  2464.19 1.54 0

Mascot just reports
the charge state
with the highest

3. Q96EZ4-00-01-00  Score: 7 Queries matched: 1 match - 2+ in th|S

(MYECY HUMAN) Splice isoform Displayed; Variant dbSNP:7103126; Conflig

Proteins matching the same set of peptides:
Q7KYR7-00-00-00  Score: 6 Queries matched:
Q7KYR7-01-00-00  Score: 5 Queries matched:

erexpressed g

ol

| €] pone [T pmeme

[T Check to include thisz hit in error tolerant search case
tll

And we see now that we have just one query and one significant match.
All that Mascot is doing is to iterate through the charges, and just keep
the charges with the highest score.

As I've already explained, The other advantage is that the list of
unmatched peptides will be much smaller.



Miscellaneous changes

Allow fixed and variable mod for same residue.
Remove MaxAccessionLen

Multiple accessions for identical sequences
Parent / precursor cut-out window in MS/MS
Only compress one database at a time

Can load larger results files
minPeplLenInSearch.

ASMS 2005 s,

There are number of smaller, but still significant changes that were introduced in the
Mascot 2.1 search engine:

In cases where you want to specify that a residue should have one of two possible
modifications, but shouldn’t be allowed to be unmodified, you can now select one as
fixed and one as variable. This would for example, be sensible for ICAT.

We've removed the MaxAccessionLen parameter that has caused some grief for Mascot
system administrators. If you've not had an issue with this, then you never will.

We have also done something to address the issue of the database providers changing
accessions. For a non-redundant database such as the NCBInr database, identical
sequences are only included in the fasta once, but the accession for each of the source
sequences are available on the description line. The problem occurs when the database
provider changes the order of the accessions - Mascot 2.0 and earlier would only look at
the first accession. This could mean that if you looked at an old result file with a newer
database, then Mascot wouldn’t have been able to find the protein and display the
protein view.

You can now configure the precursor cut-out window. It now removes a smaller region
depending on the charge state.

Start up of a Mascot server should now be faster if you a lot of databases - particularly if
they all need updating.

We've decreased the memory requirements when loading large results files

Some searches, particularly when using a large modification such as ITRAQ could be
very slow because it would try to match 3mers. This is now configurable - default is 5
residues.
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New features in Mascot 2.1

« Mascot Daemon enhancements
* Mascot Security.

ASMS 2005 s,

So, we have looked at exporting results and search engine and report
enhancements. Moving on to Mascot Daemon:
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Merge a batch of data files

* For example, multiple fractions from a MudPIT run

#f!Mascot Daemon
Eie Edt Help

Status 1 Event Log T Task Editor  |___ Paameter Edtor |

Task
NOt aval|ab|e fO[' FEa | ’7 [My MudPIT Mew Run |
Real-time monitor Parameter st Data import fiter
; . 5 ’7 [E\Program Files'M atrix SeisncesMascot 0 ’7 [Mascot Distiller =1 Options ‘
(for ‘obvious
—Data file list ~ Sched
reasons) Dirag and drop data files into the area below & Start now

ar click on Add ...  senar [1627.36 = [z dune 2005 =l
9_J5_11_F_200248_007_08_<09_J5 R £ Real-time monitor
BL15_ 1175 200248 007 08 08 )5 Raw & Follow-up Search pricrity [0 |
7_J5_11_5_2002A5_007_08_<07_J5 Rt

E_J5_ 1175 200248 007 08 06_J5 i ctio

515115 200245_007_08_<05_J5 Rt

14_05_11 4" 200248 007_08_04_J5 R I~ Auto-pint results  Estemalprocesses .|
30511 4_2002A5_007_08_<03_J5 Rt

2205711747 200245 007 09 %02 IS Raw | | —Followup

M _J5_11_4_200245_007_08_<01_J5 Rétw' [Ho fllowrap recved = F
“ »

I~ | Discard results
Delete | AddFoider . | addFies | | Repeat at intenvals of 1 = N
¥ Meige MS/MS files into single search 7| Pass datats [ Hore - =l

ASMS 2005

{ MATRIX
SCIENCE

You can now specify that you want to merge a whole group of raw files
into one big search file. To do this simply drag all the files into the box
here, click the check box and then Run.

For obvious reasons, you can’t do this with a monitor task. For a monitor
task, it doesn’t know when it has finished, so it would never know when
to stitch all of the files together and submit them.
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FIE

File Edit Help

Status 1 EvenlLog 1 Task Editor 1 Parameter Editor 1

= Statug | Task | Parameter set | Data import fl.. | Schedule
1: Test task o completed  T: Test task wealiburpar ~None now
% 2 Monilor lask Quning 2 onitor task, weallour par ~HNome—  monitor
S liokonsinolenzyens & running 3: Follower no enzyme scalbur_noenzyme par — Mone — follawer
¥ & Testtask.- vith fallower o complsted  4: Test task - with follower wealbur par - Norie - now
¥ 5 Testtask - wih follower o completed 5 Test task - with follower default par Mascot Distller  now
“; 5 Ezz Z; E:;;f:ﬁg‘tz;f““mﬂ' - :; complsted 6 Copy of Test task - with follower default par Mascot Distiler  mow
| campleted 7: Copy of Copy of Test task - with foll .. default.par Mascot Distiler — now
g F;;ﬁﬁ;g;fé;gg;%ﬂf B D running 8: Copy of Copy of Copy of Test task - defaultpar Mascol Distiler  now
10 Immunslogy 20050531 W paused 8 Immunology 20050531 immunclogy.par -~ None — menitor
"1 LA, Digest0a, 009000962 cha ) running 10t Immunclogy 20060531 immunology par -~ None — monitor
(2 LCO_Diges103.0108.0120.1.dha € running 11: Copy of Immunclogy 20080531 imnmunology par - None monitor
(] LOM_Digest3.0126 0136.1.dta
(20 LC0_Digest03 013801472 dta
[ LCO_Digest02 0150.0156.1.dta =

(22 LC_Digest03.0159 0165 2.da
(£ LEG_Digest03.0171,0186. 2.cha
[ LC_Digest03.0189.0201. 2.da
(£ LCG_Digest013.0204.0207.1.cha
(L LCQ_Digest02.0210,0216. 2.cha
(20 LC_Digest(03.0219.0246. 2.da
(£ LEG_Digest013.0243,0270.1.cha
(] LCG_Digest03.0273.0279.2.cha
[0 LCG_Digest(13.0285 0300.2.dia
(L] LCQ_Digest02.0303,.0330.2.dha
(2 LC_Digest03.0336 0348.2.da
(£ LEG_Digest013.0354,0350. 2.cha
(1 LCQ_Digest03.0366,0372.2.cha
[0 LCG_Digest(3.0375 0378 2.da
(3 LEG_Digest03.0350,0356. 2.cha
[ LC_Digest03.0399.0420.2.da
(03 LEG_Digest03.0423.0432.1.cha
(] LCQ_Digest03.0435.0444.1.cha | _'_|
5

4]

4 | ]
Refresh [F5) Fause Hesume | Clane: Lancel Delete |

I don’t need to say anything about this slide. (Daemon Window is now re-
sizable)

If you haven’t used Mascot Daemon before, it won’t mean anything to
you anyway. If you use Daemon regularly, then you will probably
appreciate it - ah do I hear some subdued applause from the back?



Peak lists saved to disk

» In Mascot 2.0 and earlier, when an import filter

(for example Mascot.dll for Sciex, or Distiller)
created a peak list this was a temporary file

» Creating the peak list often takes time
» Peak list and project file now saved in a directory

ASMS 2005 s,
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Peak list and Distiller projects

=10l
L

JE\\E Edit  Vew Favorites Tooks Help

J QBack - ) - (T |)3 Search |E‘j Folders | [~

J Address IB C:\Program Files\Matrix SciencelMascot DaemonimgfiS Test task - with Fallawer j Go
Folders x | Mame = | sie | Type |
1 [2) Matrix Science = j ~eregalahef_drive~mascot_test_data~Kratosdxima~QIT~myo dig... GKE MG File
Bl () Mascok Dasman @ ~erogalahef_drive~mascat_test_data-~Kratosdxima~QIT~myo dig... 9KE MascatDistiller Docurent
2 deta x
= F
2 mg iy

E3) 1 avebidopsts sample From Jenrifer Ivanet Delaimpor s | ADD canmecion | Timer serings | Mascotlogin |

1) 2 Copy of Arabidapsis sample Fram Jennife

1) 2 Monitor task

I3 3 Arabidopsis sample #3476

E 3 ?"f":erkno e:hz‘;mlr [C:\Program Files\H atix SciencetHascot Daemontmal
st task - with follover

123 5 Test task - with Follower = Browse
1| | L

|2 objects (Disk fres space: 446 ME) Ful path to LOD_DTAEXE L

Ditectary for staring peak lit files created by data impart fiters

[C:\backedup\ LR Healburl vieq_dtahlcq_da.exe

Browse

Cancel
ASMS 2005 {iarrx
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Of course, the directory that it saves the files in is configurable.

However, what is really smart is if you use Mascot Distiller to do the
processing:



Integrating Distiller and Daemon
10 x]

File Edit Help

Mascot Daemon: Data import filter options
Status T Exent Log T Task Editor L b

Idawdn: [Single fraction

"Dwnsr ‘ ’—Task loc v | Micromass spl | Scien Anslyst| Dits Explorer Mascat Distiler |

i~ Mascat Distiller Processing Optian:

Parameter set D ata impoart filker
3 i i S i z Edit Save A;
’7 Ience\MascolDaemon\DistiHeLtrap.pal_I ’7 IMascolDisti\I- IC.\F‘logram Files\Matrix SciencetMascot Distiler LCO_na_z _I i ave Az

rDatafielist——————————— [~ Schedule i~ Data Fil= Farma "Taxt Data File (M5 only)

Drag and drop data files inta the area & Startnow IThEHTID Finrigan Xealiour j (=) Cenfroided|peak fist
below or click on4dd ...  Start at [ & Frofile # confinuum

" Follovw-up * Merge all samples into single search " Separate search for each sample

oD rSelect Range (multi-ssan files) Feak List Farma
™ Auto-print 1
Start | End | Units | Minutes =l | JmeF =l

i~ Follow-up
IND follov-up 1 Output PMF Masses as Output MS/MS Fragments as Distiller Praject File
| | | I Disce [ & miz COMHe O M [ & miz COMHe O M [ ¥ Save —|
2
Dalatel Add Folder | Add Files | I~ Fiepe

L. A
I~ Merge M5AMS files inta single search [ Pass ﬂl

D:\mascot_test_datatesingsabrfi A8 007 " Realtime 1 "Multi-Samp\e Fil

ASMS 2005 s,

I'll just show a simple example - one raw file. I've chosen to use Mascot
Distiller for the import filter, and we now have a few extra options here,
including the one for saving the project file.



New ‘link’ to Distiller

Mascot Daemon
File Edt Help

Status ExentLog 1 Task Editor Parameter Editor

[ Task Dalabase Faiameler [ Value
¥ 1 Testtask Dalafile T4 DMCAD\mascol_les!_dalahresing abif\8_007\AB_007_08_K01_J5_11_4_2002445_007
% 2: Monitor task Search e Submitted from Single fraction by Mascot Dagmon on T41-DME (revisited plc hactians test of sami

Sl LI Accession IPIDD329745
o 4 Testtask - with follower

5 Testtask - with follower
“; g_ E:Ei ZE E:;‘:’S’;ag‘t’;:‘f”um el Dessiiption Tar_Id=9805 Leucine-ich PR matif-containing pratsin
Database 1PI_human_2 32 fasta
5 Copy of Copy of Copy of Test task - with fallc ) )
e ResulfleURL  hittp:/t41-dme/mascot/cgi/master_results. pl¥le=. 2dota/20050603/F 004228, dal
e Mascot Distller ~ C:\Program Files\Malrix Science\Mascot Daemon'mgf\12 Single fraction\D~~ma
1. Copy of Inmanoiegy 20050531 Search submitied  03/06/2005 165305
o 12 Singls frscton Search completed  03/06/2005 1700:34
£ 58 007_08_X01_IE A&

Protein b 157805
Score 82

bl | |
Refiesh (F5) u Resume Cancel oo |
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The processing is done, and we now have an extra link in the results.
Click on the link, and this will open Distiller:
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*IMascot Distiller - [D~~mascot_test_data~resing~abrf~A8_007~A8_007_08_x01_35_11 4 2002~A8 007 06X010I5 kA _ 5] x|

X fle Edit Vew Processing Analysis  Tools  Windows  Help _B x
O-caB(X0D[ed Ve @AbE W Skl ki B M- = %0
[0 0vmascor tost_catayesiatabroe 007y S
M cubmitted from Singh =l
[ isplay Resuit ‘
Open Full Repart in Browser
Delete
Report Top [
a0
45
40
35
30
25
20
15
10
5]
4 I JLa [l T
Acquisition | Precursor | Peak Lists | Searches 500 1000 1500 2000 2500 3000 3500 4000 4500 5000 5500 G000 6500 Sec

Which opens the project and the raw file in Mascot Distiller

There is an extra tab now for searches and you can see that there is
currently just one search against this raw file saved in the project.

Next, you can choose to display the results and
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Eile

E

4]

Edit  View Processing  Analysis

% summed Scans
BT

Mascot Search Results
£{E GODLRLOMAIEESK, &
e ATHAIAPTLSWAIPR, &
ks NVGTGLYGAPACGDWME, 4
%f? GCLDEETSRALSAPR, 4
%fp TIKLAIGALTPLERR, 3
~%fs CTOEEQMFGFIER, 3
fp SLVSSSLLPPKSSSES, 2
~dgfs SPETRPSAFKPLMK, 1
i LYOOHGAGLFDVTR, 1
Ee LAPFLKMYSEVVE, 1

- HT] mfz 386,43, 2+ 271; Scans: 337-341

<% summed Scans
|, Mascot Search Results
gpfp DPGYLOR, 60
(ifp DPROLR, 28
-4k DPREVR, 26
£ VIREWR, 18
~f YLROLR, 18
45 RIVDIR, 13
(ifp RLYEVR, 13
Er LYQQAGR, 12
£ LRAQQR, 10
ke DGPLDVR, 10

= HT] mfz 386,43, 3+ 272; Scans: 337-341

% Summed Scans
24l Mascot Ssarch Resuls
f¢, IVRLCYDDPE, 18
o CELVRPKYR, 14
i AQKSSEPPSAK, 11
o WGCLGLPWAK, 11
-4 LAADVEKGAAQR, 11
. RQVSLAVLDR, 11
- FPSTPGPELGR, §
i KPHNLIDTI, 9
o SCYVIRYLR, 9

Ut

Tools

O-caoB|sBble i @hh
Dataset E
- 1] /2 535,60, 3+ 270: Scan: 335

Ox

il

Ready

Acquisition | Precursor | Peak Lists | searches |

sindows  Help

11_4_2002~A8_007_08_X01_I5.RA!

al G b | Ml BB

R R A

I

1000 1500 2000 2500

3000 3500 4000 4500

5000

56500 6000

M o W W@

MoWw =M

{10e5)

34115

403.24

a02.29

42834 4521 25]
N~

56931

597.05

656,29
=

200 280 300 380

400 450 500 550

EO0

B50 700

You can then see the matches.

If you see a good looking spectrum with no significant matches, you can
then use Denovo, as John explained earlier.



Mascot Daemon changes

* No limits on the size of data files

» Work-around if problem with running as a
service.

ASMS 2005 et

We have now seen most of the new functionality in Daemon. We can now
merge a batch of data files into a single search, the window is re-sizeable,
peak lists from all data import filters are now saved to disk, and, with
Distiller 2.0, there is the option to save project files.

Two other significant changes are that there is no longer a limit on the
file size of data files. Mascot Daemon version 2.0 used to run out of
memory in some cases.

In addition, in some organisations with particularly over-zealous IT
departments, it was difficult for some people to run Daemon as a service,
so there is now an option to run it just as a normal application.
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New features in Mascot 2.1

* Mascot Security.

ASMS 2005 s,




Mascot Security

Why?

The ‘end user experience’

Basic principles - groups, users and tasks
Enabling / disabling security

Using the administration utility

Example - a core lab

Workarounds for third party applications
Hints and tips.

ASMS 2005

{ MATRIX
SCIENCE
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& DB confidentiality - Mozilla Thunderbird - |I:I|l|

File Edit Wiew Go Message Tools Help

2 2

Get Mail Write  Address Book Reply  Reply Al Forward

==

Delete Junk,

= . 8
Print Stop

= Subject: DB confidentiality

Fronn: |
Date: 22/04/2005 11:52

To: David Creasy

Hello Dawvid,

I am wondering if there is & simple way to configure Mascot to achieve
the following :

Cne of our user in the institute would like to use a confidential
database for his searches - he would therefore would like to hawve this
database hidden from other users across the site.

Thanks in advance for your help,

Marielle

R /
ASMS 2005 s

We have had quite a number of requests like this one over the years. To
be honest, I had assumed that as databases have seemed to become more
public,the number of these requests would be reduced. However, we still
get asked this quite often.



& Re: Large mascot server - Mozilla Thunderbird

File Edit Wiew Go Message Tools Help

2 ST

= - — % * o LS
Get Mail Write  Address Book Reply  Reply Al Forward Print Stop

= Subject: Re:Large mascot server

From: John Cottrell <jcottrel@matrixscience, com:s
Date: 22/10/2004 13:58

To: I

Dear John,

| am trying to float the idea of having a large mascot
server centralised here that disparate groups could use on
a contribution basis. One immediate thing is data security,
how would | allow access for separate groups to get their
data without them seeing others data and vice versa. This
would also include users without daemon, or would

{ MATRIX
SCIENCE

ASMS 2005

This is a much more common request - I'll just let you read it.
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The end user experience

2 Matrix Science - Mascot - Microsoft Internet Explorer

Help

e Edt Y 2 3| Search cFavortes ) |- L B L 83
QBack - O - [+ [3] .J\Pseafth CRores @ |- - L@ B 55 [ ] http:/ e#1-dmcmaseot/coifszarch _form.plFFORMVER =26SEARCH=PHF > G

Address [ ] httpifta 1 dmejmascotsearch._fom_select,heml

MA. TRIX

- SCrneis HOME: MASCOT IHELP

MAT}UX
scmves) | BiMatrix Science - Maseot Security - Microsol ptid erprint agaed in 5 dsvide | Edt | Logout
Eis Edt Yiew Favortes Tools Help
QBack ~ € - ¥ 2] | Searth cFavol
MA T Pepti Fingerprint
Address [ €] hitpt41-dmejmascoticallogin, lveferer—htt SCOT Peptide Mass gerp!
Mascol
MATRIX Your name [David Creasy Email [doreasy@matrisscience com
o Pepl
penl| iscrEncE HOME Search title [
i Database [NCEInr 7!
Taxonomy [all entries
* Seql
with|  Mascot Security Enzyme [Trypsin Allow up to [1 7] missed cleavages
ani Fixed —:[A[E TIs) Variable [acaty (i
| Error: Useris not logged in, so could not (| modifications |acety (-term) modifications [3zt (\term)
Amidle (C-term) arnidle (C-term)
b Biotin (K) Biotin (K)
Username: [davidc Biotin (N-term) =l Biotin (N-term)
. MS/
ane Password: [eessss Protein mass kDa Peptide tol. + 1.0 Da x
{ Loc Mass values & mH+ Cm, O M-1- Monoisotopic ¢ Average ¢
Lco Data file [ Browse |
log_ |
form NB Contents
of this field
Search Fo are ignared if
defaults as a data file
is specified =
Overview [~ Report top [20 =] hits

Start Search ... Reset Form =
[T T ISdiocalintranet .

ASMS 2005 bkt

Just to give you an idea of what the end user will see when they use a
Mascot 2.1 server with security enabled.

Firstly, they can access all of the help pages - they are freely available on
our public web site, so there seems no point in blocking them.

However, when the user comes to click on one of the Mascot Search
forms, they are given a requested to log in:

Their name and email address is then filled into the form, and they can
see that they are logged in up here.

45



Users can edit their own profile

3 Matrix Science - Mascot Security - Microsoft Internet Explorer
J File Edit Wiew Favorites Tools  Help
JOEaEk 25 R NE| .{hlpSearch - Favorites 471 ‘ - & -8 3

| Address @ hittp: /e 1-dmc/mascotjcgiflogin . plPdisplay=editprofile_prompt BR=

MATRIX
SCIENCE. HOME | MASCOT {HELP

[LEH rity davide | Edit | Logout

Mascot Security

User ID: 1002 .
MHame: davidc And change thelr
Full Name: |Dawd Creasy password

Email address: |dcreasy@matrixscience‘com

Save Changes

Change password

’_’_’_ 'LOCaI intranst ;
ASMS 2005 o

SCIENCE

Obviously a user can edit their own profile by clicking on the edit link,
and they can edit their own name and email address.

The administrator can disable this functionality for groups of people if
they wish.

Obviously a user can change their password if they want.
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Search log - only see own searches

2l Mascot SearchLog - Microsoft Internet Explorer

File Edit Wiew Favorites  Took  Help
Qsack - ) - %] (2] 0| Sseach eFavortes @[ 0- LB - L) 69 3

Addr?ssIEhttp:/ﬂH1rdm(ﬂmastntfx'[g\fms'rewew‘e><a’CaHedmeFurm=1&lngh\e=‘F/uZFIugS’/aZFsear(h ogéstart=-1&houMar ta=tcoly 1as1=18s2=18s3=~ | [£] Go

MASCOT search log

Wersion: 2.1.0 - Licensed to: Matrix Science Demonstration Laptop, (2 processors) Logged in as David Creasy - logout

Sanffiter | Log File: [ flogs/searcheslon  Start at (-1=end, 1=star) [T how many: [0 | 2206 inlog, 614 after filiers. Data dlir}
GETs?: [
Job# PID dhase User Name Em Ti In  start time 3 3 IP  UserID
Le] e o e Le] Le] o]
- 2 ~ 0o o o =
I | I | |
Dawid Creasy de = Thu May 26 16:51:41 2005 1002
Dawid Creasy de Thu May 26 164808 2005 1002
Dawid Creasy de . Thu May 26 16:46:50 2005 1002
Dawid Creasy de Thu May 26 10:0%:44 2005 1002
Dawd Creasy de Thu May 26 10:08:03 2005 1002
Dawid Creasy de Thu May 26 09:56:13 2005 1002
Dawid Creasy de . Tue May 24 10:15:45 2005 1002
Dawid Creasy de Tue May 24 10:12:02 2005 1002
Dawid Creasy de Tue May 24 10:06:54 2005 1002
Dawid Creasy de . Tue May 24 10:02:35 2005 1002

ASMS 2005 s,

One of the requirements is to be able to see the search log - in this case I
have only been given rights to see my own searches.



Basic principles - Users

Login name

Password, password expiry
Full name, email address
Account enabled / disabled
Member of one or more groups.

ASMS 2005 s,

I'll quickly cover some basic principles:



Basic principles - Groups

* Name
* List of members
» List of allowed tasks.

ASMS 2005 fSemnes

SCIENCE

A group is just a collection of users.

Note that for simplicity, allowed tasks can only be applied to groups -
they cannot be applied to individual users.
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Basic principles - Tasks

* For example
— Allow PMF search
— Allow MS/MS search
— Maximum number of queries
— Can view the search log
— Can search specific databases
— Can view other peoples results.

ASMS 2005 s,

There are 30 different tasks that members of a group can be allowed to
perform - for example:
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Enable/disable security

i Matrix Science - Mascot Security - Microsoft Internet Explorer

Fie  Edi
QBack - ) - [x] (2] 0| seach sFavortes £ | 00 L [F -
Address [&] hetpifea1-dmejmaseot/caylogin.pl

{ MATRIX
SCIENCE. HOME | MASCOT {HELP

Mascot Security

Mascot Security is not enabled

Command Prompt

C:sInetpubs~MASCOT“bhin>enable_security.pl
The password for the admin account has bheen set to
will be regquired to change it at the next login.

C:sInetpubsMASCOT\Dbin>_

ASMS 2005

*admin’

but you

{ MATRIX
SCIENCE.

When Mascot 2.1 is first installed, Mascot security is disabled. So, if you

try and login you will see this message.

To enable security, open a command prompt or a shell on the Mascot
server, and change to the mascot/bin directory. Then type

enable_security.pl.

This takes a few seconds. If you forget the administrator password, it can
always be reset to admin by running this script again.

51



ZJ Mascot Security Administration Uility - Microsoft Internet Explorer ] 3]

JE\Ie Edit Wiew Favorites Tools  Help ‘ 1','

JeBack -~ |ﬂ g] .\Jl,'?‘Ssar:h ij_Favur\tes @l v EE = [ @ 3
J Address I@‘l http:jft41-dmefmascot x-cgijsecurity_admin, pl j @

Mascot Security Administration Logged in as Administrator =

Users Groups

Add...l Add...
_Delete |

admin Adrninistrators
daeman Delete PowerlUsers Delete
(system) Daemons

Edit... I MascotIntegrasSystem Edit... I

Options
Option Value Option
Security enabled 7 werify 1P address 7

Session fimeout |216m Logaing level E

Default passwaord exniry [365 Ulastol INtera SEer  [pyp,ffintegra;B080/tonaz

Minimum passward i
length P |5 Mascot Integra database ||ntegra

lUse session cookies (| Integra Oracle server ||ntegra
Save options I

This is the URL of a local Mascot Integra server. Will generally be on port 8020,
Default: http:/ffintegra:8080/topaz

|
‘@ javascript:void{0) ’_ ,_ ’_ ,_ ,_ Local intranet v

ASMS 2005 s

The security administration utility looks like this.
There is a list of users, a list of groups and some options.

If you hold the mouse over any of the blue text, help will appear at the
bottom of the screen. I'll quickly run through the options.

You can’t disable security from here - it has to be done on the server
using the disable security command

The session timeout is in seconds. After this period of inactivity, the user
will be required to login again.

The password expiry time is in days. After this period of time, the user
will be required to enter a new password.

Any new password must be at least this length. Maximum length is 50.
Um, think I'll set the minimum length to 25 on our server back in the
office - that should keep people on their toes.

Session cookies are automatically destroyed when the browser is closed.
With some browsers, session cookies are not shared when a new instance
of the browser is opened, which might mean that a user has to login
again for each new window opened.

If verify the IP address is set, then any request to perform a privileged
action will compare the IP address that the request is coming from with
the one originally used to login.

Logging level should normally be left at 3
To add a user, simply click on the Add User button

52



tion Utility - Microsoft Internet Explorer

J Flle Edit Wiew Favarites Tools Help

| @Back - ) - (1) @ 0] Fsearch i Favoites € | (00 L -3 3
J Address IE http: jft41 -dme/mascot=-caifsecurity_admin.pl

Mascot Security Administration - Add user Logged in as Administrator El

User is 3 member of the following grouns

Mame liohns

Guests

Password [eoesenes administratars

~
ST Daemons
0 pefault MascotlntegraSystem

' Force change at nesxt login

Password
expiry

Full name J10hn Smith

Email address |jsmith@someuni.edu

Usear type IEtandard Mascot user LI Multiple selections can be made by means of

the shift and contraol keys {platform dependent)
Account I
enabled

Add user Cancel

4 user must belong to one or more groups.
If a user belongs to multiple groups, then they have rights to perform the any of the tasks specified for
any of the groups.

[

El
‘@ javascriptvoid(0) ’_ ,_ ,_ ’_ ,_ g Local intranet v

ASMS 2005 s

Enter a name and password.

It’s often a good idea to force the user to enter a new password when they
first login

Enter their full name and email address.

I'll return to the choice of user types later - most users should just be
standard Mascot users.

Make sure that the account i1s enabled, and then select one or more
groups for the user to belong to.
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Notification and
error
messages

ASMS 2005

ascot Security Adm

osoft Internet Explorer

| Ele Edt vew Favorites Tooks  Help

=101
L

| Qeack ~ @ - ¥ (2@ 0| search [ Favorites &

S R o

JAgdress I@ hittp:/ft41-dme/mascotfx-cgifsecurity_admin.pl

EEE

scot Security Administration

User johns added successfully

Logged in as Administrator _Logout ;I

Users Groups

Administratars
Delate PowerUsers
Daemons
Edit... MascotintegraSystem

Add..

Delate

Options
Option Value Option
Security enabled = warify TP add)

Session tmeout

21600 Log
Default password expiry  |265

Minimum password
lenagth

Select group
and edit

Usze session cookies

Save options

Integra server

htegra database |\ntegra

racle server

Ihttp:]]imtegra:SDSD]tnpaz

[integra

‘@ Done

Help window. ﬂ
Use this configuration application to add/delete/edit users and groups.
For further help an any input parameter, hold the mouse over the blue text,
| |
[ -]
[T | [ [N3viocalintranet 4
{MATRIX
SCIENCE
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A Mascot Security Administration Utility - Microsaft Internet Explorer
| Fle Edt Wew Favortes Took Help
| @Bk - ) - ¥ 2 0| Psearch oFavores £ | (0- LB -3 3

| adsress [] http:t41-cme mascatx-caijsecurity _sdmin.pl

Mascot Security - edit group: Guests Logged in as Adminstrator _Logadt | =

Unigue 10| 1 Users in Group Users nat in group

MName Guests

Tasks that cannot be SEAR! 5
performed by group members: low rmsms
: Allow no enzyme pf searches

Add task SEARCH: Maximum mascot search job priority
SEARCH: Maximum number of queries per search

Tasks that can be
performed by Task Parameter

roup members:
LR [ SEARCH: allow pmf searches
To remove tasks, . B
e oL ™ SEARCH: Maximum number of concurrent searches per user |3

check boxes and [T SEARCH: Allow all fasta databases to be searched
press ‘Remove’!

Remove

T GEMERAL: Wiew config files using ms-status

| Save changes Cancel

Help window.
Change details for an existing group, Change the users that belong to the group, and the tasks that
members of the group can perform. Mo changes are saved until the 'Save changes' button is pressed.

o |5
A

‘ ’7‘ | | |‘3ana\intranet

ASMS 2005 s

When editing a group, you can change the name - it is the unique ID that
remains constant. Users can be added to, or removed from the group like
this

This is the list of tasks that members of the group cannot perform. So, for
example, if I want to add restrict the number of searches that members
of this group can perform, I simply click on the task, then Add Task. In
this case I need to enter the number as well.

Finally, nothing is saved until you click on Save Changes.
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Mascot Security

» Example - a core lab
» Workarounds for third party applications
* Hints and tips

ASMS 2005 s,

I’'d now like to take you through an example - in this case for a core lab.
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Example 1 - Core lab

2 people in the core lab: Jack and Jill
Many departments submit samples
Most departments have > 1 person

Each department should not be able to see
other departments searches

Immunology department: lan and Mary

ASMS 2005 fSemnes

CIENCE
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Core lab - add a group for each
‘customer’

/3 Mascot Security Administration Utility - Microsoft Internet Explorer =10l
| EBle Edt ew Favortes Ioos Help | >
| @eack - ) - (¥ (2] 0| S search orFavarites € | (0- n -3 3

Jﬂddrass IE http:jft41-dmefmascot ) z-cgijsecurity_admin,pl ﬂ &

Mascot Security Administration - Add group  Logged in as Agministrator Bl

Name |Immunm\mgy Add... Cancel I

Help window,
Type a new group name, and press the ‘Add..." button.
vou will then be able to assign users and permitted tasks to the new group.

]
L O O = T S

ASMS 2005 {Eiincey

SCIENCE

We can add users or groups first - doesn’t matter. I'll add the group first



/2§ Mascot Security Administration Utility - Microsoft Internet Explorer —[=] x|

| Ble Edt wew Favories Toos el | i
| @Back - ) - [x] ) (3] Psearch FrFavorkes £ | (- L Bl - [ 69 3
| Address [&] hetp:/jt41-dme/mascot-caifsecurity_admin.pl >
Mascot Security - edit group: Immunology Logaed in as Administrator | Logaut | Bl
Unigue 10 [ 1002 Users in Group Users not in group
MName Imrunolagy ===1 |admin
daeman
a== (system)
johns

Tasks that cannot be
performed by group members:

SEAR e searches
SEARCH: Allow no enzyme pmf searches
SEARCH: Maximur number of concurrent searches per user

Add task SEARCH: Maximum mascot search job priority
SEARCH: Maximum number of queries per search LI
Tasks that can be Task Parameter
erformed by grou
:]nemhers: ¥ group [T SEARCH: &llow prf searches

To remave tasks, select [T SEARCH: &llaw ms-ms (and 5Q) searches

ane or more check baxes [T SEARCH: Allow all fasta databases to be searched
and press ‘Remove! .
[T WIEW: See search results from other people in your own group

Remave ™ WIEW: &llow user to wiew the search log
[~ ADMIN: &llow use of Database Status application

Save changes Cancel I

Help window, -
Change details for an existing group. Change the users that belong to the group, and the tasks that
members of the group can perform. Mo changes are saved until the 'Save changes' button is pressed.

[ |

-]
& [T Sdoalintranet |

And I'll set up some rights for the group.

As you can see, they are allowed to perform PMF and MS-MS searches -
I've added this so that they repeat searches with different parameters if
they want, but I'm not allowing them to do no enzyme searches. They
are allowed to use all the different databases, can see each others

searches. Finally, they can use the search logs and status screens to find
their own searches.
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| Ble Edt wew Favories Toos el | e
| @Back - ) - [x] ) (3] Psearch FrFavorkes £ | (- L Bl - [ 69 3
| Address [&] hetp:/jt41-dme/mascot-caifsecurity_admin.pl B>

Mascot Security Administration - Add user Logged in as Administrator

User is a member of the following groups

Mame ||an

Password |
© Never

Si;isr\;vurd & Default

 Force change at next login

Full name |Ian from Immunology

Email address  [ian@someuni.edu

User type |5tamdard Mascot user LI Multiple selections can be made by means of
the shift and control keys (platform dependent)

Account
enabled k4

Add user Cancel

Help window, ;I
Enter 3 user name, password, full name and email address for the new user.

Select one or more groups for the user to belong to.

Finally, press the ‘Add user' buttaon.

For further help on any input parameter, hold the mouse over the blue text.

& [T Sdoalintranet |

-]

We now add Ian as a user, and assign him to the immunology group.
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2 Mascot Security Admi i Microsaft Internet Explorer

ST

| Fle Edt view Favorites  Toos el

[Qeak - D - { &

)Search 7 Favarites ) | [+

o

| address [] hetp:/jt41-dme/mascot-caifsecurity_admin.pl

Mascot Security - edit group: PowerUsers Logged in as Agministrator

Unigue 10 |3 Users in Group Users not in group

Mame Powerlsers jack ===1 |admin
jill daemon
a== (system)
. oe ian
Add jack and jill

from the core lab to

imembers: [SEARC

= ;
aximum mascot search job priority

SEARC aximurn number of queries per search
the POWGI’USGI’S SEARCH: Maximum execution time
group SEARCH: Special fasta databases that override the default setting LI
Tasks that can be Task Parameter
rfi d b
:]"Bw:;g::: ¥ group [T SEARCH: &llow prf searches

SEARCH: all - o S hi
To remove tasks, select O pelnsnel(cncies Teearches
one or mare check boxes [T SEARCH: allow msms no enzyme searches
and press ‘Remove!

[T SEARCH: &llow no enzyme pmf searches

Remove [T SEARCH: &llow all fasta databases to be searched

[T WIEW: See search results from other people in your own group

[C WIEW: See all search results with a USERID
[T WIEW: See search results without USERID field

Allow spoofing of
another user

[T WIEW: Allow user to view the search log
[T GEMERAL: View config files using ms-status

[T GEMERAL: allow user ta modify their own profile
[T CLIENT: Mascot Daeman is allowed to submit searches
[T CLIENT: Mascat Distiller is allowed to submit searches

[T CLIENT: For Mascot Daemon, allow spoofing of another user

™ 2DMIN: allow use of Database Status application LI

[T Sdoalintranet |

| &] javascript:vaidiny

Next we need to set up the hard workers in the core lab - jack and jill.
We simply create the two users and add them to the group.

Also, note that I have added this task which allows ‘spoofing’ of another
user- we will come to that again in a minute.
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Use Daemon to run searches

Mascot Daemon: Preferences

Intranet | Data import fiters | ADD connection | Timer settings | Mas

Mascot user name [daemon

Mascot password

Save Cancel

{ MATRIX
SCIENCE

ASMS 2005

We are nearly ready to start searches. Just before we start, we need to
setup Daemon to login as somebody. By default, there is a ‘daemon’ user,
and you can use this user on all the daemons. Before you do that, you
will need to enable the daemon account and set a password using the
security administration utility. Then, simply enter this name and
password in the Daemon settings.

Alternatively, jack and Jill could put their own user name and passwords
in here.
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Mascot Daemon

loix

Flle Edt Help

Status T Ewent Log T Task Editor T Parameter Editor I

"Parameler st

Fienzme: [E-Program FlesyMati . \default o Mew | Open.. | save | sevess.|

[~ &l Search

User name [<mascot_user_full_names User email |<masoot_user_smail>

& [Submitted fram <tasknames by Mascot D aemon on <locahost>

RONMy IAuEm,,ES d Repottop (20 =] hits
Database |IPI_human - Enzyme | Trupsin vI Max. missed cleavages |1 -

i N | paaieble [NeFomyiFon] ] Shaw el mediesions [
i i mediications |Agslyl e modiications | MIPCAH (C)
Tag is substituted e Pt w5
with the ‘Spoofed’ Biotin (K] = =
user name ElEf e KDa  Pepiidstols [§  [Da x| Peplideshaos [2+ and 3 ]

[ M5MS

MSMS lons search v Datafomat |Mascot geneic | Protein summany Peptide summary (5

Frecursor méz | MS/MS tol 2 [0.8 |Da x| IEAT T Instument [Defaut vl

ASMS 2005 s,

When you set up parameters, use these special tags for the user name
and email address. They will then be substituted by the spoofed name.



Mascot Daemon

Flle Edt Help

Status T Exent Log T

Choose user to
‘Spoof’ for the
search

Task Editor T PBarameter Editor ]

Mew Run ‘

Owiner Task.
|;dawdc jj ’7 |
admin -
=

daeman Data import filter
H pitriz: Sc\ence\Masc(_I ’7 IMascotDist\IIer

=l DOptions ‘

[+ iles inta the area
d..

i~ Schedul
& Start now

O Statat 153807 = [3 Jue 2005 7]

= Realtime manitor

€ Follow-up Search priority ID 'I

Action
’V [~ Auto-print results Extemnal processes ‘

- Follaw-up
INU follow-up required j ID

ASMS 2005

ld | »
4 = Discardiesults
Delete | Add Folder | Add Files | I~ Fepeatatintervals of |1 L2 IdaPS vI
[~ Merge MG/MS files inta single search I¥| Fass data to I Mane - j
{ MATRIX
SCIENCE

In the Task tab, we set up the ‘owner’ for the searches. In this case, Jill
will choose ian as the owner.



ascat search status page - Microsoft Internet Explorer

ST

| Ble Edt wew Favories Toos el | g
| @Back ~ - =] ()] 3] D search - Favories & | - 93 L alf el o T
JAgdress |=2j hitp: | fb41 -dmc/mascot fx-cgifms-status, xe 2Autar efresh=trus+Show=J0BLIS T+Database=2-+Which=0+S5art=Job-+DirectionOf | Ogge In as JaC ?r JI 2
can see searches from
Mascot database status - IPI_human all users
Current jobs
Job PID Start time Dur. 3Status User UserIl Ti
4113 2540 Tue May 31 15:339:19 4 Searching.. Ian from Immunology 1004 d from Immunology 20050531 by Mascot
Completed jobs
Job  PID Start time Dur. Status User Title
411z 2552 Tue May 31 15:39:16 3 TUser read res Jack Core Sertting up nev hplc system
4111 1224 Tue May 31 15:38:50 3 User read res Jack Core Setting up new hplc system
4110 2460 Tue May 31 15:385:45 8 TUser read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4109 1752 Tue May 31 15:38:12 7 User read res Tan from Irmunology 1004 Submitted from Immunclogy 20050531 by Mascot
4108 2808 Tue May 31 15:37:49 6 TUser read res Ian from Immunology 1004 Submitted from Immunology 20050531 by Mascot
4107 2824 Tue May 31 15:37:16 & User read res Ian from Immunology 1004 Suwbmitted from Imwunology 20050531 by Mascot
4106 1545 Tue May 31 15:36:47 4 TUser read res Jill Core 1008 Testing calibration on 4700
4105 2784 Tue May 31 15:36:43 7 User read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4104 2640 Tue May 31 15:36:19 3 TUser read res Jill Core 1008 Testing calibration on Reflex
4103 2124 Tue May 31 15:36:08 7 User read res Ian from Immunology 1004 Submitted from Immunology 20050531 by Mascot
4102 3456 Tue May 31 15:35:57 3 TUser read res Jill Core 1008 Testing calibration on MBldi
4101 2182 Tue May 31 15:35:45 3 TUser read res Jill Core 1008 Testing calibration on MB1ldi
4100 2244 Tue May 31 15:35:40 3 Search done Jill Core 1008 Testing calibration on MBldi
4099 3524 Tue May 31 15:35:35 7 User read res Ian from Imounology 1004 Suwhmitted from Imunology 20050531 by Mascot
4098 3680 Tue May 31 15:35:21 5 TUser read res Jill Core 1008 Testing calibration on MB1ldi
4096 2696 Tue May 31 15:35:10 5 User read res Ian from Immunology 1004 Subpitted from Immunology 20050531 by Mascot
4095 1165 Tue May 31 15:34:37 6 TUser read res Ian from Iramunology 1004 Submitted from Immunclogy 20050531 by Mascot
4094 2476 Tue May 31 15:34:05 5 TUser read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4093 700 Tue May 31 15:33:32 6 User read res Ian from Imunology 1004 Suwbmitted from Imunology 20050531 by Mascot
4092 2424 Tue May 31 15:33:09 6 User read res Ian from Iramunology 1004 Submitted from Immunclogy 20050531 by Mascot
4091 2980 Tue May 31 15:32:36 7 User read res Ian from Immunology 1004 Submitted from Immunology 20050531 hy Mascot
4090 4024 Tue May 31 15:32:04 6 TUser read res Ian from Iramunology 1004 Submitted from Immunclogy 20050531 by Mascot
4089 1432 Tue May 31 15:31:32 3 TUser read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4056 3000 Tue May 31 15:30:59 6 User read res Ian from Imunology 1004 Suwbmitted from Imunology 20050531 by Mascot
4087 700 Tue May 31 15:30:26 5 TUser read res Ian from Irmunology 1004 Submitted from Immunclogy 20050531 by Mascot
4086 2576 Tue May 31 15:29:54 4 User read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
40585 3540 Tue May 31 15:29:21 4 TUser read res TIan from Irmunology 1004 Submitted from Immunclogy 20050531 by Mascot
4084 3668 Tue May 31 15:26:38 4 HNo email setup Jack Core 1006 Submitted from Immuncology 20050531 by Mascot «
4 | _>|—I
(£] Done [ S 3o ntranet

Jack Core now runs all his searches for Ian. When Jack or Jill are logged

in, because they are power users, they can see all of the searches.
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| Fle Edt view Favorites  Toos el

ascat search status page - Microsoft Internet Explorer

ST

| @ Back -

> RABRE

| 7 search

Favartes ) |

& 3

| Address [] hetp:Jft41-drncmascot-caifms-status. xe?Autorefresh=true+Show=1OBLIST+ Database=2+which=0+5art=Job+ Direction0fS

Mascot database status - IPI human

L g

But lan can only see
searches submitted by
Jack on his behalf

Current jobs

Back to main status page

Job PID Start time Dur. 3Status User UserIl Ti

Completed jobhs

Job  FID Start tiwe Dur. Status User Title

4118 1420 Tue May 31 15:21:53 & Search done Ian from Immunol Submitted from Immuncology 20050531 hy Mascot
4117 156 Tue May 31 15:41:20 G User read res Ian from Iraoy Suwbmitted from Imunology 20050531 by Mascot
4116 2596 Tue May 31 15:40:57 7 User read res Ian from I Submitted from Immunclogy 20050531 by Mascot
4115 3328 Tue May 31 15:40:24% 8 TUser read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4114 4036 Tue May 31 15:359:51 8 TUser read res Tan from Irmunology 1004 Submitted from Immunclogy 20050531 by Mascot
4113 2540 Tue May 31 15:39:19 8 TUser read res Ian from Immunology 1004 Submitted from Immunology 20050531 by Mascot
4110 2460 Tue May 31 15:38:45 & User read res Ian from Immunology 1004 Suwbmitted from Imwunology 20050531 by Mascot
4109 1752 Tue May 31 15:38:12 7 User read res Tan from Irmunology 1004 Submitted from Immunclogy 20050531 by Mascot
4108 2808 Tue May 31 15:37:49 & User read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4107 2824 Tue May 31 15:37:16 6 TUser read res Ian from Iramunology 1004 Submitted from Immunclogy 20050531 by Mascot
4105 2784 Tue May 31 15:36:43 7 User read res Ian from Immunology 1004 Submitted from Immunology 20050531 by Mascot
4103 2124 Tue May 31 15:36:08 7 User read res Ian from Immunology 1004 Suwbmitted from Imwunology 20050531 by Mascot
4099 3524 Tue May 31 15:35:35 7 User read res Tan from Irmunology 1004 Submitted from Immunclogy 20050531 by Mascot
4096 2696 Tue May 31 15:35:10 5 TUser read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4095 1165 Tue May 31 15:34:37 6 User read res Ian from Imwunology 1004 Suwhmitted from Imunology 20050531 by Mascot
4094 2476 Tue May 31 15:34:05 5 TUser read res Ian from Immunology 1004 Submitted from Immunology 20050531 by Mascot
4093 700 Tue May 31 15:33:32 & User read res Ian from Immunology 1004 Subpitted from Immunology 20050531 by Mascot
4092 2424 Tue May 31 15:33:09 6 TUser read res Ian from Iramunology 1004 Submitted from Immunclogy 20050531 by Mascot
4091 2980 Tue May 31 15:32:36 7 User read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4090 4024 Tue May 31 15:32:04 6 User read res Ian from Imunology 1004 Suwbmitted from Imunology 20050531 by Mascot
4089 1432 Tue May 31 15:31:32 3 TUser read res Ian from Irmunology 1004 Submitted from Immunclogy 20050531 by Mascot
4088 3000 Tue May 31 15:30:59 & User read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4087 700 Tue May 31 15:30:26 5 TUser read res TIan from Irmunology 1004 Submitted from Immunclogy 20050531 by Mascot
4086 2576 Tue May 31 15:29:54 4 User read res Ian from Immunology 1004 Submitted from Immuncology 20050531 hy Mascot
4055 3540 Tue May 31 15:29:21 4 User read res Ian from Imounology 1004 Suwbmitted from Imunology 20050531 by Mascot

4

|
e

o

»
% J Local intranet

But when Ian from immunology is logged in, he can only see his own
searches, or those submitted by Jack on his behalf.
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Core lab - less access for users

* If you don’t want the customers to be able to
do any searches, but just view the results,
then just give them the access to tasks:

— SEARCH: Allow all fasta databases to be
searched

— VIEW: See search results from other people in
your own group

— VIEW: Allow user to view the search log
— ADMIN: Allow use of Database Status application

ASMS 2005 s,

As I said earlier, you may want some groups to just be able to view
results. In this case, only give them rights to perform these tasks:

- You must allow all fasta databases to be searched otherwise they won’t

be able to see the protein view. However, they can’t perform PMF or
MS/MS searches.
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JMascot SearchLog - Microsoft Internet Explorer

LE-0 e
Address [{&] httpffes1-dch eptide Summary Report (Submitted from Immunology 20050531

Science - Mascot Secur rosoft Internet E
Fle Edt WView Favortes Toos Help
MASCOT sea Qack ~ 03 - (%) &) 0| S Search i Favorites & | 0- 5 J File Edit Yew Favorites Tooks Help | a’
Adsress [ €] hepiia - gimaster_resuls plfie= | @oack + 3 - [ (2] 2| search Favorkes €[ [0 L %
Wersion: 2.1.0 - Licens = =
| cdress [] hiep o4 1-dcjmascat e login plrreFerer i ae2frez | (£ Ga

sonfiter | Logza| Foerrvers Mascot Search Result

User : Ian from Immunology

{MATR}X

SCIENCE. HOME | MASCOT {HELP m- E
Email : ian@someuni.edu

Search title : Submitted from Immunelogy 20050

L Y Logg | Edit | Lo
MS data file + \\galah\f_drive\mascot test dat

Database : IPI_human human 2.32 (41519 seq
Timestamp : 31 May 2005 at 14:50:16 GMT

Mascot Security

S

Error: ian is not permitted to submit searches of type MIS

Username: [ian

Password: |

30 a
Probability Based Mowse Score

Peptide Summary Report

L
2] Done [ W tocalintranst 7
Formatds | [Peptide Summary - =
Significance threshold p< [0.05 Max mumber of hits [20
Stendard scoring & MudPIT scoring ¢ Tons score cut-off [0 Showr sub-sets
Show pop-ups * Suppress pop-ups © Sort unassigned | Decreasing Score  =| Reeuire bold red T
Select All SslectMNone | Search Selected ™ Exvor tolerant Archiva Report
1l |
[&] bore [ [83 tocal intranet

So in this case, Ian from immunology can view the search log, see his
results, but when he tries to do a repeat search, he is denied access



Supporting 3rd party applications

» Older applications that submit searches to
Mascot won’t have their own login

* Try logging in using Internet Explorer before
running the application - cookies

» Use one of the ‘special’ user types:

User type Standard Mascot user
Standard Mascot user
g

ACcount
enabled

ASMS 2005 s,

There is a potential issues with other applications that interface with
Mascot but don’t yet have code to support the login functionality.

Since session ids are saved as cookies, and since most Windows
applications that access web sites use internet explorer libraries, it is
worth just trying to login in an Internet explorer window before starting
the application.

Alternatively, you can use one of the special user types.



Special user types

» Computer name / IP address
— Never have to log in from that computer
— Use the computer name / IP address as the
‘name’
« Agent string

— Can determine the agent string from the web
server logs

— Not secure because someone could create
another app to use this agent string

 Web server authentication.

ASMS 2005 s,




Hints and tips - 1

Plan carefully before implementation
Login as admin to perform admin tasks

When setting up new user, force change
password on next use

Enabling Mascot security doesn’t stop your
server from being hacked

For ‘debugging’ use ‘Current session
information’:

ASMS 2005 s,

I can’t stress enough that you should plan what you intend to do before
you start. Think carefully about what groups you want to create

As any Unix administrator will tell you, it’s always best to separate your
administration and user tasks. However, we can’t force you, but that is
why the default admin user cannot submit searches.
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Ele Edt Vew Favortes Iook Help
QBack ) - [ 2] 0 ]2 search ‘j‘z Favarices 42 | [ 1+ [J33 3

Address IE hitp: fft41.-dmcfmascotjcgifsecurity_session.pl

This utlty shows session information for when Massot Security is enabled
Vou may be asked to give this information to a suppott engineer if you have security problems

Retrieved cookie value is: fan_207301854233611
D ian_207301854233611

security enabled | 1

last accessed |31 May 2005 15:24:56
ip address 192.168.8.136

user ian

user ID 1004

full username | Tan from Immunology

email address  |fan@someuni edu

walid 1

Permitted tasks
Task

Param type | Parameter
SEARCH: Allow all fasta databases to be searched Mone

VIEW: See search results from other people in your own group | User it | 1004

VIEW: Allow user to view the search log Nene

ADMIN: Allow use of Database Status application MNone

[&]pore

| [ [N Local intranet

ASMS 2005 fSemnes

SCIENCE

You can see the list of tasks that the user can perform
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Hints and tips - 2

Be careful when adding someone to multiple
groups

Don’t forget to enable the Daemon account
and set a new password

View the log file periodically

Moving Mascot to another PC? Just copy
user.xml, group.xml and security _options.xml.

ASMS 2005 s,

If you added Jack and Jill to the immunology group, then any search
that they perform under their name would be visible to members of the
immunology group. Mascot would have no way of knowing who the
search was intended for.
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New features in Mascot 2.1

Export results in various formats

Search engine and report enhancements
Mascot Daemon enhancements

Mascot Security

Request for version 2.2 always welcome
Coffee break - restart at 10:45.

ASMS 2005 s,

We have covered quite a lot in the last hour -



