License information:  

/*
 * Copyright (c) 2009 Institute for Systems Biology
 *
 * Licensed under the Apache License, Version 2.0 (the "License");
 * you may not use this file except in compliance with the License.
 * You may obtain a copy of the License at
 *
 *     http://www.apache.org/licenses/LICENSE-2.0
 *
 * Unless required by applicable law or agreed to in writing, software
 * distributed under the License is distributed on an "AS IS" BASIS,
 * WITHOUT WARRANTIES OR CONDITIONS OF ANY KIND, either express or implied.
 * See the License for the specific language governing permissions and
 * limitations under the License.
 */

A. Requirements for the ATAQS webapp: 

1. Apache Tomcat (tested with v. 6.0.26) 

2. Java 1.6 

3. Ant (tested with v. 1.7.1) 

4. mysql v 5.0.77
5. Firefox 3.6.x

6. Firegoose-0.8.259.xpi from http://gaggle.systemsbiology.net/docs/geese/firegoose/install/
7. Adobe Flash Player 10 Plugin
8. R 2.11.1


B. mysql configuration

      1. add set-variable  = max_allowed_packet=12M  to the configuration file (my.cnf), under [mysqld]

D.Tomcat configuration

1. Add the following line in tomcat catalina.sh to set default JVM size for java application

JAVA_OPTS="$JAVA_OPTS "-Xmx1g -Xms1g"
E. Some Logistics:
1. Data directories:  The ATAQS webapp allows users to browse and select input data (mzXML, pepXML and transition.csv etc) only from "allowed" directories.  These directories are set in the ATAQS_locations.xml configuration file (more information below).  NOTE: The user running Tomcat should have permissions to list the contents in these directories, and their subdirectories. 

2. Output directory:  There has to be one designated directory where ATAQS underline modules outputs will be stored.  The location of this directory is also specified in the ATAQS_locations.xml files. NOTE: The user running Tomcat should be allowed to write in this directory. Make sure to let subdirectories have the parent permission by invoking chmod ugo+s output_directory/
3. Bin directory: This is the directory where all the executables and scripts should reside. (See "Directory contents"). NOTE: User running these applications should have execute permissions. 

4. Conf directory: This is the directory where the ATAQS configruation files (ATAQS_locations.xml, ATAQS_programs.xml) reside. NOTE: The user running Tomcat should be allowed to write in this directory. 
F. Configure the webapp:

1. Uncompress the downloaded tar archive (>tar -xvzf ATAQS-v1.0.0.tgz).  
2. Edit the build.properties file (conf/build.properties file).  

· Change the tomcat.root property, if required. This should be the path to Tomcat's installation directory. 

· zip.dir -- developers may choose to export a build without source code as a zip file and locate the zip file under it. (ant target “export”)
· conf.xml.dir -- Directory where the xml configuration files (ATAQS_locations.xml and ATAQS_programs) should be located. This directory should be writable by the user running Tomcat. 

· output.dir -- There has to be one designated directory where ATAQS underline modules outputs will be stored 
· bin.webserver.dir -- Directory where all the executables and scripts reside. 

· This is a convenience property that is used to copy all the executables, scripts and other required files to the bin directory (specified in the bin_location element of locations.xml).

· NOTE: If this property is defined, its value should be the same as the "path_webserver" attribute of the "bin_location" element in ATQS_locations.xml. 

· data.webserver.dir -- Here you can specify multiple directories that a user can browse for mzXML, mzML and pepXML files. These directories have to be accessible (readable) to the user running tomcat. 

· If you have setup a special user for running ATAQS jobs, set the ATAQS.scheduler.ssh.user, ATAQS.scheduler.ssh.host, ATAQS.scheduler.ssh.idfile properties as appropriate.  See "Submitting jobs as a special user
· As a MYSQL root, you need to define connection to ATAQS database, set database.connection.url=jdbc:mysql://YOUR-DATABASE-URL/ATAQS, database.connection.username=SRMUser, database.connection.password=SRMmrsApp properties as appropriate. 
3. ATAQS_programs.xml (conf/ATAQS_programs.xml).  NOTE: most likely you will NOT be editing this file.

1. This is the file where you "register" your programs for each of the three pipeline steps.  You give the name of the program, the class that will be instantiated to execute this program.
2. In this file you can also give the memory requirements (in bytes) for the programs (and their modules).     
G. Configure MYSQL:

1. Create ATAQS admin account and Default Application Setting using sql/created.sql
· Encrypt the desired user password using the PasswordEncrypter (org.systemsbiology.apps.gui.server.provider.user.PasswordEncrypter).
· Adding ATAQS users -- when you login ATAQS as an admin, you will see the admin page instead of ATAQS application where you can add or delete ATAQS users.

   
H. Submitting jobs as a special user:
If the user running Tomcat does not have privileges to submit jobs to the cluster, a special user can be setup for this purpose. Here is an example of such a setup:

· Tomcat is run as user "tomcat" (with its own private group "tomcat"). "tomcat" cannot submit jobs to the cluster. 

· A special user "ATAQS" is created that is also part of the "tomcat" group. "ATAQS" has privileges to submit jobs to the cluster. All jobs from the webapp are submitted as this user. 

· Password-less ssh is set up for "ATAQS".  So, if a user is logged in as "tomcat" she/he can type the following and will not be prompted for a password: ssh -x -i ~/.ssh/id_dsa ATAQS@<host>. Typically this means to have .ssh/id_dsa key file in tomcat user home directory and the corresponding .ssh/authorized_keys2 file in the ATAQS user home directory.
· SGID is set on the directory where the webapp creates user projects (output_location in locations.xml). The group id for this directory is "tomcat".  Any files or directories created by "ATAQS" in this directory inherit the "tomcat" GID.

I. Supporting a new Job Scheduler:
The webapp provides support for the OpenPBS job scheduler.  Support for another job scheduler can be added by providing a class that implements the org.systemsbiology.apps.ATAQSgui.server.job.IJobManager interface.  An abstract convenience class org.systemsbiology.apps.gui.server.job.JobManager is provided that implements IJobManager interface.  It provides methods for creating the scripts directory and the job submission scripts.  It also manages a list of currently running jobs. PBSJobManager (in the same package) extends this class and can be used as an example.
The fully qualified name of the class (srm.scheduler.jobmanager.class) that should be instantiated for interacting with the job scheduler has to be specified in ATAQS_webapp.properties file.
J. Compiling and Deploying:
After you have made the changes above, do the following:
· 1. > ant build

· 2. > ant war_build

· 3. > ant war_deploy

· This step will run the Java and GWT compilers and create the war directory with the required classes, jar files, properties file, deployment descriptors as well as javascript files. It will also create an archive of the war directory and copy it to Tomcat's war folder. Therefore, tomcat/conf, tomcat/webapps and tomcat/logs have a written permission for group when you are installing as newly created “ATAQS” user.  If Tomcat is running, the application will be automatically deployed.  If the bin.webserver.dir property was defined, all required executables etc. will be copied to the bin location.


K. Contents of the ATAQS Bin directory:

1. Module jar files

aebersoldlab_apache995.jar

aebersoldlab_bitronix995.jar

aebersoldlab_codehaus995.jar

aebersoldlab_core1171.jar

aebersoldlab_hibernate995.jar

aebersoldlab_javax995.jar

ATAQS.jar

commons-httpclient-3.1.jar

commons-jxpath-1.2.jar

cv-rule-reader-2.0.0-SNAPSHOT.jar

gilead-core-1.3.2.1839.jar

jai_codec.jar

 jai_core.jar

mysql-connector-java-5.1.7-bin.jar

object-rule-reader-2.0.0-SNAPSHOT.jar

oboedit-1.101.jar

ols-1.14.1.jar

ontology-config-reader-2.0.0-SNAPSHOT.jar

ontology-manager-2.0.0-SNAPSHOT.jar

org.geneontology-1.101.jar

traml_schema.jar

validator-2.0.0-SNAPSHOT.jar

2. database

Prostate-Tumor.tsv TypeII-Diabetes.tsv

3. predefined modification file

modifications.xml

4. R scripts
lib_em_mixture_model_v0.1.R

lib_mrm_prophet.R

lib_mrm_prophet_v0.8.R

mProphet.R

MRMProphet.R


L. Log files to look at when something is not working!

1. ATAQS_module.log in the <output.dir>.

2. <tomcat_dir>/webapps/ATAQS/logs/ATAQS_webapp.log 
3. <output.dir>/JavaScheduleDir/output/*.oe

4. <tomcat_dir>/logs/catalina.out  (other files in this directory may also be useful) 

M. Contact information:
Mi-Youn Brusniak 
Email: mbrusniak@systemsbiology.org 

