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Introduction to the user manual

elcome to the SmileMS user manual.

In this manual we will guide you through installing SmileMS and introduce you to

its major functions. The innovative, robust algorithm allows you to identify
molecules with the highest level of confidence. The intuitive graphical interface helps you
running analyses in a few clicks. You can then go on to evaluate the results using several
different views and easily generate a comprehensive report. The universality of SmileMS
offers the possibility to handle data from different instruments and vendors with one
software. Spectral libraries from various sources can be searched and you can build your
own.

For any further information or help, please contact us at smilems@genebio.com.
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Notices

SmileMS is developed by Geneva Bioinformatics (GeneBio) SA.
All intellectual property rights on SmileMS belong to GeneBio.

Copyright © 2010 GeneBio — All rights reserved.
GeneBio
25 Avenue de Champel, CH-1206 Geneva, Switzerland

SmileMS uses a number of following third parties software, including:

ProteoWizard: Copyright © CAMM
Open Source Software for Rapid Proteomics Tools Development
Darren Kessner; Matt Chambers; Robert Burke; David Agus; ParagMallick
Bioinformatics 2008; doi: 10.1093/bioinformatics/btn323

Tomcat: Software developed by the Apache Software Foundation
(http://www.apache.org). Copyright © 1999-2010 The Apache Software Foundation
— All rights reserved.

Flex: Copyright © 2010 Adobe Systems Incorporated — All rights reserved
Postgres: Copyright © 1996 — 2010 PostgreSQL Global Development Group

Spring: Copyright © 2010 (http://www.springsource.org/)

Other Copyright or trademark notices for products mentioned in this document
Windows is a trademark of Microsoft®

AdobeAcrobat Reader is a trademark of Adobe Systems Inc.

Adobe Flash® Player is a trademark of Adobe Systems Inc.

Firefox is a trademark of Mozilla Foundation

Xcalibur @ is a trademark of Thermo Fisher Scientific Inc.

Analyst® is a trademark of AB SCIEXPte. Ltd.

MassLynx™ is a trademark of Waters Corp.
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User manual

What is SmileMS?

Mass spectrometry is a recognized powerful analytical technique used to screen and identify a
wide range of chemical compounds. It is used routinely in many laboratories in fields such
as Laboratory Medicine, Forensic Toxicology, Doping Control, Food Testing, and
Metabolomics research. The rapid introduction of LC-MS and LC-MSMS provides access to
an extended range of molecules, complementing the well-established GC-MS methods.

Current identification methods for both targeted and unknown screening increasingly rely on
MSMS spectra library searches. A number of challenges are however still to be addressed.
Fragmentation spectra of a given compound can vary a lot depending on the selected
instrument and acquisition method. Currently available MSMS spectral libraries do only
cover a subset of these experimental conditions for the available molecules. Algorithms
offered in dedicated software solutions originate from the GC-MS development and do
not show appropriate performances for LC-MSMS data. In addition, as this method is
entering routine applications, there is a need for a robust, easy to use, MS vendor-
independent and integrated solution for rapid screening of large sets of molecules with
high confidence.

[ES S E )
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SmileMS meets these needs and proposes a unique LC-MSMS library search solution thanks to
the following key benefits:

Intuitive: Highly intuitive interface for rapid routine analysis and comprehensive
results review

Its intuitive interface makes it appropriate for routine applications of small molecule
identifications and allows experts to evaluate the results in detail. Results are delivered in
aggregated lists of identified analytes, supported with chromatogram and annotated
spectra.

Reliable: Powerful library search -capabilities delivering highest level of
confidence

SmileMS is designed to identify analytes from MS spectra of fragmented molecules via a
spectral library search approach. It can be used both for targeted and untargeted
screening methods. Its robust and innovative algorithm allows for confident identification
of molecules across different instrumental architectures and acquisition methods.
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Versatile: One single software for multiple MS instruments, libraries and
application fields

The software can handle MSMS and MS3 data from a wide range of MS vendors, providing a
single entry point for a battery of heterogeneous instruments. A large range of spectral
libraries can be uploaded and queried simultaneously or separately, as provided by NIST,
AB SCIEX, Wiley-VCH, etc., as well as privately created. SmileMS has been already
successfully introduced in Clinical and Forensic Toxicology, as well as Food Testing. Its
extension to other fields of Laboratory Medicine, Environmental, Pharmaceutical and
Metabolomics is therefore independent from the tool itself.

SmileMS is developed by GeneBio in collaboration with the Swiss Institute of Bioinformatics

and the Department of Laboratory Medicine of the Geneva University Hospital in
Switzerland.

How to cite SmileMS?

The algorithm imbedded into SmileMS has been published. This publication can be used to cite
SmileMS:

SmileMS (Geneva Bioinformatics) S.A.:

Roman Mylonas, Yann Mauron, Alexandre Masselot, Pierre-Alain Binz, Nicolas Budin, Marc
Fathi, Véronique Viette, Denis F Hochstrasser and Frederique Lisacek. X-Rank: A robust
algorithm for small molecule identification using tandem mass spectrometry. Analytical
Chem. 2009 Sep 15;81(18):7604-10

Systems Requirements

SmileMS is a client server application. Here are the prerequisite requirements for a SmileMS
server:

- Intel Dual Core CPU

- 4GB RAM, 1.5GB disk space for installation. For optimum use of SmileMS allow
at least 300GB

- Windows XP (SP2 or SP3), Windows Vista, Windows 7 (32 bits version), Adobe
Acrobat reader

The SmileMS Graphical User Interface is a web-based interface. You will access it using a web
browser. Supported web browsers are:

- Firefox 3.5.0 and later, with Flash Player version 10 installed
- Internet Explorer 7 and later, with Flash Player version 10 installed

It is best displayed with a screen resolution of 1280x1024.

@Note: Your web browser will ask you to install Flash Player when opening SmileMS the
first time, unless Flash Player is already installed.
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@Note: Adobe Acrobat Reader can be downloaded from http://get.adobe.com/reader/
(You do not need to install the optional Free McAfee Security Scan Plus).

SmileMS installation

SmileMS is designed as client-server architecture so that it can be installed as a standalone
program on any PC or on a server for network access by multiple users. Remote access is
therefore possible via a standard Web browser, giving users the freedom to launch
analyses and review results from other locations (e.g. office, home, etc.).

Install the SmileMS server and raw data module

The installation procedure of the full SmileMS environment implies the installation of the
SmileMS server itself, and installation of the raw data processing environment. The latter
installs the needed software that allows you to submit native files from various MS
vendors. The installation can be done from the installation CD or from the downloaded
archive as follows:

From the installation CD: insert the CD and follow the instructions from the index.html file that
you are required to open in Internet Explorer. To do so, right-click on the index.html file,
select "Open With" and choose Internet Explorer. From a downloaded package: unzip the
SmileMS _installation_package.zip file in a local directory, open the index.html file in
Internet Explorer. To do so, right-click on the index.html file, select "Open With" and
choose Internet Explorer.

@Note: To install SmileMS, you need to log in Windows with a user that has administrative
rights on the computer.

@m The raw data processing environment uses the open source Proteowizard
(www.proteowizard.org ) tool to extract peaklists from various vendors' raw data files.
This software is packaged in an installer, made available for free, to facilitate its
installation.

For Thermo users, the installation require to set windows Regional Settings to English
(United States). Please see the installation instructions for more details

@Note: If you are using a Windows installation using non Latin characters, you need to
make sure that your Windows regional settings are set to English (United States) before
the installation process is started. SmileMS requires appropriate number formatting and
specific regional settings to work properly.
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In Windows XP: Go to Start > Control Panel > Regional and Language Options; In the
Regional Options tab, select "English(United States)". Go then to the Advanced tab; Select
"Apply all settings to the current user and to the default use profile". Click OK.

1) Go to: Pl I Conrol Parel > ’ tegional and Language

2) Select a region that defines a dot
«.» as unit separator

3) In the Advanced tab, select Apply all
settings ... and click OK

Regional and Language Options |7 _ Regional and Language Options
Regional Options | Languages | Advanced| | Regional Options | Languages | Advanced

Standards and fomats Language for non-Unicode programs

This option alfects how some programs format numbers, currencies, This spstem setling enables non-Uricode programs to display menus
dates, and lime. and dialogs in thei native language. It does not affect Uricode
Select an item to match its preferences, or click Customize o choose programs, but it does appy to al users of this computer.

wour own foamat: . .

- - Select a language to match the langusge version of the non-Uricode
English [United States) vl programs you wanl b use:

Ism : Englsh [Urited States) v|
Nusnber: |123“55‘7343m 1/75,450,705.UU

el Code page conversion tables
Cusency:  [$123,456.799.00 / o

[C] 100071 [MAC - Japanese
Short date:  [7/12/2010 [ 10002 [MAC - Tradiional Chinese BigS)
[ 10003 [MAC - Korean]
] 10004 [MAC - Arabic)
[C] 10005 (MAC - Hebrew) v

|
|
Time: [323.40PM b | P o 8
|
|

Long date: | Moriday. Juy 12, 2010

Location

To help services provide you with local information, such as news and
weather, select your present location:

gl uzer account settings
all zettings to the cunent user account and to the default
profile

v

ok ) (Ccoeet )t

In Windows vista and seven it looks like this:

Go to Windows € > Control Panel, then:

G e+ " %
B nttpe
Appearance and
Ry wiricnal

¥ Regional and Langurge Opticns gponsl snd Scoma s
: T wrts Lgurgs.. o Cartn LA
Fermats | Locaton | Keybosrds and anguages | Admnstatue | _
R [ T - =

T changt the ey yeur computer diplays mumbers, Curtencies, Sates, and
tima, select an entry fiom the format bst

Tyl
((Engion wanes sunen )

Exameles of how dits i Splayed using this fermat:

Number 12345678500
Curency:  SLELASSTS000

Time: LAT05 PR

Shestdste 12772010

Longdste  Tuesdsy, December 07, 2010

[ Contomize this forma... |

Fer poditicmal fermaty, ke beards, and 160k, 96 18 he [S2ressd

o ) [ ]
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Restart the SmileMS server

According to the installation instructions, the computer hosting SmileMS must be
restarted at the end of the installation process. Moreover, an additional restart is
also sometimes required: please restart your computer a second time if you fail to
login SmileMS after the first restart.

Configuration settings

Optional settings for the installation of the SmileMS server

During the installation of the SmileMS server, some of the configuration can be set manually:
- data folder (to specify where do you want to store the SmileMS data)
- web server port (proposed default port for the tomcat web server is 8081)

- database port (proposed default port for the sql database is 5433)

@m the SmileMS data folder can be changed and set to a directory accessible on a local
disk or on a mounted disk. It is independent to the SmileMS program folder and can be
archived as such. This is however not sufficient to create a restorable SmileMS backup. To
create a SmileMS full backup, please see the corresponding chapter.

How to change the memory to allocate to SmileMS?

You need to define how much memory to allocate to SmileMS.
Go to Windows Menu Start > All Programs > SmileMS -> smstomcatw

Click on the "Stop" button in the "General" tab. Select the "Java" tab, and you can increase the
value in the "Maximum memory pool". The value should not exceed the RAM of your
computer. Note that Windows 32 bit cannot allocate more that 1300 MB to Java: 1024MB
is an appropriate value. Click "Apply" then select the "General" tab again and click on the
"Start" button. Close the window.

Network, proxy, firewall issues

SmileMS can work as a standalone application on one computer (for instance a MS acquisition
PC). If you want to use SmileMS on a network configuration, you may want to make sure
remote computers can access the SmileMS server. Depending on the network, proxy and
firewall settings on and around your SmileMS server, please check the following if
SmileMS does not start correctly:

- If you are using a proxy, define the access to SmileMS appropriately in all client
browsers: On your browser, set the proxy detection to “autodetect”. On
Firefox: go to Tools > Options, then select the Advanced option, choose the
Network tab; Click on Settings... and select Auto-detect proxy settings for this
network. On Internet Explorer: go to Tools > Internet options, then select the
Connections tab, click on the LAN settings button and check the Automatically
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detect settings option. Another option is to add the SmileMS server url in the
exclusion list of the browser proxy settings. As some proxy definitions and
constraints can be proxy configuration dependant, ask your IT.

- Server firewall: Check the firewall installed on the SmileMS server. Open the
8081 port (or the port defined at the installation). As this firewall might be
defined in many ways, ask your IT.

- If SmileMS is installed on a computer not connected to any network and you
use FireFox as browser, Firefox will put itself in “offline mode”: This means you
will not be able to connect to the SmileMS server from your browser. To
bypass this, in Firefox, select “File”, and uncheck “Work offline”.

What is installed by the SmileMS server installer?

The SmileMS server installer installation process installs the following elements:

- Java Runtime Environment 1.6

- The SmileMS server itself

- Atomcat web server

- A postgresql database

- Information in the computer registry

- A SmileMS item in the list of programs available from the windows Start menu
(Start > All Programs > SmileMS). It includes a link to SmileMS and a link to a
SmileMS administration console, labeled smstomcatw, which is mainly used to
start and stop SmileMS and to change its allocated memory.

What is installed by the SmileMS raw data module?

The installation of the SmileMS raw data processing environment includes the following
elements (if not already there):

- Microsoft Windows Installer (only necessary for Windows XP)
- Microsoft .NET Framework 3.5

- Microsoft Visual C++

- MSFileReader (useful only for Thermo users)

- Proteowizard package

What else needs to be installed to work with SmileMS?

SmileMS is accessible via a web browser such as Firefox and Internet Explorer. This has to be
installed on the computer you are using to access SmileMS.

As the graphical interface is developed using the Flash technology, you need this browser to
have an Adobe® Flash® Player installed. If it is not installed, you will be asked to install it
via a hyperlink. You can get it from http://get.adobe.com/flashplayer/

As SmileMS can generate reports in pdf format, you need to have a pdf reader to view them
(for instance Adobe® Acrobat Reader).
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How to uninstall SmileMS?

Go to Start > Control Panel, double-click on the Add and Remove Programs icon; select
SmileMS and remove the installation.

@Note:The uninstall procedure will erase the data folder. If you wish to keep the data, ask
us how to do a backup of SmileMS content. The uninstall procedure will also remove the
proteowizard installation.

To uninstall the other modules, go to Start > Control panel; double-click on the Add and
Remove Programs icon; select the modules and remove the installation. Be aware that
some of these modules might be used by other applications already on your computer,
and were installed prior to SmileMS installation. Removing them may cause other
programs stop working.

About SmileMS user types

SmileMS allows two types of users who are allocated different rights and privileges:

- Admin has the maximum rights. They can see results from all other users, they
can administrate profiles, users and libraries, etc.

- User has restricted rights. For example they cannot see jobs from other users,
they cannot change filter values in results, they cannot create or modify
profiles from other users and they cannot create or modify user profiles.

Start and log-in to SmileMS

There are two possibilities to start the SmileMS interface on a local computer:
1. Start > All Programs > SmileMS -> SmileMS

2. Open your preferred browser and type the url:http://localhost:8081/smilems

You will arrive at the login page. Two users are predefined in SmileMS: username demo (no
password) with user privileges, and username admin (password admin) with admin
privileges. Additional user names and passwords can be defined by admin users. See the
Administration section.

@M If you want to log in from a remote computer, ask IT for the IP address or the
name of the SmileMS server. Use then this info and replace "localhost" in the url (for
instance http://my_smilems_server:8081/smilems). Make also sure that the url is
accessible (you might have to ask IT to open the firewall for connections to the
SmileMS server)

B

%Troubleshoot: | cannot login to SmileMS
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- | have no network connection and I’'m using Firefox:

If your computer is not connected to any network (you are therefore running
SmileMS on a standalone machine) and you use FireFox as browser, it may put
itself in “offline mode”. This means that you will not be able to connect to the
SmileMS server from your browser. To bypass this, in Firefox, select “File”, and
uncheck “Work offline”.

- | want to connect to SmileMS from remote computer: neither Start > All Programs >
SmileMS -> SmileMS nor http://localhost:8081/smilems does work. These
connections are only valid for the computer where SmileMS is installed. If you want
to log in from a remote computer, ask IT for the IP address or the name of the
SmileMS server. Use then this info and replace "localhost" in the url (for instance
http://my_smilems_server:8081/smilems). Make also sure that the url is accessible
(you might have to ask IT to open the firewall for connections to the SmileMS server)

- | get to the login page but | cannot connect:

The Tomcat server may be off. From the SmileMS computer, go to Start > All
Programs > SmileMS ->smstomcatw and click on the start button.

- | get the login page but | cannot connect (bis):

The smspostgres service may be off: go to Start > Control Panel > Administration
tools > Services, search the smspostgres service and click on the start link. If it does
not start, reboot your computer.

- | get the login page but | cannot connect (ter). | run the SmileMS server with Panda as

security software:
Check if the smspostgres service is on. If not, start it: go to Start > Control Panel >
Administration tools > Services, search the smspostgres service and click on the start
link. If it does not start, check if you can start pgadmin.exe (start c:\Program
Files\SmileMS\ pgsql\bin\pgAdmin3.exe. If you get a message such as “could not
locate libpg.dll” reinstall SmileMS (uninstall/reinstall). Make sure you have backed up
the SmileMS data before reinstalling SmileMS.

- | get a popup window with the following error message: "Server.Error.Request 0":
Refresh the page using the browser refresh button

SmileMs Version 1.0 www.smilems.com 2010 Geneva Bioinformatics (GeneBio) SA - All Rights Reserved  License Agreement t
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Once logged into SmileMS, you arrive at the Analysis List section.

The Analysis workspace is one of the three workspaces offered by SmileMS. You can switch
between the Analysis, the Library and the Administration workspace by clicking on the
corresponding banner button.

From all pages you have information on the logged user name and user type (in parentheses),
access to an exit (log out) button and a help button which links to the user manual in pdf
format.

senes0

Sm i’e Ms | Analysis || Ubrary || Administration |

Start an analysis and get a pdf report

You can start a new analysis and get a pdf report from the Analysis list page in the
Analysis workspace.

Start an analysis

Select the new analysis button.

Jseriname : demo (user)

SENEBIO F 5
Exit &

Sm i'e Ms | Analysis || Lbrary || Administration | ‘ : Help (@)

Analysis list

[ resubmit v | | showhidden | | > new analysis |
1d v Filename 7pop # spectra Description Date uploaded | Status

Previous | | Mext | Jobs 1to 200 |  MNumber of analyses displayed per page : 200 |  Search analyses : search

A pop-up window opens. Complete with the required information and click on submit. The
pop-up window closes and you can follow the status of the analysis on the Analysis list

page.
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Load Data

Format | Peaklist v

| upload file |
Profile | Forensic v

Desaription

Click on "Upload file" and select one file in peaklist
format (.mzXML, .maf, .sml, .sdf)

x cancel

The submission pop-up window asks you to:
1. Select the file format from the Format drop-down menu (see also notes below);

2. Click on Upload file to select the file(s) to upload (see the text describing what file(s)
is/are needed and the notes below); during the upload, a progress bar appears next to
the Upload file button;

3. Select a submission profile from the Profile drop-down menu (see also notes below);
4. Enter a description for the analysis (this depends on the file format);

5. Once all set, click on submit.

@M About file formats: SmileMS directly processes peaklist files in various formats,
such as mzXML, mgfand NIST sdf format). Raw, MS vendor-specific datafiles are
submitted to a spectrum extraction step prior to the submission to SmileMS. This
process uses the raw data module, which is part of the SmileMS installation. In
addition, Waters MassLynx data requires that MassLynx is installed on the same
computer as the SmileMS server. Processing raw data requires uploading one or
more files, depending on the vendor format:

- AB SCIEX: a pair of .wiff and .wiff.scan

- Agilent: all files in the AcqData subdirectory of a .d directory
- Bruker: .xml peaklist file as generated by Data Analysis

- Thermo: .raw file

- Waters: all files in a .raw directory

@Note: About AB SCIEX multi-samples wiff files: One AB SCIEX .wiff file can contain
multiple MS acquisitions (different runs, controls, washing steps, etc.). When you
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have uploaded a pair of .wiff and .wiff.scan files that contain multiple samples, a new
pop-up window appears that lists the samples. You can choose what sample(s) you
really want to submit to SmileMS via the check boxes. The SmileMS analyses’
descriptions are pre-filled with the original .wiff filename and the samples’
descriptionsare entered as Analyst®. You can change these descriptions before
confirming which analyses to submit to the identification process.

Extracted sample(s)

Dascription

DataSET1-MaOH (2)

DataSET1-MeOH (3)

DataSET1-MaOH (4)

OO0ODOC

DataSET1-MeOH (5)

DataSET1-MeOH

I

DataSET1-CheckMix

I

DataSET1-U_14_0022 Dilutien_10

I

DataSET1-U_14_0022 _Dilution_S

Iy

| selectall || unselectall | | =submit | | xcancel |

@M In cases you are submitting many jobs in a row, it might happen that the
profile drop-down menu does not contain any item when the submission
window pops up. This is due to the limited amount of connections to the
SmileMS server allowed by your browser. Please wait for a few seconds until
the profile items appear in the profile drop down menu.

@m Once the submit button is clicked, SmileMS first extracts peaklists from raw
data and then launches the identification in a second step. The extraction step can
take from few seconds to several minutes, depending on the size of the data file, the
number of included fragmentation spectra and the number of stored individual
samples.

Follow the status of an analysis

When raw files are submitted, spectra are first extracted from the vendor proprietary format
before submission to the identification process. This is visible as a progress bar in the
Analysis list page.

Analysis list

| resubmit | v | | showhidden | | | newanal lysis | e yunning 1 spectra extraction(s)

1d v | File name PDF | #spectra Description Date uploaded | Status

Identification runs can have different progression statuses represented as a colored dot in the
analysis list page:
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- pending (orange),

- running (blue),

- completed (green),

- failed (red) (click on the red dot to see the error message.

Id v | File name PDF | # spectra Description Date uploaded | Status
[] =1 2010-06-15 -
] so DataSET1-checkmix 2010-06-15 -
] 42 DataSET1-230103 2010-06-15 -

Id v | Filename PDF | # spectra Description Date uploaded | Status
] st DataSET1-meohi, mzxML & 34s DataSET1-meohl 2010-06-16 -
L] s DataSET1-chackrmix. mziML & =82 DataSETL-chackrniz 2010-06-16
L1 42 DataSET1-230108, mzXML S 80 DataSET1-230103 2010-06-16

The status is refreshed regularly (every 2 minutes). Click on the Refresh button to refresh
manually.

Analysis list

Action || show hidden | > naw analysis \. Rafrash

Generate a pdf report from an analysis

From the Analysis list page, browse for the analysis of interest, and click on the pdf icon to
generate and export a pdf report.

1d v  Filename PDF | # spectra Description Date uploaded  Status
] st DataSET1-meohl.mzsML & ees DataSET1-meohl 2010-06-16 -
[] so DataSET1-checkmix, mzXML PSS DataSET1-checkmix 2010-06-16 -
[l 22 DataSET1-230109 mzXML PS5 =0 DataSET1-23010% 2010-08-16 -

The pdf report is divided into 4 sections:

- A description of the analysis, the search criteria and the reporting filters

- A chromatogram, annotated with the positions of the identified compounds
- The Library Search Result: The list of the identified compounds

- Identified Compounds: The matching spectra
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SmileMS Analysis Report 3. Identified Compounds
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For a more detailed description of the information displayed on the pdf report, see the “The
pdf reports” section.

The Analysis list page

The analysis page is located in the Analysis workspace. It is a central page where you can start a
new analysis, resubmit an analysis, view and search the list and status of already
submitted analyses, ask to open one or more results.

What information is available for each analysis?

The Analysis page provides the list of analyses available to be reviewed by a user in a table. A
user with user privileges will see only the analyses he/she has submitted. A user with
admin privileges will see all analyses. You can sort the analyses by clicking on the
corresponding column title.

Each analysis is represented in a line, and annotated with the following information:

- Id: a unique identifier attributed to this analysis;

- File name: The name of the processed peaklist file submitted to SmileMS.
When the analysis is successfully completed, click on the file name to open the
result view in a new tab;

- PDF: alink to the pdf report for this analysis;

- # spectra: number of MSn (MS2, MS3, ...) experimental spectra considered in
the identification process;

- Description: Description of the analysis;
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- Date uploaded: Date when the analysis was submitted;
- Status: Status of the analysis;
Owner: name of the user who submitted the analysis (only available for admin users).

Display/hide analyses

Hide analyses from the list. Select one or more analyses (use the checkbox) and choose hide in
the Action drop-down menu to remove them from the list.

Show hidden. Click on the show hidden check box to display all analyses.

Unhide analyses. Once the Show hidden check box is activated, you can select one or more
analyses and choose unhide in the Action drop-down menu to let them reappear in the
list.

You can choose how many analyses you wish to see displayed per page.

EENEEID
| Analysis || library || Administration

Analysis list

Action || show hidden | > new analysis Refresh

resubmit

PDF | #spectra Description Date uploaded | Status

380 DataSET1-U_14_0022 _Dilution_5 2010-07-12

' hide -
[ unhide J o 3EE DataSET1-L_14_0022 _Dilutien_10 2010-07-12 -
[w 320 DstaSET1-U14_0022_Dilution & @9z DataSET1-CheckMix 2010-07-12 -
[w] 20® DstaSET1-MeOH, mzkML A . DataSETL-MeOH 2010-07-12 -
Action menu

O €_090701134621. mzHML J 138z Resubmiszion (job 207) 2010-07-12 -

Selection

checkbox

Select how many
analyses to display
per page

Previous Mext | Jobs 1to 200 | Mumnber of analyses displayed per page : 200 |  Search analyses : ="

Search analyses

The search functionality allows you to restrict the list of displayed analyses to those matching
the search criteria. The search is applied to the Description and the File name fields.

Perform a resubmission

You can select one analysis and decide to resubmit it on another library and/or using different
search stringencies. As these criteria are defined in profiles, a resubmission means apply a
search on a dataset using another profile.

Select one (and only one) analysis; choose resubmit from the Action drop-down menu. A pop-
up wind opens where you can choose to select a new profile and change the Description.
By default, the proposed description is “Resubmission (job nn)” where nn is the analysis ID
to be resubmitted.
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Load Data

Drata Filesis)

Frofile | AB Forensic v |

Description Resubrmission [job 43)

Click an "Upload file" and selact ane file in peaklist
farmat [ rmz&ML, .mgf,  =df).

| > submit I x cancel |

Evaluate a result

Open a result, general description of the result page elements

Clicking on a result file name from the Analysis list page will open the result in a new tab. The
result page displayed by default contains the following elements:

- Descriptive information about the analysis (analysis identifier Id, Submission
Filename, Analysis Description, Selected submission Profile, Submission Date);
Mouse over a description to read a long text; long texts are cut to 255
characters;

- Actions on the result. Tolerance filters on molecular ion m/z and elution time
RT filters on Polarity and MS level ; Show unidentified spectra check box; result
pdf export icon;

- Chromatogram;

- Table of matched chemical compounds.
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senEED

Smi’eMS | Analysis | | Lbrary || Administration |

Analysis list 3
Id 3 | Filename: small_mix_lxq.mzML | Description: sxsmple Thermo LG | Profile: demo profile | Date: 2010-03-28
Filters : [V]m/2 0.4 Ds | [_|RT min | [|Polarity | [_|MSlevel | [ |Show unidentified spectra | | > apply || x reset B
Chromatogram &y i @, | resetzoom | [ ¥ rescale ] | spectum viewer |

4.0e+5

|
[

3.02+5 i
g
i
2 2.0e+5

1.0e+5 1

0.0s-16 A, A . A l ] V. SN

2 4 B 3 10 1z 14 16 18 20 22 24 26 28 30
Retention Tirme [min]
Chemical compound # Hits Scare Exp. RT Raf. RT Delta RT Exp.m/z Ref. m/z Deltam/z Ref/Exp iha

+ Flecainide 33 0.91 14,57 0,00 14.57 415.1500 415,2000 -0.0500 +2i+2
+ D4-Haloperidol [ ] 10 0.91 14,04 0,00 14.04 3804000 380,4000 0.0000 +2i+2
+ Paroxetine [ ] [ 0.91 13,81 0,00 13.81 330,2000 50,2000 0.0000 2042
+ Sotalol 10 0.91 5.96 0,00 5,96 273,000 2731000 0.0000 +2i+2
+ Da-chlorpromazine [ ] 14 0.90 16,24 0,00 16.24 322,1500 322,2000 -0.0500 +2/+2
+ Hydracortisone [ ] 3 0.89 2.74 0,00 7,74 263,2000 262,2000 0.0000 +2/+2
+ Zolpidem 4z 0.88 9.84 0.00 9,84 308.2500 208.2000 0.0500 +2/+2

The spectrum viewer element can be displayed by clicking on the spectrum viewer button or
the vertical bar with a “+” on the far right part of the page. The spectrum viewer contains
three elements:

- The spectrum match graph,
- The spectrum match annotation info tab,
- The Additional matches tab.
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m
i

NEEID

| Analysis || Library |- Administration |
Analysis list 3
1d 3 | Filename: smal_mix_lxq.mzXML | Description: sxampls Therma Lk | Profile: dema profila | Data: 2010-03-28
Filters : [V]m/z 0.4 Ds | [_|RT min | [_|polarity | [ |MSlevel | [ |Show unidentified spactra | (> apply | x reset b
Chromatogram & | & | resetzoom “ ¥ rescale H spectrum viever J reset zoom ¥ rescale
1
4 0e+s i Edperimantal spactrum
' 0.6
3.0e+5 1
- | 0.2
i . f — 1
3 2.0et5 r et fi o
Z 0.2
1.0e+5
0.6
G0e16 . E l [ S . N Rafarnce spactrum
2 4 3 & 10 1z 14 1& 18 20 2z 24 26 z& 30 0 100 200 300 400
Retention Tirne [rnin] miz [Da]
Chemical compound # Hits Scora Dalta RT  Exp.m/z | Ref.m/z Daltam/z Ref/Exp Info RS NTD
+ Flecainide a3 0.01 14,57 4151500 4152000 -0,0500 +2i+2 b
+ D4-Haloperidol ® o 0.91 1404 3004000 3604000 0.0000 +2i+z Spectrum name 1833 Flecainide
+ Paroxetine ® 0.91 13,81 3302000  330.2000 0.0000 +2r+2 Molecularion m/z  415.1500 4152000
+ Sotalol 10 0.91 5.96 2721000 2721000 0.0000 +2i+2 Precursorm/z 4151500 4152000
+ Da-chlorpromazine @ 14 0.90 1624 3221500 3222000 -0.0500 +2i+2 Retention time 14,57 0.00
+ Hydracortisone ® = 0.89 774 262000 FEE.2000 0.0000 +2i+2 Polarity  + 4
+ Zolpidem 4z .88 9.84 308.2500  308.2000 0.0500 +2i+2 s level 2 >
Intensity  1355583251953125 1.0
themical compaund Flacainide
cAs 54143-55-4
Synonyms H-Piperidin-2-ylmath
Library small dema
edit edit
L | J
show compoundin  PubChen

Evaluate a result

The Table of matched chemical compounds

The list of identified molecules is available in the Table of matched chemical compounds. Each
molecule is represented with:

its Chemical compound name,
a colored label to situate it on the Chromatogram,
the number of experimental spectra matching this compound (# Hits).

Additional columns display information on the best matching spectrum:

the Score,

the experimental retention time (Exp. RT),

the retention time of the corresponding spectrum in the library (Ref. RT),
the retention time difference between Exp. RT and Ref. RT (Delta RT),

the experimental molecular ion m/z (Exp. m/z),
the molecular ion m/z of the corresponding spectrum in the library (Ref. m/z),
the m/z difference between Exp. m/z and Ref. m/z (Delta RT),
The polarity and MS level for both reference and experimental spectra

(Ref/Exp),

A few columns are hidden when the spectrum viewer is displayed. (+2/+3
means that Ref. spectrum is a positive MS2 and Exp is a positive MS3).

SmileMS user manual

22

v1.2, May2011



As a Chemical compound can be identified with more than one spectra (# Hits> 1) click on the
“+” button to view details on all matching spectra for the selected compound. This will
expand the compound with additional lines, one per matching spectrum. Click on the “-“
button to hide the details.

Some columns of the table can be sorted. Click on the column title to sort them.

@m SmileMS calculates a score based solely on spectrum comparison. Its
calculation is based on a log-likelihood ratio, which means that it estimates the
probability that a spectral match is not random/false. Filters such as molecular ion
m/z tolerance and Retention time tolerance are applied as post processing to the
score calculation. The scores in SmileMS range from 0 to 1. 1 is the highest value.
These score values represent quality of match and are related to probabilities of
being correct. Acceptable thresholds for high-quality matches may vary depending
on the instrument, instrument acquisition parameters, library content and your own
stringency acceptance levels. According to the SmileMS algorithm that calculates
probabilities of correct matches, compounds displaying only a few signals (3 peaks or
less) might never get a high score, as the intrinsic “chance” of matching a random
spectrum is increased compared to a richer spectrum and thus, the probability of
being wrong is increased based solely on the spectral matching. Therefore, applying
molecular ion m/z filter and RT filter can be useful to validate those more difficult
compounds.

The Chromatogram

The Chromatogram displays MS or MSMS signal intensity as function of Retention time in
minutes. Identified spectra are labeled with colored spots. Each spot corresponds to an
individual fragmentation full-scan spectrum. Its color is associated with a Chemical
compound as displayed in the Table of matched chemical compounds.

Functionalities of the Chromatogram:

The Chromatogram has two main interaction modes: the browse mode and the zoom mode.
You can switch from one mode to the other by selecting the hand or the magnifier button

on the, respectively ( fel& ). The default mode is the browse mode

In the browse mode ([@1.%), place your mouse over a spot to open a pop up window with
matching information.
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10

Compound : Zalpidem

Score

=]

Ewperirmental RT [min]: 2.72
Reference BT [min]: .00
Euperirnental mfz: 202,2100
Referance myfz : 303.2000

iz

14

1g 1s

Retention Time [min]

Click on a spot to enlarge all spots of that compound, to add a square to that particular spot, to
show the corresponding match in the Table of matched chemical compounds, and if the
spectrum viewer is open, to show the spectrum match details.

thromatogram & | & | resetzoom | \ ¥ rescale J \ spectrum viewer resetzaom + rescale
T
a0a+s Ersrimansst zpactun
e
3.0e45
E] oz
g 0 Selected spot - R
1.0e45
L o6
0ete - i = A N o
2 4 & s 10 12 14 16 18 2 22 24 2 28 %0 o 100 300 400
Retantion Time [min] ol
chemical compound # Hits Score Delta RT By Ref.m/z Deltam/z |Ref/Ex, Info |gAddmonalmatchas,
- Flocainide a3 001 1433 4132000 e15.2000 oooon +2/4z |4 Experimental fhectrum Reference spectrum
051 14,19 45,2000 415.2000 00000 4242 Spactum name  TITLE= 1833 Flocsinide
0,51 14,57 4151500 415.2000 00500 42642 Molecularionm/z 15,1500 415.2000
0.51 14,02 4154500 415.2000 0,05 P 22 Procursorm/z 415150, 13,2000
051 1413 4151500 e15.2000 0000 4 it Retention time 14,57 0.00
a.51 14,3 4152000 e15.2000 00000 4zi42 |z Corresponding match | +
081 14,25 45,2000 415.2000 00000 4242 i 2
051 14,25 4154500 415.2000 00500 42642 Intensity  1355.563250953125 1.0
0.51 14,31 452000 4152000 00000 42042 chemical compound - I
a.s1 1413 4151500 e15.2000 00500 4342 cas
051 14,07 451500 4152000 00so0 442
Synonyms
0,50 14,08 45,2000 415.2000 00000 42042
library - dermo
0.50 14,30 454500 4152000 00500 42642
[ edit [ edit J
a.s0 14,68 4151500 e15.2000 00500 4342
a.50 14,3 a1s.as00 4152000 00500 42i42 .
Show compoundin  puChem
0.80 1441 45,2000 415.2000 00000 42042

Zoom: activate the zoom function (magnifier button). Drag over the region you want to zoom
in. Double-click on an empty region or click on reset zoom to zoom out to original

Chromatogram.
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Chromatogram ;!}_'j l reset zoom Jl T rescale ‘I spectrum viewer .
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Chromatogram l {'j ‘ &'Ih ]l reset zoom Jl T rescale ]l spectum viewer .
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0.0e-16 4

Retention Time [min]

The Y rescale button, when active (default) allows automatic rescaling of the Y axis of the
zoomed Chromatogram at all magnified states to the max y value of the current zoomed
in region. Inactivate it to leave the y axis scale to the full Chromatogram range.

Chromatogram l 4]_'; ‘ G‘«'& ]l reset zoom Jl ¥ rescale ]I spectum viewer .

4, 0=+5

30845 Y rescale button up:
Z original full unzoom
g e y scaling

1.0=+5

|
r |
0.0e-16 | - el W o
13 14 15 16 17 1s

Retention Tirne [rmin]

Show unidentified spectra: select the corresponding check box and click on the apply button to
display all fragmentation spectra acquired in the analysis. They will be shown as grey

spots.
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Filters : |£|m.f'z 0.8 Ca | |l’|RT -0.3 min I®mw unidentified spectra | | = apply || = resst

Chromatogram | 4}_') J @'\ ]l reset zoom J[ T rescale JI spectunm viewer .

1.2e+5 '

unidentified
spectra are
displayed as grey
spots

1.0e+5

&.0e+4

AlsuEgul

Z.0e+4 ’

4.0a+4 l

2.0e+4

0.0e-16 (I E=—r_" 41 m!g..-

iz 14 i3 ie i7 iz

Retention Time [min]

@Note: The chromatogram is created from the information available in the extracted
peaklist files. Each point of the chromatogram represents one MSMS scan. The time
of the acquisition is on the x axis and the associated intensity is either the intensity of
the precursor ion in the respective precursor spectrum or the TIC of the actual scan.
Therefore the chromatogram can be very similar or very different to a MSI1TIC or
BPC, depending on the acquisition conditions, criteria and information delivered in
the extracted peaklist file.

The Spectrum viewer

To open/close the spectrum viewer, click on the spectrum viewer button or on the vertical bar
(with the “+” or “-“ buttons) on the far right side of the page.

Once you have selected a spectrum match, either clicking on a spot on the Chromatogram or
on a line in the Table of matched chemical compounds, you can see a head to tail
representation of a spectrum match. The experimental spectrum is shown on top and the
reference spectrum (from the library) is shown on bottom. X axis is a m/z scale and y axis
represent signal intensities with values normalized to 1 on both axes.

Functionalities of the spectrum graph:

- Put your mouse over a peak to see its annotation. Actual intensities are
labeled.

- Zoom in by dragging a region on the graph. Use the Y rescale button to
automatically rescale the y axis of the spectrum to local maximum value.
Double-click on an empty region or click on reset zoom to zoom out to original
graph.
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The Info tab provides annotations to experimental and reference spectra, such as Spectrum
name, Molecular ion m/z, Precursor m/z, Retention time (in min), Polarity, MS level,
Chemical compound name, Chemical Abstracts CAS, Synonyms, Source Library name. A
link to NCBI PubChem Compound database (http://pubchem.ncbi.nlm.nih.gov/) will
search the database with the Chemical compound name and open the result in a new
browser window. This functionality is searching via internet and is only available if you
have access to Internet. Admin users have access to edit buttons that allow to either add
an Experimental Spectrum to a library or to modify the annotation for a Reference
Spectrum.

Info Additional matches

Experimental specthrum Reference spectum

Spectrum name 284754 Periciazineg
Molecular ion m/z ZEE.39E3 ZEE.1635
Precursor m/z FEE.3963 66,1635
Retention time .41 0.76
Polarity + +
M5 level 2 2
Intensity 173979.5 1.0
Chemical compound - Periciazine
CAS 2E22-26-5
SYnonyms
Library - AR SCIEX Forensic

| edit | edit |

Show compound in PubiChem

To add an experimental spectrum to a library (functionality restricted to admin users)

- Click on the edit button at the bottom of the Experimental spectrum column. The
editable fields are displayed in individual boxes. These are pre-filled with information
related to the spectrum. Some values are rounded in the normal display, such as
molecular ion m/z, precursor m/z, Retention time, Intensity. The complete value is
visible in edit mode. The name of the corresponding compound is automatically
filled. You can select the name of an existing library where the experimental
spectrum and its annotation will be saved.
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Info Additional matches

$pectrum name
Molecular ion m/z
Precursor m/z
Retention time
Polarity

M5 level

Intensity

Chemical compound
CAS

Synonyms

Library

Show compound in

F

peH I spectrum

222
271.1000061035156
271.1000061035156
QEBIIEIIIIIIIIII3
n

z

BE73I333.0

Hordiazepam

small demo

| cancel | add

e spectrum
Mordiazepam
2708730

270,8720

5.37

+

2

1.0

Hardiazepsm

i082-11-5

~ |bruker amazon

| edit

PubiChem

- Once you have finished the edition, click on the save button. The information will come
back to the original information and a popup windows tells you that the edited
spectrum is saved in the selected library

@Note: If you want to add a spectrum to a new library, you have first to create an
empty library in the library management and then add the spectrum to this newly
created library.

@Note: The fields CAS and Synonyms are associated with a chemical compound and

can only be edited in the library details view page.

To modify the annotation of a library spectrum (functionality restricted to admin users)

- Click on the edit button at the bottom of the Reference spectrum column. The editable
fields are displayed in individual boxes. These are pre-filled with information related
to the spectrum and the associated compound. Some values are rounded in the
normal display, such as molecular ion m/z, precursor m/z, Retention time, Intensity.
The complete value is visible in edit mode. You can decide to change the information
(adjust the molecular ion, adapt the Retention time to new chromatographic
conditions,

Info Additional matches

Spectrum name
Molecular ion m /z
Precursorm/z
Retention time
Polarity

MS level

Intensity

chemical compound
CAS

Synonyms

Library

show compound in

peri I spectrum

208
a84.2000
224,.2000
8.35

+

2

S.15093ZET

| edit

e spectrum
Quetiapine

384,098

384,098

4. 36713FIIIIIIIET
+

2

1.0

Guetiapine

111974-72-2

bruker amaZon

| cancel | update |

PubChem
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- Once you have finished the edition, click on the save button. The information will come
back to the original information and a popup window tells you that the edited
spectrum is saved in the selected library.

@Note: The fields CAS and Synonyms are associated with a chemical compound. Be
careful when changing this information as it will impact all other spectra associated
with the same compound name in the library.

The Additional matches tab provides information on alternative interpretations for an
experimental spectrum. Alternative spectra are displayed with the Chemical compound
name and matching score. This indicates whether there is a unique interpretation of a
given spectrum, or if there are potentially conflicting interpretations.

resetzoom ¥ rescale reset zoom ¥ rescala

expdimencel soscirum Exparimentsl spectrum

[u3 [

T e i

0.6 0.6

Feference spectrum FReference spectrum
0 Z0 40 &0 S0 100 120 140 160 130 200 220 240 280 280 300 0 100 200 200 400 500 600 700
mfz [Da] miz [Da]
Info Additional matches Info Additional matches

themical compound Score themical compound Score
Zolpidam 0.89 Clozapine 0.25

Zalpidem 0,63 Prazepam 0.22

Zolpidemn 0,66

Zolpidemn 0,41

Left: A good match, 3 spectra in the library matching Zolpidem only; Right: a bad match,
lower score best match, two conflicting molecules.

Using the filters bar

Functions available on the bar above the chromatogram and spectrum viewer can be used to
“manipulate” a result, i.e. to increase/decrease the tolerances applied to precursor m/z
and RT windows as well as browsing through unidentified spectra. Typically, this may help
to identify low scoring molecules, adducts, metabolites of molecules in the library and add
new spectra in a library.

Filters : [V|m/z 0.4  Da | [_|RT min | [|polarity | [ |MSlevel | [ |Show unidentified spectra | | > apply || reset)
The m/z, RT, Polarity and MS level filters: These filters can increase or decrease the stringency
of the result. By default, the values displayed for these filters are those of the submission
profile. You can change these values. Click on apply to activate the function. Unchecking
the check boxes will inactivate the corresponding filters. Comment: a negative filter value
is equivalent to an inactive filter.

@Note: m/z, RT, Polarity and MS level filters functionality is available to admin users
only. Regular users cannot change these values. For them the checkboxes are not
available and the values are displayed in a grey background.
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Filters : m'z min | Polarity | M5 level | | [Show unidentified spectra

| | = apply || = reset

The Show unidentified spectra functionality: Click on the check box and validate on the apply
button to display all unidentified spectra on the chromatogram. These are highlighted as
grey spots behind the chromatogram trace.

Filters : [Vjm/z 0.4 Da | ||RT in |@hnw unidentified spectra | (> apply |(x reset i)
[ e ra—— & | & || resetzoom J[ trescale | [ spectum viewer | resetzoom ¥ rescale
1
1.0e48 Expurimentad sefectrum
selected e
8.02+7 g
spectrum
FR— 5.2 | ‘
i grey spots for ; | Y TR R I |
z i ifi 0.z
+=v|  unidentified no derstcation
spots F N
. An al S . s vk
2 s B b 10 12 e b 20 40 &0 £0 100120 140 160 180200 %0 240 260 280 300 320
Retention Time [min] miz [Da]
e e #Hits | Score Delta RT iy Ref.m/z Deltam/z | Ref/E: Info | el unidentified
+ Desipramine 3 0.90 874 267.2000 267,185 00144 42042 Experimental spectrum Referenca epectrum
+ Diazepam [ ] £ 0.90 9,75 285,1000 285.0750 00210 +2i+2 Spectum name  TITLE= 194 no Reference
+ Olanzapine [ ] & 0.90 4.08 13,1000 3131482 -0.0482 +2/+2 Molecularion m/z 3282000 spectrum
+ Zolpidem 3 0.39 6.63 308.2000 308.1758 0024z 4242 Precursorm/z 3282000
+ D4-Haloperidal o - 0.38 825 380.1000 280.0074 00926 +2i+2 Retention time 7,65
+ Cocaine 3 0.7 648 304,000 04,1544 -0.0544  +z/+2 Polarity  +
+ Metamphetamine ® = 0.32 5.22 150.1000 150.127¢8 -0.0278 4242 Mslevel 2
+ Paracetamol 2 0.0 1.47 152.0000 152.0707 00707 42tz Intensity  5.595118867
+ venlafaxine ® - 0.30 014 278.2000 278.0000 02000 +2i+2

Chemical compound -
cas
Synonyms

edit
In the spectrum viewer the unidentified spectra are displayed with no reference spectra graph
and annotation (as there is no matching spectrum in the searched library for these).

An unidentified spectrum can be edited and added to a library (functionality only available to
admin users). The mechanism is similar to the edit mode for identified spectra (see
above). In the case of a spectrum that was not identified, a “-“ replaces the name of the
compound. The column reference spectrum remains empty.

Info Additional matches
peri I spectrum Ref e spectrum
Spectrum name | 101

Molecularion m /z
Pracursor m/z
Retention time

Polarity

M5 level

Intensity

Chemical compound
CAS

Synonyms

Library

218.29998779296875

318,29992779296875

10.7Z37EEEEEE66668

+
z

2217215E7

small demo -

cancel add

Generate reports from the results page

Click on the pdf icon on the filter bar to generate a report of the current result. You have the
choice between a standard report and a full report:
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The standard report provides a header with general information about the

analysis, a chromatogram, a table listing the
identified compounds (and corresponding
information for the best matching spectra) and for
each of them the corresponding pair of experimental
and matching spectra. The full report contains the
same information as the standard one and adds

Standard PDF
Full POF

detailed information about all matching spectra for each compound.

The results pdf reports

Here is a description of the information displayed in the pdf reports that can be generated from
the Results page and from the Analysis list page. Two types of PDF reports can be
generated: The Standard PDF and the Full PDF.

1)

Standard PDF: This report displays the list of the identified chemical compounds, a
representative chromatogram and spectral match details for each best matching
spectrum per compound and MS level, for a given analysis. It is the default report
available from the Analysis page and the one named “Standard PDF” in the result
page. This report is a multi-page report stored in an Adobe Acrobat PDF format. It is

divided into four sections:

a) A description of the analysis, the search criteria and the reporting filters
b) A chromatogram, annotated with the positions of the identified compounds

c) The Library Search Result: The list of the identified compounds

d) Identified Compounds: The matching spectra (the best matching spectral pair for

each compound)

Further details of the four sections:

...other spectra pages

a) A description of the analysis, the search criteria and the reporting filters:

a. Information about the Sample and submitted MS run: SmileMS JobID (Job ID
in the SmileMS server), File Name (name of the converted MS run submitted
to SmileMS), Date (of the submitted analysis), Sample Description, # spectra

(number of considered individual spectra).
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b. Information about the submission criteria and the reporting filters: Profile
Name (name of the submission profile), Library (name of the library/libraries
queried), Score threshold, Min # peak matches, Prec tolerance [Da] (m/z
tolerance on the molecular ion as set in the profile), RT tolerance [min]
(retention time tolerance as set in the profile), MS level filter (as set in the
profile), Polarity filter (as set in the profile), Report m/z filter [Da] (m/z
tolerance on the molecular ion as set in the result page), Report RT filter [min]
(retention time tolerance as set in the result page), Report MS level filter (as
set in the result page), Report Polarity filter (as set in the result page)

b) A chromatogram, annotated with the positions of the identified compounds: the
identified compounds are represented with an index number and placed at the
position of the best matching spectra.

c) The Library Search Result: The list of the identified compounds: This table displays each
compound in one line. The columns are: # (index number; this number is used to find
the compounds on the chromatogram), Chemical Compound (name of the compound
as stored in the library), Score (the best matching score for this compound), # Hits
(number of individual spectra matching this compound), Exp RT (experimental
retention time, in minutes, of the best matching spectrum for this compound), Delta
RT (Retention time difference between the value in the best matching spectrum and
the corresponding value annotated for the reference spectrum), Exp m/z
(experimental molecular ion m/z of the best matching spectrum for this compound),
Delta m/z (m/z difference between the value in the best matching spectrum and the
corresponding value annotated for the reference spectrum), Intensity (Intensity
associated with the best matching experimental spectrum)

d) Identified Compounds: The matching spectra. For each identified compound, The
name of the compound is shown, followed by a table that recalls information from the
corresponding line in the Library Search Result table. For the represented spectrum,
Score, Exp. RT, Delta RT, Exp. m/z, Delta m/z and Intensity are shown. This is followed
by a pair of spectra, representing the corresponding experimental spectrum (on top)
and its best matching reference spectrum (on bottom) for each MSn level. The
respective spectrum titles are displayed and information on experimental and
reference MS level and polarity is shown.

2) Full PDF: This report displays the list of the identified chemical compounds, a
representative chromatogram and spectral match details for ALL matching spectra per
compound, for a given analysis. It is the report named “Full PDF” in the results page.
The first 3 sections are the same as in the Standard PDF report. The last section
(Identified Compounds) includes not only one spectral pair per compound for each
MSn level but all pairs of spectra identifying the listed compounds. The tables in the
Identified Compounds section include as many lines as there are experimental spectra
matching the corresponding compound; for each of them there is a graphical
representation of a matching pair. This report can be very large and may take several
minutes to generate.
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3. Identified Compounds

Chemical Compound 1: Desipramine

Spectrum # Score Exp. RT Delta RT Exp. m/z Delta m/z Intensity

1 0.90 9.68 8.74 267.2000 0.0144 4446666.50
2 0.85 9.70 8.75 267.2000 0.0144 3633333.25
3 0.76 973 8.75 267.2000 0.0144 1320000.00

Visualize, modify, export and create spectra libraries

The Library workspace allows you to install new libraries, to visualize the content of a library
(compounds, spectra, spectra annotation), to modify the content of a library (compound
name, spectra annotation) and to export library contents.

s
ISek name : admin (admin)

ENEBIO

| Analysis || Lbrary || Administration |

Library list
| >newlibrary |

Library v | Description # compounds # spectra
small demo small demo library from different instruments 21 74
pabtest

Pesticides AB Sciex 547 2200

NISTOS nist_msms 08 2972 14791

Open a library

In the Library list page, the list of installed libraries is shown in a table format. Each installed
library is represented in a line with its Name, its Description, the number of chemical
compounds and the number of spectra it contains. Click on a library name to get more
details about this library. This opens a new tab labeled with the name of the library.

Visualize a library entry

Once you have opened a library tab, you can browse the content of the selected library. The list
of the chemical compounds is displayed in a table. Each compound is represented in one
line with its name and the number of spectra the library contains for that compound. The
list can be sorted by clicking on the Chemical compound column title.

To visualize more details about one compound, click on a compound name. The compound is
expanded and one line per spectrum is displayed with Spectrum name, molecular ion m/z
and MS Level.

Clicking on a spectrum name opens a spectrum viewer that displays the actual spectrum and
additional annotation information (such as Spectrum name, Molecular ion m/z, Precursor
m/z, Retention time (in min), Polarity, MS level, Chemical compound name, Chemical
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Abstracts CAS, Synonyms). A link to NCBI PubChem Compound database
(http://pubchem.ncbi.nlm.nih.gov/) will search the database with the Chemical
compound name and open the result in a new browser window. This functionality is
searching via internet and is only available if you have access to Internet. Click on the
PubChem link queries the NCBI PubChem Compound database
(http://pubchem.ncbi.nlm.nih.gov/) with the name of the Compound and opens a new
window with the results of the query. This functionality is searching via internet and is

only available if you have access to Internet.

SENEBID
Analysis
{ y:

library

Administration |

Library list demo for install 2

| Refrech |
Chemical compound # spectra

+ Acstaminophen 1

+ Benzoylecgonine 3

- Cocaine £l
Cocaine
Cocaine
Cocaine
Cocaine
Cocaine
Cocaine
Cocaine
Cocaine

+ D3-Chlorpromazine

+ D3-Clamiprarmine

+ D4-Haloperidal

+ Desipramine

+ Diazepsm

+ Flacainide

+ Hydrocortisone

+ MDMA

+ Metarmphetamine

+ Methadone

+ Metoprolal

+ ©lanzapine

+ Paracetarnol

+ Paroxetine

+ Risperidone

+ Sotalal

+ venlafaxing

L2 T T O T T N

+ Zolpidern

Modify a library entry

Spectrum name

m/z

304,15

304,15

304,15
3041
3041
2041
3041

304,15

MS level

MWW R RN RN

thamical compound
Spactrum name
Molecular ion m /2
Precursor m/z
Retention time [min]
MS level

Palarity

cas

Synonyms

Show compound in

| Export
resetzoom | [ ¥rescale

Fefarsnce spectrem

&0 80 100 1zo0 140 160 1is0
miz [Da]
Reference spactum #120711

Cocaine
Cocaine
3041544

304,1544

adit J | delete J

PubChem

You may need to change a spectrum annotation in a library, such as adjusting the Retention
time to your experimental conditions. You can change information about a compound in a
library if you are a user with admin privileges. Click on the edit button, make your changes
in the editable fields (Spectrum name, Molecular ion m/z, Precursor m/z, Retention time
(in min), Polarity, MS level, Chemical compound name, Chemical Abstracts CAS, Synonym:s,
Source Library name) and click on the save button to store the changes. All future queries
to this library will consider the new values.
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http://pubchem.ncbi.nlm.nih.gov/
http://pubchem.ncbi.nlm.nih.gov/

themical compound
Spactrum name
Molecularion m/z
Precursorm,/z
Retention time [min]
MS level

Polarity

cAs

Synonyms

Show compound in

reset zoom ¥ rescale

Paferencs soecrum

&0 20 100
miz [Da]
Reference spectrum #120711

1zo
Cocaine
Cocaine

304,1544

04,1544

S0-36-2 /
edit J L delete

PubChem

Chemical compound
Spectrum name
Molecular ion m/z
Precursor m/z
Retention time [min]
S level

Polarity

CAS

Synonyms

Show compound in

resetzoom ¥ rescale

Reference spectrum

&0 a0 100
myfz [Da]
Reference spectrum #120711

120

Cocaine
Cocaine
04,1544
304,1544
0.816

z

+
S50-36-2

save | cancel |

PubChem

As you can add multiple synonyms to a compound, a dedicated pop-up window opens when
you select to edit the Synonym:s field.

Edit synonyms
rnethyl (1R,2R,35,55)-3- (b
rmethylbenzoylecgoning

@ Additem
=ok || xcancel

@Note: Most of the annotations are associated with a spectrum (Spectrum name,
Molecular ion m/z, Precursor m/z, Retention time [min],MS level, Polarity). However,
information such as Chemical compound, CAS number and Synonyms is associated
with a chemical compound. Therefore, when one of these fields is edited, this is
reported to all spectra belonging to the same Chemical compound.

Export a library

You can export the list of compounds and the number of associated spectra in pdf format.
From the library tab, click on the pdf icon.

You can export a complete library in SmileMS xml format. Click on the Export button. This
functionality is restricted to admin users.
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Upload/create a new library

As user with admin privileges, you can import a spectrum library into SmileMS or create a new,
empty library and add manually spectra to it.

@Note: To search this newly installed library, don’t forget to associate it with a profile.
See the section “Search the newly installed library” at the end of this section

In the Library list window, click on the new library button to prepare for the installation of a
new library. A pop-up window appears for you to enter a Name and a Description. While
creating a library, you can choose to add spectra to this library by importing data from a
library file or to create an empty library and then add spectra manually from the result
pages. If you want to create an empty library select no;

Mews library

Marne zrmall-dbol

Crescription zrmall test

Lo wou want to import
spectra from a library file?

l = create JI x cancel J

zrnall-db01 created: O spacra

A pop-up appears that says the library is created. You can add experimental spectra to this

library from the edition fields in the results pages. See the Spectrum viewer section for
more details.

If you want to import spectra to the newly defined library select yes;
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New library

Marne zrnall-db0l

Cescription srnall test db

Lo you want o import (») yes
spectra from a library file?

I\_r’l na

l Upload library file | size (bytes): 115,296 (complete]

[ > create Jl x cancel |

You are asked to upload a library file. Browse your computer for the library to be imported and
click Upload library file. Once uploaded, click on create to create the library in SmileMS.

MNew library

Marme

Cre=cription

Lo wou want to import
spectra from a library file?

processing library...

A progress bar appears and the interface is blocked for other actions during the library
preparation step. This might take a few minutes or up to over an hour, depending on the
number of spectra in the library to upload. At the end of the process, a completion pop-up
window appears, containing the name of the library and the number of stored spectra.
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zrnall-db01l created: 44 zpackra

The library is then visible in the Library list page. It is then ready to be visualized and to be
added to a submission profile.

@Note: SmileMS can read the following formats:
- AB SCIEX .clq format and Analyst .mdb library
- Bruker .library format
- NIST .sdf (when uploading a .sdf file, you will be prompted to choose between a
regular NIST .sdf format or a Maurer sdf format (.sdf format with specific fields to the
Maurer LC-MSMS library).
- SmileMS XML library format
Other formats can be converted into one of the above using export functions from your
preferred Acquisition software or using the nist2lib.exe program as available in the
NIST MSSEARCH software package.

@Note: SmileMS does not query and therefore does not store MS1 spectra in its
database. Only spectra labeled with a MS level 2 or higher are imported in SmileMS.

B

%Troubleshoot: The library installation never ends: the screen remains for ever with the
progress bar and does not pop up the finished window.

- The installation is still running. Some libraries might need long installation time (up
to 3 hours for NIST_MSMS depending on your computer. Just wait longer. You can
alternatively also open the windows task manager and see if a postgres.exe process
is running

- The installation went out of memory. Stop the smstomcatw service and increase
the memory allocated to Java (see section “How to change memory”).

Search the newly installed library

In order to search the newly installed library, it needs to be defined in a profile. Go to the
Administration > Profile manager section and either create a new Profile that searched
this library or replace/add this library to an existing profile. See more details in the Profile
manager section in the Administration page chapter below.
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Install a NIST binary formatted library

This section describes how to convert a library in a NIST binary format into a SmileMS readable
format and to install this library in SmileMS.

Prerequisites

The prerequisites for the procedure are:

- A SmileMS server already installed
- lib2nist.exe application that is part of the NIST MSSEARCH software package

Overview of the procedure

The update procedure consists in:
- Convert a library from a NIST binary format to a .SDF format
- Import this converted library to SmileMS

- Add this library to a submission profile

The procedure

Convert the NIST binary formatted library to a .SDF format
1. Open lib2nist.exe. The program is by default in

C:\Program Files\NISTMS\MSSEARCH directory

2. Select the library to convert, click Open

onvert M braries or Datafiles to M or HP AMP Forma Ll

Wl Select Input MS Library or Datafile J
Outpd Drives: Path: J

|g [-C] j |C:4Pragriam Files\NISTMSAMSSEARCHY
Inp

| k. - TEXTSAMP MSP

ﬁ MS2MS3ME 3 wh_pol_switch SDF “ UNENDWH MSP

v nist_msms. SOF || USERDEMOMSP

bl STRUSAMZ.SDF oMM e s whr pol seitch
ﬁ STRUSAMP.SDF i
“ COCAIME MSP
] rist_msmz b SP
“ SAMPLIB.MSP W MISTDEMO

“ SYMOM MSP [ Backup-5-21-2010-22-16-22

[REPERED

< l >
1 [HPUb(*L). Test [*SDF. * MSPL NIST Libl**) ~] [open | cencel | |=]
Add Input Libraries/Files | Esit |
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3. Select the library in the Convert MS Libraries or Datafiles to NIST or HP JCAMP Format
window; make sure that the options include the following checkboxes: Include synonyms,
Keep IDs unchanged, MS/MS spectra only.

5-5:7_ Convert MS Libraries or Datafiles to NIST or HP JCAMP Format

MIST Library C:\Program FilzshMISTMSAWMSSEARCH

Options

— m¢z Rounding in Input File 0
Mulkiply m#z in imported spectra by

|-|— Cancel |

and round ta the nearest integer
Example: [CHZ]n corection iz 099288

Optional

I

How to Produce Output

. v Include Synonyrms
Add fallowing term to all
m#z before rounding [¥ Keep IDs unchanged

ID— I~ M from chem. formula

¥ MS/MS spectra only

Optionz I Uze subset |= Define Subset || ||SDFiIe [.SDF) ;I
Add Input Libraries/Files | Corert | E it |

4. Select SDFile (.SDF) as output format

5. Click on Convert

Convert M5 Libraries or Datafiles to NIST or HP JCAMP Format

MIST Library IC:\Plogram Filez\MISTHS\MSSEARCH J L
Output IE:\Plogram Files\MNISTMS\MESEARCH J

— Input Libraries or Text Files MIST M5 Uzer Libraries

Converting...

C:\Program Filzs\MISTMSAMSSEARCHAWMS2MS3ME3_wh pol_switch

llll Cancel I

< | 3 | (]
How ta Produce Output Output Format————————
Dptiohs | se subset [~ Define Subset ISDFiIe [.SDF) LI
Add Input Libranies/Files | Canwert | Exit |

6. The converted .sdf file is located in the same directory as the source file.

Upload the converted library to SmileMS

7. InSmileMS log in as user with admin rights (for instance the default admin user)
8. Goto the Library workspace

9. Click on the button New library, give a name, a description, and select yes to the
guestion “Do you want to import spectra from a library file?”
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New library
Marne my library

Cescripkion  this is my library

Do you want to import  (a) ypes
zpecra from = library file?
O ne

| upload library file |

| xcancel |

10. Upload the newly created .SDF file

11. Click on create. The upload might take a few minutes to more than two hours,
depending on the format and the number of spectra in the library.

12. At the end of the process, a pop-up window appears that provide the number of
spectra imported for this library

Add the library to a submission profile

To search the library with SmileMS you need to associate it with a submission profile.
13. Go to Administration > Profile manager

14. click on the New profile button to create a new one or select an existing profile to edit
it
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Edit a submission profile

Marme  my new profile
Description  search my new library

Precursor talerance [Da] 1 (Activated:

B

Retantion time talerance [min] [activated: [ | )
Min score threshald 0.3
Min # of pesk matches |0

shared profile [

Libraries  Available library Selected library

pab test =
Drug_Screen_BP
testAl v

ko
Drug_Screen_BP
pab test export impor

Update

15. Edit the information. Drag the library (libraries) to be searched from the Available
library to the Selected library boxes

16. Click on Update. The submission profile is available from the new analysis function.

Administration page

Users

The user management system is the part of the administration workspace that allows to:

- List existing users,

- Update user definitions (Password, First name, Last name, Email address,
Default format, Default profile),

- Add new users.
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name : admin (admin)

ENEBIO

| Analysis || Lbrary || Administration |

Profile g User gurati License

admin

demo Username Georges

o
o
£
H
a

Y

Email address  georges@monis .com
Default format | AB SCIEX v |
Default profile | Forensic v

Admin rights ]

@Note: Users can define a default format. This is the data format that is by default
selected when starting a new analysis from the Analysis list page (Peaklist, AB Sciex,
Agilent, Bruker, Thermo, Waters).

@Note: Users can define a default profile. This is the profile that is by default selected
when starting a new analysis from the Analysis list page. Default profiles are used in
various integration processes. Typically, they are used to ensure the use of a unique
profile throughout technicians of a laboratory.

@Note: administrators can access all functions, whereas standard users can only view
and modify their own parameters.

Profiles manager

The profiles manager is the part of the administration workspace that allows you to manage
submission profiles. A submission profile is a set of parameters that SmileMS uses to
perform identification. This includes for instance the library to search, the tolerances to
apply to molecular ion m/z and retention times, minimal score threshold. The profile
manager window allows to:

- List and modify existing profiles,
- Add new profiles.
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m
i

ENEBIO q @
| Analysis || Lbrary || Administration | i

Profile manager ~ User  Server gurati License

Name Description Score Prec [Da]  RT [min] | Min # peak matches | Shared Owner

demo profile submission paramef ters ford 0.3 0.4 deactivate true admin
admin

admin

cti

CURML CURML small lib 0.3 0.7 deactivated

Forensic AB Sciex Forensic 0.3 0.7 deactivate:
cti

NIST 0.3 0.8 deactivate: admin

Stringent RT 0.3 0.8 0.4

-

t

t

t

false admin
Pesticides 0.4 deactivated deactivated true admin

| © Newprofile |

@Note: administrators can see and edit all profiles whereas standard users can only
edit their profiles. They can however see and use their profile as well as shared
profiles.

Click on the New profile button to create a new profile or click on an existing one to edit it.

When creating a new profile or modifying an existing one, users can enter information
regarding:

1. Profile Name
Profile Description
3. Shared profile : makes this profile visible to all users.

g

4. Precursor tolerance [Da]: this value limits scoring results to those having a
precursor m/z difference above this threshold. This filter can be deactivated
using the corresponding checkbox.

5. Retention time tolerance [min]: this value limits scoring results to those
having a retention time difference above this threshold. This filter can be
deactivated using the corresponding checkbox.

6. Polarity filter: this value limits scoring results to those with experimental and
corresponding spectra having the same polarity

7. MS level filter: this value limits scoring results to those with experimental and
corresponding spectra having the same MS level (i.e. both MS2, both MS3)

8. Scoring: choose between a standard scoring that performs matching with low
mass accuracy fragmentation spectra; and a scoring that performs matching
with a high mass accuracy filter for the fragmentation spectra. The
corresponding tolerance is given in Da. The High mass accuracy tolerance can
be defined in the server configuration tab of the Administration workspace.

9. Min score threshold : this value limits scoring results to those having a score
above this threshold.

10. Min # of peaks matches : this value set the minimal number of MS signals to
be paired in a match between an experimental and a library spectrum. This
implies that the scoring engine only considers matches that show this
minimum number of shared m/z values.

11. Libraries : Select one or more libraries to be searched. Drag and drop libraries
from the Available library box to the Selected library box.
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Edit a submission profile

Marme Pesticides HMA

Crezcription

Shared profile |£|

Precurzor tolerance [Da] 0.01 [Activated: IL{I 1
Retention time tolerance [min] (Activated: | | ]
Polarity filter | |
MS level filker | |

Scaring i High mass accuracy v Tolerance on fragrments [Da]

Min zcore thrashald 0.2

Min # of peak matches u]

Libraries  Awvailable library Selected library

small dermio * | | Pesticides S&00
amazZon Toxlib 00
AR Forensic

test pab

PRRRT n

Update

@Note: to select a library, drag its name from the “Available library” list and drop it in
the “Selected library” list.

Server Configuration

The server configuration is the part of the administration workspace that allows setting server
variables:

- Default profile: a default analysis profile for the server. This profile will be used if a newly
created user has no personal default profile.

- Tolerance in high mass accuracy scoring [Da]: the default tolerance value to consider to
match peaks in fragmentation spectra for the High mass accuracy scoring
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Profile manager User Server configuration License configuraton

Server variables

Default Fer'FiIE L pmﬁle for denio - J
Tolerance in high rmass accuracy scoring [Da] 0,04
Update

@Note: default profiles are used in certain integration processes. Typically, they are
used to ensure the use of a unique profile throughout technicians of a laboratory.

License configuration

The license configuration is the part of the administration workspace that is used to to obtain
information about the currently used license or to renew it.

The About tab shows :

- The current version number of SmileMS,
- Alink to the license agreement,
- General information and copyright about GeneBio.

About License information

Version number 1.1.12 Licenze agresment

Copyright notice far SmileMs

SrmileMs is developed by Geneva Bioinformatics [(GeneBio) 5.4,
Al intellectual properky rights on SrmileMS belong to GeneBio,

Copyright @ 2010 GeneBio - All rights reserved,
Fenaebio

25, Avenue de Charmpel

CH-1206 Geneva

Switzerland

WGENEBIO

The License information tab shows:
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- The Host id of the computer on which SmileMS is installed: this number is
required for all interaction with GeneBio and the customer support,

- Anoption to renew a license,

- A summary of the license scope.

About License information

Host id 16770424

Renew license Upload file

Statusz for @ =rank. submizsion
Vendor @ unknaown

rmdata ¢ 12,08, 2010

hostid + 16770424

counted ! uncounted

version @ 1

davs 1 30

licence.type : permanent

How to renew a license?
You need to renew a SmileMS license to continue to use SmileMS after the trial period is

expired, or to install a permanent license if you have purchased SmileMS.

You need to contact GeneBio and provide your Host id. You will receive an email that includes a
license (.lic) file.

Once you have received and saved your .lic file on your computer, simply click on Upload file
and select your newly saved .lic file. This automatically renews your current SmileMS
license.

Automate submission to SmileMS or integrate with their party
software using the SmileMS submission module

The SmileMS submission module is a separate piece of software that allows to:
a) Perform submission to SmileMS in a command line mode
b) Configure an automatic submission to SmileMS at the end of a MS analysis on
Thermo Fischer instruments via Xcalibur
c) Allow an integrated solution with Bruker amaZon instrument control
This module interact with SmileMS via a web protocol and can be installed either on a
computer where SmileMS is also installed on a computer that is remote and can
access SmileMS via the web.

If you are interested to install and use the SmileMS submission module, please contact us
at smilems@genebio.com
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Backup / restore SmileMS

It is possible to backup the full content of SmileMS for archiving purposes and restore it later if
needed.

How to Backup the content of SmileMS

The procedure to backup SmileMS

- On the SmileMS computer create a directory where you want to store a SmileMS backup.

- Copy the content of the C:\Program Files\SmileMS\backup directory (or where SmileMS is
installed) in this newly created directory.

- Go to this directory and double-click on the sms_backup.bat file

What happens during a backup procedure?

SmileMS is stopped, a subdirectory is created, the sms_restore.bat script is copied in this
subdirectory, a dump of the SmileMS database is created and all of the data directories
are also copied in this subdirectory. Then SmileMS is started again.

How to Restore the content of SmileMS from a backup

The procedure to restore the content of a backup

- Go to the directory containing a SmileMS backup.
- Double-click on the sms_restore.bat file.

What happens during a restore procedure?

SmileMS is stopped, all data, libraries, user definitions, profiles, etc. from the active
SmileMS are deleted and replaced by the information on the backup. Then SmileMS
is started again.
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What'’s new, release notes

Here are summaries of new features and main corrections.

Version 1.2.3

- Full support for high mass accuracy instrumentation using a high mass accuracy
scoring

- Improved performances for the chromatograms and spectrum viewer

- Filters for MS level and polarity

- Bug fixed to handle spectra with no precursors information, with negative m/z and
intensities

Version 1.1.26

- Support for Windows Vista and Windows seven 32 bits.

- SmileMS works with all Latin characters OS.

- Backup-restore procedure: the functionality is available in the installation package.

- Support of raw and processed data improved (handle spectra without precursor
m/z, with negative intensities, with negative m/z, with no peaks).

- Analysis and profiles: added filters for polarity and msLevel.

- Analysis list: improved speed of job list if a lot of jobs available.

- Analysis list: improved search functionality.

- PDF exports improved.

- Time out better handled.

- Library parsers more efficient and bug fixed.

- Fixed: double login required in some installations and after time out.

- Automation of submission to SmileMS from Xcalibur software via the SmileMS
submission module.

Version 1.1

- Spectral and compound level parameters are extended. Support for polarity,
precursor m/z, msLevel, CAS numbers, Synonyms. Library parsers adapted.

- Analysis list page: added Owner column.

- Analysis performances: improved handling of memory during identification and
library creation.

- Results,Table of compounds: added a polarity-msLevel column for both Ref and Exp
spectra.

- Results, Additional matches tab: fixed missing hits when m/z filters inactive.

- Library list and details pages: improved

- Library: possibility to “delete” a spectrum from a library.

- Library: opening details on a library is accelerated.

- Library: allow the creation of a library from a mzXML file.

- Administration: owner column added in Profile manager page.

- Administration, profile manager: added checkboxes to activate/inactivate RT and
m/z filters; profiles with no library not allowed.

- Administration: possibility to define a default format and default profile for each
user.

- Administration: fixed errors of license management.

- PDF exports improved.
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Patch 1.0.284

- fixed: AB SCIEX (Analyst) .mdb formatted libraries having entries with no spectra
failed to install

Patch 1.0.283

- fixed: extended demo license demo sometimes not validated

Patch 1.0.282

- fixed: bug for unsorted m/z in .mdb libraries
- fixed: parsing of mzXML where intensities are in scientific writing

SmileMS user manual 50 v1.2, May2011



Index

Additional matches, 29
Administration, 14
Administration page, 42
Analysis, 14

Analysis list page, 18
backup, 50

Backup and restore SmileMS, 49, 50
Chromatogram, 24
Configuration settings, 10
Create a library, 36
Export a library, 35

file formats, 15

filters, 29

firewall, 10

hide analyses, 19
installation, 8

Library, 14

Library list, 33

License configuration, 48
m/z and RT filters, 29
memory, 10

Modify a library entry, 34
new analysis, 14

New analysis, 14

new library, 36

pdf report, 17, 31

Profiles manager, 43

proxy, 10

PubChem, 34

Refresh, 17

restore, 50

resubmission, 19

result page, 20

Search analyses, 19

Server configuration, 47

Show unidentified spectra, 30

spectra libraries, 33

Spectrum viewer, 26

Start SmileMS, 12

Systems Requirements, 7

Table of matched chemical compounds,
23

uninstall SmileMS, 12

Upload a library, 36

user types, 12

Users administration, 42

SmileMS user manual

51

v1.2, May2011



