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Chapter 1 Technical Aspects



Chapter 1. Technical Aspects



1.1



System requirements



In order to get the best experience of the Future Generics Online Database, the following requirements have to be fulfilled.



1.1.1



Screen



The Future Generics Online Database is best displayed on screen with a resolution of minimum 1024 x 768.



1.1.2



Browser software



The Future Generics Online Database has been tested on the following browser software and operating software: Software Microsoft Internet Explorer 7 Microsoft Internet Explorer 8 Microsoft Internet Explorer 9 Microsoft Internet Explorer 10 Microsoft Internet Explorer 11 Mozilla Firefox 29 Google Chrome 35 Opera 22



System Microsoft Windows Microsoft Windows Microsoft Windows Microsoft Windows Microsoft Windows Vista SP2, 7 SP1 Vista SP2, 7 SP1 Vista SP2, 7 SP1



XP XP XP XP XP



SP3 SP3 SP3, Vista SP2 SP3, Vista SP2, 7 SP1 SP3, Vista SP2, 7 SP1



Note the following limitations and restrictions: ˆ Microsoft Internet Explorer 6 is not supported and the Future Gen-



erics Online Database is not working properly with this software; ˆ Mozilla Firefox below version Firefox 29 are not supported, but are expected



to be usable without troubles from version Firefox 8; ˆ Google Chrome before version Chrome 35 are not supported. ˆ Opera before version Opera 20 are not supported. ˆ Apple Safari on Microsoft Windows Internet Explorer 11 Modern UIApp



are not supported.
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1.2. Request an account and first login



1.1.3



ActiveX



If you like to proceed to Structure Search with Internet Explorer and via copying pasting from your own structure drawing software, an ActiveX plugin needs to be installed on your computer system. Administrative rights for the installation might be required.



1.1.4



Java



The Java Runtime Environnement is required when using the Structure Search feature with the online structure drawing applet. Java Runtime Environnement 7.0 update 60 or above is required and needs to be installed on your computer system prior using the Future Generics Online Database. Administrative rights for installation might be required. Java Runtime Environnement 6.0 update 21 upto Java Runtime Environnement 7.0 update 51 are not supported but the Applet is expected to be usable without troubles.



1.2



Request an account and first login



1.2.1



Getting an account



Accounts are provided by B & A when the subscription fees have been paid. B & A send the account’s details to each user and to the subscription manager. Any person can request an account for accessing one of our database either via its company’ subscription manager, if the company is already subscribing, or by using the online form available from the “HOME” page of the Future Generics Online Database (http://www.futuregenerics.com).



ˆ Use the link available in the ‘A request?’ area. A contact form will be



displayed (Figure 1.1, page 8).
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Figure 1.1: Home page, your request ˆ Select ‘Request a trial’ if you like to test our databases or ‘Contact us’ if



your company is already subscribing and you like to get an access. ˆ Select which product type your request is about: BIC, CCT (Conceptus)



or FGD. ˆ Fill your name, email and company name. ˆ Add a message if you like. ˆ Click on ‘Send’.



Becker and Associates will contact you as soon as possible.



1.2.2



First log



The Future Generics Online Database is located at the URL http://www. futuregenerics.com web address.
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1.3. Software Specific Settings



1.3



Software Specific Settings



1.3.1



Browser software Webpage Refreshing settings



To get the correct experience when browsing the data of the Future Generics Online Database, the Internet Browser software should refresh the web page at each visit. Specific options settings might be required. The procedure is illustrated using Internet Explorer, but is similar for Internet Explorer 7 to Internet Explorer 10, and ChemDraw Ultra, but is similar to any other chemical drawing software such as ChemDoodle or Isis Draw for example.



ˆ Open the Tools menu, ˆ Choose Internet Options ˆ Select the ‘General’ tab ˆ In the ‘Browsing history’ section, click on the ‘Settings’ button (Figure 1.2,



page 10) ˆ Make sure that the option ‘Check for newer versions of stored pages Every



time I visit the webpage’ is selected (Figure 1.3, page 11).
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Figure 1.2: Microsoft Internet Explorer Internet options, General tab
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1.3. Software Specific Settings



Figure 1.3: Microsoft Internet Explorer, Refresh webpage at each visit option
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Chapter 2. Search Capabilities



2.1



Search Method 1: Simple Search



This section is under work and will be released soon.
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2.2. Search Method 2: Substructure Search



2.2



Search Method 2: Substructure Search



2.2.1



Introduction



The second search method available is the Substructure Search. This powerful method allows you to identify product or intermediate target by simply drawing part or complete chemical structure. Depending on your computer, specific system configuration, described in the following sections will be required. Three Substructure Search modes are available. This guide shows the procedures on a Microsoft Windows 7 SP1 system. However, the procedure described is equivalent on other Microsoft Windows operating system. The case of Microsoft Windows 8 Update 1 will be treated at this end of this chapter (see page 45). To date, Apple MacOS X are not supported (see page 45).



2.2.2



Three modes available



Three modes or methods are available to carry out Substructure Search:



ˆ Mode 1: Microsoft Internet Explorer browser software, the Active



X technology enabled and your own Chemical Structure Drawing Software Microsoft Internet Explorer is the required Internet Browsing Software and the Microsoft Active X control must be enabled. Chemical structures are drawn with your own drawing software, such as ChemBioDraw, Isis Draw, ChemDoodle. ˆ Mode 2: Any supported browsing software, the Java technology



enabled and your own Chemical Structure Drawing Software Lot of different browsing software, such as Mozilla Firefox, Opera or Google Chrome can be used with the Java technology (see the system requirements page 6). The Java Runtime Environnement must be installed and enabled.
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Figure 2.1: Substructure Search, First Time Use Chemical structures are drawn with your own drawing software, such as ChemBioDraw, Isis Draw, ChemDoodle. ˆ Mode 3: Any supported browsing software, the Java technology



enabled and the online Chemical Structure Drawing Applet Lot of different browsing software, such as Mozilla Firefox, Opera or Google Chrome can be used with the Java technology (see the system requirements page 6). The Java Runtime Environnement must be installed and enabled. Chemical structures are drawn using an online Java Applet provided.



2.2.3



Systems Requirements



All system requirements are described in the 1.1 section on page 6. Specific configurations required for the Substructure Search features will be described to the section 2.2.5 on page 17.



2.2.4



First Time Substructure Search



The first time you will navigate to the Substructure Search page, a message reminds you that you need to select the mode you like to use to carry out Substructure Search (Figure 2.1, page 16). First of all, navigate to your profile page by clicking on the “My Account” link at the right of the page title bar.
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2.2. Search Method 2: Substructure Search



Figure 2.2: Substructure Search Mode Selection



Once the page loaded, scroll down until the ‘Substructure search [informations] section (Figure 2.2, page 17). Select the desired mode by clicking on one of the radio button on the left of each mode title. Memorise your choice by clicking on the “Update” button on the bottom right of the ‘Substructure search [informations] section. A confirmation message will be displayed. Each time you will carry out a Substructure Search, the selected mode will be used. You are able to change at any time the selected mode by coming back to this page and repeating the procedure described in this section.



2.2.5



System Configuration



In order to carry out Substructure Search with the Future Generics Online Database, some configurations described in this section may need to be set on your system.



17



Chapter 2. Search Capabilities



Figure 2.3: Active X installation warning message



2.2.5.1



ActiveX Technology



The first time you activate the Substructure Search webpage with Mode 1 selected, Internet Explorer asks an authorisation for installing the Active X (Figure 2.3, page 18). Clicking on “Allow” will authorise the installation of the Active X plugin on your user account. You need to authorise it only once, the Active X is now available for all the search you will carry out.



2.2.5.2



Java Technology



Before using Mode 2 or Mode 3, configuration of Java is required to optimise the experience with the Substructure Search in our online databases. The following steps describe the configuration of an exception for the URL of the Future Generics Online Database, which needs to be carried out the first time you select either the Mode 2 or the Mode 3.
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2.2. Search Method 2: Substructure Search



Step 1: open the Java Control Panel by selecting the Java option in the Menu Control Panel (Figure 2.4, page 20 and Figure 2.5, page 21); Step 2: open the “Security” tab by clicking on the corresponding tab name (Figure 2.6, page 21); at the bottom is located the “Exception Site List” section; Step 3: open the “Exception Site List” windows by clicking on the “Edit Site List. . . ” button (Figure 2.7, page 22); check in the list that the “http://www.futuregenerics.com” URL is not set already. If you locate the URL in the list, Java is correctly configured and you can quit this procedure by clicking on the “OK” button and start using the Mode 2 or Mode 3 of the Substructure Search feature. Step 4: to add an URL in the list, click on the “Add” button (Figure 2.8, page 22); Step 5: set the http://www.futuregenerics.com URL in the location area (Figure 2.9, page 22) : the red question mark sign changes into a open lock sign; Step 6: confirm the new exception by clicking on the “OK” button. A warning message appears asking you if you accept to add an exception for an HTTP location in the exception list (Figure 2.10, page 23). Confirm by clicking on the “Continue” button; Step 7: the “http://www.futuregenerics.com” URL appears now in the “Exception Site List”. Confirm all the configuration by clicking on the “OK” button.
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3 2



1 Figure 2.4: Open the Java Control Panel
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2.2. Search Method 2: Substructure Search



Figure 2.5: Java Control Panel Interface



Figure 2.6: Java Control Panel Security Tab
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Figure 2.7: Java Exception Site List



Figure 2.8: Java Exception Site List: add a new exception



Figure 2.9: Java Exception Site List: Future Generics Online Database URL set
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2.2. Search Method 2: Substructure Search



Figure 2.10: Java Exception Site List: Warning message



Figure 2.11: Future Generics Online Database URL exception set
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2.2.6



Mode 1: Substructure Search with Internet Explorer and ActiveX



Substructure Search with Mode 1 selected requires Microsoft Internet Explorer and the Active X technology enabled and configured (see section 2.2.5.1, page 18). Structure drawing are prepared with your own Chemical Structure Drawing Software, the one you are used to. First, navigate to the Substructure Search page by clicking on the Substructure Search menu on the title bar, then follow the procedure displayed (Figure 2.12, page 25).



Step 1: Use your usual drawing software, draw the structure to be searched (Figure 2.13, page 25). Step 2: Copy the structure to the clipboard (Figure 2.14, page 26) Step 3: Import the structure from the clipboard (Figure 2.15, page 26). A message “Structure imported” confirms the success of the process. In case this confirmation does not occur, check the correct configuration of the Active Xplugin (see page 18). Step 4: Select the target (Figure 2.16, page 27): You can choose to search for an Active Ingredient (Product) only, an Intermediate only or for both at the same time. As an example, the option “both” was selected. Step 5: Launch search (Figure 2.17, page 27). A message “Running” indicates that the search is ongoing. Depending on the target chosen and the complexity of the structure searched, between several seconds up to several minutes may be required. During this time, the website may look like nothing is happening or like the system crashed. Wait until either a result list appears (Figure 2.18, page 28) or a message lets you know that no results were found (Figure 2.19, page 28).
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2.2. Search Method 2: Substructure Search



Figure 2.12: Substructure Search with Mode 1 selected: Start page



Figure 2.13: Structure draw, with ChemDraw Ultra as example
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Figure 2.14: Structure transfer into the system clipboard



Figure 2.15: Structure import into our database website
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Figure 2.16: Choice of the target



Figure 2.17: Substructure Search launch
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Figure 2.18: Substructure Search Results List



Figure 2.19: No results
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2.2.7



Mode 2: Substructure Search with the Java technology enabled and your own Structure Drawing Software



Substructure Search with Mode 2 selected requires the Java Runtime Environnement to be installed on your system and configured (see section 2.2.5.2, page 18). Structure drawing are prepared with your own Chemical Structure Drawing Software, the one you are used to. First, navigate to the Substructure Search page by clicking on the Substructure Search menu on the title bar, then follow the procedure displayed (Figure 2.20, page 30).



Step 1: Authorise the Java Applet: The Java Applet will then start to load (Figure 2.21, page 31). In case you are using Mozilla Firefox (Figure 2.22, page 31 and Figure 2.23, page 32) or Google Chrome(Figure 2.24, page 32) , and that you did not confirm before, messages asking you to authorise the activation the Java platform for our website are displayed. Confirm the authorisation and memorise your choice for the future If no confirmed before, a warning message will appear asking you to authorise the Applet to load and run (Figure 2.25, page 33). If you want to keep the settings for the future, select the option “Do not show this again for apps from the publisher and location above”. Confirm by clicking on the “Run” button. The figure 2.26 on page 33 shows what you see when the Java Applet is correctly loaded. Step 2: Use your usual drawing software, draw the structure to be searched (Figure 2.27, page 34). Step 3: Copy the structure to the clipboard (Figure 2.28, page 34) Step 4: Import the structure from the clipboard (Figure 2.29, page 35). A message “Structure imported” confirms the success of the process. The imported structure is also displayed for you to check what structure has been understood by the Future Generics Online Database Substructure Searchen-
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Figure 2.20: Substructure Search with Mode 2 selected: Start page gine. In case this confirmation does not occur, check the correct configuration of the Java Runtime Environnement (see page 18). Step 5: Select the target (Figure 2.30, page 35): You can choose to search for an Active Ingredient (Product) only, an Intermediate only or for both at the same time. As an example, the option “Active Ingredient” was selected. Step 6: Launch search (Figure 2.31, page 36). A message “Running” indicates that the search is ongoing. Depending on the target chosen and the complexity of the structure searched, between several seconds up to several minutes may be required. During this time, the website may look like nothing is happening or like the system crashed. Wait until either a result list appears (Figure 2.32, page 36) or a message lets you know that no results were found (Figure 2.19, page 28).
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Figure 2.21: Java Applet starting loading



Figure 2.22: Mozilla Firefox: Java platform activation
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Figure 2.23: Mozilla Firefox: Java platform activation



Figure 2.24: Google Chrome: Java platform activation



32



2.2. Search Method 2: Substructure Search



Figure 2.25: Java Applet loading: warning message



Figure 2.26: Java Applet loaded correctly
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Figure 2.27: Structure draw, with ChemDraw Ultra as example



Figure 2.28: Structure transfer into the system clipboard
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Figure 2.29: Structure import into our database website



Figure 2.30: Choice of the target
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Figure 2.31: Substructure Search launch



Figure 2.32: Substructure Search Results List
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2.2.8



Mode 3: Substructure Search with the Java technology enabled and the online Structure Drawing Applet



Substructure Search with Mode 3 selected requires the Java Runtime Environnement to be installed on your system and configured (see section 2.2.5.2, page 18). Structures are drawn using an online applet provided. First, navigate to the Substructure Search page by clicking on the Substructure Search menu on the title bar, then follow the procedure displayed (Figure 2.33, page 39).



Step 1: Authorise the Java Applet: The Java Applet will then start to load (Figure 2.34, page 39). In case you are using Mozilla Firefox (Figure 2.22, page 31 and Figure 2.23, page 32) or Google Chrome(Figure 2.24, page 32) , and that you did not confirm before, messages asking you to authorise the activation the Java platform for our website are displayed. Confirm the authorisation and memorise your choice for the future If no confirmed before, a warning message will appear asking you to authorise the Applet to load and run (Figure 2.35, page 40). If you want to keep the settings for the future, select the option “Do not show this again for apps from the publisher and location above”. Confirm by clicking on the “Run” button. The figure 2.36 on page 40 shows what you see when the Java Applet is correctly loaded. Step 2: Open the online structure drawing applet (Figure 2.37, page 41): click on the “Launch Applet” button. Step 3: Draw the chemical structure or import a mol file (Figures 2.38, 2.39 and 2.40, pages 41 to 42): Use the available tools to prepare the structure you like to search. You can also load a structure directly in the Applet by selecting the Menu ‘File/Open’ and selecting a file on your system. The applet is able to load files with the following formats: SMILES, MDL MOL file, MDL RXN Molfile, MDL SDF Molfile, IUPAC Chemical Identifier and Chemical Markup Language.
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Step 4: Click on ‘Submit molecule’ in the Applet windows or Import the structure from the applet (Figure 2.41, page 43). Once the structure is ready to be searched, click on the ‘Submit Molecule’ button in the Applet windows or click on the ‘Get Structure’ from the main webpage. A message “Structure imported” confirms the success of the process. The imported structure is also displayed for you to check what structure has been understood by the Future Generics Online Database Substructure Searchengine. In case this confirmation does not occur, check the correct configuration of the Java Runtime Environnement (see page 18). Step 5: Select the target (Figure 2.42, page 43): You can choose to search for an Active Ingredient (Product) only, an Intermediate only or for both at the same time. As an example, the option “Intermediate” was selected. Step 6: Launch search (Figure 2.43, page 44). A message “Running” indicates that the search is ongoing. Depending on the target chosen and the complexity of the structure searched, between several seconds up to several minutes may be required. During this time, the website may look like nothing is happening or like the system crashed. Wait until either a result list appears (Figure 2.44, page 44) or a message lets you know that no results were found (Figure 2.19, page 28).
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Figure 2.33: Substructure Search with Mode 3 selected: Start page



Figure 2.34: Java Applet starting loading
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Figure 2.35: Java Applet loading: warning message



Figure 2.36: Java Applet loaded correctly
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Figure 2.37: Structure drawing Java applet open



Figure 2.38: Loading a structure from a file into the Applet
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Figure 2.39: Loading a structure from a file into the Applet



Figure 2.40: Structure drawn with the Applet
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Figure 2.41: Structure import into our database website



Figure 2.42: Choice of the target
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Figure 2.43: Substructure Search launch



Figure 2.44: Substructure Search Results List
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2.2.9



Other systems



This section brings special notes on other operating systems, such as Windows 8 and Apple MacOS X.



2.2.9.1



Windows 8



Microsoft Windows 8 offers two different workspaces: the Desktop environment and the Modern UI environment. Everything described in this chapter can be followed in the Desktop environment. Microsoft Internet Explorer Modern UI app, version 11 or above, does not support plugins such as Java. Therefore, the Substructure Search features does not work in this case. No other Internet Browser Apps were tested and we cannot guarranty the correct working of the Substructure Search feature.



2.2.9.2



Apple MacOS X



To date, the Substructure Search feature does not work on any Apple MacOS X system.
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2.3



Search Method 3: Multiple Search



This section is under work and will be released soon.
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